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Abstract

Based on a Clebsch-like velocity representation and a combination of classical variational
principles for the special cases of ideal and Stokes flow a novel discontinuous Lagrangian
is constructed; it bypasses the known problems associated with non-physical solutions
and recovers the classical Navier-Stokes equations together with the balance of inner en-
ergy in the limit when an emerging characteristic frequency parameter tends to infinity.
Additionally, a generalized Clebsch transformation for viscous flow is established for the
first time. Next, an exact first integral of the unsteady, three-dimensional, incompressible
Navier-Stokes equations is derived; following which gauge freedoms are explored leading
to favourable reductions in the complexity of the equation set and number of unknowns,
enabling a self-adjoint variational principle for steady viscous flow to be constructed. Con-
currently, appropriate commonly occurring physical and auxiliary boundary conditions are
prescribed, including establishment of a first integral for the dynamic boundary condition
at a free surface. Starting from this new formulation, three classical flow problems are
considered, the results obtained being in total agreement with solutions in the open liter-
ature.

A new least-squares finite element method based on the first integral of the steady
two-dimensional, incompressible, Navier-Stokes equations is developed, with optimal con-
vergence rates established theoretically. The method is analysed comprehensively, thor-
oughly validated and shown to be competitive when compared to a corresponding, stan-
dard, primitive-variable, finite element formulation. Implementation details are provided,
and the well-known problem of mass conservation addressed and resolved via selective
weighting. The attractive positive definiteness of the resulting linear systems enables em-
ployment of a customized scalable algebraic multigrid method for efficient error reduction.
The solution of several engineering related problems from the fields of lubrication and film
flow demonstrate the flexibility and efficiency of the proposed method, including the case

of unsteady flow, while revealing new physical insights of interest in their own right.
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1 Introduction

For many systems of differential equations arising in science and engineering the intro-
duction of auxiliary potential fields has proved beneficial in several respects. Maxwell’s
equations serve as a prominent example, in which the electric field and the magnetic flux
density can be favourably replaced by a scalar and a vector potential, respectively. They
enable a reduction in the number of variables and hence equations, while appropriate us-
age of the gauge freedoms facilitates their reformulation as two decoupled wave equations
leading to a self-adjoint system with an associated Lagrangian [133]. Apart from the obvi-
ous formulaic advantages, the potentials allow for the treatment of electrodynamics in the
framework of Hamilton’s principle. In this context it is arguable that the historical debate
surrounding the Maxwell potentials, dating back to the 19th century [134, 283], can be
considered formative for the usage of potential fields in modern theoretical physics and
ground-breaking with respect to the later development of gauge theory [141], suggesting
Maxwell theory as a significant reference point for other field theories.

The present work explores and contributes to the utilisation of potentials in the field of
fluid mechanics with Maxwell theory guiding the objectives. The use of potentials that are
simply defined as those fields which lead to certain degrees of gauge freedom and therefore
are physically non-measurable, represents a vast area dating back to the work of Lagrange
[82] and Clebsch [64] at the end of the 18th and middle of the 19th centuries, respectively.
The review provided subsequently places the present work in context, showing why the
introduction of potentials in the case of viscous fluid flow in particular has remained rather
limited and what can be done to (partly) resolve this issue.

In fluid mechanics in general auxiliary potentials are frequently used either to reduce
the number of unknowns, as in the case of defining a streamfunction [154], or to express
physical quantities in terms of more tractable functions. The latter is achieved for in-
stance by the Papkovich-Neuber representation of velocity or the complex-valued Goursat
representation of the streamfunction, depending only on harmonic and analytic functions,
respectively [111, 154]. Most of these theoretically useful representations are limited ei-
ther with respect to the spatial dimension, symmetry requirements or the generality of
the physics involved.

As a usefully important application, potential fields have been employed to enable the

integration of the governing equations of fluid motion. Most notably, Bernoulli’s equation
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is obtained as a first integral of Euler’s equations in the absence of vorticity and viscosity,
if the velocity vector is taken to be the gradient of a scalar potential. The so-called Clebsch
transformation [154, 191] and related approaches allow for further extension to flows with
non-vanishing vorticity, resulting in a generalised Bernoulli equation complemented with
transport equations for the Clebsch potentials [236]. The term “first integral” in this
specific context was, amongst others, shaped by Helmholtz [123] in his treatise on vortex
motion, where he also introduced what is today called Helmholtz-Hodge decomposition
of vector fields into an irrotational and a solenoidal part. Most generally, the task is to
reformulate the equations as a gradient of a scalar quantity or the divergence of a tensorial
quantity set to zero allowing for integration in a further step; this may be achieved using
auxiliary potential fields and does not necessarily imply a reduction of the total differential

order.

While the above examples refer to inviscid flow in particular, progress involving the
full incompressible Navier-Stokes (NS) equations has been far less fruitful and restricted
in the main to the limiting case of steady two-dimensional (2D) flow, the most recent
contribution prior to the work reported in this thesis being that of Scholle et al. [230].
Along similar lines to Legendre [159], Coleman [70] and Ranger [199], they constructed
an exact complex-valued first integral, based on the introduction of an auxiliary complex
field; the formulation embodies the classical complex-valued Goursat representation for
steady Stokes flow [8, 111], allowing the streamfunction to be expressed in terms of two

analytic functions [171].

Closely related to the integration of field equations is the establishment of variational
principles. For physical systems formulated within the framework of Lagrange’s formalism
the dynamics are completely defined by one function only: the Lagrangian. This method-
ical concept successfully applies, for example, to the conservative branch of Newtonian
mechanics. Contrary to this, in continuum theories many open problems remain unsolved
to this day, especially when considering dissipative processes [216]; the viscous flow of a
fluid, described by the NS equations, is a typical example where a Lagrangian formulation
is missing [99]. However, several approaches exist for the cases of ideal [99, 183, 213, 236|

and Stokes flow [124] which can serve as a starting point.

Certainly, much of the work in this thesis is influenced by the idea of integrating the
viscous flow equations encapsulating at least some of the advantages gained in the case
of pure Eulerian flow. Closely related to the investigation of potential-based velocity
representations is the search for a variational principle of viscous flow. Prior to addressing
the specific content of the thesis, the following section provides a comprehensive overview of

the important literature that informed the direction of travel and underpins the outcomes.



1.1 Maxwell’s vector potential and the advent of gauge theories

1.1 Maxwell’s vector potential and the advent of gauge theories

Any review of the significance of potential representations in modern physics would be
diminished considerably without reference to Maxwell’s theory of classical electrodynamics
and its immense impact on nearly all major 20th century theoretical developments such
as field theory in general, special relativity, wave mechanics and even gauge theory in the
modern description of interactions via the standard model of particle physics. Certainly,
the influence of Maxwell’s ideas on subsequent developments with all their subtleties is one
of the great narratives of science, told by numerous authors [134, 283, 284], culminating

in the famous words of Richard Feynman [96]:

“From a long view of the history of mankind — seen from, say, ten thousand
years from now — there can be little doubt that the most significant event of
the nineteenth century will be judged as Mazwell’s discovery of the laws of elec-
trodynamics. The American Civil War will pale into provincial insignificance

in comparison with this important scientific event of the same decade.”

However, there is one aspect in the history of classical electrodynamics which is particularly
fruitful in the context of the present work, namely the treatment of so-called potential
fields, associated with which is the question of the most adequate representation of a
theory.

Between 1855 and 1865, in a series of three papers, cf. [283] and references therein, James
Clerk Maxwell integrated the apparently disparate laws and phenomena of electricity
and magnetism, as observed by his contemporaries Charles-Augustin de Coulomb, Carl
Friedrich Gauss, André-Marie Ampére, Michael Faraday and others, into a unified theory
by modifying Ampere’s circuital law and introducing a displacement current term. He had
thus distilled an entire body of work on electricity and magnetism into a few equations
only and showed, as a consequence, that light propagates as electromagnetic waves; thus,
electricity, magnetism and light — three phenomena that seem so vastly different in their
manifestation — appeared as different aspects of one and the same phenomenon.

The form of the classical Maxwell equations in terms of the observables, the electric
field E and the magnetic field B, which has been taught in universities through most of
the 20th century and stated in most standard textbooks is due to Oliver Heaviside (1885)
and Heinrich Hertz (between 1884 and 1892); Maxwell’s preference was for one in terms
of potential fields [283]. There has been a long-standing debate on the use and physicality
of those potential fields which can be considered ground-breaking and which turned out
to be essential in the later description of gauge theory. In the following, a closer look is
taken at the different descriptions of classical electrodynamics.

In a vacuum the partial differential equations (PDEs) for the electric field F; and the
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magnetic flux density B; in the Heaviside-Hertz form are':

0;B; =0, (1.1a)

OB + €ijk0;E, =0, (1.1b)
€00 E; =p, (1.1c)

€ijk0j By, — €000y = poji (1.1d)

for a given charge density p and current density j;. The above set of equations is reduced

by introducing a vector potential A according to:
Bz’ :eijkﬁjAk . (1.2)

Inserting this into (1.1b) leads to €;;;,0;[0:Ai + Ei] = 0, which on the introduction of the
scalar potential o, such that ;A + Fr = —0p, leads to the expression:

E; = — 0;p — 0 A; , (1.3)

for the electric field. Hence, by making use of the scalar potential ¢ and the vector
potential A4;, the homogeneous Maxwell equations (1.1a), (1.1b) are fulfilled identically
whereas the inhomogeneous ones (1.1¢), (1.1d) become PDEs of second order in terms of

¢ and A; which are endowed with certain beneficial features:

(i) Written in terms of ¢ and A;, equations (1.1c), (1.1d) become self-adjoint [133], that

is they can be derived from a variational principle based on the Lagrangian:

1 € .
(= 240 (€j10; Ar)” — 50 (Ossp + 0e AN + po + Jids ; (1.4)

whereas the original Maxwell equations are not self-adjoint.
(ii) If x is an arbitrary scalar field, then by means of the gauge transformations:
A, — Ag = A; + 0;x, (1.5)
o= ¢ =p—ax, (1.6)

A; and ¢ can be redefined such that the observables B; and E; in (1.2), (1.3) remain
invariant. Thus a gauge of the potentials, by the fixing of y, can be employed in

such a way as to achieve a convenient form of the remaining field equations.

One of the most common gauge transformations is the Lorenz gauge; by a proper choice

! Throughout the thesis both tensor calculus and the more classical “nabla calculus” are employed as con-
venient. Usually the Einstein summation convention is assumed for repeated indices in a mathematical
expression.
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of x the identity:
eo,uoatgo +0;A;, =0, (17)

is fulfilled, leading to the equations (1.1c), (1.1d) having the following decoupled form:

g 2} __r
{ 028t +ak @ = o s (183)
Lo o Ji

of a known type, namely two d’Alembert equations, where ¢ = 1/,/€po is the speed of
light. For completeness it is noted that all of the above outcomes can similarly be arrived
at via the Coulomb gauge [133]:

0;A; =0, (1.9)

in place of (1.7) resulting in a Poisson equation for ¢ in place of the inhomogeneous
d’Alembert equation (1.8a).

Furthermore, Maxwell’s equations can be expressed in a covariant form [133], that is
the laws of classical electromagnetism written in a form that is manifestly invariant under
Lorentz transformations, in the formalism of special relativity using rectilinear inertial co-
ordinate systems. These expressions make it both simple to prove that the laws of classical
electromagnetism take the same form in any inertial coordinate system and provide a way
to translate the fields and forces from one frame to another. Combining A; with ¢ leads
to the 4-potential A* while combining F; with B; yields an electromagnetic field tensor

F* the forms of which are:

v/c, 0 —FEi/c —E3/c —Es/c
A E 0 -B B
(Aan="11.,  Fm= /e 3 2 (1.10)
AQ EQ/C Bg 0 —Bl
As Es/c —Bs By 0

with p, v = 0,...,3. In this way, the two potential relationships (1.2), (1.3) can be replaced
by:
FH = R AY — Y AP, (1.11)

with the contra-variant gradient (0*) = (¢~10, —01, —a, —03). The remaining two equa-

tions, (1.1c), (1.1d), can consequently be written in the elegant form 0, F'* = o3, where

-

(V) = (cp, j) denotes the 4-vector of the current density.

Obviously, the above potential representation, together with proper gauging, is associ-
ated with several advantages. First of all, compared to (1.1a)—(1.1c), the set of equations
(1.8a), (1.8b) is reduced, removing the redundancy associated with need of having four

equations for four unknown fields. The latter form, comprising two wave equations, is
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also more convenient in the sense that it is decoupled, self-adjoint and thus admits a
least-action principle which was hitherto unavailable.

The representation of electromagnetism via potential quantities which are determined
only up to a certain transformation (1.5), (1.6) left Maxwell’s contemporaries uncomfort-
able initiating debates which were not free of polemics. Heaviside (1850-1925) seemed
to have derived great satisfaction in 1885 in eliminating the vector potential A from the
Maxwell equations. Disagreeing with Maxwell’s elevation of A to the rank of a fundamental
quantity, Heaviside ([121], Vol. 2, p. 482) regarded:

“A and its scalar potential parasite ¢ sometimes causing great mathematical
complexity and indistinctiveness; and it is, for practical reasons, best to murder
the whole lot, or, at any rate, merely employ them as subsidiary functions. [...]
Thus ¢ and A are murdered, so to speak, with a great gain in definiteness and

conciseness.”
In a similar vein, Heaviside ([122], p. 383) had this to say:

“The reader who is acquainted with the (at present) more ‘classical’ method of
treating the electromagnetic field in terms of the vector and scalar potentials
cannot fail to be impressed by the difference of procedure and of ideas involved.
In the present method we are, from first to last, in contact with those quantities
which are believed to have physical significance (instead of with mathematical
functions of an essentially indeterminate nature), and with the laws connecting

them in simplest form.”

Heaviside and Hertz correctly realised that Maxwell’s theory could be completely described
using the relevant observables, E and B , and the potentials indeed allow for an elegant,
possibly computationally useful, description which in their opinion, however, caused an
undesirable “obscuring” [283] of the underlying physical laws. While their perception of
the potentials spread in the scientific community, it was only with the advent of modern
quantum field theory starting with Schrédinger’s paper in 1926 that the deep significance
of gauge invariance and correspondingly a different view on the electrodynamic potentials
emerged, as outlined below.
In a non-relativistic quantum mechanics context consider the Schrédinger Lagrange
density of a free particle in the absence of electromagnetic fields [141]:
h h?
lo (4,07, 0ath, 0at)") = o [PO" =" O] — oV - VY™, (1.12)
where i = h/2m, as usual, denotes the reduced Planck constant and v (z;,t) the complex-
valued wave function of the particle at position x and time t; according to Born’s in-
terpretation [141] ¢*1, with ¢* referring to the adjoint of v, delivers the probability
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density of the particle. When variations of (1.12) are taken with respect to ¢* and 1 the

time-dependent Schrédinger equation and its adjoint are obtained:

h2
ihop) + —Ay =0,
2m
h2
—iho*t + —AY* = 0.
2m

Obviously, gauge symmetries of the form 1 — 9’ = 1eX lead to the transformation

behaviour:
0uth = 0 [156] = [0u) + 0] €

and thus turn out to be symmetries of the Lagrange density (1.12) if and only if xy = const,
i.e. if the phase gauge is global. Now, the introduction of further physical effects, for
instance due to the presence of electromagnetic fields, is intimately connected with the
requirement of local gauge symmetry according to the formalism of minimal coupling
[141, 142], which is seen as follows. If invariance with respect to a local symmetry with
arbitrary gauge field y = x (z®) is required, an extension of the Lagrangian density (1.12)

is unavoidable. One possibility is a formal substitution of the contra-variant gradient:
.4
Op — Oq — 1= Aq,
c

involving an electric charge ¢, the speed of light ¢, and new so-called compensating fields

Aq, cf. (1.10), leading to the transformation rule:
{aa - iqAa} b — {aa - iqA;} [yex] = [aau; i (qA’a - aX) w] elX .
c c c

This delivers the desired form {0y —i%2A44} 1) — {0 — 1244} yeX if and only if the com-

pensating fields obey the transformation rule:
, c
Aa _>Aa:Aa+5aO¢Xa

which is exactly the, already known, gauge transformation for the electrodynamic Maxwell
potentials (1.5), (1.6). The extended Lagrangian density can furthermore depend on invari-
ants which can be formed from the compensating fields and their derivatives, particularly
O0nAp — 0gAq, which in the simplest case (when squared) leads to the Lagrangian density
Ur (0aAg — 03 An) of Maxwell’s theory, i.e. equation (1.4).

In summary the Lagrangian density:

(1, 9", Ag, Dath, Dat)™, DuAg) = Lo (w, b, {aa - iZAa} b, {aa + iZAa} w*)
+ Uar (0o Ap — D5As) | (1.13)
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of Schrédinger-Maxwell theory for the motion of charged particles in electromagnetic fields
is obtained which, by variation with respect to ¥, ¥*, results in the following equation
[142]:

h? 2
ihd + hqon) + — {8k+iqu} =0, (1.14)
2m c

and its adjoint, and by variation with respect to A, in the Maxwell equations 9, F* = poj"
(as shown earlier). Interestingly, in the above formalism the Maxwell potentials occur
naturally as “compensating fields” in order to allow for a local gauge symmetry and these
compensating fields introduce the desired electromagnetic effects; here and also in the
standard model of particle physics the, formerly objected to, gauge freedoms are elevated
to a principle for the construction of theories. For further background to the development

of gauge theory, Yang-Mills theory and the standard model, the reader is referred to [141].

Although with the above development physicists became aware of the conceptual sig-
nificance of potential fields, in electrodynamics it remained an accepted standard that
the electromagnetic field resides in the observables E and B" i.e. where both of them
vanish there cannot be any electromagnetic effects on a charged particle. This perception
was attacked in 1959 in the article by Aharonov and Bohm [5] demonstrating an effect
which, according to their explanation, is only comprehensible in the context of quantum
electrodynamics when the vector potential is present. Their interpretation amounts to
attributing a physically fundamental role to the potentials, which seems in contradiction
to their gauge freedoms and implies that a representation of electrodynamics in terms
of the potentials is somewhat physically more complete while, in the words of Wu and
Yang [283], “[...] the field strengths underdescribe electromagnetism”. However, while
the Aharanov-Bohm effect itself has been experimentally verified several times, cf. [283],
the explanation remains a source of debates: typical contrary positions are described by
Aharonov et al. [6], Wu and Yang [283] in favour of a quantum topological explanation

and Boyer [42] preferring an explanation by classical electrodynamic effects.

While the Aharonov-Bohm effect is well described by quantum electrodynamics a fre-
quent misleading argument attributes significance to the potentials because they cannot be
eliminated from quantum electrodynamics in contrast to classical electrodynamics [283];
however, in 1927 Madelung [168, 201] demonstrated a gauge invariant hydrodynamic form
of the equations which is reviewed briefly below as it leads to the focus of the present

work: fluid mechanics.

By employing the substitution:

p=mitv, o= tagy,  v=[Lew(iF).
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n (1.13), it follows that:

oo o ta) ()

= [ %2+ i - il v,

giving an alternative form for the Lagrange density (1.13):

hq ” (Vo)

mc “8m2p

(=—o [a“b Mg (w

ot + Ul (-0 .

Variation of the corresponding action functional with respect to ¢ leads to a continuity

equation of the form:

ag hq -

— +V- Vo ——A| | =0 1.15

ot - (Q { ¢ mc ]) ’ ( )
and therefore allows identification of the quantity in square brackets as a flow (velocity)
field:

= Vo — hqA (1.16)

while variation with respect to ¢ delivers a generalised Bernoulli equation:

d¢ hq hg (Vo) o |h*Ve| _
i 1} _ 4 DAVE)
[Bt m o+ (qu) me ) * 8m?2 o2 4m?2p
BAVe |,
2m?,/o
The above can be written compactly as:
0¢ hg 1, B

and can be formally interpreted as a first integral of a “kind of Euler equation”. This can

be seen by forming the gradient of (1.17) upon using (1.16):

8PrkmA] mvm+»v +VP =0,
ot me

which, via consideration of the vector identity +Va? = (- V)i + i x (V x @) together
with the Maxwell relationships:

h o
Vxi=-—21yxA=-2L5, (1.18)
mc m
h o
M4y —ct0,A =-LE, (1.19)
m m
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leads to:
Dyii = ~VP+ - [E+ix B . (1.20)
m

Obviously, the Euler-like equations (1.20), (1.15) with the substitution (1.16) and comple-
mented by the classical Maxwell equations (1.1a)-(1.1d) provide a representation purely
in terms of the gauge invariant quantities @, P, E and B.

As a concluding remark one can state that, independent of the long-standing debate on
the physical significance of potentials, a direct comparison between the gauge invariant
equations (1.20), (1.15) and the original gauge variant Schrodinger equations (1.14) reveals
beyond doubt a greater elegance and simplicity of the latter, not least due to its linearity
and self-adjointness. This perception is also the origin of Anthony’s work [9] employing
a generalised Schrodinger representation of fluid mechanics, an idea which in contrast to

the Madelung representation is far less familiar in the literature.

1.2 Potentials in fluid dynamics and the limits of Lagrange

formalism

1.2.1 Potentials and first integrals of the equations of motion

Similar to electrodynamics? the use of auxiliary potential fields for different purposes has
a long-standing history [99]. Consider, as a basis, the motion of a viscous, incompressible
fluid governed by the Navier-Stokes and continuity equations [154]:
ou . 0. @
0 E—{—(u-V)u =-Vp+nVeui+f, (1.21a)
V-

g
I

0, (1.21b)

in which @ denotes the velocity field, p the pressure and 7, p and f the dynamic viscosity,
density and external forces, respectively. Equations (1.21a) and (1.21b) represent momen-
tum and mass balance in which the former is a version of Newton’s second law with the
inertial terms (per volume) stated on the left-hand side and the forces per volume, i.e.
pressure, viscous and external forces, on the right-hand side. Two important special cases
arise for flows which are either dominated by viscosity or by convection; in the former case
the inertial terms can be neglected in favour of the viscous ones resulting in the Stokes
equations, while in the latter case the viscous term nV?2# is neglected resulting in the Euler
equations, mentioned earlier.

Certainly equations (1.21a), (1.21b) differ significantly from Maxwell’s equation (1.1a)-

2Consider also the work of Kambe [142, 143] for a comparison between electrodynamics and fluid dynamics
and the role of gauge principles.

10
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(1.1d), not only in formal issues such as the non-linearity involved but also in their theoret-
ical foundation: the former equations are Galilean-invariant while the latter are Lorentz-
invariant. Nevertheless the expectation is that potential fields in fluid mechanics can be
utilised to a similar promising effect as in electrodynamics, both with respect to analytical
and computational simplification, and to the development of a Hamiltonian formulation.
However, the historical development has been tardy and disparate, mostly covering special
cases; it is important to consider this in more detail in order to understand the context of
this thesis.

While the governing equations of fluid mechanics in their modern form (1.21a), (1.21b)
were derived by Euler (1752), Navier (1823) and Stokes (1845) [77] spanning a century,
already Euler himself and most notably Lagrange (1781), cf. [140], introduced the notion
of potential flow which is certainly the most familiar use historically of a potential field
in fluid mechanics. According to the Helmholtz decomposition introduced in 1858 [123]
any vector field can be resolved into the sum of an irrotational (curl-free) and a solenoidal
(divergence-free) part, i.e. @ = Vp+V x 1,/7, which when applied to the velocity field gives
rise to Lagrange’s potential formulation if 1/_; = 0 and to the streamfunction formulation
for incompressible flow if ¢ = 0. Obviously both approaches allow for the reduction of
unknown fields at the expense of a higher differential order leading to further analytical
and numerical methods of solution; particularly the scalar streamfunction approach in two
dimensions established as one of the most useful standard representations in this respect
[154].

(a) Clebsch-like approach

It is illuminating to interpret the above potentials as tools to enable the integration of the
equations of motion; the most familiar example is Bernoulli’s equation which is obtained as
a first integral of Euler’s equations in the absence of vorticity and viscosity if the velocity
vector @ = V¢ is perceived as the gradient of a scalar potential. Application of the velocity

gradient representation to Euler’s equation yields:

. Du
= —_— P =
0 Dt+V[ +U]=V

oo @2
at+2+P+U1, (1.22)

with P = [ o~ 'dp denoting the so-called pressure function, U the potential energy of the
external force, i.e. f: —VU is assumed, and the operator D/Dt = 0/0t + @ - V denotes
the material time derivative. In 1856 Clebsch [64, 154] proposed a non-standard potential

representation for the velocity field for the case of inviscid and rotational flow:

i@=Vé+avs, (1.23)

11
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in terms of three scalar potentials ¢, « and [, the so-called Clebsch variables; the re-
sulting set of equations together with the continuity equation turn out to be self-adjoint,
permitting a variational formulation [154]. From a mathematical viewpoint, the poten-
tial representation (1.23) is a decomposition of the velocity field into a curl-free part V¢
and a helicity-free part aV . This decomposition is not unique; by applying the gauge

transformation:

6— & =6+ f(aBt),
a— o =gla,B1), (1.24)

B— B =hapBt),

/!

an equivalent set of Clebsch variables ¢/, o, 8’ is given if and only if the functions f,g,h

fulfill the two PDEs [233]:

ag—kggg = «, (1.25)
of =~ 0h
5o t9s = 0. (1.26)

The benefit of the Clebsch transformation becomes apparent, again by application to

Euler’s equations for inviscid flows:

S 4 ¢ ap Dﬁ
_ P _ , ST 2 —_— - — 1.2
0 D +V[P+U|=V ot +a N + + +U —|— Vﬂ Va (1.27)
Being basically of the form:
VI-]+ - ]Vat[-]v8=0, (1.28)

this vector equation can be decomposed according to:

0o 85

Do« OF
& = 55 (1.30)
DB OF
o = = (1.31)

with an unknown function F(«, 3,t). By making use of the gauge transformation (1.24),
F — 0 is achieved and (1.29) takes the form of a generalised Bernoulli equation. The
above three scalar field equations are a first integral of Euler’s equations and self-adjoint,

their most intriguing feature is that the vorticity:

&:%Vxﬁ:%VaxVB, (1.32)

12
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is given by the two scalar fields «, 3, only. Hence, the vortex dynamics is reduced to two
transport equations (1.30), (1.31).

It should be noted that for an arbitrary velocity field u the existence of the Clebsch vari-
ables ¢, a, 8 is guaranteed only locally. Their global existence depends on the topological
features of the flow: in the case of a non-vanishing integral of helicity, for example for flows
with closed vortex lines that form linked rings or with isolated points of zero vorticity,
global existence is not given. For further details the reader is referred to [20, 286]. In the
case of global non-existence, completeness of the Clebsch representation may be reached
by additional pairs of variables, like: @ = V¢ + a1V 1 + a2V 32. The Clebsch transforma-
tion has also been applied to different physical problems, for instance to baroclinic flow
[236], Maxwell’s equations in classical electrodynamics [271], to Magnetohydrodynamics
[58] and even quantum theory within the context of a quantization of vortex tubes [168].

Viscous flow in terms of Clebsch variables is considered in this thesis for the first time.

(b) Goursat-like approach

A range of potential field methods for viscous flow based on the biharmonic streamfunc-
tion representation of the Stokes equations has arisen from the fruitful exchange of ideas
between linear elasticity and fluid mechanics. These methods aim at expressing physical
quantities in terms of more tractable functions, examples being the Papkovich-Neuber rep-
resentation of velocity or the complex Goursat representation of the streamfunction which
only depend on harmonic and analytic functions, respectively [111, 154]; as a consequence
this reduction allows the employment of the whole of holomorphic function theory and
their solution tools. However, there is also a deep relation to the above idea of integrating
the equations of motion, as will become clear below.

In the first half of the 20th century the complex variable method was developed for the
solution of biharmonic problems in plane linear elasticity, which nowadays is considered
a classical [177, 184] approach. By combining the two Cartesian coordinates x and y to
form the complex expression ¢ = x + iy, all solutions of the biharmonic equation A?¥ = 0
take the form:

v =Re [g0(¢) +£01(9)] | (1.33)

with arbitrary holomorphic functions go and g1, the so-called Goursat functions; Re de-
notes the real part of the subsequent complex expression and ¢ = z — iy the complex
conjugate of £. The problem is thus effectively reduced to one of finding two holomorphic
functions in a domain 2, with boundary 912, satisfying conditions which are typically of
the form [184]:

91(&) +£01(§) + 9o(§) = f(§), £ €00 (1.34)

13
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One such approach is to represent gg and g; as Cauchy-type integrals of an unknown den-
sity function on the boundary, thus leading to the well-known Sherman-Lauricella equation
[84], a Fredholm integral equation for the density which can be solved efficiently via a Nys-
trom discretization in combination with fast multipole methods [111]. Other approaches
are based on a direct expansion of the holomorphic functions as a Fourier series or in
meromorphic functions with singularities outside of the domain, in which (1.34) is approx-
imated via boundary element or collocation methods [70, 144, 194, 217]. Although the
biharmonic equation is not preserved under conformal transformation, diverse examples
exist where a mapping of the Goursat representation to computationally more convenient

regions has proved useful [60, 184].

Beyond linear elasticity, complex variable methods have emerged as a wide-ranging and
powerful tool in fluid mechanics [187, 194], where a variety of analytical solutions and
computational methods have materialised, particularly for Stokes flow problems with free
boundaries [131, 202, 227, 228, 247]. The benefits thereof stem from the mathematically
important notion of the analyticity of the underlying holomorphic functions gy and g¢;
which can be exploited for certain problems [70, 194]; free surface boundary conditions, a
notorious complicating feature, can be handled in the framework of the Goursat represen-
tation naturally, due in the main to the complementary character of the streamfunction
and Airy stressfunction® [8, 171, 190, 251]. Unfortunately, the method in its classical
form is restricted to zero Reynolds number scenarios, i.e. to Stokes flow, in which the
streamfunction remains biharmonic.

More recently, an approach to integrate the steady 2D-NS equations has been established
by Ranger [199] and Scholle et al. [230]. There it is shown that a complex variable
transformation ¢ := x+iy, £ := x—iy of the field equations, together with the introduction

of a complex velocity field u := u, + iu,, yields the equivalent formulation®:

0 N 0 [u? 9%u
875 {p + Q7 + U} + Qaf5 <2> = 277@ ) (1.35a)
ou
Re (85) = 0, (1.35b)

where Re denotes the real part of the subsequent complex expression. The introduction

of a scalar real-valued potential @(&,€) satisfying:

l ’P
p+g%+U:4

. SE0E (1.36)

3This is explained in more detail in Sec. 3.1 of Chapter 3.
“Note, that in contrast to [230] the standard complex variable transformation is used here leading to
slightly different equations.

14
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allows (1.35a), in the first place, to be recast in an integrable fashion:

o0 | u? ou 0*d
o |° 4 o€ 9E (137)
and in the second place to be integrated with respect to £, delivering a result dependent

on an undetermined integration function g(&):

2 2
U ou 0°“®d —

o = +2— =g(&) . (1.38)

4 9 oag

At this point the close relationship between the terms on the left-hand side of equation
(1.36) and the steady version of Bernoulli’s equation is observed, indicating that those
terms will vanish in the case of irrotational and inviscid flow. In the general case of a
viscous flow with non-vanishing vorticity, (1.36) can be interpreted as a potential repre-

sentation of the deviation from Bernoulli’s equation.

Further simplification follows by observing that the potential field @ itself is not uniquely
determined by (1.36) but only up to the sum of an arbitrary holomorphic function f(&)
and its complex conjugate:

D — @+ f(&§)+ f(E), (1.39)

which facilitates the elimination of g by fixing the gauge freedom (1.39) according to

7€) = g(&). Finally an alternative to the classical representation (1.21a), (1.21b) of the
NS equations is given by the integrated set of equations:
u? ou 0%®

Z =40l — — 1.4
Q4 77854‘ —9 07 ( Oa)

Re ((%) _0. (1.40D)

Note, the resulting equations contain first order derivatives only of velocity in contrast to
the original NS equation (1.21a)-(1.21b) and the corresponding 2D streamfunction version
in general contains second order derivatives only, whereas the classical streamfunction

formulation results in a fourth order equation®.

A real-valued representation of the complex system (1.40a)-(1.40b) in tensor notation

reads:

8ui 8uj 8uk 51]:| 82@ 82@ (51']'
— 6| — o |uiu; — =2 — 2 1.41
" &’L‘j + 8952 8$k5 ‘| ¢ {u i Ukt 2 83018:):3 6wk8xk 2 ( )

SHere the case applies that is mentioned at the beginning of the introduction: eq. (1.37) facilitates a first
integral of (1.35a) while, due to the introduction of @, the total differential order in (1.40a) remains
two.
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together with:
9*®
0x,0xL

Oui _
or,

The second equation in (1.42) is only relevant in applications where the recovery of pressure

0, p+§W%+U: (1.42)

is of interest; the pressure can easily be computed subsequently.

In a recent paper Marner et al. [171] revealed the close relationship between the first
integral representation and the complex variable method: if a streamfunction ¥ is intro-

duced according to:
ov

ii }
23
it can be beneficially combined with the potential @ to form the complex potential, y =

& + in¥, in terms of which the first integral (1.40a) reads:

u=—2 (1.43)

0%x u?
o€ 8
In the case of Stokes flow equation (1.44) reduces to the elegant form:

which is a simple bianalytic equation; the solution of which is given by the combination

X = g0(€) + £g1(€) of two holomorphic functions, as in (1.33).

A key feature of the above is it can be construed that the first integral (1.44) is a
generalisation of the complex-valued potential formulation (1.45) towards viscous flows
with inertia, with the difference that (1.44) no longer allows for a direct integration to the
Goursat representation (1.33). Based on this first integral of the equations of motion, a
non-conventional variational formulation has been established in order to solve for plane
creeping flow by a semi-analytical direct Ritz method, Scholle et al. [230]; further con-
tributions are a contour integral method developed by Coleman [70] and a least-squares
approach by Bolton and Thatcher [38]. Most notably, a similar set of equations was used
by Ranger [199] to achieve a parametrized general solution of the NS equations; he later
demonstrated a generalisation to three-dimensional (3D) flow [198], additionally see his

other papers and references therein.

Similar to electrodynamics the representation of physical quantities in terms of potential
fields is closely related to the construction of variational principles. This is best known

for ideal fluids as shown below.
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1.2.2 Potentials and variational principles

The goal of describing processes in terms of maximum and minimum principles is an allur-
ing one which has occupied scientists for centuries. The first such principles were Fermat’s
principle of least time in optics and Hamilton’s principle of least action in mechanics [213].

In 1744 the mathematician Euler expressed the hope, cf. [99]:

“As the construction of the universe is the most perfect possible, being the
handiwork of an all-wise Maker, nothing can be met with in the world in which
some maximal or minimal property is not displayed. There is, consequently,
no doubt but that all the effects of the world can be derived by the method
of mazima and minima from their final causes as well as from their efficient

ones.”

A concise mathematical manifestation of the above statement is provided by the Lagrange
formalism [216] of field theory which also comprises the least action principle of classical
mechanics as a special case. Consider a dynamical physical system described by a set
of fields ¢ = (¢1,...,1y,) depending on generalised coordinates ¢; and time ¢, i.e. 1; =
¥i(qx, t), then Hamilton’s principle for fields states that among all possible virtual processes
in a fixed domain Q with fixed endpoints 1;(q, to) = go(qx), ¥i(q,t1) = g1(qx) the effective
process taking place in the time interval [tg, ¢;] is distinguished by enforcing the stationarity

(not necessarily the extremum) of a corresponding action functional:

t1
Ll = [ [ 000,000 a0, (1.46)

Here, the functional L is also called the Lagrangian and the corresponding integrand ¢ the

Lagrangian density. Setting the functional derivatives to zero, i.e.:

sl
0 ’
implies for i = 1,...,n the Euler-Lagrange equations [108]:
o 9 (oL ol
222 vy, =0. 1.47
i~ (o0,) =¥ (awa) (40

The classical Hamilton’s principle of particle mechanics results if the fields ¢; are simply
replaced by the Cartesian coordinates x; of n particles. For these particles, usually the
kinetic and potential energy are obtained as 7' = % So;mgi? and U = U(z;) and the action

functional (1.46) is replaced by:

L = /t (@) - Ux) dt, (1.48)

0
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leading to Newton’s second law for a conservative force as Euler-Lagrange equations:

_ou
8$i ’

MLy = 1=1,...,n.

Since Euler’s famous statement and the advent of Hamilton’s principle, variational laws
in nature have attracted the attention of many scientists and this attraction is certainly
not only from a philosophical or aesthetic point of view. It is insightful to distinguish how
the interest in such principles varies from the standpoint of different scientific communities
and how this determines the assessment of the usefulness of them, see [254]. First of all, the
main interest of the applied mathematician in the variational formulation lies in the fact
that it offers a method of proving information about the existence of the solution of a given
problem; here one speaks of “energy arguments”, not necessarily referring to the physical
energy [92]. Similar methods are also useful when establishing stability bounds in the field
of hydrodynamics, as in the case of two superposed fluids with different densities [61] or
water waves [167]. Contrastingly, the main interest of the engineer in variational formu-
lations lies in the possibility of utilising numerical methods of solution and thus his/her
aim is the finding of the solution. The so-called direct Ritz method of the calculus of vari-
ations, both in a semi-analytic or finite element like fashion, generally leads to favourably
structured linear systems allowing for efficient solution strategies; the relationship between
variational principles and Galerkin methods is well described by Finlayson and Scriven [97]
in the unifying framework of the method of weighted residuals. Moreover, in the case of
Hamiltonian systems symplectic integration schemes become available which numerically
preserve physical conservation quantities [161] and are particularly suitable for long-term
simulations of evolution equations; more than standard Runge-Kutta schemes. The main
interest of the physicist is different still. S/he is fascinated by the synthetic statement
and by the physical meaning of the functional (it may be a time, an energy, an action, a
transition probability, etc.). But what seems to to be the crucial impetus of the physicist,
is the axiom that equations obtained from a variational principle constitute a privileged
class among all conceivable equations. This is probably due to the fact that many of the
field equations are derived from a variational principle [254] and, more importantly, that
the Lagrange formalism elegantly allows the establishment of an immediate connection
between symmetry principles and physical conservation laws via the unified framework of
Noether’s theorem [155, 218, 235].

The wide and manifold interest in variational principles has initiated the so-called “in-
verse problem of the calculus of variations” [150, 214, 218] which is concerned with the
question whether a system of differential equations is variational, i.e., if it can be expressed
in the form of Euler-Lagrange equations for some Lagrangian, and how this Lagrangian

can be found. The original (restricted) form of the problem given for instance by Hirsch
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1.2 Potentials in fluid dynamics and the limits of Lagrange formalism

[128] and cited from Tonti [254] is:

Definition 1.1. Given a (non-linear) problem N(u) =0 with N : D(N) C U — R(N) C
V =U*, find a functional Lu], if any, such that the operator N is the gradient of L, i.e.
such that:

Loty Lt 20) L)

e—0 £

= (N(u), ).

This implies that the solutions of problem N(u) = 0 are the critical points of the functional

L[u] and vice versa.

In order that an operator N be the gradient of a functional L it is necessary that the
circulation of the element v = N(u) along any reducible closed line contained in D(N)
vanishes which requires the equations N(u) = 0 to be self-adjoint or the operator N/, to

be symmetric, respectively, expressed by:

(Nyp, 1) = (Nyb, ) - (1.49)

The necessary symmetry condition (1.49) becomes sufficient if the domain D(N) is simply
connected, a classical result by Volterra [270] and rigorously proved by Vainberg [261].
An alternative form of (1.49) in terms of differential conditions dating, at least, back to
Helmbholtz, cf. [150], has been widely used to test differential equations for self-adjointness
as for instance demonstrated by Finlayson [98].

However, there are physical systems, mostly of a dissipative nature, that have remained
resistant for a long time to a variational formulation and apparently do not admit a La-
grangian according to Def. 1.1; this is the case for the NS equations of fluid dynamics,
Fourier’s equations of heat conduction and others. Though still optimistic Helmholtz re-
stricted Euler’s original statement when commenting in his classical paper on the principle

of minimal action [125]:

“ Already now one can consider highly probable that such a principle of minimal

action represents the general law of all reversible processes in nature.”

But irrespective of the persistent belief that the Lagrange formalism is confined to the
above mentioned reversible processes, propagated for example by a theorem of Bauer [26],
already Bateman [23, 24] presented a counter example in 1929 demonstrating that in some
cases dissipative systems are amenable also, at least when altering them in a suitable way.
The existence of equations which well describe physical phenomena although they are not
deducible from a variational principle have stimulated physicists and engineers to extend
the classical calculations of variations. In this vein Davis [80], in 1928, formulated an

extended version of the inverse problem, namely to find a functional whose critical points
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are solutions of the problem and vice versa; this statement is more general compared to
the former because it requires only the coincidence of the critical points with the solution,
without the supplementary requirement that N be the gradient of the functional L.

The extension of the classical variational calculus has led to a confusing variety of
approaches which is difficult to classify; however, such a classification would be desirable
in order to position a new potential-based variational formulation of the Navier-Stokes
equations as provided in this thesis. Certainly one of the oldest methods is that of Lagrange
multipliers: if a Lagrangian is known which reproduces parts of the desired system of
equations a typical approach is to add further equations via so-called Lagrange multipliers
[214]; these multipliers appear as new unknown-fields which by variation produce the
desired equations. However, this extends the number of fields and variation with respect
to the original physical fields delivers further adjoint equations which in total amounts to
adding the complete adjoint problem; then one talks of the adjoint method [99] offering
quite generally stationary principles for non-linear equations. So why is this not the
solution of the inverse problem of variational calculus? Certainly such methods have their
eligibility in optimisation theory [244], but normally the engineer is concerned by the
increased number of unknown fields and equations preferring any other kind of Galerkin
method while, certainly, the physicist is unsatisfied with the lack of physical meaning
of the multipliers and, even more, with the frequently occurring non-causality of adjoint
equations. At least sometimes a few of the multipliers can be eliminated or a physical
meaning can be attached to these otherwise artificial fields as is the case for ideal flow,

see Subsec. 1.2.2(c). In this vein Salmon [213] came to the conclusion:

“While the beauty of Hamiltonian theory may reside in its formal mathemati-
cal structure, its real importance depends very much on the physical meaning

attached to the mathematical symbols.”

Instead of adding further equations, equivalently the corresponding least-squares prob-
lem may be solved which is of higher differential order; this amounts to minimising the
(physically artificial) residual in some suitable Hilbert norm and is in principle also ap-
plicable to general non-linear systems. Although the latter approach might be attractive
from a numerical point of view and many of the essential advantages of a variational prin-
ciple are present, the higher order in the variational formulation has confined it mostly to
first order systems or first order reformulations allowing for the employment of standard
continuous and piece-wise smooth finite elements [36].

An outstanding and one of the most extensive and general approaches to the inverse
problem has been derived by functional analytic tools. Here, a fundamental observation is
that the necessary symmetry condition (1.49) involves the use of a bilinear form and that

symmetry of an operator as well as conservativeness of a vector field are properties with
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respect to a bilinear form. This implies that if an operator does not satisfy the symmetry
criterion, one may change the canonical bilinear form in order to ensure that the given
non-linear operator does. Gurtin [116], Magri [169] and Tonti [253] show that for general
linear initial value problems the employment of a convolution bilinear form allows for the
construction of infinitely many variational formulations giving the desired equations in
equivalent integro-differential form. Later Tonti [255] demonstrated that this approach
is closely related to the method of integrating factors, known for its application to the
damped harmonic oscillator [255], and later generalised it in the method of integrating
operators [254, 255] which continues to be explored today [87]: actually a change of bilinear
form can always be associated with an operator multiplication of the original equations.
In [254] it is shown that, given a non-linear equation N(u) = 0 under certain conditions
a suitable linear, symmetric and invertible integral operator K can be found such that
the critical points of the functional L[u] := %(N(u), K N(u))o, the gradient of which gives
N(u) = N/* KN (u), coincide with the solutions of Nu = 0°.

Other approaches to the inverse problem of variational calculus include the generalised
bracket formalism [113, 145, 183], the complex-valued field approach mainly promoted by
Anthony [9, 10, 11]7, fractional derivatives [76, 204] and others. From a more physical
point of view Scholle [216, 218] investigates the role of symmetries for the construction
of Lagrangians. Also “quasi” variational formulations and “restricted” formulations have
been suggested which frequently loose most or all of the advantages mentioned at the
outset, cf. [99]. While a thoroughly researched historical treatise on the inverse problem
of variation containing all the relevant older literature is presented by Kotulek [150] two
nice reviews by Santilli [214], and from a differential geometric point of view Morandi
et al. [182] cover the more modern development. Excellent sources for the development of
variational principles in fluid mechanics are the book of Finlayson [99] and, particularly
for the Hamiltonian description of ideal flow, Salmon [213] and well summarised in a more

modern description by Morrison et al. [183].

The following focuses on the field of fluid mechanics with emphasis on variational prin-
ciples which appear physically meaningful, following a path pursued by Anthony [9] and
particularly Scholle [216, 218]. Finlayson [99] collects problems in fluid mechanics and heat
transfer for which variational principles exist; in special cases the variational integral is a
minimum or maximum, often the variational integral is only stationary, and in the general
case no variational principle exists at all, except after inclusion of the adjoint problem or

modifications according to other rules as outlined above.

50One has to be careful when replacing a problem Nu = f by N/ Nu = N’ f because generally the domain
of the operator N.* Nu is a restriction of the domain of N; then the restriction of the domain necessary
for the application of the operator N, would exclude elements f, that is possible source distributions.
Thus the role of K is to modify the range of N making it “digestible” to the operator N;* [255].

"Cf. the correspondence between the Schrédinger and Euler equations in Sec. 1.1.
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(a) Simple principles in fluid mechanics

Initially, consider some simple examples of fluid dynamics which indeed allow for extremal
principles and for a physically meaningful Lagrangian. Take (1.21a) and (1.21b) in their
steady form with viscosity neglected, then among all incompressible velocity fields « in
the domain € with, say, boundary conditions ¢i - 7 = g on 02 the irrotational motion of

the form @ = V¢ has the least kinetic energy:
L1 9
Ly[u] = 5o | u d;
2" Ja

the so-called Kelvin’s principle. On the other hand, among all irrotational fields ¥ = V¢

an incompressible flow with i - @ = ¢ maximises the functional:

Lg[qb]:—;g/QVcZ)'VgZ)dQ—l—/md)gdaQ.

Together there exists a reciprocal relationship La(¢) < kin. energy < Lj[u|. Although
these principles are “useful” they are related to rather specific cases and rarely applicable.
At least there exist extensions to steady compressible flow according to Bateman [23] with
the variational integral being the kinetic energy plus one-half the pressure, but they are
not examined in detail here.

If now the viscous terms are present but the inertial terms are absent, equations (1.21a),

(1.21b) reduce to the Stokes equations, say with velocity boundary conditions:

nAd—Vp=f inQ, (1.50a)
V.-i=0 inQ, (1.50D)
=g auf o, (1.50¢)

and the Helmholtz-Korteweg principle from 1868 [124] applies, stating that among all
incompressible flows @ with boundary conditions (1.50c) the one fulfilling the Stokes equa-
tions (1.50a) has the least viscous dissipation. As an alternative to incorporating the
incompressibility constraint via a restriction of the admissible space of vector fields, it can
be appended to the functional via the method of Lagrange multipliers. This leads to the

following Lagrangian density:

8’&1'

£(ug, Ojuq, p) = 2nD;; Dy —Pa
7

(1.51)

involving the strain rate tensor:
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1.2 Potentials in fluid dynamics and the limits of Lagrange formalism

In (1.51), the pressure p acts as a Lagrange multiplier for the incompressibility constraint
(1.50b), i.e. (1.50b) results from variation with respect to p and (1.50a) from variation
with respect to @. However, as a drawback the original minimisation principle is converted
to a stationary principle requiring much more advanced (saddle point) methods [28] to
solve the corresponding linear systems. Variational principles for Stokes flow in terms
of other variables, i.e. in terms of the streamfunction only or the streamfunction and
vorticity, are analysed in detail by De Coster et al. [81] based on an investigation of the
biharmonic problem.

There exist also a variety of variational principles for general unsteady ideal flow which
is an essential ingredient for the subsequent treatment of the full Navier-Stokes equations
and for this reason considered in the following paragraphs in more detail. Further generali-
sations to magnetohydrodynamics and non-Newtonian fluids are summarised by Finlayson
[99], which are of no further relevance in the present context, while an analysis of general
thermodynamic principles like the least entropy concept of Onsager [189] or related con-
cepts [196, 208] are not universally valid. Although Finlayson [99] and others come to the
conclusion that none of these physically meaningful principles are capable of incorporating
both inertial and viscous effects at the same time, there remains the option to modify the
theory of fluid mechanics itself to make it fit into the framework of Lagrange formalism.
A relatively close form of modification is considered in the following, subsequent to an

analysis of the ideal flow case.

(b) Fluid flow from two view points

Often, fluid mechanics is treated entirely in terms of Eulerian variables as in the description
(1.21a), (1.21b), but the simplest form of Hamilton’s principle for a perfect fluid is obtained
by a straightforward generalization of (1.48) to the case of infinitely many marked particles
distributed continuously in space [183, 213]. Thus before proceeding to discuss variational
principles it is useful to clarify these two different views on fluid mechnics.

In the Lagrangian variable description, also called material description, one picks out a
particular particle, labelled by @, and keeps track of where it goes in time t. Suppose the
position of a fluid element with a specified label @ at a time ¢, referred to a fixed rectangular
coordinate system, is given by Lagrangian coordinates ¢ = (q1,q2,q3), ¢ = q(d,t). The
label @ = (a1, as,as) should uniquely identify the fluid element and is often taken to be
the element’s position at time ¢ = 0, but obviously exhibits a gauge freedom. Assume that
@ varies over a fixed domain ©Q C R3 which is completely filled with fluid, and that for a
fixed ¢ the function g: €2 — €2 is one-to-one and onto. Moreover, assume that as many
derivatives of ¢ with respect to a as needed exist. Often in the Hamiltonian context the

functions ¢ = ¢(d,t) are assumed to be diffeomorphisms and their collection is referred
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to as the diffeomorphism group [183]. Viewing the map @ — ¢ at fixed ¢ as a coordinate

change, the Jacobian matrix J;; = 0¢;/0a; has an inverse given by:

Oqk Ak _ s
da; det J K

where A is the cofactor matriz of J, being conveniently defined through:

1 9q; Oq
Akz - iekﬂglmn%@ . (152)

Alternatively, in the so-called Fulerian field description, one stays at a spatial observa-
tion point & = (x1,x9,x3) €  and monitors the nature of the fluid at & at time t. The
most important Eulerian variable is the Eulerian velocity field (%, t). This quantity is
the velocity of the particular fluid element that is located at the spatial point Z at time t.

The label of that particular fluid element is given by @ = ¢~ (&, t), and so:
AT, 8) = 4(@,1)] ;1 zpy = 400 (T1), (1.53)

where ¢ denotes differentiation with respect to time at fixed label d@. Attached to a fluid
element is a certain amount of mass described by a density function gg(@). As the fluid
moves so that @ — ¢, the volume of an infinitesimal region will change, but its mass must
remain fixed. The statement of local mass conservation is pd®z = ggd3a, where d3a is an
initial infinitesimal volume element that maps to d3q at time ¢, and d3z = det(J)d3a®,

giving:

D _oq N (#,1). (1.54)

o(Z,t) = = °
Ezq_l(i’,t) det J

Besides the density, for an ideal fluid, one attaches an entropy per unit mass, s = so(a),
to a fluid element, and this quantity remains fixed in time. In the Eulerian description

this gives rise to the entropy field:

s(Z,t) = 50(d) = sp0q Y (& 1). (1.55)

—

a:q_l (.’E,t)

Equations (1.53)-(1.55) express the Euler-Lagrange map.

(c) ldeal flow action principle in Lagrangian coordinates

Construction of the Lagrangian requires identification of the potential energy, and this
requires thermodynamics, because potential energy is stored in terms of pressure and

temperature. A basic assumption of the fluid approximation is that of local thermody-

8When integrating over §, d3q is replaced by d*z.
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1.2 Potentials in fluid dynamics and the limits of Lagrange formalism

namic equilibrium. In the energy representation of thermodynamics, the extensive energy
is treated as a function of the entropy and the volume. For a fluid, it is convenient to
consider the energy per unit mass, denoted by e, to be a function of s and the mass density
o a measure of the volume. The intensive quantities, temperature and pressure, are given
by:

T=— and p=po°—. (1.56)

Special choices for e produce specific fluid flows like barotropic or adiabatic flow. Conven-
tional thermodynamic variables can be viewed as Eulerian variables with a static velocity
field. Writing e(p, s), where ¢ and s are spatially independent or, if the system has only
locally relaxed, these variables can be functions of Z. For an ideal fluid, each fluid element
can be viewed as a self-contained isentropic thermodynamic system that moves with the
fluid. The total fluid potential energy functional and the kinetic energy functional are

given by:

-2
Q0 3 . q .3
U = — d d 1 = —d
(9) /QQOe <det 7 30> a an (¢,9) /QQO 5 a,

respectively, in which the former is a functional of ¢ that depends only upon det J and

hence only upon d¢;/0a;j. The action functional analogous to (1.48) is then:

L= /tl/ [1g042 — ooe€ (QO soﬂ d3adt. (1.57)
tO Q 2 det e]7

The end conditions for Hamilton’s principle for the fluid are the same as those of mecha-
nics, that is, dq(a,to) = dg(a,t1) = 0. The non-penetration condition, dg-n = 0 on 62,
where n is a unit normal vector is also assumed. Other boundary conditions, such as pe-
riodic and free boundary conditions, are also possibilities. Hamilton’s principle amounts
to dL/dq(a,t) = 0, which, together with the end and boundary conditions, implies the

following equations of motion:

. 0 o4 Oe)

Here, the identity 0A;;/0a; = 0 has been used, which can be seen using (1.52). Equation
(1.58) amounts to Newton’s second law for an ideal fluid, which is made clearer by using

the following useful identity:

0 1 0

9 _ Py 1.
Oq;  detJ Y da; (1.59)
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The Eulerian variable force law follows from (1.58) upon using (1.59):

oi . .\
@(&M.vu)_ Vp, (1.60)

where @ = i(x,t). The remaining Eulerian equations of mass conservation and entropy
advection follow from the constraints that sy and gy are constant for fluid elements. Time
differentiation and the transformations of (1.54) and (1.55) yield:

do o
%2 4% (1) 0. (1.61)
ds B

Equations (1.60)—(1.62) together with a given function e(p, s) and the relation p = p?0e/dp =

0 constitute the Eulerian description.

(d) Ideal flow action principle in Eulerian coordinates

Early attempts to formulate an Eulerian version of Hamilton’s principle (e.g. Clebsch [64]
1859, Bateman [23] 1929, Eckart [88] 1960) were ad hoc and only partly successful in that
they yielded dynamical equations whose solutions are only a subset of the solutions to
the ideal-fluid equations. The first general Eulerian versions of Hamilton’s principle were
those of Lin [162] (1963) and Seliger and Witham [236] (1968). For a thorough review of
the early literature, see Finlayson [99] (1972). Lin’s key contribution was the introduction
of new constraints, which, as explained by Bretherton [49] (1970), force an equivalence
between the Eulerian and particle-mechanics versions of Hamilton’s principle. When the
Eulerian version is derived from the particle-mechanics version, then Lin’s constraints
appear as automatic requirements, see Salmon [213].

Via (1.57) and the reasoning given above, the action functional must be equivalent to:

L:/:/Q [f—e(%,so(m)] C%d%dt, (1.63)

for arbitrary variations da. To carry out this variation the entire integrand of (1.63) must
be expressed in terms of @(Z, t) and its derivatives. To express the velocity @ as derivatives
of d, the identity:

O + (i1 V)da =0, (1.64)

is solved for @ and the result substituted back into (1.63); equivalently, the vector equation
(1.64) can be appended as constraints on (1.63) to allow for independent variations éu and

0d. If furthermore equation (1.61) is appended as a constraint on (1.63), then oo/ det J
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can be replaced by ¢ and the following action functional:

L—/t:l/g<ﬂ;—e(g,s)—(iDtai>g+¢( +V- (o ))dSmdt, (1.65)

is obtained for independent variations 0o, §i, 0d, 55 and d¢. Here 5: (C1,¢2,¢3) and ¢
are the Lagrange multipliers corresponding to (1.64) and (1.61). The velocity variation of
(1.65) yields:

which can be used to eliminate 4 entirely. After integration by parts, (1.65) becomes:

t1 a
/ / <961+¢+2+e( )>d3a:dt, (1.67)
to

for variations 0@, 6C, 8o and d¢, in which @ is simply an abbreviation for (1.66). The
variational principle (1.67) is one of many obtained by Seliger and Witham [236] using a
rather different approach; however, the above derivation emphasizes the close connection
between (1.67) and the particle-mechanics form of Hamilton’s principle, and it puts a clear

physical interpretation on the “potentials” a; as particle labels.

Variation of the Lagrangian (1.67) constitutes eight evolution equations for eight inde-
pendent variables, while (1.63) suggests that the number of variables can be reduced with
no loss in generality. Indeed, Boozer [41] gives a transparent proof that in the velocity
representation (1.66) ¢ and (3 can always be set to zero while for general non-homentropic
flow, for instance, (2 can be identified with the entropy s according to Salmon [213]. If

the variable replacement @ = (3, -9, (), 5 = (a,8,1) and ¢ = 0 is employed, the more

familiar version of the Lagrangian®:
t1
:/ /K(C,a,ﬁ,s,ﬁ,g)dgxdt, (1.68)
to Q
_ ¢ ap o9 @
SN | o

is obtained for variations d(, da, 63, ds, 01 and dp, where:

=V(+aV—sVd. (1.70)

9The variable replacement is employed to keep in line with [236]; correspondingly the minus sign in (1.69)
is added without effect.
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Variation of (1.68) yields the following Euler-Lagrange equations according to (1.47):

da: D=0, 68: Dix=0, (
0s: Dy =T, d6U: Dis=0, (
0C: Qo+ V- (o) =0, (1.71c
S0: 0+ adf—sO+i/2+e+Plo=0. (

where temperature T is defined by (1.56). The Lagrangian (1.69) depends on the spe-
cific inner energy e(p, s), given in terms of g, s, the three Clebsch potentials (, «, 5 and
an additional potential field ¥. The meaning of the latter becomes apparent by calcu-
lating the Euler Lagrange equation with respect to s, see (1.71b), giving the “potential

representation”:

o B _Oe
{(%Jru-v}ﬁ—Dm—as—T, (1.72)

for the temperature T', used three decades previously by Van Dantzig [262], who termed
the field ¢ as the thermasy. Although still restricted to adiabatic and therefore reversible
processes, the Lagrangian (1.69) represents a momentous step forward because of the
rudimentary embedding of thermodynamics.

The statement (1.68), and slight modifications thereof, is the best-known Eulerian ver-
sion of Hamilton’s principle and it is straightforward to show that (1.70), (1.71) are equiv-
alent to the ideal-fluid equations. However, (1.68), unlike (1.63), becomes generally invalid
if the entropy is constant over even infinitesimally small volumes of the fluid. This failure
occurs not for deep physical reasons, but because a locally constant entropy cannot serve
as a particle label. The primary reason why (1.68) has achieved such popularity seems
to be that it involves a minimal number of “non-physical” dependent variables («, 3, 1).
However, Salmon [213] argues that the “non-physical” variables are all either particle labels

or closely related thereto and:

“[...] these labels would acquire an indisputable physical significance if only
the internal energy were allowed to depend on solute concentrations that are
conserved following the fluid particles. This is true whether or not the solute
concentrations have topological properties that make them suitable themselves

as particle-labelling variables.”

(e) Variational principles for viscous flow

As a result of the above considerations the interesting situation arises that variational
principles exist when inertial terms are important and viscous terms are not and vice

versa. Attempts to derive variational principles when both inertial and viscous terms

28
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are included having so far failed. Rayleigh [200] noticed that the Helmholtz-Korteweg
prinicple could be generalised to include the inertial term V(#@?/2) in the equations, but

not the full inertial term:
i Vit =V(@*/2) — i x (V x @).

Millikan [178] gave the definitive treatment of the existence of a variational principle for
the steady-state NS equations for an incompressible fluid by assuming a Lagrangian of the

form:
{={(d,p,0u/0t,V @) ,

in terms of the velocity i, the pressure p and their first order derivatives. By means of a
detailed, lengthy argument he concluded that a variational principle could not be found
unless @ - Vi = 0 or @ x (V x @) = 0. Later, Finlayson [98] derived the same result in
a shorter and more concise form by the use of Fréchet differentials demonstrating that
a variational principle for the NS equations cannot be obtained in the classical sense of
Def. 1.1. In the same paper he also proposes an adjoint variational principle for the NS
equations as an approach to the extended inverse problem according to Davis [80]. Other
approaches in this direction following the developments described at the beginning of Sec.
1.2.2 are manifold [102, 146, 179, 264, 285] and not discussed further.

A general approach is clearly required based on the representation of the observable
fields by potentials, i.e. by auxiliary fields representing the observables, similar to elec-
trodynamics. A convincing explanation is given by Scholle [218] as to why in continuum
theories the use of potentials is absolutely necessary for the construction of a Lagrangian:
in order to fulfil the invariance with respect to the full Galilean group, at least one field
must be non-measurable and therefore be a potential. In the same paper a general scheme
for Lagrangians is constructed. Using Noether’s theorem, canonical formulae give rise for
identification of the relevant observable fields like mass density and flux density, momen-
tum density, stress tensor, energy density and Poynting vector.

A combination of the variational principles of Seliger and Witham [236] and Helmholtz-
Korteweg [124] is suggested by Scholle [216, 223] which involves the inertial terms and
both shear and volume viscosity. The corresponding Lagrangian is shown to fulfil all the
methodical requirements given in [218], however, by calculating the Euler-Lagrange equa-
tions a set of PDEs is induced which are, in the case of an incompressible flow, different
from the original Navier-Stokes equations. The differences become manifest in a different
form of the viscous terms, including their order (third order instead of second order terms),
but also in an additional field, the thermasy, appearing explicitly. For compressible flow

involving volume viscosity but with the shear viscosity neglected Zuckerwar and Ash [288|
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obtained a similar potential-based Lagrangian. It is further noted that the mentioned ap-
proach is deeply related to a stochastic variational formulation by Arnaudon and Cruzeiro
[13, 14], see also [148]. Furthermore, a comparison to Constantin et al. [71] (formula 2.12)
— see also the work of Feireisl and Vasseur [94] related to a fluid mechanics model proposed

by Brenner [47] — would be illuminating though not considered here.

1.3 Objectives and thesis structure

Approaches to the utilisation of potential fields in fluid mechanics are investigated linked
to and building on the historical survey and literature review of the preceding section. An
important feature being to demonstrate that the beneficial utilisation of auxiliary potential
fields, which in the past has essentially been limited to ideal and Stokes-like flow cases,
can be extended even to inertial and viscous flow, thus recovering parts of the advantages
highlighted for classical electrodynamics in Sec. 1.1. In particular, the genesis of the two
major strands followed is contained in Sec. 1.2.1 and 1.2.2: firstly the extension of the
Eulerian flow action principles to the case of full NS flow, thus continuing the work of
Clebsch [64], Helmholtz [124], Lin [162], Seliger and Witham [236], Finlayson [99] and
others; secondly, generalisation of the idea to integrate the equations of motion along the
lines of Clebsch [64] on the one hand, Sec. 1.2.1(a), and the lines of Legendre [159], Ranger
[199], Coleman [68], Antanovskii [8] and more recently Scholle et al. [230] on the other
hand, Sec. 1.2.1(b).

The thesis is comprised of two parts. Part I covers the underpinning theoretical foun-
dations, at the end of which the options as to how to implement the ideas numerically are

crystallised; their embodiment and application forming the foundation of Part II.

1.3.1 Part |

Part I builds on the historical theoretical underpinning described in Chapter 1 and en-
compasses the three different novel ideas reported in Chapters 2 - 3.

Chapter 2 is devoted to the problem of describing viscous flow in the framework of
the Lagrange formalism. By comparing the potential representation (1.70) with the one
proposed by Clebsch (1.23) for the isothermal case, it becomes apparent that any kind of
extension of the system, by additional degrees of freedom as well as by additional physical
effects, requires an adjustment of the potential representation, see e.g. Wagner [271].
Based on these preliminary findings, Scholle [222, 223] suggested a Lagrangian for viscous
flow by suitably supplementing the Lagrangian (1.68) of [236] with additional terms from
the Helmholtz principle (1.51), leading to partial success: the phenomenon “viscosity”

occurs in a qualitatively correct manner but the equations of motion resulting from the
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variation of Hamilton’s principle differ from the NS equations significantly including their

differential order and the occurrence of a further physical degree of freedom, the thermasy.

Following the ideas of [11, 288] it is proposed that the additional terms might be linked
to effects beyond thermodynamical equilibrium, a hypothesis which is tested by means
of several “benchmark problems”; these, however, reveal the occurrence of partly non-
physical behaviour. As a remedy, a discontinuous Lagrangian is proposed which requires
an abstract extension of the Lagrange formalism to discontinuities. Application of the

latter leads to field equations which are discussed and interpreted in detail.

Closely related to the above new Lagrangian, which involves the Clebsch variables from
the principle of ideal flow [236], is the question as to whether the Clebsch transformation
itself can be extended beyond its classical inviscid flow context. The essential problem
inhibiting the application of the Clebsch transformation to viscous flow is due to the
friction force density —vAw in the NS equations which does not seem to fit into the
scheme (1.28). The problem of finding a decomposition of the form (1.28) with prescribed
Clebsch variables a, 5 is handled for an arbitrary vector field @ using a new approach. In
consequence, a generalized Clebsch transformation is developed which also covers the case

of incompressible viscous flow.

As discussed in Sec. 1.2.1 the integration approach to steady 2D-NS equations by Scholle
et al. [230] is a promising continuation of the classical potential and Clebsch integration,
and is also closely related to the complex variable method and Goursat approach originally
known from linear elasticity. A major focus of Chapter 3 is the extension of the above

integration procedure to both the unsteady and 3D NS equations.

Initially, it is shown that the first integral formulation of steady 2D-NS flow can be
extended to transient flow if the real-valued potential field @ is replaced by an appropriately
defined complex-valued one, i.e. an extension of the formulation necessarily goes together
with the introduction of new auxiliary fields. Furthermore a similar first integral of the
dynamic boundary condition, which is present in free surface applications, is established;
the reformulated form, in the steady case, reduces to a pure Dirichlet-Neumann condition
on the potential variable @ constituting a key feature for the construction of efficient

numerical solutions.

Based on the 2D tensor representation and analogy to Maxwell’s equations the intro-
duction of a tensor potential facilitates the NS equations being recast as the divergence
of a tensor quantity set to zero. Integration leads to a tensor equation that splits conve-
niently into symmetric and skew-symmetric parts. Via the astute use of gauge freedoms,
a decrease in the number of equations and unknowns is achieved as well as their trans-
formation to a known, more tractable, equation set in which the differential order of the

non-linear terms is reduced. Although consideration is focused on specific gauging of the
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tensor potential, in order to ensure the equation set has a favourable structure, the the-
ory itself is amenable to alternative development. Some of which offer the prospect of
a promising continuation of the research field; for example, it is shown that the gauge
freedoms can be utilised intelligently to establish a variational principle for steady viscous

flow.

1.3.2 Part lI

As an outcome of Chapter 3, amongst others, a major advantage of the first integral of the
NS equations is the reduction of the associated non-linearity and the elegant treatment
of the dynamic boundary condition when free surfaces are present, the latter applying
essentially to steady flow. The construction of an efficient and competitive 2D-solver
which in contrast to existing approaches [230] provides a general generic applicability and
offers a convenient handling of free surfaces, reflects a first reasonable step to test the first
integral approach and to identify numerical generalisations which are more suitable than
the one utilised for demonstration purposes in Ch. 3. The development and application
of such a solver forms the basis of Part II.

In Chapter 4 the theoretical description of a new finite element method (FEM) based
on the first integral of the NS equations is given, which is centred on a least-squares fi-
nite element (FE) framework requiring the set of equations to be of first order to allow
for practical function spaces. Firstly, considerations are confined to the Stokes flow case.
As a basis for a corresponding convergence analysis, a priori estimates for the analytic
solution of the problem are necessary which, for a rather general class of elliptic boundary
value problems, the present one included, can be obtained from the theory of Agmon,
Douglis and Nirenberg (ADN) [2, 3]. The first integral system is classified as an elliptic
system of Petrovskii type which proves to be particularly useful as it allows for an effi-
cient least-squares minimisation with respect to the L?(€2)-norm. The ellipticity of the
corresponding bilinear form is demonstrated and the existence of a unique weak solution
derived via the theorem of Lax-Milgram. The subsequent verification of optimal H'(£2)-
convergence mainly relies on the ADN-estimate and a standard interpolation argument
for the associated FE spaces. Optimal L?(£2)-convergence is technically more involved
and utilises convergence and regularity results from the Galerkin discretisation of a sec-
ond order auxiliary PDE system. Possible problems and an extension of the convergence
analysis to non-smooth domains with corners are discussed and finally the fully non-linear
problem is considered.

In Chapter 5 implementation details for the fully non-linear problem involving an
isoparametric concept of simplicial and quadrilateral elements of first and second order

are provided. The method is thoroughly validated by checking the convergence rate of
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different element and grid types for several test cases, and any potential problems with
mass conservation and conditioning are addressed and resolved. The convergence of the
non-linear iteration is compared to a standard formulation in primitive variables. One of
the significant advantages of the new method is the beneficial structure of the resulting
symmetric and positive definite systems thus avoiding the complication of having to solve
saddle point problems. The solution of these systems is achieved in an efficient and
scalable way using multigrid techniques: the adoption of a tailored algebraic multigrid
(AMG) approach allows for fast and accurate solution of the linear systems resulting from
large, sparse and unstructured grids.

Subsequent to deriving the above FEM including implementation details, the method
is applied to several engineering problems of topical interest, from the fields of lubrication
and film flow, in Chapter 6. These include the investigation and minimisation of friction
between parallelly translating corrugated surfaces, material exchange between entrapped
vortex regions and the bulk flow in a similar lubrication setting, and the case of gravity-
driven film flow over corrugated surfaces. These applications not only demonstrate the
flexibility and efficiency of the proposed method but also reveal new insights into these
fields which are of interest in their own right.

Conclusions concerning the total body of work, together with recommendations repre-

senting potentially fruitful future avenues of research, are provided in Chapter 7.

33



34



Part |

New Potential Field Representations
of the Navier-Stokes Equations






2 Approaches based on Clebsch-like
representation

Since viscosity leads to dissipation and therefore to the irreversible transfer of mechanical
energy to heat, a variational principle for viscous flow has to consider thermal degrees of
freedom in order to remain consistent with Noether’s theorem which implies conservation
of energy for systems with time-translation invariance; otherwise the latter would have to
be violated by an explicit time-dependence [216]. As recapitulated in Sec. 1.2.2(d), Seliger
and Whitham [236] suggested how to embed thermal degrees of freedom in a variational
formulation of fluid flow, via the Lagrangian (1.69) with the Clebsch-like velocity repre-
sentation (1.70). By comparing the potential representation (1.70) with the one proposed
by Clebsch (1.23) for the isothermal case, it is apparent that any kind of extension of the
system, by additional degrees of freedom as well as by additional physical effects, requires
an adjustment of the potential representation, see e.g. Wagner [271]. Scholle [218] pro-
vides a general explanation for the necessary use of different potential representations of
the observables for different physical systems along the lines of a rigorous analysis of the
fundamental symmetries the Lagrangian has to fulfil, with particular regard to Galilean

invariance.

Based on these preliminary findings, Scholle [222, 223], along similar lines to Zuckerwar
and Ash [288], suggested a Lagrangian for viscous flow by supplementing the Lagrangian
given by (1.69) with additional terms leading to partial success: the phenomenon “viscos-
ity” is captured in a qualitatively correct manner while the equations of motion resulting
from the variation of Hamilton’s principle differ from the NS equations noticeably; this is
reviewed in detail below. Despite this progress, the need to improve the existing approach
is obvious in order to obtain solutions from Hamilton’s principle suitable for relevant flow
problems. This is achieved based on an innovative idea by Anthony [11] involving a refor-
mulation of the Lagrangian in terms of complex fields, which can also be understood as
the inversion of Madelung’s idea [168] of reformulating the complex Schrédinger’s equation

into a hydrodynamic form, and draws heavily on the work of Scholle [216].
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2 Approaches based on Clebsch-like representation

2.1 Construction of the Lagrangian

First, as demonstrated in the prior work of [162, 222, 223, 271], Seliger and Whitham’s
Lagrangian (1.69) can be re-written alternatively as:

=2
Ez—ng+aDﬁ—sm0—%?+e@@), (2.1)

in terms of the extended set of independent fields ¢ = (#, {, o, 8, 0, s, 1) and their material
time derivatives,

9

The above form of the Lagrangian yields two benefits: first, the potential representation
(1.70) of the velocity field results from a variation with respect to @ and hence does not
need to be prescribed; second, by adding terms to the Lagrangian depending on first
order derivatives of @ in order to consider friction, the extended Lagrangian remains of
first order. The latter is a useful feature because otherwise, i.e. in case of a Lagrangian
containing second order derivatives of the fields, the computation of (i) the corresponding
Euler-Lagrange equations and (ii) the canonical densities and flux densities resulting from
Noether’s theorem become more complicated. It is also very useful to avoid derivatives
of order higher than one when applying Ritz’s direct method to problems formulated in

curvilinear coordinates.

2.1.1 Conventional approach and examples

Here the basic ideas and relevant findings of [216, 222, 223] are revisited in a concise
form in order to capture the present state of the theory and identify the associated open
problems.

In order to extend the Lagrangian (2.1) to incorporate viscosity it is reasonable to simply
add further terms so as to modify the entropy balance:

_;@@—vmwm:o, (2:3)

which is obtained from (2.1) by variation with respect to the thermasy 6. The homogeneity
of (2.3) indicates that only adiabatic processes are considered in (2.1). Note that the above
balance alternatively results from Noether’s theorem with respect to the transformation
¥ — ¥ +¢ with € = const, which is a symmetry transformation of the Lagrangian (2.1). In
order to account for the production of entropy, this symmetry has to be broken which is
easily achieved by adding a term linearly dependant on ¥, i.e. ¥¢4/T, to the Lagrangian,
where the dissipation heat, ¢4, should be positive and depend on the spatial derivatives

of the velocity as the primary cause for the physical phenomenon “viscosity”. Both are
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satisfied by assuming ¢4 has a quadratic dependence on 0ju;, according to the classic
literature on viscous flow [156, 241]. Finally, via the factor 1/T" the character of the
entropy as “weighted heat”, according to dQ) = T'dS, is accounted for.

The above considerations provided the motivation leading to the following extended
Lagrangian [222, 223]:

=2

{=—p DtC+aDt6—sDt19—u—+e(Q,s)

+ﬁ{trD2+n/(V 0)? (2.4)
2 T ™= T ‘

in the absence of an external force and heat conduction; where 7 is the shear viscosity, 1’

the volume viscosity of the fluid and
1 _ .t
D::§[V®u+(V®u)}, (2.5)

is the shear rate tensor; tr denotes the trace of a tensor. The temperature T', according
to classical thermodynamics, is given by (1.56). Now, by variation with respect to the
thermasy 1, the following equation:

/

0 R L
55 (05) + V- (os10) = ZtxD? + -1 (V- 0)° | (2.6)

results as an entropy balance with an entropy production rate on the right-hand side
due to dissipation, as expected. Furthermore, the above Lagrangian fulfils the necessary
symmetry requirements for Galilean invariance, as analysed in detail in Sec. A.1.1 of
Appendix A. However, an unexpected feature arises: the momentum density p, resulting
as a canonical Noether observable, does not equal the mass flux density oi. The difference
between both,

s %,
=G — ol = -2V - =D) -0V ([(=V-a 9.
pr=p— ol nVv (T> nV(TV U) (2.7)

termed quasi-momentum density, needs to be explained physically. According to [218],
p* could be due to contributions to the system’s momentum balance beyond the scope of
the continuum hypothesis on a molecular scale, e.g. Brownian motion. This question is
discussed in more detail in Sec. 2.4. Regardless, the dynamics induced by the Lagrangian
(2.4) goes beyond the scope of classical theory: the resulting equations of motion differ
significantly from the NS equations; in the case of incompressible flow and negligible
buoyancy they read [216, 222, 223]*:

L, Vp . vV (VA o (0
Dy = — % +v{D:+V®u} [ZDV <T> + TAu] —vtrD°V <T) , (2.8)

'To allow a shorter notation in (2.8) and elsewhere, cf. (2.11) and (2.45), the material time derivative Dy][.]
and the tensor V ® [.] are both interpreted as operators R3 — R® and enclosed in curly parentheses;
on the understanding that {V @ @} - [.] is interpreted as a matrix vector product.
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2 Approaches based on Clebsch-like representation

V.i=0, (2.9)
9
D (T _1, (2.10)

with constant mass density ¢ = go and kinematic viscosity v := n/gg. Looking at the set

of PDEs (2.8)-(2.10), two striking features immediately become apparent, namely:

e the resulting field equations are third order PDEs, not second order ones like the NS

equations;

e the thermasy ¥ appears explicitly in the field equations as an additional degree of

freedom.

The above qualitative features have also been found in the case of compressible flow with
pure volume viscosity by Zuckerwar and Ash [288], and the appearance of an additional
physically relevant degree of freedom, in particular, appears also in the variational formu-
lation of heat conduction proposed by Anthony [11], interpreted by him as a measure for
the deviation from the thermodynamical local equilibrium. Similar assumptions are made
in [288].

The temperature-weighted thermasy expression ¥/T', which is a time quantity, together
with its governing evolution equation (2.10) needs further elaboration. Firstly, note that
a general solution of the linear equation (2.10) can be split into a particular and a ho-
mogeneous solution according to J/T = t + 7(&,t) with D;7 = 0 [216]; the particular
solution indicating that in (2.8) may appear unusual terms which increase linearly with
time. In order to guarantee a unique solution of the system (2.8)-(2.10) an initial condition
for (2.10) is needed the prescription of which is not obvious at first sight and requires a
physical interpretation.

However, since the thermasy is a potential (i.e. an auxiliary quantity giving the tem-
perature as its material time derivative), a compelling physical meaning of the quantity
itself as well as its evolution equation (2.10) is not obvious. Nevertheless, there are two

speculative physical interpretations coming from van Dantzig [262] and Anthony [11]:

e In his classical paper, van Dantzig calls the quotient ©/T" a “thermal time” indicating
the time measured by a local observer moving in the fluid flow. Within this inter-
pretation, the solution /T = ¢, 7 = 0, is a distinguished candidate implying that
all local “clocks” run synchronously, while other solutions with 7(Z,¢) # 0 imply

asynchronous local clocks.

e Within the context of Anthony’s approach —wv/T is the phase of the complex field
of thermal excitation. Therefore, its evolution equation describes the propagation of

a kind of thermal wave. Also, according to Anthony, prescribing the initial condition
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0/T(Z,0) = 0 would imply that the system is in thermodynamic equilibrium at ¢ = 0

which would not be the case for location-dependant initial conditions.

Although speculative, the above offer a plausible means of interpreting the additional

terms and degrees of freedom in the evolution equations (2.6), (2.8)-(2.10) as an extension

of the classical theory towards non-equilibrium thermodynamics. In order to test this
hypothesis, the ‘benchmark tests’ (i)-(iii) are performed [222, 223], taking ¥/T =t as a

particular solution of the evolution equation (2.10), leading to the simplified form:

1
Dyil = _va+y{Dt+V®ﬁ} [tAd] (2.11)
0

of the equations (2.8). Thus only equations (2.9) and (2.11) remain to be considered:

(i)

(iii)

Plane Couette flow, i.e. shear flow between two parallel plates, the upper one of
which is moving with a constant speed U, representing one of the most often encoun-
tered examples in fluid dynamics. Considering the unidirectional flow 4 = u(y)éy
with boundary conditions «(0) = 0 and u(h) = U, the solution of (2.9), (2.11) is
given by the linear velocity profile u(y) = Uy/h and a constant pressure p in full

accordance with the NS equations.

As an example of a transient flow, the sudden movement of a flat plate is considered:
a horizontal plate of infinite extent is covered by a fluid at rest at t = 0, see Fig.
2.1a. At t = 0 the plate suddenly starts moving from rest (u(0) = 0) with constant
velocity U in the horizontal direction, invoking a flow within the fluid. Since no
characteristic length is contained in this problem, a representation of the velocity
profile in terms of a similarity variable, @ = Uf(£) with & = y/+/vt (boundary
conditions f(0) =1, f(o0) = 0) [241], is used leading to the solution f(§) = exp (—¢)
of the field equations (2.9), (2.11), whereas the classical solution of the NS equations
reads f(§) = 1 — erf (£/2) [241] involving the error function erf. In Fig. 2.1a both
resulting profiles are compared to each other, revealing qualitatively concordant

profiles with quantitative differences.

The Lamb-Oseen vortex [154], the flow geometry of which is shown in Fig. 2.1b, is
another example of a transient flow: using cylindrical coordinates r, ¢, z, a similarity
variable ¢ := r/y/vt is available allowing for a representation of the velocity as
@ = u(r,t)é, with the time-dependant profile u(r,t) = I'f (£) /(2nr) for a given
circulation I'. Using boundary conditions f(co) =1, f(0) = 0, from (2.9), (2.11) the
analytical form f(§) =1 — £K1(€) is obtained with the modified Bessel function of
first order, K [216, 222, 223]. In contrast, f(£) = 1 —exp(—£2/4) is obtained in the
classical solution [154]. Both solutions are compared in Fig. 2.1b, revealing again

qualitative accordance with quantitative differences.
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27Trou

Figure 2.1: Resulting velocity profiles for (a) the flow generated by a plate that is sud-
denly moved and (b) the Lamb-Oseen vortex (at time ¢ = 7org/25n). For both examples
the solution resulting from the field equations (2.9), (2.11) (red) are compared to the
respective profile resulting from the original NS equations (blue).

In summary, it can be ascertained from the above examples that the phenomenon of
viscosity is at least captured qualitatively by Hamilton’s principle. Hence, the Lagrangian
(2.4) reflects a relevant step forward to a satisfying description of viscous flow within the
framework of Lagrange formalism. On the one hand, the differences between the classical
theory and the results obtained by variation are quite pronounced for the transient flow
examples (ii) and (iii); it is open to dispute if they can be explained as non-equilibrium
effects. On the other hand, alternative equations of motion containing additional terms
related to thermal relaxation are discussed in the literature; for instance in the work
of Ash and Zardadkhan [16, 17] who make use of the NS equations supplemented with
a ’pressure relaxation term’, implying a vortex solution considerably different from the
classical Lamb-Oseen vortex, in order to resolve discrepancies between existing models
and observations for dust devils and tornados.

Three new additional examples are explored in order to further address the question
of whether the non-classical form of the field equations (2.8)-(2.10) can consistently be
explained due to non-equilibrium thermodynamics. Note that in these examples additional
solutions to that of (2.10) (namely, ©/T # t) are considered:

(iv) Taylor-Couette flow between two cylinders of radius r; and r,, see Fig. 2.2a, invoked
by rotation of the inner cylinder with angular velocity wg, is characterised by a
velocity profile @ = u(r)é,. By applying this to equations (2.9), (2.11) with boundary

conditions u(r;) = wor; and u(r,) = 0, the following solution is obtained:

2
oy = i [T

T2 2
re—ri LT Tq
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s =o [“Lar,

in perfect agreement with classical theory.

Plane Poiseuille flow between two parallel plates a distance h apart, driven according
to Fig. 2.2b by a pressure gradient (p; — p2)/l, for which a unidirectional velocity
field @ = u(y)é, is assumed. Considering no-slip conditions u(0) = u(h) = 0 at the

lower and upper plate, the solution of (2.9), (2.11) is given by:

u(y) = Ky(h —y)/2, (2.12)
p(z,y,t) =p1 +nK [z +u(y)t] . (2.13)

By identifying K to be (p1 —p2)/(nl), the above velocity profile, (2.12), is in perfect
agreement with the classical solution [241]. However, the associated pressure, (2.13),
contains an additional term nKu(y)t, by which the adherence of the boundary con-
ditions for the pressure p at the inflow and the outflow is inhibited. Moreover, the
pressure is unsteady and, as a non-physical feature, it tends to infinity with increas-
ing time. The reason for the latter problem stems from the choice of the particular
thermasy solution ¥/T = t of the evolution equation (2.10) which increases with
time; a fact that seems to be problematic not only for this specific flow problem but
for problems in fluid mechanics in general, as stated in [220]. In their response [287]
to the comment [220], Zuckerwar and Ash suggested constructing a time-independent
solution of the evolution equation (2.10), fulfilling @ - V(¥/T") = 1. Following their

suggestion, as a steady solution for the weighted thermasy the expression:

v x
fz@‘i'fl(y)’ (2.14)

is obtained with arbitrary integration function fi(y), see Appendix A.1.2. The

associated solution of (2.8), (2.9) reads, accordingly, in implicit form as:

[2u 117
Y= ?2F1 <672;6;U3 u?nax) > (2-15)

9N(2)’T(2)?
Umax = (38)7r?;(6)Kh2’ (2.16)
u/ 2
P:po—ﬁKernT (2y) ; (2.17)

with the Gaussian hypergeometric function 9F} and a constant of integration pg.
The velocity profile given by (2.15), (2.16) is visualised in Fig. 2.2b (right) and
differs markedly from the classical parabolic profile (2.12) (left), due to the fact that

its first order derivative vanishes at the walls, «/(0) = «/(h) = 0, thus indicating
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Figure 2.2: Flow geometry and velocity profiles of problems (iv)-(vi): (a) Taylor-Couette
flow, (b) plane Poiseuille flow and (c) Poiseuille flow in a curved channel.

(vi)

44

a zero wall shear stress. As another conspicuous feature, the y-dependence of the
pressure inhibits again fulfilment of the boundary conditions for the pressure p at

the inflow and the outflow.

The above shows, it is not possible to recover the classical steady solution for plane
Poisseuille flow, based on the system (2.8)-(2.10). By setting ©/1T = t the correct
velocity profile is recovered but a non-physical, time-growing pressure is obtained;
by writing @ - V(9/T) = 1 as suggested by [287], the problem of the explicit time-
dependency is removed but the velocity profile is non-physical. In both cases a
y-dependant pressure inhibits the fulfilment of the pressure boundary conditions.
Although not proven, it is unlikely that any solution of (2.10) can be expected

which overcomes both the explicit time and spatial dependency.

Poiseuille flow in a curved channel, see Fig. 2.2¢, was investigated by Richter [203]
who discovered qualitatively the same problems associated with plane Poiseuille flow.

In particular, the resulting pressure solution,
— u(r)t u(r)?
pZQI% [c,o—k(r)}—kg/(r)dr, (2.18)

again contains a non-physical term increasing with time. Other attempts to find
a time-independent solution matching the boundary conditions have remained un-

successful as in the case of the previous example.
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Summarising the above benchmark tests, for only two of the six examples, namely (i)
and (iv), is the classical solution recovered. For the two transient flows, (ii) and (iii),
“reasonable” solutions are obtained, exhibiting quantitatively different velocity profiles
compared to the classical ones. For the two pressure-driven flows (v) and (vi) no adequate
solutions of the field equations can be constructed which simultaneously fulfil the pressure
boundary conditions. Hence, the variational principle based on the Lagrangian (2.4) does
not recover the dynamics of viscous flow in a proper way, since its applicability seems
restricted to special flow problems only.

Moreover, four of the six benchmark solutions contradict the hypothesis that the dif-
ferences compared to classical theory can be explained by effects beyond the scope of
thermodynamic equilibrium: apart from the non-physical features discovered above, one
would expect that the non-equilibrium solution tends towards the classical equilibrium
solution if a special relaxation parameter in the problem, physically related to the devi-
ation from equilibrium, tends to infinity. This is not the case here since no additional
parameters exist but mass density, viscosity and specific heat.

Analysing the above examples in more detail, the explicit appearance of the weighted
thermasy 9/T in the equations of motion (2.8) seems to be the crucial issue leading to
non-physical solutions, since ¥/T" turns out to have unlimited growth, either spatially
or temporally, which also prohibits its interpretation in connection with non-equilibrium
thermodynamics. Moreover, the anomalous relation (2.7) between mass flux density and
momentum density implies that the discrepancy between mass flux and momentum also
tends to increase spatially or temporally due to the ¥/T-dependence.

In line with the aims of this Chapter, a modified form of the Lagrangian (2.4) is devel-

oped below, as published in Scholle and Marner [226], which overcomes these anomalies.

2.1.2 Constructing a non-conventional Lagrangian based on complex fields

In 1927 Madelung [168] discovered a remarkable analogy between quantum mechanics and
fluid mechanics by reformulating the complex Schrédinger’s equation into a hydrodynamic

form: by decomposing the quantum mechanical state function ¢ into modulus and phase

W= \/gexp (17;;%) : (2.19)

Schrédinger’s equation is transformed to a set of PDEs?:

0o B
5 TV (Vo) =0, (2.20)

2Cf. the considerations in the introduction, Sec. 1.1: equations (2.20), (2.21) are special cases of the
more general equations (1.15), (1.17) which additionally include the vector potential and thus imply a
velocity field (1.16) which admits non-zero vorticity.

according to:
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1 . WAV U
+5 (Vo) —2m2@+%—0. (2.21)

These are obviously the equations of motion for a kind of fluid, the so-called Madelung

9
ot

fluid: equation (2.20) is the continuity equation and (2.21) is Bernoulli’s equation for a
fluid with the “unusual” pressure function P = —h*A,/g/(2m?,/p) and with vorticity-
free velocity field @ = V¢. Based on these substitutions, Madelung established a fluid
mechanics picture of Schrodinger’s theory.

Many years later Anthony [11] suggested the inversion of this idea, i.e. a “Schrédinger-
picture” of fluid mechanics and thermodynamics by combining the density ¢ and the Cleb-
sch variable ¢ in (1.69) to form a complex matter field 1 according to (2.19). Moreover, he
introduced two more complex fields, namely a complex vortex potential 2 by combining
the two remaining Clebsch variables «, 8 and the complex field of thermal excitation ¥,
giving the temperature as its absolute square: T' = Y. The motivation for this transfor-
mation is originally given by Anthony’s entropy concept: the entropy balance results from
a canonical procedure related to the phase translation invariance of the complex fields as
a balance of second kind within the framework of second variation and related stability
criteria, see [216] for further details. Additionally, Anthony states that by the complex
representation a basic concept is given for an accurate formulation of thermodynamics of
irreversible processes within the framework of Lagrange formalism.

For convenience only a partial transformation to complex fields is applied in a slightly
modified form to the Lagrangian (2.4): by introducing Tj as a constant reference temper-
ature and ¢y as a reference constant for the specific heat and considering the identity:

9
—sDy) = Dy [(co — $)V] — coTp exp (CSO) D, [exp (_CSO> T(J ,

motivation is provided for a generalised definition of the field of thermal excitation as:
s . s\ ¥
X = VcoTpexp < — iwg exp <—) > , (2.22)
2co co/ To

supplemented by the substitution:
6= C+ (co—8)9, (2.23)

for the Clebsch variable . Note that in (2.22) another constant, wp, is introduced due
to dimensional reasons, like Ty and ¢y before. Although there is no general rule as to
how the three constants T, cy and wg have to be chosen, it is reasonable to choose the
reference temperature Ty as a “typical” temperature and cg as a “typical” specific heat.
In the case of an incompressible flow with constant specific heat discussed subsequently,

Subsec. 2.1.3, the choice of ¢g is obvious and the choice of Tj arbitrary since the resulting
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L/

Figure 2.3: The sawtooth function.

Lagrangian (2.32) does not depend on it any more. In contrast, the choice of wq is not
obvious or how the physics is affected by it. This is analysed and discussed carefully in

the following.

From the above substitutions (2.22), (2.23), it follows that:

1
0

s\ ¢ X
S (w ex <—) ) =—argy = —iln/ &, 2.25
oexp (= ) gX . (2.25)

with the sawtooth function (see also Fig. 2.3):

S(x) :=x—27 VQ—HTJ .

o (2.26)

While the first equation (2.24) allows for a unique transformation of the respective real-
valued terms in the Lagrangian (2.4) in terms of the complex thermal excitation field, the
second equation (2.25) reveals that no equivalent for the thermasy ¥ explicitly appearing
in the friction term of (2.4) can be constructed in terms of the complex field x. The reason
for this is the non-uniqueness of the argument of a complex number. The obvious and

most feasible way to resolve this issue is the use of:

T - _ -
“Yexp (8> In /X = - XX \/;, (2.27)
iwg co X  woCo X

as a substitute for ¢, leading to the modified Lagrangian:

ﬁ2

1
= —p |Dip+aDiB + ;Im (XDix) — - +e
0

XxIn /X /

iwgcoT

(2.28)

Comparing this Lagrangian with (2.4), two obvious differences are discernible: first, (2.28)
is discontinuous due to the logarithmic term; second, the angular frequency wgy, which

has primarily been introduced for dimensional reasons, becomes a relevant parameter,
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2 Approaches based on Clebsch-like representation

the physical meaning of which will be clarified subsequently. The most striking feature,
however, is that the unlimited weighted thermasy /7T appearing in (2.4) has been replaced

by an expression with limited values between —m and .

2.1.3 Incompressible flow with constant specific heat and external force

Consider a fluid flow with constant mass density, constant specific heat and without ther-

mal expansion:

T
s=coln (To> , (2.30)
e=coT. (2.31)

Note that (2.30) implies xx = ¢oT" for the field of thermal excitation (2.22) in accordance
with Anthony [11]. Furthermore, since for the incompressible case volume viscosity is
excluded from the very beginning, the term involving n’ in (2.28) is absent. Finally,

adding the specific potential energy V' = V (&, t) of an external force, leads to the simplified

Lagrangian:
1 _ a? 4 X, 2
0= —pp |Dip+aDf+ —Im(xDix) — — +xx+V — —In/=trD?| . (2.32)
wo 2 1Wo X

In conventional variational calculus, Euler-Lagrange equations can be computed if the
Lagrangian is two times continuously differentiable [108]. If this basic requirement is not
fulfilled, as in (2.32), a non-standard approach is required for variation, which is developed

in the following section.

2.2 Variation of the discontinuous Lagrangian: general

formalism

Consider a variational principle §I = 0 where [ is given by:

I:f///é(@,@z}i,wi) avadt, (2.33)
t1 'V

depending on independent fields ¢; with ¢ = 1,--- , N and ¥y = ¢. The Lagrangian
¢ is assumed to be discontinuous with respect to ¢ at fixed values ¢,, n = 1,--- | Ng,
but continuously differentiable with respect to all other fields, ¥; with i < N, and also

continuously differentiable with respect to all derivatives of any field, including ¢ and V.
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2.2 Variation of the discontinuous Lagrangian: general formalism

Figure 2.4: Surface S, along which a discontinuity becomes manifest.

In 3D space, the discontinuities with respect to ¢ become manifest along surfaces Sy, (t)
defined by:

Sp={Z|p(@,t) =pn}, n=1--- Ng, (2.34)

intersecting the system’s volume V into a finite number, Ng+ 1, of sub-volumes according

to:
Ng
V=> V,. (2.35)
n=0

The sub-volume V,, denotes the region between 5,, and S;, 1 other than Vj and Vi, which

denote the region between the system’s boundary 0V and S; or Sy, respectively.

From a physical viewpoint, these time-dependent interfaces, S,,, can be related to any
kind of discontinuous phenomena such as phase boundaries between non-mixable fluids,
propagating shock fronts in gaseous media or flame fronts. Their local propagation velocity
is denoted by Us and 77 is the normal vector of the interface, see Fig. 2.4. The orientation

of 7 is defined by the convention 77 - U5 > 0.

2.2.1 Euler-Lagrange equations

First, only the subset of variations dv; = 0 is considered with dv; = 0 at the interfaces S,
and at the system’s boundary dV. Free variation is assumed inside the sub-volumes V,.
Note, that this kind of variation does not cause any shift of the interfaces S,,. Under these
assumptions, the usual derivation procedure leading to the Euler-Lagrange equations can

be performed separately inside each sub-volume and hence, the wellknown Euler-Lagrange
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2 Approaches based on Clebsch-like representation

equations [108]:

e ) ()

remain valid piecewise at each sub-volume V,.

2.2.2 Matching conditions

Next, a larger set of variations with §i; # 0 at the interfaces .S, is considered for i =
1,---,N — 1, but the variation of ¢y = ¢ is again restricted to do = 0 in order to
exclude any shift of the interfaces themselves. As before, d; = 0 is again prescribed at

the system’s boundary. Now, variation with respect to 1, -- ,1¥n_1 leads to:

6 = / /// { 5 wl&/}l ji&[}i—i- 8€iiw¢"] dvadt,

/ /// {EL Bibi + 5, <8¢Z w) +V (awzmﬂ avdt, (2.37)

using the abbreviation (2.36) for the Euler-Lagrange expressions. By means of Gauss’s

// v <8V¢ZWZ) - ﬁ'agif‘“ds ’

Vi

theorem:

and Reynolds’ transport theorem well-known from fluid dynamics [241]:

///375 (81&1 >dv_dt// awléwzdv #" Us 51/11615

with U5 being the velocity of the propagating interface S,,, see Fig. 2.4, the variation takes

61 = / /// EL; 01; dVdt + Z // awléwz dv

the form:

to NS
Y o¢
+/§_: #n L{)W}Z Sawj S dSdt . (2.38)
t1 ”_Oavn
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2.2 Variation of the discontinuous Lagrangian: general formalism

Since 0v; = 0 at the initial and final time ¢; 2, the above identity simplifies, in line with

the Euler-Lagrange equations (2.36), to

L[ ot ol
= [> n-{awji— 8¢}5¢Zd5dt

In the following the limit of the respective discontinuous expression by approaching it from
the front side (subscript +) or the rear side (subscript —) of the interface S, is indicated
by [---]+. The front and rear side are defined by the orientation of the normal vector 7
as in Fig. 2.4. Then, by decomposing each surface integral over dV,, in one integral along

the front side of S,, and another one along the rear side of 5,11, in general:

# )0ty dS—NS 1 // <] 0y dS — // 40 dS
=057,
// ] 6 dS — // 4 0 dS
:gé/n/ﬁ.({...]__[...h)gwidS, (2.39)

and, in particular:

2 S
o1 - /z [ a5 ovasa

where the double square bracket indicates the jump at the interface: [[...]] == [--]_ —
[---],. Thus, variation 61 = 0 leads to:

ot ot
ﬁ . - /l_)'si. — 0 5 2.40
as matching conditions for the generalized fluxes, i = 1,--- , N — 1 at each interface.

Independent of the formal proof given above the matching conditions can also be un-
derstood as natural boundary conditions at the phase boundaries in a multiphase flow
when assuming that all phases of the flow consist of the same liquid, leading to the same
equation (2.40).

2.2.3 Production condition

At the system’s boundary d1; = 0 is prescribed; apart from this, free variation of all fields

is allowed everywhere inside V', including free variation of ¥ = . As a consequence
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2 Approaches based on Clebsch-like representation

Figure 2.5: Variation of an interface caused by variation of ¢.
of the latter, the position of the interfaces 5, is varied, too: an arbitrary point & of 5,
defined by (2.34) is shifted to a different position ¥ 4 62 according to:

on = @ (T +0T,1) + 0p (T + 63, 1) =  (,1) + 0T - Vp (3, 1) + 60 (&, ) + O (327
=n + 0% -V (Z,t)+ dp(x,t) +(9( _'2)

leading to the identity:
0% -V =—dp, (2.41)

for the local shift §& of the discontinuity interface S,,. In the case that S, is shifted in the
forward direction, 7-d% > 0, in a thin layer of thickness 7i-§& the value of ¢ is changed from

[¢]+ to [¢]_; hence the integral (2.37) has to be supplemented by the following correction

/ // n -0z dSdt.

Since Vo || 7, the identity ndp = —(6Z - V)it = —(dZ - 1)V results, leading to:

51_/ //( H;Vip—@gi” +[[£]])ﬁ-5fd8dt.

Variation with respect to ¢ leads to the jump condition:

Vo |[5ez ~ T = 4 (242)

for the flux related to ¢ at the interface S,,. From a physical viewpoint this is related to

term:

the production of the associated integral quantity. Therefore, (2.42) is referred to as the

production condition.
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There is an alternative way to derive the above production condition, (2.42), along the
lines of distribution theory as sketched out in Sect. A.1.5 of Appendix A.1, showing that
the generalized form of the formalism can be understood in terms of standard Lagrange

formalism.

2.3 Resulting equations of motion and matching conditions

The above ideas are now applied to the discontinuous Lagrangian (2.32).

2.3.1 Equations of motion

In Appendix A.1.3 the Euler-Lagrange equations of (2.32) resulting from variation with
respect to the elementary fields are calculated, based on which the corresponding equations
of motion are derived. The equations of motion for the observable fields, (A.14), (A.19),

are:

V.id=0, (2.43)
D, il = BN v foe. (2.44)
00

where f, .. is used as an abbreviation for:

- 1%

- {i In \/5 [VtrD? +{Ds + V 0 @} Ad] + {D, + V @ i} [2DImVXX] } (2.45)

Equation (2.43) shows that the continuity equation is unchanged, whereas the equations
of motion (2.44) differ from the original NS equations since they contain additional forces
f;.e_. According to (2.45) the latter contain the complex field of thermal excitation, x,

and therefore the corresponding evolution equation, (A.18):
. v 2
Dix + iwox = ?trQ , (2.46)
X

has to be considered additionally in order to complete the equation set. Note that the
implicit velocity representation (A.17), obtained by variation with respect to #, remains
“Clebsch-like” but involves additional terms dependant on x and .

Reconsidering the aforementioned hypothesis of Anthony [11] as well as Zuckerwar and
Ash [288] in order to identify the additional forces occurring in the equations of motion
as contributions due to a deviation from the thermodynamic local equilibrium, one would
expect a limit case leading to the classical dynamics, as already discussed at the end of
Subsec. 2.1.1. Indeed, according to (2.45) the extra forces are diminished when increasing

the parameter wg and the physical dimension of wy is a reciprocal of time, suggesting
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2 Approaches based on Clebsch-like representation

its interpretation as a relaxation rate. This interpretation is underpinned by considering
the limit wg — oo, leading to vanishing of the extra forces, f;,e. — 0 and therefore to a
full reproduction of the NS equations by means of (2.44). In this equilibrium limit, the
evolution equation (2.46) becomes meaningless, since the field of thermal excitation does

not appear in the equations of motion any more.

It is noteworthy that the limit wy — oo can be applied successfully to equations (2.44),
reproducing the NS equations, but cannot be applied directly to the Lagrangian (2.32);
most likely because the mechanical equations (2.43), (2.44) are decoupled from thermody-
namics, whereas in the viscosity term of the Lagrangian (2.32) the occurring mechanical
and thermodynamical degrees of freedom are strictly coupled.

For finite but sufficiently large values of wg, the additional forces fl;.e, due to thermody-
namic non-equilibrium remain small, compared to viscous, external and pressure forces.
According to (2.45) they consist of a factor iln+/Y/x fluctuating between —7 and 7, of
quadratic terms with respect to velocity gradients and of third order derivatives of the

velocity.

2.3.2 Matching conditions

As shown in Subsec. 2.2.2, variation with respect to the elementary fields, except for y,

induces matching conditions (2.40) at each interface. These are:

dgp: O0=-—m- HQO(ﬁ_ 175)]] ) (2'47)

da: 0=0, (2.48)

0 0=-—mn- HQOO‘(@_ ﬁs)“ ) (2'49)

57 0=go Hln XDH . (2.50)
1wo X

According to the first condition, (2.47), the normal component of mass flux density has
to be continuous, which physically corresponds to the conservation of the mass passing
the interface. By inserting (2.47) into condition (2.49) it reduces to [[a]] = 0, implying
continuity of the Clebsch variable .. In order to understand the physics behind condition
(2.50), it has to be taken into account that at each discontinuity the phase of the thermal
excitation jumps from +7 to F7. In any case, the sign of iln \/x/x changes when turning
from the rear side to the front side of an interface. As a consequence, condition (2.50)

entails:

i[D]_+#[D], =0, (2.51)
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which implies a reversal of the direction of the shear rate vector D7 along the discontinuous
interface. Physically this is associated with slip occurring at the interface resulting from
the absence of shear tangential to it, thus allowing fluid to migrate between neighbouring
layers without friction as discussed in Sec. 2.4; the movement of the discontinuities giving
rise to “slip waves”. Once again this can be interpreted as a phenomenon due to a deviation

from thermodynamic equilibrium.

2.3.3 Production condition and thermodynamic aspects

In order to apply formula (2.42) for the production condition, the complex field of thermal
excitation has to be decomposed into modulus and phase according to x = v/¢oT exp(—ig),
leading to the real-valued form:
0= —pp |Dip+aDf— —Dp— —+coT +V — —S(p)trD*| , (2.52)
wo 2 wo
of the Lagrangian (2.32), where S again denotes the sawtooth function. The production

condition then reads as:

L7 [leoT (@ - )] = 00— [[S()trD?]] . (2:53)
wo wo

Despite the reversal of the shear rate tensor at the interfaces according to (2.51), its square,
D?, remains continuous. Hence it follows that HS(go)trQQH = [[S(p)]] trD? = 27trD?,
leading to:

%W. [[coT (@ — ¥,)]] = vtrD?. (2.54)

The above condition reveals a discontinuity in the flux of the inner energy and therefore the
production of inner energy due to dissipation at the interfaces. The latter can alternatively
be related to the volume by estimating the gradient of the thermal phase as Vi ~ (27 /d)1,
where d denotes the distance between two interfaces. As a consequence, the inhomogeneity
at the right-hand side of the balance (2.54) can, according to vtrD? ~ [[coT (i — ¥s)]] /d,
be re-interpreted as the mean production of inner energy related to the volume, at least
in the sense of a statistical treatment.

Another source of inner energy production is given by equation (A.20), namely:
coD¢T = vtrD?, (2.55)

which takes the form of a classical balance equation in continuum mechanics with a pro-
duction rate vtrD? related directly to the volume. Compared with the classical theory of

viscous flow [156, 241], the production of inner energy due to dissipation is twice the value
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2 Approaches based on Clebsch-like representation

occurring in equation (2.55). Since, however, by (2.54) an additional production of inner
energy at the inner boundaries is revealed, giving a contribution of the same amount as
(2.55), the total production of inner energy is in accordance with classical theory.

The question arises as to whether the occurrence of discontinuous interfaces inside the
fluid flow is an artefact of the model or if such phenomena really exist on a microscopic
scale. Although a final answer to this question cannot be provided since knowledge about
the processes occurring in a fluid flow on the micro-scale remains limited at the present
time, it can be conjectured what kind of effect slight changes of the model may cause. At
least the model established here accurately recovers the physics on a macroscopic scale,
and there are dissipative phenomena with entropy production at discontinuous surfaces
that have been known for a long time: with reference in particular to the classical the-
ory of shock waves [241] where entropy production at discontinuous surfaces is provoked
by a rapid compression of gas. Here, as explained earlier in the context of (2.51), the
discontinuous phenomena take the form of slip waves.

Within this context it is also of particular interest how the physics would be affected
by a change of branch cut for the complex logarithm: in Sec. 2.1.2 the standard branch
cut along the negative real axis was used, leading to values of In \/X/x between —ir and
ir. One consequence of this is that over time the fluctuating forces (2.45) occurring in
the equations of motion statistically result in zero by averaging. If an alternative branch
cut for the complex logarithm is considered, say e.g. a cut at arguments of the complex
number if a — 7, the positions of the discontinuous surfaces are shifted and the values
of the complex logarithm go from ia — im to ia + im. The first effect, the shift of the
discontinuous surfaces, could be compensated for by applying the gauge transformation
X — xexp(—ia) to the field of thermal excitation, whereas the second effect causes a

change of the fluctuating forces (2.45) according to:
fae. = Foeo+ == [VirD? +{Dy + V @ i} At .
0

The extra term on the right side vanishes in the limit wy — oo; however, for finite values of
wp it provides an additional contribution to the equations of motion. By averaging again,
this additional term does not tend to zero which is a valid physical argument for the use

of the standard branch cut along the negative real axis (i.e. a = 0).

2.4 Discussion

It has been demonstrated that the dynamics resulting from the Lagrangian (2.32) can self-
consistently be interpreted as an extension of the classical theory towards processes beyond

thermodynamic local equilibrium. A reproduction of the classical theory is reached by
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;’ljl

Figure 2.6: A simple microscopic model for viscosity, based on migration of particles
between neighbored fluid layers by Brownian motion.

applying the limit wg — oo for the relaxation rate to the equations of motion, a procedure
that was not possible for the earlier suggested Lagrangian (2.4). In the following further
indications are given in order to confirm the non-equilibrium assumption.

In the context of the Lagrangian (2.4), a striking non-classical feature is the difference
between the momentum density and the mass flux density, namely the quasi momentum
density p™ = p'— oti. In the context of the Lagrangian (2.32), the mass flux density is given
via (A.17), whereas the momentum density is obtained as a canonical Noether observable

[218], giving: p' = 0o |Vo + aV[3 + wiolm ()_(VX)]. Hence, there is again a non-vanishing

7= 002V - li In \/;21) , (2.56)
wo X

which in contrast to the quasi momentum density (2.7) resulting from the Lagrangian (2.4)

quasi momentum density,

tends to zero for the limiting case wy — oco. This is again in accordance with classical
continuum theory.

Following the suggestion in [218, 222, 223] that the quasi-momentum takes into ac-
count contributions to the momentum beyond the scope of the continuum hypothesis on
a molecular scale, e.g. Brownian motion, a possible physical interpretation of the quasi
momentum density (2.7) is based on the elementary mechanism of viscosity, namely the
transport of momentum by Brownian motion crosswise to the flow direction, see Fig. 2.6.

The viscosity of a fluid is usually explained on a molecular scale by an exchange of
particles between neighboring fluid layers by Brownian motion of the molecules, by which
a diffusion of momentum is induced. From the continuum viewpoint the migrating parti-
cles responsible for the diffusive momentum flux are “quasi-particles”, associated with an
additional contribution to the momentum density. Hence, the quasi-momentum density
can also be considered as a measure for the deviation from thermodynamic equilibrium.

Note that the interpretation of the additional terms in the equations of motion as

physical non-equilibrium effects on a microscopic scale is also consistent with the weak
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2 Approaches based on Clebsch-like representation

violation of the continuum hypothesis imposed by the discontinuous Lagrangian (2.32).
Regardless, the violation of the continuum hypothesis vanishes in the limit wy — oo for
the relaxation rate: for increasing wg, the discontinuities are decreasing and for very large
wo they are physically reduced to fluctuations on a micro-scale in accordance with classical

theory.

Finally, the reader is referred to the recent article by Marner et al. [173] comparing the
above proposed variational principle with stochastic variational descriptions of dissipative
systems, underpinning its physical basis from a different viewpoint. It is shown that addi-
tional non-classical contributions to the friction force occurring in the momentum balance
vanish by time averaging. Accordingly, the discontinuous Lagrangian can alternatively
be understood from the standpoint of an analogous deterministic model for irreversible
processes of stochastic character. A comparison is made with established stochastic vari-
ational descriptions and an alternative deterministic approach based on a first integral
of the NS equations is undertaken. The applicability of the discontinuous Lagrangian
approach for different Reynolds number regimes is discussed considering the Kolmogorov
time scale. A generalisation for compressible flow is elaborated and its use demonstrated

for damped sound waves.

2.5 A generalized Clebsch transformation

Despite useful applications in fluid dynamics and other disciplines, the classical Clebsch
transformation (1.23) has remained restricted to inviscid flow problems only. Although a
digression from the main theme of this chapter, for completeness a generalisation of the
transformation is developed allowing for the derivation of a generalised Bernoulli equation

for viscous flow as published in Scholle and Marner [225].

Historically, the essential problem inhibiting the formulation of a Clebsch transformation
for viscous flow is due to the friction force density —vAw in the NS equations which does
not, as mentioned in Chapter 1, fit into the scheme (1.28). Below the problem of finding
a decomposition of the form (1.28) with prescribed Clebsch variables «, 8 is achieved for
an arbitrary vector field @ using a new approach. Consequently, a generalized Clebsch
transformation is developed which encompasses the case of incompressible viscous flow.
The resulting field equations are discussed briefly and solved for a representative flow

problem.
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2.5.1 Extension to viscous flow
(a) Non-applicability of classical Clebsch transformation to viscous flow

Assuming incompressible flow and constant kinematic viscosity the NS and continuity

equations are:

Du {

I3

+U] 0, (2.57a)
V-i=0,

(2.57b)

respectively [154]. In the more general case of compressible flow the continuity equation
reads oV - 4 = —Dp/Dt and equations (2.57a) have to be replaced likewise by their more
general form, frequently called the Navier-Stokes-Duhem equations, see e.g. [188].

The essential problem inhibiting the application of the Clebsch transformation to viscous
flow is due to the friction force density —rvAw in the NS equations. Written in terms of
the Clebsch variables, it reads:

—vAlL =vAfVa—vAaVE —v(Va-V)VE+v (VE-V)Va. (2.58)

Obviously, only two of the above four terms fit into the scheme (1.28), whereas the other

two, subsumed to a vector field:

v(VB-V)Va—-v(Va-V)Vp, (2.59)

a:

are of a mathematical form incompatible with (1.28). More generally, the problem of
finding a decomposition of the form (1.28) with prescribed Clebsch variables «, 5 can be

addressed via an arbitrary vector field @ as shown below.

(b) Solution procedure
Introduce an auxiliary field &, fulfilling the following first order PDE:
W-VéE=d-a, (2.60)
with the vorticity w given according to (1.32). This implies the identity:
Gx(@x[@-VE)=ad(@-[@a—VE) —[@a—VE&?=-a2[a— Ve, (2.61)
and therefore the decomposition of the difference @ — V& as:
(@x[@a—VE)xd (dx]d—VE)x (VaxVp)

a—VE= — a ,

92 2052

99



2 Approaches based on Clebsch-like representation

_ (o?x[c‘i—Vf])‘Vﬁva_(cUx[c‘i—Vf])-Voz

202 2002

V3 (2.62)

i.e. as a linear combination of Va and V. The decomposition (2.62) can be applied to
any arbitrary vector field @ in order to reach the form (1.28).

Like the Clebsch variables ¢, «, 8, the auxiliary field £ is not given uniquely, since
any particular solution &, of the inhomogeneous linear first order PDE (2.60) can be
superposed with any solution &, of the respective homogeneous PDE & - V&, = 0. Since
three independent solutions are given by «, 8 and t, the mathematical theory of linear

first order PDEs implies &, = F(«, 3, t) for an arbitrary function F'. As a consequence;
§— &=+ F(a,B,1), (2.63)

is a gauge transformation for the auxiliary field which is used subsequently giving a

favourable form of the resulting equations.

(c) First integral of the Navier-Stokes equations

The NS equations (2.57a) contain identical mathematical terms as Euler’s equations (1.27),
apart from the pressure function taking the form P = p/p for incompressible flow, plus the
friction term —vAw. Therefore, the Clebsch transformation leads to the three equations
(1.29)-(1.31), supplemented with terms resulting from the decomposition of the friction
term according to (2.58) and (2.60), (2.62). Using (2.63), the function F' appearing in
(1.29)-(1.31) is set to zero by gauging, leading finally to the set of the three scalar field

equations:
0¢p ap
— = 2.64
o o at+ . +U+§ 0, (2.64)
Da W x [EL’— Vé] B
Di vA«a 5 -Va=0, (2.65)
Dp & x [@— VE] B
Ty ~ VAP o VB=0, (2.66)

where again ¢ and @ have been used as abbreviations according to (1.32), (2.59). Thus, a
first integral of the NS equations has been constructed, based on the generalized Clebsch
transformation: Eq. (2.64) is a generalization of Bernoulli’s equation, whereas the two
evolution equations (2.65), (2.66) for the vortex potentials a, 3 reveal the generic type
of convection-diffusion equations with additional nonlinear coupling terms. The set of
equations is completed by the PDE (2.60) for the auxiliary field £ and the continuity
equation (2.57b). The latter written in terms of Clebsch variables [195] is A¢ + aAS +
2Va - V3 =0.
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Figure 2.7: Schematic of an axisymmetric stagnation flow in the vicinity of a solid wall.

2.5.2 Axisymmetric stagnation flow as an example

Axisymmetric stagnation flow against a solid wall, see Fig. 2.7, is an example of prototypic
character in fluid mechanics allowing for an analytical treatment of NS equations. In the

inviscid case, the velocity field, written in cylindrical coordinates r, ¢, z [175], reads:
Uinvis = Are, — 2a2€5 . (2.67)

Although (2.67) is a solution to the NS equations, it does not satisfy the no-slip condition
ér - = 0 at the wall and is therefore only a good approximation far from the wall. In
the vicinity of the wall a boundary layer becomes manifest and the velocity is assumed to

take a slightly different form, namely:
u=rg(z)é —2f(z)e,,

with functions f, g that have to be determined. Associated boundary conditions are (i) the
no-slip/no-penetration condition 4 = 0at z=0and (ii) the matching condition @ — Winyis
for z — oo, leading to:
_ _ . / _
The field equations (2.57b), (2.60), (2.64)-(2.66) are solved as follows. First, the continu-
ity equation (2.57b) implies: g(z) = f’(z). Then, by reformulating the velocity according

to

2 )2 2
U= f/(Z)V§ —2f(2)Vz2=V [2f/(2) - 2/f(2)d2’] - Ef//(Z)VZ,

motivation is given for a Clebsch representation (1.23) with:

T 7"2

2
q5:2f/(z)—2/f(z)dz, az—;f”(z), 8==z. (2.69)
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2 Approaches based on Clebsch-like representation

Based on the latter the vector d is, according to (2.59), calculated as:

- 9 o v 2 o
a= aVa—O—l/Va———§V{rf(z)}.

The next step is determination of the auxiliary field £: as already discussed at the end of
Sec. 2.5.1(b), the general solution of (2.60) is the sum of an arbitrary particular solution

and the general solution, giving:

§=—orf"(@) + Fla.B,1). (2.70)

Hence, it follows that @ — V& = =V F(«, §,t) and, considering (1.32), that:

(@ x [d— VE]) - VA = ([gFVa + ?fgm} x w) 5= —207225,
(& x [@—VE) -Va=— ([ng +?£v5} x Va ) &= 52?)1;.
Finally, the two field equations (2.65), (2.66) lead to:
i)+ 5 ) - 2 ) + 2] - S =0, )
“9f(z) + ‘35 ~0. (2.72)

Since z = f3, equation (2.72) can be integrated to give:

Fla, ,t) = 2af(B) + F1(B, 1) ,

with integration function F7; which when inserted into (2.71), together with (2.69), leads

to:

2
20 f"(z) %FB ) 4 28(2) () = 0.

By sorting terms with respect to powers of r, the above equation splits into two equations:

OF1 /0B = 2vf"(z) and vf""(z) + 2f(z) f""(z) = 0. The latter equation can alternatively

be written in integrable form as:

L)+ 26 (") - F1(P] =0, (273)

which following integration becomes: vf"”(z) + 2f(2)f"(z) — f'(2)? = C, where the in-
tegration constant C' from the matching condition (2.68) is C = —a?. Finally, via the

substitution f(z) = \/vaf(z) with zZ = y/a/vz, the whole problem is reduced to an ordi-
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2.5 A generalized Clebsch transformation

nary differential equation (ODE) of the form:
'@ +2f()f" () - f*+1=0, (2.74)

in accordance with the classical result. For more details and the solutions of (2.74) the
reader is referred to [175]. Having solved the ODE (2.74), the generalized Bernoulli’s

equation (2.64) delivers the pressure p.
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representation

In Chapter 1, Sec. 1.2.1(b), it is described how, by use of complex variables, a first integral
of the 2D incompressible and steady NS equations can be established, the differential order
of the former being lower. The procedure results in either a single complex valued equation
of second order depending on a potential and the streamfunction (1.40a) or a system of
two equations in the case when velocities are used; alternatively in terms of Cartesian
coordinates a tensor formulation (1.41) can be found. While essentially a rediscovery of
the result of Legendre [159], along similar lines to the work of Coleman [70] and Ranger
[199], a hallmark of Scholle et al’s [230] particular derivation is it provides a clear hint
apropos generalisation to unsteady, 3D viscous flow: the attainment of which having
hitherto remained out of reach, such a generalisation is the major focus of the present

chapter.

3.1 Overview

It is important to appreciate the close relationship that exists between the above estab-
lished first integral and the classical complex variable method (Goursat formulation) which
is revealed when the streamfunction ¥ and the auxiliary potential field @ are combined
to form a complex field x = @ + in¥; in the Stokes flow case a simple bianalytic equation
(1.45) for x results, the solution of which is given by the combination x = go(&) + £g1(€)
of two holomorphic functions, as in (1.33). It is justifiable to take the first integral (1.44)
to be a generalisation of the complex variable representation (1.45) towards viscous flows
with inertia, with the difference that (1.44) no longer allows for a direct integration to the
Goursat representation (1.33), Marner et al. [171].

Note, the potential field @ is formally introduced as an auxiliary variable to make
the field equations integrable, while posing the question as to its physical interpretation.
Looking at the integrated equations in the Stokes flow case and the analogy between
plane Stokes flow and plane linear elasticity based on a complex formulation, see [171],
reveals that the first integral formulation reproduces the well-known complex Kolosov-

Muskhelishvili formulas of linear elasticity, with the potential equivalent to an Airy stress
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3 Approaches based on Goursat-like representation

function except for a constant scaling; this is seen as follows. Using & = Re(x) the
representation of the potential derivatives in terms of the Goursat functions reproduce the
Muskhelishvili-Kolosov formula [177, 184]:

oo 09

9z Tigy, = wol&) + un(g) +un(e), (3.1)

for the integrated components of stress in plane linear elasticity theory, revealing the

potential to be closely connected with the Airy stress function.

At first glance, the analogy to linear elasticity theory provides an interpretation for the
potential @ in the linear Stokes case only, but rewriting the full NS equations (1.21a) in
terms of the streamfunction and Airy stress function actually reproduces equation (1.41).
Accordingly, the constitutive law of a Newtonian fluid involving the convective momentum

flux density R;; = uiujl is adopted to account for inertial effects:

ou; Ou;
Oij = —poij + 1 <8mj + 8xz> —oRi; , (3.2)

with o;; being a symmetric stress tensor, p the pressure and u; the velocity components.

Now introducing an Airy stress function such that:

0P 0% 0*d
0'11:67y27 02 =73 012:_695831 ; (3.3)
leads to:
Ou,  Ouy o’
—0UzUy + 1) { By + 9 ] 9xdy 0, (3.4a)
02 a2 0%_@%} 1|00 9P
2 [“x “y] i { oy oz T2|op 02| T 0, (3.4)

which agrees with equation (1.41) except for a constant scaling of ¢. The above interpre-

tation can be useful when considering more general flow problems.

In what follows, a first integral is constructed for the more general cases of unsteady
and 3D flows. Firstly, in Sec. 3.2 it is shown that the first integral formulation of steady
2D-NS flow can be extended to transient flow if the real-valued potential field @ is re-
placed by an appropriately defined complex potential, i.e. an extension of the formulation
necessarily goes together with the introduction of new auxiliary fields. As a verification,
the formulation is demonstrated to reproduce well-known velocity profiles of some stan-
dard test configurations — i.e. Couette flow, vortex decay and stagnation point flow. The

steady case of Sec. 1.2.1 is recovered as a special case. It is shown how commonly en-

!By averaging, the Reynolds stress tensor is obtained from R;;.
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3.2 Two-dimensional unsteady and incompressible flow

countered boundary conditions can be formulated in an elegant and useful form, with
special attention paid to prescribing those occurring at a free surface. Motivated by the
above integration procedure a representation of the dynamic boundary condition as a pure
Dirichlet-Neumann condition on the potential is derived being a key feature of the new
formulation.

Second, beginning with the transformation of existing 2D theory from a complex for-
mulation to a real-valued one, resulting in the required tensor form (Sec. 3.3), the key
aspect leading to the determination of an unsteady 3D first integral is recognition that
it can be derived using a potential formulation similar to that employed in the reduction
of Maxwell’s equations. Via the astute use of gauge freedoms (Sec. 3.4), a decrease in
the number of equations and unknowns is achieved as well as their transformation to a
known, more tractable, equation set in which the differential order of the non-linear terms
is reduced. Although consideration is focused on specific gauging of the tensor potential,
in order to ensure the equation set has a favourable structure; the theory itself is amenable
to alternative development. Some of which offer the prospect of a promising continuation
of the research field; for example, it is shown that the gauge freedoms can be utilised
intelligently to establish a variational principle for steady viscous flow. The limit case
of inviscid flow is also addressed. Since the equations are derived in their most general
form, restrictions to special cases such as steady or Stokes flow follows naturally, leading
to further simplifications.

Boundary conditions, physical and auxiliary, in the framework of the above are provided,
with the condition essential to the investigation of 3D free-surface flow problems derived
in the form of a first integral of the usual dynamic boundary condition [171, 230]. As
a whole the approach followed together with the established first integral, represents an
important step forward; demonstrated via the solution of three classical, yet diverse, fluid
flow problems of differing complexity, two of which are approached analytically, the other
numerically (Sec. 3.5). In all three cases it is found that starting from the first integral, in
deference to the NS equations, corresponding established solutions appearing in the open
literature are recovered exactly; in one case it provides new theoretical insight. Last but
not least, the time-evolution of periodically constrained unsteady flow is addressed as a
standard scenario often encountered in relation to the direct numerical simulation (DNS)
of viscous flow; using Fourier decomposition, the first integral formulation proves to be a

very elegant approach leading to a reduced set of ODEs.

3.2 Two-dimensional unsteady and incompressible flow

The bulk of the work contained in this section stems from the following articles: Marner
et al. [171] and Marner et al. [172].
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3 Approaches based on Goursat-like representation

3.2.1 Formulation of the field equations

Employing the complex variables ¢, € and the complex velocity field u, together with the
streamfunction via (1.43), the unsteady NS equations (1.21a) can be transformed into the

following scalar complex PDE:

0 oy uu 0 [ u? 9%u
g | ear tPteg T }“’ag(z) Tozoe (3:5)

the continuity equation (1.21b) is fulfilled identically by (1.43).

(a) First integral using a complex potential of first order

By the introduction of a new complex potential M according to:

ov uy oM
0T Wy =027 3.6
o +p+oo + 9 (3.6)
an integrable form of Eq. (3.5) is obtained:
o |.OM 2 0
Y Y=o, (3.7)

oc "o T2 T e
which, following integration with respect to &, gives:

2— + o —2—==[f() . (3.8)

The function f(§) on the right-hand side of equation (3.8) can conveniently be set to zero

by re-gauging the potential M according to:

M M+ F@, FE =50 (39

since expression (3.6) allows M to be augmented by an arbitrary ¢-dependent complex

function. Utilising the streamfunction (1.43), equation (3.8) simplifies to:

0 ov u?
ag[ + 1n8£]+92 (3.10)

(b) Representation by a potential of second order

From a pure technical viewpoint, a first integral has been successfully constructed in
the form (3.10), since following differentiation with respect to & the NS equations are
recovered. A comparison with the first integral (1.44) for steady flow, however, does

not reveal an obvious relationship between both equations. In order to illustrate the
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3.2 Two-dimensional unsteady and incompressible flow

relationship, another complex potential y is introduced fulfilling:

ov ox

U oF (3.11)
leading directly to the compact form of the first integral equation (3.10):
82 2
17X 4 0% o, (3.12)
3 2

which matches the first integral (1.44) for steady flow perfectly. Surprisingly, there is no
difference between the complex field equations whether the flow is steady or unsteady.
Indeed, the unsteady character of the flow is captured by the PDE (3.6) for the potential
M, which after considering (3.11) reads as:

N IR
oo ~ ococ

uu 0?
+p+o,+U=4 X

5 SEoc (3.13)

Via (3.12), (3.13), two complex equations for one complex potential y, the real-valued

streamfunction ¥ and the pressure p arise.

3.2.2 Formulation of boundary conditions

Consider a simply connected domain with a boundary x; = f;(s,t), parametrized with
respect to the arc length s of the boundary. Furthermore, normal and tangential unit

vectors along the boundary appear as:

ti(svt) = fil(sat)7 (3‘14)
ni(s,t) = Ejitj(s,t), (315)

where ¢;; denotes the Levi-Civita symbol. In complex notation, the tangential vector is
given as f'(s,t) with f(s,t) = fi(s,t) +ifa(s,t) and n = if'(s,t); note that nn = tt =
fr=1

(a) No-slip and no-penetration condition at solid walls

In terms of the streamfunction ¥, the no-slip and no-penetration condition along a solid

wall £ = f(s) at rest take the usual form:

o
/7 =
Im( 5‘5) 0, (3.16)
¥ = const, (3.17)

of Dirichlet/Neumann boundary conditions.
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3 Approaches based on Goursat-like representation

(b) Kinematic and dynamic boundary conditions at a free surface

In the case of a free surface £ = f(s,t) movement of the surface, given by f, has to be
considered. In general, the movement f and the flow velocity w at the surface are not
identical, but their normal components are. Hence, their difference is strictly directed
tangential to the surface, i.e. u— f = w1 f’ with u; € R, implying after multiplication with

f" and taking the imaginary part that:
uf —af = ff 1. (3.18)

Equation (3.18) constitutes a kinematic boundary condition taking into account the cou-
pling between the movement of the free surface and the flow velocity in the normal direc-

tion. Making use of relationship (1.43), this results in the following relationship:

O Ll F] =2 T (3.19)

where {-, -} denotes the Poisson bracket of two functions [108].

The dynamic boundary condition in its original form reads:

8ui 8uj . %
[@O_pw”+n(3%f+3%>]m i 08 20

with o on the right-hand side denoting the surface tension and pg the ambient pressure.

Transformation of (3.20) into a complex representation provides the condition:

(po — p)n — 2ngf —of" (3.21)

at & = f(s,t). Next, by multiplying equation (3.6) with n, equation (3.10) with n and
evaluating them at £ = f(s,t), their sum together with (3.21), after some manipulation,
gives:

Q%—ff —gug—u—/+Un—§8 [of" 4+ 2iM —ipo f] — o' f', (3.22)
as the boundary condition for the complex potential M. The term ipgf can be eliminated
by re-gauging the potential energy according to U — U —pg. By considering the kinematic
boundary condition (3.19), the first two terms in equation (3.22) can be re-arranged as
follows:

o, o o v
e —f——f{f,f} Ea T e

Su(r i) u (g i) = w o)

Finally, by choosing the representation (3.11) in terms of the complex potential x, the
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3.2 Two-dimensional unsteady and incompressible flow

dynamic boundary condition (3.22) can be re-written elegantly as:

Q{!'/(f,f,t),f} +Un= 885 [Uf/—l—éliaag (x —in®)| —o'f". (3.23)

For flow conditions, for which the Poisson bracket in (3.23) vanishes (e.g. in the case
of a steady flow) and the external force is time-independent, equation (3.23) becomes

integrable; the associated first integral reads:

of + 416?5 (x —in¥) = /O [U(3)n(3) +0'(3) f'(5)] d5. (3.24)

The real-valued form of (3.24) reads:

26@'8]’@(8) = J(S)ti(s) - /S [U(§)nz(§) + J,<§>ti(§)] d§, (3.25)

S0

where the e-symbol denotes €11 = €90 = 0, €15 = 1, €91 = —1, and reproduces the result of
[230]. Note that in (3.25) the dynamic boundary condition, which is essentially a condition
on the stresses, takes the form of a pure gradient condition on the potential field @ which
is not surprising when the close relationship between @ and an Airy stress function, Sec.
3.1, is considered.

Knowledge of the potential gradient at the free surface allows the derivation of Dirichlet
and Neumann boundary conditions for the potential variable as shown in [171]. By taking

the inner product of (3.25) with ¢;, its tangential component takes the form:

2n;(8)0;®(s) = o(s) — ti(s) /8 [U(5)ni(8) + o'(3)t:(3)] ds, (3.26)

S0

which is a Neumann boundary condition for the potential &. Alternatively, the inner

product of (3.25) with n; leads to the corresponding normal component:

9;(5)9;0(s) = ni(s) / [U()ni(3) + o' (5)t:(5)] d5 (3.27)

80
Thus, using (3.27), (3.14)-(3.15) and partial integration, an integrated form of a Dirichlet
boundary condition for the potential @ can be constructed using the abbreviation 7;(s) =
U(s)ni(s) + o’(s)ti(s):

D(s) = P(sg) — ;/S i[5 (3) /8 v:(8) d3ds,

=¢@@—§me®/v@m4A 5 [ EuhEnue s,

= B(s0) + 5

5 | @66 + o O] i) - s (329

S0
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3 Approaches based on Goursat-like representation

By gauging, the term ®(sg) can be set to zero without loss of generality and moreover,
in the case of ¢/(s) = 0, that is neglecting Marangoni effects, further simplification is
possible.

Derivation of the field equations (3.12), (3.13) in combination with boundary conditions
of the form described in Sec. 3.2.2, represents a consistent extension of prior work con-
cerning the integration of the incompressible NS equations [171, 230]. Here, the reduction
of the dynamic boundary condition from its original form (3.20) to a standard Dirichlet-
Neumann form (3.26), (3.28) is a key feature of the reformulation of the equations of
motion in terms of the first integral of the NS equations allowing for the construction of
efficient methods of analytical and numerical solution later on. In order to demonstrate the
capabilities of this new approach and to focus on the distinguishing key feature, namely
its ability to handle challenging transient flows, the non-trivial problem of Couette flow

generated within an irregular flow geometry is considered in Sec. 6.4.

3.2.3 Application of the method to simple flows

In order to familiarise the reader with the methodology two well-known flow problems are
considered, the solutions of which agree exactly with the standard ones existing in the

literature.

(a) Uni-axial flow

For the simple case of a 2D uni-axial flow, u, = 0, or equivalently in complex formulation
u — u = 0, the following PDE, cf. the streamfunction definition (1.43), has to be fulfilled:

o ow

%t

implying the explicit form:

W=W<§;5,t> — W (y.t)

u = —2i2§ =¥ (y,t),

for the streamfunction and the velocity, respectively; where the prime denotes differenti-

ation with respect to y. Next, the general solution of (3.12) reads:

x=Gun( ) i€+ 3 [ | [ w0, (3.29)

with two analytic functions wg(&,t), wi(&,t) being a generalization of the so-called Gour-

sat functions [171]. By inserting (3.29) into equation (3.13) results in the following
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3.2 Two-dimensional unsteady and incompressible flow

simplification:
—i[o¥ —n@"| +p+U = dwp(&,1), (3.30)

where a dot over a symbol denotes its time-derivative.

As an example involving the use of the above equation consider the problem of a hor-
izontal plate of infinite extent covered by a fluid with flow invoked by an oscillatory
movement, see Fig. 3.1. The no-penetration condition ¥(0,¢) = 0 and the no-slip con-
dition ¥’(0,t) = U cos(wt) close the problem while in addition the asymptotic condition
¥'(y,t) — 0 has to be fulfilled. Assuming vanishing pressure p = 0 and a wave-like solution
of the form:

¥ =UIm {exp(—iwt)eXp(lky)_l} ,

k
satisfying the no-slip and no-penetration conditions, equation (3.30) leads to the identity:
—i k2
—iUIm {W exp(i[ky — wt]) + 19% exp(—iwt)} = 4w( (&, 1),

which is fulfilled if £ and w satisfy the dispersion relation:
iw= T2 ,
for damped transversal waves and the Goursat function wg takes the form:
wo = —ifnU Im [k exp(—iwt)] .

Hence, the classical result given in [241] is reproduced.

Y

AN
|y

4

U cos(wt)

Figure 3.1: Geometry for the flow over an oszillating plate.

(b) Axisymmetric flow

Consider now a class of flows given by the following form:

W =U(rt), (3.31)
_ % Ky
u=—2i T v (r,t), (3.32)

73



3 Approaches based on Goursat-like representation

ri= \/é (3.33)

of the streamfunction; where the prime denotes derivation with respect to r, i.e. flows for

which the streamlines of which are concentric circles, see Fig. 3.2a. Assuming a particular

solution xp = xp(r,t) of (3.12), leads to:

o (X 0
'I"E <7"p> = §W/ (T,t)Z y

which, following integration, gives:

2
%:@/W@ﬁdﬁ

r 2 r

By inserting this expression into equation (3.13), the following simplified PDE is obtained:

. V4 2
—i g@—na(ru'/’)}ij—I—U—g/(r’t)dr:O. (3.34)
r or T

The introduction of the following similarity variable:

_]o
z=r.—,
nt

enables one to search for solutions of the form ¥ = f(z); in which case the imaginary part

of equation (3.34) takes the form:

227G+ 11z (1) =0,

which after the substitution g(z) = zf’(2) can be conveniently rewritten as:

9(2)+29() = 0

22
9(2) = go exp (—4> ,

f(z) =90 /iexp (—i) dz = %O Ei <—12> , (3.35)

where Ei denotes the integral exponential function. This solution contains a singularity;

that has solutions of the form:

leading to:

however, by considering the superposition of (3.35) with the well-known potential vortex

% Inr as a different solution to (3.34), giving:
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27U
T
t=1t
t = 2t
z 24/ b
(a) - (b) —t=4
/ ‘f t = 10t
-~ B
| _
&_Q/T \‘
I
— | r
g

Figure 3.2: Vortex flow: (a) geometry; (b) time evolution of the velocity profile.

the singularity is removed as follows. The complex velocity field resulting from (3.32)

reads:

i
=2V (r,t) =~
u (rt) =~

r N or? (i)
_— ex —_— ex 1
or TP |~ p (ip

which is convergent in the limit » — 0 if and only if 2rgy = I'. The final solution reads:

.F 2
u= ﬁ [1 — exp (—2)] exp (ip) , (3.36)
which is a reproduction of the classical Lamb-Oseen vortex [154]. The velocity profile |u|
is shown in Fig. 3.2b.
The above complex potential variant of the first integral does not lend itself readily to
the solution of unsteady problems nor can it be extended to 3D problems. Accordingly, a

different formulation is required which is the topic of the following section.

3.3 General three-dimensional unsteady and incompressible flow

With reference to the above work concerning the derivation and use of an exact complex-
valued first integral for 2D incompressible flow [171, 172] a real-valued one for the full
unsteady, incompressible NS equations is now formulated, as published in Scholle et al.
[231]. Tensor calculus is employed, where vector fields are denoted by their Cartesian
components, e.g. the velocity field & by u;, ¢ = 1,---,3, and tensors such as that for
stress T' by T;j. The Einstein summation convention is used throughout: 0; denotes a
spatial derivative with respect to x;, i.e. 0; = 0/0x;, and 0y the time derivative; ¢;; is the

Kronecker delta function and &;;;, the 3D Levi-Civita symbol.
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3 Approaches based on Goursat-like representation

The beneficial use of potential fields, synonymous with Maxwell’s theory [133], under-
pins the present approach: in that important and essential insight is gained for a similar

treatment of the NS equations.

3.3.1 Preliminaries and introduction of a streamfunction vector

Prior to deriving the 3D form of the first integral, consideration is given to equation
(1.21b), which is fulfilled identically by introducing a vector potential ¥y for the velocity
according to:

u; = €;j,0;¥ , (3.37)

known in the literature as a 3D generalisation of the 2D streamfunction [22] that can be

gauged by an arbitrary gradient field, that is:
U — W + O X ; (3.38)

leading, according to (3.37), to the same velocity field wu;.

Within the present context, the above allows reformulation of the time derivative in
equation (1.21a) as the divergence of a tensor field, namely: Oyu; = €;1.0;0;% = 0; (€ij10/Wk).

In this way equations (1.21a) can be re-written as:
83‘ [QEijk;ath + ouju; — Tﬂ + U(Sji] =0, (3.39)
with the stress tensor given by:

Tij = _péij +n [(%uz + 8Zu]] . (3.40)

3.3.2 First integral of the field equations

With reference to the above it is clear that the momentum balance (3.39)) is a PDE of
the same type as equation (1.21b) but for a tensor rather than a vector field. Hence, by

introducing the tensor M;; as a new potential, in accordance with:
0€iikO ¥y + ouiu; — T + Ubyj = €101 My (3.41)

equation (3.39) is fulfilled identically; the analogy with (3.37) being obvious. Since Tj; is

a symmetric tensor, it is convenient to split the above equation into symmetric:

1
ouguj = Tij + Ubi; = 5 [ejnOMpi + a0 Myj) (3.42)
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and skew-symmetric parts; the latter, by multiplying (3.41) with e;j,, is conveniently

represented as a vector equation:
200W,, = 0, My — O, M, . (3.43)

Though not immediately obvious, the above rudimentary form of the first integral corre-
sponds to that of the 2D first integral in Sec. 3.2; a more conveniently recognisable form

is arrived at via the following reformulation.

First, using the streamfunction (3.37) the stress tensor (3.40) can be written as:
Tij = —pdij + 1 [eaw0, (0;%) + €01 (0i¥)]
and, hence, equation (3.42) as:

1
oujuj + (p+ U)dij = 5 [€jik0r (M + 210;W) + €ar0y (My; + 2n0;¥y,)]

The first order potential Mjy; enters the equations in combination with terms of the form
21n0;¥;, only. Recognising this and following the procedure adopted earlier for 2D flow the

combination My; + 2n0;¥;, can be rewritten as:
My; + 200, = 5ipq6pakq + 2001, (3.44)

which for vector fields is the well-known Maxwell decomposition into a divergence-free and
a curl-free part; the form of which is a generalisation towards tensors of second rank with
vector and tensor potential ¢, and axq, respectively. Inserting (3.44) into equations (3.42)

and (3.43), yields the following relationships:
1
ouu; + (p+U)diy; = §5ilk5qualap (kg + agr) + 0i (e010%) + 05 (cukOir) 5 (3.45)
200:¥,, = 0n0k [5kqpapq + 2pp, — 2175pk] — 010k [2<Pn — 277!771] s (3.46)

which can be simplified by making use of the gauge transformation (3.38). The latter has

no effect on equation (3.45) but equation (3.46) becomes:
2001¥y, = On {0k [Ekgppg + 20k — 20¥1] — 200;x} — OkOk (2000 — 20W5] . (3.47)

Since the gauge field x can be chosen arbitrarily, the term e44,0rapq — 200;x may be set

to any value; in particular, by choosing:

1
X = 27@ /5kqpakapth + XO(-’Ei) ) (348)
leads to:
001¥,, = 0n 0k [ — ¥ — OkOk [n — N¥n] ; (3.49)
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3 Approaches based on Goursat-like representation

showing that the skew-symmetric part of the tensor potential can be eliminated and there-
fore a,, assumed symmetric from the very outset, leading ultimately to the following

simplified form of equation (3.45):
oU;Uj + (p + U)&Z’j = 5ﬂkaqu816pakq + 0; (6jlkal<pk) + E)j (€ilkal(pk) . (3.50)

Second, the divergence 0,(---) of equation (3.49) leads to 200; (0,¥,,) = 0, implying
that 0,¥, is independent of time. Since xo in (3.48) is arbitrary, it can be chosen such
that:

o, =0, (3.51)

analogous to the Coulomb gauge in Maxwell’s theory [133]. This, together with the identity
OnOkpr — OkOkn = €nij0; (€ju01pk), enables equation (3.49) to be written in the form of

an inhomogeneous diffusion equation:
00y, — NOLORYy, = €0i0i (€1k010k) (3.52)

leading simultaneously to a reduction in the numbers of potentials due to the elimination
of the skew-symmetric part of a,.

Thus far, a first integral of the unsteady incompressible Navier-Stokes equations has
been obtained in the form of a tensor-valued field equation (3.50) and a vector-valued field
equation (3.52) constrained by (3.51), involving various unknown fields apq, ¥, uy, p and
Yn- Although these remain to be closed mathematically, even at this stage they serve as
an insightful starting point for fixing the remaining degrees of freedom in beneficial ways,

that is tuning the form of the equations. This is explored in detail below.

3.4 Closure via selective gauge criteria

In general, a gauge transformation of a given set of potentials replaces them by an equiv-
alent set of potentials leading to identical observables. Accordingly, such transformations
can be used to simplify corresponding field equations, for the potentials, with respect to
their mathematical structure as well as to the number of potentials. In the following,
the gauge freedoms of a,, and ¢, are analysed in detail. Obviously, by performing the

operations:

apg —  Qpg + Opag + Oqarp , (3.53)

©n — ©n+0h(, (3.54)

for an arbitrary vector field o, and an arbitrary scalar field ¢, the field equations (3.50),

(3.52) remain invariant. The above rules are utilised subsequently to establish bona fide
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gauging scenarios, ones that lead favourably to a reduction of the order of the established
first integral, equations (3.50) to (3.52); in this context Scholle et al. [230] showed, by
applying a particular gauge, that a special form of the first integral of NS equations for

steady 3D flow can be obtained based on a minimum number of three potential fields only.

3.4.1 Convenient re-ordering of the first integral

Mixed derivatives of the form 09;(---) are an inconvenience which can be avoided via a
specific gauge transformation. This is achieved as follows, beginning with the re-ordering
of the first the second order derivatives within the double curl operation ;i€ jpqOxOpaiq of

equation (3.50). Since the product of two Levi-Civita symbols can be expressed as:
Eikl€jpqg = 5ij5kp6lq + 5ip5kq5lj + 5iq5kj51p — 5ip5kj51q — 5ij5kq6lp — 5iq6kp51j s

the identity:

€ikl€ jpgOkOplg = —Ok0k [asj — aydij] + 0;0kak; + 0j0kak; — 0;0ja, — 010kak0;;
= —Or0k [aij - C;”%] + 0; 0k |:akj - a2”5k]} + 00k [aki — a2”5ki:| — 010k [akl - a;m(Skz] 0ij 5
results, giving rise to the following reformulation of equation (3.50):

ouiuj + (p+ U)di; = —0k0kiij + 0;Aj + 0jAi — O Arbij, (3.55)

in terms of the modified tensor potential @;; and an auxiliary vector field A; defined as:

. a
aij = aij — %51] s (3.56)
A]’ = 81@6%]' + €jlkalg0k . (3.57)

Note that from the form (3.55) of the tensor equation, the mathematical structure of
the first integral for 2D flows demonstrated in Sec. 3.1 and 3.2 is recovered, see Ap-
pendix A.2.1.

Compared to its original form (3.50), equation (3.55) provides a partition of terms: in
particular, all mathematical expressions with mixed derivatives of the form 9;0;(- - - ) occur
exclusively as derivatives of the auxiliary vector field A;. Now, via a gauge transformation

of the form (3.53), the vector field A; can be manipulated according to:
Aj — Aj + Bkakaj R (3.58)

which can be set to any arbitrary value by means of the proper choice of the gauge field
a;j. The choice:
A;j =0, (3.59)
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3 Approaches based on Goursat-like representation

leads to the elimination of all mixed derivatives in (3.55), and to the simplified form:
oU;Uj + (p+ U)dij = —00k0;j - (3.60)

The gauge condition (3.59) is reminiscent of the Lorenz gauge or Coulomb gauge in
Maxwell’s theory [133] which similarly leads to the elimination of mixed terms in the
associated field equations. Moreover, via (3.59) the additional vector potential ¢; is elim-
inated from equation (3.60). By writing (3.59) explicitly as €00 = —Okakj, ¢; can

also be eliminated from equation (3.52), which accordingly takes the form:
00t — N0k kW = —Enki Ok Om i » (3.61)

of an inhomogeneous diffusion equation; c.f. equation (3.52). Total elimination of ¢; from

the entire set of equations requires the divergence of the gauge condition (3.59), implying:
0;0kar; = 0. (3.62)

The outcome is a favourably reduced equation set comprised of one each of a symmetric
tensor equation (3.60), a vector equation (3.61) and a scalar equation (3.62), in terms of
the symmetric modified tensor potential a;; = a;; — agxdij/2, the streamfunction vector
¥,, and the pressure p.

The key features associated with equations (3.60)) to (3.62) are: (i) though the number
of unknown fields (one symmetric tensor, one vector, one scalar) exceeds that of a com-
parable formulation in primitive variables (one vector and one scalar), their favourably
different structure off-sets this; (ii) in contrast to the original NS equations (2.57a) which
include the material time derivative, a non-linear term involving first order velocity deriva-
tives, equation (3.60) consists of a non-linear term which depends directly on the velocities
— equation (3.61) is simply a linear inhomogeneous diffusion equation, not a nonlinear
diffusion-convection equation — resulting in a reduction of the differential order of the

non-linearity.

(a) Zero-viscosity limit

Since the zero-viscosity limit leads to a change of problem type, namely from second order
PDEs (NS equations) to ones of first order (Euler’s equations), it is apposite to explore
this special case: applying the limit n — 0 to equations (3.60)-(3.62), the following set of
PDEs:

OrOktij = —ousu; — (p+U)dij (3.63)
00ty = —€nk1OkOmam, , (3.64)
0j0kar; =0, (3.65)

80



3.4 Closure via selective gauge criteria

is obtained; still containing second order derivatives of the tensor potential but only first
order derivatives of the streamfunction vector. Taking now the curl €p4,0, of (3.64), in
combination with (3.63), (3.65) and (3.37), it follows that:

Qat (qunaqwn) = — [5pk5ql — 5p16qk] 6q8k8m&ml = 8m8];8kc~lmp — 8p 81877;&771,
Up

—
= —0Om [Qumup + (P + U)(Smp] = —00nUnm Up — Qumamup - 8pp - apUa

which is a full reproduction of Euler’s equations, proving that the PDE set (3.63)-(3.65)
is a first integral of Euler’s equations, as it should be. Also in this case conservation of

energy, momentum (in the absence of external forces, U = 0), angular momentum and
helicity is fulfilled [22].

(b) Steady flow case

By employing the two gauge conditions (3.51), (3.62), together with the well known iden-
tity 0xOkWn = OnOk¥i — €nkiOk (€1pg0p¥q) and the definition of the streamfunction vector
(3.37), equation (3.61) takes the form: p0,¥,, +&,k10k [Nu; + Omam] = 0. Hence, for steady
flow, 0,¥,, = 0, the term in square brackets can be written as the gradient of a scalar field,
that is:

nuy + Om@m = 0P ;

by proper gauging of the tensor potential a,,;, € can be set equal to zero, resulting in the
identity:
w = - mml (3.66)
n
via which the streamfunction vector is eliminated. The remaining fields are the symmetric
tensor potential @,,; and the pressure p; the field equations for steady flow being simply
(3.60) and (3.62).

3.4.2 Traceless form

Two of the scalar fields, namely the pressure p and the trace of the tensor potential, can

be eliminated as follows. The trace of equation (3.60):
OkOki; = —ouiu; — 3(p+ U), (3.67)

enables direct calculation of the pressure from the other fields, c.f. Bernoulli’s equation in
potential theory. Equation (3.67) can be used to express p + U in terms of the square of
the velocity and second order derivatives of the tensor potential; this allows elimination

of the pressure from equation (3.60), resulting in the following traceless symmetric tensor
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equation:
_ U U
akakaij = —0 |:’U,Z"U,j — 73 51]:| N (3.68)
in terms of the traceless tensor potential:
_ . akk
Qj5 = Q5 — ?(51] . (3.69)

Equation (3.68) is supplemented by equation (3.61) which in terms of the traceless tensor
potential reads:
00t — NOLORY,, = —€nkiOkOmGmy - (3.70)

Together, expressions (3.68) and (3.70) comprise eight independent equations for the eight
independent components of a;; and ¥,, which is the minimum number in the case of

unsteady flow.

Steady flow case: As above, a traceless and therefore reduced version of the field equa-
tions is achieved by inserting the identity (3.66) into (3.68) and taking (3.62) as the second

equation, leading to six independent PDEs for six unknown fields.

3.4.3 Self-adjoint form

Finding variational formulations for physical systems is beneficial with respect to a deeper
understanding of the system and for establishing new solution methods, both analytical
and numerical. In fluid mechanics two major routes have emerged: (i) the stochastic
variational description corresponding to the Lagrangian equations of motion in terms
of material path lines, making use of a statistical treatment of kinetic models, see e.g.
[13, 15, 63] and [14]; (ii) in the framework of a field description involving the recovery of
the NS equations by variation of an action integral in the classical deterministic sense. In
terms of the latter, it was Millikan [178] who showed the non-existence of a Lagrangian, in
terms of the velocity u;, the pressure p and their first order derivatives, that would enable
the NS equations to be written as Euler-Lagrange equations. An analogue situation is
found in Maxwell’s theory, where it is not possible to establish a Lagrangian in terms of
an electric field E; and magnetic flux density B;; however, a Lagrangian can be found in
terms of a scalar potential ¢ and vector potential A;. It is the latter that has prompted
the search for a variational description for viscous flow in terms of potentials rather than
velocity and pressure.

A variety of suggestions from different authors have appeared based on different poten-
tial formulations: Zuckerwar and Ash [288] used the Clebsch transformation [154, 191] to
establish a Lagrangian for flows with volume viscosity, while latterly Scholle and Marner

[226] consider shear viscosity in a similar manner. A variational description based on a
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vector potential for the velocity was proposed by Bendali et al. [27]. In the present work
the field equations are comprised of vector and tensor potentials, posing the question as
to whether they are self-adjoint. As demonstrated below for the particular case of steady
flow, a special gauge criteria is required to achieve a self-adjoint first integral of the NS

equations.

When the flow is steady, 0%, = 0, equation (3.49) is fulfilled identically by writing:
on =¥, (371)

the insertion of which in equation (3.45) and making use of the relationship agq + agr =

2014 + 2ann0kq/3 from equation (3.69), leads to the following tensor equation:
_ 1
ou;Uj + (p + U)6i~ = 5ilksqu818pakq + g [8lalann6,-j — 8,~8ja,m] +n [@‘u]' + 8]‘714‘] , (3.72)

as the most general form of the first integral for steady flow; valid for any gauging of the
tensor potential. On elimination of the isotropic part and hence the pressure, its associated

traceless form results:

Uru 5 B
0 [uz-uy' - ’;k%] —n[Ouj + Ojui] = |eukEipg — 5nlk5npq§ D10paig
1
+ § [8181a7m<5ij — 6i8jam] N (3.73)

in terms of the traceless symmetric tensor potential ay,, the trace a,, of the tensor po-

tential and the velocity field u; = €;pm0nWm- Suggesting a Lagrangian of the form:
B 1 _ 1 A=
! = 0a;;U;U; + 277uj — gajann az‘a,‘j + iEilkEqualaijapakq + f (ui, Ann s &-a,m) , (3.74)

which, because u; = €1 0¥, is a function of the fields ayq, ann, ¥ and their associated
first order derivatives, i.e. £ = £ (akq, Ann, OnWm, Oplig, Oiann). [ remains to be specified,

its significance being discussed below.

Variation of the action integral:
) // 4 (C_qu, Ann, &Mm, 8pqu, 6,~ann) dV =0 y (375)
1%

with respect to a;; results in the required Euler-Lagrange equations (3.73); whereas vari-

ation with respect to ¥,, and a,, lead to:

—2€mniOn {gaijuj + naj&ji + ;861{} =0, (3.76)
log= . 0f o (_ Of >_
30055 + 5=, ( Sa) =0 (3.77)
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The meaning of equations (3.76) and (3.77) becomes much clearer after a substitution
and rearrangement of terms: use of the definitions (3.56), (3.57) and (3.69) together with
g0 = nu;j following from (3.37) and (3.71), leads to the identity:

_ 1
051 = Ai = nui + ¢ Oittnn

which, when substituted into (3.76), (3.77), yields:

A — 4 - 1of e
EmniOnAi = EmniOn [nuz 2 ug naz]U]:| y (378)
o of _1 ' B of
@&_@memﬂ fﬂd 35 (3.79)

Since any vector field A; can be reconstructed from its divergence 0;A; and its curl
EmniOnAj, the reformulated Euler-Lagrange equations (3.78) and (3.79) is identifiable as
an alternative gauge to that given by (3.59), the latter leading to the favourable formu-
lation developed at the end of Section 3.4.1 for steady flow having a reduced number of

unknown fields.

Hence, for steady flow a choice is available between the use of gauge (3.59) leading
to a reduced set of fields and a favourable mathematical form of the field equations or
gauge (3.76), (3.77) supplementing equations (3.73) to form a self-adjoint set of equations.
The availability of a self-adjoint form can be useful for particular problems, e.g. when
trying to compute normal forms around singular bifurcation points since it is necessary
to make projections onto the eigenfunction of an adjoint problem, see Dijkstra et al. [85]

and references therein.

Via a proper choice of the yet unknown function f in (3.74) the gauge conditions (3.78)

and (3.79) are tuneable to some extent. For example, by choosing:

1
f (uiyaiann) - 7721//12 + ﬁ (aiann)Z )
they simplify to:
_ 0 _
5mnzanAz = _%5mni8n (aijuj) ,

8;A; = 0.

In principle any arbitrary choice of f is possible. The variational principle above recovers,

for n — 0, the traceless version of the first integral of Euler’s equations for steady flow.
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3.5 Application of the Methodology

Having derived the first integral and explored its versatility in detail and on different levels,
its use as a starting point to solve viscous fluid flow problems is now demonstrated. Not all
of the gauge variants described in Sec. 3.4 are analysed further; rather the focus is those
formulated in Sec. 3.4.1 and the solution of three different classical, benchmark viscous
flows, which exhibit a hierarchy of sufficient complexity for such purposes — geometry,
unsteadiness, non-linearity, inertia — and are solved analytically where analysis permits,
otherwise numerically. The necessary, and related, boundary conditions required to do so

are outlined below.

3.5.1 Boundary conditions

Depending on the problem of interest, the physical boundary conditions involved have
to be formulated appropriately; a good example of this is the kinematic and dynamic
boundary conditions required to solve 3D free surface flow problems which, although not

utilised here, are included for completeness.

(a) Boundary conditions at solid walls, inlets and outlets

Along solid walls, for the velocity field the no-slip condition:
u; = Ui , (3.80)

has to be fulfilled, where Up; is the velocity of the boundary; inlet and outlet boundary
conditions with fixed velocity profile have the same mathematical form as does the speci-
fication and advantageous use of symmetry and periodic boundary conditions. The latter

type is discussed in more detail in Section 3.5.3(b).

(b) Boundary conditions at a free surface

Although a free surface condition does not appear in the problems solved below, the
required attendant boundary conditions are provided. Their full derivation is given in
Appendix A.2.2 but in summary two conditions must be fulfilled at a free surface: (i) the
kinematic boundary condition, u;n; = 0, related to mass conservation; (ii) the dynamic
boundary condition related to stress equilibrium at the surface. The latter can be described
by the vector equation:

Tiin; = ogkn; , (3.81)

involving the stress tensor T;;, the normal vector n;, the surface tension o5 and the curva-

ture k. Using the potential representation for the respective physical quantities, equation
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(3.81) can be reformulated into a more convenient form — see Appendix A.2.2, where it
is also shown that for steady flow a first integral of the dynamic boundary itself can be

constructed leading to a first order condition for the tensor potential entries only:
Uk
€ikl |Ok@imdxm + | osng — 7 dz;| =0, (3.82)

with the auxiliary functions Uy implicitly defined by (A.38).

(c) Auxiliary boundary conditions

Irrespective of the physical boundary conditions present, e.g. walls or free surfaces, an
insufficient number can be prescribed to ensure a uniquely solvable system. An example
of this is flow problems in which wall boundary conditions are prescribed on all parts
of the boundary, as in the case of the lid-driven cavity flow explored below. Exactly
three velocity conditions exist, which is less than the number of unknown fields. Even in
the case of steady flow, where according to (3.66) the velocity can be expressed via the
divergence of the tensor potential, 6 independent fields have to be considered — with at
least three additional boundary conditions having to be formulated although there are no
more physical conditions to be fulfilled; these necessary additional boundary conditions
are subsequently termed auxiliary boundary conditions since they exert no influence on
the physics.

While the options available for specifying these auxiliary boundary conditions appears
wide, the two provided below are the only possible auxiliary Dirichlet conditions which

appear reasonable:

1. Let n; be the normal vector of the respective boundary. Then, three Dirichtlet

boundary conditions are given by:

2. Let tl(-l) and t§2) be two orthogonal tangential vectors at the boundary. Then, three

independent Dirichlet boundary conditions are given by:

tha;t = o, (3.84)
tMa;l? = o, (3.85)
tPa ;P = 0. (3.86)

The decisive criterion for the choice of auxiliary boundary conditions is that they must not

contradict the physically prescribed boundary conditions. For example, consider boundary
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conditions (3.83) for a steady flow; by integration over the entire boundary 0V of the

system’s volume V and making use of Gauss’s theorem, the following identities:

0= # &ijnde = ﬂ 8jdijdV = —77” uidV (3.87)
ov |4 \%4

are obtained, where relationship (3.66) has been utilised. Equation (3.87) implies the
vanishing of the global momentum, which is clearly an inadmissible physical restriction.
While the above example demonstrates the choice of auxiliary boundary conditions to
be neither arbitrary nor intuitive, heuristic considerations lead to conditions (3.84)-(3.86)
which do not conflict with the physics; although no proof is given, the comparatively
accurate numerical results obtained below for the lid-driven cavity problem suggest the
postulated conditions to be both admissible and sufficient to mathematically close the

boundary value problem, at least in the steady case.

3.5.2 Unsteady stagnation flow

Consider the unsteady non-axisymmetric stagnation flow, depicted in to Figure 3.3, as a

prototype example embodying both inertia and time dependence?. It is assumed that:

d=uaf'(z,t)€ +yg (z,t)€, — [f(z,t) + g(z,1)] € = V x [yg(z,t)€x — xf(2,1)E,]

where the prime denotes differentiation with respect to z. Accordingly, the continuity
equation (1.21b) is fulfilled identically and in which case the velocity can be obtained

from a streamfunction vector, according to equation (3.37), with:
U = yg(z,1)e — f(2,1)8; (3.88)

note too, that the streamfunction vector fulfils the Coulomb gauge (3.51). The traceless
form of the first integral is utilised, equations (3.68) and (3.70); written in component

form equation (3.68) reads:

IR 2 1 1
—o 'Aay = §902f/2 — 53129/2 - g(f + 9)27 (3.89)
e 2 1 1
—o0 'Aay, = §y2g’2 — §$2f/2 - g(f + 9)27 (3.90)
—0 'Aarz = zyf'g, (3.91)
—o Ay = —a(f+9)f', (3.92)
—0 ' Adss = —y(f +9)d’, (3.93)

2The example is similar to that considered in Sec. 2.5.2 but in contrast to the latter exhibits increased
complexity because unsteady and mon-axisymmetric flow is assumed; also the solution approach is
completely different here.
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Figure 3.3: Schematic of a non-axisymmetric, unsteady stagnation flow problem close to
a solid wall.

while equation (3.70) gives:

—yo (g — vg"] = 0102a13 — 0103012 + {0202 — B303}azs + D205(ass — a2, (3.94)
[ } = 8183 a11 — a33] + 8382(112 — 81826@3 + {8383 — 8181}(113 y (3.95)
0 = {0101 — 0202 }a12 + O102[a22 — a11] + 10323 — a03a13, (3.96)

the dot above a symbol, here and subsequently, denoting differentiation with respect to

time.

The boundary conditions at z = 0 are the usual no-slip/no-penetration conditions
1(0,t) = ¢'(0,t) = 0 and f(0,t) = ¢(0,t) = 0. The characteristic nature of above
viscous stagnation point flow is boundary layer like [175], with the requirement that it
matches the associated potential flow as z — co. Accordingly, the tensor potential for an

inviscid boundary layer flow has to be constructed a priori.

(a) Associated potential flow

In the case of 3D stagnation flow, the corresponding potential flow is given [175] by:
f(2) = a1z, g(z) = agz, fulfilling the no-penetration condition f(0) = ¢g(0) = 0, but not
so the no-slip condition. For the construction of the associated traceless tensor potential,

equations (3.89)-(3.93) have to be solved. One such particular solution is given by:

1
ay, = —g [Qa%:ﬂz? —ady?? - E(Sa% + 2a1a2)z4} , (3.97)
1
ab, = —g [2a§y222 — afa?2? - 6(3a§ + 2a1@2)z4} o (3.98)
- 0 - 0 - 0
aby = —galagxyzg, ajs = gal(al +ag)wz®, aby = gag(al + as)yz>; (3.99)
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which fulfils equation (3.96), but not equations (3.94), (3.95); a superposition of the form
aij = ZL?J- + EL% with Aa?j = 0 is required in order to fulfil all of the equations. By choosing

afy = ay = as3 = 0 and:
a = A [364 +2' - 637252} : ay = A [94 + 2% — 6y222] ;

equations (3.94), (3.95) results in: 0 = [48 A2 + pa3lyz, 0= —[48A1 + pa?]zz, implying
A} = —0a?/48 and Ay = —pa3/48; the other equations are not affected. Hence, the

resulting solutions of the homogeneous equations read:

2
al = —otk [t + 2 — 6y (3.100)
11 48 ) .

2

a
al, = — 0% [y pe 6y2z2] . (3.101)

(b) General case

Assume the following analogous form of the traceless tensor potential:

C_llljl =—p {Fno(Z,t) + $2F111(Z,t) + y2F112(Z,t)} ,

ahy = —0 [FQQO(Z,t) + 2% Fog (2, 1) + yQFsz(z,t)} ;

a’lle - _QxyFIQ(Za t) ) alf?) = QSCFL?,(Z, t) ) ‘_153 = QyF23(27 t) )
for the particular solution of (3.89)-(3.93); while remembering that as above the flow is of
a boundary-layer type. In order to fulfil the matching condition, this particular solution

has to be supplemented by equations (3.100), (3.101). In this way, equations (3.89)-(3.93)

are reduced as follows:

1 1
3Fyg + 2F 111 + 2F112 = _§(f +9)?, Fli= *f/2 Flly = —gglz , (3.102)
1 2
Foog 4 2Fpo1 + 2Fp0 = —3(f+ 9%, Fihy=—= f’2, Fihy = 59’2, (3.103)
Fiy = f'q, Fiy = (f +9)f . Fa=(f+g)gd, (3.104)

written in terms of functions Fll()a F111, FHQ, Fggo, F221, FQQQ, F12, F13, F23. By inserting
the above solution into equations (3.94) to (3.96), it is found that equation (3.96) is fulfilled
identically whereas equations (3.94) and (3.95) yield:

g—vy" = a3z + Fyy — Fly — 4F35 — 2F{ 15 = a3z + g¢' + / [fgﬁ - 29/2} dz,  (3.105)

f—vf"=aiz+ Fy — Fiy — 4F{}; — 2Fy :a%2+ff,+/[gf”2f/2} dz, (3.106)
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which, upon taking their derivative with respect to z, leads to a coupled set of third order

equations for the functions f(z,t) and g(z,t), namely:

g/ . Vg”/ — CL% - 9/2 + (f + 9)91/7 (3107)
Frevf" =ad = 24 (4 g)f" (3.108)

These have to be solved numerically; the special case of a steady flow, f = ¢ = 0, results
in a set of ODEs as reported and solved by Howarth [130].

3.5.3 Flow within a cubic domain
(a) Steady flow within a lid-driven cavity

The case of stationary viscous flow in a square-sided 3D lid-driven cavity of equal edge
length, L, and a constant upper lid velocity of Uy [86], is explored through the numerical
solution of the primitive variable form of the first integral for steady flow tuned as per
the corresponding gauge criterion of Section 3.4.1 — a key feature being that the essential
equation (3.60) is devoid of mixed derivatives, with the consequent benefit it simplifies
and accelerates the use of iterative solvers. The equations to be solved, namely (3.60),

(3.62) and (3.66), when non-dimensionalised in terms of L and Uy, read:

6k6k&ij + Re Ui U j + (p + U)(SU =0 in Q, (3109)
010kar; =0 in €, (3.110)
— O = Uy in Q, (3.111)

where Re = % is the Reynolds number. Q in equation (3.111) denotes the closed set of
the solution domain 2 = [0, 1]3 with boundary 99 (the moving lid lying in the plane z = 1)
and indicates that (3.111) is valid both in the inner domain defining the velocities from
the known tensor potential entries and at the boundary where the velocities are prescribed
in the form of Dirichlet conditions, that is by u; = g; on 9f) for appropriate g;. Equations
(3.109)-(3.111) are complemented by the three auxiliary Dirichlet boundary conditions
(3.84)-(3.86) for the tensor potential entries in order to obtain a uniquely solvable equation
set: although this remains to be proven formally, the numerical results indicate the above

system to be mathematically closed.

Newton’s method is employed to generate a sequence of n € N linearised systems based

on the following steps:
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3.5 Application of the Methodology

Step 1:
Okl = Re [u o + u{oa Y] + (D + 0)dy = Rewtul™ , (3.112)
00t =0 inQ,  (3.113)
o™ =g, on 00, (3.114)

Step 2:

ul(n+1) — 78]6&;7“) inQ, (3.115)

in which (3.111) has been used to replace the velocities in (3.112) as primary unknowns
(n)

with index (n + 1); the velocities w,; * in (3.112) are assumed known from the previous
iterative step having been calculated from the tensor potential via (3.115). As such, the
above equations only involve the six tensor potential entries and the pressure as inde-
pendent primary variables, with the velocities appearing as secondary variables. Iteration
starts from n = 0 where the unknown fields are initialised with respect to the linear Stokes

flow solution.
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Figure 3.4: 3D lid-driven cavity flow. Centre-line velocity profiles for u, and u, in the
plane intersections x = y = 0.5 and y = z = 0.5, respectively, for Reynolds numbers of
(a) 100, (b) 400 and (c) 1000; the results from the present work are shown as solid red
curves and compared to those of Ding et al. [86] shown as black crosses. (d) Shows selected
stream tubes for the case Re = 400, the arrow indicating the direction of motion of the
upper moving lid.
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3 Approaches based on Goursat-like representation

N |

()

Figure 3.5: Visualisation of the six tensor potential entries for the 3D lid-driven cavity
flow problem, for the case Re = 400: (a) ai1; (b) a22; (¢) ass; (d) ai2; (€) aiz; (f) azs. The
arrow indicates the direction of motion of the upper moving lid.

For demonstration purposes the cubic nature of the flow field is well suited to solution via
a finite difference methodology and structured Cartesian grid system which is the approach
adopted. In doing so the well-known oscillatory pressure instability problem linked with
the discretisation of flow problems in terms of primitive variables is avoided by employing
a velocity-pressure staggered grid arrangement [95] which is extended to encompass the
remaining unknowns, namely the tensor potential entries, in a consistent way. Accordingly,

central difference stencils and therefore the discrete equations are well defined everywhere.
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3.5 Application of the Methodology

Although the numerical scheme itself is not the focus of the present work, as it is the first
such implementation of the same in the present context the details are summarised in
Appendix A.2.4. The above equations are similarly amenable to solution utilising, for
example, a more complex irregular grid structure and finite element methodology that
satisfies a compatibility condition between solution spaces when employing mixed finite
elements [107]. Solutions are presented for three different Reynolds numbers up to and
including Re = 1000.
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Figure 3.6: Streamline projections onto fixed planes for flow in a 3D lid-driven cavity at
different Reynolds numbers. The planes y = 0.5, = 0.5 and z = 0.5 are displayed from
left to right; the Reynolds numbers concerned are Re = 100 (top), 400 (middle) and 1000
(bottom). The arrow indicates the associated direction of motion of the upper moving lid.

°
®

®

°
>

o
>

o
=

=

N

ﬁ@
(=

o
®
®

°
>

>

°
=
=

N

S

Figure 3.4 shows the results obtained with a grid containing 30 x 30 x 30 points for Re
= 100, 400 and 1000 which prove to be in very good agreement with those of Ding et al.
[86], Jiang et al. [135], Ku et al. [153]. Figure 3.4d shows selected stream tubes for Re =
400 while Figure 3.5 visualises the corresponding tensor potential entries. Identification
of the diagonal tensor entries as volume quantities and the off-diagonal entries as edge

quantities (see Appendix A.2.4), when compared with the stress discretisation by Graves
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3 Approaches based on Goursat-like representation

[110], suggests a close relationship between the tensor entries and the stresses which opens
up the opportunity to calculate the stresses from a;;, an option that would justify the
additional effort in calculating the tensor entries; this is left as a topic for future inves-
tigation. Finally Figure 3.6 displays the projected streamlines on the three mid-planar
cross-sections for Re = 100, 400 and 1000; the results are consistent with, for example,
those of Wang et al. [272].

(b) Unsteady flow and periodic boundary conditions

In relation to the DNS of viscous flow problems using a primitive variable formulation
of the governing NS and continuity equations, the use of periodic geometries/domains -
ones with boundaries that are periodic in each and every coordinate direction - can prove
particularly advantageous. The pressure can be readily eliminated from the NS equations
leading to a Poisson equation for the pressure which lends itself well to solution using
pseudospectral methods since the pressure at the boundaries is easily specified. It results
in the NS equations preserving the divergence free nature of the velocity field; as shown
theoretically by Frisch [101] for what he equivalently terms a 3D periodicity cube.

Within the framework of the first integral the problem of having to solve a Poisson equa-
tion for the pressure can be avoided elegantly beginning with its traceless form, equations
(3.68) and (3.70), from which the pressure field is completely absent.

Consider periodic boundary conditions for the streamfunction vector written as:
4 (:Ul + La xT2,T3, t) =V (1‘17 T2 + La T3, t) =V ('1:17 xr2,x3 + La t) =V (xly xr2,x3, t) )

together with multi-index notation for Greek letters, e.g. A = (A1, Ao, A3) € Z3 with
A = ApAp = A2 + A3 + )2, followed by adopting a Fourier representation for both the

stream function vector and the traceless tensor potential, namely:
Vi(x4,t) ZW’\ ) exp (ikoAjxj) ,

apq(z5,t) Zapq ) exp (ikoAjz;) —l—a ¢(DTmTm

with ky = 2n/L, fulfilling periodic boundary conditions for the streamfunction vector
automatically. The velocity field (3.37) then takes the form:

ui =Y ikoeijn Ty exp (ikoAjz;) -

A
A
ui

Note that, the summation convention adopted for multi-indices is that summation is in-

voked only if the entire index, e.g. A\, occurs twice in a product; a single component of it,
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3.5 Application of the Methodology

e.g. \;, acts as a factor only and therefore does not affect summation.

Next, from equations (3.68), (3.70) the following set of equations result:

=0 o Up"Up
6a;; = —o |u; "uy — 3 dij | (3.116)
212\ A upHut
—koNag = o |up My — =0y (3.117)
oW + kAT = kg npgApAmiipyg - (3.118)

Note that via equation (3.117) the coefficients of the traceless tensor potential can be

expressed in terms of the coefficients of the velocity. Hence, all occurrences of a), mg I

equation (3.118) can be replaced, leading to:

o) + kAT = N |1 uf - “ka ]
0 uk
= — | Enpa AU\ u — EnpgApAq
)\2 npq.tp g 'm ”pqo 3

In addition, making use of the following identities:

EnpgAptly = 1KoEnpaEaikAptts ¥y = iko [0jnkp — GjpOin] Appj ¥y = iko [)‘pﬂn = Ajn Py
)\iuif == ik‘oeijq)\i(A ,U,])!p)\ P = lkoﬁl]q)\lujlp)\ ,u
leads to:

Qk‘o
a2

and therefore a set of quadratic equations for the coefficient functions ¥} (t). By truncating

oWy + kg A — =20 [Npttn — NetkOnp) Eqij Mg W) M =0,

the set of equations after a finite number of modes corresponding to the values of the multi
index A, it can be solved numerically, to reveal the time evolution of the flow for a given
initial state, e.g. a Taylor-Green vortex [101]; a topic of fundamental interest and for future

exploration.

The attractiveness associated with periodic geometries has been mirrored in the interest
shown in the use of pseudospectral methods for the solution of 3D viscous flows in non-
periodic ones based on a primitive variable formulation — see, for example, the work
of Ku et al. [153] — having at least one coordinate direction in which the boundaries
are not periodic. The key related issues of deriving equations and boundary conditions
for the pressure there which ensure satisfaction of the divergence free constraint on the
velocity are comprehensively discussed by Tuckerman [260] with particular emphasis on

the influence matrix method. However, as is rightly pointed out in the same article, the
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3 Approaches based on Goursat-like representation

solution of a Poisson equation for the pressure can be avoided completely by solving for
the governing equations for the velocity and pressure fields together in a manner similar
to the numerical scheme outlined in Appendix A.2.4, augmented with a suitably accurate
temporal discretisation of the relevant terms in the governing equations. The same is
clearly true if a solution based on a primitive variable formulation is preferred for unsteady

flow in a periodic geometry.

3.5.4 Steady Stokes flow

The well known problem of the broadside translation of a thin disc through a viscous fluid
[248], is considered. The unit disc D = {z € R?| (23 4+ 23)'/? < 1,23 = 0} is located in
the plane P = {x € R3|z3 = 0} and a constant disc velocity Uy assumed, so that a steady
unbounded and decaying velocity field (3.66) under conditions:

us(x) =Up,z € D and Osus(x) =0,z € P\ D,

is sought.
By assuming the potential energy density U to be zero and the vector A to be defined
by:
A; = —nuy — O D(a)p = Orlry — OkD(@) (3.119)

with D(a) denoting the diagonal part of the tensor a, then, from (3.60), it follows that
OkOpA; = 0. The remaining gauge freedoms in (3.66) signify a;; = age = ass, reducing
the number of unknown fields from six to just four. As a consequence, using (3.62), the
divergence of (3.119) results in 0j.A4; = —0;0xyD(a)y; = —O0kOkG11 = p, providing a useful

guide for the construction of a particular solution @11; which is that the relationship:
OOk Al = 11080 A; + 2014, = 2p

facilitates the following decomposition involving an arbitrary harmonic field x: a1 =
—%xl.Al + x. What remains to be found is an overall solution procedure for obtaining four
harmonic unknown fields A; and x for which the continuity equation is fulfilled identically

and the velocity components are given by:
1 1
u; = —% {.Al + 0 (X — 2%@‘%)} . (3.120)

The pressure can be reconstructed subsequently via p = 0;.4;. Equation (3.120) is equiv-
alent to the Papkovich-Neuber representation known from elasticity theory [185] which
generally allows for the analytical solution of various axis-symmetric problems as, for in-
stance, shown by Rudge [209], Woodhouse and Goldstein [281] or Tran-Cong and Blake
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3.5 Application of the Methodology

[256]; moreover, it is closely related to the Clebsch transformation [154, 191, 225]. The
above considerations lead to the representation of Papkovich and Neuber directly as a
special case of the first integral of the NS equations, illustrating the elegance of this gen-
eralised theory.

Inspection of the flow geometry and imposition of the missing azimuthal dependency
in the solution being sought leads to a reduced approach, that is equation (3.120) with
A1 = Ay = x = 0; a manageable task utilising potential theory which can conveniently be

written in cylindrical coordinates as:

2 2 — — <1
AA(r,z)*aA 10A aA:O and {A o, z=0, r< (3.121)

T o2 T ror 022 %:0, 2=0, r>1

involving A := As, r := /2% + 2% and 2 := z3. Problem (3.121) can be solved by either
Hankel transform methods, see e.g. Tanzosh and Stone [248] and references therein, or
through a Green’s function representation combined with a clever reformulation of the
fundamental singularity as provided by Ramm and Fabrikant [197]. A Hankel transform
involving Bessel functions of the first kind leads to:
o0 82
H,[A] = / Ard, (tr) dr, Hy[AA] = ((922 — t2> H,[A], (3.122)
0

resulting in H,[A] = A(t) exp(—tz) + B(t) exp(tz) with A and B independent of z. Sym-
metry considerations enable the calculation to be restricted to z > 0, giving B = 0 due to

the decay condition. After performing an inverse Hankel transform:
A(r, z) = H, [A(t) exp(—tz)] = / A(t)texp (—tz) J, (tr) dt, (3.123)
0

the boundary conditions on the right-hand side of (3.121) become:

A(r,0) = / A, (tr) dt = —nUy, r<1, (3.124)
0
—%’:(r, 0) = —/ AT, (tr)y dt=0, r>1, (3.125)
0

which, with reference to Gradshteyn and Ryzhik [109] (6.671 and 6.693) gives A(t) =
—2nUp sin(t) /(7t?) in the case of v = 0. Making use of integral calculus, see again Grad-
shteyn and Ryzhik [109] (6.752), an analytical solution of the form (3.123) is finally ob-

tained:

A(r, 2) = —2777TU° / S“;@ exp (—t2) Jo (tr) dt
0
Uy . 2
_ 3.126
T Mcsm<\/Z2+(7’+1)2+\/,2'2+(7‘—1)2>7 ( )
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3 Approaches based on Goursat-like representation

enabling the velocity components to be written down via (3.120), leading to the same

result as reported by Tanzosh and Stone [248].

3.5.5 Steady free surface flow in the presence of symmetries

So far, little attention has been paid to the steady, self-adjoint form of the first integral
equations (3.73), complemented by the gauge (3.76)-(3.77), which can be derived via
the variational principle (3.75) as described in Sec. 3.4.3. However, a description of
the dynamics in terms of a scalar Lagrangian is convenient when a reformulation of the
equations in terms of arbitrary curvilinear orthogonal coordinates g1, g2, g3 is desired. The
latter can facilitate a reduction in complexity for a respective flow problem if, for instance,
the flow configuration is provided with a symmetry that implies independence of one of
the three coordinates, say ¢s3, allowing for a formal reduction of the physical 3D problem
to a 2D mathematical description. Such a curvilinear reformulation is provided below,
essentially demonstrating that a reduction of the field equations to a very compact form,
as manifest in (1.41)-(1.42) for Cartesian 2D flow, can similarly be retained in the presence
of arbitrary symmetries; correspondingly, also a simple form of the dynamic boundary
condition similar to (3.25) can be retained. The considerations below are of a general kind

while a concrete example of coating flow over a sphere is presented later in Ch. 6.3.

Subsequently symmetry of the flow is assumed manifest by: (i) the independence of all
fields from ¢3 and (ii) the vanishing of all vector and tensor components in the gs-direction.
Both criteria are fulfilled by assuming the following form of the streamfunction vector and

traceless tensor potential:

U, = (qu) Okgs,

aij = au0;9,05qy

where Greek indices run from 1 to 2 while Latin ones run from 1 to 3. Note that a,, = a,.,
has to be fulfilled in order to ensure the symmetry of a;;. For ensuring that a;; is traceless,
the condition:

0 = ai; = 4 0;qu0iqy = 4Gy (3.127)

has to be fulfilled, where:
G = 0;4,0;qy , (3.128)

is the metric tensor of the curvilinear coordinates. Note that due to the orthogonality of

the coordinates, G1o = Go1 = 0. Also it is convenient to define:

E,, = sijk&q,,ajquakqg . (3.129)
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3.5 Application of the Methodology

Now, consider the general Lagrangian (3.74) with f = 0 and the simple substitution @ :=
ann /6, which is performed in order to draw parallels with the introductory description, Sec.
1.2.1(b), and the 2D case in Sec. 3.2, as will become clear below. With this substitution
and the above assumptions and definitions, the Lagrangian (3.74) is re-written in Appendix
A.2.3(a) in terms of the fields ¥, @, a,,, depending on ¢1, g2 and their first order derivatives,

as:

(= QEuAEunauuaAwanw + [nEunanw - Gunands] [2 {G,u)\a)\ + AqM} [ ny + aVG,u)\a,uA] .
(3.130)

Note that due to symmetry a,, = a,, and condition (3.127) only two entries in the tensor
potential are independent fields, say a1 and aj2, while as; = a2 and aze = —G11a11/Go2.
By variation with respect to the latter, two PDE result containing the streamfunction ¢
and the potential @, but not containing a;; and a;2. These two Euler-Lagrange equations
are therefore decoupled from the remaining two Euler-Lagrange equations resulting by
variations with respect to ¥ and @. As a consequence, the traceless tensor potential and
related field equations do not have any effect on the physics and the number of equations

and unknowns is effectively halved.

By means of (A.45) the first integral of the dynamic boundary condition can also be
reduced as follows. By multiplying (3.82) with 0;q,, the traceless tensor potential is

eliminated, resulting in the two reduced boundary conditions (p = 1,2):
z’fiklaiq# [28kd5 +ong — Uk} dz; =0. (3.131)

The vector dz; in the above may be arbitrary, but since (3.131) is a triple product with two
other vectors 0;q,, and 20,9 + onj, — Uy, having both no components in the gz-direction,
only the component of dx; in the gs-direction contributes to the condition. It can be
assumed without loss of generality that: dxz; = 9;q3ds. By considering the decomposition
O® = 0rq,0,P of the Gradient of @ into components in the ¢,-direction, and using the

same decomposition for the normal vector and the auxiliary quantities Uy, namely:
ng = Okquiy , Uy = Orqu Uy
respectively, equations (3.131) take the form:

Eiklaiquaqualcp, [281,@ + on, — Uy] ds=0. (3.132)

Eu

Since E,, is invertible according to det (E,,) = Ef, # 0, and ds arbitrary, one finally
obtains:
20,9 + o, — U, =0, (3.133)
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as a reduced first integral of the dynamic boundary conditions. Regarding the computation

of the auxiliary quantities U; it can be assumed without loss of generality that the tangent

@

vector is parallel to the gradient of ¢3. Thus, derivatives with respect to so vanish,

allowing equation (A.38) to be fulfilled identically by:

Uj = / UtiMds. (3.134)

(a) Recovery of the 2D Cartesian formulation

The case of Cartesian 2D flow, ¢1 = z, ¢2 = y and g3 = 2, implies E), = ¢), and
Gy = 0xy- According to (3.127), 0 = a1 + ag has to be fullfilled, implying as2 = —a1;.
The resulting Lagrangian (3.130) then reads as:

¢ = gan [(3y¢)2 - (aﬂﬂ)ﬂ — 20012090y
42 (Bpars + Dyars) [1Dytb — 0oP] + 2 (Dyars — Dpars) ndath + 0, ® . (3.135)

Variation of the action integral I = [[, ¢ dzdy with respect to aj; and a1z yields:

dai1: o (u2 — U2> +2 {85 — 85} D — 4n0, 0y =0, (3.136)
Sary: 20uv + 40,0, + 2 {aﬁ - ag} W=0, (3.137)
with the velocities u, v given by u = 9yt and v = —0,1), being equivalent to (1.41) in Ch.

1. Variations with respect to 1 and @ deliver PDEs for a1; and a2 which are essentially
decoupled from the above two equations and can therefore be neglected.

For a free surface given explicitly as y = f ( ) and a potential energy density U = U(x, y)

it follows, from (3.134), that Uy = [U (, f(z))dz, Uy = [ U (=, f(z)) f'(z) dz, implying:
% of'(z) 1 _
&E+m_2/wx,m»dx_o, (3.138)
0P 1 / _
By~ 3T 3 Ul ) S da =0, (3.130)

as the resulting form of the first integral of the dynamic boundary condition (3.133). Via
(3.138), (3.139) the result (3.25) from Sec. 3.2.2(b) is reproduced.

(b) Axially symmetric flows in terms of spherical coordinates

Taking spherical coordinates ¢ = r, g2 = 19 g3 = ¢ and assuming that the flow does not
depend on ¢, implies G11 = 1, Gag = 72 and E13 = —Fy; = r~2/sind, while (3.127)

yields: 0 = a,,G = a1 + a22/7’2 , giving motivation for the substitutions:

. _. 2 _. .
ail =:ap, a2 =: —r-ap, a1 =:71rajy;
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3.5 Application of the Methodology

the latter substitution ensures that the two remaining potentials ag; have the same phys-
ical dimension. Considering also that Ag; = 2/r and Ags = cotd/r?, the Lagrangian
(3.130) takes the form:

Or(r3ag) n Oy (aq sin )

{ = pag [uz — ulzg} + 20a1uruy + 2 [nuy — 0, P [

r3 rsin
09 @7 | 0-(r3 10 in ¢
+2 [nur - ] l T(T?,al) _ Oolaosin )] , (3.140)
r r rsin ¢
with the radial and polar velocity given by:
gy ory
= = — 141
" r2sing’ o rsind’ (3.141)

respectively. Variation of the action integral: I = 2r [[ A€r2 sin ¥ drd?d, with respect to

ap,1 delivers, after the necessary manipulation:

0/ o 9 1 1 Oy _
dag : 5 (ur - uﬁ) — 10y L (nuy — 87«95)] + ;819 [nqu i 0, (3.142)
dai : ouruy — 10, [i <77U19 — &:fpﬂ — %619 [nu, — 0,P] =0. (3.143)

For a free surface given by r = ro f(¢), the first integral of the dynamic boundary condition
(3.133) results, according to Appendix A.2.3(b), in:

0P o f(9) 297§ 2 s 2q9sind| —
o s~ pw)a»ﬁ+/fwmw$mﬂ_o, (3.144)
0P orof()f'(9)  ogrd

3 2 /fO2+ f(9)2 4

which, in its complexity, is comparable to the Cartesian 2D case (3.138), (3.139).

f(9) cos ¥ / f(9)?d9 =0, (3.145)

101



102



Part Il

Construction of a New and Efficient
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4 Discrete formulation and method of
solution

In Part I of this work, potential field representations of the NS equations are presented,
involving the establishment of a new and unconventional variational principle in Chapter 2
and facilitating their integration in Chapter 3. This Chapter explores ways in which the
theoretical findings of Chapter 3 can be exploited in a computational sense for problems
of engineering interest; with particular emphasis on the solution of 2D steady state flows.

In contrast to previous efforts at implementing such a solver with selected applications
[230], the present work leads to a more generic approach based on a FE discretisation of
the governing equations with the potential to solve large problems for arbitrary complex
and non-smooth domains. Note that, the finite difference based numerical method utilised
in Chapter 3 to solve the classical 3D lid-driven cavity problem was for proof of concept
purposes, rather than an attempt to derive an optimal and flexible solution strategy for
the solution of first integral formulations of fluid flow.

The new FE solver is established restricting attention to the solution of 2D flow problems
but can be readily extended to 3D. It possesses a number of desirable attributes from both

a numerical and computational perspective. These are:

(i) The method is formulated in a variational Galerkin type framework involving H'

function spaces only and exhibits optimal rates of convergence.

(ii) Free surface boundary conditions and more generally stress boundary conditions
are conveniently and efficiently handled by appropriate constraining of the potential
field @; while the treatment of standard velocity boundary conditions is no more
complicated than in the case of other classical FE formulations, namely velocity and
pressure [55, 89, 137] or streamfunction and vorticity [103, 104, 107].

(iii) Implementation complexity is limited, in that many existing and established FE
practices can be utilised; this compares well to the standard velocity-pressure for-

mulation which in contrast requires the use of trial functions of different order.

(iv) The structure of the resulting linear systems is very favourable (being symmetric
and positive definite); the conditioning is comparable to classical methods allowing

solution by efficient and scalable linear solvers.
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4 Discrete formulation and method of solution

4.1 Preliminaries

Introduction of the streamfunction into the non-linear first integral equations (3.4a), (3.4b)

and writing them in real-valued and non-dimensional form leads to:

o’ 9%w 0’d ow o
— -2 —_— = 4.1
g <6y2 (93:2> 0xdy +Re Ox Oy Uy (4.1a)
0*°¢  9*¢ O*°W  Re | [0W\? [0W\?
oy?  0x2 + n@x@y 2 l( 8y> <6$> ] f2 (4.1b)
2
A@zp—&—Re%—i—U, (4.1c)

for some Reynolds number Re = oUyl/n with Uy and ¢ being characteristic velocity and
length scales. Ignoring equation (4.1c) for now, the remaining two equations, (4.1a) and
(4.1b), can be expressed in a more convenient operator description given by L2v+NTv] = f,

for the solution vector v = (¥, ®)!, where:

0, —0, Re [ 20,00,0
37 = 5 3 = — 5 4.2
SE AP RS | Pt o BT

At first sight a plausible weak Galerkin formulation of the above would have the form:
(L%, w)o.0 + (No], woa = (f,w)oa,

for some test functions w = (wy, ws). In order to ensure H'(§2) Hilbert space compliance,
partial integration is required to eliminate second order derivatives; a subsequent solution
would have to fulfil?:

Seek v € V, so that for all w € W holds:
— (Lv, Lw)o,0 + (Lo, L (n)w)o,00 + N[v],w)oa = (f,w)oa, (4.3)

where n is the outward pointing normal unit vector. Formally, in the above only first order
derivatives of v remain; however, the corresponding “natural” boundary value problem
requires the prescription Lv(s) = g(s) for some boundary parametrisation s, which is not
physically meaningful in the present context. In contrast, physically more meaningful

velocity boundary conditions can be formed as a combination of Dirichlet and Neumann

!Note that, in the functional analytic context of Ch. 4 and of the corresponding Appendix B no use of
explicit vector notation (involving vector arrows) is made. Instead the character and dimensionality of
mathematical objects is given by means of their definition only, cf. [44].

?In formula (4.3), £* denotes the adjoint of £, while £*(n) denotes the operator symbol of £L* with normal
vector n as explained in Sec. B.2 of Appendix B; (-,-)o denotes the L?*(2) scalar product according to
(B.3).
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conditions purely for the streamfunction, namely:

W(s)=gi(s), (4.4)
= gals). (@)

The potential field @ can be freely varied except for a finite number of constraints which
guarantee a unique solution. Conditions (4.4), (4.5) have to be incorporated into the
solution space V' and thus represent essential boundary conditions for the system (4.3).
The downside is that these conditions are of first order and over-constrain a classical
H'(Q) FEM and thus necessitate at least a H?(£2) discretisation®; this level of complexity
is undesirable.

The above is in contrast to the somewhat similar streamfunction-vorticity approach and
its FE counterpart which was introduced by Ciarlet and Raviart [62] as a mixed method
for solving the linear biharmonic equation and later extensively studied by several authors
in the context of inertial flow problems [19, 103, 107], see also Bernardi et al. [30] and

references therein. Using the streamfunction and the vorticity defined by the relations:

_ov ov _Ou v

T oy’ YT T w_ay ox’

u

the steady 2D-NS equations can then be transformed into the system:

)

Aw — Re (811/ ow oV Ow)

dy dr Oz dy
AV +w=0,

with the same boundary conditions (4.4) (4.5). In terms of the solution spaces V, W and
the test spaces V, W:

Vi={ve H'(Q)|v=g on 00}, (4.6)
V= {veHl(Q)\v:OOH(?Q} , (4.7)
W=W:=H\(Q), (4.8)

a straightforward weak Galerkin formulation is given by the following:

Seck W € V, @ € W, so that for all v € V and w € W the following holds:

oV ow OV Ow ow
-VodQ — - —— ) dQ - — doQ = 4.
/QVw Vv +Re/ﬂv<ay % O ay) /anﬁn 0 0, (4.9)

/VLU'deQ—/wwdQ—/ wge dot =0, (4.10)
Q Q o0

3This disadvantage is not present in the case of a non-local, spectral (i.e. Fourier) discretisation as
performed in [127, 230]
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4 Discrete formulation and method of solution

in which the boundary term in equation (4.9) can be omitted due to definition (4.7).
Obviously the formulation (4.9), (4.10) allows for the convenient incorporation of natural
Neumann conditions via the last term in (4.10), while Dirichlet boundary conditions are
ensured by a restriction of the solution space (4.6), which is in contrast to the weak first
integral approach (4.3). According to Ciarlet and Raviart [62] identical basis functions
can be used for the discretised function spaces V', W as for ¥, w but the same may not be
true for the function space for ¥ and @ in the weak formulation (4.3)%.

As shown later a simple and elegant remedy to the above problems is a least-squares
stabilisation of the first integral equations, an idea which in the context of the Stokes part of
system (4.1a), (4.1b) first appears in the work by Owens and Phillips [190]. By means of a
least-squares approach the complication of mixed compatible element spaces for @ and ¥ is
avoided while a positive definite system is retained, even in the non-zero Reynolds number
case. A variational least-squares formulation is only practical if the differential order is
reduced appropriately, that is if the differential system is rewritten as a first-order PDE
system; otherwise a discretisation in H?-spaces becomes inevitable. A reformulation in
terms of the velocity and the first-order derivatives of @ is beneficial from another point of
view: both velocity boundary conditions and free surface conditions can be incorporated
as simple Dirichlet conditions, that is by constraining the appropriate function spaces,
without disturbing the symmetry of the system. Such an approach is definitely promising

with regard to attributes (i)-(iv) and forms the basis of the subsequent analysis.

4.2 First order system formulation

Since the overall goal is to construct a fairly general and flexible numerical method allowing
for inertial effects and being potentially extendible to 3D, below the transformed real-
valued version of the first integral equations (1.41)-(1.42) is discretised directly. Due to
the close connection between these equations and a streamfunction / Airy stress function
formulation as shown in Sec. 3.1, a review of the corresponding, though limited, literature
[8, 38, 59, 69, 138, 252] was undertaken.

In the context of the present work a least squares finite element method, inspired by
the contribution to the field of Bolton and Thatcher [38], Cassidy [59], Thatcher [252],
proves adequate. This way the highly efficient semi-analytic Ritz method developed by
Scholle et al. [230] for the integrated Stokes equations is complemented by a more flexible
method, allowing for the incorporation of inertial effects and more general applicability.
For a comprehensive review of least squares methods, including a special treatment of the

Stokes and NS equations, the reader is referred to [37].

4 Although this is not analysed in detail, numerical experiments suggest that identical function spaces for
¥ and @ are not compatible and lead to oscillations.
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4.2 First order system formulation

The least-squares FEM (LSFEM) has gained great popularity for the numerical solution
of flow problems, facilitating the use of simple equal order elements together with highly
efficient multigrid solvers due to the symmetry and positive definiteness of the resulting
system matrices [37]. Arguments of practicality suggest rewriting the tensor equations
(1.41)-(1.42) in terms of velocity variables and first order derivatives of the Airy stress
function leading to a system of four equations involving first order derivatives only, which
is covered by the first order system least squares methodology.

The introduction of two field variables ¢1 = 0,9 and ¢ = 0yP together with the
condition:

dp1 O

enables equations (1.41), (1.42) to be written as:

—gu1u2+n(({j;;1+aaqf) —%q;l—%?:fl ) (4.12a)
(wt—a) +u (G2 -2y GG, (1.120)
% + %u; =0=:f3, (4.12¢)

‘5’2’2_‘322:0:; . (4.12d)

Applying Newton linearisation to the above equations, with @ and @y denoting the velocity

components of the respective previous iteration step, gives:

—o(uyiy + Gyuz) +1 @? + %f) - 8;;1 - %ff = f1 — oiiily (4.13a)
o(urfiy — ugiip) + 1 (%2;2 ~ %ﬁ) + (?;il - %’;2 = fo+ g (82-a3) ,  (413b)
%I;j+i;;2 =0, (4.13¢)

8;;1 - 8;;2 ~0, (4.13d)

which can be non-dimensionalised in terms of [ and Uy, with the potential fields ¢1, ¢2

scaled via nUp, and finally written in the following condensed form:
Lijuj + 2Nyj[uluy = fi + Nijlalay ; (4.14)

the associated differential operators are defined as:

9, 0 —0, —0 Gy @ 0 0
T ] IR VA L e IR PR E)
9 9, 0 0 2 | o 0 0
0 0 9, -0 0 0 0 0
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4 Discrete formulation and method of solution

with Re = 0lUy/n the Reynolds number and the solution vector given by:

u = (u1,ug, us, uq) := (U1, uz, 1, 2) . (4.16)

The operator £ embodies the terms associated with the linear Stokes flow case, while
Ni] contains terms related to inertial effects. In a similar way f describes possible
external forces while AV[a@|@ includes the terms which appear on the right-hand side from
the linearisation process. Square brackets indicate the dependencies of the respective
operators on other fields such as velocities from the previous iteration step. Obviously, in

the chosen notation the exact non-linear system is given by:
Lijuj + Nijlulu; = f;, (4.17)
while the Stokes flow case, Re — 0, becomes simply:
Liju; = f;. (4.18)

Note that, in subsequent analysis it is much more convenient to rename the solution vector

of field variables as in (4.16) to allow for the compact notations (4.14) and (4.17).
Typically the system (4.17) is solved in a domain Q C R? when either velocity boundary

conditions, stress boundary conditions or a combination of both are prescribed on each

part of the boundary 02 = |, I';; the boundary conditions take the form:

up =g, ug=gi2 only, (4.19a)
$1=go1, P2=g only, (4.19Db)
uin; =g31, ¢iti =gz onls, (4.19¢)
uiti =ga, ¢ini=gsz only, (4.19d)

with position-depending boundary functions g;; = gi;(s). Conditions (4.19a) correspond
to fixed or moving walls, (4.19b) to the prescription of both, normal and tangential stresses
and conditons (4.19¢), (4.19d) to the prescription of either the normal velocity and the
tangential stress components or vice versa; the latter being relevant for instance in the
case of inflow and outflow conditions.

Seen individually, all of the above boundary conditions are physically meaningful; how-
ever, a mixture of them at different parts of the boundary frequently occurs in engineering
applications as well, for instance in a channel problem with fixed walls and in/outflow
conditions, cf. Sec. 5.3.1(c). Another application, particularly relevant in the context
of the present work, is free surface flow where the position of the free boundary is an
unknown quantity itself, cf. the considerations in Sec. 5.1.2: Here, typically an iteration
process is employed in which a sequence of problems with fixed boundaries is solved with
(4.19a) prescribed at the walls and (4.19b), determined by (3.25), at the free surface.
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4.3 Weak form and convergence analysis of the Stokes problem

A priori estimates for the analytic solution of the problem are necessary as a basis for
a convergence analysis, that is estimates of the solution against the right-hand side of
the field equations as well as the boundary conditions are sought. For a rather general
class of elliptic boundary value problems, the present one included, such estimates can be
obtained from the famous theory of Agmon, Douglis and Nirenberg [2], [3], abbreviated
as ADN-theory (Sec. 4.3.1). The specific norms involved in the ADN-estimate restrict
the reasonable choice of norms for the least-squares minimisation: in the present case the
first integral system is classified as an elliptic system of Petrovskii type which proves to
be particularly useful as it allows for an efficient minimisation in the L?(Q)-norm.

A convergence analysis of the full non-linear problem is currently not feasible; however, a
full analysis of the tractable linear (Stokes) problem is undertaken, the details of which are
provided below. For convenience, boundary conditions are limited to the case where one
of the conditions (4.19a)-(4.19d) is prescribed at the whole boundary; for this simplified
case the complementing condition due to Agmon et al. [2, 3] can be verified and a priori
estimates derived. Also complications in the error analysis associated with where different
boundary conditions meet are avoided; these are investigated in Sec. 4.3.4. At this point
it needs to be clarified whether a unique solution of the system (4.17) with the boundary
conditions mentioned can be obtained or whether additional constraints for the potential

fields ¢1 and ¢o may be required.

4.3 Weak form and convergence analysis of the Stokes problem

4.3.1 A priori estimates for the linear equations

In order to derive a priori estimates for system (4.18) with boundary conditions (4.19)
that are relevant for the analysis of a corresponding least-squares method, the elliptic
regularity ADN-theory is employed, following in the footsteps of Bochev and Gunzburger
[37]. A review of ADN-theory together with fundamental definitions is provided in detail
in Appendix B.2.

A major outcome of the above review represents Theorem B.33 which can assist in
deriving a priori error bounds for the first integral formulation of Sec. 4.2, when as a
first step the corresponding preconditions have been verified. Consider the field equations
(4.18) with boundary conditions (4.19) in dimensionless form; this is obviously a boundary
value problem of the form (B.20), (B.21) with a differential field operator symbol given
by:

& & & &
L(z,8) = L&) := _él Z _051 502 . (4.20)

0 0 & —&
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4 Discrete formulation and method of solution

Now, the two sets of integer weights for the equations and unknowns are defined as:

(81; 52, 53, 54) = (07 07 07 0)7 (421)
(tla ta, t3, t4) = (17 17 17 1)a (422)

which directly allow for the verification of:

—

degLi;(§) <1=s;+t;, foralli,j=1,...,4.

It is easy to see that the principal part of £ equals the original operator, i.e. Ep(_> = L(§),
and that:

—

det L7(§) = (61 +63)° = €]* #0, forall £ #0, (4.23)

which, together, establishes ADN-ellipticity of the operator £ according to Def. B.29; by

the choice of integer weights the system is even elliptic in the sense of Petrovskii, see Def.

B.31. Moreover, the identity (4.23) gives deg(det LP(z,£)) = 4 =: 2m and for m = 2 and
C =1 condition (B.24) is also verified:

— — —

E]* < | det £P(x, €] = |€]* < €],

and uniform ellipticity established. The fulfilment of the Supplementary Condition B.30

and thus the regularity of the system is seen by recognising that the polynomial:
- - - SN 2
det £7(€+ 7€) = |€+ 7€ |* = (1€ + 7€)
- SN2 /= )
= (1€l +ir1d)" (1€l —imé))"

has exactly m = 2 identical roots with positive imaginary part in the complex variable 7.
Next consider the four relevant differential boundary operators, see Appendix B.2, as-

sociated with (4.19), namely:

= [t ooo - 00 10

Bi(z,€) == 01 0 0}, By (x,€) == L) 0 0 11, (4.24)
= _nl(:n) na(z) 0 0

Bs(z, ).__ . 0 i) )] (4.25)
A _tl(a;) tg(x) 0 0

noting that for the boundary equation weights (r1, r2) = (=1, —1) and all variants of the

boundary operators, the following equality holds:

—

deg Bjj(z,§) =0=mr+1t;, foralll=1,2 j=1,...,4.
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4.3 Weak form and convergence analysis of the Stokes problem

It remains to show “compatibility” between boundary conditions and differential field
operator, i.e. that the Complementing Condition B.32, holds. For this purpose consider
the normal unit vector 7 to the boundary, an arbitrary tangential counterpart 5 1 7,

HE|| = 1 and the polynomial:

—

M*(z,&,7) =

3

(T—T,j(;r,@) = (r —i)%.

k=1

Moreover, the cofactor matrix £ is identified as:

&6 —¢&F) 268 G +8) G +8)

&(6 - €3) 2676 LET+8) & +8)
26782 G(6 &) —aE+8) &G +8)
26,63 L8 -&) —&EE+8) —aE+8)

L/(E) :=det(LP)LTP =

)

and it is observed that the principal parts BP of the boundary operators in (4.24)-(4.26)
trivially equal the corresponding primary operators B. With the definition 77 := { + 711,
according to (B.25) an auxiliary matrix can be constructed for each of the three boundary

operators in (4.24), (4.25), namely:

4

SOBY @ i) Ly, ) = Lig(@,i), 1=1,2 k=1,....4 (4.27)
j=1

. 2

> By (@, ) L@, ) = Loy p(z, M), 1=1,2% k=1,....4 (4.28)
j=1

4 s

3, . nglok(xz,m), =1, k=1,...,4
> Bp () }k(:c,n)z{ P (4.29)
) teLop(x, ), =2, k=1,...,4.

Any non-trivial linear combination of rows in the matrices (4.27)-(4.29) has elements which
are cubic in 7 and these cannot be integer multiples of the T-quadratic polynomial M.
Also these rows are linearly independent and therefore the complementing condition is
satisfied.

Having shown the ellipticity of (4.18) in combination with boundary conditions of the
type (4.19a)-(4.19d), Theorem B.34 guarantees the Fredholm property for the operator
(L,B) and thus a finite-dimensional null-space. Thus, at most finitely many constraints
have to be formulated in order to achieve a uniquely solvable system. If these constraints
are found, the solution of the constrained system exists if and only if a solution of the
corresponding Stokes problem in primitive variables exists which can be assumed without
loss of generality in the present context; then the resulting velocities coincide. For further
details concerning the existence and uniqueness theory of the Stokes equations the reader
is referred to Hackbusch [119]. However, the desired constraints depend on the precise

boundary conditions and can be found by simple calculations, cf. [251]:
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4 Discrete formulation and method of solution

Lemma 4.1. (Unique solution for Stokes flow)

(i) Equations (4.18) with boundary conditions (4.19a) have a unique solution u if addi-

tionally the following constraints are fulfilled:

991

Alu:—/¢1dQ—0, AQU:—/¢2dQ—0, Agu::
Q 0 o Oz

dQ=0. (4.30)
(7i) Equations (4.18) with boundary conditions (4.19b) have a unique solution u if addi-
tionally the following constraints are fulfilled:

Alu::/uldQ:O, AQUI:/Ung:O, Asu = %dﬁzo. (4.31)
Q Q Q oz
(iii) Equations (4.18) with boundary conditions either of the form (4.19c) or (4.19d) have

a unique solution u without additional constraints.

Proof. To show uniqueness of the solution of (4.18), it is sufficient to consider the ho-
mogeneous equations with homogeneous boundary conditions (4.19). Equations (4.18) in
terms of the streamfunction ¥ and the potential field @, the existence of which is ensured
by (4.12c) and (4.12d), can be written as:

02w 9w 0%P

o~ 0a2 Cowoy (432)
R
57 " 927~ Zoway ~ " (4.33)

For sufficiently smooth field variables ¥ and &, the combinations {0yy — Ozs}(4.32) —
20,y(4.33) and {0yy — 0rs }(4.33) + 20,y (4.32) lead to two biharmonic equations:

AW =0, AP =0.

With regard to (i), clearly the biharmonicity of ¥ in combination with prescribed velocities
(4.19a) specifies ¥ up to a constant and therefore the velocities uniquely in the whole
domain [106]; for homogeneous boundary conditions then u; = uy = 0 in Q. Now, from
equations (4.12a) and (4.12d):

%+%_0 Op1 O

oy or oy ox

thus giving 0y¢1 = 0y¢2 = 0 and the reduced dependencies ¢1 = ¢1(x), p2 = P2(y),
respectively. Furthermore (4.12b) gives dy¢2 — 0;¢1 = 0 and, considering the mentioned
dependencies, the constancy of these derivatives is established, i.e., Oy¢2 = 0,91 = c1.

The three constants in the solution representation:

¢1(z) = c1x + ca, P2(y) = c1y + c3,

114



4.3 Weak form and convergence analysis of the Stokes problem

are uniquely determined by the constraints (4.30) and it is obvious that the prescription
of a zero mean derivative with respect to x can be replaced by constraining an arbitrary
linear combination of both partial derivatives. With regard to (ii) the proof is completely
analogous and therefore omitted.

Constraint (iii) is technically more involved and can in principle be shown by a trans-
formation to boundary-fitted orthogonal coordinates. The most general case of mixed
boundary conditions, involving all of the four mentioned variants on different parts of the
boundary, is not considered.

O

In the following, constraints of the form (4.30), (4.31) are simply denoted by Au = ¢
with a linear operator A : H'(2)* — R where, for instance, o = 3 in the case of (4.30),
(4.31) and a = 0 otherwise. Note that A is H'(f2)-continuous in the sense that:

« 4
> Ajuhju < e lluglliflvslly,  for all u,v € HY(Q)*, (4.34)
j=1 J=1
which becomes important later. For subsequent analysis the complete and uniquely solv-
able system (4.18) together with one of the admissible boundary conditions (4.19a)-(4.19c¢)

and associated constraints from Lemma 4.1 is denoted as:

Lu = [,
Bu = g, (4.35)
Au = c.

Finally from Theorem B.28, a Schauder estimate can be derived by specifying ' =
maxt; = 1 and ¢ > 7’ = max(0, maxr;+ 1) = 0. Additionally, considering Corollary B.35,
yields the following a priori estimate [37]:

Theorem 4.2. Consider the elliptic boundary value problem (B.20), (B.21) with the dif-
ferential field operator symbol (4.20) and one of the three boundary operator symbols (4.24)-
(4.26). Let ¢ > 0 and assume that Q is a bounded domain of class C9*L. If f; € H(Q),
g € HTT2(9Q), then:

(i) every solution u € L*(Q)* in fact belongs to HITH(Q)4;

(ii) there is a positive constant C, independent of u, f and g, such that, for every solution
we ITi, H7(Q),

4 4 2 3
> gl <€ (Z 1filla + D lgtllgs1/2.00 + D !AjU\) - (4.36)
j=1 i=1 1=1 j=1
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4 Discrete formulation and method of solution

Part (i) in the above theorem is called a “regularity shift” in the literature [118]; that is, a
higher regularity in the right-hand sides f and g of the elliptic problem leads to an increased
regularity of the solution u. Note that, in the classical theory of elliptic boundary value
problems very strong assumptions are made on the smoothness of the domain boundary,
here €2 € C971, in order to guarantee the regularity shift and thus a priori estimates of the
form (4.36). For some problems of practical relevance involving polygonal boundary parts
with angular corners or cusps, such an assumption is inappropriate and can be weakened,
although not for general ADN-elliptic systems. A glance at the vast literature on Stokes
equations in primitive variables, see [44, 107, 118] and references therein, reveals that
in the case of Dirichlet boundary conditions a velocity solution u € H'(f) is obtained
under the considerably weaker assumption of a Holder-continuous® boundary 9Q € C%!
(Proposition 12.2.14 in [118]) which is expected to translate to the above case when g = 0.

However, as will be seen later, relevant qualitative error estimates require a solution
regularity of H?(f2) which is generally not available in non-smooth domains [115]: for
instance the nature of a conical boundary point depends on the interior angle [32]. For
convex polygonal domains the Stokes equations in primitive variables admit a H?(£2)-
solution, [118] Proposition 12.2.19, while interior angles greater than 7 introduce more
severe complications: here the solution may generally involve singularities not being cap-
tured by H%(Q).

In order to analyse non-smooth domains in detail, it is not reasonable any more to work
with a homogeneous error measure, instead weighted Sobolev norms are introduced with
weighting factors dependant on the distance to conical points. The corresponding weighted
Sobolev spaces were first introduced by Kondrat’ev [149] and since then the theory of
elliptic systems in non-smooth domains has been further developed by [73, 115, 206]. The
subsequent analysis is mostly confined to sufficiently smooth domains while such irregular

domains are treated in Sec. 4.3.4.

Remark 4.3. Throughout the above analysis, for instance in inequality (4.36) and in
the definition of the function spaces (B.27), the sum and product symbols and thereby
the dimensionality of objects like u, f and g were explicitly written down to avoid any
confusion. In the literature, see [215, 275], a shorter notation is often preferred due to
better legibility and the fact that the dimensionality of the objects (norms, spaces, etc.)
used is clear in the context of and with their definition. In the subsequent analysis, the sum
symbols in expressions like (4.36) are omitted for convenience while the respective norms
are always consistently interpreted as depending on the object inside the norm brackets.
The dimensionality exponent n in expressions like H'(Q)", referring to a n-dimensional

product space, is omitted in favour of better legibility, unless it is explicitly important in

®For the definition of Holder continuity, C*7, see Def. 3.2.8 in [118].
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the context; thus, if u € H' () is written for a vectorial quantity u, the convention is that

all components u; are in H'(€2).

4.3.2 Weak variational formulation
(a) Definition of the weak variational problem

As shown in the previous section, representing the first integral equations as a first order
system allows the identification of norm indices ¢, s; and r; such that the requirements of
ADN-theorem B.33 are fulfilled; especially the ellipticity of the differential operator L;;,
see (4.18), and the compatibility of the boundary operators B;;, see (4.19), in the form of
the complementing condition Definition B.32 are ensured by this choice of indices. As a
consequence, ADN-theory provides the practical a priori estimate (4.36) clearly indicating
with respect to which norm a defect minimisation is reasonable.

Following the convention of Remark 4.3, the a priori estimate (4.36) suggests a minimi-

sation of the functional:

05(v —u) = ||Lv— fII; + 1B = gll2y1 /000 + [Av—cl, ¢>0, (4.37)
0g(un — u) = min gg(v — u), (4.38)

in suitable function spaces, v € V, which forces the error norm ||u — up |41 < v2C 04(up)
to be small and is at least sufficient to obtain a convergent method [275]. In view of the
term Lv — f, the simplest numerical method results for ¢ = 0 leading in principle to a
convenient L?(£2)-minimisation of the residual equations and to an error ||u—wuy,||; which is
bounded from above. However, the additional term ||Buy, — gl|1 /2 00 cannot be calculated
numerically without considerable difficulty® as noted by Wendland [275], Ch. 8.2. A
simple remedy, replacing the above term by ||Buy, —gl|1,00 < ||[Bun — gll1 /2,00, leads to the
following convergence result, Wendland [275], for general homogeneous elliptic systems in

the plane:

Lemma 4.4. For a mesh-dependent family of approzimation spaces Vi, let Up<p, Vi be
dense in H'(Q) and let the corresponding functions on 98 be dense in H'(09) for every
ho > 0. Furthermore, let A; be continuous on H(Q), then:

i — =0.
hl_)mollu upl1

However, the above result does not make a statement as to the order of convergence
which is a decisive criterion by which to assess a method. Instead, a further analysis

[275] using nodal Lagrange basis functions with piece-wise k-th order polynomials from

SCompare with the formal definition of fractional Sobolev norms in the Appendix, Definition B.12.
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4 Discrete formulation and method of solution

the space V.C H™(2) N C™1(Q), gives, assuming that the exact solution u is at least in

H™*1(Q), the following refined and more general result:

Lemma 4.5. The least-squares method (4.37), (4.38) with ¢ = 0 and || - [|1/2,00 replaced
by || -

1,00 converges for m > 2 and 3/2<k<m+1 as:
lu —unlly < ch* 32 |u|; .

The above inequality has two obvious disadvantages: the simplest case of a continuous
and piece-wise linear FE analysis is not admissible with this method; moreover, the order
of convergence is suboptimal since it is of order 1/2 less than that of the corresponding
FE approximation. Both disadvantages disappear when an even simpler method, but
involving an h-dependent weighting of the norms, is used. By applying a least squares
method with a penalty in the boundary condition, which leads to the minimisation of the

defect functional:

05(v —u) = || Lo — fl[§ +h™|Bv — g

8,09 + [Av — ],

2 _ _ . 2 _
0o (up — ) ggg}go(v u),

in the chosen unrestricted trial subspaces, Wendland [275] achieved the optimal conver-

gence:
lu = unllo + hllu = unll < ch®||ullz (4.39)

if linear elements are employed. However, convergence was proved only in the case where
first-order Petrovskii systems of the form (4.35) are solvable for all right sides f, g. In
the general case the same order of convergence was achieved by adjoining a finite number
of suitable unknowns into equations (4.35) and approximating these in the corresponding
modified method. Such an approach requires that the solvability conditions for (4.35) are
known approximately.

In the present work another approach is utilised, along the lines of Saranent and Wend-
land [215], where the boundary conditions are approximated point-wise at the boundary
nodes of the domain decomposition. This procedure leads to an error estimate consistent
with (4.39) but is more practical in dealing with non-differential boundary conditions,
especially Dirichlet conditions of the form (4.24), (4.25); although restricted trial spaces
are introduced into the analysis.

What follows is mainly based on the work of Saranent and Wendland [215], [275] where
a general theory for the least-squares FE approximation of first-order elliptic systems has
been developed in the context of linear elements. The results are applied to the first

integral equations (4.35) and generalised to higher order FEs with curved element edges,
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4.3 Weak form and convergence analysis of the Stokes problem

a possibility commonly used in the context of isoparametric FEs. In contrast to [275]
the present approach allows proof of convergence without any auxiliary variables which is
mainly due to the use of a corresponding Galerkin approximation result for the second-

order elliptic operator £L*£ with appropriate boundary conditions.

For the procedure with essential Dirichlet conditions, firstly the approximation in the

case of homogeneous boundary conditions is considered:

Lu = f,
Bu = 0, (4.40)
Au = 0;

non-homogeneous conditions are left to Sec. 4.3.3(b). In this case, the least-squares

principle can be formulated with restricted but identical solution and trial spaces, that is:

Find uj € Vj, such that:
T (up) := 0*(up, —u) = || Lup — flI2 + |Aup, — > < T(v) Vv eV,. (4.41)

The restricted function space Vj, is obviously related to the mesh and the particular FE
discretisation; further notation has to be introduced at this point which is kept to a
minimum. Let Tp, 0 < h < hgy define a family of admissible domain decompositions of
Q, the requirements of which will be clarified in Sec. 5.1.3(b). This decomposition into
arbitrary straight-bounded elements may allow for curved edges at the domain boundary
but will, in general, not be enough to capture  exactly; however, the closed domain
covered by the decomposition, subsequently denoted by €, = Urer,» in the limit converges
to 2 = limy_,o . In principle, approximations of the field variables u; are defined on the
predefined domain decomposition but without loss of generality this approximation may
be continuously extended to the boundary by the zero solution while overlapping parts
may be cut off, so that any u; € H'(,) uniquely represents a modified u; € H*(). In

respect thereof consider finite dimensional subspaces of H'(2)4, given by:
Vi i={ve HYQ)' nC (@) \ B(z)v(x) = 0 for all 2 € 92} , (4.42)

such that the elements of V}, are continuous in ) as well as piece-wise smooth with respect

to the decomposition 7p; additionally they satisfy the boundary conditions:
B(z)v(x) =0, (4.43)

for all boundary nodes x € 9¢), of the decomposition with one of the boundary operators
given in (4.24)-(4.26). The point-wise condition (4.43) implies a useful estimate of the
boundary integral of Bv, v € V}, as demonstrated in Sec. 5.1.3(d) for the FE spaces under

consideration, which is treated as an assumption for the time being:
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4 Discrete formulation and method of solution

Assumption 4.6. Assume an isoparametric FE approrimation involving polynomials of
order k, then there exists hy > 0 and ¢ > 0 such that for all v € V3, 0 < h < hy the
following holds:

1Bvllo.o0 < ch@*HD2|v||; q, (4.44)
1Bv[1,00 < ch®* V72 |ju]l1 0. (4.45)

By interpolation of the above’, the fractional norm estimate:
1Bvl]1 /2,00 < ch¥|vlia, (4.46)

is also valid. If additionally v € H*(Q)%, then the norms |[v||1.q in (4.44)-(4.46) can
alternatively be replaced by h'/?||v]j2.0.

Since elements v of the trial subspace V} do not necessarily satisfy the boundary con-
dition Bv = 0 on the whole boundary, the existence of a unique solution for (4.41) has to
be verified. In fact, it will be proved only for small enough parameters h. Furthermore

the following equivalence result holds, cf. Braess [44]:

Lemma 4.7. The minimum condition (4.41) is equivalent to the equation:

a(up —u,v) =0, veEV, (4.47)
< a(up,v) = (f,Lv)y, vEV, (4.48)

where a(-,-) is the bilinear form corresponding to the norm o:
a(u,v) = (Lu, Lv)o + Aulv. (4.49)

Proof. This can be seen by a standard argument [44]. According to (4.41) set J(v) :=
0*(v —u) and for v, u, € Vj, t € R:

T (up, + tv) = || Lup + tLy — f)||2 4 [Aup + tAv — ¢)|?
= T (un) = 24(Lup — f, Lv)o + 2] L0]§
= J (un) — 2t[a(up,v) — (f, Lo)o] + ]| Lol[f , (4.50)

holds. If the Galerkin orthogonality (4.48) is valid, (4.50) gives:
T (up +tv) = T (up) + 2| Lol > T (up), (4.51)

and therefore u;, describes a minimum of the functional 7. On the other hand, if uy is a

“cf. Proposition B.14 with m =1, k =1 /2 which is also valid for fractional-order trace norms.
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4.3 Weak form and convergence analysis of the Stokes problem

minimum, then:

d !
aJ(uh%—tv)’ =0,

and therefore (4.48) holds. O

(b) Existence and uniqueness of the solution

In the case of a conforming FE discretisation one tries to approximate the solution uj of

(4.40) in a subspace of:
V:{veHl(Q)4‘Bv:0on89}, (4.52)

that is up € Vi C V. However, as mentioned before, any kind of triangulation or domain
discretisation in general will approximate the boundary only inexactly, i.e. the boundary
conditions will be fulfilled only point-wise. Thus, a common FE discretisation involving
Dirichlet boundary conditions is mon-conforming in the sense that V, ¢ V but at least
Vi, € H'(Q)*. In the conforming case an existence and uniqueness result for problem
(4.41), or alternatively (4.47), is easily obtained by the classical theorem of Lax-Milgram,
see [44], which requires the bilinear form to be elliptic. It will be shown that this also

works in the present case; the relevant definitions are introduced below.

Definition 4.8. (Elliptic bilinear form) Let V. C H™ be a Hilbert space. A bilinear

form a:V xV — R is said to be continuous if a constant 3 > 0 exists such that:
la(u, )| < Bl|ullml[v]lm  for all u,v € V.

A symmetric and continuous bilinear form a(-,-) is said to be V-elliptic, elliptic or coer-

cive, if another constant o > 0 exists, such that:
a(v,v) > allv]|?, forallveV.

Theorem 4.9. (Lax-Milgram) Let V be a Hilbert space and a : V xV — R a symmetric,
V-elliptic bilinear form. Furthermore, let £ € V' be a linear continuous functional such
that:

[6(v)| < cllvlly for allv eV,
for a constant ¢ > 0. Then the variational equation:
a(u,v) = £(v) forallveV. (4.53)

has ezactly one solution u € V.
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4 Discrete formulation and method of solution

The above theorem is sufficient to ensure the unique solution of (4.47), if the ellipticity

requirements can be shown. This is summarised and proven for the case V := V}, ¢ H'(Q)4

in the following Corollary, cf. [215, 251].

Corollary 4.10. (Existence and uniqueness) If h is small enough, problem (4.47)
with uw € V according to (4.52) has a unique solution uy, € Vi, C H'(Q)* which coincides
with (4.41). Furthermore the bilinear form (4.49) is Vy,-elliptic and thus defines an inner
product over Vj,; the induced norm || - ||o = \/a(-,-) is equivalent to || - ||;.

Proof. Clearly, by the Cauchy-Schwarz inequality and the already demonstrated H'()-
continuity of A, see (4.34), the bilinear form (4.49) is continuous since for any u,v €
HY(Q)%:

la(u,v)| = |(Lu, Lv)o + Aulv]
< [|£ullofl £v]lo + l[Aullo][Av]lo

< B(luhlol + ullillvl) < Bllullif] -

Combining the inequality (4.46) with the ADN estimate (4.36) for ¢ = 0 yields that for
sufficiently small A > 0 the bilinear form a(-,-) is also coercive. Firstly, the ADN estimate

gives:
loll < e (I£ollo + 1Boll1y2.00 + 1A]) |
for all v € V3. With (4.46) the boundary term can be estimated as:
1Boly 200 < el < ¥ (I1£ulo + [Bull oo + 1Ae])

with & > 1 and therefore:

1
1Bol/z.00 < 7= (1£ello + Av])

in which the denominator term on the right-hand side remains positive if h is sufficiently
small, i.e. h < ¢~k This leads to:

allvl[i < [|1Loll§ + [Av]* = a(v,v), (4.54)

for all v € V}, and a constant o > 0. As a consequence of continuity and coerciveness, a(-, -)

defines an inner product over V}, and induces a norm || - ||, = v/a(+, -) which is equivalent
to the norm of the respective Hilbert space || - ||1; i.e., for all v € V}, it is:

vallvll < Jlvlle < VB,
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4.3 Weak form and convergence analysis of the Stokes problem

involving the two constants «, 5 of Definition 4.8. Finally it is easy to verify the continuity
of the linear functional ¢(v) := (f, Lv)o; for all v € V}, it is:

t(v) := (f, Lo)o < cl[fllol £vllo < ef|v]]s -

At this point, the required uniqueness result is obtained directly via the Theorem 4.9 of
Lax-Milgram with V set to V. O

4.3.3 Error of the least-squares method
(a) H'(2)-convergence of the method

Obviously the convergence rate of method (4.41), or alternatively (4.48), depends on the
type of FE spaces, i.e. on the precise definition of the function space V}, in (4.42), and
a necessary requirement for any reasonable proposition to state is knowledge associated
with the principle approximation properties of the FE spaces under consideration. Here
considerations are restricted to classical continuous and piece-wise polynomial Lagrange
basis functions. According to [44], for each u € H™(Q2)*, m > 2 a unique interpolation
function v = Ip,(u) € V}, exists in Lagrange FE spaces and the corresponding interpolation
error can be estimated. For elements v € Vj, € H'(Q)* higher order Sobolev norms are

not declared so that frequently grid-dependent norms are used as an alternative:

1/2

2
Wllmn = { > vl |
TjeTh
which also occur in the following theorem related to interpolation error [44]. For the case
m = 1 both norms are of the same magnitude, i.e. [|v[1 = ||v1]]. The theorem relates
to triangular elements, although similar results are valid and well-known [44] for other

element types.

Theorem 4.11. (Interpolation error) Let k > 1 and Ty, be a quasi-uniform triangula-

tion of 2, then interpolation by piecewise polynomial trial functions of degree k gives:
v = Iyo|lmp < ch* "™l o forve HYHQ), 0<m<k+1, (4.55)

for a constant ¢ = ¢(Q, k, k).

The error of the least-squares FEM measured in Hilbert norms || - ||, , must be greater
or equal to the error of the best possible approximation in the associated approximation
space V},, indicated by (4.55); in this sense the inequality (4.55) defines a lower error bound
so that a method with an error of the same order as that of I,v is considered optimal. In

the following analysis optimal error estimates for the least-squares method are established
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4 Discrete formulation and method of solution

for different norms in which those estimates that are most interesting require the lowest
regularity, that is k =1, m = 0, 1. From these two cases, the estimate for m = 1 is by far
easier to show: For instance in the conforming case V3, C V where the boundary conditions
are fulfilled exactly the minimum characterisation (4.41) would, by H'(Q)-continuity of
a(-,-) and A, directly lead to the desired result. However, in the non-conforming case
the boundary error has to be taken into account explicitly necessitating the boundary

estimates from Assumption 4.6; this is shown along the lines of [215]:

Corollary 4.12. (H'(2)-convergence) Let u € H*1(Q)*, k> 1 be a solution of prob-
lem (4.40) with homogeneous boundary conditions and let A : H*(Q) — R® be continuous.
Then for the approzimate solution uy, € Vi, defined by (4.41) and using k'"-order Lagrange

elements with respect to a given domain decomposition Ty the error estimate is:
lu = unll < ch*|lullps- (4.56)

Proof. Let Iyu € Vj, denote the piece-wise k*-order polynomial interpolate of u, then the
minimum characterisation (4.41) yields by H'(£2)-continuity (4.34) of A:

9 N\ 1/2
o —un) < ou = Iaw) = ([I£0u = D) + [Alu = T) )
< cllu — Iyull; < ch®||ulpir - (4.57)
Alternatively, from the ADN-estimate (4.36) and the boundary estimate (4.46) it follows:

lu—wunlly <& (10— un)llo + 1B = w200 + [A(w —up)]) | (4.58)
< 2¢ (o(u — un) + | Bunlh 200 - (4.59)

< ¢ (W ullisr + 1Flunlly) (4.60)

(4.61)

< ch* ([l + Il —unll + Julh)

and therefore:

c k
= unlly < = B s + ull),
2c
< %
=1 _chk ||u||/€+1 )

which clearly implies (4.56) if h is small enough, that is A < ¢~/*. This means, in order
to preserve the convergence rate for higher order Lagrange elements the boundary has to
be approximated to an appropriate higher order, too. This condition is fulfilled by the
isoparametric FE approach, Sec. 5.1.3, where, for instance, linear elements are associated
with a linear polygonal boundary approximation and quadratic elements with a piecewise

quadratic boundary approximation. O
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4.3 Weak form and convergence analysis of the Stokes problem

As a point of clarification it is explicitly emphasised that the error estimate (4.56) and
all related h-dependent estimates rely on the additional regularity assumption that at
least u € H?(Q), which enters via interpolation Theorem 4.11. Theorem 4.2 provides a
sufficient but extremely restrictive condition for H?(Q)-regularity, namely that Q is of
class C2? and f € H'(Q). However, similar results based on weaker requirements for the
boundary smoothness will be considered in Sec. 4.3.4.

In the case that the solution of system (4.35) and therefore the solution of the exact
least-squares formulation is in H!(Q) only, inequality (4.56) is not valid any more but at

least (4.55) can be replaced by the minimal interpolation statement:
lim ||v — Ioly =0 forve HY(Q),
h—0

which guarantees that (4.59) goes to zero and basic convergence of the least-squares ap-
proximation is achieved; thus for u € H'(Q) only (k = 0), estimate (4.56) may be replaced
by:
li — =0; 4.62
Jim [l — s 1 = 0 (462)
see Hackbusch [118], Proposition 8.4.6, p. 136, for the detailed underpinning argument in

the conforming case.

(b) L?(2)-convergence of the method

According to Theorem 4.11 the interpolation error in the L?(Q)-norm is one order better
than in the H'(Q2)-norm which does not necessarily have to be the case for the error of
the LSFEM. In order to demonstrate that the optimal L?({2)-estimate is indeed valid a
duality argument is employed, often called the Nitsche trick [119]. In the present case
this technique is applied by solving a second-order equation arising from the bilinear form
a(-,-) in a natural way, see Saranent and Wendland [215]. Consider the problem: given
f € L2(Q)4, find w € V such that:

a(w,v) = (f,v)o forallveV, (4.63)

involving the closed subspace V C H'(Q)* according to (4.52). By ADN estimate (4.36)
problem (4.63) has a unique solution w € V for all f € L?(Q)*. The regularity of the
solution w requires investigation which is carried out in detail in Appendix B.3 mainly
providing two results. First, problem (4.63) has a unique solution w € H?(Q)* c V

satisfying the estimate:

lwll2 < ¢l fllo- (4.64)
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4 Discrete formulation and method of solution

Second, the Galerkin approximation wy, € V}, to problem (4.63), which is given by a(wp,v) =

(f,v)o for all v € V4, allows for the convergence result:
|w — w1 < chllw]z. (4.65)

These results provide the basis for the following optimal L?-error estimate, the proof of
which is close to [215]:

Theorem 4.13. Let v € H*1(Q)*, k > 1 be a solution of problem (4.40) and let A :
HY(Q)* — R be continuous. Then for the approzimate solution uy, € Vj, defined by (4.41)

and using k-th order Lagrange elements the error estimate is:
llu = unllo + Pllu —unlli < ™ flullgss - (4.66)
Proof. Use w € V to denote the solution of:
a(w,v) = (e,v)g forallveV,
with e = u — uy,. Then e € H*(Q)* holds but e ¢ V and therefore (B.50) gives:
lell2 = (e,e)0 = a(w, e) — (C"Lw, Be)o p - (4.67)

Next both terms on the right-hand side of equation (4.67) are estimated separately. Ac-
cording to the Galerkin orthogonality (4.47), for any wy, € V}, the following relation:

a(wp, e) = a(wp,u —up) =0,

is true, so that a(w,e) = a(w — wy, e). Thus the H!()-convergence (4.56) of uy in com-

bination with the similar result for the Galerkin approximation (4.65) yields the estimate:

a(w,e) = a(w — wp, e) < [lw —wal1]efl

< chllwl|2h®||ullipr < B lelloflullis (4.68)

in which the last inequality is obtained via the regularity result (4.64) with f :=e. Fur-
thermore, the boundary term on the right-hand side of (4.67) is estimated as follows:

[(C"Lw, Bup)opa| < lJwllioellB(u— e)losn
< cljwll2h V2 ([le]l1 + 22 |ul)2)
< &lelloh P2 (0¥ |ulljrr + 2|l gn)

< & Hellollullirr (4.69)

using Assumption 4.6, particularly the last remark, from the first to the second line and
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4.3 Weak form and convergence analysis of the Stokes problem

again the regularity result (4.64) from the second to the third line. Finally (4.67) together
with the estimates (4.68) and (4.69) ensures the desired L?(§2)-convergence:

lu = unllo < eh*Hfullgr1 -

and thus also (4.66). O

(c) Convergence of the non-homogeneous problem

Finally it is noted that the approximation of solutions for the complete problem (4.35)
can be reduced to the approximation of a solution satisfying the homogeneous boundary
condition [215]. Since the m x n matrix B can be extended to an invertible smooth matrix
on 05, it has a smooth right inverse B, ' on Q. By continuing this n x m matrix smoothly
into the interior of 2 and denoting a continuous right inverse of the mapping vy : v — ulaq,
see Lions and Magenes [163], by ’Yo_,i . HF1/2(9Q)™ — H*+1(Q)™, a continuous right
inverse B, : H¥1/2(0Q)™ — HFT1(0Q)™ of B is defined by By 'g = B; 17y, 9. Then, if u
solves the boundary value problem:

Lu=feHQ)",

Bu=ge H2(00)™, (4.70)

Au=c,
take w := B, 'g and approximate the solution v € H**1()" of the system:

Lv=f—Lwe H(Q)",
Bv=0,
Av=c— Aw,

by means of an element vy € V} as described above. For the approximate solution:

up = w + vy, (4.71)
the following more general form of Theorem 5.2 from [215] holds:
Theorem 4.14. Let v € H*1(Q), k > 1 be a solution of (4.70) and let uy be the

approzimation given by (4.71) using k-th order nodal Lagrange elements. If A is L?(€2)-

continuous, the associated error estimate is:

lu—unllo + hllu — uplly < A" 1| £llk + N9 llks1 /2,00 + lc]) -
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4 Discrete formulation and method of solution

4.3.4 Least-squares FEM in irregular domains

Several elliptic boundary value problems have the fortunate property of a guaranteed
smooth solution as long as the data and domain are smooth. However, many problems of
interest are posed in non-smooth domains and, as a consequence, lose this property at a
finite number of points on the boundary. In this section problems that have non-smooth
solutions at “irregular boundary points”, that is, points that are corners of polygonal
domains, locations of changing boundary condition type, or both, are considered.

Standard solution techniques applied to such boundary value problems suffer from a
global loss of accuracy due to the reduced smoothness of the solution [33, 243]. Several
approaches are used to combat this so-called “pollution effect”. The most common of these
is systematic local mesh refinement near the singularities [12, 18] in which approximate
knowledge of the singular behaviour may be crucial to design the precise refinement rates
and to restore optimal convergence rates [164]. But even local refinement of FE subspaces
of H! fails to converge to a solution that is not in H'. If a basis for the singular functions
is explicitly known, they can be incorporated directly into the FE space, sometimes called
the “singularity subtraction method” [33, 57, 243]. For general 2D elliptic problems of a
Poisson type and the plane elasticity and Stokes equations, the singular basis functions
are known, see [149, 151] and [114, 115], respectively. There exist quite general approaches
for plane ADN-elliptic systems [72] while for other problems, or in 3D, the character of
the singular functions is less well understood.

In particular, the accuracy of least-squares methods in the presence of corner singular-
ities has been investigated in [75]. In contrast to mixed Galerkin FEs, in the first-order
least-squares setting it is much more natural to tackle the reduced convergence near sin-
gular points by adapting the least-squares functional instead of the mesh; this opens up
the possibility of restoring convergence simply by minimising an appropriate weighted
functional, depending on the distance to singular points, and to save computational cost
induced by local mesh refinement. Such an approach was suggested for instance by Lee
et al. [157] for 2D div-curl systems which is also related to the idea of energy-correcting
methods presented in [136].

The simplest method of restoring convergence near irregular points is considered first,

namely an appropriate mesh refinement. Consider a finite sector:
Q={(re):0<r<R0<p<b<2r}, (4.72)
with corresponding edges:

So={(r,¢):0<r<R,p=0}, (4.73)
Si={(r¢):0<r< R, =0}, (4.74)
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4.3 Weak form and convergence analysis of the Stokes problem

which serves as a localised model of a polygonal domain in the vicinity of a corner. Solution
singularities for 2D elliptic systems can be described locally as functions f(r,¢) = r® in
polar coordinates, in which the exponent a may depend on the corner angle as well as
on the boundary conditions on both sides of the corner; such a singularity is placed at
the origin of the sector (4.72). A simple calculation demonstrates that f € H*(Q) only if
k < a + 1 which is a necessary condition for the k-th derivative of f to remain finite in
the L?(Q)-norm, i.e. || f®)]y < oo

0 rR |
(k)2 — e
TCIE /0/0 e
2

)
(a—K)(a—k+1)

2

=kl rdrde

r

(R2(a—k+1) im r2(a—k+1)> '

r—0
In order to guarantee the H?(Q)-regularity of the qualitative h-dependent estimate of
Theorem 4.14, requires ¢ > 1 and for a minimal convergence result, cf. Lemma 4.4, at
least @ > 0. Thus it is of great importance to identify the possible radial exponents
occurring in the corner solution of the first integral equations. Consider for now the

reduced auxiliary problem:

Lu=f inQ,

Bu=¢%g"'] onoQ, (4.75)

Au=0,
with u being defined by the convention (4.16) and involving the first integral Stokes op-
erator from (4.15), the necessary constraints A, and boundary conditions Bu = [¢°, g!]
with:

Bu|,, = )y = ¢° and Bul,. = ¢1 v=g'. (4.76)
Fo u2 h ®2

The complete sector boundary is given by 9Q = So U S; = I'g UT'; and three cases are
distinguished: (i) Tg = SoUS1, 'y =0, (ii) Tg = 0, 'y = SoUST, and (iii) I’y = Sp, I'1 = St;
these correspond to pure velocity (i) or pure potential (ii) conditions on both edges as well
as mixed conditions (iii). The latter is the most complicated, involving a corner point

which at the same time is a meeting point of two different boundary conditions.

Analogously to [114, 115, 136, 157] the solution of the first integral equations in domains
containing an irregular point is conveniently described in terms of weighted Sobolev spaces
H g of Kondrat’ev type [149] in which the weighting factor depends on the corner singu-

larity. The space H g comprises all distributions v for which the weighted Sobolev norm:

e = 2 PP D3, (4.77)
M

lv
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4 Discrete formulation and method of solution

remains finite and forms a Hilbert space; the corresponding semi-norm with |j| = k is
denoted by |v| 3. For the Kondrat’ev spaces the embeddings Hg‘“ C Hp'y C Hy" and
H* C H™ are valid for m € N, 8 € R. In terms of these function spaces, the following
result is derived for an infinite sector ) with R — oo in detail in Appendix B.4:

1
Theorem 4.15. Let f € HE(Q){ gt e HZ+2(FZ)2, [ =0,1 with k > 0. Then the sector
problem (4.75), (4.76) has a unique solution u € Hg“(@){ provided that k—k < 8 < k+k,

and the following a priori estimate holds:

il g < € (|fr|Hg(Q> ) Hglanwzm)) . (4.78)

The value of k which effectively determines the range of B is given by:

1+x= min Re(z)= min |Re(2)], 4.79
tre= min e(2) Rl?zlf;l' e(z)| (4.79)

and depends on the precise boundary conditions and the sector angle 0:

1. For either pure velocity boundary conditions (i) or pure stress boundary conditions

(ii), the z-values in (4.79) are solutions of:
sin?((z — 1)0) = (2 — 1)%sin?(9) ; (4.80)

2. for mized boundary conditions (iii), the z-values satisfy:

cos?((z — 1)0) = (z — 1)%sin?(9) . (4.81)

Firstly note, that the above theorem provides a suitable function space setting, i.e.
weighted Sobolev spaces, in terms of which the data and solution of an irregular boundary
value problem can be described. Inequality (4.78) provides a corresponding regularity shift
which in contrast to the ADN-result (4.36) captures the case of such an irregular boundary
point. This is helpful because it guarantees smoother solutions in irregular domains if only
the data f and g is smooth enough on the regular parts of the domain boundary which is
otherwise not obvious. Definition (4.79) demonstrates that the S-weights are effectively
determined by the real part Re(z) of solutions z of two transcendental equations (4.80) and
(4.81); namely determined by the critical solution z, which is closest to the line Re(z) = 1.
Fig. 4.1 visualises the solutions versus the sector angle 6 and shows an axis-symmetry with
respect to Re(z) = 1.

When using a H! FEM, a natural case to consider is & = 1. If for instance Re(z,) > 2+¢,
it follows k > 1+c and u € HE(Q) for all —e < B < 2+¢; in particular the finiteness of the
weighted Sobolev norm (4.77) for 8 = 0,1,2 implies the standard regularity v € H?(Q).
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l l | _2 -. l ’ l
0 /2 4 3m/2 27 0 /2 Q 3m/2
Sector angle Sector angle

Figure 4.1: Real part of the solutions z of the transcendental equation (4.80) (left) and
(4.81) (right) versus the sector angle §. The blue dots correspond to z-values with non-
zero imaginary part while yellow dots correspond to those with zero imaginary part. The
green corridor belongs to solutions which are not in H?(Q).

In this respect, according to Fig. 4.1 (left), a corner with pure Dirichlet velocity or pure
Dirichlet potential boundary conditions will not affect the optimal H!'-convergence as long
as # < m which corresponds to the classical result for Stokes flow in primitive variables
and convex domains, see [118] Proposition 12.2.19. However, for concave domains 6 > 7
the solution Re(z,) is in the critical green corridor and the regularity falls below H?;
even more severe, for mixed boundary conditions this critical point is already reached for
approximately 6 > /4. Additionally, from Fig. 4.1 it can be seen that the low regularity is
caused by a small number of singular solutions which grows with the sector angle, reaching
up to two in the left-hand case and up to four in the right-hand case; critical angles can
be identified for the different (blue) “solution lines” entering the green corridor.

In order to illustrate the consequences of the above result in more detail, consider how
the proof of optimal H'-convergence, Corollary 4.12, is influenced for corner domains with
critical angles; for convenience assume that the boundary is captured exactly, so that only
the first part of the proof is relevant. Furthermore, an interpolation result in weighted

Sobolev spaces, similar to Theorem 4.11, is needed [136, 157]:

Theorem 4.16. (Interpolation error) Letk > 0, 3—1 < a < 8 and T}, a quasi-uniform

triangulation of {2, then the interpolation by piecewise polynomial trial functions of degree
k leads to:

v — I|lman < chFH=mTa=Byy orve HFN(Q), 0<m<k+1, (4.82
3Gy +7ﬂ IB

with a constant ¢ = ¢(2, 5, k).
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4 Discrete formulation and method of solution

Now, consider the relevant case that under certain assumptions on the data a solution
in a domain ) with a single irregular point is locally, i.e. near that point, identified as
u € Hg(Q) N HY(Q) but v ¢ H?(Q); for instance Re(z,) = 1+cand 1 —e < B <1 +e.
Then by adopting estimate (4.57) as well as subsequent estimates, together with use of
(4.82) with m = k = 1 and a = 0, the following result is obtained:

lu — a1 < el £u—u")llo < ell £(u — Inu)llo < ellu— Tyull

< cllu = Inullia=o < ch'P|lullos (4.83)

which reflects the drop in convergence from a rate of h to h!~#, depending on the corner-
related parameter 5. An obvious remedy to restore optimal convergence is systematic
mesh refinement near the irregular point in the following form. Assuming that far away
from the corner a regular and approximately homogeneous triangulation is established
with a constant mesh width parameter h, then for triangles T approaching the corner the

circumradius Ay should decrease according to the rule:

1

hp < hT7 . (4.84)

Such a rule can easily be adopted for domains with several corners and for each corner

local mesh refinement performed with a different angle-dependent f.

However, a generalisation of the above kind would require a proper extension of Theorem
4.15 to more general domains with corners. Consider, for instance, an arbitrary smooth
domain 2 with, lets say, a single irregular point and for simplicity assume that the irregular
point is again located at the coordinate origin so that a suitably truncated sector @) is
part of the domain €. The procedure can in principle be adopted from [114] so only the

main idea is sketched out below.

A cut-off function ¢5(r) € C*°(R) can be defined such that ¢5 = 1 for 0 < r < §/2
and ¢s = 0 for r > . Then, a suitable solution ug € Hg(Q), l—e< f<1l4eof
the infinite sector problem according to Theorem 4.15 with k¥ = 1 can be truncated as
us = ¢suq and shown to be locally identical to the solution u € H'(Q2) of the global
problem. As a consequence it can be shown that even u € HE(Q) in the whole of Q2 and
thus the shift inequality (4.78) is valid for a more general domain Q as well. Although
similar generalisations would be possible for k£ > 1, for reasons explained by Guo and
Schwab [115] it is useful to consider the general shift theorem for £ > 1 in a modified
weighted Hilbert norm, which due to the restricted definition (4.77) is obviously also
necessary for domains with multiple corners. Also note, that for increasing k the estimate
|u — u"|l; < ch* P||u||ps1,5 for k-th order Lagrange elements is less helpful because f3
grows with k& and thus an unacceptable strong mesh refinement will be necessary to retain

k-th order convergence.
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4.4 Analysis of the non-linear problem

As mentioned at the outset of this subsection, in the context of a LSFEM it could be
more desirable to retain optimal convergence rates simply by modifying the norm in which
the residual is minimised, that is to replace the L?(Q2)-norm in (4.41) by some L%(Q)—norm
as shown by Lee et al. [157]. Such a method would, in contrast to (4.83), allow for an

optimal H'(Q) error estimate for k-th order Lagrange elements of the form:

Ju—u"|l15 < | L{u—u")|os < | L(u—Tu)|os < cllu— Thull1g
< chF|ullpt1,6, (4.85)

ifue H EH(Q). The above is particularly useful when u € H' \ H? but also opens up the
treatment of even less regular or discontinuous problems, i.e. mixed boundary conditions
with concave angles or the lid-driven cavity case with discontinuous boundary conditions,
when the ideas in [157] are followed further. The latter reference also provides arguments
how optimal L?-convergence can be recovered from the above H'-estimate. However, the
validity of the first inequality in (4.85) remains unclear thus far when general irregular
domains are considered (beyond the sector), because the above matching arguments, util-
ising the ADN-estimate (4.36), do not translate to the case u € Hé ¢ H*(Q) and thus a
generalisation of (4.78) when k = 0 remains to be investigated.

Finally, it is mentioned that the above investigations for irregular domains are confined
to Stokes flow but most of the results carry over to NS flow as well because the asymptotic
solution near the boundary is strongly dominated by viscous effects while the convective

terms can more or less be neglected [166].

4.4 Analysis of the non-linear problem

4.4.1 Non-linear variational problem

This section explores the convergence properties of the least-squares discretisation of prob-
lem (4.17) in order to clarify in which ways the results of Theorem 4.14 for the Stokes case
extend to the non-linear case. Consider the NS solution u + @ as the sum of the linear
Stokes solution 4 of (4.70) and a perturbation field u. Obviously the following non-linear

and homogeneous first-order system:

Ez‘ju]‘ + Mj [u + ﬁ] (u]‘ + ﬁj) =0, (4.868,)
Bu=0, (4.86b)
Au=0, (4.86¢)

results from (4.17) when both the boundary conditions and the constraints are linear.
Similar to (4.41), the above system (4.86) may be solved by minimisation of the L?(Q)
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4 Discrete formulation and method of solution

least-squares functional:

4 o
T (W) = [1Lsju; + Nijlu+ @) (u; + ;)| + D [Asjus]? (4.87)
) im1

in the function space V' according to (4.52); this yields the minimisation task:

Find u = (uy,us, ¢1,¢2) € V, such that:
J(u) < Jw) VveV. (4.88)

Accordingly, the FE approximation in a suitable finite-dimensional subspace V}, of V:
VoV, ={ve H'(Q)'nC @) Bv=00n 00}, (4.89)
leads to the problem:

Find v € Vj,, such that:
Ju") < Jw) YveV,. (4.90)

Note, that in contrast to (4.42) the definition of the subspace V}, in (4.89) assumes a con-
forming FE discretisation in which the boundary is exactly captured by the triangulation
and therefore boundary conditions are fulfilled exactly. This assumption, however, is made
for convenience only. In principle the preceding analysis of the linear problem revealed that
the error in the boundary discretisation may be neglected as long as the grid parameter h
is small enough and the order of the boundary approximation is sufficient; a finding that
certainly translates to the non-linear problem as well, so that unnecessary complications
due to an inexact boundary approximation, which will not affect the principle results, are

avoided.

Adapting the consideratons in the proof of Lemma 4.7 it is easy to verify that minimi-

sation problem (4.88) is equivalent to the following variational setting:

Find u = (u1,ug, ¢1,¢2) € V, such that Vv € V :
a(u,v) :== (Lu+ Nu + @] (u+ ), Lv + 2N u + @]v), + AuAv =0, (4.91)

in which the commutation symmetry A[u]v = AM[v]u has been utilised. Then the least-
squares discretisation method for the NS equations is defined either by (4.88) or (4.91) in
which u, v and V may be replaced by u”, v" and V}, in order to indicate the approximate

quantities. For the FE space V},, again the approximation property (4.55) is assumed.
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4.4 Analysis of the non-linear problem

4.4.2 Discretisation error estimates

The main goal of this subsection is to derive error estimates for the non-linear least-squares

problem (4.90), beginning by introducing the relevant function spaces:
VT =H™TYQANV, Y=V Z=LQ)*, (4.92)

for some non-negative integer m, in which V* denotes the dual of V' with respect to the
L?(2) inner product, see Appendix B. An important key feature for the treatment of the

non-linear problem is the fact that system (4.91) can be recast in the canonical form:
F\u):=u+T-G(\u)=0, (4.93)
or equivalently in the discrete form:
F'Ou) :=u" + T, - GO\ u) =0, (4.94)

which proves extremely useful when applying the abstract approximation theory for non-
linear PDEs developed by Brezzi et al. [54] in the 1980’s. The theory is well summarised
for the NS equations in the book of Girault and Raviart [107] and in the context of
least-squares methods as applied by Bochev et al. [35]; the latter reference also proved an

excellent guide for developing the present analysis.

The discrete form (4.94) is introduced by way of operator T}, and therefore, the error
estimates will depend largely on the nature of T and its approximation T}. Considering
the original system (4.86), the representations (4.93) and (4.94) can obviously be achieved
when T is identified to be the unique Stokes solution operator and its FE counterpart,
that is uw = T'g for any g € Y if and only if Lu = g, Bu = 0 and Au = 0. If T is known,
then operator G is defined by G(\, u) := N{u+ 4](u+ @) in which the problem parameter
A is identified as the Reynolds number which enters via the definition of the operator
N in (4.15). Subsequently, the Reynolds number is assumed to be taken from a fixed
compact set Dy C RT,i.e. A := Re € D). Thus, G is an operator G : Dy x V — Y so
that the composition TG(A,u) : Dy x V' — V is well defined. However, in the remaining
analysis the non-linear system (4.86) is not considered directly but rather its variational
formulation (4.91) leading to differing weak definitions of the operators T' and G, similar

to those in [35], where for instance G involves a coupling of £ and N3:

8Note, that (g,v) := g(v) denotes the duality pair, if g € V* is interpreted as a linear functional g :
V — R from the dual space of V. Otherwise, g can be identified with an element of the function
space H™1(Q)* D L?(Q)*, see [118], so that (g,v) := (g,v)o can also be interpreted as the continuous
extension of the L?() scalar product (-,-)o from L*(Q)* x L*(Q)* to H~'(Q)* x H*(Q)*.
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4 Discrete formulation and method of solution

Definition 4.17. For g € Y the operator T : Y — V is defined by uw = Tg if and only if:
as(u,v) := (Lu, Lv)g + Aulv = (g,v), forallveV. (4.95)

Correspondingly, Ty, : Y — Vj, is defined by u = Ty,g for g € Y if and only if:
as(u,v") = (g,v"), for all v € V. (4.96)

On the other hand, for u € V' the operator G : Dy x V. — Y s defined by g = G(\,u) if
and only if:

(g,v) = (Lu, 2N [u + 4] (v))o + Nu + @] (u + @), Lv + 2N [u + @] (v))o (4.97)

forallveV.
Obviously the following equivalences hold [35]:

Lemma 4.18. Assume that T, T, and G are defined by (4.95), (4.96) and (4.97), respec-
tively, then the non-linear problem (4.91) is equivalent to (4.93) and the corresponding

discret non-linear problem is equivalent to (4.94).

Error estimates for the least-squares formulation (4.90) are now derived from abstract
approximation theory [54, 107]. Below the main result of this theory for general T' and
T}, but otherwise specialised to the needs of the present analysis, is taken from [35]. Let
D,G(\ u) and D, F (A, u) denote the Fréchet derivatives of G and F' with respect to wu,
see Appendix B.1.5, and consider the following [35]:

Definition 4.19. The set {(\, u(X))|A € Dy} is referred to as a regular branch of solutions
of (4.93) if u = u(\) is a weak solution of (4.93) for each X € Dy, if A — u(\) is a
continuous map Dy — V and if D, F(\,u) is an isomorphism of V.

Equipped with these definitions the following theorem holds according to [35]:

Theorem 4.20. Let F'(\,u) = 0 denote abstract form (4.93) and assume that {(X, u(X))|\ €
A} is a branch of regular solutions of (4.93). Furthermore, assume that T € L(Y,V), that

G is a C? map Dy x V =Y such that all second derivatives of G are bounded on bounded

subsets of Dy x V and that there exists a space Z C Y, with continuous embedding, such

that D,G(\,u) € L(V,Z) for all A € Dy and w € V. If the approzimate problem (4.94) is

such that:

lim (T —Th)gllv =0, (4.98)
h—o00
forallg €Y and:
Jim IT — ThllLzyv)y =0, (4.99)
— 00
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4.4 Analysis of the non-linear problem

then:

(i) There ezists a neighbourhood B of the origin in V and, for h sufficiently small, a
unique C? function X — u(\) € Vi, such that {(\,u(\))|\ € Dy} is a branch of
regular solutions of the discrete problem (4.94) and u(\) —u(\) € B for all A € D,

(ii) For all X\ € Dy the following holds:

lu(X) = a" Ny < el(T = TG, u(N)llv - (4.100)

(iii) If the regular branch is such that uw(\) € V™ for some integer m > 1 and d =
min{d, m}, where d is the largest integer satisfying the approximation property (4.55),
then:

lu(A) = "N 1 < eh®flu(N)lz,, - (4.101)

In the next few lemmas, the hypotheses of Theorem 4.20 are verified for the least-squares
formulation. The starting point is that of establishing essential properties of the operators
T and T}, which are defined by (4.95), (4.96), respectively. The argument follows closely
that of Bochev et al. [35].

Lemma 4.21. T € L(Y,V) and T}, € L(Y, V},).

Proof. The bilinear form a(-,-) is continuous and coercive, as already shown in the proof
to Corollary 4.10 and if, for convenience only, the boundary approximation is assummed
to be exact, then by virtue of the inclusion V;, C V, it is also continuous and coercive
on Vi, x V3. Furthermore, for each g € Y, (g,v) defines a continuous functional on V,
such that the Theorem 4.9 of Lax-Milgram is applicable. As a consequence, for all g € Y,
variational problems (4.95), (4.96) have unique solutions u € V and u” € V}, respectively,
ie. T:Y = Vand T : Y — V}, are well defined linear operators. From:

cllulliy < as(u,u) = (g,u) < llgllyllulv,

it follows that:

ITgllv = llullv < cllglly

ie, T isin L(Y,V). The proof that T}, € L(Y,V},) is similar. O
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4 Discrete formulation and method of solution

Lemma 4.22. [35] Convergence properties (4.98) and (4.99) hold. If, in addition, g € Y
is such that Tg € V™ for some m > 1 and d = min(d, m), where d is the largest integer
satisfying (4.55), then:

(T = Tr)gllv < b Tgllyan -

Proof. Firstly, the convergence statement (4.98) is established, i.e. that:
(T = Tw)glly = llu — "1 =0,

when h — 0. Recall that T : Y — V and therefore from g € Y it follows that Tg=u €V
and Tj,g € Vi, C V, ie. u,up € H'(Q)* Then the above limit follows from the basic
convergence result (4.62), cf. the considerations in Sec. 4.3.3(a).

Secondly, note that (4.99) follows from (4.98) when the embedding Z C Y is compact;
then the following estimate holds for h — 0:

T —Th)gllv T —Tw)gllv
1T = Tl = sup M= Tgllv g 10— Thlglly
otz gz ozgey gl

The compact embedding Z C Y is valid because according to Theorem B.15, see Appendix
B, Y* =V c HY(Q)* is compactly embedded in L3(Q)*; therefore Z = L3¥?(Q)* =
(L3(2)*)* is compactly embedded in Y.

To prove the last part of the lemma, suppose v = Tg € V™. Then an immediate

consequence of the H'(Q) convergence result of Corollary 4.12 is the Stokes error estimate:
h d
(T = Th)gllv = [lu — w1 < chlullz,, -
O

The only hypotheses of Theorem 4.20 that remains to be verified are the assumptions
concerning the non-linear operator GG. For this purpose, the weak and strong forms of
the first Fréchet derivative D, G(),u) and the weak form of the second Fréchet derivative
D2G(\, u) are needed. Recall the characterisation (B.19) in Appendix B.1.5:

D,G(\,u)h = G\, u+ h) — G\, u) +o(|h]lv),

for h € V', which yields the following weak representation of D, G(A, u) [35]:

Definition 4.23. For given w € V, A € Dy the mapping D,G(\,u) : V = Y, h —
DG\, u)h is defined by g = D, G(\,u)h if and only if for allv € V:

(9,v) = (Lu+ Nu+ a](u+a), 2N [h]v)o + (Lh, 2N [u + @]v)o
+ (2N [u + alh, Lo + 2N u + 4)v)o + o(||h]|v) , (4.102)
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4.4 Analysis of the non-linear problem

where all o(]|h||y)-terms have been neglected. The strong form of D,G(A, u)h can be
found from (4.102) using standard integration by parts leading to the following abstract

representation:

9/2 =NT[hLu+ NT[RNu+ ) (u+ @) + NT[u+ 0] Lh
+ LN u A+ @)k 4 2N T [u 4 a)Nu + a)h + o(||h]|v) - (4.103)

Finally, the characterisation:
DyG(\u)lh, h] = GO\, u+ h)h — GO\ w)h + o([|h]lv, |Allv) .
is employed for the second Fréchet derivative such that its weak form is given by [35]:

Definition 4.24. For given u € V, A € Dy the mapping D2G(\,u) : V. xV =Y,
(h,h) = D2G(\,u)[h, h] is defined by g = D2G(\, u)[h, k] if and only if for allv e V:

(9,v) = (Lh + 2NTu + a]h, 2N [h]v)o + (Lh + 2N [u + ]k, 2N [h]v)o
+ (2N[hh, Lo 4 2N u + a]v)o + o||[|v, ||Al]v) - (4.104)

Again, the strong form of the second derivative is obtained through integration by parts:

9/2 = NTIh)Ch + 2N T [RNTu + alh) + NT[RLh + 2NT RN [u + a]h)
+ LN TR + 2N [+ a)N[R)h + o(|hllv, | A]lv) - (4.105)

The next lemma summarises some technical results that are used in the sequel [35].

Lemma 4.25. Consider a bounded Lipschitz domain 2 C R™ in two or three dimensions
(n =2 orn = 3) and let D; denote the derivative with respect to the i*" coordinate
variable. Foru € L*(Q), v € HY(Q), the product uwv is in L3/?(Q) and for u,v,w € H'(Q)
the product wvw is in L3/?(Q), i.e. the bilinear and trilinear mappings (u,v) — uv,
L2(Q) x HY(Q) = L¥2(Q) and (u,v,w) — uwow, H'(Q)? = L32(Q) are continuous with:

|uv]loz/2 < cllullozllvlli,2  for allu € L*(Q) and v € HY(Q), (4.106)
12 for all u,v,w € H(Q). (4.107)

[wvwllos/z < eflullizllvllzllw

Proof. The first part of the above lemma is easily proven by application of the Rellich-
Kondrachov embedding Theorem B.15, followed by the Holder inequality of Propositon
B.6. In fact, statements (i) and (ii) of Theorem B.15 give, with ¥ = 1 and p = 2 for
both, 2D and 3D, the continuous embeddings H'(Q2) C L4(Q) for ¢ € [2,6]. Especially
for u € L3(Q), v € HY(Q) C L%(Q), according to (B.4) it follows that uv € L"(Q) with
1/r =1/24 1/6, that is r = 3/2. Accordingly, due to the embedding H'(Q) c LY?(Q) it
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4 Discrete formulation and method of solution

follows that for u,v,w € H'(Q) the product uvw lies in L"(Q) with 1/r = 3-2/9, resulting
again in r = 3/2. Furthermore by the Holder inequality (B.5) the inequalities:

luvlloz/e < llullozllvllosse < cllulloallvlly  Vu € L*(Q), v e H'(Q),

||Ww\|0,3/2 <u 0,3/2||U\|0,3/2Hw||0,3/2 < clul1lfvlilfwly  YVu,v,w e HI(Q)7

are obtained in which the respective second inequalities are due to the continuity of the
embedding. O

In the next lemma, the properties of G that are required for the validity of the approx-

imation result in Theorem 4.20 are established [35]:

Lemma 4.26. Assume that mapping G is defined by (4.97). For V,Y and Z given by
(4.89) and (4.92), respectively, the following are true:

(i) For allu €V, X\ € Dy holds D,G(\,u) € L(V,Z).
(ii) The second Frechet derivative D2G(\,u) is bounded on bounded subsets of A x V.

Proof. To prove (i), consider the strong form (4.103) of D, G(\,u). Via the assumption
u € V, the regularity u € H'(Q)* holds. Now, each of the four identities in (4.103) consists
of terms of the form either D;uv or uvw, where u, v and w belong to H'(Q). As Du is
certainly in L?(Q), part (a) of Lemma 4.25 implies that g € L3/2(Q)* = Z. Using (4.106)
and (4.107), it follows that:

[DuG A w)hllz < e(A u, @)y,

i.e., that D,G(\,u) € L(V, Z). To prove (ii), consider the strong form (4.105) of the second
Fréchet derivative which discloses D2G(\, u) to be a bilinear form on V x V. Assume that
(A, u) belongs to a bounded subset of Dy x V and let h, h € V be arbitrary. Then, similar
to the above considerations, (4.105) involves only terms of the form D;uv and uvw, where
u, v and w belong to H'(2), such that according to Lemma 4.25 g € Z. Again, estimates
(4.106) and (4.107) result in:

IDEO )b, Allz < e\ w a)|hllv Il

where c is a polynomial function of A, ||u||y and ||@||y. In combination with the fact that A
and ||u||y are bounded subsets of A x V, and that ||a||y is fixed, it follows that D2G (), u)

is a continuous and thus bounded bilinear form V x V — Z. O

This completes the verification of all assumptions of Theorem 4.20. As a result, it
can be concluded that error estimates (4.100) and (4.101) hold for the least-squares FE
approximation as long as problem (4.91) has a regular branch of solutions with sufficient

regularity.
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5 Implementation and solution of linear

systems

In the preceding Chapter, a weak variational least-squares formulation for the first integral
form (4.12) of the steady 2D-NS equations was introduced and analysed from essentially a
theoretical point of view. Existence and uniqueness results for the weak solution have been
obtained in appropriate Sobolev spaces by standard elliptic PDE tools and convergence
bounds established in the common H' and L? norms, both in the linear and in the non-
linear case; convergence loss in the presence of irregular boundary points is investigated

also.

Here, the focus is the efficient numerical implementation of these ideas, providing details
of the linearisation process, least-squares weighting, matrix structure, conditioning and
solution of the resulting linear systems. It is shown that the latter lend themselves well to
solution by an efficient and scalable multigrid strategy; the algebraic multigrid approach in
particular is well suited as a black-box solver of large and sparse linear systems resulting
from discretisations based on unstructured grids. For this purpose a customised AMG
approach for the first integral formulation is established and its convergence properties

thoroughly investigated.

5.1 Method of solution

5.1.1 Structure of the fully non-linear problem

Recall that the aim is to solve the reformulation (4.13) of the 2D, steady and incompress-
ible NS equations based on a weak variational least-squares setting of the form (4.91).
Linearisation is performed before least squares minimization which is not equivalent to
performing it retrospectively. Actually the latter variant would be more complicated and
involve more terms; however, Payette and Reddy [192] analysed these differences and came
to the conclusion that generally the more complicated version does not lead to any faster
convergence and is thus not considered further. This means, via Newton-linearisation, a

sequence of the following minimisation problems is solved:
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5 Implementation and solution of linear systems

Find u = (ug, uy, ¢z, ¢y) € U, such that:
T (u) == |[W(Lu+ Na)(2u — i) — )< T(w) YoeV, (5.1)

with @ denoting the approximate solution from the previous Newton iteration step, and

involving the function spaces:

U= {v € [Hl(Q)]4‘Bv:gon o, Ajv =0 for i = 1,...,NC} , (5.2)
V={ve[H' Q)| Bv=00n00 Aw=0fori=1,. N} (5.3)

Note, that in the implementation the constraints A;u = 0 are incorporated in the solu-
tion space U which is a slight deviation from the considerations in Chapter 4, where the
constraints were ensured in a least-squares sense. Furthermore, the equations comprising
the differential system are multiplied by weighting factors resulting in the above presence
of the weighting operator W, which is actually a diagonal matrix with positive entries
Vw; and wy, ..., wy € Ryo; this provides the option to give special emphasis to selected
equations, for example the continuity equation with the objective of improving mass con-
servation. Such a weighting does not affect the principal convergence properties of the
method.

The above minimisation problem, (5.1), is equivalent to the weak formulation:

Find u = (ug, uy, ¢z, ¢y) € U, such that:
W(L 4 2N [a])u, W(L + 2N [a])v)o = W(f + Na]a), W(L + 2N a])v)g Vv eV,

which can alternatively be written as:

Find u = (ug, uy, ¢z, ¢y) € U, such that:

a(u,v) + bla)(u,v) = ([a](v) VveV, (5.4)
in terms of the symmetric bilinear forms a(-,-), b[@](-,-) and the linear form ¢[a](-):
a(u,v) = WLu, WLY)y, (5.5)
u,v) = 20WLu, WN[a]v)g + 20WN [i@|u, WLv)o + 4OWVN [a]u, WN[a]v)g,  (5.6)

tlal(v) = W(f + Nlala), W(L + 2N Ta])v)o - (5.7)
A conformal discrete version of the weak formulation (5.4) is simply obtained by replac-

ing the function spaces U and V by finite dimensional subspaces Uy, C U and V}, ¢ V!, For

the construction of the discrete system of equations, it is convenient to neglect boundary

LChapter 4 revealed that an error in the boundary approximation has no relevant effect on the solution
error as long as the boundary approximation is of sufficiently high order. Under this premise, for
convenience of notation, a conformal discretisation can be assumed.
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conditions initially and to include them subsequently as a final procedure. In this spirit
define the auxiliary discrete subspace H'() D Vi, = (vy,...,v,) comprising all linear
combinations of n basis functions v;, and temporarily consider the modified weak problem
(5.4) with Uy, = Vi, = Vit = (v1,... vyy,) and:

(vk, 0,0,0) ifk<n
0,0p,0,0) ifn<k<?2
vy = ( Vk—n ) rn n (58)
(0,0,vg—2p,0) if 2n < k < 3n
(0,0,0, v5_3,) if 3n < k < 4n.
Then, in terms of the auxiliary quantities:
Ay — (aij)iyjzly,”’n With aij = (azvl-,@xvj)o, (59)
Axy = (aij)iyjzly,”’n with Qi = (ax’()l', 8y’Uj)0, (510)
ayy = (@ij)ij=1,..n  With ag; = (9yvi, Oyv;)o (5.11)

the symmetric matrix A = (ap)ki=1,..4n, With ay = a(vg,1;), can be constructed as a

symmetric (4 x 4) block matrix involving the blocks (A;;); j=1,..4 as follows:

Ay = w1n2ayy + (w2772 + w3)azy , (5.12)
A1g = win?agy + (—wan? + wg)afy, (5.13)
A1z = —winayy — wanags (5.14)
Avg = —winagy + wanag, , (5.15)
Agg = win?azy + (wan? + w3)ay, (5.16)
Aoz = —w177@£y + wanazy , (5.17)
Aoy = —winagy — wanayy (5.18)
Azz = (w1 + wa)ayy + w2azs (5.19)
Azy = (w1 — wa)agy — wanay, , (5.20)
Agg = (W1 + W)ty + Wy, . (5.21)

In a similar way, for an arbitrary function v = «(z,y) define the operators:

be1[v] == (bij)ij=1,...n With bj; = (9zvi,7v5)0, (5.22)
byn [7] = (bij)i,jzl,...,n with bij = (8yvi,7vj)0, (5.23)
bnn[’y] = (bij)i,jzl,...,n With bij = (Ui,’)/’l)j)o, (524)
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which allow the matrix Bla] = (bg)ki=1,..n, With by = b[t](vk, 1), to be analogously

constructed as a (4 x 4) block matrix involving the blocks (Bjj); j=1,...4 as follows:

Bll = —0on {wl (byjl [ﬂy] + bgﬂ [fty]) + w2(bx]l [ﬂaz] + bgll [ﬂft])}

+0? {wlbm[ﬁz] + wzbm[ﬂi]} , (5.25)
Bz = on {U&(bxl [dy] + bg,T,n [ia]) — w1 (bys [de] + by [ﬂy])}

+ 0% (w1 — wa)by1 [lgly)] , (5.26)
Bis = Bay = owiby [iiy] + owably [iic] | (5.27)
Biy = —Bag = qwibjy [iy] — owably [iia] (5.28)

Boy = —pn [wl(bx]l (] + by [i2]) 4 wa by [dy] + bgn [ﬂy])]
+ 0% (wibp [32] + wabyy [G3]), (5.29)
B33 = B3g = Byy = 0. (5.30)

The right-hand side vector in (5.4) is composed of sink and source terms from f as well
as terms resulting from linearisation, i.e. Na|a; thus it is convenient to employ the

re-definition f < f + N[aa. If again auxiliary operators:

dx[’y} = (di)i:17,._4 with di = (83;1)1',")/)0, (5.31)
dy[y] := (di)i=1,.a With d; = (0zvi,7)o0 (5.32)
dﬂ [’y} = (di)izl’mgl with dz' = (’Ui,")/)(), (5.33)

are defined depending on an arbitrary function v = 7(z,y), the right-hand side vector
d = (dg)k=1,... an, With dj, = €(v},), is composed of the four portions (d;)i=1,...4:

5.34
5.35
5.36
5.37

di = windy[f1] — wand,[fo] + wsdy[f3] — wiody [ty f1] + woody [y fo] |
dy = windy[f1] + wandy| fo] + wady[f3] — wiody [Ty f1] — waody [Ty f2] ,
d3 = widy[f1] — wadz[fo] + wady[f4]

(
(
; (
dy = widg[f1] + wandy[f2] — wadz[fa]. (

)
)
)
)

To account for boundary conditions the linear system has to be modified after each ma-
trix/vector construction step. Accepting that the final matrix M = A + B and the
right-hand side d for a linear system M;jc; = d;, 4,5 = 1,...,4n have been constructed
and that only Dirichlet boundary conditions are prescribed, then the coefficients ¢ are
known for a given index set, say ¢ = gr for k € I. They can be eliminated from the

system such that the remaining coefficients are obtained by solving the set of equations:

Mijc; = di — Migcy,  for indices 4,5 =1,...,4n\ I and k € I. (5.38)
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Elimination of boundary rows and columns is essential to retain a symmetric system matrix
which will allow, as demonstrated, for the use of efficient linear solvers. Note that in some
cases a re-ordering of the variables might be desirable to reduce the bandwidth of the
resulting system matrix, for instance by classical methods such as the Reverse-Cuthill-
McKee or the Minimum-Degree algorithm [211]; this is especially important when using
direct solution methods; however, less important in the context of multigrid methods as

considered in Sec. 5.4, and thus not described in detail here.

The complete procedure for solving a stationary NS problem by a least-squares FEM
is summarised in Algorithm 1. In order to construct the linear system, the sub-matrices
(5.12)-(5.21) have to be built once for the whole iteration procedure and the sub matrices
(5.25)-(5.29) as well as the sub vectors (5.34)-(5.37) have to be updated for each iteration
step based on the previous solution vector. In the special case of a weighting with wy =
wy and w3 = wy certain terms in the block matrices vanish, leading to simplifications.
However, note that in the end the complexity of the building process reduces to the
construction of the auxiliary operators (5.9)-(5.11), (5.22)-(5.24) and (5.31)-(5.33); that
is, the heart of the construction process relies on the assembly of these matrices. The
efficient construction of such sub-matrices is treated in Sec. 5.1.3; the corresponding
FE calculations are based on standard Lagrange elements and follow classical concepts
such as element-wise construction, iso-parametric transformation and efficient numerical

quadrature.

Algorithm 1 Navier-Stokes solution via FEM
1: procedure u = NAVIERSTOKES(Qp, w;, g, Re)
2 Get the necessary data from a given domain discretisation €.
3 Define total variable index set I = {1,...,4n} and boundary index set Ij.
4 Create Stokes matrix A according to (5.9)-(5.21).
5: Initialise «(®) =0, m = 0.
6
7
8
9

while m < 1 or |[u(™ —u(m=D| > ¢ do
Calculate matrix B[u(™)] according to (5.22)-(5.30).
Calculate right-hand side d[u(™)] according to (5.31)-(5.37).

Set, MZ(Jm) = Az‘j + Bij [u(m)]

10: Set coefficients c,(gmH) for k € I, via Dirichlet conditions Bu = g.

11: Account for BC via dgm) = di[u™)] — Mi(lln)c,({mﬂ) , 1€\, kel
12: Solve MM\ =™ i, j € I\ L.

13: Set u(™H ) (z,y) = I ™ V().

14: Set m:=m+1

15: end while

16: return v := u(™.

17: end procedure
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5.1.2 Treatment of periodic problems

Below, particular problems, i.e. Couette-like and thin film flows, involving periodicity in
one direction only, the z-direction, are considered. Due to the fact that periodic boundary
conditions are most conveniently handled by connecting the respective endpoints of the
FE grid, it is desirable to only have to deal with periodic fields; however, that is not
necessarily the case for the auxiliary potential fields ¢1 and ¢- as is easily seen. Linear
combinations of (1.41), (1.42) lead to the identity:

aui 8uj
— 2045 =—(p+U)dij +n <8xj + 8@-) — ouu;j (5.39)
with: 52 5 .
P D D
011 = o19 = (5.40)

Y2’ 02 = 2  zdy

in which —20;; is identical to the stress tensor apart from the occurrence of the potential
energy density U. If the physical quantities u; and p are assumed periodic in the z-
direction, then the second derivatives of @ are periodic apart from the dependency on U.
In the following consider the splitting & = &, + @, into a periodic plus a non-periodic

(aperiodic) part, respectively.

(a) Periodic channel flow

In the simpler case of Couette flows, no external forces occur, i.e. U = 0. Thus all second
derivatives of @, can be at most constant leading to ®,(x,y) = c12? + coxy + c3x and for

the representations ¢1 = ¢1,, + ¢1,, and P2 = @2, + @2, to aperiodic parts:

(r{)]-,a(x? y) = Clxa ¢2,a(l’7 y) — CQ,I,

being linear in x. In a classical channel flow configuration with upper and lower walls and
periodic conditions on the left and right-hand side, the two constants ¢y, ¢ are not known
it advance. So when connecting the FE grid points on the left- and right-hand side this
additional freedom should be taken into account. Otherwise the solution process is carried

out as described in Sec. 5.1.1.

(b) A simple iteration scheme for periodic film flow

Consider gravity-driven film flow down a corrugated rigid surface inclined at an angle « to
the horizontal, as shown in Fig. 5.1. Along the stationary rigid surface, velocity Dirichlet
conditions are imposed while at the free surface three boundary conditions are required:

a kinematic condition and two dynamic conditions in which the latter take the form of

146



5.1 Method of solution

At the free surface:

Ulz,y) = eglcos(a)y — sin(a)z]
1) Dynamic condition:
c |
fuds(9) = 56— 5 [ UEmE) s
s0
2) Kinematic condition:

ui(s)ni(s) =0

Fixed rigid surface:

ui(s) =0

Figure 5.1: Schematic of gravity-driven film flow down a corrugated rigid surface inclined
at an angle a to the horizontal. The indices 7 and j in the boundary conditions run from
1 to 2.

inhomogeneous Dirichlet conditions for ¢; and ¢2 as derived in Sec. 3.2.2 of Chapter
3; these depend on the surface tension, the curvature and the potential energy density.
In principle the shape of the free surface can be found by iterating over the kinematic
condition while solving a sequence of flow problems with prescribed dynamic conditions

in a fixed domain.

For gravity-driven flow the potential energy density takes the form U = pg|[cos(a)y —
sin(a)z] leading to a non-periodic term in (5.39). Thus the second derivatives of ¢ may
depend linearly on x, causing @ to be possibly cubic in . The non-periodic influence of
U can be eliminated by subtracting a suitable known solution; for instance, the Nusselt
solution for the case of a planar surface in which the free surface is correspondingly flat

and of thickness h provided the Reynolds number is below a critical value [277], which is

simply:
09 .
uy(x,y) = 2 sin(a)y2h —y], wa(z,y) =0, p(z,y) = —ogcos(a)y + po (5.41)
o . 1 . 1 2 1 3 bPo, o 2
(,y) = —509 sin(a) 2Ty - hxy + rial e 5(9@ +y°) +ciw+coy+cz, (5.42)

in which the constants cj, ca,c3 can be chosen arbitrarily; for instance the prescription
#1(0,h) = ¢2(0,h) = 0 leads to:

1
é1(z,y) = —70gsin() {xz +y° — 2hy + h2] —por +c1, (5.43)

1 ;
P2(z,y) = 599 sin(a) [zy — hx] — poy + c2, (5.44)

with pp = ¢1 = ¢ = 0. Consider now the splitting v = (uy, u2, ¢1, ¢2) = up + u, into a
periodic plus a non-periodic part, respectively. Obviously the non-periodic part can be

chosen as u, = uy +uy, with Nusselt solution v and another part wy, which comprises the
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remaining linear dependencies in x. The latter can be found via the dynamic boundary
condition e;;¢;(s) = gi(s) as ur, = (0,0, c1z, cox) with ¢; = g;(s1)/A if the free surface
parametrisation is such that s € [sg,s1]. Thus, for a fixed approximation of the free

surface shape a problem of the following form has to be solved:
Lup + 2N iy + uglup = Nty + ug) (U + ua) + f (5.45)

in which the aperiodic part f := —Lu, — 2N [t + ug|u, has been shifted to the right-hand

side and the boundary conditions are given by:

Ui p(s) along the fixed rigid surface, (5.46)

=0,
Gip(s) = gi(s) — dials), along the free surface, (5.47)

for ¢ = 1,2. The above problem can be solved via the method described in Sec. 5.1.1 with
the free surface updated via the kinematic boundary condition which has not been used so
far. Given that an approximate solution u(™ (x,y) together with a surface shape, expressed
in form of a height function h("™ () depending on 2 = z(s), is available, then a correction
h("+1) () is found by shifting the surface position in direction of the (outflowing) velocity
field:

v=i+At-uf” (2,h0(3)) = (@), (5.48)

-1
B (@) = KO (@) + At ug? (5,00 (7)) with 3 = (€M) (@), (5.49)
in which the points z + Az, z € Z are identified due to the A-periodicity in the z-direction
and At is a characteristic time scale; usually a fraction of the period time T" which elapses
until a surface particle has passed a period length A. This iteration is performed until
the norm difference of two consecutive height functions falls below a predefined threshold

leading to the procedure shown as Algorithm 2.

A few heuristic strategies which are not mentioned in detail can be crucial to improve the
stability, efficiency and convergence speed of the surface iteration. For instance the update
algorithm for the surface shape is supplemented by an adaptive damping mechanism in the
case of strong surface variations; first, this involves an automatic, self-adaptive choice of
At, depending on the Reynolds and Capillary numbers (being defined later in the context
of the applications), the current difference R+ —p(") and the whole convergence history;
second, a possible smoothing of a new p(nt1) by Fourier approximations of adaptive order.
Moreover, the FE grid and the accuracy of the Newton solutions in line 6 of Algorithm
2 may be refined in the course of the surface iteration process instead of calculating high

precision solutions directly from the beginning. Sometimes, instead of using (5.49), it is
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more efficient to solve a differential equation of the form:

(n) ( h(n+1)

d ug'™ (z, (2))

Gyt ) — (1) (o, y —

dxh (z) 2, (™) (x7h(n+1)($)) ) h (z0) = yo0, (5.50)

in which case the streamline starting from (xo, yo) is traced. Since the current free surface
shape and corresponding velocity field are approximations only, it may happen that a
streamline h("*1) starting from (xo, ho) lies partly outside of the current mesh; this is
the reason why hy/2 < yo < hg is chosen in a way that ensures the streamline remains
inside the meshed domain and reaches the outflow boundary. If this is achieved, a new
approximation of the free surface shape is obtained by shifting the calculated streamline
h("*+1) by an amount hg — yo to the correct position. An automatic switch from (5.49) to
(5.50) is implemented depending on the problem parameters and the convergence history.

Finally, it is mentioned that stationary but non-periodic film flows with standard inflow
and outflow conditions can be treated in a similar way but without the need for imple-
menting a splitting into periodic and non-periodic parts. Furthermore, in the context of
a LSFEM it would be desirable to directly incorporate the free surface degrees of freedom
into the system of equations and to solve the whole system in one Newton iteration; such
a procedure would be similar to the “spine method” from [265] and is left as a future

development.

Algorithm 2 Free surface iteration
procedure [u, h] = FILMFLOW(h, A, 0, a, Re)
Initialise 2(%)(2) = hg, m = 0.
while m < 1 or [|h*™)(z) — bW (z)|| > ¢ do
Calculate g(m)(s) via the dynamic BC in Fig. 5.1.

1:

2

3

4 i

5: Determine aperiodic part u,(lm) =un + u(Lm).
6

7

8

9

Solve the non-linear problem (5.45)-(5.47) with Algorithm 1.
Set u(™) = ul(;m) + u((lm).
Update the free surface A+ (z) via (5.49).
: Set m :=m + 1.
10: end while
11: return u = w1 p = pm-1),
12: end procedure

5.1.3 Isoparametric concept

An important stage in FE calculations is the construction of the system matrix in which
the course of action as well as the utilised data structures are of special interest. To set up
the FE procedure for the present work the classical “p-e-t” data structure [174] is used,

consisting of an array p for the node coordinates, an array e with the node indices of all
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boundary edges and an array t which, for each element, indicates the node indices involved
in mathematically positive order, cf. Fig. 5.3. Based on this data structure three con-
cepts transpire as particularly useful for efficient computation: Firstly, the element-wise
construction of the matrices is accepted as standard as it is much easier to handle than a
nodal-based construction which requires a more complex representation of the neighbour-
structure. Secondly, the element-wise integrals, possibly residing on complicated curved
elements, are transformed to and calculated on reference elements, in which the transfor-
mation itself is approximated by the same basis functions as the solution; thus the phrase
“jsoparametric”. Finally, integrals are evaluated by numerical quadrature rules which are
extremely efficient and much more reasonable even if exact primitives were available; in
this context Gauss-quadrature is typically used as an integration tool allowing for the best
relation of exact integration order to necessary evaluation points [25].

In the following, unstructured grids comprised of both triangular and quadrilateral
elements — see Fig. 5.2 — are considered in the plane and the test and solution spaces
involve standard Lagrange elements up to quadratic order. The basic ideas are summarised
following which the practical implementation is briefly exemplified. Hereby the concepts

and the implementation are closely related to those of Bartels et al. [21].

(a) Domain decomposition and reference transformations

It is assumed that € is decomposed into finitely many FE domains 7" € T with curved
boundaries which have either three or four edges, or sides, respectively. Furthermore, the
existence of 73,71 C T is assumed such that 73U 73 = 7 and 73N 73 = 0. In order to
guarantee that neighbouring elements match each other, element edges are defined through
a reference parametrisation. If A and B are the endpoints of an edge E which may be

curvilinear with a point C' on E, then F is given by the parametrisation [21]:
Pp: Breg = R?, t A(L—1)/2+ B1+1)/2+C(1—t)(1+1),

in which C = C' — (A+ B)/2 and Eyf = [—1,1] as in Fig. 5.2. Assume that the restriction
of g to (—1,1) is an immersion; this is guaranteed if A, B, and C are distinct and either
C lies on the line segment connecting A and B or A, B, and C are not co-linear.

Given any triangular element T° € 73, the three corner vertices are mandatory and
denoted by pgT), péT), p:())T), whereas the edge vertices piT), péT), péT) are “optional” and
can be prescribed in domain areas where a higher polynomial degree is reasonable or, for
instance, on edges of curved boundaries. For the representation of a triangular element
T € T3 a reference element Tyt and form functions Ny, ..., Nyg € H'(Tief) are defined

such that each triangular element is the image of the map [21]:
.«
or =3 Ny Ty = R?, TeT;. (5.51)
j=1

150



5.1 Method of solution

quadrilateral
9-point element [-1,1]

“optional”
nodes

triangular element
with one
“optional” node

Figure 5.2: Example of an admissible decomposition of a domain involving both trian-
gular and quadrilateral elements with different numbers of vertices. The edge from point
A over C to B is mapped to the interval [—1,1] via §p.

(T)

Here, the coefficients ¢;"* are related to the given vertices of the element such that:

ch) :pg-T), for j=1,2,3

T T T T
(T) _ <T>_P§ "+ (T) _ (T)_pé "+
€y =Py 5 ) Cy ' =Dy 5 )
T T
(ry (T)_p;(;)erg)
Cs =~ = Ds 92 )

in which cg?g =0, j = 1,2, 3 in the case that the optional edge vertices are not prescribed.

The reference element is chosen as Tyer := {(£,1) € R2: €, > 0,€ + 71 < 1} and the form

functions defined according to:

Ntl(gan) = 1—5—7% Nt?(&an) ::ga (552)
Nt3(£a 77) =n, Nt4(§a 77) = 45(1 - 5 - 77) ’ (553)
Nis(&,m) = 4€n Nig(§m) :=4n(1 =& —n). (5.54)

Given any quadrilateral element T € T4, the four corner vertices are again mandatory
(T) (1)

and given as p;i g = 1.4, whereas the edge vertices p; ' J =95,...,8 and an

(T)

additional vertex pq ’ in the interior of the element are optional. For the representation of
an element T € T4 a reference element Qe is again defined together with form functions
Ny, .., Nyg € HY(Qyef) such that each quadrilateral element is the image of the map [21]:

9

Or =3 d" Ny : Qs > R*, TeT;. (5.55)
j=1
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(@ v n
A
(T) o
e v, O
Ps
(T) (T) -~
P o1
P2 >
(0,0) v (0,0) (1,0 ¢
(b) (T) (T)
Y T
A p:(a )
p(gT) p(T) @;1 ( 1,1) (1,1)
- .
\—/
pi" o p™ 2 £
ey T
2 L.
(0,0) v (-1,-1) (1,-1)

Figure 5.3: Diffeomorphisms from the reference elements Tjef, Qref in the (£, 7)-plane to
curved elements 7" in the (x, y)-domain €2, for (a) triangular and (b) quadrilateral elements.

In this case the coefficients dg-T) are related to the given vertices of the element such that:

ar )—pg ), forj=1,...,4

T T T T
TR . S R N i
5 —Ps B ) 6 — Pe B
T T T T
4T — (T)ip:(),)—i-pfl) d(T)_ (T)ipg:)‘i‘pg)
7 =P7 5 ) = Pg 9
d§” = p{" + - ij - *ZP(T)>
in which d +)4 =0,5 =1,...,5 in the case that the optional vertices are not prescribed.
For Qpef := [—1,1]? the form functions are defined as follows:
Ngi(&m) == (1 =& —n)/4, Ng2(&m) == (1 + &)1 —n)/4,
Ngs(&m) == (L+ (1 +n)/4, Nga(&m) == (1 =&)L +n)/4,
Ngs(&,m) := (1= €)(1—n)/2,  Nes(&n) == (1+&)(1—n)/2,
Ngz(&,m) = (1 =€)(1+n)/2,  Ngs(&n) = (1-&)(1-n")/2,
&n)=01-)1-n).
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Figure 5.4: Selected shape functions on a quadrilateral reference element. From left to
right: Ng1, Ngs and Ngg.

The reference transformations for triangular and quadrilateral elements are visualised in
Fig. 5.3 and selected shape functions are shown in Fig. 5.4.

With the help of the diffeomorphism @1 according to (5.51) and (5.55) for T € T3
and T € Ty, respectively, and the form functions Nyi,... Ny and Ny, ..., Ny, a discrete
subspace V;, € H'(Q) can be defined as follows. Let P denote the set of grid vertices or
nodes, then for each node a basis function is defined which is not equal to zero only on the
neighbouring elements containing this node. Given a node z € P and an element T' € T

with associated node indices j € Jp such that z = p(-T)

;75 a plecewise definition of basis

functions v, is given by [21]:

Nyjodz! ifzeTandT € Ts,
Vlr =S Nyjodyp' ifzeTandT e Ty, (5.56)
0 ifz¢T),

in which v, € H'() is easily checked. The solution space:

V, = {Z QU ¢y € R} , (5.57)

zeN

from Sec. 5.1.1 is then formed as the linear combination of all these basis functions v,
whereas the discrete versions Uy, V}, from the spaces (5.2) and (5.3) are constructed as

appropriate restrictions of f/,f, thus incorporating the Dirichlet boundary conditions.

(b) Assumptions on the decomposition

The following assumptions concerning the decomposition 7 are made, which imply re-
strictions on the choice of the vertices, points on the sides of elements, and points in the

interior of elements [21]. The assumptions imply that the elements with three and four
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vertices define a proper decomposition of €2 in the sense that edges or sides of neighbour-
ing elements match and that the mapping @ is an diffeomorphisms in the triangular and

quadrilateral case.

1. a) There exist 73,74 C T such that T3 U7y =T and T3 N Ty = 0.

b) For each T' € T3 there exist {1,...,3} C Jr C {1,...,6} and initially prescribed

points pg-T) € R?, j € Jp, such that T is the image of T}.f under &7

c) For each T' € T; there exist {1,...,4} C Jr C {1,...,9} and initially prescribed

points pg-T) € R?, j € Jp, such that T is the image of Qe under @7,

2. The closure of Q is covered exactly by T, i.e., Q = Ure7 T and the interior of the
elements is non-intersecting, i.e. int(7) Nint(7") = () for all T, 7" € T.

3. UTNT = {z} for T,T' € T and some x € R? then z is a vertex of both elements
T and T'.

4. U TNT' = {x,y} for T,T" € T and distinct z,y € R? then T and T’ share an entire

side.

5. There exists ¢ > 0 such that | det D@7| > ¢ for all T' € T, in which D@7 denotes the

Jacobian, see the next paragraph (c).

(c) Element-wise construction of the discrete system

In order to construct the system matrices A and B, the sub matrices (5.12)-(5.21) have
to be built once for the whole iteration procedure and the sub matrices (5.25)-(5.29) have
to be updated for each iteration step based on the previous solution vector. These sub
matrices can again be compounded from the blocks (5.9)-(5.11) and (5.22)-(5.24); that is,

the heart of the construction process relies on the assembly of the latter six block matrices.

Consider now the assembly of ag, from (5.10) as an example keeping in mind that the
remaining block matrices from (5.9)-(5.11) can be assembled in the same manner. The
presentation below is again close to Bartels et al. [21]. In the case of a triangulated two-
dimensional domain Q C R? involving n grid points, the discrete approximation space
Vi, = (v1,...v,) consist of n continuous and piecewise smooth basis functions as defined
in the previous section (b). The basis function v;(x,y) has a function value of 1 at the
grid point with index ¢ and a function value of 0 at any other grid point; Fig. 5.5 shows

a basis function v; for the piecewise linear case. The entries of a,, are accumulated by:

(axy)l-j = (&wi, 8yvj)0 = / &Eviﬁyvj dQ = Z / az’l}iayvj dT, (5.58)
& TeT /T
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5.1 Method of solution

in which 7 is the set of all elements. As J,v;0,v; in the last expression is non-zero, i.e.
supp(v;) N supp(vj) # 0, only if the indices ¢ and j both belong to the element 7', the
matrix can conveniently be assembled element-wise. It is sufficient to compute for each

element T € T3 a matrix M(T) = (M J(,CT)) jkeJp defined by:

P = [ 00y 0 07") -0,V 0 #71) T

and for each T € T; a matrix M) = (M;I?))j,keJT defined by:
T _ _
My = /Tax(qu oWy ) - 8y (Ny, 0 Wty dT .

Thus, matrices MT) € R*6 and M@ € R are computed for T € T3 and T € T, in-
volving the indices j, k € Jr of the corresponding elements. The element-wise construction
of the system matrix by contributions from local element matrices MT) is illustrated in

Fig. 5.6. This process is easily extended to more complex and three-dimensional elements.

For a further, more compact explanation, the annotations “t” and “q” in the shape
functions Ny, Ng; are skipped and automatically assumed in the context of either a

triangular or a quadrilateral element. Moreover, in order to avoid repetition the notation

2

“Tret” covers both triangular and quadrilateral reference elements. The Jacobian of the

coordinate transformation @7 at a point p = (&, 7m ), is defined by:

ON; ON;
. >l Ge @ 265w
LAY — | J
Doy (p) == a(E, ) (p) = (1) ON; (1) ON; ) (5.59)

ch,1 3777(1)) ch,Q Tn(p)

J

and its inverse denoted by D~'®7, in which single matrix entries of the inverse Jacobian

Figure 5.5: Linear basis function 1; and selected triangular element with corner point
indices 2, 3 and 6.
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local global system matrix
element matrix M)

1 2 3 45 6 7

s 37 1fo o o0 00 0 o0
\—/2 0 My |[Mi2|0 0 My 0

M M13 2 3 0 My Msz 0 O Mas O
M1 Maz Moz |3 41 0 0 0 00 0 O
M3z Mszz Mss |6 5[ 0 0 0 00 0 O
6 0 Ms; Mz, 0 0 Mssz O

\ /7 0 O 0 00 O O

global indices

local indices

Figure 5.6: Assembly of the global system matrix out of local element matrices.

are denoted by D;@T. Employing the substitution rule for the diffeomorphism &7 and
using the identity (D¢;') o & = (Ddr)~! yields:

My = /Taluvj 0 ®71) - By(Ny, 0 &) d(x,y)
= | [paere.man; . m] [Dy'er( manu(e m] | dee Dore.m] ate.n)

in which the Einstein summation convention has been used. In order to evaluate D®r,
temporarily missing, i.e. not initially specified, points pg-_T&l, j=1,...,5 are computed by
interpolation. The local stiffness matrix is then approximated using a quadrature rule on

Tyt which is defined by points (§m, 7m) € Tref and weights 7, for m =1,..., Kp:

Kr

m=1

- [D2" 1 (€ 1) AN (Ems 1) | | det DB (& )| - (5.60)

In the implementation Gaussian quadrature is employed in which quadrature points and

weights for reference triangle and quadrilateral elements are taken from Bathe [25]; see
also Fig. 5.7.

In the same way that a,,, from (5.58), is assembled by element matrices according to
(5.60), the block matrices az, and ay,, from (5.9) and (5.11), can be assembled; this only
needs modification of the corresponding indices. Slightly differently but in a completely
analogous way, the matrices (5.22)-(5.24) can be assembled which is exemplified by b,1[f]

for an arbitrary function f = f(x,y). The corresponding calculations:

(bx]l)ij = (8901)@', f’l)j)o = / (%vifvj dQ = Z 8xvl-fvj dT, (561)
Q

TeT’T
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(a) R (b) R
1
| | 3/5
i i
e e R
I I
I I
: =)\ : 0 \
T @) 4 1/2
I I 13
| | °
I I
S o| Vi
: o —V/3/5
. . \
7

I RN T L T ’ ! Loos
5 V3 3 Vs 2

Figure 5.7: (a) Gaussian quadrature on the unit square involving one (green), four (blue)
and nine (red) quadrature points. (b) Gaussian quadrature on the reference triangle
involving one (green), three (blue) and seven (red) quadrature points.

require the allocation of element matrices:

MD = /T (N, 0 B7Y)(@,y) - f(z, y) Ny 0 7t (2, ) d(x, y)

= /T (D3 ®r(&,mAN; (& m)] [£(@r(¢,m) Ni(& )] | det DB (¢, m)|d(€,m)

Kr

m=1

AT (G 1)) Ne(Eoms 1)) | et DB (€, )| (5.62)

Finally, vectors of the form (5.31)-(5.33), including parts of the linearisation as well as vol-
ume forces, are required. Their calculation is exemplified via d,[f], again for an arbitrary

function f(z,y). The corresponding calculations:

(de)s = (Bvi, Flo = /Q for0d =" [ jo,udr. (5.63)

TeT /T

require the allocation of element vectors:
M) = [ 0/(Nj 07! : d
(1= | oo 27 0) - fle)dCy)

= / (D5 @r(&,mAN; (€, m)] [f(@r (¢, m)] | det DOT(¢,m)| d(€,m)

ref

Kr
~ > A [ Dy B (& ) AN (Ems i) | - [F (@ (Ems mim))] | det DB (&, 1)

m=1
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5 Implementation and solution of linear systems

(d) Boundary estimates for isoparametric finite elements

At this point attention is returned to Assumptions 4.6 concerning the boundary approx-
imation used in the FE method. Lemma 5.2 below demonstrates why these assumptions
are fulfilled for the isoparametric elements under consideration. Prior to this, some well-
known results concerning inverse Sobolev inequalities, taken from Brenner and Scott [48],

are cited:

Lemma 5.1. Let ph < diam(T') < h, be the diameter of an element T with incircle radius
ph where 0 < h <1, and P be a finite-dimensional subspace of W}i(T) NWSHT), where
1 <pg<ooand 0 <m <Il. Then there exists c = c(ﬁ,'ﬁl,p,q,p) such that for all

v € P, we have:

lollwsry < ch™ 2= o]y (5.64)

Here, Wzl, denotes the classical Sobolev spaces, cf. Definition B.9 in Appendix B, where
H' = Wi. The above Lemma allows for the estimation of higher order Sobolev norms
against lower order norms with an appropriate h-dependent factor; a result that is needed

in the proof of the following estimates:

Lemma 5.2. Consider a Lagrangian isoparametric finite element space Vj, C HY(T) of the
form (5.56), (5.57) but with arbitrary polynomial order k. Let T denote the corresponding
triangulation with elements T; € T which approzimates a given domain Q C R? such
that the boundary approximation T of O consists of transformed piece-wise k-th order

polynomial curves. Furthermore, define by u € Vj, elements of the product space:
Vi, i= {u € Vit | B(x)u(x) = 0 for all z € T},

with one of the boundary operators given in (4.24), (4.25)%. Then there exist constants
h1 > 0 and ¢ > 0 such that for all w € Vi, 0 < h < hy holds:

|| Bu
|| Bu

0,00 < chPFD2|yy g, (5.65)

Lo < chPF D2y o (5.66)

If additionally w € H?(Q)*, then the norms |lull1.q in (5.65) and (5.66) can alternatively
be replaced by h'/?||ul|2,0.

Proof. Boundary integrals are estimated using a typical method for non-conforming FEs
[48] with the analysis confined to triangular elements, although a generalisation to quadri-

lateral elements is straight-forward. The essential analysis is performed in the reference

2Note, that by extension with the zero solution and restriction of u € V3 to €, then without loss of
generality it also holds that u € H*(Q)*.
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v K [0 @ = o7} ()
T = o, 1(T))
(0,h)
(0,0) (0,0) (h,0) &

Figure 5.8: Schematic of the transformation of an element (left) located at the boundary
to a reference domain (right) and vice versa. The curved element edge F; is transformed
to the straight line £ while the corresponding part of the exact boundary T; is generally
transformed to the curve I'; = @;il(Fi).

domain and then transferred back to the computational domain; this requires the precise
assignment of different edge and domain quantities. Consider a boundary element T; € T
with its adjacent boundary edge E; C JT, then the corresponding part of the exact do-
main is denoted by ; C © with boundary edge T'; C 912, cf. Fig. 5.8. An isoparametric
mapping @i,l : T; — T is used which transforms element 7} to reference element 7' having
straight edges and corner points (0,0), (h,0) and (0, k) in the reference coordinate system

(&,7m); the transformed quantities are denoted with a hat:

>

d)Ti (T)
ngi (E)

T;, D7, ()

E;, o7, (1) =T.

Qi)
r

in which £ can assumed to be the straight edge from the coordinate system origin to the
point (£,7) = (h,0), without loss of generality. Furthermore I'; can be parametrized as
(&,n(¢)) for 0 < & < h with n(§;) = 0 for k + 1 fixed points & € [0,h]. A parametric

approximation of degree k gives:
()] < ch™tand  |n'(§)] < ch”, (5.67)

for all £ € [0, h] due to the fact that n(£) can be interpreted as an interpolation error for
a polynomial of degree k and, similarly, 7'(¢) for a polynomial of degree k — 1, cf. [31].

Consider first the case of a homogeneous Dirichlet boundary condition, (4.24), with, for
instance, Bu(x) = (ui(x),us(z)) = (0,0) for all z € 9T. Here, it is sufficient to examine
one of the components v := wu; and its transform o = @7,v. A Taylor series expansion
leads to:

o o(¢,0)
TR

k
0(En() =) &), (5.68)
=1
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5 Implementation and solution of linear systems

in which the index [ = 0 is skipped due to v(&,0) = 0. Using expressions (5.67), (5.68) and
the inverse estimates (5.64) the following estimate is derived for an arbitrary transformed

boundary element 7T; and a function o:

h
I8]2 / 0(s)|? ds = / B2(E @)1+ 7 (©)2 de

A 2
sz/oh@?(g,n@) d5—2/ @ lit¢ 5)) ae
k h 9
20(k+1) (¢,
sy / [o0a(c. 0)]

k
S ORI 0T 5 < kRPED[0)7 o S R 0)1F 5 (5.69)
=1
In arriving at the last line, (5.69), Lemma 5.1 has been used with p = ¢ =2 and m =1,
[ =1,...,k. Moreover, in the very last inequality use is made of the norm equivalence
relations:
vl = Rllvlly 2 (5.70)

which hold for all v € V}, due to scaling arguments and the fact that the considered space,

restricted to an element 7', is of finite dimension [48, 160]. Following the same argument:

[ollg. 7 = llvllog, » (5.71)

holds for all v € Vj, if T is sufficiently close to €); such that it allows invertible mapping
between 7" and Q,

The above result can be transferred from the reference to the computational domain

via the following inequalities with m =r =1, cf. [29]:
HUHO,D < C||'0Ho7f‘i ) (5.72)

L°°(Q ) Z lv

Obviously © = [J£; holds, but note that a summation over all boundary edges gives

1/2

I - (5.73)

o]0, <

[v]lo.00 < ch®T1/2||v||1 0. involving the sub domain Qr C Q which includes only those
Q; that meet the boundary at two points at least. Clearly, this directly implies the
desired result (5.65) for Dirichlet boundary conditions; if, however, the additional condition
v € H%(Q) is assumed, then the Poincaré-Friedrich inequality (B.10):

[vll10r < slvl2.0r < sllvllza,
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5.2 Conditioning of linear systems

holds with s = |Qp|'/2 = ch!/2 such that the term |lul|; o in (5.65) and (5.66) can alter-
natively be replaced by h'/2|ulls.q.

Using the same arguments as above the following estimate is obtained:

2
@'<s>r2ds:/0 [ iﬂ O ge < / (En(€))P de

<Zh”(‘““ /0 [0 aci(e.0)]” ae

Ik Ik
<Zh2(+1 I ||l+1E§Zh2 1917 &
I=1

< (k— 1|

ok 5/
1F f‘z

As before, the transformation estimate (5.73) and the equivalence relations (5.71) together

i

k— k—
I 5 < 2 1HleTNh2 Holl; ¢, -

and therefore:

o(s)] + [0 (s)]*ds < R 0] 5

with a summation over all boundary edges gives ||v||1.90 < ch*~'/2||v||1.0,.. Thus the result
(5.66) for Dirichlet boundary conditions follows immediately and the additional estimate
for || - ||2,o follows by the same arguments as above. The corresponding results for the
remaining boundary operators (4.25) can be derived analogously; the proof of which is

omitted.

O]

5.2 Conditioning of linear systems

It is desirable to determine bounds for the condition number of the system matrices that
arise, which is crucial for the assessment of possible linear solvers. For this purpose con-
siderations by Braess [44] are extended to the present case of Petrovskii systems. Consider
solutions u € Uy, of problem (5.4) with U, V replaced by the discrete Lagrangian finite
element spaces Uy, V}, as described in Sec. 5.1.3(a). For convenience a polygonal domain
Q C R? is assumed such that the boundary approximation is exact and only non-curved,
straight elements are involved in the triangulation; in this case the FE discretisation is
conforming. For a domain discretisation with N given grid points the functions of the

nodal basis v; are normed such that:

vi(zj) = h™'6i5,
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5 Implementation and solution of linear systems

for i, =1,..., N involving the Kronecker delta. In order to describe the conditioning of
the resulting linear systems it is necessary to introduce discrete vector norms in contrast
to the above Sobolev norms. In the following, the Euclidean vector norm is denoted
by ||z]|? = (z,2). := 2Tx for any x € R". Whenever |ul. or (u,u). is written for a
function v = Zfivl civ; € HY(Q)*, then, u is identified with the nodal vector (ci,...,cqn)

corresponding to the basis {v;}i=1 an from (5.8), that is:
4 N AN
ull2 =D uilz)? = .
i=1j=1 i=1

This is reasonable since, with a h-independent constant ¢, the following holds:
cHulle < llulloe < cllulle (5.74)

and therefore the Euclidean norm is equivalent to the L?(£2) norm.

In order to encapsulate the main idea in a brief and convenient way, further consideration
is subsequently restricted to the linear Stokes flow case, although they similarly carry over
to the non-linear one. Under the premise that FE quadrature is performed without error,

for a FE approximation u € Uy the identity:
a(u,u) = (u, Au). , (5.75)

is valid in which a(-, -) denotes the bilinear form from (4.49), which in the proof of Corollary
4.10 has been shown to be elliptic, and A denotes the discrete system matrix of the resulting

linear system. Employing (5.74), (5.75) along with the inverse inequality [44]:
Jully < b~ fullo, (5.76)

and the continuity of the bilinear form a(-,-) yields:

(oA o ate) Bl ol
wct, Tul = deb, Tullf ~ ueb, Tul

=h72,  (5.77)

)\maz = sup
uely (u, u)e

~

with a continuity constant /3 according to Definition 4.8. The simple relation ||ul|; > ||ulo

and the coerciveness of the bilinear form leads to:

(w, Au)e . oa(uu) o oafulf o [lullf

Amin = inf ——— 2 in i =1

" el (e~ s R = uely Jull} ~ uely Juld T

with a coerciveness constant «. Obviously the bounds for the eigenvalues identifiy the
condition of matrix A to be of magnitude Apaz/Amin, that is cond(4) = O(h~2). This
estimate is sharp and the term h=2 in (5.77) is optimal which relies on the fact that the
inverse inequality (5.76) is sharp. Braess [44] shows that functions u € Uy, exist for which

(5.76) holds with an equality symbol.
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5.3 Numerical tests and validation

Certainly the condition number of a linear system is a relevant indicator of whether or
not the system is difficult to solve. Not only can the error propagation be characterised
by the condition number but also the convergence rate of an iterative solver, such as
conjugate gradient (CG), the use of which is essential for large and sparse systems, Saad
[211]. A growth rate of h~2 for the condition number for increasingly refined grids is
typical for elliptic systems of Petrovskii type in general and is also typical for standard
FE discretisations of the Stokes and Navier-Stokes equations; this is known for the Taylor-
Hood element in the primitive variable case or for equal order Lagrange elements in the
case of streamfunction-vorticity formulations [107]; so in this respect the method developed
here is at least competitive.

However, as iterative solvers are almost always complemented by a suitable form of pre-
conditioning, also the effort necessary to construct a reasonably exact inverse, for instance
by multigrid techniques, plays an important role. In this context it is easily shown, along
the lines of Bochev and Gunzburger [37], that the system matrix A is spectrally equivalent
to the block diagonal matrix D = diag(D, D, D, D) with:

Dij = (vi, vj)1 -
Using (5.75) and the following similar relationship:
(ui, Dug)e = (ui,ui)1,

reveals, together with the continuity and coerciveness of a(-,-), that:

4 4
¢! Z(uz, Du;)e < (u, Au)e < cZ(ui, Du;)e ,
i=1 i=1
which means that the condition number of D14 is bounded from above by a constant
independent of the matrix size and therefore independent of h.

As an important consequence of these considerations, least-squares algebraic problems
for Petrovskii systems, including the one under consideration, can be preconditioned using
any good preconditioner for the Poisson equation; in this respect all the geometric and
algebraic multigrid methods, originally designed for Poisson-like equations, are directly

accessible.

5.3 Numerical tests and validation

In order to validate the above FE method expressed in terms of the velocities and two

potential fields a selection of test cases is considered which exhibit increasing complexity
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5 Implementation and solution of linear systems

with regard to the geometry and boundary conditions: this involves singly and multiply-
connected domains with curved boundaries and sharp corners. Various combinations of
boundary conditions are explored; pure velocity and pure potential conditions as well as
different types of mixed conditions.

At first investigations are confined to Stokes flow, that is non-linear inertial effects are
neglected, the aim being to verify the predicted convergence rates reported in Sec. 4.3.3(a)
and (b). Full NS flow is then considered with special emphasis placed on the use of Newton
iteration which is expected to converge faster when compared to corresponding primitive
variable formulations, due to a reduction in the order of the non-linearity. Further aspects
include the influence of grid structure on the error and the analysis of mass conservation:
as the present least-squares approach assures mass conservation only globally and not
element-wise, convergence is achievable but only slowly on coarse grids; resulting in non-
physical results with streamlines ending at walls unless a minimum number of elements
is utilised. This problem is traditionally overcome by increasing the polynomial degree or
alternatively by weighting the least-squares functional and giving solution of the continuity

equation priority.

5.3.1 Linear test cases and results
(a) Laminar Taylor-Couette [TF] flow

The flow between two infinitely long concentric cylinders with radii R; < Ry and rotating
at different angular velocities w1, wo is considered, see Fig 5.9a. In terms of the two
constants:

_ R%WQ — R%wl b— R%R%(wl — CUQ)

Rl R? R R
the resulting velocity in polar coordinates (7, ¢) is u,(r, @) = 0, u,(r, ¢) = ar + b/r, while
in Cartesian coordinates, (z,y) with 72 = 2% + 92, it can be written as:
Yy Y
Ul(%l}) :_uw;a (bl(x?y) :2b7'727

xr Xz
u2<m7y) :u¢;7 ¢2(x7y) :_2bﬁ

The following cases are explored:
[TF.1] Ry =1, Ry =2, w; = 1, and wy = 0 with least-squares weighting omitted, that
iswj = 1for j = 1,...,4. Linear basis functions on 3-point triangular Lagrange

elements are used and pure velocity Dirichlet boundary conditions specified; in

order to obtain a uniquely solvable system necessary constraints are prescribed
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5.3 Numerical tests and validation

for the potential variables:

urp(p) = u1(p) for p € 92,

ugp(p) = uz(p)  for p € 092,
¢1,h(p) =0 for JAS {(_170); (270)})
¢$2.0(—1,0) =0.

Initially, a simply connected domain is considered which is achieved by additionally

specifying the solution along an arbitrary cross section.

[TF.2] The same configuration as TF.1 but using quadratic polynomial basis functions
on 6-point Lagrange triangles. Here, in addition, the curved boundary is approx-

imated by piecewise quadratic edges.

[TF.3] The same configurations as in TF.1 and TF.2 but now considering the full Taylor-

Couette problem in a multiply-connected domain.

(a) N, (b)

Figure 5.9: (a) Taylor-Couette flow between two concentric circles with different angular
velocity [TF]. (b) Streamlines for Colliding flow [CF] in the interval [—1,1].

The results obtained for cases TF.1-TF.3 are provided in tabular form in Appendix
C.1 and displayed graphically in Figures 5.10-5.12. Fig. 5.10 shows convergence results
for both test case TF.1 and TF.2. Both tests were carried out with equal least-squares
weighting of the four partial differential equations and calculated on approximately ho-
mogeneous increasingly refined grids, with grid width parameter h. The graphs show the
global error versus the reciprocal of h, using logarithmic scales, in which according to
Table C.1 the finest grid corresponds to approximately 250 thousand grid points and 1
million variables. The error is measured using three different norms: the energy norm
llulla = v/a(u,u), which according to Corollary 4.10 is equivalent to the H*(£2) norm, the

L?(2) norm and the maximum norm. For linear FEs the error scales linearly, i.e. O(h), in
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Figure 5.10: Convergence results for test case TF.1 (left) and TF.2 (right) showing global
errors in terms of the energy, the L?(£2), and the maximum norm.
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Figure 5.11: Variable-wise convergence results for test case TF.1 (top row) and TF.2

(bottom row) with errors displayed in term of the L?(€2) (left) and the maximum (right)
norm.
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5.3 Numerical tests and validation

the H'-norm and quadratically, i.e. O(h?), in the L?-norm; the maximum norm behaves
similar to the L?-norm, as expected. For quadratic elements the exponents increase by
one, leading to quadratic and cubic scalings, respectively. In summary, the errors behave
precisely as predicted theoretically by Theorems 4.12 and 4.14, thus providing numerical
verification for the optimal error theory from Chapter 4.

Fig. 5.11 shows convergence results for TF.1 and TF.2, this time for the individual
variables w1, us and ¢1, ¢o. Those in the left column corresponds to L? error measurements
and those in the right column to maximum error measurements. The scalings once again
turn out to be optimal, as expected; although for the velocity components, in the case of
linear FEs, is dependent on the degree of mesh refinement. The full multiply connected
case, TF.3, exhibits no qualitative differences. The global error scaling displayed in Fig.
5.12 are compatible to those in Fig. 5.10.
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1072 i \3\ E 1073 % é
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Figure 5.12: Convergence results for test case TF.3 using linear (left) and quadratic
(right) basis functions, showing global errors in terms of the energy, L?(€), and the max-
imum norm.

(b) Colliding flow [CF]

Colliding Stokes flow with an exterior force f = 0 is considered on the unit square [0, 1]?,
see Fig. 5.9b:

Ul(x,y) = 20361/3,

ua(z,y) = 5(zt — o),

2(7,y) = 5( 3y ) 3 (5.78)
¢1(z,y) = —20(z"y + xy”),

pa(z,y) = —3022%y?% + 15y* — 5zt

when either pure velocity or potential Dirichlet boundary conditions or three variants of

mixed conditions are prescribed:
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[CF.1]

[CF.2]

[CF.3]

[CF.4]
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Quadratic basis functions and 6-point triangular Lagrange FEs are used with no
least-squares weighting applied to the equations. Pure velocity Dirichlet boundary
conditions are specified and in order to obtain a uniquely solvable system the

following constraints are prescribed for the potential variables:

un(p) = u1(p) for p € 092,

uzn(p) =u2(p)  for p € 09,

¢1,h(p) =0 for p € {(0,0); (1,1)},
$2,,(0,0) = 0.

The case of pure potential Dirichlet boundary conditions can be handled analo-

gously leading to nearly identical results and is therefore omitted.

Using the same quadratic basis functions as in CF.1, a combination of velocity
and potential Dirichlet boundary conditions are prescribed such that for x € [0, 1],
y € (0,1):

urp(z,0) = ui(z,0), u1p(0,y) = u1(0,y)
ug p(,0) = uz(z,0), u2,p(0,y) = u2(0,y)
P1p(z, 1) = d1(z,1), P1,n(1,y) = ¢1(1,y)
Pon(x, 1) = d2(z,1), P2,n(1,y) = ¢2(1,y) .

Using the same quadratic basis functions as in CF.1 and CF.2, a combination of
velocity and potential Dirichlet boundary conditions are prescribed such that for
z € [0,1], y € (0,1):

uyp(z,0) = ui(z,0), upp(z, 1) =ui(x, 1),
ug p(x,0) = uz(x,0), ugp(x,1) = us(x,1),
¢1,,(0,y) = 21(0,y) P1h(1,y) = d1(1,y),
$2,,(0,y) = P2(0,y) , G2,n(1,y) = ¢2(1,y) .

Using the same quadratic basis functions as above, a combination of velocity and
potential Dirichlet boundary conditions are prescribed such that for = € [0,1],
y € (0,1):

ugp(z,0) = uz(z,0), usp(z,1) = uz(z, 1),
$1.4(2,0) = ¢1(2,0), ¢1u(z,1) = ¢1(z,1),
u1,p(0,y) = u1(0,y), urn(ly) =w(ly),
$2,1(0,y) = ¢2(0,y), P2,n(1,y) = ¢2(1,y) .
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Figure 5.13: Convergence results for CF.1 - CF.4 solved on an unstructured grid (left);
the discrete 2-norm condition numbers of the resulting system matrices (right).

The impact of different types of boundary conditions on the convergence behaviour
and also on the condition number of the system matrices is explored. In contrast to the
Taylor-Couette flow the present set-up exhibits additional complications imposed by the
four irregular boundary corner points. These points not only exhibit sharp geometric
corners with 90° angles, they are also contact points for different boundary conditions: In
case CF.1 there are no contact points since only velocity conditions are prescribed. Cases
CF.2 and CF.3 exhibit 2 and 4 contact points, respectively, but on each edge either both
velocity components or both potential components are prescribed; such a combination of
boundary conditions is, for instance, typical for free surface problems as described in Sec.
5.1.2 with the difference that in the example of periodic film flow the free surface does not
come into contact with the rigid wall. The last case CF.4 is the most complex, since here
again 4 contact points occur and on each of the edges different combinations of u and ¢
components are prescribed; such boundary conditions may be physically relevant when an

outflow is present, as in the case of the backward-facing step problem investigated below.

Once again a sequence of homogeneous and increasingly refined grids with mesh width
parameters h is utilised, with corresponding results provided in tabular form in Appendix
C.2 and displayed graphically in Fig. 5.13. The left-hand plot demonstrates that optimal
error reduction, proportional to h3, is achieved in all four test cases independent of the
imposition of irregular points. This is not unexpected as the convergence rates from The-
orem 4.14 are in principle valid also for irregular domains as long as a H3(£) solution can
be guaranteed (when using 2nd-order polynomials) which is obviously true as prescribed
by (5.78).
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The right-hand plot of Fig. 5.13 displays the 2-norm condition number of the resulting
linear system versus the reciprocal of the mesh width parameter h, both using a logarithmic
scale. The condition numbers for cases CF.1-CF.3 are obviously bounded by ch~2 and
thus verify the considerations of Sec. 5.2; however, the case CF.4 with mixed component
boundary conditions appears to scale with h~% indicating the linear system is significantly

more difficult to solve with standard iterative solvers.

(c) Flow past a backward-facing step [BS]

In order to investigate the issue of mass conservation for the least-squares first integral
method mentioned in Sec. 5.1.1, the benchmark test case of flow past a backward-facing
step, see Fig. 5.14, is explored; the lower and upper walls are rigid, while on the left-hand
side there is an inflow prescribed in the form of a Poiseuille profile. The outflow boundary
conditions on the right is handled naturally by prescription of the components uo and ¢9

as defined in the following boundary value problem:

up(0,y) =2y(1—y)  for y €(0,1),
up(p) =0 forp € {(z,y) € 00|0 < x <5},
ugp(p) =0 for p € QY
$1p(5,—1)=0,
¢2,1(5,y) =0 fory e (—1,1).
1 1

0 1 2 3 4 ) 0 1 2 3 4 )

Figure 5.14: Flow geometry and streamlines (left) for the backward-facing step problem
and a typical unstructured triangular grid with local refinement at the relevant corners
(right).

The following alternatives are considered, including various combinations of them: (1)
a homogeneous grid structure with a constant mesh width parameter or a locally refined
mesh, as illustrated in Fig. 5.14, is employed, both have approximately the same number
of grid points; (2) two weighting variants are tested, either w = (1,1,1,1) corresponding

to an equal weighting or w = (1,1, 100, 1) corresponding to an overweight of the continuity
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equation by a factor of 100; (3) as in the earlier studies both linear and quadratic elements

are tested.

Fig. 5.15 shows the loss in volume flow compared to the specified inflow measured at
a finite number of 50 equidistant cross sections x = ¢ € [0,5], with the maximum value
being identified, termed the maximum loss of volume flow and measured as a percentage.
The maximum loss is calculated for increasingly refined grids and displayed versus the
number of grid points n, using logarithmic scales. The left and right-hand plots of Fig.
5.15 show results for linear and quadratic elements; for both element types the two grid

types and weighting variants lead to four possible scenarios.

It is observed that very coarse grids in combination with linear elements result in a
massive and unacceptable loss of volume flow rendering the solutions effectively useless.
Local mesh refinement leads to a slight improvement only, while an overweight of the
continuity equation shows a significant improvement. Of course, with increasingly refined
grids the FE approximation converges to the exact solution but requires in excess of 100

grid points to push the mass loss below 20% which is still unacceptable.

The situation changes with quadratic elements; the right-hand plot of Fig. 5.15 demon-
strates that a combination of higher order elements (at least quadratic), strong weighting
and local mesh refinement is sufficient to control the mass loss problem to an acceptable
degree. The huge difference between the worst case, unweighted linear, and the best case,
weighted quadratic, is exemplified in Table 5.1 for different numbers of grid points. In the
worst case the mass loss for a mesh with 149/150 grid points is about 78% and in the best
case only 0.17%. However, as is often the case a strong weighting of one of the equations
comes at a price, namely that the positive definite least-squares problem is shifted towards
a constrained (saddle point) problem identified by higher condition numbers. This is why
weighting has to be applied with care and requires experience; in the present investigation

weighting factors between 10% and 10* proved optimal.

np linear, w = 0 Ny quadratic, w = 1000
149 —77.83 150 —0.1662
332 —63.66 331 —0.1032
851 —43.16 855 —0.0223
4167 —17.86 4116 —0.0105
23323 —6.87 23891 —0.0067

Table 5.1: Maximum loss of volume flow as a function of number of grid points: the worst
and best cases being linear FEs on a homogeneous grid without least-squares weighting
and quadratic FEs on a locally refined mesh with weighting, w = 1000, respectively.
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Figure 5.15: Maximum loss in volume flow measured over all possible cross sections and
for increasingly refined grids; in the case of linear FEs (left) and quadratic FEs (right).
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Figure 5.16: The loss of volume flow calculated for each cross-section along the z-axis
for x € (0,5) and for the cases specified: with linear FEs (left) and quadratic FEs (right).

Finally Fig. 5.16 shows the mass loss continuously distributed over all cross sections on
the z-axis, for linear and quadratic elements in the left and right-hand plot, respectively.
In the linear case the mass loss grows continuously with distance from the inflow but this
is not the case when quadratic elements are used and in which case the maximum loss
occurs just to the right of the step down. In both cases three variants are displayed: firstly,
for a relatively coarse grid without weighting; secondly, for a coarse grid with a weighting
factor of 100 for the continuity equation; thirdly, in the case of a significantly refined mesh
without weighting. This demonstrates, for example in the quadratic element case, that
without weighting about 700 grid points are necessary to achieve the same accuracy of

mass conservation which, with weighting, is already achieved with only 40 grid points.
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5.3.2 Non-linear test cases and results

As a last step and for completeness the performance of the full non-linear NS solver is
investigated using the well-known lid-driven cavity problem as a test case, solved on the
unit square [0, 1]2 with the usual velocity boundary conditions as indicated in the top-left
plot of Fig. 5.17; the streamlines shown correspond to the symmetric Stokes flow case,
Re = 0.

u1:1

U2:0 _—

Residual

Abs.

1010

1

0.8 F

0.6

0.4+

0.2 -

Error

g0

-0.2
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-0.8 |-

073 | | | | |
| | | | - | | | 108 10%2 10%* 106 108 102 1022
0 0.1 0.2 0.3 0.4 (): 0.6 0.7 0.8 0.9 1 log(l/h)

-1

Figure 5.17: Problem set-up and streamlines (Re = 0) for the 2D Lid-driven cavity
problem (top-left); convergence of the Newton method for the LSFEM (blue) and Taylor-
Hood mixed Galerkin FEM (red) for three different Reynolds numbers (top-right); wu;-
velocity along the axis x = 1/2 and wug-velocity along the axis y = 1/2 for Re = 1000
(bottom-left) — the red lines are calculated with the LSFEM and compared to the black
crosses obtained by Erturk et al. [90]; the maximum error displayed against the reciprocal
of the mesh width parameter h using logarithmic scales (bottom right) — the convergence
curves can be compared to the straight lines which are proportional to h and h?.
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In the top right-hand plot of Fig. 5.17 the decay of the absolute residuals in the course of
the Newton iteration are shown for three different Reynolds numbers, Re = 200, 400 and
600. The blue lines correspond to the LSFEM and the red lines to a Taylor-Hood discreti-
sation of the primitive variable formulation, see Sec. C.3 of Appendix C. The calculations
were performed using an unstructured, corner-refined grid comprised of approximately
30,000 nodes and 15,000 triangular elements for the quadratic basis functions. Here and
in subsequent calculations a least-squares weighting was chosen with w = [1, 1, 10%, 10%].
Both approaches lead to a comparable number of Newton iterations to reduce the abso-
lute residual beyond a specified threshold of 10~7. It is observed that the convergence
behaviour of the mixed FEM is somewhat more uniform: after starting off slowly the
length of which increases with increasing Re, a phase of fast quadratic convergence is
reached. In contrast, the LSFEM associated with the first integral reaches a subsequent
third phase of slower convergence towards the end; showing that the reduced non-linearity
of the first integral formulation does not exhibit any advantage over a standard one for
moderate Reynolds numbers of a few hundred. However, it should be noted that the radius
of convergence of the LSFEM is slightly larger: Even for Re = 600 it can be seen that the
latter reaches a point of faster convergence earlier and this trend is reinforced for higher
Reynolds numbers, delaying — compared to the mixed FEM — the onset of divergence. The
standard remedy for this for highly convection dominated flows is to employ a Reynolds

number stepping methodology.

Consider now the bottom-left plot in Fig. 5.17 which displays the u;-velocity along the
axis ¢ = 1/2 and the us-velocity along the axis y = 1/2 for the case Re = 1000. The
red lines are calculated with the LSFEM and a grid width parameter of h = 1/100 with
additional corner mesh refinement leading to approximately 36,000 elements and 72,000
nodes. These are compared with the black crosses obtained by Erturk et al. [90] using a
high-order FD scheme on a uniform regular grid containing 601 x 601 points. The two are
seen to be in very good qualitative agreement. This agreement is captured in more detail
in the bottom-right plot of Fig. 5.17, where the error is displayed versus the reciprocal
of the mesh width parameter h, using logarithmic scales, for which the number of grid
points varies between approximately 3700 and 161,000. The error in the maximum norm
is approximated by taking the maximum absolute deviation from the solution by Erturk
et al. [90]. Two cases are shown: the convergence of LSFEM with and without local mesh
refinement (MR) at the corners; the convergence curves can be compared to the straight
lines which have been included and are proportional to h and h%. Obviously convergence
without local MR starts approximately quadratically and approaches a linear asymptote
only, while convergence with local MR is able to restore the optimal cubic convergence
after starting off slowly. Note, that the maximum norm also represents an upper bound

for the L2-norm.
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Figure 5.18: Streamline plots for the 2D Lid-driven cavity problem and Reynolds num-
bers Re = 400 (top-left), 1000 (top-right), 2500 (bottom-left), 5000 (bottom-right) ob-
tained via the LSFEM.

A nearly optimal convergence rate for the lid-driven cavity problem is rather unexpected
in the light of the results of Sec. 4.3.4. The 90°-corners at the bottom of the domain pose
no problems as the boundary data is otherwise smooth; here, the solution is even locally
in H3, cf. Fig. 4.1, which is the necessary requirement for optimal convergence of second-
order Lagrange elements. However, the u; velocity component exhibits discontinuities
at both upper corners locally leading to a further decrease of regularity. Recapitulating
the considerations in Appendix B.4, the transcendental equation (B.77) characterises the
solutions of the homogeneous boundary-value problem, but in the present example the sin-
gularity is to leading order determined by the particular solution of the non-homogeneous
problem in the vicinity of the corner. Corresponding calculations of the particular Stokes
solution, which are in accord with Luchini [166], result in ui(r,¢) = f(¢) in polar coor-
dinates only depending on the angle but not on the radius. In Cartesian coordinates this
leads to a gradient V(, . u1 ¢ L? which goes to infinity and is not square-integrable; thus
the local solution is characterised by u € H é ¢ H' for some 3 > 0. Although the present
H?' discretisation is non-conforming in this respect — unless modifications are performed
as in [136, 157] — a strong mesh refinement seems to be able to recover more or less the

complete convergence loss.
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For illustration purposes Fig. 5.18 shows streamlines for the 2D Lid-driven cavity prob-
lem for Reynolds numbers of Re = 400, 1000, 2500, 5000. The computations were per-
formed with least-squares weighting and Newton iteration and stopped when the corre-
sponding residual reached a threshold of 1078. The LSFEM was employed with quadratic
basis functions and a corner-refined unstructured grid having approximately 200,000 nodes
and correspondingly 100,000 elements; this would be equivalent to a uniform 450 x 450
mesh. The resulting linear systems involved roughly 800,000 unknowns and a matrix with
approximately 35 million non-zero entries. The streamline plots shown are in excellent

agreement with corresponding investigations in the literature, see [90].

5.4 Algebraic multigrid

Multigrid methods, geometric (GMG) and algebraic (AMG), essentially rely on two ba-
sic principles: smoothing and coarse-grid correction [119, 259]. The former exploits the
observation that classical relaxation techniques, for instance Jacobi or Gauss-Seidel (GS)
procedures, exert a strong smoothing effect on the error, efficiently reducing high fre-
quency error components. While low frequency error components are reduced much more
slowly, according to the coarse-grid principle they can be well approximated on coarser
grids; here, fine grid low frequency errors become higher frequency ones and can be more
easily reduced by classical relaxation methods. By a suitable combination of smoothing
and coarse-grid correction a recursively applicable scheme is achieved capable of efficiently
reducing error components of all frequencies. In principle by smart tuning of the multigrid
parameters, an asymptotically optimal method is possible allowing for a computing effort
which, in contrast to most conventional methods, increases linearly with the number of

unknowns.

In contrast to GMG methods, AMG only utilises information given by the system ma-
trix and consequently is less problem specific and applicable in a broader context. AMG
is particularly well suited to problems involving complex and unstructured grid systems.
Certainly, the spirit behind this development is the desire to provide multigrid perfor-
mance in an intelligent black box like setting without any need for problem-dependent
adaptation and tuning; an objective far from being realised at the present time. AMG
utilises the fact that all information about the grid and the variable coupling is essentially
included in the system matrix. Thus a matrix-based method can be constructed that is
not founded on grids, partial grids and nodes but on sets of variables, subsets of these
and single variables. Without knowledge of the geometry the system is interpreted as an
adjacency matrix, apropos graph/network theory, and the variables as its nodes. Against

this background a recursive scheme of smoothing and coarse-grid correction is established
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similar to GMG. AMG was introduced in the 1980s for the solution of scalar elliptic PDEs
[45, 46, 56, 210, 242, 259] and has been continuously developed resulting in variants such
as aggregative AMG, smoothed aggregation (SA) [51, 242, 263], extensions to PDE sys-
tems [65] and in customised versions for FE applications (AMGe) [50, 126]. Moreover,
intelligent adaptive mechanisms [51, 52, 66, 67] have been devised and efficient parallel
implementations constructed [93, 152, 212].

In the present work the classical ideas of scalar elliptic AMG [45, 46, 210, 242] are
adopted to solve linear systems resulting from the LSFEM described above. To what
extent this is possible forms part of the investigation, i.e., how close the corresponding
linear systems fit into the class of so-called M-matrices, that classical convergence analysis
relies on. Clearly the desired objective is the construction of an efficient and, at the same
time, flexible PDE algebraic multigrid procedure which easily deals with unstructured
grids, with different types and combinations of FEs, which exploits the beneficial positive
definiteness of the linear systems and at best exhibits a linearly increasing computational
effort with regard to the number of variables. The AMG strategy illustrated in Sec.
5.4.1 — 5.4.2 is confined to a scalar and serial algorithm and is substantially based on
the well-established monograph by Stiiben [242], which also served as a starting point
for the Matlab implementation in Sec. 5.4.4. Extension to PDE strategies in Sec. 5.4.3,
particularly the so-called unknown-based AMG, relies on the work of Clees [65].

5.4.1 Scalar AMG: basic ideas

Before focussing on specific components of AMG a short but sufficiently detailed overview
of the method is provided together with introduction of the necessary underpinning nota-
tion. For the sake of clarity the description is initially restricted to a two-level MG cycle
(Sec. 5.4.1(a)) using geometrically motivated notation, i.e., the index h indicates the fine
level and H the coarse level; subsequently in Sec. 5.4.1(b) the full V-cycle and its variants

are specified.

(a) Two-level cycle

A large and sparse linear system of the form:
Apul = fP or Z a?ju;‘ =fr Geah, (5.79)
jeqQr

is to be solved without any knowledge of the associated geometric information. Let A €
R™ "™ and uy, fr, € R™ denote the system matrix, solution and the right-hand side on the
fine level with Aj, assumed to be symmetric and positive definite; Q" denotes the index

set {1,2,...,n} of all fine level variables.
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The AMG is based on the interplay between smoothing and coarse-level correction;
however, in a pure algebraic context smoothness has to be suitably redefined without
reference to grids, see Sec. C.4.1 of Appendix C. For now, assume a linear smoothing
operator S, : R® — R" to exist which smooths the error in a “reasonable” algebraic
sense. Let u! denote the exact solution of the linear system (5.79) on the fine level and
u and 4" the current approximation before and after one smoothing step, respectively;
the corresponding errors are e = u? — u" and " = u? — 4", Assuming that &" (= Sjeh),
compared to e”, is algebraically smoothed, a smoothing step u" — 4" with corresponding

error smoothing e — &" is given by:

a" = Spul + (I — Sp) A (5.80)
eh = Spel. (5.81)

Typical smoothers are linear iterative solvers such as the Jacobi, GS or successive over-
relaxation (SOR) schemes, sometimes more expensive solvers based on a an incomplete
lower-upper (ILU) decomposition are applied [119, 211, 259]; however, most of these meth-

ods can be represented by means of a defect correction of the form:
Sy =1y — B;lAh, (5.82)

in which Bj, defines a reasonably good approximation to Ay such that By, is comparatively
easy to invert and the inverse B; ! remains sufficiently sparse. The simplest variants are
obtained for By, equal to the diagonal part or the lower/upper triangular part of A which
leads to the Jacobi and the GS-smoothers. Using definition (5.82) transforms equation
(5.80) into the form:

a" =" 4+ BN - Apul),

which will be used later.

If u” is the current approximation after smoothing with corresponding residual " =
f — Apu”, the error components that could not be reduced by algebraic smoothing have
to be handled via coarse-grid correction, as illustrated in Fig. 5.19. Thus the system
of equations for the error, namely Ape® = r, is approximated on a coarser level, the
construction of which requires an algorithm that splits the total index set Q" into two
disjoint subsets, Q" = C" U F", in which case the sets C" = Qf and F” include the
variable indices only existing on the coarse and fine levels, respectively. The coarsening

procedure should follow the direction of algebraic smoothness, see Sec. C.4.2.

In the following a splitting of the index set into C- and F-variables is assumed to be

given with n, = |[C"| = |Qf| < n denoting the number of coarse level variables; then
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Figure 5.19: An illustration of error evolution in the course of an AMG: (a) the initial
error, (b) the error after smoothing and (c) approximation of the smoothed error on a
coarser grid.

appropriate transfer operators are required allowing movement between the levels, see
Sec. C.4.3. I,{I : R" — R™ and I}’I : R" — R” denote the linear restriction and
interpolation operators mapping fine level vectors to coarse level vectors and vice versa;
these operators can be represented by matrices ,{{ € R™*™ and [ }LI € R™* " which are
subsequently assumed to be of full column and row rank, respectively. Moreover, for
symmetry reasons the restriction operator is always assumed to equal the transpose of the
interpolation operator, that is I,fl = (1T,

The linear system for the error on the coarse level will be of the form:

Apefl =1 or Z aflefl =rfl (k€ Q)
leQH

with Ay € R%*7 and eff rf € R™, respectively, and is constructed in accordance
with the Galerkin principle [242]. The residual vector on the coarse level is obtained by
restriction of the corresponding fine level vector and the Galerkin matrix A is constructed

by means of the fine level matrix Ay and the transfer operator, i.e.,
P L = ()T
Ap o= TH AL TN = (1) T ATV,

At the coarse-grid level the linear system can be solved with considerably less effort
and the associated solution e interpolated back to the fine level to correct the former
approximate solution uf}l 4+ A two-level correction step leading from ufjl 4 With error eﬁl 4 to

a new approximation v/, with error e?, can be written as:

uzew = ugld + I?IeH involving Ayetl = If(rgld) = I,{{(fh — Ahugld) , (5.83)

el = Knely with Kpp =1 — IZAGFTE A (5.84)

K}, i denotes the so-called coarse-grid correction operator. The error reduction of a com-
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Figure 5.20: Schematic of a two-level cycle involving pre-smoothing, coarse-grid correc-
tion and post-smoothing.

plete two-level cycle consisting of v pre-smoothing steps, a coarse-grid correction step
and v» post-smoothing steps, as illustrated schematically in Fig. 5.20, is characterized by

the following two-level iteration operator Mp, p:

h h : v v
Crnew — Mh,Heold with Mh,H(Vla I/Q) = ShZKhJ_[Shl .

(b) V-cycle and more complex variants

When applied recursively the above gives rise to the so-called V-cycle, Algorithm 3, which
is comprised essentially of a setup (Algorithm 4) and a cycle (Algorithm 5) phase. In
the setup phase, based on the initial system matrix A, recursively coarsened levels k =
1,2,..., M are defined with corresponding variable index sets Q' 5 Q2 > ... 5 QM and
corresponding sets for coarse and fine level variables QF = CFU F* k =1,2,...,M — 1.
If the maximum number of variables of the linear system falls below a pre-estimated
value, the coarsening process stops. For each new level £ = 2,3,..., M the interpolation
matrix I ,’j_l and the Galerkin operator Ay are calculated and additionally a smoothing
operator Sj is determined. All this information is calculated and saved only once and then

iteratively utilised in the cycle phase.

Algorithm 3 Classical AMG method
1: procedure u = AMG(A, f, u, n)
2. SETUP(A, n).

3 Set r:= f — Au.
4 while ||r|| > e do

5: e := CYCLING(r, 1).

6

7

8

9:

Set u:=u+e.
end while
return u.

end procedure
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Algorithm 4 AMG Setup

1:
2
3
4
5:
6:
7
8
9

10:
11:
12:
13:
14:
15:
16:
17:
18:

procedure SETUP(A, n)

Set k:=1.

Set Ag := A.

Set QF .= {1,2,...,n}.
repeat

[C*, F*] := SPLITTING (A, QF).
(Split QF into two disjoint subsets QF = C* U FF).
Set QFt1 .= Ck,
If,, == INTERPOL(Ay, C*, F*).
(Compute interpolation matrix I 1)
Compute Galerkin operator Ay := (I,]jH)TAkI,]jH.
Define smoothing operator Sj involving the approximation By ~ Ay.
Set k:=k+ 1.

until |Q¥| small enough.

Set M := k.

Save setup data in module DATA:

Iy (i=1,...,M—1), 4 (i=1,...,M), M.

end procedure

Algorithm 5 AMG V-cycle

1:
2
3
4
5:
6:
7
8
9

10:
11:
12:
13:
14:
15:
16:
17:
18:
19:
20:
21:

procedure u* = CYCLING(f*, k)
Load module DATA.

if k= M then
Solve Apu™ = fM by a direct solver.
else
Set uF := Bk_lfk.
fori=1,...,v1 do
Set uF = uF + B 1 (fF — Apu®).
end for

(Apply 11 times the smoothing operator Sy := I}, — B,;lAk).

Execute coarse level correction:

Set rktl .= (I,’C“H)T(fk — Aguk).

e .= CYCLING(r*!, k + 1).

k._ .k k k
Interpolate and correct uf := uF + If eFt1,
fori=1,...,v2 do
Set uf := u* + BT (fF — Apu®).

end for

(Apply v, times the smoothing operator Sy := I}, — Bk_TAk).
end if
return u®.

end procedure
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(2) - (b)
> 12 x 12
o nterpolation
Restrictior 6x6
3x3
(c) o} o) (d)

Figure 5.21: Schematic of different multigrid cycling strategies: (a) illustrates restriction
(red arrows) and interpolation (green arrows) between three different grid hierarchies using
structured Cartesian refinement; (b) recursive W-cycle; (c) V-cycle; (d) a symmetrised full
multigrid cycle (F-cycle), half of which forms the classical full multigrid cycle.

The cycling process continues until the residual norm reaches a specified threshold value
e. Every cycle is initialised by a right-hand side f, and the level index k; the remaining
data is obtained from the setup phase. One cycle consists of 11 pre-smoothing steps, a
coarse-grid correction step and v, post-smoothing steps in which the smoothing, according
to lines 8 and 16 of Algorithm 5, is performed in a symmetric manner. As a coarse-grid
solver the cycle procedure is called until the coarsest level M is reached at which point
the system is solved directly by Gaussian elimination. The computed error is interpolated

onto the finest level and used there to correct the approximate solution.

A detailed descritpion of the above essential multigrid components is provided in Ap-
pendix C.4. In brief, Sec. C.4.1 considers algebraic smoothing followd by the setup phase
for an appropriate coarsening procedure and a construction formula for the interpola-
tion operators in Sec. C.4.2 and C.4.3; these components have to be chosen in a way
that guarantees an efficient interplay between smoothing and coarse-grid correction and
thus guarantee convergence of the iteration. Furthermore, splitting and transfer operators
should be chosen such that the dimension of the Galerkin operator is sufficiently reduced
while preserving a reasonable sparse structure. The convergence of the V-cycle can be
improved by more elaborate and simultaneously expensive variants such as W or F type
cycles [242], cf. Fig. 5.21, which normally do not pay off for pure scalar elliptic problems,
but may pay off in the PDE case. In contrast the “acceleration” of AMG by an iterative
solver or, in other words, the preconditioning of such an iterative solver by AMG, is nearly

always worthwhile.
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5.4.2 AMG as a preconditioner

In order to improve robustness, multigrid methods are rarely used as stand-alone solvers
but in practice are frequently combined with so-called accelerators, namely standard itera-
tive Krylov solvers such as the conjugate gradient (CG) method, its biconjugate stabilised
variant (BiCGstab) or the generalised minimal residual method (GMRES) [211, 242]. This
development was prompted by the experience that an acceleration approach is both sim-
pler and more efficient compared to the elaborate optimisation of the numerous multigrid

components.

This is also true for AMG. Research has demonstrated that AMG works as an excellent
preconditioner, much better than for instance one-level methods of an ILU type; the main
reason being that AMG, in contrast to one-level methods, efficiently acts on all error
components, the high as well as the low frequency error components. Nevertheless, it can
be beneficial to limit the cost of the setup phase in favour of appropriate acceleration.
Of course one wants to “transport” the most important information between levels by
optimising coarsening and interpolation but this will always remain a heuristic process and
it is commonly found that error reduction efficiency is compromised for a few components
of the error. In fact, a few eigenvalues of the AMG iteration matrix may be located
significantly closer to 1 than the rest and consequently the convergence factor will be
limited by the slow convergence of these specific components. Such components can be
quickly reduced by an acceleration procedure, an exemplar of which is preconditioned CG
[43, 237].

Denote the input error and the error after the i-th iteration step by eg and e;; further-
more let o(A) denote the set of all eigenvalues of a matrix A and ||.||; the energy norm.
Define the set of all polynomials of order i by P;, with P;(0) = 1. Then under the assump-
tion of a symmetric positive definite system matrix the CG method admits the following
error estimate in the i-th iteration step [43]:

Jeslf < myin . (PO

As a consequence, CG solves a system with only k different eigenvalues in k iteration
steps and in general the convergence speed improves for systems for which eigenvalues
are strongly concentrated in few areas in comparison to systems which exhibit a homo-
geneous distribution of eigenvalues in the interval [Amin, Amaz]. Normally, AMG methods
efficiently reduce most of the error components apart from a few corresponding to al-
gebraically smooth eigenvectors; thus the eigenvalues of the preconditioned system are
strongly concentrated around 1 with few very small eigenvalues remaining near zero. In

the case of n. remaining eigenvalue clusters, the error associated with a CG-accelerated
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AMG method is extremely small after just n. iteration steps. Algorithm 6 illustrates the

general procedure forming a CG-accelerated AMG.

Algorithm 6 AMG preconditioned CG method
: procedure u = PCG(A, f, u, n)
: SETUP(A, n).
: r:= f — Au.

1

2

3

4 d = h := CYCLING(r, 1).
5: while [|r|| > ¢ do
6

7

8

9

ui=u-+ ad
: B:=rTh
10: ri=r—aQz.
11: h:= CYCLING(r, 1).
12: B:=7rTh/B.
13: d:=h+ Bd.

14: end while
15: end procedure

5.4.3 AMG and the first integral approach

Above and in Sec. C.4 of Appendix C, the foundations of an algebraic multigrid solver
for scalar elliptic differential equations have been laid which can, to a certain degree, be
extended to the systems of PDEs [65] of interest in this thesis. Indeed, such an extension is
needed to deal with the discrete systems stemming from the first integral LSFEM described
earlier.

Essentially there are three different approaches for PDE systems: variable-based; un-
known-based and point-based. The first two only are considered here. The first just
ignores the fact that the system matrix A arises from the discretisation of a system of
PDEs; instead, the AMG setup as described above is applied “as-is” to the matrix A.
This so-called variable-based AMG ([65], Section 3.2) will only work well if A is a M-
matrix or an essentially positive matrix, see Sec. C.4.1(b). In practice, for systems of
PDEs this requires that the couplings between the different physical unknowns are very
weak which is not fulfilled for the discrete systems arising from Sec. 5.1. Indeed, a series
of tests using scalar AMG as a standalone solver applied to the system (5.38) for a 2D
lid-driven cavity problem show, at best, extremely slow convergence. In contrast, due to
the positive definiteness apropos linear systems the classical iterative CG method is more
applicable and should be used to accelerate the multigrid procedure as described in Sec.

5.4.2. But the multigrid cycle is very inefficient so that the accelerated AMG is only a
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slight improvement against the bare CG iteration.

In unknown-based AMG ([65], Section 3.3), the second approach for PDEs, scalar AMG
algorithms are applied to each physical unknown u; separately. To use this method, a
variable-to-unknown mapping (VU mapping) has to be provided. Having a discrete vector
u € R™, this mapping identifies, for each entry w;, the physical unknown j € {1,..., M}
that u; belongs to. In other words, the index set = QpjU---UQy is disjointly divided,
where each ;) contains the indices corresponding to discretisation of the physical unknown
u;. Now, the matrix is reordered such that it is sorted in terms of the physical unknowns,

and the block structure,

Apy Apz o Apg
A= | Awn Aea - Az
Aprap Aprz o Aprag
is obtained where each matrix block Ay j, ¢, = 1,..., M describes the couplings between

the physical unknowns ¢ and j. The matrix blocks Af; 51, ¢ # j are not necessarily square,
as the discretization meshes Q) for different physical unknowns may not have the same
size. Each diagonal block A[; ; can be viewed as the discretization of a scalar equation
for the i-th unknown. In unknown-based AMG, the method is built around these scalar

blocks; more precisely, for each ¢ = 1,..., M, the following steps are performed:

1. Extraction of a strength matrix S from the matrix entries of Ay ;.
2. C/F-splitting C[z] U F[z] = Q[z] based on SM .

3. Building an interpolation operator Ij; : RICul — R‘Q[il‘, and a restriction operator

RM:%.
Now, the different coarse-grids related to the unknowns are merged into a global coarse-
grid:
M
¢=UCu,
i=1

and the global interpolation (the so-called multiple-unknown (MU) interpolation) operator

and the restriction operator are assembled according to:

Iy 0 0
I
T ]
‘ 0
0 0 Iy

185



5 Implementation and solution of linear systems

and R = I”. Finally the coarse-grid operator is assembled via the full Galerkin product

as:
AY =TT AT (5.85)

A different way to define the coarse-grid operator is to employ the diagonal block entries

Ajiq) only (block Galerkin), i.e.,

AC =1TA,I, (5.86)
with the block diagonal matrix:
Apy 0 - 0
: ' 0
0 e 0 Aprag

The resulting coarse-grid matrix A is block diagonal and thus sparser than the full
Galerkin product. Hence, the computational cost on the coarser levels can be reduced,
but the variational principle of Theorem C.6 is violated.

As pointed out, the unknown-AMG approach treats each physical unknown separately.
Hence, the coarse-grids, transfer operators and coarse-grid operators can be adapted to the
specific properties (e.g. anisotropies, coefficient jumps, ...) inside each physical property,
as these are reflected within the diagonal matrix blocks Aj;;). Also, it is not required
that the different physical unknowns are discretised on a common mesh. The downside
is that information between different unknowns (the entries inside the off- diagonal block
matrices Apj, @ # j) is completely ignored. If these entries are large, the resulting
AMG hierarchy may loose its efficiency as not all relevant information is reflected. The

convergence statements analogous to those of Sec. C.4.4 are:

Lemma 5.3. Let A > 0 and a VU mapping be given. If the C/F-splitting and interpolation
Irc are such that the T-condition of MU-interpolation (C.32),

ler — Ircecll§r < Tullellnq (5.87)

is fulfilled with 7, being independent of e and using the modified norm ||v||,1 = (Auv,v)E,
then (C.31) is satisfied with 7 = T,p(A™'A,) and with K = I — IAZ'RA denoting the

two-grid correction operator.

Together with the smoothing property (C.22) the following result for a two-level cycle

with one post-smoothing step is obtained.
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Lemma 5.4. Let A > 0 and a VU mapping be given and let S satisfy the smoothing
property (C.22). Furthermore, assume the C/F-splitting and interpolation to be such that
condition (5.87) is fulfilled with some T, being independent of e. Then:

ISK|h </1—2,
V12

is satisfied with T = T,p(A71A,) > 0.

The smoothing property (C.22) does not reflect the decomposition of A into the matrix
blocks Aj; j;. However, the AMG hierarchy is built solely using information from the
diagonal blocks Ap; ;. More precisely, implicit use is made of heuristics that rely on the
algebraic smoothness of the error with respect to each Af; ; separately. Hence, to obtain an
efficient interplay between smoothing and coarse-grid correction, the smoothing property

should be formulated accordingly.

Definition 5.5. An operator S satisfies the unknown-smoothing property with respect to

A >0 and a given VU mapping, if a o, > 0 exists such that for all e:

I1Sell? < llell? . — oullell3 - (5.88)

Here, the scalar product (u,v)a,, = u? AT D=1 A,v and the associated norm || - ||2,, are
defined with regard to A,. Now, the two-grid correction operator with one post-smoothing

step SK can be estimated in terms of || - ||,1 instead of || - ||1.

Theorem 5.6. (/65], Theorem 3.9) Let A > 0 and S satisfy the smoothing property (5.88).
Furthermore, assume the C/F-splitting and interpolation to be such that the T,-condition
of MU-interpolation (5.87) is fulfilled with T, being independent of e. Then:

Ou

ISK w1 < y/p(A= An)plAi Ay 1= 72 (5.89)

with ¥ = T, p((A71A,)?)p(A;LA)2.

The factor:
Pu = p(AilAu)p(AalA) )

can be interpreted as an indication of the strength of unknown cross-couplings, i.e. how
well the spectrum of A is captured by A,. If p, is large, the overall convergence may
detoriate. Note, however, that the bound (5.89) is not sharp.

The essential conditions for the unknown-based approach to work are that, for each
unknown, the submatrix of A reflecting the couplings of this unknown to itself is close to

being an M-matrix and that smoothing results in an error which is smoothed separately for
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each unknown. Advantages of this approach are that it can easily cope with anisotropies
which are different between the different unknowns and that unknowns can be distributed
arbitrarily across mesh points. This simple approach works quite efficiently for some
important applications. However, it may become inefficient if the cross-function couplings

are too strong.

5.4.4 Validation of the AMG approach

In what follows different configurations of the algebraic multigrid scheme are thoroughly
validated using the standard lid-driven cavity problem, a test case that has been used
extensively in the development of multigrid methods [119, 181, 259, 282]. The focus is
on matrices formed by quadratic FE discretisation, which are certainly more complicated
to solve than those arising from their linear element counterparts, and for this case the
matrices resulting in the case of Stokes flow and those resulting from Newton linearisation
of inertial flow are investigated separately. In the course of the analysis various influential
factors such as the choice of least-squares weighting and Re are considered; furthermore
the scaling performance of increasing numbers of variables is analysed. Note, that a
symmetrised F-cycle is used, see Fig. 5.21d, explaining the higher runtimes compared to
a W-cycle. The standard non-symmetric F-cycle which performs a further V-cycle only

after each interpolation, returns run-times very close to those of the W-cycle.

(a) Lid-driven cavity; Stokes flow

Consider the 2D lid-driven cavity problem in the unit square, cf. Fig. 5.17, discretised
using an unstructured, boundary-refined triangulation consisting of 27053 grid points and
13328 elements (for quadratic basis polynomials) resulting in a square system matrix with
108212 unknowns and of the order of 4.61 million entries, cf. the first column of Table 5.3.
Note, that for all the tests carried out the least-squares weighting factors appearing in
equations (5.12)-(5.21) were chosen to be w = [1, 1, 5, 1] which is explained subsequently.

Initially, the algebraic smoothing properties of standard relaxation methods on the error
of the above linear system are considered. While a simple Jacobi iteration proves to be
totally inefficient and ILU-type smoothers are too costly, the GS method comes close
to the desired and also expected behaviour. Table 5.2 shows the evolution of different
error norms for ¢ GS sweeps; the 2-norm decreases much faster than the 1-norm such that
€@ |1, < [|e®@]]1,y for increasing i as suggested in Sec. C.4.1(a). A comparison of the first
with the third column shows that the unknown-smoothing property (5.88) is fulfilled with
oy =~ 0.92. With increasing difference in the error norms the error smooths algebraically
in the sense that residual reduction becomes inefficient as seen in the last column: while

the first smoothing step reduces the residual significantly by a factor of 1/3 the following
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[sweep i || le@[nu | le@l2u | €0 V10 — oulle Do | [IF? — 4| |
0 681.5375 | 519.4413 - 52.5562
1 203.1415 | 22.2745 203.6515 18.7161
2 155.9838 | 11.1301 182.6490 13.1397
3 130.3514 7.1448 145.7442 10.3753
4 113.8123 5.1305 123.7781 8.6982
5 102.0534 3.9132 109.0922 7.5414
6 93.1644 3.1018 98.4532 6.6826
7 86.1552 2.5312 90.3107 6.0187

Table 5.2: Evolution of different error norms for i GS sweeps.

steps have a progressively weaker impact until the residual tends to stagnate. Certainly
only very few smoothing steps are effective while the remaining error components must
be reduced by coarse-level correction.

For the coarse-grid correction three basic variants were tested; first of all the pure scalar
AMG, that is disregarding the fact that a PDE depending on several physical unknowns
is being dealt with; the second and third are the unknown-based PDE approach of Sec.
5.4.3 involving either the full Galerkin product (5.85) or the block Galerkin product (5.86),
respectively. In the full Galerkin variant, at each level coarsening and interpolation are
based on the block diagonal matrix only while the Galerkin product and also the smoothing
procedure involve the full matrix. By this means also the coupling information between the
physical unknowns is transferred to the coarsest level which is more expensive but might
be beneficial for problems with a stronger unknown to unknown coupling. On the other
hand, the block Galerkin variant is based solely on the block diagonal matrices while the
coupling information only comes into play through the residual calculation at the finest
level and by a possible acceleration treatment via, for example, the CG method.

The above three variants are used in combination with three different types of MG-cycle,
the V, W and F-cycle, and are either CG-accelerated according to Alg. 6 or not. On each
level between one and three pre-smoothing and post-smoothing steps are performed via
a GS-relaxation method. At the coarsest level, i.e. when the number of unknowns falls
below 2000, a direct solver is employed. The interplay between smoothing and coarse-
grid correction for a case with fewer variables and full Galerkin AMG is shown in Fig.
5.22. Here the error in the cavity velocity in the x-direction is displayed at different levels
before and after smoothing. Although the coarse-level variables are no longer connected
to any kind of triangulation, for reasons of visualisation they have been connected by an
artificial Delauny triangulation for levels 2 and 3. For convenience only, the boundary
points are transported to the coarser levels, although they would have been sorted out

into the F-variable set directly at the first level.
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method H level 1 level 2 ‘ level 3 ‘ level 4 ‘ setup ‘ CG+Vceyce
scalar 2.77s 0.10s
matrix size 108212 7478 1745 -
number entries || 4619322 | 422634 6661 -
full Galerkin 1.39s 0.13s
matrix size 108212 13398 2310 1625
number entries || 4619322 | 1483123 | 97130 | 3031
block Galerkin 0.89s 0.05s
matrix size 108212 13398 2310 1625
number entries || 1208892 | 373042 | 25512 1951

Table 5.3: The relative complexity of the three AMG variants utilised subsequently; the
setup time and time per cycle for each case is shown.

Attention is paid to the precise coarsening algorithm and the construction of interpo-
lation operators which via the 7,-factor from (5.87) mainly contribute to the convergence
estimate of Theorem 5.6. A look at the matrix blocks (5.12)-(5.21) reveals that the diago-
nal blocks only depend on second order derivatives and will come close to M-matrices, see
Definition C.3, with zero row-sums except for the rows belonging to boundary-adjacent
nodes. So the conclusions of Sec. C.4.1(d), that the error evolves slowly along strong
negative couplings, remains essentially valid, at least for couplings between nodes of the
same physical unknown which is relevant for unknown-based AMG. Certainly the diagonal
blocks are invertible with dominating positive diagonal entries but besides the majority
of negative off-diagonal entries there will also be some comparatively small positive ones
which are typical for higher order discretisations and arise for instance when using second
order FE basis functions in contrast to first order ones; the latter becomes clear when

analysing the couplings between the triangular shape functions (5.52)-(5.54).

When considering the origin of the positive entries there is no reason to assume an
oscillatory error behaviour along the positive couplings so that it is reasonable to treat the
positive and negative off-diagonal entries during the coarsening process in a completely
symmetric way, as also suggested in [242]. Thus, all couplings are considered strong unless
their absolute value undercuts a certain value which in the present implementation is for
each row a fraction of 4, = 1072 of the largest off-diagonal entry, cf. (C.25). If, however,
the coarsening strategy is built upon the whole matrix, as in the case of scalar AMG, the
off-diagonal matrix blocks come into play also. Then the M-matrix structure can no longer
be assumed, also mixed derivatives are involved, and very large off-diagonal entries are
present. Here, no simple arguments allow for conclusions on the relation between couplings

and error behaviour and the best strategy is to simply treat all off-diagonal entries equally.
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(a) (b)

(©) (d)

(e) ()

0.8 0.8

0.6 0.6

Figure 5.22: AMG error associated with u,-velocity component during the restriction
process; the AMG uses a full Galerkin approach with standard interpolation and at each
level 20 smoothing steps are performed. Rows 1 - 3, from top to bottom, show the error
at the first, second and third level of the AMG hierarchy (containing approximately 800,
400 and 100 grid points) demonstrating the error state before (left column) and after
(right column) smoothing. Normally, boundary grid points are moved to the F-set at the
first level; however, they have been transferred to the coarser levels here for reasons of

visualisation.
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’ case H AMG appr. ‘ cycle ‘ accel. ‘ interp. ‘ # sm. ‘ # iter. ‘ runtime [s] ‘
C1 - - CG - - 5309 58.9
C2 full Galerkin V - stand. 2 485 53.08
C3 full Galerkin W - stand. 2 203 28.62
C4 full Galerkin F - stand. 2 70 37.97
C5 full Galerkin A% CG | stand. 2 43 6.77
C6 full Galerkin W CG | stand. 2 34 5.58
C7 full Galerkin F CG | stand. 2 17 10.81
C8 full Galerkin V CG direct 2 652 127.17
C9 scalar A% - stand. 2 > 5000 > 500
C10 scalar \Y CG | stand. 2 768 77.11
C11 || block Galerkin A% CG | stand. 2 69 4.21
C12 || block Galerkin | W CG | stand. 2 59 3.84
C13 || block Galerkin F CG | stand. 2 50 8.65
C14 || block Galerkin | W CG | stand. 1 74 3.99
C15 || block Galerkin | W CG | stand. 3 58 4.78

Table 5.4: AMG performance for the solution of the 2D lid-driven cavity problem using
different solver ingredients. The labels “scalar”, “full” and “block Galerkin” refer to the
scalar AMG method (disregarding the fact that a PDE is being solved for), and the two
versions of the unknown-based approach involving either the full Galerkin product (5.85)
or the block Galerkin product (5.86). The abbreviations # sm. and # iter. correspond
to the number of smoothing steps per level and the total number of iterations needed to
reach an absolute residual smaller than ¢ = 1075,

Generally, the error evolution between the physical unknowns will be non-smooth from a
geometric point of view. Nevertheless, the variational principle of Theorem C.6 guarantees
also in the case of scalar AMG, convergence of the method regardless of the precise form
of coarsening and interpolation.

In all cases the standard coarsening procedure is complemented by either direct or
standard interpolation, see Sec. C.4.3, which only needs minor modification in order to
avoid negative interpolation weights in the case of positive off-diagonal entries; in principle,
for all rows, the sign of positive off-diagonals can be assigned as negative in order to use
the stated algorithms and then the diagonal entry modified accordingly in order to retain a
zero row-sum. In the case of standard interpolation the interpolation operator is truncated
by a factor of £, = 0.01 according to the considerations of Sec. C.4.3(b) in order to avoid
Galerkin operators that are too dense.

Table 5.3 shows the relative complexity of the three different AMG variants considered;

in each case standard coarsening and standard interpolation is used. The coarsening
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procedures and thus the sets of coarse-grid variables in the full and block Galerkin case
are equivalent since they are based on the diagonal block structure only; however, the
number of matrix entries differ depending on how the Galerkin product is constructed
leading to significantly less entries in the block Galerkin case, a fact which is also reflected
in the corresponding combined AMG setup and single cycle (involving one CG step and one
AMG V-cycle) times. Here it is noted that the higher cycling time of the full against the
block Galerkin variant is not only due to the more complex construction of the Galerkin
product but also by the significantly higher cost of full relaxation sweeps versus block

diagonal relaxation sweeps.

In all cases the ratio between the number of entries and the matrix size is strongly
reduced if the initial system is compared to the system at the coarsest level: in the full
Galerkin case this ratio is reduced from 42.7 to 1.87 and in the block Galerkin case from
11.17 to 1.20. That is to say, not only the matrix size reduces for each coarser level but
also an increasingly sparser matrix structure is enforced; so that at the coarsest level the
direct solver has to deal with an extremely sparse matrix only. The complexities of Table
5.3 demonstrate, for the standard coarsening algorithm of Sec. C.4.2(a), an absolutely
sufficient coarsening speed with descending levels such that more aggressive strategies are
unnecessary. This, amongst other possibilities, is due to the fact that quadratic FEs lead
to a denser adjacency structure of the matrix so that for each C-variable more coupled
neighbours can be moved into the F-set; however, in the case of linear elements a more

aggressive strategy might prove useful.

Attention is now directed to the corresponding AMG performance results. Table 5.4
shows both the number of iterations and runtime required in order to reach an absolute
residual smaller than € = 108, Additionally Fig. 5.23 provides the associated convergence
histories. Note that the underpinning Matlab code was not optimised and that the run
times therefore do not reflect the full potential of the method; they are merely displayed

to allow for a relative comparison between different AMG strategies.

A clear observable is that despite the favourable positive definiteness of the system ma-
trix it is found that a pure conjugate gradient solver (C1) needs over 5000 iterations to
satisfy the residual requirement; however, the iteration steps are computationally cheap
resulting in a runtime of approximately 60 seconds. Although each of the AMG variants
tested needs significantly fewer numbers of iterations than pure CG, a higher effort as-
sociated with the AMG cycles does not always pay off; at first glance two factors stand
out. On the one hand, standard interpolation improves over direct interpolation (C8) to
such an extent that the slight additional computational cost involved appears more than
worthwhile. This result can essentially be explained in terms of the two-level convergence

theory, see Lemma C.10, which requires the fine-level variables to be interpolated from
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Figure 5.23: Absolute residual reduction of the AMG configurations of Table 5.4 for the
2D lid-driven cavity problem; the convergence history of the pure conjugate gradient solver
(C1), of the non-accelerated AMG cycles (C2-C4) and of two particularly poor performing
variants involving CG-accelerated AMG with direct interpolation (C8) instead of standard
and CG-accelerated pure scalar AMG (C9) [left]; the same for the various variants of CG-
accelerated AMG with different types of cycles and using either the full or the block
Galerkin product, cf. Table 5.4 [right].

a fixed percentage of the surrounding neighbours; a criterion which is considerably bet-
ter fulfilled by standard interpolation than by direct interpolation. The second obviously
poor performing variant is scalar AMG (C9 and C10). Although the stand-alone multi-
grid solver converges smoothly as predicted by the variational principle of Theorem C.6
the convergence rate is similar to that of pure CG; it is improved, but insufficiently, by
multigrid acceleration. It is observed that the wiggles appearing in the convergence curve
of C10 are introduced merely by the behaviour of the acceleration method. For both vari-
ants the slow convergence can be explained by the fact that the system matrix as a whole
does not exhibit the desired M-matrix property while the diagonal blocks do. Generally
it seems also reasonable to expect the relaxation method, in this case a GS iteration, to
have a strong smoothing effect on each physical unknown seperately, rather than a strong
algebraic smoothing effect on the whole system. Indeed, a coarsening and interpolation
strategy based only on the block diagonal information proves to be much more efficient.
The focus henceforth is directed at those AMG strategies that show promise of further
improvement. In contrast to C9 and C10, the plain non-accelerated AMG cycles, C2-C4, in
combination with standard interpolation exhibit an exemplary linear convergence except
for the presence of a distinct kink occurring roughly at the mid-point of the iteration
process, which is particularly noticeable in the V-cycle case, cf. Fig. 5.23. This indicates
that the coarsening and interpolation processes, in principle, allow for an efficient transfer

of relevant information between different levels; however, after successive reduction of the
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“well captured” error components, the method is eventually left with error components
which are represented by the AMG setup only sub-optimally leading to a slow-down of
convergence. This effect can be decreased by using more elaborate cycling processes such as
W- and F-cycles reducing the number of iteration steps from almost 500 to little more than
200 and even to 70, which although positively affecting the run times remain unsatisfactory.

C5-C7 confirm what is also known from the literature [242]: AMG acceleration or, in
other words, the preconditioning of an iterative method by a multigrid scheme, nearly
always pays off. While it is hardly possible or at least inefficient to optimise the interplay
between smoothing and coarse-grid correction such that all relevant error components are
well captured in the reduction process, the normally few remaining components, which
belong to the remaining eigenvalue clusters of the multigrid preconditioned matrix, can
be perfectly well eliminated by a standard Krylov solver such as CG. For example in
the V-cycle case CG acceleration yields a reduction in the number of iterations and in
the runtime by roughly a factor of 10. Also Fig. 5.23 demonstrates much more uniform
convergence rates in the accelerated cases where the pronounced kinks are reduced to small
disturbances after which the typical fast convergence speed is restored.

Comparison between the three full Galerkin variants C5-C7 and the block Galerkin
variants C11-C13 reveals that, at least for the matrices resulting in the Stokes flow case,
the time saving of the latter variants slightly exceed the extra cost of more cycles, even
though there are 50 compared to 17 cycles in the F-cycle case for example (C13 versus
C7). A glance at the convergence histories shows quantitative differences between the full
and block Galerkin schemes only, no qualitative differences. In general the performance of
V- and W-cycles is very similar, the latter slightly outperforming the former; on the other
hand, F-cycles always lead to by far the lowest number of iterations but their use does not
seem to altogether pay off. Finally, application of a single pre- and post-smoothing step at
each level seems to achieve sufficient smoothing for the further coarsening such that any
additional relaxation sweeps are not cost effective. The best AMG variant (C14) proves

to be about 15 times faster than a pure CG iteration.

(b) Lid-driven cavity: inertial flow

The AMG’s performance is investigated for linear systems arising in the case of Newton-
linearisation of inertial flow: starting with the Stokes flow solution as an initial guess, the
performance data provided in Table 5.6 are for the first Newton iteration which is assumed
to be representative for all subsequent iterations. Unless stated otherwise Re = 200; use
is made of an unstructured, boundary-refined triangular grid having the same number of
grid points, elements and unknowns as for the Stokes flow case, but due to the additional

matrix entries stemming from Newton linearisation the total number of non-zero entries,
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method H level 1 level 2 ‘ level 3 ‘ level 4 ‘ setup ‘ CG+Vceyc

full Galerkin 1.39s 0.1s
matrix size 108212 13397 2315 1625
number entries || 4819994 | 1484313 | 98091 3031
block Galerkin 0.89s 0.04s
matrix size 108212 13397 2315 1625
number entries || 1209214 | 372933 | 25767 | 1951

Table 5.5: The relative complexity of two AMG variants for matrices resulting from
Newton-linearised systems for inertial flow. The setup involves using standard coarsening
and standard interpolation.

4.82 million, is approximately 4% higher than in the Stokes case. The complexities of
the AMG setup for the full and block Galerkin cases are summarised in Table 5.5 and
are seen to be close to those of Table 5.3. The coarsening procedures and thus the sets
of coarse-grid variables in the full and block Galerkin case are equivalent since they are
based on the diagonal block structure only; however, the number of matrix entries differs
depending on how the Galerkin product is constructed leading to significantly less entries
in the block Galerkin case. This is also reflected in the corresponding run times for the
AMG setup and for a single cycle involving one CG step and one AMG V-cycle. Due to
its inefficiency, scalar AMG is not considered a serious option and is therefore omitted
from future comparisons.

For reasons of comparability the values in Table 5.6 were obtained under the same con-
ditions as those in Table 5.4. Again, in all cases standard coarsening and standard inter-
polation was applied and at the coarsest level, i.e. when the number of unknowns becomes
equal to or less than 2000, a direct solver is employed. The solver iterates until the abso-
lute residual reaches a cut-off value less than € = 10~®. The cases investigated in Table 5.6
correspond to those in Table 5.4, except that C8-C10 are excluded due to inefficiency while
C14* and C15* are carried out with V instead of W-cycles. The least squares-weighting is
applied in a different way: several benchmark tests for higher Reynolds numbers revealed
that the new terms entering the matrix due to linearisation - which may even be of or-
der Re?, cf. equations (5.25)-(5.30) - lead to a disproportionate least-squares weighting
between the equations of momentum conservation and those of mass conservation, thus
necessitating change of the weighting factors. In order to avoid AMG convergence loss,
a heuristic weighting of the continuity equation by a factor proportional to v/Re proves
adequate and subsequently the rule w = [1 1 max{5, vVRe} 1] is adhered to, see Fig. 5.25.

An initial comparison between the linear and the-non-linear case, Tables 5.4 and 5.6,

reveals that in the latter case the iteration numbers and run-times increase significantly.
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While for the pure CG method this is true by a factor of about 3, the stand-alone multigrid
variants perform decidedly worse. Although the shapes of the corresponding convergence
curves in Fig. 5.24(left) are qualitatively similar to those in Fig. 5.23(left), the iteration
numbers and run-times for C2-C4 are increased by factors of up to 10. Comparison
between C1 and C2-C4 demonstrates the strong deterioration in the multigrid efficiency
for the non-linear problem and that the use of acceleration is certainly necessary. Indeed,
C5-C7 and C11-C13 show that CG-acceleration improves the performance dramatically
pushing the cycle number ratio between the non-linear and linear examples below 3 and
in the best case even below 2; nevertheless the corresponding convergence curves in Fig.
5.24(right) all exhibit a number of small plateaus which seem to stretch with growing

Reynolds number, cf. also Fig. 5.25.

In contrast to the linear case the block Galerkin method does not dominate the full
Galerkin variant but the result is inconclusive. Here a trend can be identified which
continues for increasing Reynolds number: the cycle number ratio between the block and
full Galerkin method does not remain constant but increases in favour of the full Galerkin
method, an effect which is firstly noticeable for the more complex F- and W-cycles but will
later also be apparent for the V-cycle. However, in the present case with Re = 200 the block
Galerkin method is still the best but now, in contrast to the Stokes case, in combination
with the cheapest variant using V-cycles. The best performance (C14*) achieved with one
pre- and one post-smoothing step per level, is more than 20 times faster than pure CG

and just 1.9 times slower than the best performer in Table 5.4.
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Figure 5.24: Absolute residual reduction of the AMG configurations of Table 5.6 for
the non-linear 2D lid-driven cavity problem with Re = 200; the convergence history of
the pure conjugate gradient solver (C1) and of the non-accelerated AMG cycles (C2-C4)
(left); the same for the various variants of CG-accelerated AMG with different types of
cycles and using either the full or the block Galerkin product (right).
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’ case H AMG appr. ‘ cycle ‘ accel. ‘ interp. ‘ # sm. ‘ # iter. ‘ runtime [s] ‘
C1 - - CG - - 13877 143.85
C2 full Galerkin A% - stand. 2 4771 471.99
C3 full Galerkin \W% - stand. 2 2120 251.03
C4 full Galerkin F - stand. 2 676 315.02
C5h full Galerkin V CG | stand. 2 100 10.84
C6 full Galerkin \W% CG | stand. 2 73 9.75
C7 full Galerkin F CG | stand. 2 38 18.98
C11 || block Galerkin V CG | stand. 2 203 8.22
C12 || block Galerkin | W CG | stand. 2 192 9.46
C13 || block Galerkin F CG | stand. 2 188 29.45

C14* || block Galerkin A% CG | stand. 1 227 6.81
C15* || block Galerkin A\ CG | stand. 3 197 10.39

Table 5.6: AMG performance for the solution of the non-linear 2D lid-driven cavity prob-
lem, Re = 200: starting with the Stokes flow solution as an initial guess the performance
is measured following the first subsequent Newton iteration which is assumed to be rep-
resentative of subsequent iterations. In contrast to cases C14 and C15 in Table 5.4 the
above cases C14* and C15* are carried out with V instead of W-cycles.

Fig. 5.25 shows the AMG residual history of C5 for different Reynolds numbers; based
on the heuristic least-squares weighting w = [1, 1, max{5, vRe}, 1] (left) and the standard
weighting w = [1, 1, 1, 1] (right). It is clear that the effort required to solve the linear sys-
tems using Newton-iteration grows continuously with Re and that the type of least-squares
weighting strongly influences the effective dependency: for standard weighting computa-
tional effort versus Re does not scale proportionally, unlike the heuristic weighting which
does; in the latter case the computational cost is reduced by a factor of up to three and
the convergence curves themselves are comparatively smoother. A broader investigation
of the influence of weighting on AMG performance reveals that any choice, other than
the over-weighting of only the continuity equation, downgrades the performance; this is
particularly the case if the third and fourth equation in the system (4.12) are weighted
equally, as in Sec. 5.3.1(c), when investigating the problem of flow past a backward-facing
step.

Fig. 5.26 (left) shows, for the AMG configuration C5 of Table 5.6, the number of
iteration steps necessary to solve a linearised equation using the Newton method versus
the least-squares weighting factor w,. of the continuity equation. Here, only the weighting
factor for the continuity equation is varied while the other weighting factors are kept

constant, that is the overall weighting is w = [1, 1, w,, 1]. Obviously the curves exhibit
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distinct minima which are significantly below the equal weighting case w. = 1; these
minima shift to the right-hand side with increasing Re, suggesting as earlier a choice for
the weighting factor as proportional to v/Re. It should be borne in mind that in order to
solve a very high Reynolds number problem, it might be more efficient to utilise a stepping
algorithm with moderate Re steps or to increase Re during the Newton-iteration; in such

cases only moderate weighting would be necessary.
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Figure 5.25: Absolute AMG residual reduction for C5, Table 5.6, and for different
Reynolds numbers based on: heuristic least-squares weighting w = [1, 1, max{5, v Re}, 1]
(left); standard weighting w = [1, 1, 1, 1] (right).
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Figure 5.26: Number of iterations necessary to solve C5 depending on the least-
squares weighting factor for the continuity equation w. and an overall weighting of
w = [1, 1, we, 1], when Re = 100, 200, 400 (left). AMG run-time versus total number
of variables n [problem size| revealing the scaling performance of the AGM; the runtime
in seconds required to solve the Stokes problem (blue line) and to obtain a solution of
the first subsequent Newton-iteration (red line) for Re = 200 taking the Stokes matrix as
initial guess (right).
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The last and one of the most important aspects addressed in the present analysis is
the question of how the performance of the AMG scales with increasing problem sizes.
The main reason for using a multigrid approach is the possibility of achieving linear
scaling as reported in the literature. Fig. 5.26 (right) investigates the runtime of the
AMG approach when solving the Stokes problem followed by the first Newton-iteration
of the non-linear problem with Re = 200. In both cases the best performing variants
from Tables 5.4 and 5.6 are used, that is C14 in the linear and C14* in the non-linear
case. Run-time is plotted against the matrix size in which the latter varies from a few
thousand to over 600 thousand with increasing problem size. In the non-linear case the
largest matrix involves approximately 630,000 variables, over 28.5 million entries and a
condition number of 1.2 x 10°. The measured run-times were fitted to a function of the

form f(n) =c-n*

via a non-linear least-squares algorithm revealing what is also clear to
the naked eye: the scaling law is slightly over-linear with exponents of 1.14 and 1.25 in the
Stokes and the non-linear case, respectively. These exponents might be further improved
by optimising individual multigrid components, but for the purposes of the present work
are acceptable.

Although the above analysis is restricted to a specific flow problem, the 2D lid-driven
cavity, it can be argued most of the results will transfer, in one way or another, to arbitrary
viscous and inertial flow problems. The suggested multigrid configuration using a block
Galerkin approach, GS smoothing, standard coarsening and interpolation, V- or W-cycles
and CG-acceleration, in combination with a suitable least-squares weighting, forms a sat-
isfactory basis for defining an efficient black box method for the solution of linear systems
arising from a least-squares FE-discretisation. The caveat being that in the context of

overall implementation, scope for improvement remains.
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In this chapter a series of problems involving lubrication and film-like flows are investigated
which appear and play a key role in a number of industrial applications. The problems
are solved using the new FE method and solution strategies described in Chapter 5 com-
plemented by more customised series solutions based on complex-valued description when
applicable. The whole is centred on the first integral methodology in order to demonstrate
its versatility, efficiency and convenience in addressing a range of flow types.

The industrial applications are chosen in an order of increasing complexity, starting with
hydrodynamic lubrication between corrugated surfaces moving relative to each other, an
archetypal form of friction which is modelled in a 2D steady Couette-like setting, see
Sec. 6.1. While this problem deals with periodic and wall boundary conditions only, the
convenient form of the dynamic boundary condition comes into play when considering
steady coating flows over planar and curvilinear surfaces as explored in Secs. 6.2 and
6.3; the latter explicitly demonstrating that the advantages related to 2D steady film flow
extend to arbitrary axis-symmetric flows. For the solution of periodic film flows a spectral
solution method is provided which lend itself to predicting the stability of film flows in
particular.

One aspect of lubrication applications with corrugated surfaces is the process of mate-
rial exchange between the fluid inside the valleys of the corrugations and the bulk flow
which, in some applications, it is desirable to control, for instance to achieve a minimum
mixing of the lubricant fluid, see Sec. 6.4. This problem is intrinsically unsteady requiring
an approach different to the above; in this context a generalisation of the complex-valued
Goursat formulation and unsteady FE formulation, together with corresponding compu-

tational results, are presented.

6.1 Friction reduction between lubricated surfaces

6.1.1 Problem description and solution approach

Modern combustion engines have to comply with ever increasing challenges, whether with
respect to performance attributes and efficiency, or the emission of pollutants. One of

numerous approaches to increase their efficiency is the optimisation of the tribological
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Lubrication gap

Piston Lubricant oil

Corrugated surface
Cylinder

Figure 6.1: Schematic of a cylinder-piston system: the cylinder wall (light gray) has a
smooth surface while the piston skirt (metallic) is corrugated with the objective of reducing
the hydrodynamic friction in the lubricated (blue) gap as the cylinder and piston move
relative to each other.

processes involved in lubricated contacts. The friction generated between moving surfaces
is complex since both dry and hydrodynamic friction can occur depending on the condi-
tions, normally a mixture of both ensues. In the case of hydrodynamic friction its value
in a lubricated contact, as a function of the relative speed of the moving parts, is usually
described in the form of a Stribeck curve [241].

If one takes the cylinder-piston system as an example, see the schematic of Fig. 6.1,
experience shows that the friction generated is strongly influenced by the precise shape
of the surfaces involved with experimental and numerical investigations being strongly
focused on optimising the shape of the piston ring [249, 280]. With increasing optimisation
components such as the piston skirt have come into focus. Typical methods to reduce
friction is the reduction of microscopic surface roughness by grinding processes and/or
periodically profiling the surface on a more macroscopic level; the aim of the latter being
to decrease the effective area generating the hydrodynamic friction in contrast to that
generated by a flat surface; cf. the piston profile in Fig. 6.1 shown up close as a cross-
section of the lubricated gap in Fig. 6.2. Profiles such as these can promote the generation
of eddies in the corrugation valleys which in effect act as a hydrodynamic ball bearing as is
known from work relating to the shark skin effect [83]. Increasing the clearance (separation
of the two surfaces) can also reduce friction but in many practical problems is not a realistic
option. Accordingly, in the present study profiled moving surfaces containing a suitable
periodically repeating structure is considered, as these can be realised practically.

Diverse geometric parameters are involved, other than the specific type of corrugation
contour; in particular the amplitude, i.e. corrugation depth, and wave length, i.e. number

of corrugations per unit length. Depending on these parameters and considering relevant
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manufacturing constraints a friction coefficient can be measured and minimised to find
a suitable corrugation structure. To obtain a complete picture the assessment of surface
profiling should be based on a systems behaviour in the hydrodynamic and mixed regime;
however, it is useful to decouple the two different effects and, as a first step, to concentrate
on investigating the pure hydrodynamic regime as is the case here. For this purpose a
simple two-dimensional model for shear flow over a corrugated surface is considered using
fluid flow models of increasing complexity; these include the lubrication equations, the
Stokes and the NS equations. Thus also the range of validity for the first two methods
is clarified. Following on from the work of [217, 221] who demonstrated that, based on
the objective of reducing the wall shear stress, a periodically occurring ridge-like structure
is more suitable than a corresponding sinusoidal variation, attention is focussed on the

former which have received less attention.

6.1.2 Mathematical modelling

A realistic piston movement, see Fig. 6.1, is a time-dependent process and thus relevant
quantities affecting friction, depending on the velocity gradients, will be time-dependent
too. Even if dynamic temperature effects and variation away from parallel alignment are
neglected, the piston velocity U will cover a wide range of values. Nevertheless, considering
a small periodic length A\ of the piston skirt profile in comparison to the piston length it
is reasonable to assume the velocity field in the lubricating gap to be close to that of a
set of steady states of the periodic shear flow problem which might depend on a range of
Reynolds numbers defined by the approximate minimum and maximum values for those
constants (characteristic length and velocity, density, viscosity) occurring in a realistic
time-dependent process.

In order to achieve a rough guide and impression of how surface profiling might influence
hydrodynamic friction, a two-dimensional shear flow model amenable to simple analytic
methods, is explored. Consider a cross section of the lubrication gap, Fig. 6.2a, with a
periodically contoured lower surface and a parallel-aligned flat upper surface moving with
a relative velocity of U; the minimum and average gap height are denoted by Hy and H,
the periodic length of the bottom contour by A.

Unless the lubrication approximation is employed, which allows for an analytic solution
as shown below, solutions of the Stokes and full NS equations are obtained by the first
integral formulation (4.12) and the least-squares FE technique provided in Ch. 5. Fig.
6.2 shows the problem setup, with physical quantities on the left-hand side (a), and non-
dimensioned ones on the right-hand side (b), for which the corresponding scalings are given
in Table 6.1. The physical coordinates & and Z, together with Hy, H and A, are scaled by

the inverse wave number of the bottom contour, i.e. A\/(27), and the velocities i1, @2 are
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(a)

Figure 6.2: Shear flow geometry over a corrugated bottom contour showing (a) the
physical and (b) non-dimensioned quantities.

physical quantities | dimensionless quantities | scaling factor
U1, U U, U U
b1, b2 b1, P2 ntu
p p 21§
¥ v o

Table 6.1: Scaling of the fundamental quantities: coordinate unit lengths, velocities,
auxiliary potential fields, pressure and the streamfunction.

scaled by the lid velocity U, leading to the corresponding scalings of the potential fields
@1, P2, the pressure p and the streamfunction 1.
Accordingly, the non-dimensioned boundary value problem, using the operator notation

from Sec. 4.2 with u = (uq,ug, ¢1, P2), is:

Lu+ N[Re,ulu=0, in the domain, (6.1a)
ui(z,b(x)) = ug(x,b(x)) =0, along the lower surface, (6.1b)
ui(z,h) =1, wg(z,h)=0, along the upper surface, (6.1c)

with the problem domain confined to the interval x € [, 7] and z = b(z) denoting the
2m-periodic lower surface contour; the problem domain is assumed periodic on the left,
x = —m, and right-hand side, x = m, which is assured by identification of the respective
grid points. Note that in contrast to the velocities, which are assumed 27w-periodic, the
potential fields ¢1, ¢2 can exhibit an aperiodic part (being linear in x) as mentioned in
Sec. 5.1.2.

The Reynolds number based on the above scaling is Re := pAU/(27n). Considering
standard piston velocities, typical viscosities for the occurring temperature range and

manufacturing restrictions, the following characteristic parameter range is assumed [100]:
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0= 850kg/m?>, 0.5mm < A <1lmm,
20mPas <7 < 60mPas, Om/s <U < 15m/s,

leading to Reynolds numbers in the range of 0 < Re < 100.
Central to the present study is the definition of the friction coefficient depending on the
non-dimensionalised quantities. For this purpose, note that the resistance force for the

upper surface is given by the integral:

L A/2
_ ou;  dug) . . du; .. L duy
F—//n{ag—aj}dxdy—nB agdx—nB/\/ 82dx
A 0 —-)/2
. 2w 1 ﬂ@ul . A ho ﬁ@ul
=AU | 5, e =g zw/azdx v,

in which a comparison to pure Couette flow between two flat surfaces (F' = nAU/Hy)

identifies the quantity:

_hg [Ouyhg [ 06 o
= o0 | Frde=g [ 257 de = [oa(m h) — da(—, )] (6.2)

—T —T

K

as the scalar factor describing the change of resistance in the presence of a curved surface
contour in comparison to that of a flat surface; subsequently « is referred to as the friction
coefficient or resistance factor. The last equality in the above equation is obtained by the
definition of the potential fields, see for example (5.39), (5.40), and demonstrates that s
can be obtained in a relatively simple and convenient way. In contrast to a formulation
in terms of primitive variables, no derivatives have to be calculated from the FE solution
and no integral needs be calculated; just the potential field ¢2 has to be evaluated at the
two end points of the upper boundary revealing that x only depends on the non-periodic

part of ¢s.

6.1.3 Lubrication solution

Lubrication theory opens up the possibility of an analytical approximation. The starting

point is the Reynolds equation which, for the present geometry, takes the form [217, 241]:

d

R O S A (63)

which following integration with respect to = directly becomes:

h b)) L = 6~ b(a)] - C,
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with integration constant C. Solving for the pressure gradient gives:

dp 6 B C
R s T o 6

which can be integrated over one period and, considering the periodicity of the pressure
field, yields the identity:

s +m +m

dp / dz / dz
0= —p(—nm)=[| —dz=6 | ——— —-C | ——=, 6.5
()~ pl-m) = [ Lo TR 69

with integration constant:
I L7 a b()
2 x x
= 6h— I,=— | ——————, b'(z):=—2.
C 6h1_3 and 5 / b @) b* () "

—T

Following Scholle [217] an explicit form of the z-component of velocity is given by:

uyp =

z=bx) dp[h—b() [1_ z—b(x)} z — b(x)
h—b(z) dx 2 h—b(x)] h—0b(z)’

L2 } 1-2]27, (6.6)

:Z_gb_ku—wmn

with Z = %Ei;; which can be further integrated with respect to z to obtain the stream-

function:

¢=/U1dz:[h—b(:c)]/u1dZ
—h_b(x)Z2—3[h—b(x)—hIQ} [22_23]

2 ;|2 3
- 31 * 2 I * 3
_h{ﬂg 1+b(:p)]Z +h[1 = b(x)}Z.

Obviously ¢ vanishes along the contoured surface Z = 0 while taking a constant value

along the upper flat surface Z = 1.

Accordingly, the non-dimensioned shear stress is given by:

w131 gty | - 27
T oz A1 —b*(z)] ’

T

in which case the shear stress along Z = 0 takes the form:

N 31, - p
T Lh[l-br(2)]>  R[1-b*(2)]]

Tw
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and along Z =1 the form:

4 - 31,
h1—0b%(2)]  Ish(l —b*(z))?

~

Tp ~

The corresponding resistance factor x is given by:

ho [ 4 I H, 12
n~°/l 31 ]dxzol41’1—?}2], (6.7)
3

“on

Al =b*(x)]  Lh[l - b*(2)]? H

depending on easily computable functionals of the contoured surface.
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Figure 6.3: Stokes flow results for a cosine-like surface contour with hg = a = 7/2. Top
row (from left to right): unstructured FE-triangulation, z-velocity and z-velocity; bottom
row (left to right): absolute velocity plus streamlines, pressure and scaled shear stress.
The flow is from left to right.

6.1.4 A parametric study

The numerical results shown subsequently, for Stokes and NS flow, were obtained by
the LSFEM of Ch. 5 using quadratic basis functions and an unstructured, boundary-
refined triangular grid for all test and solution spaces and a least-squares weighting of
w = [1, 1, 104, 104]; the boundary triangles are allowed to be curved in accordance with
the isoparametric concept and the number of grid points involved ranged from 30,000 to
50,000. A typical Stokes solution using the surface contour b(x) = —acos(z) is depicted
in Fig. 6.3 which shows the corresponding unstructured FE triangulation, the x and z

velocity components, the resulting streamline pattern, the pressure and the shear stress.
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The latter two have been constructed from the velocities and potentials according to
p = Opdr —upug/2, see equation (1.42), and 7 = Ju; /0z. Note, that the periodic boundary

conditions require special treatment as described in Sec. 5.1.2.

(a) Wave number study

The impact of varying the wave number on hydrodynamic friction is now investigated.
Taking, in non-dimensioned form, shear flow over a cosine-like contour with fixed constants
a, h and hg, the number of ridges can be increased by considering a sequence of contours
br(z) = —acos(Kx — ym), K € Ny on the interval [—m, 7] with v := 1 for even K and
~v := 0 otherwise; K then specifies the number of ridges per unit length 2w. However,
in order to generate a continuous curve it is easier to consider the equivalent problem
on the interval [—m, 7] with contours bx(z) = —akK cos(x) and clearance hg g = hoK
with K € R,. The associated friction coefficient s is obtained using either formula
(6.2) or (6.7) and, for three selected sequences of a and hyg, is displayed in Fig. 6.4. As
expected, only in the limit case K — 0 are the lubrication and Stokes results in agreement,
lubrication theory only being valid if A is the dominant length scale or in non-dimensioned
quantities a < 27w. Obviously, lubrication theory results in constant friction for all K and is
thus inappropriate for studying wave number effects. Alternatively, the Stokes equations
qualitatively describe the entire transition from a near lubrication state (K — 0) to a

Couette-like state (K — oo) for arbitrarily dense ridge structures.

K
Stokes
1 [
0.9
Lubrication
0.8
0.7
| | | |
0 5 10 15 20 K

Figure 6.4: Plots of friction coefficient x versus wave number K obtained with: the
lubrication approximation (red, constant); the Stokes equations (blue). The pairs of curves
shown are for: a = K7 /16, ho = Kn/2; a = hg = Kn/2; a = K7 /2, hg = Kn /4.
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6.1 Friction reduction between lubricated surfaces

\\://

Figure 6.5: Vortex structure dependence on the amplitude of the cosine-like surface
contour under Stokes conditions. Streamlines are depicted (from left to right) for fixed
ho =m/2 and a = 7/8, 7/4, w/2 and 7. Flow is from left to right.

(b) Amplitude study and vortex structures

Firstly, note that in principle hydrodynamic friction can be reduced by simply increasing
the clearance hg, that is for Couette flow the decrease in wall shear stress will follow a
1/hg law. However, in practice the clearance in the cylinder-piston system is required to
be small for technical reasons so that a compromise is the use of periodically corrugated
surface shapes with a fixed hg but varying amplitude a. Although the amplitude can be
set to an arbitrarily high value this is in practice limited by the material properties of the
components involved and manufacturing restrictions. Here the dependence of the friction
coefficient x on the amplitude is investigated which is expected to be more complex due
to vortex generation in the associated valleys; the latter defines a relevant study object
of its own due to its influence on fluid transport properties, temperature convection and
related topics.

To begin with, Fig. 6.5 demonstrates the effect of increased amplitude of the surface
contour on the streamline pattern in the case of Stokes flow; obviously at certain critical
amplitudes a new eddy is born. This phenomenon is described in more detail in Fig. 6.6
(right), for increased amplitude the generation of new eddies (here, up to six) indicated
by the black bullet-points; showing that for higher amplitudes, the critical amplitude and
number of eddies are related essentially linearly and independent of the height hg. To
generate this plot roughly 70 simulations were run on the interval a € [0,3~n]. Fig. 6.6
(left) is a plot of the scaled shear stress along the upper flat surface for selected amplitudes
of the contoured surface, including those of Fig. 6.5. It shows that for small amplitude
there is no eddy present; the shear stress exhibits only one maximum at x = 0. On
formation of the first eddy two local maxima appear, the z-coordinates of which coincide
with those of the streamline triple points; the value at x = 0 becomes a local minimum.
In general, the number of eddies can be obtained from the number of local maxima of the

surface shear stress curve divided by two as in Scholle [219].
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Figure 6.6: Scaled shear stress along the upper flat surface for the case of hy = /4
and selected amplitudes a of the cosine-like surface contour (left). Critical amplitudes
for the eddy formation in the presence of a cosine-like contour and under Stokes flow
conditions (right); for selected height values hg the friction coefficient x is plotted against
the amplitude a while, for increasing amplitudes, the black bullet-points indicate the
formation of a new eddy.
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Figure 6.7: Friction coefficient x dependence on the quotient o = 7 for a cosine-like
contour (left): for selected height values hg the blue curves represent Stokes flow conditions
while, independent of hg, the red curve stems from the lubrication approximation; the
results relate to those at 30 equidistant points (blue dots) on the interval o € [0,0.95].
Contour study using the lubrication approximation (right): for selected parameters bs of
the logarithmic surface contour b(x), defined in paragraph (c) below, the friction coefficient
k is plotted against the quotient «; the shape of the curves does not depend on hyg.

In order to illustrate the friction behaviour of the co-sinusoidal corrugated system in

the hg-a-parameter domain in a simple way and to provide a clear comparison between

lubrication theory and the Stokes solution it is instructive to introduce the quotient a :=
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6.1 Friction reduction between lubricated surfaces

= fho' Fig. 6.7 (left) plots the friction coefficient x against o and for selected height

values hg the blue curves result under Stokes flow conditions while, independent of hg, the

red curve results from the lubrication approximation. Obviously, & = 0 corresponds to
a = 0 and thus to the case of Couette flow with k = 1; for a« — 1, i.e. hyp becomes small
in comparison to a, generally friction decreases and in the limit case lubrication theory
predicts zero friction. In the Stokes simulations the predicted k-values increase with hg
and altogether the possible Stokes curves are confined to the area between x = 1 and the

lubrication curve.

(c) Variation of the contour shape

The preceding investigations concentrated on the case of a cosine-like bottom contour
which can indeed serve as a reasonable starting point. In the following it is investigated
how a variation of the contour shape, depending on a preferably small number of geo-
metric parameters, influences the hydrodynamic friction. For this purpose the following

parametrised set of logarithmic surface contours is examined:

b(x) = by + balog(1 + b3 cos(x)),
2a

"o (5

b1 =a— bglog(l — bg),

bo

depending on the geometry parameter bs € [—1,1] only; the parameters b; and by are
chosen such that for a given amplitude a and for varying b3 € [—1,1] the identities
b(—m) = b(wr) = a and b(0) = —a always hold. The above contour in an elegant way
of encompassing the transition from a concave pin contour (b — —1) to a convex box
shape (b3 — 1) includes both extremes as special cases; the familiar cosine-like contour
b(x) = —acos(z) is obtained in the limit b3 — 0 as can be verified by L’'Hépital’s rule. Fig.
6.8 shows streamline patterns for selected values of b3 and under Stokes flow conditions,
thus illustrating the transition process: taking b3 = 0 as a starting point, as b — —1
an increasing number of eddies is generated, in the limit infinitely many; moving in the
other direction, bs — 1, there is just one eddy present until in the limit b3 = 1 additional
secondary corner eddies appear, cf. Moffatt [180].

For values of b3 commensurate with those depicted in Fig. 6.8, Fig. 6.7 (right) shows
the corresponding k-a dependencies based on the lubrication model, giving when b3 = 0
the case for a cosine-like contour, cf. Fig. 6.7 (left). As in the latter the corresponding
Stokes curves for varying ho (but not depicted here) will reside in the area confined by the

lubrication curves and the constant line xk = 1. Obviously the friction behaviour improves
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Figure 6.8: Vortex structure depending on the parameter b3 of the logarithmic surface
contour under Stokes flow conditions. The streamlines depicted above, chronologically
from top left to bottom right, correspond to: b3 = —1 41076, —0.99, —0.6, 0.01, 0.6, 0.99,
1 —10"' and 1. In the limit case limy,,—; the contour converges to a needle point at
x = 0, which is of no physical interest, unlike the limit case lim,_,; which results in a box
shape (below right) and is of interest.

for increasing bs, which is less a contour inherent property but rather expressing the fact
that friction decreases with the average gap width between the two surfaces. In the latter
sense the box shaped contour is the logical optimum while a practically feasible contour,
considering manufacturing restrictions and stability requirements for the ridges, will be

much closer to bg = 0.

Fig. 6.9 illustrates, for fixed a and selected height values hg, the explicit dependence
of the friction coefficient x on the geometry parameter bs of the logarithmic contour b(x).

For a simpler representation bs has been re-expressed via the parameter ¢ € [—16, 16] and:
bs = sgn(c) - [1 — 1071] .

The deviation between lubrication and Stokes solutions increases for ¢ > 0 and thus the
lubrication approximation overestimates the possible friction reduction significantly. The
left graph suggests the parameter ¢ € [0,5], to be more or less independent of a and
ho; beyond the value ¢ = 5, both solutions predict no significant further reduction in
friction. The corresponding contours for ¢ = 1,...,4 are depicted on the right-hand side

emphasising the relevant effect: the contour peaks become slimmer and slimmer.

As mentioned before the hydrodynamic friction in the lubrication gap mainly depends on
the average gap width, that is on the fluid volume between the upper and lower surface.
In order to separate this effect out a study with constant volume is employed which is

achieved by modifying the amplitude a = a(bs) depending on the parameter bg according
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Stokes

1 |
10 0 10 -m —x/2 0 g/2 7

Figure 6.9: Friction coefficient x dependence on the parameter ¢ of the logarithmic con-
tour (left). For a = 7/2 and selected height values hg = 7/2, 7/16 the lubrication solution
is given by the red and the FE Stokes solution by the blue curves. The corresponding
contours for ¢ =1,...,4 are depicted on the right-hand side.

to the formula:

v(a;b3) = / a—b(x)dz 2V = constant ,

—T

thus giving:

/ balog(1 — b3) — balog(1 + bg cos(z))dx =V,

-7

and:
bo(bs) :% [QWlog(l ~by) — /W log(1 + bs cos(z)) dz | | (6.8)
a(bs) = %zlog G :L Zi) , (6.9)
bl(bg) = a — bg log(l - bg) . (610)

The left-hand side of Fig. 6.10 displays the friction coefficient « as a function of the
dimensionless volume v(a = 7/2,b3) of the logarithmic surface contour; V = 4ma = 272
denotes the maximum possible volume for a given amplitude a. For a = 7/2 and selected
height values hg = 7/2 and hg = 7/16, the lubrication approximation results in the red
and the FE Stokes solution in the blue curves. The dependency of the Stokes friction
coefficient on the volume v is nearly linear while lubrication theory predicts a significant
deviation from a linear profile when approaching a box shaped contour. In order to obtain

a pure contour driven effect, on the right-hand side of Fig. 6.10 the volume impact has
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Figure 6.10: Friction coefficient x dependence on the dimensionless volume v(a = 7/2, bs)
of the logarithmic contour, the latter being denoted in terms of fractions of the maximal
possible volume V' = 4ma (left); for a = 7/2 and selected height values hg = 7/2, 7/16 the
lubrication approximation leads to the red and the FE Stokes solution to the blue curves.
For hg = 7/2 and constant v(a(bs),b3) = V = 272 the k-values of the lubrication (red)
and FE Stokes (blue) solution are displayed versus the contour parameter ¢ (right); the
amplitudes are adapted according to (6.9).

been separated out: the amplitude of the logarithmic contour has been adapted according
to (6.9) such that the volume v(a(bs),bs) = V always remains constant. For hg = 7/2
and a constant volume V = 272 again the lubrication approximation and the FE Stokes

solution result in similar red and blue curves as in Fig. 6.9.

(d) Inertial effects

Although inertial effects play a quantitatively minor role for the present problem, even
for Reynolds numbers up to Re = 100, it is useful to obtain an overview of the basic
mechanisms and how the eddy structure and the friction coefficient are influenced by an
increase of the Reynolds number.

Fig. 6.11 illustrates the evolution of streamline patterns for increasing Reynolds number
up to Re = 60 in which the top row refers to the cosine-like contour (¢ = 0) and the second

row to the logarithmic contour using ¢ = 2. The geometric aspect ratio in all cases is given

s
4

been used. For the logarithmic contour inertial effects on the streamlines are, along with

by hg = %a = %, while for visualisation a different but for all cases identical scaling has
symmetry breaking, much more pronounced; this is also reflected in the variation of the
friction coefficient: in the case of the cosine-like contour and Re = 60 a 1.9% increase in
k results compared to the Stokes case while for the logarithmic contour an approximate

7.7% increase is observed. Generally speaking, the advantage of a higher average gap for
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6.1 Friction reduction between lubricated surfaces

large b3 compared to those contours with b3 = 0 seems to diminish for increased Reynolds
numbers; the sharper ridge contours cause stronger vortex activity and asymmetry which
again leads to increased friction. It would be worth extending investigation for higher
Reynolds numbers, obviously at least Re > 100 which is out of scope of the present study,

as to whether a trade off point can be found.

Re=0 Re =30 Re =60
c=0 k = 0.8123 k= 0.8178 k= 0.8277

=

k= 0.7723

=l

Figure 6.11: Evolution of streamline patterns for Re = 0, 30, 60 (from left to right) for
the case of the cosine-like contour using ¢ = 0 (top row) and the logarithmic contour using
¢ = 2 (bottom row). The geometric aspect ratio in all cases is hg = %a = 7, while for the
visualisation a different but for all cases identical scaling has been used.
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Figure 6.12: Scaled shear stress along the upper surface for hg = %a =m/4 and Re = 0,
30, 60. The shear stresses correspond to the streamline patterns in Fig. 6.11, for ¢ = 0
(left) and ¢ = 2 (right).
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Fig. 6.12 displays corresponding scaled shear stress distributions along the upper surface
for hg = %a = m/4 and Re = 0, 30, 60: on the left-hand side for the cosine-like contour
and on the right-hand side for the logarithmic contour. With increasing Reynolds numbers
the asymmetry of the velocity field becomes more pronounced which is also reflected in
the shear stress curve. Qualitatively the shear stresses for both contours turn out to be
similar. Fig. 6.13 displays the friction coefficient £ depending on the Reynolds number
Re = pUpA/(27n) for the three different contour parameters ¢ = —2,0, 4 (from left to right)
in the case of a logarithmic contour. For fixed amplitude a = 7/2, three height values are
considered: hg = 7 (yellow), hg = 7/2 (blue) and hg = 7/8 (red). The friction coefficient
increases with the Reynolds number, the effect for small Re being only moderate; with

decreasing height hg the relevance of non-linear effects increases significantly.

Fig. 6.14 displays the friction coefficient x depending on the quotient o = 7 for the
cosine-like contour. For selected height values hg the blue curves result for Stokes flow
(Re = 0), the green curves for NS flow with Re = 75 and the red curves depict the
corresponding lubrication approximation (independent of hgy). This figure complements
Fig. 6.7 (left) by including inertial effects thus combining the dependency of x on « and

ho for the three different flow regimes in just one picture.

K c= —9 K c=10 K c=4
0.9:;_.,._...-0—0—0—0-0 0.91 0.9?
0.8] 0.8 0.8
0.7 0.7 0.7
0.6 0.6 0.6
05 0.5 0.5
0 7 T 75 56 B¢ o 75 150 Re

Figure 6.13: Friction coefficient x depending on Re for the three different contour pa-
rameters ¢ = —2,0,4 (from left to right); for a fixed amplitude a = A\/4, three height
values are considered: hg = 7 (yellow), hg = 7/2 (blue) and hg = 7/8 (red).
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Figure 6.14: Friction coefficient x depending on the quotient a = ¢ for the cosine-like
contour. For selected height values hg the blue curves result under Stokes conditions
(Re = 0), the green curves under NS conditions with Re = 75 and the red curve depicts
the lubrication approximation (independent of hgy). For this diagram the flow field has
been evaluated for 30 equidistant points on the interval a € [0, 0.95].

6.2 Gravity-driven steady film flow over periodic topography

Over the past two decades, considerable interest has been generated in the motion of liquid
films over rigid surfaces containing well defined topographical features, mainly because of
their importance in many branches of technology, such as functional thin film coatings
[147, 274]. Relevant applications are manifold, comprising diverse fields like protective
coatings in the ceramic and metalworking industry [139], the production of photo films
and similar multilayer materials [147], high precision coatings in the microelectronics and
semiconductor industry, falling film heat exchangers [268, 273], optical coatings and many
more. To some extent prototypic film flow models cover macroscopic geological phenomena
such as avalanches [165], glaciers [112] and debris flows [132] as well.

The primary motivation for considering topological features is that surfaces encountered
in practice are never completely flat; rather, they contain complicating features such as
well defined irregularities in the form of sharp steps or trenches or regular corrugations
arising from nature or as a consequence of a particular manufacturing process. Despite
the comparably simple geometric configuration gravity-driven film flow exhibits a wide
range of complex physical phenomena like free-surface wave evolution [78], eddy genesis
[228], film break-up [147] or rivulet [238, 239] and droplet formation [158]. Understanding
the impact of various disturbances on flow structure is necessary to control and optimize
relevant characteristics like the surface shape and stability [7, 39, 193, 234, 267], the
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Side walls
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Figure 6.15: Gravity-driven film flow down an inclined corrugated rigid substrate in an
experimental set-up (right) [219] and as an idealised two-dimensional model (left).

Roughness (2D)

evolution of the vortex profile [228, 278] and the related mass transport [279] as well as
characteristics influencing the temperature distribution and the drying process [147].

In the following the case of two-dimensional gravity-driven film flow over periodically
corrugated topography inclined at an angle of « to the horizontal [228, 257, 258, 266,
267] is considered as shown in Fig. 6.15. Investigations focus on the computation of
steady and periodic solutions of the full 2D Navier-Stokes equations involving inertial
and capillary effects which generally exist under restricted conditions only [277], i.e. low
Reynolds numbers depending on the inclination angle. Experimental results are known
from [234, 278] indicating that steady solutions can, under certain conditions, also exist
for higher Reynolds numbers. Normally in the direction of increasing Reynolds number
a kind of pseudo-stable state is reached exhibiting a low-amplitude periodic movement of
the free surface which leaves the eddy structure of the internal flow essentially the same
[117]; thus, when the focus lies on the inner flow structure, it can be helpful to compute
steady-state solutions which do not exist physically.

The periodic film flow problem is tackled by two different methods of solution: first,
a spectral Fourier method for Stokes flow based on the complex-valued form of the first
integral as described in Sec. 3.2; second, the LSFEM approach also including inertial

effects based on the considerations in Chapter 5 and particularly Sec. 5.1.2.

6.2.1 Spectral complex-valued solution representation

An efficient procedure for solving free surface problems is given by the least-squares FE
method of Chapter 5, particularly for the periodic flow described in Sec. 5.1.2. However,
especially for the latter case one would usually prefer a Fourier basis instead of locally
supported basis functions which would be suitable for stability analysis as well. This is

the reason why, in the following, an alternative discretisation is proposed to solve for the
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6.2 Gravity-driven steady film flow over periodic topography

special case of steady, gravity-driven film flow over periodically corrugated substrates.
Considerations are confined to the Stokes flow case although a generalisation to Re > 0 is
in principle possible. Scholle [219] provides an overview of how such a problem is tackled
by means of the Stokes equations in primitive variables both for the limit case of thick
films assuming a flat surface and for thin films allowing for a wavy surface.

Consider the 2D first integral of NS equations (3.12), (3.13) in terms of complex coor-
dinates ¢ := x + iz and its conjugate £. In the steady Stokes flow case, (3.13) is a scalar
equation for the determination of the pressure, which is of no importance here, while equa-
tion (3.12) reduces to a bianalytic equation 9%y/ 822 = 0 for the complex-valued potential
field x = @ + in¥; the real part of which is the scalar potential field @ and the imaginary
part essentially the streamfunction ¥. The scaling is similar to that of Sec. 6.1.2:

- 2y 2 d

P = (6.11)

U — —
’ Ay, Anuy,

U
T, z2="%, u=—
’ AT Uy,

using as characteristic quantities the wavelength A and the Nusselt velocity:

2 .
:gg)\ sina (6.12)

n

8m2n

and leading to a Reynolds number of Re = pu,\/(27n). The physical quantities are then
denoted by capital letters and dimensionless quantities by small letters, analogous to Fig.
6.2 in Sec. 6.1.2. The domain is confined to = € [—m, 7] and the solution is assumed
2m-periodic.

As mentioned in Secs. 1.2.1(b) and 3.1 the general solution of the bianalytic equation
can be written in terms of two analytic functions P(§) and Q(§) which, without loss of
generality, can be modified to x = @, +i(¥, + P(£) +£Q(£))!, thus separating the Nusselt

solution @,, + i¥,, from the rest. A representation for the streamfunction then results as:

3

¥ =Im(y) = hz? — =

5+ PO+ PO +2(Q©) +Q0) , (6.13)

with the non-dimensional height h = 2w H/); in equation (6.13) the x-dependant part,
stemming from &, has been omitted due to the assumed 27-periodicity of the streamfunc-
tion and the result coinciding with that obtained by Scholle [219]. Moreover, the following
derivative of @ is used:

0P 0 2?4 22

28—g = Qa—g Re(x) = iz(h — 2)

+ hz — po(z +i2)

+Q(8) - Q) — 2 (PO +2Q'©)) , (6.14)

"Multiplication with i and separation of the Nusselt solution is performed to keep in track with the
considerations in [219] and is done without loss of generality.
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in which the non-dimensioned Nusselt solution @,, plus derivatives have been taken from
(5.42)-(5.44).

6.2.2 Boundary conditions in terms of analytic functions

In what follows the interest lies in obtaining the streamfunction according to (6.13); sub-
sequently the velocities can be computed as a byproduct. In order to fix the degrees of
freedom provided by the analytic functions Q(§) and P(&), the streamfunction represen-
tation has to fulfil the necessary boundary conditions, cf. Fig. 6.15 (left), in this case wall
boundary conditions at the lower rigid surface and free boundary conditions at the upper

free surface; the periodicity of the solution will be guaranteed by the choice of () and P.

(a) Substrate boundary conditions

No-slip and no-penetration boundary conditions at the substrate contour z = b(x) are

required which, according to the streamfunction definition and (6.13), can be written as:

O=u= —21?;2' = 2hz — 2%+ Q(&) + Q&) — 2 (P'(§) + 2Q'(©)) , (6.15)

for z = b(x) and & = x 4 ib(x).

(b) Kinematic BC at the free surface

Let the free surface (z(s),z(s)) = (f1(s), f2(s)) be parametrised with respect to arclength
s. Normal and tangential unit vectors are then given by t;(s) = fi(s), ni(s) = €;it;(s) as
in Sec. 3.2.2. A complex-valued description is provided by f(s) = fi(s)+ifa(s), t = f'(s),
n =if’(s). For convenience the shape of the free surface is represented by the derivative
of a periodic function g:

z=h+d(z). (6.16)

In the case of stationary flow the kinematic boundary condition is equivalent to identify-
ing the free surface as a streamline, i.e. ¥(f) = 15 = const., which leads, after substitution
of (6.16) into formula (6.13), to the final form:

g'(z)?

bo = 2104 129 () — L ome(Ple) +201€) (6.17)

for all z € [—m, 7] with 2z = 2(z) = h+ ¢/(z) and £ = £(z) = z + iz(x).
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(c) Dynamic BC at the free surface

In the case of stationary Stokes flow with constant surface tension the dynamic boundary

condition (3.23) in dimensionless form reduces to:

d , 0P

iy 4i—= ) =U 6.18

P <a f+4 o > n, ( )
with the following dimensionless quantities: when U (%, 2) = pg[cos(a)Z — sin(«)#] denotes
the potential energy density in dimensional form, the scaling (6.11) leads to:

Uz, z) = 2[cot(a)z — 2] ; (6.19)

- 2mnuy,
accordingly the Capillary number is given by Ca = nu,, /o, but for convenience the inverse

& = Ca~!is used.

In equation (6.18) the term involving the potential energy density can, by use of the

identity n = iz’ — 2/, be rewritten as:

d
Un=2(zcota —x)n = o <2xz —ix? — cot(a)zQ) +2(icota—1)za, (6.20)
d
=% (2:1:,2 —iz? — cot(a)z® 4 2(icot o — 1) (ha + g(;v))) , (6.21)

in which zz’ has, via (6.16), been replaced by the more convenient expression:

20! = (ot g/ (@2)a’(s) = < (ha + g(a))

Substitution of (6.14) and (6.21) into the dynamic boundary condition (6.18) gives:

0= %(6f’+2(1—icota)g+(cota—i)22+2i (Q7Q> +4(ﬁ+z@>
— 2hcot(a)z + 2ihz), (6.22)

in which the pressure constant in (6.14) has been set to pg = —h cot «v in order to eliminate

remaining z-dependencies. Integration of (6.22) and substitution of (6.16) then results in:
C=6f+2(1—icota)g— h*cota + cot(a)g? + ih? —ig”
+2(Q-Q) +4 (P +:Q),
involving an arbitrary integration constant C; the choice of C := & — (cot o —i)h? delivers:

0=6(f' = 1) +2(1—icota)g+cot(a)g” —ig? +2i (Q - Q) +4 (P +:Q) . (6.23)
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The following simple relations will be utilised subsequently:
_ _ . d - _ _
2Q -~ QT +4(P' + Q)] =4 (P +2Q) +4Im (QT') .
=2 —i=2"—i(¢"2") = (1—ig") 2,

L= 77 = \Ja'(s)? + ()2 = \/1+ g"(x)2/(s)

Multiplication of equation (6.23) by f” and splitting of the resulting product into real and

imaginary part yields, under consideration of the above relations, two equations:
A 12 11

0 9 B y cot « 2 979
0—2(\/1—1—9” 1)+(1 cot(a)g”) g + 59 5

+2% Re (P +2Q) +2Im (Q(1 —ig")) , (6.24)
12

A

0=2g"—(¢" +cota)g -

¢ d
: a9 9 (P +2Q) . (6.25)

2 79 Ty ds
Inserting the derivative of (6.17),

d

2 Re(P() +2Q(9) = (97— 1) ¢

into (6.24) leads to:

R /1+ //2_1 12 1 12 .
0+ +g—h%" + % + cot « % —g¢" | +2Im (Q(1 —ig")) =0. (6.26)

The integral of (6.25) with respect to x:

A 12 t
%g’ - / <gg" + 97 ¥ cot(a)g) de — %9'3 —2Im (P +20Q) =0, (6.27)

can, in combination with the kinematic boundary condition (6.17), conveniently be com-

pounded to form a complex-valued “hybrid” boundary condition:

i 2 icota —2 2
<h2 — ;6) q —H/ (gg” + % + cotag) dx + 100%9,3 +2(P+2Q) = — §h3.
(6.28)

6.2.3 Fourier series discretisation

In order to discretise the wall condition (6.15) and the two free surface conditions (6.26),

(6.28) the unknown functions Q(£) and P(§) are expanded as Fourier series:

© ; ug + iw > — Ry ; 1

Q)= > le’“5+%, PE =Y %G%—F?ﬁo, (6.29)
k=—o00 k=—o00
k40 k0

depending on two series of complex-valued coefficients QJ;, and Ry.
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6.2 Gravity-driven steady film flow over periodic topography

(a) Substrate boundary condition

Substitution of (6.29) into the substrate boundary condition (6.15) delivers an equation
0 = up(z) of the form:

0 = up + 2hb(z) — b2(z) + }: @ (Que™ 4 (Ry, — 2kb(@)Qx) e ™) . (6.30)

k;éO

In principle, a system of infinitely many linear equations for the coefficients Qp and Ry

can be obtained from (6.30) by using the standard inner product in the following way:

) 1 [T .
(up(x), e ") := o up(z)e "™ dx =0, formeZ; (6.31)
™
for the case of a sinusoidal substrate contour b(z) = —acosz = —% (' + e~*), which is

of particular interest here, Scholle [219] demonstrates that the linear system (6.31) can be

reduced further to the more convenient form:

Somuo + Z ( m—k(ka)Qk + ka(Iynyk-1(ka) + Lniki1(ka))Qp + Lk (ka) Rk) By,

k=—o0
k0
(6.32)
with inhomogeneity:
a? a?
By = - 0om + ah (S1m + 0-1m) + = (O2m + 5-2m) . (6.33)

involving the Kronecker delta, ¢, and the modified Bessel functions of the first kind [1]:

1 7T
I,(x):= /0 <) cos(nh) db . (6.34)

™

(b) Free surface conditions

Now, consider the two conditions (6.26), (6.28) at the free surface. These require the

Fourier expansion of the surface function g(x) and its derivatives:
Z gkelk:c ’ g'(x) —i Z kgkelkx ’ g”(x) — Z k2gkelkx ’ (635)
k=—0o0 k=—o00 k=—oc0

along with g_r = gx due to g being real-valued. The Fourier expansions (6.29) of Q(&)
and P(£) with € = 2 4+ i(h + ¢'(z)) involve the inconvenient term e~%9'(®); if this term is

approximated by a truncated Taylor series:

e*kgl( ) ~ 1 _ kg e 1 — lk Z lgle (636)

l=—
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representations for @) and P at the free surface result as:

Q(z +i(h+g'(x)) = i e Qy, (1 — ik i zgleilz) gike 4 Yo+ o

k=—o00 l=—00 2
k#0
- ix— : - ilx— up + iw
= > FENQi i Y k(- R QS (6.37)
k=—0c0 k,l=—00
k#0 k#0

and:

Plotith+g@) = 3 en@F (1 S lgleilx) g by (638)

l=—00

= ; -R > . — Ry 1
= > htin—n) @k — Rk > (- k)gl—kell%khiQk 5 L J%o, (6.39)

k=—00 kl=—o0
k#0 k£0
in which an index shift [ < [+k has been used to arrive at the second equality in both cases.
In a next step the series representations (6.35)-(6.39) are applied to the dynamic boundary
condition (6.26) and to the hybrid boundary condition (6.28) which is described in detail
in [176] and summarised in Appendices D.1.1 and D.1.2. There it is also shown that an
inner product approach, similar to that in (6.31) for the substrate boundary condition,

leads after mathematical manipulations to the two systems of non-linear equations:

cot a

wodom + Z (ZZQ(m - l)2 +

l=—00

Mw—mﬁm%”

+ (1 + h?m? + u0m2) gm+ Y (m—k)(m—2k) (efkth + ekh@—k) Gm—k

k=—o00
k#0
- —m o~ 1 &
—i (7™ Qu = ™ Q) (1= 00m) + 5 D K= k)(m — Dgrgi-rgm-
kl=—o0
—i Y kU= k) m = D? (e Q — M Q k) gikgmt = 0, (6.40)

k,l=—oc0

for (€™ (6.26))g = 0 and:

b t
((ih2 4 e + iug — wo) m+ C(jna (1- 50m)) gm + (Yo + hug + ihwo +1C) oo,

2
—n (L4 20m) Q. — Ry, L=
+e n ;Q (1= bom) +1 Z e kh(m—l{:)gm_k((k—2hk)Qk+Rk)
Sore
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6.2 Gravity-driven steady film flow over periodic topography

1 & I(l+m >
-= > !gzgm—l (1—=0om)+2 Y, e ™kl —k)(m —1)g-kgm-1Qx
2,4, 0m k= o0
cotat 2l i k(L — k)(m — 1) - (w - 2h3> 5 (6.41)
6 = 9k91—k9m—1 = s 3 0m » .

for (e™® (6.28))p = 0, both for arbitrary m € Z. Note that always m is used as an

equation index, while k and [ are used as variable indices.

(c) Determination of the surface function’s zero-mode

In order to solve for the discretised boundary conditions the zero-mode gg of the surface
function g has yet to be determined. For this purpose equation (6.28) is evaluated at
x = £m. The difference of both results leads, due to the 2w-periodicity of ¢’, P and Q, to:

™ /2 ™ 1
/ (99" + % + cot(a)g) dz = / <—29'2 + cot(a)g> dz =0,

in which the second equality is due to partial integration of the gg” term. Using (6.35) it
follows that:

T 1 o ) (o@) .
/ (2 Z I(k — l)glgk_lem + cot Z gke“m) dr =0. (6.42)

o kl=—o00 k=—o00

Furthermore for each k € 7Z the property (1,e*®)q = dox holds which when applied to

equation (6.42) yields:
1

oo
3 > —12g19_1 + cot ago = 0;

l=—0
due to being real-valued the zero-mode of the surface function g after manipulation finally
reads:

o0
go = tan Z g . (6.43)
=1

6.2.4 Spectral iterative method of solution

In order to solve the system of coupled equations (6.32), (6.40) and (6.41) the infinite
series involved have to be truncated. Thus the complex-valued coefficients Q) and Ry
are confined to an index range of —N,, < k < N, with £ € Z and N, N,, € N5, while
coefficients outside of this range are set to zero. Correspondingly, replacing g_j = g and
go by (6.43) the index range of g, can be confined to 1 < k < Ny € N5o; in summary,
considering ug and wp, a number of 2(IV,, + Np) + N,y complex-valued and 2 real-valued

unknown coefficients arise. In order to obtain a consistent system with an equal number
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6 Engineering applications

of equations and unknowns, equations (6.32) and (6.41) are considered for m € Z, —N,, <
m < N, while (6.40) is considered for 1 <m < N,.

The resulting system of equations is solved in a decoupled way by an iterative solution
strategy, cf. Fig. 6.16. Starting with zero values for the negative modes, i.e. for Qy, Ry
with k& < 0, the following two steps are repeated until the norm of the difference between

two consecutive solutions falls below a certain threshold value e:

(1) Using given values for the negative modes Qy, Ry, k < 0 from the previous iteration
step, the discretised substrate boundary condition (6.32) with —N,, < m < N, is
solved for ug and for the positive modes @Qr and Ry with & > 0. The corresponding

linear system of equations is:

Np

Somuo+ Y (Imfk(ka)Qk +ka(Lnsr—1(ka) + Intri1(ka)) Q4 Iy (ka) Rk) = B,
k=1
(6.44)
involving the modified inhomogeneity:
a? a?
B;l = 550771 + ah ((51m + 5_1m) -+ Z ((52m + (5_2m) (6.45)

-1

= Y Ik (ka)Qu + k(I sk1(ka) + Lnyp1 (k) Qp + Lk (k) Ry).
k=—Np,

(2) Using given values of ug and the positive modes Qk, Ri, k¥ > 0 from the previous
iteration step, the discretised non-linear boundary conditions at the free surface, i.e.
(6.40) with 1 < m < N, and (6.41) with —N,, < m < N, are solved for wo, g5 and
the negative modes Qi, Ri with k < 0. Linearisation is performed via Newton’s
method the details of which are omitted here.

Although the convergence is not analysed in detail, practice shows that only very few
modes (below 10) and iteration steps (below 15) are necessary to obtain highly accurate
results. However, this is only true for comparatively small substrate waviness. For in-
creasing substrate amplitude a it is observed that the solution near the free surface is
still accurate while the series solution does not converge in the vicinity of the fixed sub-
strate. This leads to a possibly low resolution of eddy structures, a phenomenon which was
similarly observed by Scholle [219], while the free surface is well captured for, otherwise
problematic, extremely thin films. The latter feature makes it particularly suitable if only
the free surface shape is of interest or, for instance, if a subsequent stability analysis is
desired.

It is further mentioned that the equation splitting and correspondingly the iteration

direction in the above method is designed in a particular way: if the fixed-wall equations
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6.2 Gravity-driven steady film flow over periodic topography

[Solve free surface eq. for wo, g, Qr, R, k < 0]

pass anQkaRk
k>0

pass Qg, R
k<0

Solve substrate eq. for ug, Qr, Ri,k > 0

Figure 6.16: Iterative solution procedure as described by steps (1) and (2): the fixed-
substrate equation (6.44) is solved for up and the negative modes of @}, R which are then
passed to the free-surface equations (6.40), (6.41). The latter are solved for wy, g and
the positive modes of @), R which are again passed to the substrate equation etc.

are solved for the positive modes & > 0, the corresponding complex-valued exponential
functions in (6.29) decay in the direction of the free surface, thus influencing the free surface
equations only in a minor way. On the other hand the free surface equations are solved
for negative modes k < 0 the exponential functions of which decay in wall direction. This
approach ensures that the iteration remains stable which is probably not the case if the
iteration is performed in the opposite direction. Moreover, from a numerical perspective,
this can be interpreted as an unconventional way to circumvent the conditioning problem

which is otherwise involved, an interesting perspective for future investigations.

6.2.5 Alternative solution by the LSFEM

The above spectral method is based on an analytic function representation which is con-
fined to Stokes flow and, in the above implementation, also to sinusoidal contour shapes
of the substrate. In the case of Re > 0 and arbitrary substrate contours the first integral
formulation of the full steady 2D-NS equations (4.12) is solved by the LSFEM of Chap-
ter 5, the same as employed for the friction problem in Sec. 6.1, using in particular the
procedure for film flows given in Sec. 5.1.2.

The boundary conditions are in principle the same as given for the spectral method,
cf. also Fig. 5.1 of Sec. 5.1.2, but of course are treated differently in a FE context. The
problem domain is assumed periodic on the left and right-hand side, which is assured by
an identification of the respective grid points, while a pair of no-slip and no-penetration
velocity conditions, given along the substrate, are treated as standard Dirichlet conditions.
Moreover, three boundary conditions are required along the free surface, a kinematic con-

dition (no flow penetration of the surface) and two dynamic conditions (stress equilibrium).

227



6 Engineering applications

As two conditions are sufficient to determine a problem with fixed domain, the shape of the
free surface can be found by iterating over one of the conditions while solving a sequence

of flow problems with the other two conditions set on a fixed domain.

In this vein, the complete non-linear problem with variable surface shape is solved by
the iterative procedure of Algorithm 2 presented in Sec. 5.1.2. In each iteration step a
simpler problem with a fixed approximation of the free surface is solved only prescribing
the dynamic BC, and between the iteration steps the surface is updated via the kinematic
condition by solving equation (5.49). Each of the non-linear sub-problems is solved by
Newton’s method as demonstrated in Algorithm 1 relying on the matrix construction of

Sec. 5.1.1 and the isoparametric concept of Sec. 5.1.3.

For reasons of clarity non-dimensionalisation of the first integral is specified for which
the inclination angle, film height, substrate amplitude and wave length are defined as in
Fig. 6.15. The relevant physical quantities are either denoted by a tilde or by capital
letters similar to Sec. 6.1; in contrast to the scaling employed in (6.11), (6.12) and (6.19)
which is particularly useful for the Fourier discretisation, it is more appropriate for thin
films, and also for comparison with results in the literature, to base the scaling on the
film height rather than on the wave length. Using the film height Hy = H — A as a
characteristic length scale, the corresponding non-dimensional quantities are obtained as:

:” z:HiO, azélo, z:}?o, ho=1. (6.46)
As a characteristic velocity the free surface Nusselt velocity u, ; of a film with height Hy

is assumed, i.e.:

B QgHg sin(a)

A4
e, (6.47)

Un, h

leading to the scaling of the velocities u;, the potential fields ¢; and the potential energy
density U(Z, ) = oglcos(a)§ — sin(a)Z] as:
Uj bi UH,

. 1
Uy U, s ¢l Nin ) h($7 y) Nin 9 [CO (a)y :E] ;

for i = 1,2. Then, with a Reynolds number Rep, = pu, Hy/n and a Capillary number
Cay, = nuy/o? the non-dimensioned boundary value problems solved in each free surface
iteration step, using the operator notation from Sec. 4.2 with u = (u1,u2, ¢1, ¢2), are of

the form:

2The index h of the non-dimensional numbers distinguishes them from the above used numbers based on

a wave length scaling. However, it is easily seen that: Cap = (%)2 Ca and Rep, = (@)3 Re.
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6.2 Gravity-driven steady film flow over periodic topography

Lu+ N[Rep,uju=0, in the domain , (6.482)
u;(s) =0, along the bottom, (6.48b)

2e:0;(s) = Caj, t;(s) — / Un(8)ni(5)ds, along the free surface. (6.48c)
50

It is noted that the above kind of iterative splitting avoids the necessity to incorporate
the geometric degrees of freedom into the system matrix, as in the case of the spine method
[265], which would result in a more complicated implementation process and destroy the

3. In contrast the linear systems in each

favourable structure of the occurring matrices
iteration step can be constructed and solved efficiently via the multigrid procedure of Sec.
5.4.3. On the downside the iterative procedure is heuristic and may in selected cases take
over a hundred iteration steps; however, the number of surface iterations in the presence of
a cosine-like substrate contour is usually found to be between 10 and 20. The step width
is controlled by a complex adaptive relaxation scheme which can smooth the correction
of the free surface automatically to avoid numerical instabilities; in severe cases also a
Reynolds number stepping method is activated. As a convergence criterion the fraction
between the flow in the normal direction of the surface and flow in the tangential direction
is used which is required to fall below a value of 0.1%. The domain is approximated
by a structured triangulation (6-point triangles) using continuous, piecewise quadratic
basis functions for all test and solution spaces and the boundary triangles are allowed to
be curved in accordance with the isoparametric concept. In the following study usually
about 50,000 grid points are used. The mesh is only created once, while in the course of

the iteration only the y-values of the coordinates are changed with the surface.

6.2.6 Numerical results

The aim of this section is less a parameter study on periodic film flow which has been
extensively carried out by several authors [40, 186, 228, 266, 267], but to demonstrate that
the first integral approach, both the above described spectral variant and the LSFEM, are
suitable for and efficient at solving such problems. First, results obtained by the LSFEM
are compared to the experimental results by Schorner et al. [234] and Wierschem et al.
[278] in Figs. 6.17 and 6.18; they are found to be in very good agreement and serve as a
verification of the FE methodology?.

The parameter studies in Figs. 6.19 - 6.22 demonstrate that the first integral FE solver is

capable of accurately solving a number of periodic film flow problems for variously shaped

3The splitting is also fundamentally different from the one for the spectral method described in Sec. 6.2.4.
“The calculated Reynolds and Capillary numbers deviate slightly from those in [278] who, in contrast to

(6.46), (6.47), use h, = {/3vq/(gsin(a)) with flow rate ¢ as characteristic length scale and the mean
Nusselt velocity un, = ¢/hn as the characteristic velocity.
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Figure 6.17: The upper streamline patterns reproduce the lower experimental results of
[234] using silicon oil Elbesil 145: p = 964.8kg/m3, v = 144.2mm? /s, 0 = 20.1 mN/m,
A=20mm, A =4mm, Hy = 5mm, o = 10°; the corresponding non-dimensional numbers
are Rep, = 5.12, Cap = 1.022.

substrate, various aspect ratios of the geometry and a wide range of inclination angles,
Reynolds numbers and Capillary numbers. Although problems of mass conservation in
conjunction with least-squares methods tend to increase when other than pure velocity
boundary conditions are imposed, the example flows considered demonstrate the method
to produce accurate results even in the case of periodic and free boundary conditions which

pose a particular challenge.

Although a small number of selected parameter combinations is considered, some general
trends can be observed. Initially a substrate contour of the form b(z) = —acos(2mx /)
is considered. Fig. 6.19 shows, for fixed aspect ratios ¢/hg = 5, a/hg = 1 and non-
dimensional numbers Rep, = 5, Cap = 1, the streamline patterns obtained for increasing
inclination angle: 3° < a < 45°. As the inclination angle increases the free surface shape
undergoes a complex transformation in which the shape minimum is shifted in the flow
direction from the left to the right-hand side. For small angles, below 3°, the free surface is
rather flat while its highest amplitude is reached when the free surface minimum passes the
mid-point in the z-direction, x = ¢/2, which is approximately the case for 10° < o < 12°.
When the inclination angle is increased further the free surface flattens again and for
a > 20° both its shape and the internal flow structure remain essentially the same. In

accord with the amplitude of the free surface shape the size of the eddy in the vicinity of
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6.2 Gravity-driven steady film flow over periodic topography

Figure 6.18: The upper streamline patterns reproduce the lower experimental re-
sults of Wierschem et al. [278] using silicon oil Basildon-BC10 with the properties:
p = 924.3kg/m>, v = 11.6mm? /s, 0 = 18.87mN/m. The geometry is given by A = 10 mm,
A=1mm, o =8° and Hyp = 1 mm (left) / 2.2mm (right). This translates to a Reynolds
number Rej, = 5.66/55.67 and a Capillary number Ca;, = 0.036/0.165.

the substrate contour decreases in the range 3° < o < 12° and increases again for a > 12°.
Due to the fixed Reynolds number the tilt angle of the eddy is approximately constant.

Figure 6.20 shows, for ¢/hg = 5, a/hg = 1, a = 8°, Ca;, = 1, the impact of varying
Reynolds numbers (2 < Rep, < 50) on the resulting flow structure. The transformation of
the free surface shape is similar to the above case but in contrast the internal eddy grows
with increasing Reynolds number and the eddy mid-point is shifted slowly in the flow
direction; also the tilt angle of the eddy separatrix increases until approximately Rep = 10
and then decreases again together with a flattening of the free surface. Although thin
gravity-driven film flow appears unstable at the free surface at a sufficiently high Reynolds
number, as indicated in Haas [117], the region below the free surface in the vicinity of the
eddy is heuristically stable and resolved correctly. These results are in accordance with
the work of Haas [117], Pollak and Aksel [193], Scholle et al. [228].

Moreover, Fig. 6.21 shows, for ¢/hy = 5, a/hy = 1, a = 8°, Rep, = 5, the impact
of varying Capillary numbers Ca, = 1/0.1/0.01 on the resulting flow structure. The
numerical results suggest that there is little change for Capillary numbers Ca; > 1 and
Cap, < 0.01, that is most of the effect is in the range of investigation. The main effect
of lowering the Capillary number is a smoothing and flattening of the free surface; for

Cayp, = 0.01 a nearly flat surface is reached which is accompanied by a moderate increase

231



6 Engineering applications

of the eddy. Interestingly this also involves a slight shift of the free surface minimum in a
direction opposite to that of the flow, i.e. to the left-hand side, which is opposite to the

effect induced by increasing the Reynolds number or the inclination angle.

Figure 6.19: Film flow study with varying inclination angle: ¢/hg =5, a/hg = 1, Rep, = 5,
Cap =1, o = 3°/8°/10°/12° /20° /45°.

Figure 6.20: Film flow study with varying Reynolds number: ¢/hg =5, a/hg = 1, a = 8°,
Cap = 1, Rep, = 2/5/9/15/20/50.
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6.2 Gravity-driven steady film flow over periodic topography

Figure 6.21: Film flow study with varying Capillary number: ¢/hg =5, a/hg = 1, a« = 8°,
Reh = 5, Cah = 1/0.1/0.01.
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Figure 6.22: Thin gravity-driven film flow down an inclined substrate investigated in
terms of varying the Reynolds number: ¢/hy =4, a/hy = 0.6, & = 15° and Ca — cc.

The FE code is in principle applicable for arbitrary substrate contour shapes. In Fig.
6.22 a study of film flow over a box-shaped contour at an angle of & = 15° degree and
different Reynolds numbers is performed. At low Reynolds numbers the eddies in the
corners are of equal size, with increasing Reynolds number the left one grows and the
right one shrinks until they both coalesce to form one big eddy. The highest amplitude
of the free surface occurs approximately at a Reynolds number of 12; afterwards the
free surface becomes smoother. It is observed that those Reynolds numbers causing the
strongest waviness of the surface (typically in the range of 5 < Rep, < 20 for the present
application) also pose the most problems to the adaptive free surface trace algorithm,
frequently requiring adjustment of parameters and generally a high number of iterations;
this behaviour tends to get worse for decreasing Ca although one would expect that the
corresponding flattening simplifies the finding of the free surface. On the other hand,

stable Re and higher pseudo-stable Re generally lead to fast convergence.
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Figure 6.23: Impact of film thickness on free surface shape. Free surface profiles are
computed by the spectral method, N, = N, = N, = 6, for fixed a = 7/5, a = 8°,
Ca = 1/6 = 2 and varying film height h = (2k — 1)7/10, k = 2,...,7. The dotted red
line connects the surface shape minima (left). Comparison between the spectral method,
carried out for different mode numbers, and LSFEM for the above case h = 37/10 (right);
the axis are unequally scaled.

The same numerical approach has been used to explore the problem of continuous
gravity-driven film flow down an inclined piece-wise planar and non-periodic substrate
in the absence of inertia, Scholle et al. [232]. Numerical solutions of the first integral
equations are compared with analytical ones from a linearised form of a reduced equation
set resulting from application of the long-wave approximation. The results obtained are
shown to: (i) be in very close agreement with existing, comparable experimental data
and complementary numerical predictions for isolated step-like topography available in
the open literature; (ii) exhibit the same qualitative behaviour for a range of Capillary
numbers and step heights/depths, becoming quantitatively similar when both are small. A
novel outcome of the formulation adopted is identification of an analytic criteria enabling
a simple classification procedure for specifying the characteristic nature of the free sur-
face disturbance formed; leading subsequently to the generation of a related, practically
relevant, characteristic parameter map in terms of the substrate inclination angle and the
Capillary number of the associated flow.

Now the spectral method is investigated which, in the implemented form, is confined to
Stokes flow and sinusoidal substrate contours. Fig. 6.23 (left) demonstrates the impact
of film thickness on the free surface contour. As the film thickness h is reduced®, the
amplitude of the free surface increases and the symmetry is increasingly broken; the latter
leading to a shift of the minimum of the free surface contour in a direction opposite to

the flow (to the left). A connection between the different shape minima (red dotted line)

SHere, again the wave length scaling without index & is used leading to Ca = nu, /o with u, according
to (6.12).
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Figure 6.24: Film flow parameter study with fixed h = 7/2, Ca = 0.2. Upper row:
impact of substrate waviness on the free surface shape with o = 45° and a = 7/15, 7/5,
27 /5. Bottom row: impact of the inclination angle on the free surface shape with a = 27/5
and o = 10°, 30°, 60°.

is well approximated by a simple quadratic function. While for a film height of h = 1.37
a nearly flat free surface occurs, the amplitude for h = 0.3 is already approximately 0.3,
which is more than half of the substrate amplitude a = 7/5. The results were calculated
using a low number of modes, N, = N,, = N, = 6, and obtained significantly quicker as
compared to the LSFEM; this is normally expected for a highly customised semi-analytic

code.

However, while a comparison between the spectral method and the LSFEM leads to
congruent results for near harmonic free surface shapes, which is normally the case for
sufficiently high film thickness, very thin films lead to a significant deviation between both
methods, as is shown for the case h = 0.37 on the right-hand side of Fig. 6.23. The
LSFEM result, obtained on a grid with approximately 50,000 nodes, can be considered
very accurate and it is observed that the spectral method with a minimal number of
modes, N, = 2, N,, = N, = 1, deviates strongly; when increasing the number of modes
to N, = N,, = Ny = 6, the deviation near the endpoints £7 is marginalised while near
the free surface shape minimum, between —7/2 and 0, a severe discrepancy remains,
especially with respect to the precise minimum location. The latter does not change when
the number of modes is increased further to about 10. A problem of the spectral method
is that a high number of modes (> 10) leads to badly conditioned matrices which are not

solvable by standard 16 digit precision any more. Probably an increase of digits would
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lead to a better result, but also the approximation (6.36) could be responsible for the
persisting error. However, this is not investigated further here.

Finally some representative results obtained by the spectral method are shown. The
upper row of Fig. 6.24 demonstrates the impact of the substrate waviness on the free
surface shape. It is clearly seen that an increase in waviness also leads to an increase of
the free surface amplitude and a shift of the surface minimum in the opposite direction to
the flow (to the left). As expected, a flat substrate results in a flat, parallel free surface
while, for example, a substrate amplitude of a = 27/5 results in a free surface amplitude
of 0.43 which is approximately 34% that of the substrate amplitude. The number of
calculated positive and negative modes is N, = 15 and N, = Ny, = 6. The bottom row
of Fig. 6.24 shows the impact of the inclination angle on the free surface, calculated with

the same number of modes as before.

6.3 Film flow over non-planar surfaces

Following the previous section on film flow over 2D corrugated surfaces it is important to
highlight that the first integral methodology is also amenable to curvilinear surfaces as
mentioned in Sec. 3.4.3. The advantages found for the 2D Cartesian case, i.e. that the
equations of motion can be described in terms of two real-valued auxiliary potentials which
allow for a convenient form of the dynamic boundary condition, extend to 3D domains
with an arbitrary symmetry; for example axis-symmetric flows described in cylindrical or
spherical coordinates. Although such flows are not considered in greater detail, an outlook
is given below of how such symmetries can be treated within the first integral methodology

in terms of the continuous coating of a hemisphere.

6.3.1 Steady axisymmetric flow over a hemisphere

When changing from Cartesian to spherical coordinates, the field equations (3.136), (3.137)
and the dynamic boundary conditions (3.138), (3.139) have to be replaced by (3.142),
(3.143) and (3.144), (3.145), respectively, as shown in Sec. 3.4.3. In principle, the least-
squares FE methodology, both the theoretical part in Ch. 4 and the implementation part
in Ch. 5 together with the multigrid solution strategy, Sec. 5.4, could be readily adapted
for spherical coordinates to account for full inertial NS flow; however, this is beyond the
scope of the thesis. Instead, the example of film flow over a hemisphere is considered in
the context of the lubrication approximation only.

Consider a steady axisymmetric flow over a hemisphere of radius rg, using spherical
coordinates r, ¥, ¢ with the respective velocities u; = u, and ug = uy given by (3.141),

while u, = 0. The following asymptotic analysis makes use of assumptions that are usually
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common for other lubrication-like problems:
(i) The flow direction is predominantly in the polar direction, hence u, < uy.

(ii) Changes of the flow in the polar direction are much smaller than changes in the

radial direction, thus dyu, < Oru,, p=1,2.
(iii) For a thin film it can also be assumed w,/r < Oyuy.
(iv) Finally Stokes flow Re < 1 is assumed, allowing quadratic terms to be neglected.
Applying the above simplifications to equation (3.143) gives, to leading order:
Oy P
o, {2” - nuﬁ] =0, (6.49)
T
allowing for direct integration with respect to r, delivering:
nr
Op® = ?mg + rdq (’19) , (6.50)

with an unknown integration function @;(¢}). Accordingly, dy® can be substituted into
(3.142), which to leading order yields:

o, [i <a,@ _ 32%)] _ %)

which can again be integrated, leading to:

0,® — 33% _ (D) + rda(0), (6.51)

and another integration function @5(v). By computing the derivative of (6.50) with respect
to r and the derivative of (6.51) with respect to ¥, the potential ¢ is eliminated by the
difference 0,(6.50)—0y(6.51):

20, (rug) + P1(9) — %aﬁur +B(9) — rdly () = 0.

Neglecting again dyu, in comparison to J,(ruy), the equation can be integrated with

respect to 7, leading to:
nrug + 2r [D1(9) + D1(0)] — r*@5(9) = D5(9)

giving a third integration function @3(¢#), and implying the following analytical form for

the velocity profile:

g = rBy(0) — 2 [#(9) + B (9)] + Bs(0), (6.52)
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as a combination of powers r" with n = —1,0, 1. Considering (3.141), the streamfunction

is obtained by integrating:

n‘;f = [-r2@4(0) + 2r [B](9) + &1 (9)] — B3(9)| sin v,
leading finally to:
o = l_i@;w) + 12 [@(9) + 1(9)] — 7@3(19)] sind + &4(0) , (6.53)

and the integration function @4(¢}). Thus an asymptotic solution of the field equations
(3.142), (3.143) has been obtained with yet unknown functions @y, --- , @4 which have to
be obtained from the boundary conditions: at the surface of the hemisphere, 7 = rq, the
no-penetration condition ¥(rp,?¥) = 0 and the no-slip condition wuy,(r9,?) = 0 have to
be considered, while at the free surface, r = rof(¥), the kinematic boundary condition
¥ (rof(9),9) = —Vp with volumetric flow rate Vj and the first integral of the dynamic
boundary condition (3.144), (3.145) have to be fulfilled. Overall a set of five equations for
five unknown functions, @1, - - , P4 and the shape of the free surface, f(9), is obtained as
provided in detail in Appendix D.2.1: by successive elimination of unknowns one ends up

with two equations (D.10), (D.13) for two unknown functions @ and f.

It is useful to introduce the non-dimensional function:

F(9) = Z(T?, (6.54)

the Bond number Bo, the non-dimensional flow rate () and the non-dimensional local film

thickness as:

2
Bo := 2970 (6.55)
O-o
2
= ”—VS : (6.56)
097
h9) = f(9) -1, (6.57)

respectively, by which the two remaining equations (D.10), (D.13) can be written in the

non-dimensional form:

2 h 1 Q
(242 nF -1 'F S(1 4 h)2H - (.
<3+2>h (L+h)h 5pg T oL+ )W cosd = s, (6.58)
1—p" 2 1 1
th —%F”—hh’ {2F’+ 0 | + 1 h—h) [P = 2 eos9] =0, (6.59)
O

where f’2 = h'? is again neglected. Having solved the ODEs (6.58), (6.59), the streamfunc-

238



6.3 Film flow over non-planar surfaces

Figure 6.25: Film flow over a hemisphere: (a) film thickness vs. polar angle with velocity
profile uy at fixed positions ¥ and (b) resulting film shape.

tion (D.3) and the polar velocity (D.4) are obtained as follows, when &} 4+ @ is eliminated
according to (D.5) and the above scaling (6.54)—(6.57) is applied:

MY 5 [2 - Q
o7 =z [3(h — 2)F'sinv — Ak (6.60)
2nuy 2z K 2 ) y Q ]

= ——h|F' + ——— .61
ogrd 14z 73 +h281n19 ’ (6.61)

where:
r—7To
z = )
To

has been introduced as a non-dimensional coordinate, indicating the distance from the

surface of the hemisphere.

(a) Asymptotic solution for very thin films

Assuming that b/ < h < 1, all the terms in (6.58), (6.59) containing h’ are neglected and
only the terms of leading order with respect to h are maintained, leading to the simplified

set of equations:

2 Q
_ZhF = % .62
3h 2h2sin Y’ (6.62)

1 1
E—FF—icosﬁ—O, (6.63)
with the obvious solution:
F(¥) 1 cos) — L (6.64)
2 2Bo’ ’

_go 3@ 8 3@
h?) = S 4F'(0)sind | 2sin29 (6.65)

A visualisation of this solution is shown in Fig. 6.25: as expected the film becomes thin-

ner for increasing polar angle and the appearance of the velocity profiles is close to the
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parabolic profile known from the Nusselt solution for film flow over an inclined plane.

It is remarked that the result for the film thickness (6.65) corresponds to that of [246],
as demonstrated in Appendix D.2.2. On the other hand the velocity profile (6.61) is not
exactly parabolic as assumed by Takagi and Huppert [246] and not even self-similar, i.e.

uy can not be written in a form A" f(z/h).

6.4 Unsteady Couette flow confined between two corrugated

rigid surfaces

The case of Couette flow for a Newtonian, incompressible fluid confined between two hor-
izontally aligned rigid surfaces, both corrugated sinusoidally and driven by the movement
of the upper surface with uniform velocity Uy, the lower one remaining stationary, is ex-
plored, see Marner et al. [172]. The flow configuration is illustrated schematically in Fig.
6.26; the unsteady character of the flow being due to the geometry of the domain varying
with time. The geometry is defined in terms of the mean film thickness Hyp, the amplitudes
A and Hi of the lower and upper surfaces, respectively, and the wavelength A for both
surfaces. External forces are not considered subsequently.

Exploration of the above unsteady Couette problem ties in well with an existing series of
experimental and numerical investigations on thin film and channel flows over periodically
occurring topography [170, 228, 234, 258], which is a topic of considerable interest in
diverse technical and industrial processes; for example, in coating [147] or lubrication [170,
217, 229] applications, heat exchangers and evaporators [245]. The existence of isolated or
periodically occurring topographical features as exemplified by the sinusoidal lower surface
contour in Fig. 6.26, can give rise to the formation of closed eddy structures [105, 239,
267, 276] leading to particle trapping and stagnant flow in separated flow regions. In the
subsequent investigation the reader’s attention is directed in particular to the inner flow
structure present within the valleys of the lower surface topography and to the mechanism
of mass exchange from the fluid in such valleys to the overlying bulk flow and vice versa,
as the channel thickness varies with time.

The effect of mass exchange together with the prospects of process enhancement have
been studied by several authors: for instance, Wierschem and Aksel [276] observed experi-
mentally the transport of inert tracers from fluid in the valleys of sinusoidal topography in
the presence of surface waves, enabled via a turnstile lobe mechanism; Horner et al. [129]
provides a comprehensive overview of this mechanism for modulated flow over a square
cavity, while Wilson et al. [279] investigated, both experimentally and theoretically, the
enhancement of transport and stirring between two rollers via lobe dynamics. Although

these research topics are in the main associated with flows involving a free surface, the
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H,
Hy

Figure 6.26: Schematic of the unsteady Couette flow configuration, showing the relevant
defining geometrical parameters.

turnstile lobe effect is purely driven by temporal changes of the geometry of the flow
domain, which can conveniently and more easily be studied in the model framework of
Couette flow, in which the geometry variance is artificially induced by specifying a non-
uniform moving upper surface; that is, one with a well defined topography profile as shown
in Fig. 6.26.

The boundary value problem as defined is formulated in (Sec. 6.4.1) and the effect
of mass exchange within the channel explored by means of two different self-contained
methods, highlighting in addition different ways in which the new reformulation of the NS
equations might be beneficially utilised. The first (Sec. 6.4.2) is based on a generalised
form of the Goursat representation (1.33), combined with a spectral Fourier discretization
of the holomorphic functions involved; the second (Sec. 6.4.3) is a FE procedure based
on a weak integral form of the field equations. The corresponding results are presented in
Sec. 6.4.4.

6.4.1 Equations of motion

All relevant quantities are scaled in terms of \/(27), Uy, \/(2wUp) and 27nUy/A for
lengths, velocities, the time and for the pressure, respectively. Consequently, the set of
relevant parameters is reduced to two non-dimensional amplitudes a, h1, a non-dimensional

film thickness hg and the Reynolds number Re given by:

_ oUpA _ 27A

21 H, 2nH
Re := , a: , — 210 hi = .
2mn A

ho := =
0 2\ ) 1 \ )

accordingly, the scaled governing field equations (3.12), (3.13) read:

2 2
“Rel = 487’2C , (6.662)
2 o€
v R u 2
—i Rea— - 48_— +p+ Rer = 4(9_—X . (6.66b)
ot 9ot 2 DEDE
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The two boundaries formed by the lower £ = f(z) and upper & = @(x,t) corrugated

surfaces are given by the functions:

B(x) = x—iacosx, (6.67)
o(x,t) = x4 1ihg—1ihycos(z —1), (6.68)

along which the following no-slip/no-penetration conditions have to be fulfilled:

u(B(@),Blx),t) = 0, (6.69)
u(gp(m,t),gb(m,t),t) = 1. (6.70)

As an initial condition the fluid is assumed to be at rest, that is:
v (57 ga tO) =X (57 Ev tO) = 0. (671)

With reference to the work of Scholle et al. [229] and Esquivelzeta-Rabell et al. [91],
who have shown for steady Couette flow generated with a flat upper driving surface that
inertial effects play a minor role only up to Reynolds numbers with a value of about 10,
by restricting the current investigation to Reynolds number Re < 10 the nonlinear terms
in the governing field equations (6.66a), (6.66b) can be effectively omitted while retaining

the Reynolds number in the term involving the time derivative, leading to:

ov o*w 9%y
Ci|ReZ 4 | — 4 X 6.72
P 1[ “ot ~ “ococ| T otoc (6.72a)
2
Ix _y. (6.72)
23

Below, variants of time-dependent Couette flow, involving aspect ratios of a < hg < 27

and hy < a, are considered.

6.4.2 Asymptotic model and method of solution
(a) Generalised Goursat form

According to earlier studies [217, 221], the streamfunction for the case of steady Stokes

flow with h; = 0 can conveniently be written as:

s = By* + 2Re [R(€) + yQ(¢)] . (6.73)

where the constant B and the two 2m-periodic holomorphic functions R and () are deter-
mined by the boundary conditions. By identifying go(&) = 2R(&) — i€Q(€) — B&?/2 and
91(§) = iQ(&) + B&/2, it becomes obvious that (6.73) is a variant of the Goursat form
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6.4 Unsteady Couette flow confined between two corrugated rigid surfaces

(1.33), by which it is guaranteed that ¥ fulfils the biharmonic equation, A2, = 0.

The streamfunction ¥ for unsteady flow with h; > 0 is expected to differs from (6.73).
However, neglecting inertia and assuming small Reynolds numbers, Re < 1, it is proven, see
Appendix D.3.1, that AW = O (Rez), motivating the following analytical 'triharmonic’

form for V:

2
¥ = By? + 2Re [R(ﬁ, t) +yQ(& t) + Re%P({, t)] , (6.74)

which is obviously a generalisation of (6.73) containing a third 27-periodic holomorphic
function P and considering time-dependence for the three functions P, (), R and the param-
eter B. The analytical form 9y /¢ = f(,t) is obtained directly from (6.72b). Inserting
this and (6.74) into the field equation (6.72a) and neglecting terms of order O (R62>, the
following identity is implied for the pressure field:

p=4f — 2B —ilm {-4@’ ~Re [21 (R - P) +2y (iQ n 2P/)} } , (6.75)

where the prime denotes a derivative with respect to . Since the pressure has to be real-
valued, the first three terms 4f’ — 2iB — iBy? have to equate to the complex expression

inside the curly parentheses, leading to:
Af' = 2B —4Q' ~ Re |2 (R — P) + 2y (iQ + 2P') | + po(t). (6.76)

By taking the derivative of the above equation with respect to ¢ and considering dy/0¢ =
i/2, the identity:
iQ+2P' =0, (6.77)

is obtained, revealing that the two complex functions P and @ take the form of a PDE.

(b) Perturbation approach and boundary conditions
According to the aforementioned restriction h; < 1, the decomposition:
Q(§7 t) - QS(f) + thu(é-? t) )

R(£7t) - RS(§)+h1Ru(€7t)7
PE,t) = mP(§ 1),

of the three complex functions P,(Q, R is applied, where the subscript ’s’ denotes the
corresponding steady flow (h; = 0) and 'u’ the small perturbation invoked by the mov-
ing, slightly corrugated, upper surface. As a consequence, the complex conjugate of the

complex velocity field is likewise decomposed as u = 2i0¥ /9§ = ug + hiu, with:

s := 2By + 2i [Rs' + yQs'] + 2Re Qs (6.78)
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2
T = 21 [Ry +yQu'] + Re%Qu + 2Re[Qu + ReyPy] . (6.79)

Considering the above, the complex conjugate of the no-slip/no-penetration condition

(6.69) at the lower surface can be decomposed into the two boundary conditions:

@ (B(2), Bx)) = 0, (6.80)
i (B(x), Bx),t) = 0 (6.81)

while at the upper surface a domain perturbation is given by (6.68) due to h; appearing
explicitly. Via a Taylor expansion of the no-slip/no-penetration condition (6.70) with

respect to hy and sorting terms by powers of ki, one ends up with the two conditions:

Us (SC + ihg, x — iho) =1, (682)

Uy (x + ithg, z —ihg,t) =1 [8;; - 681?} cos(x —t). (6.83)

With reference to Appendix D.3.2, these two equations reveal a hierarchy: the inhomo-
geneity in equation (6.83) for the first order perturbation depends on the base solution.
Apart from this, the inhomogeneity is purely harmonic with respect to time. Due to the
linearity of the problem, the perturbation must be harmonic with respect to time too,
implying the following analytical form:

Pu(&t) = pr (&) exp(it) +p~ (€) exp(—it)
0+ (&) exp(it) + g (€) exp(—it)
Ry(&t) = rT(§)exp(it) +r~(§) exp(—it),

for the three holomorphic functions. By inserting the above forms into equation (6.77), it
follows that:

2p™'(€) = +47 (&) (6.84)

(c) Discretisation by Fourier decomposition

In line with the work of others [170, 217], the periodic holomorphic functions are repre-

sented by a truncated Fourier series as follows:

N N

Qs(€) = > Quexp(ike), (€)= > qf exp(ike), (6.85)
k=—N k=—N
N N

Ry(€) = > Ryexp(ike), rEE€) = Y rfexp(ike), (6.86)
k=—N k=—N
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up to order NV € N, reducing the problem to a finite set of complex coefficients and the yet
unknown constant B. For the two remaining functions p* (), equations (6.84) are fulfilled

identically by:
N 4+

PEO=poFi Y Tk explike). (6.87)

k=—N
k40

with integration constant pg. On inserting the above series representation (6.85)-(6.87) into
boundary conditions (6.80), (6.81) and (6.82), (6.83), a linear set of algebraic equations for
the coefficients Qy., Ry, q,:f, 7"2[, po and B is obtained. Full details regarding the formulation
of this algebraic set of equations is provided in Appendix D.3.2.

6.4.3 Numerical model and method of solution

The starting point for a weak integral formulation is again the linear field equations (6.72a),
(6.72b). As the pressure is not of relevance for the problem under investigation, the

imaginary part only of (6.72a) is taken into account, namely:

Reow  0*w 9%y -
— = —— =1 —— | = - s 7t s 6.88
To aE- ™ (8&%) (&) (6.89)
and from (6.72b) it follows directly that:
4 2
Im< ix ): o _y (6.89)
DE"DE2 0/3e3

in which the more convenient real-valued field @ has been introduced, thus replacing the
complex-valued x.

In order to solve for the modified field equations (6.88), (6.89), complemented by the
conditions (6.69)-(6.71), the implicit Crank-Nicolson time discretization scheme is com-
bined with a weak Galerkin FE formulation, resulting in a second order accurate method
in both space and time. Consequently, iteration in time, starting with ¥y = &9 = 0, is

accomplished according to:

Re 82!pt+1 Re an/t

A A = R Y AL 6.90

oAt T Taggae T T oAr T ggae (6.90)
2
TPiir _ (6.91)
/323

and at each time step a spatial FE problem is solved based on the weak variational for-

mulation:

Find ¥ € {¥ € HY(Q) : ¥ = g; on 90} and ¢ € H'(1),
such that for all v € HY(Q) and w € H}(Q):
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Re
E(’fpt-f—la U>L2,Q - <V':pt+1, vv)LQ,Q + <@t+17 U>L2,Q = <927 U>L2,8Q + bt-f—l(v? !pt) ) (692)
Re
bO = 07 bt+1(1}, gpt) = E(gpta v)LQ,Q - bt ’ (693)
<V@t+17 VUJ>L27Q =0, (694)

in which the standard Lo-inner product is used and the standard H' Sobolev space as
defined in Appendix B.1.2. H{ comprises H!-functions with zero boundary conditions.
Q and 012 denote the computational domain and its boundary, respectively; the func-
tions g1 and go define the space and time-dependent velocity boundary conditions for the

streamfunction.

time-independent subdomain

- W N

Figure 6.27: Restriction of the problem to a time-independent domain.

In order to provide a complete description of the solution procedure it is necessary to
take a closer look at the boundary conditions. First of all, the no-slip and no-penetration
conditions at the lower, stationary surface lead to ¢i(z, 5(z),t) = g2(z,8(z),t) = 0, in
which the arbitrary constant offset of the streamfunction is fixed. The periodicity of the
domain is incorporated simply by identifying the related nodes on the left and right-hand
side of the FE grid; therefore a separate periodic boundary treatment can be omitted.
In order to avoid complications with the upper moving bounding surface and any time-
dependent re-meshing issues, condition (6.68), (6.70) is approximated as a flat surface with
a constant hight of hg — h1, that is directly beneath the surface waviness. In this sense the
impact of the lower surface corrugations on the flow near the upper surface is neglected
so that for the approximation of ¥ close to the height hg — h1, a geometry with ho = ho,
l~zl = hy and @ = 0 is assumed, see Fig. 6.27.

An analytical approximation of the above reference problem can be derived under the

assumptions of lubrication theory and for moderate aspect ratios [217], giving:

U(x,hg — hi,t) = Upy — Yo(x —t,hg — h1) + o, (6.95)
ho(hg — h3) < 2 ( hi )
% = —> YV*3-2Y)—hY(1-Y)[1+ —
h
V(z,y) = y + hi cos(x)

~ ho+ hycos(z)
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The boundary functions ¢g; and go can than be derived from (6.95) and its normal deriva-
tive. In order to fix the remaining constant ¢y, note that an additional constraint for
the vorticity w is assigned to the upper surface as is similarly the case for all multiply
connected domains [250]. Denoting the upper boundary as I', and the tangential and
normal velocity components with subscripts 7 and n, respectively, then by integrating the
equation:

Re {8% 8u7} _ Op  Ow

o "o T Tar T

over I'y, the condition:

1 Ow ou 0 [1
—— | Zar, =27 | 4r — | Zu? dl'y, =0
Re Jr, on "~ ot /F “+/Fu ar {QUTJFP] w =t
is established, which in the present context translates as the following condition on the
potential @:

ow 0 [Red¥ 15)0]
0= Fuandru_/puan[élﬁt—i_@} dr, = Fu%dl“u.

6.4.4 Results and discussion
(a) Asymptotic Results

According to Appendix D.3.2(a) the original set of 4N + 3 algebraic equations is reduced
to the set (D.24) of 2N + 1 equations for the coefficients @, Rp;n > 0 and Qg. This
set of equations was solved for a« = 7/8 and hy = 7/4 using Maple at a truncation order
of N = 24. The remaining coefficients are determined according to (D.21), (D.22) and
(D.20). A plot of the resulting streamline pattern is shown in Fig. 6.28: note that the
presence of a closed eddy in the valley formed by the lower surface topography is in

complete accordance with prior results reported in literature [170, 217, 221, 229].

oolx

_— ——  — ———

oolx

Figure 6.28: Steady Couette flow (h; = 0) for a = /8 and hy = 7/4, Re = 0: streamlines
revealing the associated flow structure. Stationary points are indicated by a bold dot.
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The coefficients q,:f and rf:, by which the complex functions for the first perturbation
order are determined, result from solving the set of equations (D.25) and (D.27) given
in Appendix D.3.2(b). Again, Maple is used to solve the associated algebraic equation
set. Since the perturbation provides a small contribution only to the entire solution, a
truncation order of N = 12 proves sufficiently accurate.

As for the steady Stokes flow case, the same geometric parameters are chosen for a = /8
and hg = 7 /4; the additional parameter for unsteady flow, being the choice Re = 0.5 and

thus hy = 0.02. The resulting instantaneous streamline patterns at four different times,

Figure 6.29: Unsteady Couette flow with a = 7/8, hg = 7/4, Re = 0.5 and h; =0.02;
instantaneous streamline patterns, at four different times, revealing the associated flow
structure.

t € {—m,—m/2,0,7/2}, are shown in Fig. 6.29: the time-dependence of the flow invoked by
the corrugated upper surface is considerable, especially regarding the shape and skewness
of the eddy, regardless of the small amplitude hA1. Since during each time period the eddy
occupies slightly different regions of the flow domain, it is only to be expected that some
fluid particles which are located in the vicinity of the border between the eddy and main
flow, while trapped inside (outside) of the eddy at some point in time will be located
outside (inside) the eddy at some different point in time, due to an associated shift of the
separating streamline, or separatrix. Accordingly, the mechanism for material exchange
between an eddy and the main flow is captured qualitatively, see Fig. 6.30. In order to
study this feature in more detail, the movement of material particles has to be visualised
by path lines or sweep lines. This is conveniently performed numerically as described

below.

(b) Numerical results

FE calculations based on the weak formulation (6.92)-(6.94) were performed within a
Matlab framework, with a triangular mesh structure containing of the order of 40 thousand
elements and employing quadratic Lagrange elements for all test and solution spaces; one

time period, T' = A\/Uy, is discretized over 150 time steps.
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6.4 Unsteady Couette flow confined between two corrugated rigid surfaces

Figure 6.30: For the same geometry and conditions as in Fig. 6.29, the movement of two
single particles is tracked for several 2mw-time periods; the red particle leaves the eddy and
is flushed away with the bulk flow while the blue one is approaching from the bulk flow
and then entrapped in the eddy.
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Figure 6.31: Couette flow between corrugated surfaces for the case of A = 27, a = 7/4,
ho = m and h; = a/20 with a Reynolds number Re = 10. (a) Euclidean norm of the FE
solution vector of ¥ evolving with time; a time-periodic flow is established after a 27" time
period. (b) Separatrices confining the eddy region from the bulk flow for three different
states; these being minimum and maximum eddy shape in terms of surface area occurring
in the time-periodic regime as well as the steady-state eddy shape corresponding to the
case of h; = 0.

First a representative example geometric configuration with A = 27, a = /4, hg = 7
and h; = a/20, for a Reynolds number of Re = 10, is considered. Figure 6.31a shows
that a time periodic flow field is established after just two time periods and that in this
time-periodic regime the size and shape of the eddy lies either side the equivalent steady
state configuration which exists when hy = 0, see Fig. 6.31b. In this context the question
arises whether particles entrapped within the steady-state eddy can be made to escape
by being flushed away by the bulk flow. The subsequent investigations indicate that in
general a mass exchange, at least in both directions, cannot be expected for arbitrarily
small amplitudes h; of the upper plate. To visualise material transport the time evolution
of sweep lines was computed, i.e. material lines consisting of the same fluid particles at
all times, their initial shape being conveniently defined by corresponding streamlines at a

particular time.
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Figure 6.32 shows results for the above geometry in more detail, in the form of a sequence
of snap-shots. At the time ¢ = 0 the corrugated upper surface is considered to instanta-
neously accelerate to a velocity of Uy and then the flow is subsequently solved for over 20
time periods; the direction of flow is always from left to right. At ¢t = 3.44 T, representing
a state with a maximum eddy size, the instantaneous streamline pattern is captured in
terms of the ’initial’ sweep lines present, the material movement of which is then tracked
in the following sequence of plots; for each sweep line the advection equation %—‘f = u(z,t)
is solved for the trajectories x(t) via a fourth-order Runge-Kutta scheme. Each sweep
line is represented by between 500 and 1000 fluid particles. Moreover, the shaded area
represents the material time evolution of the fluid region which at time ¢ = 3.44 T is ini-
tially defined by the shape of the original closed steady-state eddy. From the deformation
of the sweep lines it can be seen that material from the maximum eddy is flushed away
with the bulk flow and fluid in the region of its bounding separatrix plunges lower down
the right hand side of the valley to displace the separatrix bounding the shaded former
steady-state area. Part of the fluid originally in the maximum eddy is entrained into the
shaded region; however, over the course of solution the material within the steady state
eddy region is not expelled and remains trapped. These observations clearly indicate that
small perturbations of the steady-state flow, interpreted as being due to the corrugations
in the upper plate, leave the material movement of the steady-state flow qualitatively in-
variant: a certain amount of fluid particles covering an area smaller than the maximum
eddy size but larger than the minimum eddy size, as expected fairly close to the shape
of the steady-state eddy, remain trapped; whereas fluid particles above this region are

flushed away.

In contrast to the above, the following example considers the effect of varying the
amplitude of the upper plate hy. Figures 6.33-6.35 show sweep lines for the configuration
A =2m, a=7m/8 hyp = w/4, Re = 1 with different amplitudes h; = 0.01, h; = 0.03
and hy = 0.09. As before, several time periods are allowed to pass before the flow can
be considered to lie in the time-periodic regime; in this case the streamlines are captured
at times when the eddy shape is closest to the steady state case h; = 0, this being the
reason for the slightly different starting times for the three computations shown. The time-
dependent variation of channel thickness leads to periodically increasing and decreasing
eddy formation in the valley of the corrugated lower surface. As the solution proceeds,
material from within the initially closed eddy region is exchanged with the bulk flow, as
the separatrix detaches from the right-hand side of the valley and fluid is entrained into
the valley; at the same time fluid is ejected from the eddy into the bulk flow. In all
three cases material exchange takes place in both directions, from the bulk flow to the

eddy region and vice versa. For the case h; = 0.01 the effect appears marginal, while
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6.4 Unsteady Couette flow confined between two corrugated rigid surfaces

for increasing amplitude h; the amount of material exchange grows significantly. The
above results exhibit a variant of the “turnstile lobe effect”, as observed for instance by
Wierschem and Aksel [276] and Horner et al. [129], and therefore represent a qualitative
difference to the case of Fig. 6.32. This leads to the assumption that the amount of
mass exchange between the steady-state eddy and the bulk flow depends proportionally,
involving a geometry-dependent constant, on the energy induced by the perturbation
signal, e.g. by the corrugation of the upper surface; while a certain minimum energy is
necessary to initiate the process at all. Revealing in this context would certainly be that of
a study of different upper corrugated surface wavelengths in relation to the lower surface
contour. Furthermore, for the small Reynolds numbers considered in this example, i.e.
Re < 10, the influence of the nonlinear terms that have been effectively neglected are
anticipated to increase slightly any effects due to a more pronounced asymmetry of the
eddy.
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Figure 6.32: Sweep lines at different times for the case: a = w/4, hy = 7, hy = a/20
and Re = 10; six snap-shot solutions obtained over 20 time periods. The initial shape
of the sweep lines at a state with maximum eddy size (t = 3.447T') correspond to the
instantaneous streamline pattern; the shaded area represents the material time evolution
of the area defined at t = 3.44T from the eddy shape of the corresponding steady-state
flow.
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Figure 6.33: Sweep lines at different times for the case: hg = 7/4, a = 7/8, hy = 0.01,
Re = 1; the shaded area represents the particle distribution at successive times, that was
initially confined within the steady-state closed eddy (upper, top left-hand image) at the
onset of the unsteady behaviour. Mass transfer takes place between the eddy region and
the bulk flow and vice versa.
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Figure 6.34: Sweep lines at different times for the case: hg = 7/4, a = 7/8, hy = 0.03,
Re = 1; the shaded area represents the particle distribution at the times shown that were
initially contained within the steady-state closed eddy at the onset of unsteady behaviour
- see, uppermost top left hand flow pattern. Mass transfer takes place between the eddy
region and the bulk flow and vice versa.
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Figure 6.35: Sweep lines at different times for the case: hg = 7/4, a = 7/8, hy = 0.09,
Re = 1; the shaded area represents the particle distribution at the times shown that were
initially contained within the steady-state closed eddy at the onset of unsteady behaviour
- see, uppermost top left hand flow pattern. Mass transfer takes place between the eddy
region and the bulk flow and vice versa.
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7 Conclusions and future work

The work contained within this thesis contributes significantly to the topic and use of
potential field approaches in fluid mechanics, in particular viscous incompressible flow.
This is considered from two standpoints, with use being made of the classical Clebsch
and Goursat approaches to derive both a Lagrangian formalism for, Chapter 2, and a
first integral of, Chapter 3, the NS equations. To fully appreciate the significance of
the outcomes of the thesis one needs to view and understand them in the context of the
historical development of both approaches.

The Clebsch approach is rooted in the treatment of 3D inviscid flow and can be viewed
as a formal extension of potential theory, where the velocity field is assumed to be given by
i = V¢, with Bernoulli equation arising as a natural consequence and which was indeed the
goal of Clebsch’s original work [64]; at the same time his velocity representation enabled a
useful variational derivation of the flow equations thus contributing to the historical debate
of how to embed fluid mechanics in the Lagrange formalism. The subsequent desire to
extend this to viscous flow is obvious and represents the first two major achievements of
the thesis:

e A new avenue to introducing a description of viscous fluid flow in the Lagrange
formalism based on a novel extended discontinuous Lagrangian is established [226,
232]; deviations from classical theory are shown to admit an interpretation of the
new equations of motion beyond thermodynamic equilibrium. Although not explored
further, such a Lagrangian is useful for the creation of variational solution methods
which normally exhibit advantageous features, from a numerical point of view and
the associated analysis of its convergence properties etc., compared to pure Galerkin
methods.

e A generalised Clebsch transformation for viscous flow is formulated [225], enabling
the construction of a first integral of the NS equations written in terms of a gen-
eralised Bernoulli equation complemented by convection-diffusion-like equations for
the potentials involved. These equations are solved for a well-known stagnation-point
flow but they could be readily solved within an appropriate numerical framework

and applied more widely.

257



7 Conclusions and future work

In contrast, the Goursat approach has its roots in the treatment of steady Stokes flow,
based on its biharmonic streamfunction formulation, and while restricted to 2D flow pro-
vides a general solution (a second integral) in terms of analytic functions, thus allowing
for a reduction of the problem dimension. An analogous complex-valued formulation for
2D inertial flow does not allow for the construction of an explicit general solution but was
shown by [199] to facilitate (much more complicated) implicit parametrized solutions. As
above, the desire to extend these ideas to unsteady 3D viscous flow with applications is

obvious, leading to the remaining two major achievements of the thesis:

e The inclusion of unsteadiness and/or moving to three dimensions required a funda-

mental abstraction of the above ideas:

— firstly, an existing first integral for 2D viscous flow [230] was identified as a
generalisation of the classical Goursat approach enabling it to be written in a

compact form [171];

— secondly, the introduction of an additional potential field enabled the incorpo-

ration of unsteadiness [172];

— thirdly, an exact first integral of the unsteady 3D NS equations, based on the
introduction of a real-valued tensor potential field, was derived [231]. The re-
sulting gauge freedoms allow for a versatile tuning of the equations for different
fields of application. A corresponding first integral of the dynamic boundary
condition, present in free surface flow applications, has been established. The
usefulness of the methodology is established via the solution, analytically and

numerically, of a hierarchy of well-known benchmark flow problems.

e A new FEM for the solution of 2D and axi-symmetric 3D flows, based on the first
integral of the NS equations and particularly suited to free surface problems, has been
constructed which incorporates an accompanying suitably customised and efficient
algebraic multigrid solution strategy. The method is theoretically analysed and
numerically validated prior to solving a number of challenging thin film flow problems

of topical engineering interest.

Note that, much of Part II remains to be published, the exception being the work
reported in Sec. 6.4 [172]. A directly related supplementary article that has appeared is
[232].

The above key outcomes are reviewed in greater detail below, following which an outlook

as to how they might be extensively utilised and extended further is provided.
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7.1 Summary and discussion of results

A direct comparison between the relative merits of the complementary Clebsch and Gour-
sat approaches followed in Part I of the thesis is not feasible at the present time, plus it
remains an open question as to whether the two can ever be merged in a unified frame-
work. The former aims at a description of viscous flow based on a Lagrange formalism by
thermodynamic means, leading at present to purely theoretical results and leaving many
open questions with respect to the related physics. By comparison the latter, a purely
mathematical integration procedure centred on tensor calculus, offers much greater scope,
utility and applications wise, such as in the framework of the numerical method developed

and employed in Part II to solve a range of thin film flow problems of engineering interest.

Clebsch-related potential approaches

Section 1.2.2 highlights that in contrast to Lagrangian variables the more common fluid
description in terms of Eulerian variables poses severe problems for the establishment
of a variational principle for viscous flow. Early investigations by Millikan [178] and
later Finlayson [99] proved that such a variational principle purely in terms of primitive
variables is impossible and thus a representation in terms of auxiliary potential fields
required. Furthermore, Scholle [218] provides a general explanation for the necessary use
of potential representations of the observables for different physical systems along the lines
of a rigorous analysis of the fundamental symmetries the Lagrangian has to fulfil, with
particular regard to Galilean invariance.

Fulerian principles have been proposed for the particular cases of Stokes flow by Helm-
holtz [124] and for ideal fluids by Clebsch [64], Lin [162] and Seliger and Witham [236], the
latter based on a Clebsch-like velocity representation, equation (1.70). By comparing the
latter with the original Clebsch formula (1.23) for isothermal flow, shows that any kind of
extension of the system, by additional degrees of freedom as well as by additional physical
effects, requires adjustment of the potential representation, see e.g. Wagner [271]. The
argument of the physical insignificance of such a potential based variational principle is
opposed to Salmon’s [213] remark that all the potentials are more or less related to either
thermodynamics or at least to “particle labels” of the Lagrangian fluid description.

Based on the above preliminary findings, Scholle [222, 223] suggested the Lagrangian
given by equation (2.4) for viscous flow by suitably supplementing the Lagrangian (1.68)
of [236] with additional terms from the Helmholtz principle (1.51), fulfilling all the re-
quirements given in [218]. In Chapter 2, Sec. 2.1, this Lagrangian is analysed revealing it
to be only partially successful: while the phenomenon “viscosity” occurs in a qualitatively

correct manner the equations of motion resulting from the variation of Hamilton’s prin-

259



7 Conclusions and future work

ciple differ significantly from the NS equations, including their differential order and the
occurrence of a further physical degree of freedom, the thermasy. Similar differences have
also been found in the case of compressible flow with pure volume viscosity by Zuckerwar
and Ash [288], and the appearance of an additional physically relevant degree of freedom,
in particular, appears also in the variational formulation of heat conduction proposed by
Anthony [11].

An unexpected feature of the modified equations is that the momentum density result-
ing as a canonical Noether observable, does not equal the mass flux density. The difference
between both, termed quasi-momentum density, needing to be explained physically; ac-
cording to [218], the quasi-momentum density could be due to contributions to the system’s
momentum balance beyond the scope of the continuum hypothesis on a molecular scale,
e.g. Brownian motion. This hypothesis is tested by means of several “benchmark prob-
lems” which, in some cases, provide qualitative agreement with the classical NS equations
including viscosity effects, but in other cases reveal the occurrence of strong deviations

and partly non-physical behaviour.

As a remedy for the observed problems and based on an analogy between quantum
mechanics and fluid mechanics the Lagrangian (2.4) has been refined, leading to a new
discontinuous Lagrangian (2.32). In a first step, calculation of the corresponding Euler-
Lagrange equations required the abstract extension of Lagrange formalism to discontinu-
ities which is investigated in detail in Sec. 2.2. Next, Secs. 2.3-2.4, it is proven via a
careful analysis that the dynamics resulting from Hamilton’s principle based on equation
(2.32) can consistently be interpreted as a generalisation of the theory of viscous flow
towards thermodynamic non-equilibrium, with recovery of the classical NS-equations and
the balance of inner energy when applying the limit wg — oo to the resulting equations of
motion. The physical dimension of wq is a reciprocal of time and can be interpreted as a
relaxation parameter which is related to the frequency of a “stick-slip” friction mechanism
between fluid layers. As a striking feature, the application of the limit wyg — oo directly
to the Lagrangian (2.32) fails; indicating that a variational formulation of viscous flow

cannot be achieved using a continuous Lagrangian.

It is important to note that the Euler-Lagrange equations resulting from the two La-
grangians (2.4, 2.32), the latter one derived in Sec. A.1.3 of Appendix A.1, can also be
interpreted as a first integral of the equations of motion; thus providing a generalisation of
the methodology of Sec. 1.2.1(a), indicating that the use of potential fields seems inevitable

for the construction of first integrals of the equations of motion in fluid mechanics.

Closely related to the above new Lagrangian, which involves the Clebsch variables from
the ideal flow principle [236], is the question of whether the Clebsch transformation itself

can be extended beyond its classical inviscid flow context. This is investigated in Sec. 2.5.
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The essential problem inhibiting the application of the Clebsch transformation to viscous
flow is due to the friction force density —vAw in the NS equations which does not seem
to fit into the scheme (1.28). The problem of finding a decomposition of the form (1.28)
with prescribed Clebsch variables «, 5 is handled for an arbitrary vector field @ using a
new approach. Consequently, a generalised Clebsch transformation is developed which
also covers the case of incompressible viscous flow.

Although the idea presented here follows similar objectives to [171, 230], the methodical
approach involving a generalized Clebsch transformation differs significantly and results
in a formulation which requires fewer potential fields in the 3D case; a notable benefit.
Depending on the individual flow problem, the equations may be simplified further by
utilising the combined gauge transformation (1.24) and (2.63) with functions f(«, 5,1),
g(a, B,t) and h(a, 5, t) fulfilling (1.25, 1.26) and F(«, B,t) = —0f/0t—gOh/Ot. Associated
boundary conditions for the Clebsch variables can be derived straightforwardly from the
known boundary conditions for the observable fields, e.g. from the no-slip/no-penetration

condition at a solid surface at rest as: 0 = @ = V¢ + a V.

Goursat-related potential approaches

The principal aim of Ch. 3 was to derive a first integral representation of the full unsteady
incompressible NS equations, for use as an alternative starting point for the solution
of 3D viscous flow problems; in contrast to previous work the construction of the first
integral does not rely on Clebsch-like velocity representations but on a generalisation of
the Goursat-related approach as demonstrated in Sec. 1.2.1(b). Although representing a
novel achievement in itself, not unexpectedly the emphasis was broadened to encompass
a number of related topics; these have been explored and reported in tandem, in some
cases representing a future research area in its own right and thus left as such with a
constructive way forward having been provided.

The investigation starts with a generalisation of the methodology of Sec. 1.2.1(b) to 2D
unsteady flow using complex variables, Sec. 3.2; the corresponding representative formulas
are particularly well suited for spectral (i.e. Fourier) solution methods as used in Ch. 6.
A central finding is that the incorporation of unsteady effects is necessarily accompanied
by a more complex potential representation: instead of two real-valued potentials (¥ and
@), in the unsteady case one complex-valued and one real-valued field (y and ¥) are
necessary. In tandem with the field equations (3.12)-(3.13), a first integral of the dynamic
boundary conditions present in free surface applications is established; which, in the steady
case, reduces to a simple pair of Dirichlet and Neumann conditions (3.28), (3.26) for @,
representing a key feature for the development of an efficient free surface FE solver as
described in Ch. 5.
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In Secs. 3.3 - 3.4 the first integral in its full 3D and unsteady form is derived in an
analogous fashion to Maxwell’s use of potential fields in developing his classical electro-
magnetic theory and governing equations [133]. A tensor potential is introduced as an
auxiliary unknown allowing the NS-equations to be recast as the divergence of a tensor
quantity set to zero. Integration leads to a tensor equation that splits conveniently into
symmetric and skew-symmetric parts. Following this it is shown that the gauge freedoms
present can be exploited in an astute way leading to a re-ordering of the first integral via
the elimination of mixed derivatives; this results in a more tractable equation set consisting
of a vector-valued linear inhomogeneous diffusion equation and a tensor-valued generalised
Poisson equation possessing the distinguishing feature of reduced non-linearity for both
unsteady and steady flows. Furthermore, traceless forms of the same are derived, leading
for unsteady (steady) flow to just eight (six) independent PDEs for eight (six) unknowns.
Steady Stokes flow leads to a further reduction still, to simply four independent PDEs for

four unknowns.

The inviscid (zero viscosity) limit of the first integral is investigated showing that, start-
ing with its re-ordered form, the Euler equations are recovered proving that it satisfies this
important subset together with the requirement that energy, momentum (in the absence
of external forces), angular momentum and helicity are all conserved. In addition, for the
case of steady flow it is shown in the context of finding a variational formulation how the
first integral can be used to define a Lagrangian enabling it to be written in a self-adjoint

form which can be useful in relation to representing particular flow problems.

Starting with the first integral, in Sec. 3.5 three well known 3D classical benchmark
viscous flow problems are solved. The boundary conditions required to do so are defined
and particularly those to be applied at a free surface are derived in full with the dy-
namic condition itself taking the form of a first integral. Two of the problems investigated
are amenable to analysis — that of (i) a translating disc in a viscous fluid and (ii) a non-
axisymmetric stagnation flow. In both cases the new approach leads to a non-conventional
but straight forward solution procedure yielding results consistent with counterparts avail-
able in the open literature. In addition, for the translating disc problem the well-known
potential representation of Papkovich and Neuber [185], known from linear elasticity the-
ory, is reproduced; validating the calculations carried out and demonstrating the use of

such a general formulation as a versatile means of representing viscous flow.

The third problem, that of viscous flow in a cubic domain, is considered from two
perspectives: (iii) as a classical lid-driven cavity; (iv) from the point of view of evolving
flow in periodic geometries synonymous with the DNS of viscous flow. Both situations
require a numerical approach to solve them. Since (iii) involves the satisfactory use of a

discrete version of the equation set defining the first integral — finite difference, volume or
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element, any one of which will suffice — attention was directed at this problem for validation
purposes. A finite difference methodology was used to obtain solutions for three different
Reynolds number flows, yielding results in very good agreement with, for example, the
corresponding predictions of Ding et al. [86]. A satisfactory outcome in itself, but just as
importantly the auxiliary boundary conditions for the tensor potential entries, derived in
Section 3.5.1(c), are shown to confirm the establishment of a system of equations that are
uniquely solvable. For (iv) the traceless form of the first integral proves to be extremely
beneficial since the pressure, in addition to typically causing regularity problems in the
numerical treatment [260] of evolving flows in non-periodic geometries, is not involved
pointing to an alternative formulation. By Fourier decomposition a set of uniquely solvable
quadratic equations for the coefficient functions is obtained, describing the time evolution
of the flow and therefore a promising starting point for future exploration.

Finally, in Sec. 3.5.5 a methodology for the treatment of film flows over non-planar
surfaces in the presence of symmetries is provided which is used later on in Sec. 6.3 for the
problem of thin film coating of a hemisphere. For this purpose the previously introduced
variational principle from Sec. 3.4.3 proves useful because the Lagrangian (3.74) is easily
amenable to coordinate transformation. As an outcome, the advantages found for the 2D
Cartesian case, i.e. that the equations of motion can be described in terms of two real-
valued auxiliary potentials which allow for a convenient form of the dynamic boundary
condition, extend to 3D domains with an arbitrary symmetry; for example symmetric
flows described in cylindrical or spherical coordinates. The Cartesian 2D case is recovered

as a special case.

A new FE flow solver based on the first integral

In Chapter 4, a theoretical description of a new FE method based on the first integral
for the case of the 2D steady NS equations is given. The method is centred on a least-
squares FE framework which essentially requires the set of equations to be of first order
to allow for practical function spaces; the corresponding reformulation is presented in Sec.
4.2. As a basis for further convergence analysis, which is mostly confined to the linear
Stokes case, a priori estimates for the analytic solution of the problem are necessary, that
is estimates of the solution against the right-hand side of the field equations as well as
the boundary conditions are sought. For a rather general class of elliptic boundary value
problems, the present one included, such estimates can be obtained from the well-known
theory of Agmon, Douglis and Nirenberg (ADN) [2], [3], which is summarised in Appendix
B.2 and applied to the first integral formulation in Sec. 4.3.1. The specific norms involved
in the ADN-estimate restrict the choice of norms for the least-squares minimisation: in

the present case the first integral system is classified as an elliptic system of Petrovskii
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type which proves to be particularly useful as it allows for an efficient minimisation in the
L?(2)-norm.

A weak formulation based on the minimisation of a least-squares energy functional is pre-
sented in Sec. 4.3.2; here, the ellipticity of the corresponding bilinear form is demonstrated
also and the existence of a unique weak solution derived via the theorem of Lax-Milgram.
In this context the question arises whether boundary conditions are either weakly incor-
porated in the least-squares functional or strongly incorporated via a restriction of the
finite element space. Although the first approach allows for a simpler analysis in the sense
that it results in a conforming FE discretisation, the second approach is favourable as one
primarily deals with Dirichlet type boundary conditions which are most easily treated in
an explicit way; as a consequence, neither weighting nor the construction of the otherwise
occurring boundary integrals is necessary. However, this comes at a price, namely the
precise arrangement of the domain discretisation, especially near the boundary, enters the
convergence analysis. At this point it becomes clear that a higher order FE domain dis-
cretisation should be accompanied by a corresponding high order boundary approximation
in order to retain the expected convergence rate; this is, for instance, ensured by iso- or
superparametric approaches. The subsequent verification of optimal H'({2)-convergence
in Sec. 4.3.3(a) mainly relies on the ADN-estimate and an approximation theorem which
estimates the principle error of interpolation in the associated FE space. Optimal L?(£2)-
convergence, see Sec. 4.3.3(b), is technically more involved and utilises convergence and
regularity results from the Galerkin discretisation of a system of second order PDEs which
is naturally derived from the first order one (App. B.3). Possible problems and an exten-
sion of the convergence analysis to non-smooth domains with corners are discussed in Sec.
4.3.4 and finally the full non-linear problem is considered in Sec. 4.4. From the analysis
as a whole it can be concluded that optimal convergence rates, which are already known
for a number of different FE discretisations for different formulations of the NS equations

[107], are equally well obtained for the present least-squares first integral setting.

Subsequent to the theoretical results obtained above, Chapter 5 focus on the numer-
ical aspects of an efficient implementation providing details of the linearisation process,
least-squares weighting, matrix structure, conditioning and solution of the linear systems.
Initially, implementation details of the full non-linear problem are given in Sec. 5.1 pro-
viding the resulting matrix structure, split into linear contributions and those resulting
from Newton-linearisation depending on least-squares weighting factors. Firstly, the case
of Dirichlet velocity and potential boundary conditions is considered, then separately the
case of periodic boundary conditions which is relevant for the investigation of the shear
and film flow problems investigated in Chapter 6. In this context a simple free surface

iteration scheme is presented.
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For the construction of the system matrix and right-hand side an isoparametric con-
cept of triangular and quadrilateral elements of first and second order is applied; that is,
the matrix is constructed element-wise and the individual integrals are approximated by
element transformation and efficient numerical quadrature. Here, it is also argued why
isoparametric elements fulfil the discretisation Assumptions 4.6, necessary to obtain the
desired convergence results. In Sec. 5.2 conditioning of the linear systems is discussed and

found to be of order O(h~2), similar to that of a standard Laplace matrix.

The method is thoroughly validated in Sec. 5.3 by checking the theoretically predicted
convergence rates for different elements, grid types and weighting strategies for several
examples; these involve possible complicating features such as multiply connected domains,
irregular boundary points and various combinations of boundary conditions. Generally,
the results are found to be in agreement with the convergence theory of Chapter 4; also the
condition numbers are checked and found to behave as expected. Potential problems with
mass conservation are addressed and resolved by a combination of proper least-squares
weighting and the use of higher order elements. It was found that an overweight of the
continuity equation by a factor between 100 and 1000 versus 1 for the other equations, in
combination with at least second-order elements for all test and solution spaces, results in
a sufficient level of accuracy in relation to mass conservation even for comparatively small

numbers of elements.

As an ultimate test case, convergence of the Newton iteration and error behaviour
for increasingly refined grids is checked for the well-known benchmark lid-driven cavity
problem and compared to the solutions obtained using a standard formulation in terms of
primitive variables. It is found that the optimal convergence rates obtained for the linear
Stokes case also translate to the linearised equations in the Newton discretisation of the full
non-linear problem; in this respect the first integral form and the primitive variable form
of NS equations are comparable. The importance of ensuring adequate mesh refinement in
the corners forming the solution domain is highlighted; the consequence otherwise is that
the convergence rate suffers. Moreover, the reduced non-linearity of the first integral form
motivated an investigation of the Newton convergence speed for a wide range of Reynolds
numbers which was found to be comparable to the primitive variable case; the difference

being that the first integral formulation exhibits a slightly wider radius of convergence.

One of the significant advantages of the new method, compared to classical ones, is the
beneficial structure of the accompanying symmetric and positive definite systems, avoiding
the complication of having to solve saddle point problems [28]. It is clearly shown that the
solution of these systems can be achieved in an efficient and scalable way using multigrid
techniques: especially the algebraic multigrid (AMG) approach allows for the treatment

of linear systems resulting from large, sparse and unstructured grids. An adapted AMG
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approach for the first integral formulation is proposed and thoroughly tested in Sec. 5.4. It
is found that a suitable choice of the standard multigrid components, i.e. the coarsening,
interpolation, smoothing and cycling procedures, allows for a virtually optimal (linear)
scaling of the computational effort with the number of unknowns; this depends both on

the Reynolds number and the choice of least-squares weighting.

Engineering applications

In Chapter 6 several problems of engineering interest are solved using the above solution
methodology. These include the investigation and minimisation of friction between par-
allelly moving corrugated surfaces, material exchange between entrapped vortex regions
and the overlying bulk flow in a similar lubrication setting, gravity-driven film flow over
corrugated planar and over curvilinear substrates. These applications demonstrate the
flexibility and efficiency of the proposed method, even in the presence of periodic and free
surface boundary conditions.

A possible way to reduce hydrodynamic friction in a system consisting of lubricant oil
confined between two rigid surfaces translating relative to each other is contouring of the
normally flat surfaces with corrugations allowing for the controlled generation of eddies
which act like hydrodynamic roller bearing [217]. The impact of such contouring on the
friction developed is investigated for an idealised system of two-dimensional steady Couette
flow, Sec. 6.1, and a friction coefficient, (6.2), is defined which measures the decrease of
friction in a corrugated surface system compared to a flat surface system. The friction
coefficient k can be calculated conveniently from the auxiliary potential fields involved in
the first integral FE formulation without the need to approximate velocity derivatives in
a post-processing step as would be necessary based on a primitive variable formulation.

For three models of increasing complexity, i.e. a lubrication approximation, Stokes flow
and solution of the full NS equations (in its first integral form), the effect on  is investi-
gated in terms of the geometric parameters of the contoured surface. Also Reynolds num-
ber effects are investigated and generally the validity of the two reduced models checked.
It is observed that the lubrication approximation, for the gaps hg under consideration,
underestimates the friction significantly while, for Re < 100, the Stokes solution gives a
good approximation. Given hg as a technical constraint, a comparison of different surface
contours — resulting in the same fluid volume in the gap, which is ensured by variation
of the amplitude — reveals a theoretical optimum for a castellated shape. However, if the
surface contour exhibits increasingly sharp ridges — when the geometry is varied from a
sinusoidal contour in the direction of a castellated contour — the Reynolds number effect on
k becomes important also and can no longer be neglected. The latter provokes a quicker

increase in friction for sharper ridges compared to smooth harmonic contours, so that for
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a certain critical Reynolds number (which is outside the considered range) a trade-off is

to be expected.
In Sec. 6.2 the first integral FE formulation of the full steady 2D-NS equations presented

in Chapter 5 is used to solve for gravity-driven film flow down an inclined corrugated
substrate; in doing so the specific remarks of Sec. 5.1.2 for periodic and free boundaries
are implemented. The FE method is complemented by a spectral Fourier method based
on the complex-valued representation of the first integral from Sec. 3.2. The latter is, in
contrast to the generic FE method, tailored to periodic film flow applications and more

suitable for possible stability analyses.

In order to verify both methods, the results obtained are compared to well-known exper-
iments by [234, 278] and found to be in excellent agreement. Further studies investigate
the impact of varying inclination angle, Reynolds number and Capillary number on the
free surface shape and the internal flow structure, when the substrate contour is either
sinusoidally or box-shaped. While the LSFEM delivers accurate results and streamlines
for a wide range of parameters, correctly reflecting the complex interplay between the
two non-linearities due to convection and curvature, the series solution of the spectral
method is observed to diverge for streamlines approaching the contoured bottom surface;
leading to inaccurate resolution of eddies in the vicinity of the corrugations and generally
to streamlines which are only accurate close to the free surface. Similar behaviour was
observed by Scholle [219] but seems unproblematic as long as only the free surface shape
is sought. However, it is found that for free surface shapes which deviate from a harmonic
shape too much, the error of the spectral method is still comparatively large; this could
be due to the Taylor approximation (6.36) or due to conditioning problems being typical

for such Fourier approaches.

In addition to film flow over planar corrugated surfaces, an outlook as to the treatment
of coating flow over curvilinear surfaces is also given in Sec. 6.3, based on the variational
description induced by the Lagrangian (3.74). In particular, coating flow over a hemi-
sphere is investigated and, although the methodology of Chapters 4 and 5 could equally
well be extended to spherical coordinates (compare formulas (3.136)-(3.139) with (3.142)-
(3.145)), considerations are confined to the lubrication approximation and an asymptotic
analytic solution for very thin films. The corresponding result for the film thickness (6.65)
corresponds to that of Takagi and Huppert [246], as demonstrated in Appendix D.2.2
while, differently, the velocity profile (6.61) is not exactly parabolic as assumed by [246]

nor is it self-similar.

As an important outcome of the latter study, it is found that all the advantages present
for Cartesian 2D flow, i.e. the description of the first integral equations in terms of only

two scalar quantities (¥ and @) and the dynamic boundary condition as a pure gradient
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condition on @, similarly extend to 3D axisymmetric film flows; this broadens the range
of applicability significantly.

A particular aspect of lubrication-like flows involving corrugated surfaces is the process
of material exchange between the fluid inside the valleys of the corrugations and the bulk
flow which, in some applications, is desirable to be controlled for instance to achieve a
homogeneous mixture of the lubricant. This is investigated in Sec. 6.4 using an unsteady
2D Couette flow model in a channel bounded by two sinusoidally corrugated surfaces.
Calculations are carried out by means of a semi-analytical and a purely numerical method
which are adapted, in comparison to Chapter 5, to deal with the time-dependency.

For the analytical approach a generalised Goursat form with a third holomorphic func-
tion is established for the streamfunction, which more generally can be written in the
form: 1) = Re [gg (€) + g1 (&) + Re2gy (f)} It is noted that although this elegant exten-
sion of the classical complex variable method is not generally applicable, it can at least
be applied to flow problems with negligible non-linear inertial effects and small Reynolds
numbers taking into account the remaining unsteady effects. Asymptotic analysis reveals
a time-dependent eddy structure invoking a material exchange, a topical subject of re-
search in relation to coating and film flows. Via numerical studies, based on implicit
Crank-Nicolson time discretization in combination with a weak Galerkin FE method, this
material exchange is revealed in detail by visualisation of sweep lines, showing the as-
sociated flow structure via a sequence of snap-shots of the ensuing motion. As a main
outcome of the investigation it is concluded that the observed “turnstile lobe” effect is
induced purely geometrically, even when inertial effects are absent, and can be controlled
by the relative speed of the surfaces and the geometrical properties of the corrugation

contour.

7.2 Suggestions for future work

The above summary and discussion of results demonstrate that the research begun in
this thesis can be related to a number of very different fields, such as variational calculus
and particularly the classical Lagrange formalism with possible extensions to discontinu-
ities involving also distribution theory. Certainly the stick-slip friction law inherent in
the new variational formulation for viscous flow is somehow equivalent to a stochastic
representation (allowing for an analysis from a completely different viewpoint). Related
to variational principles is the Noether theorem, symmetry analysis and gauge theory in
the broadest sense. All the research involving Clebsch-like representations is also deeply
related to topological fluid mechanics and some of the findings would most likely have

their natural description in the field of differential geometry. The more applied FE related
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analysis is based on PDE theory, a wide spectrum of functional analysis and not least

numerical methods.

Considering this, the thesis provides a number of important novel ideas, sketches possible
utilisation of the same and in particular tries to cross-link the ideas with a focus on
overview. Although the research presented is clearly formative many avenues to further
development are raised throughout the chapters; a selection of specific avenues for future

research are mentioned explicitly below.

Certainly, the discontinuous variational principle for viscous flow presented in Chapter
2 requires further verification. The question arises as to whether the occurrence of dis-
continuous interfaces inside fluid flow is an artefact of the model or if such phenomena
really exist on a microscopic scale. Although for large wy the discontinuities are physically
reduced to fluctuations on a micro scale, it would be of great interest future work wise
to explore further the dynamics of the discontinuous interfaces and the induced physical
effects beyond thermodynamic equilibrium for various flow geometries. It is further noted
that the approach is deeply related to the stochastic variational formulation of Arnaudon
and Cruzeiro [13, 14], see also [148], which is worth a detailed comparison. Here, the
question arises whether a stochastical description provides tools of analysis which are oth-
erwise unamenable. From a less methodical and more physical point of view, a comparison
to Constantin et al. [71] (formula 2.12) — see also the work of Feireisl and Vasseur [94]
related to a fluid mechanics model proposed by Brenner [47] — would be illuminating. In
the latter a new approach to continuum fluid mechanics is proposed, based on the con-
cept of two different velocities: the mass-based (Eulerian) velocity wu,, derived from the
classical notion of mass transport, and the fluid-based (Lagrangian) volume velocity u as-
sociated to the motion of individual particles (molecules); the resulting equations exhibit
similar additional terms compared to the NS equations as observed in (2.43), (2.44) and

are explained by thermodynamics.

Generally, by evaluating the dynamics induced by the Lagrangian (2.32), it has been
demonstrated how Lagrange formalism applies to physical problems with discontinuities.
Independent of the particular problem of viscous flow, the general formalism specified in
Sec. 2.2 may also be a valuable mathematical tool for embedding various discontinuous
phenomena into the Lagrange formalism, such as phase boundaries between immiscible
fluids, propagating shock waves in gaseous media, flame fronts, detonation shocks and also
interfaces in solids like micro cracks [79] and grain boundaries. Discontinuities also occur
in some optimum control problems [120]. The extended formalism can be utilised for FE
simulations of such phenomena without the imperative of considering the related matching
conditions explicitly, since they result automatically from the respective Lagrangian. It is

therefore realistic to expect an improvement of, for example, numerical algorithms.
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First integrals of the type described in Sec. 2.5, related to the generalised Clebsch trans-
formation, may be relevant from the point of view of initiating new simulation methods in
fluid dynamics: apart from the analytic example provided in Sec. 2.5.2 the Clebsch trans-
formation has already been proven to be useful for solving flow problems by Prakash et al.
[195] in the case of inviscid flow, see also Cotter and Holm [74] and related work. There
is therefore a realistic perspective for extending the method to many other viscous flow
problems. It should be stressed that the generalised Clebsch transformation developed
here applies to an arbitrary vector field @ and can therefore be generalised to, for example,
non-Newtonian fluid flows and non-conservative external forces, as well as to the Navier-
Stokes-Duhem equations in order to include phenomena occurring in compressible flow
such as trans- and hypersonic flows, sound and shock waves. Finally, Clebsch variables
apply to dislocations in crystals [224] based on an analogy between vortices and disloca-
tions [205], giving rise to a dynamic theory of dislocations. Based on these considerations,

perspective exists for establishing a field theory of plasticity.

With respect to Chapter 3 it is clear that there remains considerable scope for further
advancement, since the principle focus of the present work has been the new approach
and theory underpinning the establishment of the first integral and its subsequent valida-
tion via the solution of a number of benchmark test problems; the investigation of a 3D
problem involving the presence of a free-surface, such as that of thin film flow over sur-
face topography [7, 267], represents an obvious avenue to explore. For this purpose a FE
method of the form described in Chapters 4 and 5 could be established but, considering
the difficulties with the numerical method in Sec. 3.5.3, the most suitable gauge for the
underlying first integral equations is not obvious. However, note also that the numerical
schemes suggested in Chapter 3 and particularly the LSFEM described in Chapters 4 and
5 describe only one possible way of utilising the new formalism while completely different
opportunities exist, for instance, along the lines of Ranger [198, 199] whose work is rather

unrecognised.

The new approach promises to be other than just useful for deriving different existing
potential formulations from within a unified framework but able to serve as a source for
further representative formulas with reference to specific applications, as sketched out for
the case of unsteady flow involving periodic boundary conditions. Such formulas can serve
as the starting point for both new analytical solutions and numerical techniques; in this
sense the variational principle established in Section 3.4.3 points a promising way forward
for further research. An interesting feature of this gauge variant is, that general 3D coating
flows in the presence of symmetry can be handled in a similarly elegant way as the 2D
Cartesian case. In this respect, via the full solution of (3.142)-(3.145) the calculations for

flow over a hemisphere in Sec. 6.3 could be extended to full NS flow and various other
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surfaces with symmetry.

Generally, the numerical method described in Chapters 4 and 5 could be optimised in
various ways. First of all, a further improvement in performance is desirable, i.e. with
respect to the precise multigrid components and a more sophisticated parallelisation strat-
egy; this should be accompanied by a more detailed benchmark test involving comparisons
to a standard code based on a primitive variable formulation and also to other codes based
on first-order formulations of the NS equations; the latter being more natural competi-
tors. In contrast to previous benchmark tests, what follows should focus on free surface
applications, which is a major field of application for the first integral method. The most
obvious extensions of the 2D code physical-wise would be multilayer flows, which can be
treated completely analogously to the one-layer case; also thermal effects can be coupled
to the equations in a way which is no more complicated than in classical implementations
based on primitive variables. In contrast, a possible extension to non-Newtonian material
laws would be more involved.

The above generalisations could also be used to refine the studies in Chapter 6 which
are, so far, based on rather strong and unrealistic assumptions (steady, isothermal and
incompressible Couette flow as a hydrodynamic friction model). Moreover, the remaining
error in the semi-analytic film flow method of Sec. 6.2.1 should be investigated, before
the method could be used as a basis for stability studies. The work on the turnstile lobe
problem could be continued in several ways. In particular, future studies are planned that
will include the non-linear inertial terms in the field equations and utilise the approach
to explore free surface film flows making use of the elegant reformulation (3.19, 3.23) of
the kinematic and dynamic boundary conditions in order to find solutions for solitary
surface waves. Analysis of the stability of steady-state base flows, subject to a small
disturbance away from equilibrium, is a second attractive research area for application of
the field equations (3.12) and (3.13). Also, since they are in complex form they represent
a suitable mathematical framework from which to calculate the time evolution of small
wave-like perturbations; in combination with the complex form (3.23) of the dynamic

boundary condition, the onset of surface waves in film flows [234] can be explored.
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A.1 Variational principle for viscous flow - Calculations

A.1.1 Symmetries and associated Noether balances of (2.4)

In article [218] a general analysis is provided concerning the analytical structure of La-
grangians in continuum theories fulfilling invariance with respect to the full Galilei group.
In the same paper a general scheme for Lagrangians is constructed. Using Noether’s the-
orem, canonical formulae give rise to the identification of the relevant observable fields
like mass density and flux density, momentum density, stress tensor, energy density and
Poynting vector.

The analysis given in [218] is rigorously applied to Lagrangian (2.4): for simultaneous
invariance with respect to time and space translations and Galilei boosts, a collective

symmetry criterion, the duality criterion:

oo A - :
¢ (@w Vi 4 S K (W)) -y (z/ﬂ,w, w) : (A.1)
t
has to be fulfilled, where:
.o
QIZ) - a )
= {6 + V¢ v} v
ot ’
)
X
C - % )
are the conventional time derivative, the dual time derivative and the generating field,
while:
W= K (99,¢,9¢) (A-2)
. A K
K (W)= 1l — A.
() (V50 0(VE) (A-3)

is the dual transformation and the corresponding infinitesimal generator. In the case of

Lagrangian (2.4) the dual transformation takes the form:
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ii=U+VC¢, p=>0+C,

a=A, B=8, (A4)
o=P, s=29,

¥ =06

fulfilling criterion (A.1) as required. One consequence of which is that the mass balance:

do o
E%—V‘(Qu)—o, (A.5)

is automatically fulfilled and pw is identified as the mass flux density. In the following
the computation of the canonical stress tensor, energy density and Poynting vector from
Noether’s theorem is skipped, with the focus on the canonical momentum density which
[218] takes the form :

or ;
p=—-——VY'=0[Vo+aVp— sV, (A.6)

A
and need not to be identical to the mass flux density gu. Since the dual transformation

formula (A.4) contains a real V(-dependence, the relation:
p=ou+p”, (A7)

is given with quasi-momentum density:

=2 [;jff] -V e K] ==V (FRon e V-01]) . (A

Hence, a striking feature of Lagrangian (2.4) is the difference between mass flux density

and momentum density which is in contrast to classical continuum mechanics.

A.1.2 Steady solution of (2.8-2.10) for Poiseuille flow

Considering the flow geometry @ = u(y)é, and assuming time-independent thermasy 4,

the evolution equation (2.10) takes the form:

U(y)a% (;’:) =1, (A.9)

which obviously implies the general solution (2.14). Making use of (A.9), equations (2.8)

read:

Vp [ 0 P S W v 9, ] 1 p [0
Im—{u&z:—l—uey@%} {u (ex®ey+ey®ex)V(T>+TAu] JU V(T),
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o (L, 0 L 04Y . o [V 9] . 1 , 9
= uu,% {exay + eyam} T +U”€x + |:Ulzay <T> +’LL/UHT:| €y — §’U/ \Y% <T) s
3]s 0 [20),
Y T [T ey 2T |

Taking the component in the y-direction, it follows that:

9 U/2

P=Ng5 + fa(z),

for the pressure (n = pov) with integration function fa(x). Inserting this into the a-
direction equation, leads to:

"
=u —2—.
U

f3(z) u’?
77

Since the left-hand side of the above equation depends on = only and the right-hand side

on y only, both sides are constant, i.e.:

/
fa(z) - K,
n
u"—2u—/2 =—-K
U Y

with K > 0. Hence, the pressure can be written as:
9 u'?
p:po—nKx—FnT?, (A.10)
while the velocity profile has to fulfill the nonlinear ODE:

wu” — 2u” + Ku =0. (A.11)

Via the substitution g(y) = 1/u(y), equation (A.11) simplifies to the second order ODE:
g" — Kg? = 0, which after multiplication with g’ becomes integrable:

d [9/2 Kg?)

— | _KZ | =0
dy ’

2 3

implying the first order ODE ¢’ —2Kg3/3 = C. The integration constant, C, is evaluated
at the middle of the channel, y = h/2, where the velocity is a maximum, u(h/2) = umax,
and therefore u'(h/2) = 0, implying: C = —2K/(3u}

cax)- Hence, after re-substituting
u=1/g:

results as a nonlinear first order ODE for the velocity profile, with the positive sign valid

for 0 <y < h/2 and the negative sign for h/2 < y < h. Using separation of variables, the
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above ODE can be solved, with the solution for y < h/2 given implicitly as:

[2u 117
Yy = ?2F1 <672;6;u3/u§nax> ) (A.12)
9L (3)T(2)*

o (A.13)
™

Umax =

with Gaussian hypergeometric function o F.

A.1.3 Euler-Lagrange equations of Lagrangian (2.32)

The Lagrangian (2.32) is based on the following fields: the velocity u, the three Clebsch
variables @, a, § and the complex field of thermal excitation y. The associated Euler-
Lagrange equations are computed according to (2.36). First, variation with respect to the

Clebsch variable @ delivers the continuity equation:
V-u=0. (A.14)

As a consequence the identity V- (£@) = - V&, which is fulfilled for any field &, is considered
subsequently. Next, variation with respect to the two remaining Clebsch variables o and

B lead to the transport equations:

D3 = 0, (A.15)
Diav = 0, (A.16)

after simple mathematical manipulation. By variation with respect to the velocity u:

Y 1
001l + 00—V - li Iny [ X2D| = g [w +aVB+ —Im (YVx)| , (A.17)
wo X wo

is obtained. Finally, the Euler-Lagrange equation related to variation with respect to ¥

leads to the evolution equation:
. v 2
Dix + iwgx = —trD*, (A.18)
2X
for the thermal excitation; variation with respect to X delivers the complex conjugate of

(A.18).

A.1.4 Equations of motion

The Euler-Lagrange equations (A.15)-(A.18) are a first integral of the equations of motion,

i.e. the latter can be obtained from their differentiation as follows. Considering the
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identities:

xVx
wo

xVx
wo

YD
D, [V¢+O¢V5+Im ] =V [Dtdi—l—aDtB—l—IthX] —V®ﬁ[V¢+aV6+Im

wo
2
+ D:aVB — D¢SVa — w—Im(DthX) ,
0

V- [iln XQD] :2DIva—|—iln\/7[V(V-ﬁ)+A1ﬂ ,
X

iDtln\/;— m(DtX) ,
X X

and the Euler-Lagrange equations (A.14)-(A.18), the material time derivative of (A.17)

reads:

2 |2

Y \Y D
Dyl — vAG + 2 [i In \/QDtAﬁ—i— D, <2D1mx>] - v [thp +aD,B + ImX tx}
wo X X wo

> P
—Vei|it+—V-(iln/ 2D —ImK”trDQ—iwox) vx]
wo X wo 2x

1 . - -
v Y [ Xvep? - v e |2pmYX fim \/EAﬁ] . (A19)
00 wo X X X

wo

where the pressure p is, according to:

P = —00

,D -9 _
D+ aDB +Im X — " vt v— L W“"DQ] = (5L,
wo 2 iwg X

given as the Lagrangian evaluated for real processes, as is well-known from the classical
literature [240]. Finally, a balance for the inner energy, coT = Yx is derived from (A.18)
according to:

coDyT = Dy(xx) = xDix + xDix = vtrD?. (A.20)

A.1.5 Derivation of the production condition (2.42) using distributions

Within the theory of distributions a very elegant way is provided by which the generalised
formalism for discontinuous Lagrangians can be understood in terms of conventional La-
grange formalism. Under the same assumptions made in Sec. 2.2, a continuous reference

Lagrangian is defined by:

Co (o) i =L( ) = Y[ on)]| Hip — @n), (A.21)

where H(z) is the Heaviside function giving 0 for < 0 and 1 for x > 0. Equation (A.21)

defines a decomposition of the entire Lagrangian into a continuous part and a sum of
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discontinuities; the derivative of it with respect to ¢ gives:

or o, s
90" s +HZ:; [ en)]]0(p — @n), (A.22)

where 6(x) denotes Dirac’s delta function. Using this, the Euler-Lagrange expression ELy

defined according to (2.36) with respect to 1)y = ¢ can be defined across the entire domain,

leading to:
o o (o o1
sy = 3.5 (a5) ~ ¥ (575
ot 9 (oL, 0l \ | &
=50 a1 (95) =V (aws) * L le6o wenllote ).
:=EL%

As a consequence of the above decomposition, the first term in equation (2.38), for ¢ = ¢,

results in:

/ ///ELN5g0dth—////ELC &pdth—i—/ /// 608 — p)dVet.

Vn
(A.23)
In order to evaluate the integrals on the right hand with delta functions, a representation
of AV in terms of local coordinates, dV = d&€dS, is used where d.S is the surface element of
the interface S, and d¢ is related to the direction perpendicular to S,,. Via the substitution
= |Vp|d¢, the identity:

1] d¢ 1] 0¢
1608(p — on)dV = // 5(p — pn)dipdS = // ds .
/// ?0(e = on) Vo Vo

is obtained, giving (A.23) the more convenient form:

/ /// ELy 6pdVdt = / /// ELS, SpdVdt + / // ‘Wya oS, (A.24)

Finally, considering the identity (2.39) and the vanishing of d¢ at ¢ = ¢; 2, the variation

of the action integral, (2.38), turns out to be:

6[—////ELC5¢dth—|—/ //{ Haw ;j” + |H€H|}5 dSdt, (A.25)
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which implies, next to the well-known Euler-Lagrange equation with respect to ¢, the

production condition (2.42).

A.2 Three-dimensional first integral

A.2.1 Recovery of the 2D form as a special case

In the following, proof is given that the equations derived in [171, 172] for 2D flow uniquely
result from equation (3.55) as a special case of general 3D flow. For steady flow with
O, = 0 equation (3.49) is fulfilled via the identity ¢, = n¥,, while the auxiliary vector
field defined by (3.57) reads:

Aj = Oy + €101 = Oklrj + nejikO¥y = Opar; + nu;j .
Thus, equations (3.55) yields:
ouu; + (p + U)(LJ = —Gkakéij - 816kdk15ij + 0; [8kakj + T]Uj] + 8]‘ [8kd;ﬂ + nui] . (A.QG)

Considering now usz = 0 and a completely vanishing z3-dependence of all fields for a 2D

flow, i.e. 03(---) = 0, it is obvious that in case of the choice a;; = —Pd;; for i,j =
1,---,2 for the modified tensor potential the three field equations for steady 2D flow are
reproduced.

For the remaining components of the modified tensor potential, on the assumption that
a13 = ags = 0 and ass = —((z1,z2), equation (A.26) is fulfilled identically for indices

t=1,j5=3and =2, j =3; whereas when the indices are i = j = 3 it gives:
OO =p+ U — 0Ok, (A.27)
which is a Poisson equation for ( and therefore solvable. Note that ¢ has no influence on

the other equations and therefore has no physical effect.

A.2.2 Free surface boundary conditions

Consider the kinematic and dynamic boundary conditions at a free surface. Assuming a

parametrisation of the free surface in terms of:

:L'i:fi(slas%t)a i:172737 (A28)
: (1) (2) s .
the two tangential vectors ¢;/, t;”" given by:
OFf:
(. O (A.29)

o 68)\’
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are orthogonal and normalised. Together with the normal vector 7, an orthonormal basis

exists locally fulfilling the relations:

nj = €qutl()1)t((f) 5 (ABO)
tgl) = _5iklnktl(2) 5 (A31)
tz@) = 5iklnktl(1) . (A32)

The kinematic boundary condition at a free surface is given by:
0=[f; —ujlnj = finj — [Okpdiq — Orgdip)t SVt 00 = fin; + {fi, 0} (A.33)

with Poisson brackets defined as:

of 0g  Of 0Og

{f, g} = 95, Oy Osq 01 (A.34)

The classical form of the dynamic boundary condition:
Tijnj = Ogkng, (A35)

involving the stress tensor 7;;, surface tension o, and curvature x, can be reformulated in
terms of the tensor potential: substituting the term —pd;; in the stress tensor (3.40) by
means of (3.45) and then replacing €;;;0¢) according to (3.59) by —0kax;, the identity:

Tij = ouuj + U(Sij — 5ilk€qualapakq + 0; [77Uj + 8kdkj] + 8j [nui + 8kdki] (A.36)

results. Inserting (A.36) into (A.35), provides the general form of the dynamic boundary

condition for unsteady flows.

In the case of steady flow, the kinematic boundary condition simplifies to: 0 = u;n; =
{fi,¥}. Utilising this and (3.66), the dynamic boundary condition resulting from (A.35)
and (A.36) takes the form:

€ikl€qu8k8palqn]‘ = (U — Us/i)ni. (A.37)

Next, the left-hand side of equation (A.37) can be written as:

€ik15qu5jnm3k8palqt£zl)tq(q%) = €kt [Opndgm — OpmIqn] 8kapalqtv(zl)t£2)
0 0 0 0
— 2_ Y _ (1 _“ - - | 2 @) _ Y (1)
ikl |t Don (Okaim) — ty, D5y (8kaln):| Eikl [851 (5kalmtm ) D55 (akazmtm )} ;

in which the relationships:

t(*)ﬁm(- )= i(. ) 8t7(71l) — 8t§2) =0
m 88,\ ’ 382 831 ’
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have been used. Making use of the following relationship for the curvature:

S e

)

_ _ 9 @y 9 (1)]
N ds? + 0s2 ~ 0sy + Oss Skl [851 <nktl ) 059 (nktl ) ’

—KRN;

together with the introduction of auxiliary functions Uj(s1,s2) implicitly as solutions of

the condition:

oU; oU;
2Wn; = eij5 L%ft,(f) - Os;t’(“l)] , (A.38)

enables the dynamic boundary condition (A.37) to be written mathematically in the fol-

lowing integral form:

0 U, 0 U,
s {Ez’kl [Bkazmtﬁ? + <Usnk - ;) tl(z)} }_832 {ﬁikl |:akalmt1(11L) + <Usnk - ;) tl(l)] } =0,

yielding:

Eikl |:8kalmt££\) + (Usnk - U;) tl(/\)] = g;@ , A=1,2 (A.39)
A

as the first integral of the dynamic boundary condition; containing the yet to be determined

integration function x; = x;(s1, s2). On applying the gauge transformation (3.53):

eimOpamty = ciOramt + eindpdamt) + tNoneindpa

0
= Ot + =—— (simdeev)

s
equation (A.39) becomes:
U 0
Eikl [(%azmt%) + <Usnk - ;) tl(/\)} = Dsv (Xi — €ikiOkeu] , A=1,2. (A.40)
A

Via a proper choice of oy, the right hand of equation (A.40) can be gauged to zero, leading
to the simplified form:

U
Eikl [akalmt%\) + (%nk - ;) tgk)] =0, A=1,2. (A.41)

From a numerical standpoint the above formulation of the dynamic boundary condition
contains an inconvenience, namely the necessity of having to construct the two tangent

)

vectors tl(-/\ . A more convenient and therefore more general formulation is obtained by

contraction of (A.41) with dsy, resulting in:

U
Eikl |:akalmdxm + (ank - Qk) dﬂcl} =0, (A.42)
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where the fact that tg/\)ds » = dx; has been introduced. Note that the above parametrisa-
tion (A.28) of the free surface is not required for the general form (A.42) of the first integral
of the dynamic boundary condition. For instance, the free surface may equally well be given
in an explicit form, such as x3 = f(z1, z2), leading to daxz = (0f/0z1) dx1 + (9f /0x2) dxs.

A.2.3 First integral with non-planar surfaces
(a) Lagrangian in terms of curvilinear coordinates
The velocity field (3.37) results in:
u; = €4jx0; [V (qu) Okqs] = €ijk0jv (qu) Ora3 = €1k 0540k 307 (A.43)
while 0;® = 0;q,,0,9. Considering the definitions (3.128), (3.129), the useful relations:

uzazQV = Euuauwa
8¢€156qu = Gy,ﬁ,@,

are obtained from which the following identities are derived:
AijUUG = auuuiaiunjanV = E,u)\Ewia;wa)\¢aﬁwv
1 1
auyaiq;taiaj%j = 5%1/51‘(1#8@'3;'(11/ + iam/ [a_] (81'%82‘(11/) - ajaiq,uaiqu]

1 1
= 5 [050,,0:0;q, — 0:0;4,0;qy] +§auu6jQAaAGuuv

skew-symmetric w.r.t. pev

ai&ij = 8iauuaiQ,uanV + a,uquManV + auuaiqMaianV

1
= 0i9,0iqx Ox0;, 05 qu + A [Aquaqu + 23jq,\3>\GW} ;
G
A

_ 1
ujaiaij = G,u)\Eynamwa)\a,uu + [Eynaﬁqu,u + 2E)\I€8Hwa)\G,LLV:| Ay
1
0;90;ai; = Gu\Grr0xPONa + [Gyn@ﬁ@Aqu + 2GA,€65@8)\GMV} Ay -
Next, consider the curl of the tensor potential:

EikiOkm = €ik1OkAOA QL (A.44)

being aware that a;,, does not depend on ¢3. It then follows that:

llo1gs 10yg3

B ——
0iQk€ik1Oklim = €ik103 Ok Oraym = 0, (A.45)
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€iklOkUmOmq3 = €ikiOk (QmOmas) —€ikl0uw 019y OmquOrOmqs =0, (A.46)
—_——— —_— ———
0 8k(am(Iu8m‘Y3)_amq3am8kQV

from which the form for the curl of the tensor potential:
EikiOkim = ¢,0;q30mq, »

is obtained with respective quantities c,. As a consequence of this, the quadratic term in

the Lagrangian (3.74) vanishes according to:

Eilk€ jpqO10ijOplng = — €11iO1Gi;€ jpqOplgi; 0 0

—N——
=¢,01930}4,¢,0;@30kqy = ¢,y 05q,,05q3 OrquOkq3 = 0.
Finally the Lagrangian (3.74) results in:

(= QE;LAEVHGMV@M/@MD + [nEumanw - Gumands] [2 {G,u)\a)\ + AqM} Guy + aVG,u)\a,uA] .
(A.47)

(b) First integral of the dynamic boundary condition in terms of spherical coordinates

Assuming the free surface to be given by r = rof(¥) and U = ggr cos ¥ as the usual form
of the potential energy density, the auxiliary quantities U, are determined via (3.134) as

follows. First use is made of the identity:

d

tWds = ro f'(9)€,d0 + ro f(9)Esdd = 19— oK

[f(9)&]dv,

and the decomposition €, = sin Y€, + cosJe, for the unit vector é,., where €, := cos €, +

sin €, delivering:

/f cos 19— [f(¥)é,]dv

09 7’0

:/f(ﬁ)cosﬂ;ﬁ [f(ﬁ)sinz?]dﬁ@—k/f( cosﬁ% [f () cos ] dv e,

= /f(ﬂ)f’(ﬂ) sin ¥ cos ¥dd €, + /f(l?)2 cos? 9dv9 &, + % [f(0) cos9)? &,

g sin ¥ cos ﬁffg [cos29—sin?¥]dY

— %f(ﬁ) cos ¥ [sin V€, + cosVe,] + /f

Decomposition of the above vector according to U = U, Nr + UgVO = Uy, + r1Ugéy
yields:

_» 1 i
;= U8 = S f(0)cos9 + SH;? /f(ﬁ)Qdﬁ

283



A Viscous flow and the 3D first integral

rof(9) cosv

= rof )0 & = LY [ royan,

- HRG  jwE - S _ [0V —rol )0V
¢1+§$§ V)2 + f(9)? 702 + [(0)?

Finally, the dynamic boundary condition (3.133) result in:

o af(¥) o9
or TP PP 2
0 orof(0)f (V)

097 B
2% B T2+ f1(0)2 ) ° f(9) COSﬂ/f(ﬂ)de? =0. (A.49)

{f(ﬁ)Qcosﬂ%—/f(ﬁ)Qdﬂsim?] =0, (A.48)

(c) Axially symmetric flows in terms of cylindrical coordinates

By making the choice ¢1 = 2z, g2 = r with g3 = ¢ as neutral coordinate, G, = o,
and £, = T‘_IEW/ are obtained. Considering Az = 0 and Ar = 1/r, the corresponding

Lagrangian (3.130) takes the form:

=0 [Gn (ug - ug) + 2a12uru4

1 1
+2[nu, — 0,9 [5za11 + ;& (Ta12)} + 2 [nu, — 0,9] |0a12 — ;@a (ran)| ,

with the velocities given by:

_ 1% _ 1% (A.50)

Uy = — Uy = .
= ror’ " r Oz

Variation of the action integral I = 2 [[, £rdrdz with respect to ay; delivers, after division
by r/2:

daiy : g (ug — u,%) = 0, [nu, — 90.9| — 0, [nu, — 0,P] , (A.51)
dayy : ouru, = Oy [nu, — 0,P] + 0, [nu, — 0,P] . (A.52)

A.2.4 Finite difference scheme

A classical velocity-pressure staggered-grid scheme for the finite difference solution of
viscous flow problems [95] is extended to encompass the tensor entries a;; in a consistent
way which is partly inspired by a common numerical method for solving the velocity-
stress-formulation of wave propagation through elastic media, as for example utilised by

Graves [110]. As well as the stabilising effect inherent with the use of a staggered grid
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\ —
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@ aii,a,a33, p m a2
— Uz, Uy, Uy A a3
v a3

Figure A.1: Schematic of the 3D staggered grid arrangement used to solve the lid-driven
cavity problem. (a) Shows three contiguous grids with the pressure and the diagonal
tensor entries located at, and identified by, the red spheres, velocities at the sites indicated
by green arrows, the off-diagonal tensor entries at the corresponding black squares and
triangles. The solution domain of interest is shaded red while the associated boundary
region containing the necessary ghost points is shaded blue. (b) View of just one xy-
plane, with the dependencies of selected finite difference stencils highlighted at different
grid points for the sake of clarity: the stencil for Eq. (3.112) (for aj2) is shown in green,
that for Eq. (3.113) in red and that for Eq. (3.115) (for ug) in blue.

arrangement, the method also economises on the number of unknowns in contrast to the
use of any alternative non-staggered grid scheme. The resulting 3D grid arrangement, see
Fig. A.1, is such that the diagonal tensor components and the pressure are discretised at
identical cell centred grid points (4, j, k), the velocities at face centred grid points (i+1, j, k),
(i,j+1,k), (i, 4, k+1) and the off-diagonal tensor components at cell edges (i+ 1,75+ 1, k),
(i,j+1,k+1), (i +1,5,k+1).

In contrast to classical discretisation of the vector-valued NS equations, in the present
case the “mapping” between equations and unknown fields is less obvious. Here, the six
equations of (3.112) are discretised at the grid points of the corresponding tensor potential
entries, equation (3.113) at the pressure grid points and equations (3.114) at the boundary
velocity grid points only; correspondingly, recovery of the velocities, equation (3.115), is
also performed at the velocity grid points. Boundary conditions are incorporated via
an appropriate ghost cell method involving two grid levels of additional boundary points

where conditions (3.84)-(3.86) are similarly specified. Figure A.la highlights a section
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of the solution domain, shaded red, with the associated boundary region, shaded blue,

illustrating the staggered grid arrangement in terms of the various grid point locations.

With reference to the above defined correlation between equations and unknowns, equa-
tions (83) to (85) are discretised at different subgrids as indicated in Fig. A.la and all
occurring derivatives are approximated by second order central difference stencils in which
the nearest available grid points are utilised; the staggered grid arrangement accounts for
varying step lengths for the diverse stencils, as illustrated in Figure A.1b. The velocities
u;, used iteratively in equation (3.112), are calculated from the tensor potential entries
subsequent to each iteration step, which is achieved by application of equation (3.115) at
all points indicated by a green arrow. The resulting velocity field is then interpolated onto

the remaining grid points by a simple weighting of neighbouring points.

The finite difference analogues of the system (3.112)-(3.115) can be written in a compact
way by defining a number of discrete operators for an arbitrary 3D scalar function f : Q —
R; these are valid point-wise for a given set of indices [i, j, k] belonging to grid coordinates
(xi,v;, 2k). Note, that in the finite difference description provided a grid with uniform step
length A in all three coordinate directions is assumed for convenience only (see Fig. A.1);
generalisation to a more complex grid pattern follows in a straightforward manner. The
standard second order central difference operators for the first and second order partial

derivatives of f are given by:

Onali jyKIf = ~[f (s + h/2, g5 2) — i — 2,5 20)]

h
Onali j KIS = [ (ius + /2 20) — f i — /2, 0]
On3[i, J, kI f = %[f(-%'v:, Yj» 2k + h/2) — (@i, y5, 20 — h/2)]
O, J, k] f == % [f (@i + hyyso ze) = 2f (wiyy5, 20) + f @i = hoys 20)]
Onali 4, K11 o= oy F ooy + ho2) = 27 (i, 26) + Py — )],
On33li, J, k| f == % [f @iy s, 2 + h) = 2f (@i, 5, 20) + f @iy, 20 — 1)

which allows the discrete Laplacian to be written as:

3
Ah[ivjv k]f = Zah,ll [iaja k;]f . (A53)
=1

Second order discretisation of the mixed derivatives is performed in the standard way,

giving:

ah,lQ[iuju k]f = % [f(xl + h’/27y] + h’/27 Zk) - f(xl + h’/27y] - h’/27 Zk)

_f(xi_h/27yj+h/27zk>+f(xi_h/27yj_h/27zk>]7
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On,13[t, J, k] f [f( + /2,95, 2+ h/2) — f(zi + h/2,y;, 25 — h/2)
—f(@i—h/2,y;, 2z + h/2) + f(zi — h/2,y;, 2z — h/2)],
On23li, 7, k] f [f(xz,y]—i-h/Q 2+ h/2) — f(xi,y; + h/2, 2, — h/2)
—f(zi,y; — /2,26 + h/2) + f(2i,y; — h/2, 2 — h/2)] .

In addition to the above well-known finite difference stencils the following interpolation

operators for functions and their first order derivatives are introduced for convenience:

Il g, K)f o= 5 [f G+ /20520 + fles = b2 )], (AS)
Tnalisj WS = 3 0oy + 02,20 + @iy = b2 )], (A5D)
sl K11 2= 5 7,2+ h/2) + G2~ /2)] (A.56)
Iy iy Gy k1 f o= Inplis G, K)Ons 5 (A.57)

with (A.57) in particular facilitating a very compact discrete form of the tensor-valued
equation (3.112), i.e., for a, f = 1,2, 3 it is:

3

Ap[v]a gg Y~ Re [Ihﬂ ZJ;:Z nH +Iha un Jh’l gILH)
=1

+ {p<”+1><xi,yj,zk>+U<xi,yj,zk>} Sag = Re I gl I aly]ug”
(A.58)

with the abbreviation v = (i, j, k) used for a given index set. Recall, that equations (A.58)
are not formed at all grid points (i, j, k), but rather at the respective subsets of grid points

belonging to a,p according to Fig. A.1, whereas the discrete form of equation (3.113):

3
> O Hal ™ =0,
ki1

is collocated at the pressure grid points only. Finally, the discrete form of the vector-valued
equation (3.115), similar to that of (3.114), is given by:

Zahl (H),

for « = 1,2, 3 and collocated at the u,, velocity grid points.
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B Functional analysis and elliptic PDE
theory

B.1 Brief compendium of functional analysis

For analysis of the least-squares FEM in Chapter 4 a fundamental acquaintance with
the field of functional analysis is required; this is also essential for the more advanced
considerations relating to the Agmon-Douglis-Nirenberg theory in B.2 and the regularity
investigations in B.3 and B.4. The following compendium is mainly based on the standard
textbooks by Hackbusch [119] and Braess [44].

B.1.1 Banach and Hilbert spaces

Definition B.1. (Norm) Given a linear space (vector space) V over the field K of real
or complex numbers, a norm on V is a mapping || - || : V — Ry, v+ ||lv|| such that for all
u,v €V and X € K:

v =0 = wv=0 (definiteness)
vl = Al - []v]| (absolute homogeneity)
w4 v|| < fJul| + |Jv]| (subadditivity)

Definition B.2. (Banach space) A sequence {v, € V : n > 1} is called a Cauchy

sequence if:
sup {|lvn — Um|lv :n,m >k} -0 for k— oo.

A space V is said to be complete, if every Cauchy sequence converges to some vy, € V. A

Banach space is a complete and normed space.

Definition B.3. (Inner product) Given a linear space V over the field K of real or
complex numbers, the mapping (-,-) : V x V — K defines an inner product on V, if for
all u,v,w eV and \ € K:

(v,v) >0 and (v,0)=0< v=0 (positive definiteness)
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A+ v,w) = AMu,w) + (v,w) (linearity)
(u,v) = (v,u) (conjugate symmetry)
Definition B.4. (Hilbert space) A Banach space V is named a Hilbert space, if an

inner product (-,-)y exists on V', such that a norm is induced by ||v|ly = v/(v,v)yv for all
veV.

It is easily seen that in the latter case the inequality of Cauchy-Schwarz is valid:

(w,0)v] < lullvllolly for all u,v e V.

B.1.2 Sobolev spaces

The so-called Sobolev function spaces, which play an essential role in the solution theory
of PDEs, are based on the Lebesgue spaces LP of Lebesgue-integrable functions. In the
following let  always be an open subset of R” with a piecewise smooth boundary. The
space LP(2) comprises all Lebesgue-measurable functions f with a finite integral over | f|?,

DOAw={1: 2K /Q S dufe) < oo}

in which the triple (2,4, u) forms a measurable space involving a o-algebra A and a
measure u, and K is the space of real or complex numbers. Basically, two functions
u,v € LP() are considered identical (u = v), if u(x) = v(z) holds for nearly all x € Q

except for a set with a Lebesgue measure of zero; an identification that guarantees the

mapping:
|- llee: L - R
1/p
fo ([ an@)

defines a norm on L? for all p > 1, rather than a semi-norm. In fact, for 1 < p < oo, LP
forms a Banach space but only for the case p = 2 can a corresponding inner product be

defined giving the L?-space crucial importance:

Proposition B.5. L2(2) forms a Hilbert space equipped with the inner product:

(u,v) 20 = /ﬂu(w)v(w)dx for all u,v € L*(Q), (B.3)

and the associated norm:

lull 2y == /Q ()2 da
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Some parts of the analysis in Chapter 5 involve products of LP-functions which need

not lie in the same space, instead the following extended Hélder inequality is valid:

Proposition B.6. (Holder inequality) Assume that fi, fo,... fr are functions such

that:
. . 1 1 1 1
fielP, 1<i<kwith-=—+4+—+4---4+—<1; (B.4)
p p1 P2 Dk

then the product f = fifa--- fr belongs to LP and:

11l < Ifllpy 12 llpe - N el - (B.5)

In particular, if f € LPN LY with 1 < p < g < oo, then f € L for all r,p < r < q, and

the following interpolation inequality holds:

_ 1 a 11—«
\UWSHNWW@“7WWf;:;+4;f,0§a§1

Essential for the definition of Sobolev spaces is the concept of weak derivatives:

Definition B.7. (Multi-indices) A vector of indices o = (a, . .. ay,) with non-negative

components «; is said to be a multi-index of order:
‘a| :a1+...+an.

For a given multi-index o a partial derivative of order |a is defined according to:

ol ()

D) = goar g

Definition B.8. (Weak derivative) u € L?(Q) is said to have a weak derivative v :=
DYy € L2(Q), if v fulfils:

(w,v)2(0) = (—1)'0“(D°‘w,u)L2(Q) for allw e C§°(Q).

In the above definition C§°(€2) denotes the function space of infinitely often continuously

differentiable functions with compact support, that is:

C5°(92) :={u € C*°(R) : supp(u) compact, supp(u) CC Q},
supp(u) := {z € Q : u(z) # 0},

in which the double inclusion Q' CC Q is meant to say that Q' is in the inner part of
Q, implying ' € Q and Q' N9Q = @. In a further step, spaces of weakly differentiable

functions can be defined as follows:
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Definition B.9. (Sobolev spaces) Let k € Ng. Define H*(Q) C L?(2) as the set of

functions with existing weak derivatives D% € L*(Q) for all |a| < k-

H*(Q) = {u e L*(Q) : D°u € LX)V |a| < k}. (B.6)

A similar definition to the above is possible based on any LP(Q2)-space in which case it is
usually denoted as W*P| so that H*(Q) = W*2(2). The above function spaces defined via
weak derivatives are referred to as Sobolev-spaces and, as already suggested by the capital

H, also form Hilbert spaces when equipped with suitable inner products and norms:

Proposition B.10. H*(Q) forms a Hilbert space equipped with the inner product:

(u,0)p = (u,0) grq) = Z (D%u, D*v)12(q) (B.7)
|loa|<k

and the associated (Sobolev-)norm:

lullk = llull ey = [ D I1D%ulF2q - (B.8)
la|<k

As the H*-spaces are due to their identification as Hilbert spaces, see Definition B.4,
complete, an alternative but insightful definition of them can be provided via completion.
Let X := {u € C®(Q) : |u|y < 0o}, then the completion of X = C>®(Q) N H*(Q) in L2(Q)
with respect to the norm (B.8) is exactly H¥(£2). Accordingly, the completion of C5°(2)
in L2(9) with respect to (B.8) is denoted as HF(£2). The latter one is especially important
in the context of boundary value problems with Dirichlet-boundaries. The completed
space HE(9) is a subspace of H*(Q2) and again forms a Hilbert space with the same inner
product (B.7) and the norm (B.8). Particularly in the case of k = 0 it is:

H(Q) = H(Q) = L*(9),

and the shorter notation of both choices (u,v)r2(q) = (u,v)o and |lul|z2(q) = [|ullo is used

frequently. Moreover, by:

ule = lulme@y = [ 1D ulZaggy (B.9)
|a|=F

a semi-norm is defined and by applying the well-known Poincaré-Friedrich inequality it
can be demonstrated that |- |y and || - || gk (o) represent equivalent norms on HE(Q), if
the domain 2 is bounded:
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Proposition B.11. (Poincaré-Friedrich) Consider a bounded domain Q@ C R", then
the inequality:

lvllo < slvl1  for allv € H(Q), (B.10)
holds with s = |Q|'/™ and the norms | - |, and || - ||, are equivalent due to:
[Vl < ||Vllm < (14 8)" 0] for allv € HY'(Q).
For clarification different connections are summarised in the subsequent complex:
L3(Q) = H°(Q) D HY() D H%() D ...

I U U
HY(Q) D HYQ) D H3(Q) D ...
In a next step the previously defined Sobolev spaces H* with k € Ny are extended to

non-integer indices:

Definition B.12. Let Q C R™ and split s € R into two parts s = k + X\ with k € Ny
and 0 < A < 1. Then an inner product and a corresponding norm, the so-called Sobolev-

Slobodeckij norm, are defined by:

o o [D%u(x) — Du(y)][D*v(x) — D*(y)]
U,V)g = D% (z)D%(x) dz dzdy| ,
(u,v) Egk Q/ (z)D%(x) dz + // y

|.CC _ y|n+2)\
QxN

[ulls = llull () = /(@ u)s - (B.11)

Obviously for the above definition only the existence of weak derivatives up to order k
is necessary as was the case for the integer order Sobolev spaces. Thus, a fractional order
Sobolev space H® can be defined by the set of functions (B.6) equipped with the above inner
product and the Sobolev-Slobodeckij norm which again forms a Hilbert space. For s € Ny
this definition coincides with Definition B.9 and Proposition B.10. Important properties

of the fractional order Sobolev spaces are summarised in the following Propostion:
Proposition B.13. Let s > 0.

(i) {u e C>®(Q) : supp(u) compact, |u|s < oo} is dense in H*(S2).

(ii) C§° is dense in HS().

(iii) aD*(bu) € H*~1N(Q), if |a| < s, u € H*(Q), a € C1(Q), b € CHQ) with either
t=se€Ngort>s.

(iv) H*(Q) C HY(Q), H§(Q) C H{(Q) for s > t.
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Often the following interpolation result is useful when dealing with H{"-spaces:
Proposition B.14. Let m,k € R. For m > 1 constants ¢ = c¢(m) exist, such that:

lulp < c|u]ﬁ{m\u|ém_k)/m for all0 <k <m,ue Hy" (). (B.12)
It is important to know, how different spaces like Lebesgue, Sobolev and Holder spaces
are related to each other. In this context a key result is the following version of the

Rellich-Kondrachov embedding theorem according to Evans [92]:

Theorem B.15. (Rellich-Kondrachov) Let Q@ C R™ be a Lipschitz domain, k € Z4
and p € [1,00) then the following embeddings are valid:

(i) If kp < n, WkP(Q) C LY(Q) is a compact embedding for all ¢ € [1,p*), where
1 _ k

o = % — %, For g = p* the embedding is continuous only.

(ii) If kp = n, WEP(Q) C LI(Q) is a compact embedding for all q € [p,o0).
(iii) If kp > n, WkP(Q) c C™(Q) for every integer m that satisfies 0 < m < k — T

Although the Rellich-Kondrachov theorem is more often cited under the stronger con-
dition of a C'' domain boundary due to a simpler proof, see for instance Brezis [53], the
above cited version is more helpful, particularly in the context of FEs where most often
piecewise smoothly bounded domains occur which are generally in C° only. Also, the
theorem is frequently reduced to the case (i), probably due to historical reasons, whereas
the treatment of two-dimensional elliptic equations rather requires (ii), as seen in Sec. 4.4.
Note, (iii) reveals a well-known fact as a special case, namely that H'(Q)-functions need

to be continuous only in one dimension.

B.1.3 Traces and continuation

The nature of boundary value problems requires a reasonable determination of boundary
values u|pq in the sense that the restriction of a function u in 2 to the boundary 92, the
so-called trace, results in a well-defined object. It is easy to see that a Holder-continuous
function u € C*(Q) has a restriction u|gg € C*(9Q) if IQ is simply sufficiently smooth.
On the other hand from u € H*(2) it does not automatically follow that u|sq; the identity
u = v in H*(Q) only requires that u(x) = v(x) is equal nearly everywhere in 2 apart from
a set of zero measure, as for instance the boundary 02 is. Therefore u(z) # v(x) can in
principle hold for any x € 9. Neither can the boundary value u(x), x € 9 be defined by
continuous extension, as for instance u € H'(£2) need not to be continuous. The inverse
problem to the definition of u|gq is the continuation: does for a given boundary value ¢
on 0N a function v € H*(Q) exist such that ¢ = u|pq? In the negative case there is also

no solution u € H*(Q2) to the Dirichlet boundary value problem.
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Lemma B.16. Given a bounded domain Q € C* [w € C*1], the corresponding quantities
NeN, U (0<i<N), U, o; (1<i<N) enist with:

(i) U open, bounded (0 <i < N), NoU'oQ, U°ccq,
(i) Uy :=U'ndQ (1<i<N), UN,U =09,
(iii) o : U; — o;(U;) C R bijective for alli=1,..., N,
() aioaj Le CHaj(U;NT;))  or likewise ;o o Le Chl(a;(U; N T;)).

A set of pairings {(U;,a;) : 1 < i < N} with the above properties is called a C* or C*:!

coordinate system of 0f2.

Lemma B.17. (Partition of unity) Given {U’: 0 < i < N} with the property (i) of
Lemma B.16, then functions o; € C§°(R™), 0 < N exist with:

N
supp(o;) C U*, Zaf(aﬁ) =1 forallz €. (B.13)

The general construction of the o; can be found in [119]. A function u on dw can be
written in the form " o?u and every summand o?u is parametrisable over ;(U;) C R 1

(62) oa; ' a;(U;) cC R*™' — R. This gives rise to the following definition:

Definition B.18. Let Q € C'[e C*]. (U;,cu) and o; fulfil the conditions of Lemma
B.16 (ii)-(iv) and (B.13). Let s <t € N[s<k+ 1] ors <t ¢ N, t> 1. The Sobolev
space H*(O) is the set of all functions u : 0Q — R such that (ou) o a; ' € H§(R™ 1),
1 <i<N.

Proposition B.19. H*(0N) defines a Hilbert space with the corresponding inner product:

=

~1
(u,v)s := (u,v) gs(a0) ;( L (ow) o Q; )Hs(RnA) )
If {(Ui, &) : 1 < i < NV} is another C* [C*'] coordinate system of O and {;} another
partition of unity, the hereby defined space H*(99Q) is quantitatively equal to H*(9Q). The
norms of H*(9Q)) and H*(9) are equivalent.

A few statements about traces and continuation can be made in sufficiently smoothly

bounded domains; here, v denotes the trace operator restricting a function to its boundary:

yu = u|pn:

Proposition B.20. (Trace inequality) Let Q € C* with1/2 < s<teNorl/2<s<t
[alternatively Q € C*11/2 < s =k + 1 € N|. The following statements hold:
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(i) The restriction of u € H*(Q) to the boundary, i.e. yu, belongs to H*~Y/2(9Q); thus

the restriction mapping is of the form:
v H5(Q) — H*Y2(8Q)
u > y(u) = ulgq,
and an s-dependent constant exists such that:

|7u|s—1/2 < Cs|u|s . (B14)

i1) For each w € - exists an u € with w = ~yu such that for an
F. h Hs1/2(00 H3(Q h h that f

s-dependent constant:

luls < es|lwl|s—1/2-

(iii) For each w € H*(Q) exists a continuation E : H*(Q) — H*(R"), w — Fuw.
Finally, an alternative definition of the Hf-spaces can be given:

Proposition B.21. For Q € C' and k € N it is:

HE(Q) = {u e H¥Q) : 0%u/on’|gq =0 for all 0 < € <k —1}
= {u € H*(Q) : D%J|pq =0 for all 0 < |a| < k —1}.

B.1.4 Dual spaces

If X is a normed linear space over R, the dual space X’ consists of all bounded linear
maps from X to R, also written in the form: X’ = L(X,R). X’ is a Banach space with

the norm (dual norm):

|2/ ()]

11 x

1l = o lex = sup{ 0tae X} | (B.15)

The elements ' € X' are called linear functionals on X . Instead of 2/(x) (evaluation of 2’
with x) it is often written 2'(z) = (z,2') xxx' = (', %) x'xx in which (-, ") x«x/ is called
the dual form on X x X'.

Lemma B.22. Given a Banach space X being dense and continuously embedded in an-

other Banach space Y, then the dual space Y' is continuously embedded in X'.

Lemma B.23. Let X and Y be normed and T € L(X,Y). For eachy' € Y’ the equation:

(Tx,y )y sy = (@, 2 ) xxxr forallz e X
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a unique ¥’ € X'. The linear map y — x' defines the dual operator T' : Y' — X' with
Ty =2 ItisT € L(Y', X') and
1T xreyr = [Ty ex -

If X is a Hilbert space over R, every y € X defines by:

fy(x) = ('rvy)Xv
a linear functional f, € X’ with ||fy||x» = ||ly/|x. The converse is equally true.

Proposition B.24. (Riesz representation) Consider a Hilbert space X and a func-

tional f € X'. Then a unique y5 € X exists such that:

f)=(z,y)x forallz e X and|flx = |lyrllx-

Corollary B.25. (Riesz isomorphism) Let X be a Hilbert space.

(i) A unique correlation Jx € L(X,X') wit Jxy = fy, J)_(lf = yy exists, the so-called

Riesz isomorphism, which preserves the norm: ||Jx||x/«x = ||J;(1HX<—X/ =1.

(i) X' is a Hilbert space with inner product (z',y') x = (J)_(M’J, Jx'y)x. The dual norm

|2'|| x+ from (B.15) agrees with the norm induces by (w’,x')kﬂ.

(iii) X can be identified via X" via x(x') := 2'(x) and hereby follows:
Jxr=Jxt,Ix=Jx and T'=T forT € L(X,Y),
if also Y =Y" is a Hilbert space.

(iv) One can identify X and X' by: X = X', Jx = 1.

Lemma B.26. Consider two Hilbert spaces V. C U with a continuous and dense embed-

ding, then U’ is continuously and densely embedded in V.

According to Corollary B.25 (iv) U and U’ can be identified, leading to the Gelfand
triple:

V cUcCV' (VCU continuously and densely embedded).

and it can be shown that V and U are continuously and densely embedded in V' also. In
the context of Sobolev spaces the case U := L%(Q) is frequently considered, yielding the

following embeddings:

HE(Q) Cc LA(Q) C (HS(Q)), s>0, (B.16)
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H5(Q) Cc L*(Q) C (H*(Q)), s>0; (B.17)
(B.16) and (B.17) are Gelfand triples.

Definition B.27. (Negative norm Sobolev spaces) Let s > 0. The dual space of
H§ () is denoted by H=5(Q) or H, *(Q):

Hy*(Q) == H(Q) == (H(Q) -

A norm related to H—*(Q) is according to (B.15) for all u € L*(Q) defined by:

[ — {(“)W} | (B.18)

0£vEH () [v]ls

in which (u,v)r2q) denotes the dual form on H§(Q2) x H=*(S2). The closure of L2(Q) with
respect to || - ||—s is denoted with H ().

Finally, for spaces and norms the following relations are summarised:
L. DHEQ) D HYQ) D L2Q) = HY(Q) D> HY(Q) D H?*(Q) D ...
< ulles < Juller <l = Julle < Julli < Julls < ...

B.1.5 Functional derivatives

The Fréchet derivative is a derivative defined on Banach spaces. It is commonly used
to generalise the derivative of a real-valued function of a single variable to the case of a
vector-valued function of multiple real variables, and to define the functional derivative

used widely in the calculus of variations.

Definition B.28. Let V and W be Banach spaces, and U C V be an open subset of V.
A function f : U — V is called Fréchet differentiable at x € U if there exists a bounded
linear operator A :V — W such that:

S h) — f() — Abllw
h—0 IR%

=0.

The limit here is meant in the usual sense of a limit of a function defined on a metric
space, using V and W as the two metric spaces, and the above expression as the function
of argument h in V. As a consequence, it must exist for all sequences {hy}22; of non-zero
elements of V which converge to the zero vector h, — 0. Equivalently, the first-order

expansion holds, in Landau notation given as:

f(x+h) = f(z) + Ah + o(|[A]lv)- (B.19)
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If there exists such an operator A, it is unique, so write D f(x) = A and call it the Fréchet
derivative of f at x.
B.2 Review of Agmon-Douglis-Nirenberg theory

In order to derive a priori estimates for the first integral formulation in Sec. 4.3.1 the un-

derpinning theory by Agmon et al. [2, 3] is reviewed. Consider the general boundary value

problem to find a set of scalar functions v = {uy,ug,...,up} € X(Q) under conditions:
Lz, Du=f inQ, [feY(Q)), (B.20)
B(z,D)u=g ondQ, ge€ B(ONQ), (B.21)

involving an arbitrary differential field operator:

Lij(x,D)= > aq(x)D*, i,j=1,...,M, (B.22)

|| <rsj
and a corresponding boundary operator:
Bj(z, D)= > bsx)D’, 1=1,....L;j=1,....M. (B.23)
|81 <q;

Here, o and 8 are multi-indices, 7;; and ¢;; non-negative integers and D is a partial
derivative operator, i.e. the following definitions hold for a d-dimensional problem:

a=(ag,a9,...,0q), D = 9705 ...05",

|Oé| o toag+ -+ ag,
in which the abbreviation 9, := 9% /0x;" is used. Note, that definitions (B.22) and

(B.23) remain valid even if the differential operator D is replaced by a vector E € R? and
D° by £ ;= £1E57 ... &7%, in which case E(x,g) is called the symbol of L.

Definition B.29. (ADN ellipticity) The system (B.20), (B.21) is ADN-elliptic if there

exist integer weights {s;} and {t;} for the equations and unknowns, respectively, such that:

—

(1) deg Lij(x,§) < s;+

—

(it) Lij(z,&) =0, whenever s; +t; <0

(iii) det ,ij(a;,g) # 0 for all 57& 0, where the principle part L£P of L is defined as all

terms Li; for which deg Lij(x,§) = s; +t;.
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The operator L is said to be uniformly elliptic of order 2m, if an integer m > 1 exists,

—

with deg(det LP(z,€)) = 2m, and a positive constant C, such that:

CYEPP™ < | det £P(z, €| < C|E]P™. (B.24)

Consider now an ADN-elliptic system (B.20), (B.21) being uniformly elliptic of order
2m in line with the above definition. A minimal condition on the operators £ and B to
guarantee a well-posed system is that the number of rows in B equals m, i.e. L = m.
An additional condition on £ which is satisfied for all elliptic systems in three or more
space conditions, but must be assumed in two dimensions, is the so-called supplementary
condition [37].

Definition B.30. (Supplementary Condition) The operator L satisfies the supple-
mentary condition if, for every pair of linearly independent vectors E and 5_7 , the polynomial
det Lp(a:,g—i— 7'5’) in the complex variable T has exactly m roots with positive imaginary

part.

An ADN-elliptic system that satisfies the Supplementary Condition is also called regular
elliptic [37]. In addition to the sets {s;}, {t;}, a further set of integer weights {r;},
l =1,...L is introduced for the boundary operator 5. Each r; is attached to the I-th
boundary condition in (B.21) and must satisfy the inequality:

degBlj(x,g) <r +tj,

on the understanding that B;; = 0 when r;+¢; < 0. The principal part B? of the boundary
operator is defined as all terms Bj; such that deg Bjj(x, D) = 7+ t;. The three sets of
ADN-weights can always be normalised in such a way that s; < 0, 7, < 0 and ¢; > 0.
However, the weights may not be unique, even with such a normalisation; i.e., there are
examples of operators L for which one can define more than one principal part £P that
satisfies Definition B.29 [36]. An important subset of ADN-elliptic systems is the class of
Petrovski systems, see [275].

Definition B.31. A system is elliptic in the sense of Petrovskii if it is ADN-elliptic and
s1 = - = sy = 0. If, in addition, t1 = --- = tpr the system is called homogeneous

elliptic.

Given an ADN-elliptic operator £, the problem (B.20), (B.21) is well-posed if and only
if the boundary operator B “complements” the field operator £ in a proper way. In [3]

it is shown that this is equivalent to an algebraic condition, called the Complementing
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Condition, on the principal parts £P and BP. To state this condition, let 77 denote the unit
normal to 0N at z, T,j(m,é) denote the m roots of det £P(x, € + 7#) with £ L 7, having

positive imaginary part, and:

3

M*(z,&7) =
k

(7‘ -7 +(x, _’))

1

furthermore, let £’ denote the adjugate matrix of £P!, then the condition is:

Definition B.32. (Complementing condition) For any point x € 9Q and any real
non-zero unit vector { tangent to 0N at x, regard M+(x,5,7) and the elements of the
matriz BP(zx, E+ )L (x, £+ TN) given by:

ZB x §+Tn ij(m,5+rﬁ), I=1...m k=1,....M (B.25)

as polynomials in 7. The operators L and B satisfy the Complementing Condition if and

only if the rows of the latter matriz are linearly independent modulo ]\4+(g7 T); i.e.,

IM:

M
C (Z ij(x,g—l— Tﬁ)ﬁgk(x,g—i- Tﬁ)) =0 mod M™ . (B.26)
j=1

For brevity, in what follows the boundary value problem (B.20), (B.21) is called elliptic
if £ is ADN-elliptic, regular and uniformly elliptic and if B satisfies the Complementing
Condition. The main result of ADN theory, relevant to least-squares methods, is a priori
estimates that give rise to energy balances required to define well-posed least-squares
principles. These estimates are stated in terms of solution and data spaces that are direct
products of the scalar spaces H*(Q) and H¥*1/2(9Q), parametrized by a non-negative

integer regularity index gq:
M M m
X,=[[H"(Q), Y,=][H"(© H HI™=12(9Q) . (B.27)
j=1 i=1 =1

Theorem B.33. Let t' = maxt;, ¢ > " = max(0,maxr; + 1), and assume that Q is a
bounded domain of class C9T' . Furthermore, assume that the coefficients of L;j are of
class CT7%(Q) and that the coefficients of By; are of class C1~"1(082). If (B.20), (B.21) is
elliptic, f € Yy and g € By, then:

(i) every solution uw € X, in fact belongs to Xg;

'Recall that the adjugate or cofactor matrix of A is the matrix A’ = (det A)A~! [37]
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(ii) there is a positive constant C, independent of u, f and g, such that, for every solution

u € Xg,
M M m M
D lugllare; < C D2 W illg—si + D laillg—ri—1/2.00 + D llugllo | - (B.28)
j=1 i=1 =1 j=1

Moreover, if the problem (B.20), (B.21) has a unique solution in the indicated function
spaces, then the L?(2)-norm on the right-hand side of (B.28) can be omitted.

While the above result is helpful for deriving a priori estimates for elliptic differential
equations, even stronger assertions can be proved concerning the properties of the corre-
sponding differential operators; the following theorem, sometimes also called the “Equiv-
alence Theorem” on elliptic differential equations, is cited from [207] and originally taken
from [269]:

Theorem B.34. ([/207], Lemma 2) Under the assumptions of the ADN-theorem B.33 the

following statements are equivalent:
(i) The problem (B.20), (B.21) is elliptic.

(ii) The differential operator:

T,: X, — Y, x B,
u > (Lu, Bu)

is a Fredholm operator, i.e., the range ran(Ty) = {Tyx |z € X4} C Y, x By of
T, is a finite-dimensional closed subspace of Y, x By and the null-space or kernel
ker(Ty) := {z € X, : Tyx = 0} is finite-dimensional.

(77i) The a priori estimate (B.28) holds for u € X,.

In the general case the solution of problem (B.20), (B.21) is non-unique but, according
to Theorem B.34, the mapping 7; is Fredholm and thereby the null space is independent
of ¢ and finite-dimensional, dimker(7},) =: a < oo. This allows the problem to be com-
plemented by a number of « linear functionals A; in order to obtain the following refined

estimate:

Corollary B.35. If the continuous linear functionals Aj : Xo(2) = R, j=1,...,« are
fized such that they are linearly independent on ker(1y), then (B.28) yields the stronger

estimate:

M M m @
> lugllgre; <€ (Z 1 fillg—si + D Ngtllg—r,—1/2.00 + D IAjU\) : (B.29)
=1 7j=1

j=1 =1
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In the following, some further results related to the adjoint of elliptic systems are pro-
vided which will be important later on; here, the focus lies on differential operators £
being elliptic in the sense of Petrovskii according to Definition B.31. Basically, the com-
plementing condition implies that the m rows of matrix B are linearly independent for
all x € 012 so that it can be completed to form a smooth, square and invertible Dirichlet
matrix simply by adding further M — m rows, denoted by the non-unique operator C;;,
i=1,....,.M —m; j=1,...,M [207]. Under these conditions Roitberg and Seftel [207]

show that a matrix operator:

Bl]xD Z bg(x l=1... M—m;j=1,...,M,
1BI<aqy;

of the same size as C exists, such that for all u,v € X, the Green’s formula:
(Lu,v)o — (u, L) = (Bu,C'v)o.00 — (Cu, B'v)o.oq, (B.30)

holds, in which C”, =1,...,m; j=1,..., M completes B’ to form a square Dirichlet

matrix and £* denotes the formal adjoint of L.

Green’s formula (B.30) leads to the natural definition of the following problem, adjoint
o (B.20), (B.21):

L*(z,D)u=f" inQ, (B.31)
B(x,Dyu=g on dQ. (B.32)

If problem (B.20), (B.21) is elliptic, the number of rows of matrix B is equal to m while
the number of rows of B’ is equal to M — m which is generally not equal to m. Therefore
problem (B.31), (B.32) may fail to be elliptic; however, in the case of Petrovskii-elliptic
systems both row numbers are equal to m so that ellipticity is guaranteed as proven by
Roitberg and Seftel [207]. Moreover, the solubility of (B.20), (B.21) can be expressed in

terms of the adjoint system, summarised in the following theorem:

Theorem B.36. Suppose that the operator (B.20) is elliptic in the sense of Petrovskii
and that the boundary operator (B.21) can be completed to a Dirichlet system. If now
the system (B.20), (B.21) is elliptic as a whole, then the adjoint system (B.31), (B.32) is
elliptic as well. Furthermore, (f,g) € ran(Ty) if and only if (f,g) € Yy x By such that:

(f,v)0 = (9,C"v)o,90 =0,

for all v € ker(Ty).
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B.3 Auxiliary problem and regularity considerations

In order to obtain the optimal L2-error estimates in Sec. 4.3.3(b) the following auxiliary

problem is investigated in more detail: given f € L?(2)%, find w € V such that:
a(w,v) = (f,v)g forallveV, (B.33)

involving the closed subspace V' C H'(2)* according to (4.52). The regularity of the
solution w requires investigation. For this purpose consider the case A = 0, for which

formal partial integration of (B.33) shows:

a(w,v) = (Lw, Lv)g = — (LT Lw,v)o + (Lw, L(z,7)v)0.60 (B.34)
= (LT Lw,v)o + (C'Lw, Bv)o.aa — (B Lw,Cv)o o0 (B.35)
= (L Lw,v)g — (B Lw,Cv)oa0 - (B.36)

In the above, the form of (B.35) is due to the application of the Green’s formula (B.30),
the middle term of which is eliminated by the boundary condition Bv = 0 giving (B.36).
The formal adjoint of £ is in this case obviously given by £* := —£T. Thus, problem

(B.33) naturally corresponds to the second-order problem:

L'Lw=f,
Bw =0, (B.37)
BLw=0,

in which the last condition appears in (B.33) as a natural boundary condition. This leads

to a mapping of the form:

P, : HP2(Q)" — H*(Q)" x HP3/2(0Q)™ x H*T1/2(00)™ =: Z, ,
Tsw — (L*Lw, Bw, B’ Lw), s>0.

A straightforward calculation shows that the second-order matrix operator £L*L is strongly
elliptic. Furthermore, the boundary operators (B, B'L) satisfy the complementing condi-
tion. By equivalent characterizations of the ellipticity up to the boundary, Theorem B.34,
the operator P, : H*T2(Q)" — Z, is Fredholm for s > 0. These assertions are included in

the following more complete result [215]:

Lemma B.37. Let s > 0. Then the operator Ps : HY2(Q)" — Z is a Fredholm operator

with vanishing index.
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Denote the adjoint of A by A, then by definition A : R* — H'(Q) with:
Au - ¢ = (ulAe)o,

for all u € HY(Q)*, ¢ € R®. The mapping A is linear and continuous and it can be stated
that:

Theorem B.38. Let f € L?()* be given and let A be H'(Q)-continuous. Then problem
(B.33) has a unique solution w € V. For this solution the reqularity w € H*(Q)* together

with the estimate:

[wll2 < <l fllo, (B.38)
hold. Moreover, the following relations are true:

LLw+ Aw = [, (B.39)

Bw=0, BLw=0. (B.40)

Proof. Obviously the variational equation (B.33) is valid for all v € V' and therefore also

for:
o€ {veH Q) \ Bv =0, B’Lv=0on 00} .
Similar to (B.36) but now with A # 0, integration by parts yields:
(£, 0)0 = a(w, ¢) = (L*Lw, d)o + (AMw, $)o,

in which all boundary terms vanish, leading to (B.39). To explore the regularity property
further note that (B.33) implies:

(Lw, LO)o + (w,d)o = (fw,P)o forallp eV, (B.41)
where f, = f — AAw + w. By Lemma B.37 the mapping:

155 . Hs+2(Q)4 N HS(Q)4 « Hs+3/2(8ﬂ)2 « HS+1/2(89)2,
u s (L*Lu+u,Bu,B'Lu), s5>0.

is Fredholm with vanishing index. But this mapping has a zero null space since u € ker(P;)

implies by Green’s formula, (B.30), that:

0= (u, £ Lu +u)o = || Lullg + [|ull3-
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Consequently P; is bijective and:
[ulls+2 < e(1£7Lu + ulls + [[Bulloq,s+3/2 + [|1B* Lullag,s11/2) » (B.42)

for all u € H572(Q)%, s > 0 and a constant ¢ = c(s). Thus, for a fixed f,, there exists a
unique solution wy € H?(2)* such that:

L*Lwy + wo = fu,
Bug =0, (B.43)
B/L’wo =0.

Moreover, via the homogeneous boundary conditions in (B.43) and inequality (B.42) the

estimate:

[woll2 < ¢f| fwllo, (B.44)
is valid. From the regularity wq € H?(Q)* applying Green’s formula leads to:
(Lwo, L&)o + (wo, @)o = (fuw, o, (B.45)
for all ¢ € V. Writing ¢ = w — wyp, equations (B.41) and (B.45) imply:
I£(w — wo)|[§ + llw — wollg = 0, (B.46)
and thus w = wg. From (4.36) and (B.33) it follows:
[wllx < ¢l fllo (B.47)
which, by the definition of f,, yields:

1fullo = If = Aw +wllo < || £llo + [AAwllo + [|wlo
< [Ifllo + cllwlly + llwllo < €l fllo- (B.48)

The first inequality in (B.48) follows due to the continuity of A and A, such that:
IAAwllo < [AAw]1 < [[Awlle < [lwlh

and the second inequality from |wl|jo < ||w|]; and (B.47). Now the assertions (B.38) -

(B.40) follow via (B.43), (B.44) and (B.48). O

Consider next the Galerkin approximation of the solution w € V N H?(Q) to problem
(B.33), which is denoted by wy, € V}, and given through:

a(wp,v) = (f,v)o, forallveV,. (B.49)
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B.3 Auxiliary problem and regularity considerations

The existence of a unique solution is guaranteed for small parameters h for the same reason
as for the least squares approximation. To derive the error estimates, firstly observe that
via (B.30) and (B.39), (B.40) the following identities:

a(w,v) = (Lw, Lv)o + AwAv
= (L*Lw,v)o + (Aw,v)g + (C'Lw, Bv)g oo — (B Lw, Cv)g o0
= (f,v)o + (C"Lw, Bv)y a0 (B.50)

are valid for all v € H'(Q)%. Accordingly, (B.49) and (B.50) imply:
a(w — wp,v) = (C'Lw, Bv)ga forallv e V. (B.51)
On the other hand, for all ¢ € Vj:

0t — wp, b — wy) = a( — w, & — wh) + a(w — wy, ¥ — wy)
< || —wli|[¢ — wnllr + a(w — wp, P — wp) . (B.52)

By the coerciveness (4.54) for small h, the following inequality is obtained using (B.52):

alw *’U)h,’y
T go(!\w—wuw sup ()) ,

otvevi Il
yielding:
lwo—wnlly < e inf o —wly+ sup HE=Ww)) (B.53)
beVh otvev, Il

The above inequality essentially corresponds to the Lemma of Berger, Scott and Strang,
see [44]. Obviously the first term on the right-hand side is bounded by the error of the

best approximation in the associated finite element space, that is Theorem 4.11 gives:

f — <ch .
Jof v —wlly < chljwllz

Via (B.51) the last term in (B.53) can be simplified to:

a(w - wh77) = (CI£w7 87)0,39
0,00 < &llwll2h 2|yl

< cfjwl|100lly

in which the H'(9Q)-norm is estimated via the trace inequality (B.14) and the L?(9)-

norm via assumption (4.44). Thus (B.53) implies convergence via:

lw = whlly < chllwlla- (B.54)
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B.4 Auxiliary problem in an infinite sector

Below the first integral boundary value problem (4.75), (4.76) in a sector domain @) is
considered in more detail. The corner singularities and related [-values are investigated
for various opening angles 6 and, for completeness, also shift theorems are provided in the
weighted Sobolev spaces defined in Sec. 4.3.4 finally leading to Theorem 4.16.

It is instructive to start with the geometry of an infinite sector, i.e. (4.72)-(4.74) with
R — oo. The non-dimensioned first integral of the Stokes equations in terms of the

streamfunction ¥ and the potential field ¢ can, according to (1.45), be written as:

v 9w Lo 0P
oy Ox? Oxdy
’e P o*w

o~ 0x2 ooy ¥ (B.35)

= fl ) (B55a)

which can formally be identified as a plane elasticity system:

6 8’()1 8’02
Ay —2— | —+— ] = B.
w2 (G + G2) = hi. (B.56a)
0 8’01 81)2)
Avg —2— [ —+—=—| = B.56b
2 oy (856 + Ay f ( )
with displacement components v; = ¥, vo9 = —@ and Lamé coefficients y = —1, A = 3.

This identification seems crude from a physical point of view due to the signs of the Lamé
coefficients and particularly the, at least in this context, anomalous boundary conditions

stemming from the fluid mechanics context. These are given by Bu = [¢°, g'] with:

10 0 0 1 )
Bv’ro = v=g and l’)’v|r1 = v=g, (B.57)
O 0 0 9

in which the complete sector boundary is given by 0Q = SyUS] = 'y UI'; and three cases
are distinguished: (1) Lop=5uUs, I'1 = @, (ii) I'y = @, I'h =5,U S, and (iii) 'y =S,
I'y = S57; the completed boundary value problem is abbreviated by:

Ly=f inQ@, (B.58)
Bv=1[¢"g'] ondQ. (B.59)

Note that the variational principle established in [230] is a direct consequence of well-known
results in elasticity theory [114]. However, the above analogy is more mathematically than
physically useful in that a considerable part of the analysis for the classical elasticity system
can be extended to the present boundary value problem. In the following, results from

Guo and Babuska [114] are generalised to obtain estimates in the infinite sector Q.
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B.4 Auxiliary problem in an infinite sector

Let ¥ = (v, v,) = Av, f = Af with:

cosp sing

—singy cosp

then equations (B.56a), (B.56b) in polar coordinates are:

1 2 Ov, 0 (Ovy v 10v,\
A“r—ﬂ“r‘ﬂago‘QaT(ar ﬁra@)—f“ (B.60)

1 20v0, 20 (Ov. v 10v,\
A“w‘ﬂ”www‘ra@(ar +r+ra¢> = fe (B.61)

and additionally one of three kinds of boundary conditions, may be imposed on 90Q:

cos(p)0y —sin(y)0, o 0

Bovl_y = p=" =g’ (B62)
—sin(p) + cos(p)d, —cos(p) — sin(p)d,

_ sin ()0, cos(¢)0y o

Bl”|<p=o,9 = v=g'=g¢', (B.63)
cos(p) + sin(¢)d, —sin(p) + cos(y)0,

Bot|,_y=9° and Biv| _, =3", (B.64)

in which (B.62) corresponds to velocity, (B.63) to stress and (B.64) to mixed boundary
conditions. The boundary value problem is written as: [£, B]v = [f, g, g']. By change of
variable 7 = In(1/r) the sector is converted to a strip domain D = {(7,¢)| —oc0 < 7 <

00, 0 < ¢ < 6} and the system Lo = f is obtained:

9%,  0%*v %0 .
__ O T 9%% _§ B.65
o Yo M0, = (B.65)
v, 00, 0%,
N — — 2 = B
Ve or? or2 OTdp Jo (B.66)
with boundary conditions of the form B;o = §', where:
< —cos(p)0- sin(p)0; o .
BOU’¢:0,€ = 1=g"=eT"g", (B.67)
—sin(p) + cos(p)d, —cos(p) — sin(p)d,
. —sin(p)0; —cos(p)0- o .,
Blv](p:w = t=g'=eTg', (B.68)

cos(yp) + sin(¢)d, —sin(p) + cos(p)0,

v = (’lN)q—,'Ith) = (Ufr(e T?‘;O)vvtp(e_Tu (P)),
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=
|

(f~7'7 f~<,0) = 6727'(1)7"(677-’ 90)77)4.0(6777 90)) )

e (" (e 09" (e ).

(97, 9p) :

g
Finally, by Fourier transform ¢ = (9, 0,) = (F(9r), F(?,)) with:
1 o
F(o) = \/ﬂ/ooelmﬁ(ﬂ@)dn n=¢+ih, —00<g <00, h>0,

a system of ODEs in the strip I = (0,0) is obtained:

. d2o, . do A
(1 + 7]2)’07‘ + d(pQ + 2177?; = f‘l‘ ’ (B69)
d?o do A
2\ © | o AU
—(1 —+ n )USO - dgp2 + 2177@ = Jo> (B?O)

with boundary conditions B;o = §' on 9I = {0,6}:

A —in cos(y) insin(p) o

Bgv\(pzoye = b=g", (B.71)
—sin(yp) + cos(p)d, —cos(yp) — sin(p)d,

A —insin(yp) —incos(p) o

Bw‘(p:w = =g, (B.72)
cos(p) + sin(¢)d, —sin(p) + cos(p)0,

Bod|,_o =4 and Bio| _, =3d", (B.73)

that can be written as:
U)o = [L(n), Bn)o = [£,5°,4"] - (B.74)

The operator U(n) depends polynomially on the complex parameter 1. By arguments used
in [114] for all , with the exception of certain isolated points, U (n) realises an isomorphism
H?(I) — L*(I) x C? x C2. Consequently, the inverse operator R(n) = U(n)~! is an
operator-valued meromorphic function of n with poles of finite multiplicity; these poles are
the eigenvalues of U (n) [114, 115, 149]. For each pole n of R(7n), the homogeneous problem
of (B.74) has at least one non-trivial solution, an eigenvector, corresponding in H?((2).
The transcendental equations which the eigenvalues satisfy have been derived for the
elasticity and Stokes equations for instance in [114, 115], where typically the corresponding
biharmonic problem is considered [34]. Since the coefficients of the operators L and B
are constants, transcendental equations can be derived directly from the homogeneous
equations (B.69)-(B.70) and the boundary conditions (B.71)-(B.73).
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B.4 Auxiliary problem in an infinite sector

Lemma B.39. Let n =iz be an eigenvalue of U(n), then:

1. for field equations (B.69), (B.70) with either pure velocity boundary conditions (B.71)

or pure stress boundary conditions (B.72), z satisfies:

sin?((z — 1)0) = (z — 1)*sin?(9) ; (B.75)

2. for the field equations (B.69), (B.70) with mized boundary conditions (B.73), z sat-

isfies:

cos?((z — 1)0) = (z — 1)sin?(6) . (B.76)

Proof. Since the coefficients of the differential operator £ and boundary operator B are
constants, the solution can be written as 9; = cjebj‘pvi,j with complex-valued constants c;,

b; and complex eigenvectors v, in which b and ¢ satisfy A;;(b)v; = 0 with:

1+ n? + b2 2inb

Ab) =
2inb —(14n?) — b2
Then:

det A(b) = —[1 + n? + b2]2 + 4?2
= —[(n—b)> = 1][(n+b)* + 1],

and with n = iz it follows from det A(b) = 0, that:
bijg=+i(z+1), byy==i(z—1),
with corresponding eigenvectors:

—i i
V173 = y U2/4 =
1 1

Considering that © must be real-valued, the solution of the homogeneous problems is:

. sin(z 4+ 1)y cos(z+ 1)y sin(z — 1)y cos(z — 1)y
U =c + c2 +c3 + ¢ ,
cos(z + 1) —sin(z + 1) cos(z — 1)y —sin(z — 1)

involving the four real-valued constants c;. Now, inserting the above solution representa-
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tion into boundary condition (B.71) results in a system Q;;(z)c; = g with:

0 z 0 z
z 0 z—2 0
Q(z) =
zsin(z0)  zcos(z0) zsin((z — 2)0) zcos((z —2)60)

zcos(z0) —zsin(z0) (z—2)cos((z —2)0) —(z—2)sin((z — 2)0)

For the existence of non-trivial solutions it is necessary and sufficient that det Q(z) = 0,

which leads, following some trigonometric manipulations, to:

det Q(2) = —2%[22(2 — 2) — 2cos(2(z — 1)8) + 2(z — 1)? cos(26)] ,
= —422[sin%((z — 1)0) — (= — 1)%sin®(0)] =0, (B.77)

providing the transcendental equation (B.75). The identical result is obtained for bound-
ary conditions (B.72) while insertion of the mixed conditions (B.73) into the solution

representation delivers the transcendental equation (B.76). O

From equations (B.75), (B.76) it is easy to see that zeroes of these equations are sym-
metric with respect to the origin and the axis Re z = 1 in the complex plane. Hence the
eigenvalues of U(n) are located in the complex plane symmetrically with respect to the
origin and the axis Im 7 = 1. Let T, denote the eigenvalues and , x1 be positive numbers
such that:

tr=m= mn m(7) min [ Im(n))|
Im(n)>1 Im(n)#1
Next a proof of the Agranovich and Vishik conditions [4] is given. Let Do = i(d9/d¢p) and
Lp (D, n) be the principal part of the operator EA(Dg,, 7)) in matrix form reading:

. 2_D? o2nD
LP(D,n) = ! !
2nD  —n?+ D?

Lemma B.40. (Condition I) For{ e R, n e Xy, = {n: |argn| < ¢1 or|argn—7| < ¢1}
with any ¢1 € (0,7/2) and |n| + €] # 0, det(LP(€,n)) # 0. Furthermore, the equation
det(ﬁp(C,n)) = 0 in ¢ has equal numbers of roots in the upper and lower half-planes for
n € Xy, andn # 0.

Proof. 1t is easy to see that:

det LP(&,m) = —(E2 +n?)2 #0,
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B.4 Auxiliary problem in an infinite sector

for £ € R, n € ¥y, with any ¢1 € (0,7/2), and |£| + |n| # 0. Also it is seen that { = +in
are the roots of the equation det(£P(¢,n)) = 0 in ¢ (complex). Hence the equation has
two roots in the upper and lower planes, respectively if 0 # 7 € Xy, . ]

Let BP(D, n) be the principal part of the boundary operator B (Dy,m) given by (B.71)-
(B.73), and define for ¢ = ¢g with ¢g = 0 or 6, respectively, the two infinite strips I,
with Iy = (0,00) and Iy = (—o0, ). This leads to the following lemma:

Lemma B.41. (Condition II) For any ¢1 € (0,7/2), if n # 0 andn € ¥4, , the equation
on the half-line:

A

Ep(Dﬂ?)w = 07 ¥ € Lpo ’ (B78)
BP(D, )| h, (B.79)

©=p0

has a unique stable solution W such that || — 0 as ¢ — oo (resp. ¢ — —00).

Proof. The proof of the above lemma is provided for ¢g = 0 and I,, = (0,00) only; the
proof for ¢y = 6 being very similar. For the homogeneous equation (B.78) the solution w

must have the form e?(cy,c2)” with b satisfying the equation:
det £P(ib,n) = — (b —n?)2 = 0.

Hence b = £ are the roots with multiplicity of two; for n € 3y, and n # 0, Reb = Ren #
0. Letting & = —sgn(Ren):

R ¥
W= = c1e*¥ + c2e™? ,
Wy ai aip

is a stable solution if ¢1, ¢o can be uniquely determined by any given boundary condition
h. Velocity boundary conditions (B.79), together with (B.71) [114] lead to:

. . —inw, —in 0 1
Bp(D,n)wb:O = - = ‘ ' =
W7 o0 nm ail \co

>

which is uniquely solvable for n # 0. The same is true for the stress boundary operator,
i.e. the homogeneous system (B.78), (B.79) has a unique stable solution for n € ¥4, and
n # 0, namely:

W] < coe™ ™% =0 as ¢ — 00,

with ¢g > 0 and by = —| Ren)|. O
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For further analysis, n-dependent norms in the strip domain I are required:

k
~ AN
6l ry = 3 10 1002y -
=0

Verification of Conditions I and II above, Agranovich and Vishik [4], leads directly to the
following theorem for k = 0, which can be generalised along the lines of Guo and Schwab
[115] for the case of k > 0:

Theorem B.42. Suppose there is no pole of R(n) on the line {;, = {n € C|Imn = h},
then problem (B.69), (B.70) with one of the boundary conditions (B.71)-(B.73) and data
fe HK(I), §' € C? admits a unique solution © = R(n)[f, §°,§'] € H*2(I) and for k >0
and all n € by the following estimate holds:

ol Fpesaery < € (HfH?qk(z) + !n!Z(k_m)”\ﬁinIZ) ; (B.80)

1,m=0,1
with a constant ¢ independent of &.

Proof. Due to Lemmas B.40 and B.41 the Conditions I and II of Agranovich and Vishik
[4] are satisfied with n € X4,, ¢1 € (0,7/2). Via Theorem 6.1 of [4] the above inequality
holds with a constant ¢ independent of n and o if n € ¥4, and |n| > 79, where 7 is some
positive real constant. The line Im7n = h is contained in X4, except for a finite segment
for which |Ren| < |h|/sin(¢1). Hence, the proposed inequality holds for 7 on the line
Imn = h with |n| > no. For values of 7 on the line with |n| < ng, R(n) is analytic. O

Completely analogous to Lemma 4.4 of Guo and Babuska [114] the following result is
obtained:

Lemma B.43. Let T be a strip {n|1—h <Imn <14+ h}, 0 < h < K, then the resolvent
R(n) has no pole in T for the velocity, stress and mized problems, and the point n =i is
the only pole of R(n) in T for the mized problem.

In the following the goal is to transfer the result from Theorem B.42 back to the Carte-
sian coordinate system; this requires the use of technical results from [115], together with

the definition of a norm on the strip domain D:

1ol ye = 3 1€ Dl 2oy (B.81)
a<k

Lemma B.44. If v(r,¢) € HE(Q), k > 0, then o(t,p) := (e ",p) € HE(D) with
h=k—1-3, and:

cillollggpy < 1915 < c2llvllmg ) - (B.82)
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B.4 Auxiliary problem in an infinite sector

Moreover, for 0 <1< 1, 5(1,¢) = el=2D75(e™7, p) € HF(D), with h =k+1—1— 3, and:
ol grpy < 19l @) < c2llollmy o) » (B.83)

in which the two constants ¢; and co are independent of v, ©. Now, define D =R x [ =
(—00,00) x (0,0) and let © € HF(D), k >0, then 0(n, ) = F(9) € H*(I), and:

oco+ih
cil|0ll gty S/ 121 g1y dn < calloll g o (B.84)

—oo+ih

where the positive constants c1, co are independent of v.

Lemma B.45. Let G! (r,¢) € Hg_m”(Q) with G!p = gt, 1 = 0,1, and let G' = F(GY),
with G' = e G(e™ 7, ), leading to the a priori estimate:

PEmD |6 P < el Gl geomeay s m 1 =0,15k 2 0. (B-85)

Theorem B.46. Let [ € H5(Q)2, 3., € Hyy "I, oyl = 0,1 with k > 0. If R(y) has

no pole on the line £y, = {n € C| Imn—h} withh=k+1-03,ie. k—r<B<k+=s,
then the problem (B.60), (B.61) with one of the boundary conditions (B.62)-(B.64) admits
a unique solution v € Hg”(@) and:

12 q )<c(|rfum@ + 3 gl (m). (B.56)

m,[=0,1

Proof. Via the definition ng_m+3/2(I‘l), there exists G! € H§+2(Q) X Hg*’l(Q)7 1=0,1,
such that G!|n = ¢!, and for [ = 0, 1:

S 1Ghallimresigy < Nl i) < G lggrva gy (B57)

Due to Lemma B.44 the partial Fourier transforms f € H*(I), GL e H*™2()2? exist
and (B.82)-(B.84) hold. Via Theorem B.42 the system (B.69), (B.70) with one of the
boundary conditions (B.71)-(B.73) has a unique solution & € H**2(I)2 for k > 0 and the
a priori estimate (B.80) holds. The last term can be replaced according to Lemma B.45.
Since R(n) has no pole on the line {n| Imn = h} with h = k + 1 — f3, the solution:

oo+ih

V2T /oo—Hh

o= F1(d) e (9) dn,
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of the system (B.65)-(B.66) is in H5+2(D) and by Lemma B.44 the following holds:

H{}HH}’#?(D) <C (HfHH’}f(D) + lz—:o , HélmHH}’fl(D)) .
Consequently, v € 1T1Tl/;f+2(Q)2 is the unique solution of problem (B.60)-(B.61) with one
of the boundary conditions (B.62)-(B.64) and it follows from (B.82), (B.83) that for any
k> 0:

V|| 1k <C f_ k + éin 3_ ,
180 12 (u I+ X 1Ghl, g (Q))
which, together with (B.87), gives the desired estimate (B.86). O

For the original problem in Cartesian coordinates, equations (B.56a)-(B.56b) with bound-
ary conditions (B.57), one can start from (B.82) with k£ = 2 and pass from polar to Carte-
sian coordinates via v = A~'4. Under such a transformation, the same inequality (B.86)
follows for v, f and ¢!, as shown in [115]. The final step is to transfer the latter result
from the first integral equations in terms of ¥ and @ (B.55a) to the first order form (4.75),
(4.76). Due to the fact that for £ > 0:

iR
lulle+1,8 SNV lk+1,8 + IVPlkt1,8 < 1 llk+2,8 + (1 Pllk+2,8 < Vllkt2,8,

the respective Theorem 4.15 for the first order system is obtained.
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C Numerical method: further underpinnings

This appendix provides detailed convergence results for the benchmark cases of Sec. 5.3.1
from Ch. 5. Furthermore, the discretisation of the NS equations in terms of primitive
variables is considered, being needed for comparison purposes; in particular the details of

the classical scalar algebraic multigrid method are described as a background for Sec. 5.4.

C.1 Convergence results: Taylor-Couette flow

# variables h lw — w*[1 lu—u*llo | |lu— v
108 3.9018e-01 | 6.6642e+01 | 4.4920e+00 | 4.7164e+-00
340 1.9603e-01 | 3.7467e+01 | 2.0548e+00 | 2.0976e+00
1188 9.8135¢-02 | 1.9631e+01 | 6.1111e-01 | 5.8799e-01

4420 4.9082e-02 | 9.9522e+00 | 1.9213e-01 | 1.6371e-01
17028 2.4543e-02 | 4.9984e+00 | 5.3523e-02 | 4.5816e-02
66820 1.2272e-02 | 2.5067e+00 | 1.3965e-02 | 1.2563e-02
264708 6.1359e-03 | 1.2562e+00 | 3.7016e-03 | 3.4122e-03
1053700 | 3.0680e-03 | 6.2894e-01 | 1.0002e-03 | 9.2239¢-04

Table C.1: Convergence results for test case [TF.1] with linear basis functions on 3-point
triangular Lagrange elements and equal least-squares weighting of the four equations. The
table shows the global errors in the energy norm, the L?(€2) norm and the maximum norm
for increasingly refined grids.

# variables h ur = uillo | lluz —ullo | l¢r = dillo | lI¢2 = d3llo
108 3.9018e-01 | 1.0678e-01 | 1.0678e-01 | 4.1921e+00 | 1.6070e+00
340 1.9603e-01 | 1.0711e-01 | 1.0711e-01 | 1.9126e+00 | 7.3950e-01
1188 9.8135e-02 | 1.3206e-01 | 1.3206e-01 | 5.5079e-01 2.0474e-01
4420 4.9082e-02 | 7.5014e-02 | 7.5014e-02 | 1.5797e-01 5.4868e-02

17028 2.4543e-02 | 1.9400e-02 | 1.9400e-02 | 4.5230e-02 1.4900e-02
66820 1.2272e-02 | 3.4821e-03 | 3.4821e-03 | 1.2631e-02 | 4.0109e-03
264708 6.1359e-03 | 5.0244e-04 | 5.0244e-04 | 3.4833e-03 | 1.0782e-03
1053700 3.0680e-03 | 6.6205e-05 | 6.6205e-05 | 9.5349¢-04 | 2.9001e-04

Table C.2: Convergence results for test case [TF.1]. The table shows for each variable
the errors in the L?(Q) norm for increasingly refined grids.
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Table C.3: Convergence results for test case [TF.1]. The table shows for each variable

# variables h [ur = uilloo | [luz — u3llco | 191 = illoo | P2 — d5llo0
108 3.9018e-01 | 1.5577e-01 | 1.5577e-01 | 4.7164e+4-00 | 2.3850e+00
340 1.9603e-01 | 1.5442e-01 | 1.5442e-01 | 2.0976e+00 | 1.1025e4-00
1188 9.8135e-02 | 1.4155e-01 | 1.4155e-01 | 5.8799e-01 | 3.0920e-01
4420 4.9082e-02 | 9.5485e-02 | 9.5485e-02 | 1.6371e-01 | 8.2674e-02

17028 2.4543e-02 | 2.9861e-02 | 2.9861e-02 | 4.5816e-02 | 2.2081e-02
66820 1.2272e-02 | 5.9129¢-03 | 5.9129e-03 | 1.2563e-02 | 5.8085¢-03
264708 6.1359¢-03 | 9.0827e-04 | 9.0827e-04 | 3.4122¢-03 | 1.5215e-03
1053700 3.0680e-03 | 1.2442e-04 | 1.2442e-04 | 9.2239e-04 | 3.9863e-04

the errors in the maximum norm for increasingly refined grids.

Table C.4: Convergence results for test case [TF.2] with quadratic basis functions on 6-
point triangular Lagrange elements and equal least-squares weighting of the four equations.
The table shows the global errors in the energy norm, the L?(€2) norm and the maximum

# variables h flu—uw*l]s | JJu—u*o | |lu— v
340 3.9018e-01 | 3.1112e-02 | 3.6462e-01 | 2.3545e-01
1188 1.9603e-01 | 7.5789¢-03 | 3.6053e-02 | 2.3631e-02
4420 9.8135¢-02 | 1.8745¢-03 | 2.7477¢-03 | 1.8377e-03

17028 4.9082e-02 | 4.6311e-04 | 2.1854e-04 | 1.4957e-04
66820 2.4543e-02 | 1.1481e-04 | 1.9497e-05 | 1.3523e-05
264708 1.2272¢-02 | 2.8562¢-05 | 1.9699¢-06 | 1.3640e-06

norm for increasingly refined grids.

Table C.5: Convergence results for test case [TF.2] with quadratic basis functions on 6-
point triangular Lagrange elements and equal least-squares weighting of the four equations.
The table shows for each variable the errors in the L?(£2) norm for increasingly refined
grids.
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# variables h lur = uillo | lluz —usllo | l¢1 — illo | lld2 — ¢5llo
340 3.9018e-01 | 1.3629e-02 | 1.3629e-02 | 1.3421e-01 | 2.3545e-01
1188 1.9603e-01 | 1.4659e-03 | 1.4659e-03 | 1.3115e-02 | 2.3631e-02
4420 9.8135e-02 | 1.0826e-04 | 1.0826e-04 | 1.0012e-03 | 1.8377e-03

17028 4.9082e-02 | 8.1272e-06 | 8.1272e-06 | 7.9191e-05 | 1.4957e-04
66820 2.4543e-02 | 8.0087e-07 | 8.0087e-07 | 6.9708e-06 | 1.3523e-05
264708 1.2272e-02 | 1.0634e-07 | 1.0634e-07 | 6.9379e-07 | 1.3640e-06




C.1 Convergence results:

Taylor-Couette flow

# variables h lur — uillos | lluz — u3lloc | lI61 — ¢illc | l$2 — S3lloo
340 3.9018e-01 | 1.4513e-02 | 1.4513e-02 | 1.1859e-01 | 3.4439e-01
1188 1.9603e-01 | 1.3952e-03 | 1.3952e-03 | 1.1216e-02 | 3.4225e-02
4420 9.8135e-02 | 1.0378e-04 | 1.0378e-04 | 7.8973e-04 | 2.6288e-03
17028 4.9082e-02 | 8.5704e-06 | 8.5704e-06 | 5.8275e-05 | 2.1033e-04

66820 2.4543e-02 | 8.6220e-07 | 8.6220e-07 | 5.3609e-06 | 1.8709e-05
264708 1.2272e-02 | 9.9642e-08 | 9.9642¢-08 | 6.1581e-07 | 1.8660e-06

Table C.6: Convergence results for test case [TF.2] with quadratic basis functions on 6-
point triangular Lagrange elements and equal least-squares weighting of the four equations.
The table shows for each variable the errors in the maximum norm for increasingly refined
grids.

# variables h lu—uw*lly | [lu—u*lo | [Ju— 1"
132 5.0000e-01 | 1.0992e+02 | 9.2902e-01 | 4.7789¢-01
420 2.5000e-01 | 6.7602e+4-01 | 4.5945e-01 | 2.3316e-01
1476 1.2500e-01 | 3.6539e+01 | 2.7409e-01 | 1.6850e-01
5508 6.2500e-02 | 1.8712e+01 | 1.9639e-01 | 1.2867e-01

21252 3.1250e-02 | 9.4086e+00 | 6.4963e-02 | 5.0974e-02
83460 1.5625e-02 | 4.7170e+00 | 1.3868e-02 | 1.2551e-02
330756 7.8125e-03 | 2.3642e+00 | 2.2619¢-03 | 2.1634e-03
1316868 | 3.9063e-03 | 1.1842e+00 | 3.2044e-04 | 3.1050e-04

Table C.7: Convergence results for test case [TF.3] with linear basis functions on 3-point
triangular Lagrange elements and equal least-squares weighting of the four equations. The
table shows the global errors in the energy norm, the L?(€2) norm and the maximum norm
for increasingly refined grids.

# variables h [l — w1 lu—ulo | [lu—u"]so
420 5.0000e-01 | 9.8125e+4-00 | 1.6072e+4-00 | 8.4174e-01
1476 2.5000e-01 | 2.5304e+00 | 1.7601e-01 | 9.7660e-02
5508 1.2500e-01 | 6.2993e-01 | 1.4133e-02 | 9.3039e-03

21252 6.2500e-02 | 1.5262e-01 | 1.0850e-03 | 7.6415e-04
83460 3.1250e-02 | 3.6454e-02 | 9.6779e-05 | 9.3713e-05
330756 1.5625e-02 | 8.8204e-03 | 7.8854e-06 | 7.7389e-06

Table C.8: Convergence results for test case [TF.3] with quadratic basis functions. The
table shows the global errors in the energy norm, the L?(€2) norm and the maximum norm
for increasingly refined grids.
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C Numerical method: further underpinnings

C.2 Convergence results: Colliding flow

# variables h CF.1 CF.2 CF.3 CF.4
100 5.0000e-01 | 1.4966e+00 | 3.3853e+00 | 2.8345e-01 | 3.1376e-01
324 2.5000e-01 | 2.4242e-01 1.6120e-01 | 3.2931e-02 | 3.5283e-02
1156 1.2500e-01 | 3.5569e-02 1.3945e-02 | 3.9720e-03 | 5.4919e-03
4356 6.2500e-02 | 4.8052e-03 | 1.1789¢-03 | 4.9275e-04 | 7.9649¢-04
16900 3.1250e-02 | 6.2595e-04 | 1.0535e-04 | 6.1552e-05 | 9.3813e-05
66564 1.5625e-02 | 7.9971e-05 1.0413e-05 | 7.6960e-06 | 2.2858e-05
264196 7.8125e-03 | 1.0110e-05 | 1.1474e-06 | 9.6205e-07 | 4.0205e-06

Table C.9: L?(Q2)-norm of the solution error (|lu—u*||o) for cases [CF.1]-[CF.4] of colliding
flow and for increasingly refined grids. The speed of convergence is comparable for all types
of boundary conditions and in each case the optimal cubic rate for second-order FEM basis
functions is reached, that is ||u — u*||g ~ ch3.

# variables h CF.1 CF.2 CF.3 CFA4

100 5.0000e-01 | 1.1073e+04 | 2.1678e+04 | 6.4855e+02 | 3.2408e+02

324 2.5000e-01 | 4.1697e+04 | 3.2151e+04 | 2.7153e+03 | 3.2180e+03
1156 1.2500e-01 | 1.7898e+-05 | 7.8765e+04 | 7.1439e+03 | 2.1099e+04
4356 6.2500e-02 | 7.7416e+4-05 | 1.9773e+05 | 2.1354e+04 | 2.0543e+05
16900 3.1250e-02 | 3.3629e¢+4-06 | 5.0759e+05 | 8.2021e+04 | 2.6761e+06
66564 1.5625e-02 | 1.4609e¢+07 | 1.1090e+06 | 2.9502e+05 | 5.0867e+07
264196 7.8125¢-03 | 6.3289¢+07 | 4.1829e+06 | 1.1459¢+06 | 1.1974e+09

Table C.10: 2-norm condition numbers of the system matrices resulting from test cases
[CF.1]-[CF 4] of colliding flow and for increasingly refined grids. The condition numbers
grow proportional to h? apart for case CF.4.

C.3 Taylor-Hood discretisation of the NS equations

The Stokes equations describe the flow of an incompressible viscous fluid under the as-
The

two-dimensional variant of the equations without external forces and with pure Dirich-

sumption that inertial effects can be neglected in comparison to inner friction.

let boundaries is:

nAu—Vp=0 inQ, (C.1
div(u) =0 in 2, (C.2
u=g auf . (C.3)
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C.3 Taylor-Hood discretisation of the NS equations

Here, u = (ug, uy) denotes the velocity vector, p the pressure and 7 the dynamic viscosity.
The domain and its boundary is denoted by © and 9. Equations (C.1), (C.2) result from
the Lagrangian density:

2 811,1

2
L(us, Oju;,p) =217 > DijDij —p Yy e (C.4)
ij—1 i=1 9

with strain rate tensor:

1|0u; Ou;
D.: — ¢ J
[8$j + 8.%';| ’

so that the variational principle behind (C.4) can be interpreted as a minimisation of
dissipation. The pressure p plays the role of a Lagrangian multiplier necessary in order to
fulfil the incompressibility condition (C.2), which is therefore obtained by variation with
respect to p. The two equations (C.1) follow by variation with respect to u, and w,.

In the following let L2(€2) denote the Lebesgue space of quadratic integrable functions:
Ly (Q) := {f Q—-R measurable,/ |f|?dQ < oo} ,
Q

and H'(Q) the standard Sobolev space of real-valued functions g € Lo(Q) with all first
order partial derivatives existing and being in Ls(Q). H{ denotes the Sobolev space H!

with zero boundary conditions. Now, define the bilinear form:

a(v,u) :77/ Vu-VudQ, (C.5)
Q
ov ov
bl(vvp)__/s;pamdga b2(v7p)__/gpaydg7 (CG)

and the function spaces:
Vo=Hy(©), V={ve [H(Q)}|v=gaufon},
W:{wELQ(Q) ’/wdQ:O} ,
Q

then a weak formulation of the Stokes system (C.1)—(C.3) is given by:

Find (ug,uy) € V, p € W, such that:

) (C.7)
a(vg, uyz) + bi(vg,p) =0 for all v, € Vpy, (C.8)
a(vy, uy) + ba(vy,p) =0 for all v, € Vg, (C.9)

)

bi(ug, w) + ba(uy,w) =0 forallwe W . (C.10

In practice, a frequently used choice of mixed FE spaces fulfilling the so-called Inf-Sup
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C Numerical method: further underpinnings

compatibility condition employs Lagrangian elements with different polynomial degree:
k-th order polynomials for the velocities and (k — 1)-th order polynomials for the pressure
field. This combination is called the Taylor-Hood element and known to be stable for
k > 2. The Taylor-Hood FEM calculations for a comparative study with the LSFEM
in Sec. 5.3.2 are based on (P, P;) elements for an irregular triangulation; velocity and

pressure variables are distributed on the grid nodes as shown in Fig. C.1.

@ Uz, Uy

@ ul7uy7p

Figure C.1: Variable distribution on a FE triangulation: the pressure is discretised at
corner points only (linear approximation), the velocities additionally at the edge centres
(quadratic approximation) also.

Consider Fig. C.1, then for each node of the given grid quadratic basis functions v;
can be found and for each corner node linear basis functions w; forming the discrete finite
element subspaces VP c V., Wh c W

vh = {v1,v2,...,0n,}, wh = {wi,wa, ... wn, by 1y > np;

the unknown velocity and pressure fields are approximated by the basis functions according

to:
Ny, Ny p
_ 1. — 2, — S
Up = CiViy Uy = CGvi, P= C; W
i=1 =1 i=1

Thus the discret version of (C.7)—(C.10) transforms to a linear system of equations: with
matrices A € R™*"u B By € R*uX":

A 0 B ct 0
0 A Bl || =|o], (C.11)
BT BT 0 3 0

in which:

Aij = a(’UZ‘, vj) y (Bl)ij = bl(’Ui, U)j) s (Bg)ij = bz(vi, U}j> . (C.12)
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C.3 Taylor-Hood discretisation of the NS equations

The Dirichlet boundary conditions are incorporated subsequently and the periodic bound-

ary conditions are automatically fulfilled by a fictitious linkage of the grid points on the

left and right-hand side of the domain boundary.

In order to solve the full Navier-Stokes equations with non-linear convection terms a

Newton linearisation is applied such that forn =1,2,...

0 {uwa“m

S
Oz v ox

1) auz(,n) (n) auz(,”_l)
oz v ox

an iteration process of the form:

ou ou V] o
(n—1) OUz (n) YUz op _ -
Uy, By + uy 3y + I nAuy,
(n—1) (n—1)
p |- 2 o (n—1) Oz
v Ox y oy ’
Aul™ AulnY Op
n—1 Y n Y
(n—1) (n—1)
p (=1 9y +u(n-1)3uy
v ox y oy ’
8u,(rn) Ouygn) _0
Ox oy

is obtained. As a starting point, n = 0, the linear Stokes solution is employed. If the

bilinear form is defined similar to the above, i.e.:

ou

c(v,u,ug, ug) = p/Qv [ulgz +u28y] dQ, (C.13)
dy(v,u,uy) = p/Qv [uaal;l] dQ, do(v,u,u;) = p/Qv [uaal;l} dQ?, (C.14)
the method can be described by a sequence of linear systems:

A+ctD pih gl (et B

Dén—l) A+ Cén—l) By 62 _ Eén—l) ’ (C15)
BY BY 0 o 0

with matrices C1, Ca, D1, Dy € R™*™ and vectors Ey, Fy € R
(C1)ij = c(vi, vy, u:(rnfl), ué"fl)) + d (v;, v],u;“”)) , (C.16)
(Ca)ig = c(vi, v, ul, uf V) + da (v, vj,uf V) (C.17)
(Dl)ij = dg(’ui, Vj, u‘g:nfl)) , (D2 ij = dl('l)i, Vj, uénil)) , (0.18)
(B1); = c(vi, ulm™D un=1), ué”_l)) , (E2); = c(v;, u;"_l), ugsn_l),ué”_l)) . (C.19)

As a stopping criterion a residual of Res < 1079 is fixed. Subsequent to the solution for

the velocity components and the pressure, the velocity derivatives which are crucial to the
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C Numerical method: further underpinnings

calculation of the wall shear stress along the upper plate are continuously reconstructed

by standard methods.

C.4 Scalar algebraic multigrid: the details

This section is attached to the basic considerations concerning scalar AMG as utilised in
Chapter 5, Sec. 5.4. Here a few more details are provided which are mandatory for the
understanding of the AMG strategy developed for the linear systems resulting from the
first integral LSFEM. In particular, the meaning of algebraic smoothing is clarified and

standard coarsening and interpolation methods summarised.

C.4.1 Algebraic smoothing

Smoothing and coarse-grid correction play the same role in both AMG and GMG but with
algebraic smoothness having a different meaning to geometric smoothness. In a geometric
context the term “smooth” is used in a natural and restrictive way, i.e., an error is called
geometrically smooth if it can be well approximated on a predefined coarser grid; thus the
smoothing property in GMG is always related to two specified grids; conversely in AMG
no predefined grids exist and the classical definition is meaningless; instead, an error is
said to be algebraically smooth if it converges slowly with regard to a smoothing operator
S, i.e. Se =~ e, or in other words if it is not efficiently reduced by the smoothing operator
and thus must be approximated on a coarser level.

Before proceeding further, additional notation is introduced for the description of al-
gebraic smoothness. A large and sparse n-dimensional linear system with a symmetric,
positive definite matrix A is assumed, the latter property indicated by A > 0. Related to

the matrix A, three scalar products are defined for u,v € R™:
(u,v)o = (Dpu,v)p, (u,v)1 = (Apu,v)p, (u,v)2 = (DglAhu,Ahv)E, (C.20)

with the corresponding norms ||.||; (i = 0,1,2)%. Here, (.,.)g denotes the Euclidean scalar
product and Dy, = diag(Ap). (.,.)1 and ||.||; are also called the energy product and energy

norm. The spectral radius of a matrix is denoted by p(.) as usual.

(a) Eigenvectors and Eigenvalues

The eigenvectors ¢ of D~' A play a significant role in the context of algebraic smoothness.

The eigenvectors that belong to the smallest eigenvalues A normally lead to the slowest

'The discrete inner products and norms given by (C.20) are valid throughout Sec. C.4 only and are not
to be confused with the similar notation for Sobolev norms used elsewhere.
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C.4 Scalar algebraic multigrid: the details

convergence of the relaxation process and thus correspond to the above definition of al-
gebraically smooth error components. This can be easily verified for a w-Jacobi iteration
with suitable under-relaxation. Small eigenvalues A of D~ A correspond to eigenvalues of
the w-Jacobi operator S = (I —wD~1A) which are close to one. This is similar to related
linear iteration methods, for example GS relaxation.

Next, some basic correlations between the above defined norms belonging to the scalar
products (C.20) are discussed [242]:

Lemma C.1. Let A > 0 € R" ™. Then for all vectors e € R™:
el < llellollellz llell3 < p(DA)llellT,  llellf < p(D™A)lell3 ;
and for the eigenvectors of D1 A:
D' A¢=x = [ol3=2Al¢li and ] =Nlgll5- (C.21)

The eigenvalues and eigenvectors of D~! A in combination with the result (C.21) demon-
strate the significance of the choice of norms in the context of smoothing: if (C.21) is
applied to an algebraically smooth error component e = ¢ the corresponding eigenvalue A

is close to one and therefore the norms have considerably differing magnitude:

[6ll2 < llolli and  [[¢]l1 < [|ollo-

Conversely, norms of algebraically non-smooth errors are of comparable magnitude, leading
to the conclusion that an algebraically smooth error can be identified simply by comparing

different norms. This yields the following formal definition of the smoothing property:

Definition C.2. The relaxation operator S will possess the required smoothing property
with regard to the matriz A > 0 if:

ISell} < llellf —allell3 (o> 0), (C.22)
holds for all e and o independent of e.

The relaxation operator S efficiently reduces the error e provided | e||2 is large relative
to |le]]1. In contrast, relaxation operations become inefficient if ||e||s < ||e]|1; the error is
then called algebraically smooth. Furthermore, S' is said to fulfil the smoothing property
with regard to a class of matrices A if S satisfies inequality (C.22) uniformly for all A € A
with an identical o. A necessary requirement for (C.22) to hold is o|le||3 < ||e||? which is
equivalent to p(D~!A) < 1/0. Consequently, for fulfilment of the smoothing property in
A, the spectral radius p(D~'A) has to be uniformly bounded from below for all A € A.
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C Numerical method: further underpinnings

(b) Smoothing methods

Classical relaxation schemes such as Jacobi or GS are usually employed as smoothers;
the computational effort is comparably low and the smoothing effect sufficient for typical
classes of matrices. Such a typical class in the context of elliptic differential equations is
that of symmetric and positive definite M-Matrices the row sum of which is close to zero.

The M-matrix property is defined as follows:

Definition C.3. A matriz A € RN*N s called a M-Matriz, if the following conditions
are fulfilled:

(i) a;; >0 for i=1,...,N,
(71) a;; <0 forall i # j,
(iii) A~ exists and it holds A~1 > 0.

A well-known result concerning the smoothing property of the GS method, which is

similarly valid for Jacobi relaxation, is stated by Stiiben [242], namely:

Proposition C.4. For all symmetric M-matrices Gauss-Seidel relaxation fulfils the smooth-
ing property (C.22) uniformly with o = 1/4. This similarly holds for all matrices A which
are obtained from symmetric M-matrices by symmetric permutation of arbitrarily many

$4gns.

In addition, many classical ILU schemes [211] which are frequently used for precondi-
tioning Krylov subspace iterations exhibit a strong smoothing effect on the error. The
computation of an ILU decomposition requires a lot more computational effort in compar-
ison to point-wise relaxation schemes, but, due to the higher number of variables involved

in the smoothing process, may provide a significantly higher quality of smoothing.

(c) Interpretation of algebraically smooth errors

For a better understanding of coarsening and interpolation further discussion is required
of the meaning of algebraically smooth errors. As noted in Sec. 5.4, an algebraic smooth
error e is characterised by the property Se &~ e according to the above considerations

implying ||el|2 < ||e]]1. Expressing this in terms of the residual r = Ae gives:
(D7 'rr)E < (e,7)E.

Therefore algebraically smooth errors are on average characterised by scaled residuals

which are significantly smaller than the error itself leading to the heuristic assumption:

Iri| < aiileq]
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C.4 Scalar algebraic multigrid: the details

for row indices ¢ of an algebraically smooth error e and its corresponding residual r. This

again yields the approximate relationship:

;i€ = — Z Ai5€5 , (023)

JEN;
in which N; := {j € Q: j # i, a;; # 0} denotes the index set of the neighbouring variables
of 4. Thus, although the error might be large globally, e; may be approximated well by a

function in terms of the neighbouring errors e;.

(d) Algebraically smooth errors and strong couplings

In the following the relationship between the direction of algebraic smoothness and the
variable coupling in the system matrix is identified. An algebraic smooth error e satisfying

llell2 < |le||1 implies |le]|1 < |le|lo- The latter, for symmetric matrices A, is equivalent to:
1
5 Z(—aij)(ei — 6]')2 + Z sieg < Zaiie? s (024)
irj i i

with the sum of the i-th row of A denoted by s; = >_;a;;. Moreover, for M-matrices
a;j <0 (j # i) holds and if additionally the row sums are close to zero, that is s; ~ 0, for

each i the following estimate:

2
a::l (e; — e
gl (e1 = )* .
(0773 €;

J#i
can be derived. This motivates the following statement which is firstly confined to sym-

metric M-matrices with approximately zero row sums:

Lemma C.5. An algebraic smooth error varies slowly in directions of strong negative
couplings, that is the error from e; to ej will change only marginally if |a;;|/ai; is relatively
large. Relazation methods that satisfy the smoothing property will smooth the error in

directions of strong negative couplings.

The above results can be generalised to certain classes of matrices with positive non-
diagonal entries [242] but it is not necessary to consider these further in the context of the

present work.

C.4.2 Coarsening procedure

Consider as in Sec. 5.4 a two-level arrangement where a suitable disjoint splitting of the
fine-level variables 2 = C'U F into coarse-level variables (C) and the remaining variables

(F) is required. In order to obtain fast convergence, the algebraically smooth error should
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C Numerical method: further underpinnings

be well approximated by interpolation and this in turn is best achieved the stronger the
coupling between the F and C-variables is. As the overall efficiency of the method de-
pends on both the convergence rate and the computational effort per cycle, the coarsening
process should be designed so as to minimise the number of C-variables while retaining a
sufficiently strong coupling between the F and C-variables. Furthermore, the splitting into
F and C-variables should preferably be performed in a homogeneous manner in the sense
that F-variables are surrounded by C-variables from which they can be interpolated. This
requirement usually improves the interpolation considerably leading to faster convergence;
such a simple splitting scheme is given by so-called standard coarsening, see (a) below.
The imperative of a strong coupling between F- and C-variables does not necessarily
mean that this coupling has to exist in a direct manner; not every F-variable has to be
directly strongly-coupled to a C-variable but the link can exist indirectly via a coupling to
other F-variables which are again strongly coupled to a C-variable. This approach allows
for a distinct reduction in the number of necessary C-variables and opens up the prospect
of a drastic reduction in computation time which often compensates for the disadvantage
of a limited smoothing and interpolation quality in practice. Such an aggressive coarsening

strategy is presented in (b).

(a) Standard coarsening

The term standard coarsening comprises splitting schemes, based on direct couplings be-
tween C- and F-variables. According to a pre-determined requirement, for each F-variable
7 a minimal number of direct and sufficiently strong couplings j € N; to the set of coarse
level variables has to be identified. For the applications considered in the present work,
the strong couplings are mostly negative and the splitting algorithm can be confined to
those negative couplings. In other words coarsening takes place in the direction of slowly
varying algebraically smooth errors, see Lemma C.5. Here, a specific variable ¢ is said to

have a strong negative coupling to another variable j if:
—Qij > Estr g@ag% la;k] with fixed 0<eg, <1. (C.25)
The set of strong couplings of the variable ¢ is denoted by:
S; ={j € N; : i strongly coupled to j}. (C.26)

All other couplings, including strong positive ones, are treated as weak. A standard
value for this coupling constant is £5, = 0.25 [242]. The relationship of strong couplings
will normally be non-symmetric even if the matrix A is symmetric; therefore the set of

transposed couplings to a variable 7 must be defined also, that is the set of variables
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C.4 Scalar algebraic multigrid: the details

coupled to ¢:

ST ={jeQ:icS;}.

A simple coarsening procedure works as follows: An arbitrary first variable ¢ is chosen to
be a C-variable and all variables j € SI strongly coupled to i are classified as F-variables.
The rest of the non-classified variables are treated in the same way until all variables are
either in the fine-level or the coarse-level set. In order to obtain a uniform distribution of
C- and F-variables the respective next C-variable is not chosen randomly but according
to a specified priority order. For this purpose a priority measure \; is defined indicating

the urgency for ¢ to be chosen as the next C-variable:
N=ISInUul+2/STnF| (icU). (C.27)

Here, U is the set of currently unspecified variables and |-| denotes the number of elements
in the specified set. \; indicates the value of i as a C-variable. At the beginning variables
are preferred to which many other variables are strongly coupled; later on variables are
preferred to which many F-variables are strongly coupled. Figs. C.2 and C.3 illustrate

this process.

s N\
F:=0,C:=0U:=Q

(& l J

g Y

—— | X\ = |SENU|+2|STNF| (i €U)

& J

es
no

4 )
Choose ¢ € U with max. \; and
set: C:=CU{i},U :=U\ {i}

& J

l

Forall j € ST N U set:
F = FU{}LU = U\ {j}

& J

Figure C.2: Standard coarsening algorithm schematic
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In a preceding step of the algorithm variables without couplings, or which belong to
strongly diagonally dominant rows, are filtered and marked as F-variables; these variables
do not need to be interpolated. At the end of the algorithm all F-variables, except for
the filtered ones, have at least one strong coupling to a C-variable but it may be the case
that some U-variables are left without any strong coupling to a C-variable. Neither of
these variables have strong couplings between them nor is any F-variable strongly coupled
to them. However, each of these variables is at least strongly coupled to at least one F-
variable; that means they can be marked as F-variables and will be interpolated indirectly
via their strong F-couplings (Sec. C.4.3). Finally, it is noted that the resulting set of
C-variables is close to the maximum set of variables not being coupled to each other

(maximum independent set).

Figure C.3: A schematic illustration of standard coarsening for a five-point finite dif-
ference stencil. At the beginning (top-left) every U-variable is initialised with a number
representing of its strong coupling to its immediate neighbours (here it is assumed that
any delineated connection represents a strong coupling). Proceeding chronologically from
top-left to bottom-right, one of the variables with highest priority is chosen as a C-variable
(red), the neighbours become F-variables (white), then for each F-variable the priority of
the neighbouring U-variables (blue) is increased by one. Next, a new C-variable is chosen
and so on.

(b) Aggressive coarsening

In many applications the discretisation involves relatively small difference stencils and in
those cases a coarsening procedure based on direct couplings requires many C-variables,

thus resulting in a Galerkin operator with a high level of complexity. This becomes

330



C.4 Scalar algebraic multigrid: the details

noticeable especially in the first coarsening step which in turn contributes significantly to

the overall complexity of the setup phase.

In order to achieve a more aggressive coarsening, indirect couplings between variables
are considered. A variable ¢ is said to be coupled to a variable j over a path of length [
if a sequence of variables ig, i1, ..., %; exists with ¢ = ig and j = ¢; such that ix; € S;, for
k=0,1,2,....,1—1. Let p > 1 and [ > 1, then i is said to be strongly (p,)-coupled to j
if at least p paths with a length of at most [ exist providing a strong coupling between 4
and j. Such an aggressive coarsening is obtained if in the algorithm of Fig. C.2 for given

p and [ the set S; is replaced by:
Sf’l = {j € Q : i strongly (p,1)-coupled to j}.

In practice only strategies involving very low values of p and [ pay off, therefore coarsening
with S,L»l 2 and Sf 2 is also seperately called Al and A2 coarsening, respectively. Normally
rarely more than one aggressive coarsening per setup is used and is most often performed

directly at the beginning of the coarsening procedure.

If the coarsening algorithm is applied directly to S? ! rather than S; the complete cou-
pling information and information about (S? ’Z)T have to be saved for all variables i. The
cost for this can be reduced by employing a two-step algorithm: in the first step the
algorithm of Fig. C.2 is performed in its original form as explained in Sec. 2.2.1.; in
the second step strong couplings are solely defined between C-variables (via neighbouring

F-variables):
SP! = {j € C : i strongly (p,!)-coupled to j}.

Now, the standard coarsening algorithm is applied once again but confined to the C-

variables and the resulting variable set defines the next coarser level (see Fig. C.4).

L JoX JoX | L JOoX JOX I JO,
@) ©) @)
@ ®@ - @
@) O @)
L JoX JoX | @e0e0® @O

Figure C.4: Schematic illustration of two types of aggressive coarsening, A2 (left) and
A1 (right), for the case of a five-point stencil. The marked boxes in each case emphasise
the range of the strong couplings in the sense of Sf 2 and Sil 2,
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C.4.3 Interpolation

Having defined the split into C and F-variables on each grid level, it is now necessary
to specify the corresponding different interpolation operators. These operators in turn
depend on whether standard or aggressive coarsening has been employed. In the first case
direct (Par. (a)) or standard interpolation (Par. (b)) is used, in the second case multi-
pass interpolation (Par. (c)). Both forms of interpolation can be improved by additional
relaxation steps leading to, a so-called, Jacobi interpolation [242] but which is not consid-
ered here. However, in contrast to direct interpolation the standard form already involves
indirect strong couplings, i.e. an extension of the interpolation radius is effected, which
can necessitate a truncation of the interpolation operator complexity before eventually
computing the Galerkin operator.

In what follows additional conventions are required. Let S; be defined as in (C.26) and

furthermore let:

C; =CnNN;, CZS:CQSZ
F,=FNN;,, F’ZS:FQSZ

(a) Direct interpolation

Sec. C.4.1(d) revealed that for symmetric M-matrices the algebraically smooth error varies
slowly in directions of strong coupling, that is the error in a variable 7 can be well approx-
imated by a weighted average error of the strongly coupled neighbouring variables. For
each i € F' a set of interpolation variables P; = C? is defined and (C.23) is approximated
by:

a;i€; + Z ajj€; = 0 = aie +aq Z ;e , (028)
JEN; kePp;
with:
o ZjeNi Qij
| = — .
Zk;ePi Qi

This leads to the interpolation formula:
€; = Z wiper Mmit  w;p = _aiaik/aii (z eF ke Pz'),
keP;

which only considers direct couplings, thus the descriptor direct interpolation, see also
Fig. C.5.
The above procedure can be applied as long as C? # () but this condition is, when using

standard coarsening, satisfied for all F-variables except for special cases; these always have
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Figure C.5: A schematic illustration of direct interpolation, from left to right, for a
five-point stencil. The middle F-variable (red) is strongly coupled to all four neighbours
(diagonal entry: 4, all minor diagonal entries: -1) but is only interpolated from the neigh-
bouring C-variables (blue). The interpolating weights, in this case are all equal to 1/3,
depend on the magnitude of the matrix entries.

at least one strong coupling to a regular F-variable and thus can be interpolated indirectly

as shown in the following.

(b) Standard interpolation

As in Sec. C.4.3(a) a predetermined C/F-splitting according to the standard coarsening
algorithm is assumed ensuring a strong coupling between F and C-variables. Nevertheless,
this does not guarantee the requirement of the two-level theory (see Sec. C.4.4) that for
each F-variable a certain percentage of the total coupling is represented in the coarse level
set (defined by the parameter 7). Although this argument does not pose any problem
in practice as the coarsening algorithm provides a sufficient F/C coupling, the problem
can be easily overcome. The direct interpolation is modified such that for each variable
1 € F' the strong coupling to other F-variables is indirectly incorporated as well. Instead
of approximating the i-th equation on the left-hand side of (C.28) directly, all associated
ej with j € F} are replaced by means of the j-th equation, that is:

€; — — Z ajkek/ajj, (C29)

kJENj

is replaced for all j € F’ and a new equation is obtained for e;:

aiiei + Z dijej =0 mit Nz = {j 75 7 (Alij 75 0} . (030)
JEN;

If now P; is redefined as P; = C7 U Uj¢ Fs C5 and all a are replaced by a and N; by
N;, respectively, the interpolation can be performed exactly as in Sec. 2.4.1, see Fig.
C.6. This modification can improve the quality of direct interpolation significantly as the
approximation from (C.30) reduces the error in comparison to (C.28).

Direct and standard interpolation can also be combined in a complementary way. For
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o N CAIGEG

/3 /3

Figure C.6: standard interpolation for the five-point stencil. The middle F-variable (red)
is strongly coupled to all four neighbours (diagonal entry: 4, all minor diagonal entries:
-1). The error of the neighbouring F-variables (blue) is eliminated according to (C.29)
and new matrix entries (C.30) are generated. The error of the middle F-variable is now
directly interpolated by the new and old neighbouring C-variables.

example one can basically use direct interpolation together with standard interpolation
for those variables for which the F/C-coupling appears too weak. Additionally, the set of
interpolation variables could be extended by also taking into account the weak couplings.

Standard interpolation may result in large sets of interpolation variables P; such that the
complexity of the Galerkin operator significantly increases in the direction of coarsening;
a drawback which can be controlled by a truncation of interpolation operators. The inter-
polation weights of variables being far away from i are usually considerably smaller than
the largest ones. Thus the interpolation operators should be truncated before computing
the coarse level Galerkin operator; for example, by ignoring weights which are smaller by

a factor €4 than the maximum weight. In practice &4 = 0.2 is a commonly used value.

(c) Multipass interpolation

Multipass interpolation can be utilised in the context of aggressive coarsening strategies.
Here, if possible, direct interpolation is performed and the remaining variables are in-
terpolated via strongly coupled F-variables. The procedure is as follows (see also Fig.
C.7):

1. For all variables i € F with Cf # () use direct interpolation and collect the indices

of these variables in F*. If F' = F* — stop, else continue.

2. For all i € F\ F* with S; N F* # () proceed as follows: Take the i-th equation
(left-hand side in (C.28)) replacing e; for all j € S; N F* by:

€j = D Wikek,
k’EPj

leading to a modified form of equation (C.30) for e;. Define the set of interpolation

variables for i as P; = U;jeg,np+ Pj; an interpolation formula analogous to standard
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interpolation can then be derived. After having treated all variables, the particular

ones assigned an interpolation formula are added to F™*.

3. If F = F* — stop, else go to step 2.

( JOI JOI
OO0

Figure C.7: A schematic illustration of multipass interpolation for a five-point stencil
using aggressive A2 (left) and Al (right) coarsening, respectively. The numbers indicate
in which pass the respective F-variable has been reached.

C.4.4 Convergence of the two-level cycle

In the following subsections a few key results associated with the convergence theory of
AMG are summarised.

(a) The variational principle for positive definite problems

The notation of the two-level cycle from Sec. 5.4.1 is adopted and a symmetric, positive
definite system matrix assumed. With regard to the transfer operators let I ,f = (It
such that the Galerkin operator Ap is also symmetric and positive definite. The image
space of an operator @ is denoted by R(Q). Using the theory of orthogonal projections
a variational principle can be constructed for the coarse level correction operator Kj g
[242].

Theorem C.6. Let A, > 0 (positive definiteness) and consider an arbitrary C/F-splitting
and interpolation II}; of full rank. Then the coarse level correction operator Ky, i is an

orthogonal projector with regard to the energy product (,.,)1. In particular:
(i) R(Knpm) L1 RUIY) or (AnKp gu®, Itv?) g =0 holds for all u™,vH |
(i) |ul + "3 = ||u|2 + ||[v"||3 holds for u € R(Kpu) and v" € R(IY) ,
(iit) ||[Kp =1,

() | Kppel|ls = mingu || — I%e ||y holds for all e .
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The fourth statement of the above proposition expresses a variational principle: Galerkin-
based coarse-grid correction minimises the error in the energy norm with regard to all
variants in R(I};). As a consequence a two-level method never diverges as long as the
smoother satisfies ||.Sy||1 < 1. This is also valid for complete V-cycles with arbitrary C/F-
hierarchies and arbitrary interpolation operators having full rank, as seen by recursive

application of the following Lemma [242]:

Lemma C.7. Replace the exact coarse-grid correction e in (5.83) by an arbitrary ap-
proxzimation 7 with ||e — M|y < ||ef||1. Then the approzimated coarse-grid correction

operator Ky, g satisfies the inequality | Kp gr|l1 < 1.

This statement does not quantify the efficiency of a V-cycle but provides a minimum
of robustness. In respect thereof, the truncation of interpolation operators as mentioned
earlier is a “safe” process as long as it is performed before computing the Galerkin operator.
In the worst case, convergence is downgraded but divergence is impossible. In contrast,
the direct truncation of the Galerkin operator itself violates the variational principle and

should only be used carefully.

(b) Post-smoothing and two-level convergence

Consider two-level convergence for symmetric positive definite matrices assuming [ ,{f =
(I')T so that the Galerkin operator remains symmetric and positive definite as well and
that the coarse level correction operator fulfils the variational principle. Furthermore,
assume that only one post-smoothing step is performed per cycle, so that a two-level
operator K can be applied.

For the product SKe to become small, it is important that the smoothing operator S
is able to reduce all vectors in R(K) efficiently. If the smoothing property is fulfilled,
smoothing becomes more efficient if ||e]|2 is small in comparison to |le||;. A minimal
requirement is that for all e € R(K) the norm ||e||2 is bounded from below by ||e||1. This
leads to the following proposition [242]:

Theorem C.8. Let A > 0 and assume S to fulfil the smoothing property. Furthermore,
the C/F-splitting and the interpolation are such that:

1K} < Tl Kel3 . (C.31)
with T > 0 independent of e. Then 7 > o and ||SK|1 < /1 —o/T hold.

In general the above coarsening and interpolation requirement, necessary to provide

such a convergence estimate, is contained in the following lemma:
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Lemma C.9. If the C/F-splitting and interpolation Ipc are such that, for all e,
ler — Ircec|s p < Tlel?, (C.32)
is fulfilled with T being independent of e, then (C.31) is satisfied.

In the above formula ec and ep denote restrictions of the vector e to either the set of
C- or F-variables. Accordingly, Irc denotes the interpolation matrix from the C to the
F-variables and || - |lo,r relates to the 0-norm based on (C.20) except that the measured
matrices and vectors are restricted to the F-variable set. Now, particularly for symmetric

M-matrices, the convergence conditions can be formulated more practically:

Lemma C.10. Let A be a symmetric M-matriz with s; = 3, ai; > 0. With fized 7 > 1
choose a C/F-splitting such that for each i € F a set P; C C'N N; exists with:

1
Z |aix| > = Z |aij] -

kePp; JEN;
Then, the direct interpolation of Sec. C.4.3(a) fulfils condition (C.32) and thus (C.31).

In this way a direct relationship between convergence and interpolation quality is es-
tablished: with an increasing coupling fraction 1/7 of the interpolation variables P; in
proportion to the total coupling strength of the neighbours NN;, the interpolation quality
of an F-variable ¢ improves as well as the convergence. The convergence speed complies
with the interpolation formula involving the weakest coupling fraction 1/7.

The assumption of weak diagonal dominance in Lemma C.10 is sufficient but not nec-
essary, a similar result can be stated for symmetric M-matrices the row sum of which
is bounded from below. The above results can be generalised from direct to indirect

interpolation.
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D Application related calculations

This appendix is related to calculations required in Chapter 6, particularly including
calculations for the spectral approach in Sec. 6.2, the analytic solution of film flow over a

hemisphere, Sec. 6.3, and the turnstile-lobe effect, Sec. 6.4.

D.1 Film flow over periodically corrugated topography

In order to obtain the two systems of non-linear equations (6.40) and (6.41) in Sec. 6.2.3(b)
various series representations and the evaluation of a number of inner products are re-

quired.

D.1.1 Calculations for the dynamic BC (6.26)

For the series representation of the dynamic boundary condition (6.26) the occurring g,
@ and R terms, which are considered separately, have to be replaced by the expansions
(6.35)-(6.39). For convenience the multiple sums are written down in a compact notation
and, if not mentioned otherwise, all sum indices are assumed to run from —oo to oc.

Firstly, the expansion (6.35) gives the relationships:

Vi+g? -1 o "2 o ;
oYY T o 5 (1 +9 1) = 1 ZZQ(k — )% gigp_ie™®,
k,l

2 2

g/g// _iz 12(/<; _ l)glgkfleikx ’

ol
(d)g" =Y P(k—D(n—k)ggr—19n—re"™
k,ln
9% ==Y Uk — Dggr—1e™
Tl

gg// - _ Z l2919k—l€ikx .
k,l

A little more involved but straightforward is the last term:

. w i _ — . U .
Im(Q(l . 1gl/)) _ 70 _ 3 Z (6 kth _ €khQ,k) ik + ?0 Zk2gkelk:ﬁ
k0 2
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+ Z (I = k)1 — 2k) (e_kth + 6kh@—k) gi-re’”

k;éo l

SRR =1 (M Q — Q) g1 ie™

kln

If all the above expansion formulas are inserted into (6.26), a system of equations can be
constructed via (™, (6.26))g = 0 for m € Z in which the inner product (6.31) is used.

The required inner products are calculated separately:
(elm‘”,z (\/1+g/’2—1)> = *Zl )2 919m—1

( imx h2 "

Ozgma

0 m9m7

e

(¢, (69" /2), = kZF — 1) — k)19
|
)

(e. ,cot(a)g’?/2

. Zl D) 19m—1 »

= —COt@Zl GNIm—1 5
1

i

(elm’” cot(a)gg o

and, again, the last term is more complicated:

(e 2Im (Q (1 —ig"))),
- eth_m) (1 —dom) + Z(m —k)(m — 2k) (efkth + ekhQ,k) Im—k

k40

— ( th
—iY k(l—k)(m—1)? (efkth - ekhQ—k) 91—k Gm—1 + WoOom + UM G, -
k.l

In summary a linear system of equations for the differential equation (6.26) is obtained
by (e™*(6.26))o = 0 resulting in (6.40).

D.1.2 Calculations for the dynamic BC (6.28)

For the series representation of the hybrid boundary condition (6.28) the same procedure

as above is employed. Firstly, the following two additional relationships are required:

=i Zl — k) i9k—19n—ke™
k,ln

99' =1> _ lagr—ie™”
Kl
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The occurring integral term in (6.28) can, by partial integration, be expanded as:

12 1
I:= / (gg” + % + cot(a)g) dr = / (—29’2 + cot(a)g) dz + gg'

i (l+k . .
:% Z ( _]: )glgkflelkx_iCOtaZ%elkx‘i‘C,
s k40

while the term P + 2@ gives:

Yo + hug + ihwg 'y o (14 2hk)Qr — Ry ke 1up — wo > ket

2 k0 2k 2 k

k—2hk)Qr + Ry .,
+1Ze (l—k k( ;Qk kel

k0,1

+ ) e 1= k) (n = 1) gi—kgn-1Qre™
k,l,n

P+ z2Q =

Similar to the previous Sec. D.1.1 the following inner products are required for the dis-

cretisation of the hybrid boundary condition (6.28):
(eimx, (h* — 10/2)9')0 = (ih2 + 0/2> kgm ,
imz l + m
(emir) = - 72 919m—1 (1 = dom) + cot(a)

m
cota+2
R

S

= (1 - 6Om) + iCé()m )
m

(eim, (icot o — 2)9'3/6>0 = — D 9rgi—kGm—1 -

Further calculations deliver:

efmh (1 + 2hm)Qm - Rm
m

+ (iug — wo)mgm, + 1 Z e (m — k) gm_r((k — 2hk)Qy, + Ry,
k0

+2) e k(= k) (m — ) gk gm—1Qk ,
k.l

(1 — dom,)

(e, 2(P+2Q)) = (W + huo + ihwo) dom +

and:

. 2 2
<61mm,¢s - 3h3>0 = <7,[}s - 3h3) dom -

In summary a linear system of equations for the differential equation (6.28) is obtained

by the inner product (™, (6.26))y = 0 resulting in (6.41).
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D.2 Film flow over non-planar surfaces

D.2.1 Boundary conditions for flow over a hemisphere

At the surface of the hemisphere, = ry, the no-penetration condition ¥ (rg,¢) = 0 and

the no-slip condition w, (79, ¢) = 0 imply:

3
_To

3 PL(9) + 1§ [P () + D1(9)] — roP3(V) | sind + P4(9) =0, (D.1)

()~ 2[@](0) + BD)] + - Bo(9) =0, (D)

allowing the two functions @3(1) and @4(1) to be expressed as combinations of & (9) and
®9(9) and their derivatives: taking the combination (6.53)—(D.1)+ro(r — r9) sin(D.2),
the streamfunction simplifies to:

2rg + 7
3

b = (r — 1o)? [@3'(19) + @y (9) — 45’2(19)} sin (D.3)

while the corresponding velocity profile reads:

s o 0]
2

Mg = —2 (1 - :’f’) {@’1’(19) Py (0) — 45'2(79)] . (D.4)

Next the kinematic boundary condition v (rof (), 9) = —V; implies:
Vo
r3 (f —1)*sind

2
’1/_}_@1_7]8;— ’r‘o@é:—

(D.5)

Since the first integral of the dynamic boundary condition, (3.144), (3.145), refers to the
gradient of the potential @, equations (6.50), (6.51) have to be considered. Due to the
lubrication approximation the term 3nu,/3 in (6.51) is neglected again and the square
root appearing in (3.144), (3.145) is approximated as +/f(9)% + f/(9¥)? = f(¥). These

simplifications lead to the following two equations:

o (B)a(9) — 4(9) + 7 Qgﬁ [fw)?cosﬁ + / F(0)2d0 sinﬁ} _0, (D.6)

2 o ’1“2
fw;lm@’z(w— [f(9)—1] qs'{w>+¢1w>—5f’<19>—%fw> cos ¥ / f(9)*dd =0, (D.7)

where (D.4) has been considered. Together with (D.5), they provide a set of three equations
for three unknown functions @1 (1), ®2(¥) and f(¢#). A further reduction to a set of two
equations is possible by eliminating @; (1)) as follows: subtracting (D.5) from (D.7) gives:

1 o Qgr% 9 77Vo
—(3f2+2f +1)rg®y — fO) — = f' — cos dy = ., (D8
5 (37° 4 2f +1)rod — jol — T — SL0f P40 = e ey (Y

342



D.2 Film flow over non-planar surfaces

while, taking the derivative of (D.6), & can be expressed as:
1 / / Qgr(2) / 2
@1 = ?”0f¢2 + Tof @2 — T |:2ff + / f d19:| cos . (Dg)

Eliminated @] in (D.8) according to (D.9), yields:

1 o, 09r] Vo
—(=3f242f + 1) ro®@y —rof f'Ps — = f + LY 2 f cos ) = , (D.10
o (730720 + 1) ro®h —rof f'by = T f + S0 21y P10
—Bf+1)(f-1)
as a pure ODE containing only @2 and f. Inserting (D.9) into (D.5), delivers:
2 0976 { : / 2 } Vo
D1+ = (f — D)ro@y + 1o f'dg — 2ff" + d?d| cosd = — , (D.11
1+ g (f = Dro®y +rof P2 — == 12ff f 2 (f = 1)Zsind (D.11)
Taking the derivative of (D.11) and adding (D.6) yields:
2 no D 1 g
3 = Dro®y + 2 fro®y + (f7 + firoP2 + 5 (D.12)

ogrd 1, .. ) " L 2f 4+ (f—1)cot®
+TO [ff sin ¥ — (f2+ff +f2) cosﬁ} =1l . 1)3sin19

as a second ODE, to accompany (D.10), containing only @9 and f. It is convenient to add
the derivative of (D.10) to (D.12), leading to:

1

=5 (= 1)o@ = 2r0(f — )Py — [f2 = f 4+ (F = )| ro®s+ Z(1—f") (D.13)

ogrd

M

([@F =02+ (F = Dff" = 1] cosd = (f = D) ff'sind) =0,

Via (D.10), (D.13) the set of equations is reduced to two equations for two unknown

functions.

D.2.2 Comparison with heuristic considerations

The paper [246] utilises a form of the mass conservation obtained from the local mass con-
servation by integration with respect to the coordinate perpendicular to the flow direction,
which the authors call local mass conservation. Using spherical coordinates for the flow
over a hemisphere, the mean flow direction is the ¥-direction, while the radial direction is

perpendicular to the flow. Thus one obtains:

1

h
Och + rsin v

Oy (sinvq) =0,

where ¢ is assumed to be the flow rate of the Nusselt film flow at a given polar angle ¥,

ie.:
o0g sin Yh3
q = —————

D.14
- (D.14)
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leading to the evolution equation:

og 3 o2
Oth+ —————0y | h 9) =0
i+ 3nro sin ¥ ﬁ( i ) ’
for the film thickness h(¥,t) in the unsteady case. For a steady flow, 9;h = 0, it follows

from the above equation that:

h3sin® ¥ = const,

in full accordance with the asymptotic result (6.65).

D.3 Turnstile lobe effect

D.3.1 General considerations for small Reynolds numbers

Note that in two dimensions the vorticity w is given by 2w = AV, and the corresponding
evolution equation for w, the vortex transport equation, is obtained from the imaginary
part of (3.13), by applying the Laplacian A = 49%/9¢0¢, as:

ow 1.,
Rea —Aw = _iA Imy ; (D.15)

while taking the derivative of (3.12) with respect to & twice, leads to:

9 Re 9%u?

X= = e (D.16)

The Reynolds number appears in both of the above equations but with a different physical
meaning: in equation (D.16) inertia is present by accounting for quadratic terms, whereas

in equation (D.15) it is related to the unsteady character of the flow.

By assuming that inertia can be neglected due to physical reasoning while retaining the

unsteady character of the flow, leads to the following simplified vortex transport equation:

Oow
Rea —Aw=0. (D.17)

By taking the time derivative of (D.17), multiplying the result with Re and utilising (D.17)
again, gives:

2
0=R2ZY _ A

{ ow 0%w
ot?

owl _p 20w o
Re@t} Re BT Aw. (D.18)

Finally, noting that A%w = O (R62> for small Reynolds numbers, and remembering that
2w = AV, leads to:
A% = O (Re?) .
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D.3.2 Fourier discretization
(a) Base flow: steady Stokes flow (h; = 0)

By inserting the series representation (6.85), (6.86) into condition (6.82) at the upper

corrugated surface, it follows that:
2hoBdoy, + exp(—nhg) [(1 — 2nh) Qn — 2nR,] + exp(—nho)Q_n = don - (D.19)

For n = 0 the constant B can be expressed in terms of Qg via:

1
B =51 = 2ReQo) ; (D.20)

while for n > 0, the negative-indexed @Q-coefficients can be expressed in terms of their

positive-indexed counterparts.:
Q_n = exp(—2nhg) [2nR,, — (1 — 2nho) Q] . (D.21)

For the case n < 0 use is made of the complex conjugate of the equations and the substi-

tution n — —n, leading finally to:
R, = — exp(—2nho) (1 + 2nho) Rn + 20h3Qn] , (D.22)

enabling, as above, the negative-indexed R-coefficients to be expressed in terms of their

positive-indexed counterparts.

Next, the series representation (6.85), (6.86) is applied to boundary condition (6.80)
related to the lower corrugated surface and considering equations (D.20), (D.21) and
(D.22). Furthermore the gauging condition Im@Qy = 0 is added to the set of equations and
the Fourier decomposition [1]:

+oo
exp (kacosx) = Z L, (ka) exp(inz) , (D.23)
n=-—oo
is used with I,, being the modified Bessel functions of order n. Finally, a set of linear

algebraic equations follow:

o0 (1) (0) (0)

> bk — ol g I 1 — 2kh
gp2n=k " On-kp _op 10 _ _“-n—k {I(O) _ o _ 1= 2kho 10

k:o{ exp(2kho) " [nk exp(2kho) ot Lok nk o exp(2khg) " F @

[01n +6-1n] ,

(©  1=2kho+ 4k2hg (o) N 2k(1 — 2kho) (0) o
—nk exp(2khg) "¢ exp(2khg) " F 2hg

(D.24)
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where 1533 = I,—x(ka) and 17(5:1) = —a [Ifzp—)m +I£Lp_alk} /2 are used as abbreviations

(p =0,1). Note that in (D.24) the index n goes from —N to N.

(b) Perturbation

By inserting (6.84)-(6.84) in (6.79), the complex conjugate of the velocity reads:

:{zi
—i—{Qi

Next, by applying the series representation (6.85), (6.86) and (6.87), the following linear

2
'+ yg™ + Re %p+/

+¢"+q¢ +Rey [p+ +;7] } exp(+it)

/ / y2 /
r~ +yq +Re Epf

+q¢ 4+ ¢t +Rey {p* —l—pj} } exp(—it) .

algebraic set of equations is obtained (n # 0) from the boundary condition (6.81):

N . .
iRe iRe _
5 {0 -2 R (102 )] g+ [10 7 R, ] g7 — o)
k=—N

k40

— aRe (51n + 5_1n)p0 =0, (D.25)

for the coeflicients q,f, r,:f and pg. For convenience the derivative of (6.82) with respect to
x is taken, implying the identity Ous/0¢ = —0us/0€ at & = x + ihg, in order to simplify
the boundary condition (6.83) together with (6.78) as follows:

Uy (z + iho, x — iho, t) = —21(?;? cos(z —t) =2 [B — 2ImQy] cos(z — 1) (D.26)

Applying the series representation (6.85), (6.86) and (6.87) again, the boundary condition
(6.83) implies the following linear algebraic set of equations (n # 0) :

[1 —2nhy £ % (nho — 1)} qF —2nrt
exp(nhop)

ithe

+ exp(nho) {1 + qt,=br, (D.27)

2hoRepo = b, (D.28)

for the coefficients q,f, rki and pg, where the inhomogeneity b?f is calculated according to:

+7
1
bt = Bézin — — /Ing (x + ihg) exp (—i[n + 1]x) dz,
T

-7

from the coefficient B and the function ()5 of the base solution.
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