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Abstract

We present a novel shape classification method which is embedded in the Bayesian
paradigm. We focus on the statistical classification of planar shapes by using meth-
ods which replace some previous approximate results by analytic calculations in a
closed form. This gives rise to a new Bayesian shape classification algorithm and
we evaluate its efficiency and efficacy on available shape databases. In addition
we apply our results to the statistical classification of geological sand bodies. We
suggest that our proposed classification method, that utilises the unique geometri-
cal information of the sand bodies, is more substantial and can replace ad-hoc and
simplistic methods that have been used in the past. Finally, we conclude this work

by extending the proposed classification algorithm for shapes in three-dimensions.
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I9den

Yo Byeic otov mnyouuo yio Ty I,
VoL EUYECOL VAVOL HaxeUS 0 BpOUoC,
YEUATOC TEQIMETELES, YEUATOS YVWOELS.
Touc Ao tpuydvag xon Toug Kbxhwmoag,
Tov Yuuwuévo Iocewwmva un gofdoon,
TETOl OTOV OPOUO GOU TOTE GOU BEV
Yo PBeele,

ov PéV' n oxédic cou LPNAT, av ExhexTH
oLY©VNOLC TO TVEUUOL XAl TO GWUA GOU
ayyilet.

Touc Ao tpuydvag xon Toug Kbxhwmoag,
Tov dypto Hooewamva dev Yo cuvavthoeLs,
av 8ev Toug xouPavelc yec otnyv huym
oou,

av 1 puyr) cou BEV TOUG GTAHVEL EUTPOS

OOV.

Na ebyeoon vévor poxpic o dpduog.
IToANG o xohoxoupvd Tewid vo etva
TOL PE TL VY aploTNoL, Ue TL yopd

Yo punaivelg oe MUEVOC TEWTOEWWUEVOUS

Vo oTopathoelg 6 eunopeta Powvuaxd,
A0 TEC XOUAEC TTPUYUATELES V' ATOXTHOELS,
CEVTEQLOL XAl XOPGAALL, XEYEWTRLL X
fevoug,

%o NOOVIXE. VPO xdie AoyNg,

660 umopeic mo dgpdova Ndovxd Uue-

WO

Ithaka

As you set out for Ithaka

hope that your journey is a long one,

full of adventure, full of discovery.
Laistrygonians and Cyclops,

angry Poseidon - don’t be afraid of them:
you’ll never find things like that on your
way

as long as you keep your thoughts raised
high,

as long as a rare sensation

stirs your spirit and your body.
Laistrygonians and Cyclops,

wild Poseidon- you won’t encounter them
unless you bring them along inside your
soul,

unless your soul sets them up in front of

you.

Hope that your journey is a long one.
May there be many a summer morning
when,

with what pleasure, what joy,

you come into harbours seen for the first
time;

may you stop at Phoenician trading sta-
tions

to buy fine things,

mother of pearl and coral, amber and

ebony,



vi

o€ TOAELC ALYUTTIOXES TTOANEC VO oS,
vo pddelc xon v pddelc am’ toug

OTLOLBAUCUEVOUC.

IIdvta oTov vou cou véyelg Ty Ibdn.
To @ddowov exel V' o mpooploudg
oou.

AWK Pralec o TageldL Btohov.
Kohitepa ypdvio ToAG Vor SLopxEael”
xou Yépog maL V' 0pdEelc oTo vnot,
TAOUGLOC UE 60U XEEOLOEC GTOV BEOUO,
U1 TEOGOOXMYTIC TAOUTY VoL OE BWOEL

1 I0doen.

H I¥dxn o édwoe T wpalo tageiot.

Xwplc authy dev VdByarvec oTov dpduo.

‘AXhot BV €yEL VoL OE DWOEL T

Ku av mroyw my Beelc, n Idxn dev
o€ YEAOOE.

'Etol 6ogdg mou €yiveg, ue téon melpa,
hon Yo o xotdhofec 1 IVdxec T

OTLAUULVOLUV.

sensual perfume of every kind -

as many sensual perfumes as you can;

and may you visit many Egyptian cities
to learn and learn again from their schol-
ars.

Keep Ithaka always in your mind.
Arriving there is what you are destined for.
But do not hurry the journey at all.
Better if it lasts for years,

so you are old by the time you reach the
island,

wealthy with all you have gained on the
way,

not expecting Ithaka to make you rich.

Ithaka gave you the marvellous journey.
Without her you would not have set out.

She has nothing left to give you now.

And if you find her poor, Ithaka won’t have
fooled you.
Wise as you will have become, so full of
experience,
you will have understood by then what

these Ithakas mean.

Kaovortavtivos Kafdens- 1911
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Chapter 1

Introduction

Whence and what art thou, execrable shape?

John Milton (1667), Paradise Lost II, 651

Our everyday lives and most of our daily activities include interaction with objects
which we are called to recognise through our visual system. Through the evolution of
time, human nature and the advance of our visual systems, we are able to recognise
objects through their boundaries and their variations. Indeed, it is the efficacy of
our visual systems that led us to recognise complicated geometries and invent the
definition of “shape.” The word shape has many meanings; sometimes its meaning
is embedded in the word that describes the object, for example by hearing the word
wheel one can immediately picture a circular object with concentric spokes. Shape
is an important feature of objects we see and one could argue that humans are the
best object and shape identifiers since they are trained to interact with shapes in
nature from their very first days of life. This intellectual ability allows us to also
recognise objects that are connected through complicated mathematical operations.
For instance, were we given two identical objects differing only by a rigid rotation we
would recognise them as the same. The human eye is trained to identify objects that
are related under such transformations. It is this powerful ability that led humans
to make progress in the field of collection, processing, interpretation and analysis
of geometrical information and in particular geometrical information in conjunction

with the concept of shapes.
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For the past 20 years a very powerful subject has been established in the area
of mathematics and statistics: shape analysis. The technological bloom and the
combination of computer science, mathematics, physics and statistics has helped
make shape analysis become an integral part of many branches of science such as
computer vision, pattern recognition, shape representation and shape classification.
This has enabled other sciences to also embrace and adopt these developments so
that shape analysis can now be applied from biology to archaeology and many
more. Examples of such developments can be found in medical image analysis [1, 2],
bioinformatics [3], morphometrics [4, 5], text recognition [6l [7], archaeology [8, ],

anthropology [10] and others.

However, one might ask how do we describe all this using mathematical for-
malisms? Before we proceed and discuss shapes more abstractly, it is imperative
to give the mathematical definition of shape. We follow Kendall [I1], one of the

pioneers of statistical shape analysis:

“We here define shape informally to be what is left when the differences which
can be attributed to translations, rotations, and dilatations have been quotiented

out.”

Following Kendall’s definition in a mathematical setting, we expect shapes to
be invariant under the transformations of rotations, scale and translations. This
means that any two realisations of shapes that can be generated from one another
by applying a series of rotations, translations and scalings to be regarded as the

same shape.

Statistical shape analysis is a powerful tool that can be used to solve many
problems such as the shape classification of objects. Shape classification addresses
the following question: given objects that come from a priori known categories, how
can we classify them in their own class? How can we automate the procedure of
the classification of objects into pre-determined classes? Can we give a confidence
level to quantify the probability our classification is correct? This is where shape

classification starts becoming important.
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An important aspect of classification is the representation of the observed shapes.
Although most mathematical methods that have been applied to shape classifica-
tion in the past were based on landmark points (see section [1.3]), these have proved
to be limited. In recent years great progress has been made towards the study of
continuous planar shapes. In this work we focus on the statistical classification of
continuous planar shapes and in particular on their geometric statistical analysis.
To this end we will use a novel shape classification method based on the underlying
geometry of the shapes. To capture this underlying geometry we use the model pre-
sented in [I2] and extend it and this will be the core of this thesis. One of our goals is
to model shape variability within and between classes of shapes. Like with any other
population, shape populations show variability and we use probability distributions
to model it; these models can be later used for the classification of shapes. Having
described this variability, we can then obtain samples from shape populations and
classify them in one of the pre-determined classes, assigning a confidence level for
each class. Our approach is to perform Maximum a Posteriori (MAP) determina-
tion of each class given the data. In this thesis we follow the work of Srivastava and
Jermyn [12] and we extend the way that the MAP is performed in a more efficient

way.

To test our methods and our model, we use examples from the KIMIA database
[13] and an alphabet database that we created ourselves. The Kimia database is
comprised of binary images of several types such as animals and objects whereas the
alphabet database is comprised of binary letters of the latin alphabet in 6 different
fonts. Another example where we apply the methods we developed is on geological
data, namely sand bodies. The classification of geological sand bodies is an impor-
tant problem in geology, however current classification methods are characterised
as simplistic and ad-hoc. There has been a need for more efficient, scientific and
statistical classification methods that capture the geometry of the sand bodies since

it is the most important feature that determine their nature, class and oil capacity.

Furthermore, we extend this work to the learning of the parameters that de-

scribe the studied data shapes. By using the learned parameters, we can then
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classify new and previously unobserved data with confidence. In addition, we try
to observe and identify the emergence of new, previously unknown classes of shapes
for a given data set based on some measure of similarity. With the help of the
Expectation-Maximisation algorithm we identify clusters of shapes whose proper-

ties can be inferred and used for future classification of new data.

The structure of this thesis is as follows: the current chapter presents a sample
of the previous work done in shape analysis. We discuss the advances of three
areas of shape analysis: shape pre-processing, shape transformations and shape
classification. We focus on certain aspects of these areas which have been of use in

our work, namely shape acquisition, shape representation and classification.

In the second chapter we introduce the work of Srivastava and Jermyn [12] and
we discuss the methods which they used for the classification of observed shapes.
We refer to the statistical framework they established and how shape spaces are
utilised for the results of the classification methods they used. We then start to
extend their work, presenting the models used for the description of the parameters
capturing the shape variability. One of the important features of the second chapter
is the presentation of our work in which we replace some of Srivastava and Jermyn’s
approximating methods by their analytic equivalents which give rise to our proposed

classification algorithm of continuous, planar shapes.

In the third chapter we evaluate the effectiveness and the accuracy of the pro-
posed algorithm. We present the confidence and success results of the algorithm as
examined in experiments conducted with the help of the Kimia and the alphabet
database. We extend the experiments on evaluating the confidence and classification
results on the geological sand body database which we had to simulate in absence
of any real geological data. For this part of the third chapter we evaluate methods
of supervised learning applied in this case in anticipation to learn the parameters of

the models we utilise.

The fourth chapter is an attempt to compare our suggested method to classifica-

tion methods using clustering. For this comparison, we use the Kimia and alphabet
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databases from which we extract properties that describe each class of shapes. We
form feature vectors that are constructed from properties which, we assume, describe
each of the classes. By using the Expectation-Maximisation (EM) algorithm we try
to infer the number of existing clusters in the data and the statistical properties
that capture the variability of each class. We assume that each of the classes can
be described by a multidimensional Gaussian so that the distribution of the data is
thus explained as a mixture of multidimensional Gaussians. Based on these prop-
erties we classify new, unobserved data in the classes as they were decided by the
EM and compare its accuracy to the results acquired from our proposed algorithm.
The purpose of this experiment is to compare the classification results when using a
classification method that employs the geometrical information of the shape to the
classification method that makes use of less detailed information. The last part of
the fourth chapter presents an attempt at an adapted version of the EM algorithm
in the case of the sand body database where we replace the Gaussian mixtures by

mixtures that use our proposed likelihood and algorithm from chapter [2].

Up to this point we will have focussed on the study of two dimensional planar
shapes. The fifth chapter is an extension of the work presented in the second chapter
for the case of two dimensional surfaces. Some of the methods presented in chapter
are extended for surfaces so that the algorithm can be extended to three dimen-
sions. These methods include the integration of three dimensional translations and
rotations. However, the attempted methods didn’t produce fruitful results and left

open questions for future consideration.

The sixth and final chapter presents a summary and discussion of the results
presented in the previous chapters, a review of the overall attempt and method of

shape classification with a set of open questions posed.
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1.1 Previous work on shape analysis

The heuristic geometrical definition of shape proposed by Kendal [I1] is “the geo-
metrical information that remains when the differences which can be attributed to
translations, rotations and dilatations have been quotiented out of an object.” Thus,
we expect shapes to be invariant under the transformations of rotations, scale and
translations. The definition of shape in terms of invariant quantities can be found
extensively in the literature [I4] [15]. However there is criticism [16] that these type
of transformations do not specify what an object or a data set is. It has also been
criticised that shapes that have undergone other types of transformations (e.g. affine
transformations), or shapes that could still be recognised as equivalent by humans,
are not explained by similarity transformations. An alternative definition of shape
is given by Costa [16]: “a shape is a single visual entity or object.” The concept
of single, whole, united is also used to describe a shape. Adding to the above the
notion of connectivity, we have a formal definition: a shape is any connected set
of points. This definition includes both continuous and discrete shapes, however
it does not reflect the geometric underpinning of shapes nor the invariance under
similarity transformations. In this thesis we will follow Kendall’s definition since
similarity transformations and geometric invariance play a big role in our study of

shapes.

Shape analysis aims to explain, describe and predict the shapes of objects and is
used as a tool in many sciences. Applications can be found in medical image analysis
[T, 2], bioinformatics [3], morphometrics [4, 5], text recognition [6l [7], archaeology
[8,19], anthropology [10] and others. Shape analysis is divided into three main classes:
shape preprocessing, shape transformations and shape classification. Figure
shows these three classes and their sub-levels [16]. Although this thesis focuses on
novel classification methods we will briefly refer to each of the above categories to

set the ground before we describe how we use them in our work.

Although we already gave an accurate geometrical definition of shapes, for the
next two sections we will consider shape to be a one dimensional line denoting the

boundary of an object and work with this definition for the sake of illustration.
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Figure 1.1: Shape analysis and its sub-categories [16]. The image is used after

permission was granted by the Copyright Clearance Centre.
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1.2 Shape preprocessing

The main goal of shape preprocessing is the acquisition and detection of the bound-
ary of an object from a given image in the presence of noise or other objects. Usually
this is the first step towards the analysis of a shape. This area of research is mostly
addressed by computer science and machine vision. Shape detection and the ex-
traction of shape contours can be done by automated image segmentation and edge
detection algorithms [I7]. Image segmentation techniques identify and locate the
boundary of a shape by partitioning the object into smaller segments. Edge de-
tection identifies the outline and boundary of a shape by comparing the contrast
between the image and its background. There are many different approaches and
many different algorithms to the image segmentation and edge detection problem

which we now briefly recapitulate.

The first attempts of image segmentation were done by Attneave [I8] who used
spline functions to approximate the boundaries of shapes. Splines functions are
piecewise polynomials which interpolate between fixed points, fulfilling certain con-
tinuity conditions [19]. A different approach was made by Wallace [20] who used
polynomial functions for the approximation of the contour. Marr [21] suggested that
shape edges coincide with changes in the boundary intensity and hence constitute
a primal sketch of the shape in question. Marr [22] also combined his primal sketch
with information such as depth for a more complete representation of the shape
edges. Marr’s primal sketch inspired Asada and Brady [23] for their curvature pri-
mal sketch where they represented curvature changes of the boundary rather than
intensity changes. This was extended to three-dimensional shapes by Ponce and
Brady [24]. Mathematical morphology came to add to the area of edge detection
[25, 26] with the images being analysed based on the description of the boundaries
as sets of points and their logical relationships. Other approaches to edge detection
include Kirsch masks [27], wavelets based approaches [28] and Markov techniques
[29]. Methods that evolved towards the edge detection of shapes also include the
detection of particular features such as corners [30], curves [31], 32] and pattern

analysis [33], 34].



1.3. Shape transformations 9

Although the shape pre-processing category also includes noise filtering and op-
erations, as shown in figure , we only refer to detection and acquisition since
these are the only methods used in our work. The above mentioned methods, and
many more, can be used for the acquisition of the boundary of the shapes with the
help of edge detection algorithms. We shall use built-in edge detection algorithms
in MATLAB for the purpose of extracting boundaries of some test shapes in chapter
[3]. This will be sufficient since the focus of this thesis is on the classification of the
resulting curves. Having obtained the contour of a shape, we can now choose the
appropriate mathematical representation for it. In the next section we discuss some

of these choices that have been used broadly in the literature.

1.3 Shape transformations

Shape transformations are the second step of shape analysis. Once the boundary
of the shape is available through edge detection then valuable information can be
extracted from it so that the shape can be analysed. Shape transformations can help
towards the extraction of such information which can then be used for classification
purposes. The main aim of shape transformations is to decide how to represent a
shape appropriately and quantify its properties. It also allows us to quantify the
difference between shapes which is vital for the classifications stage of the process.
Since shape representation is an important subject of our work it will be the only
subcategory we will turn our focus on from the category of shape transformations
presented in figure [[.I] Pavlidis [35], suggests that the representation should be
chosen according to either information preserving or information non-preserving
techniques. Information preserving techniques allow the reconstruction of the initial
shape so that different shapes have different representations [16]; non-information
preserving techniques do not allow the reconstruction of the initial shape and in
many cases different shapes can have the same representation. Such techniques are
sometimes used for shape classification as we will see in chapter . This thesis
focuses on the study of planar shapes and since we will treat them as parametrised

curves, there are many possibilities for the choice of the representation. We will
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now present some of the most important representations and we will discuss which

of them we will choose for the purposes of this thesis.

Feature extraction

The representation of a shape can be done by feature extraction (i.e. by extracting
properties that are important for the shape) and we then identify the shape by
those features. A set of features that is usually used are the following: perimeter
[36], area [37, B8], center of mass, major and minor axes, statistical moments [39],
number of holes or even the class that the shapes belongs to. This representation
falls into the non-preserving information techniques because one can represent more
than one shapes with the same area and perimeter etc. Differences between the
features provide a description of the differences between the shapes those features

represent. We shall see an example of these techniques in chapter [4].

Landmarks

One of the most commonly used ways for representing shapes is landmarks. Land-
marks are placed on parametrised curves. These are points of correspondence for
objects that match between and within populations [14], [40]. This selects a finite
set of points to act as a discrete representation of the shape boundary. They play
the role of the minimum adequate representation of a shape from an infinite set of
points that would make the continuous version of the planar shape [41] and they
are regarded as shape features. The collection of all landmarks is referred to as a
configuration. Equally, a configuration can be represented by the polygons that are
created by connecting the landmarks with lines, splines etc. Landmarks are distin-
guished between three types: anatomical, mathematical and pseudo-landmarks. In
this thesis we will only discuss mathematical landmarks which are points that have
been placed on the object based on some geometrical property of it. Landmarks
also come in two sub-types, ordered (or labelled) and free landmarks. Labelled
landmarks come with an associated label so that two shapes can be compared to
one another by comparing their corresponding landmarks. Free landmarks are the

ones where the order of the points is not taken into account.
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Different choices of landmarks offer different representations of the same shape.
Choices of landmarks can be made on different bases; for example at points of
maximum curvature [42], distance from the centroid [43] or any other criterion set
by the experimentalist. One simple approach is the placement of points in equal
intervals around the boundary [44, 45]. Other approaches include landmarks placed
on lines tangent to the boundary; their position is then chosen iteratively by sliding
them forwards or backwards along the tangents and choosing the optimal position
when a cost function (bending energy) is minimised [5, 40, [47]. Another approach
includes the placement of points by following the centroid radii model [48]; this model
places landmarks at points of high curvature. It is clear that using landmarks adds
to the loss of important information from the shape. It is also obvious that a greater
number of landmarks give a better approximation to the true representation of the

shape.

Early attempts of shape analysis have been merely based on the representation
of shapes by landmarks [14]. This approach is referred to as classical shape analy-
sis. The inception of classical shape analysis was made by Thompson [49] but it was
established formally by Kendall [I1], Bookstein [50], Dryden and Mardia [14], and
Kent and Mardia [51]. This work offered the basis for the modern theory of shape
by borrowing ideas from differential geometry and gave the first definition of the
idea of the shape space. The common feature in their work is that all shapes are
represented by a certain number of landmarks in R?. Following Kendall’s definition
given at the beginning of this chapter, sets of landmarks that are connected through
similarity transformations represent the same shape. Quotienting out such transfor-
mations creates the shape space for the representation of each class of shapes. This
quotient space is a shape manifold; imposing a metric on the manifold allows the
comparison and quantification of differences between shapes (shape spaces will be

discussed in section [1.5]).

Landmark based techniques have been extended to many applications and used
in several contexts [14, 52] for the accurate representation of shapes. Another big

breakthrough in the representation of shapes is the “snakes or active contour mod-
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els” representation [53]. Snakes are “energy minimising splines guided by external
constraint forces that pull towards the object’s contour.” However, snakes are not
that flexible since some knowledge of the contour is required and they are only useful
in situations where the shape of the object is rather amorphous. Snakes were then
extended to the “active shape models or smart snakes” [54] [55] 56, 57, 58, 59]; an ap-
plication of them is presented in [60]. Active shape models (ASM) represent shapes
by sets of landmarks that are connected by lines and polygons. ASM are learnt
from the training phase of images that have been annotated by an experimental-
ist. They then use principal component analysis [61 [62] on the selected landmarks
to capture the shape variation in the observed samples. The observed samples of
shapes are aligned and then correspondences between equivalent landmarks are es-
tablished. This allows the calculation of the mean position and variation of each of
the landmarks. The main breakthrough of this work is that the model reflects the
patterns of the shapes and the variations of each class however it ignores the non-
linear nature of shape spaces. Similar work was produced by Kervrann and Heinz
[57] who used the equivalent unsupervised approach to learn the deformations of
two dimensional polygonal objects. The three dimensional equivalent was studied

by Pentland [59] 63] who proposed the “finite element model”.

Deformable templates

A different shape representation to the other landmark based approaches is that of
deformable templates. Deformable templates represent classes of shapes which have
been generated by an idealised shape which takes the place of the representative
template of the class. Given a template and an image we can then find the optimum
map between them [64]. Deformation templates have been studied extensively [65],
60, 67, 68, 69 [70]. In this approach shapes are elements of infinite dimensional,
differentiable manifolds and the differences between the shapes are modelled as
action of Lie groups on the manifolds [71]. A drawback of the deformable template
theory is the need to consider the action of diffeomorphisms in R? and R3. This
is computationally expensive which makes the approach difficult to use when the

shape database is large. In addition, this framework doesn’t provide an appropriate
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distance for comparing shapes in images [72].

Continuous planar curves

The classical shape framework set out by Kendall and Bookstein for the represen-
tation of curves discussed above has contributed largely to the development of the
modern theory of shape. Although this approach has proven to be limited, land-
mark representations have been extensively used in the literature in cases where
landmarks are easily and readily available [14 [73] [74]. However, the usage of land-
marks as shape descriptors for general purposes is a great limitation to statistical
shape analysis since landmarks are a subjective way of defining shapes. Further-
more, automating the choice of landmarks is a hard and unrigorous procedure; there
are many works that study the problem of automatic landmark choice [75] [76] how-
ever the resulting shapes remain dependent on the landmarks. The same drawback
is present in the active shape models too. In many cases, this approach is biased and
although the simplicity of the method is luring, many times it leads to undersampled
or coarsely sampled contours, unsatisfactory interpolations and inaccurate results
since the number of landmarks and their location can totally change the polygonal

shape.

The biggest drawback of the above mentioned representation methods is that
they do not take into account the continuous nature of the boundary of the shape.
They rather represent it by a discretised version of the curve which contributes to
the loss of important information that could be effectively used for shape analysis.
This created the need for a concrete statistical framework for the theory of shapes
that can also be used for efficient computational applications. The demand for
more efficient techniques of shape analysis has initiated the research of the modern
theory of shapes. Thus, modern shape analysis is focusing on the study of shapes
as continuous curves and surfaces by following some of Kendall’s and Bookstein’s
initial framework. There has been a shift in paradigm so there is now extensive
literature that treats shapes as continuous curves (rather than discretised versions
of them). In order to represent continuous curves we need a way of parameterising

their embedding in R? or R3. Towards this end, one of the early attempts at the
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representation of shapes by curves was done by Raudseps [77]; Raudseps presented
some initial ideas on the representation of shapes by angle functions [7§] i.e. that
each point on a shape can be parametrised by the angle of the tangent of the contour
with reference to the x axis. Zahn and Roskies [79] and Bennet and McDonald
[80] compared angle function versus arc length representations. Arkin et al. [81]
used this representation for the comparison of polygonal shapes. Zahn and Rooskies
provided a formal extension of Raudseps’ work by representing shapes by the Fourier
coefficients of the angle functions. These works were the first steps towards the

representation of shapes as planar closed curves.

A common theme in the representation of shapes as closed curves is that of the
shape space. Shape spaces will be discussed in detail in section , however
we will give a brief definition to ease the reader’s understanding in the context of
closed planar curves. Following Kendall’s definition, the study of shapes is done by
establishing equivalences between them with respect to similarity transformations
i.e. shapes coming from the same class are equivalent up to rotations, scalings and
translations. In all the representations that will be discussed, the construction of
shape spaces is done in two steps. After the representation is chosen we are led to
the pre-shape space. Then, elements of the pre-shape space that belong to the same
orbits of shape similarity transformations are regarded as equivalent. The resulting
quotient space forms the shape space and it is the space of the orbits under the
group actions of the similarity transformations. If the pre-shape space is a manifold
then the shape space inherits the manifold structure and becomes a manifold of
orbits (orbifold). This provides us with a natural way to compare the curves. We
do this by imposing a metric of our choice on the manifold i.e. a measure of the
distances between shapes or orbits of shapes, which is then interpreted as specifying

the similarities and differences between shapes.

Being familiar with the definition of a shape space, we can continue with the
descriptions of continuous curves of the available shapes. This work was initiated by
Younes [82], 83], who defined shape spaces of continuous planar curves and imposed

Riemannian metrics on this spaces measuring the deformations between curves. In
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the same spirit, Klassen et al. [84] studied the shapes of continuous, closed curves
in R? parametrised by their arc-length without the need for landmarks or any of
the previous frameworks. They were the first to compute geodesics between closed
curves in a diffeomorphism invariant way. This is a very important result since it
treats different parametrisations of the boundary of the shape as the same curve.
Klasen et al. removed similarity transformations from the space of closed planar
curves, imposed a Riemannian metric and took advantage of the geometry to perform
inferences and solve optimisation problems. In particular, this work suggested that
shape representation can be done via angle functions (as Zahn [79] did) or curvature
functions i.e. functions that express the curvature as a function of the contour’s
arc length. Srivastava et al. [85], advanced Klassen et al.’s ideas and developed
the appropriate tools for shape analysis. They applied and tested these ideas on
databases such as the Surrey database [86]. However, their work doesn’t take into
account the elasticity of shapes, resulting in non-optimal shape correspondences.
An extension of this work was studied in [87] where the variational methods used

were faster and more numerically stable.

There have been several studies on the choices of metrics utilised in the spaces
of closed planar curves for the purpose of comparing shapes. Some studies include
Minchor and Mumford [88], Menucci and Yezzi [89] studying choices of different
Riemannian metrics on the space of regular smooth curves and Sundaramoorthi et
al. [90] suggesting a novel metric on the space of closed planar curves. Mumford
and Sharon [91] studied metric spaces using conformal mappings of two dimensional

space.

Mio et al. [92, O3] represented shapes as elastic strings that can be stretched
and bent. They were the first to construct shape spaces with the elastic metric
that incorporated the elastic properties of the shapes. Due to these properties,
they quantified the amount of stretching shapes need to deform into one another.
A drawback of the method is that the algorithms used for the calculation of the
geodesics were cumbersome [72]. In the same spirit, Shah [94] derived geodesics by

using a collection of different elastic metrics and representations of curves. Joshi et
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al. [95, [96] proposed a novel representation of continuous closed curves in R™ by
combining the elastic shape metric and path-straightening methods. In Srivastava et
al. [97], this was presented in more detail. They presented a shape representation for
analysing shapes motivated by the Fisher-Rao metric which is used in the space of
probability densities to impose Riemannian structure. They introduced the square
root velocity (SRV) representation which produces a simpler Euclidean structure
so that geodesics, statistics and distances are simpler to calculate. This work is
similar to the work of Younes [82] O8] but more complete since it applies to curves
in arbitrary dimension. They have also applied and demonstrated the advantages

of the method on 3D shape databases.

The benefits of representing shapes as continuous planar curves are multiple.
Firstly, shapes are analysed as their underlying curves without having a sparse col-
lection of landmarks since there is no need to introduce special points. Shapes are
continuous in nature and the placement of points and landmarks is a man-made
way of analysing shapes. By establishing the continuous curve framework, it is
then easy to develop models for the sampling of these curves and link finite realisa-
tions to infinite-dimensional models. Secondly, all representations (either discrete or
continuous) share the fact that the resulting shape spaces are nonlinear. This non-
linear geometry allows the calculation of statistics and the performance of inferences.
That means though that simple operations like addition, multiplication etc cannot
be performed on such spaces. Thus, one has to perform operations between shapes
on frameworks that allow them. Representing shapes as continuous curves and
establishing nonlinear manifolds allows us to establish full statistical frameworks,
define probability densities on shapes, perform operations such as integration and
differentiation, create priors for our beliefs and use them for operations between
shapes and also Bayesian inferences. Lastly, these methods are not computationally
expensive making them easier to use. Kendall’s approach is similar in nature with
the difference that the study is performed on discretised curves instead of continuous
ones. As mentioned, the use of landmarks complicates and biases the setting up of
the problem. Active shape models are faster than other landmark-based models but

they don’t remove similarity transformations and hence don’t utilise the non-linear
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nature of shape spaces. Grenander’s formalisms are similar to Klassen’s however
are computationally slow for real time applications. Srivastava et al.’s [85] approach

offers a complete framework which can be used in various applications.

What we discussed above is only a small flavour of all the available representa-
tions that one can choose for the purposes of shape analysis. As discussed above,
in our opinion, the representation of shapes as continuous planar curves is the most
natural and the most effective one. This is the representation that we choose to use
for the purpose of this thesis since it will help us treat the problem of classification in
a continuous way. We will discuss the chosen representation and the full statistical

framework we establish in chapter [2].

1.4 Shape classification

After the preprocessing and choosing the appropriate representation, the next step
of shape analysis is classification. Shape classification is a correspondence problem
which compares shapes and is the process of assigning a shape to a category or
vice-versa. Duda et al. [99], describe it as the task of recovering the model that
generated the patterns. There are two types of shape classification: supervised and
unsupervised. The former is used for the assignment of shapes into predetermined
classes. The latter is a more difficult procedure where the object is assigned into un-
known classes which must themselves be inferred from the data. Both classification
types require the comparison of shapes to determine how similar they are, which
was the theme motivating the use of different representations in the previous section.
The similarity comparison is done by comparing corresponding points (these can be

labelled landmarks for example) of the shapes.

The problem of classification in a supervised setting is the main subject of this
thesis. In this setting, we consider samples or templates of the classes that generate
the shapes we have in our data. In particular, in this thesis we will consider the
Bayesian classification which is a powerful approach to classification since, having a

statistical model, Bayes’ laws can supply us with the statistically optimal solution to



1.4. Shape classification 18

this problem. A common route to statistical classification is to construct a classifier
for the particular problem. The classifier is constructed according to the chosen

shape representation. We will present some examples of such classifiers below.

Nearest neighbour

In the nearest neighbour approach, the classification is achieved by the extraction of
a feature vector. In this case, shapes are represented by a single feature (for exam-
ple their area) or by a commonly used vector of multiple features (for example area,
perimeter, convex hull and others) to describe the shapes that will be classified. If
we impose a metric on the feature space we can then calculate distances between
two feature vectors. Here, we have two categories of shapes: the training shapes (a
database of templates coming from the existing classes) and test shapes (shapes that
come from the same shape population as the training ones) which assess the per-
formance of the classifier. There are many algorithms and classifiers which classify

based on training shapes.

A commonly used classifier in the case of feature spaces is the nearest neighbour
or k-nearest neighbours. The classifier compares the feature of the test shape to
the features of all training sets and finds the k-nearest to it based on a measure of
similarity which is usually calculated using the metric on the feature space. The test
shape is assigned to the most common class amongst the £ nearest neighbours and
the classifier outputs the class membership of the particular shape. The k-nearest
neighbours assign the feature vector of the test shape to the k-nearest feature vectors
from the training set and then assigns it to the most common among the k. The
role of k is a smoother since the larger it is the more noise is tolerated from the
training shapes. The classifier assumes that the similarity between all the shapes
can accurately be represented by their feature vectors and hence k-nearest neighbour
is a good classifier to be used [I00]. An extension and improvement of the results
of the k-nearest neighbour algorithm is Bayesian Aggregation [I00]. The k-nearest
neighbour can also be used in the case that we choose to represent our shape by its

contour; the contour is treated as being the feature that describes the shape. The
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metric is used to find the k-closest elastic closed curves to the test one.

Support vector machines

Support vector machines (SVM) is another popular classification method. The pop-
ularity of the method lies in the fact that it replaces the distances and the inner
products of the shape spaces with those of higher-dimensional spaces. In SVM one
creates new feature spaces that are of much higher dimension than the shape space
itself. Here, we have all the training data being represented as points in this feature
space and then been assigned to one of two categories. Then SVM becomes a non-
probabilistic binary classifier and is trained to assign new shapes into one of the two

pre-determined classes [101].

Firstly, the training shapes are separated into the two categories. SVM con-
structs a hyperplane in the high-dimensional feature space and test shapes can be
mapped to this space. They are mapped to the training shapes so that the separa-
tion between the categories is as clear as possible. In other words, the SVM finds
the best hyperplane that gives the clearest separation between points that belong
to different classes. The best hyperplane is the one that gives the largest margin
(the wider gap) with no interior points, between two classes by classifying new test

shapes on either side of the gap.

Maximum likelihood

Other shape classifiers can be model-based classifiers. In this case, classes of shapes
are assigned a probability distribution. Then, the aim is to use the models of shape
variations so that each test shape is assigned to the class that maximises the value
of the likelihood. A similar in nature classifier is the naive Bayes classifier. The
Bayesian classifier is usually combined with Bayesian decision theory (alternatively
Bayes classification or Bayesian decision rule) and uses strong independence assump-
tions for the features that describe the shapes. In this case, class labels are assigned

to the training shapes which can be represented by certain features making use of
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the fact that certain features of shapes are independent of any other features condi-
tioned on the class. One common approach is when the classifier chooses the class
that maximises the posterior probability of that class given the observed data which
is known as the Maximum a Posteriori rule. Bayesian classification is a powerful
approach; having a good statistical model, Bayesian classification can provide the
statistically optimum solution of classification because they minimise the chance of

misclassification [99].

In this thesis we will make use of a model-based classification technique; we
will assign probabilistic models to the shapes but also to the classes of shapes. We
will then construct a Bayesian classifier and use a Maximum a Posteriori (MAP)
decision rule for the classification of each of the test shapes so that they are assigned
to the class that maximises the posterior probability of the class. We will present
our approach in chapter [2]. Thus, this work has set its own statistical framework

for the study and classification of shape in a Bayesian way.

Before we present in the next chapter the statistical framework chosen for this
thesis and the classification methods used, we will discuss in the next section a very

important theme which is shape spaces.

1.5 Shape spaces

Having an appropriate formulation for classes of shapes, a shape space needs to be
constructed for their study and classification. Whatever the chosen representation
is, the study of shape is done by establishing equivalences between them with respect
to similarity transformations. This firstly includes the construction of the pre-shape
space by imposing appropriate constraints on the chosen representation of curves.
This leaves some elements of the pre-shape space belonging to the same orbits of
shape similarity transformations. The quotient space that comes from this results
in the shape space. If the pre-shape space happens to be a manifold, then the shape
space inherits the Riemannian structure and becomes a Riemannian manifold of

orbits (orbifold). We will explicitly describe how shape spaces are created in the
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1.5. Shape spaces 22

following paragraphs.

Shapes can be described geometrically and it is their geometry that can help
us estimate their properties and use them to make inferences about populations of
shapes. Inferences require us to use probability distributions and appropriate spaces
of shapes to represent them. To obtain the representation of a shape according to
the definition we are following [I1], similarity transformations need to be filtered
out so that all shapes are aligned to a common reference coordinate system. We
described how one can acquire such a coordinate system with the Procrustes method

which places shapes into shape spaces.

In order to compare and classify shapes into their respective categories we need to
establish a common coordinate system as motivated by the definition of shape that
we adopted. In this coordinate system, all the shapes will be aligned with similarity
transformations removed. The classical alignment procedure was firstly described
by Kendall [T1] which can also be found in [14] and incorporates the aspects of
classical shape analysis which describes shapes by landmark points. The classical
alignment procedure is called Procrustes analysis and has been routinely used in
the literature [5, 14, T03]. Ordinary Procrustes Analysis (OPA) [104] aligns any
two shapes so that they have a common reference coordinate system by minimising
the difference of shapes according to a measure of similarity or a chosen metric.
OPA uses least squares techniques to match the shape configurations with respect
to similarity transformations and is used in the case that only two shapes are to be

considered.

Procrustes analysis removes from shapes all similarity transformations and places
them into the shape space. The imposition of a shape metric turns the space into a
Riemannian manifold. Common shape metrics that have been used are the Hauss-
dorf metric [105] and the Procrustean metric or Procrustean distance [5], [14], 106, [107]
which is the most broadly used and it is the one that we will describe now. The
Procrustean metric aligns the two shapes so that the best correspondence between
the shapes is estimated in the following way: it scales the shapes to have equal size

(for example unitary length), aligns the shapes with respect to their centroid (the
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centre of mass) at the origin and then aligns them with respect to their orientation
by rotating them. A reference rotation is chosen as the rotation of one of the two
shapes and then the other is rotated so that the sum of the squared distances of
the points is minimised. The optimum rotation can also be found by Singular Value
Decomposition (SVD). Now, differences between shapes can be measured by the
Procrustean metric that is the square root of the sum of the squared distances of

the points of the superimposed shapes.

In the case that the comparison involves more than two shapes then the similar-
ity transformation removal is done by the Generalised Procrustes Analysis (GPA)
[T08, 109] which in contrary to OPA superimposes optimally rather than to a shape
that was chosen at random. Goodall [I10] and Goodall and Bose [I11] adapted
it for the particular case of shape analysis. In GPA, translations and scalings are
removed in exactly the same way as in OPA. The only difference between the two
methods is how the rotation is chosen. Rather than arbitrarily aligning the shapes
to a reference rotation GPA finds the optimal rotation. The way GPA finds the
optimal superimposition is: choose an arbitrary shape as a reference (also known as
mean/average shape) and translate all remaining shapes so they are superimposed
to the reference. Then, calculate the Procrustes mean shape (also known as Frecét
or Karcher mean [I12] 113] 1T4]) of the aligned shapes and if its difference from the
reference has changed recalculate the mean shape. Convergence is achieved when

the difference between the mean shapes is less than a threshold.

Kendall [IT] was the first to construct the mathematical framework of shape
spaces. Kendall represented shapes as points of a non linear manifold. The use
of differential and Riemannian geometry is the tool used for shape analysis and
it studies shapes as non-linear objects. Since we assume that shapes are objects
invariant to Euclidean similarity transformations we can also use algebra and group
theory to represent their action on shape spaces so that shapes can be described
as orbits of these groups. We will now give the definitions of concepts that will be

useful for the construction of shape spaces.

Definition 1.5.1 FEquivalence relation: a relationship denoted by ~ that satisfies
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a) reflexivity (a ~ a), b) symmetry (a ~b = b ~ a) and c¢) transitivity (a ~ b and
b~c = a~c). Then, an equivalence class of a set X under the equivalence ~ is

[a] = {x € X|z ~ a}.

Definition 1.5.2 Quotient space: a quotient space is the set of all equivalence

classes in a set X under a certain relation and is denoted as [X] =X/ ~.

Definition 1.5.3 Manifold: a manifold is a topological space that is locally Eu-
clidean: there are compatible maps, ¢ : M — R", where n is known as the dimension

of the manifold.

Definition 1.5.4 Riemannian metric: a Riemannian metric is a map that satisfies
certain conditions and relates each point on the manifold to points on the tangent
space — a flat approximation of the manifold in question. Metrics allow us to measure

infinitesimal distances on the tangent space.

Definition 1.5.5 Geodesic: The minimum path between point a and point b on
the manifold as measured by the metric is called a geodesic between a and b. The
distance between two finitely separated points on the manifold is then the length of

the geodesic joining them.

Definition 1.5.6 Lie group: a Lie group is a group that has a manifold structure
where the operation of multiplication and the operation of inversion are smooth
maps. Examples of Lie groups include all the Euclidean similarity transformations.
Translations are a manifold R¢ and a group equipped with the operation of vector
addition. Similarly, scalings are a manifold R* and a group equipped with multipli-

cation and rotations SO(3) are a manifold S® and a Lie group under composition.

If we represent a shape by a set of ordered n-ads in R™ say X = (21, ..., 2,) then
each configuration could be represented into a nm-vector in R™* (In this thesis we
will focus on planar shapes in m = 2 dimensions of n points so the configuration
space will be of dimension 2n). The groups that describe the Euclidean similarity
transformations of a configuration are: the group of translations under addition G; =

R™ where the action is: (¢, X))~ X +t1,, = (z1 +t,...,z, +t). The group of scalings
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G, = R* under multiplication where the action is: (a, X))~ a-X = (a-z1,...,a-x,)
and finally the group of rotations Gr = SO(m) under composition where the action

is: (R,X)~ RX =(Rxy,..., Rx,).

The actions of rotations and scalings do not commute with the action of trans-
lations. That is because Rz +t # R(x +t) for rotations and also a(x +t) # ax + ¢
for scalings. That means that there are two separate actions: R* x SO(m) and the
action of R™ but not the action of the whole group as R™ x (R*x SO(m)). However,
we can define the action of the semi-direct product as G = R™ x R* x SO(m) which
is well defined since R* x SO(m) acts on translations in the same way as it acts on
the vector space R™, defined as (¢,a, R) * x = aRx +t. The action of the semi-direct

product R™ x R* x SO(m) on an element is called a rigid motion.

Kendall separated the pre-shape space from the shape space. The former is the
last step before the true shape space; it is the space where scale and translation are
removed from the object with the rotations still present. It is a hypersphere of unit
radius in (n - 1) x m dimensions and is constituted by configurations that represent
the same shape since rotations have not been filtered out yet. The elements of
the pre-shape space are called pre-shapes and are invariant under translations and

scalings.

In summary, a configuration that has been rotated, scaled and translated can
be represented as: [X] = {aRX +t1, : a € R*)R € SO(m),t € R™} with G =
R™ x R* x SO(m). These are called orbits of the three groups and all elements of
[X] describe equivalent shapes. Each equivalence class represents a unique shape
and it is an element of the quotient space R™*"/(R™x (R*x.SO(m))). This quotient
space is the set of all the orbits of R™ x (R* x SO(m) in R™" and constructs the
shape space of all possible configurations that are the quotient space of the pre-
shape space. If a pre-shape is a Riemannian manifold then the shape spaces inherits
this Riemannian structure and becomes a Riemannian orbifold. An action that

intersects all the orbits of the quotient space is called an orthogonal section.

Kendall’s shape space [I1] is based on the coordinates of landmarks which de-

scribe a shape geometrically. The space of all possible landmarks is the configuration
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space [I4]. The Shape space [11] is the space of all possible shapes of the object
in question. This space is isomorphic to R™” which is a differential manifold of
dimension mn and each shape is a point on it. This manifold comes with a natural
Riemannian metric: d(u,v) = /S0y [[ui — vi| 2, u,v € R™ which is the sum of Eu-
clidean distances in R™ and is invariant under translations and rotations. However,
the metric is not invariant under scalings since it transforms as d(au, av) = a?d(u,v).
Removing translations removes m dimensions leaving nm — m degrees of freedom.
The isotropic non-rigid scaling removes one dimension and the rotations remove
im(m-1). Overall, the dimensionality of the shape space is: nm-m-1-im(m-1).
This is also known as the “Kendall shape space” [5]. Removing rotational, transla-
tional and scale effects from a shape is known as pose. Kendall’s shape space is a
finite dimensional Riemmanian manifold. Different shapes are different elements of
the manifold and the differences between them are calculated and quantified by the
imposed Riemannian metric one chooses. In these shape manifolds we can define

probability distributions to statistically study shapes’ estimation.

By using OPA or GPA shapes are brought to a common coordinate system and
now the variation of the shape classes can be studied in this framework. Popular
methods for modelling the class variation is Principal Component Analysis (PCA).
PCA is a way of removing redundancy from the dataset and was first introduced
by Pearson [61] and established by Hotelling [62]. It is a way of identifying existing
data structure and explaining their variation. PCA is useful in shape analysis since
it allows dimensional reduction in these high dimensional spaces. Principal compo-
nents can explain in which direction the highest variability of the data lies. Shape
variables usually are not statistically independent so most of the times we expect
them to be correlated. This is because they describe aspects and features of the
shape that are connected in a way; either genetically or mathematically. Here by
the term genetically we mean all shapes that share the same properties due to the
physiology of their shape. For example skulls share certain genetic landmarks that
are identical and act as reference for the experimentalists. The aim of PCA is to
explain this variation and reveal the patterns between the features by transforming

the variables into a set of new ones that are an independent linear combination of
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the old ones. Most of the sample variation can be then explained by only a few prin-
cipal components and make the task of statistical inference much easier. Its deep
goal is to explain the directions of largest proportion of the total variance. Figure
(1.2) shows a diagrammatic relationship between the spaces we have discussed by

IOwW.

To sum up, we have seen all the stages of shape analysis: shape pre-processing,
shape transformations and shape classification. In particular, we have talked about
acquisition and detection, shape representation and classification; we focused only
on these notions since these will be of use for the purposes of this thesis. Shape
acquisition and detection are notions discussed in chapter [3] where we will describe
how these methods help us acquire the boundaries and outlines of the shapes in
question. In chapter [2] we will start building the framework needed for the classi-
fication of the acquired shapes. We will briefly discuss the chosen representations
under which we will perform the shape classification and how the shape spaces come
of use. Then, the big task is to establish and build probability distributions on these
spaces and model the variability of the parameters we chose to describe the shapes.
For the classification of the shapes, we will describe how we utilise the Bayesian

statistical framework and extend the work presented in [12].



Chapter 2

A novel shape classification

method

2.1 Introduction

In this chapter, we introduce a classification method which is the main contribu-
tion of this thesis. We revisit and extend the results presented in Srivastava and
Jermyn [12] by studying the problem of Bayesian classification of planar shapes in
an unbiased way. We utilise the Bayesian statistical framework presented in [12],
however the novelty of our approach is based on the way that the similarity trans-
formations are removed from the shapes in question in such a way that previous
numerical methods are replaced by their equivalent closed form solutions. Unless
stated otherwise, much of the following sections are based on the work presented by

Srivastava and Jermyn [12].

Section presents the problem of shape classification and explains the way
we have chosen to treat it in the Bayesian paradigm by employing the results of
[12]. Sections to present the models we have utilised for the description
of the parameters that take part in the formulation of the problem. In particular,
section explains one of the novelties of our approach by presenting the evaluated
Jeffreys prior for the parameters. However, Jeffreys prior introduces irregularities

and divergences of the result. Section discusses our method of alleviating the

28
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divergences produced by Jeffreys prior which was done by employing regularisation
methods for the prior. Overall, this section presents the solution of the classification
problem and presents a result which replaces some of the approximating methods
presented in [12]. Section presents a comparison between results when using
the method evaluated at section [2.8] and results when using Jeffreys prior of section
. Section presents the remaining computational methods we used for the
solution of the classification problem . The final result constitutes our proposed
classification algorithm in replacement of the algorithm in [I2]. Finally, section

[2.11] presents the concluding remarks of this chapter.

2.2 The problem of classification

As mentioned before, shape is an important feature of objects in question. One
common theme and problem in the study of continuous, closed planar curves is that
in computer simulations one has to deal with noisy and undersampled data where
the use of landmarks and primitives is imperative. Towards this end, we will study
how to classify shapes that are generated by such continuous curves and look how
we can probabilistically classify them into their respective categories; given a set of
pre-determined classes we would like to classify the observed data shapes — we here
define a data shape to be one of the shapes that we observed i.e. an ordered set

of points in R2.

In the approach we take we will represent the objects of interest and their bound-
aries as continuous planar curves (i.e. one-dimensional lines which denote the out-
line of the object) and study their shapes. Our goal is to develop shape models,
statistical procedures and classification methods of continuous planar shapes and
establish the statistical framework needed for their classification. However, since
the testing of our theory involves computer implementation of algorithms, we will
eventually discretise these shapes by sampling their boundaries; however, we follow

the philosophy of discretising as late as possible [115].

The problem of classification is to state how probable it is that a given data
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shape y belongs to a class C'. It can be described probabilistically and can be math-
ematically formulated as the posterior probability of the class in question given the
observed data, that is by P(Cly) where C' € C the class of the object, represented
by the dataset and y € Y is the set of all the observed data shapes i.e. a finite
set of primitives. More specifically, P(C}|y;) is the probability that the observa-
tion y; has been generated by class C;. For the time being we will study planar
shapes so we can take Y to be Y = R?” for n primitives. In a Bayesian framework,
classification is performed by maximising the posterior probability of the class so
constructing a Bayesian classifier and using the Maximum a Posteriori decision rule,

the classification of the data set y can be done with the help of Bayes theorem:

P(yC)P(C)

P(Cly) = =55

(2.2.1)

The classification is then achieved by deciding on C' = argmax. P(Cly). The
prior probability over the classes P(C') can be freely chosen. Without any evidence
on which to base this prior, we choose it to be uniform and hence give equal chance
of each class to appear in our data. Then, the greatest task is to calculate the
likelihood which describes how likely it is for the data to have been generated by a
fixed class. To calculate the likelihood, we will partition it over nuisance parame-
ters that correspond to the data formation process so that the likelihood describes
how the data are formed by the object class; this is the novelty of the geometrical
approach in [I2]. The marginalisation of the likelihood also helps us to break down
its approximation into simpler steps which makes the calculation easier. We now
introduce the variables needed for the partition of the likelihood that provide an
overview of the formation stages and the rise of the algorithm used for the purposes
of classification. Each of the variables will be thoroughly explained in the following

sections.

Let g € G be the group action of rotations, translations and scalings with G =
R™ x (R* x SO(m)), the semi-direct product as described previously in chapter [1],
section [L.5]. Let 8 € B=R™"/(R™x(R*xSO(m))) be a shape which is an object’s

outline modulo Euclidean similarity transformations that from now on we will call
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an example shape; a specific shape outline is then given by gB8. Let s € S, be
a sampling function that places n points around the boundary of the shape. We
will see in section that the model of sampling functions is chosen so that it
reflects our belief that samplings should favour the even sampling and vary around
that. Placing these points on the boundary, the continuous curve s becomes a
set of n discrete landmarks modulo similarity transformations. A particular shape
on which a similarity transformation has acted upon is given by gf8s. Lastly, let
b:[0,..n] = [0,...m] € B be a bijection relating points from [ uniquely to points
of the data shape y. There will also be some inherent noise as part of the data
collection process so we include a parameter o which represents the variance of this
noise. As this is an unknown parameter, we will integrate over it by imposing a
prior which we introduce in later sections. These parameters can be used for the

marginalisation of the likelihood so that:

PGIC) =Y. [ 98 D5 9 do P(ylb. 5.5.9,)PBIPGP(P(OP(AIC)  (222)

be3
The integration measures use calligraphic & to denote their spaces are infinite di-
mensional. In the above expression, in the formulation of the likelihood we have
made the necessary independence assumptions. In particular, b 1 {3, g,C} as bijec-
tions are conditionally independent of a particular shape, transformation or class.
One can say here that bijections implicitly depend on the samplings s only with
respect to the number of the sample points. Samplings around the boundary of
the shape can be done in many ways, for example with respect to the curvature
of the curve however in our work we take s 1L {g,3,C} so that samplings have no
dependence on any particular transformation, shape curve or class. For similarity
transformations we take ¢ 1L 8 because no curve depends on a particular similarity
transformation and they are thus independent of how the curves were formed. We
will discuss the individual marginal distributions of the nuisance parameters in the

sections to follow.

The difficulty of the classification problem lies in the fact that in order to com-

pute the posterior probability via MAP one must evaluate the integrals and thus
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somehow sum over all possible bijections and integrate over all similarity transfor-
mations, samplings and shape curves. In past work [12] 14, [116] the integration
and summation over all nuisance parameters were approximated by Monte Carlo
integration and Laplace’s approximation (saddle point approximation). In partic-
ular, the integration over the curves [ and samplings s were calculated by Monte
Carlo integration. To do so, realisations from the distributions were generated and
the values of the integrand evaluated at these realisations were summed over. The
integration over the similarity group g and the sum over bijections b were carried
out by a Laplace’s approximation which finds the maximal bijection b for the best
transformations g. This used a combination of the Procrustes and the Hungarian
algorithm [I17, 118] to find the optimum solution to the combined registration-
transformation problem with the likelihood being the cost function. The solution to
this combined registration-transformation optimisation problem maximises the inte-
grand and the result of these two integration procedures is an approximation of the
value of the likelihood P(y|C') which, when normalised, gives the MAP estimation

of the posterior probability over the classes given the observed data.

In this thesis, we present in section how, under the right choice of priors, the
integration over the nuisance parameters is feasible using analytical methods which
result in closed form solutions. To construct a fully statistical framework, we develop
probability models and computational methods for our choice of probabilistic models
P(p|C), P(s|B8,C), P(y|b, gB8s) which respectively describe the variability in shape,

samplings and the observation noise.

2.3 Sampling models

In this work, by sampling a continuous, planar curve we mean the placement of a
certain number of ordered points (landmarks) on the curve by a sampling function.
As discussed in chapter , the placement of points around a planar curve most often
depends on external factors such as the particular experiment or the experimental-
ist. This action of discretisation of a curve contributes to the loss of information

about the curve that represents the original shape. Samplings generate primitives
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or landmarks by certain procedures such as edge detection or the experimentalist
himself. This makes the position of the landmarks dependent on the chosen sam-
pling method and for this reason we treat samplings in a probabilistic way. In the
next section we describe the sampling model P(s) and the space that such sampling

functions are being generated from.

Representation of samplings

The problem of matching sampled shapes has been discussed in the past [119)
however the mathematical representation of samplings has not been studied ex-
tensively in the literature. Now, a sampling involves the placement of n points on
a curve. To describe this placement mathematically we need a good representation
and parametrisation of the curve. A natural way a sampling can be parametrised is
with respect to its arc length; then the n points can be placed along the length of the
curve i.e. in the interval [0, L], where L is the curve’s Euclidean length. It is usual
practice to standardize lengths so that the points are placed between 0 and 1, which
makes the actual representation of the samplings easier. As stated in the previous

section, the probability of a sampling is independent of the position, orientation or

scale of the curve which is implicit in equation (2.2.2)).

The placement of n points in the interval [0,1] is equivalent to partitioning it
into n sub—intervals. The first point to be placed will be assumed to be the origin
7 of the samplings and will become an element of the representation. The partition
of the unit interval by n points can be thought of as a probability mass function
with n elements. This allows consistency between probabilities of samplings with
different number of points which implies that the number of the points and their
placement should be considered as separate actions. We now see how samplings can

be represented.

Let I' be the set of all increasing differentiable functions from [0,1] to itself
with the constraint for all v € I" be: 7(0) = 0 and (1) = 1. This is a positive
diffeomorphism of the unit interval. Partitioning uniformly the unit interval in n

sub—intervals we get U = [0,1]/n. A sampling s is then represented by an equivalence
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class [n,7,7v] € N x St x I" where parameters that lead to the same sampling are
identified. Thus, an equivalence class [n,7,7] forms a sampling by the action of
~v on U starting at 7 — the diffeomorphisms push forward the points in U to new
positions where we sample. Since diffeomorphisms are increasing functions in the
unit interval they can be thought of as cumulative distribution functions on [0, 1].
There is a number of possibilities for the representation of such functions of which

we must choose the most efficient for our applications:

1. Diffeomorphisms: an element of I" can be represented by itself; as an increas-
ing function in the interval [0,1] such that v(0) =0 and (1) = 1. The action

of the group of diffeomorphisms is composition which is relatively simple.

2. Probability density: an element of I' can be represented as a positive prob-

ability density so that p=+ = dzl—(T) which is a positive function that integrates

T

to 1.

3. Square-root form: an element of I' can be represented by the square root
of a probability density so that ¢ = \/p with ¢» € ¥ and p € P a probabil-
ity density. This representation coincides with the positive functions whose
square integrates to 1; this is the positive orthant of the unit sphere in the
space L2([0,1]). This representation simplifies the form of the functions and
induces a simple natural Riemannian metric on I'. A big advantage of this
representation and the nature of the underlying space is that geodesics and
exponential maps can be calculated in closed form. In the past the usage of
a different metric was used for the approximation of geodesics by numerical
methods. Srivastava et al. [120] demonstrate the computational superiority of

the square-root form representation.

We must now choose the appropriate representation of sampling functions to
have as much efficiency as possible for our work and applications. As we mentioned
above, one can show that the square-root form of a probability density results in a

simpler manifold, the unit sphere, under the much simpler I.? metric; for the proof
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of this result refer to [120]. For these reasons, the square root form is our chosen
representation and we now discuss how the space I' of the increasing differential

functions is structured under our chosen representation.

2.3.1 The structure of '

Our ultimate goal is to construct probability distributions that represent our trust in
the samplings i.e. the placement of n points on the boundary of an object. The posi-
tive diffeomorphisms on the unit interval form a non-linear manifold on which we can
impose Riemannian structure by choosing an appropriate metric. This allows us to
perform statistics and calculate geodesics between different diffeomorphisms on the
manifold. Thus, we must decide on the choice of the representation of the increasing

differentiable functions and also choose the metric to impose on the manifold.

There are unlimited choices of Riemannian metrics one could impose on T
However, there is a natural choice of metric for the space of probability distri-
butions, the so called Fisher-Rao metric, which defines an inner product on varia-
tions of two probability distributions and has been extensively used in the literature
[121], 122], 123]. The choice of this metric has a geometrical meaning since it is invari-
ant to reparametrisations of the unit interval and the action of the diffeomorphism
group as proved by Cencov [124]. Since, as stated in point 2 of the previous section,
the space of probability distributions P is isomorphic to I', T' inherits this natural
metric which is the one we choose to use. For the proof of the Fisher-Rao metric’s

invariance on I refer to [12] or [120)].

Under the choice of the probability density representation p for the increasing
differentiable functions, the Fisher-Rao metric takes the following form: the inner

product on variations in probability densities at any point p € I is:

1

ds, dp,op’ € T,(T). (2.3.3)
p(s)

(506 = [ dn(s)én'(s)

However, under the square root representation ¢ = /p € ¥, the metric becomes

significantly simpler and transforms into the .2 metric that appeared as part of the
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constraints on v € ¥, which is:

(6, 60"y = fo ()5 (s)ds, 0w, 50 € Ty (). (2.3.4)

Overall, the space V¥ is the positive orthant of the unit sphere and the Fisher-Rao
metric transforms into the L2 Riemannian metric on L2([0,1]) restricted to V.
With this simpler form of the metric, geodesics are great circles on the sphere. The
solution to the geodesic equation for I" under the Fisher-Rao metric and the IL? inner

product is:

d(71,72) = cos™ ({1, 72)w)- (2.3.5)

The geodesics on W between two points ¢; and )y are given by:

1
sin(6)

with (t1,%9)y = cos(#). Finally, for the desired geodesics in I, one can derive that

»(t) =

[sin((1—¢)8)wq + sin(t0)1s] (2.3.6)

v(t)(s) = [; ¥2(¢)(7)dr, using that ¢; = /2. Since ¥ in general is an easier space to
calculate mathematical and statistical quantities, it is easier to compute the wanted
quantities on ¥ and then project the results back to I'. This is of particular use
for the sampling functions and for constructing the desired probabilities on I'. For
the projection of the results between ¥ and I' we need to describe and use the

exponential map.

The exponential map is a map between the tangent space T (V) of the manifold
and the manifold itself which in our case is the LL? unit sphere. We have been
referring to the tangent space in the previous two equations and it is defined in
section [1.5]. The only complication here is that the elements of the manifold are
sampling functions (one possible basis could be Fourier components) so elements of
the tangent space are infinitesimal differences between these functions. The geodesic
on ¥ starting from the point + in the direction of v € T;,(W) is: cos(t)y + sin(t) iy
so that the exponential map from the tangent space T, (V) of U to W is defined by:

expy, (v) = cos(|[v]|) +sin([|v]]) - However [ju[| must be restricted in [0, 7) to avoid
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negative values of ¢/ and hence avoid exp,,(v) lying outside the manifold ¥. For any
two 11, 15 € ¥ the definition of the inverse exponential of 15 is v = exp;ﬁ (1)) which
can be calculated by: u =1y — (19,11 )11 and v = ucos™ (M)

(u,u)

In summary, the space I' of increasing differentiable functions is described by a
manifold equipped with a Riemannian metric and we can now construct probability
distributions on it. Srivastava and Jermyn [12] use the fact that a sampling s can
be represented as (n,7,7v) € NxS! x I'. The probability for a sampling s was then
calculated as: P(s|C') = P(n)P(7|C)P(y|r,C). However, in our work we assume that
P(s) = P(y), which implies that s is conditionally independent of the class C' and we
use a uniform distribution for P(n). For the distribution over the diffeomorphisms
v the choices are enormous however not arbitrary. For example, the points in s
represent the sample points selected by the person extracting the shape from the
laser cloud data and they tend to be evenly spread. We follow [12] and we use the

generalised Gaussian probability distribution which is:

B) = youb -5 5 00)) 237

where d is the geodesic distance calculated under the chosen metric and v = Yo'/

the mode of the Gaussian distribution. We now must make a choice for ~y. The
most natural choice one could make is vy(s) = s and ¢y = 1 because it favours
uniform samplings of the curve with respect to its arc-length parametrisation[} we
choose a Gaussian distribution that has this uniform sampling as its mean and varies
along that. Of course, other choices are possible which may depend on geometrical

properties such as curvature but we leave this for future consideration.

To simulate from such a probability density we need to generate functions that
satisfy the desired restrictions. To do so, we use the exponential map. We need
to randomly generate a function f € Ty (¥) such that |[f|] = 1. We assume that

a function f € T}, (V) can be written as an infinite sum of its Fourier components

!The points in U could remain fixed under 7g, so the curve would be split into n points equally

spaced along its length.
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Figure 2.1: Examples of 10 different diffeomorphisms.

ie. f(t) =X, Crexp(2mimt). We chose this representation because although we
could generate a random function in the time domain, its Fourier series’ transform in
the frequency domain offers a greater smoothness. For computational purposes we
take f(t) = Z]_\K,Q/;l Cyn exp(2mimt) therefore providing an approximation of f. The
complex realisations C,, are generated from a complex Gaussian distribution and
by imposing the constraint C_,, = C}, we ensure the reality condition of the Fourier
components. To also ensure that f is an element of the tangent space T, (V) of W
and that it integrates to zero, we set Cy = 0. Finally, the function f, is calculated via
the inverse Fourier transform and its normalization by Parseval’s theorem. Then,
we generate a distance x of a normal distribution so that x ~ N(0,02) and compute
a random point ¥ () = cos(x )1 +sin(x) f via the pushforward. Here, 1y represents
the mode of the distribution and the starting point on the manifold. In other words,
a random element of W, which effectively represents a sampling function, can be
calculated as going along the geodesic of ¥ starting from )y in the direction of
f. Finally, the random sampling function we are interested in is calculated by:
v(s) = [y ¥?*(s")ds’ which takes us from the square root on ¥ to the functional
representation v € I'. Figure gives a pictorial explanation of the above and
figure shows examples of such generated diffeomorphisms. Figure shows

how such a diffeomorphism pushes forward (in red) the sampled points (in blue).
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Geodesic distance between

19 and v on the manifold ¥

Figure 2.2: A pictorial representation of the observation model
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Figure 2.3: A diffeomorphism pushes forward (in red) the sampled points (in blue)
of the triangle’s boundary.

2.4 Shape models

We now discuss the representation of shapes and how we construct shape models
P(5|C). These models reflect our belief that objects coming from the same shape
class present natural variability within it. In this thesis, we choose different models
to describe particular shape applications; for example the KIMIA database model is
uniform whereas the geological sand bodies’ model is a I' distribution on the aspect
ratio (see chapter [3], sections and respectively for more details). In both
cases we represent shapes as closed planar curves that are parametrised by their

arc-length.

2.5 Bijection models

One of the challenges of the calculation of the marginalised likelihood (2.2.2)), is

the summation of all possible bijections. The bijection model P(b) is assumed to
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be discrete uniform and in particular we assume that there are n rather than n!
bijections. This is a point that we will extensively discuss in section [2.10] due to

the irregularities introduced by the closed form results.

2.6 The observation model

In many cases, the data we observe may be found in a noisy environment so that
the observed data points might be different than the corresponding curve points.
Since any data shape point collection introduces uncertainty and errors in the ex-
periment, we need to find a way to include this in the mathematical model that
describes the observed shapes. One way to treat this variability is to introduce ob-
servational noise that perturbs the points from the original boundary of the shape
according to a probability distribution. The choices here are once again enormous.
We choose the probability distribution imposed on the noise to be white and addi-
tive Gaussian for simplicity. In [I2] Srivastava and Jermyn also include clutter that
is introduced from the background however this type of noise will not be considered
in our work?] Modelling the noise and dissimilarity between any two shapes via a

Gaussian likelihood the form of the model is:

1 1 &
B 5.5.0:0) = oz 0 (503 3ol 00 B

= mexp (—%;bei - aRB(s(b;")) —t|2) (2.6.8)
which models errors in shape point collection as Gaussian white noise where o2 is
the noise variance which can be regarded as a free parameter. Varying o2 changes
the shape of the posterior but not its mode [12]. Depending on the method of
the extraction of the points, our observational points might be different from the
corresponding points on the curves. The noise is taken to be responsible for the

perturbation of the points from their original place. This shows that a given set

of data is supposed to have arisen as a result of a rigid transformation of an ideal

2This reflects the mechanism by which data are provided from geological contexts



2.6. The observation model 42

example shape [ from a particular class with Gaussian noise added to each sampled
point. To express our ignorance of the transformation between the shapes, the
likelihood will be broken into small parts and in particular it will be partitioned

over the nuisance parameters that will be eventually integrated out.

The likelihood function for the complete data is then:

P(y|C) = ), f DB Ds Dg do P(y|b, 8, 5, 9,0)P(0)P(s)P(g)P(c)P(5]C)

beB

-5 [ 9595 99 do exp(—%ﬂélybi—aRﬂ(s(bf»—tF)x

beB
P(b)P(s)P(9)P(0)P(BIC) (2.6.9)

The detailed explanation of the above expression is as follows: a particular data
shape yp, can be regarded as coming from one of the representative shapes 3; which
comes from one of the classes C'. The model assumes that the data shape y; has
arisen by such a representative shape that has been rotated by R, scaled by a and
translated by ¢; this group action is represented by g. A sampling function s places
NN points around the boundary of the shape. Due to data collection errors, Gaussian
noise o is added which perturbs the points from their original places. To compare
the data to the representative shapes of each class the model assumes a bijection
b:[1,..n] — [1,..n] relating each point of the data shape to a unique point of
the idealised example shape. A pictorial explanation of expression is given in
figure . Figure shows the comparison between an “observed” rectangle (in
red) and an “idealised” example shape  from the same class. Figure shows

the comparison between an “observed” circle (in red) and an “idealised” rectangle.

EE&%%/@“ 7 3@

Figure 2.4: A pictorial representation of the observation model
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(a) Comparison between shapes (b) Comparison between shapes

of the same class of different classes

Figure 2.5: A pictorial explanation of the observation model P(ylb, 3,s,g,0)

By making appropriate changes of variables, it is easy to verify that the complete
likelihood enjoys the following behaviours. It has translational symmetry under
y = y +u for any vector u. It is invariant to rotations over the data shape y - Sy
where S € SO(2) and under a scaling y - Ay for A € R*, the likelihood scales as
A72n. We can illustrate these claims by the latter example: to compensate for the
scaling of y one may let 0/ = £, @’ = § and t/ = § Then it is easy to check that
the likelihood scales as claimed provided the priors scale in the appropriately. In
particular, with our use of Jeffreys prior, which corresponds to the Haar measure on
the variables, then this behaviour holds. Similar changes of variable (with the same
behaviour of the priors) suffice to show invariance under translations and rotations.
We will soon see the need to regulate divergences by modifying Jeffreys prior which
will spoil the scaling behaviour unless the regulators are removed but translational
and rotational invariance will be preserved throughout. However, when this is used

to calculate the posterior, such scale factors cancel out so as to leave the posterior

to be scale invariant.

There is one important matter to be discussed at this point. Although the
likelihood appears to scale as A=2", the posterior is invariant under such scalings i.e.

P(Cly) = P(C|A\y) which follows from the scaling of the likelihood L(y) = A=2"LL(\y).
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In particular, one can see by a change of variables that for a constant b, the likelihood
satisfies the relationship: L(y|o/b,a) = bPL(by|o,ab) = bP~2"L(y|o,ab) where p is
some integer. This shows that changes in the scale of ¢ can be reinterpreted (up
to a constant scaling of the likelihood) as changes in the scaling parameter, a.
This generates a question as to whether the inclusion of both the scaling and noise
parameters are needed in the model. Perhaps we could remove the scalings and then
take only o into account or vise versa; in other words we will investigate whether
both parameters are crucial to our analysis. We will ultimately answer this later on

in this chapter when we calculate the posterior.

To investigate the impact of restricting our model to include only one of these
variables, we have to evaluate Jeffreys prior when each of these parameters are

removed from the calculation. We will investigate this in section [2.7.1].

2.7 Similarity transformations and noise model

If we want to describe a configuration that has a particular position, orientation and
scale in space, we need to act on the configuration by a similarity transformation
g € G. Srivastava and Jermyn use a uniform model P(g) on the space G. In
our work, we use a different model to describe similarity transformations and the
noise taking into account our ignorance over them. To reflect our ignorance over
the similarity transformations and the noise variance we chose to model them as
the joint Jeffreys’ prior over this space. Our ignorance in the distribution of these
nuisance parameters stems from the fact that we will not have sufficient information
of the properties of the database that we will discuss in chapter . This is because
we won’t have access to sufficient geological data to form subjective priors. For
this reason, Jeffreys prior is the most appropriate choice as it is unbiased with
respect to the parameters. We shall see later in this chapter, that it is necessary
to modify this slightly by introducing what will appear to be subjective priors to
regulate divergences. However, we will only be interested in a certain limit where
these priors reproduce the result arrived at with the Jeffreys prior we shall derive in

section [2.9].
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It is necessary to explain the choice of the prior model we made for similarity
transformations and the noise variance o. The prior distribution is the joint Jeffreys
prior and was calculated over this complex joint five dimensional space. Jeffreys’
prior [125] is a locally uniform [126] and non-informative prior whose density can be

calculated as the square root of the determinant of the Fisher information matrix

Z(9) ie.

1(¢) o< \/det(Z(5)) o \l det E[alannL] (2.7.10)

0p;  0¢;

where L is the likelihood function which is differentiated over the parameters ¢.

This prior distribution has the special property that it is invariant under re-
parametrizations of ¢ something that is called “Jeffreys’ invariance” and it is re-
quired for the construction of non-informative priors. Jeffreys’ invariance ensures
that a change in the parametrisation of ¢ doesn’t change the answer of an integra-
tion and should yield at the same result; this implies invariance under the diffeo-
morphism group because any changes of the parameters is just a diffeomorphism of
that space of variables. Another special property of Jeffreys’ prior is that it always
corresponds to the left Haar measure; it is conventional to use the left Haar mea-
sure because this corresponds to an “active” transformation rather than a “passive”
transformation. The Haar measure is invariant under the action of the group in the
sense that [ QU = [ 9(Uv) for any group element v. For Jeffreys prior we have that

[|J|dx = [ |J'|dx" where |J'| and 2’ are the variables in some other parameterisation.

Although Jeffreys prior violates the likelihood principle and is flat relative to
the likelihood function, its choice is useful when we have no a priori knowledge for
our problem and hence used as the most unbiased representative measure whose
geometrical interpretation is in terms of our ignorance of the variables in question.
In addition, Jeffreys prior can be improper for many models and although improper
priors are allowed, they may produce improper posteriors. In the next section we
calculate Jeffreys prior for similarity transformations g € G and the noise parameter

g.
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2.7.1 Jeffreys prior

In this section we calculate the five dimensional joint Jeffreys prior for the similarity
transformations g € G and the noise parameter o. To do so, we will form the Fisher
information matrix by differentiating the likelihood function with respect to the
parameters over which the prior is built. These parameters are: the noise o, the
scalings a, the translations ¢ and the rotations R. Since we are only encountering
two dimensional shapes, we will regard translations to be two dimensional so we
take into account both the x and the y component. This results in a 5 x 5 Fisher

information matrix. The marginalised likelihood is:

1 JR ) 2
P(ylb, 5,5, 9,0) = (2ryiom &P (——202 > |yi - aRB(s(b; ")) + 1| )
1=1
1 1 & 2
= Wexp —@;m—amﬁﬂ (2.7.11)

where we have substituted v; = B(s(b;')) and yp, = y; for simplicity. The log

marginalised likelihood is then:

1

L = log(P(ylb, B, 5, 9,0)) = -nlog(2m) - 2nlog(0) - o—

Z |yz - CLR’U,‘ + t|2 =
i1
= -nlog(27) — 2nlog(o)

1 n
T 952 Z(yi —aRwv; +1) - (y; — aRv; + t)
0% =1

(2.7.12)

For the calculation of the scores of the Fisher matrix, we will calculate all the
second derivatives of the log likelihood with respect to the parameters ¢ = {0, a,t,R}
and then compute the expectation of the derivatives with respect to y. The calcula-
tion of the derivatives will be described in the following sections. We firstly calculate
all the diagonal terms of the Fisher matrix and then proceed to the computation of

the off diagonal terms.
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Derivatives with respect to noise o

The first term we calculate is the first diagonal entry of Fisher’s matrix. We find the
derivative of the log likelihood (2.7.12]) with respect to the noise variance o. The

derivatives of the marginalised log-likelihood with respect to o were found to be:

L 2n 1
Z_ 2 _32 . — aRv; + ] (2.7.13)
o g i=1

2 n

g ]15 = 2_” Z - aRw; + t]%. (2.7.14)
g U -1

To complete the calculation of Fisher’s entry we must take the expectation of the

score element ([2.7.14)) with respect to y. That is:

8]L

B(5)- fHd i B 5,5,9,0)) S
(277)%271 f H dez eXp ( 352 Zn: ly; — aRv; - t|2)
(2%)"02" ./ H &y 3 ot Z [yi - aRw; +1] eXp( 12 ZZ: ly; — aRw; - t|2)
oy L3 f [T dy;exp (_T‘_Q > lyj —aRv; - t|2) x

o? (2mo?)r  (2m)ror ot J G4 =i

n 1 n
/ Z; ly; — aRwv; — t|2 exp (——2 Z ly; — aRw; - t|2)

B 2n 1 2n  6n 4n

s - 2\n-1 - 7
=0 T @n)iot o (27TU ) 22 o?(2no?) = i (2.7.15)

Thus, the diagonal entry of the Fisher matrix with respect to o is:

Derivatives with respect to scalings a

The second term to be calculated is the diagonal term of the Fisher matrix with
respect to a. The derivatives of the marginalised log likelihood with respect to

scalings a were found to be:
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% _ _% il [(~=Rw;) - (s — aRw; + ) + (~Roy) - (s — aRw; + )] =
:_%ﬂg[(—Qsz) (i - aRw; +1)]
- 25 2[00 (- altwy + 1) (2.7.16)
o = 7 2 (Rw0): (R = - 3 (Rws) - (o)
_ _% f; Rof?. (2.7.17)

However, because rotations R act as isometries, expression (2.7.17)) becomes
—0_% Yy |'vi|2. To complete the calculation of the Fisher entry one must calculate

the expectation of equation (2.7.17)) with respect to y. This is:

B(02) = [ 10 3 o Blb,6,5.9.0)
8@2 - (27T)n0'2n ; yzo_z - 7 Yy1o, 0,5, 49,
:—;/Hcﬂy-iiwifexp —LG:|yi—aRvi+t|2
(2m)"o?n i ot H 20%
1 n
- LS (2.7.18)
i=1

Thus, the diagonal entry of the Fisher matrix with respect to scalings a is:

E(5%)--% ol

Derivatives with respect to translations ¢

We now calculate the diagonal term of the Fisher matrix with respect to transla-
tions. We will calculate the translations’ derivatives with respect to its constituent
components t, and t,. Writing the equation of the marginalised likelihood ([2.7.12)

in component form, we have:

n

L =-2nlog(c) - Z —aRw; - t|* =
=l

=-2nlog(c) - Z [(yF —a(Roy)" +t,)% + (y! - a(Ruy)Y +1,)%]  (2.7.19)
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Taking the derivatives of equation ([2.7.19) with respect to the x component of

translations first:

L 1 &
272—2—2 —CLR,U +t)—
1 X
=5 2.(yf —aRoy +t 2) (2.7.20)
—1
0’1l 1 &

Similarly and by symmetry, the derivative of equation ([2.7.19)) with respect to the

y component of translations is:

L 1 &
ZT:_Z_Z Y —aRv! +t,) =
Yy
1 n
== > (y! - aRv! +1t,) (2.7.22)
=1
PL - 1&
g (2.7.23)
8ty2 o? z;

The expectation of equation ([2.7.21)) and (2.7.23]) enter into the Fisher information
matrix; they are equal and since they are constants, their expectation with respect

to y is also a constant and equal to:

B(5) =B (%) = -2

Derivatives with respect to rotations R

Rotations can be represented in various ways. However, the calculation of the deriva-
tives of Fisher information matrix with respect to rotations becomes significantly

simpler if we represent rotations R in standard form parametrised by 6:

cosf —sinf

sinf) cosf

Writing equation (2.7.19) in component form including rotations, it becomes:
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L =-2nlog(o) - Z (yi* — a(cos Ov;” — sin Ov;¥) +17)?
i=1
+ (1Y — a(sin Ov;” + cos Ov¥) + t¥)? (2.7.24)

We now find the derivative of equation ([2.7.24)) with respect to 6 which is:

aLL = _QL Z [ (cos Ov;* —sin0v,Y) + t*] - [-a(—sin 6v} — cos Ov}) ]

+2 [y — a(sinOv;” + cos 0v;Y) + Y] - [—a(cos Ovf —sinbv})] ] =
Z [ [(y;* = a(cosOv® —sinGv;¥) +t7) (sin Gv;” + cos Hv;Y) |
i1
—a[(y;¥ - a(sin Ov;" + cos Ov;Y) + t¥) (cos Qv — sin Gv,;Y) | :| (2.7.25)

For simplicity we will differentiate the above expression’s brackets separately and
combine the result. For the first term in square brackets we find that the second

derivative is:

1 n
-=2 [a(a(sin Ov;” — cos Bv;Y)) (sin Gv;” + cos Hv;¥)
i=1
+a(yp,” — a(cos v, —sinv¥) + t*) (cos Ov;” — sin Hviy))]
L & 2(] T y\2
=— —22 a”(sin Ov;® + cos Ov;Y)
0% =1

+a(y;” — a(cos Ov;* — sin Ov;¥) + t*) (cos Ov;* — sin Qviy))]. (2.7.26)

For the second term in the square brackets of equation ([2.7.25)) the second derivative

with respect to 6 is:
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02 ¢

L Z l — a(—-a(cos v — sin Bv;¥) (cos Ov;* — sin Hv;¥)
=1
- a(yY - a(sinOv;" + cos Ov;¥) + t¥) (—sinfv;* - cos Hviy))] =
1 &l . e
- = > |a*(cosv;® - sinOv;¥)
0% i=1
i = alsmtu s costu) + ) smou s costn)| 210

Again, for simplicity we will take the expectations of these two expressions separately

and combine them in the end. The expectation of equation ([2.7.26]) with respect to

Y is:

1 n
E( -2 [aZ(sin Ov;™ + cos Ov;¥)?
0% =1

+a(y;” — a(cos v —sin OvY) + %) (cos Ov;* — sin Hviy))] ) =

= m/ﬂdzyzZl (sin Ov;" + cos Ov¥ )+

a(y;" — a(cos Ov;” —sin OvY) + t*)(cos Ov;” — sin Hviy))]x

1
exp( Y Z ly; — aRv; + t|2) (2.7.28)

However we notice that the second term of the integrand is odd in (y;* - a(cos 6v;* -
sin fv;¥) +t*) so when integrated against the marginalised likelihood which is an even
function, the result will be zero. Thus, the expectation of the above expression is:

— L Y1y a*(sin fv;® + cos Bv;¥)?. Similarly, the expectation of the second term which

we calculated in equation ([2.7.27) is:
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1 & :
( = a’(cosv;® — sin Ov;¥ )%+
i=1

a(y;¥ — a(sin Qv;" + cos Ov;Y) + t¥) (sin Ov;” + cos Qviy))) =

- (271-)710-2710-2 f H d2y2 Z a2(COS v;¥ — sin Qv y)2
a (¥ - a(sinGv;" + cos Gv;) + V) (sin v;” + cos fv;¥) )

exp( 257 Z ly; — aRw; + t|2) (2.7.29)

The expectation of the second term of the above expression with respect to y is
odd in (y;¥ — a(sin Ov;® + cos Ov;¥) +t¥)) so when integrated against the marginalised
likelihood (2.6.8), which is an even function, the result will be zero. The result of
the above expression is: —% >, a?(cosv® —sinfv;¥)2. Combining the results from

both expressions we have:

82]14 1 . 2 . 2
E (_) =-=>a [(cos«%f —sinfv;¥)* + (sin Ov;” + cos OvY) ] =
(o) .
() + (0)?) -

a2|v;? (2.7.30)

Thus the diagonal element of the Fisher information matrix with respect to rotations

6, which is the last diagonal term to be calculated, is:

2L
(%) = T oo

Derivatives of cross terms

In this section we carry out the differentiation of the log-likelihood for all the terms
that fill the off diagonals of the Fisher information matrix. To start with, we calcu-
late the score with respect to ¢ and scalings a. This is:

L 1

dcda o3

[(y; — aRv; +t) - (-Rw;) + (y; — aRw;) - (-Rw;) ] =

( y; —aRv; +t) - (Rv;). (2.7.31)

o EM:

Q
,L

LI
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The expectation of equation ([2.7.31)) with respect to y is:

E(;—? Zn:(yi—aRvi+t)-(Rvi)) =0, (2.7.32)

because the expression is odd in (y; — aRwv; + t) so when integrated against the

likelihood which is an even function, the result will be zero. Thus:

E(%):o

The next calculation is for o and the x component of translations t:

Jodt, o3| &

2 n
oL _1 [22(yﬁ—aRvﬁ+tw)] (2.7.33)

The expectation of equation (2.7.33)) is:

0L 1 LA o .
E(aaatx)'E(ﬁlQ;(% —aRv" +1 )])—0' (2.7.34)

The expression is odd in (y;* — aRv;* +t*) so when integrated against the likelihood
which is an even function, the result will be zero. Similarly and by symmetry for

the y component of translations we have:

L 1|, &
= =23 (s — aRo + 1) | 2.7,
808@ o3 l ;(yz aRv;¥ + )] ( 7 35)

The expectation of equation ([2.7.35)) is:

n

E OL gL 2 (yi¥ - aRv? +t¥) || =0 (2.7.36)
aO'aty - 0-3 i=1 yz ! e o
Thus, the expectation of (2.7.33|) and ([2.7.35|) is:

()~ ()
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Turning now to the 06 component of the Fisher information matrix, we have:

FL 2
0008 o3 ¢

[a(yf — a(cos Ov;" —sinOv;Y) + t7) (sin Qu;” + cos Hv;¥)
-1

—a(y! —a(sinOv;” + cos Ov;¥) +t¥)(cos Ov;” — sin Gv;¥) | (2.7.37)

The expectation of equation ([2.7.37) is:

2 n
E( > [a(yf —a(cos Ov;" —sin Ov;¥) + t7) (sin Qv + cos Hv;¥)

o’ 5
—a(y! — a(sinGv;” + cos 0v;¥) + t¥)(cos Ov;” — sin Gviy)] ) =0. (2.7.38)
The above expectation is zero because it is odd in (y;* —a(sin fv;* +cos fv¥) +t*) and

in (y! —a(sinOv;® +cos Ov;¥) +1¥) so that when integrated against the even likelihood

the result will be zero. Thus:

Il
@)

E (i)

The derivative of the log-likelihood with respect to the scalings a and the z

component of translations ¢, is:

oL 14 ey Zic RoY
o =—;Z(‘(Pwi) )= (172 (2.7.39)

i=1

The expectation of equation ([2.7.39) with respect to y is a constant since it is

independent of y and thus:

(2.7.40)

By symmetry, the expression for the y component of the translations ¢, and the

scalings a is:
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PL 1 Vi1 Rvf
- _ YY) = &=l T
ot,0a o2 2, (=(Rer)") 2

i=1 o

(2.7.41)

The expectation of equation ([2.7.41)) is a constant since it is independent of y:

(2.7.42)

B ( Yic1 (Ruy)¥ ) _ 2t Ru/

o2 o2

E( 9°L ): ey Ryf

dtyda o2

We also note that the second derivative of the likelihood with respect to both

the x and the y component of translations is zero:

2L
S 0 (2.7.43)

so that the expectation of this term is also equal to zero.

IE( L ):0

Oty Ot,

The derivative of the log-likelihood with respect to the = component of transla-

tions and the rotations parametrised by 6 is:

OL 0 1 ia( " — a(cos Ov;” —sinuY) + t7) (sin Ov;” + cosOvY) | =
06,00 o, | o2& : i : T
= —% > a(sinfv;” + cos fv;¥) (2.7.44)
0% =1

The expectation of equation ([2.7.44) with respect to y is:

2 ¢
=1

1 n n
E (—— a(sin Ov;” + cos 91}#)) = —% > (sin 0v;” + cos Ov;¥). (2.7.45)
o 0" =1

%L n :
E (m) = -4 Y1 (sinOv;” + cos Ov¥)
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Similarly, the derivative of the y component of the translations and the rotations 6

1s:

OL _ 9 l—i i(—a)(yly —a(cosOv¥ +sinOv;”) + t¥)(cos Ov;* —sin v, | =
ot,00 ot,| o*4H ’ ‘ ‘ ‘ ’
= % > a(cos Bv;” - sin fu,) (2.7.46)
0% =1

The expectation of equation ([2.7.46|) is:

1 n n
E (—2 > a(cos Bv;” - sin Hv,-y)) = % > (cosBv;” - sin fv;¥) (2.7.47)
0% =1 0% i1

%L :
E (W) = % Vit (cos Ovi® — sin v;¥)

Finally, the derivative of the likelihood with respect to the rotations 6 and the

scalings a is:

0’L 1 &
=——= > [w," — a(cos Bv;" - sin Buv;¥) + t*) (cos Bv;¥ + sin fv;")

000a o2 ]

+a(-(cosOv;” —sin 6v;¥)) (sin Ov;” + cos Ov;¥)
—(yp,? — a(sin v, + cos 6v;Y) + t¥) (cos Bv;” — sin Gv,¥)

+a(sin Qv;” + cos Ov;¥) (cos Ov;™ — sin Hv;Y) | (2.7.48)

However, we note here that the two expressions (y;* — a(cosfv;* — sinfv¥) + %)
and (y;Y — a(sinfv;® + cosBv¥) + t¥) are odd and when integrated against the even
likelihood they will give zero as a result. The expectation of equation (2.7.48)) is

zero overall:

Il
o

E (#:)

We have calculated and now have all the terms to form Fisher’s information
matrix. For convenience in the equations we denote the variables associated to each

row and column. The matrix Z(¢) is:
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o a te ty 0

= 0 0 0 0
g )
a 0 X lvsg)? T, cos Bv¥ —sin Ov! T, sin Bv¥ +cos Ov! 0

o2 o2 o2
¥ cosQu¥ —sin fv? n S sin Qv¥ +cos Gv?
+ 0 >, sin 01}5 +cos fv! 0 _n a >, cos 01}5 —sin fv?
Yy o o o
0 0 0 _a I, sin v¥ +cos v a >1, cos Bv¥ —sin v} a2 M
o2 o2 o2

In order to calculate Jeffreys’ prior, we have to compute the determinant of Z.
This is a long-running calculation and the details can be found in the Appendix.
Here, we present the final result of this calculation. The determinant of Fisher’s

information matrix was found to be:

a’n

IZ(o)| = - 0103Var2(v) (2.7.49)

where Var(v) = Var(8(s(b;')). The overall Jeffrey’s prior is then the square root of

the above expression:

Jo« ————=
o

vn3aVar(v)

It is standard practice to only take into account the parameters we partitioned
over and absorb any other factors and constants into normalisation, so Jeffreys prior

is proportional to:

a Var(v)

od

J o (2.7.50)

To conclude, the model we use for the solution of the classification problem for

%g(“). In the next

similarity transformations and the noise variance is: P(g,0) o
section, we discuss how Jeffreys prior can be used for the integration over similarity
transformations and the noise variance in order to achieve the desired approximation

of the marginalised likelihood and hence the desired shape classification.
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Before continuing we pause to point out to the reader the different Jeffreys priors
which arise depending upon our choice of variables in the model. We now investigate
what Jeffreys prior is in case we remove either the scalings a or the noise variance
o as we mentioned in section . Keeping a and removing o Jeffreys prior is
calculated to be n a Var(v). We will keep this result to investigate the behaviour
of the posterior when we perform the integration over the scalings in section [[2.8.4].

Similarly, the resulting Jeffreys prior when we keep o and remove a the calculated

v/ Var(v)

o3

Jeffreys prior is found to be . We will see the behaviour of the posterior when

using this result in section [2.8.5].

Although the remainder of this thesis is based upon keeping all 5 variables we
will point out how the result of the posterior changes with the choices we mention
above. The effects of removing one of the variables do not seem to be advantageous
which we believe gives weight to the decision to include all five parameters. We will

present these modifications in section [2.§].

2.8 Solving the classification problem

In the previous sections we discussed the models needed to construct the marginalised
likelihood in order to perform the desired classification. The classification of a given
shape in a predetermined class is done by maximising the posterior probability
P(Cly) of the class given the data. To perform MAP, one has to integrate over all
nuisance parameters and build the likelihood. To do this we will have to map the
data shapes to the sample shapes of the existing classes and then compare them.
As mentioned before, in previous work, e.g. Dryden and Mardia [14] or Srivas-
tava and Jermyn [12], an algorithmic approach was taken to the integrals over the
group G thus providing an approximation of the posterior probability. In particular,
Monte Carlo integration was used for the integrals over the shape variable g and the
samplings s. In [12], the integral over transformations g and the summation over bi-
jections b, which is the joint registration and alignment problem, finds the optimum
rotation, scaling and translation which minimises the Euclidean distance between

two configurations. The integration over this group was carried out by maximizing
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the integrand over the integration variables by using both the Procrustes and the

Hungarian algorithm to compute a zeroth order Laplace approximation.

The main contribution of this thesis is the analytic calculation of the Bayesian
integrals in expression . In our work, we carry out the geometrical integration
over the similarity transformations’ group, and the integration over the noise param-
eter o analytically, resulting in a closed form expression. After the transformational
integrations are carried out and the result is in a closed form, the remaining integrals
of the likelihood are approximated by simple Monte Carlo techniques. In the
next section we will describe how the integration of the rigid transformations was

performed and discuss the results.

2.8.1 Calculation of the posterior

For the calculation of the Maximum a Posteriori approximation we need to calculate
the integrated likelihood which is represented by the model in equation (2.6.9). The
likelihood will be integrated over the nuisance parameters that were marginalised
over and that give rise to the formation of the data. Assuming that we have at our
disposal a set of planar shapes such that each is represented by n two dimensional

points around its boundary the marginalised likelihood is:

]P)(y|b7ﬁ7 57970) = W exXp (_é i; ‘ybz - aRﬁ(S(bgl)) + t‘Q) (2851)

where (ﬁ)n is the normalization constant for the collection of n points for each

shape. The likelihood for the complete data set is then:

PGIC) =Y [ 76 75 79 do Wexp (—2%2 il o) — aRB(s(57)) + t|2) y

beB

P(b)P(s)P(g,0)P(BC) (2.8.52)

Of particular interest is the Jeffreys prior we imposed over g € G and the noise

o. In contrast to expression (2.6.9)) the calculation of Jeffreys prior has taught us
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how to combine the priors on ¢ and g so that the expression is now constructed
to be invariant under reparametrisation of the nuisance parameters. Unfortunately,
the result of integrating the complete likelihood against Jeffreys prior was found to
lead to a divergence which in turn leads to a divergent posterior distribution. It is
worth mentioning that Jeffreys prior is improper with respect to its parameters. To
alleviate the divergence that appeared with the usage of Jeffreys prior, we introduced
regulators that regularise the prior and explicitly calculate the resulting integral.
The regularization of divergent integrals is a common technique that is used to
remove divergences, calculate the integrals and then restore the divergence, hence
the original result, by removing the regulators. The result of the integration should
not depend on the chosen regularization and the way to do so is to parametrize
the integral in terms of the regulators; taking the limit of the regulators must give
back the initial integral. There are many types of regularizations, for example the
momentum cutoff or the dimensional regularization are famous in physics; the choice
really lies within the problem. Nevertheless, they all have the same use: to alleviate
all divergences and give a finite result. We chose our regulators so that the end
result of the integration with respect to the group actions of G and ¢ in the limit is

the same as the initial result when using Jeffreys prior.

To overcome the divergence we used a regularised version of Jeffreys prior as the
measure for the integration over the group G. We employed prior distributions on
the parameters g € GG that would act as regulators of the divergences that Jeffreys
prior introduced and make the integrals converge and also smooth out the domain
of each variable. The particular priors were chosen as reasonable choices that also
reflect our beliefs in these parameters and our knowledge about the objects. For
this reason, a Gaussian prior was introduced for translations which had the effect
of artificially removing the previous translational invariance of the posterior with a
physical interpretation of limiting the size of the 2 dimensional domain R? in which
the shape points lie. For the rest of the variables, a flat prior was used for rotations,
a I' prior for the noise parameter o. A Rayleigh prior was used for scalings a,
which had the effect of breaking the scaling behaviour of the likelihood and thus

braking the scale invariance of the posterior by effectively limiting the range of scales
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considered.

In this thesis we will only work with the regularised version of Jeffreys prior. In
the next section this new route employed will be discussed. We will show how we
can alleviate the divergence with the help of the regulators and how we can return
to the old result by removing them. The geometrical meaning and the origin of the

divergence will also be discussed as a conclusion of the usage of the particular priors.
2.8.2 Integration of translations ¢ with a Gaussian prior

The expression that needs to be integrated with respect to translations is:

]P)(y|b7/87 87 g7 O’) = P(y|b7 /8787t7 R’? a? U)

) (27r)1ng2n P (‘% Zn; lyi - aRB(s(b7")) - t|2) (2.8.53)

Extracting the translational dependence from expression (2.8.53|) one has:

1 1 &
POl st o) = oo - 3ol - oo ) -
=1
! L Sy, g (2.8.54)
=—exp|l-=— i — 8.
7 P\ 202 =

where we have defined: Y; = y; — aRB(s(b;')). We had found that integrating
translations against Jeffreys prior produces the first divergence of the result. To
regulate the divergence that the integration of translations introduces we impose a
Gaussian prior which has an effect on the domain of translations. Such a prior has
as an effect to smooth out the divergence and effectively limit the two-dimensional
domain. It provides a cut-off by “concentrating” the favoured translations around

the mean of the prior Gaussian, which is of the form:

P(t) - (ﬁ) exp(—2(|7t2|;2) (2.8.55)
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where D is the regulator we introduced. At the end of the calculation we take the
limit D — oo. Combining equations ([2.8.54]) and (2.8.55), the expression that needs

to be integrated is:

P(ylb, 8,s,R,a,0) = ﬂdg y|b B,s,t,R,a,0)P(t) =
ﬂdzt exp i|Y —t)* |exp (— idi )
(27?)”02” 27TD20'2 202 &1 202D?

(2.8.56)

We extract the normalization constant of the distributions which is now:

1 1 1
7~ (2m)"022n D202 (27)"+lg2n+2 D2

Expression ([2.8.56|) becomes:

(2.8.57)

t[°

1 , 1 , t
IP’(y|b,B,s,R,a,a)—Z[/dt exp( 202;|Y; t| )exp( 202D2) (2.8.58)

We notice that the expression (2.8.58]) is Gaussian on translations t. Taking into

account the exponent only and completing the square on t:

1 n 9 9 |t|2
- Yz t _QYL..t — =
202;0 "+ 12| )~ 533
1 nD2+1|, D*Y™ Y|P Y|V Dyn, Vi
— n + |t— szl _zzfl |Y| + D |2171Y| (2859)

202 D? nD? + 1 202 20%(nD?+1)

Setting n = ”DDQQH, the exponent of the integrand in ([2.8.59|) becomes:

1o |
_521/;

1=1

LYl |5 Y

202 2no?

(2.8.60)

We substitute expression ([2.8.60f) in the exponent of the integral (2.8.58)) and we

continue with its calculation:
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IEI)(/!J|b7 /67 87 R” a? O-) =

- 2 2
1 n 1 & | i KP i1 |}fz|
- = th T t _ - YL 7 _ 7 —
Z ff eXp[ 23 |7 & ]eXpl 270 202
2
L [IZL Yl s Yl [ 20
_1 SRL Y 2.8.61
ZeXp[ 200 207 i (2861)

(Zrh, v)?  sn |y
2no2 202

One notices that the above expression [ ] is similar to the variance
of Y although at this stage this does not have a significant interpretation in terms
of our data. Later, we shall see statistical properties of the data to come naturally
out of our calculations. Now, absorbing all the new constants into our normalisation

we have:

I 1 2mo?
7 (2m)migne2 D2 g
B 1 D2
- (2m)roD2nD? + 1

1

" (nDZ+1)(2m)n0n (28.62)

so that the result after integrating translations is:

n - n 12
P(ylb, 5,5, R, 0,0) = Jexp [ Hpt - T

2102 202

2.8.3 Integration of rotations R with a flat prior

The variable to be integrated now is rotations R which we parametrised by 6. For
the integration of rotations we use the flat prior since the space of rotations is
compact so this choice of prior does not introduce any divergences. Furthermore as
we have seen Jeffreys prior does not depend on the rotations R - the group element
in question. This is because the Haar measure for this group is % so the expression

that needs to be integrated is:

T YR T vl

2no? 202

1
P(ylb. 5,5, R, a,0) = — exp (2.8.63)
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with Y; = y@;) — aRwv;. A convenient representation we chose for rotations is R = etf
so we will transform everything to the complex plane. The inner product between

two vectors of the complex plane takes the form:

PRBATINNCAREINN LD
-3 ET () 3T ()
=ZZY5@- (2.8.64)

where we relabelled and reordered the second term. For simplicity we study sepa-
rately how each of the terms of the exponent in expression (2.8.63|) transforms into

the complex plane. The first term of the exponent becomes:

LYY YV, -
i i g
=2 2 iy —aR Y] > vy - aRZ szyj + Z Z a2|RPoT;  (2.8.65)
i i g
Notice that @ = a since a € R and that [R|2 = RR = ¢e~# = 1. We now expand the

second term of the exponent of expression (2.8.63)):

[yzyz aRuyy; — aRu;g; + |a|2|R|2|vZ-|2] =

M=

~.
]
—_

M:

yil’ ~aR Y iy — aR > vigi + |a? . vgf’ (2.8.66)
i=1 =1 i=1
Combining the two parts of the exponent in ([2.8.65)) and (2.8.66) the desired quantity

(2.8.63]) becomes:

.
1l
—_

111 =
P(y|b7ﬁ7SJR>a’7O—):@[5ZZKYJ_Z|Y;|Q‘|:
i g %
1 |1
?lﬁ;;yzyj_zl”yz |Ol|2 ZZUM |a|22|%|
1 —
—R(% Z chlg] - Zavzgjl) —R(% Z ZC_M_}]yZ - Z(_M_)’yz)‘l
L ? v ] %

(2.8.67)
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Here, we introduce three new quantities because they have an interpretation in

terms of regulated versions of statistical properties of the data and example shapes:

Cov(v,y) = % [Z Vil — < Z szyjl (2.8.68)
[Z |2—%;§ij] (2.8.69)
[Z lyl” - % Z Zyzyg] (2.8.70)

These properties have arisen by introduction of the priors required to regulate di-

vergences. Thus, expression (2.8.67) then becomes:

P(ylb, 8,8, R, a,0) = 1 [ nVar(y) lal* 7 Var(v) —R(%ZZaviyj - Zaviyi)

_R(% Z Z C_L@jyi - Z C_L@Zyz)]
(2.8.71)

Re-labelling and re-ordering the summation of the last term in square brackets we

find that:

P(ylb, 8, s,0,a,0) = # ( AVar(y) - IaIQﬁW))
afirsan pes) ftyzan -y
- % ( ar(y) - |a|2ﬁVar(U)) +
+ QT;[ (cos® +isin®)k — (cosf —isin6)k] (2.8.72)

where we have substituted:

1 _ _
== Z Z av;y; — Z av;i; (2.8.73)
noT i
It is convenient to collect all the terms involving sines and cosines and express

equation ([2.8.72)) as:
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1 T T 1 = .. -
P(y|b, B, s,0,a,0) =552 (—n\/ar(y) - |a|2nVar(v)> * 552 [— cosO(k+k)—isinf(k - k)]
L (—ﬁVar(y) - |a|2ﬁVar(v)) + 1 [-2Re(k) cosO + 2Im(k) sinf]
202 202
1 e e A
=503 (—nVar(y) - lal nVar(v)) * 502 cos(f — ) (2.8.74)

where we made use of the following properties:

~ 2Im(k)
= arctanm (2.8.75)
A=\/(=2Re(k))? + 2Im(k))* = 2K (2.8.76)

We now return to equation ([2.8.74)) in order to carry out the integral over the rotation
group with respect to 6:

— — 2|k
P(ylb, B,s,0,a,0) = % exp [2%‘2 (—ﬁ\/ar(y) - |a|2ﬁVar(v))] exp [% cos(0 - a)]
(2.8.77)
Using a flat prior for 6 since the space of rotations is compact we have:
2w
P(ylb, 8, 5,0,0) = f d0 P(ylb, B, 5,0, a,0)P(0) =
0
1 |
= exXp [T"Z (—nVar(y) - |al nVar(v))] X
2m
/ 9 exp [% COS(Q—@)] (2.8.78)
0o 27 202

Setting 6 — a = z and making use of the periodicity of the cosine function, we now

have:
P(ylb, B, s,a,0) = % exp [2%‘2 (—ﬁm) - |a|%\7a7(7))] [jr_a ;l—; exp ['U%' cos(z)]
:% exp[%(—ﬁ%)ﬁaﬁﬁ%))] I(’O_—zl) (2.8.79)

Recall that:
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k=a (% Y vy - szyz) = —anCov(v,y) (2.8.80)
7 5

i

Thus, expression ([2.8.79)) becomes:

1 1 —— J—— a n|Cov(v,y)
P(ylb, 5,s,a,0) = — exp [T‘Q (—nVar(y) - |a|2nVar(v))] I, | p |

(2.8.81)

where I, is the modified Bessel function of the first kind and of zero-th order. The

result after integrating rotations is:

B0l 55v0,) = § oo b (V) - ¥ )] 1, “A5E)

with the overall normalization coefficient + = W.

Before continuing we return to our choice of prior for rotations. To lend further
weight that df is an invariant measure. We can adapt the work of Wood [127] and
Prentice [128] who showed how to integrate over the generators of rotations in a

compact way. Introduce:

cos(3)

sin(3)

which satisfies 272z = 1. Then X (z) = e?* represents a rotation in SO(2). Wood
noted that X is uniform in SO(2) if and only if z is uniform on S! c R? . We can
rewrite the exponential in the integral of expression (2.8.79) as eT(4 z27)-1 where

K|

A= i . We then need [, d[z] €™ #2)~1 which with the uniform measure
-5

can be written in polar coordinates (r = 1):

2m
%exp(@(:osz) (2.8.82)

0o 27 o2
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as above in equation ([2.8.79). So the uniform measure in S! induces our chosen
prior which is the Haar measure on this space. We will revisit this idea for the more

complicated calculation of the three-dimensional rotations in chapter [5].

Wood has shown how to evaluate the integral in (2.8.82)) by diagonalising xx7.
In such a basis the exponent simplifies and we have checked that this method does
indeed reproduce the Bessel function in (2.8.79)). This was a useful check for the cal-

culation and is a powerful approach which generalises to higher dimensional spaces.

2.8.4 Integration of scalings ¢ with a Rayleigh prior

Before we proceed to the integration of expression ([2.8.3) with respect to scalings
a we will extract part of the integrand that depends on this variable and re-write

everything back in Cartesian coordinates:

a ﬁ’CWy)’ _

2

P(ylb, 8, s,a,0) = % exp [# (—ﬁVar(y) - |a|2ﬁVar(v)>] 1,

o

_ lexp(r; (_ﬁm))) e (_|a|2ﬁm))

Z 202
a ﬁ‘COV(’U,y)‘
< I, _ (2.8.83)
o

For scalings we introduce a Rayleigh prior which will effectively remove the
scaling invariance of the posterior by limiting the effective domain of the scaling
parameters. The Rayleigh prior also has the advantage of being naturally defined
on positive parameters which is what we want for the scale factor a and decays
exponentially to cut off large values of its argument. Furthermore, it will give the
required linear dependence on a when we remove our regulator B so as to reproduce

Jeffreys prior in that limit. This is true because such a prior is of the form:

a -a?
P(als) = = OXp [ﬁ] . (2.8.84)
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We take s < 0 so that s = Bo, where B is the scalings’ regulator that we will to

take to infinity to return to the initial result:

P(a|Bo) =

—a?
eXp[QBQUQ]. (2.8.85)

a
B20?

We acknowledge this is not the only choice of regulator, nor was our choice of
regulator for translations nor will be our choice for the noise parameter ¢. However,
these choices suffice in regularising our divergences and returning the Jeffreys prior
for the appropriate limiting values of the regulators. It is important to note that
our result should be independent of our choice of regulators so that the priors we
have introduced in this section, which appear to be subjective, do not represent
physical information or knowledge of our data but (as we take these limiting values)
are rather mathematical tools enabling us to understand and describe the form of

the divergence that arises in the likelihood.

Integrating expression (|2.8.83)) with respect to scalings a:

P(ylb,5.5.0) = [ Py, 5.5,0.0)P(a)

L1 exp(L (—ﬁ\g@)))

" 7 B%? 202
o0 > n |Cov(v y)’
5 [ PVar(v) 1 ”’ ) ~
/0 da a exp[—a ( 52 +23202 I,]a — = |"
1 1 1 T
= 7 Bt exp (rﬂ (—nVar(y))) x
2
1 1 BZﬁ2|COV(’U,y)|

2(BPivar(v) +1) | 202 (BPiVar(v) + 1)
(2.8.86)

where we have used the following property [129):

00 1 F2
/(; da a exp(-a*E) I,(aF) = ﬁexp(ﬁ)
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After integrating the marginalised likelihood with respect to scalings and rear-

ranging the terms, expression ([2.8.86)) becomes:

2
B?n? ‘Cov(u y)‘

1 1 1
P(y|b, 8,s,0) = = — exp| — | -nVar(y) + —
Z 2(B?nVar(v) + 1) 207 (B2aVar(v) + 1)
(2.8.87)
We again absorb the leading constants in order to make a redefinition of Z:
1 1 1
— (2.8.88)

Z 2(nD?+ 1)(2m)"0%" (B2iVar(v) + 1)

The final result of integrating scalings is:

L B2%72|Cov(v,y) 2
P(y|b7 67 S, U) = % exp (# (_nvar(y) + (B2ﬁ‘Var('u)+1’) ))

As we suggested before, we will investigate the scaling behaviour of the likelihood
when either of scalings a or ¢ is removed from our calculations. As we mentioned in
the previous section when we remove o then Jeffreys prior becomes n a Var(v). This
has the same dependence on a, so little would have changed up to this point. The
marginalised likelihood when using this prior for the group of the transformations

is easily determined by inspection to be:

[ 2
1 1 1 B2 |Cov(v, y)|
P(ylb, B, s) = = — exp| = | -nVar(y) + —
Z 2(B%aVar(v) +1) 2 (B2aVar(v) +1)

(2.8.89)

with Z:

1 1 1
L (2.8.90)

Z  2(nD*+1)(2m)" (B2iiVar(v) + 1)

Despite our discussion that it may not be necessary to include both ¢ and a in

our model, in the case that o is removed, the integrated likelihood (|2.8.89)) suffers
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from bad scaling properties under y - Ay because the exponent picks up a factor of
A2 since this scaling component is in the exponent that would imply that even the
posterior would not be scale invariant with this choice. This is not what we wanted
to achieve with our model of the formation of data shapes, as one of the key desires
was that scale should not matter. In the next section we will see what happens with

the choice of removing a and keeping o.
2.8.5 Integration of o using a I' prior
We write the result after integrating scalings as:

1 1
]P)(y|ba6a870-) = Eexp(

202

(-7Var(y) + G)) (2.8.91)
with G being:

—_— 2
B?n? ‘Cov(v, y)’
 (B2iVar(v) + 1)

(2.8.92)

Expression needs to be integrated with respect to o. For this integration we
will be using a I'(a, () prior on % since o enters the likelihood with this functional
form so it is the natural variable to use. This is a good distribution to use on
parameters that are positive such as # and has the right asymptotic properties to
limit the effect of large values of the noise parameter. As with the Rayleigh prior it
also gives the correct limiting behaviour which yields Jeffreys prior when we remove
the regulator. This will follow from the additional inverse powers of o that will be
introduced by this choice of prior, which we can tune to provide the required result.

To make these statement precise, the prior on ¢ is of the form:

P(o) = — -—= ) d|— 2.8.93
(o) ['(a) \o? P52 o? ( )
whose exponent provides a damping to large values of % The expression that will

be integrated is:
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P(ylb.5,5) = [ P(ylb,B.5,0)B(0) -

:fooo d(%) % exp(z(lj ( nVar(y)+G)) I’Q(Z) (é)wlexp(—é)

(2.8.94)

Extracting the ¢ dependence from the normalization constant and re-ordering the

expression:

w5 7o) oo () (FEEEN () )
Z./ ( )UamgazeXp[(—é)(%M\%@_Gﬂ (2.8.95)

where we have stripped the o dependence out of the normalization so that the

remaining constants are now:

1 1 1 ¢o
Z  (nD?+1)(2m)" (B2iiVar(v) +1) T'(a)

(2.8.96)

Consider the integral of (2.8.95)) with respect to o:

P(y|b,6,s):%v/0wd(%) ﬁexp[(—%)(Qchﬁvf@)_G)] (2.8.97)

This can be simplified by changing variables to x = U—12 so that expression (|2.8.97))

becomes:

1 [ 2C+n -
BlbB5) = [ e aretesp| (2VEWIZEY |
Z Jo 2
1 2¢ +iiVar(y) -G
Ly g oy | 2 Var(y) - G (2.8.98)
Z 2
The final expression of the likelihood with the noise ¢ integrated out is:
2 -n-a
| 1l —  B*? ’Cov(v, y)’
P(y|b,8,s) = = |nVar(y) — — +2¢ 2.8.99
( ) Z W) (B?*nVar(v) + 1) ( )
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where we have absorbed the constants into Z for the final time so that:

1 1 I'(n+a) ¢ 1
Z~ (nD?+1)(2m)" (B2aVar(v) + 1) () 277

(2.8.100)

We here have to note that the above result does not scale in the same fashion as
the likelihood in ([2.6.8)) since the prior we have imposed on scalings breaks the scale
behaviour of the model. Only when ( is taken to zero do we find that the posterior

is scale invariant.

——  B|cov(oy)| e

P(ylb. 8,5) = % |Var(y) - ~Gomemrmy oy + %

This is the final result of the integration over the similarity transformations g € G
and the noise parameter o which we calculated with the help of the regularised

version of Jeffreys prior. Employing this result, the complete likelihood is:

Blb55) =5 [ 98 75 Byl 5, PORE)EC)

|2 -n-a

+2¢[  PO)P(B)P(s)

1 B%n? |Cov('v, Y)
= 98 Ds — |nV: - —
1;3'/ e z|" ar(y) (B?*nVar(v) + 1)

(2.8.101)

As we have investigated the scaling properties of the likelihood when removing

o we will also investigate it when we remove a. So if instead, we keep ¢ and remove

v/ Var(v)

o3

a, then Jeffreys prior is . To find the marginalised likelihood when removing
a we must integrate with respect to ¢ against the Haar measure (which is
Jeffreys prior) on a = 1. The integration leads to a hypergeometric function and
such result exhibits scale invariance; in contrary to when we remove ¢ and keep a,
the marginalised likelihood scales as A" (where r is some power) which leaves the
posterior invariant. The future simulations in this thesis will be based on including
all five original variables. Given the differences in behaviour that arise when either o

or a is removed there is an open question as to how to decide upon which parameter

is superfluous. We intend to investigate both of these possibilities in future work in
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order to better understand the consequences of such a choice. Perhaps then it will
be possible to justify which of the variables is needed; for now we proceed with both
and present the results of doing so as a first exploration of our approach to shape

classification.

In the next section we compare the result of expression (2.8.101)) to the result
obtained when integrating against Jeffreys prior. In the sections to follow, we discuss
how the remaining integrals of expression ([2.8.101) have been calculated and how

they give rise to a classification algorithm.

2.9 Comparison of the two results

To compare the results from the integration of the marginalised likelihood when
using Jeffreys prior and when using its regularised version it suffices to take the limits
of the regulators. Before we do that, we discuss the choice of the regularised priors.
One could argue that many choices of priors could generate the same results as when
integrating against the original Jeffreys prior. However, we chose the ones presented
above not only because they give us the expected result but also because they reflect
our belief in the parameters. In particular, a Gaussian prior on translations shows
our belief that some translations are favoured and are concentrated around the
mean. Such a prior also cuts off very large translations that have small probability
of occurring. The Rayleigh prior on scalings was chosen because it introduces the
extra multiplicative factor of a as in the case of Jeffreys prior but also because only
the positive scalings are included. Lastly, the choice over the Gamma prior on %
was chose to reflect our belief that the noise can only be positive. We now state the

result of the calculation of the integral of similarity transformations against Jeffreys

prior:

ol
n|Cov(v,y)'] "

P(ylb, B,s) oc [ nVar(y) - Var (o)

(2.9.102)

The result of (2.9.102)) can be reproduced by the right choice of the values of the

regulators in expression ([2.8.99)) and we are in the position to do so. It is straight
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forward to decide on the choice of D and B which are taken to be D — oo, B — oo.

In the case of ( is also easy to choose ( - 0 however this is not the case with a. We

take o to be oo —» % and the reason behind that is the fact that we do not compare the

chosen prior against Jeffreys prior but we compare the individual priors to Jeffreys
prior when it is thought of as a measure on % It is easy to see that expression

(12.9.102) corresponds to ([2.8.99|) when we take the limits of the regulators.

We now discuss the divergence produced by the result in (2.9.102)). It is obvi-
ous that the divergence of this distribution is caused when the quantity in square

brackets tends to zero. This is what we investigate now. The vanishing of the

denominator of (2.9.102) occurs when:

Var(y) - % =0
[Cov(v,y)[* _
Var(v)Var(y)
< Corr(v,y) = +1 (2.9.103)

That shows us that the divergence appears when Corr(v,y) = £1 , i.e. when
the data shape vy is either positively or negatively correlated with the sample shape
v. It is fairly easy to understand the meaning of the correlation of two random
variables, however in the case of two vector valued random variables it needs a little
thought. When can two vectors be correlated? Since correlation is linked with the
idea of linearity one could say that two vectors are correlated when they are linearly
dependent i.e. when there is a linear transformation that could generate one from
the other. We notice that the correlation is a quantity invariant to translations and
rotations of both y and v. The posterior is also invariant under scalings since the
extra a? introduced by the covariance in the numerator can be cancelled by the a?
introduced by the variances multiplied in the denominator. Since correlation is in-
variant under similarity transformations, we understand that y and v are correlated
either positively or negatively when one of y or v is generated by the other by some

similarity transformations. This means that the origin of the divergence is apparent
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if and only if y and v are shapes that belong to the same orbit under the action
of the similarity group G. To understand more the geometrical interpretation and

meaning of the particular property we discuss this in the following paragraph.

At this point, it would be useful to introduce a new notation for equation
(2.9.102). The notation is called “bra-ket” and it is a standard notation in quantum
mechanics but is also used to denote abstract vectors in linear algebra. The inner
product of two n-vectors in two dimensions, say @ and y, is denoted by Ty = (x|y)
and the outer product is denoted as xy” = |x) (y|. Using this notation, and making

the substitution '’ = x — & and y’ = y — y we can write:

Cov(z',y") = Zn;(wz ~2) - (yi-y) ="y = (z|y) (2.9.104)
Var(z',x') = Zn;(mz ~z)-(x;-%) =" @' = (x'|x') (2.9.105)

This notation can be very useful for re-writing the result of equation ([2.9.102))

as:

P(mbv 5? 3) o< nvar(yl) -

n|Cov(v’, y’)|2]né
Var(v')
(y'[v') (v']y") ]_”_2

&< (y,|y,> - ('U’|’U,>

o< (y’ I -
[v){v|

The quantity P =1 - W) in equation ([2.9.106) is also recognised as the projec-

[v") (v
{v']v")

y’H_n_Q (2.9.106)

tion operator that projects orthogonally to v’. Writing the result as such it is easier
to interpret it geometrically and we note that the projection operator acts on the
data y. The quantity in square brackets gives rise to the divergence when it is equal
to zero, i.e. when the projection operator acting on y’ equals zero i.e. Ply’) = 0.
That happens when y’ is on the orbit of v’ under the action of GG i.e. when gy’ and

v’ are linked via some similarity transformations so that |y’) = g|v’) = aR |v’) + ¢.
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One could argue here that it would be useful to remove the divergence by remov-
ing and extracting all such y that produce the divergence i.e. all the data shapes that
are linked to specific example shapes by specific similarity transformations. That
could happen by excluding this hypersurface from the integration region. However,
even doing so doesn’t alleviate the problem. Although we are dealing with continu-
ous shapes, when it comes to simulate such data shapes for computational purposes
the problem will be apparent; there will always be a neighborhood around the region
that we extracted in which the quantity in (2.9.106) will be close to singular which
may lead to numerical errors that are hard to predict. However, such a situation
is difficult to appear even if data and example shapes are linked via such similarity
transformations since the intrinsic Gaussian noise would always make sure to alle-
viate such a problem. For the purposes of simulation we retain the regulators (, B
and D, choosing sufficiently large or small values to alleviate the divergence without

changing the classification accuracy.

Here, we should also mention that the primary underlying reason of the cause of
the divergence is the likelihood itself (2.6.8)). The reason is that in the case that y
and v are linked via such similarity transformations so that y* = aRwv + ¢, then the

likelihood becomes:

1 1 : 1
P(y|b767 S7G,R,t,0') = Zexp (_T"Z|y* - CLRﬂ(S(Z)) + t|2) = Z (29107)

which must be integrated with respect to t,R,a,0 and 3. Equation is
constant and so independent of the data and any of the parameters. Integrating it
with respect to t for example, over R? gives rise to the divergence. By default that
shows that choosing the appropriate priors for the integration which smoothed the

integration domain was the correct thing to do.

2.10 The remaining integrals

To obtain the full likelihood we have:
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P(yIC) = Y. [ 98 75 P(slb. 5.5 PO)R(BIC)E(s). (2.10.108)
b
For the remaining integrals over sampings s, shape curves § and the summation over

the bijections b we employed numerical techniques and the summation was carried

out exhaustively. These choices are explained below.

For the integration over samplings and shape curves we employed simple Monte
Carlo techniques [130} I31] of the generalised Gaussian prior that we described in
section [2.3.1]. The form of P(y|b,3,s) is complicated and the integration over
samplings cannot be evaluated explicitly. We thus use Monte Carlo techniques by
generating realisations from the probability distributions of the samplings and the

shape curves and then sum the values of the integrand evaluated at these realisations.

The summation over bijections was carried out exhaustively. In previous work,
where the integration was done numerically, the sum over bijections could be approx-
imated, again in a zeroth order Laplace estimation, using the Hungarian algorithm,
where the summation was treated as a simple linear assignment problem. Our an-
alytic calculation has introduced problems with such a summation. The presence
of the term involving Cov*(B(s(b;')),y:)) complicates the situation and turns the
simple assignment into a quadratic assignment problem. The quadratic assignment
(QAP) [132] is one of the major problems in the branch of optimization and is the
same in nature as the assignment problem; the crucial difference is that the cost
function is quadratic and hence the assignments are not independent. Quadratic
assignment problems are NP-hard [I33], which are a class of decision problems with
no known algorithm that solves them to optimality in polynomial time [I134]. What
is even more interesting, as proven by Sahni [I33], is that any routine that finds
even an e—approximate solution is also NP-hard, thus making QAP problems “the
hardest of the hard” of all combinatoric problems. One solution could be to actually
calculate all possible bijections but this will take a very big amount of time ( e.g. for
30 points around the boundary there are 30! ~ 232 bijections) and still be prohibitive

for any brute force simulation.

Instead of using a Laplace approximation we could approximate the full sum-
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mation using Markov Chain Monte Carlo integration. However, we came up with a
more realistic solution for this. Assuming that the points around the boundary are
ordered and (this is the case of labeled landmarks we discussed in chapter [1]) the
summation can be carried out exhaustively. The reason for this is that the number
of ordered bijections is only n, since each map is uniquely fixed by the starting point
out of n possibilities. We based our decision to reflect the fact that in any realistic
situation an experimentalist would choose to place the landmarks around the outline
of the shape in an ordered rather than in a random way. For example, in the case of
geological sand bodies, although the three-dimensional point cloud is obtained by a
laser scanner, the extraction of the three-dimensional curves is done by an experi-
mentalist geologist. Since this task involves human interaction, we would expect a
deterministic approach to the placement of the points around the boundary of the
three-dimensional shapes. It is part of the deterministic nature of human beings
that they would not treat a problem in a random way but rather in a concise and
structured way. Thus, one would expect that an experimentalist geologist or anyone
involved in an experiment of placing points around the boundary of a shape would

do it in order that the end result would be a collection of ordered points.

This sum over cyclic bijections also implies that our choice of starting position
—that is which of the data shape points and which of the example shape point—
is labeled as the first of the set. This is true because every one of the data shape
points will at some point in the sum be associated to every one of the example shape
points after which the remaining points are compared to one another in sequence.
Furthermore, this decision to treat the boundary points in an ordered way allowed
us to exhaustively calculate the summation over bijections and approximate the

remaining integrals by Monte Carlo techniques.

Summing exhaustively over the bijections and integrating over samplings and
shape curves provides an approximation of the complete likelihood P(y|C). Then

the Monte Carlo estimate for a given class is given by:
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P(Cyly) ~ Y1 Yier T P(ylby, B, s)P(BLICHP(C)

N 2.10.109
Y X Yi S P(ylby, Be. s)P(B|Ci)P(C)) ( )

where k,[ are the Monte Carlo iterations of the curves and samplings respectively
and j is the number of bijections. The above forms the Maximum a Posteriori
estimate of a given class given the observed data shapes. Once the posterior is
approximated, its values can be used for classifying y into a shape class by picking
the class that gives the highest posterior. Using this approximation in combination

with the result of (2.8.101)), we summarise the steps needed to approximate the
posterior P(C;|y) for a given y.

Algorithm:

Forj=102..J
Fork=12,..K:
Forl=1,2,.. L

1. Randomly generate a shape class C; and simulate a shape i ~ P(8|C;).
2. Generate a sampling function «;, ~ P(7y) and use this to place points on (.

3. Associate the points of the data to those of the shape [, through the ;"

bijection.
4. Approximate the likelihood function P(y|C;) by using the result in (2.10.108]).

5. Approximate posterior P(C;|ly) by using (2.10.109)).

The above steps constitute our proposed algorithm for the classification of planar
shapes. For testing this result and evaluating the effectiveness and the stability of
the proposed algorithm, we utilize shape databases and present experimental results

in the next chapter.
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2.11 Concluding remarks

We have investigated the problem of classification and how it can be approached and
resolved in the Bayesian paradigm. We have presented a Bayesian approach which
finds shape classes for a given configuration of points in the presence of undersam-
pled shape curves and observational noise. We have presented how this problem can
be constructed and the models we employ for the description of the parameters. We
have seen that the difficulty of the problem lies in the calculation of the likelihood
which had to be marginalised over nuisance parameters that take part in the forma-
tion of the data. This marginalisation introduced the integration and summation

over the nuisance parameters for which we had to employ probability models.

The models we have used for the description of the parameters followed the work
presented in [12]. However, the novelty of our approach was that for some of the
nuisance parameters, namely the similarity transformations and the noise variance,
we have used a different model which in contrary to the methods of [12], enabled
us to evaluate some of the integrals in a closed form. In particular, the model we
employed was the joint Jeffreys prior which has the special property of invariance
under reparametrisations. Although the results were found in a closed form, Jeffreys
prior introduced irregularities and divergences after integrating with respect to the
above parameters. To alleviate the problem, we used a regularised version of the
prior. The effect of the regularisation was to smooth and restrict the domains of
the parameters and at the same time remove the invariances of the likelihood with
respect to these parameters. However, in some sense, the two results can be regarded
as the same since the removal of the regulators by taking their limit to appropriately

big or small values restores the invariance of the likelihood.

After integrating with respect to the similarity transformations and the noise
variance, the remaining integrals were evaluated by simple Monte Carlo techniques.
The final result is the Maximum a Posteriori approximation of a given class and
this gives rise to a new classification algorithm. The above proposed algorithm can
be implemented computationally for the evaluation of its accuracy and its classifi-

cation efficacy and efficiency when given a shape data set. In the next chapter we
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describe experimental results on estimating the posterior probability P(C;|y) where
we simulate data y according to the data model and then apply the algorithm. In
the next chapter we also investigate the confidence levels of our algorithm and the

success results it returns for a known shape data set.



Chapter 3

Experimental results

3.1 Introduction

In this chapter we discuss the experimental results that we acquired for the estima-
tion of P(C;ly) using the classification algorithm proposed in chapter . For each
experiment we use data that we have simulated according to the data model we chose
for the particular application. We make use of the result of the analytic integration
over similarity transformations and the noise variance that we have presented in
chapter to classify shapes into their respective categories. In this way, we can
evaluate the effectiveness and the confidence we can have for the algorithm. We also
discuss the confidence levels and the success rates of the algorithm when performing
classification. In section [3.2] we present the experimental results we acquired for
the Kimia database. We explain how the data shapes are simulated and discuss the
success rates and the confidence levels of the algorithm for different values of some
of the parameters. We also examine the classification results of the algorithm for
different simulated data sets. In section [3.3] we present the experimental results
acquired for the alphabet database. We perform the same experiments as with the
Kimia database and evaluate the confidence and success results. Section [3.4] poses
the problem of sand body classification. In this section we discuss about the defini-
tion of a geological sand body and their current classification methods. We discuss
how the sand bodies can be extracted and discuss how statistical classification can

be used and our algorithm is utilised so that the underlying geometry of the sand
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bodies is included in contrary to existing classification methods. We also discuss the
confidence results and the success rates of the algorithm. In section 3.5, we suggest
a way of learning the parameters of the shape models for a given sand body dataset.
However, the optimisation algorithm employed for the learning of the parameters
doesn’t return particularly confident results and we debate the reasons behind this
occurrence. Although the learned parameters were different to the ones expected
we substitute them with the ones we assume to be correct. Using these parameters
we evaluate the classification results of the proposed algorithm for the sand body

datasets. Finally, section presents the concluding remarks of this chapter.

3.2 Experiments on Kimia database

For the experimental results in this section we utilise the Kimia database [12], 13|
135] and in particular the combination of Kimia216 and Kimia99. The database
is comprised of binary images and consists of 22 classes of shapes: birds, bones,
bricks, camels, cars, children, man, elephants, spectacles, faces, forks, fountains,
glasses, hammers, hands, hearts, keys, misks, rabbits, rays, tools and turtles. Each
of the classes contains roughly 12 shapes so in total we had approximately 265
shapes at our disposal. Figure shows examples of shapes coming from some of
the classes. The Kimia database was used to evaluate the accuracy of the proposed
algorithm that classifies shapes into a given class. We now describe the process

followed for the experiments.
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Figure 3.1: Examples of binary Kimia images
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3.2.1 Acquisition of the shape boundaries

The Kimia database is comprised of binary images of a “.pgm” form. To work with
the shapes i.e. the one dimensional line of each image, we had to extract their
outlines and acquire their boundaries. Although in our work we assume that the
one dimensional boundaries are available to us, following section [1.2] we describe
the method by which the outlines were obtained. For the extraction of the outlines,
we used the “bwboundaries” [136] MATLAB function which can trace the exterior
boundary of a binary image. It implements the Moore—Neighbor tracing algorithm
[137] which finds the contour of a given graph and terminates when it visits the first
visited pixel for the second time. MATLAB uses an improved stopping condition
“Jacob’s stopping criterion” [I138] which stops the algorithm when the start pixel
has been visited for the second time in the same direction it was originally entered.
The algorithm returns a matrix which contains the coordinates of the boundary
pixels that constitute the outline of the binary image; this is the one dimensional
outline that represents a particular shape. Figure (3.2)) shows examples of obtained

boundaries of shapes coming from the Kimia database which were extracted with
the above method.
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Figure 3.2: Extracted outlines with the Moore-Neighbor algorithm
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3.2.2 Generation of data shapes

For the classification of new observed data shapes we simulate a data set with
realisations from random classes of the Kimia database. Since we assume that each
of the acquired observations has been generated by an idealised closed, planar curve
we use these for the generation of the observed data shapes. The process is as follows:
we choose a random binary image from a random class of the KIMIA database. The
boundaries of the chosen images are extracted by the described Moore-Neighbor
algorithm. The extraction method returns the coordinate values of the boundary
pixels which is the discretisation of the underlying closed planar curve that we
chose to represent all our shapes. Since the discretisation of the underlying curve
returns more landmarks than is necessary we randomly select a subset of these to
represent the data shape. We then assign a random rotation, scale and translation
to the chosen landmarks and add isotropic Gaussian noise to each of them. This is
the final result which represents the observed data shape. Figure illustrates

examples of generated data shapes from the Kimia database as described above.
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Figure 3.3: Examples of data shapes

3.2.3 Generation of example shapes

As we mentioned in the previous chapter, to perform classification of new observed
data shapes the probability of each class has to be evaluated through the approxi-
mation algorithm we proposed. This involves the marginalisation of the likelihood

with respect to nuisance parameters that are involved in the data formation process.



3.2. Experiments on Kimia database 87

Although some of the results were found in closed form solutions, we were not as
lucky with the integration of others for which we employed Monte Carlo integra-
tion. One of the nuisance parameters that has to be integrated is the shape curve
26 which effectively compares the data shapes to all possible idealised curves of all
available classes under the chosen prior shape model P(3|C). The shape model is
then used for the integration of the marginalised likelihood over all possible curves
25 P(5|C). Since in the Kimia database we have no prior information about the
curves or any special characteristics that they bear we choose to represent the shape

models by a uniform distribution.

The shapes in the Kimia database are not described by parameters following
a probability distribution; instead each class has a few ideal shapes. To sum over
all curves, the observed data shapes must be compared to the available idealised
example shapes of the given class. For this comparison we need to form all idealised
example shapes of the available classes. Since the Kimia database has 12 images
for every class, we suggest that these can be assumed to be all the representative
idealised shapes of a given class. Then the integration over the curves 3 is done by
comparing the data shapes to all 12 idealised example shapes of all classes (in total
256 shapes) and in the end by summing over all classes against P(5|C'). For the
generation of the example shape we use the following technique. We firstly extract
the outline of shapes by using the described Moore-Neighbor algorithm. As before,
we randomly choose a subset of the generated landmarks. We linearly interpolate
between each pair of points and then apply a diffeomorphism, as described in section
[2.3.1], so that the diffeormorphism pushes forward the chosen points from their
original place to a new position. The diffeomorphism is applied for practical reasons
so that we can evaluate the Monte Carlo integration of the likelihood for both the
curves  and the samplings s simultaneously. In other words, we generate random
realisations from P(S3|C) and each one of them is evaluated at a different realisation

from P(s). Examples of generated sample shapes are shown in figure (3.4)).
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Figure 3.4: Examples of sampled idealised example shapes

3.2.4 Confidence and success results

In this section we investigate the properties of the classification algorithm we pro-
posed in chapter [2]. The posterior probability of a class P(C|y) can be approxi-
mated by:

B(Cly) o< Y [ 98 75 P(ylb, 3. 5)P(D)P(s)P(AIC)P(C)

beB

where we have analytically integrated over all similarity transformations. To fully
approximate the posterior distribution of a class C' one needs to integrate over the
remaining nuisance parameters namely the samplings s, the shape curves § and
sum over all bijections. The summation is calculated exhaustively and we would
like to remind the reader that because we are summing over cyclic bijections the
result is invariant to the choice of the first data point; this is the case for both the
Kimia and the alphabet database. However, the integrals over s and § must be
done by simple Monte Carlo techniques. This increases our uncertainty over the
results due to the randomness of the procedure. For this reason, in this section we
examine the confidence levels and the success rates of the algorithm as we vary these
parameters that can affect the accuracy of the classification results of the algorithm.
In the next subsections we present the results we found for the different values of the

samplings s, the number of landmarks and, in the case of the sand body database,
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the iterations over the curves (3; this is not included in the Kimia and the alphabet

databases since they both have a discrete number of idealised curves in each class.

Confidence level for Monte Carlo iterations of samplings

In this section we present the confidence levels of the algorithm and explore how
much they vary as the iterations over the sampling integration increase. To produce
the graphs of the Monte Carlo iterations we used the following process. We simu-
lated a data shape whose underlying shape class was picked randomly with equal
probability. It was created by the method explained in section [3.2.2] with 40 land-
marks around its boundary. The added isotropic Gaussian noise was kept relatively
low at £ = 0.3 x 1072, For comparison, the noise level is given in terms of the arc
length of the curve, L which is usually taken to be equal to 1. That means that if
o = 0.3 x 1072 then the observed data shape y is simulated and the noise perturbs
each of the boundary points at 0.3 x 1072 times the length of the true curve. We
then performed classification by using our proposed algorithm whilst varying the
number of the sampling iterations and keeping other parameters constant. In the
next subsection, we investigate the sensitivity of our results to larger and smaller

values of ¢ in order to better understand how resilient this approach is to noisy data.

Since we work with the regularised version of the likelihood (3.2.1)),

Bt 6,5) =3 | 28 95 Blolb, 6, 5YEOIB(AIC)E)

—n—o

B%n? |COV(’U, y)|2
(B?nVar(v) + 1)

:Z[@B@s% fiVar(y) -

beB

+20[  PO)P(BIC)P(s)

(3.2.1)

we need to choose the values of the regulators. For the following runs the values of
the regulators were chosen to be: B =10%, D =105, a = 1.5 and ¢ = 0.1. The variance
of the generalised Gaussian of the diffeomorphisms was chosen to be o, = 1.5.
Once we have approximated the posterior probability of the classes P(C;ly) the

observed data shape y can be classified into the shape class by ranking the classes
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according to the posteriors and picking the highest. Since the data shape y was
simulated from a known class we can compare the estimated class to the true class.
For the following results the Monte Carlo iterations of the sampling were increased
to 500 for 18 different runs (simulations of the data shape y). A deeper analysis
would ideally involve the study of the dependence of the classification results on
the limiting values chosen for the regulators. It is important that these values are
suitably chosen such that our results are not unduly sensitive to variations in these
parameters which therefore defines how large or small these variables ought to be
taken in any future application of the work in this thesis. We leave this study for

future work in the interests of demonstrating here the validity of our model.

The following graphs provide the confidence levels for 6 out of the 18 different
runs of the algorithm. Omne notices that the confidence level is stabilised for a

threshold € = 0.01 after 20 iterations.
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Figure 3.5: Confidence levels against 500 sampling iterations s

In the following 4 graphs the scale of the graphs helps to confirm that the algo-

rithm stabilises after 20 iterations. The confidence levels for the above mentioned

parameters vary from 26 to 46 percent which are relatively small but one has to

bear in mind that the confidence levels are also affected by other parameters such
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as the number of points.

Pastarior probabilty

Figure 3.6: Confidence levels against the sampling iterations s

Confidence levels for o

In this section we present how the confidence levels of the algorithm vary as the
Gaussian noise ¢ increases. This experiment is important to determine at what
point the noise is too great for the algorithm to perform as intended. To produce the
graphs of the Gaussian noise we used the following process. We simulated 40 data
shapes whose underlying shape class was picked randomly with equal probability
from the Kimia database. They were created by the method explained in section
with 40 landmarks around their boundary. Starting from the base data shape
with zero noise we have added Gaussian noise in increments of 0.15 x 1072 to each
of the remaining 39 shapes. We then performed classification using the minimum

number of Monte Carlo iterations needed for the classification. This experiment
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was conducted in order to identify the impact of the observational noise on the

classification results of the generated data shapes.
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Figure 3.7: Confidence results against Gaussian noise o

The graph above represents the average classification rates for each level of noise
added in the 40 data shapes. One notices that the classification levels drop from
25% to 20% as the standard deviation of the added noise increases from 0.2 x 1072 to
1.4x1072. There are two points to make here. Firstly we notice that the classification
levels are relatively low and secondly the increase of the Gaussian noise has the effect
one would expect. As the noise o increases the classification levels drop by 5%. We
would expect the same behaviour if the noise would increase even more, but have

focused on small increases of ¢ in the interest of brevity and simulation efficiency.

Success rates for Monte Carlo iterations of samplings

The following graphs present the success rates of the algorithm against the sampling
iterations. The y-axis represents the number of correct classifications for the 20

shapes of each run. For each individual run the data shapes were generated with 25
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points and the noise was kept relatively low at o = 0.3 x 1072. One notices that the
success rate stabilises after 20 iterations (in some cases after 10 iterations) and the

success rate ranges from 85 to 90 percent. For simplicity, we present 6 out of the 20
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Figure 3.8: Success rate against the sampling iterations for 20 different shapes

In summary, although the confidence levels of the algorithm against the sampling
iterations remain relatively low, 26 to 46 percent, the algorithm converges to the
level value after 20 iterations. The same behaviour is noted when we examine the
success rates whilst the sampling iterations vary. The success rates range from 85

to 90 percent and the results imply that 20 sampling iterations are enough for such
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a high success rate although the confidence levels are low.

3.2.5 Classification results

To classify the observed data shapes, we evaluate and approximate the posterior
probability for each of the classes via the proposed algorithm in chapter . The
observed data shapes are then classified to the class that assigns the highest posterior
probability to it. Since the data shapes y have been generated by known classes it
is easy to evaluate how the algorithm performs by comparing the estimated classes

to the true classes.

Obtaining the values of the minimum Monte Carlo iterations needed for stable
confidence levels we can now proceed to the classification of observed data shapes.
For the following experiment we simulated 10 different shapes from the same class
for 10 different runs. We then approximated the posterior P(C;|y) and picked the
highest posterior which effectively gave the class in which the shapes were classified
which evaluates the performance of the algorithm. The following 10 shapes were
generated from the class of “bones”. The shapes were generated with 30 points and
the noise’s standard deviation was o = 0.4 x1072. The sampling iterations were fixed
to be 20, the minimum number that is needed for the confidence results to stabilise.
The first graph presents the 10 simulated shapes to be superimposed whereas the
second one shows one example of such a shape. For simplicity, we present 4 out
of 10 classification results. The success rate for these 10 runs was 90 percent with
9 out of 10 shapes being classified into their respective category correctly. For the
correctly classified shapes the confidence levels ranged between 26 to 35 percent with
the average confidence level at 33 percent. In the misclassification case, presented
in the last graph, the observed shape is classified as a “tool.” This is an expected
behaviour since the classes of bones and tools are very similar. However one notices
that although the confidence level for the class tool is 26 percent, the second higher

posterior is for the class of bones with confidence level of 25 percent.
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Figure 3.9: Classification results for the class of bones

The next 10 shapes were simulated from the class of “camel.” For the simulation

of the observed data shapes we used 40 landmarks and the standard deviation of the

added noise was o = 0.5 x 1072 which is regarded to be high. This is also reflected in

the results where the success rate is 40 percent with only 4 out of 10 shapes classified

in the correct category. The last three graphs present three misclassification rates
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where the data shapes are either classified as face, rabbit or misk. This is due to the

similarity of the classes but also due to the presence of the high noise which causes

the classification levels, even when correct, to be kept quite low between 13 and 23

percent with an average confidence level at 19 percent.
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Figure 3.10: Classification results for the class of camels

The next 10 shapes were simulated from the class of “forks.”

For their simulation
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we used 40 points and the standard deviation of the observed noise was o = 0.4x1072.
Although this run was done with the same number of points as in the previous run,
the presence of the lower noise pushed the success rate to 90 percent; 9 out of 10
shapes were classified correctly. The second highest posterior is usually attributed
in the class of camels as can be seen in the second graph. In addition, in the
one case of misclassification the shape was classified in the class of camel. The
lowest classification level was 23 percent whilst the highest was 90 percent with the
average confidence level to be 58 percent. This shows that the classification levels
are sensitive to the presence of noise and an increase of 1073 can cause a fall of 70

percent in the confidence.
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Figure 3.11: Classification results for the class of forks

The next 10 shapes were simulated from the class of “hammers.” For the gener-

ation of the data shapes we used 50 points and the standard deviation of the noise

was 0 = 0.4x 1072, In this case, the success rate was 80 percent and the classification

levels ranged from 45 to 92 percent with 7 out of 8 correct classifications to have



3.2. Experiments on Kimia database 100

confidence more than 60 percent. The average confidence level was 78 percent.
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Figure 3.12: Classification results for the class of hammers

The next 10 shapes were simulated from the class of “hands.” For the generation
of the data shapes we used 50 points and the standard deviation of the noise was

o = 0.8 x 1072 which is regarded to be extremely high. The 10 simulated shapes were
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all correctly classified into their respective category with confidence levels ranging
from 26 to 75 percent with the average confidence at 40 percent. Although in 8 out
of 10 cases the confidence levels were close to 30 percent, the highest posterior was
very distinguishable in comparison to the second highest posterior which was close
to 10 percent. Although the noise in this case is extremely high and the number
of points medium, the high success rate of this experiment is due to the fact that
the particular class is quite distinct and recognisable in comparison to other classes
(for example the class of bones is easily mistaken and misclassified as a tool or a

hammer).
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Figure 3.13: Classification results for the class of hands

)

The last 10 shapes were generated from the category of “tools.” For the simu-
lation of the data shapes we used 80 points and the standard deviation of the noise
was o = 0.5 x 1072, There were 9 out of the 10 shapes classified correctly and the

confidence results were in all cases more than 90 percent with the average confidence
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reaching 93 percent. In the misclassification case, the data shape was classified as
a bone with probability almost 80 percent. Although the noise was kept at a high
level we see that the confidence levels are much higher than when the noise was kept
low but the number of point was 40 or 50. It appears that the higher number of

points compensates for the high level of noise.
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Figure 3.14: Classification results for the class of tools
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To investigate the classification levels for different numbers of points we classified
data shapes from the same class and with stable noise as the number of points
increased. The experiment was run 10 times with the number of points ranging
from 10 to 100 and the noise being o = 0.2 x 1072. The 5 graphs in figure (3.15))
present the results of 5 runs for the class of “tools.” One notices that in the case
of 10 and 20 points the data shapes are misclassified whereas for 30 points the
classification level is 25 percent. For 50 points the classification levels approach 70
percent and for more than 60 points the confidence is more than 90 percent. The
last graph presents the time in hours for a single run as a function of points which

shows that for a large number of points the algorithm is computationally expensive.

The following experiment was run 10 times with the number of points ranging
from 10 to 100 and the noise being o = 0.2 x 1072. The 5 graphs in figure
present the results of 5 runs for the class of “hands.” One notices that in the case
of 10, 20 and 30 points the data shapes are misclassified whereas for 40 points the
classification level is 45 percent. For 50 points the classification levels approach 68
percent and for more than 60 points the confidence is at 100 percent. The last graph
presents the time in hours for a single run as a function of points which shows a

similar behaviour as in the case of class of tools.

Overall, we performed 10 runs for 10 shapes each. These 100 shapes came
from the classes of bones, camels, forks, glass, hammer, hands, hearts, key, rabbit
and tools. For the 10 runs, the average classification level was i = 59% + 7% and
the average success rate was 80% + 5%. That means that in average 8 out of 10
shapes were classified correctly with an average classification confidence of 59%. The
algorithm is sensitive in the presence of too few points or too high noise however
it seems that a high number of points can compensate the high noise. It is also
noticeable that the algorithm does not perform well when the number of points
is quite small. However, when the number of points increases to 40 points the
classification levels become high and in most cases more than 60 percent. In this
case, the success rates are also quite high and in most cases more than 80 percent.

As soon as the number of points increases to more than 50 the confidence levels
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become almost more than 90 percent depending on the noise. However, when the
number of points becomes more than 50 the algorithm becomes computationally

expensive with the computational time being more than 5.5 hours.

3.3 Experimental results on letters

The second database we used for the experimental results was the alphabet database
which we created ourselves. We made the database as a collection of binary images
of the alphabet. Each class of letters (i.e. each letter of the alphabet) was comprised
of six different types of fonts: tahoma, times new roman, arial, calibri, sans sherif
and courier. In total, the database was comprised of 156 binary images. As with
the Kimia database, the shape models P(S|C) we employed here are uniform since
we have no prior information about the curves or any special characteristics that
they have. For the generation of the example and the data shapes we used the same
techniques as with the Kimia database which were described in section and
[3.2.3]. Figure shows examples of letters coming from all six fonts of letters
T and W and figure shows the extracted boundaries of the letter T with
the Moore-Neighbor algorithm. Figure (3.19) shows examples of sampled example
shapes and figure shows examples of generated data shapes. In this instance
of course the application of our algorithm comes with a warning; ordinarily the
orientation of letters is crucial (for example W versus M and C versus U) whereas
our likelihood has been constructed to be invariant under rotations of the data. This
section should be understood as a general test of our algorithm which is used for
demonstrational purposes and not as a serious proposal for recognition of written

letters.

In the next sections we describe the success rates and confidence levels of the al-
gorithm with respect to different varying parameters and we discuss its classification

accuracy.
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Figure 3.17: Examples of binary letters

Figure 3.18: Extracted outlines with the Moore-Neighbor algorithm
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Figure 3.20: Examples of data shapes

3.3.1 Confidence and success results

In this section we present the confidence levels and the success results of the algo-

rithm as we vary different parameters. The procedure we followed is the same as for

Kimia database as described in section [3.2.4].
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Confidence levels for Monte Carlo iterations of samplings

In this section we present the confidence levels of the algorithm and how much they
vary as the iterations over the sampling integration increase for the letter database.
To produce the graphs of the Monte Carlo iterations we used the following process.
We simulated a data shape whose underlying shape class was picked randomly with
equal probability from one of the letter classes. It was created by the method
explained in section [3.2.2] with 40 landmarks around its boundary. The added
isotropic Gaussian noise was kept relatively low at o = 0.2 x 1072, As explained
previously, the noise level is in terms of the arc length of the curve which means that
if 0 =0.2x 1072 then the observed data shape y is simulated and the noise perturbs
each of the boundary points at 0.2 x 1072 times the length of the true curve. We
then performed classification by using our proposed algorithm whilst varying the
number of the sampling iterations and keeping other parameters constant. Since we
work with the regularised version of the likelihood (3.2.1)), we need to choose the
values of the regulators. For the following runs the values of the regulators were:
B =105 D =10% a =15 and ¢ =0.1. The variance of the generalised Gaussian of
the diffeomorphisms was chosen to be g5 = 1.5. For the following results the
Monte Carlo iterations of the sampling were increased to 500 for 20 different runs

(simulations of the data shapes y).

The following graphs provide the confidence levels for 6 out of the 20 different
runs of the algorithm. One notices that the confidence level is stabilised for a

threshold € = 0.02 after 20 iterations as with the case of the Kimia database.
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Figure 3.21: Confidence level against the sampling iterations
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In the following 4 graphs the scale helps to confirm that the algorithms stabilises

after 20 iterations. The confidence levels for the above mentioned parameters, vary

from 30 to 90 percent.
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Figure 3.22: Confidence level against the sampling iterations

Confidence levels for o

In this section we present how the confidence levels of the algorithm vary as the
Gaussian noise ¢ increases. This experiment is important to determine at what
point the noise is too great for the algorithm to perform as intended. To produce
the graphs of the Gaussian noise we used the following process. We simulated 40
data shapes, twice, whose underlying shape class was picked randomly with equal
probability from the letter database. They were created by the method explained in
section [3.2.2] with 40 landmarks around their boundary. Starting from the base data
shape with zero noise we have added Gaussian noise in increments of 0.2 x 10~2 for
figure and increments of 0.5x 1072 for figure in each of the remaining
39 shapes. We then performed classification using the minimum number of Monte

Carlo iterations needed for the classification. This experiment was conducted in
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order to identify the impact of the observational noise on the classification results

of the generated data shapes.
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Figure 3.23: Confidence results against Gaussian noise o

The graphs above represent the average classification rates for each level of noise
added in each of the two runs of the 40 data shapes. One notices that, as in the case
of the Kimia database, the classification levels presented in figure show that
classification results drop from 90% to 77% as the standard deviation of the added
noise increases from 0.2 x 1072 to 1.6 x 1072. The classification levels presented in
figure drop from 80% to 74% as the standard deviation of the added noise
increases from 0.5 x 1072 to 2.5 x 1072, As in the case of the Kimia database, the
results are as expected; the increase of the Gaussian noise impacts the classification

results which drop almost 20%.

Success rates for Monte Carlo iterations of samplings

The following graphs present the success rates of the algorithm against the sampling
iterations. The y-axis represents the number of correct classifications for the 20
shapes of each run. For each individual run the data shapes were generated with 30
points and the noise was kept relatively low at o = 0.3 x 1072. One notices that the
success rate stabilises after 20 iterations and the success rate ranges from 45 to 75

percent. For simplicity, we present 6 out of the 20 runs.
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Figure 3.25: Success rate against the number of points

3.3.2 Classification results

To classify the observed data shapes, we evaluate and approximate the posterior
probability for each of the classes via the proposed algorithm in chapter [2]. The
observed data shapes are then classified to the class that assigns the highest posterior
probability to it. Since the data shapes y have been generated by known classes it
is easy to evaluate how the algorithm performs by comparing the estimated classes

to the true classes.

As in the case of the Kimia database, for the following experiment we simulated
10 different shapes coming from the same class for each of the 10 runs. We then
approximated the posterior P(C;|y) and picked the highest posterior which effec-
tively gave the class in which the shapes were classified. We can then evaluate the
performance of the algorithm since the shapes are generated from a known class.
The following 10 shapes were generated from the letter “B”. The shapes were gen-
erated with 30 points and the noise’s standard deviation was o = 0.4 x 1072, The
sampling iterations were fixed to be 20, the minimum number that is needed for the
confidence results to stabilise. The first graph presents the 10 simulated shapes to
be superimposed whereas the second one shows one example of such a shape. For
simplicity, we present 4 out of 10 classification results. The success rate for these
10 runs was 70 percent with 7 out of 10 shapes being classified into their respective

category correctly. For the correctly classified shapes the confidence levels ranged
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between 38 to 68 percent with the average confidence level at 52 percent. In the
misclassification cases, the letter B is classified either as a D or an O. The data
shapes are created with 30 points in the presence of noise so this is an expected
behaviour since these classes are very similar. One notices that even in the cases
that the data shapes were classified correctly, the two higher posteriors after class

B belong to class D and class O.



3.3. Experimental results on letters

117

045
04
R TS
**;" UL TR I "
2y S
£ = e
035 # *#S*
Hey ’“{QQ
e e
* .
03 »., -
s . T
P "
. - e
- o
S &
*
0z e, ?’-:*
K b
s
W et P, 5
I I e ¥
3 ¥
o . . . )
0z 0zs 0s 09 04

Postarior probability

ABCDEFGH IJKLMHNOPQR

05
LES
018k
orh
005
o M S | P

STUVWXY2Z

Posterior probability

ABCDEFGH I JKLMNOPGQR

1 | |

STUVW XY Z

Posterior probability

Posterior probability

T H *‘\-,;
:"T ~— ;7‘\\>
l\T e
\ =
1 Y
i b
by d

ABCDEFGH IJKLMNOPQR S STUVWXY?2

ABCDEFGH I JKLMNOPQRS TUVWXY¥Z

Figure 3.26: Classification results for the letter B

The next 10 shapes were simulated for letter E. For their simulation we used 50

points and the standard deviation of the observed noise was o = 0.7 x 10-2 which is

considered to be relatively high. The success rate for this run was 90 percent with 9

out of 10 shapes classified correctly. The classification levels for the letter E ranged
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from 60 to 100 percent with an average classification level of 87 percent. One should
mention that the high confidence levels are mainly due to the fact that letter E is

quite distinguishable in comparison to other classes of letters.
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Figure 3.27: Classification results for the letter E

The next 10 shapes were simulated for the letter G. For their simulation we used
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50 points and the standard deviation of the observed noise was o = 0.6 x 1072 which
is lower than the noise used in the case of letter E of the previous run. Although
this run was done with the same number of points as in the previous run and in
the presence of lower noise the success rate was 70 percent. In the misclassification
cases, 2 shapes were classified as a C and one as an F. In the case where letter G
was correctly classified, the next higher posterior was for letter C which shows that
the two classes of letters are quite similar and not easily distinguishable. The lowest
classification level for letter G was 55 percent whilst the highest was 98 percent with

the average confidence level to be 74 percent.
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Figure 3.28: Classification results for the letter G

The next 10 shapes were simulated from the letter Q. For their simulation we

used 40 points and the standard deviation of the observed noise was o = 0.6 x 1072,

The success rate was 40 percent since letter Q is very similar to letter O or letter D.

In all misclassification cases letter Q was classified either as an O or a D. In the case



3.3. Experimental results on letters

121

of correct classifications, the confidence level ranges from 30 to 88 percent with the

average confidence being 55 percent which makes letter Q) in the threshold of being

distinguished from other letters.
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Figure 3.29: Classification results for the letter Q

TUVW XY 2Z

The next 10 shapes were simulated from the letter T. For their simulation we
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used 40 points and the standard deviation of the observed noise was o = 0.5 x 1072,
Although in this run we used the same number of points and lower noise than for
letter Q the success rate was 60 percent. The confidence level ranged from 43 to
98 percent with the average being 81 percent. The choice of a more distinguishable

class of letter increases the confidence for about 30 percent.
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Figure 3.30: Classification results for the letter T
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The last 10 shapes were generated for letter Y. For the simulation of the data
shapes we used 80 points and the standard deviation of the noise was o = 0.8 x 1072
which is considered to be extremely high. There were 5 out of the 10 shapes classified
correctly and the confidence results were in all cases more than 90 percent with the
average confidence reaching 99 percent. In the misclassification case, the data shape
was classified as an A or a V. Although the success rate is only 50 percent, we
see that in the case of correct classifications the confidence levels is extremely high

something that happens due to the fact that the number of points is relatively high.
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Figure 3.31: Classification results for the letter Y

To investigate the classification levels for different numbers of points we classified

data shapes from the same class and with stable noise as the number of points

increased. The experiment was run 10 times with the number of points ranging

from 10 to 100 and the noise being o = 0.2 x 1072. The following 5 graphs present
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the results of 5 runs for letter B. One notices that in the case of 10, 20 and 30 points
the data shapes are misclassified whereas for 40 points the classification level is 45
percent. For more than 50 points the confidence reaches more than 90 percent. The
last graph presents the time in hours for a single run as a function of points which

shows that for a large number of points the algorithm is computationally expensive.

The next 5 graphs present the results of 5 runs for letter E. This experiment was
run 10 times with the number of points ranging from 10 to 100 and the noise being
o =0.2 x1072. One notices that in the case of 10 to 40 points the data shapes are
misclassified whereas for 50 points the classification level is more than 90 percent.
The last graph presents the time in hours for a single run as a function of points

which shows a similar behaviour as in the case of letter B.
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Figure 3.32: Classification results for letter B
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Figure 3.33: Classification results for letter E

Overall, we performed 10 runs for 10 shapes each. These 100 shapes came from
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the classes of letters B, T, G, P, Q, J, I, E, D, Y. For the 10 runs, the average
success rate was i = 73% + 6% and the average classification level was 77% + 5%.
That means that on average 7 out of shapes were classified correctly with an average
classification confidence of 77%. We can see that in the alphabet database, the
algorithm returned slightly better classification confidence levels than the Kimia
database but the success rates were comparable. The algorithm is sensitive in the
presence of too few points or too high noise however it seems that a high number
of points can’t compensate the high noise as in the case of the Kimia database. It
is worth mentioning that the number of classes is higher as well as the number of
classes that are similar to each other. It is also noticeable that when the success rate
is not that high the classification levels for the correct classifications are usually more
than 80 percent especially when the number of points increases to more than 50.
However, when the number of points becomes more than 40 the algorithm becomes

computationally expensive with the computational time being more than 5 hours.

3.4 (Geological sand bodies

In this section we describe the motivation behind the choice of the sand body
database which we created ourselves. We describe the geological definitions needed
for the study of the database and we discuss current classification schemes that are
inadequate to capture the variation of sand body classes. We then propose the sta-
tistical classification of sand bodies and examine the experimental results for this

database.

3.4.1 Definition of a sand body and geological classification

According to the Geology dictionary [I39] a palaeocurrent is a current which existed
during the deposition of a sediment at some period of geological history. A pale-
ochannel is a subterranean remnant of an inactive river or paleocurrent or stream
channel that has been filled or buried by younger sediment. Other terms used to de-
scribe such paleocurrents or paleochannels is sand bodies or sandstone bodies. The

sandy nature of sand bodies makes them very porous which in turn makes them



3.4. Geological sand bodies 129

the best oil and hydrocarbon reservoirs. For this reason, sand bodies have become
extremely important for both geology and the petroleum industry; in particular,
their cross-sectional shapes and their morphology help determine their oil-bearing

capacity and porosity.

A different definition of sand bodies comes from Potter [140]. Potter in his
review states that “it is not possible to define rigorously a sand body but one might
define a sand body as a single, interconnected mappable body of sand.” The term
interconnected is used to take into account of the branching patterns of many sand
bodies and the superposition of sand bodies of different cycles. The term mappable
is used to distinguish them from most single bedql] [I41]. Classification of sand
bodies’ cross-sectional shapes is an important problem to study, however current
classification schemes for sand body shapes are qualitative, simplistic, and ad hoc.
Thus, there is a need for a quantitative analysis with the help of statistical models.
Roughly speaking there are two classes of sand bodies, ribbons and sheets. Figure
shows the two categories of shapes as the geologists distinguish them. In
the section to follow we discuss how geologists established this classification scheme

based on experimental observations.

For the classification of the sand bodies we need to define the paleoflow. Pale-
oflow, paleocurrent direction or paleodirection is the direction of flow of the water or
wind at the time the rocks were deposited as sediments [I42]. Sedimentologists can
deduce this flow direction from sedimentary structures on the rocks such as their
ripple marks. Geologists need to know the paleoflow direction because it is one of
the parameters they use to define the shape of a sand body. It also enables them
to classify them and helps them to understand the environment of the sand bodies’
deposition. Another parameter that helps geologists with the classification of sand
bodies is their dip angle. The dip angle is the angle a sand body makes with the
plane of the horizon. One can think of it as the inclination of a sand body towards

the centre of the earth. These two parameters define the plane of projection for a

LA bed is a layer that is distinctly separated from other layers. It is the smallest division of a

geological formation.
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three-dimensional sand body to its equivalent planar. This cross section of the sand
body can then be used for classification purposes. We will describe these in detail

in the next section.
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RIBBON SANDSTONE W/T<15
A Wing Laterally stable flow
| |
I I
SHEET SANDSTONES
W/T>15
B

Laterally unstable : channelized flow

Poorly channelized flow

Unconfined flow

AMALGAMATED COMPLEX

. \ L TR N, TNa: . . -;t "
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Range of distinctive sandstone-body geometries recognized in the ASF
(terminology as summarized in Hirst, 1983 and Friend and others, 1986).
A. Ribbon sandstone resulting from the plugging of a channel scour prior to any
significant channel migration. Width / thickness ratios (W/T) measured perpendicular
to paleoflow are commonly between 5 and 10. The wings attached to each side of the
central body are coarse overbank deposits (levees). B to E Sheet sandstone bodies deposited
by 1. laterally unstable channels (B and C), ii. poorly channelized flow (D), and iii.
Unconfined overbank flow (E). Single sweeps of laterally unstable channels produce
simple units(B) whereas migration of the channel back and forth results in
more complex multistory/multilateral units (C). Unconfined overbank flow deposited
units with very high W/T ratios and range from simple parallel-bedded tabular bodies
to amalgamations of numerous small scour forms. F. An amalgamated complex of
closely spaced sheet-and ribbon-sandstone bodies.

Figure 3.34: Types of sandbodies
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RIBBON SANDSTONE SHEET SANDSTONES W/T>15

(a) A ribbon (b) A sheet

Figure 3.35: The two classes of sandbodies [143]

Early classification attempts were done by Rich [144] who focused on the length
and the width of the sand bodies as a combination of longitudinal and cross sectional
measures [141]. Potter [I45] states that the terms used by Rich [144] are a mixture
of the descriptive and the genetic; the descriptive terms are usually geometric and
the genetic ones are land form names. Following that, experimentalists have intro-
duced the terms blanket and sheet for equidimensional sand bodies and have used
descriptive names such as shoestring, pod and belt [144] for elongated sand bodies

whose dimension is 2 to 100 times greater than the width.

Kryinine [146] recognized the utility of a new classification scheme, different to
the one proposed by Rich and Potter, the width-to-thickness ratio (W/T) because
the ratio was a good means of estimating the sand bodies’ area—volume ratio. Us-
ing the W/T ratio Kryinine classified sand bodies into four categories. Although
Kryinine’s classification depended on the size experimentalists preferred to simply
use the dimensions and thickness of the sand bodies. McGugan [147] modified this
approach by introducing the persistence factor but according to Potter [140] the
factor is useful in some studies but does not differentiate elongate and equant sand
bodies of equal area and thickness so it hasn’t been as widely used as the W/T.
Collinson [148] classifies sand bodies according to their channel types: meandering,
sinuous and others. Moody-Stuart [149] recognised only these two types of sand
body shapes - sinuous and meandering. Friend [I50] states that little is known
about the process forming the two dimensional or three-dimensional geometry of a
sand body and that channels that have lateral migration should be distinguished
from those that are characterized by lateral stability. Friend refers to Potter [140]
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using his definition of sand bodies and he finally classifies them into sheets and in
the second type which is “of elongate form” [145]. Friend characterises the elongate
ones ribbons, using a distinguishing value of the W/T of 15:1. As he states: When
applying this distinction care must be taken that the width is estimated perpendic-
ular to the local elongation of the sediment body. His work in the Ebro basin has
demonstrated a major distinction between ribbons and sheets, formed by laterally
stable channels and sheets formed by channels that migrate laterally (also referred

in Allen [151]).

The division made by Friend has been generally accepted and accords with the
aspect ratio of modern channels [I41]. Friend’s original choice of 15 as a W/T
discriminator was based on channel-body dimensions in the Ebro basin coupled with
information from Schumm [152] (P.Friend’s written communication with Gibling in
2000 [141]). Friend also investigated the shape properties of sand bodies in the Ebro
basin. In the Ebro basin, because of the lack of thick vegetation and soil cover, the
bodies weather out and erode so that unusually complete geometrical information is
available at outcrop. Atkinson [I53] revises Friend’s ratio to 25:1 and Nadon [154]
revises the ribbon/sheet ratio to 30:1.

Hirst [143] classifies sand bodies after a study in the Huesca system observing
that ribbon sand bodies formed when paleochannels became plugged with sediment
prior to any lateral migration and have been defined as having W/T<15. His ob-
servations in Huesca indicate typical W/T values between 5 and 10. Sheet sand
stones have W/T>15 and often W/T>100. In this paper Hirst states that W /T are
measured perpendicular to the paleoflow. Ribbons become more prevalent distantly.
Here, for the first time we have the clear definitions of the sand body classification

and a clear distinction where he suggests the following categorisation.

The first established category is ribbons: these are elongated in plan form and
defined by the relatively small W/T of less than 15. When the width is measured we
have to make sure not include the thin wings (levees) and to estimate the width per-
pendicular to the long axis of the ribbon often measured by the paleoflow indicators

in the sand body.
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The second established category is sheets: these sand bodies are defined as
having greater W/T ratio than 15 where width is measured perpendicular to the
paleoflow. The major difference between the two types: Ribbons are a result of a

major episode of channel incision.

This classification scheme has been used in a qualitative way to classify the sand
bodies as having risen by meandering (ribbons) or braided (sheets) river systems as
observed by Bridge and Tye [I55]. However, the most commonly used classification
scheme even nowadays is the one one proposed by Hirst, where the discrimination
between the two classes occurs at the W/T threshold of 15. Hirst established the
existing classification scheme which classifies sand bodies into ribbons and sheets.
Modern sedimentologists and geologists still use Friend’s classification system. One
can argue that although this method is based on observations of experimental geolo-
gists, is still quite simplistic and ad—hoc since it does not lend itself to a quantitative
analysis. Our goal is to provide a more advanced, scientific and statistical classi-
fication scheme which can be based purely on the geometrical deformations and
nature of the particular sand body shapes. We describe our methodology in the

next sections.
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Huesca System channel sandstone bodies
Width versus thickness
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Sandstone Body Thickness (m)
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Fic. 14.—Plot illustrating the width-thickness rclationship (W/T) of
channel-sandstone bodies at La Serrcta (shect dominated) and Monte
Aragon (ribbon dominated). The steeper linc connects points with a 15:1
width/thickness ratio, which has been defined as the ratio scparating ribbon
from shect sandstones (Friend and others, 1979). The widths of the units are
mcasurced perpendicular to palcoflow. The equation of the line through the
La Serreta data is: thickness = 1.017 x width?3. Alternatively, width = 3.85
x thickness?3 (R2 = 0.694; R = correlation cocfficient). At Monte Aragon,
many of the sandstone bodics are ribbons and the data show a considerable
scatter. A best-fit line is not significant (RZ2 < 0.1) and is therefore not
included.

Figure 3.36: W/T experimental observations by J.P.P Hirst [143]

3.4.2 Geological extraction of sand body shapes

Terrestrial laser scanning (also known as ground based lidar) is a remote sensing
technique that can be used to acquire a point cloud in three-dimensional space.
The scanner emits a laser pulse, which is reflected back from a surface, in this case
the geological outcrop. The length of time taken for the reflected pulse to reach
the scanner is then used to calculate the distance between the scanner and the
surface and to produce a point cloud. A camera mounted on top of the scanner is
used to take colour images of the scanned location, allowing the point cloud to be
coloured realistically. In addition, GPS data is acquired to enable geo-referencing
of the scanned point cloud. These scans can be combined into a single coordinate
system using common reflector points seen in several scans. The point cloud is then

coloured using the photographs corresponding to each scan, making it easier to pick



3.4. Geological sand bodies 136

out sedimentological characteristics and sand body geometries from the dataset.

To extract the sand body geometries, three-dimensional polylines (i.e. the three-
dimensional boundary line) are drawn manually around the sand body areas, which
can be seen in the laser scan point cloud in figure . The sand bodies are
identified using a combination of photographs and graphic logs of the section, along
with the colour and 3D shape of the point cloud. In some cases it is difficult to
identify the edge of the sand body due to the presence of vegetation or shadow. In
the case of vegetation, the laser cannot hit the sand body because it is occluded
by bushes or trees. In the case of shadow, a section of the point cloud contains no
points because the laser is not able to reach around the back of large sand bodies,
some of which protrude several metres into the air from the hillside. Where the
edge of the sand body is uncertain, several different sand body shapes can be picked
in order to capture the range of possible channel geometries. The shape extraction
stage thus produces a chain of 3D points for each sand body, representing a curve

around the sand body boundary.

In order to characterize the variability in sand body shape in more detail than
the W/T ratio, it is necessary to obtain two-dimensional shape boundaries corre-
sponding to these cross-sections from the three-dimensional data. To do this, each
three-dimensional chain of points is projected onto the plane perpendicular to the
measured paleocurrent direction and defined by the dip angle. Where measured
paleocurrent data is not available, paleocurrent directions can be estimated. The
projection procedure produces meaningful boundaries, together with uncertainty

measures, from which shape properties can be computed.

In this work, we will classify sand bodies based on an analysis of how “similar”
two shapes are. This formalism can be used to carry out a full statistical analysis,
avoiding the loss of information inherent in choosing a few special shape properties
such as the W/T ratio. By building statistical models of sand body shape, we can
study the differences of clusters ribbons and sheets, refine these descriptions, and
study the links between sand body shape and geological properties in a rigorous

way. Due to the fact that the expected geological data were never available to us,
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we simulated a sand body database based on the information we had.

Figure 3.37: Extraction of sand body shapes

3.4.3 Statistical classification of sand bodies

The three-dimensional geometry of fluvial channel sand bodies has received con-
siderably less attention than their internal sedimentological structure, despite the
inherent importance of sandstone body geometry for subsurface reservoir modelling.
The aspect ratio (width/thickness) of fluvial channels is widely used to characterise
the geometry of channel sand bodies, with end members of “ribbon” and “sheet”
sands. However, these approaches do not typically provide a full characterization of
fluvial sand body shape, as a single W /T allows many different channel geometries.
Furthermore, using the W/T ratio still requires choosing a classification boundary
between “ribbon-like” and “sheet-like”, and there can be significant overlap be-
tween these values [141]. Over- or under-estimating the cross-sectional area of a
sand body can have significant implications for reservoir models and hydrocarbon
volume predictions. There is thus a clear need for versatile, quantitative, statistics-
based models of sand body shape. The aim of this study is to demonstrate how a
new, statistics-based approach provides quantitative data for constraining stochastic

fluvial reservoir models.

In order to describe the statistical classification of sand bodies, we need to have
a mathematical model for each of the classes. Figure ({3.35]) shows the two existing

classes of sand bodies as reported by [143]. In absence of any geological data however,
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we will have to assume that the three-dimensional point cloud, its equivalent three-
dimensional polyline (as in figure[3.37)) and the corresponding palleocurrent direction
and dip angle for each sand body are available to us. In this way, we assume that
we know the true projection plane of each sand body and we can thus extract the
cross-section of all sand body shapes. In the next section we describe the shape

models for ribbons and sheets.

Shape models for sheets

As described by Hirst [143], sheets are usually elongated objects with W/T ratio
of more than 15. For this reason, we model the idealised sample sheet shapes as
rectangles. Since sand bodies are characterised by their W/T ratio, we propose
to model sheet curves by their aspect ratio v which can be drawn from a I'(k,0)
distribution since such values will always be positive. From experimental results
we know that sheets have W/T ratio bigger than 15. To reflect these values in our
analysis, for the moment we assume that aspect ratios are generated by v ~ I"'(50,0.4)
so that we can capture the variability of the aspect ratios with a mean W/T to be
p=r-60=20. To avoid generating zeroes, the generated aspect ratios are shifted
by 1. We choose the generated shapes to be centred at zero and have unitary
length. Figure shows such an idealised sample sheet and figure shows
the probability density function of the Gamma distribution that the sheets’ aspect

ratios are generated from.

Shape models for ribbons

Ribbons are very similar to sheet shapes and we choose to model them as elongated
objects with a triangular bump in the middle. To generate such a shape, we assume
that the rectangular part’s W/T ratio is generated in a similar way as the sheets’
W/T. We assume that the height of the triangular bump is placed uniformly between
U(0.25,0.75) of the total height. From experimental results we know that ribbons
have W/T ratio smaller than 15. To capture this in the analysis, for the moment
we generate ribbons’ aspect ratios from a vy ~ I'(7.5,1) with mean p = -0 =7.5. To

avoid generating zeroes, the generated aspect ratios are shifted by 1 and we choose
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the generated shapes to be centred at zero and have unitary length. Figure ((3.39a)

shows an idealised sample ribbon and figure (3.38]) shows the Gamma distribution

that generates the ribbons’ aspect ratios.

To summarise, we model idealised sand body shapes with their aspect ratio
coming from two different I' distributions; in this way, the sand body curve g is
specified uniquely by its aspect ratio . This is reflected in the computational
calculation of the likelihood as described by equation where we implicitly take
26 P(B) - dy I'(7;k,0). The explicit calculation of the integral over the curves 3
is replaced by an implicit Monte Carlo integral over all aspect ratios that specify

sand body curves and are being drawn by a I' distribution with hyperparameters s

and 6.
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(a) An idealised ribbon (b) An idealised sheet

Figure 3.39: Simulated sand bodies
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Generation of sand body data set

In absence of real geological data the sand body data set was simulated. For the
generation of simulated sand bodies we use the idealised sheets and ribbons (gener-
ated in the way described in the previous section) as the underlying curves which
we randomly and uniformly choose for the construction of the data set. We choose
a random number of points to assign around the boundary of the generated shape
and assign a random rotation, translation and scaling to transform the shape. Fi-
nally, we add isotropic Gaussian noise to each of the points that perturbs them from
their original place. Figure shows examples of such simulated sand bodies
with the idealised equivalent ones superimposed. With a complete sand body data
set, we can now investigate the confidence levels and the success results of the pro-
posed algorithm. We can then proceed to the statistical classification results of the

algorithm for given sand body data shapes and evaluate its effectiveness.

Simulated ribbon Simulated ribbon

v

| S . . |

. B = PR 015
ans a s o1 oE ez oz e

Simulated sheet Simulated sheet

Figure 3.40: Examples of sampled sandbodies
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3.4.4 Confidence and success results

In this section we investigate the properties of the classification algorithm as in the
case of the Kimia and the alphabet database. We examine the confidence levels and
the success rates of the algorithm as we vary the parameters that can affect the
accuracy of the classification results of the algorithm for the different values of the

samplings s and the iterations over the curves S.

Confidence levels for Monte Carlo iterations of samplings

In this section we present the confidence levels of the algorithm and how much
they vary as the iterations over the sampling integration increase. To produce the
graphs of the Monte Carlo iterations we used the following process. We simulated
a data shape whose underlying shape class was picked randomly with equal proba-
bility. It was created by the method explained in section [3.4.3] with 30 landmarks
around its boundary. The added isotropic Gaussian noise was kept relatively low at
o =0.2x1072. We then performed classification by using our proposed algorithm
whilst varying the number of the sampling iterations and keeping other parameters
constant. The values of the regulators and the noise of the generalised Gaussian
used for the diffeomorphisms were kept the same as for the previous databases.
The idealised example shapes for the integration over the curves were generated
with aspect ratios generated by the Gamma distributions discussed in section [3.4.3]
and . However, unlike the two previous studied databases, the number of all
possible sand body curves is not discrete and hence we cannot sum over all class
curves since all curves are generated implicitly by a Gamma distribution. Sand
body curves are described by their aspect ratio so in this case we implicitly take
28 P(B) - dy T'(v;k,0) replacing the explicit integration by an implicit Monte
Carlo integration. For the confidence levels against the Monte Carlo iterations of
the saplings, the Monte Carlo iterations of the curves were chosen to be 250. For the
following results the Monte Carlo iterations of the sampling were increased to 1000
for 20 different runs (simulations of the data shape y). The data shapes y coming
from the class of sheets were generated in the way described in section [3.4.3] with

their aspect ratio drawn from a Gamma distribution I'(49,0.3) i.e. close to the
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anticipated values.

The following graphs provide the confidence levels for 6 out of the 20 different
runs of the algorithm when the data shapes come from the class of sheets. One no-

tices that the confidence level is stabilised for a threshold € = 0.02 after 20 iterations.
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Figure 3.41: Confidence levels against the sampling iterations for sheets
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In the following 2 graphs the scale helps to confirm that the algorithm stabilises
after 20 iterations for the 20 different runs. The confidence levels for the above
mentioned parameters, vary from 55 to 62 percent which implies that the data
shapes are distinguishable from the class of ribbons for the chosen values of the

varying parameters.

sssssssssssssssss

Figure 3.42: Confidence levels against the sampling iterations for sheets

The following graphs present 6 out of the 20 different runs’ results of the confi-
dence levels against the sampling iterations for the class of ribbons. The data shapes
for this class were generated with 30 points and noise equal to 0 = 0.2 x 102 an the
aspect ratio of the data shapes was drawn from a Gamma distribution I'(7,0.9)
close to the “real” values. One notices that the confidence level is stabilised for a

threshold € = 0.02 after 20 iterations as in the case of sheets.
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Figure 3.43: Confidence level against the sampling iterations for ribbons

The scale of the following graphs for the 20 different runs for ribbons helps to
confirm that the algorithm stabilises after 20 iterations. The confidence levels for the
above mentioned parameters, vary from 53 to 74 percent which implies as previously

that the data shapes are distinguishable from the class of sheets for the chosen values
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of the varying parameters.

Pasterior probabilty

Figure 3.44: Confidence level against the sampling iterations for ribbons

Confidence levels for Monte Carlo iterations of curves

In this section we perform the same experiment whilst we keep all the parameters
constant and vary the Monte Carlo iterations of the curves. For the integration of
expression over the curves § we implicitly take 208 P(8) - dy I'(v; ., 0).
The explicit calculation of the integral over the curves (8 is replaced by an implicit
Monte Carlo integral over all aspect ratios that specify sand body curves and are
being drawn by a I' distribution with hyperparameters x and 6. Here, we examine
the confidence levels that the algorithm returns as we vary the Monte Carlo iterations
of the curves. The Monte Carlo iterations of the samplings were chosen to be 250.
The following graphs present the confidence levels when the data shapes are sheets
whose aspect ratio was drawn from a Gamma distribution I'(35,0.2) and the noise
o = 0.2 x1073. The confidence level is stabilised for a threshold e = 0.02 after 20

1terations.
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Figure 3.45: Confidence level against the iterations over the curves for sheets

The scale of the following graphs for the 20 different runs for sheets helps to
confirm that the algorithm stabilises after 20 iterations. The confidence levels for the
above mentioned parameters, vary from 51 to 66 percent which implies as previously

that the data shapes are distinguishable from the class of ribbons.
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lterations ver curves terations over gurves.

Figure 3.46: Confidence level against the sampling iterations for sheets

The following graphs present 6 out of the 20 different runs’ results of the confi-
dence levels against the sampling iterations for the class of ribbons. The data shapes
for this class were generated with 30 points and noise equal to ¢ = 0.2 x 102 and
the aspect ratio of the ribbon data shapes was drawn from a Gamma distribution
I'(6,0.5). One notices that the confidence level is stabilised for a threshold e = 0.02

after 20 iterations as in the case of sheets.



3.4. Geological sand bodies 148

08 0794
omez|-
w(
| el —
! A e
!
0795 ‘
[
|
H
T il
E | 3
o E we]|
3 | :
& | & o782
U
ora A
\ 078
\ A — il o VU
h | e e VR e
T,/
Y
0778 |
. . . . . . . ) e \ . . . . . . . )
o 50 100 150 200 250 300 350 400 450 500 0 50 100 150 200 250 300 350 400 450 500
Herations over curves Heraans over surves
o705 0704
0785 0722 i
|
\
B \ B ‘
3 0702 T ons
2 | Fh H
5 | l“‘ 5 o
2 o] ‘l\ I
i H i
I
Wl A\
orafl! NS orizf-| | N
b ,*f*r’“"r\fJ v { \ NPTV I e~
I 1 P H Wi /7
ores Wi b A g orf N
! M‘w\ W v W
Lo Wy
orse 1 ‘/ o708
'n
I v
0787 L . . . . . . . ) 0708 . L 1 . . I . )
o Y w0 e w0 w0 w0 s a0 4 5w o 5 W e we w0 we w0 e a0 so¢
eratons over curves eratans over urves
orisp oss6 -
osss
I
Il
0564 [
- .
I . . J—
.\h i ‘/‘»\ W o v
- L N S
o [P . w M‘ \\ / Y
o L o
R fo”ﬂ oses | 1 \ ‘ b o
i .00
& 8 o2 ‘ ﬂ o
i | Pl I
é & ULl
SR
o708 |
|
086 :
0553
. . . . . . . . . ) o558 . . . . . . . . )
o W w0 e a0 so  ew 7 e so 00 o 50 w @ om0 s we ao w0 s
Herations over curves Heraions over curves

Figure 3.47: Confidence level against the iterations over the curves for ribbons

The scale of the following graphs for the 20 different runs for sheets helps to
confirm that the algorithm stabilises after 20 iterations. The confidence levels for
the above mentioned parameters, vary from 56 to 83 percent. Once again, the

confidence levels show that the class of ribbons is distinguishable from the class of
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Figure 3.48: Confidence level against the sampling iterations for ribbons

terations over gurves.

Success results for Monte Carlo iterations of samplings

In this section we evaluate the success results of the algorithm as we vary the Monte

Carlo iterations of the sampling and the curves. The following graphs present the

success rates against the sampling iterations. The y-axis represents the number of

correct classifications for the 20 shapes of each run. For each individual run the sheet

data shapes were generated with 30 points and the noise was kept relatively low at

0 =0.3x1072. The Monte Carlo iterations of the curves were chosen to be 250 and

the aspect ratios of the sheet data shapes y were drawn from a Gamma distribution

'(49,0.3). One notices that the success rate stabilises after 20 iterations (in some

cases after 10 iterations) and the success rate ranges from 85 to 100 percent. For

simplicity, we present 6 out of the 20 runs.
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Figure 3.49: Success rates against the sampling iterations for sheets

The following graphs present the results for the success rates for 20 runs of the
class of ribbons. For each individual run the sheet data shapes were generated with
30 points and the noise was kept relatively low at o = 0.3 x 1072, The Monte Carlo

iterations of the curves were chosen to be 250 and the aspect ratios of the ribbon
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data shapes y were drawn from a Gamma distribution I'(7,0.9). One notices that
the success rate stabilises after 20 iterations and the success rate ranges from 55 to

100 percent. For simplicity, we present 6 out of the 20 runs.
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Figure 3.50: Success rates against the sampling iterations for ribbons
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Success rates for Monte Carlo iterations of the curves

In this section we evaluate the success results of the algorithm as we vary the Monte
Carlo iterations of the curves 3. For each of the 20 runs the sheet data shapes were
generated with 30 points and the noise was kept relatively low at o = 0.3x1072. The
Monte Carlo iterations of the saplings were chosen to be 250 and the aspect ratios
of the sheet data shapes y were drawn from a Gamma distribution I"(49,0.3). One
notices that the success rate stabilises after 20 iterations and the success rate ranges

from 85 to 100 percent. For simplicity, we present 6 out of the 20 runs.
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Figure 3.51: Success rates against the sampling iterations for sheets

The following graphs present the results for the success rates for 20 runs of the
class of ribbons. For each individual run the sheet data shapes were generated with
30 points and the noise was kept relatively low at o = 0.3 x 1072, The Monte Carlo

iterations of the curves were chosen to be 250 and the aspect ratios of the data
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shapes y were drawn from a Gamma distribution I'(7,0.9). One notices that the
success rate stabilises after 20 iterations and the success rate ranges from 40 to 85

percent. For simplicity, we present 6 out of the 20 runs.
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3.5 Learning the hyperparameters

The classification of the sand body data set would require us to maximise the poste-
rior distribution of a class P(C|y). To approximate the posterior one has to decide
how “similar” a given data shape is to one of the two classes of sheets and ribbons.
The comparison is done via our proposed algorithm which utilises a Monte Carlo
integration over the shape curves. However, this procedure requires us to know the
hyperparameters that generate example shapes from these classes since the shape
models are Gamma distributions from which we randomly draw the aspect ratio of a
sand body. In the results of the previous section, where we examined the confidence
levels and success results, we assumed that the hyperparameters were already known
to us. Based on the field results of the sedimentologists and geologists we assumed
that such idealised sand bodies’ aspect ratios are generated by two I'(k, ) distri-
butions with the ribbons’ distribution being I'(7.5,1) and the sheets’ distribution
being I"(50,0.4).

In a realistic situation however and had one had real geological data, the param-
eters of the shape models would be learnt from the available data sets and then used
for the classification of new data shapes. The goal would be to learn the parameters
so that they can be used to predict the values and the characteristics of a class
attribute. Usually this task is called supervised learning. Using supervised learning
we can learn a classification model from the existing data (also called training data)
which we know they are labelled with pre-defined classes. We can then use the
learned model to predict the classes of new, unseen data (also called test data) into
these pre-determined classes. The accuracy of the learned model can be tested as
the ratio of the number of the correct classifications over the total number of test
cases. One of the fundamental assumptions of learning however is that the distribu-
tion of the training data is the same as the distribution of the test data. In practice,
this assumption is violated quite often leading to poor classification accuracy. Such
an assumption and good classification results could be satisfied in the case that the
training data sufficiently represent the test data. In the absence of true geological

data, we will generate data to play the role of the training data set and assume that
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they sufficiently represent the test data on which we will test the accuracy of the

model.

To learn the parameters of the model we will perform MAP and maximise the
posterior probability distribution with respect to the parameters that we want to

learn. This is:

{Fmax, Omax } = argmax, oP(Cly) (3.5.2)

Maximising this posterior probability would require us to evaluate the scores
of the posterior with respect to the parameters we are maximising over. However,
the derivatives were complicated and there was no closed formed expression for the
evaluation of the maximum. To perform MAP then, we need to utilise an optimi-
sation algorithm that maximises the target cost function; we used the method of
gradient ascent. The gradient ascent (descent) is a generalised first-order optimi-
sation algorithm that finds the maximum (minimum) of a given function. It starts
searching for the optimal solution by some initial guessed values and calculates the
gradient of the function at that point (this is the reason it is a first order optimiser;
it uses only the first derivative). Then the algorithm takes proportional small steps
in the positive (negative) direction of the gradient in order to maximise the function
and the process is repeated until convergence. Convergence is achieved either when
the derivative of the function is zero or after a certain number of iterations. For
example, our cost function is f(z) and we want to find its maximum. Given initial
estimate xg for x we can find the direction in which the function is maximised. This
is done by taking small steps proportional to Vf in all dimensions of z. We take
steps proportional to the gradient because it gives the slope of the curve at the point

x and its direction shows where the function increases. We change x:

Tpo1 =2+ € Vf(xg) (3.5.3)

The parameter € > 0 is a small number that forces the algorithm to take small
steps towards the direction of the derivative and also keeps the algorithm stable. In

our case the gradient ascent algorithm is performed as follows:
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{Kns1,0n41} = {Fn.0n} +€ Voo P(Cly) (3.5.4)

However, since we perform MAP we know that P(Cly) o P(y|C)P(C) so:

{Kn+1,0n41} = {Fn, 0} + € Vg P(y|C)P(C) (3.5.5)

The above simplifies even more in our case since the prior distribution over the

available classes is uniform so that the gradient ascent simplifies to the following:

{5n+179n+1} = {Hn79n} t+e€ vn,@ ]P)(y|C) (356)

In other words, since the prior distribution over the classes is uniform the model
will be maximised when the likelihood is maximal with respect to the parameters
we want to learn. From chapter , we discussed about the partitioning of the
likelihood over the nuisance parameters that give rise to the formation of a planar

shape. The likelihood function of the complete data is thus given by:

|2 -n-a

B?n? |Cov('v, Y)
ol PBBGs) (3.5.7)

(B%nVar(v) + 1)

P(y|C) = Z.@ﬂ Ds % nVar(y) -
b

1 _ 1 I'(n+a) e 1
Z  (nD?+1)(2m)" (B27Var(v) + 1) I'(a) 27770 (3.5.8)

As mentioned, in our case performing Maximum a Posteriori is equivalent to
performing Maximum Likelihood (MLE). To perform MLE we assume that the
observations that comprise the training data set are all independent and will work

under this assumption. This is:

{Fmax, Omax } = max, gP(y|C') = max, g H P(y;|C) (3.5.9)



3.5. Learning the hyperparameters 158

It is common practice to maximise the log-likelihood function instead of max-
imising the likelihood function because the logarithm is often easier to work with.
The logarithm, as an increasing function, is maximised at the same points as the

function so it makes the calculations of maximisation easier and straight forward.

This transforms equation ({3.5.9)) to:

{/fmaxa emax} = Inax ¢ 108; (H P(MC))
=max, g » log (P(y]C)) (3.5.10)
To perform gradient ascent we need to differentiate the above expression with

respect to the hyperparameters that we want to maximise and learn [I56]. The

derivatives of expression the log-likelihood (3.5.10)) are:

0 ¥;log (P(y:]C)) 0 ¥;log (P(?MO)))

v (log(P(y[C))) - (22 o6

(w0 BIC)) or 0 (B(yIC)) J06
(Z PuIC) > @u) ) (3:5.11)

To make the calculation easier we calculate the numerators of expression (3.5.11))
i.e. the partial derivatives of the likelihood with respect to the hyperparameters

separately. The derivative of the likelihood with respect to & is:

9 (B(ylc)) _ o

d K Ik (Zb:f 98 Is IP’(yz-lﬁ,SJ))IP’(B)IP’(S)) (3.5.12)

We should note here, that the likelihood implicitly depends on the x and 6
parameters since these generate the aspect ratio v on which the likelihood depends
on. The planar curves of the sand bodies are specified by their aspect ratios so

for computational reasons we substitute: 28 P(5) - dy I'(vy; k,0) with T'(y;,0) =
,yn—l 6_%

RO The partial derivative of the likelihood with respect to x is thus:
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% ) % (;f Iy Ds P(Qi'ﬁys,b)r(%ﬁ,g)?(s))
0 : pitleoviwy)| 1
_ﬂ(zb:f% 7s |[WVarly) = e K|

rwm,m(s))

(3.5.13)

However, the above expression has an implicit x dependence in the likelihood

but has an explicit £ dependence only through the I' prior on the aspect ratio. The

derivative of a I' distribution with respect to x is:

2

0 ' _ 0 yte
m (F(’Yv ’ive)) - ﬂ@“l“—(/ﬁ)
e 0, e
- I'(k ﬂ( K )
_ %:g“ (log(7y) - log(8) - log(+))

=I'(7:£,0) (log(7) - log() —log(¢)) (3.5.14)

where 9 is the digamma function which is defined as ¢ (z) = % Expression

(3.5.14)) enters the derivative of the likelihood with respect to s (3.5.13|) which

becomes:

-n—-«

2
B?n? ‘Cov(v, y)‘
(B?nVar(v) + 1)

%: ;[d»y@s fiVar(y) -

+2¢ P(s)x

I'(7; 5, 0)(log(7) - log(6))) (3.5.15)
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The derivative of the likelihood with respect to 6 is:

S %(Z | 25 s P(y@-w,s,mwmws)) (35.16)

The partial derivative of the likelihood with respect to 6 is thus:

%y;l@) ai( [ v 25 PGB, 5, 0T (i, 9)P<s>)
5 an2|Cov('v,y)| o
- ﬂ( Zb: f dy Ps |nVar(y) - (Brvate) < ) +2¢ x

L'(; K,Q)P(S))
(3.5.17)
Similarly, the above expression has an implicit # dependence in the likelihood but

has an explicit # dependence only through the I' prior on the aspect ratio. The

derivative of a I' distribution with respect to 6 is:

%\4

0 0 R
8_(1—‘(’77/1 0))__ 0 o (FL)
0

k-1

o a9 ?)

_yleTio (1_% )
- I(k) 62

=T(vy;k,0) (— - KO~ ) (3.5.18)

\4

\g

Expression (3.5.18|) enters the derivative of the likelihood with respect to 6
(3.5.17)) which becomes:

—n—o

2
B2p? ‘Cov(fv, y)‘
(B?*nVar(v) +1)

L(v;k,0) (ﬁ - KO~ ))
(3.5.19)

% Z_/Ch Ds nVar(y)

+2¢ P(s)x
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Combining expressions ([3.5.19) and ((3.5.15), the overall gradient of the log-likelihood

function with respect to the hyperparameters is:

v (log(P(y|C)))

] (Z 0 (P(yC) /am)
T (P(lO)
_ Z(be dy 75 P(yil3, 5, b)P(s)T'(7; 5, 0) (log(y) - log(9)))

Yo dv Zs P(ylB, s, b)P(s)I'(v; K, 0)

i

(3.5.20)

v (log(P(y;

( 9 (P(yilC) )/39)
(P(yilC))

) Z(bedv s P(yilB, 5, b)P(s)I(7; k,0) (s — 0~ 1))

4 Yo [ dv Ps P(yil B, s, b)P(s)T (v; 5, 0)

(3.5.21)

In the above derivatives, one notices that the expressions in the numerators are
similar to the ones in the denominators and involve the same type of integration like
with expression ([3.2.1f). For the calculation of the integrals and hence the calculation
of the derivatives, we use the same techniques as with the calculation of expression
(3.2.1). The integrals with respect to the aspect ratio v are evaluated by simple

Monte Carlo integration by drawing discrete values of v from a I' distribution.
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In the next section, we present some of the results we acquired from the gradient
ascent optimisation. The learning of the parameters was done for both ribbons and

sheets.

3.5.1 Parameters for sheets

For the learning of the parameters for the class of sheets, we used ten data shapes
which were generated as described in section . We then used the gradient
ascent algorithm for four different sets of starting values of x and 6. Each set of
initial starting values was run 10 separate times and the chosen value of € was
chosen to be € = 0.0025. For all runs of the gradient ascent, the algorithm converged
either after the maximum number of iterations was achieved or after the value the
Euclidean distance d = v/dk? + df? was smaller than a threshold which was chosen
to be equal to 0.0002. The following table presents the data acquired:

Starting values | Mean convergent values

Ko=45,00=0.3 | k=45.013+8x10%*,60=1.133+3.5x1073

Ko=53,00=05 | k=53.010+7x10"*,60=1.133+3.3x107!

Ko =20, 0 = 1 ) =20.040+1.8x 1073, 0 = 1.653 + 19 x 102

ko =60, 0 =0.1 k=60.002+1.5x10™% ,0=1.4816+ 16 x 102

The following graphs present the results for the four different sets of starting

values, each evaluated for one run.
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Figure 3.53: The convergence results for the four sets of starting values of the

gradient ascent for sheets

3.5.2 Parameters for ribbons

The same procedure was followed in the case of ribbons. Ten ribbon data shapes
were used for the estimation of the hyperparameters of the Gamma distribution.
The gradient ascent was run for four different sets of starting values whilst € was
chosen to be € = 0.0025. For each set of starting values the algorithm was run 10
separate times and it converged either after the maximum number of iterations was
achieved or after the value the Euclidean distance d = \/dr2 + df? was smaller than
a threshold which was chosen to be equal to 0.0002. The following table presents
the data acquired:
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The following graphs present the results for

Starting values

Mean convergent values

Ko = 65, 90 =04

k=6.731£5x103 ,0=1.693+1.3x 10~*

Ko=T,00=15 | Kk=7039+3x10"3,60=1.622+9x103
ko=2,00=01 |k=341£2x103,0=293+1x103
Ko =20, 0p =5 k=19.999+4x 175 §=4.996+1x 103
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Figure 3.54: The convergence results for the four sets of starting values of the

gradient ascent for ribbons

3.5.3 Discussion of the results

It is clear from the tables above that the gradient ascent algorithm does not converge

to the desired values of k and 6 for both ribbons and sheets and we now discuss the



3.5. Learning the hyperparameters 165

reasons behind this behaviour. Firstly, the threshold for convergence was chosen
at the outset of the experiment, and one may ask whether reducing this parameter
may improve the experimental outcome. However, as with any application of a basic
gradient ascent procedure, the form of the function being maximised is of great
importance. Although the algorithm may find a stationary point of the function
in question, it is not possible to guarantee that this will not be a local (rather
than global) maximum of the function. In particular, it is often necessary to carry
out a number of different simulations with different starting values kg and 6y. As
presented in the tables above for both sheets and ribbons, the values at which the
parameters converged were different for each set of starting values. This suggests
that the gradient ascent is becoming “trapped” in one of several local maxima of the
likelihood surface which in turn implies that the surface itself may be quite uneven
and unsmooth. A way to overcome this obstacle would be to examine the value of
the likelihood at the convergent point and choose the set of values for which the
convergent likelihood was the highest. However, for three out of the four sets of
starting values the values of the likelihood at the convergent points are comparable
which makes the choice even harder; the convergent value of the likelihood of the
fourth set was too small to be considered. This motivates us to consider a scan of
the parameter region in order to identify the rough form of the likelihood within
the domain in question (note that the nature of Monte-Carlo integration means
that for each simulation the likelihood surface will differ, perhaps substantially).
This was achieved by evaluating the likelihood on a (20 x 20) grid on the region
[2.5,12.5] x [0.1,5.1] for ribbons and the result of this simulation can be seen in

figure (3.55a). Figure (3.55b]) shows the likelihood evaluated on a (20 x 20) grid

on the region [7,8] x [0.25,1.25]. Figure (3.55c) and figure (3.55d)) both show the
evaluation of the likelihood on a (20 x 20) grid on the region [49,51] x [0.2,0.6].
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Values for 6 Values for « Values for 6 Values for

(a) Likelihood surface for 10 ribbons (b) Likelihood surface for 10 ribbons

Values for 6 Values for « Values for 6 Values for «

(¢) Likelihood surface for 10 sheets (d) Likelihood surface for 10 sheets

Figure 3.55: Likelihood surfaces

The plot shows an extreme spike in the likelihood around the point
k=4, 0 =4.35, but is otherwise comparatively flat. However, the gradient ascent
algorithm may not be initialised close to this peak, in which case the form of the
surface makes it relatively hard to find. The plot shows an big spike in
the likelihood around the point k& = 7.95, 6§ = 0.6, where lots of stationary points
can be seen, in any of which the algorithm could get stuck. Similarly for sheets
in figures and , the big spikes can be found at the points k = 50.3,
0 =0.5 and k = 50.4, 6 = 0.34 respectively however in a similar fashion there are
multiple stationary points at which the gradient ascent could get trapped. For both
ribbons and sheets, we restricted attention to the regions [6.8,7.8] x [0.1,2.1] and
[49,50] x [0.2,0.6] and scanning the likelihood surface more closely on a (50 x 50)
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grid the following plots show the results in more detail:

e - o w oa o o

75

Values for © Values for « Values for © Values for

(a) Likelihood surface for 10 ribbons (b) Likelihood surface for 10 sheets

Figure 3.56: Likelihood surfaces

In both plots there is a huge spike at the points k = 7.48, # = 0.86 and k = 49.64,
6 = 0.94. However, as we mentioned above the gradient ascent algorithm was either
not initialised close to these peaks (which are relatively close to the true, expected
values) or the algorithm was trapped on a local maximum and hence for different
starting values, it converged to a different point. This is likely what is happening in
tables and and we suggest that it is responsible for the less positive
results presented there. Although the results were not as encouraging as expected,
we proceeded to the classification of generated sand bodies using the “known” values

of the hyperparameters. We discuss this in the next section.

3.5.4 Classification results

As we discussed in the previous section, the results produced by the gradient ascent
were unsatisfactory and hence the learning of the parameters wasn’t fruitful. This
would mean than the classification of the sand bodies using the learned parameters
wasn’t possible. In absence of these data and wanting to evaluate the efficacy of
the algorithm in classifying sand body data shapes, we performed classification by

using the known parameters. This means that for each classification run, the data
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shapes would be compared against example shapes that have been generated with
aspect ratios coming from Gamma distributions with the same parameters as the
ones that generated the data shapes themselves. Hence the Monte Carlo integration
over shape curves would be evaluated by comparing the data shapes to example
shapes that their aspect ratios have been generated by I'(7.5,1) for ribbons and
['(50,0.4) for sheets. For the following classification results, the sampling Monte
Carlo iterations and the Monte Carlo iterations over the curves were both fixed to
be 20, the minimum number that is needed for the confidence results to stabilise.
For the following runs we use the same values of the regulators as in the Kimia and
the alphabet case. The values of the regulators were chosen to be: B =10°, D =105,
a=1.5and ¢ =0.1. The variance of the generalised Gaussian of the diffeomorphisms

(2.3.7) was chosen to be oy = 1.5.

In the next figure we present the classification results for 10 ribbons and 10 sheets
that were generated under the same parameters. For their simulation we used 30
points and the standard deviation of the observed noise was o = 0.4 x 1072. For both
ribbons and sheets, the success rate was found to be 70% with the average confidence
level 77% for ribbons and 88% for sheets. The lowest classification level was 52%
for ribbons and 68% for sheets whilst the highest was 95% and 100% respectively.
Although the number of the points is considered to be quite low, the confidence

levels and the success rates for both classes are particularly high.
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Figure 3.57: Classification results for two classes

In the next figure we present the classification results for 10 ribbons and 10 sheets

that were generated with 40 points and the standard deviation of the observed noise

was o = 0.5 x 1072, For ribbons, the success rate was 70%, the lowest classification

level was 90% whilst the average classification level was 97%. For sheets, the suc-

cess rate was 80% with the lowest classification level 58% and the highest 100%.

The average classification level for sheets was found to be 84%. Again, although the

number of the points is considered to be quite low and the variance of the noise rela-

tively big, the confidence levels and the success rates for both classes are particularly

high.
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Figure 3.58: Classification results for two classes

In the next figure we present the classification results for 10 ribbons and 10 sheets
that were generated with 50 points and the standard deviation of the observed noise
was o = 0.8 x 1072 which is considered to be high. Although for ribbons, the success
rate was 60%, the lowest classification level was 90% whilst the average classification
level was 97%. For sheets, the success rate was 100% with the lowest classification
level 70% and the average classification level being 89%. The noise variance is
extremely high, however the classification levels are high too and the algorithm

seems to distinguish the differences between classes consistently.
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Figure 3.59: Classification results for two classes

In the next figure we present the classification results for 10 ribbons and 10 sheets
that were generated with 60 points and the standard deviation of the observed noise
was 0 = 0.7 x 10=2 which is considered quite high. For ribbons, the success rate was
70%, the lowest classification level was 90% whilst the average classification level
was 96%. For sheets, the success rate was 100% with the lowest classification level

70% and the average classification level being 99%.
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Figure 3.60: Classification results for two classes

In the next figure we present the classification results for 10 ribbons and 10 sheets

that were generated with 80 points and the standard deviation of the observed noise

was o = 0.9 x 1072, For ribbons, the success rate was 90%, the lowest classification

level was 70% whilst the average classification level was 85%. For sheets, the success

rate was 90% with the lowest classification level 65% and the average classification

level being 93%. One can see that the the classification rates and levels are extremely

high and it seems that the high number of points contemplates the high noise added

to the points.
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Figure 3.61: Classification results for two classes

To test the accuracy of the algorithm not only for these two classes, we compared
ribbons and sheets against a third class which was chosen to be triangles. The
simulated triangles were generated to be isosceles, with their height equal to 1 and
their base equal to v ~ I'(k, ), with the hyperparameters to be: x = 60, 0 = % In
the next figure we present the classification results for 10 ribbons, 10 sheets and
10 triangles that were generated with 40 points and the standard deviation of the
observed noise was o = 0.8 x 1072. For ribbons, the success rate was 70%, the lowest
classification level was 45% whilst the average classification level was 82%. For
sheets, the success rate was 80% with the lowest classification level 48% and the
average classification level being 76%. For triangles, the success rate was 80% with
the lowest classification level 52% and the average classification level 78%. One
notices that the algorithm recognises the classes as distinct which is reflected by the

high success rates and even higher classification levels.
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Figure 3.62: Classification results for three classes

In the next figure we present the classification results for 10 ribbons, 10 sheets

and 10 triangles that were generated with 50 points and the standard deviation of

the observed noise was o = 0.6 x 1072.

For ribbons, the success rate was 60%, the

lowest classification level was 95% whilst the average classification level was 98%.

For sheets, the success rate was 80% with the lowest classification level 65% and the

average classification level being 88%. For triangles, the success rate was 100% with

the lowest classification level 62% and the average classification level 89%.
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Figure 3.63: Classification results for three classes

In the next figure we present the classification results for 10 ribbons, 10 sheets

and 10 triangles that were generated with 70 points and the standard deviation of
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the observed noise was o = 0.8 x 1072. For ribbons, the success rate was 80%, the
lowest classification level was 68% whilst the average classification level was 95%.
For sheets, the success rate was 90% with the lowest classification level 50% and the
average classification level being 90%. For triangles, the success rate was 100% with

the lowest classification level 55% and the average classification level 93%.
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Figure 3.64: Classification results for three classes

To investigate the classification levels for different numbers of points we classified
data shapes from the same class and with stable noise as the number of points
increased. The experiment was run 10 times with the number of points ranging
from 10 to 100 and the noise being o = 0.2 x 1072. The following 5 graphs present
the results of 5 runs for the class of ribbons. One notices that in the case of 10
and 20 points the 50 and 60 percent of the data shapes are misclassified whereas
for 30 points the success rate is 60 percent and the classification levels at least 60
percent. For 50 points the classification levels approach 70 percent and for more
than 60 points the confidence is more than 90 percent. The last graph presents the
time in hours for a single run as a function of points which shows that for a large

number of points the algorithm is computationally expensive.
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(e) Classification results for 50 points
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The following experiment was run 10 times with the number of points ranging
from 10 to 100 and the noise being o = 0.2 x 1072. The next 5 graphs present the
results of 5 runs for the class of “sheets.” One notices that in the case of 10 and 20
points 70 percent of the data shapes are correctly classified whereas for 30 points
90% is correctly classified and for 40 points 70% is correctly classified. For 50 points
or more the classification is definite. The last graph presents the time in hours for

a single run as a function of points.
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Overall, we performed 10 runs for 30 ribbons, 30 sheets and 30 triangles each.
For the class of ribbons, the average success rate was 67% + 3% and the average
classification level was 90% + 2%. That means that 7 out of 10 were classified
correctly with a classification confidence of 90%. In the case of sheets, the average
success rate was 80% + 3% with an average classification confidence of 82% + 2%.
For triangles, the average success rate was found to be 87% + 3% with the average
classification confidence to be 91% + 1%. It is also noticeable that when the number
of the points is small (10 or 20) the misclassification rate is 50 or 60% but when
the number of points increases to 30 or more, then the success rate is more than
60% and the confidence level in most cases is higher than 80 percent. The high
success rates and confidence levels, show that our proposed algorithm is a very
powerful tool for the classification of geological sand bodies and not only these
specific shapes. One of the big advantages of our proposed algorithm is that it
captures more geometrical information than other classification methods such as
the width-to-thickness ratio. We compare such classification methods with our own

classification method in chapter [4].

3.6 Concluding remarks

In this chapter we have evaluated the efficiency and efficacy of our proposed algo-
rithm. We have evaluated the success results and the classification levels that our

algorithm produces with the help of three different databases.

Firstly, we tested our algorithm with the help of the Kimia database. Since the
evaluation of some of the integrals involve Monte Carlo integration we have examined
the number of the iterations needed for the stabilisation of the algorithm and we
have concluded that 20 iterations for the integration over samplings are sufficient
for its stabilisation. Using this number of minimum Monte Carlo iterations we have
proceeded to the classification of randomly generated shapes of the Kimia database
where we have found that the average classification confidence was i = 59% + 7%
and the average success rate was 80% +5%. To evaluate the impact of the Gaussian

noise on the classification results we tested how the algorithm behaves when the
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noise increases. The Gaussian noise was increased by 0.15 x 1072 for each of the
data shapes and we noted that the classification levels drop from 25% to 20% as the
standard deviation of the added noise increases from 0.2 x 1072 to 1.4 x 1072. As the
noise o increases the classification levels drop by 5%. This is a behaviour that one

would expect.

Secondly, we have repeated the same experiments with the alphabet database
where we have concluded that 20 Monte Carlo iterations over samplings are sufficient
for the stabilisation of the algorithm. Classifying randomly simulated letters we have
found that the average success rate was ji = 73% + 6% and the average classification
level was 77% + 5%. As with the Kimia database, we tested how the algorithm
behaves in the case of the letter database when the noise increases. Adding noise in
increments of 0.2x 1072 and increments of 0.5x 1072 we noticed that the classification
results drop from 90% to 77% as the standard deviation of the added noise increases
from 0.2 x 1072 to 1.6 x 1072, The classification levels presented in figure (3.23b)
drop from 80% to 74% as the standard deviation of the added noise increases from

0.5x1072 to 2.5 x 1072,

In the final section of this chapter we have presented the geological sand bodies
database. We discussed some of the geological definitions and the existing geological
classification schemes. We suggested that our method is more rigorous, quantitative
and complete since it encapsulates information that define the geometrical nature of
each shape. Having this in mind, we attempted to perform supervised learning and
estimate the parameters of a given sand body data set (a simulated one due to the
absence of a real one). This required us to maximise our likelihood function over the
parameters we wanted to estimate which in turn introduced difficulties. The scores
could not be evaluated in a closed form and for this we had to employ an optimisation
algorithm (gradient ascent) which due to the unsmoothness of the likelihood surface
was trapped to local maxima and could not converge. However, although the results
from the learning were unsatisfactory, we performed classification with the known
parameters of each class assuming that these would be returned by the gradient

ascent in any other case. The classification results returned were very high with the
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average success rate of ribbons being 67% + 3% and the average classification level
was 90% + 2%. For the class of sheets, the average success rate was 80% + 3% with
an average classification confidence of 82% + 2%. The above results prove that our
proposed algorithm is a very powerful tool which is successful more than 80% of
the times. One of the reasons for these high results is the fact that our observation
model captures the geometrical information of each of the shapes and “explains” the
formation of the data themselves in contrast to the current classification methods

that are simplistic and don’t employ geometrical information per se.

In the next chapter, we evaluate similar methods to the width-to-thickness ratio
in the case of the Kimia and the alphabet databases. We compare the classification

results returned from these methods to the ones produced by our proposed algorithm.



Chapter 4

Experimental results using EM

4.1 Introduction

In this chapter we discuss the experimental results acquired when using the Expectation-
Maximisation algorithm for both classification and the identification of clusters of
shapes in the dataset. The Expectation-Maximisation (EM) algorithm is used as
Maximum Likelihood Estimator (MLE) or Maximum a Posteriori (MAP) estimator
of the parameters of an underlying distribution from a given data set when the data
has missing values or when the data set is incomplete [I57] [15§]. The EM algorithm
is usually used for two main applications. One application is to data sets with miss-
ing values which were induced during the observation. The second application is
when the optimisation of the likelihood function is intractable but it can be sim-
plified when we assume the existence of latent variables which without we have an

incomplete data set.

As a Maximum Likelihood Estimator, the EM algorithm has quite broad ap-
plications but the most widely used is the mixture-density parameter estimation
problem. The most common mixture-density that EM is applied to is the Gaus-
sian mixture models (GMM). GMM are superpositions i.e. linear combinations of
a number of Gaussian distributions with adjusted means and covariances as well as
mixing coefficients. In section [4.1.1] we present the derivation of the EM in the

case of GMM and in section [4.2] we present a way of using the EM algorithm when

182
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irregularities such as singularities are present in the data. In section [4.3] we discuss
classification results of the Kimia and the alphabet database using the EM algo-
rithm. In particular, we use feature vectors of the data to infer whether there exists
clustering based on the features and based on these results we classify new data.
This is a way to compare the results given by the classification algorithm presented
in chapter [2]. In section [4.5] we present an adaptation of the EM algorithm in the
case of the sand body database. For this adaptation instead of using a mixture of
Gaussians we utilise a mixture of the observation model we presented in chapter [2].

Finally, section discusses the concluding remarks of this chapter.

4.1.1 Derivation of EM algorithm for Gaussian mixtures

We assume that we are given K multivariate Gaussian distributions N (g, ) with
k =1,..,K. Then the linear combination of K Gaussians can be formulated as
probabilistic models known as mixture distributions [I59]. A mixture of Gaussians
is a distribution that draws with probability 7, from the k-th component and is

given by

fyle) = iWkN(ka,Zk) (4.1.1)

k=1
where © = (71, ..., Tx_1, 1, -, b, 21, ---, 2k ) 1S the vector of parameters we would
like to estimate. Here, each of the y; is a nx D vector, each of the py is Dx1 vector and
each of the ¥, is a Dx D matrix. Also, N (y|ug, Xx) = W exp {—%(y - )Y (y - p,k)}
which is the normal probability distribution with mean p; and covariance X eval-

uated at y.

Given some data (in our case data shapes) y;, with i = 1,...,n, we wish to obtain
an estimator © of the parameters ©. The values of the estimators can be found with
the help of the EM algorithm. These estimates are based on some starting values 0
which are found by the EM when it alternates between the E-step and the M-step
until convergence is reached. We now describe the derivation of the EM algorithm

for the case of Gaussian mixture models.



4.1. Introduction 184

4.1.2 Complete likelihood

Given some data shapes y;, with 7 = 1,...,n, we wish to obtain an estimator O of the
parameters © = (T, ..., Tx_1, 41, -, [k, 21, ---, 2 )- Let G be a random vector which

draws a class k € {1...K}. We know that P(G = k) = m,. We here denote:

fir = P(y|G = k) = N(ylpr, Xr)

We also know that the joint probability of y and G is:
Py, G =k) =P(yi|G = k)P(G = k) = fumy, (4.1.2)

We now assume that for an observation y;, the value of G is known so that we
know in which of the K components, the i-th observation belongs to. To express
this knowledge we utilise an indicator variable:

1 if observation ¢ is belongs to component k,

G =

0 otherwise.

By combining all the above, the complete data (y;, Gy, ..., Gix ) is given by:

K
P(yi, Gir, o Gixc) = [ [ (finmi) (4.1.3)
k=1

We can then form the corresponding likelihood function, which is also called the

complete likelihood in the following way:

Ol ) = TT T 1) (4.1.4)

i=1 k=1

The log-likelihood is thus formed as:

L =1og(L(Oly1,..,yn)) = ). Y (Girlog my, + G log fir) (4.1.5)
T F

As mentioned previously, to estimate the parameter described by © the EM algo-
rithm alternates between the E-step and the M-step. We now evaluate both steps

particularly for the case of Gaussian mixtures.



4.1. Introduction 185

E-step

One notices that in expression (4.1.5)), the values of Gy are unknown; this is a
condition required by the formation of the complete likelihood. We can thus replace

them by their conditional expectations so that:
Then by using Bayes’ theorem one has:

oy - PG =R)PWlG=k)  mfi
Wik = P(G = k|yl) - ZI]P(G _ l)]P’(yz|G _ l) = Zl 7Tlfil

(4.1.7)

which are the membership probabilities

Wi = P(observation i belongs to component k) or as they are called in the Bayesian
framework the responsibilities i.e. the responsibility that the k-th component takes
for explaining the observation y;). Substituting this back to the log-likelihood

one has:

L= (Wilogm, + Wilog fu) (4.1.8)
ik
which is the expression that we will maximise over the parameters that we want to
estimate.
M-step

Having the responsibilities evaluated from the E-step we can now obtain the esti-
mates of the parameters © = {y1;,0;,7;}. This can be done by setting the derivatives
of the log-likelihood with respect to the parameters equal to zero. We now
present these derivatives for the case of Gaussian mixtures. We will firstly maximise
(4.1.8) with respect to the mixing coefficients 7. Here, one must take into account
that the mixing coefficients 7, are subject to the constraint Y;-1* 7, = 1 which re-
quires them to sum up to one. This can be achieved by using a Lagrange multiplier

and by maximising the following:
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8@#]- [L—)\Zk:ﬂk+/\]=0
0 L—)\Z%»:O
0 m; o
J L-X=0 (4.1.9)
0 m;j

The above instructs us to calculate the derivative of the log-likelihood with respect

to m;:

d
dr [Z Wirlog mp, + Wig log fur | =

J Lik
d d
=> Wi log i, + (log 7y, +1og fix) Wi,
ik d ; d m;
d
ik d ;

We should note here, that the derivative of the responsibilities W;;, with respect
to any of the parameters is zero since W;, is the conditional expectation of the
class labels that we acquired from the E-step and hence it is a constant. Thus, the

derivative of expression (4.1.10]) differentiates to:

Wi

d
logwk = Z—(Sk] = Z

d m; T Tk T

> Wik (4.1.11)
ik

so overall the maximisation over the mixing coefficients using the Lagrange multiplier

of expression (4.1.9) is:

Wij _

Eo2-As0
ZWij:Aﬂ'j
S Wi =A
1,J

=\=n (4.1.12)
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Finally, substituting this back into the top line the estimated mixing coefficients

are:

which is the average posterior probability for component j.

The derivation of the estimators for p; and X are quite lengthy and complicated
so we only present the final results. For their explicit derivation one can refer to

[158]. The estimators for the remaining parameters are thus:

~ Y Wiy
Pie = =S w;

A

Sk = st S S Wi (i = 1) (9 — )7

The iterations between the E-step and the M-step are continuing until conver-
gence is reached which was proven in [I57, [160]. It is worth it here, emphasising
some of the problems one encounters by the use of the EM algorithm associated with
the maximisation of the parameters in the Gaussian mixture case. To illustrate the
point, consider a Gaussian mixture with all components having equal covariance ma-
trices ¥y, = 071, with I the identity matrix. Assuming that one of the components,
say the i-th component, has its mean equal to one of the data points i.e. u; =y, for

some value of n, then this data point contributes to the likelihood:

1

N (Ynlpi, 071) = L

(4.1.13)

Taking the limit o; - 0 then this term tends to infinity which causes the likeli-
hood to diverge. One could say that the maximisation of the log likelihood function
is an ill posed problem because such singularities are unavoidable whenever one or
more of the Gaussian components collapses to a single point. There are several ways
of alleviating the problem. One example is to use certain heuristics e.g. detecting
the singularities and resetting the mean of the Gaussian at a random value and

resetting the covariance to some big value. In the Bayesian framework the problem
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is alleviated by performing MAP and hence including a prior distribution over the
components [158]. However, this is not aligned with the philosophy of the EM algo-
rithm, a purely Maximum Likelihood Estimator algorithm. A different way to treat
singularities is the nonparametric maximum likelihood (NPML) which utilises the
help of an Aitchinson-Aitken kernel. We discuss this approach in the next section

since it is the approach taken for the experimental results of the current chapter.

4.2 A version of EM-based NPML

Nonparametric maximum likelihood is a tool usually used in the case of fitting
generalised linear models with random effects. The term nonparametric refers to
the case where there is no parametric specification of the random effect distribution.
In NPML usually the marginal likelihood can be approximated by a finite mixture
model of which the model parameters can be calculated by the EM algorithm.

We employ the use of a version of the EM-based NPML [161], [162] to avoid the
so called likelihood spikes [I58, [163] which are caused by the Gaussian components
collapsing to a single point and in turn cause the likelihood to diverge. Likelihood
spikes is a common phenomenon when unequal variances are used for the Gaussian
mixtures. This allows the components to have independent variances which can
freely vary at any values. The problem can be modified with the use of a smoothing
component for the mixtures’ variances which employs a discrete kernel [164] which

we now describe.

Suppose we want to fit a Gaussian mixture with unequal variances o7 with
k=1,..., K and we want to employ the smoothing of the components. The smoothing
is performed by the following discrete kernel:

A if y =,

w(z,y|\) = (4.2.14)

1-A -
v ity # x

with 1/K < A < 1. Here, z and y denote the class memberships i.e. the component

index and thus range from 1 to K. The kernel assigns the smoothing parameter
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equal to A when the running index equals the component index. When the indices
are unequal then the kernel assigns the smoothing parameter equal to ]1(;_)1 Setting
the smoothing parameter A = 1/K corresponds to the maximum smoothing possible
which is equivalent to the case of equal variances. When A\ = 1 then all the variances
are decoupled and calculated within the components so that all components have

independent variances.

The EM algorithm is implemented as in any other case; it alternates between the
E-step and the M-step by evaluating the estimators for the parameters my, ug, og.
The only difference is the kernel which is used to update the estimated variances

which are set equal to:

srew = ap(z,y|A) £ (4.2.15)
new old
o (s,
2 2
= w(z,yl\) (4.2.16)
Ek} hI

with Y% the adapted vector of the variances and ¢ the variances as estimated
by the M-step and presented in section [4.1.2]. The above expressions show that in
order to avoid the likelihood spikes, the adapted variances are a linear combination

of all the component variances as estimated in the M-step. When A\ ~ 1 then this

1-)

77, and forces the components

adds to each variance a small e-correction, with € ~
to be dependent. The use of the kernel imposes this inter-component connection
that is needed so that if one of the variances is close to singular then it is forced to

artificially “increase” by a small amount and avoid the divergence of the likelihood.

It is worth mentioning here that these singularities provide another example of
the severe over-fitting that can occur in a maximum likelihood approach. One can
argue that these singularities do not occur in a Bayesian approach. In this approach,
the EM algorithm is used to find the Maximum a Posteriori estimate instead of the

maximum likelihood for the model with a prior P(X) defined over the variance. In
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this case, the E-step remains the same whereas the difference is on the M-step which
maximises a slightly different quantity. Suitable choices for the particular prior will
remove such pathological situations. However, as we mentioned previously, this is
not aligned with the philosophy of the EM algorithm, a purely Maximum Likelihood

Estimator algorithm.

In the next two sections we describe experimental results that were acquired
by the use of the EM algorithm for the Kimia and the alphabet database. Due
to the variations of the different existent classes in our data, in our first attempts
of running the EM algorithm for these two databases we encountered problems.
Such singularities were present in our data and the likelihood was divergent. For
this reason, for all the following results we employed the EM-based NPML which

allowed us to alleviate the divergences and conclude with our classification results.

4.3 Adaptation of EM on the Kimia and alphabet
database

As mentioned in Chapter, there are classification schemes that are based on special
features of the shape. In this case, the characterisation of a class of shapes and its
differentiation from other classes can be done in terms of some of its properties (also
called features or shape descriptors). Shape descriptors are used as a measure of
similarity between shapes represented by their features. Usually simple geometrical
features such as area and perimeter are used to describe the shapes however such fea-
tures usually fail to describe shapes with small differences. In other words there can
be more than one classes that can be described by the same features. Our proposed
classification algorithm from chapter [2] classifies purely based on the geometrical
properties of the observed shapes. In the next section, we discuss how we used the
EM algorithm to infer the existence of clusters of data based on their features. We
estimate their properties and then perform classification based on these. Finally,
we compare the results of this classification procedure to the ones acquired by the

algorithm presented in chapter [2].
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4.3.1 EM on Kimia database

In this section we present the results obtained by the EM algorithm for the Kimia
database. For this task, we assume that we have at our disposal two data sets:
a training and a test data set. We assume that each shape of either of the two
data bases can be described by a feature vector of some extracted shape descriptors.
We assume that the description of each of the classes is sufficient by these feature
vectors. We also assume that each of the classes’ features represents a cluster or that
classes with similar features will be combined in a single cluster. Each of the clusters
can thus be sufficiently represented as a multidimensional Gaussian distribution of
which the mean and the covariance matrix we will learn by using the EM algorithm.
We can then use this information to classify new, unobserved data from the test

data set in the inferred classes.

For this task, we assumed that the training data set is comprised by the idealised
example shapes of the Kimia database. For the generation of the example shapes
we extracted the boundaries in the way described in section . The test data
for this task were generated as follows: a random number of Kimia data shapes were
generated in the way described in section [3.2.2). For all the data shapes the feature
properties of shape factor, roundness, convexity and solidity were extracted. These
features were used as the new, unobserved values based on which the data shapes
would be classified. The class labels associated to each of the shapes were retained
to enable us to evaluate the results of the EM algorithm by a comparison to its class

assignments.

The feature extraction for both the training and the test data set was done
in the following way: for all 256 Kimia shapes we extracted the perimeter, area,
convex hull perimeter, convex hull area, shape factor, roundness, convexity and
solidity. In particular, the convex hull of a shape is defined as the smallest convex

set that contains the shape i.e. a minimum bounding polygon. The shape factor is

Area

convex perimeter? ’ the convex1ty

defined as 47%, the roundness is defined as 47
perimeter

, and the solidity as —2— [165] [166]. The extracted features

convex area

convex perimeter

as -
perimeter

of each shape form its feature vector and the collection of all feature vectors can
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be used for the inference of existent cluster. However, the final feature vector was
only comprised by the shape factor, roundness, convexity and solidity since the
other properties differ in dimensionality whereas the chosen four properties are all
dimensionless. Since each data shape is represented by these four properties, we
assume that each class of shapes can be represented by a four-dimensional Gaussian
which is characterised by a certain mean and covariance matrix. The EM algorithm
was used to estimate the values of the mean and the covariance matrix of each of

the clusters.

One of the drawbacks of the EM algorithm is the fact that the number of compo-
nents K must be known a priori. Since we have a priori knowledge of the number of
classes present in the data, for the first run we chose the number of components to
be the same as the number of the existing classes which is K = 21; in the Bayesian
framework this would be expressed as imposing a delta function as a prior on the
number of the present classes namely 0 2;. The algorithm was allowed to run un-
til convergence with an appropriate threshold and was found to be maximised for
A =0.941 (see equations and ([£.2.16))). Since the data were simulated, it is
possible for us to check how well the EM algorithm worked. One would expect, that
the distinct types of shape would lead to unique clusters. For example we would

expect all “hands” to form a single cluster and to be differentiated from “tools.”

To evaluate the efficiency of the clustering produced by the algorithm we exam-
ined the final values of the W;,. We split the W;; in parts so as to compare the
responsibilities of the shapes on a class by class basis. For each of the 21 classes
of simulated data we evaluated the mode assignment determined by the maxima
of the W, for those j associated to the given class. This mode was then taken as
the class label for that cluster. For example Table shows some partial data
highlighting how the assignment was compared to the data label. Specifically, all of
the shapes in the top two rows were known to have been simulated from the class
of spectacles. The most frequent value of £ which maximised the responsibilities of
these shapes was k = 8. However, as can be seen not all of the shapes in this subset

were labelled in class 8 so we then evaluated the percentage of shapes classified in
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Data label |11 |8 |8 |8 |15 11|11 |11 |11 (8 |8 |8 |11 |8
Assignment |8 |8 |8 |8 |8 |8 |8 |8 |8 [8 [8 |8 |8 |8
Data label |6 |6 |6 |6 |6 |[10]10][10]10|6 |[10|6 |6 |4...
Assignment |6 |6 |6 |6 |6 |6 |6 |6 |6 [6 [6 |6 |6 |6
Data label |13 |13 |13 |13 |4 |4 |4 |9 |13|4 |4 |14 |14 | 14...
Assignment | 13 | 13 |13 |13 |13 |13 |13 |13 |13 |13 |13 |13 |13 | 13...

Table 4.1: The MAP assignment of data shapes, y;, into classes, determined by the
maximum over k of Wj,. Each row represents a subset of the shapes belonging to a
single class (Spectacles, Tools, Hands). The assignment label is fixed by the mode

over the data labels in each class.

each subset mode. Across all shapes, this was found to be 65 percent; this means
that on average, 65 percent of the shapes were classified into the mode of the class

memberships.

Having the estimators of the mixing coefficients, the mean and the covariance
matrix that the EM returned for each of the clusters we then classified new, un-
observed data which were obtained from the test data set. This was an important
task since it allows us to examine how well the EM-based approach can classify new
shapes at the end of its learning period. For this we generated 1000 data shapes,
in the way described in section [3.2.2], coming from random classes of the Kimia
database and extracted the four features for each one of them. For each of the 1000
shapes we performed MAP to evaluate in which cluster it is classified. This was then
compared to the class labels supplied by the EM algorithm in its determination of
clusters. For example, the shapes on the top row of Table were spectacles;
the EM algorithm assigned most of the data from this class into class 8; a correct
classification of future data shapes generated from the spectacles class would be into

class 8. In a way similar to the MAP performed in chapter [3] we evaluated:

P(Cily) o< P(y|C)P(C) (4.3.17)
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where in this case the observation model is a four dimensional Gaussian distribution.
The average success rate of this classification procedure is: 62.9% +4.1%. However,
this approach did uncover a problem. Rather than providing us with 21 unique
class assignments, the EM algorithm returned class modes totalling only 13. To
investigate further we repeated the experiment with the EM initiated to K = 13
components. Repeating the same process as before, the percentage of shapes clas-
sified in the subset modes was found to be 76 percent which shows an increase of
the result found for 21 components. We then performed classification of 1000 data
shapes which were randomly generated from the classes of the Kimia database. Us-
ing MAP classification for each of the data shapes we found that the average success
rate for this classification was 72.7% +4.5%. Although this increases the success (at
least as measured by the procedure outlined above) of the algorithm, it is not in
agreement with our expectation of 21 distinct classes. We will return later on to

explore whether our more geometric approach can offer a better outcome.

4.3.2 EM on alphabet database

For completion, we repeated the above experiment for the alphabet database we
first introduced in chapter . As with the Kimia database, for all 156 letters we
extracted the feature vectors comprising of the shape factor, roundness, convexity
and solidity. Having a priori knowledge that the existent classes of letters are 26, we
imposed a delta prior on the number of classes dk 26 and we run the EM algorithm
with K = 26 components. To evaluate the efficiency of the clustering that EM
returned, we evaluated the class modes as in the Kimia database. The percentage
of shapes classified in their subset mode was found to be 55 percent. We then
evaluated the success rate of the returned clustering. We generated 1000 data shapes
coming from random letter classes and performed MAP. The success rate of the
classification was 33.1% + 5.6%. However, as in the case of the Kimia database,
the class memberships returned from the EM algorithm were not all unique. We
repeated the experiment with the number of components equal to the number of
unique class modes determined by the EM algorithm which was initiated with K =

17 components. Repeating the same process as before, the percentage of shapes
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classified in the subset mode was found to be 60 percent which shows a slight increase
of the previous result with 26 components. We then classified 1000 data shapes
which were randomly generated from all letter classes. Classifying through the
MAP procedure we found that the average success rate for this classification was

37.3% + 5.4%.

4.3.3 Discussion of the results

The purpose of introducing the model which is the subject of this thesis is that
we had hoped it would yield a more accurate classifier. We must therefore com-
pare the results found above — which use older and more established techniques —
with the classification rate achieved using our new technique which we presented in
chapter . First we consider the Kimia database. The success rate of 80% that
was produced with our method is slightly better than the 62.9% and 72.7% noted
above. The numbers are comparable (the K = 13 result is within experimental error
of the result arising with our new approach) however we must recall the approach
developed above did not lead to an EM algorithm which correctly separates the
training data into the correct number of distinct classes. This is a huge drawback
of the an EM-based approach based on the information non-preserving [35] feature
extraction. Similarly, in the case of the alphabet data set, our work in chapter [3]
led to a success rate of 73% which is indeed much better than the rates of 33% and

37% found with K =26 components and K = 17 components respectively.

In contrast to the classification based on our geometrical method presented in
chapter , there is big difference between the success rates of the Kimia database
and the letter database when using the EM approach. We suggest that such be-
haviour can be understood as signaling that the features extracted for the letters
show far greater similarity than the shapes of the Kimia database. Indeed, many of
the alphabet letters are fairly similar (for example C and G or B and D) whereas
the Kimia shapes show much greater diversity. This goes somewhere to explaining
why fewer mixtures than expected were present when the algorithm had decided on

its clusters.
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It is probably not too surprising that the approach used above is not able to
separate the training data into the classes that we anticipated, since much of the
geometrical information is being lost. No distinguishing data related to the shapes’
boundaries or curvature is being used in either the EM algorithm or in classification.
Instead these data are being diluted as they are combined into the chosen features.
The approach of chapter [3] prefers to retain much more of this information which
then plays an active role in building the likelihood function. Furthermore, our model
easily encompass shapes which are generated from parameters drawn from a given
distribution, such as our description of the aspect ratios of sand bodies which follow

a ['-distribution.

To investigate the applicability of our proposed model further it seems appropri-
ate to develop it in the context of unsupervised learning. In this way we hope to find
out whether or not our new marginalised likelihood can be used to discover clusters,
to learn their parameters and eventually to classify new data into these classes. For
this reason we now turn to the development of an EM procedure based upon our
new likelihood. Our hope is that with this approach, the algorithm will converge
to parameter estimations which separate out the training data into the expected
clusters and eventually be used to recognise differences between real world shapes

(such as, for example, geological sand bodies).

4.4 Adaptation of the EM for sand bodies

The adapted EM algorithm is an attempt to find clusters in the data by using our
observation model of section [2.6] as the mixture model. In any other case, one
could use a mixture of Gaussian or Gamma distributions to find the clusters that
describe the data by their properties, for example the mean and the covariance ma-
trix of the Gaussian distributions or the shape and scale parameter of the Gamma
distributions. Clusters can be identified by the properties that described them and
then new observations can be classified to their respective clusters according to their
properties. The question we are faced with is: can we describe clusters by their un-

derlying geometry and then classify new observations according to how similar they
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are to the clusters? The answer to that is that one would have to use a mixture of
distributions that reflects the belief that clusters can be identified geometrically. For
this reason, we assume that clusters of shapes can be described by their underlying
geometry and the identification of them will be done with a mixture of distributions

that describe the likelihood of a certain shape belonging to a particular class.

We assume that we are given K distributions which in our case can be seen as
the assumed existent classes in which the data shapes can be partitioned to. Each
of the distributions can be described by the likelihood P(y|C}) and as we have seen
in the case of the sand bodies each sand body class can be described by its own
parameters {x,0} that define its aspect ratio. A finite mixture is a distribution
which draws with probability 7 from the k-th likelihood distribution. The density

of a finite likelihood mixture is given by:

P(416) - Y. mP(wCy) (1418
with k =1,..., K the number of mixture components, © = {7y, ..., Tx_1
K1y K, 01,00, 0} the vector of the parameters. Since we want to investigate
the clustering of the classes based on their underlying geometry, the likelihood
P(y|Cy) is the marginalised likelihood presented in expression (3.2.1) which has
been marginalised over the nuisance parameters and the similarity transformations

have been integrated out:

PGICK) = 3 [ 98 75 99 70 Byl 5.5.9,0)BOI(:IE(9)B()B(AICH)

JE— 2
B?n? |Cov('v, y)|
+2¢ (s kg, O )P ()

(B2iVar(v) + 1)

-3 f Dy Ds |aVar(y) -

(4.4.19)
which is the probability that a given data shape y comes from a class which can be
described by its aspect ratio v and its parameters {ryg, 0} which is captured by the
prior distribution T'(7; sy, 0)). One should note here that mx = 1 - Y2 ' 7. In the
next section, we discuss the derivation of the EM algorithm in the case of the finite

likelihood mixture.
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4.5 Derivation of EM algorithm for finite likeli-
hood mixture

To obtain an estimator © of the parameters © we use the EM algorithm. The
EM algorithm alternates between the E-step and the M-step until convergence is
reached. We now describe the derivation of the EM algorithm for the finite likelihood

mixture.

4.5.1 Complete likelihood

In this section, we construct the complete likelihood for our mixture model as we
did in section (£.1.2). The derivation of the EM algorithm for the E-step of our
adapted version is the same as in the Gaussian mixture case so for its calculation
one can refer to . However, the difference is in the model we employ so we

will here denote:

fu=PWIC) =3 [ 95 75 79 95 Byl 5.5.9.PORER)P@REIH)

2
B*n? |Cov('v, y)|
+2(¢ L(7; K, Ok )P(5)

(B2iiVar(v) + 1)

= Z[.@v Ps |nVar(y) -
b
(4.5.20)
In our adapted version of EM, the difference lies in derivation of the M-step

which we present in the next section. Before that, we remind the readers that the

expression that needs to be maximised in the M-step is:

L= ZZWZk lOgﬂ'k+VVik10gfik (4521)
ik

M-step

Having the responsibilities W;; evaluated from the E-step we can now obtain the
estimates of the parameters © = {k;,6;,7;}. This can be done by setting the deriva-

tives of the log-likelihood (4.5.21)) with respect to the parameters equal to zero. We
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firstly maximise (4.5.21)) with respect to the mixing coefficients 7. Since the max-
imisation of these coefficients is independent of f;;, the result is exactly the same as

in the case of Gaussian mixtures which we present here:

A 1
T = n 2 Wij

To obtain the estimators for {x;,60;} we set the derivatives of the log-likelihood
(4.5.21]) with respect to these parameters equal to zero. We start with the derivative
of the log-likelihood with respect to &;:

0 0
5 zk;) zk‘+VVzka jlogfik
= ZZWzk logfzk
Py fzk
-y w i (4.5.22)
T % i

We should again note here, that the derivative of the responsibilities W, with
respect to any of the parameters is zero since W;, is the conditional expectation of
the class labels that we acquired from the E-step and hence it is considered to be
constant. One notices that in the above calculation the term that gets differentiated
with respect to k; is the observation model f;;. We will now examine the evaluation
of this derivative and then substitute it back to expression . As we mentioned
in chapter , the planar curves of the sand bodies are specified by their aspect
ratios so for computational reasons we substitute: 25 P(5) - dvy I'(v;k,0) with
[(vy;k,0) = ng:. Having this in mind, the partial derivative of the likelihood

with parameters {ry, 0y} with respect to x; is thus:

O fa 0 |
YIRE P [ 28 25 Py, 5,3)1@(5)1@(3))
= aaﬁj Zb:[ Dy Ds ]P’(yﬂb,ﬁ,S)F(fy;/-sk,ek)]P(s))
0 3 B2p2 ‘Cov(’v y)‘ o '
"0 Zb:/ 707 |manty) - (B2aVar(v) + 1) T F0 s O)F(s)

(4.5.23)
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However, the above expression has an implicit £ dependence in the likelihood
but has an explicit x dependence only through the I' prior on the aspect ratio. We
have seen in chapter [3], section that the derivative of a I' distribution with

respect to k is:

0

——T(v:k,0) =T(v; &,0) (log(7) - log(6)

" - log(1/(x)))

(4.5.24)

Since expression ([4.5.23|) is only dependent on the derivative of x through the T"

prior we have:
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= G P (4.5.25)
where we have substituted:
2 -n—a
B?n? ‘Cov(v, y)‘
Fi = D~y Ds |V — P(s)x
Zf Vs | NaY) - iy T PO
U'(7; ki, Ok ) (log(7y) —log (k) —log(¢ (k1))
(4.5.26)

and the upper index denotes the parameter the derivative was found with respect

with. The above enters expression (4.5.22)) in the following way:
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0
B} 5w ik
L= Wi —2
0 K; Zz: Zk: T fa
-F.(K)
_ Z Z Wi 5k] ik
Fﬁﬁ)
=S W, — (4.5.27)
- J f
7 1]
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which is the derivative of the log-likelihood with respect to ;. In order to find the
estimator for x; we have to set the above expression equal to zero. Before that, we
will evaluate the derivative of the log-likelihood with respect to 6, and then evaluate
both estimators. We now evaluate the derivative of the log-likelihood with

respect to 0;:

0

0 0
a_QL = Z Z(logﬂk + log flk)()_@Wlk + W’Lk‘_ log fzk
J ik J

00;
= ZZWikiIngik
ik 9 0;

=2 X Wa—p (4.5.28)

k

Once again, we see that the the term that gets differentiated with respect to 0,
is fir. We will now examine the evaluation of this derivative and then substitute
it back to expression (4.5.28]). However, as with x, the likelihood has an implicit €
dependence in f;; but has an explicit # dependence only through the I' prior on the
aspect ratio. We have seen in chapter [3], section that the derivative of a I

distribution with respect to @ is:

S (5, 0)) = T ,0) (25 w67 (4529

Thus, the derivative of f;;, with respect to 6 is:
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where we have substituted:
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and the upper index denotes the parameter the derivative was found with respect
with. Thus, the derivative of the log-likelihood in expression (4.5.28) with respect
to 9]' is:

0 o)
30, L= Zkaag log fir
55 fin
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= L@Q J
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Having the derivatives of the log-likelihood, we can now find the estimators for
the parameters {x;,0;} over which we want to maximise the log likelihood. For the
maximisation of the parameters, one would have to set the derivatives in expressions
and equal to zero. One notices that the expressions are quite
complicated and thus there is no closed formed solution for the evaluation of the
maximum in both cases. However, the solution for this is to utilise an optimisation
algorithm such as the gradient ascent which has an equivalent effect. Finding the
maximum of a function by setting its derivative to zero is equivalent to finding the
maximum via gradient ascent. The only difference though is that that by using the
gradient ascent, one must have some knowledge of the parameters since the algorithm
needs a set of initial values. Another difficulty of using the gradient ascent is the fact
that the algorithm is sensitive to these initial values and it can easily get trapped in
a local maximum if the likelihood surface is uneven and unsmooth, something that

makes the finding of the global maximum a tedious job.

In a similar fashion as it was discussed in chapter [3], section , the evaluation

of the maximum via the gradient ascent will be done in the following way:

{Iin+1,9n+1} = {/‘in,en} + € Vﬁ’g L (4533)

where V¢ L is the derivative of the log-likelihood as was evaluated in expressions

(4.5.27) and (4.5.32). We have seen in chapter [3], section that the evaluation

of Ff; and F can be achieved by using Monte Carlo integration.

We now describe the results we acquired for our adapted version of the EM
algorithm for the estimation of the hyperparameters of the Gamma distributions. To
evaluate the algorithm in more detail we created a third class of shapes that would be
used to make the differences between classes even more distinct and distinguishable.
The third class of shapes was chosen to be triangles that were generated to be
isosceles, with its height equal to 1 and its base equal to v ~ ['(k,#). For this
class, we chose the hyperparameters to be: k =60, 6 = % For each run of the EM
algorithm, we simulated 15 shapes of which the first five were ribbons with their

aspect ratios generated by I'(7;7.5,1), the next five were sheets with their aspect
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Ribbons | Sheets | Triangles Ribbons | Sheets | Triangles

| 0.9017 0.0353 | 0.0630 Tk | 0.8491 0.1353 | 0.0157
ki | 4.8748 48.8974 | 59.2832 ki | 4.3567 49.5937 | 59.2898
Ok | 5.6898 24.4812 | 22.1817 Or | 4.5306 12.7205 | 16.9104

Ribbons | Sheets | Triangles Ribbons | Sheets | Triangles

mr | 0.9647 0.0159 | 0.0194 i | 0.9176 0.0112 | 0.0712

ki | 3.4118 47.6232 | 58.9301 kg | 5.1487 48.4691 | 57.6410
Ok | 5.6326 46.1990 | 711.7743 || Ok | 5.5970 43.1922 | 13.2641

Table 4.2: The results of the parameters as estimated by the EM algorithm for four

different runs.

ratios generated by I'(7;50,0.4) and the last five were triangles with their base
generated by ['(+;60,2/3). We then initiated the EM algorithm for some starting
values of the parameters x and 6 and since we have a priori knowledge on the
number of the components we imposed a delta prior over their number namely dg 3.
In this adapted version of the EM, the M-step is calculated by the gradient ascent
of which the value of € of expression was chosen to be € = 1. The M-step
was evaluated either after its maximum number of iterations was achieved or after
the value the Euclidean distance d = v/dx? + df? was smaller than a threshold which
was chosen to be equal to 0.005. The following tables present the data acquired
for 4 different runs of the EM algorithm with the starting values of the parameters

being [7'('1,71'2,71’3] = [1/37 1/37 1/3]7 |:/€1,/£2, K3] = [67497 58]7 [81762703] = [O4a03’05]

Table illustrates the failure of the EM algorithm to estimate the true values
of the hyperparameters as well as the mixing coefficients for 4 different runs. As we
discuss in the next section, this is problem that is introduced by the unsmoothness
and unevenness of the likelihood surface. This is the reason for the gradient ascent
and effectively the EM algorithm to not converge to the expected values of the

hyperparameters. The estimated responsibilities were equally disappointing since
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the estimated values of the parameters were not even close to the expected ones.

We discuss this in the next section.

4.5.2 Discussion of the results

As can be seen from the results presented above, the gradient ascent and hence
the EM algorithm have not converged to the anticipated values. Although for four
parameters it is not possible to include a plot of the likelihood hypersurface, we
already have experience of some of its properties. We have seen in section [3.5]
that it displays a very prominent peak (which is what we are searching for with
the gradient ascent algorithm) but suffers from having many stationary points away
from this point. For this reason it is very likely that the algorithm will become stuck
at one of the local maxima, rather than finishing at the global maximum. For the
EM algorithm to work properly the maximisation step needs to correctly find the
values of the parameters which give the greatest value of the likelihood based on the

currently computed assignments of the mixing coefficients.

We suggest that it is this unfortunate behaviour of the likelihood hypersurface
which is responsible for the failure of the EM-algorithm to learn the class parameters
accurately. This is the same problem that was encountered in section [3.5] where
we discussed the learning of the parameters for labelled data. This is a severe
obstacle which needs to be overcome in order to apply the model we propose to the
problem of parameter estimation. The use of gradient ascent was forced upon us
by little hope that the vanishing of and could be solved in closed
form for #5 and ;. Progress in an analytic solution to this problem, or a numerical
approach which overcomes the drawbacks of the gradient ascent algorithm, would
be very welcome in future work. There are several algorithms which could be used
for the maximisation of the likelihood with respect to the parameters of interest.
We briefly refer to the simulated annealing [167, 168 and the stochastic gradient
ascent [169, [I70]. The former is an adaptation of the Metropolis-Hasting [171], [172]
algorithm but is generally slow. The later is a hill-climbing algorithm which avoids

the evaluation of the gradient for the whole training set but rather evaluates it for
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one sample (or small number of samples). The stochastic nature of the algorithm
makes it able to avoid getting stuck on local extrema. We leave these algorithms for

future consideration as an extension of the analysis presented in this thesis.

Although we were unlucky with the exploration of the EM for a finite likelihood
mixtures, we had however applied our model in chapter to the problem of clas-
sification when such parameters are known, where we have had much success. We
believe that this shows that our new approach has the potential to become a power-
ful alternative approach to shape classification making use of much more geometrical

information than previous formalisms.

4.6 Concluding remarks

We have investigated the results of a different classification method to the one we
proposed in chapter . In section [4.3] we assumed that any data shape can be
represented by a feature vector that it is comprised by certain geometrical proper-
ties. We assumed that each of the classes of shapes of the Kimia and the alphabet
database, can be represented by a multivariate Gaussian distribution of which the
mean and covariance matrix we estimated with the help of the EM algorithm. To
avoid divergences and singularities generated by the covariances collapsing to a sin-
gle point during the estimation, we used the EM-based non-parametric maximum
likelihood algorithm which utilises a smoothing kernel. We then used the estimated
parameters for classification of new, unobserved data that we simulated for this pur-
pose. For the Kimia database, we found that the classification results are slightly
better with our presented method of chapter |2| but are comparable to the method
introduced in this chapter since they are within experimental error of the result
arising with our new approach. In the case of the alphabet data set, our work in
chapter [3] led to a much better success rate almost 40% better than the classification
method presented in this chapter.

We concluded that the results of the approach presented in this chapter are not

surprising since most of the geometrical information is lost by the feature extraction.
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The approach of chapter [3] retains much more of this information which plays role
in the building the likelihood function. Furthermore, our proposed method reflects
the fact that we can include prior information about the data shapes (for example

the description of the aspect ratios of sand bodies which follow a I'-distribution).

For the investigation of the applicability of our proposed model we developed it
in the context of unsupervised learning. We developed an EM procedure based upon
our new likelihood which would find clusters in the data by using our observation
model of section as the mixture model. We were anticipating that with this
approach, the algorithm would converge to parameter estimations which separate
out the training data into the expected clusters and eventually recognise differences
between real world shapes. Our adapted version of the EM algorithm was used for
the estimation of the hyperparameters of the Gamma distributions that generate
the shape curves of each class of shapes. For experimental purposes we generated
an extra class of triangles of which the shape curves were also generated from a
Gamma distribution. Our goal was to use the estimated values for the classification
of new shapes. However, the evaluation of the M-step didn’t allow us to calculate
the scores of the likelihood in a closed form and thus an optimisation algorithm
had to be employed for this task. The M-step of the EM was evaluated by using
the gradient ascent algorithm and, due to this fact, the EM didn’t converge to the
anticipated values. This was a somehow expected behaviour because, as we saw in
section the use of gradient ascent is ill-used and ill-behaved since the likelihood
hypersurface is probably uneven and unsmooth. A solution that overcomes this

problem would be the use of an analytic solution or a numerical approach.



Chapter 5

The three dimensional case

5.1 Introduction

For the past four chapters we have treated shapes as continuous planar curves i.e. a
collection of points in R2. The classification of the planar curves was achieved by the
maximisation of the posterior probability P(C|y). For the classification of the sand
bodies’ data set, we assumed that information about the three dimensional point
clouds such as their corresponding paleodirections and dip angles were available to
us. This information was sufficient to know the plane on which to project the three
dimensional point cloud in order to acquire the two dimensional planar shapes which
would constitute the data set for classification purposes. One of the questions that
rose during this research was what happens in the case that the paleodirection and
even more the dip angle of a sand body data set is not available. In particular, in
the absence of the dip angle one wouldn’t know the projection plane of the three
dimensional point cloud and would have to estimate it as an extra parameter. In
section we discuss the solution to this problem in case that information about
the true projection plane was unavailable. This gives rise to the problem of three-
dimensional classification which we discuss that can be treated using the Bayesian
paradigm and solved in the same fashion as in the two-dimensional case. We present
how the algorithm of chapter [2] can be upgraded for three dimensional case and
we focus on the integration of similarity transformations as we discussed in section

[2.8]. Although in chapter [2], we integrated over all similarity transformations
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we didn’t have the same luck in the three-dimensional case and we only achieved
integration over translations and rotations. In section [5.3], we present the results
of the integration over three dimensional translations which are similar to the two-
dimensional case; they differ in the normalisation constants. Integrating over three-
dimensional rotations is a complicated problem for which we had to choose their
representation so that integration is more straight forward. In section [5.4] we discuss
the chosen representation of three-dimensional rotations which is quaternions. We
present the properties of quaternions and how they can be used for the desired
integration and in section [5.5] we present the results of the integration over the
three-dimensional rotations using quaternions. Finally, section presents the

concluding remarks of this chapter.

5.2 Classification of three-dimensional shapes

A problem we encountered during this research due to the absence of real geological
data, was the fact that the paleodirection or the dip angle wouldn’t always be
available to us. One could argue that could be a real situation that a geologist may
encounter whilst gathering data from the field. These two parameters are vital for
the classification of sand bodies since they define the projection plane of the three-
dimensional point cloud. The solution that we came up with was to treat the sand
body as a complete three dimensional object, which is to be classified by comparison

to non-planar example shapes.

For the simulation of example shapes we could begin with an idealised planar
sand body, x, assumed to be cut perpendicular to the paleoflow. Adding isotropic
Gaussian white noise each point is perturbed to y; = x; + v; where the {v} ~ N(0,X)
and X = (Uo2 002 82 ) To then compare this to the data shape we follow our previous
constructi(;)n Oarid consider all shapes that are related to this by rigid similarity
transformations. This requires the integration over the group of rotations in three
dimensions, SO(3). As in the case of planar curves and following the Bayesian

paradigm the posterior probability of a class is:
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P(Cly) o< P(y|C)P(C)

=3 [ 78 95 9 do By, .59, PEORERGER(C) (5:2.1)

To maximise the posterior probability C' = argmax,P(C|w) and perform the de-
sired classification we marginalise the likelihood over the same nuisance parameters
and utilise the same probability models that we described in chapter [2] for the case
of planar curves. To perform the classification we marginalise over the nuisance
parameters that give rise to a particular shape: similarity transformations g which
are namely translations ¢, rotations R and also bijections b, curves 8 and samplings
s. Note that for the three dimensional case we don’t take into account scalings a for
reasons explained in the end of this chapter. Hence of particular interest as in the
case of planar curves is the observation model which, by returning to our previous

notation now is:

=1

N
Bl 515.0:0) = x50 3l 02 (507 P |

1 N

= exp ﬂZlyb -RB(s(b;")) - t|2)
1 X 9

= exp —ﬁZI Yp, — Rv; — ¢ (5.2.2)
0% =1

where we have substituted v = B(s(b;')) for simplicity and in this case y, t and R
in R3. For the calculation of the Maximum a Posteriori approximation we need to
calculate the integrated likelihood which is described by model . We will inte-
grate over all nuisance parameters in the same way we did for the two-dimensional
case in chapter [2]. It is worth mentioning here, that for the integration of both
translations and rotations we didn’t make use of Jeffreys prior. In the next sections,

we describe the integration over these parameters in detail.
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5.3 Integration of translations ¢

As we have seen in chapter , the integration over translation is quite straightfor-
ward. Since we are in R3 we have a single data shape y = (y1, y2,y3) and translations

t = (t1,t2,t3). We have:

:%[[/d?’t exp (—%‘Q:Z_Vin—tP) (5.3.3)

where we have defined Y; = y,, - Rv; and % For the integration over

_ 1
(2mo)3nl2”

translations we have:
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Notice that the exponent of expression (5.3.4) is the variance of Y, hence we can

write:
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This result is in the same form as in the case of integration of two dimensional
translations with a flat prior with different normalisation constants. To integrate
expression (5.3.5)) over rotations we need to choose the appropriate representation
of three-dimensional rotations. The space over three-dimensional rotations is quite
complicated since the integration domain is a 3-ball i.e. rotations about 6,¢,r. To
perform such integration one should also choose the appropriate measure; usually one

chooses the left and right invariant Haar measure. This was one of the most difficult
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challenges of the task. There were quite a few attempts over the representation of
rotations and the calculation of the induced measure. The most, relatively, simple

representation was the one we describe in the next section, that of quaternions.

5.4 Quaternions

The integration of rotations for two-dimensional shapes is a quite straight-forward
calculation since the space of two dimensional rotations is compact. In this case,
we chose to represent rotations parametrised by # in the complex plane as R = e
so that a complex arithmetic is used for a geometric operation. The step to three-
dimensional shapes is quite large since the rotation group become that of SO(3).
Since the three dimensional integration over rotations is fairly more complicated
we chose to represent them by the three-dimensional equivalent complex arithmetic
which is quaternions. Quaternions are a four-dimensional algebra and the quater-
nionic space is defined as: H = {a +bi+cj +dk : a,b,c,d € R} with 2, j2 and k? are
equal to -1 and 5 = k = —ji, jk =1 =-kj, ki = j = —ik with ¢, j, k the three special

unit imaginary quaternions.

Quaternions are represented by a scalar part (we will call this body) and a vector
part (we will call this the soul): v, +v1i+v9j +v3k = (vg,v) with v = (vy, va,v3). The
product of quaternions is found to be: (v, v)(w,, w) = (Vow—vV-W, VoW +WEV+VXW).
The length of a quaternion v = (vg,v) is defined by its norm which is defined, as

with complex numbers, as the square root of the product of the quaternion by its

conjugate v* = (vp, —v). This is: |v] = Vov* = \/vd + 07 + 03 + v2.

Consider the three-dimensional space as purely quaternionic so that: R3 = {zi +
yj+zk}, x,y,z € R. Just like complex numbers, three-dimensional rotations are done
by using unit quaternions like for example cosf +isin#, cosf + jsin6, cosf + k sin 6
by analogy to Euler’s formula. However, 4, j, k are just three special unit imaginary
quaternions and one can construct much more unit quaternions than these. Let
a unit vector be w = uqt + ugj + ugk, then cos¢ + usin ¢ is also a unit quaternion

which by analogy to Euler’s formula can be written as e*?. Unit quaternions form a
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special group which is: Spin(3) = {g € H : |g|> = 1} and has the special property that
is isomorphic to SU(2) = S®. To understand rotations by quaternions we present the

following theorem.

Theorem 1 If w is a unit vector and v is any vector, the expression e*Pve 4?,

gives the result of rotating v about the axis parallel to w by 2¢ degrees.

Thus, any three-dimensional rotation in the quaternionic representation can be
written as R = quq with the help of a unit vector that is multiplied by the left by
the quaternion we want to rotate by and to the right by its conjugate. For the proof

of the above theorem refer to [173, [174].

An important point about quaternions, in contrary to complex numbers, is the
fact that they do not commute. The basis quaternions anti-commute and they
provide a representation of SU(2) so [i,j] = 2k etc. For two arbitrary quaternions
the value of the commutator is [y, ¢] = 2 y x g, with y, ¢ quaternions and y, q their

vectorial parts. This is something we take into account for the calculations to follow.

To proceed with the calculation of the integral over rotations of expression ([5.3.5))
we need to utilise the quaternionic representation of rotations and write it into its
quaternionic equivalent. Let y = (0,y1,y2,93), ¢ = (4o, q1,92,q3), v = (0,v1,v2,03)
the quaternionic expressions for a data shape y, a rotation by ¢ and an idealised
example curve v. Note that y and v contain only the vectorial quaternionic part

since they are in R? and ¢ is the quaternion by which we want to rotate.

5.5 Integration of rotations

Although we have found the simplest representation of three-dimensional rotations,
we only need to take into account a small subset of the quaternionic space since
rotations are represented only by unit quaternions. For this reason, we choose to
integrate over the full quaternionic space R* and impose a constraint that takes
into account only unit quaternions. Since unit quaternions live on the surface of

the unit 3-sphere, we impose the constraint §(|g|> = 1) = 6(qq* — 1) where ¢* is the
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quaternionic conjugate of ¢. This ¢ function is invariant under the action of SU(2)
on the parameters since rotations do not change the length of the quaternion. Before
we continue with the integration over rotations we will bring expression (5.3.5)) in

an appropriate form. In particular, we work with the exponent:

1 , 1 )
g (S-S T ) -

=— (2%‘2) Z (y; - Rv;y)" (y; - Ro;) - % Z (y; - Rv;)" (y; - Rv,)
=— (%) [Z Yty — ZyiTRUi - Z(R'Ui)Tyi + Z(R'vi)TRvi

1 1 1 1
—— Ui Y+ — 2y Ruj+ — ) (Rui)y; - — ) :(Rvi)TR'Uj]

= (%) [—n yTy+n y"Ry +n vTRTy —n vTRTRw
ny -ny Ro-nv Ry +n 7y’
~(5) [0 @y =) -0 (To-)
+n (W—ETR%) +n (W—@TRE)]
~(52) (o Var() - n Var(@)] + . [(g=9) R(o =) + (0~ 0) RT(y - )

202

(5.5.6)

We make a change of variables so that y =y —y and v = v — v and expression

(5.5.6) now is:

(QTL) [-n Var(g) -n Var(d)] +n [@TR@ N (R@)T@] (5.5.7)

This is the exponent of expression ([5.3.5)). Substituting the exponent back, expres-

sion ([5.3.5]) becomes:
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exp (%‘2 [-n Var(g) —n Var(d)] +n [@TR@ + (Rﬁ)T@])
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where we have absorbed all the constants into the normalisation coefficient. To
be able to integrate the above expression with respect to rotations, we will have
to do some work and extract the quaternionic dependence of the exponent. Since
the variance of y and the variance of v are independent of quaternions we will only
work with the second term of the exponent. The expression in the exponent is a
real number so the final term of expression (5.5)) must be a real number too. We
also make use of the following quaternionic property that for any ¢ and ¢, we have:
qt* +tq* =2 q-t with g, ¢ the souls of the two quaternions. The first term in the

square brackets becomes:

g Ro= (gT(R{’)* * (R@)T@*) B % (@T(qfiq*)* . qﬁTq*@*)

1

=5 (8" @) v 0" 9) (5.5.9)

We know that the commutator for two quaternions is [q,t] =2 g x ¢, i.e. the cross
product of their souls. This gives us: § ¢ =qy" +2 ¢  xq and ¢*§* = §*¢* -2 §* x q*.
We now work with expression (5.5.9)) and we remove the expectational overbars to

make the calculation easier for the reader. Then expression (5.5.9) is:

(99" +2 9" xq)o"¢" +q0" (§°¢" -2 9" xq") =
(@ o+ Y ) +2 (P x Q)0 -2 qv " (§" x ") (5.5.10)
We know that (§ 0" + o g") = 2 y -0, € R. This expression must be real and it

only has a body but not a soul; we transform the other terms to bring them in the

desired form. Making use of the following properties:
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V¢ =q0 -2 qx0-2q,0 (5.5.11)
W=-q-V+qV+gxv (5.5.12)
V' xq =txq (5.5.13)

expression ((5.5.10) becomes:

+2[g- 0" (Uxa) - 00" (I xq) - (gx ") (Hxq)] (5.5.14)

02 g-0)a +2[-q-9(3" xa) - (8" xa) (2% 9) - 05" x DD)]

Since the final result must be real we keep only the parts that are real from expression
(5.5.14)) and drop any parts that are purely quaternionic. The first term is real since
it can be written as: 2 (g@)qq* =2 gﬁ and is kept. The term —q-ﬁ(@T X q) from
the first square bracket will be dropped since it is bodyless; the same stands for the

term in the second bracket: q - QT(@ x q). Thus, expression (|5.5.14) now becomes:

29-0+2[(4" xa) (a72) + 08" x0) D] +2 [(ax2") (Fx0) +ag- @ x )]
—2¢-0+2[(3" @) (g ) - @ )(g- @) +aq @)

+2 [(¢- )@ ) - (¢ 9@ §) + 0. (@ xH)] -
—2g-0+4[(@ 9@ @) - (@ D@ ) +2q- (@ xH)] (5.5.15)

We know take an overall factor of a % as we should from expression || , expression

(5.5.15)) becomes:

go+2 [(a 9@ 0) - (¢ D)@ §) + g @ x9)] (5.5.16)

which constitutes the first term in square brackets of expression (5.5). We now work
on the second term of the exponent in expression (5.5)). By using the same analysis

as above, the term becomes:
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(Ro)"g =2 g-9+2[(F" a)(g-2) - (F" 8)(g-9) +2q- (@ x§")]
+2 [(g- 9@ ) - (2 9@ 9) + g @ xp)] -

=2g-0+4 [(¢ )@ 9 - (¢- 9@ §) +aq- @ xy)| (5517)

Taking an overall factor of a % as with the first term, expression ((5.5.17)) becomes:

go+2 [(@ 9@ 9 - (g 9)@" §) +aq @ xp)) (5.5.18)

which constitutes the second term in square brackets of expression ([5.5)). Finally,

replacing the expectational overbars and replacing the terms (5.5.16|) and (5.5.18])
to the exponent of expression (5.5)), the exponent becomes:

(%‘2) [-n Var(y) -n Var(v)]

+2n [@@2 ((g.g)(gT.g)—(g-g)(gT,g)+q02.@Txg))] (5.5.19)

We extracted the quaternionic dependence from the exponent of the marginalised
likelihood in (5.3.5) and we can now perform the integration over the quaternionic

space with respect to rotations imposing the d-function for the unit quaternions.

]P)(y|b757 S? 0‘) =
= % f d'q 5(qq" - 1) eXp(
= %exp [(%'2) [-n Var(g) -n Var(d)] +2n Q_ﬁ] X

[ @t star - Ve (10 (@ 9@ 9 - (@ D@ ) rag @ <9)|)

(5.5.21)
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For the convenience of the reader, we will ignore the constant terms and the normal-
isation constants in front of the rotational integral and study how the integration

over quaternions will be carried out. To perform the integration we replace the
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O-function restriction by its Fourier equivalent which introduces a second integral.

That is:

5(gq" — 1) = %fdk:’ exp (iK' (Jg> - 1)) (5.5.22)

The result of integrating over £ will then supply the Haar measure on the space of
unit quaternions and restrict our parameters ¢ to this surface. We will discuss this

in more detail presently — see eq. ((5.5.24). Now, expression ([5.5.21)) becomes:

1 / - 1.1
%—//dk‘ d*q exp (ik'(Jg|* - 1)) x

exp(1n (@ 9" @) - (@)@ D rag @ D)) G52)

One notices that the integrand can be written in the form of a Gaussian dis-
tribution, so that the exponent can be expressed as ¢TM (k) ¢, where M;;(k) =
kG35 + 0 (@ x )i + (1= 001) (1= 00) [ (3" @ 8)s5 - 01j(2"§) | is the 4 x 4 matrix of

the ¢ components. We will now write the matrix M (k) explicitly:

Iy -
ik ,UT><

4

<

M(k) =

0 |#1+¢y"®

~T ~
= |4 vy

<

We will substitute % = 1k and we will symmetrise the matrix since in the case of

Gaussian distributions it should be a symmetric, positive definite covariance matrix.

The symmetrised matrix M is:

ik %(EX Yz %(ﬁxg)y %(EX Y)-

s@x Y, |ik+0g -0y 3(iva+9a01) (4103 + Ya0)
M(k) =

%@ X y)y %(?fﬂﬁ +Y1U) ik + Vg — v- g %(?fﬂ% + 4j3U2)

3@ xY). | 3t +103)  5(Uatz +4a03) ik + 0303 -0 Y |
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where (0 x 9), , (0 xY)y, (U xy), are the x,y, z components of the cross product of

y and v. Now, expression ([5.5.23]) can be written as:

%/fdk d*q exp (~ik") exp (4n [¢"M (k) q]) (5.5.24)

At this point we return to discuss the integral over the quaternionic parameters
that generate the SO(3) rotations. We have chosen to use the d-function to enforce
the constraint that these quaternions are of unit length. In analogy to our discussion
of the two-dimensional rotations, we suggest here an alternative approach advocated
by Wood [127] which has the benefit of offering another perspective on how our

expression above does not favour one rotation over another.

By diagonalising M (0) we can rewrite expression ((5.5.24)) as in [127] in the form:

fsg exp(z )\i(jf) d[q] (5.5.25)

Here, the §; generate rotations in SO(3) which will be uniformly distributed if and
only if the ¢ are uniform on a unit hemisphere in R*. Choosing the usual uniform
measure on S3 for d¢ induces the Haar measure on the space of rotations. This is
what represents only we have chosen to integrate over all quaternions and to
impose the constraint through a J-function. However, an equally valid alternative
would be to follow [127] in changing variables to four-dimensionsional spherical
polars for which the Jacobian of the transformation would provide the measure
on these variables after which we would set the radial component equal to 1 and

integrate over the remaining angular variables.

This has been done in [127] in the calculation for the normalisation constant of
the Bingham distribution, although his final answer is left in integral form. In this
thesis we explore the determination of as it stands which requires us to find
the determinant of the matrix M rather than explicit expression for its eigenvalues.

The relationship between ([5.5.24)) and (5.5.25)), however, shows that our choice of
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measure on the quaternions is unbiased. This in fact shows that our choice of

measure on R* induces the correct measure on SO(3).

Returning on our choice of representation and expression (5.5.24]), we assume that
the eigenvalues of matrix M are negative and thus the evaluation of the quaternionic

integral of this multivariate Gaussian distribution is:

1 4n 2
—/dk exp(=ik') —2 T (5.5.26)
21 det(M)

and the marginalised likelihood of expression ([5.5.21]) is:

P(ylb, B,s,0) = %GXP [( ! ) [-n Var(g) - n Var(v)] +2n Q_ﬁ] x

202

1 f , 4 n w2

— | dk exp(-ik') ——— 5.5.27
5 (—ik") 0D ( )

The eigenvalues of the matrix M (k) came in pairs of whom one pair was negative
and one pair was positive. This means that the integral of the Gaussian form diverges
for some values of the data y. However, we can still perform the integration with the
help of analytic continuation. Analytic continuation is a technique for the extension
of the domain of a given function; it is also used to define values where the function
is divergent for example in the case of the Gamma function. In our case we can
do this because the domain of integration is compact and the original integrand is
finite. The extra integration over k was introduced artificially and we only need to
find a region of the input data for which this integral converges and the final result
must take the same form for any input data. We proceed by calculating the integral
for the region of the parameter space for which the eigenvalues are negative and
extend this answer to the rest of that space. We will calculate the determinant by
expanding it by its first column and write it in terms of a finite power series in k
but because the calculations are extremely complicated we will firstly write the four

sub-determinants and their results.

Of particular interest is the first sub-determinant because it contributes to the

maximum power of the power series of k. To make the calculation of the whole
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determinant easier we choose to firstly change our coordinate system and align the
z component of the @x_g)z with the z axisi.e. all the other components of the cross
product are zero. Our goal is to write the result in terms of invariant quantities so
that the coordinate system plays no role. We evaluate the first sub-determinant of

ik+v151-v-y $(ivs + yoth)  3(%aU3 + Y3th)

My =thx | (01 +9102)  +ik+0ota =0 -4 5(Y2Us + 302)

%(ﬁ:ﬂfl +9103) %(ZJB@ +42U3) ik + U3y -0 Q i

Expanding the sub-determinant, we have:

det(My) =k*+2i kv - g+

1l — l — L
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Il 1, —,—
ik [_Z(yzm +1j302)* (101 - E'Q) - Z(yﬂh + §102)° (Y303~ 0 - Q)

1 — —
_Z(?J?ﬂfl +41U3)? (Ya¥s — D - )

1 — S — S — —
+Z(y3vl + y1U3) (Y201 + Y102) (Y302 + YaUs)

+(101 - - ) (Y202 — 0 - ) (4303 —ﬁ'@]
(5.5.28)

In the same way, we are going to express all the sub-determinants as finite power
series of k and then combine the results to form the final result of the determinant of
M. The second sub-determinant with respect to the second term of the first column

of M is:
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%(95171 + Y1) ik + Uy — v- g %(95173 +1J30)

i L(YsU1 + Y103) (Y302 + Yot3) ik + U3y — vy |

Evaluating the second sub-determinant, we have:

1 —— [l =y 1, =
det(M,) = 7 (@ x §); k* +2k[;l(yx 9ot +2-9) + 2 (0 x 9)a(@ x §)y (4102 + 4103)

7 y 1 A A~ ~ A ~ =~ 1 ~ A~~~
5 (0 x g)i [§(y2v2 - Q'Q)(ysvg - 2~g) - g(yzvg + y3v2)2]

1 ~ A~ ~ A 1 ~ ~ ~ ~ ~ ~ ~ ~
—5@x (@ xY)y I:_Zl(yZUl + Y102) (Y3Vs — V- Y)

1, — —— — —
£ @D @x DG+ o) |
1 —

+§(y203 + Y30a) (Y103 + ygvl)]

1 ~ A~ ~ A 1 ~ ~ ~ ~ ~ A ~ ~
- 5(2 xY)a(VxY)- [—Z(yzﬂh +4103) (Y202 — 0 - Y)

S G ) G )| (5:5.29)

The last two sub-determinant are related by cyclicity to M,. Thus, the third
sub-determinant is:

Y %(ﬁxg)z

ik-i-?jﬂjl—ﬁ'@

5201 + 102) 5 (420s + Ys0z)

%(?/AB’UAl + ?JA1UA3)

L(YsUs + Yots) ik + V35— D Y
Expanding this sub-determinant, we have:
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1 — [l = 1= — ———
det(Ms) = 7 (2 x )y k* + ik [g(y *9), (202 + 0 ) + 2@ % Y)o (@ % Y)y (102 + 4172)

l — —= —————
£ @ 8), (@ B). (ors )|

1 ~ A 1 ~ A ~ ~ ~ ~ ~ ~ 1 =~ A~ A~ ~
+ 5(2 X Q)z [_5(3/1711 - E'g)(y:ﬂf:s —E'Q) + g(ylvzs + y3v1)2]

]- ~ _ ~ ~ _ ~ ]- ~ ~ ~ A ~ A~ ~ ~
+ 5(2 xY)2 (B % §)y L—l(yﬂh +4102) (43U3 — 0 - Y)

—5(9203 + y3v2)(yl'U3 + 9301)]

1 ~ _ ~ ~ _ ~ 1 ~ A~ ~ ~ ~ A~ ~ ~
+ 5(2 xY)y (0 xY): [Z(yzﬂ}z +4j2U3) (Y101 — 0 - Y)

l —
_g(yﬂ)l + Y102) (Y103 + y3U1)] (5.5.30)
The last sub-determinant of the matrix M is:
%(ﬁxg)x %(gx Y)y %(gx Y):

My=-3(0xy). x| ik+vy -0y 5oty + 112) 5 (Ga0Us + Y1)

5(aUL + Y10s) ik + Vot~ Y 2 (Y3Us + §o03) |

The evaluation of the sub-determinant is:

1 — 1l v, 1, =\ =\
det(My) = (2 x §); K + ik [Z(y X Y)2(Wsts + 0 §) + 2 (0 x ) (0 §)- (0105 + gsth)

@ x9)y (0 x Y): (203 + y3v2)]

1 ~ =~ 1 ~ A ~ ~ ~ A ~ ~ 1 N~ A~ A~
-3 @D 0D 0 D) - et i)’

1 ~ _ ~ ~ _ ~ 1 ~ A~ ~ ~ ~ A~ ~ ~
- 5(2 xY)y(®xY)- [—Z(yﬂh +4102) (303 — 0 - §)

1l —
+§(y2v3 + 1J302) (4173 + 9301)]

1 ~ A ~ A 1 ~ ~ ~ A ~ A ~ ~
- 5(2 x g)x(y X g)z [—1(9301 + 41U3) (Y202 —E‘Q)

1 SN NN AN A A
+§(y2v1 + Y12) (Y203 + ygvz)] (5.5.31)

We will write the overall result of the expansion of the determinant of the matrix

M (k) as a finite series of k. We now collect all the powers of k and in order to
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make the derivation of the calculation easier we make the following substitution:

zij = 2(9:0; + ¥;0;) and 22 = v-y. We start with the highest terms of the expansion:

K420k oy (5.5.32)

We follow with the k2 terms:

1 — 1 — 1 — 1 1 1
K’ [Z@ x Q)i + Z@ x Q)f, + Z@ x Q)i + 1233 + 12%2 + 12%3 — 22733 + 2922° + 23327

—2t 2 a2 - 2y - 27
(5.5.33)
Making use of the property that z;;z;; — }lzf] = 2% — %z[ij] - VY;0;Y; =
= —1(vxy)ij+3(vx0);;(yxy)sy, where z[;j) = 2;; — 2j; is the antisymmetrisation over

the indices of z and thus expression (5.5.33]) becomes:

1 — 1
K’ [—|COV(% 3/)|2 + 5@ X @|2 D) Z(ﬁz x U;) - (Yi X Yj) (5.5.34)
ij

which has now been written in a manifestly rotationally invariant way. We now

examine the first order terms, i.e. all the terms with respect to k:

o el m TN L o L o2
ik [ZZ [(Ex 92+ @x9)2+ @xD)?]

1 1 1
—22 (211222 — ZZ%Q + 299233 — 1233 + 211233 — ZZ%)

3@ Yo x P)s + 12230 x )y (U X Y)s + 721020 X Yo x Y)y + T 23(0 X Y)-
1 - 1 - 1 5 1 5 1 5 1
+ZZ22(2 X g)y + 1211 (2 X g)x — —Z11%93 — 222713 — 7 233%12 t —Z12%213%23 T 211222233

4 4 4 4

A long calculation allows us to write the above in terms of invariant quantities so

that expression ((5.5.35|) becomes:

. ]- A A e ]- A A ~ ~ ~ ~
ik| 51Cov(@, §)P0 * gl - 5Cov(@, §) ) (i x ¥5) - (Ys * ¥j)
i

1 S " > A~ ~ ~
+5 2,0 (05 % O) i+ (4 % i) (5.5.35)

ijk
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Lastly, we collect from all the sub-determinants all constant terms with no k£ depen-

dence:

1l — —— 1 1 1
- 5(2 X 2)90(2 x g)z 1712723 T 521382 + 52’2213
1 — = :1 1 1 .
- 5(2 xY)y(©xY). A2 5Pt 5222’23
1, — = :1 1 1 :
- 5(2 X Q)w(ﬂ x g)y 1232213 - 5212233 + 5227512
S0 [5 @D (@R @i i)+ 52
— =\ X — (v X —((U; xv;), - i X ) 2,
X Y| Ty YTy i) \Yi X Yj 5% #1
1 AV [ 1 T A\2 1 = = — —~ 1 9
_§(ng)y _g(gxg)ﬁ1((Uixvj)y'(yixyj))y+§z 292
1 = [ 1 — 1 — — — — 1
@R[ @x D (G @) | (5530

Writing the above in terms of invariant quantities, we have:

1 A A A~ ~ ~ A~ ~ ~ 1 ~ A ~ _ ~
-1 Cov(@,9) [0 @x5) - @x )]+ 110 <57 [0 < o

_é (5% 9) x0)] [Gx9) (5x0)] (5.5.37)

Collecting all invariant terms and all powers of &, the final result of the determinant

of the matrix M is:

1 1
det(M) = k* - 2 Cov( ) ik - 12| |Cov (g 0) - 3o <3 + 5(59)- (79)

1 — 1
ey ik [ Cov(§,9) [0 3 - Cov(§.9)(60) - (75) + 30 (00) 5 (57|

(R
+E!v><yl4—§(vxy)-(vxv)(vxy)-(yxy)—;lCOV(y,v)v-(va)y-(vxy)
(5.5.38)

Thus, we can now evaluate the integral over the quaternionic space, which from

expression ((5.5.27)) is:
. 1 1 ) ) _
(y|b, B, s,0) = - &XP (ﬁ) [-n Var(g) -n Var(d)] +2n g - v| x
4n 7

1 -
o f dk exp(~ik") NeETT (5.5.39)
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with det(M) the evaluated determinant of expression (5.5.38) which has & depen-
dence and is invariant to rotations of both y and v since it has been written in a
manifestly rotationally invariant way. It is common practice to evaluate integrals
of this form by contour integration. For this we would have to promote &k to the
complex plane and choose an appropriate path in the k-plane. The residue theorem
is a tool for evaluating such integrals and requires finding the poles of the function
i.e. the points at which the function diverges as ﬁ The presence of the square
root in the denominator however instead of turning points at which the denominator
of vanishes into poles, it turns them into branch cuts making the integration
over these extremely difficult. The expression of the determinant is not a perfect
square and thus contour integration cannot be of help and the integral over k£ cannot
be done analytically. One of our attempts was the evaluation of the integral by a
Laplace approximation. To do so, we would have to bring expression into

the following form:

2
QL f dk exp(-ik'") Anm | 2nw f dk exp (—ikz’ - %log(detM(k)))
m

det(M)

~ exp (—4ik;0 - %log(detM(ko))) \

2
|(4iko + %log(detM(k;o)))”|

(5.5.40)

where we would have to evaluate the roots ky of the denominator and the second
derivative of the exponent. Although the roots were intractable and impossible to
be found in a closed form one could always evaluate them numerically. However,
we came up with a more realistic solution which was the “analytic” evaluation by
Taylor expanding the square root of the determinant. This is the approach that we
present next.

To Taylor expand the square root of the determinant, we write it in the form

Vdet(M) =+/C? + D so that:
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1 1 1
Jat(M)  JCER) +D(k)  C(k)/1+ D(k)JC2 (k)
1 LD(k)]_ 1 1D(k)
~C(k) [ - 502(@] SO 203k

(5.5.41)

so that expression (5.5.39) becomes:

P(ylb, B, s,0) = %exp [(%) [-n Var(g) —n Var(d)] +2n Q_ﬁ] x
4 n w2 [ ik lexp (=ik") 1 D(k) exp(-ik") . ]

ck)y 2 k)
(5.5.42)

For the Taylor expansion of the determinant, we complete the square of the

result in (5.5.38) and subtract all extra terms that have arisen from completing the
square. We now write expression ([5.5.38)) as:

ey 1 -
C2(k) = k* - 2 Cov(9,d) ik® - k* [[Cov(@,f))|2 -SG5 @x9)- (@ @)]

1 S -
+ ik [Cov(,) [6 % 37 - Cov(3,9)(@ ) (% 9)]

1 1
+1—6|vxy|4+—[(vxv) G<9)] —§|vxyl2(vxv)-(yxy):
= (k* -ikA+ B)? (5.5.43)

with A = Cov(y,?) and B = 1o x g> - 3(0 x v) - (g x §). We now subtract/add the

extra terms of the completion. For D now, we have:

D(k) = 'k@~<@x@>@-<@x@)—1—16[<m> G o) + o [Gx D) (D)

OOIl—‘Oalr—t

(558) (359) 5%9) (GF8) - Cov(.9) 5 (6x9) §-(0%9)
(5.5.44)

For calculational simplicity and to illustrate the idea, we choose to only include

terms up to second order of the Taylor expansion. Having the expression written
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as such, we will be able to carry out the integral with respect to k£ by employing
contour integration techniques. To do so, we choose the appropriate contour for our
integration. Before we proceed, we introduce some aspects of contour integration.
Contour integration allows us to carry out integrals in the complex plain around
a chosen contour. The evaluation of the integrals is done by summing the values
of the residues inside the contour which according to the Residue Theorem can be

calculated by:

Lf(z) dz=2mi ) Res(z— z,) (5.5.45)

where Res(f) = a_; of the Laurent expansion of f about the point z = z, which is
also called a pole and a_; is the coefficient of (z - z,)~! of the Laurent expansion.
Contour integrals are calculated by enclosing the poles inside the contour and then

summing their residues. The residue at a pole of order n is calculated by:

1 dr!

Res= ——
es (n-1)ldzn1

(z-20)" f(2) (5.5.46)

2=20

Now that our integral is in an appropriate form for contour integration we need
to find, according the Residue Theorem, the poles i.e. the roots of the denominators
of expression ([5.5.42). Firstly we evaluate the roots of expression (5.5.43)). The

roots are:

iA+iV/A2-4B i Cov*(0,9) + Z'\/COVQ(@, Y)-loxyP+(0x0)-(yxy)
2 - 2

koJ =
(5.5.47)

We would now have to evaluate the poles of the second term of the contour
integral in , however we notice that the poles are the same as with the first
term but of order 3. We now evaluate the contour integral and we choose to close
the contour on the lower half plane so that the integral converges as k — —i00, then

—ik — —oo. Its evaluation is then:
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fdk: lexp (-ik’) 1 D(k) exp (-ik’) . _ ek 1.d* D(k) (e*)
C(k) 2 C3(k) ) (ki-ko)  2dR* (k-ko)® [,
(5.5.48)

We now evaluate the derivatives involved in the evaluation of the contour integral

of expression ([5.5.48)). The first derivative of the second term of expression (|5.5.48|)

1s:

d | D(k) (e*)| _d ik 1 3 D(k) (e7*) _
%[ (k)" ] =@ PO O G T Tk
— [—Z D(kﬁ) (e—ik) + e—ik D,(k)] (k _1k0)3 _ 3 ?liki)kie):k)
(5.5.49)
with D'(k) = i o- (o x0) (g x y)
The second derivative of the second term in ([5.5.48)) is:
d , ik —ik 1y 1 3 D(k) (e™) | _
e [—z D(k) (e™)+e™ D (k)] G )? - k) =
-3 . —ik —ik I 1 —ik - -k /
= m[_éD(k)) (e™™)y+e™ D (l{:)]+m[— D(k) (e™)-2ie™ D (k‘)]
2D (%) 31 Dky (e )+ e D/(k)] (5.5.50)

(k-ko)®  (k-ko)

Overall, we combine expressions (5.5.49)) and (5.5.50) of expression ([5.5.48) and

form the integral over the quaternionic space and k. The derivatives will have to be
evaluated at k = k;. The final integral over rotations evaluates at this order in the

Taylor expansion as:
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P(ylb, B, s,0) = = exp [(2(172) [-n Var(g) -n Var(d)]+2n g- ’v]
4 m n?

o fdk P Z’”W

4 n 2 exp (—ik’) 1 D(k) exp (—ik")
fdk: [ cn e +]
2n

= T ex p[(?a )[ n Var(y) -n Var(v)] +2n Cov(f},:l))] X

Z

i e~ A .
[ oy = k’o) 2 (k’l 1k‘0)4 (—i D(/{Z) (e‘“ﬁ) + et D'(k?))

W( D(k) (e™)-2ie™™ D'(k))
12 D(k) (eikr) 3
(ki —ko)> (ki —ko)?

(—z' D(k) (e7™#1) + 7tk D’(k))]
(5.5.51)

However we notice that k1 —kg = —v/ A% - 2B, where A = Cov(y,v) and B = i|o x g[?-
1(v x 0) - (y x ). We make the substitution in the result above so that:

P(ylb, B, s,0) = 2 ZW exp [(%) [-n Var(y) —n Var(v)] +2n Cov('i),;f/)] X

i e~k 3 1 ,
lwm) "2 (VA —2B) (=

D(k) (e7™) + e D/(k))

e (D) ()2 )

12 D(k) () 3
(VA-2B)  (/A2-2B)

(—z' D(k) (e7*1) 4+ ¢tk D’(k))]
(5.5.52)

with the following being:
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D(k) = ¢ ik 5@ 8) 557 9) - [(6%9) G8)]

+ TP [650) (G5 D)] - 6% 9) (7x8) 5%9) G D)

1
-5 Cov(8,9) 5 (0x8) I (09) (5.5.53)
, I
D'(k) = Gio (vxv) y(y xy) (5.5.54)
i Cov2(9,4) —in/Cov2(.4) — o x g + (0 x ) - (§ x &
o 1 CoP0.9) i NN S CEDECLT R

The result above constitutes the final result of the integration of likelihood with
respect to both translations and rotations. This result would then be used for the

approximation of the complete likelihood as:

P(y|C) =oc )" [ D6 Ds do P(ylb, B, s,0)P(B|C)P(s)P(c)P(C) (5.5.56)

beB
by evaluating the remaining integrals with respect to bijections, curves (which in
this case would be two dimensional surfaces), samplings and the noise parameter
o. Had we taken scalings a into consideration for the similarity transformations, we
would also have to integrate over scalings as well. Forming the approximation of the
likelihood, we could then then perform MAP and classify three dimensional shapes

into their respective categories.

5.6 Concluding remarks

To summarise, the above constitutes the final result of the integration over transla-
tions and rotations of the marginalised likelihood. The space of three dimensional
rotations is extremely complicated and so is the result of the integration over it.
Due to these complications, our attempts over the analytic calculation of the inte-

grals of similarity transformations have stopped and we weren’t able to complete

the Maximum a Posteriori of expression ([5.5.56[). This is one of the reasons we did
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not include scalings in our initial formulation of the three-dimensional observation
model in , only because including one extra parameter would complicate the
calculations even more. However, being able to integrate over three-dimensional ro-
tations is a very interesting result on its own although we did not reach our desired
result of integrating all similarity transformations. It is worth mentioning here, that
although we achieved to integrate over three-dimensional rotations, the result of the
integration is just an approximation since we have Taylor expanded the integrand.
This approximation depends on the data y since in their turn depend on the terms
C'(k) and D(k) of which we don’t know the magnitude. We suggest that this could

constitute future expansion of the current work.



Chapter 6

Discussion, open questions and

conclusion

In this chapter we give an overview of the results presented in this work, we discuss
the computational results and present some open questions and suggestions for fu-
ture work. We have only initiated a study of classification techniques especially in
the case of three dimensions. Since this work has not been completed properly there
is still much to consider for future work. We can only be encouraged by the results

and hope in further success in the future.

In chapter [2] of this work we have presented previous work that has been done
in the classification of continuous, planar shapes by Srivastava and Jermyn [12]. In
their work, they perform classification by maximising the posterior probability of
a class given the observed data P(C|y) under the assumption that the likelihood
P(y|C') can be broken down into components. The process involves the marginalisa-
tion of the likelihood with respect to nuisance parameters that are involved into the
data formation process imposing prior distributions on these parameters; however,
the marginalisation of the likelihood introduces complex integrals and sums over the
nuisance parameters. In [12], the integrations and summations of the marginalised
likelihood and hence the maximisation of the posterior are evaluated by using ap-
proximation algorithms. In this work, we have presented a way of evaluating some of

the integrals in a closed form; in particular, we integrated over similarity transforma-

233
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tions namely translations, scalings and rotations. To evaluate this five dimensional
integral we imposed a Jeffreys prior that reflect our ignorance on the space of the
parameters we integrate over. The result of the integration however was found to
be divergent due to the nature of the likelihood but also due to the fact that Jef-
freys prior was improper. To alleviate the problem that the integration introduced
we regularised Jeffreys prior. This meant that we made an appropriate choice of
combined priors that both reflected our beliefs about the parameters over which we
imposed them but also the end result of the integration was of the same form as the
result of the integration against Jeffreys prior. To interchange between the results
one needs to remove the regulators by taking their limit to appropriate values. The
regularisation allowed us to firstly overcome the divergences and secondly to arrive
to a closed form solution that could be used as a computational algorithm for the

classification of observed data shapes.

In chapter we have presented the experimental results of the algorithm pro-
posed in chapter . To evaluate the confidence results and success rates of the
algorithm we simulated data coming from three different databases: the Kimia, the
alphabet and the sand body database. For each of the databases we examined the
confidence results the algorithm gives when varying different parameters such as the
Monte Carlo iterations of the saplings or the Monte Carlo iterations of the curves.
For the Kimia database we found that for 10 runs of 10 shapes each, the average
classification level was fi = 59% + 7% with the average success rate being more than
80% +5%. We also concluded that as soon as the number of points increases to more
than 50 the confidence levels become almost 90 percent. For the alphabet database,
we repeated the experiment for the same number of runs, and found that the aver-
age classification level was i = 77% + 5% with the average success rate 73% + 6%.
We also concluded that when the number of points increases to more than 50 the
classification levels are more than 80%. We have also identified that the algorithm
is sensitive in the presence of too few points or too high noise however it seems that
a high number of points can contemplate the high noise. The high computational
cost is also one of the drawbacks of the algorithm since for the minimum value of

sampling iterations and more than 50 points the computational time can take more



Chapter 6. Discussion, open questions and conclusion 235

than 5.5 hours. In the last part of this chapter we made use of the sand body
database. To perform classification of sand bodies, we tries to learn the parameters
of the models through a set of training data. The learning was done via the max-
imisation of the log likelihood with respect to the parameters we wanted to learn.
Due to the nature of the log likelihood for the maximisation we had to employ an
optimisation algorithm for which case we chose the gradient ascent. However, the
gradient ascent was trapped in several local maxima which implied that the likeli-
hood surface was quite uneven and unsmooth. Due to the unsatisfactory results of
the learning of the parameters, to test the classification efficacy of the algorithm in
the case of the sand bodies we used the parameters by which we assume that the
data shapes are generated. The classification results were the following: in the case
of ribbons the average success rate was 67% + 3% with the average confidence levels
90% + 2%. 1In the case of sheets, the average success rate was 80% + 3% with an
average classification confidence of 82% + 2%. Lastly, for the third simulated class
of triangles, the average success rate was found to be 87% + 3% with the average
classification confidence to be 91% + 1%. One can conclude that the behaviour of
our algorithm is extremely satisfactory since the classification levels and the success
rates are more than 80%. This illustrates the importance of the fact that our algo-
rithm incorporates the geometry of each of the shapes since this is the feature that
purely characterises them. The results also illustrate that our algorithm is a very
powerful tool for the classification of geological sand bodies and considering the ex-
perimental results presented in chapter [4], where we present a classification method
similar in nature to the width-to-thickness ratio, we conclude that our algorithm

excels current geological classification methods.

In chapter , we compared our classification method to the classification of the
data shapes when only using a small subset of features that explain each class of
shapes. For each shape we extracted the following features: shape factor, roundness,
convexity and solidity. These four features constituted the feature vector of each
of the shapes. Assuming that each of the classes can be described by a multidi-
mensional Gaussian so that the distribution of the data can explained as a mixture

of multidimensional Gaussians. By using the Expectation-Maximisation (EM) al-
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gorithm we inferred the number of existing clusters in the data and the statistical
properties that describe each class. Based on these properties we classified new,
unobserved data in the classes as they were decided by the EM. The average suc-
cess rate of this process in the case of the Kimia database was 62.9% + 4.1% for
21 components and 72.7% + 4.5% for 13 components. In the case of the alphabet
database, the success rates were 33.1% + 5.6% for 26 components and 37.3% + 5.4%
for 17 components. Although the success rates of this classification method seem
high and comparable to the results we acquired with our proposed method, in the
Kimia case, it fails to capture the variability of each individual class since through
this one cannot distinguish the differences between different classes since they are
found to be described by the same properties. In the case of sand bodies, we sug-
gested an adaptation of the EM algorithm which employs our method and assumes
that the available classes can be described by a mixture of our observational model.
However, the scores could not be maximised in a closed form and thus once again
an optimisation algorithm had to be utilised. The gradient ascent algorithm re-
turned the same unsatisfactory results as in chapter [4] due to the unevenness of the

likelihood hypersurface.

The final chapter, chapter , was an attempt to extend the work of chapter [2]
in three dimensions. In particular, we tried to perform classification through MAP
of a class which as in chapter [2] could be approximated via the marginalisation of
the likelihood over the nuisance parameters that take part in the data formation
process. To follow the steps of the two dimensional case, we tried to integrate
over similarity transformations. The integration of translations has brought similar
results as the two dimensional case. The difficulty was the integration of three
dimensional rotations. To perform the integration we chose to represent rotations by
unit quaternions and performed the integration over the isomorphic R* by imposing
a delta function that only encounters the unit quaternions that live on the surface of
the unit 3-ball. Although the integral over quaternions could be evaluated up to a
point, the final step was impossible due to the form of the integrand which prohibited
the use of contour integration. However, we came up with a realistic solution which

was the “analytic” evaluation by a Taylor expansion of the integrand which allowed
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us to perform the desired contour integration and reach the final result over three

dimensional rotations.

An overall note and conclusion is that the proposed algorithm is a powerful tool
for the classification of planar shapes and gives extremely accurate results had cer-
tain parameters chosen to be above a certain threshold. A problem that could be
examined in the future is the maximisation of the likelihood with respect to some
of the parameters in the case of the sand body database. A suggestion would be
the employment of other optimisation algorithms or the scanning of the likelihood
surface more closely or in a different way. With regards to the results of the final
chapter, although we have gone far with the evaluation of the integrals over transla-
tions and rotations and the result is interesting on its own, we have not completed
the integration over all similarity transformations and our attempts have stopped
before we completed the classification process. Classification of three dimensional
shapes is an interesting branch of shape analysis and has recently expanded quite
rapidly. There are many open questions left from this problem. Firstly, one could
encounter the integration of scalings of three-dimensional shapes. Furthermore, a
more interesting problem is to tackle the sampling of two dimensional surface in the
same manner as in the case of two dimensions. That would suggest the use of a
similar integration technique and a similar generalised Gaussian prior that “favours”
even samplings of surfaces. In addition, an intriguing problem to solve would be
the summation of bijections for the three-dimensional case if one bears in mind the
complexity this part has even in the two-dimensional case. The problem we posed
in chapter [5] remains open and incomplete and thus we believe that it is one of
our future works and expansions of the present thesis in hope that will offer to the
problem of classification of three-dimensional shapes since it is a problem of great

importance and of great interest in the present days.
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A.0.1 Expansion of the determinant for Fisher information
matrix

In this section we will calculate the determinant of Fisher’s information matrix. The

matrix is:
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Expanding the determinant and its third term:
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Combining terms one,two and three the complete expansion of the determinant is:
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Here, we introduce a new quantity as in chapter [2]:
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so that equation (A.0.5)) becomes:
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The overall Jeffrey’s prior is then the square root of the above expression:
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Taking into account only the parameters we are interested in and ignoring all the

constants, Jeffreys prior is proportional to:
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where Var(v) = Var(5;(s(b71)).

A.0.2 Laplace’s approximation

Laplace’s method is a relatively simple idea that is used to approximate integrals
of the form fab exp(M f(z)). We usually treat the integrand as an unnormalised
probability density and we assume that f is maximised at a point x, which is not
an endpoint in the integration interval and that f”(z,) < 0. We can then Taylor

expand the function f as follows:
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We assumed that f is maximised at x, and because the maximum is not an
endpoint, then f’(z,) vanishes at z,. Thus, the function can be approximated up

to its quadratic term as:
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The integral that we want to approximate can then be written as:
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One notices that this integral is now Gaussian if we take the integral bounds to

infinity. Doing so, the desired integral can be approximated by:
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This is the Laplace approximation which can be generalised for more than one

dimensions. Physicists also call this approximation the saddle-point approximation.
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