[FeL3(CN)2].H2O at 6.5 kbar 

	Table 1 Crystal data and structure refinement for [FeL3(CN)2].H2O at 6.5 kbar 



	
	

	Empirical formula 
	C17H21N5FeO3 

	Formula weight 
	1701.27 

	Temperature/K 
	293.0 

	Crystal system 
	Monoclinic 

	Space group 
	C2/c 

	a/Å, b/Å, c/Å 
	17.373(2), 12.0817(13), 10.1573(15) 

	α/°, β/°, γ/° 
	90.00, 116.387(9), 90.00 

	Volume/Å3 
	1909.8(4) 

	Z 
	2 

	ρcalcmg/mm3 
	1.479 

	m/mm‑1 
	0.824 

	F(000) 
	904 

	Crystal size/mm3 
	0.11 × 0.19 × 0.21 

	Theta range for data collection 
	4.25 to 21.92° 

	Index ranges 
	-15 ≤ h ≤ 16, -12 ≤ k ≤ 12, -8 ≤ l ≤ 8 

	Reflections collected 
	2399 

	Independent reflections 
	697[R(int) = 0.0555] 

	Data/restraints/parameters 
	697/132/125 

	Goodness-of-fit on F2 
	1.124 

	Final R indexes [I>2σ (I)] 
	R1 = 0.0825, wR2 = 0.2256 

	Final R indexes [all data] 
	R1 = 0.1026, wR2 = 0.2497 

	Largest diff. peak/hole / e Å-3 
	0.674/-0.725 


	Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for [FeL3(CN)2].H2O at 6.5 kbar. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe1
	5000
	2621.9(15)
	2500
	37(11)

	O1
	4421(5)
	4194(6)
	1044(9)
	54(3)

	N3
	3514(9)
	2863(9)
	3688(16)
	75(5)

	N2
	4030(6)
	2074(8)
	313(11)
	39(3)

	N1
	5000
	877(9)
	2500
	43(5)

	C9
	4016(9)
	2764(9)
	3247(16)
	42(4)

	C3
	4467(7)
	306(8)
	1292(13)
	44(4)

	C2
	4468(7)
	-816(9)
	1223(15)
	51(4)

	C1
	5000
	-1400(13)
	2500
	58(6)

	C4
	3916(7)
	1046(9)
	43(13)
	36(3)

	C6
	3561(8)
	2940(9)
	-769(15)
	57(4)

	C7
	3576(8)
	3999(11)
	-22(16)
	71(5)

	C8
	4556(9)
	5149(10)
	1904(17)
	78(6)

	C5
	3297(8)
	527(10)
	-1349(14)
	60(5)

	O2
	2276(17)
	1753(19)
	4480(3)
	121(11)


	Table 3 Anisotropic Displacement Parameters (Å2×103) for [FeL3(CN)2].H2O at 6.5 kbar. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe1
	37(17)
	35.2(15)
	35.5(18)
	0
	13.2(12)
	0

	O1
	57(6)
	38(5)
	56(7)
	4(3)
	15(5)
	2(3)

	N3
	62(10)
	83(9)
	73(12)
	19(6)
	24(8)
	21(7)

	N2
	38(6)
	59(6)
	26(7)
	-2(4)
	18(5)
	0(4)

	N1
	33(8)
	33(7)
	48(10)
	0
	4(7)
	0

	C9
	39(8)
	47(7)
	51(9)
	12(5)
	29(7)
	7(5)

	C3
	46(8)
	40(7)
	43(8)
	-4(5)
	18(6)
	-6(5)

	C2
	57(9)
	51(8)
	54(10)
	-10(5)
	33(7)
	-13(5)

	C1
	68(12)
	38(9)
	70(14)
	0
	31(10)
	0

	C4
	30(6)
	59(7)
	28(8)
	-9(5)
	21(5)
	-9(5)

	C6
	49(7)
	48(7)
	58(9)
	9(6)
	10(6)
	2(5)

	C7
	52(8)
	71(9)
	61(10)
	16(6)
	-1(7)
	6(6)

	C8
	83(10)
	50(8)
	82(11)
	-2(7)
	20(8)
	8(6)

	C5
	55(9)
	81(9)
	36(10)
	-11(6)
	13(7)
	-3(6)

	O2
	160(2)
	101(19)
	100(2)
	-5(14)
	61(19)
	-18(15)


	Table 4 Bond Lengths for [FeL3(CN)2].H2O at 6.5 kbar.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe1
	N1
	2.108(11)
	N2
	C6
	1.474(15)

	Fe1
	C9
	2.164(17)
	N1
	C3
	1.353(12)

	Fe1
	C91
	2.164(17)
	N1
	C31
	1.353(12)

	Fe1
	N21
	2.210(9)
	C3
	C2
	1.357(15)

	Fe1
	N2
	2.210(9)
	C3
	C4
	1.498(15)

	Fe1
	O11
	2.342(7)
	C2
	C1
	1.404(14)

	Fe1
	O1
	2.342(7)
	C1
	C21
	1.404(14)

	O1
	C8
	1.403(15)
	C4
	C5
	1.483(15)

	O1
	C7
	1.404(13)
	C6
	C7
	1.482(19)

	N3
	C9
	1.150(19)
	C8
	C81
	1.48(2)

	N2
	C4
	1.268(13)
	 
	 
	 


11-X,+Y,1/2-Z

	Table 5 Bond Angles for [FeL3(CN)2].H2O at 6.5 kbar.

	Atom
	Atom
	Atom
	Angle/˚
	Atom
	Atom
	Atom
	Angle/˚

	N1
	Fe1
	C9
	94.5(3)
	C8
	O1
	C7
	116.5(10)

	N1
	Fe1
	C91
	94.5(3)
	C8
	O1
	Fe1
	111.6(8)

	C9
	Fe1
	C91
	170.9(6)
	C7
	O1
	Fe1
	111.1(7)

	N1
	Fe1
	N21
	72.6(2)
	C4
	N2
	C6
	123.5(9)

	C9
	Fe1
	N21
	92.3(4)
	C4
	N2
	Fe1
	119.1(7)

	C91
	Fe1
	N21
	90.5(4)
	C6
	N2
	Fe1
	117.3(7)

	N1
	Fe1
	N2
	72.6(2)
	C3
	N1
	C31
	118.6(11)

	C9
	Fe1
	N2
	90.5(4)
	C3
	N1
	Fe1
	120.7(6)

	C91
	Fe1
	N2
	92.3(4)
	C31
	N1
	Fe1
	120.7(6)

	N21
	Fe1
	N2
	145.1(5)
	N3
	C9
	Fe1
	177.4(13)

	N1
	Fe1
	O11
	144.19(19)
	N1
	C3
	C2
	122.7(10)

	C9
	Fe1
	O11
	84.2(4)
	N1
	C3
	C4
	112.7(9)

	C91
	Fe1
	O11
	88.4(4)
	C2
	C3
	C4
	124.6(10)

	N21
	Fe1
	O11
	71.7(3)
	C3
	C2
	C1
	118.0(11)

	N2
	Fe1
	O11
	143.1(3)
	C21
	C1
	C2
	119.6(14)

	N1
	Fe1
	O1
	144.19(19)
	N2
	C4
	C5
	126.7(10)

	C9
	Fe1
	O1
	88.4(4)
	N2
	C4
	C3
	114.9(9)

	C91
	Fe1
	O1
	84.2(4)
	C5
	C4
	C3
	118.3(9)

	N21
	Fe1
	O1
	143.1(3)
	N2
	C6
	C7
	110.7(11)

	N2
	Fe1
	O1
	71.7(3)
	O1
	C7
	C6
	108.3(11)

	O11
	Fe1
	O1
	71.6(4)
	O1
	C8
	C81
	109.6(10)


11-X,+Y,1/2-Z

	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for [FeL3(CN)2].H2O at 6.5 kbar. 

	Atom
	x
	y
	z
	U(eq)

	H2
	4126
	-1186
	355
	61

	H3
	5000
	-2170
	2500
	70

	H7C
	2970
	2708
	-1350
	68

	H7B
	3822
	3045
	-1429
	68

	H8B
	3385
	4599
	-731
	85

	H8A
	3193
	3958
	439
	85

	H9A
	4151
	5169
	2320
	93

	H9B
	4465
	5802
	1296
	93

	H14E
	3582
	358
	-1946
	72

	H14D
	2831
	1029
	-1868
	72

	H14B
	3077
	-143
	-1135
	72


