	390 K 

	
	


Table 1  Crystal data and structure refinement for 390 K

	Identification code
	390 K

	Empirical formula
	C24H30N6FeCl3O12

	Formula weight
	657.29

	Temperature
	273(2)

	Crystal system
	Orthorhombic

	Space group
	P b c a

	a/Å, b/Å, c/Å
	13.8955(16),
14.3843(15),
28.470(3)

	α/°, β/°, γ/°, 
	90.00,
90.00,
90.00

	Volume/Å3
	5690.6(11)

	Z
	8

	ρcalcmg/mm3
	1.534

	m/mm‑1
	0.776

	F(000)
	2720

	Crystal size
	0.28 × 0.21 × 0.19

	Theta range for data collection
	2.05 to 23.98°

	Index ranges
	-8 ≤ h ≤ 15, -15 ≤ k ≤ 10, -31 ≤ l ≤ 8

	Reflections collected
	9262

	Independent reflections
	3952[R(int) = 0.0441]

	Data/restrains/parameters
	3952/3.7359P/398

	Goodness-of-fit on F2
	1.031

	Final R indexes [I>2σ (I)]
	R1 = 0.0537, wR2 = 0.1295

	Final R indexes [all data]
	R1 = 0.0907, wR2 = 0.1485

	Largest diff. peak/hole
	0.402/-0.250


 

Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for 390 K. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe1
	5252.5(5)
	2135.4(5)
	6024.5(2)
	50.6(3)

	Cl2
	5857.1(13)
	1120.4(13)
	7872.2(6)
	80.2(5)

	O5
	5819(6)
	552(5)
	7487(2)
	192(3)

	N5
	5438(3)
	3353(3)
	6491.7(14)
	59(12)

	N4
	4050(3)
	1869(3)
	6474.6(14)
	55.6(11)

	N1
	4792(3)
	780(3)
	5757.4(16)
	65(12)

	N3
	6053(3)
	2519(3)
	5414.5(15)
	61.9(12)

	N6
	4278(3)
	3120(3)
	5691(14)
	51.6(11)

	N2
	6385(3)
	1621(3)
	6460.7(16)
	74.1(14)

	O7
	6301(3)
	707(5)
	8256(2)
	153(3)

	C7
	6882(4)
	2450(6)
	6618(2)
	76(17)

	C13
	5422(4)
	2877(3)
	5061.7(19)
	55.5(13)

	C5
	3506(4)
	356(5)
	6864(2)
	81.7(18)

	C12
	6417(4)
	3312(5)
	6647.1(18)
	67.9(16)

	C22
	4347(4)
	4087(4)
	5916(2)
	69.4(16)

	C23
	3342(3)
	2666(4)
	5769(2)
	67.3(16)

	C24
	3214(4)
	2368(4)
	6273(2)
	71.3(17)

	C6
	3951(4)
	835(4)
	6493.7(18)
	57.8(14)

	C2
	4313(5)
	-705(5)
	6157(3)
	85.3(19)

	C11
	6850(6)
	4141(6)
	6808(2)
	102(2)

	C3
	3888(5)
	-1168(5)
	6523(3)
	97(2)

	C19
	4332(4)
	2283(4)
	6938.3(19)
	68.4(16)

	C20
	4757(4)
	3275(4)
	6891.1(19)
	71.7(16)

	C4
	3489(5)
	-631(6)
	6872(3)
	98(2)

	C8
	7816(5)
	2405(7)
	6732(2)
	103(3)

	C16
	4173(6)
	3509(5)
	4393(2)
	91(2)

	C1
	4327(4)
	290(4)
	6137(2)
	60.5(14)

	O6
	4974(5)
	1370(7)
	7999(2)
	202(4)

	C18
	4531(4)
	3160(4)
	5194.7(18)
	53.8(13)

	O8
	6345(7)
	1902(5)
	7724(3)
	219(4)

	C17
	3911(4)
	3483(4)
	4860(2)
	77.6(18)

	C15
	5053(6)
	3236(5)
	4264(2)
	89(2)

	C10
	7796(8)
	4084(8)
	6920(3)
	129(4)

	C14
	5664(5)
	2915(4)
	4591(2)
	75.9(17)

	C21
	5239(4)
	4201(4)
	6185(2)
	68(16)

	C9
	8260(7)
	3227(10)
	6884(3)
	137(4)

	Cl1
	6936(14)
	-314(10)
	5274(5)
	87(8)

	O4
	7072(10)
	194(11)
	5696(5)
	131(3)

	O2
	6183(18)
	-950(18)
	5219(13)
	141(4)

	O1
	6773(8)
	449(9)
	4952(4)
	140(3)

	O3
	7789(9)
	-755(9)
	5153(6)
	151(4)

	O3A
	7546(10)
	-928(11)
	5582(5)
	174(5)

	Cl1A
	6988(14)
	-402(10)
	5284(5)
	87(8)

	O1A
	7317(10)
	-406(10)
	4816(4)
	146(3)

	O2A
	6047(18)
	-751(19)
	5286(13)
	141(4)

	O4A
	6865(10)
	530(10)
	5456(5)
	131(3)


Table 3 Anisotropic Displacement Parameters (Å2×103) for 390 K. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe1
	46.1(4)
	55.6(5)
	50.2(5)
	-0.4(4)
	-1.4(3)
	-2.5(4)

	Cl2
	94.8(13)
	83.4(12)
	62.3(10)
	7.1(9)
	8(9)
	12.8(10)

	O5
	248(8)
	186(7)
	140(5)
	-73(5)
	-25(5)
	88(6)

	N5
	65(3)
	59(3)
	53(3)
	-3(2)
	0(2)
	-5(2)

	N4
	46(2)
	70(3)
	51(3)
	0(2)
	4(2)
	3(2)

	N1
	61(3)
	66(3)
	68(3)
	-11(2)
	13(2)
	-6(2)

	N3
	41(2)
	65(3)
	79(3)
	0(2)
	2(2)
	3(2)

	N6
	45(2)
	55(3)
	55(3)
	-1(2)
	1(2)
	7(2)

	N2
	72(3)
	84(4)
	67(3)
	3(3)
	-6(3)
	13(3)

	O7
	85(3)
	249(7)
	126(4)
	94(5)
	-8(3)
	7(4)

	C7
	62(4)
	106(5)
	59(4)
	4(4)
	-6(3)
	-8(4)

	C13
	57(3)
	51(3)
	58(3)
	2(3)
	-1(3)
	1(3)

	C5
	73(4)
	94(5)
	78(4)
	2(4)
	11(3)
	-13(4)

	C12
	70(4)
	88(5)
	45(3)
	-2(3)
	-8(3)
	-28(4)

	C22
	80(4)
	58(4)
	70(4)
	-6(3)
	4(3)
	16(3)

	C23
	40(3)
	82(4)
	80(4)
	7(3)
	2(3)
	9(3)

	C24
	48(3)
	82(4)
	83(4)
	5(3)
	9(3)
	8(3)

	C6
	48(3)
	67(4)
	58(3)
	10(3)
	-1(3)
	-11(3)

	C2
	87(5)
	73(5)
	96(5)
	-10(4)
	3(4)
	-6(4)

	C11
	110(6)
	119(6)
	78(5)
	11(4)
	-23(4)
	-47(5)

	C3
	104(6)
	73(5)
	115(6)
	11(5)
	-4(5)
	-18(4)

	C19
	67(3)
	81(5)
	57(4)
	-2(3)
	12(3)
	-3(3)

	C20
	78(4)
	85(4)
	52(3)
	-17(3)
	8(3)
	-2(4)

	C4
	93(5)
	104(6)
	95(5)
	31(5)
	0(4)
	-33(5)

	C8
	62(4)
	177(8)
	72(5)
	15(5)
	-7(4)
	1(5)

	C16
	102(6)
	98(5)
	71(5)
	19(4)
	-21(4)
	-1(5)

	C1
	54(3)
	57(4)
	70(4)
	0(3)
	1(3)
	-8(3)

	O6
	128(5)
	375(12)
	104(4)
	29(6)
	18(4)
	123(7)

	C18
	54(3)
	52(3)
	55(3)
	-2(3)
	-4(3)
	-3(3)

	O8
	311(11)
	156(6)
	190(7)
	73(5)
	-1(7)
	-83(7)

	C17
	74(4)
	93(5)
	66(4)
	14(4)
	-10(3)
	6(4)

	C15
	131(7)
	83(5)
	55(4)
	5(4)
	7(4)
	-2(5)

	C10
	130(9)
	169(10)
	89(6)
	28(7)
	-30(6)
	-88(8)

	C14
	85(4)
	75(4)
	67(4)
	4(4)
	16(4)
	3(4)

	C21
	86(4)
	53(4)
	65(4)
	-11(3)
	7(3)
	-3(3)

	C9
	82(6)
	244(13)
	85(6)
	53(8)
	-29(5)
	-58(8)

	Cl1
	64.2(18)
	91(2)
	105.8(15)
	-24.9(13)
	-4.9(11)
	14.3(15)

	O4
	107(5)
	146(6)
	139(7)
	-53(6)
	-4(6)
	18(5)

	O2
	105(6)
	142(8)
	174(8)
	-32(7)
	8(5)
	-42(5)

	O1
	117(6)
	155(7)
	148(7)
	0(7)
	-30(6)
	20(6)

	O3
	112(7)
	178(8)
	162(9)
	-17(8)
	12(7)
	84(6)

	O3A
	142(8)
	210(9)
	170(10)
	-2(10)
	-40(9)
	100(8)

	Cl1A
	64.2(18)
	91(2)
	105.8(15)
	-24.9(13)
	-4.9(11)
	14.3(15)

	O1A
	127(7)
	183(8)
	129(8)
	-35(7)
	9(6)
	22(7)

	O2A
	105(6)
	142(8)
	174(8)
	-32(7)
	8(5)
	-42(5)

	O4A
	107(5)
	146(6)
	139(7)
	-53(6)
	-4(6)
	18(5)


Table 4 Bond Lengths for 390 K.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe1
	N3
	2.135(4)
	C5
	C6
	1.403(7)

	Fe1
	N2
	2.137(4)
	C5
	C4
	1.420(9)

	Fe1
	N4
	2.140(4)
	C12
	C11
	1.412(9)

	Fe1
	N6
	2.178(4)
	C22
	C21
	1.466(8)

	Fe1
	N1
	2.189(4)
	C23
	C24
	1.509(7)

	Fe1
	N5
	2.215(4)
	C6
	C1
	1.385(7)

	Cl2
	O6
	1.328(5)
	C2
	C3
	1.371(9)

	Cl2
	O5
	1.368(6)
	C2
	C1
	1.432(8)

	Cl2
	O8
	1.379(7)
	C11
	C10
	1.355(11)

	Cl2
	O7
	1.388(5)
	C3
	C4
	1.376(9)

	N5
	C12
	1.432(7)
	C19
	C20
	1.550(8)

	N5
	C20
	1.484(6)
	C8
	C9
	1.402(12)

	N5
	C21
	1.526(7)
	C16
	C15
	1.334(9)

	N4
	C24
	1.481(6)
	C16
	C17
	1.379(8)

	N4
	C6
	1.495(7)
	C18
	C17
	1.368(7)

	N4
	C19
	1.500(6)
	C15
	C14
	1.343(9)

	N1
	C1
	1.444(7)
	C10
	C9
	1.395(13)

	N3
	C13
	1.429(6)
	Cl1
	O3
	1.389(15)

	N6
	C18
	1.457(6)
	Cl1
	O2
	1.399(14)

	N6
	C23
	1.473(6)
	Cl1
	O4
	1.419(14)

	N6
	C22
	1.534(7)
	Cl1
	O1
	1.448(14)

	N2
	C7
	1.449(8)
	O3A
	Cl1A
	1.377(13)

	C7
	C8
	1.340(8)
	Cl1A
	O2A
	1.401(14)

	C7
	C12
	1.401(9)
	Cl1A
	O1A
	1.409(14)

	C13
	C18
	1.357(7)
	Cl1A
	O4A
	1.438(14)

	C13
	C14
	1.382(7)
	 
	 
	 


Table 5 Bond Angles for 390 K.

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

	N3
	Fe1
	N2
	100.27(17)
	C18
	C13
	C14
	118.7(5)

	N3
	Fe1
	N4
	160.07(16)
	C18
	C13
	N3
	118.1(5)

	N2
	Fe1
	N4
	99.50(17)
	C14
	C13
	N3
	123.1(5)

	N3
	Fe1
	N6
	78.54(15)
	C6
	C5
	C4
	120.7(6)

	N2
	Fe1
	N6
	159.50(18)
	C7
	C12
	C11
	124.8(6)

	N4
	Fe1
	N6
	83.80(15)
	C7
	C12
	N5
	117.1(5)

	N3
	Fe1
	N1
	95.75(17)
	C11
	C12
	N5
	118.1(7)

	N2
	Fe1
	N1
	96.24(19)
	C21
	C22
	N6
	111.9(4)

	N4
	Fe1
	N1
	79.64(16)
	N6
	C23
	C24
	111.9(5)

	N6
	Fe1
	N1
	104.25(17)
	N4
	C24
	C23
	114.4(4)

	N3
	Fe1
	N5
	102.91(17)
	C1
	C6
	C5
	116.0(5)

	N2
	Fe1
	N5
	80.75(18)
	C1
	C6
	N4
	120.2(5)

	N4
	Fe1
	N5
	82.70(16)
	C5
	C6
	N4
	123.8(5)

	N6
	Fe1
	N5
	79.62(16)
	C3
	C2
	C1
	121.4(6)

	N1
	Fe1
	N5
	161.34(16)
	C10
	C11
	C12
	116.0(9)

	O6
	Cl2
	O5
	110.1(5)
	C2
	C3
	C4
	116.7(7)

	O6
	Cl2
	O8
	108.5(6)
	N4
	C19
	C20
	112.9(4)

	O5
	Cl2
	O8
	105.1(5)
	N5
	C20
	C19
	112.3(4)

	O6
	Cl2
	O7
	108.1(4)
	C3
	C4
	C5
	122.9(6)

	O5
	Cl2
	O7
	113.0(4)
	C7
	C8
	C9
	117.4(9)

	O8
	Cl2
	O7
	111.9(5)
	C15
	C16
	C17
	119.9(6)

	C12
	N5
	C20
	111.5(4)
	C6
	C1
	C2
	122.2(5)

	C12
	N5
	C21
	112.5(4)
	C6
	C1
	N1
	116.2(5)

	C20
	N5
	C21
	112.5(4)
	C2
	C1
	N1
	121.6(5)

	C12
	N5
	Fe1
	105.3(4)
	C13
	C18
	C17
	118.8(5)

	C20
	N5
	Fe1
	109.0(3)
	C13
	C18
	N6
	118.7(5)

	C21
	N5
	Fe1
	105.5(3)
	C17
	C18
	N6
	122.5(5)

	C24
	N4
	C6
	115.1(4)
	C18
	C17
	C16
	121.0(6)

	C24
	N4
	C19
	110.7(4)
	C16
	C15
	C14
	119.3(6)

	C6
	N4
	C19
	112.8(4)
	C11
	C10
	C9
	119.0(9)

	C24
	N4
	Fe1
	107.1(3)
	C15
	C14
	C13
	122.1(6)

	C6
	N4
	Fe1
	105.8(3)
	C22
	C21
	N5
	111.2(5)

	C19
	N4
	Fe1
	104.6(3)
	C10
	C9
	C8
	124.4(9)

	C1
	N1
	Fe1
	107.8(3)
	O3
	Cl1
	O2
	108.2(14)

	C13
	N3
	Fe1
	110.2(3)
	O3
	Cl1
	O4
	109.4(13)

	C18
	N6
	C23
	112.1(4)
	O2
	Cl1
	O4
	122(2)

	C18
	N6
	C22
	110.8(4)
	O3
	Cl1
	O1
	108.8(13)

	C23
	N6
	C22
	113.3(4)
	O2
	Cl1
	O1
	107.9(16)

	C18
	N6
	Fe1
	107.3(3)
	O4
	Cl1
	O1
	99.6(11)

	C23
	N6
	Fe1
	101.2(3)
	O3A
	Cl1A
	O2A
	109.0(17)

	C22
	N6
	Fe1
	111.6(3)
	O3A
	Cl1A
	O1A
	113.4(14)

	C7
	N2
	Fe1
	104.2(4)
	O2A
	Cl1A
	O1A
	107.7(18)

	C8
	C7
	C12
	118.4(7)
	O3A
	Cl1A
	O4A
	111.7(12)

	C8
	C7
	N2
	119.8(7)
	O2A
	Cl1A
	O4A
	102.9(17)

	C12
	C7
	N2
	121.9(5)
	O1A
	Cl1A
	O4A
	111.5(14)


Table 8 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for 390 K. 

	Atom
	x
	y
	z
	U(eq)

	H1A
	4379
	855
	5517
	78

	H1B
	5303
	455
	5654
	78

	H3B
	6492
	2953
	5491
	74

	H3A
	6368
	2019
	5302
	74

	H2B
	6147
	1300
	6706
	89

	H2A
	6783
	1249
	6297
	89

	H5
	3218
	689
	7106
	98

	H22A
	4319
	4557
	5672
	83

	H22B
	3801
	4180
	6123
	83

	H23A
	3292
	2126
	5566
	81

	H23B
	2830
	3093
	5684
	81

	H24B
	3087
	2915
	6463
	86

	H24A
	2653
	1968
	6294
	86

	H2
	4599
	-1044
	5916
	102

	H11
	6507
	4694
	6835
	123

	H3
	3869
	-1814
	6535
	117

	H19B
	4804
	1884
	7087
	82

	H19A
	3771
	2307
	7140
	82

	H20A
	4236
	3716
	6847
	86

	H20B
	5088
	3437
	7180
	86

	H4
	3196
	-927
	7125
	117

	H8
	8157
	1850
	6712
	124

	H16
	3738
	3716
	4168
	109

	H17
	3302
	3687
	4948
	93

	H15
	5240
	3268
	3951
	107

	H10
	8131
	4608
	7020
	155

	H14
	6271
	2712
	4498
	91

	H21B
	5189
	4749
	6382
	82

	H21A
	5773
	4293
	5970
	82

	H9
	8907
	3199
	6967
	164


[Chemical Communications Format] 

Experimental 

Single crystals of C24H30N6FeCl3O12 cellspacing="1" [390 K] were recrystallised from [solvents] mounted in inert oil and transferred to the cold gas stream of the diffractometer. 

Crystal structure determination of [390 K] 

Crystal Data. C24 H30 Cl2 Fe N6 O8, M =657.29, Orthorhombic, a = 13.8955(16), b = 14.3843(15), c = 28.470(3), α = 90.00, β = 90.00, γ = 90.00, U = 5690.6(11) Å3, T = 273(2), space group P b c a (no. 61), Z = 8, μ(Mo-Kα) = 0.776, 9262 reflections measured, 3952 unique (Rint = 0.0441) which were used in all calculations. The final wR(F2) was 0.1485 (all data). 
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