[Fe(III)L1].ClO4 at 160 K 

	


	Table 1 Crystal data and structure refinement for [Fe(III)L1].ClO4 at 160 K 

	Identification code 
	[Fe(III)L1].ClO4 at 160 K 

	Empirical formula 
	C39H55Cl3Fe2O17N6 

	Formula weight 
	641.86 

	Temperature/K 
	160(2) 

	Crystal system 
	Monoclinic 

	Space group 
	C2/c 

	a/Å, b/Å, c/Å 
	23.1785(6), 24.7163(9), 16.9116(6) 

	α/°, β/°, γ/° 
	90.00, 120.487(2), 90.00 

	Volume/Å3 
	8348.9(5) 

	Z 
	12 

	ρcalcmg/mm3 
	1.532 

	m/mm‑1 
	0.702 

	F(000) 
	4019 

	Crystal size/mm3 
	0.21 × 0.2 × 0.16 

	Theta range for data collection 
	1.31 to 25.03° 

	Index ranges 
	-27 ≤ h ≤ 27, -29 ≤ k ≤ 29, -20 ≤ l ≤ 20 

	Reflections collected 
	52322 

	Independent reflections 
	7382[R(int) = 0.0994] 

	Data/restraints/parameters 
	7382/29/572 

	Goodness-of-fit on F2 
	1.313 

	Final R indexes [I>2σ (I)] 
	R1 = 0.0569, wR2 = 0.1433 

	Final R indexes [all data] 
	R1 = 0.1125, wR2 = 0.1722 

	Largest diff. peak/hole / e Å-3 
	0.909/-1.213 


	Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for [Fe(III)L1].ClO4 at 160 K. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe1
	5000
	5718.7(3)
	7500
	29.1(2)

	O8
	2638.8(15)
	6430.8(12)
	4653(2)
	40.7(8)

	O9
	2620.3(16)
	7289.3(12)
	7142(2)
	41.9(8)

	O7
	4480.7(17)
	6220.6(13)
	7695(2)
	49.6(9)

	N6
	5486.6(19)
	5146.6(17)
	7225(3)
	44.8(10)

	N5
	4411.3(18)
	5724.8(14)
	6189(2)
	33.8(9)

	C38
	5000
	4320(3)
	7500
	71.2(16)

	C37
	5626(3)
	4630(2)
	7711(5)
	70.5(19)

	C36
	5111(4)
	4994(3)
	6216(5)
	66(2)

	C35
	4693(3)
	5442(2)
	5695(4)
	60.8(16)

	C26
	3857(2)
	5985.1(17)
	5733(3)
	36(11)

	C27
	3558(2)
	6303.1(16)
	6143(3)
	31.6(10)

	C28
	2920(2)
	6539.7(18)
	5572(3)
	36(11)

	C29
	2616(2)
	6858.7(17)
	5918(3)
	35.6(11)

	C30
	2958(2)
	6953.9(17)
	6872(3)
	33.4(10)

	C31
	3568(2)
	6736.5(17)
	7446(3)
	37.4(11)

	C32
	3884(2)
	6406(17)
	7091(3)
	35(11)

	C33
	2026(2)
	6698.2(18)
	4038(3)
	45.3(12)

	C34
	2950(3)
	7420(2)
	8098(3)
	53.4(14)

	C36A
	5357(15)
	5363(14)
	6240(2)
	66(2)

	Fe2
	1603.9(3)
	5842(2)
	829.1(4)
	26.2(2)

	O2
	-836.3(15)
	6562.4(13)
	-2105.1(19)
	41.8(8)

	O3
	-929.7(15)
	7304.9(12)
	399(2)
	42.3(8)

	O1
	984.3(14)
	6317(12)
	917.8(19)
	33.4(7)

	O5
	4073.8(14)
	6441.3(12)
	3829(2)
	40.2(8)

	O6
	4205.8(15)
	7255.3(13)
	1392(2)
	43.4(8)

	O4
	2235(14)
	6321.8(11)
	782.6(19)
	32.5(7)

	N1
	962.3(17)
	5895.9(14)
	-589(2)
	30.3(8)

	N3
	1199.2(18)
	5174.5(14)
	1257(2)
	34.2(9)

	N2
	1987.4(18)
	5201.1(14)
	328(2)
	34.4(9)

	N4
	2238.2(17)
	5842.6(13)
	2243(2)
	29.4(8)

	C8
	-620(2)
	7417(2)
	1362(3)
	46.4(13)

	C9
	-1487(2)
	6780.9(18)
	-2723(3)
	43.7(12)

	C7
	387(2)
	6504.3(16)
	349(3)
	29.1(10)

	C6
	55(2)
	6803.8(17)
	707(3)
	33.5(10)

	C5
	-569(2)
	7009.9(16)
	119(3)
	32.8(10)

	C4
	-894(2)
	6936.7(17)
	-837(3)
	35.4(11)

	C3
	-567(2)
	6655.1(17)
	-1189(3)
	34.4(11)

	C2
	78(2)
	6430.4(16)
	-622(3)
	29.8(10)

	C1
	396(2)
	6146.8(17)
	-1025(3)
	31.4(10)

	C19
	1247(2)
	5654.2(18)
	-1110(3)
	40.3(11)

	C20
	1566(3)
	5119(2)
	-661(3)
	52.2(14)

	C23
	2189(3)
	4690(2)
	852(4)
	56(14)

	C22
	1577(3)
	4362(2)
	736(4)
	71.2(16)

	C21
	999(2)
	4684(18)
	678(3)
	45.1(12)

	C24
	1637(2)
	5054.3(18)
	2246(3)
	35.9(11)

	C25
	1948(2)
	5575.3(18)
	2734(3)
	36.6(11)

	C10
	2821(2)
	6069.1(16)
	2712(3)
	30.6(10)

	C11
	3155(2)
	6360.5(16)
	2332(3)
	28.3(10)

	C16
	2852(2)
	6471.5(16)
	1382(3)
	29.7(10)

	C15
	3201(2)
	6769.3(17)
	1050(3)
	32.2(10)

	C14
	3834(2)
	6956(16)
	1640(3)
	32.3(10)

	C13
	4152(2)
	6854.9(17)
	2592(3)
	34.6(11)

	C12
	3812(2)
	6565.6(17)
	2930(3)
	32.3(10)

	C17
	4711(2)
	6666(2)
	4475(3)
	47.6(13)

	C18
	3897(2)
	7381(2)
	425(3)
	49.4(13)

	Cl1
	6729.5(10)
	5600.6(9)
	5736(15)
	52.5(6)

	O13
	6851(3)
	5288(2)
	5124(5)
	87(2)

	O11
	6120(18)
	5897.8(16)
	5275(3)
	77(13)

	O12
	6669(4)
	5229(3)
	6346(5)
	94(3)

	O10
	7273.2(19)
	5943(18)
	6278(3)
	96.9(16)

	Cl2
	10000
	4357.1(7)
	7500
	38(4)

	O14
	9880.2(18)
	4699.5(14)
	8093(3)
	58(10)

	O15
	9420.3(17)
	4032.5(14)
	6960(3)
	58.9(10)

	O13A
	6721(16)
	5178(11)
	5430(2)
	87(2)

	O12A
	6598(18)
	5298(15)
	6750(2)
	94(3)

	Cl1A
	6655(5)
	5586(5)
	6018(7)
	52.5(6)


	Table 3 Anisotropic Displacement Parameters (Å2×103) for [Fe(III)L1].ClO4 at 160 K. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe1
	34.4(5)
	29.5(5)
	24.7(5)
	0
	15.9(4)
	0

	O8
	37.1(18)
	48(2)
	27(18)
	-4.4(15)
	8.8(15)
	-3.3(15)

	O9
	42(2)
	42.8(19)
	40(2)
	-3.4(15)
	20.4(16)
	5.7(15)

	O7
	63(2)
	51(2)
	25(18)
	1.3(15)
	15.2(17)
	26.7(18)

	N6
	36(2)
	58(3)
	41(2)
	-10(2)
	21(2)
	1(2)

	N5
	43(2)
	33(2)
	31(2)
	-6(17)
	23(19)
	-2.9(18)

	C38
	76(4)
	39(3)
	105(5)
	0
	50(4)
	0

	C37
	47(3)
	35(3)
	134(6)
	-13(3)
	49(4)
	0(3)

	C36
	56(5)
	89(6)
	47(4)
	-22(5)
	22(4)
	16(4)

	C35
	77(4)
	67(4)
	45(3)
	-20(3)
	36(3)
	3(3)

	C26
	44(3)
	34(3)
	28(3)
	-4(2)
	16(2)
	-10(2)

	C27
	42(3)
	29(2)
	24(2)
	-2.2(19)
	17(2)
	-7(2)

	C28
	40(3)
	35(3)
	33(3)
	-4(2)
	19(2)
	-9(2)

	C29
	32(3)
	35(3)
	30(3)
	1(2)
	9(2)
	-5(2)

	C30
	39(3)
	26(2)
	36(3)
	1(2)
	20(2)
	0(2)

	C31
	53(3)
	34(3)
	25(2)
	-2(2)
	20(2)
	0(2)

	C32
	46(3)
	26(2)
	31(3)
	3(2)
	18(2)
	1(2)

	C33
	40(3)
	41(3)
	37(3)
	-1(2)
	7(2)
	-4(2)

	C34
	55(3)
	58(3)
	43(3)
	-19(3)
	22(3)
	3(3)

	C36A
	56(5)
	89(6)
	47(4)
	-22(5)
	22(4)
	16(4)

	Fe2
	27.6(4)
	29.7(4)
	21.6(3)
	-1.2(3)
	12.7(3)
	-3(3)

	O2
	40(19)
	50(2)
	22.9(17)
	-2.3(15)
	6.7(15)
	2.3(15)

	O3
	41.2(19)
	47(2)
	34.3(19)
	-2.2(15)
	15.8(16)
	10.8(15)

	O1
	33.8(17)
	41.9(18)
	25(16)
	-0.3(14)
	15.3(14)
	4.4(14)

	O5
	28.3(17)
	50(2)
	31.2(18)
	-1.6(15)
	7(14)
	-3(14)

	O6
	35(18)
	49(2)
	45(2)
	2.3(16)
	19(16)
	-10.8(15)

	O4
	30(17)
	40.3(18)
	26(17)
	-0.7(13)
	13.3(14)
	-6(13)

	N1
	36(2)
	32(2)
	29(2)
	-0.6(16)
	20.8(18)
	-4.5(17)

	N3
	36(2)
	36(2)
	32(2)
	-2(17)
	18.7(18)
	-7.2(17)

	N2
	38(2)
	37(2)
	33(2)
	-2(17)
	22.1(18)
	1.3(17)

	N4
	33(2)
	33(2)
	29(2)
	0.9(16)
	20.9(17)
	0.8(17)

	C8
	44(3)
	48(3)
	45(3)
	-10(2)
	21(3)
	6(2)

	C9
	43(3)
	38(3)
	29(3)
	0(2)
	4(2)
	0(2)

	C7
	32(2)
	28(2)
	26(2)
	0(19)
	14(2)
	-6.8(19)

	C6
	36(3)
	35(3)
	30(3)
	-3(2)
	17(2)
	-3(2)

	C5
	38(3)
	26(2)
	38(3)
	2(2)
	22(2)
	1(2)

	C4
	31(2)
	35(3)
	33(3)
	5(2)
	10(2)
	1(2)

	C3
	37(3)
	31(2)
	30(3)
	-1(2)
	13(2)
	-8(2)

	C2
	37(3)
	27(2)
	26(2)
	1.1(19)
	17(2)
	-6.6(19)

	C1
	36(3)
	36(2)
	21(2)
	-2.6(19)
	14(2)
	-9(2)

	C19
	50(3)
	47(3)
	30(3)
	-3(2)
	25(2)
	-1(2)

	C20
	63(4)
	59(3)
	41(3)
	-11(3)
	31(3)
	2(3)

	C23
	70(4)
	46(3)
	58(4)
	6(3)
	37(3)
	14(3)

	C22
	76(4)
	39(3)
	105(5)
	0
	50(4)
	0

	C21
	58(3)
	37(3)
	37(3)
	-2(2)
	22(3)
	-16(2)

	C24
	38(3)
	43(3)
	31(3)
	6(2)
	20(2)
	-1(2)

	C25
	35(3)
	51(3)
	24(2)
	3(2)
	15(2)
	-1(2)

	C10
	34(3)
	33(2)
	24(2)
	0.6(19)
	14(2)
	5(2)

	C11
	29(2)
	30(2)
	29(2)
	0.4(19)
	17(2)
	3.8(18)

	C16
	30(2)
	28(2)
	33(3)
	-0.9(19)
	17(2)
	2.2(19)

	C15
	34(3)
	35(2)
	30(2)
	1(2)
	18(2)
	-1(2)

	C14
	31(2)
	29(2)
	41(3)
	-1(2)
	22(2)
	1.2(19)

	C13
	29(2)
	32(2)
	42(3)
	-6(2)
	17(2)
	-3.5(19)

	C12
	32(2)
	35(3)
	26(2)
	2(2)
	11(2)
	9(2)

	C17
	37(3)
	54(3)
	39(3)
	-3(2)
	10(2)
	4(2)

	C18
	47(3)
	57(3)
	44(3)
	11(3)
	23(3)
	-9(3)

	Cl1
	34.1(9)
	43.4(8)
	66.5(17)
	7.3(11)
	15.7(9)
	-2.1(7)

	O13
	73(4)
	72(4)
	130(6)
	-20(4)
	60(4)
	-2(3)

	O11
	48(2)
	62(3)
	95(3)
	13(2)
	17(2)
	17(2)

	O12
	73(4)
	80(4)
	117(7)
	49(5)
	40(4)
	4(3)

	O10
	50(3)
	75(3)
	122(4)
	-6(3)
	12(3)
	-23(2)

	Cl2
	29.9(9)
	40.8(9)
	40.5(10)
	0
	16(8)
	0

	O14
	57(2)
	67(2)
	60(2)
	-16(2)
	37(2)
	1.5(19)

	O15
	44(2)
	61(2)
	68(3)
	-13(2)
	25(2)
	-15.5(18)

	O13A
	73(4)
	72(4)
	130(6)
	-20(4)
	60(4)
	-2(3)

	O12A
	73(4)
	80(4)
	117(7)
	49(5)
	40(4)
	4(3)

	Cl1A
	34.1(9)
	43.4(8)
	66.5(17)
	7.3(11)
	15.7(9)
	-2.1(7)


	Table 4 Bond Lengths for [Fe(III)L1].ClO4 at 160 K.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe1
	O71
	1.871(3)
	O6
	C18
	1.447(5)

	Fe1
	O7
	1.871(3)
	O4
	C16
	1.319(5)

	Fe1
	N51
	1.925(4)
	N1
	C1
	1.292(5)

	Fe1
	N5
	1.925(4)
	N1
	C19
	1.468(5)

	Fe1
	N61
	2.005(4)
	N3
	C21
	1.478(5)

	Fe1
	N6
	2.005(4)
	N3
	C24
	1.481(5)

	O8
	C28
	1.373(5)
	N2
	C20
	1.461(6)

	O8
	C33
	1.427(5)
	N2
	C23
	1.477(6)

	O9
	C30
	1.367(5)
	N4
	C10
	1.296(5)

	O9
	C34
	1.433(5)
	N4
	C25
	1.464(5)

	O7
	C32
	1.316(5)
	C7
	C6
	1.407(6)

	N6
	C37
	1.463(7)
	C7
	C2
	1.431(6)

	N6
	C36
	1.517(7)
	C6
	C5
	1.371(6)

	N6
	C36A
	1.62(3)
	C5
	C4
	1.406(6)

	N5
	C26
	1.286(6)
	C4
	C3
	1.367(6)

	N5
	C35
	1.473(6)
	C3
	C2
	1.418(6)

	C38
	C37
	1.515(6)
	C2
	C1
	1.417(6)

	C38
	C371
	1.515(6)
	C19
	C20
	1.517(6)

	C36
	C35
	1.439(9)
	C23
	C22
	1.558(7)

	C35
	C36A
	1.35(3)
	C22
	C21
	1.518(7)

	C26
	C27
	1.437(6)
	C24
	C25
	1.502(6)

	C27
	C32
	1.407(6)
	C10
	C11
	1.427(6)

	C27
	C28
	1.419(6)
	C11
	C16
	1.415(6)

	C28
	C29
	1.371(6)
	C11
	C12
	1.427(6)

	C29
	C30
	1.410(6)
	C16
	C15
	1.406(6)

	C30
	C31
	1.356(6)
	C15
	C14
	1.368(6)

	C31
	C32
	1.419(6)
	C14
	C13
	1.412(6)

	Fe2
	O4
	1.915(3)
	C13
	C12
	1.385(6)

	Fe2
	O1
	1.919(3)
	Cl1
	O10
	1.405(4)

	Fe2
	N4
	2.077(3)
	Cl1
	O11
	1.423(4)

	Fe2
	N1
	2.088(4)
	Cl1
	O13
	1.430(6)

	Fe2
	N2
	2.187(3)
	Cl1
	O12
	1.440(6)

	Fe2
	N3
	2.194(3)
	O11
	Cl1A
	1.460(11)

	O2
	C3
	1.365(5)
	O10
	Cl1A
	1.545(10)

	O2
	C9
	1.435(5)
	Cl2
	O15
	1.428(3)

	O3
	C5
	1.361(5)
	Cl2
	O15
	1.428(3)

	O3
	C8
	1.435(5)
	Cl2
	O14
	1.443(3)

	O1
	C7
	1.306(5)
	Cl2
	O14
	1.443(3)

	O5
	C12
	1.356(5)
	O13A
	Cl1A
	1.474(16)

	O5
	C17
	1.429(5)
	O12A
	Cl1A22
	1.485(16)

	O6
	C14
	1.355(5)
	 
	 
	 


11-X,+Y,3/2-Z; 22-X,+Y,3/2-Z

	Table 5 Bond Angles for [Fe(III)L1].ClO4 at 160 K.

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

	O71
	Fe1
	O7
	96.9(2)
	C1
	N1
	C19
	119.2(4)

	O71
	Fe1
	N51
	93.13(14)
	C1
	N1
	Fe2
	127.7(3)

	O7
	Fe1
	N51
	86.28(14)
	C19
	N1
	Fe2
	112.8(3)

	O71
	Fe1
	N5
	86.28(14)
	C21
	N3
	C24
	112.9(3)

	O7
	Fe1
	N5
	93.13(14)
	C21
	N3
	Fe2
	116.2(3)

	N51
	Fe1
	N5
	179.1(2)
	C24
	N3
	Fe2
	111.2(2)

	O71
	Fe1
	N61
	175.26(16)
	C20
	N2
	C23
	113.1(4)

	O7
	Fe1
	N61
	86.47(16)
	C20
	N2
	Fe2
	112.1(3)

	N51
	Fe1
	N61
	83.78(15)
	C23
	N2
	Fe2
	117.0(3)

	N5
	Fe1
	N61
	96.86(15)
	C10
	N4
	C25
	119.0(4)

	O71
	Fe1
	N6
	86.48(16)
	C10
	N4
	Fe2
	127.9(3)

	O7
	Fe1
	N6
	175.26(16)
	C25
	N4
	Fe2
	113.1(3)

	N51
	Fe1
	N6
	96.85(15)
	O1
	C7
	C6
	118.5(4)

	N5
	Fe1
	N6
	83.78(15)
	O1
	C7
	C2
	121.7(4)

	N61
	Fe1
	N6
	90.3(2)
	C6
	C7
	C2
	119.8(4)

	C28
	O8
	C33
	117.4(4)
	C5
	C6
	C7
	119.3(4)

	C30
	O9
	C34
	116.5(4)
	O3
	C5
	C6
	123.7(4)

	C32
	O7
	Fe1
	127.6(3)
	O3
	C5
	C4
	113.8(4)

	C37
	N6
	C36
	104.6(5)
	C6
	C5
	C4
	122.5(4)

	C37
	N6
	C36A
	137.5(12)
	C3
	C4
	C5
	118.3(4)

	C36
	N6
	C36A
	39.5(11)
	O2
	C3
	C4
	123.0(4)

	C37
	N6
	Fe1
	118.4(3)
	O2
	C3
	C2
	114.8(4)

	C36
	N6
	Fe1
	111.5(3)
	C4
	C3
	C2
	122.2(4)

	C36A
	N6
	Fe1
	99.8(11)
	C1
	C2
	C3
	119.7(4)

	C26
	N5
	C35
	119.5(4)
	C1
	C2
	C7
	122.4(4)

	C26
	N5
	Fe1
	127.1(3)
	C3
	C2
	C7
	117.9(4)

	C35
	N5
	Fe1
	113.0(3)
	N1
	C1
	C2
	126.0(4)

	C37
	C38
	C37
	119.3(6)
	N1
	C19
	C20
	108.0(4)

	N6
	C37
	C38
	113.3(4)
	N2
	C20
	C19
	109.0(4)

	C35
	C36
	N6
	108.8(5)
	N2
	C23
	C22
	112.3(4)

	C36A
	C35
	C36
	44.8(15)
	C21
	C22
	C23
	116.9(4)

	C36A
	C35
	N5
	111.1(13)
	N3
	C21
	C22
	114.7(4)

	C36
	C35
	N5
	111.8(5)
	N3
	C24
	C25
	108.1(3)

	N5
	C26
	C27
	124.3(4)
	N4
	C25
	C24
	107.8(3)

	C32
	C27
	C28
	118.2(4)
	N4
	C10
	C11
	125.3(4)

	C32
	C27
	C26
	122.5(4)
	C16
	C11
	C12
	118.2(4)

	C28
	C27
	C26
	119.2(4)
	C16
	C11
	C10
	122.6(4)

	C29
	C28
	O8
	122.9(4)
	C12
	C11
	C10
	119.2(4)

	C29
	C28
	C27
	122.1(4)
	O4
	C16
	C15
	117.3(4)

	O8
	C28
	C27
	115.0(4)
	O4
	C16
	C11
	122.6(4)

	C28
	C29
	C30
	118.2(4)
	C15
	C16
	C11
	120.0(4)

	C31
	C30
	O9
	124.5(4)
	C14
	C15
	C16
	120.4(4)

	C31
	C30
	C29
	122.0(4)
	O6
	C14
	C15
	124.9(4)

	O9
	C30
	C29
	113.5(4)
	O6
	C14
	C13
	113.8(4)

	C30
	C31
	C32
	120.0(4)
	C15
	C14
	C13
	121.3(4)

	O7
	C32
	C27
	124.5(4)
	C12
	C13
	C14
	118.9(4)

	O7
	C32
	C31
	115.9(4)
	O5
	C12
	C13
	123.7(4)

	C27
	C32
	C31
	119.5(4)
	O5
	C12
	C11
	115.1(4)

	C35
	C36A
	N6
	108(2)
	C13
	C12
	C11
	121.2(4)

	O4
	Fe2
	O1
	104.00(13)
	O10
	Cl1
	O11
	111.1(3)

	O4
	Fe2
	N4
	86.42(12)
	O10
	Cl1
	O13
	110.9(3)

	O1
	Fe2
	N4
	91.74(13)
	O11
	Cl1
	O13
	112.8(4)

	O4
	Fe2
	N1
	91.56(12)
	O10
	Cl1
	O12
	107.3(4)

	O1
	Fe2
	N1
	85.73(13)
	O11
	Cl1
	O12
	107.0(4)

	N4
	Fe2
	N1
	176.29(14)
	O13
	Cl1
	O12
	107.5(4)

	O4
	Fe2
	N2
	87.90(13)
	Cl1
	O11
	Cl1A
	23.4(4)

	O1
	Fe2
	N2
	160.22(13)
	Cl1
	O10
	Cl1A
	22.2(4)

	N4
	Fe2
	N2
	104.91(13)
	O15
	Cl2
	O15
	111.6(3)

	N1
	Fe2
	N2
	78.10(13)
	O15
	Cl2
	O14
	109.6(2)

	O4
	Fe2
	N3
	160.43(13)
	O15
	Cl2
	O14
	108.9(2)

	O1
	Fe2
	N3
	88.40(13)
	O15
	Cl2
	O14
	108.9(2)

	N4
	Fe2
	N3
	78.01(13)
	O15
	Cl2
	O14
	109.6(2)

	N1
	Fe2
	N3
	104.60(13)
	O14
	Cl2
	O14
	108.2(3)

	N2
	Fe2
	N3
	84.78(14)
	O11
	Cl1A
	O13A
	96.6(16)

	C3
	O2
	C9
	118.0(4)
	O11
	Cl1A
	O12A
	125.0(15)

	C5
	O3
	C8
	117.2(3)
	O13A
	Cl1A
	O12A
	108(2)

	C7
	O1
	Fe2
	135.7(3)
	O11
	Cl1A
	O10
	101.7(7)

	C12
	O5
	C17
	118.0(4)
	O13A
	Cl1A
	O10
	100.6(13)

	C14
	O6
	C18
	116.1(3)
	O12A222
	Cl1A
	O10222
	119.8(17)

	C16
	O4
	Fe2
	134.0(3)
	 
	 
	 
	 


11-X,+Y,3/2-Z; 22-X,+Y,3/2-Z

	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for [Fe(III)L1].ClO4 at 160 K. 

	Atom
	x
	y
	z
	U(eq)

	H6N
	5895
	5293
	7355
	54

	H37B
	5893
	4699
	8380
	85

	H37A
	5900
	4403
	7543
	85

	H36B
	5432
	4909
	6012
	79

	H36A
	4831
	4670
	6120
	79

	H35A
	4324
	5308
	5101
	73

	H35B
	4961
	5700
	5564
	73

	H35C
	4468
	5089
	5473
	73

	H35D
	4610
	5659
	5154
	73

	H26
	3630
	5966
	5082
	43

	H29
	2187
	7011
	5525
	43

	H31
	3783
	6805
	8087
	45

	H33A
	1922
	6643
	3405
	68

	H33C
	2071
	7086
	4176
	68

	H33B
	1664
	6549
	4111
	68

	H34C
	2664
	7659
	8214
	80

	H34B
	3375
	7603
	8280
	80

	H34A
	3038
	7087
	8457
	80

	H36D
	5601
	5707
	6323
	79

	H36C
	5517
	5094
	5964
	79

	H3N
	805
	5308
	1200
	41

	H2N
	2384
	5341
	402
	41

	H8C
	-935
	7616
	1480
	70

	H8B
	-217
	7636
	1558
	70

	H8A
	-498
	7076
	1705
	70

	H9B
	-1595
	6724
	-3357
	66

	H9C
	-1489
	7169
	-2608
	66

	H9A
	-1821
	6599
	-2626
	66

	H6
	260
	6863
	1349
	40

	H4
	-1329
	7079
	-1228
	43

	H1
	172
	6141
	-1676
	38

	H19B
	1586
	5899
	-1105
	48

	H19A
	890
	5594
	-1755
	48

	H20A
	1214
	4849
	-788
	63

	H20B
	1841
	4982
	-914
	63

	H23B
	2492
	4772
	1511
	67

	H23A
	2441
	4466
	643
	67

	H22A
	1402
	4140
	173
	85

	H22B
	1738
	4108
	1260
	85

	H21B
	698
	4792
	31
	54

	H21A
	741
	4446
	858
	54

	H24A
	1990
	4794
	2336
	43

	H24B
	1371
	4892
	2494
	43

	H25B
	1604
	5810
	2739
	44

	H25A
	2300
	5502
	3376
	44

	H10
	3043
	6039
	3361
	37

	H15
	2997
	6841
	412
	39

	H13
	4593
	6983
	2994
	42

	H17C
	4710
	7055
	4362
	71

	H17A
	5061
	6489
	4406
	71

	H17B
	4797
	6607
	5099
	71

	H18A
	3779
	7044
	71
	74

	H18C
	4212
	7588
	318
	74

	H18B
	3492
	7596
	233
	74

	H38
	4899(19)
	4085(3)
	6972(8)
	50(13)


