[Fe(III)L1].ClO4 at 200 K 

	


	Table 1 Crystal data and structure refinement for [Fe(III)L1].ClO4 at 200 K 

	Identification code 
	[Fe(III)L1].ClO4 at 200 K 

	Empirical formula 
	C13H18N2FeClO5 

	Formula weight 
	641.86 

	Temperature/K 
	200(2) 

	Crystal system 
	Monoclinic 

	Space group 
	C2/c 

	a/Å, b/Å, c/Å 
	9.9677(4), 24.8597(11), 11.6330(6) 

	α/°, β/°, γ/° 
	90.00, 103.1090(10), 90.00 

	Volume/Å3 
	2807.5(2) 

	Z 
	4 

	ρcalcmg/mm3 
	1.519 

	m/mm‑1 
	0.695 

	F(000) 
	1340 

	Crystal size/mm3 
	0.21 × 0.2 × 0.16 

	Theta range for data collection 
	2.25 to 25.07° 

	Index ranges 
	-11 ≤ h ≤ 11, -29 ≤ k ≤ 29, -13 ≤ l ≤ 13 

	Reflections collected 
	12658 

	Independent reflections 
	2483[R(int) = 0.0591] 

	Data/restraints/parameters 
	2483/0/189 

	Goodness-of-fit on F2 
	1.020 

	Final R indexes [I>2σ (I)] 
	R1 = 0.0458, wR2 = 0.1119 

	Final R indexes [all data] 
	R1 = 0.0700, wR2 = 0.1277 

	Largest diff. peak/hole / e Å-3 
	0.451/-0.451 


	Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for [Fe(III)L1].ClO4 at 200 K. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe
	5000
	3303.5(3)
	7500
	38.8(2)

	Cl1
	0
	1881.9(6)
	7500
	66.1(4)

	O
	4502(2)
	3784.3(9)
	6196(2)
	48(6)

	O2
	-341(2)
	3980.5(11)
	5563(2)
	55.8(7)

	C10
	833(3)
	4088(13)
	5194(3)
	44.6(8)

	N2
	2991(3)
	3328.9(12)
	7636(2)
	44.4(7)

	O1
	2050(3)
	4789.7(10)
	2938(2)
	57.9(7)

	C11
	863(4)
	4386.7(14)
	4214(3)
	47.5(8)

	O3
	1093(3)
	1565.9(14)
	8137(3)
	92.1(11)

	C13
	3336(3)
	4270.6(13)
	4573(3)
	43.8(8)

	C9
	2053(3)
	3864.1(13)
	5910(3)
	41.1(8)

	C12
	2136(4)
	4479(13)
	3916(3)
	45.5(8)

	C8
	3323(3)
	3962.9(13)
	5579(3)
	41.1(8)

	C6
	-1592(4)
	4218.8(16)
	4921(4)
	62.4(11)

	C7
	3320(4)
	4916.1(17)
	2610(4)
	67(11)

	C5
	1982(4)
	3570.3(14)
	6946(3)
	44.1(8)

	O4
	492(4)
	2218.5(15)
	6689(4)
	110.1(13)

	C4
	2768(4)
	3080.2(17)
	8722(3)
	57.4(10)

	C3
	3572(4)
	2567.8(18)
	8910(4)
	68(12)

	N
	4986(3)
	2672.8(11)
	8754(3)
	49(7)

	C2
	5715(5)
	2169.8(16)
	8597(4)
	64.7(11)

	C1
	5000
	1853(2)
	7500
	77.5(19)


	Table 3 Anisotropic Displacement Parameters (Å2×103) for [Fe(III)L1].ClO4 at 200 K. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe
	34(4)
	47(4)
	40.2(4)
	0
	18.5(3)
	0

	Cl1
	53.7(8)
	53.5(8)
	80.6(10)
	0
	-6.5(7)
	0

	O
	43.2(13)
	53.7(15)
	53.4(14)
	8.4(11)
	24.2(11)
	-4.4(11)

	O2
	36.6(13)
	67.3(17)
	67.2(17)
	-4.7(13)
	19.3(12)
	-9(12)

	C10
	42.1(19)
	41.8(19)
	54(2)
	-16.2(16)
	19.7(16)
	-10.1(15)

	N2
	44(16)
	54.5(17)
	40.3(15)
	-2.5(14)
	21.7(13)
	-11.2(14)

	O1
	56.9(15)
	54.8(16)
	66.1(16)
	13.6(13)
	22.7(13)
	3.5(12)

	C11
	45.7(19)
	43(2)
	54(2)
	-8.8(16)
	12.7(16)
	-2.6(16)

	O3
	70(2)
	89(2)
	101(3)
	12.2(19)
	-15(18)
	23.4(17)

	C13
	45.9(19)
	40.3(18)
	52(2)
	-5.8(15)
	25(16)
	-5.9(15)

	C9
	41(18)
	41.1(18)
	45.9(19)
	-14.9(15)
	19.8(15)
	-11.2(15)

	C12
	54(2)
	36.3(18)
	50(2)
	-5.3(15)
	20.4(17)
	-3.9(16)

	C8
	42.8(19)
	38.7(18)
	45.6(19)
	-9(15)
	17.9(16)
	-6.4(15)

	C6
	43(2)
	54(2)
	93(3)
	-9(2)
	20(2)
	-4.3(18)

	C7
	67(3)
	62(3)
	79(3)
	22(2)
	31(2)
	-3(2)

	C5
	41.8(19)
	50(2)
	46(2)
	-11.9(16)
	21.7(16)
	-14.2(16)

	O4
	107(3)
	100(3)
	114(3)
	37(2)
	8(2)
	-20(2)

	C4
	55(2)
	79(3)
	47(2)
	3.9(19)
	29.1(18)
	-10(2)

	C3
	78(3)
	74(3)
	64(3)
	10(2)
	40(2)
	-13(2)

	N
	61.3(19)
	44.8(17)
	45.2(16)
	5.5(13)
	20.7(14)
	-2.1(14)

	C2
	77(3)
	51(2)
	66(3)
	16(2)
	16(2)
	4(2)

	C1
	112(5)
	42(3)
	83(5)
	0
	32(4)
	0


	Table 4 Bond Lengths for [Fe(III)L1].ClO4 at 200 K.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe
	O1
	1.906(2)
	N2
	C5
	1.285(4)

	Fe
	O
	1.906(2)
	N2
	C4
	1.468(4)

	Fe
	N21
	2.045(3)
	O1
	C12
	1.362(4)

	Fe
	N2
	2.045(3)
	O1
	C7
	1.437(5)

	Fe
	N
	2.144(3)
	C11
	C12
	1.408(5)

	Fe
	N1
	2.144(3)
	C13
	C12
	1.366(5)

	Cl1
	O3
	1.409(3)
	C13
	C8
	1.401(5)

	Cl1
	O32
	1.409(3)
	C9
	C5
	1.425(5)

	Cl1
	O42
	1.429(4)
	C9
	C8
	1.425(4)

	Cl1
	O4
	1.429(4)
	C4
	C3
	1.494(6)


	O
	C8
	1.308(4)
	C3
	N
	1.484(5)

	O2
	C10
	1.361(4)
	N
	C2
	1.478(5)

	O2
	C6
	1.428(4)
	C2
	C1
	1.530(5)

	C10
	C11
	1.367(5)
	C1
	C2
	1.530(5)

	C10
	C9
	1.422(5)
	 
	 
	 


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

	Table 5 Bond Angles for [Fe(III)L1].ClO4 at 200 K.

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

	O1
	Fe
	O
	102.34(15)
	C11
	C10
	C9
	121.6(3)

	O1
	Fe
	N21
	87.65(10)
	C5
	N2
	C4
	119.0(3)

	O
	Fe
	N21
	90.14(10)
	C5
	N2
	Fe
	127.5(2)

	O1
	Fe
	N2
	90.14(10)
	C4
	N2
	Fe
	113.3(2)

	O
	Fe
	N2
	87.65(10)
	C12
	O1
	C7
	117.0(3)

	N21
	Fe
	N2
	176.46(17)
	C10
	C11
	C12
	119.0(3)

	O1
	Fe
	N
	87.59(11)
	C12
	C13
	C8
	120.1(3)

	O
	Fe
	N
	163.57(11)
	C10
	C9
	C5
	119.7(3)

	N21
	Fe
	N
	103.47(11)
	C10
	C9
	C8
	117.9(3)

	N2
	Fe
	N
	79.18(12)
	C5
	C9
	C8
	122.3(3)

	O1
	Fe
	N1
	163.57(11)
	O1
	C12
	C13
	124.3(3)

	O
	Fe
	N1
	87.59(11)
	O1
	C12
	C11
	114.1(3)

	N21
	Fe
	N1
	79.18(12)
	C13
	C12
	C11
	121.6(3)

	N2
	Fe
	N1
	103.47(11)
	O
	C8
	C13
	117.8(3)

	N
	Fe
	N1
	85.99(16)
	O
	C8
	C9
	122.4(3)

	O3
	Cl1
	O32
	112.3(3)
	C13
	C8
	C9
	119.8(3)

	O3
	Cl1
	O42
	108.6(2)
	N2
	C5
	C9
	125.8(3)

	O32
	Cl1
	O42
	109.5(2)
	N2
	C4
	C3
	107.7(3)

	O3
	Cl1
	O4
	109.5(2)
	N
	C3
	C4
	108.9(3)

	O32
	Cl1
	O4
	108.6(2)
	C2
	N
	C3
	111.9(3)

	O42
	Cl1
	O4
	108.3(4)
	C2
	N
	Fe
	117.1(2)

	C8
	O
	Fe
	133.6(2)
	C3
	N
	Fe
	111.4(2)

	C10
	O2
	C6
	117.7(3)
	N
	C2
	C1
	112.9(3)

	O2
	C10
	C11
	123.5(3)
	C2
	C1
	C2
	118.1(5)

	O2
	C10
	C9
	114.9(3)
	 
	 
	 
	 


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

	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for [Fe(III)L1].ClO4 at 200 K. 

	Atom
	x
	y
	z
	U(eq)

	H11
	37
	4530
	3741
	57

	H13
	4180
	4334
	4346
	53

	H6A
	-1863
	4052
	4140
	94

	H6C
	-1451
	4605
	4832
	94

	H6B
	-2319
	4163
	5352
	94

	H7B
	3124
	5129
	1882
	101

	H7A
	3787
	4582
	2480
	101

	H7C
	3914
	5123
	3243
	101

	H5
	1109
	3551
	7144
	53

	H4A
	1776
	3006
	8645
	69

	H4B
	3084
	3325
	9400
	69

	H3B
	3613
	2429
	9715
	82

	H3A
	3118
	2294
	8335
	82

	H
	5462
	2812
	9474
	59

	H2B
	5779
	1940
	9303
	78

	H2A
	6664
	2258
	8535
	78

	H1B
	4303
	1617
	7726
	93

	H1A
	5696
	1617
	7273
	93


