Fe(bapbpy)(NCS)2_30K 

	Table 1 Crystal data and structure refinement for Fe(bapbpy)(NCS)2_30K 

	Identification code 
	Fe(bapbpy)(NCS)2_30K 

	Empirical formula 
	C22H16N8FeS2 

	Formula weight 
	512.40 

	Temperature/K 
	30.0 

	Crystal system 
	Triclinic 

	Space group 
	P-1 

	a/Å, b/Å, c/Å 
	9.466(3), 9.494(3), 13.476(3) 

	α/°, β/°, γ/° 
	94.370(5), 106.053(7), 112.249(7) 

	Volume/Å3 
	1054.6(6) 

	Z 
	2 

	ρcalcmg/mm3 
	1.614 

	m/mm‑1 
	0.943 

	F(000) 
	524 

	Crystal size/mm3 
	0.14 × 0.18 × 0.19 

	Theta range for data collection 
	2.37 to 20.28° 

	Index ranges 
	-9 ≤ h ≤ 8, -9 ≤ k ≤ 9, 0 ≤ l ≤ 12 

	Reflections collected 
	2827 

	Independent reflections 
	2848[R(int) = 0.0000] 

	Data/restraints/parameters 
	2848/774/299 

	Goodness-of-fit on F2 
	1.127 

	Final R indexes [I>2σ (I)] 
	R1 = 0.0527, wR2 = 0.1592 

	Final R indexes [all data] 
	R1 = 0.0794, wR2 = 0.1839 

	Largest diff. peak/hole / e Å-3 
	0.387/-0.618 


	Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for Fe(bapbpy)(NCS)2_30K. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe1
	2588.4(13)
	5093.6(13)
	2560.1(9)
	10.9(4)

	S2
	3045(2)
	2605(2)
	-452.9(15)
	17.4(7)

	S1
	1753(2)
	7306(2)
	5518.3(16)
	14.8(7)

	N8
	2833(6)
	4048(7)
	1364(5)
	10.2(10)

	N2
	-64(6)
	6323(6)
	1561(4)
	10(11)

	C22
	2930(8)
	3453(9)
	624(6)
	11(11)

	N7
	2256(6)
	6051(7)
	3760(5)
	10.8(10)

	N3
	2725(7)
	6975(7)
	2055(4)
	10.6(10)

	N4
	4941(7)
	6164(7)
	3006(4)
	9.5(10)

	N1
	230(7)
	4006(7)
	1799(5)
	9.9(10)

	N6
	2709(7)
	3459(7)
	3370(4)
	9.7(10)

	C21
	2023(8)
	6555(8)
	4463(6)
	11.6(11)

	C6
	1471(9)
	7390(9)
	1699(6)
	10.7(11)

	C15
	5962(9)
	5483(9)
	3289(6)
	11(11)

	C5
	-729(9)
	4728(9)
	1454(6)
	10.6(11)

	C16
	4001(9)
	3109(9)
	3669(6)
	10.6(11)

	C7
	1701(9)
	8851(8)
	1508(6)
	11.9(12)

	N5
	5389(6)
	3991(7)
	3460(4)
	9.7(11)

	C13
	8177(8)
	7674(9)
	3203(5)
	10.6(12)

	C11
	5535(8)
	7588(9)
	2761(6)
	11(10)

	C14
	7589(8)
	6215(9)
	3393(6)
	9.8(12)

	C12
	7129(8)
	8386(9)
	2868(5)
	10.6(11)

	C2
	-2088(8)
	1568(9)
	1012(5)
	10.1(12)

	C17
	3959(8)
	1855(8)
	4160(5)
	10.8(12)

	C10
	4249(8)
	8115(9)
	2286(6)
	10.1(11)

	C4
	-2420(9)
	3919(9)
	985(6)
	10.6(12)

	C3
	-3097(9)
	2334(8)
	759(6)
	10.4(13)

	C18
	2661(8)
	1048(9)
	4447(5)
	11(13)

	C9
	4544(9)
	9591(8)
	2138(5)
	10.8(12)

	C19
	1392(8)
	1490(8)
	4234(6)
	11.6(12)

	C1
	-506(8)
	2433(9)
	1505(6)
	10.8(11)

	C20
	1466(8)
	2682(8)
	3717(5)
	10.4(10)

	C8
	3249(8)
	9970(9)
	1724(5)
	10.8(12)


	Table 3 Anisotropic Displacement Parameters (Å2×103) for Fe(bapbpy)(NCS)2_30K. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe1
	12.8(8)
	12.1(8)
	12.9(8)
	2.7(6)
	6(6)
	9.1(6)

	S2
	22.9(15)
	19.2(15)
	17.2(15)
	2.1(12)
	7(12)
	16.1(12)

	S1
	14.9(14)
	16.8(15)
	17(15)
	1.6(11)
	6.8(11)
	10.3(11)

	N8
	10.6(18)
	11.4(19)
	11.8(19)
	1.3(16)
	4.2(16)
	7.9(16)

	N2
	10.8(19)
	11(2)
	12.7(19)
	0.3(17)
	5.2(16)
	9(17)

	C22
	12.2(17)
	11.4(17)
	11.5(17)
	2.8(16)
	4(15)
	7.1(15)

	N7
	11.4(18)
	11.5(19)
	12(19)
	1.3(16)
	4(16)
	7.5(16)

	N3
	11.3(18)
	11.8(19)
	11.6(19)
	1.8(16)
	4.3(16)
	7.8(16)

	N4
	10.5(19)
	10.8(19)
	11.4(19)
	1.8(16)
	4.1(16)
	8.5(16)

	N1
	10.3(18)
	11.2(19)
	11.8(19)
	0(16)
	3.9(16)
	8.4(16)

	N6
	10.4(18)
	11.1(19)
	11.6(18)
	0.8(16)
	4.6(16)
	8.3(16)

	C21
	12.7(17)
	11.4(17)
	12.1(18)
	2.4(16)
	4(16)
	6.5(15)

	C6
	12(16)
	11.4(17)
	11.7(17)
	2.5(15)
	4.7(15)
	7.3(15)

	C15
	12.4(16)
	11.3(17)
	11.7(17)
	0.8(15)
	4.7(15)
	7.2(15)

	C5
	12.2(17)
	10.8(17)
	12.2(18)
	0.9(16)
	4.9(16)
	7.9(15)

	C16
	12.2(17)
	11.2(17)
	11.5(18)
	1.5(15)
	4.9(15)
	7.7(15)

	C7
	13.7(18)
	11.3(19)
	12.3(19)
	2(17)
	2.9(17)
	8(17)

	N5
	10.5(19)
	11(2)
	11.7(19)
	1.7(17)
	3.9(16)
	8.8(16)

	C13
	12.1(19)
	12(2)
	11(2)
	0.6(18)
	6.5(18)
	6.7(17)

	C11
	12.4(16)
	11.3(17)
	11.8(17)
	0.9(15)
	4.3(15)
	7.7(15)

	C14
	11.4(18)
	11.3(19)
	10.9(19)
	2.5(17)
	6(17)
	7.5(16)

	C12
	12.6(18)
	10.6(18)
	11.1(19)
	1.1(16)
	5.2(17)
	6.8(16)

	C2
	11.6(19)
	10(2)
	12(2)
	1.8(18)
	4.8(18)
	7.6(17)

	C17
	11.5(19)
	12(2)
	12(2)
	2.3(18)
	4.5(18)
	7.3(17)

	C10
	12.2(16)
	10.5(17)
	11.3(17)
	1.7(15)
	4.2(15)
	8.5(15)

	C4
	12(19)
	11(2)
	12(2)
	1.3(18)
	4.7(18)
	8.6(17)

	C3
	12(2)
	12(2)
	11(2)
	2.1(19)
	7(19)
	6.6(18)

	C18
	13(2)
	10(2)
	12(2)
	1.5(19)
	4.2(19)
	7.5(18)

	C9
	12.4(18)
	11.4(18)
	11.6(19)
	1.6(17)
	4.8(17)
	7.4(16)

	C19
	12.7(19)
	12(2)
	13(2)
	1.5(18)
	5.1(18)
	6.9(17)

	C1
	12.2(17)
	11.4(17)
	11.6(17)
	2.8(15)
	5.1(15)
	7.1(15)

	C20
	11.9(16)
	11.3(17)
	12.1(17)
	1.5(15)
	5.5(15)
	8(15)

	C8
	13.2(19)
	10(2)
	12(2)
	1.8(18)
	3.5(18)
	9(17)


	Table 4 Bond Lengths for Fe(bapbpy)(NCS)2_30K.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe1
	N3
	1.931(6)
	C6
	C7
	1.377(9)

	Fe1
	N8
	1.943(6)
	C15
	N5
	1.375(8)

	Fe1
	N4
	1.951(6)
	C15
	C14
	1.389(9)

	Fe1
	N7
	1.953(6)
	C5
	C4
	1.409(9)

	Fe1
	N1
	1.982(6)
	C16
	N5
	1.383(8)

	Fe1
	N6
	1.984(6)
	C16
	C17
	1.399(9)

	S2
	C22
	1.656(8)
	C7
	C8
	1.378(9)

	S1
	C21
	1.668(8)
	C13
	C14
	1.358(9)

	N8
	C22
	1.151(8)
	C13
	C12
	1.397(9)

	N2
	C6
	1.370(8)
	C11
	C12
	1.367(9)

	N2
	C5
	1.380(8)
	C11
	C10
	1.490(9)

	N7
	C21
	1.140(9)
	C2
	C1
	1.339(9)

	N3
	C6
	1.365(8)
	C2
	C3
	1.394(9)

	N3
	C10
	1.367(8)
	C17
	C18
	1.357(9)

	N4
	C15
	1.343(8)
	C10
	C9
	1.364(9)

	N4
	C11
	1.360(9)
	C4
	C3
	1.364(9)

	N1
	C5
	1.341(8)
	C18
	C19
	1.382(9)

	N1
	C1
	1.357(9)
	C9
	C8
	1.389(9)

	N6
	C16
	1.351(8)
	C19
	C20
	1.364(9)

	N6
	C20
	1.358(8)
	 
	 
	 


	Table 5 Bond Angles for Fe(bapbpy)(NCS)2_30K.

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

	N3
	Fe1
	N8
	97.4(2)
	N3
	C6
	C7
	122.4(7)

	N3
	Fe1
	N4
	82.3(3)
	N2
	C6
	C7
	119.2(7)

	N8
	Fe1
	N4
	83.8(2)
	N4
	C15
	N5
	119.6(7)

	N3
	Fe1
	N7
	84.5(2)
	N4
	C15
	C14
	122.5(7)

	N8
	Fe1
	N7
	177.2(3)
	N5
	C15
	C14
	117.9(7)

	N4
	Fe1
	N7
	98.5(2)
	N1
	C5
	N2
	119.8(7)

	N3
	Fe1
	N1
	92.6(2)
	N1
	C5
	C4
	122.4(7)

	N8
	Fe1
	N1
	85.8(2)
	N2
	C5
	C4
	117.8(7)

	N4
	Fe1
	N1
	167.7(2)
	N6
	C16
	N5
	119.1(7)

	N7
	Fe1
	N1
	92.1(2)
	N6
	C16
	C17
	121.7(7)

	N3
	Fe1
	N6
	168.0(2)
	N5
	C16
	C17
	119.2(6)

	N8
	Fe1
	N6
	92.1(2)
	C6
	C7
	C8
	119.6(7)

	N4
	Fe1
	N6
	91.6(2)
	C15
	N5
	C16
	131.4(6)

	N7
	Fe1
	N6
	86.2(2)
	C14
	C13
	C12
	119.6(7)

	N1
	Fe1
	N6
	95.4(2)
	N4
	C11
	C12
	122.9(7)

	C22
	N8
	Fe1
	176.8(6)
	N4
	C11
	C10
	112.9(6)

	C6
	N2
	C5
	132.5(6)
	C12
	C11
	C10
	124.0(7)

	N8
	C22
	S2
	179.0(7)
	C13
	C14
	C15
	119.1(7)

	C21
	N7
	Fe1
	177.4(6)
	C11
	C12
	C13
	118.3(7)

	C6
	N3
	C10
	116.8(6)
	C1
	C2
	C3
	117.9(7)

	C6
	N3
	Fe1
	125.8(5)
	C18
	C17
	C16
	120.2(7)

	C10
	N3
	Fe1
	115.9(5)
	C9
	C10
	N3
	123.0(6)

	C15
	N4
	C11
	117.4(6)
	C9
	C10
	C11
	124.2(7)

	C15
	N4
	Fe1
	125.0(5)
	N3
	C10
	C11
	112.7(7)

	C11
	N4
	Fe1
	115.5(5)
	C3
	C4
	C5
	119.3(7)

	C5
	N1
	C1
	114.7(6)
	C4
	C3
	C2
	118.6(7)

	C5
	N1
	Fe1
	124.2(5)
	C17
	C18
	C19
	118.5(7)

	C1
	N1
	Fe1
	120.9(5)
	C10
	C9
	C8
	119.3(7)

	C16
	N6
	C20
	116.1(6)
	C20
	C19
	C18
	119.0(7)

	C16
	N6
	Fe1
	124.6(5)
	C2
	C1
	N1
	126.4(7)

	C20
	N6
	Fe1
	119.2(5)
	N6
	C20
	C19
	124.0(7)

	N7
	C21
	S1
	177.8(7)
	C7
	C8
	C9
	118.8(7)

	N3
	C6
	N2
	118.4(7)
	 
	 
	 
	 


	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for Fe(bapbpy)(NCS)2_30K. 

	Atom
	x
	y
	z
	U(eq)

	H0A
	-745
	6726
	1536
	12

	H7
	817
	9082
	1235
	14

	H16
	6002
	3524
	3432
	12

	H13A
	9272
	8197
	3296
	13

	H14A
	8265
	5712
	3589
	12

	H12A
	7506
	9378
	2722
	13

	H2B
	-2500
	489
	843
	12

	H18
	4823
	1573
	4291
	13

	H4A
	-3066
	4460
	832
	13

	H3
	-4209
	1776
	443
	12

	H19A
	2626
	218
	4778
	13

	H9A
	5600
	10336
	2311
	13

	H20A
	500
	981
	4441
	14

	H1B
	152
	1905
	1661
	13

	H1AA
	615
	2982
	3594
	13

	H2A
	3424
	10961
	1595
	13
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Experimental 

Single crystals of C22H16N8FeS2 [Fe(bapbpy)(NCS)2_30K] were recrystallised from [solvents] mounted in inert oil and transferred to the cold gas stream of the diffractometer. 

Crystal structure determination of [Fe(bapbpy)(NCS)2_30K] 

Crystal Data. C22H16N8FeS2, M =512.40, Triclinic, a = 9.466(3) Å, b = 9.494(3) Å, c = 13.476(3) Å, α = 94.370(5)°, β = 106.053(7)°, γ = 112.249(7)°, U = 1054.6(6) Å3, T = 30.0, space group P-1 (no. 2), Z = 2, μ(Mo-Kα) = 0.943, 2827 reflections measured, 2848 unique (Rint = 0.0000) which were used in all calculations. The final wR(F2) was 0.1839 (all data). 
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