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	Table 1 Crystal data and structure refinement for Fe_picen_NCS2_120K_HS 

	Identification code 
	Fe_picen_NCS2_120K_HS 

	Empirical formula 
	C16H18N6FeS2 

	Formula weight 
	414.33 

	Temperature/K 
	120(2) 

	Crystal system 
	Monoclinic 

	Space group 
	P21/n 

	a/Å, b/Å, c/Å 
	9.2559(17), 13.7582(14), 14.6271(18) 

	α/°, β/°, γ/° 
	90.00, 92.316(12), 90.00 

	Volume/Å3 
	1861.2(5) 

	Z 
	4 

	ρcalcmg/mm3 
	1.479 

	m/mm‑1 
	1.046 

	F(000) 
	856 

	Crystal size/mm3 
	0.17 × 0.15 × 0.14 

	Theta range for data collection 
	2.03 to 24.99° 

	Index ranges 
	-11 ≤ h ≤ 11, -16 ≤ k ≤ 12, -17 ≤ l ≤ 17 

	Reflections collected 
	12910 

	Independent reflections 
	3269[R(int) = 0.0414] 

	Data/restraints/parameters 
	3269/48/202 

	Goodness-of-fit on F2 
	1.069 

	Final R indexes [I>2σ (I)] 
	R1 = 0.0395, wR2 = 0.0959 

	Final R indexes [all data] 
	R1 = 0.0493, wR2 = 0.0996 

	Largest diff. peak/hole / e Å-3 
	0.691/-0.574 


	Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for Fe_picen_NCS2_120K_HS. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe1
	9296.7(4)
	2464.7(3)
	4970.3(3)
	23.37(14)

	S1
	13391.8(8)
	420.6(5)
	5643.5(5)
	31.8(2)

	S2
	13197.4(8)
	4731.4(6)
	4366.4(6)
	33.7(2)

	N4
	9004.4(19)
	3034.1(13)
	6348.3(9)
	30.8(6)

	C14
	9693.6(19)
	3853.9(13)
	6710.3(13)
	39.6(8)

	C13
	9447(2)
	4144.5(14)
	7600.6(14)
	49.7(9)

	C12
	8511(2)
	3615.2(18)
	8129(10)
	53.4(10)

	C11
	7822(2)
	2795.4(16)
	7767.1(12)
	47.8(9)

	C10
	8068(2)
	2504.9(12)
	6876.7(13)
	36.2(7)

	C16
	11840(3)
	4007(2)
	4544(18)
	25.8(6)

	N3
	7267(3)
	1792.2(18)
	5423(18)
	33.6(6)

	N6
	10879(3)
	3487.4(19)
	4679.2(19)
	37.7(6)

	N5
	10719(3)
	1381.2(18)
	5487.9(17)
	34(6)

	C9
	7404(4)
	1641(2)
	6414(2)
	43.4(8)

	C15
	11833(3)
	980(2)
	5555.4(18)
	25.5(6)

	N1
	9239.9(18)
	1811.8(11)
	3597.8(8)
	25.6(5)

	C5
	8609(2)
	2382.1(10)
	2906.4(11)
	32(7)

	C4
	8474(2)
	2025.2(13)
	2018(10)
	38(7)

	C3
	8970(2)
	1097.9(14)
	1821.1(9)
	37(7)

	C2
	9601(2)
	527.6(10)
	2512.5(12)
	33.9(7)

	C1
	9736.2(19)
	884.5(11)
	3400.8(10)
	29.7(7)

	N2
	7654(3)
	3320.4(17)
	4145.2(17)
	31.7(6)

	C8
	6064(3)
	2470(2)
	5160(2)
	35.6(7)

	C6
	8142(4)
	3359(2)
	3201(2)
	39.8(8)

	C7
	6243(3)
	2821(2)
	4200(2)
	37.6(8)


	Table 3 Anisotropic Displacement Parameters (Å2×103) for Fe_picen_NCS2_120K_HS. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe1
	21.6(2)
	20.5(2)
	28.3(2)
	-2.95(17)
	4.75(16)
	-1.62(15)

	S1
	28.8(4)
	25.8(4)
	40.4(4)
	0.1(3)
	-3.1(3)
	2(3)


	S2
	28.8(4)
	27(4)
	46(5)
	1.1(3)
	8.9(3)
	-4.8(3)

	N4
	30.2(13)
	29(14)
	33.1(14)
	-2.4(11)
	0.3(10)
	6.1(11)

	C14
	39.8(17)
	38.1(19)
	40.1(18)
	-10.2(15)
	-7.5(14)
	7.9(14)

	C13
	50(2)
	55(2)
	42(2)
	-16.5(17)
	-13.8(16)
	13.5(17)

	C12
	57(2)
	74(3)
	28.2(17)
	-11.1(18)
	-9.5(16)
	29.1(19)

	C11
	48(2)
	64(2)
	31.3(17)
	10.2(16)
	7.9(15)
	21.3(17)

	C10
	39.1(17)
	37.1(19)
	32.6(16)
	5.7(14)
	5.5(13)
	11.2(14)

	C16
	29.3(15)
	24.4(16)
	23.6(15)
	-1.9(12)
	0(11)
	4(13)

	N3
	35.9(14)
	22(13)
	43.5(15)
	-5(11)
	10.2(11)
	-4.8(11)

	N6
	32.7(14)
	33.8(15)
	47.5(16)
	-3.4(13)
	11(12)
	-10.5(12)

	N5
	33.9(14)
	31(15)
	36.8(15)
	-3.7(12)
	-0.3(11)
	3.5(12)

	C9
	47.2(19)
	31.7(19)
	53(2)
	8.6(16)
	17(16)
	-2.1(15)

	C15
	34.7(16)
	20.4(15)
	21.4(14)
	-2.7(11)
	-0.8(11)
	-4.6(12)

	N1
	25.5(12)
	24.2(13)
	27.3(12)
	1.5(10)
	5.2(9)
	-1.9(10)

	C5
	31(15)
	31.3(17)
	34(16)
	5(13)
	6.3(13)
	0.1(12)

	C4
	38.1(17)
	46(2)
	30.2(16)
	6.5(15)
	4.4(13)
	2.1(15)

	C3
	37(16)
	47(2)
	27.9(16)
	-4.6(14)
	7.4(13)
	-3.1(14)

	C2
	35.3(16)
	33.4(17)
	33.8(17)
	-5.4(13)
	10.9(13)
	-3.3(13)

	C1
	27.4(15)
	26.3(16)
	35.7(16)
	1.3(13)
	7(12)
	-2.8(12)

	N2
	32.6(13)
	20.9(13)
	42(15)
	-2.9(11)
	6.1(11)
	2.7(10)

	C8
	24.7(15)
	29.4(17)
	53(2)
	-9.7(15)
	8.5(13)
	-3.3(12)

	C6
	47.4(19)
	31.8(18)
	40.5(19)
	6.2(15)
	5.1(15)
	9.5(15)

	C7
	26.4(16)
	38.1(18)
	48(2)
	-10.9(15)
	0.8(14)
	3.1(13)


	Table 4 Bond Lengths for Fe_picen_NCS2_120K_HS.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe1
	N6
	2.087(3)
	C16
	N6
	1.165(4)

	Fe1
	N5
	2.109(3)
	N3
	C9
	1.465(4)

	Fe1
	N4
	2.1894(14)
	N3
	C8
	1.490(4)

	Fe1
	N1
	2.1981(12)
	N5
	C15
	1.170(4)

	Fe1
	N3
	2.219(2)
	N1
	C5
	1.3900

	Fe1
	N2
	2.237(2)
	N1
	C1
	1.3900

	S1
	C15
	1.636(3)
	C5
	C4
	1.3900

	S2
	C16
	1.632(3)
	C5
	C6
	1.482(3)

	N4
	C14
	1.3900
	C4
	C3
	1.3900

	N4
	C10
	1.3900
	C3
	C2
	1.3900

	C14
	C13
	1.3900
	C2
	C1
	1.3900

	C13
	C12
	1.3900
	N2
	C6
	1.471(4)

	C12
	C11
	1.3900
	N2
	C7
	1.481(4)

	C11
	C10
	1.3900
	C8
	C7
	1.501(5)

	C10
	C9
	1.488(4)
	 
	 
	 


	Table 5 Bond Angles for Fe_picen_NCS2_120K_HS.

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

	N6
	Fe1
	N5
	96.72(11)
	N6
	C16
	S2
	179.3(3)

	N6
	Fe1
	N4
	93.47(9)
	C9
	N3
	C8
	112.2(2)

	N5
	Fe1
	N4
	91.20(9)
	C9
	N3
	Fe1
	108.29(19)

	N6
	Fe1
	N1
	94.60(9)
	C8
	N3
	Fe1
	107.14(17)

	N5
	Fe1
	N1
	91.75(8)
	C16
	N6
	Fe1
	174.7(3)

	N4
	Fe1
	N1
	171.03(7)
	C15
	N5
	Fe1
	154.0(2)

	N6
	Fe1
	N3
	162.06(10)
	N3
	C9
	C10
	110.8(2)

	N5
	Fe1
	N3
	96.99(10)
	N5
	C15
	S1
	179.7(3)

	N4
	Fe1
	N3
	74.75(8)
	C5
	N1
	C1
	120.0

	N1
	Fe1
	N3
	96.48(8)
	C5
	N1
	Fe1
	115.32(8)

	N6
	Fe1
	N2
	90.13(10)
	C1
	N1
	Fe1
	124.64(8)

	N5
	Fe1
	N2
	165.07(9)
	C4
	C5
	N1
	120.0

	N4
	Fe1
	N2
	101.64(8)
	C4
	C5
	C6
	125.20(16)

	N1
	Fe1
	N2
	74.44(8)
	N1
	C5
	C6
	114.79(16)

	N3
	Fe1
	N2
	79.36(9)
	C5
	C4
	C3
	120.0

	C14
	N4
	C10
	120.0
	C4
	C3
	C2
	120.0

	C14
	N4
	Fe1
	124.69(10)
	C3
	C2
	C1
	120.0

	C10
	N4
	Fe1
	115.30(10)
	C2
	C1
	N1
	120.0

	C13
	C14
	N4
	120.0
	C6
	N2
	C7
	111.9(2)

	C14
	C13
	C12
	120.0
	C6
	N2
	Fe1
	107.34(18)

	C13
	C12
	C11
	120.0
	C7
	N2
	Fe1
	107.98(18)

	C12
	C11
	C10
	120.0
	N3
	C8
	C7
	109.5(2)

	C11
	C10
	N4
	120.0
	N2
	C6
	C5
	110.1(2)

	C11
	C10
	C9
	125.10(17)
	N2
	C7
	C8
	109.3(2)

	N4
	C10
	C9
	114.90(17)
	 
	 
	 
	 


	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for Fe_picen_NCS2_120K_HS. 

	Atom
	x
	y
	z
	U(eq)

	H14
	10333
	4216
	6349
	59

	H13
	9918
	4705
	7848
	75

	H12
	8342
	3814
	8738
	80

	H11
	7182
	2434
	8128
	72

	H3
	7121
	1198
	5130
	50

	H9B
	8011
	1062
	6547
	65

	H9A
	6436
	1522
	6656
	65

	H4
	8042
	2415
	1545
	46

	H3A
	8878
	854
	1214
	44

	H2
	9940
	-106
	2378
	51

	H1
	10168
	495
	3873
	44

	H2A
	7590
	3946
	4380
	48

	H8B
	6073
	3030
	5585
	53

	H8A
	5125
	2131
	5201
	53

	H6B
	8957
	3822
	3166
	60

	H6A
	7343
	3593
	2788
	60

	H7A
	6198
	2264
	3772
	56

	H7B
	5450
	3276
	4024
	56


