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	Table 1 Crystal data and structure refinement for Fe_picen_NCS2_Fast 

	Identification code 
	Fe_picen_NCS2_Fast 

	Empirical formula 
	C16H18N6FeS2 

	Formula weight 
	414.33 

	Temperature/K 
	30(2) 

	Crystal system 
	Monoclinic 

	Space group 
	P21/n 

	a/Å, b/Å, c/Å 
	9.1548(12), 13.6960(18), 14.4615(19) 

	α/°, β/°, γ/° 
	90.00, 92.279(2), 90.00 

	Volume/Å3 
	1811.8(4) 

	Z 
	4 

	ρcalcmg/mm3 
	1.519 

	m/mm‑1 
	1.074 

	F(000) 
	856 

	Crystal size/mm3 
	0.17 × 0.15 × 0.14 

	Theta range for data collection 
	2.59 to 28.11° 

	Index ranges 
	-12 ≤ h ≤ 11, -18 ≤ k ≤ 17, -18 ≤ l ≤ 18 

	Reflections collected 
	17180 

	Independent reflections 
	4105[R(int) = 0.0513] 

	Data/restraints/parameters 
	4105/0/226 

	Goodness-of-fit on F2 
	1.083 

	Final R indexes [I>2σ (I)] 
	R1 = 0.0355, wR2 = 0.0901 

	Final R indexes [all data] 
	R1 = 0.0510, wR2 = 0.0963 

	Largest diff. peak/hole / e Å-3 
	0.446/-0.271 


	Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for Fe_picen_NCS2_Fast. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe1
	-714.3(3)
	-2530.55(18)
	-5036.08(19)
	17.15(10)

	S1
	3371.8(6)
	-4583.2(4)
	-4337.5(4)
	25.54(14)

	S2
	3202(6)
	-279.7(4)
	-5633.6(4)
	27.19(15)

	N1
	-736.1(19)
	-3166.1(12)
	-6373.9(12)
	23.6(4)

	N6
	883(2)
	-1561.5(14)
	-5338(12)
	27.3(4)

	N4
	-958(2)
	-1962.5(12)
	-3689(12)
	23.7(4)

	N5
	714(2)
	-3568.3(13)
	-4519.5(12)
	26.6(4)

	N2
	-2305(2)
	-1673.8(13)
	-5817.5(13)
	29.2(4)

	N3
	-2666(2)
	-3223.9(13)
	-4588.8(13)
	28.5(4)

	C15
	1821(2)
	-3993.9(15)
	-4440.5(13)
	21(4)

	C8
	-3906(3)
	-2563.3(15)
	-4831.4(16)
	28.1(5)

	C9
	-2506(3)
	-3384.9(17)
	-3587.7(16)
	37.1(6)

	C10
	-1836(3)
	-2478.6(15)
	-3141.4(16)
	28.4(5)

	C16
	1845(2)
	-1022.4(15)
	-5462.6(14)
	21.6(4)

	C14
	-328(2)
	-1157.2(15)
	-3335.3(16)
	28.2(5)

	C7
	-3735(3)
	-2167.4(16)
	-5782.5(16)
	29.2(5)

	C1
	-285(2)
	-4065.7(15)
	-6583(15)
	24.6(5)

	C6
	-1810(3)
	-1611.2(17)
	-6775.5(17)
	37.4(6)

	C5
	-1328(3)
	-2616.1(16)
	-7069.5(17)
	29.5(5)

	C12
	-1429(3)
	-1367.4(17)
	-1885.3(16)
	33.3(6)

	C13
	-533(3)
	-838(18)
	-2443(16)
	32.2(5)

	C2
	-389(2)
	-4447.9(17)
	-7472.3(15)
	27.8(5)

	C4
	-1481(3)
	-2959(19)
	-7971.9(16)
	34.8(6)

	C11
	-2099(3)
	-2203.8(19)
	-2239.1(16)
	34.9(6)

	C3
	-1001(2)
	-3880.3(18)
	-8176.3(16)
	31.8(5)


	Table 3 Anisotropic Displacement Parameters (Å2×103) for Fe_picen_NCS2_Fast. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe1
	15.96(17)
	15.65(16)
	19.89(17)
	-1.31(11)
	1.2(12)
	-0.66(11)

	S1
	23.8(3)
	20.4(3)
	31.9(3)
	-1.2(2)
	-5.7(2)
	0.8(2)

	S2
	21(3)
	23.4(3)
	37.5(3)
	-1.8(2)
	5.4(2)
	-0.2(2)

	N1
	17.9(9)
	22.7(9)
	30(10)
	6(8)
	0.6(7)
	-0.4(7)

	N6
	23(10)
	31.9(10)
	27.2(10)
	-5.7(8)
	1.6(8)
	0.1(8)

	N4
	21.5(10)
	21.3(9)
	27.9(9)
	1.3(8)
	-2.7(7)
	1.1(7)

	N5
	23.8(11)
	30.5(10)
	25.4(10)
	-6.1(8)
	1.2(8)
	-1.4(8)

	N2
	25.1(10)
	18.5(9)
	44.8(12)
	-0.1(8)
	11.9(9)
	3.4(8)

	N3
	37.3(12)
	18.5(9)
	29.4(10)
	-0.4(8)
	-1.6(8)
	-6.8(8)

	C15
	22.7(12)
	21.6(10)
	18.6(10)
	-0.2(8)
	-0.6(8)
	-6.3(9)

	C8
	20.2(12)
	27.8(12)
	36.5(13)
	-6(10)
	4.5(10)
	-5.8(9)

	C9
	47.3(16)
	30.3(13)
	33.6(13)
	8.1(10)
	1.5(11)
	-13.2(12)

	C10
	31.5(14)
	26.2(12)
	27.2(12)
	6.8(9)
	-1.8(10)
	0(9)

	C16
	19.4(11)
	25.8(11)
	19.6(10)
	-4.9(8)
	-1.5(8)
	5.8(9)

	C14
	23.2(12)
	24.2(11)
	37.2(13)
	-1.3(10)
	-0.6(10)
	1.7(9)

	C7
	23.8(12)
	25.6(11)
	38.5(13)
	-1.4(10)
	3.4(10)
	3.5(9)

	C1
	18.9(11)
	23.4(11)
	31.3(12)
	5.5(9)
	-1.9(9)
	-1.6(9)

	C6
	32.8(14)
	33.5(13)
	46.7(15)
	16.4(12)
	9.8(11)
	12(11)

	C5
	24.3(13)
	31.1(12)
	33.6(13)
	12.8(10)
	6.1(10)
	4.9(10)

	C12
	33.7(14)
	40.1(14)
	25.3(12)
	-2.5(10)
	-6.3(10)
	8.3(11)

	C13
	31.1(14)
	29.8(12)
	35(13)
	-6.6(10)
	-5.6(10)
	4.1(10)

	C2
	24.5(12)
	27.1(11)
	31.8(12)
	3.3(10)
	2.2(9)
	-1.5(9)

	C4
	30.3(14)
	46.2(15)
	28.3(12)
	15.7(11)
	5(10)
	10.8(11)

	C11
	36.6(15)
	38(13)
	29.9(13)
	10.4(11)
	-0.1(11)
	0.2(11)

	C3
	26.2(13)
	43.4(14)
	26(12)
	6.4(10)
	3.9(9)
	0.4(11)


	Table 4 Bond Lengths for Fe_picen_NCS2_Fast.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe1
	N6
	2.0352(19)
	N2
	C6
	1.477(3)

	Fe1
	N5
	2.0521(19)
	N3
	C9
	1.466(3)

	Fe1
	N4
	2.1177(18)
	N3
	C8
	1.483(3)

	Fe1
	N1
	2.1208(18)
	C8
	C7
	1.493(3)

	Fe1
	N3
	2.1461(19)
	C9
	C10
	1.517(3)

	Fe1
	N2
	2.1552(19)
	C10
	C11
	1.388(3)

	S1
	C15
	1.635(2)
	C14
	C13
	1.382(3)

	S2
	C16
	1.632(2)
	C1
	C2
	1.388(3)

	N1
	C1
	1.338(3)
	C6
	C5
	1.512(3)

	N1
	C5
	1.353(3)
	C5
	C4
	1.389(3)

	N6
	C16
	1.169(3)
	C12
	C13
	1.379(3)

	N4
	C14
	1.337(3)
	C12
	C11
	1.388(3)

	N4
	C10
	1.350(3)
	C2
	C3
	1.382(3)

	N5
	C15
	1.170(3)
	C4
	C3
	1.372(3)

	N2
	C7
	1.475(3)
	 
	 
	 


	Table 5 Bond Angles for Fe_picen_NCS2_Fast.

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

	N6
	Fe1
	N5
	94.40(8)
	C6
	N2
	Fe1
	107.28(13)

	N6
	Fe1
	N4
	93.48(7)
	C9
	N3
	C8
	111.80(19)

	N5
	Fe1
	N4
	90.49(7)
	C9
	N3
	Fe1
	108.18(14)

	N6
	Fe1
	N1
	93.02(7)
	C8
	N3
	Fe1
	107.31(12)

	N5
	Fe1
	N1
	91.75(7)
	N5
	C15
	S1
	179.5(2)

	N4
	Fe1
	N1
	172.93(7)
	N3
	C8
	C7
	109.39(18)

	N6
	Fe1
	N3
	165.32(7)
	N3
	C9
	C10
	108.66(18)

	N5
	Fe1
	N3
	96.32(7)
	N4
	C10
	C11
	122.6(2)

	N4
	Fe1
	N3
	76.45(7)
	N4
	C10
	C9
	114.7(2)

	N1
	Fe1
	N3
	96.64(7)
	C11
	C10
	C9
	122.6(2)

	N6
	Fe1
	N2
	90.51(7)
	N6
	C16
	S2
	179.3(2)

	N5
	Fe1
	N2
	167.34(7)
	N4
	C14
	C13
	123.1(2)

	N4
	Fe1
	N2
	100.87(7)
	N2
	C7
	C8
	108.90(19)

	N1
	Fe1
	N2
	76.32(7)
	N1
	C1
	C2
	123.1(2)

	N3
	Fe1
	N2
	81.10(7)
	N2
	C6
	C5
	108.36(18)

	C1
	N1
	C5
	117.57(19)
	N1
	C5
	C4
	122.2(2)

	C1
	N1
	Fe1
	126.33(14)
	N1
	C5
	C6
	114.2(2)

	C5
	N1
	Fe1
	116.03(15)
	C4
	C5
	C6
	123.5(2)

	C16
	N6
	Fe1
	175.90(18)
	C13
	C12
	C11
	118.9(2)

	C14
	N4
	C10
	117.7(2)
	C12
	C13
	C14
	119.1(2)

	C14
	N4
	Fe1
	126.54(15)
	C3
	C2
	C1
	118.8(2)

	C10
	N4
	Fe1
	115.74(14)
	C3
	C4
	C5
	119.5(2)

	C15
	N5
	Fe1
	156.51(17)
	C12
	C11
	C10
	118.7(2)

	C7
	N2
	C6
	111.37(19)
	C4
	C3
	C2
	118.9(2)

	C7
	N2
	Fe1
	108.32(13)
	 
	 
	 
	 


	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for Fe_picen_NCS2_Fast. 

	Atom
	x
	y
	z
	U(eq)

	H2
	-2364
	-1052
	-5564
	35

	H3
	-2798
	-3818
	-4892
	34

	H8A
	-3928
	-2020
	-4381
	34

	H8B
	-4839
	-2926
	-4806
	34

	H9B
	-1868
	-3957
	-3458
	44

	H9A
	-3473
	-3516
	-3331
	44

	H14
	289
	-787
	-3715
	34

	H7B
	-3790
	-2706
	-6240
	35

	H7A
	-4530
	-1698
	-5937
	35

	H1
	125
	-4462
	-6100
	30

	H6A
	-987
	-1145
	-6806
	45

	H6B
	-2618
	-1377
	-7194
	45

	H12
	-1584
	-1163
	-1269
	40

	H13
	-64
	-262
	-2217
	39

	H2A
	-45
	-5088
	-7595
	33

	H4
	-1916
	-2559
	-8444
	42

	H11
	-2726
	-2581
	-1871
	42

	H3A
	-1087
	-4124
	-8791
	38


