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	Table 1 Crystal data and structure refinement for Fe_Picen_NCS2_medium 

	Identification code 
	Fe_Picen_NCS2_medium 

	Empirical formula 
	C16H18N6FeS2 

	Formula weight 
	414.33 

	Temperature/K 
	30(2) 

	Crystal system 
	Monoclinic 

	Space group 
	P21/n 

	a/Å, b/Å, c/Å 
	9.1463(11), 13.7234(16), 14.3793(17) 

	α/°, β/°, γ/° 
	90.00, 91.972(2), 90.00 

	Volume/Å3 
	1803.8(4) 

	Z 
	4 

	ρcalcmg/mm3 
	1.526 

	m/mm‑1 
	1.079 

	F(000) 
	856 

	Crystal size/mm3 
	0.17 × 0.15 × 0.14 

	Theta range for data collection 
	2.60 to 28.09° 

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

	Reflections collected 
	17239 

	Independent reflections 
	4071[R(int) = 0.0428] 

	Data/restraints/parameters 
	4071/0/226 

	Goodness-of-fit on F2 
	1.064 

	Final R indexes [I>2σ (I)] 
	R1 = 0.0344, wR2 = 0.0802 

	Final R indexes [all data] 
	R1 = 0.0500, wR2 = 0.0853 

	Largest diff. peak/hole / e Å-3 
	0.433/-0.312 


	Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for Fe_Picen_NCS2_medium. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe1
	-709.5(3)
	-7529.27(18)
	-5036.01(18)
	16(9)

	S1
	3356.8(6)
	-9587.2(4)
	-4328.7(4)
	24.31(13)

	S2
	3199.8(6)
	-5289.5(4)
	-5629.7(4)
	25.75(14)

	N1
	-722(18)
	-8149.8(12)
	-6357(12)
	23(4)

	N6
	886.8(19)
	-6585(13)
	-5336(12)
	26(4)

	N4
	-938.6(19)
	-6966.9(12)
	-3706.4(12)
	22.7(4)

	N5
	722(2)
	-8544.9(13)
	-4527.6(12)
	25.4(4)

	N2
	-2271(2)
	-6668.7(12)
	-5787.7(13)
	29.4(4)

	N3
	-2611(2)
	-8238(13)
	-4595.9(12)
	27.6(4)

	C15
	1813(2)
	-8981.1(14)
	-4441.5(13)
	20.3(4)

	C14
	-312(2)
	-6154.3(15)
	-3355.2(15)
	26.3(5)

	C1
	-281(2)
	-9052.3(15)
	-6570.6(15)
	24.2(5)

	C13
	-515(2)
	-5836.7(17)
	-2461.6(15)
	30.4(5)

	C16
	1845(2)
	-6044.2(15)
	-5462.8(13)
	21.5(4)

	C2
	-383(2)
	-9427.3(16)
	-7460.3(14)
	27(5)

	C12
	-1401(3)
	-6373.5(17)
	-1893.6(15)
	32.2(5)

	C7
	-3712(2)
	-7163.4(16)
	-5767.2(15)
	28.5(5)

	C5
	-1295(2)
	-7589.8(16)
	-7052(16)
	29.7(5)

	C9
	-2444(3)
	-8403.5(16)
	-3592.1(15)
	35.6(6)

	C4
	-1446(3)
	-7926.8(19)
	-7957.1(16)
	35.6(6)

	C6
	-1774(3)
	-6587.5(17)
	-6751.3(16)
	36.5(6)

	C3
	-979(2)
	-8854.7(17)
	-8166.3(15)
	31.6(5)

	C10
	-1799(3)
	-7493.8(15)
	-3147.6(15)
	26.8(5)

	C8
	-3879(2)
	-7589(15)
	-4824.3(15)
	27.8(5)

	C11
	-2054(3)
	-7218(18)
	-2241.9(16)
	32.7(5)


	Table 3 Anisotropic Displacement Parameters (Å2×103) for Fe_Picen_NCS2_medium. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe1
	15.07(16)
	14.73(15)
	18.28(15)
	-1.32(11)
	1.54(11)
	-0.54(11)

	S1
	23.1(3)
	19.7(3)
	29.7(3)
	-1.5(2)
	-5.6(2)
	0.4(2)

	S2
	20(3)
	22.4(3)
	35.3(3)
	-2.5(2)
	6(2)
	0.2(2)

	N1
	15.9(9)
	23.3(9)
	29.7(9)
	7(7)
	1.1(7)
	-0.7(7)

	N6
	21.6(10)
	31(10)
	25.7(9)
	-6.3(8)
	3.5(7)
	-0.5(8)

	N4
	17.9(9)
	21.2(9)
	28.9(9)
	1.4(7)
	-1.5(7)
	2.1(7)

	N5
	22.7(10)
	31.3(10)
	22.2(9)
	-6.2(8)
	1.2(7)
	-2(8)

	N2
	25.1(10)
	17.9(9)
	46.1(11)
	1.6(8)
	12.9(8)
	5.1(7)

	N3
	34.1(11)
	18.6(9)
	30(10)
	-0.1(8)
	-1.3(8)
	-6.1(8)

	C15
	23.5(11)
	19.7(10)
	17.8(10)
	-1.1(8)
	0(8)
	-6.7(9)

	C14
	21.2(11)
	21.7(11)
	36.1(12)
	-1.4(9)
	1.8(9)
	0.1(9)

	C1
	19.2(11)
	22.4(11)
	30.6(11)
	7.2(9)
	-2.2(9)
	-1.9(8)

	C13
	26.6(13)
	30.3(12)
	34(12)
	-5.5(10)
	-3.9(10)
	1.1(10)

	C16
	20.2(11)
	25.8(11)
	18.3(10)
	-4.1(8)
	-1.3(8)
	6.7(9)

	C2
	24.3(12)
	25.8(11)
	30.8(12)
	3.3(9)
	1.9(9)
	-0.4(9)

	C12
	32(13)
	40.2(14)
	24(11)
	-0.7(10)
	-4.5(9)
	6.1(10)

	C7
	21.9(12)
	27.5(11)
	36(12)
	-1.1(10)
	1.3(9)
	7.1(9)

	C5
	23.1(12)
	32.7(12)
	33.6(12)
	12.1(10)
	6.9(10)
	5.5(9)

	C9
	42.8(15)
	29.6(12)
	34.2(13)
	8.3(10)
	-0.7(11)
	-12.2(11)

	C4
	31.3(14)
	48.6(15)
	27.2(12)
	15.9(11)
	8.2(10)
	13.9(11)

	C6
	36.1(14)
	32.2(13)
	41.8(14)
	15.4(11)
	10(11)
	13.7(11)

	C3
	26.3(13)
	43.2(14)
	25.4(12)
	6.3(10)
	2.9(9)
	1.2(10)

	C10
	28(12)
	26.2(11)
	26(11)
	6(9)
	-2.3(9)
	-1(9)

	C8
	20.4(12)
	27.8(12)
	35.4(12)
	-6.8(9)
	4.5(9)
	-6.3(9)

	C11
	31.9(14)
	37.2(13)
	28.8(12)
	9.7(10)
	-1.4(10)
	-0.9(10)


	Table 4 Bond Lengths for Fe_Picen_NCS2_medium.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe1
	N6
	2.0101(18)
	N2
	C7
	1.483(3)

	Fe1
	N5
	2.0314(19)
	N3
	C9
	1.464(3)

	Fe1
	N4
	2.0790(17)
	N3
	C8
	1.490(3)

	Fe1
	N1
	2.0813(18)
	C14
	C13
	1.375(3)

	Fe1
	N3
	2.1084(18)
	C1
	C2
	1.379(3)

	Fe1
	N2
	2.1206(18)
	C13
	C12
	1.383(3)

	S1
	C15
	1.642(2)
	C2
	C3
	1.381(3)

	S2
	C16
	1.639(2)
	C12
	C11
	1.389(3)

	N1
	C1
	1.342(3)
	C7
	C8
	1.489(3)

	N1
	C5
	1.352(3)
	C5
	C4
	1.384(3)

	N6
	C16
	1.168(3)
	C5
	C6
	1.511(3)

	N4
	C14
	1.344(3)
	C9
	C10
	1.513(3)

	N4
	C10
	1.353(3)
	C4
	C3
	1.379(3)

	N5
	C15
	1.166(3)
	C10
	C11
	1.384(3)

	N2
	C6
	1.477(3)
	 
	 
	 


	Table 5 Bond Angles for Fe_Picen_NCS2_medium.

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

	N6
	Fe1
	N5
	93.18(7)
	C7
	N2
	Fe1
	108.55(13)

	N6
	Fe1
	N4
	93.15(7)
	C9
	N3
	C8
	111.34(18)

	N5
	Fe1
	N4
	90.45(7)
	C9
	N3
	Fe1
	107.97(14)

	N6
	Fe1
	N1
	92.82(7)
	C8
	N3
	Fe1
	107.58(12)

	N5
	Fe1
	N1
	91.77(7)
	N5
	C15
	S1
	179.3(2)

	N4
	Fe1
	N1
	173.51(7)
	N4
	C14
	C13
	123.0(2)

	N6
	Fe1
	N3
	167.01(7)
	N1
	C1
	C2
	123.06(19)

	N5
	Fe1
	N3
	95.95(7)
	C14
	C13
	C12
	118.9(2)

	N4
	Fe1
	N3
	77.58(7)
	N6
	C16
	S2
	179.3(2)

	N1
	Fe1
	N3
	96.11(7)
	C1
	C2
	C3
	118.8(2)

	N6
	Fe1
	N2
	90.75(7)
	C13
	C12
	C11
	119.0(2)

	N5
	Fe1
	N2
	168.57(7)
	N2
	C7
	C8
	108.47(18)

	N4
	Fe1
	N2
	100.06(7)
	N1
	C5
	C4
	121.9(2)

	N1
	Fe1
	N2
	77.31(7)
	N1
	C5
	C6
	114.5(2)

	N3
	Fe1
	N2
	82.06(7)
	C4
	C5
	C6
	123.6(2)

	C1
	N1
	C5
	117.88(19)
	N3
	C9
	C10
	108.32(17)

	C1
	N1
	Fe1
	126.47(14)
	C3
	C4
	C5
	119.5(2)

	C5
	N1
	Fe1
	115.58(14)
	N2
	C6
	C5
	107.53(17)

	C16
	N6
	Fe1
	176.38(17)
	C4
	C3
	C2
	118.8(2)

	C14
	N4
	C10
	117.98(19)
	N4
	C10
	C11
	122.2(2)

	C14
	N4
	Fe1
	126.75(15)
	N4
	C10
	C9
	114.61(19)

	C10
	N4
	Fe1
	115.26(14)
	C11
	C10
	C9
	123.2(2)

	C15
	N5
	Fe1
	158.27(16)
	C7
	C8
	N3
	109.36(17)

	C6
	N2
	C7
	110.82(19)
	C10
	C11
	C12
	118.9(2)

	C6
	N2
	Fe1
	107.25(13)
	 
	 
	 
	 


	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for Fe_Picen_NCS2_medium. 

	Atom
	x
	y
	z
	U(eq)

	H2
	-2330
	-6053
	-5521
	35

	H3
	-2727
	-8830
	-4905
	33

	H14
	298
	-5782
	-3742
	32

	H1
	121
	-9452
	-6086
	29

	H13
	-53
	-5258
	-2238
	37

	H2A
	-49
	-10068
	-7585
	32

	H12
	-1561
	-6168
	-1275
	39

	H7B
	-3769
	-7684
	-6243
	34

	H7A
	-4507
	-6690
	-5905
	34

	H9B
	-1790
	-8967
	-3467
	43

	H9A
	-3407
	-8547
	-3330
	43

	H4
	-1867
	-7522
	-8431
	43

	H6A
	-948
	-6123
	-6778
	44

	H6B
	-2581
	-6349
	-7168
	44

	H3A
	-1067
	-9096
	-8785
	38

	H8B
	-4800
	-7967
	-4810
	33

	H8A
	-3925
	-7061
	-4357
	33

	H11
	-2666
	-7600
	-1865
	39


