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	Table 1 Crystal data and structure refinement for Fe_Picen_NCS2_slow 

	Identification code 
	Fe_Picen_NCS2_slow 

	Empirical formula 
	C16H18N6FeS2 

	Formula weight 
	414.33 

	Temperature/K 
	30(2) 

	Crystal system 
	Monoclinic 

	Space group 
	P21/n 

	a/Å, b/Å, c/Å 
	9.1068(13), 13.7422(19), 14.318(2) 

	α/°, β/°, γ/° 
	90.00, 91.949(2), 90.00 

	Volume/Å3 
	1790.8(4) 

	Z 
	4 

	ρcalcmg/mm3 
	1.537 

	m/mm‑1 
	1.087 

	F(000) 
	856 

	Crystal size/mm3 
	0.17 × 0.15 × 0.14 

	Theta range for data collection 
	2.61 to 28.13° 

	Index ranges 
	-11 ≤ h ≤ 11, -18 ≤ k ≤ 17, -16 ≤ l ≤ 17 

	Reflections collected 
	11729 

	Independent reflections 
	3716[R(int) = 0.0484] 

	Data/restraints/parameters 
	3716/0/226 

	Goodness-of-fit on F2 
	1.064 

	Final R indexes [I>2σ (I)] 
	R1 = 0.0383, wR2 = 0.0867 

	Final R indexes [all data] 
	R1 = 0.0617, wR2 = 0.0947 

	Largest diff. peak/hole / e Å-3 
	0.552/-0.373 


	Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for Fe_Picen_NCS2_slow. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe1
	703.6(4)
	7471.8(2)
	5036.2(2)
	14.95(11)

	S1
	-3339.6(8)
	5409.9(5)
	4315.6(5)
	21.85(17)

	S2
	-3197.9(8)
	9700(5)
	5623.2(5)
	23.04(17)

	N6
	-907(2)
	8384.1(17)
	5330.9(15)
	22.6(5)

	N4
	914(2)
	8025.7(16)
	3728.8(15)
	20.6(5)

	N1
	697(2)
	6871.6(16)
	6333(15)
	19.9(5)

	N5
	-732(3)
	6487.5(16)
	4537(15)
	22.2(5)

	N2
	2220(3)
	8337.2(16)
	5751(16)
	25.5(5)

	N3
	2546(3)
	6748.4(16)
	4612.4(15)
	24.5(5)

	C15
	-1808(3)
	6036.8(18)
	4437.6(17)
	17.5(5)

	C14
	307(3)
	8848(2)
	3383(2)
	24.6(6)

	C2
	367(3)
	5595(2)
	7445.6(19)
	25.1(6)

	C13
	506(3)
	9156(2)
	2484.4(19)
	27(6)

	C16
	-1847(3)
	8932.9(19)
	5457.1(17)
	18.9(6)

	C5
	1252(3)
	7439(2)
	7035(2)
	25.9(6)

	C7
	3676(3)
	7847(2)
	5752(2)
	26.3(6)

	C6
	1709(4)
	8442(2)
	6714(2)
	30.9(7)

	C4
	1391(3)
	7108(2)
	7939(2)
	29.7(7)

	C8
	3840(3)
	7388(2)
	4821.8(19)
	25.1(6)

	C10
	1748(3)
	7485(2)
	3158.6(19)
	24.8(6)

	C9
	2365(3)
	6567(2)
	3602.1(19)
	29.7(7)

	C12
	1374(3)
	8609(2)
	1902(2)
	28.9(7)

	C11
	2001(3)
	7759(2)
	2249(2)
	28.6(7)

	C3
	941(3)
	6182(2)
	8153(2)
	28(7)

	C1
	267(3)
	5965.7(19)
	6547.1(19)
	20.8(6)


	Table 3 Anisotropic Displacement Parameters (Å2×103) for Fe_Picen_NCS2_slow. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe1
	13.87(19)
	14.67(18)
	16.4(2)
	1.31(14)
	2.2(14)
	0.64(15)

	S1
	21(4)
	18.3(3)
	25.9(4)
	0.5(3)
	-3.4(3)
	-0.2(3)

	S2
	18.5(4)
	20.2(3)
	30.7(4)
	1(3)
	5.7(3)
	0.1(3)

	N6
	19.8(12)
	26.2(12)
	22(13)
	3.9(10)
	5.1(10)
	-1.1(10)

	N4
	17.4(12)
	20(12)
	24.4(13)
	-1.5(9)
	0.5(9)
	-2(9)

	N1
	15.6(11)
	19.5(11)
	24.6(12)
	-4.7(9)
	2.5(9)
	1.4(9)

	N5
	22.2(13)
	27.3(12)
	17.1(12)
	5.7(9)
	1.7(9)
	2.5(10)

	N2
	23.2(13)
	17.4(11)
	36.7(14)
	0.6(10)
	11.4(11)
	-4.1(10)

	N3
	29.6(13)
	18.2(11)
	25.9(13)
	1.5(9)
	1.4(10)
	5.6(10)

	C15
	21(14)
	18.2(13)
	13.3(13)
	1.7(10)
	-0.3(11)
	3.8(11)

	C14
	20.4(15)
	22.7(14)
	30.8(16)
	2.8(12)
	2.2(12)
	-1.2(11)

	C2
	20.8(15)
	25(15)
	29.6(16)
	-1.8(12)
	3.1(12)
	0.9(11)

	C13
	24.2(16)
	27.5(15)
	28.9(16)
	2.4(12)
	-2.4(12)
	-1.6(12)

	C16
	17.5(14)
	22.5(14)
	16.8(14)
	3.9(10)
	1.4(11)
	-5.8(11)

	C5
	22(15)
	30.4(16)
	25.7(15)
	-10.2(12)
	5(12)
	-5.9(13)

	C7
	19.7(15)
	25.3(14)
	33.8(17)
	3.1(12)
	-0.4(12)
	-4.3(12)

	C6
	32.9(17)
	27.5(15)
	32.9(17)
	-12.1(13)
	8.4(13)
	-7.6(13)

	C4
	31.2(18)
	36.6(17)
	21.7(16)
	-9.6(13)
	5.1(13)
	-11.6(14)

	C8
	15.9(14)
	25.5(15)
	34.1(17)
	4.6(12)
	5.1(12)
	6(11)

	C10
	23.1(15)
	26.8(15)
	24.6(15)
	-6.4(12)
	0.7(12)
	-2.1(13)

	C9
	34.2(17)
	25.9(15)
	29.1(17)
	-6.7(12)
	1.5(13)
	8.7(13)

	C12
	30(17)
	38.1(17)
	18.5(15)
	-0.4(12)
	-2.8(12)
	-7(14)

	C11
	26.8(17)
	35.2(17)
	23.9(16)
	-7.6(12)
	0.6(12)
	0.5(13)

	C3
	24.8(16)
	38(17)
	21.3(16)
	-4.3(12)
	4.6(12)
	-0.8(13)

	C1
	17.1(14)
	21.5(14)
	23.8(15)
	-3.9(11)
	-1.6(11)
	1.4(11)


	Table 4 Bond Lengths for Fe_Picen_NCS2_slow.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe1
	N6
	1.985(2)
	N2
	C7
	1.487(4)

	Fe1
	N5
	1.997(2)
	N3
	C9
	1.472(3)

	Fe1
	N1
	2.032(2)
	N3
	C8
	1.492(4)

	Fe1
	N4
	2.036(2)
	C14
	C13
	1.373(4)

	Fe1
	N3
	2.060(2)
	C2
	C1
	1.384(4)

	Fe1
	N2
	2.067(2)
	C2
	C3
	1.384(4)

	S1
	C15
	1.644(3)
	C13
	C12
	1.389(4)

	S2
	C16
	1.643(3)
	C5
	C4
	1.374(4)

	N6
	C16
	1.160(3)
	C5
	C6
	1.515(4)

	N4
	C14
	1.345(3)
	C7
	C8
	1.486(4)

	N4
	C10
	1.355(3)
	C4
	C3
	1.374(4)

	N1
	C1
	1.344(3)
	C10
	C11
	1.383(4)

	N1
	C5
	1.356(3)
	C10
	C9
	1.512(4)

	N5
	C15
	1.163(3)
	C12
	C11
	1.385(4)

	N2
	C6
	1.478(3)
	 
	 
	 


	Table 5 Bond Angles for Fe_Picen_NCS2_slow.

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

	N6
	Fe1
	N5
	91.40(10)
	C7
	N2
	Fe1
	108.71(17)

	N6
	Fe1
	N1
	92.11(9)
	C9
	N3
	C8
	111.0(2)

	N5
	Fe1
	N1
	91.71(9)
	C9
	N3
	Fe1
	107.84(17)

	N6
	Fe1
	N4
	93.02(9)
	C8
	N3
	Fe1
	107.60(16)

	N5
	Fe1
	N4
	90.30(9)
	N5
	C15
	S1
	178.9(3)

	N1
	Fe1
	N4
	174.44(9)
	N4
	C14
	C13
	122.6(3)

	N6
	Fe1
	N3
	169.25(9)
	C1
	C2
	C3
	118.5(3)

	N5
	Fe1
	N3
	95.61(9)
	C14
	C13
	C12
	119.5(3)

	N1
	Fe1
	N3
	95.80(9)
	N6
	C16
	S2
	179.0(3)

	N4
	Fe1
	N3
	78.84(9)
	N1
	C5
	C4
	121.9(3)

	N6
	Fe1
	N2
	90.98(9)
	N1
	C5
	C6
	113.5(2)

	N5
	Fe1
	N2
	170.18(9)
	C4
	C5
	C6
	124.7(3)

	N1
	Fe1
	N2
	78.68(9)
	C8
	C7
	N2
	108.0(2)

	N4
	Fe1
	N2
	99.09(9)
	N2
	C6
	C5
	107.0(2)

	N3
	Fe1
	N2
	83.48(9)
	C5
	C4
	C3
	119.9(3)

	C16
	N6
	Fe1
	176.6(2)
	C7
	C8
	N3
	109.1(2)

	C14
	N4
	C10
	118.1(2)
	N4
	C10
	C11
	122.2(3)

	C14
	N4
	Fe1
	127.01(19)
	N4
	C10
	C9
	114.3(2)

	C10
	N4
	Fe1
	114.91(18)
	C11
	C10
	C9
	123.4(3)

	C1
	N1
	C5
	117.9(2)
	N3
	C9
	C10
	107.4(2)

	C1
	N1
	Fe1
	126.48(18)
	C11
	C12
	C13
	118.5(3)

	C5
	N1
	Fe1
	115.53(19)
	C10
	C11
	C12
	119.1(3)

	C15
	N5
	Fe1
	160.5(2)
	C4
	C3
	C2
	119.0(3)

	C6
	N2
	C7
	110.6(2)
	N1
	C1
	C2
	122.9(2)

	C6
	N2
	Fe1
	106.98(17)
	 
	 
	 
	 


	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for Fe_Picen_NCS2_slow. 

	Atom
	x
	y
	z
	U(eq)

	H2
	2275
	8944
	5467
	31

	H3
	2651
	6162
	4932
	29

	H14
	-283
	9230
	3777
	30

	H2A
	49
	4952
	7574
	30

	H13
	53
	9738
	2262
	32

	H7B
	4470
	8328
	5872
	32

	H7A
	3737
	7347
	6249
	32

	H6A
	866
	8896
	6727
	37

	H6B
	2509
	8699
	7130
	37

	H4
	1797
	7518
	8415
	36

	H8A
	4754
	6998
	4822
	30

	H8B
	3904
	7897
	4336
	30

	H9A
	1685
	6015
	3484
	36

	H9B
	3324
	6405
	3336
	36

	H12
	1535
	8815
	1281
	35

	H11
	2597
	7369
	1866
	34

	H3A
	1023
	5949
	8777
	34

	H1
	-123
	5562
	6060
	25


