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	Table 1 Crystal data and structure refinement for Fe_picen_NCS2_Flash 

	Identification code 
	Fe_picen_NCS2_Flash 

	Empirical formula 
	C16H18N6FeS2 

	Formula weight 
	414.33 

	Temperature/K 
	30(2) 

	Crystal system 
	Monoclinic 

	Space group 
	P21/n 

	a/Å, b/Å, c/Å 
	9.189(3), 13.712(4), 14.521(4) 

	α/°, β/°, γ/° 
	90.00, 92.399(5), 90.00 

	Volume/Å3 
	1828.2(9) 

	Z 
	4 

	ρcalcmg/mm3 
	1.505 

	m/mm‑1 
	1.065 

	F(000) 
	856 

	Crystal size/mm3 
	0.17 × 0.15 × 0.14 

	Theta range for data collection 
	2.58 to 26.37° 

	Index ranges 
	-11 ≤ h ≤ 10, -16 ≤ k ≤ 17, -18 ≤ l ≤ 18 

	Reflections collected 
	15383 

	Independent reflections 
	3731[R(int) = 0.0558] 

	Data/restraints/parameters 
	3731/0/226 

	Goodness-of-fit on F2 
	1.040 

	Final R indexes [I>2σ (I)] 
	R1 = 0.0368, wR2 = 0.0888 

	Final R indexes [all data] 
	R1 = 0.0492, wR2 = 0.0944 

	Largest diff. peak/hole / e Å-3 
	0.570/-0.282 


	Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for Fe_picen_NCS2_Flash. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe1
	-720.1(3)
	-2533.7(2)
	-5037.4(2)
	14.85(11)

	S2
	3203.4(6)
	-263.9(4)
	-5635.9(4)
	22.15(16)

	S3
	3397.5(6)
	-4576(4)
	-4350.4(4)
	20.86(15)

	N1
	-755(2)
	-3188.4(13)
	-6399.4(12)
	17.9(4)

	N5
	711(2)
	-3606.5(14)
	-4508.2(13)
	22.3(4)

	N3
	-2742(2)
	-3208(14)
	-4591.1(13)
	23.6(5)

	N4
	-998(2)
	-1960.9(14)
	-3666.9(13)
	21.1(4)

	N6
	878(2)
	-1526.4(15)
	-5335.5(13)
	23.8(5)

	C15
	1825(3)
	-4011.1(16)
	-4441(14)
	17.1(5)

	N2
	-2346(2)
	-1674.2(14)
	-5861.4(13)
	23.7(5)

	C14
	-347(3)
	-1164.7(18)
	-3299.9(16)
	24.3(5)

	C4
	-1512(3)
	-2986.7(19)
	-7989(17)
	27.4(6)

	C16
	1843(3)
	-999.7(17)
	-5462.5(14)
	18.1(5)

	C1
	-295(2)
	-4088(17)
	-6603.8(16)
	21.1(5)

	C3
	-1021(3)
	-3911.6(19)
	-8186.2(16)
	25.9(6)

	C12
	-1489(3)
	-1374(2)
	-1875.9(17)
	31.5(6)

	C7
	-3768(3)
	-2170.5(19)
	-5813.8(17)
	24.9(5)

	C13
	-561(3)
	-844(2)
	-2417.8(17)
	30.6(6)

	C6
	-1850(3)
	-1632.6(18)
	-6812.7(16)
	27.8(6)

	C2
	-399(3)
	-4473.5(18)
	-7481.7(15)
	22.6(5)

	C9
	-2602(3)
	-3360.5(19)
	-3590.9(17)
	30.2(6)

	C5
	-1362(3)
	-2641.4(18)
	-7091.8(17)
	23(5)

	C11
	-2183(3)
	-2196(2)
	-2241(17)
	29.8(6)

	C10
	-1905(3)
	-2468.4(17)
	-3139.3(17)
	24.3(5)

	C8
	-3948(3)
	-2534.8(17)
	-4850.2(17)
	24.5(6)


	Table 3 Anisotropic Displacement Parameters (Å2×103) for Fe_picen_NCS2_Flash. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe1
	15.67(19)
	11.64(19)
	17.43(18)
	-1.2(12)
	3.03(12)
	-0.93(12)

	S2
	19.9(3)
	17(3)
	30(3)
	-0.6(2)
	6.2(2)
	-1.7(2)

	S3
	20.9(3)
	15.9(3)
	25.6(3)
	-0.2(2)
	-1.6(2)
	0.8(2)

	N1
	17.4(10)
	14.8(10)
	21.7(10)
	2.8(8)
	3.4(7)
	-1.2(8)

	N5
	24(12)
	22(11)
	21(10)
	-3.9(8)
	1.4(8)
	-0.8(9)

	N3
	31.7(12)
	14(11)
	25.4(11)
	-2.9(8)
	5.1(8)
	-4.9(9)

	N4
	20.9(11)
	18.9(11)
	23.4(10)
	-0.2(8)
	-0.1(8)
	3(8)

	N6
	22.3(11)
	23(12)
	26.3(11)
	-2(9)
	4.7(8)
	-3(9)

	C15
	24.9(13)
	13.6(12)
	12.8(11)
	-0.9(8)
	1(8)
	-4.5(10)

	N2
	23.7(11)
	15(11)
	33.2(12)
	-1.4(8)
	9.7(8)
	1.8(9)

	C14
	24.2(13)
	19.2(13)
	29.5(13)
	-1.7(10)
	-0.8(10)
	1.3(10)

	C4
	28.3(14)
	30.6(15)
	23.6(13)
	8.9(11)
	3.3(10)
	2.5(12)

	C16
	21.3(13)
	17.3(12)
	15.8(11)
	-2.9(9)
	0.5(8)
	6.3(10)

	C1
	18.9(13)
	19(13)
	25.3(12)
	5.1(10)
	1.8(9)
	-3.4(10)

	C3
	24.3(14)
	33.3(16)
	20.5(12)
	0.9(10)
	4.8(9)
	-2.2(11)

	C12
	34.4(15)
	39.4(17)
	20.4(13)
	-3.1(11)
	-3.8(10)
	12.6(13)

	C7
	20.1(13)
	22(13)
	32.8(14)
	-3.6(10)
	4.7(10)
	1.7(10)

	C13
	31.6(15)
	28.7(15)
	30.8(14)
	-8.1(11)
	-8.7(11)
	7.1(12)

	C6
	31.7(15)
	23.2(14)
	29(14)
	7.6(11)
	6.1(10)
	7.9(11)

	C2
	23.6(13)
	18.7(13)
	26(13)
	0.3(10)
	6.5(9)
	-0.7(10)

	C9
	33.3(15)
	23.7(14)
	34.1(15)
	7.9(11)
	6.8(11)
	-3.6(12)

	C5
	21.8(13)
	21.6(14)
	25.9(13)
	6.1(10)
	6.7(10)
	1.5(10)

	C11
	32.6(15)
	33.9(15)
	23.2(13)
	6(11)
	2.9(10)
	8.9(12)

	C10
	26.1(14)
	21.8(14)
	25.2(13)
	5(10)
	2.5(10)
	4.3(10)

	C8
	19.7(13)
	21.4(14)
	32.9(14)
	-4.8(10)
	5.9(10)
	-3.5(10)


	Table 4 Bond Lengths for Fe_picen_NCS2_Flash.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe1
	N6
	2.075(2)
	N6
	C16
	1.164(3)

	Fe1
	N5
	2.097(2)
	N2
	C6
	1.474(3)

	Fe1
	N4
	2.165(2)
	N2
	C7
	1.477(3)

	Fe1
	N1
	2.1710(19)
	C14
	C13
	1.377(3)

	Fe1
	N3
	2.197(2)
	C4
	C3
	1.380(4)

	Fe1
	N2
	2.214(2)
	C4
	C5
	1.388(4)

	S2
	C16
	1.634(3)
	C1
	C2
	1.380(3)

	S3
	C15
	1.640(2)
	C3
	C2
	1.385(3)

	N1
	C1
	1.341(3)
	C12
	C13
	1.389(4)

	N1
	C5
	1.356(3)
	C12
	C11
	1.390(4)

	N5
	C15
	1.165(3)
	C7
	C8
	1.501(3)

	N3
	C9
	1.468(3)
	C6
	C5
	1.515(3)

	N3
	C8
	1.479(3)
	C9
	C10
	1.517(3)

	N4
	C14
	1.344(3)
	C11
	C10
	1.391(4)

	N4
	C10
	1.349(3)
	 
	 
	 


	Table 5 Bond Angles for Fe_picen_NCS2_Flash.

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

	N6
	Fe1
	N5
	96.03(8)
	C16
	N6
	Fe1
	175.12(19)

	N6
	Fe1
	N4
	93.56(8)
	N5
	C15
	S3
	179.7(2)

	N5
	Fe1
	N4
	90.80(7)
	C6
	N2
	C7
	111.7(2)

	N6
	Fe1
	N1
	93.95(7)
	C6
	N2
	Fe1
	107.39(14)

	N5
	Fe1
	N1
	91.66(7)
	C7
	N2
	Fe1
	107.91(15)

	N4
	Fe1
	N1
	171.81(7)
	N4
	C14
	C13
	123.4(2)

	N6
	Fe1
	N3
	163.00(8)
	C3
	C4
	C5
	119.2(2)

	N5
	Fe1
	N3
	96.99(8)
	N6
	C16
	S2
	179.6(2)

	N4
	Fe1
	N3
	75.39(7)
	N1
	C1
	C2
	123.1(2)

	N1
	Fe1
	N3
	96.55(7)
	C4
	C3
	C2
	119.1(2)

	N6
	Fe1
	N2
	90.02(8)
	C13
	C12
	C11
	119.4(2)

	N5
	Fe1
	N2
	165.88(7)
	N2
	C7
	C8
	109.2(2)

	N4
	Fe1
	N2
	101.58(7)
	C14
	C13
	C12
	118.4(3)

	N1
	Fe1
	N2
	75.16(7)
	N2
	C6
	C5
	108.78(19)

	N3
	Fe1
	N2
	79.84(8)
	C1
	C2
	C3
	118.7(2)

	C1
	N1
	C5
	117.9(2)
	N3
	C9
	C10
	109.3(2)

	C1
	N1
	Fe1
	126.09(15)
	N1
	C5
	C4
	122.0(2)

	C5
	N1
	Fe1
	115.91(15)
	N1
	C5
	C6
	115.1(2)

	C15
	N5
	Fe1
	154.16(18)
	C4
	C5
	C6
	123.0(2)

	C9
	N3
	C8
	111.99(19)
	C12
	C11
	C10
	118.4(3)

	C9
	N3
	Fe1
	108.16(15)
	N4
	C10
	C11
	122.4(2)

	C8
	N3
	Fe1
	107.23(14)
	N4
	C10
	C9
	115.5(2)

	C14
	N4
	C10
	118.0(2)
	C11
	C10
	C9
	122.1(2)

	C14
	N4
	Fe1
	126.25(16)
	N3
	C8
	C7
	109.51(19)

	C10
	N4
	Fe1
	115.75(16)
	 
	 
	 
	 


	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for Fe_picen_NCS2_Flash. 

	Atom
	x
	y
	z
	U(eq)

	H3A
	-2887
	-3803
	-4888
	28

	H2A
	-2408
	-1047
	-5622
	28

	H14
	295
	-805
	-3668
	29

	H4
	-1948
	-2591
	-8462
	33

	H1
	122
	-4478
	-6121
	25

	H3
	-1109
	-4159
	-8797
	31

	H12
	-1648
	-1175
	-1261
	38

	H7B
	-3816
	-2724
	-6251
	30

	H7A
	-4563
	-1710
	-5987
	30

	H13
	-87
	-274
	-2185
	37

	H6B
	-1031
	-1167
	-6849
	33

	H6A
	-2654
	-1407
	-7235
	33

	H2
	-50
	-5112
	-7601
	27

	H9B
	-1994
	-3943
	-3454
	36

	H9A
	-3575
	-3472
	-3343
	36

	H11
	-2832
	-2564
	-1885
	36

	H8B
	-3945
	-1978
	-4417
	29

	H8A
	-4891
	-2878
	-4814
	29


