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	Table 1 Crystal data and structure refinement for Fe_picen_NCS2_irradiation 

	Identification code 
	Fe_picen_NCS2_irradiation 

	Empirical formula 
	C16H18N6FeS2 

	Formula weight 
	414.33 

	Temperature/K 
	30(2) 

	Crystal system 
	Monoclinic 

	Space group 
	P21/n 

	a/Å, b/Å, c/Å 
	9.1672(18), 13.691(3), 14.559(3) 

	α/°, β/°, γ/° 
	90.00, 92.621(3), 90.00 

	Volume/Å3 
	1825.4(7) 

	Z 
	4 

	ρcalcmg/mm3 
	1.508 

	m/mm‑1 
	1.067 

	F(000) 
	856 

	Crystal size/mm3 
	0.17 × 0.15 × 0.09 

	Theta range for data collection 
	2.04 to 25.03° 

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

	Reflections collected 
	14156 

	Independent reflections 
	3228[R(int) = 0.0862] 

	Data/restraints/parameters 
	3228/0/226 

	Goodness-of-fit on F2 
	1.009 

	Final R indexes [I>2σ (I)] 
	R1 = 0.0443, wR2 = 0.0862 

	Final R indexes [all data] 
	R1 = 0.0771, wR2 = 0.0964 

	Largest diff. peak/hole / e Å-3 
	0.340/-0.351 


	Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for Fe_picen_NCS2_irradiation. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe1
	726.4(5)
	2466.3(4)
	43.7(3)
	11.14(15)

	S2
	-3415.9(10)
	430.9(7)
	-644.8(7)
	15.7(2)

	S1
	-3202.4(10)
	4749.2(7)
	637.7(7)
	17.6(2)

	N4
	773(3)
	1805(2)
	1412(2)
	12.6(7)

	N5
	-701(3)
	1374(2)
	-497(2)
	14.4(7)

	N1
	1023(3)
	3040(2)
	-1338(2)
	11.7(7)

	N2
	2776(3)
	1797(2)
	-398(2)
	14.2(7)

	N6
	-889(3)
	3492(2)
	338(2)
	16.8(8)

	N3
	2367(3)
	3326(2)
	885(2)
	14.1(7)

	C1
	367(4)
	3828(3)
	-1704(3)
	15.7(9)

	C15
	-1816(4)
	981(3)
	-555(2)
	14.5(9)

	C16
	-1822(4)
	4005(3)
	456(2)
	12.5(9)

	C14
	304(4)
	903(3)
	1611(3)
	13.7(9)

	C2
	591(4)
	4142(3)
	-2598(3)
	19.5(9)

	C11
	1532(4)
	2007(3)
	2994(3)
	17.1(9)

	C13
	415(4)
	519(3)
	2491(3)
	14.2(9)

	C4
	2217(4)
	2802(3)
	-2746(2)
	17.4(9)

	C3
	1535(4)
	3615(3)
	-3127(3)
	19.5(10)

	C9
	1860(4)
	3356(3)
	1831(3)
	17.4(9)

	C12
	1033(4)
	1082(3)
	3195(3)
	16.8(9)

	C5
	1942(4)
	2539(3)
	-1856(2)
	14.5(8)

	C8
	3806(4)
	2837(3)
	839(3)
	16.8(9)

	C6
	2640(4)
	1644(3)
	-1400(2)
	19.2(9)

	C10
	1379(4)
	2349(3)
	2107(3)
	13.2(8)

	C7
	3978(4)
	2489(3)
	-131(2)
	15.5(8)


	Table 3 Anisotropic Displacement Parameters (Å2×103) for Fe_picen_NCS2_irradiation. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe1
	11.1(3)
	11.3(3)
	11.1(3)
	0.6(2)
	1.4(2)
	0.7(2)

	S2
	14.7(5)
	14.1(6)
	18(5)
	0.6(4)
	-1.2(4)
	-0.7(4)

	S1
	16.4(5)
	14.8(6)
	21.7(6)
	-0.1(5)
	3.5(4)
	1.9(4)

	N4
	11.5(16)
	12(18)
	14.6(17)
	-1.6(14)
	3.1(13)
	-0.7(14)

	N5
	15.3(18)
	16.8(19)
	10.9(17)
	0(14)
	-0.5(14)
	1.8(15)

	N1
	11.6(16)
	9.2(18)
	14(17)
	-0.3(14)
	-3.3(13)
	-1.2(14)

	N2
	18.8(18)
	9.8(18)
	14(17)
	2.8(14)
	0.7(14)
	-0.7(14)

	N6
	13.7(18)
	18(2)
	19(18)
	0.9(15)
	3.8(14)
	0.9(16)

	N3
	13.8(17)
	8.8(18)
	20.1(18)
	4.1(14)
	4.9(14)
	1.1(14)

	C1
	14(2)
	15(2)
	17(2)
	-0.5(18)
	-2.3(17)
	-2.6(17)

	C15
	20(2)
	17(2)
	6.4(19)
	0.4(17)
	-1.1(16)
	4.8(19)

	C16
	20(2)
	8(2)
	9(2)
	4.8(16)
	-5.2(16)
	-9.2(18)

	C14
	9.7(19)
	16(2)
	15(2)
	-4.2(17)
	1.4(16)
	-0.4(17)

	C2
	18(2)
	18(2)
	22(2)
	6.6(19)
	-6.7(18)
	-4.2(18)

	C11
	17(2)
	22(2)
	12(2)
	-5.2(18)
	0.6(16)
	0(18)

	C13
	11(2)
	13(2)
	19(2)
	3.3(17)
	3.3(17)
	3.7(16)

	C4
	19(2)
	23(2)
	10(2)
	-5.2(17)
	1.9(16)
	-4.5(18)

	C3
	21(2)
	30(3)
	7(2)
	1.8(18)
	-4.2(17)
	-11(2)

	C9
	18(2)
	18(2)
	16(2)
	0(18)
	5.1(17)
	-3.7(18)

	C12
	17(2)
	23(3)
	10(2)
	2.3(18)
	0.3(17)
	2.9(18)

	C5
	11.5(19)
	17(2)
	15(2)
	-4.1(18)
	2(15)
	-5.9(18)

	C8
	12(2)
	18(2)
	21(2)
	1.3(18)
	0.2(17)
	-0.9(17)

	C6
	18(2)
	22(2)
	18(2)
	-3.7(19)
	2.8(17)
	-2(18)

	C10
	10.9(19)
	10(2)
	19(2)
	-4.1(17)
	4.1(15)
	-3(16)

	C7
	10(2)
	15(2)
	21(2)
	0.8(19)
	2.3(16)
	2.5(18)


	Table 4 Bond Lengths for Fe_picen_NCS2_irradiation.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe1
	N6
	2.099(3)
	N6
	C16
	1.126(5)

	Fe1
	N5
	2.115(3)
	N3
	C9
	1.474(4)

	Fe1
	N4
	2.186(3)
	N3
	C8
	1.483(4)

	Fe1
	N1
	2.188(3)
	C1
	C2
	1.394(5)

	Fe1
	N2
	2.212(3)
	C14
	C13
	1.384(5)

	Fe1
	N3
	2.231(3)
	C2
	C3
	1.387(5)

	S2
	C15
	1.649(4)
	C11
	C10
	1.375(5)

	S1
	C16
	1.655(4)
	C11
	C12
	1.382(5)

	N4
	C14
	1.344(5)
	C13
	C12
	1.382(5)

	N4
	C10
	1.356(5)
	C4
	C5
	1.379(5)

	N5
	C15
	1.155(5)
	C4
	C3
	1.380(5)

	N1
	C1
	1.335(5)
	C9
	C10
	1.507(5)

	N1
	C5
	1.344(4)
	C5
	C6
	1.521(5)

	N2
	C6
	1.473(4)
	C8
	C7
	1.505(5)

	N2
	C7
	1.491(4)
	 
	 
	 


	Table 5 Bond Angles for Fe_picen_NCS2_irradiation.

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

	N6
	Fe1
	N5
	96.80(12)
	C16
	N6
	Fe1
	175.1(3)

	N6
	Fe1
	N4
	94.37(12)
	C9
	N3
	C8
	112.0(3)

	N5
	Fe1
	N4
	91.85(11)
	C9
	N3
	Fe1
	107.1(2)

	N6
	Fe1
	N1
	93.79(12)
	C8
	N3
	Fe1
	108.4(2)

	N5
	Fe1
	N1
	90.69(11)
	N1
	C1
	C2
	122.6(4)

	N4
	Fe1
	N1
	171.11(11)
	N5
	C15
	S2
	179.4(4)

	N6
	Fe1
	N2
	162.32(12)
	N6
	C16
	S1
	179.3(4)

	N5
	Fe1
	N2
	96.80(12)
	N4
	C14
	C13
	122.5(3)

	N4
	Fe1
	N2
	96.42(11)
	C3
	C2
	C1
	118.7(4)

	N1
	Fe1
	N2
	74.81(11)
	C10
	C11
	C12
	119.4(4)

	N6
	Fe1
	N3
	89.96(12)
	C12
	C13
	C14
	119.0(4)

	N5
	Fe1
	N3
	165.28(11)
	C5
	C4
	C3
	119.3(4)

	N4
	Fe1
	N3
	74.56(11)
	C4
	C3
	C2
	118.7(4)


	N1
	Fe1
	N3
	101.93(11)
	N3
	C9
	C10
	109.4(3)

	N2
	Fe1
	N3
	79.51(11)
	C11
	C12
	C13
	118.8(4)

	C14
	N4
	C10
	117.9(3)
	N1
	C5
	C4
	122.7(4)

	C14
	N4
	Fe1
	125.8(2)
	N1
	C5
	C6
	115.3(3)

	C10
	N4
	Fe1
	116.3(2)
	C4
	C5
	C6
	122.0(3)

	C15
	N5
	Fe1
	152.5(3)
	N3
	C8
	C7
	108.5(3)

	C1
	N1
	C5
	118.1(3)
	N2
	C6
	C5
	109.4(3)

	C1
	N1
	Fe1
	125.8(2)
	N4
	C10
	C11
	122.3(3)

	C5
	N1
	Fe1
	116.1(2)
	N4
	C10
	C9
	114.7(3)

	C6
	N2
	C7
	112.2(3)
	C11
	C10
	C9
	122.9(3)

	C6
	N2
	Fe1
	108.2(2)
	N2
	C7
	C8
	109.8(3)

	C7
	N2
	Fe1
	106.8(2)
	 
	 
	 
	 


	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for Fe_picen_NCS2_irradiation. 

	Atom
	x
	y
	z
	U(eq)

	H2AA
	2929
	1203
	-101
	17

	H3AA
	2423
	3957
	654
	17

	H1AA
	-278
	4189
	-1341
	19

	H14A
	-120
	513
	1129
	16

	H2AB
	107
	4706
	-2840
	23

	H11A
	1975
	2402
	3465
	21

	H13A
	72
	-121
	2610
	17

	H4AA
	2869
	2428
	-3093
	21

	H3AB
	1708
	3809
	-3739
	23

	H9AA
	1035
	3818
	1865
	21

	H9AB
	2660
	3584
	2258
	21

	H12A
	1113
	837
	3806
	20

	H8AA
	3863
	2277
	1269
	20

	H8AB
	4598
	3301
	1017
	20

	H6AA
	2031
	1060
	-1539
	23

	H6AB
	3617
	1531
	-1643
	23

	H7AB
	3953
	3054
	-555
	19

	H7AA
	4932
	2157
	-175
	19


