Fe(bapbpy)(NCS)2_30K_irradiation 

	Table 1 Crystal data and structure refinement for Fe(bapbpy)(NCS)2_30K_irradiation 

	Identification code 
	Fe(bapbpy)(NCS)2_30K_irradiation 

	Empirical formula 
	C22H16N8FeS2 

	Formula weight 
	512.40 

	Temperature/K 
	30.0 

	Crystal system 
	Triclinic 

	Space group 
	P-1 

	a/Å, b/Å, c/Å 
	9.616(4), 9.620(4), 13.772(4) 

	α/°, β/°, γ/° 
	97.499(6), 108.139(9), 111.552(9) 

	Volume/Å3 
	1081.9(7) 

	Z 
	2 

	ρcalcmg/mm3 
	1.573 

	m/mm‑1 
	0.919 

	F(000) 
	524 

	Crystal size/mm3 
	0.14 × 0.18 × 0.19 

	Theta range for data collection 
	1.62 to 20.47° 

	Index ranges 
	-9 ≤ h ≤ 8, -9 ≤ k ≤ 9, 0 ≤ l ≤ 13 

	Reflections collected 
	1759 

	Independent reflections 
	1759[R(int) = 0.0000] 

	Data/restraints/parameters 
	1759/0/120 

	Goodness-of-fit on F2 
	1.188 

	Final R indexes [I>2σ (I)] 
	R1 = 0.1192, wR2 = 0.3117 

	Final R indexes [all data] 
	R1 = 0.1779, wR2 = 0.3321 

	Largest diff. peak/hole / e Å-3 
	0.841/-0.990 


	Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for Fe(bapbpy)(NCS)2_30K_irradiation. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe1
	2448(4)
	-48(3)
	7500(2)
	14.9(13)

	S2
	1835(7)
	2525(6)
	10563(5)
	17.1(18)

	S1
	1954(7)
	-3742(7)
	4429(5)
	18.1(18)

	N3
	5010(2)
	932(19)
	7955(14)
	14.8(19)

	N2
	5340(2)
	-1204(19)
	8525(14)
	14.8(19)

	N4
	3000(2)
	2033(18)
	7034(14)
	14.8(19)

	N1
	2750(2)
	-1525(19)
	8485(14)
	14.8(19)

	C3
	2610(2)
	-3990(2)
	9391(18)
	14.5(14)

	C18
	-3360(3)
	-1750(2)
	5640(17)
	14.5(14)

	N6
	-10(2)
	-751(19)
	6502(14)
	14.8(19)

	N5
	280(2)
	1819(19)
	6442(14)
	14.8(19)

	C19
	-2710(3)
	-2830(2)
	5804(18)
	14.5(14)

	C11
	4540(3)
	2940(2)
	7263(18)
	14.5(14)

	C10
	5720(3)
	2210(2)
	7704(18)
	14.5(14)

	C9
	7250(2)
	2900(2)
	7799(18)
	14.5(14)

	C1
	1490(3)
	-2330(2)
	8703(18)
	14.5(14)

	N8
	2050(2)
	1134(19)
	8725(15)
	14.8(19)

	C14
	2400(3)
	4160(2)
	6568(17)
	14.5(14)

	C2
	1350(3)
	-3520(2)
	9169(18)
	14.5(14)

	C7
	7550(3)
	800(2)
	8398(17)
	14.5(14)

	C4
	3930(3)
	-3210(2)
	9188(18)
	14.5(14)

	C8
	8210(3)
	2130(2)
	8169(18)
	14.5(14)

	C20
	-1030(2)
	-2240(2)
	6296(17)
	14.5(14)

	N7
	2420(2)
	-1667(19)
	6265(15)
	14.8(19)

	C17
	-2330(3)
	-270(2)
	5829(18)
	14.5(14)

	C5
	3960(3)
	-1970(2)
	8704(18)
	14.5(14)

	C15
	1890(3)
	2650(2)
	6680(18)
	14.5(14)

	C6
	5980(3)
	180(2)
	8283(18)
	14.5(14)

	C21
	2250(3)
	-2550(2)
	5514(18)
	14.5(14)

	C16
	-700(3)
	210(2)
	6225(18)
	14.5(14)

	C12
	5080(3)
	4430(2)
	7150(18)
	14.5(14)

	C22
	1920(3)
	1740(2)
	9504(18)
	14.5(14)

	C13
	3980(3)
	4980(2)
	6765(18)
	14.5(14)


	Table 3 Anisotropic Displacement Parameters (Å2×103) for Fe(bapbpy)(NCS)2_30K_irradiation. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe1
	13(2)
	15(2)
	17(3)
	8.7(18)
	3.1(19)
	6.8(16)

	S2
	20(4)
	18(4)
	12(4)
	-1(3)
	1(3)
	13(3)

	S1
	21(4)
	26(4)
	11(4)
	3(3)
	3(3)
	16(3)


	Table 4 Bond Lengths for Fe(bapbpy)(NCS)2_30K_irradiation.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe1
	N4
	2.113(16)
	N6
	C20
	1.34(2)

	Fe1
	N6
	2.122(18)
	N6
	C16
	1.35(3)

	Fe1
	N1
	2.122(18)
	N5
	C15
	1.36(2)

	Fe1
	N8
	2.123(19)
	N5
	C16
	1.42(2)

	Fe1
	N3
	2.131(17)
	C19
	C20
	1.39(3)

	Fe1
	N7
	2.136(19)
	C11
	C12
	1.39(3)

	S2
	C22
	1.59(2)
	C11
	C10
	1.54(3)

	S1
	C21
	1.63(2)
	C10
	C9
	1.33(3)

	N3
	C10
	1.32(2)
	C9
	C8
	1.40(3)

	N3
	C6
	1.38(3)
	C1
	C2
	1.37(3)

	N2
	C6
	1.38(2)
	N8
	C22
	1.22(3)

	N2
	C5
	1.38(2)
	C14
	C13
	1.34(3)

	N4
	C11
	1.32(2)
	C14
	C15
	1.40(3)

	N4
	C15
	1.39(3)
	C7
	C8
	1.33(3)

	N1
	C1
	1.32(2)
	C7
	C6
	1.36(3)

	N1
	C5
	1.35(3)
	C4
	C5
	1.43(3)

	C3
	C4
	1.35(3)
	N7
	C21
	1.18(3)

	C3
	C2
	1.41(3)
	C17
	C16
	1.35(3)

	C18
	C17
	1.33(3)
	C12
	C13
	1.34(3)

	C18
	C19
	1.41(3)
	 
	 
	 


	Table 5 Bond Angles for Fe(bapbpy)(NCS)2_30K_irradiation.

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

	N4
	Fe1
	N6
	87.5(7)
	N4
	C11
	C10
	114.4(17)

	N4
	Fe1
	N1
	157.2(7)
	C12
	C11
	C10
	122.7(19)

	N6
	Fe1
	N1
	113.0(6)
	N3
	C10
	C9
	128(2)

	N4
	Fe1
	N8
	85.6(7)
	N3
	C10
	C11
	112.6(17)

	N6
	Fe1
	N8
	88.2(7)
	C9
	C10
	C11
	119.9(19)

	N1
	Fe1
	N8
	85.3(7)
	C10
	C9
	C8
	116(2)

	N4
	Fe1
	N3
	75.8(7)
	N1
	C1
	C2
	126(2)

	N6
	Fe1
	N3
	157.0(7)
	C22
	N8
	Fe1
	172.6(18)

	N1
	Fe1
	N3
	86.7(7)
	C13
	C14
	C15
	119(2)

	N8
	Fe1
	N3
	105.8(7)
	C1
	C2
	C3
	117(2)

	N4
	Fe1
	N7
	104.5(7)
	C8
	C7
	C6
	121(2)

	N6
	Fe1
	N7
	84.9(7)
	C3
	C4
	C5
	119(2)

	N1
	Fe1
	N7
	87.8(7)
	C7
	C8
	C9
	120(2)

	N8
	Fe1
	N7
	167.5(6)
	N6
	C20
	C19
	124(2)

	N3
	Fe1
	N7
	84.2(7)
	C21
	N7
	Fe1
	172.6(18)

	C10
	N3
	C6
	114.9(17)
	C18
	C17
	C16
	122(2)

	C10
	N3
	Fe1
	118.3(15)
	N1
	C5
	N2
	121.3(18)

	C6
	N3
	Fe1
	125.2(13)
	N1
	C5
	C4
	122.1(19)

	C6
	N2
	C5
	134(2)
	N2
	C5
	C4
	116(2)

	C11
	N4
	C15
	117.2(17)
	N5
	C15
	N4
	121.7(18)

	C11
	N4
	Fe1
	117.9(15)
	N5
	C15
	C14
	117(2)

	C15
	N4
	Fe1
	123.9(13)
	N4
	C15
	C14
	120.9(19)

	C1
	N1
	C5
	116.4(17)
	C7
	C6
	N2
	119(2)

	C1
	N1
	Fe1
	117.3(15)
	C7
	C6
	N3
	120.8(19)

	C5
	N1
	Fe1
	124.5(13)
	N2
	C6
	N3
	119.7(18)

	C4
	C3
	C2
	119(2)
	N7
	C21
	S1
	177(2)

	C17
	C18
	C19
	118(2)
	N6
	C16
	C17
	122.4(19)

	C20
	N6
	C16
	116.3(18)
	N6
	C16
	N5
	120.1(18)

	C20
	N6
	Fe1
	116.6(14)
	C17
	C16
	N5
	117(2)

	C16
	N6
	Fe1
	125.8(14)
	C13
	C12
	C11
	119(2)

	C15
	N5
	C16
	132(2)
	N8
	C22
	S2
	177(2)

	C20
	C19
	C18
	117(2)
	C14
	C13
	C12
	121(2)

	N4
	C11
	C12
	123(2)
	 
	 
	 
	 


	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for Fe(bapbpy)(NCS)2_30K_irradiation. 

	Atom
	x
	y
	z
	U(eq)

	H2A
	5953
	-1706
	8577
	18

	H3
	2541
	-4844
	9682
	17

	H18
	-4498
	-2060
	5401
	17

	H5
	-256
	2394
	6420
	18

	H19
	-3390
	-3920
	5589
	17

	H9
	7673
	3849
	7625
	17

	H1
	608
	-2054
	8521
	17

	H14A
	1653
	4589
	6358
	17

	H2B
	432
	-4014
	9336
	17

	H7A
	8202
	277
	8647
	17

	H4A
	4820
	-3478
	9361
	17

	H8A
	9313
	2554
	8256
	17

	H20
	-576
	-2940
	6496
	17

	H17
	-2754
	461
	5681
	17

	H12
	6198
	5062
	7343
	17

	H13
	4324
	5970
	6629
	17


