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	Table 1 Crystal data and structure refinement for Phase 1 290 K 

	Identification code 
	Phase 1 290 K 

	Empirical formula 
	C19H17OFeS2N8 

	Formula weight 
	986.79 

	Temperature 
	290(2) 

	Crystal system 
	Monoclinic 

	Space group 
	P21/n 

	a/Å, b/Å, c/Å 
	15.6644(14), 8.1491(8), 18.5720(17) 

	α/°, β/°, γ/°, 
	90.00, 110.239(2), 90.00 

	Volume/Å3 
	2224.4(4) 

	Z 
	2 

	ρcalcmg/mm3 
	1.473 

	m/mm‑1 
	0.894 

	F(000) 
	1012 

	Crystal size 
	0.4 × 0.31 × 0.26 

	Theta range for data collection 
	2.10 to 29.10° 

	Index ranges 
	-21 ≤ h ≤ 21, -11 ≤ k ≤ 11, -10 ≤ l ≤ 25 

	Reflections collected 
	15788 

	Independent reflections 
	5873[R(int) = 0.0253] 

	Data/restraints/parameters 
	5873/15/290 

	Goodness-of-fit on F2 
	1.020 

	Final R indexes [I>2σ (I)] 
	R1 = 0.0363, wR2 = 0.0892 

	Final R indexes [all data] 
	R1 = 0.0617, wR2 = 0.1028 

	Largest diff. peak/hole 
	0.396/-0.326 


	Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for Phase 1 290 K. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe1
	4322.44(19)
	6078.3(4)
	1819.63(14)
	40.61(10)

	S2
	7120.3(5)
	8910.1(9)
	1993.5(4)
	70.4(2)

	S1
	1137.2(5)
	4570(11)
	920(5)
	80.8(2)

	N1
	3757.9(11)
	6583(2)
	614.1(8)
	38.9(3)

	N2
	4611.7(12)
	3891(2)
	1245.4(9)
	44.9(4)

	N7
	4997.6(12)
	2401(2)
	1422.2(11)
	51.2(4)

	C18
	6238.1(14)
	7851(3)
	1988.6(10)
	44.6(5)

	C3
	4265.5(13)
	3927(3)
	474.5(11)
	42.5(4)

	C17
	2214.7(15)
	4934(2)
	1341.1(11)
	44.5(4)

	N3
	3686.8(13)
	8554(2)
	1711.5(10)
	48.1(4)

	N6
	5608(13)
	7117(3)
	1978.9(11)
	58.5(5)

	N5
	2981.6(13)
	5153(2)
	1654.9(10)
	53.7(5)

	C4
	3793.6(13)
	5423(3)
	112.3(10)
	41.3(4)

	C9
	3263.2(15)
	9060(2)
	989.2(12)
	46.7(5)

	C5
	3397.8(16)
	5679(3)
	-672.5(12)
	53.8(5)

	N8
	3491.8(15)
	9696(2)
	2153.7(11)
	59.9(5)

	C8
	3312.4(14)
	7996(2)
	371.5(11)
	43.8(4)

	C2
	4429.2(16)
	2440(3)
	171.8(13)
	54.6(5)

	C6
	2966.3(17)
	7156(3)
	-923.6(12)
	60.7(6)

	C7
	2915.9(16)
	8331(3)
	-404.1(13)
	56.7(6)

	C10
	2804.7(19)
	10535(3)
	982.7(16)
	63.3(6)

	C1
	4900.1(17)
	1507(3)
	794.1(14)
	59.6(6)

	C11
	2959(2)
	10890(3)
	1735.6(17)
	71.3(7)

	O1
	6022(4)
	1513(6)
	2944(3)
	108.4(14)

	C19
	6117(4)
	1470(10)
	3717(3)
	107.8(15)

	C20
	6015(11)
	1060(2)
	3452(7)
	107.8(15)

	O2
	6015(9)
	2342(16)
	2958(8)
	108.4(14)

	N4
	4691.9(12)
	5551(2)
	3031.1(9)
	47.3(4)

	C14
	4948.2(14)
	5104(3)
	4589.8(10)
	43(4)

	C13
	5415.4(17)
	6289(3)
	4344(12)
	61.6(7)

	C12
	5274.4(16)
	6463(3)
	3573.7(12)
	61.7(6)

	C15
	4364(2)
	4132(3)
	4030.5(12)
	69.3(8)

	C16
	4257(2)
	4397(3)
	3271.5(12)
	72.8(8)


	Table 3 Anisotropic Displacement Parameters (Å2×103) for Phase 1 290 K. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe1
	45.76(17)
	48.88(17)
	26.64(13)
	-0.45(11)
	11.83(11)
	-0.9(13)

	S2
	63.8(4)
	84.2(5)
	63.8(4)
	17(3)
	22.7(3)
	-14.9(3)

	S1
	51(4)
	99(6)
	81.9(5)
	-5.3(4)
	9.7(3)
	-8.4(4)

	N1
	42.7(8)
	45.3(9)
	29.6(7)
	1.8(6)
	13.7(6)
	-3.2(7)

	N2
	48.3(9)
	48(9)
	38(8)
	-0.6(7)
	14.7(7)
	3.4(8)

	N7
	51.4(10)
	52.4(10)
	48.7(10)
	3.8(8)
	15.8(8)
	6.7(8)

	C18
	49.8(11)
	53.1(12)
	28.6(9)
	1.9(8)
	10.5(8)
	2.9(10)

	C3
	42.1(10)
	50.4(11)
	37.5(10)
	-5.9(8)
	17.1(8)
	-5.2(9)

	C17
	54.8(13)
	43.2(11)
	38.3(10)
	4.3(8)
	19.5(9)
	0.7(9)

	N3
	61.2(11)
	44.7(10)
	42.2(9)
	-4.3(7)
	22.6(8)
	0(8)

	N6
	53.2(11)
	74.6(13)
	46.5(10)
	-6(9)
	15.8(8)
	-11.2(10)

	N5
	52.2(11)
	64.9(12)
	45(10)
	6.4(9)
	18(8)
	-6.4(9)

	C4
	41.2(10)
	52.3(11)
	31.9(9)
	-3.5(8)
	14.6(8)
	-9(9)

	C9
	53.4(12)
	41.4(11)
	48.9(11)
	5.4(9)
	22.2(9)
	-2(9)

	C5
	59.7(13)
	68.8(15)
	32.5(10)
	-6.4(10)
	15.2(9)
	-7.7(11)

	N8
	77.2(14)
	53.4(11)
	54.4(11)
	-12.3(9)
	29.4(10)
	-0.7(10)

	C8
	46.5(11)
	46.6(11)
	39.4(10)
	5.7(8)
	16.3(8)
	-4.5(9)

	C2
	59.1(13)
	58.5(13)
	49.4(12)
	-13.3(11)
	22.8(10)
	-1.8(11)

	C6
	66.6(14)
	78.5(17)
	31(10)
	8.4(11)
	9.4(10)
	-3.4(13)

	C7
	59.9(13)
	62.1(13)
	45.3(12)
	15.4(11)
	14.6(10)
	1.8(11)

	C10
	75.8(17)
	47.4(12)
	70.7(16)
	8(12)
	30.3(13)
	8.2(12)

	C1
	64.4(15)
	51.4(13)
	65.9(15)
	-8.6(11)
	26.3(12)
	4.2(11)

	C11
	91(2)
	47.2(13)
	83.4(19)
	-5.3(13)
	40.7(16)
	8.7(13)

	O1
	80.6(14)
	172(4)
	69.8(14)
	7(3)
	21.8(13)
	25(2)

	C19
	80.6(15)
	171(4)
	69.4(15)
	8(3)
	22.4(14)
	24(2)

	C20
	80.6(15)
	171(4)
	69.4(15)
	8(3)
	22.4(14)
	24(2)

	O2
	80.6(14)
	172(4)
	69.8(14)
	7(3)
	21.8(13)
	25(2)

	N4
	56.8(10)
	52.9(10)
	29.5(8)
	0.8(7)
	11.4(7)
	2.7(8)

	C14
	48.3(11)
	48.9(11)
	27.7(9)
	1.9(8)
	8.2(8)
	10.8(9)

	C13
	59.7(14)
	88.6(18)
	31.8(10)
	-6(11)
	10(9)
	-22.7(13)

	C12
	60.7(14)
	86.6(18)
	34.8(10)
	0.1(11)
	12.8(10)
	-21.2(13)

	C15
	107(2)
	59.2(15)
	34.9(11)
	2.2(10)
	15.8(12)
	-25.1(14)

	C16
	114(2)
	62.7(15)
	30.2(11)
	-3.6(10)
	10.3(12)
	-30.4(15)


	Table 4 Bond Lengths for Phase 1 290 K.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe1
	N6
	2.109(2)
	C4
	C5
	1.388(3)

	Fe1
	N1
	2.1434(15)
	C9
	C10
	1.398(3)

	Fe1
	N5
	2.1516(19)
	C9
	C8
	1.461(3)

	Fe1
	N4
	2.1637(16)
	C5
	C6
	1.380(3)

	Fe1
	N2
	2.2035(17)
	N8
	C11
	1.340(3)

	Fe1
	N3
	2.2280(18)
	C8
	C7
	1.384(3)

	S2
	C18
	1.627(2)
	C2
	C1
	1.367(3)

	S1
	C17
	1.623(2)
	C6
	C7
	1.381(3)

	N1
	C8
	1.341(3)
	C10
	C11
	1.365(4)

	N1
	C4
	1.342(2)
	O1
	C19
	1.391(6)

	N2
	C3
	1.344(2)
	C20
	O2
	1.392(10)

	N2
	N7
	1.345(2)
	N4
	C16
	1.326(3)

	N7
	C1
	1.338(3)
	N4
	C12
	1.328(3)

	C18
	N6
	1.149(3)
	C14
	C15
	1.373(3)

	C3
	C2
	1.396(3)
	C14
	C13
	1.381(3)

	C3
	C4
	1.464(3)
	C14
	C14
	1.485(4)

	C17
	N5
	1.153(3)
	C13
	C12
	1.377(3)

	N3
	C9
	1.339(3)
	C15
	C16
	1.378(3)

	N3
	N8
	1.344(2)
	 
	 
	 


11-X,1-Y,1-Z

	Table 5 Bond Angles for Phase 1 290 K.

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

	N6
	Fe1
	N1
	95.65(7)
	C18
	N6
	Fe1
	169.95(19)

	N6
	Fe1
	N5
	176.86(8)
	C17
	N5
	Fe1
	157.06(16)

	N1
	Fe1
	N5
	83.62(6)
	N1
	C4
	C5
	120.8(2)

	N6
	Fe1
	N4
	92.01(7)
	N1
	C4
	C3
	113.79(16)

	N1
	Fe1
	N4
	171.76(7)
	C5
	C4
	C3
	125.36(19)

	N5
	Fe1
	N4
	88.57(7)
	N3
	C9
	C10
	110.4(2)

	N6
	Fe1
	N2
	92.66(7)
	N3
	C9
	C8
	117.44(18)

	N1
	Fe1
	N2
	74.29(6)
	C10
	C9
	C8
	132.1(2)

	N5
	Fe1
	N2
	90.09(7)
	C6
	C5
	C4
	118.3(2)

	N4
	Fe1
	N2
	108.46(7)
	C11
	N8
	N3
	112.1(2)

	N6
	Fe1
	N3
	91.40(8)
	N1
	C8
	C7
	120.9(2)

	N1
	Fe1
	N3
	73.87(6)
	N1
	C8
	C9
	114.13(17)

	N5
	Fe1
	N3
	85.46(7)
	C7
	C8
	C9
	125.0(2)

	N4
	Fe1
	N3
	102.95(7)
	C1
	C2
	C3
	105.2(2)

	N2
	Fe1
	N3
	148.14(6)
	C5
	C6
	C7
	120.6(2)

	C8
	N1
	C4
	120.88(16)
	C6
	C7
	C8
	118.5(2)

	C8
	N1
	Fe1
	119.62(13)
	C11
	C10
	C9
	105.3(2)

	C4
	N1
	Fe1
	119.29(13)
	N7
	C1
	C2
	107.4(2)

	C3
	N2
	N7
	105.15(16)
	N8
	C11
	C10
	107.1(2)

	C3
	N2
	Fe1
	115.03(13)
	C16
	N4
	C12
	116.09(18)

	N7
	N2
	Fe1
	139.66(13)
	C16
	N4
	Fe1
	120.48(14)

	C1
	N7
	N2
	111.86(18)
	C12
	N4
	Fe1
	122.95(15)

	N6
	C18
	S2
	179.1(2)
	C15
	C14
	C13
	116.35(19)

	N2
	C3
	C2
	110.32(19)
	C15
	C14
	C14
	121.2(3)

	N2
	C3
	C4
	117.45(17)
	C13
	C14
	C14
	122.4(2)

	C2
	C3
	C4
	132.22(19)
	C12
	C13
	C14
	120.2(2)

	N5
	C17
	S1
	177.9(2)
	N4
	C12
	C13
	123.5(2)

	C9
	N3
	N8
	105.07(18)
	C14
	C15
	C16
	119.8(2)

	C9
	N3
	Fe1
	114.86(13)
	N4
	C16
	C15
	124.1(2)

	N8
	N3
	Fe1
	139.52(14)
	 
	 
	 
	 


11-X,1-Y,1-Z

	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for Phase 1 290 K. 

	Atom
	x
	y
	z
	U(eq)

	H7AA
	5274
	2064
	1883
	61

	H5AA
	3423
	4875
	-1020
	65

	H8AA
	3686
	9665
	2647
	72

	H2AA
	4255
	2147
	-343
	66

	H6AA
	2707
	7361
	-1447
	73

	H7AB
	2622
	9325
	-571
	68

	H10A
	2466
	11145
	556
	76

	H1AA
	5114
	446
	783
	72

	H11A
	2737
	11790
	1923
	86

	H1AB
	5707
	739
	2721
	163

	H19A
	5527
	1476
	3765
	162

	H19C
	6455
	2413
	3972
	162

	H19B
	6437
	490
	3946
	162

	H20B
	6259
	91
	3300
	162

	H20A
	5404
	849
	3430
	162

	H20C
	6384
	1350
	3967
	162

	H2AB
	6494
	2336
	2871
	163

	H13A
	5826
	6970
	4700
	74

	H12A
	5604
	7262
	3426
	74

	H15A
	4042
	3297
	4164
	83

	H16A
	3854
	3725
	2905
	87


