Sulphur 17 kbar 

	Table 1 Crystal data and structure refinement for Sulphur 17 kbar 

	Identification code 
	Sulphur 17 kbar 

	Empirical formula 
	C19H17OFeS2N8 

	Formula weight 
	493.38 

	Temperature/K 
	293(2) 

	Crystal system 
	Monoclinic 

	Space group 
	P21/n 

	a/Å, b/Å, c/Å 
	14.6472(9), 7.6453(10), 17.9384(14) 

	α/°, β/°, γ/° 
	90.00, 112.611(6), 90.00 

	Volume/Å3 
	1854.4(3) 

	Z 
	4 

	ρcalcmg/mm3 
	1.767 

	m/mm‑1 
	1.073 

	F(000) 
	1012 

	Crystal size/mm3 
	0.09 × 0.26 × 0.28 

	Theta range for data collection 
	4.28 to 20.81° 

	Index ranges 
	-14 ≤ h ≤ 14, -6 ≤ k ≤ 6, -17 ≤ l ≤ 17 

	Reflections collected 
	3981 

	Independent reflections 
	1164[R(int) = 0.1190] 

	Data/restraints/parameters 
	1164/28/136 

	Goodness-of-fit on F2 
	1.439 

	Final R indexes [I>2σ (I)] 
	R1 = 0.1032, wR2 = 0.2195 

	Final R indexes [all data] 
	R1 = 0.1650, wR2 = 0.2534 

	Largest diff. peak/hole / e Å-3 
	0.668/-0.654 


	Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for Sulphur 17 kbar. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe1
	4363.3(19)
	6076(5)
	1795.4(14)
	30.7(14)

	S2
	7383(4)
	8739(10)
	2025(3)
	41(2)

	S1
	1051(4)
	4342(10)
	759(3)
	41(2)

	N1
	3812(10)
	6620(18)
	656(8)
	23(2)

	C4
	3834(12)
	5340(2)
	115(7)
	22(3)

	C2
	3408(11)
	5740(2)
	-704(8)
	24(3)

	C1
	2961(13)
	7350(2)
	-961(10)
	24(3)

	C3
	2887(11)
	8580(2)
	-418(7)
	24(3)

	C5
	3345(12)
	8220(2)
	403(8)
	22(3)

	N4
	4784(10)
	5517(19)
	2964(8)
	23(4)

	C12
	4344(13)
	4130(2)
	3196(8)
	29(3)

	C14
	4428(12)
	3930(3)
	3988(7)
	29(3)

	C16
	4979(13)
	5110(2)
	4575(10)
	29(3)

	C15
	5526(12)
	6370(2)
	4367(8)
	29(3)

	C13
	5403(12)
	6600(3)
	3568(7)
	29(3)

	N2
	4669(10)
	3930(2)
	1346(6)
	23(2)

	N7
	5077(10)
	2253(19)
	1600(8)
	31(3)

	C10
	4966(12)
	1110(2)
	950(8)
	28(3)

	C8
	4460(12)
	2150(2)
	260(10)
	28(3)

	C6
	4260(12)
	3840(2)
	492(7)
	22(3)

	N3
	3798(10)
	8376(18)
	1818(6)
	23(2)

	N8
	3568(11)
	9490(19)
	2350(8)
	31(3)

	C11
	2933(12)
	10880(2)
	1944(7)
	28(3)

	C9
	2716(12)
	10630(2)
	1110(8)
	28(3)

	C7
	3271(12)
	9150(2)
	1057(8)
	22(3)

	C17
	6386(13)
	7780(3)
	2000(9)
	20(4)

	C18
	2218(14)
	4820(3)
	1235(10)
	20(4)

	N6
	5644(10)
	7050(2)
	1935(8)
	24(3)

	N5
	3065(11)
	5140(2)
	1599(8)
	24(3)

	O1
	6066(11)
	750(3)
	3105(8)
	67(7)

	C19
	6221(14)
	1200(4)
	3923(11)
	62(9)


	Table 3 Anisotropic Displacement Parameters (Å2×103) for Sulphur 17 kbar. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe1
	24(2)
	59(4)
	10.7(17)
	1.5(14)
	8.9(14)
	2.2(19)

	S2
	34(4)
	59(8)
	31(4)
	8(3)
	14(3)
	-5(4)

	S1
	27(4)
	65(7)
	29(3)
	-6(3)
	9(3)
	0(4)

	O1
	58(11)
	110(2)
	32(9)
	1(9)
	22(8)
	5(12)

	C19
	35(13)
	130(3)
	32(13)
	-2(13)
	22(11)
	5(16)


	Table 4 Bond Lengths for Sulphur 17 kbar.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe1
	N1
	1.932(13)
	C12
	C14
	1.386(5)

	Fe1
	N5
	1.934(16)
	C14
	C16
	1.390(5)

	Fe1
	N6
	1.941(15)
	C16
	C15
	1.389(5)

	Fe1
	N3
	1.950(13)
	C16
	C161
	1.51(3)

	Fe1
	N2
	1.954(15)
	C15
	C13
	1.387(5)

	Fe1
	N4
	1.990(14)
	N2
	N7
	1.415(5)

	S2
	C17
	1.620(19)
	N2
	C6
	1.416(5)

	S1
	C18
	1.63(2)
	N7
	C10
	1.416(5)

	N1
	C4
	1.388(5)
	C10
	C8
	1.418(5)

	N1
	C5
	1.390(5)
	C8
	C6
	1.418(5)

	C4
	C6
	1.36(2)
	N3
	N8
	1.414(5)

	C4
	C2
	1.390(5)
	N3
	C7
	1.415(5)

	C2
	C1
	1.390(5)
	N8
	C11
	1.415(5)

	C1
	C3
	1.389(5)
	C11
	C9
	1.417(5)

	C3
	C5
	1.392(5)
	C9
	C7
	1.418(5)

	C5
	C7
	1.41(2)
	C17
	N6
	1.19(2)

	N4
	C13
	1.386(5)
	C18
	N5
	1.18(2)

	N4
	C12
	1.388(5)
	O1
	C19
	1.44(2)
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	Table 5 Bond Angles for Sulphur 17 kbar.

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

	N1
	Fe1
	N5
	84.5(6)
	C14
	C12
	N4
	121.6(15)

	N1
	Fe1
	N6
	92.6(6)
	C12
	C14
	C16
	120.0(16)

	N5
	Fe1
	N6
	177.1(6)
	C15
	C16
	C14
	118.4(17)

	N1
	Fe1
	N3
	79.6(5)
	C15
	C16
	C161
	123.0(15)

	N5
	Fe1
	N3
	86.7(7)
	C14
	C16
	C161
	118.4(15)

	N6
	Fe1
	N3
	92.9(7)
	C13
	C15
	C16
	120.3(16)

	N1
	Fe1
	N2
	79.2(5)
	N4
	C13
	C15
	121.3(15)

	N5
	Fe1
	N2
	88.8(7)
	N7
	N2
	C6
	104.7(13)

	N6
	Fe1
	N2
	90.6(6)
	N7
	N2
	Fe1
	139.8(9)

	N3
	Fe1
	N2
	158.7(5)
	C6
	N2
	Fe1
	114.8(11)

	N1
	Fe1
	N4
	173.9(6)
	N2
	N7
	C10
	113.2(13)

	N5
	Fe1
	N4
	89.8(5)
	N7
	C10
	C8
	103.1(14)

	N6
	Fe1
	N4
	93.0(5)
	C10
	C8
	C6
	110.6(15)

	N3
	Fe1
	N4
	97.7(5)
	C4
	C6
	N2
	114.8(13)

	N2
	Fe1
	N4
	103.1(6)
	C4
	C6
	C8
	136.8(12)

	C4
	N1
	C5
	122.3(14)
	N2
	C6
	C8
	108.3(14)

	C4
	N1
	Fe1
	118.4(10)
	N8
	N3
	C7
	102.4(12)

	C5
	N1
	Fe1
	119.2(9)
	N8
	N3
	Fe1
	140.4(10)

	C6
	C4
	N1
	112.2(12)
	C7
	N3
	Fe1
	115.9(9)

	C6
	C4
	C2
	130.3(13)
	N3
	N8
	C11
	112.6(12)

	N1
	C4
	C2
	117.5(14)
	N8
	C11
	C9
	106.3(13)

	C1
	C2
	C4
	120.6(16)
	C11
	C9
	C7
	105.9(13)

	C3
	C1
	C2
	121.5(17)
	C5
	C7
	N3
	113.7(12)

	C1
	C3
	C5
	118.1(16)
	C5
	C7
	C9
	133.5(11)

	N1
	C5
	C3
	119.8(14)
	N3
	C7
	C9
	112.6(13)

	N1
	C5
	C7
	111.1(11)
	N6
	C17
	S2
	176.0(15)

	C3
	C5
	C7
	128.2(13)
	N5
	C18
	S1
	178.1(18)

	C13
	N4
	C12
	117.5(15)
	C17
	N6
	Fe1
	174.1(17)

	C13
	N4
	Fe1
	122.7(11)
	C18
	N5
	Fe1
	157.7(15)

	C12
	N4
	Fe1
	119.3(10)
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	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for Sulphur 17 kbar. 

	Atom
	x
	y
	z
	U(eq)

	H2
	3423
	4918
	-1082
	29

	H1
	2705
	7611
	-1510
	29

	H3
	2541
	9621
	-598
	29

	H12
	3984
	3309
	2811
	35

	H14
	4115
	2995
	4127
	35

	H15
	5977
	7060
	4767
	35

	H13
	5742
	7492
	3434
	35

	H7
	5363
	1957
	2099
	37

	H10
	5174
	-45
	970
	34

	H8
	4284
	1784
	-271
	34

	H8B
	3789
	9340
	2865
	37

	H11
	2704
	11775
	2177
	34

	H9
	2296
	11308
	684
	34

	H1B
	6482
	1244
	2977
	100

	H19B
	6489
	2357
	4040
	94

	H19C
	6675
	382
	4285
	94

	H19A
	5602
	1151
	3990
	94


