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Table 1 1  Crystal data and structure refinement for Phase 2 140 K

	Identification code
	Phase 2 140 K

	Empirical formula
	C76H51O4Fe4S8N32

	Formula weight
	986.75

	Temperature
	140(2)

	Crystal system
	Monoclinic

	Space group
	C 1 c 1

	a/Å, b/Å, c/Å
	30.9879(16),
16.1140(8),
19.6161(10)

	α/°, β/°, γ/°, 
	90.00,
117.5240(10),
90.00

	Volume/Å3
	8686.4(8)

	Z
	8

	ρcalcmg/mm3
	1.509

	m/mm‑1
	0.916

	F(000)
	4048

	Crystal size
	0.4 × 0.31 × 0.26

	Theta range for data collection
	1.46 to 30.45°

	Index ranges
	-43 ≤ h ≤ 44, -22 ≤ k ≤ 22, -27 ≤ l ≤ 27

	Reflections collected
	51086

	Independent reflections
	22236[R(int) = 0.0269]

	Data/restrains/parameters
	22236/3.4263P/1118

	Goodness-of-fit on F2
	1.074

	Final R indexes [I>2σ (I)]
	R1 = 0.0391, wR2 = 0.0964

	Final R indexes [all data]
	R1 = 0.0592, wR2 = 0.1066

	Largest diff. peak/hole
	0.706/-0.342


 

Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for Phase 2 140 K. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Fe1C
	-5729.86(19)
	1746.6(5)
	1711.6(3)
	20.96(15)

	Fe1B
	-5753.84(19)
	-3173.2(4)
	1649.8(3)
	19.78(15)

	Fe1A
	-3239.53(18)
	-4281.8(4)
	8015(3)
	20.02(16)

	Fe1D
	-3181.73(19)
	713.5(5)
	8052.5(3)
	20.84(16)

	S1B
	-7095.5(5)
	-1837.6(10)
	1889.7(8)
	35(3)

	S2C
	-7050.5(5)
	3245.8(10)
	1834.4(8)
	36.9(3)

	S1A
	-4372.1(6)
	-3493.6(11)
	8989.2(9)
	37.8(3)

	S1D
	-4345.5(6)
	1468.7(11)
	8935(9)
	36.6(3)

	S2B
	-4600.1(5)
	-4035.3(11)
	757.8(8)
	34.2(3)

	S1C
	-4584.6(6)
	1062.9(11)
	750.9(8)
	38.6(3)

	S2D
	-1883.2(5)
	-781.8(9)
	7837.2(8)
	34.3(3)

	S2A
	-1874.6(5)
	-5624.2(9)
	7862(8)
	34(3)

	N3B
	-6191.9(15)
	-4280(2)
	1075(2)
	19.5(8)

	N2A
	-2905.9(16)
	-4545(3)
	9220(2)
	19(8)

	C9B
	-6405(18)
	-4267(3)
	299(3)
	21(10)

	N7A
	-3858(16)
	-6080(3)
	7652(2)
	25(8)

	C4B
	-5933(19)
	-2203(3)
	220(3)
	23.4(10)

	C9D
	-2585(18)
	1801(3)
	9409(3)
	23.1(10)

	N1A
	-3505.6(17)
	-5534(3)
	8128(2)
	25.7(9)

	N2B
	-6050.9(16)
	-2908(3)
	445(2)
	18.6(8)

	C17A
	-4034.5(19)
	-3702(3)
	8558(3)
	20.6(10)

	N4B
	-5353.9(16)
	-3426(3)
	2862(2)
	25.7(9)

	C14B
	-4701.3(19)
	-3669(3)
	4421(3)
	27.2(10)

	N3D
	-2774.2(17)
	1821(3)
	8636(2)
	26(10)

	C3A
	-3367.9(17)
	-5788(3)
	8821(3)
	21.7(10)

	C2A
	-3614(2)
	-6519(3)
	8840(3)
	29.5(10)

	N2C
	-6052.5(16)
	2035(3)
	510(2)
	21.3(9)

	C11C
	-5113.4(19)
	4224(3)
	1659(3)
	32.4(12)

	N5A
	-3816.1(17)
	-3814(3)
	8244(2)
	25(9)

	C6D
	-2567(2)
	157(4)
	10795(3)
	29.9(11)

	C18C
	-6616.3(18)
	2633(3)
	1862(3)
	23.2(10)

	N6C
	-6297.2(17)
	2246(3)
	1891(2)
	30.3(10)

	C18D
	-2306.3(19)
	-227(3)
	7882(3)
	22.4(10)

	C18B
	-4924.6(19)
	-3841(3)
	1195(3)
	24.1(10)

	C11B
	-6562.9(19)
	-5482(3)
	620(3)
	28.1(11)

	C7D
	-2473(2)
	933(4)
	10540(3)
	30.1(11)

	C3B
	-5588.6(18)
	-1699(3)
	820(3)
	21.4(10)

	N6D
	-2598.3(17)
	189(3)
	7931(2)
	30.8(10)

	N7C
	-6240.8(14)
	-125(3)
	1296(2)
	22.4(8)

	C4C
	-6309.5(19)
	1431(3)
	-5(3)
	22(10)

	N5C
	-5136.5(17)
	1333(3)
	1539(2)
	29(10)

	C14A
	-4334.1(18)
	-3778(3)
	5245(2)
	22.8(9)

	C13B
	-5020.8(18)
	-2977(3)
	4177(3)
	25.9(9)

	N4A
	-3675.8(15)
	-3989(3)
	6801(2)
	24.6(9)

	C10C
	-5415(19)
	4054(3)
	905(3)
	31.6(11)

	C8A
	-2626.7(18)
	-3978(3)
	9722(3)
	20.5(10)

	C12B
	-5350.9(17)
	-2904(3)
	3384(2)
	27.6(10)

	C6B
	-6434(2)
	-2622(4)
	-1092(3)
	30.4(11)

	C11A
	-2406(2)
	-1988(4)
	9063(3)
	31.7(11)

	N1C
	-6149.8(15)
	629(3)
	1133(2)
	20.1(9)

	C5A
	-2806(2)
	-5476(3)
	10243(3)
	23.1(10)

	N3C
	-5468.4(16)
	3009(3)
	1638(2)
	21.5(8)

	N8D
	-2667.9(18)
	2593(3)
	8456(3)
	33.9(10)

	C10A
	-2332(2)
	-2474(4)
	9681(3)
	27.6(11)

	C4A
	-3005.1(18)
	-5268(3)
	9478(3)
	20.1(10)

	N6B
	-5157.7(17)
	-3681(3)
	1523(2)
	27(9)

	C18A
	-2351.5(19)
	-5158(3)
	7840(3)
	23.8(11)

	C15B
	-4741.5(15)
	-4217(3)
	3871(2)
	33(9)

	C7C
	-6134(2)
	2908(4)
	-503(3)
	31.5(12)

	N8B
	-6300.1(15)
	-5022(3)
	1243.6(19)
	20.8(8)

	C4D
	-3007.2(18)
	-243(3)
	9494(3)
	18.7(9)

	N8C
	-5168.5(16)
	3594(3)
	2062(2)
	31.6(10)

	C17C
	-4904(19)
	1211(3)
	1203(3)
	24.8(11)

	N7B
	-5116.2(17)
	-1399(3)
	1991(2)
	29.7(10)

	N4D
	-3571(15)
	973(3)
	6845(2)
	24.8(9)

	C10B
	-6640.7(17)
	-5002(4)
	-11(3)
	26.9(11)

	C1D
	-3862(2)
	-1711(4)
	8061(3)
	40(13)

	C16D
	-3610.9(18)
	411(3)
	6298(3)
	29.3(10)

	N1B
	-5446.1(15)
	-1957(3)
	1572(2)
	21.8(9)

	C5C
	-6491.1(19)
	1560(4)
	-798(3)
	26.5(10)

	N4C
	-5292.1(16)
	1469(3)
	2921(2)
	27.2(9)

	N1D
	-3454.1(17)
	-535(3)
	8143(2)
	26.2(9)

	C15A
	-3930.4(19)
	-4258(3)
	5468(3)
	29.4(11)

	C8D
	-2646.7(18)
	1058(3)
	9757(3)
	20.7(10)

	C3D
	-3339.3(18)
	-791(3)
	8826(3)
	22.7(10)

	N8A
	-2697.5(16)
	-2415(3)
	8397(2)
	28.2(9)

	C13A
	-4406.5(13)
	-3359(2)
	5819(2)
	24.7(8)

	C7A
	-2410.5(19)
	-4124(3)
	10509(3)
	26.5(10)

	C11D
	-2413(2)
	3044(4)
	9105(3)
	35(12)

	C5B
	-6133(2)
	-2043(4)
	-569(3)
	29(11)

	C5D
	-2847(2)
	-437(3)
	10258(3)
	25.9(11)

	C9A
	-2577.4(18)
	-3235(3)
	9372(3)
	21.5(10)

	N6A
	-2680(16)
	-4798(3)
	7831(2)
	30(9)

	C13D
	-4197.5(16)
	1765(3)
	5840(2)
	36.5(11)

	N3A
	-2799.2(17)
	-3187(3)
	8592(2)
	25.2(10)

	C12A
	-4072.9(14)
	-3494(3)
	6575(2)
	30(9)

	C15C
	-5001(19)
	1809(3)
	4255(3)
	32.4(11)

	C16B
	-5064.2(17)
	-4079(3)
	3098(2)
	36.6(11)

	N2D
	-2896.4(16)
	475(3)
	9250(2)
	19.5(8)

	C2C
	-6572.8(17)
	-114(3)
	40(3)
	25.9(10)

	C13C
	-4590.4(17)
	805(3)
	3900(3)
	38.3(11)

	N5B
	-6326.3(17)
	-2625(3)
	1787(2)
	29.4(9)

	C17B
	-6647.8(18)
	-2320(4)
	1830(3)
	22.5(10)

	C1B
	-5027.2(19)
	-823(3)
	1580(3)
	30.5(11)

	N7D
	-3789.7(17)
	-1101(3)
	7652(2)
	29.1(9)

	N5D
	-3796.1(18)
	1179(3)
	8176(2)
	28.5(10)

	C14D
	-4241.4(17)
	1159(3)
	5289(2)
	19.2(9)

	C6A
	-2497.9(19)
	-4901(3)
	10773(3)
	25.1(10)

	C3C
	-6358.1(18)
	645(3)
	356(3)
	20.5(10)

	C15D
	-3926(2)
	502(3)
	5543(3)
	29.6(10)

	C7B
	-6532.9(18)
	-3352(3)
	-857(3)
	21.1(9)

	C12C
	-4927.8(18)
	930(3)
	3135(3)
	39.3(12)

	C9C
	-5634.1(18)
	3294(3)
	889(3)
	24.1(10)

	C8C
	-5950.6(19)
	2760(3)
	290(3)
	24.2(11)

	C17D
	-4013.4(18)
	1274(3)
	8499(3)
	19.9(9)

	C8B
	-6340.1(18)
	-3493(3)
	-66(3)
	18.9(9)

	C6C
	-6406(2)
	2299(4)
	-1028(3)
	32.4(11)

	C1A
	-3927(2)
	-6682(4)
	8075(3)
	33.2(11)

	C14C
	-4608.7(18)
	1242(3)
	4482(3)
	24.4(10)

	C2B
	-5325.1(19)
	-987(3)
	828(3)
	30.4(11)

	C16C
	-5343.1(18)
	1881(3)
	3462(3)
	30(10)

	C1C
	-6487(18)
	-598(3)
	670(3)
	23.7(9)

	C10D
	-2361(2)
	2571(4)
	9718(3)
	29.4(11)

	C16A
	-3626.4(17)
	-4362(3)
	6221(2)
	31.5(11)

	C12D
	-3863.5(16)
	1637(3)
	6594(2)
	32.8(10)

	C2D
	-3576(2)
	-1534(4)
	8832(3)
	33.6(11)

	O
	-2918.9(14)
	2827(3)
	6927(2)
	67.4(12)

	O0AA
	-2962.3(11)
	-1811.3(16)
	6907(16)
	36(6)

	O1AA
	-6014.8(15)
	-558(3)
	2810(2)
	76.2(14)

	O2AA
	-6012.6(12)
	4769.5(19)
	2787.4(17)
	43.2(7)

	C
	-3313.6(18)
	-2044(3)
	6157(3)
	44.4(12)

	C0AA
	-5646.9(18)
	-503(3)
	3593(3)
	46.3(12)

	C1AA
	-3211.7(19)
	3319(3)
	6333(3)
	55(13)

	C2AA
	-5724(2)
	4282(4)
	3456(4)
	80(2)


Table 3 Anisotropic Displacement Parameters (Å2×103) for Phase 2 140 K. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Fe1C
	22.3(3)
	23.3(3)
	15.7(3)
	-0.4(2)
	7.5(3)
	-1.2(3)

	Fe1B
	21(3)
	21.9(3)
	13.3(3)
	-0.2(2)
	5.3(2)
	0(3)

	Fe1A
	19.3(3)
	23.6(3)
	15.3(3)
	-1.2(2)
	6.5(3)
	-1.4(2)

	Fe1D
	19.9(3)
	24.1(3)
	15.6(3)
	-2.4(2)
	5.7(3)
	-0.1(3)

	S1B
	31.3(6)
	42.5(7)
	31.8(6)
	10.1(5)
	15.1(5)
	12.8(5)

	S2C
	30.6(7)
	41.6(7)
	36.2(6)
	11.3(5)
	13.5(5)
	11.6(5)

	S1A
	37.3(7)
	46.5(8)
	39.5(7)
	-9(6)
	26.2(6)
	-2.9(6)

	S1D
	36(7)
	44.4(8)
	37.8(7)
	-4.9(6)
	24.2(6)
	-1.6(6)

	S2B
	35.6(7)
	40.1(7)
	32.1(6)
	-3(5)
	20(5)
	0.8(6)

	S1C
	37.5(7)
	50.4(9)
	34.4(7)
	0.1(6)
	22.1(6)
	6.8(6)

	S2D
	33.9(6)
	36.9(6)
	32.2(6)
	6.3(5)
	15.3(5)
	12.3(5)

	S2A
	31(6)
	40(7)
	29.9(6)
	6.7(5)
	13.1(5)
	13.7(5)

	N3B
	15.7(17)
	20.4(19)
	20.9(18)
	-1.3(13)
	7.1(14)
	0.8(14)

	N2A
	19.1(19)
	21(2)
	15.5(17)
	1.6(14)
	7.2(14)
	-0.8(15)

	C9B
	17(19)
	23(2)
	23(2)
	5(16)
	9.5(16)
	2.2(16)

	N7A
	24.5(17)
	18.2(17)
	22.3(16)
	-3.4(13)
	2.2(13)
	-5.2(13)

	C4B
	21(2)
	22(2)
	28(2)
	6.4(17)
	12.5(18)
	5.2(18)

	C9D
	18(2)
	27(2)
	22(2)
	-9.1(16)
	7.4(16)
	-2.1(16)

	N1A
	28(2)
	24(2)
	23.8(19)
	-5.1(15)
	10.8(15)
	-4.7(16)

	N2B
	17.6(19)
	18.3(19)
	16.8(16)
	1(14)
	5.3(14)
	2.3(14)

	C17A
	21(2)
	18(2)
	16.1(18)
	5.6(15)
	3.1(16)
	0.1(17)

	N4B
	31.4(18)
	23(18)
	18.8(17)
	4.8(13)
	8.4(13)
	-0.2(14)

	C14B
	32(2)
	29(2)
	22.3(19)
	0.1(16)
	13.5(16)
	-8.6(18)

	N3D
	32(2)
	25(2)
	21.8(19)
	1.3(14)
	13.4(17)
	-1.1(16)

	C3A
	18(18)
	18(2)
	24(2)
	-5.6(15)
	5.8(15)
	-3.6(15)

	C2A
	33(2)
	19(2)
	34(2)
	4(16)
	13.4(18)
	-0.8(17)

	N2C
	17.4(19)
	23(2)
	19.7(18)
	-2.1(15)
	5.8(15)
	3(16)

	C11C
	29(2)
	19(2)
	49(3)
	-4.7(18)
	18(2)
	-4.5(17)

	N5A
	25(2)
	27(2)
	25.5(18)
	-1(15)
	13.3(16)
	2.9(17)

	C6D
	34(2)
	37(2)
	16.7(19)
	8.2(16)
	10.5(16)
	2.7(19)

	C18C
	22(2)
	31(2)
	18(2)
	0.7(16)
	11(17)
	-4.1(19)

	N6C
	27.6(19)
	38(2)
	25.5(18)
	-4(15)
	12.7(15)
	-2.8(17)

	C18D
	29(2)
	16.2(19)
	14.4(19)
	0.1(14)
	4(16)
	-0.9(17)

	C18B
	23(2)
	19(2)
	24(2)
	0.1(16)
	5(17)
	-0.3(17)

	C11B
	27(2)
	26(2)
	32(2)
	-5.1(19)
	13.7(18)
	-8.8(19)

	C7D
	30(2)
	31(2)
	29(2)
	-5.5(17)
	12.7(18)
	-0.5(19)

	C3B
	25(2)
	23(2)
	16.7(18)
	9.5(14)
	10.3(15)
	10.4(16)

	N6D
	31(2)
	35(2)
	22.3(17)
	-3.2(14)
	8.6(14)
	-1.1(17)

	N7C
	23.1(18)
	28(2)
	14.3(15)
	-0.7(13)
	6.7(13)
	-1(15)

	C4C
	23(2)
	28(2)
	15.2(19)
	-1.7(16)
	8.8(16)
	1(18)

	N5C
	27(2)
	38(2)
	16.9(17)
	6.8(15)
	5.7(15)
	6.5(18)

	C14A
	27(2)
	28(2)
	10.7(15)
	-0.2(14)
	6.6(13)
	-8.7(16)

	C13B
	25.4(19)
	32(2)
	17.6(17)
	-4.2(15)
	7.6(14)
	1.5(17)

	N4A
	28.5(19)
	28(2)
	14.5(16)
	-3.9(13)
	8(13)
	-3.7(15)

	C10C
	27(2)
	28(2)
	37(2)
	1.9(18)
	13(18)
	3.1(18)

	C8A
	12.9(18)
	25(2)
	18.9(19)
	-5(16)
	3.5(15)
	0.8(16)

	C12B
	27.5(19)
	37(2)
	10(15)
	4.2(14)
	1.5(13)
	7.2(17)

	C6B
	30(2)
	39(3)
	18.6(19)
	-4.4(17)
	8.1(16)
	1.4(19)

	C11A
	35(3)
	24(2)
	36(2)
	-3(18)
	16.8(19)
	-3.8(19)

	N1C
	18.1(18)
	21(2)
	20.4(18)
	0.3(13)
	8.6(14)
	0.6(14)

	C5A
	26(2)
	20(2)
	19.2(19)
	4.2(16)
	6.6(16)
	4.8(17)

	N3C
	20.7(17)
	20.7(19)
	17.1(16)
	-0.4(13)
	3.4(13)
	-1.6(14)

	N8D
	37(2)
	26(2)
	47(2)
	8.2(17)
	26.6(18)
	-1.5(17)

	C10A
	32(2)
	26(2)
	23(2)
	-3.8(16)
	11.6(17)
	-3.3(17)

	C4A
	20(2)
	18(2)
	18.3(19)
	-3.5(15)
	5.3(15)
	0.1(17)

	N6B
	23(2)
	34(2)
	19.9(17)
	5.4(15)
	6.9(15)
	4.9(18)

	C18A
	30(2)
	23(2)
	12.3(18)
	-1(15)
	3.8(16)
	-1.7(19)

	C15B
	39(2)
	27.7(19)
	24.6(18)
	3.6(13)
	8(17)
	12.4(17)

	C7C
	33(3)
	33(3)
	30(2)
	10.7(19)
	15(2)
	3(2)

	N8B
	24.7(17)
	23.4(19)
	11.9(13)
	3(12)
	6.6(12)
	2.1(14)

	C4D
	19(2)
	17(2)
	16.6(18)
	-2.7(14)
	5.6(15)
	-0.1(16)

	N8C
	25.2(19)
	35(2)
	27.9(19)
	-7.3(15)
	6.7(15)
	-5.9(15)

	C17C
	21(2)
	28(2)
	21(2)
	0.5(17)
	5.2(17)
	2.3(18)

	N7B
	29.8(19)
	34(2)
	19.1(16)
	-5.1(14)
	6(14)
	-4(15)

	N4D
	23.7(18)
	28.8(19)
	17.9(16)
	-4.7(13)
	6.3(13)
	-6(14)

	C10B
	17.8(19)
	33(2)
	26(2)
	-7.1(17)
	6.5(16)
	-8.3(17)

	C1D
	42(3)
	29(2)
	41(3)
	-6.3(19)
	12(2)
	-6(2)

	C16D
	28(2)
	30(2)
	33(2)
	-9.6(16)
	16.1(16)
	-2.3(16)

	N1B
	18.1(17)
	21.8(19)
	17.1(17)
	-2.4(14)
	1(13)
	-0.5(14)

	C5C
	26(2)
	35(3)
	12.3(18)
	-2(16)
	4(15)
	2.4(18)

	N4C
	31(2)
	26(2)
	22.7(18)
	2.6(14)
	11.2(14)
	0.1(15)

	N1D
	24.4(19)
	26(2)
	24.4(19)
	-4.3(15)
	7.9(15)
	-2.4(16)

	C15A
	33(2)
	38(3)
	18.2(18)
	-1(16)
	13.2(16)
	5(2)

	C8D
	11.9(18)
	24(2)
	23(2)
	-2.8(16)
	5.3(15)
	3.3(16)

	C3D
	21(2)
	19(2)
	24(2)
	-7.3(15)
	6.9(16)
	-4.6(16)

	N8A
	29(2)
	20(18)
	40(2)
	0(15)
	19.6(16)
	-5.3(15)

	C13A
	25.3(18)
	31.2(19)
	17.2(15)
	2.7(12)
	9.5(14)
	6.4(15)

	C7A
	28(2)
	28(2)
	26(2)
	-6.9(17)
	14.1(17)
	-2.5(17)

	C11D
	33(2)
	27(2)
	39(3)
	-5.3(19)
	11.7(19)
	-3.2(19)

	C5B
	30(2)
	32(3)
	25(2)
	6.8(19)
	12(19)
	1(2)

	C5D
	27(2)
	25(2)
	23(2)
	3.1(17)
	8.4(17)
	2.1(18)

	C9A
	16.4(19)
	28(2)
	17(2)
	-9.9(15)
	5.1(15)
	-2.7(16)

	N6A
	29(2)
	36(2)
	25.1(18)
	-2.7(15)
	12.3(15)
	3.9(16)

	C13D
	54(3)
	24(2)
	20.4(17)
	-1.1(13)
	7.6(18)
	1.7(18)

	N3A
	31(2)
	23(2)
	21.8(19)
	-0.3(14)
	12.6(16)
	-3.2(15)

	C12A
	35(2)
	31(2)
	19.4(16)
	-0.9(13)
	8.9(15)
	9.7(17)

	C15C
	25(2)
	51(3)
	20.4(19)
	-5.9(17)
	9.9(16)
	1.7(19)

	C16B
	51(3)
	31(2)
	18.5(17)
	-2.7(14)
	7.9(17)
	9.1(19)

	N2D
	18(19)
	21(2)
	17.4(16)
	-0.1(14)
	6.7(14)
	-0.4(15)

	C2C
	17.6(19)
	28(2)
	28(2)
	-8.5(17)
	7.1(15)
	-5.9(16)

	C13C
	53(3)
	27(2)
	25.6(19)
	1.3(14)
	10.4(18)
	9.2(18)

	N5B
	28.6(19)
	32(2)
	26.1(17)
	-2.9(15)
	11.7(14)
	0.7(16)

	C17B
	21(2)
	30(2)
	16.4(19)
	3.3(16)
	8.4(16)
	-2.4(17)

	C1B
	34(2)
	19(2)
	36(2)
	-1.4(16)
	13.6(18)
	-5.3(17)

	N7D
	34(2)
	19.7(18)
	27.9(18)
	-7.2(14)
	9.6(15)
	-6.1(15)

	N5D
	27(2)
	24(2)
	31(2)
	-0.2(16)
	10.5(17)
	1.5(17)

	C14D
	21(19)
	23(2)
	10.9(15)
	1.6(13)
	5(13)
	-2.8(15)

	C6A
	26(2)
	29(2)
	16.8(18)
	7.5(15)
	7.2(15)
	6.5(17)

	C3C
	22(2)
	17.4(19)
	23(2)
	5.3(14)
	11.2(16)
	2.2(15)

	C15D
	32(2)
	32(2)
	26(2)
	-3.1(16)
	14.7(17)
	0.9(18)

	C7B
	19.7(18)
	28(2)
	9.5(16)
	0.2(14)
	1.4(13)
	2.8(16)

	C12C
	64(3)
	33(2)
	19.8(18)
	0.1(14)
	17.6(18)
	7(2)

	C9C
	22(2)
	24(2)
	27(2)
	7.7(16)
	11.4(17)
	8(17)

	C8C
	22(2)
	31(3)
	21(2)
	5(18)
	11.8(17)
	7.2(19)

	C17D
	19(2)
	16(2)
	20(19)
	2.1(15)
	5.5(16)
	3.7(16)

	C8B
	19(2)
	22(2)
	14.8(18)
	1.9(14)
	6.8(15)
	2.9(16)

	C6C
	36(2)
	37(3)
	19(2)
	1.3(17)
	7.8(17)
	4.8(19)

	C1A
	31(2)
	27(2)
	32(2)
	-2.3(17)
	5.9(17)
	-7(17)

	C14C
	30(2)
	18.5(19)
	25.7(18)
	4.1(15)
	13.8(16)
	0.7(16)

	C2B
	34(2)
	24(2)
	31(2)
	1.4(17)
	12.9(18)
	-2.8(18)

	C16C
	26(2)
	41(3)
	21.6(19)
	-6.5(16)
	9.2(15)
	-4.3(18)

	C1C
	20.7(19)
	20.2(19)
	31(2)
	-0.1(15)
	12.5(16)
	-0.6(15)

	C10D
	32(2)
	28(2)
	28(2)
	-3.6(17)
	13.3(17)
	-0.2(18)

	C16A
	26(2)
	47(3)
	20.6(19)
	6.7(16)
	10.2(15)
	12.7(18)

	C12D
	46(3)
	24.2(19)
	23.2(18)
	-1.5(14)
	11.9(18)
	0.5(18)

	C2D
	36(2)
	21(2)
	40(2)
	7.7(18)
	14.6(19)
	-2.8(18)

	O
	36.4(18)
	136(3)
	33.4(17)
	3.5(19)
	19(15)
	0(2)

	O0AA
	38.7(15)
	37(14)
	29.6(13)
	3.1(11)
	13.5(11)
	-8.5(12)

	O1AA
	41.4(19)
	157(4)
	30(17)
	-10(2)
	16(15)
	-16(2)

	O2AA
	40.6(16)
	56.8(18)
	33.9(14)
	7.4(14)
	18.6(12)
	2.9(15)

	C
	36(2)
	63(3)
	31.7(19)
	7.1(19)
	13.7(16)
	-7(2)

	C0AA
	38(2)
	56(3)
	44(2)
	-7(2)
	18.6(18)
	-7(2)

	C1AA
	58(3)
	61(3)
	49(3)
	22(2)
	27(2)
	8(3)

	C2AA
	48(3)
	101(5)
	109(5)
	65(4)
	51(3)
	35(3)


Table 4 Bond Lengths for Phase 2 140 K.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Fe1C
	N6C
	2.106(5)
	C3B
	C2B
	1.404(8)

	Fe1C
	N5C
	2.124(5)
	N7C
	C1C
	1.343(6)

	Fe1C
	N2C
	2.143(4)
	N7C
	N1C
	1.320(6)

	Fe1C
	N4C
	2.167(4)
	C4C
	C5C
	1.405(6)

	Fe1C
	N1C
	2.204(4)
	C4C
	C3C
	1.493(7)

	Fe1C
	N3C
	2.219(4)
	N5C
	C17C
	1.197(7)

	Fe1B
	N5B
	2.108(5)
	C14A
	C13A
	1.418(6)

	Fe1B
	N6B
	2.137(5)
	C14A
	C15A
	1.359(7)

	Fe1B
	N2B
	2.146(4)
	C13B
	C12B
	1.418(5)

	Fe1B
	N4B
	2.152(4)
	N4A
	C12A
	1.357(6)

	Fe1B
	N3B
	2.209(4)
	N4A
	C16A
	1.357(6)

	Fe1B
	N1B
	2.216(4)
	C10C
	C9C
	1.393(8)

	Fe1A
	N2A
	2.139(4)
	C8A
	C7A
	1.390(7)

	Fe1A
	N6A
	2.099(5)
	C8A
	C9A
	1.423(7)

	Fe1A
	N5A
	2.169(5)
	C6B
	C7B
	1.348(8)

	Fe1A
	N4A
	2.178(4)
	C6B
	C5B
	1.382(8)

	Fe1A
	N3A
	2.197(5)
	C11A
	C10A
	1.371(8)

	Fe1A
	N1A
	2.229(5)
	C11A
	N8A
	1.380(7)

	Fe1D
	N6D
	2.107(5)
	N1C
	C3C
	1.353(6)

	Fe1D
	N4D
	2.145(4)
	C5A
	C6A
	1.391(7)

	Fe1D
	N2D
	2.128(4)
	C5A
	C4A
	1.374(7)

	Fe1D
	N5D
	2.161(5)
	N3C
	N8C
	1.316(6)

	Fe1D
	N3D
	2.180(5)
	N3C
	C9C
	1.391(6)

	Fe1D
	N1D
	2.221(5)
	N8D
	C11D
	1.357(7)

	S1B
	C17B
	1.641(6)
	C10A
	C9A
	1.421(7)

	S2C
	C18C
	1.649(6)
	C18A
	N6A
	1.165(7)

	S1A
	C17A
	1.655(6)
	C15B
	C16B
	1.396(6)

	S1D
	C17D
	1.644(5)
	C7C
	C8C
	1.407(7)

	S2B
	C18B
	1.625(6)
	C7C
	C6C
	1.389(8)

	S1C
	C17C
	1.623(6)
	C4D
	N2D
	1.355(6)

	S2D
	C18D
	1.623(6)
	C4D
	C5D
	1.379(7)

	S2A
	C18A
	1.641(6)
	C4D
	C3D
	1.520(6)

	N3B
	C9B
	1.350(6)
	N7B
	N1B
	1.323(6)

	N3B
	N8B
	1.325(6)
	N7B
	C1B
	1.338(7)

	N2A
	C4A
	1.361(6)
	N4D
	C16D
	1.366(6)

	N2A
	C8A
	1.329(6)
	N4D
	C12D
	1.339(6)

	C9B
	C10B
	1.378(7)
	C1D
	N7D
	1.351(7)

	C9B
	C8B
	1.497(7)
	C1D
	C2D
	1.384(8)

	N7A
	C1A
	1.355(7)
	C16D
	C15D
	1.353(6)

	N7A
	N1A
	1.378(6)
	C5C
	C6C
	1.342(8)

	C4B
	N2B
	1.330(6)
	N4C
	C12C
	1.329(7)

	C4B
	C5B
	1.400(7)
	N4C
	C16C
	1.323(7)

	C4B
	C3B
	1.422(7)
	N1D
	C3D
	1.285(7)

	C9D
	N3D
	1.349(6)
	N1D
	N7D
	1.384(6)

	C9D
	C10D
	1.414(7)
	C15A
	C16A
	1.345(6)

	C9D
	C8D
	1.433(7)
	C8D
	N2D
	1.326(6)

	N1A
	C3A
	1.289(6)
	C3D
	C2D
	1.408(7)

	N2B
	C8B
	1.365(6)
	N8A
	N3A
	1.380(6)

	C17A
	N5A
	1.121(7)
	C13A
	C12A
	1.377(5)

	N4B
	C16B
	1.320(6)
	C7A
	C6A
	1.427(8)

	N4B
	C12B
	1.322(6)
	C11D
	C10D
	1.368(8)

	C14B
	C15B
	1.354(6)
	C9A
	N3A
	1.359(6)

	C14B
	C13B
	1.420(7)
	C13D
	C12D
	1.374(6)

	C14B
	C14A
	1.496(4)
	C13D
	C14D
	1.415(6)

	N3D
	N8D
	1.374(6)
	C15C
	C14C
	1.418(7)

	C3A
	C2A
	1.414(7)
	C15C
	C16C
	1.425(6)

	C3A
	C4A
	1.513(6)
	C2C
	C3C
	1.393(7)

	C2A
	C1A
	1.385(7)
	C2C
	C1C
	1.379(7)

	N2C
	C4C
	1.363(6)
	C13C
	C14C
	1.365(7)

	N2C
	C8C
	1.334(7)
	C13C
	C12C
	1.392(6)

	C11C
	C10C
	1.363(7)
	N5B
	C17B
	1.148(7)

	C11C
	N8C
	1.345(7)
	C1B
	C2B
	1.357(7)

	C6D
	C5D
	1.391(7)
	N5D
	C17D
	1.129(7)

	C6D
	C7D
	1.425(8)
	C14D
	C15D
	1.370(7)

	C18C
	N6C
	1.148(7)
	C14D
	C14C
	1.468(4)

	C18D
	N6D
	1.165(7)
	C7B
	C8B
	1.401(6)

	C18B
	N6B
	1.197(7)
	C9C
	C8C
	1.421(7)

	C11B
	N8B
	1.337(6)
	O
	C1AA
	1.354(6)

	C11B
	C10B
	1.383(8)
	O0AA
	C
	1.417(5)

	C7D
	C8D
	1.388(7)
	O1AA
	C0AA
	1.432(6)

	C3B
	N1B
	1.393(6)
	O2AA
	C2AA
	1.433(6)


Table 5 Bond Angles for Phase 2 140 K.

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

	N6C
	Fe1C
	N5C
	175.7(2)
	C13A
	C14A
	C14B
	118.8(3)

	N6C
	Fe1C
	N2C
	95.72(17)
	C15A
	C14A
	C14B
	122.9(3)

	N5C
	Fe1C
	N2C
	83.76(16)
	C14B
	C13B
	C12B
	118.1(4)

	N6C
	Fe1C
	N4C
	92.56(17)
	C12A
	N4A
	C16A
	115.0(4)

	N5C
	Fe1C
	N4C
	87.67(16)
	C12A
	N4A
	Fe1A
	119.7(3)

	N2C
	Fe1C
	N4C
	170.71(18)
	C16A
	N4A
	Fe1A
	124.5(3)

	N6C
	Fe1C
	N1C
	93.35(18)
	C11C
	C10C
	C9C
	106.5(5)

	N5C
	Fe1C
	N1C
	90.61(17)
	N2A
	C8A
	C7A
	121.4(5)

	N2C
	Fe1C
	N1C
	75.31(16)
	N2A
	C8A
	C9A
	113.6(4)

	N4C
	Fe1C
	N1C
	108.46(16)
	C7A
	C8A
	C9A
	125.0(5)

	N6C
	Fe1C
	N3C
	91.08(18)
	N4B
	C12B
	C13B
	122.7(4)

	N5C
	Fe1C
	N3C
	84.71(18)
	C7B
	C6B
	C5B
	121.1(5)

	N2C
	Fe1C
	N3C
	74.25(16)
	C10A
	C11A
	N8A
	108.6(5)

	N4C
	Fe1C
	N3C
	101.44(16)
	C3C
	N1C
	N7C
	104.2(4)

	N1C
	Fe1C
	N3C
	149.52(15)
	C3C
	N1C
	Fe1C
	115.2(3)

	N5B
	Fe1B
	N6B
	177.6(2)
	N7C
	N1C
	Fe1C
	140.3(3)

	N5B
	Fe1B
	N2B
	95.71(17)
	C6A
	C5A
	C4A
	117.4(5)

	N6B
	Fe1B
	N2B
	84.36(16)
	N8C
	N3C
	C9C
	103.8(4)

	N5B
	Fe1B
	N4B
	91.55(17)
	N8C
	N3C
	Fe1C
	142.0(3)

	N6B
	Fe1B
	N4B
	88.21(17)
	C9C
	N3C
	Fe1C
	113.9(3)

	N2B
	Fe1B
	N4B
	171.65(18)
	N3D
	N8D
	C11D
	110.4(5)

	N5B
	Fe1B
	N3B
	92.81(17)
	C11A
	C10A
	C9A
	106.2(4)

	N6B
	Fe1B
	N3B
	89.54(17)
	N2A
	C4A
	C5A
	123.4(4)

	N2B
	Fe1B
	N3B
	75.45(16)
	N2A
	C4A
	C3A
	111.4(4)

	N4B
	Fe1B
	N3B
	108.37(16)
	C5A
	C4A
	C3A
	125.2(5)

	N5B
	Fe1B
	N1B
	93.01(18)
	C18B
	N6B
	Fe1B
	156.1(4)

	N6B
	Fe1B
	N1B
	84.69(18)
	N6A
	C18A
	S2A
	177.3(5)

	N2B
	Fe1B
	N1B
	74.16(15)
	C14B
	C15B
	C16B
	121.2(4)

	N4B
	Fe1B
	N1B
	101.40(15)
	C8C
	C7C
	C6C
	119.7(5)

	N3B
	Fe1B
	N1B
	149.47(15)
	C11B
	N8B
	N3B
	112.9(4)

	N2A
	Fe1A
	N6A
	95.48(17)
	N2D
	C4D
	C5D
	123.7(4)

	N2A
	Fe1A
	N5A
	82.17(16)
	N2D
	C4D
	C3D
	111.9(4)

	N6A
	Fe1A
	N5A
	176.59(18)
	C5D
	C4D
	C3D
	124.4(5)

	N2A
	Fe1A
	N4A
	171.73(17)
	N3C
	N8C
	C11C
	114.4(4)

	N6A
	Fe1A
	N4A
	92.45(16)
	N5C
	C17C
	S1C
	178.9(6)

	N5A
	Fe1A
	N4A
	89.80(16)
	N1B
	N7B
	C1B
	114.3(4)

	N2A
	Fe1A
	N3A
	73.83(16)
	C16D
	N4D
	C12D
	116.1(4)

	N6A
	Fe1A
	N3A
	92.35(19)
	C16D
	N4D
	Fe1D
	122.6(3)

	N5A
	Fe1A
	N3A
	89.38(18)
	C12D
	N4D
	Fe1D
	120.1(3)

	N4A
	Fe1A
	N3A
	108.25(16)
	C9B
	C10B
	C11B
	104.4(4)

	N2A
	Fe1A
	N1A
	73.91(16)
	N7D
	C1D
	C2D
	107.6(5)

	N6A
	Fe1A
	N1A
	91.81(19)
	C15D
	C16D
	N4D
	123.1(5)

	N5A
	Fe1A
	N1A
	85.17(18)
	N7B
	N1B
	C3B
	103.4(4)

	N4A
	Fe1A
	N1A
	103.53(16)
	N7B
	N1B
	Fe1B
	142.3(3)

	N3A
	Fe1A
	N1A
	147.72(16)
	C3B
	N1B
	Fe1B
	113.7(3)

	N6D
	Fe1D
	N4D
	91.56(17)
	C6C
	C5C
	C4C
	117.6(5)

	N6D
	Fe1D
	N2D
	96.44(17)
	C12C
	N4C
	C16C
	118.3(4)

	N4D
	Fe1D
	N2D
	171.55(18)
	C12C
	N4C
	Fe1C
	119.4(3)

	N6D
	Fe1D
	N5D
	176.7(2)
	C16C
	N4C
	Fe1C
	121.9(3)

	N4D
	Fe1D
	N5D
	88.91(17)
	C3D
	N1D
	N7D
	105.8(4)

	N2D
	Fe1D
	N5D
	82.95(17)
	C3D
	N1D
	Fe1D
	116.2(4)

	N6D
	Fe1D
	N3D
	93.92(19)
	N7D
	N1D
	Fe1D
	137.1(3)

	N4D
	Fe1D
	N3D
	108.29(16)
	C16A
	C15A
	C14A
	119.9(5)

	N2D
	Fe1D
	N3D
	73.96(17)
	N2D
	C8D
	C7D
	121.3(5)

	N5D
	Fe1D
	N3D
	89.06(18)
	N2D
	C8D
	C9D
	113.2(4)

	N6D
	Fe1D
	N1D
	91.35(19)
	C7D
	C8D
	C9D
	125.4(5)

	N4D
	Fe1D
	N1D
	102.98(16)
	N1D
	C3D
	C2D
	112.8(5)

	N2D
	Fe1D
	N1D
	74.19(17)
	N1D
	C3D
	C4D
	117.6(5)

	N5D
	Fe1D
	N1D
	85.33(18)
	C2D
	C3D
	C4D
	129.4(5)

	N3D
	Fe1D
	N1D
	148.10(16)
	N3A
	N8A
	C11A
	108.7(4)

	C9B
	N3B
	N8B
	104.3(4)
	C14A
	C13A
	C12A
	117.7(4)

	C9B
	N3B
	Fe1B
	115.3(3)
	C8A
	C7A
	C6A
	118.5(5)

	N8B
	N3B
	Fe1B
	140.2(3)
	C10D
	C11D
	N8D
	107.9(5)

	C4A
	N2A
	C8A
	119.6(4)
	C6B
	C5B
	C4B
	120.0(5)

	C4A
	N2A
	Fe1A
	120.2(3)
	C6D
	C5D
	C4D
	116.9(5)

	C8A
	N2A
	Fe1A
	120.0(3)
	N3A
	C9A
	C8A
	118.6(4)

	N3B
	C9B
	C10B
	111.5(4)
	N3A
	C9A
	C10A
	108.9(5)

	N3B
	C9B
	C8B
	116.6(4)
	C8A
	C9A
	C10A
	132.5(4)

	C10B
	C9B
	C8B
	131.8(4)
	C18A
	N6A
	Fe1A
	168.6(4)

	C1A
	N7A
	N1A
	110.0(4)
	C12D
	C13D
	C14D
	118.5(4)

	N2B
	C4B
	C5B
	118.3(5)
	N8A
	N3A
	C9A
	107.5(4)

	N2B
	C4B
	C3B
	115.5(4)
	N8A
	N3A
	Fe1A
	138.4(3)

	C5B
	C4B
	C3B
	126.1(5)
	C9A
	N3A
	Fe1A
	113.9(3)

	N3D
	C9D
	C10D
	109.5(5)
	N4A
	C12A
	C13A
	124.1(4)

	N3D
	C9D
	C8D
	118.0(4)
	C14C
	C15C
	C16C
	119.5(5)

	C10D
	C9D
	C8D
	132.5(4)
	N4B
	C16B
	C15B
	122.5(4)

	C3A
	N1A
	N7A
	106.5(4)
	C8D
	N2D
	C4D
	119.7(4)

	C3A
	N1A
	Fe1A
	115.8(3)
	C8D
	N2D
	Fe1D
	120.0(4)

	N7A
	N1A
	Fe1A
	136.4(3)
	C4D
	N2D
	Fe1D
	120.0(3)

	C4B
	N2B
	C8B
	122.3(4)
	C3C
	C2C
	C1C
	104.0(4)

	C4B
	N2B
	Fe1B
	119.4(3)
	C14C
	C13C
	C12C
	121.8(5)

	C8B
	N2B
	Fe1B
	118.2(3)
	C17B
	N5B
	Fe1B
	177.2(4)

	N5A
	C17A
	S1A
	176.8(5)
	N5B
	C17B
	S1B
	177.0(5)

	C16B
	N4B
	C12B
	118.4(4)
	C2B
	C1B
	N7B
	107.1(5)

	C16B
	N4B
	Fe1B
	119.3(3)
	C1D
	N7D
	N1D
	110.0(4)

	C12B
	N4B
	Fe1B
	121.9(3)
	C17D
	N5D
	Fe1D
	153.5(4)

	C15B
	C14B
	C13B
	116.8(4)
	C13D
	C14D
	C15D
	117.1(4)

	C15B
	C14B
	C14A
	121.8(4)
	C13D
	C14D
	C14C
	120.9(3)

	C13B
	C14B
	C14A
	121.3(3)
	C15D
	C14D
	C14C
	121.9(4)

	N8D
	N3D
	C9D
	106.2(4)
	C5A
	C6A
	C7A
	119.5(4)

	N8D
	N3D
	Fe1D
	139.1(4)
	N1C
	C3C
	C2C
	111.5(4)

	C9D
	N3D
	Fe1D
	114.6(3)
	N1C
	C3C
	C4C
	116.7(4)

	N1A
	C3A
	C2A
	111.9(5)
	C2C
	C3C
	C4C
	131.7(4)

	N1A
	C3A
	C4A
	118.4(5)
	C16D
	C15D
	C14D
	120.9(5)

	C2A
	C3A
	C4A
	129.6(5)
	C6B
	C7B
	C8B
	118.2(5)

	C3A
	C2A
	C1A
	104.2(5)
	N4C
	C12C
	C13C
	122.7(5)

	C4C
	N2C
	C8C
	122.0(4)
	N3C
	C9C
	C10C
	109.2(5)

	C4C
	N2C
	Fe1C
	118.5(3)
	N3C
	C9C
	C8C
	116.7(4)

	C8C
	N2C
	Fe1C
	119.1(3)
	C10C
	C9C
	C8C
	133.9(5)

	C10C
	C11C
	N8C
	106.0(5)
	C7C
	C8C
	N2C
	118.1(5)

	C17A
	N5A
	Fe1A
	159.2(4)
	C7C
	C8C
	C9C
	125.7(5)

	C5D
	C6D
	C7D
	119.7(5)
	N2C
	C8C
	C9C
	116.0(4)

	N6C
	C18C
	S2C
	176.1(5)
	N5D
	C17D
	S1D
	176.1(5)

	C18C
	N6C
	Fe1C
	165.0(4)
	N2B
	C8B
	C7B
	120.0(5)

	N6D
	C18D
	S2D
	177.7(5)
	N2B
	C8B
	C9B
	114.3(4)

	N6B
	C18B
	S2B
	178.5(5)
	C7B
	C8B
	C9B
	125.6(5)

	N8B
	C11B
	C10B
	106.8(5)
	C5C
	C6C
	C7C
	121.6(5)

	C8D
	C7D
	C6D
	118.6(5)
	N7A
	C1A
	C2A
	107.4(5)

	N1B
	C3B
	C2B
	109.5(4)
	C15C
	C14C
	C13C
	115.5(4)

	N1B
	C3B
	C4B
	117.0(4)
	C15C
	C14C
	C14D
	121.5(4)

	C2B
	C3B
	C4B
	133.3(5)
	C13C
	C14C
	C14D
	123.0(4)

	C18D
	N6D
	Fe1D
	168.4(5)
	C1B
	C2B
	C3B
	105.7(5)

	C1C
	N7C
	N1C
	113.3(4)
	N4C
	C16C
	C15C
	122.0(5)

	N2C
	C4C
	C5C
	120.9(5)
	N7C
	C1C
	C2C
	107.0(4)

	N2C
	C4C
	C3C
	114.0(4)
	C11D
	C10D
	C9D
	106.1(5)

	C5C
	C4C
	C3C
	125.1(5)
	C15A
	C16A
	N4A
	124.9(4)

	C17C
	N5C
	Fe1C
	157.7(4)
	C13D
	C12D
	N4D
	124.2(4)

	C13A
	C14A
	C15A
	118.3(4)
	C1D
	C2D
	C3D
	103.7(5)


Table 8 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for Phase 2 140 K. 

	Atom
	x
	y
	z
	U(eq)

	H7AA
	-4015
	-6044
	7147
	30

	H2AA
	-3574
	-6828
	9278
	35

	H11A
	-4906
	4692
	1859
	49

	H6DA
	-2440
	47
	11329
	45

	H11B
	-6675
	-6033
	612
	42

	H7DA
	-2295
	1354
	10898
	45

	H7CA
	-6149
	-301
	1767
	27

	H13A
	-5014
	-2574
	4536
	39

	H10A
	-5466
	4388
	475
	47

	H12A
	-5579
	-2462
	3220
	41

	H6BA
	-6573
	-2505
	-1627
	46

	H11C
	-2278
	-1446
	9089
	38

	H5AA
	-2876
	-5992
	10403
	35

	H8DA
	-2753
	2770
	7987
	41

	H10B
	-2153
	-2332
	10209
	41

	H15A
	-4546
	-4703
	4014
	49

	H7CB
	-6073
	3422
	-679
	47

	H8BA
	-6209
	-5195
	1716
	25

	H8CA
	-5017
	3575
	2567
	38

	H7BA
	-4968
	-1406
	2496
	36

	H10C
	-6817
	-5147
	-539
	40

	H1DA
	-4070
	-2176
	7857
	60

	H16A
	-3408
	-66
	6455
	44

	H5CA
	-6668
	1140
	-1160
	40

	H15B
	-3863
	-4519
	5094
	44

	H13B
	-4676
	-2998
	5688
	37

	H7AB
	-2209
	-3716
	10863
	40

	H11D
	-2293
	3591
	9130
	42

	H5BA
	-6062
	-1537
	-744
	43

	H5DA
	-2924
	-952
	10410
	39

	H13C
	-4394
	2250
	5692
	55

	H12B
	-4124
	-3224
	6962
	45

	H15C
	-5035
	2139
	4628
	49

	H16B
	-5076
	-4470
	2727
	55

	H2CA
	-6740
	-263
	-488
	39

	H13D
	-4341
	404
	4021
	58

	H1BA
	-4798
	-383
	1778
	46

	H7DB
	-3935
	-1069
	7147
	35

	H6AA
	-2347
	-5024
	11307
	38

	H15D
	-3927
	105
	5184
	44

	H7BB
	-6728
	-3759
	-1219
	32

	H12C
	-4896
	618
	2749
	59

	H6CA
	-6534
	2408
	-1562
	49

	H1AA
	-4149
	-7132
	7881
	50

	H2BA
	-5350
	-683
	396
	46

	H16C
	-5616
	2237
	3318
	45

	H1CA
	-6584
	-1158
	662
	35

	H10D
	-2205
	2727
	10245
	44

	H16D
	-3357
	-4725
	6357
	47

	H12D
	-3838
	2044
	6961
	49

	H2DA
	-3548
	-1842
	9265
	50


