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Table 2. Crystal data for (NBun4)3 [Re6S8Cl6], 1.

	T/K
	150(2)
	100(2)

	Formula
	C48H108Cl6N3S8Re6
	C48H108Cl6N3S8Re6

	Size/mm
	0.03(0.26(0.52
	0.13(0.52(0.59

	Crystal system
	Triclinic
	Triclinic

	Space group
	P-1
	P-1

	a/Å
	12.422(3)
	12.3773(12)

	b/Å
	17.341(4)
	17.1805(18)

	c/Å
	18.197(4)
	18.1666(18)

	(/°
	96.07(3)
	96.632(12)

	(/°
	106.44(3)
	106.425(11)

	(/°
	103.89(3)
	103.608(12)

	V/Å3
	3585.4(12)
	3532.1(7)

	Z
	2
	2

	(calc/g.cm-3
	2.143
	2.176

	µ /mm-1
	10.576
	10.736

	Reflections collected
	13792
	13710

	Absorption correction
	numerical
	numerical

	Tmin/Tmax
	0.0629/0.7324
	0.0257/0.2574

	Independent reflections
	13792
	13710

	Rint
	0.040
	0.050

	Observed reflections
	10165
	11105

	Parameters
	640
	652

	R1
	0.0381
	0.0273

	wR2
	0.1076
	0.0674

	GOF
	0.89
	0.94

	((max/min/e-3
	3.31/-3.74
	2.34/-2.17


Table 3. Crystal data for (PPh4)3 [Re6S8(CN)6], 2.

	T/K
	293(2)
	250(2)
	200(2)
	150(2)

	Formula
	C78H60N6S8P3Re6
	C78H60N6S8P3Re6
	C78H60N6S8P3Re6
	C78H60N6S8P3Re6

	Size/mm
	0.06(0.08(0.23
	0.19(0.19(0.23
	0.17(0.19(0.23
	0.19(0.19(0.23

	Crystal system
	Triclinic
	Triclinic
	Triclinic
	Triclinic

	Space group
	P-1
	P-1
	P-1
	P-1

	a/Å
	13.8727(11)
	13.8680(16)
	13.8428(17)
	13.8186(16)

	b/Å
	15.2511(13)
	15.1960(16)
	15.1586(17)
	15.117(16)

	c/Å
	19.8989(18)
	19.482(2)
	19.825(2)
	19.803(2)

	(/°
	92.353(11)
	92.538(13)
	92.627(14)
	92.685(13)

	(/°
	108.276(10)
	108.475(13)
	108.619(13)
	108.774(13)

	(/°
	100.193(9)
	100.220(13)
	100.289(14)
	100.383(13)

	V/Å3
	3913.6(6)
	3880.3(8)
	3855.2(8)
	3826.7(8)

	Z
	2
	2
	2
	2

	(calc/g.cm-3
	2.162
	2.181
	2.195
	2.211

	µ /mm-1
	9.563
	9.646
	9.708
	9.781

	Reflect. collected
	41925
	39108
	39707
	38630

	Absorption correction
	numerical
	numerical
	numerical
	numerical

	Tmin/Tmax
	0.4146/0.5981
	0.1592/0.2744
	0.1545/0.2875
	0.1524/0.2598

	Independent reflections
	15502
	14093
	13976
	13904

	Rint
	0.056
	0.073
	0.077
	0.069

	Obs. reflect.
	8599
	10113
	10337
	10748

	Parameters
	910
	910
	911
	896

	R1
	0.0304
	0.0347
	0.0353
	0.0327

	wR2
	0.0420
	0.0839
	0.0869
	0.0809

	GOF
	0.64
	0.88
	0.90
	0.95

	((max/min/e-3
	0.71/-1.0
	2.73/-2.62
	3.18/-3.01
	2.52/-2.72


Table 4. Crystal data for (PPh4)3 [Re6Se8(CN)6] (CH3CN) (H2O)3, 3
	T/K
	293(2)
	150(2)

	Formula
	C80H69N7O3Se8P3Re6
	C80H69N7O3Se8P3Re6

	Size/mm
	0.14(0.38(0.46
	0.14(0.38(0.46

	Crystal system
	Triclinic
	Triclinic

	Space group
	P-1
	P-1

	a/Å
	13.6233(9)
	13.4983(9)

	b/Å
	14.2701(9)
	14.1705(10)

	c/Å
	26.1709(18)
	25.9583(19)

	(/°
	74.555(8)
	74.976(8)

	(/°
	89.578(8)
	89.776(8)

	(/°
	62.626(7)
	62.578(8)

	V/Å3
	4315.4(6)
	4217.9(6)

	Z
	2
	2

	(calc/g.cm-3
	2.323
	2.376

	µ /mm-1
	11.860
	12.134

	Reflections collected
	41983
	41780

	Absorption correction
	numerical
	numerical

	Tmin/Tmax
	0.0512/0.2485
	0.0531/0.2469

	Independent reflections
	15591
	15278

	Rint
	0.053
	0.056

	Observed reflections
	10805
	11832

	Parameters
	947
	948

	R1
	0.0241
	0.0244

	wR2
	0.0506
	0.0554

	GOF
	0.83
	0.90

	((max/min/e-3
	1.18/-0.89
	1.99/-1.32


Table 5. Crystal data for (PPh4)4 [Re6S8(CN)6] (CH3CN)2, 4.

	T/K
	293(2)
	250(2)
	200(2)
	150(2)

	Formula
	C106H86N8S8P4Re6
	C106H86N8S8P4Re6
	C106H86N8S8P4Re6
	C106H86N8S8P4Re6

	Size/mm
	0.08(0.42(0.54
	0.08(0.42(0.54
	0.08(0.42(0.54
	0.08(0.42(0.54

	Crystal system
	Triclinic
	Triclinic
	Triclinic
	Triclinic

	Space group
	P-1
	P-1
	P-1
	P-1

	a/Å
	12.5444(15)
	12.4955(17)
	12.4400(16)
	12.4120(18)

	b/Å
	13.0670(14)
	13.0836(17)
	13.0657(16)
	13.0464(16)

	c/Å
	16.8159(19)
	16.758(2)
	16.729(2)
	16.699(2)

	(/°
	109.480(13)
	109.432(15)
	109.471(14)
	109.451(14)

	(/°
	95.962(14)
	95.958(16)
	95.916(15)
	95.717(16)

	(/°
	101.912(14)
	101.837(16)
	101.857(15)
	102.070(16)

	V/Å3
	2497.7(6)
	2484.4(7)
	2465.1(6)
	2451.0(6)

	Z
	1
	1
	1
	1

	(calc/g.cm-3
	1.974
	1.985
	2.000
	2.012

	µ /mm-1
	7.524
	7.564
	7.623
	7.667

	Reflect. collected
	24655
	25526
	25335
	24095

	Absorption correction
	numerical
	numerical
	numerical
	numerical

	Tmin/Tmax
	0.0479/0.5597
	0.0465/0.5627
	0.0581/0.5634
	0.0464/0.5597

	Independent reflections
	9056
	9004
	8946
	8855

	Rint
	0.065
	0.066
	0.064
	0.097

	Obs. reflect.
	6222
	6379
	6440
	6557

	Parameters
	597
	597
	597
	592

	R1
	0.0296
	0.0273
	0.0273
	0.0273

	wR2
	0.0544
	0.0569
	0.0602
	0.0514

	GOF
	0.80
	0.85
	0.89
	0.85

	((max/min/e-3
	1.47/-1.13
	1.70/-1.37
	1.75/-1.39
	1.24/-1.27


Table 6. Crystal data for (PPh4)4 [Re6Se8(CN)6] (CH3CN)2, 5.

	T/K
	293(2)
	90(2)

	Formula
	C106H86N8Se8P4Re6
	C106H86N8Se8P4Re6

	Size/mm
	0.19(0.43(0.69
	0.17(0.35(0.60

	Crystal system
	Triclinic
	Triclinic

	Space group
	P-1
	P-1

	a/Å
	12.6001(13)
	12.3276(15)

	b/Å
	13.1402(12)
	13.0743(17)

	c/Å
	16.9448(18)
	16.880(2)

	(/°
	109.720(11)
	110.045(15)

	(/°
	96.004(13)
	95.871(16)

	(/°
	101.447(12)
	101.625(15)

	V/Å3
	2543.3(5)
	2459.6(6)

	Z
	1
	1

	(calc/g.cm-3
	2.184
	2.258

	µ /mm-1
	10.087
	10.431

	Reflections collected
	25005
	24295

	Absorption correction
	numerical
	numerical

	Tmin/Tmax
	0.0251/0.1759
	0.0188/0.2148

	Independent reflections
	9183
	8931

	Rint
	0.067
	0.063

	Observed reflections
	6003
	6591

	Parameters
	597
	562

	R1
	0.0337
	0.0241

	wR2
	0.0826
	0.0596

	GOF
	0.86
	0.89

	((max/min/e-3
	2.22/-2.71
	1.46/-1.36


