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Table S1 Crystallographic data and structure refinement details for compound 2a.
	Empirical formula
	C21H15NS8

	Mr
	537.90

	Crystal system
	Triclinic

	Space group
	P
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	a (Å)
	8.813(3)

	b (Å)
	11.082(3)

	c (Å)
	12.620(4)

	( (°)
	88.805(5)

	( (°)
	80.440(5)

	( (°)
	75.680(5)

	V (Å3)
	1177.3(6)

	Z
	2

	Dcalcd (Mg/m3)
	1.517

	F(000)
	552

	T / K
	293(2)

	((Mo-K()/ mm(1
	0.769

	index ranges
	(10 ≤ h ≤ 9

	
	(13 ≤ k ≤ 11

	
	(14 ≤ l ≤ 14

	Reflections collected
	5872

	Independent reflections
	4051

	Rint
	0.0296

	Absorption correction
	multi-scan

	Data/restraints/parameters
	4051 / 79 / 290

	GOF (F2)
	1.017 

	R1a, wR2b (I >2((I))
	0.0484, 0.1176

	R1a, wR2b (all data)
	0.0622, 0.1245

	Largest diff. peak/hole / e Å(3
	0.356/(0.258


a R1 = (((Fo( ( (Fc((/(|Fo(. b wR2 = [(w(Fo2 ( Fc2)2/(w(Fo2)]1/2
Table S2 Selected bond lengths (Å) and bond angles (◦) for compound 2a.

	
	X(ray
	Calculated

	Bond length (Å)

	S(1)-C(8)
	1.742(3)
	1.8171

	S(1)-C(15)
	1.779(3)
	1.8790

	S(2)-C(7)
	1.734(3)
	1.8211

	S(2)-C(9)
	1.782(3)
	1.8840

	S(3)-C(6)
	1.752(3)
	1.8479

	S(3)-C(7)
	1.750(3)
	1.8383

	S(4)-C(6)
	1.760(3)
	1.8486

	S(4)-C(8)
	1.759(3)
	1.8388

	S(5)-C(4)
	1.761(3)
	1.8532

	S(5)-C(5)
	1.739(3)
	1.8399

	S(6)-C(3)
	1.763(3)
	1.8529

	S(6)-C(5)
	1.749(3)
	1.8399

	S(7)-C(1)
	1.693(8)
	1.9068

	S(7)-C(4)
	1.801(8)
	1.8205

	S(8)-C(2)
	1.790(4)
	1.9068

	S(8)-C(3)
	1.737(3)
	1.8205

	C(3)-C(4)
	1.342(5)
	1.3391

	C(5)-C(6)
	1.337(4)
	1.3330

	C(7)-C(8)
	1.329(5)
	1.3318

	C(9)-C(15)
	1.343(4)
	1.3416

	N(1)-C(11)
	1.367(7)
	1.3473

	C(10)-N(1)
	1.319(4)
	1.3564

	C(16)-C(17)
	1.383(4)
	1.4065

	C(17)-C(18)
	1.359(5)
	1.3949

	Bond angle (◦)

	C(8)-S(1)-C(15)
	100.85(15)
	99.431

	C(7)-S(2)-C(9)
	99.48(15)
	97.628

	C(7)-S(3)-C(6)
	93.55(16)
	93.095

	C(8)-S(4)-C(6)
	92.62(15)
	92.867

	C(5)-S(5)-C(4)
	93.95(15)
	94.163

	C(5)-S(6)-C(3)
	93.96(15)
	94.162

	S(5)-C(5)-S(6)
	113.51(17)
	111.734

	S(3)-C(6)-S(4)
	113.33(18)
	112.625

	C(10)-N(1)-C(11)
	116.3(5)
	118.823

	N(1)-C(10)-C(14)
	122.0(4)
	121.767

	C(11)-C(12)-C(13)
	119.0(6)
	118.413

	C(17)-C(16)-C(21)
	118.9(3)
	118.900

	C(18)-C(17)-C(16)
	120.7(3)
	120.432

	C(18)-C(19)-C(20)
	119.6(4)
	119.754
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