Supporting Information
	Table S1

Some bond length values (in angstrom) for SA species in the both radical cation (+) and radical anion (-) states at B3LYP/6-311++G(d,p) level of theory.

	Species
	dN4-ph
	dph-S
	dS-N1
	dN1-R

	SA(+)
	1.3342
	1.8149
	1.6642
	--

	SAA(+)
	1.3341
	1.8112
	1.6818
	1.4463

	SDZ(+)
	1.3380
	1.7975
	1.6946
	1.3997

	SQX(+)
	1.3478
	1.7738
	1.7479
	1.3699

	STZ(+)
	1.3456
	1.7670
	1.7420
	1.3690

	
	
	
	
	

	SA(-)
	1.4050
	1.7315
	1.7715
	--

	SAA(-)
	1.42305
	1.7696
	1.8332
	1.3588

	SDZ(-)
	1.3916
	1.7861
	1.6828
	1.4168

	SQX(-)
	1.4039
	1.7998
	1.7059
	1.4369

	STZ(-)
	1.4120
	1.7670
	1.7240
	1.3691


	Table S2
Absolut thermochemical properties calculated (in atomic unit) for the SAs at B3LYP/6-311++G(d,p) level of theory at 298.15 K.

	Species
	E
	ZPE
	H
	G

	SA
	-891.5533
	0.1431
	-891.5524
	-891.6018

	SAA
	-1044.2091
	0.1805
	-1044.2081
	-1044.2653

	SDZ
	-1154.6834
	0.2001
	-1154.6824
	-1154.7398

	SQX
	-1308.3094
	0.2463
	-1308.3084
	-1308.3740

	STZ
	-1459.4223
	0.1790
	-1459.4213
	-1459.4805
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