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Table S1. The Calculated Ground and Excited State Dipole Moment ((gs, (ex) and energy of solvation GP-CDS. Calculated and experimental HOMO-LUMO band gap (
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	TMP
	306
	3.38
	3.27
	-9.27
	-9.65
	5.53
	8.47

	
	
	CCl4
	308
	3.31
	3.26
	-9.70
	-10.16
	5.65
	8.78

	
	
	THF
	311
	3.31
	3.26
	-9.94
	-14.24
	5.67
	10.77

	1a
	1
	CH2Cl2
	317
	3.31
	3.27
	-13.87
	-15.12
	6.40
	10.95

	
	
	C2H5OH
	319
	3.30
	3.26
	-14.07
	-15.63
	6.89
	11.55

	
	
	CH3OH
	321
	3.30
	3.26
	-14.49
	-16.11
	6.93
	11.62

	
	
	CH3CN
	311
	3.30
	3.26
	-14.71
	-16.35
	7.15
	11.66

	
	
	DMSO
	315
	3.54
	3.19
	-13.41
	-15.08
	6.97
	11.69

	
	
	TMP
	346
	3.10
	2.93
	-10.98
	-11.35
	4.50
	8.81

	
	
	CCl4
	338
	3.06
	2.93
	-11.42
	-11.89
	4.60
	9.10

	
	
	THF
	344
	3.03
	2.92
	-11.76
	-15.72
	5.10
	10.99

	2a
	2
	CH2Cl2
	350
	3.02
	2.91
	-15.19
	-16.64
	5.60
	11.17

	
	
	C2H5OH
	347
	3.0
	2.91
	-14.90
	-16.77
	5.74
	11.77

	
	
	CH3OH
	352
	3.30
	2.91
	-15.28
	-17.26
	5.75
	11.87

	
	
	CH3CN
	344
	3.30
	2.91
	-15.65
	-17.26
	6.21
	11.92

	
	
	DMSO
	345
	3.55
	3.34
	-14.21
	-16.24
	3.79
	12.05

	
	
	TMP
	360
	2.86
	3.31
	-12.85
	-13.16
	6.94
	11.85

	
	
	CCl4
	363
	2.81
	3.30
	-13.39
	-17.66
	6.98
	12.06

	
	
	THF
	347
	2.79
	2.71
	-13.58
	-17.66
	7.12
	14.44

	3a
	3
	CH2Cl2
	376
	2.77
	2.70
	-17.82
	-18.69
	7.29
	14.65

	
	
	C2H5OH
	375
	2.67
	2.73
	-17.55
	-18.70
	7.61
	15.48

	
	
	CH3OH
	377
	2.66
	2.70
	-17.97
	-19.16
	7.65
	15.60

	
	
	CH3CN
	383
	2.67
	2.70
	-18.51
	-19.72
	7.67
	15.67

	
	
	DMSO
	373
	2.95
	3.04
	-16.94
	-19.80
	7.42
	15.74

	
	
	TMP
	385
	2.75
	2.58
	-14.59
	-14.80
	6.28
	12.66

	
	
	CCl4
	387
	2.57
	2.57
	-15.17
	-15.12
	6.41
	12.94

	
	
	THF
	391
	2.59
	2.57
	-15.40
	-19.39
	6.52
	15.55

	4a
	4
	CH2Cl2
	399
	2.56
	2.56
	-19.63
	-20.51
	7.23
	15.79

	
	
	C2H5OH
	399
	2.47
	2.56
	-19.08
	-20.68
	7.74
	16.01

	
	
	CH3OH
	400
	2.46
	2.56
	-19.50
	-20.76
	7.79
	16.86

	
	
	CH3CN
	395
	2.46
	2.56
	-20.20
	-21.48
	7.80
	16.93

	
	
	DMSO
	395
	2.75
	2.85
	-18.48
	-19.80
	7.83
	17.01

	
	
	TMP
	386
	2.74
	2.74
	-14.65
	-14.89
	6.49
	12.85

	
	
	CCl4
	388
	2.59
	2.73
	-15.95
	-15.20
	7.15
	13.14

	
	
	THF
	391
	2.62
	2.73
	-16.20
	-19.46
	7.41
	15.73

	4b
	4
	CH2Cl2
	397
	2.77
	2.73
	-21.13
	-20.60
	7.64
	15.98

	
	
	C2H5OH
	396
	2.48
	2.73
	-21.16
	-20.75
	7.95
	16.21

	
	
	CH3OH
	398
	2.47
	2.76
	-21.17
	-20.84
	8.01
	17.02

	
	
	CH3CN
	392
	2.49
	2.76
	-21.44
	-21.59
	8.03
	17.12

	
	
	DMSO
	394
	2.75
	2.94
	-18.50
	-19.95
	8.25
	17.22

	
	
	TMP
	409
	2.64
	2.49
	-16.34
	-16.51
	6.37
	14.14

	
	
	CCl4
	407
	2.45
	2.85
	-16.96
	-17.17
	6.49
	14.64

	
	
	THF
	413
	2.42
	2.49
	-17.22
	-21.06
	6.52
	17.65

	5a
	5
	CH2Cl2
	420
	2.41
	2.49
	-21.43
	-22.24
	7.30
	17.97

	
	
	C2H5OH
	416
	2.33
	2.49
	-20.06
	-21.78
	7.55
	19.08

	
	
	CH3OH
	413
	2.33
	2.49
	-21.00
	-22.25
	7.59
	19.03

	
	
	CH3CN
	406
	2.32
	2.48
	-21.86
	-23.12
	7.61
	19.41

	
	
	DMSO
	415
	2.35
	2.66
	-20.01
	-21.30
	7.89
	19.51

	
	
	TMP
	414
	2.57
	2.46
	-18.10
	-18.18
	6.45
	12.26

	
	
	CCl4
	430
	2.35
	2.45
	-18.64
	-18.85
	6.72
	12.64

	
	
	THF
	430
	2.31
	2.45
	-19.04
	-22.38
	6.85
	15.41

	6a
	6
	CH2Cl2
	439
	2.30
	2.45
	-22.71
	-23.60
	7.41
	15.72

	
	
	C2H5OH
	435
	2.24
	2.44
	-21.39
	-22.72
	7.58
	16.92

	
	
	CH3OH
	429
	2.24
	2.44
	-21.75
	-23.16
	7.60
	17.11

	
	
	CH3CN
	432
	2.23
	2.44
	-22.77
	-24.20
	7.62
	17.21

	
	
	DMSO
	431
	2.43
	2.82
	-20.71
	-22.25
	4.02
	17.00

	
	
	TMP
	455
	2.43
	2.40
	-21.74
	-21.64
	7.63
	15.05

	
	
	CCl4
	466
	2.23
	2.41
	-22.31
	-22.39
	7.64
	15.44

	
	
	THF
	467
	2.25
	2.40
	-22.68
	-25.85
	7.85
	15.39

	7a
	8
	CH2Cl2
	474
	2.24
	2.40
	-26.77
	-27.23
	7.58
	18.72

	
	
	C2H5OH
	472
	2.15
	2.40
	-25.20
	-25.80
	7.62
	20.14

	
	
	CH3OH
	468
	2.15
	2.40
	-25.55
	-26.19
	7.65
	20.32

	
	
	CH3CN
	467
	2.14
	2.39
	-26.90
	-27.54
	7.93
	20.44

	
	
	DMSO
	465
	2.48
	2.29
	-24.62
	-25.30
	7.70
	20.58


a. Egexp=1239.77/(onset; (onset - ( taken at 10% of peak intensity b 
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 c Esolv=G-P-CDS(sol)=G-F(sol)+G-CDS(sol); TMP - 2.2.4-trimetylopentan. ( = 1.94; CCl4  - ( = 2.24; THF - ( = 7.58. CH2Cl2 - ( = 8.93; C2H5OH  -  ( = 24.55; CH3OH - ( = 32.70 CH3CN - ( = 37.50. 
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