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Table SI. Solvent parameters used in Kamlet–Taft equation1,2
	 Solvent
	π
	β
	α

	1,2-Dichloroethane
	0.81
	0.1
	0

	1-Decanol
	0.45
	0.82
	0.7

	Dichloromethane
	0.82
	0.1
	0.13

	Dioxolane
	0.69
	0.45
	0

	Ethane-1,2-diol
	0.9
	0.52
	0.9

	Ethanol
	0.54
	0.75
	0.86

	Water
	1.09
	0.47
	1.17

	Hexane
	0
	0
	-0.04

	2-Methyl-1-propanol
	0.4
	0.84
	0.79

	2-Propanol
	0.48
	0.84
	0.76

	Methanol
	0.6
	0.66
	0.98

	1-Butanol
	0.47
	0.84
	0.84

	1-Propanol
	0.52
	0.9
	0.84

	2-Butanol
	0.4
	0.8
	0.69

	2-Methyl-2-propanol
	0.41
	0.93
	0.41

	Tetrahydofuran
	0.58
	0.55
	0


Table SII. Solvent parameters used in Catalán equation3

	 Solvent
	SP
	SdP
	SA
	SB

	1,2-Dichloroethane
	0.77
	0.74
	0.03
	0.13

	1-Decanol
	0.72
	0.38
	0.26
	0.91

	Dichloromethane
	0.76
	0.77
	0.04
	0.18

	Dioxolane
	0.78
	0.91
	0.72
	0.53

	Ethane-1,2-diol
	0.63
	0.78
	0.4
	0.66

	Ethanol
	0.68
	0.99
	1.06
	0.03

	Water
	0.62
	0
	0
	0.06

	Hexane
	0.66
	0.68
	0.31
	0.83

	2-Methyl-1-propanol
	0.63
	0.8
	0.28
	0.83

	2-Propanol
	0.6
	0.9
	0.6
	0.54

	Methanol
	0.67
	0.65
	0.34
	0.8

	1-Butanol
	0.65
	0.75
	0.37
	0.78

	1-Propanol
	0.66
	0.7
	0.22
	0.89

	2-Butanol
	0.63
	0.73
	0.16
	0.93

	2-Methyl-2-propanol
	0.71
	0.63
	0
	0.59


Table SIII. Structures and numbering of synthesized 3-((4-substituted)phenylamino)isobenzofuran-1(3H)-ones
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Table SIV. Results of enerigies of optimized molecules by  DFT/B3LYP 6-31G(d,p) method
	Compound
	Energy (Hartree)

	1
	-745.3479

	2
	-784.6680

	3
	-859.8708

	4
	-820.5657

	5
	-844.5781

	6
	-1204.9419

	7
	-898.0002

	8
	-949.8508

	9
	-761.3929

	10
	-761.3810
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Figure SI. Calculated spectra for compound 1 base don optimized structures using a) DFT and b) MP2 method
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Figure SII. Calculated spectra for compound 8 based on optimized structures using a) DFT and b) MP2 method
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