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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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Fig S1. Open imine structure of synthesized compounds
Table SV. Elements of the optimized geometries of investigated compounds, 3-((4-substituted)phenylamino)isobenzofuran-1(3H)-ones 1-10 (Ǻ) calculated by MP2/6-31G(**) method
	
	C1-C7a
	C1=O
	C1-O2
	C3-O2
	C3-N
	N-H
	N-C1'
	C1'-C2'
	(
	µ(D)

	1
	1.4872
	1.2025
	1.3727
	1.4664
	1.4158
	1.0136
	1.4141
	1.4050
	65.65
	5.1602

	2
	1.4872
	1.2026
	1.3721
	1.4675
	1.4154
	1.0137
	1.4152
	1.4046
	65.64
	5.0117

	3
	1.4871
	1.2028
	1.3719
	1.4694
	1.4149
	1.0140
	1.4196
	1.4001
	66.69
	6.0281

	4
	1.4871
	1.2027
	1.3722
	1.4689
	1.4152
	1.0141
	1.4198
	1.4024
	66.71
	6.2171

	5
	1.4868
	1.2022
	1.3738
	1.4662
	1.4165
	1.0139
	1.4136
	1.4050
	65.85
	6.1120

	6
	1.4869
	1.2019
	1.3744
	1.4643
	1.4173
	1.0138
	1.4126
	1.4048
	65.29
	6.3922

	7
	1.4869
	1.2018
	1.3749
	1.4624
	1.4178
	1.0134
	1.4067
	1.4078
	64.69
	5.9823

	8
	1.4866
	1.2011
	1.3770
	1.4591
	1.4201
	1.0133
	1.4047
	1.4067
	64.29
	9.4933

	9
	1.4874
	1.2031
	1.3713
	1.4593
	1.4259
	1.0137
	1.4048
	1.4061
	71.86
	5.3511

	10
	1.4871
	1.2017
	1.3748
	1.4611
	1.4196
	1.0137
	1.4073
	1.4031
	65.23
	7.0518


Table SVI. Molecular orbital surfaces for the HOMO and LUMO of compounds 1-10 calculated by TD-DFT method in solvent methanol

	
	HOMO
	LUMO
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