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Table   S2  pKMeOH for phenol derivatives and Hammett-Taft and Drago substituent constants(1).

pKMeOH
      Hammett-Taft

  Drago




*
o
m
p

E
C
n(2)

1-Naphthol
13.91

0.22
-
-
-

-
-
-

Phenol
14.33

-
-
-
-

0.000
0.000
0.2

3-Bromophenol
13.30

-
-
0.39
-

-0.118
-0.456
0.2

3-Chlorophenol
13.10

-
-
0.37
-

-0.120
-0.461
0.2

3,5-Dichlorophenol
12.11

-
-
0.74
-

-0.240
-0.922
0.2

3-Methylphenol
14.43

-
-
-0.07
-

0.034
0.128
0.2

3,4-Dimethylphenol
14.63

-
-
-0.07
-0.17

0.084
0.320
0.2

3,5-Dimethylphenol
14.57

-
-
-0.14
-

0.068
0.256
0.2

3-Nitrophenol
12.41

-
-
0.71
-

-0.213
-0.966
0.3

3,5-Dinitrophenol
10.29

-
-
1.42
-

-0.426
-1.936
0.2

3,5-Di-tert-butylphenol
14.89

-
-
-0.2
-

0.118
0.612
0.4

4-Bromophenol
13.63

-
-
-
0.23

-0.074
-0.380
0.2

4-Hydroxybenzaldehyde
12.01

-
-
-
1.03

-
-
-

4-[(E)-2-(4-nitrophenyl)ethen-1-yl]phenol
13.11

-
-
-
0.02

-
-
-

4-Chlorophenol
13.59

-
-
-
0.23

-0.090
-0.323
0.2

4-Methylphenol
14.54

-
-
-
-0.17

0.050
0.192
0.2

4-Nitrophenol
11.30

-
-
-
1.24

-0.254
-0.640
0.2

4-tert-Butylphenol
14.52

-
-
-
-0.20

0.064
0.164
0.2

2,4,6-Tribromophenol
10.10

-
1.40
-
0.23

-0.516
-2.266
0.3

2,6-Dibromo-4-nitrophenol
7.31

-
1.40
-
1.24

-0.696
-2.526
1.2

Salicylaldehyde
12.82

-
0.75
-
-

-
-
-

2-Chlorophenol
12.97

-
0.68
-
-

-0.227
-0.974
0.8

2-Chloro-4-bromophenol
12.14

-
0.68
-
0.23

-0.301
-1.354
0.8

2-Chloro-4-phenylphenol
12.70

-
0.68
-
-0.01

-0.251
-0.848
0.8

2-Fluorophenol
12.94

-
0.54
-
-

-0.239
-1.260
0.8

2-Methylphenol
14.86

-
-0.13
-
-

0.004
0.370
0.3

2,3-Dimethylphenol
15.08

-
-0.13
-0.07
-

0.038
0.498
0.3

2,4-Dimethylphenol
15.04

-
-0.13
-
-0.17

0.054
0.562
0.3

2,4,6-Trimethylphenol
15.53

-
-0.26
-
-0.17

0.058
0.932
0.3

2,5-Dimethylphenol
14.91

-
-0.13
-0.07
-

0.038
0.498
0.3

2,6-Dimethylphenol
15.26

-
-0.26
-
-

0.008
0.740
0.3

2-Nitrophenol
11.53

-
1.40
-
-

-
-
-

2,4-Dinitrophenol
7.83

-
1.40
-
1.24

-
-
-

2,4,6-Trinitrophenol
3.55

-
2.80
-
1.24

-
-
-

2,5-Dinitrophenol
8.94

-
1.40
0.71
-

-
-
-

2,6-Dinitrophenol
7.64

-
2.80
-
-

-
-
-

2-Methoxyphenol
14.48

-
0.00
-
-

-0.012
-0.789
1.2

2-tert-Butylphenol
16.50

-
-0.52
-
-

-
-
-

4-Bromo-2,6-di-tert-butylphenol
15.93

-
-1.04
-
0.23

-
-
-

2,6-Di-tert-butyl-4-methylphenol
17.50

-
-1.04
-
-0.17

-
-
-

2,4-Di-tert-butylphenol
16.77

-
-0.52
-
-0.20

-
-
-

2,4,6-Tri-tert-butylphenol
17.58

-
-1.04
-
0.2

-
-
-

2,6-Di-tert-butylphenol
17.31

-
-1.04
-
-

-
-
-













(1)  for polysubstituted compounds the values given are the suitable addition.

(2)  the weight assigned in data fits is 1/n.

