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Table  S3  pKMeOH for protonated amines and anilinium derivatives and Hammett-Taft and Drago substituent constants(1).


pKMeOH

Hammett-Taft

  Drago







o
m
p

E
C
n(2)

Butan-1-amine
11.48

0.49
0.49
-0.13
-
-
-

-
-
-

2-Aminoethan-1-ol
10.88

0.49
0.49
0.21
-
-
-

-
-
-

Cyclohexan-1-amine
11.68

0.49
0.49
-0.18
-
-
-

-
-
-

1-Aminoethan-1-ol
10.52

0.49
0.49
0.46
-
-
-

-
-
-

N-Ethylamine
11.00

0.49
0.49
-0.10
-
-
-

-
-
-

N-Methylamine
11.00

0.49
0.49
0.00
-
-
-

-
-
-

Naphthalen-1-amine
5.43

0.00
0.00
0.22
-
-
-

-
-
-

Naphthalen-2-amine
5.45

0.00
0.00
0.04
-
-
-

-
-
-

Aniline
6.05

-
-
-
0.00
-
-

0.000
0.000
0.2

2-Bromoaniline
3.46

-
-
-
0.71
-
-

-0.221
-0.943
1.2

2-Chloroaniline
3.71

-
-
-
0.67
-
-

-0.227
-0.974
0.8

2-Methylaniline
5.95

-
-
-
0.10
-
-

0.004
0.370
0.3

2-Nitroaniline
0.20

-
-
-
1.72
-
-

-
-
-

3-Bromoaniline
4.42

-
-
-
-
0.39
-

-0.118
-0.456
0.2

3-Chloroaniline
4.52

-
-
-
-
0.37
-

-0.120
-0.461
0.2

3-Fluoroaniline
4.60

-
-
-
-
0.34
-

-0.115
-0.429
0.2

3-Methylaniline
6.09

-
-
-
-
-0.07
-

0.034
0.128
0.2

N-(3-Aminophenyl)benzamide
5.60

-
-
-
-
0.02
-

-
-
-

3-Ethoxyaniline
5.37

-
-
-
-
0.10
-

-0.006
0.269
0.5

3-Hydroxyaniline
5.99

-
-
-
-
0.12
-

-0.049
-0.079
0.4

3-Methoxyaniline
6.04

-
-
-
-
0.12
-

-0.015
0.158
0.2

3,5-Dimethoxyaniline
5.66

-
-
-
-
0.24
-

-0.030
0.316
0.2

4-Bromoaniline
4.84

-
-
-
-
-
0.23

-0.074
-0.380
0.2

4-Benzylaniline
5.98

-
-
-
-
-
-0.09

0.017
0.101
0.8

4-Chloroaniline
4.95

-
-
-
-
-
0.23

-0.090
-0.323
0.2

4-Chloro-2-nitroaniline
-0.67

-
-
-
1.72
-
0.23

-
-
-

4-Methylaniline
6.57

-
-
-
-
-
-0.17

0.050
0.192
0.2

N-(4-Aminophenyl)benzamide
5.80

-
-
-
-
-
-0.19

-
-
-

4-Nitroaniline
1.55

-
-
-
-
-
1.26

-0.254
-0.640
0.2

4-Phenylazoaniline
4.07

-
-
-
-
-
0.57

-
-
-

4-(Vinyloxy)aniline
6.06

-
-
-
-
-
-0.09

-
-
-

4-Ethoxyaniline
6.92

-
-
-
-
-
-0.24

-
-
-

4-Hydroxyaniline
7.41

-
-
-
-
-
-0.31

0.099
0.426
0.5

4-Methoxyaniline
6.89

-
-
-
-
-
-0.27

0.048
0.285
0.2

N-Ethyl-N-phenylamine
5.82

0.49
-0.10
0.75
-
-
-

-
-
-

N-Methyl-N-phenylamine
5.45

0.49
0.00
0.75
-
-
-

-
-
-

N-Benzyl-N-phenylamine
4.71

0.49
0.75
0.23
-
-
-

-
-
-

N,N-Diphenylamine
3.25

0.49
0.75
0.75
-
-
-

-
-
-

N-(Hept-2-ynyl)-N,N-dipentylamine
8.77

-0.23
-0.23
0.53
-
-
-

-
-
-

N,N-Dibutyl-N-(hept-2-ynyl)amine
8.73

-0.13
-0.13
0.53
-
-
-

-
-
-

N,N-Dibutyl-N-heptylamine
10.46

-0.13
-0.13
-0.37
-
-
-

-
-
-

N,N-Diethyl-N-(hept-2-ynyl)amine
8.80

-0.10
-0.10
0.53
-
-
-

-
-
-

N,N-Diethyl-N-(prop-2-ynyl)amine
8.04

-0.10
-0.10
0.76
-
-
-

-
-
-

N,N-Diethyl-N-heptylamine
10.45

-0.10
-0.10
-0.37
-
-
-

-
-
-

N,N-Dihexyl-N-(hept-2-ynyl)amine
8.84

-0.17
-0.17
0.53
-
-
-

-
-
-

N,N-Dimethyl-N-pentylamine
9.84

0.00
0.00
-0.23
-
-
-

-
-
-

N-(5-Phenylpenta-2,4-diynyl)-N,N-dimethylamine
7.22

0.00
0.00
1.01
-
-
-

-
-
-

N-(5-(4-Clorophenyl)penta-2,4-diynyl)-N,N-dimethylamine
7.11

0.00
0.00
1.07
-
-
-

-
-
-

N-(5-(4-Methylphenyl)penta-2,4-diynyl)-N,N-dimethylamine
7.41

0.00
0.00
0.91
-
-
-

-
-
-

N-(5-(4-Methoxyphenyl)penta-2,4-diynyl)-N,N-dimethylamine
7.43

0.00
0.00
0.89
-
-
-

-
-
-

N,N-Dimethyl-N-(prop-2-ynyl)amine
7.80

0.00
0.00
0.76
-
-
-

-
-
-

N-(But-2-ynyl)-N,N-dimethylamine
8.29

0.00
0.00
0.45
-
-
-

-
-
-

N-(1,1-Dimethyl-5-phenylpenta-2,4-diynyl)-N,N-dimethylamine
7.38

0.00
0.00
0.93
-
-
-

-
-
-

N-(1,1-Dimethyl-5-(4-clorophenyl) penta-2,4-diynyl)-N,N-dimethylamine
7.19

0.00
0.00
1.03
-
-
-

-
-
-

N-(1,1-Dimethyl-5-(4-methylphenyl)penta-2,4-diynyl)-N,N-dimethylamine
7.48

0.00
0.00
0.87
-
-
-

-
-
-

N-(1,1-Dimethyl-5-(4-methoxyphenyl)penta-2,4-diynyl)-N,N-dimethylamine
7.50

0.00
0.00
0.86
-
-
-

-
-
-

N-(1,1-Dimethyl-2-pentynyl)-N,N-dimethylamine
8.66

0.00
0.00
0.25
-
-
-

-
-
-

N-(1,1-Dimethyl-2-propynyl)-N,N-dimethylamine
7.96

0.00
0.00
0.57
-
-
-

-
-
-

N-(1,1-Dimethyl-2-butynyl)-N,N-dimethylamine
8.70

0.00
0.00
0.21
-
-
-

-
-
-

N,N,N-Trioctylamine
10.46

-0.15
-0.15
-0.15
-
-
-

-
-
-

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

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

