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Theoretical study on the pK, estimation of molecules with plural protonation sites
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Fitting ka Co
Parameter
COOH 0.2585 -68.8128
NH; 0.4350 -109.4141
Phenol-OH 0.2167 -53.5087
Imidazole-NH 0.4353 -112.6886

a Unit of k1s 1/kcal mol!
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1st deprotonation  2nd deprotonation 34 deprotonation

AGO pKal AGO pKa2 AGO pKaS

§ 27159 554 a 274.02 9.79 e 29895 17.45
6§ 27159 554 e 29501 15.73 a 277.96 11.50
e 27272 6.03 a 273.06 937 § 298.78 17.37
e 27272 6.03 & 29388 1524 a 277.96 11.50
a 26993 801 & 27568 7.32 e 29895 17.45

a 26993 801 e 27585 7.39 § 298.78 17.37
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