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A method for performing constant-pH molecular dynam-
ics, wherepH is one of the external parameters of the solu-
tion, is applied for computation of protonation equilibria in
a series of small dicarboxylic acids. Proton dissociation con-
stants for succinic, glutaric, adipic and cork acids were de-
termined. Very good agreement with experimental measure-
ments is achieved.
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