Supplementary Information (SI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2025

Supporting Information

Thermodynamics-informed calculation and blind
prediction of apparent pK, values submitted to the
euroSAMPL 1 challenge

Robert Fraczkiewicz

Simulations Plus, Inc. P.O. Box 12317, Research Triangle Park,
NC 27709, USA

Detailed microscopic ionization patterns for each of the 35 euroSAMPL compounds.
The first column contains S+pKa predicted macroscopic pK, values. The corresponding
macrostate transitions are in the second columns. Third column contains structures of
all microstates with relative contributions to their respective macrostates in %. The latter
are determined from Boltzmann distribution of microstates relative to each macrostate.
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