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Detailed microscopic ionization patterns for each of the 35 euroSAMPL compounds. 
The first column contains S+pKa predicted macroscopic pKa 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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