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HE X% We have developed a two-dimensional replica-exchange method for the prediction of
protein-ligand binding structures. By applying our new method to two protein-ligand systems, we
observed that the ligand tended to follow the umbrella potential more easily and the frequency of the
ligand binding event was increased very much, which implied the significant improvement of the
sampling efficiency. The predicted structures were in excellent agreement with experimental data

from PDB.
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