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HE 4%k We have developed a prediction method for the binding structures of ligands with
proteins. Our method is based on replica-exchange umbrella sampling method, potential of mean
force, and free energy landscape along principal component axes. Starting from the configuration in
which the protein and the ligand are far away from each other in each system, our method predicted
the ligand binding structures in excellent agreement with the experimental data from PDB.
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structure prediction, computer-aided drug design.
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