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HE X4k We have applied a two-dimensional replica-exchange method for the prediction of
protein-ligand binding structure of a MDM2 system. The predicted structure was in excellent
agreement with experimental data from PDB. We have also performed an absolute binding free
energy calculation by Double Decoupling method using the predicted binding mode, and obtained
the reasonable agreement with the experimental affinity data. We are applying our prediction
method to B2 adrenergic receptor system as an example of GPCR systems.
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