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EX#Ek We have tackled to extend the range of application of our prediction method of
protein-ligand binding structures by generalized-ensemble simulations and also to develop the new
method with improved accuracy and efficiency. First, we applied our method to four kinase systems.
Our method predicted the ligand binding structures in excellent agreement with the experimental
data from PDB. Second, we have developed the new method in combination with REST method. In our
new method, ligands tended to follow the umbrella potential more easily, which implied the improved
sampling efficiency. We would like to demonstrate high availability of our method by performing longer

calculations and to enlarge its applicable range.
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