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WFEEE R OBEE (F530) . To eucidate the detailed protein functional principle in broad time and space
ranges, we focused on the dynamics of nano to sub-milli sec order, observed function relevant protein
dynamics by molecular simulation, and studied the hyper anisotropy and frustration of the systems. We
also have developed the methods to calculate free energy landscape from massive parallel simulations
and to extract correlated motions in high dimensional dynamics and used them to investigate the relation

between protein dynamics and function.
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STEP4: Free energy calculation [ WHAM ]
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