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X E% (100 words F2E) We have automated the protocols of two-dimensional replica-exchange
and implemented the input from docking models. We also showed that the correct binding mode can
be distinguished by binding free energy calculations. When it is difficult to judge which binding
mode is correct from multiple possibilities, binding free energy calculations may be getting the
standard procedure to determine the most possible one. We have also developed the calculation flow
to perform the long-time molecular simulations and various analyses. The future themes may
include the implementation of improved sampling method for functional dynamics and the analysis
of free energy landscape involving various functional states.
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