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Multiscale enhanced sampling simulation of protein complexes
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A novel conformational sampling simulation technique, MSES method, was applied to
barnase-barster complex and multienzyme complex to simulate the protein complex formations.
All-atom conformations of the barnase-barster complex sampled by the MSES revealed the
desolvation and side-chain arrangement mechanisms as well as the role of hydrogen bonds formed
during the complex formation. The conformational sampling of the multienzyme complex

demonstrated the applicability of the MSES to biomacromolecules.
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