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In this study, the rotation mechanism of the F1 molecular motor was investigated
using molecular simulations. Conformational changes in the  subunit, an engine of
the F1 molecular motor, were analyzed using equilibrium and free-energy MD
simulations. Further, based on the results of MD simulations and statistical
thermodynamics theory applied for the o B y complex, the packing exchange model, in
which the exchange of inter-subunit packing induces the rotational motion of the
molecular motor, was proposed.
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