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Research Summary

» We studied the combination of the generalized Born model and the continuum Lennard-Jones
model for the fast and accurate calculation of the protein-protein interaction.

* By using the generalized Born model, we showed that the reentrant-like actin polymerization can
be explained by the Coulombic balance between the global repulsion and the local attraction.

* By applying the accelerated MD method to a protein that regulates the electron transfer, we showed
that the redox state affects the structural state.

* By MD simulation, we analyzed the rotary Brownian motion of ATP synthase.



