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The insertion process of monomers of ion channels to membranes and the
mechanism of eventual multimeric formation of them are still unknown. In this study, we aimed to
reveal them by using the molecular dynamics simulation. The insertion process of the polytheonamide
B, one of the smallest ion channel, was clarified at the molecular level. Though the multimeric
formation mechanism was not investigated, it was confirmed that the recently suggested electronic
continuum correction is significant for precisely describing ion-protein and ion-lipid interaction.
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