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Development of multi-resolution methods for large conformational changes
coupling with biological reactions
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I aimed to develop analysis methods for large conformational changes of
proteins that play important roles in biological functions. | have developed a coarse-grained (CG)
model capable of efficiently sampling domain motion and extended the model to be applicable in
membrane proteins and multi-domain proteins. In addition, a rare event sampling method is introduced

to analyze a reaction pathway of a long-time process that is difficult to calculate by single
molecular dynamics (MD) simulation. 1 have also developed a scheme to calculate the rare event
sampling using the CG model. These results were published (partly in preparation) in international
journals. Furthermore, it was released to the public as new functions of MD software developed by

the team that | belong to.
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