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Development of an analytical method for calculating fluctuations based on
3D-RISM theory
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We have developed and implemented two computational methods for obtaining
solutions to a new theory that can predict the characteristics of the fluctuations of molecules iIn
solution proposed by Kim and Hirata in 2013. The two methods were applied to the analysis of
fluctuations of two molecules, alanine dipeptide and methionine enkephalin.The two methods
correspond to the one for reproducing small fluctuations around a single structure and the other for

analyzing large fluctuations that may correspond to data obtained from long simulations. The
r@su=ts_obtained were in good agreement with those obtained using ordinary molecular dynamics
simulations.
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