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A01 Analysis

Kiyoshi Yagi

Development of vibrational structure theory for biomolecules

RIKEN, Theoretical Molecular Science Laboratory
[E-mail] kiyoshi.yagi@riken.jp
[Speciality] Molecular Vibrational Structure Theory

[ Keywords ] Quantum  Chemistry, Molecular Dynamics,

Anharmonicity, Vibrational Spectroscopy

We develop a new theoretical method to predict the vibrational spectrum of biomolecules with
high accuracy by taking into account the anharmonic and environment effects with reasonable

computational cost.
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Vibrational Structure Weight-averaged method
Theory for Condensed Phase

Calculate the basins and weights
by Molecualr Dynamics (MD)
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Calculate the spectrum at each structure

Anharmonic Potential Energy by quantum chemistry
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