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AO01 Analysis

Tatsuhiko OHTO

[Research Subject] Development of Molecular Dynamics Method with the Aid of
First-principles Calculations and Application to the Interface
Research Associate
Graduate School of Engineering Science
Osaka University
[E-mail] ohto@molectronics.jp

[Speciality] Theoretical Chemistry

[Keywords] Surface and interface, molecular electronics

We reveal the structure and dynamics of systems, which force field models cannot describe
properly, with the aid of first-principles calculations. We also develop organic materials having

novel functions in collaboration with experiments.

Research Group Activity

Ab initio SFG spectroscopy Study of solid-liquid interfaces
using polarizable force fields based

on first-principles calculations
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Development of organic switching Ab initio theory for molecular

devices switching
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