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AO01 Analysis

Akihiro MORITA
[ Research Subject] Theory of Structure and Functions of Liquid and Polymer

Interfaces

Professor

Department of Chemistry, Tohoku University

[E-mail] morita@m.tohoku.ac.jp

[Speciality] Computational Chemistry of Liquids and Liquid Interfaces

[Keywords] molecular simulation, electronic structure, interfaces, sum

frequency generation (SFG) spectroscopy
We explore realistic chemical phenomena at soft and dynamic interfaces of liquids and polymers

by close collaboration with experimental spectroscopy.

Research Group Activity

Theory of SFG spectroscopy Molecular modeling for
electronic polarization
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detailed and reliable analysis Charge Response Kernel
Interfacial mass transfer Free energy calculation

and reactions for reactions in solutions

g R efficient QM/MM method
coupling to structural fluctuation



