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We have advanced the theory and computational analysis of interfaces in
collaboration with experimental groups. The achivement in this project includes many subjects,
including the theoretical analysis of 2-D SFG spectroscopy, efficient computationaly analysis of
difference spectra, calculation of chi3 effect in SFG/SHG spectroscopy, reliable assignment of SFG
sEectra of ice surface, modeling of alkyl C-H vibrations. We also elucidated the hidden barrier in
the ion transport through liquid-liquid interfaces, which accounts for retarded kinetics of ion

transport.
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