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Quantitative analysis of the solvation effects of microphase-separated ionic
liquids with novel theoretical methods

Nakano, Hiroshi
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Quantitative and efficient QM/MM-MD-based methods have been developed to
calculate absorption spectrum of dye molecules and electron-transfer free energies in ionic liquids.
An approach was introduced to map small spacial regions to polar or non-polar regions and then
combined with the developed methods, which enables us to understand in detail the origin of the
unique solvation effects of the microphase-separated ionic liquids at the atomic level.
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