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lonic liquids are functional liquids that can be apply to materials science

and green chemistry. Even the importance in the field of engineering sciences were well known,
however, it has been difficult to predict thermodynamic properties of ionic liguids due to extremely
high computational costs of first-principle molecular dynamics simulations. With this background,
in this research, focusing on ab initio effective fragment potential (EFP) method, we tried to
develop a computational scheme to predict ionic liquid properties with high accuracy and low
computational costs. As a result of the research, it was found that the physical properties of the
ionic liquid and, more generally, the mixed solution can be predicted using EFP based simulations.
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