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%3 : Study of optimized design for stabilities of functional-organic molecules.
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We performed quantum chemical calculations to obtain a principle of optimized design for stabilities
of functional-organic molecules which are used in various kinds of electric components. The
electrolysis and hydrolysis disassembly processes of propylene carbonate (PC) are calculated and the
heats of decompositions are estimated. The series of calculations for PC based solvent with slight
modification of functional group show that the PC is the most stable solvent considered in our
study. We further checked the relation between typical physical properties obtained with
computational calculations and viscosity to obtain designing role of electrolyte viscosity.
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