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Search for transition structures of molecules, their aggregates, and crystals
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The purpose of this study is to investigate equilibrium structures (EQs)
and transition structures (TSs) of molecules and their aggregates and crystals satisfying the
periodic boundary conditions by using computational chemistry methods, to investigate their
properties, and to conduct experiments on the crystal structure.

Over the past three years, 27 presentations in academic conferences, one contribution paper on
the creation of new crystals, and four publications on EQs and TSs of molecules and crystals have
been made by the author with co-authors. In addition, during this research, | was able to obtain new

ideas that | had not originally expected, and a new report regarding the research results has been
accepted for publication since April this year. Some of the research results obtained from this
research have not been posted yet, and additional contributions are planned for the future.
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