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Molecular screening of solid-solid phase transition by machine learning using molecular
descriptor (‘Center for Data Science, Waseda University, *Graduate School of Advanced
Science and Engineering, Waseda University) OTakuya Taniguchi,' Daisuke Takagi,” Kazuki
Ishizaki,” Toru Asahi’

The solid-solid phase transition is an important phenomenon in the functional manifestation of
molecular crystals, but its occurrence is difficult to predict. In this study, we screened molecules
that can induce the solid-solid phase transition by machine learning using molecular descriptors.
We constructed our own phase transition database, and the learned classifiers suggested
candidate molecules that could undergo solid-state transitions, and we confirmed that solid-
state transitions occur in some of them.
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