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Development of an in silico Liquid Crystal Data Library for Predicting and Controlling Phase
Transition Behaviors (!Graduate School of Science, Kyoto University, *Graduate School of
Engineering Science, Osaka University, *Institute of Mathematics for Industry, Kyushu
University) OKensuke Suga,' Yoshiaki Uchida,’ Shizuo Kaji,> Shohei Saito!

In recent years, many studies have been conducted to regress physical properties from
molecular structures based on data. In this process, it is important to prepare a data library
within the target chemical space of interest. To design liquid crystal molecules with predicted
phase transition behaviors, we have constructed an in silico data library of liquid crystal
compounds with high synthetic accessibility. The data library contains more than 100 million
liquid crystal-like structures, which have been generated by applying the RECAP!!
(Retrosynthetic Combinatorial Analysis Procedure) method to connect rigid and flexible
groups of liquid crystal molecular structures recorded in LigCryst!?! database.
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