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Computational elucidation and design of luminescent organic elastic crystals
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The atomic-level physical mechanisms of the elasticity and mechanochromic
behavior of organic molecular crystals were elucidated using the first-principles density functional
theory calculations. An automated scheme and software for exploring the high-performance elastic
and light-absorbing organic molecular crystals were developed by combining computational chemistry
simulations and machine learning technology. By utilizing the knowledge on the elasticity and
mechanochromic behaviors and the simulations system obtained in this study, novel elastic organic
molecular crystals were explored, and design guidelines were investigated.
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