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Automated structural optimization of 3D small molecules
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We worked on establishment of a diversity-oriented synthesis method for 3D
molecules which have dynamic structural isomerization property and development of a method for
structural analysis after auto-optimization. Although we were not able to synthesize the target 3D
small molecule within the research period, we were able to establish a method for protein structural

analysis prior to the synthesis of the 3D molecule. In the future, we will complete the synthesis
of the 3D molecule and promptly work on the verification of the automated structure optimization.
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