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Machine Learning for Chemical and Chemical Engineering Data Analysis and Molecular

Design and Materials Design (Department of Applied Chemistry, Meiji University) O
Hiromasa Kaneko

In Data Chemical Engineering Laboratory (Kaneko Laboratory) https://datachemeng.com/,
datasets of various functional materials are analyzed with machine learning, hidden
relationships among them are modeled, and promising chemical structures, materials and
products are designed based on the models. This talk describes how machine learning can
support the research, development, evaluation, and manufacture of highly functional materials,
and presents research examples in the field of chemoinformatics and materials informatics.
Keywords : Chemoinformatics; Materials Informatics, Process Informatics; Molecular Design,
Material Design
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