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Prediction and interpretation of physical properties from simulation data by
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The purpose of this research isl establishing a methodology for obtaining
new physical knowledge from prediction of physical properties of metal alloys and interpretation of
results by Materials Informatics using machine learning and data mining techniques. At first,
physical property database is constructed from the first principle calculation of metal complex and
binary metal alloy and known experimental data and classified by unsupervised learning by machine
learning and data mining for each data group. We also interpreted the physical meaning from the
classified data group and examined the semantics of each classified data group. In the data group
classified as data group on the metal complex and the data group on the binary metal alloy covered
in this research, classification by machine learning is the same as classification by known physical

properties, and semantics of the conventional physical property knowledge are also indicated.
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