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Automatic property search incorporating machine learning for high entropy alloy
property search
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The applicant has automated the first-principles KKR method to realize an
exhaustive automatic calculation, and has also calculated magnetization, magnetic phase transition
temperature, and residual electrical conductivity. The calculation of the amount of material was
performed. By applying an explanatory machine learning method to the results of the exhaustive
calculations, we found that the smaller the scatter (dispersion) of the periodic table sequence of
the constituent elements, the higher the residual conductivity. We also suggested the possibility of

nonmagnetic materials due to frustration between elements as a cocktail effect of HEA when the
magnetization is noncollinear.
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Development of Data-driven Methods as a bridge to Deductive Methods
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Python utilities for AkaiKKR
https://github.com/AkaiKKRteam/AkaiKKRPythonUtil
Al i1DA-AkaiKKR
https://github.com/nim-hrkn/aiida-akaikkr







