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Study on Interatomic potential of M2052 alloy using deep learning

TOMODA Akinori (Department of Intelligent Mechanical Engineering, Faculty of Engineering)

Abstract

Neural network interatomic potential (NNP) based on deep neural network (DNN) is useful for classical molecular dynamics

simulation to obtain accurate vibration damping capacity of high damping alloys. Training data set is generated by ab initio

molecular dynamics simulations using pseudo potential and generalized gradient approximation. The NNP for M2052 alloy is

generated by the DeePMD-kit. The accuracy of the NNP depends on the number of training steps for deep learning.
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ELLIREE, EEREINE, SUVRENRERE O & TE R T S
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Fletcher—Goldfarb—Shanno) 7 /L =V X A % VTR ORI e
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Fig.1 Development of a crystal structure of M2052 alloy
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Fig.2 Changes of energy error during NNP development
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