Atomic simulation based on
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problems
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Simulations of atomic behavior
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Problems in atomic simulations

i

Electron

f Distance
Model /

Traditional molecular
dynamics

Scale and time length

Machine learning is the breakthrough.



4R AREN Y _—
. | - A
[T |

U PN\
L™ W N "
\"\L-‘ \.*

Application to grain boundary of iron
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Construction of machine learning potential
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Grain boundary model

Target: calculation of grain boundary energy
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46 cases with different angles



Results: grain boundary energy

QM and
MLP
Traditional
methods
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Results: crack propagation on GB
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