[PA]-2am-06 BAILES B1055FES (2025)

AABRFLARILY I 2 L—4 Matlantis AD TS5 A2 FHEED
WA EXKBFEERADIGH

(FRSEEH T - FORPETHE 2 - ENEOS #Raltt?) K Bzt - gl Gk 2 -
TS G e R TSR

Application of fragmentation method to versatile atomistic simulator Matlantis for large-scale
systems (' Department of Chemistry and Biochemistry, Graduate School of Advanced Science
and Engineering, Waseda University, *Waseda Research Institute for Science and Engineering,
Waseda University, *ENEOS Corporation) O Rei Oshima,! Mikito Fujinami,> Yuya
Nakajima,® Hiromi Nakai'?

Matlantis™ is a versatile atomic-level simulator using a neural network potential trained on
density functional theory (DFT) calculations, achieving DFT-level accuracy efficiently.
However, its application to large-scale systems is limited due to restrictions on the number of
atoms. This study extends Matlantis to large-scale systems by employing a fragment-based
approach, approximating total energy using an expansion formula based on fragment
interactions. Comparison with bulk systems confirms the validity of the proposed method.
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