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At&: S, Choung 2|, “From Atomic Motif to Realistic Single Atom Catalysts through Machine Learning Interatomic Potentials”, ACS Energy Lett.
vol. 10, no. 12, pp. 6288-6296, 2025.
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Encoding atomic structure into Training and evaluation of ML model

generalizable atomic representation
¥ Neural Metwork/Kernel-based Model
¥ Local and Global Representation ¥ Transfer Learning Strategy

v Graph Representation ¥ Model Evaluation

/X J

Ztz: S. Chouong 2/, “Rise of machine learning potentials in heterogeneous catalysis: Developments, applications, and prospects”, Chem. Eng. J.
vol. 494, no. 152757, 2024.
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Dataset and Challenges for Oxide Electrocatalysts”, ACS Catal. vol. 13, no. 5, pp. 3066-3084, 2023.
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Zk=z: Y. Tang 2/, “A multimodal large language model for materials science”, Nat. Mach. Intell. vol. 8, pp.
588-601, 2026.
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