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▶ 및 결합 에너지 프로파일 도입
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▶ 학습데이터 확보: 
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Model AUC

GNN 0.813

ChemBERTa 0.806

FP-MLP 0.803

Ensemble 0.834
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Classification Regression

AUPRC MCC 𝜌 R2

> 0.92 > 0.92 > 0.85 > 0.85
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

 Input feature



 non-IID





Model Accuracy Epoch

TabNet 0.840 34

FT-Transformer 0.833 17

CNN 0.844 13

 FedGF:
flat minima optimizer
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