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A. ROC

Dummy (most frequent) (AUC 0.500)
sklearn MLP (5,3) (AUC 0.768)
SVM RBF (AUC 0.885)
RandomForest (100, entropy) (AUC 0.884)
PyTorch MLP (512,128) (AUC 0.856)
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B. Precision-recall (baseline = 0.57)

Dummy (most frequent) (AP 0.578)
sklearn MLP (5,3) (AP 0.789)
SVM RBF (AP 0.886)
RandomForest (100, entropy) (AP 0.900)
PyTorch MLP (512,128) (AP 0.872)

Figure 6  Held-out classification: scaffold split (seed 22)  no shared Murcko scaffold


