Morgan L2 (1,024D)

Morgan + PCA64

MoLFormer CLS + PCA64
ChemBERTa MTR CLS + PCA64
ChemBERTa MLM mean + PCA64
Two views: joint PCA

Two views: CCA

Two views: Procrustes

Four views: joint PCA

Four views: GCCA

Four views: Procrustes

Stage 2 fusion on LINCS

Matched input views and 64D outputs; uncompressed Morgan shown as an extra control

Expression prediction MoA retrieval
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Pearson across genes (higher is better) Precision@10 (higher is better)

Points: means of 9 grouped outer folds. Whiskers: fold SD, not confidence intervals.
1,183 structures in 929 compound groups. Late score/rank ensembles are reported separately.



