Table S11: The performance of different methods on multi-labeled CYP450 dataset with balanced scaffold split, which evaluates the performance of the model on 5 tasks
(CYP1A2, CYP2C9, CYP2C19, CYP2D6 and CYP3A4) simultaneously. SS represents the p-values (one-sided significance level) of the McNemar’ s test between ImageMol and
other comparison methods. The numbers in green background indicate statistically different models, using a significance threshold of 0.05. 0 indicates statistical

significance less than E-100

multi-labeled CYP450

accuracy auc aupr f1 precision recall kappa SS
MolCLReix 0.81040. 002 0.86140. 003 0.73240. 005 0.66440.012 0.72540.018 0.62540. 027 0. 52840. 008 7. 98E-05
Mo1CLReex 0.80640. 002 0.84340. 003 0.71240.001 0.65740. 007 0. 73040. 007 0.60840.015 0.51940. 007 2. 30E-05
RNN LR 0. 73740. 000 0. 70240. 000 0.47340. 000 0.43440. 001 0.49240. 001 0.39640. 001 0. 25940. 000 0
TREM LR 0. 78340. 000 0.77540. 000 0. 59540. 000 0. 54440. 000 0. 60740. 000 0. 50240. 000 0. 39940. 000 2. 16E-49
RNN MLP 0.73540. 001 0.70740. 000 0.47040. 000 0.38540. 001 0.50040. 003 0. 33640. 002 0.22040. 001 0
TREM MLP 0.7114+0.016 0.76940. 001 0. 55340. 002 0.47040. 005 0.31740. 004 0.93540. 009 0.20440.010 0
RNN RF 0. 78440. 002 0.79440. 001 0.58640. 001 0. 52340. 002 0.60940. 005 0.52140. 001 0. 38240. 003 5. 42E-44
TRFEM RF 0.81640. 000 0.82040. 000 0.65640. 001 0.55340. 001 0.66940. 003 0.53340. 001 0.44240. 001 7. 29E-16
CHEM-BERT 0.81640. 003 0.83140. 004 0.67240.010 0.6164+0.014 0.67340. 030 0.59740. 047 0.49340. 008 7. 35E-16
ImageMol 0.843+0. 003 0.866+0. 007 0.736%0.009 0.68140. 007 0.714+0.020 0.661+0.025 0.575%0. 005 -




