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Supplementary Figures:

Figure S1: Variation of the percentage of zeros with the vector size of the different
fingerprints (FPs).
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Figure S2: Algorithms’ performances achieved by the different models (4 ML and 3 DL),
when trained on the 3 versions of each bioassay (Original, RUS, ROS and Enriched).
(a) Each ML model’s performance when trained on all versions of the AID1063 dataset.
(b) Each ML model’s performance when trained on all versions of the AID1258 dataset.
(c) Each ML model’s performance when trained on all versions of the AID1706 dataset.
(d) Each ML model’s performance when trained on all versions of the AID1479145
dataset.



Figure S3: Effects of the different balancing methods and the enrichment approach on
the different datasets per model based on F1-score (a) RF performances when trained
on the different variations of the different datasets. (b) MLP performances when trained
on the different variations of the different datasets. (c) GB performances when trained
on the different variations of the different datasets. (d) GCN performances when trained



on the different variations of the different datasets. (e) ChemBERTa performances
when trained on the different variations of the different datasets.

Figure S4: Conceptual Data Model (CMD) of the database CidalsDB.


