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Supplementary Table: Impact of the enrichment of the \textit{Leishmania} (AID1258)
and the \textit{Coronaviruses}(AID1479145) bioassays with \textit{CidalsDB} content on
the performances of the ML and DL algorithms in molecule classification. Values of
balanced accuracy, ROC-AUC, MCC, precisio recall and F1-score achieved by the
different models (RF, MLP, NB, GB, GCN, MPNN and ChemBERTa) when trained on
the enriched datasets are shown in the corresponding boxes.

In cases where the performances were enhanced due to the enrichment, the increase
rate is shown as a positive shift between brackets. Positive shifts higher than 0.3 are
shown in blue. In cases where the performances were decreased due to the
enrichment, the decrease rate is shown as a negative shift between brackets (in red).
Metrics values higher than 0.7 are shown in bold, except for MCC where the threshold
is 0.6.
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Leishmania

Dataset Model Accuracy | ROC-AUC | Balanced MCC Precision Recall F1 score
Accuracy
RF 0.91 0.81 0.64 0.40 0.65 0.30 0.41
(-0.01) (+0.02) (+0.01)
MLP 0.89 0.80 0.67 0.37 0.46 0.40 0.43
AID1063 (-0.01) (+0.01)
E“‘zﬁned NB 0.60 0.62 0.59 0.11 0.13 0.56 0.22
Cidals (+0.03) (-0.01) (-0.01) (-0.01) (-0.07)
GB 0.90 0.75 0.50 0.04 0.6 0.004 0.009
(-0.02) (-0.3)
GCN 0.91 0.83 0.61 0.35 0.64 0.24 0.35
(-0.01) (+0.02) (-0.02) (-0.01)
MPNN 0.90 0.74 0.53 0.19 0.65 0.07 0.12
(-0.01) (-0.01) (+0.04) (-0.01)
ChemBERTa 0.91 0.80 0.59 0.33 0.72 0.18 0.29
(+0.03) (+0.03) (+0.08) (+0.1) (+0.05) (+0.08)
RF 0.87 0.90 0.87 0.74 0.92 0.81 0.86
(+0.03) (+0.22) (+0.34) (+0.53) (-0.07) (+0.76) (+0.76)
MLP 0.84 0.85 0.84 0.68 0.86 0.83 0.84
AID1258 (+0.11) (+0.18) (+0.30) (+0.27) (+0.46) (+0.39)
Enriched
with NB 0.71 0.77 0.71 0.44 0.78 0.60 0.68
Cidals (-0.03) (+0.09) (+0.1) (+0.23) (+0.46) (+0.18) (+0.32)
GB 0.82 0.88 0.82 0.65 0.82 0.83 0.83
(+0.26) (+0.28) (+0.48) (+0.32) (+0.73) (+0.66)
GCN 0.77 0.85 0.76 0.54 0.82 0.67 0.73
(-0.03) (+0.16) (+0.18) (+0.28) (+0.26) (+0.45) (+0.42)
MPNN 0.75 0.82 0.76 0.51 0.73 0.77 0.75
(-0.03) (+0.11) (+0.16) (+0.28) (+0.3) (+0.47) (+0.39)
ChemBERTa 0.88 0.93 0.88 0.76 0.93 0.84 0.88
(+0.04) (+0.36) (+0.38) (+0.76) (+0.93) (+0.84) (+0.88)




Coronaviruses

Dataset Model Accuracy | ROC-AUC Balanced MCC Precision Recall | F1 score
Accuracy
RF 0.99 0.82 0.65 0.47 0.77 0.30 0.43
(+0.20) (+0.14) (+0.40) (+0.57) (+0.27) (+0.38)
MLP 0.99 0.81 0.68 0.47 0.61 0.36 0.45
AID1706 (+0.21) (+0.15) (+0.38) (+0.45) (+0.31) (+0.38)
E“‘:i‘med NB 0.72 0.69 0.67 0.05 0.01 0.62 0.02
Cidals (+0.08) (+0.07) (+0.09) (+0.04) (+0.09) (+0.01)
GB 0.99 0.82 0.51 0.18 1 0.032 0.062
(+0.16) (+0.02) (+0.18) (+1) (+0.032) | (+0.062)
GCN 0.99 0.87 0.66 0.43 0.57 0.33 0.42
(+0.14) (+0.16) (+0.43) (+0.57) (+0.33) (+0.42)
MPNN 0.99 0.73 0.50 0 0 0 0
(+0.12)
ChemBERTa 0.99 0.84 0.67 0.56 0.93 0.34 0.5
(+0.19) (+0.17) (+0.56) (+0.93) (+0.34) (+0.5)
RF 0.80 0.85 0.77 0.57 0.79 0.66 0.72
(-0.16) (+0.27) (+0.14) (+0.57) (+0.79) (+0.66) (+0.72)
MLP 0.79 0.84 0.77 0.55 0.77 0.66 0.71
AID1479145 (-0.15) (+0.06) (+0.27) (+0.57) (+0.77) (+0.66) (+0.71)
Enriched
with Cidals NB 0.60 0.66 0.61 0.22 0.5 0.64 0.56
(-0.07) (+0.09) (+0.12) (+0.22) (+0.46) (+0.36) (+0.49)
GB 0.81 0.87 0.79 0.60 0.82 0.68 0.74
(-0.14) (+0.13) (+0.29) (+0.60) (+0.82) (+0.68) (+0.74)
GCN 0.82 0.88 0.81 0.62 0.74 0.79 0.77
(-0.13) (+0.16) (+0.21) (+0.27) (+0.08) (+0.6) (+0.46)
MPNN 0.78 0.78 0.86 0.55 0.69 0.78 0.73
(-0.16) (+0.28) (+0.23) (+0.55) (+0.69) (+0.78) (+0.73)
ChemBERTa 0.82 0.80 0.87 0.62 0.83 0.71 0.76
(-0.14) (+0.18) (+0.06) (+0.12) (-0.17) (+0.46) (+0.36)




