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Protein Sequence Drug Smiles Dataset Epistemic  Aleatoric Blhncad Dataset (1 1] Unbalanced Dataset (1 3)
(MQRGA...FTDNS) (CN1C=...=C) Methods | ROC-AUC Precision_Recall | ROC-AUC _Precision_Recall
i } Human / 4 0.0128 0.020 KNN 0.560 0798 0.927 | 0904 0716 0.882
Human / 2 0.0096 0.018 RF 0.940 0861 0.897 | 0.95 0847 0821
i L2 X 89 1913 X 837 0.773
Prtained Mode e gL Hunan 00082 00 2 |& & ool wr b
(Trans6, 12, 34) rap C. elegans / 4 0.0137 0.0155 GNN 0.97 0923 0918 | 0950 0919 0.913
= C claons /2 00005 00133 A
[ 1D CNN + Dropout ] [ GraphNet + Dropout ] C. elegans 0.0053 0.0143 Trans34 0.973 0914 0925 | 0971 0930  0.863
Trans6+Drop 0.975 0.932 0.922 0.976 0.939 0.902
Trans12+Drop 0.971 0.914 0.924 0.963 0.932 0.902
Concatenation Layer 22 HO|E{Ale] o= E&8tAM =7 Trans34+Drop | 0.975 0.945  0.935 0.970 0.925  0.923
C. elegans
Balanced Dataset (1 : 1) Unbalanced Dataset (1 3)
FC Layer + Dropout Methods | ROC-AUC Precision_Recall | ROC-AUC _Precision_Recall
KNN 0.858 0.801 0.827 0.892 0.787 0.743
RF 0.902 0.821  0.844 | 0926 0.836  0.705
FC Layer L2 0.892 0.800  0.877 | 0.896 0875 0.681
SVM 0.804 0.785  0.818 | 0901 0.837 0576
i GNN 0.978 0.929 | 0.971 0.916_ 0.921
Prediction Trans 0.981 0937 0019 | 0977 0871 0917
Trans12 0.975 & 0.910 0.967 0.876 0.861
Trans34 0.973 0.925 | 0.969 0.900 0915
= Dol aAx Trans6+Drop | 0.986 0933 | 0983 0923 0.944
O|F 29 21Xk Trans12+Drop | 0.980 0946 0.928 | 0.981 0.890  0.940
Trans34+Drop | 0.981 0.916 0.940 | 0.980 0.914 0937
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