Table S8: The comprehensive performance evaluation (including accuracy, AUC, AUPR, F1, precision, recall and kappa) of
ImageMol on molecular property prediction task with random scaffold split.
accuracy auc aupr f1 precision recall kappa
BACE 0.86140.005 0.93940.011 0.93640.011 0.85940. 001 0.84540. 035 0.87740. 040 0.72240.010
BBBP 0.91640. 007 0.95240.002 0.98340. 001 0.94640. 005 0.929+0.014 0.963+0.016 0.76240.023
ClinTox 0.98240. 004 0.97540. 007 0.58240.023 0.49540. 001 0.49740. 000 0.49440.002 | —0.006+0. 004
SIDER 0.76940.007 0.708+0.010 0.698+0. 008 0.633+0.018 0.6484+0.013 0.65940.031 0.1604+0.016
Tox21 0.92340.003 0.84740.003 0.43740.008 0.34040.016 0.50340. 046 0.28740.033 0.306+0.014
ToxCast 0.84340. 001 0.75140.001 0.4154+0.003 0.2964+0.015 0.3924+0.010 0.276+0.019 0.1764+0.013




