Table S12: The performance of different methods on 10 G protein coupled receptors (GPCRs) datasets with balanced scaffold

split.
1. 5HTIA 2. bHT2A 3. AAIR
RMSE MAE RMSE MAE RMSE MAE
MoCLRgiy 0.85040. 021 0.670£0.012 0.853£0.019 0.642+0.014 0.786%0.015 0. 588 £0. 009
MoCLRgex 0.9494£0. 027 0.764£0.014 0.875£0. 008 0.681£0.024 0. 856 £0. 026 0. 662 £0. 026
RNN_LR 1. 57440. 091 0.937£0.019 1. 60240. 245 1.10340. 151 1. 07340. 087 0.762£0. 057
TREM_LR 1. 636 40. 004 1.10940. 001 1..38940. 000 0.999£0. 001 1. 06040. 003 0.810%0. 001
RNN_MLP 0.957£0.013 0.768£0.010 1.16740.010 0.890£0. 003 0. 848 £0. 004 0. 662 £0. 008
TRFM_MLP 0.939£0. 034 0. 730£0. 025 1.01340. 026 0.728£0.021 0.87840. 051 0.657%0. 031
RNN_RF 0. 788 £0. 004 0.61740. 004 1.00140. 001 0.747£0.001 0.717£0. 003 0. 554£0. 002
TREM_RF 0.85540. 001 0.67240. 001 1.01140. 002 0. 777£0. 002 0. 74040. 001 0. 568 0. 001
CHEM-BERT 0.876£0.018 0.706£0.012 0.909£0. 057 0. 682+0. 056 0.734%0. 038 0.54440. 027
ImageMo| 0.77640.012 0.620£0.014 0. 78040. 017 0.57840. 022 0.71140.012 0. 554£0. 009
—— continue ——
4. AA2AR 5. AA3R 6. CNR2
RMSE MAE RMSE MAE RMSE MAE
MoCLRgix 0.748£0.012 0. 588 £0. 008 0.840£0.014 0.692+0.010 0.926£0. 047 0. 758 £0. 036
MoCLRgex 0.81940.011 0. 651£0. 008 0.855£0.010 0.700£0.011 0.978£0. 023 0.803%0. 021
RNN_LR 1. 801 40. 600 1.19340. 335 2.295%0. 463 1.19040. 155 5. 505£0. 093 1.61140.032
TREM_LR 1. 13040. 000 0. 906 £0. 000 1. 15540. 001 0.919£0.001 1.70040. 001 1.21340. 000
RNN_MLP 0.967£0. 002 0. 773£0. 005 0.883£0.010 0.707£0.012 1.09140.015 0.881£0.013
TREM_MLP 0.948£0.013 0.744£0. 005 0.945£0.010 0.749+£0.014 1. 14440. 055 0.903£0. 038
RNN_RF 0. 887£0. 002 0.69240. 001 0. 796 £0. 009 0. 62440. 007 0. 965£0. 002 0. 766 0. 001
TREM_RF 0. 926 £0. 003 0. 735£0. 004 0.856£0. 001 0.701£0.002 0. 965£0. 002 0.800£0. 002
CHEM-BERT 0.86240.071 0.674£0. 058 0.861£0. 058 0.684£0. 047 0.92540. 051 0.727£0. 041
ImageMo]l 0.73440.015 0.57340. 009 0. 793+0. 008 0.634£0.001 0. 90540. 004 0.71740.015
—— continue ——
7. DRD2 8. DRD3 9. HRH3
RMSE MAE RMSE MAE RMSE MAE
MoCLRgy 0.814£0. 009 0.591£0. 007 0.858+0.017 0.673£0. 022 0. 734£0. 006 0. 581£0. 004
MoCLRgex 0. 855£0. 022 0.634£0.017 0.914£0. 024 0.725£0. 025 0.740£0.016 0. 576 £0. 006
RNN_LR 1. 14240. 077 0.839£0. 038 1.31640.011 0.942£0. 005 1.61640. 236 0.943£0. 070
TREM_LR 1. 000£0. 000 0.719£0. 000 1.21940. 000 0.914£0. 000 1. 16940. 002 0.911£0. 002
RNN_MLP 0.895£0. 006 0. 694 £0. 005 1.02140. 007 0.819£0. 007 0.871£0.015 0.70240.011
TREM_MLP 0.919£0.016 0.686£0.016 1.01240. 041 0.790£0. 023 0.86340.011 0. 676 £0. 009
RNN_RF 0.83740. 001 0.61240. 001 0.861£0.001 0.685£0. 001 0.771£0. 002 0.613£0. 002
TREM_RF 0.86440. 001 0. 636 £0. 002 0.904£0. 001 0.717£0.001 0.770£0. 002 0.602+0. 001
CHEM-BERT 0.81640.011 0.587£0.013 0.803£0. 029 0.631£0.026 0.770£0. 033 0.594£0. 022
ImageMol 0.77240.014 0.57340. 009 0. 7354+0. 018 0.5761+0.014 0. 71040. 006 0. 56140. 006
—— continue ——
10. OPRM
RMSE MAE
MoCLRgy 0. 856 £0. 008 0.664£0.016
MoCLRgex 0. 853£0. 009 0. 653 £0. 020
RNN_LR 2.649+1.024 1.74440.614
TREM_LR 1.69440. 001 1.28240. 000
RNN_MLP 1.02240.014 0.781£0. 008
TREM_MLP 1. 08440. 009 0.849£0. 007
RNN_RF 0.876£0.010 0.671£0. 009
TREM_RF 0.852£0. 002 0. 660£0. 003
CHEM-BERT 0.893£0. 024 0.672£0.019
ImageMo]l 0.84940. 018 0.64540. 015




