Step 1: Extract the files from the folder.

Step 2: Reproduce the results in Table 2 of the paper by running
the following command:
python cal metrics from _pt.py

Methods Vina Score(]) | Vina Min(]) | Vina Dock (]) | High Affinity(1) QED(T) SA(T) Diversity(1)

Avg.,  Med. | Avg. Med. | Avg.  Med. Avg. Med. | Avg. Med. | Avg. Med. | Avg.  Med.
LHGAN - - - - -6.33 -6.20 21.1% 11.1% | 0.39 039 | 059 057 | 0.66 0.67
GraphBP - - - - 480 -4.70 14.2% 6.7% 043 045 | 049 048 | 0.79 0.78
AR 575 564 | 618 588 | 675 662 | 379% 31.0% | 051 050 | 063 063 [ 070  0.70
Pocke2Mol | -5.14 -470 | -6.42 -582 | -7.15  -6.79 | 484% 51.0% | 0.56 057 | 0.74 075 | 069 0.71
TargetDilT 547 -630 | -6.64 -683 | 780 -79] 58.1% 59.19% | 048 048 | 058 058 | 0.72  0.71
DecompDill | -5.67 -6.04 | -7.04 -7.09 | -839 -8.43 64.4% 7T1.0% | 045 043 [ 061 060 | 068 0.68
IRDiff -6.03  -6.89 | -7.27 -7.37 | -842 -8.42 074% 72.7% | 053 054 | 059 0358 | 072 0.792
IPDilT -6.42  -7.01 =745 -748 | -8.57 -8.51 69.5% 75.5% 052 053 | 061 059 | 074 0.93
VEDIIT -7.37 1.5 -8.18 -8.18 | -8.77 -B.72 | 69.5% T755% | 054 055 [ 057 057 ) 072 071
Reference | -6.36  -6.41 | -6.71 -6.49 | <745 726 | - - | 048 047 | 073 074 |

Step 3: You can visualize the protein-ligand complexes you want
to examine by running the notebook.



