Table 4. Metrics of the training and test set for classification models using fingerprints to classify blockers and non-blockers.

Fingerprint	Models
Accuracy
SN
SP
BA
F1
MCC
AtomsPair2D	DTC

99.27%

0.542

0.965

0.993

0.993

0.600
LPC
99.27%
0.925
0.514
0.993
0.993
0.493
AtomsPair2D	DTC
83.21%
0.500
0.861
0.664
0.723
0.376
LPC
81.02%
0.921
0.390
0.686
0.770
0.371
AtomsPair2D	RFC

93.21%

0.963

0.847

0.900

0.931

0.823
LPC
93.21%
0.940
0.431
0.932
0.900
0.448
AtomsPair2D	RFC
82.48%
0.931
0.528
0.747
0.819
0.515
LPC
82.48%
0.931
0.361
0.727
0.794
0.364
Substructure	RFC Count-Train
97.06%
0.990
0.917
0.960
0.971
0.924
LPC
97.06%
0.940
0.535
0.956
0.970
0.539
Substructure	RFC
Count-Test
81.02%
0.911
0.417
0.672
0.759
0.379
LPC
81.75%
0.911
0.333
0.685
0.758
0.299
Substructure	RFC
-Train
85.14%
0.918
0.701
0.772
0.845
0.634
LPC
85.14%
0.961
0.382
0.757
0.841
0.448
XTC
85.14%
0.900
0.750
0.757
0.841
0.644
Substructure	RFC
-Test
82.48%
0.911
0.444
0.738
0.817
0.405
LPC
82.48%
0.970
0.139
0.733
0.811
0.205
XTC
81.75%
0.861
0.444
0.738
0.817
0.325
CDKExtended	LPC

99.27%

0.933

0.549

0.993

0.993

0.536
CDKExtended	LPC

81.02%

0.931

0.361

0.714

0.796

0.364
CDK-Train	LPC
99.27%
0.943
0.535
0.993
0.993
0.544
CDK-Test	LPC
81.75%
0.921
0.390
0.536
0.670
0.371
MAACS-Train	RFC
95.23%
0.978
0.882
0.974
0.928
0.952
MAACS-Test	RFC
81.02%
0.941
0.417
0.709
0.789
0.436
Pubchem-Train	RFC
95.23%
0.973
0.910
0.930
0.952
0.886
Pubchem-Test	RFC
81.75%
0.901
0.500
0.731
0.789
0.438
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