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TESTED DRUGS

S-AMLODIPINE R-VERAPAMIL S-VERAPAMIL

R-AMLODIPINE

€l 9804597 CID_9622750 CID_65808 CID_92305




Scoring—

Placement|
Alpha PMI
AlphaTriangle
Proxy Triangle

Triangle Matcher

Affinity dG

0.644245
0.745413
0.939548
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Scoring Function Tambahan

Affinity dG
ASE

Alpha HB
GBVI/WSA dG
London dG
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Alpha HB

0.655915
0.745413
1.187672

0.968157

ASE GBVI/WSA dG

0.675115

1.105186

1.026441

0.997675

0.738896

1.205972

1.164792

1.011589

Pose training/pose traning + decoy

26/2435
28/2440
28/2461
28/2450
26/2451
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0.591763

1.301725
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Additional scoring function Drug molecule Binding affinity

SUMMARY -
Affinity dG Conformer3D_CID 65808 R-VER -6.378026
Conformer3D_CID 92305 S-VER -6.971819
Conformer3D_CID_ 9801597 R-AML -5.783911
Conformer3D_CID 9822750 S-AML -5.783911
ASE Conformer3D_CID 65808 R-VER -33.720531
Conformer3D_CID 92305 S-VER -32.440483
Conformer3D_CID 9801597 R-AML -26.490945
Conformer3D_CID 9822750 S-AML -27.488300
Alpha HB Conformer3D_CID 65808 R-VER -151.42279
Conformer3D_CID 92305 S-VER -150.75346
Conformer3D_CID 9801597 R-AML -139.16114
Conformer3D_CID 9822750 S-AML -145.07617
GBVI/WSA dG Conformer3D_CID 65808 R-VER -9.856130
Conformer3D_CID 92305 S-VER -9.122101
Conformer3D_CID_9801597 R-AML -9.018595
Conformer3D_CID 9822750 S-AML -8.139161
London dG Conformer3D_CID 65808 R-VER -12.280153
Conformer3D_CID 92305 S-VER -11.002061
Conformer3D_CID 9801597 R-AML -11.790844

Conformer3D_CID_9822750_S-AML -10.848207
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Conformer 3D_CID_65808
R-Verapamil
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Conformer 3D_CID_92305
S-Verapamil
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