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Virtual computational screening parameters

ZINC natural purchasable database

Bioactive compounds

RMSD range values

MW range values 

RBnds (rotational angle) not exceeding 15

Physical-chemical features for interaction between protein-ligand
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Results

COMPOUNDS BINDING ENERGY Kcal/mol Ki

ZINC 4259855 -11.00 737,43 nM

ZINC 3869685 (quercetin) -6.55 15,85 μM

ZINC 1237912 -10.00 1,12 μM

ZINC 1447881 -9.36 1,36 μM

ZINC 02154548 -9.16 1,04 μM

ZINC 2429155 -10.00 2,21 μM

ZINC 02666313 -8.91 1,6 μM

ZINC 03851635 -9.00 99,14 nM

ZINC 13691379 -9.30 1,13 μM

ZINC 14611917 -8.73 2,16 μM

ZINC 22161363 -10.11 1,41 μM

ZINC 54307082 -8.72 2,2 μM
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Conclusions 


