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 SP Fig.1  Comparison 2D and 3D structures of Polydatin and Crystal Ligand A79 COMPLEX ( N-{1-BENZYL-(2S,3S)-2,3-DIHYDROXY-4-[3-METHYL-2-(3-METHYL-3-PYRIDIN-2-YLMETHYL-UREIDO)-BUTYRYLAMINO]-5-PHENYL-PENTYL}-3-METHYL-2-(3-METHYL-3-PYRIDIN-2-YLMETHYL-UREIDO)-BUTYRAMIDE










PDB Code : 1HII
HIV-2 PROTEASE-Crystal Ligand C20 COMPLEX (ACETYL-NH-VAL-CYCLOHEXYL-CH2[NCH2CHOH]CH2-BENZYL-VAL-NH-ACETYL)
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 SP Fig.2  Comparison 2D and 3D structures of Polydatin and Crystal Ligand C20  COMPLEX (ACETYL-NH-VAL-CYCLOHEXYL-CH2[NCH2CHOH]CH2-BENZYL-VAL-NH-ACETYL)
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SP Fig.3   Comparison Similary Scores performed by SWISS Similary web tool and Drug Bank
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SP Fig.4  Comparison 2D Structures were evaluated by Drug Bank through SWISS Similary web tool 
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SP Fig.5  Comparison chemical-physical, biological properties of Polydatin were performed by Swiss ADME web tool 
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        SP Fig.6  Comparison potential targets of Polydatin were performed by Swiss Target prediction  web tool 
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DrugBank ID  Similarity Score  Usual Name

DB11263  0.592  Polydatin

DB02709  0.311  Resveratrol

DB03242  0.278  P-Aminophenyl-Alpha-D-Galactopyranoside

DB04385  0.276  3-Deazacytidine

DB02115  0.274  Daidzin

DB02639  0.273  7-(alpha-D-Glucopyranosyloxy)-4-methyl-2H-1-benzopyran-2-one

DB14109  0.270  alpha-Arbutin

DB11217  0.267  Arbutin

DB13155  0.264  Esculin

DB02745  0.263  Uridine

DB13177  0.237  4-methylumbelliferyl beta-D-glucoside

DB02213  0.230  Metanitrophenyl-Alpha-D-Galactoside

DB04806  0.228  (5-BROMO-4-CHLORO-3-INDOLYL)-A-D-MANNOSE

DB12484  0.228  Tetrahydrouridine

DB00928  0.228  Azacitidine

DB02632  0.224  4-nitrophenyl-beta-D-galactoside

DB06408  0.222  Taribavirin

DB03196  0.222  4-Nitrophenyl-Ara

DB02097  0.222  Cytidine

DB01280  0.222  Nelarabine

DB15763  0.221  Iron polymaltose

DB03068  0.221  Zebularine

DB04546  0.220  3-Deazaadenosine

DB02658  0.217  "2

DB03250  0.216  "2-(Beta-D-Glucopyranosyl)-5-Methyl-1

DB01296  0.215  Glucosamine

DB02678  0.215  beta-D-Galactosamine

DB13030  0.215  2'-fluoro-5-ethylarabinosyluracil

DB01629  0.215  5-fluorouridine

DB08158  0.215  "2

DB01262  0.213  Decitabine

DB04440  0.213  Nebularine

DB15943  0.211  Hesperidin methylchalcone

DB04627  0.210  Cyclouridine

DB03989  0.210  D-Allopyranose

DB12665  0.210  Isoquercetin

DB11998  0.209  Sorivudine

DB00811  0.207  Ribavirin

DB14913  0.207  5-methyl-2'-fluoroarauracil F-18

DB01920  0.207  1-O-[O-Nitrophenyl]-Beta-D-Galactopyranose

DB04066  0.206  p-Coumaric acid

DB00194  0.205  Vidarabine

DB08430  0.205  PARA-NITROPHENYL 1-THIO-BETA-D-GLUCOPYRANOSIDE

DB04944  0.205  Acadesine

DB12606  0.205  Netivudine

DB02802  0.204  3-(alpha-D-Galactopyranosyloxy)-5-nitrobenzamide

DB07432  0.204  "[[(3R

DB04335  0.202  Inosine

DB15660  0.202  N4-Hydroxycytidine

DB01697  0.202  beta-cellotriose

DB15427  0.200  Fialuridine

DB01642  0.200  methyl beta-D-glucopyranoside

DB03312  0.200  Brivudine

DB08151  0.200  "(5R

DB07378  0.200  "4-AMINO-2-OCTYLOXY-6-HYDROXYMETHYL-TETRAHYDRO-PYRAN-3

DB13156  0.200  Inosine pranobex

DB04116  0.200  Allolactose

DB16075  0.200  8-Chloroadenosine


