Cluster.0

. ../Structures/IHPS/MOL2/1HPS.RUN-protein.mol2(1HPS _opt)
/Structures/[HPS/MOL2/IHPS RUN-ligand. mol2(IHPS_RUN_B_400_opt)

.87

../Structures/IMEU/MOL2/1MEU.DMP-protein.mol2(1IMEU_opt)

: ../Structures/1SBG/MOL2/1SBG.IMI-protein.mol2(1SBG_opt)
../Structures/IMEU/MOL2/1IMEU.DMP-ligand. mol2(IMEU_DMP_A_323_opt)

../Structures/ISBG/MOL2/1SBG.IM1-ligand. mol2(1SBG_IM1_A_400_opt)

../Structures/IMET/MOL2/IMET.DMP-protein.mol2(IMET _opt)
../Structures/IMET/MOL2/IMET.DMP-ligand. mol2(IMET_DMP_A 323 _opt)

.87 0.88 0.91

./Structures/|HBV/MOL2/1HBV.GAN-ligand. mol2(IHBV_GAN_A_600_opt) ../Structures/IMES/MOL2/IMES.DMP-ligand. moI2(IMES_DMP_B_323 opt)

0.86 /

../Structures/IMER/MOL2/IMER.DMQ-protein.mol2(IMER _opt) ../Structures/IHTG/MOL2/IHTG.G37-protein.mol2(IHTG_opt)
../Structures/IMER/MOL2/IMER.DMQ-ligand.mo2(IMER_DMQ_A_450_opt) ../Structures/THTG/MOL2/THTG.G37-ligand. mo2(1HTG_G37_A_300_opt)

../Structures/IHTF/MOL2/1HTF.G26-protein.mol2(1HTF _opt) ../Structures/]GNM/MOL2/1GNM.UOE-protein.mol2(IGNM_opt)
../Structures/IHTF/MOL2/THTF.G26-ligand. mo2(IHTF_G26_A 100 )_opt) ../Structures/IGNM/MOL2/1GNM.UOE-ligand.mol2(IGNM_UOE_A_100_opt)

Ni 0.87

’ ../Structures/IGNO/MOL2/1GNO.UOE-protein.mol2(IGNO_opt)

: ’ ../Structures/THBV/MOL2/IHBV.GAN-protein.mol2(1HBV_opt) ../Structures/IMES/MOL2/IMES.DMP-protein.mol2(IMES _opt)

./Structures/| GNO/MOL2/1GNO.UOE-ligand.mo2(IGNO_UOE_B_100_opt)

.84

../Structures/ IHIH/MOL2/1HIH.C20-protein.mo2(1HIH_opt)
../Structures/IHIH/MOL2/1HIH.C20-ligand. mo2(1HIH_C20_B_101_opt)

.86

../Structures/ IHVI/MOL2/1HVI. A77-protein.mo2(IHVI_opt)
../Structures/IHVI/MOL2/1HVI.A77-ligand.mo2(1HVI_A77_A_800_opt)

.94

./Structures/IHVK/MOL2/1HVK.A79-ligand. mo2(1HVK_A79_A_800_opt)

’ ../Structures/ IHVK/MOL2/IHVK. A79-protein.mo2(IHVK_opt)




