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WF1187 DLD
WF1204 UHTD L DLD

WF1183 DLFL) UHTD

IHSLy HTD Ly MC
WF1198 DLD Ly HTD Ly MM
WE1184 pND [y FSSEY HTD
WF1201 HTD Gy LML Gy HTD Gy MC

WF1205 UHTD D) H20 L) MC

WF1203

WF1191 HTD | ML | | MC

WF1181 MD [y CECY DLD/HTD/CD
WFL1179 ppC)y PH Oy PS Ly HID
WF1195 MD [y UHTD Ly FSSCy CE Ly HTD
WF1208 DF Gy FSSLy HTD Gy DLD
SPBCL) IHSLY DND [y FSS

WF1206 CD L) MD Ly MM L NNS

WF1209 DLD L) ﬁ_?LH FEC

WF1193 UHTD Cy DND L)y FSSGy HID

HTD | HTD C) ML G HTD | IBVSC) HTD

WE1186 DMD [y CE Ly HTD Cy DLD Ly HTD Ly DMD
WF1207 MD Ly H20 Ly PH Ly PSCY HTD Ly 25

WF1200 MC Oy MM L MD L FSSCy MM Ly MD

WF1210 MD [y CE Ly DND Oy CD Dy MM Ly FSSLyCD Ly MM
WF1212 DF Gy IHSG) SPBCLy PH Ly PS Ly DND [y HTD

WF1202

WF1188

5

MC : medicinal chemist

CE: conformational ensemble

H20: map stable water molec.
IHS: interaction hot spots
SPBC: similar pocket

in PDB with bound
FSS: fingerprint
PS: pharmacophore

PH: pharmacophore

compound

similarity search

search

hypothesis

DND: de novo design

DLD: deep learning docking
DMD: deep molecular dynamics
NNS: NN scoring

DF: dock fragments

HTD : high-throughput docking
UHTD: ultra HTD

CD: consensus docking

MM: molecular mechanics
MD: molecular dynamics

FEC: free energy calculation
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