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[ 4COS Structure ] [ T001 Compound Library

¥ ¥

Structure Completion ] [ Structure Preprocessing

! !

Hydrogen Bond Optimization for [ Protonation State Prediction ]
Side Chains and Hydrogen Atoms

! '

Conformational Energy
Optimization

[ Energy Minimization ] [

I

Molecular Docking Screening

Select compounds with binding
affinity < -7 kcal/mol against 4COS

)

PLIF Analysis (Protein-Ligand
Interaction Fingerprint)

Select compounds that form
interactions with 4COS

[ Cluster Analysis ]

l Clustering based on 70%
compound structural similarity

[ Binding Mode Analysis ]

l Select molecules with favorable
binding conformations

[ Candidate Compounds ]
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