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Abstract

Modern drug discovery remains a high-risk, resource-intensive enterprise, where candid-
ate failure is frequently precipitated by unfavorable pharmacokinetic and toxicological
profiles. Molecular modeling offers powerful strategies to accelerate hit identification and
optimize lead compounds with enhanced pharmacological profiles. Nevertheless, ensuring
reliability requires methodological validation. This guest lecture covers the critical work-
flow steps, technical considerations, and best practices in structure-based ligand discovery
procedures.
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