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Molecular docking and molecular dynamics simulations
are foundational pillars of modern structure-based drug
discovery. These computational techniques provide
critical insights into ligand–receptor interactions,
accelerating the identification and optimization of novel
therapeutic candidates. Despite significant progress,
challenges remain in areas such as scoring function
accuracy, the comprehensive treatment of protein
flexibility, and the predictive power of simulations. This
Special Issue invites original research, methodological
advancements, and critical reviews addressing the
forefront of this dynamic field. We seek submissions
detailing new methodologies, innovative applications
showcasing SBDD campaigns, and insightful critical
reviews on the strengths and limitations of current
computational tools. For original research articles, in
vitro experimental validation of key computational
findings is required, and this requirement should be
clearly emphasized in the manuscript summary. This will
ensure alignment with the scope of the Special Issue
and prevent potential misunderstandings regarding
purely in silico studies.
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Biomolecules
(https://www.mdpi.com/journal/biomolecules) is an
international, peer-reviewed, open access journal
focusing on biogenic substances, and published online
by MDPI. Biomolecules is indexed within Scopus, SCIE
(Web of Science), PubMed, MEDLINE, PMC, Embase,
and CAPlus / SciFinder. The Impact Factor (2024) is 4.8,
ranking 75/319 (Q1) in “Biochemistry & Molecular
Biology”.
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