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Computer-Aided Drug Discovery (CADD) has advanced
significantly, particularly with Structure-Based Drug
Design (SBDD). SBDD uses three-dimensional models
of biological targets, obtained by techniques such as X-
ray crystallography and nuclear magnetic resonance
(NMR), to guide the creation and optimization of
bioactive molecules. SBDD allows the precise
identification of ligands with high affinity and specificity,
essential for therapeutic efficacy.

Computational tools, such as molecular docking and
molecular dynamics, are employed to predict the
conformation of ligands and their binding energies to
the biological target. Molecular docking remains a vital
tool in SBDD, allowing the prediction of the preferred
orientation of a molecule in a protein target. 

CADD and SBDD not only significantly reduce the time
and cost associated with developing new drugs but also
increase the accuracy in identifying promising
compounds. The integration of computational and
experimental methods is crucial for successful drug
discovery, facilitating the identification and optimization
of new drug candidates.
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The International Journal of Molecular Sciences (IJMS)
is an open access journal, which was established in
2000. The journal aims to provide a forum for scholarly
research on a range of topics, including biochemistry,
molecular and cell biology, and molecular biophysics.
IJMS publishes both original research and review
articles, and regularly publishes special issues to
highlight advances at the cutting edge of research. We
invite you to read recent articles published in IJMS and
consider publishing your next paper with us.
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