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This Special Issue on Computer-Aided Drug Discovery
and Design (CADD) aims to present the latest advances
and applications of computational methods in modern
drug discovery, considering the continuous
improvement of high-performance computing
technologies. The goal of CADD methods is to improve
and accelerate the drug discovery process. This issue
will cover a wide range of CADD techniques, including
traditional structure- and ligand-based drug design,
possibly complemented by innovative machine learning
approaches. We invite submissions that explore the
application of CADD to address new challenges in drug
discovery, such as the identification of novel therapeutic
agents. Emphasis will be placed on innovative strategies
that have undergone experimental (in vitro) validation,
effectively linking computational predictions to practical
outcomes.
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About the Journal
Message from the Editor-in-Chief
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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