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Message from the Guest Editor

Rational drug discovery is one of the “holy grails” for
modern medicine, and the marching developments in
computational strategies have greatly revolutionized this
area. Trans-omics analyses accelerate the elucidation
of novel drug targets as well as facilitate the
mechanistic characterization of drug resistance; ever-
developing computational structural bioinformatic tools
such as molecular dynamics (MD) simulation help to
cast in-depth dynamic insights toward protein targets,
guiding rational structure-based drug design. Moreover,
marching progresses in mathematics and computer
science such as artificial intelligence and deep learning
all profoundly promote the field of computation-aided
drug discovery. This current Special Issue aims to
supply a forum for disseminating state-of-the-art
advances in computational strategies applied to drug
discovery. Both methodological breakthroughs and their
cutting-edge applications on therapeutic agent
development are of interest. We look forward to your
contribution to this Special Issue.
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About the Journal

Message from the Editor-in-Chief

As the premier open access journal dedicated to
molecular chemistry, now in its 30th year of publication,
the papers published in Molecules span from classical
synthetic methodology to natural product isolation and
characterization, as well as physicochemical studies
and the applications of these molecules as
pharmaceuticals, catalysts, and novel materials.
Pushing the boundaries of the discipline, we invite
papers on all major fields of molecular chemistry and
multidisciplinary topics bridging chemistry with biology,
physics, and materials science, as well as timely reviews
and topical issues on cutting-edge fields in all of these
areas.

Editor-in-Chief

Prof. Dr. Thomas J. Schmidt
Institute of Pharmaceutical Biology and Phytochemistry, University of
Miinster, Corrensstrasse 48, D-48149 Miinster, Germany

Author Benefits

High Visibility:

indexed within Scopus, SCIE (Web of Science), PubMed,
MEDLINE, PMC, Reaxys, CaPlus / SciFinder, MarinLit,
AGRIS, and other databases.

Journal Rank:

JCR - Q2 (Biochemistry and Molecular Biology) / CiteScore
- Q1 (Organic Chemistry)

Rapid Publication:

manuscripts are peer-reviewed and a first decision is
provided to authors approximately 15.1 days after
submission; acceptance to publication is undertaken in 2.6
days (median values for papers published in this journal in
the second half of 2025).
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