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Message from the Guest Editors
Understanding how adsorption properties towards
common pollutants can be improved offers the
possibility of solving emerging ecological problems. In
terms of aspects of renewable energy, it is also
imperative to find materials with superior adsorption
properties towards molecular hydrogen. Various
molecular and nanostructured systems have been
proposed for the efficient adsorption of pollutants and
hydrogen, but the quest for perfect adsorbing materials
remains open. Ab initio and density functional theory
(DFT) calculations, molecular dynamics (MD) simulations
and other approaches are indispensable computational
tools in the area of adsorption research. A perfect
adsorbing material should allow both adsorption and
desorption under mild conditions to allow further
technical processing of adsorbed molecules, while the
adsorber can be recycled several times. This imposes
several research challenges, such as appropriate
interval of binding energies, specific adsorption
mechanisms, high adsorbing capacity, etc.
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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.
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High Visibility:
indexed within Scopus, SCIE (Web of Science), PubMed,
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AGRIS, and other databases.

Journal Rank:
JCR - Q2 (Biochemistry and Molecular Biology) / CiteScore
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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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