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significantly advanced the study of reaction
mechanisms, providing a deeper understanding of
experimental results and revealing the key factors
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for investigating short-lived intermediates that cannot Impact Factor 2.8
be observed experimentally, providing a molecular-level CiteScore 5.5
perspective which complements traditional methods.
Additionally, the integration of artificial intelligence (Al)
has greatly accelerated computational algorithms,
expanding the insights derived from computational
chemistry and enabling chemists to approach chemical
processes from a novel perspective. This Special Issue
on “Advances in Computational Chemistry for Reaction
Mechanisms” seeks high-quality works focusing on
reaction mechanistic studies with the help of
computational chemistry. The topics include, but are not

an Open Access Journal
by MDPI

- . . . Processes

limited to, computational modeling on reaction Editorial Office
mechanisms, catalyst design, prediction of MDPI, Grosspeteranlage 5
enantioselectivity, machine learning applications for ‘T‘gljr’fzagfg g;”;;egla”d
chemical reactions, and automated transition-state BOECESEEETE e

search algorithms, among others. . _
mdpi.com/journal/

processes

Guest Editors
Dr. Kai Chen

College of Chemistry and Chemical Engineering, Central South
University, Changsha 410083, China

Dr. Abing Duan

College of Environmental Science and Engineering, Hunan University,
Changsha 410082, China

Deadline for manuscript submissions
25 February 2026



https://www.mdpi.com/si/225491
https://mdpi.com/journal/processes

Processes

an Open Access Journal
by MDPI

Impact Factor 2.8
CiteScore 5.5

‘_n-\arn.

“‘Lf‘i’"

mdpi.com/journal/
processes
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Message from the Editor-in-Chief

You are invited to contribute either a research article or
a comprehensive review for consideration and
publication in Processes (ISSN 2227-9717). Processes is
published in open access format - research articles,
reviews, and other content are released on the internet
immediately after acceptance. The scientific community
and the general public have unlimited, free access to
the content. As an open access journal, Processes is
supported by the authors and their institutes through the
payment of article processing charges (APCs) for
accepted papers. We would be pleased to welcome you
as one of our authors.
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