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Computational chemistry is increasingly merging with all
the other branches of chemistry, providing information
essential for interpreting experimental findings,
predicting the properties of new molecules, designing
new substances and materials with desired properties,
and designing new chemical processes. The theoretical
models and the computational approaches are
continuously being refined to better respond to new
tasks stemming from ever-growing research and from
practical challenges. This continuously broadens the
scope of computational chemistry. Applications
encompass areas such as drug design, computer-aided
molecular design, designing new substances and
mechanisms to make chemical production cleaner,
designing materials for efficient energy storage, etc.
This Special Issue will highlight this continuous progress
and scope expansion, ranging from those associated
with theories and models to the many applications of the
study of molecules and materials. It, thus, will provide
experts and students with an overview of what
computational chemistry can do in its current state, as
well as perspectives on and potential for further
developments in the near future.
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About the Journal
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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