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Enzymes play a central role in life, catalyzing many
chemical and biological processes occurring in nature.
Understanding how enzymes catalyze their reactions is
essential, both from fundamental and practical
perspectives, with application in a variety of areas, from
more basic research that aims to understand how diﬀerent
events occur in the cell, to the development of new
treatments for important diseases, and even in industrial
biocatalytic applications.
Computational methods can be used to simulate and
model diﬀerent enzymatic reactions, circumventing some
of the limitations of the experimental methodologies
typically used, and providing an alternative strategy to
complement the information obtained from these
methods. This Special Issue focuses on the application of
computational methods for modeling and simulating
enzymatic reaction mechanisms, including methodological
developments and computational studies addressing the
activity of specific enzymes.
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Processes (ISSN 2227-9717) provides an advanced forum
for process/systems related research in chemistry, biology,
materials and allied engineering fields. Our goals are to
publish high impact articles of broad interest to the process
systems community and to serve as a forum for major
developments in process/systems research. The journal
publishes regular research papers, communications,
letters, short notes, and reviews. There are no restrictions
on the length of published articles or on the use of color
illustrations. All submitted manuscripts undergo rigorous
peer review prior to publication.
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