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Efficient catalysts are expected to be stable, active, and
selective. In the past, the development of new catalysts
has mainly depended on trial and error, a laborious and
time-consuming approach. Nowadays, the mechanistic
details of numerous important chemical reactions have
been unraveled, and this information is essential to
intelligently design novel catalysts. Thus, all the efforts
devoted to a deep understanding of an intricate catalytic
mechanism and to the preparation of novel catalysts
relying on it are priceless. Chemists must set up
adequate strategies, merging experimental and
computational knowledge and abilities, to tune the
performance of molecules that might be successful in
the lab. For this Special Issue, researchers are invited to
submit original research papers and review articles
related to advanced strategies for catalyst design.
Topics of interest include but are not limited to the
following: The computer-aided design of catalysts;
Weak interactions in catalysis;
Bioinspired catalysis
Big data and catalysis;
Integrated experimental and theoretical approaches to
catalyst design.
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Rapid Publication:
manuscripts are peer-reviewed and a first decision is
provided to authors approximately 15.9 days after
submission; acceptance to publication is undertaken in 3.5
days (median values for papers published in this journal in
the second half of 2025).
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