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Frontiers in Computational Chemistry, originally published
by Bentham and now distributed by Elsevier, presents the
latest research findings and methods in the diverse field of
computational chemistry, focusing on molecular modeling
techniques used in drug discovery and the drug development
process. This includes computer—-aided molecular design, drug
discovery and development, lead generation, lead
optimization, database management, computer and molecular
graphics, and the development of new
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generation, lead optimization, database management, computer
and molecular graphics, and the development of new
computational methods or efficient algorithms for the
simulation of chemical phenomena including analyses of
biological activity.
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The Theoretical and Computational Chemistry section focuses
on the development and state—-of the—art applications of
theoretical and computational approaches in chemistry and
related disciplines. It publishes quality research dealing
with problems relating to structure, dynamics, interactions,
reaction mechanisms, reaction rates and catalysis involving
atoms, molecules, clusters, nano
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journal, publishing rigorously peer-reviewed research across
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