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DFT methods provide invaluable information,
complementary to experimental data, on molecular
systems and processes and, therefore, they represent
very powerful tools for the interpretation and
understanding of the experimental results. These
methods, combined with quantum mechanics (QM),
Molecular mechanics (MM), molecular docking and
others, are very useful for the fundamental
understanding of structure–activity relationships in
biomolecules and also for applications in drug design
and biotechnology.This Special Issue tries to introduce
new interesting developments in the field of the
molecular structure, vibrational spectroscopy and
properties of biomolecules, especially those with
chemical, pharmaceutical or biological interest. DFT
applications to biomolecules, including molecular
optimizations, structure predictions, inter-molecular
interactions, spectroscopic calculations, as well as
theoretical developments and experiments are
welcome.
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About the Journal
Message from the Editor-in-Chief
The International Journal of Molecular Sciences (IJMS,
ISSN 1422-0067) is an open access journal, which was
established in 2000. The journal aims to provide a forum
for scholarly research on a range of topics, including
biochemistry, molecular and cell biology, molecular
biophysics, molecular medicine, and all aspects of
molecular research in chemistry. IJMS publishes both
original research and review articles, and regularly
publishes special issues to highlight advances at the
cutting edge of research. We invite you to read recent
articles published in IJMS and consider publishing your
next paper with us.
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