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It is well known that bioactive compounds are beneficial
to human health and have therapeutic potential. It is
necessary to understand the molecular mechanism to
guide the rational design of synthetic analogues with
improved biological activity and pharmacological
properties. The significance of this Special Issue lies not
only in the Conceptual DFT that can be used to explore
the molecular mechanism of bioactive compounds, but
also in providing a solid foundation for the design of new
synthetic analogues. The structural characterization of
bioactive compounds–biomacromolecule complexes is
challenging to elucidate the structure–activity
relationship. From a molecular point of view, the
chemical reactivity and biological activity of bioactive
compounds are correlated. Using Conceptual DFT, also
known as chemical reactivity theory, we can predict their
pKa values and biological activities. This Special Issue
covers all types of bioactive compounds and collects
original research and review articles on the mechanism
of action and discovery from the perspective of
conceptual DFT.
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About the Journal
Message from the Editor-in-Chief
Because of your expertise in the field of drug sciences, I
kindly invite you to consider publishing your current
work, in the form of a research article or a review, in the
open access electronic journal Pharmaceuticals.
Pharmaceuticals is characterized by an active editorial
board and a dynamic editorial staff. Manuscripts are
peer-reviewed and a final decision is provided to
authors within 4–6 weeks after submission. Papers are
published on the web immediately after acceptance. For
details on the submission process or any other matter,
please do not hesitate to contact us.
We hope to handle your contribution to Pharmaceuticals
soon.
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