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The design, synthesis, and biological evaluation of new
compounds constitute a relevant strategy in modern
drug discovery. The discovery and development of new
modern drugs require a deep understanding of the
biological pathways involved in the disease, as well as
the structure of molecules that can act as bioactive
compounds. Bioactive compounds are molecules that
exert pharmacological and/or toxicological effects on a
living organism, tissue, or cell, and can be extracted
from natural compounds, mainly secondary metabolites,
from plants or other types of living organisms. These
compounds can also be obtained using different
strategies, such as organic synthesis of new molecules,
or via the modification of existing ones, followed by
biological screening. In silico-based methods are being
increasingly used to support the different steps of this
process. This Special Issue aims to collect the most
recent developments regarding the design, synthesis,
and biological evaluation of bioactive compounds that
can lead to an increase in natural or synthetic small
active molecules in the search for promising new drugs
to prevent and/or treat human diseases.
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About the Journal
Message from the Editor-in-Chief
As the premier open access journal dedicated to
experimental organic chemistry, and now in its 25th year
of publication, the papers published in Molecules span
from classical synthetic methodology to natural product
isolation and characterization, as well as
physicochemical studies and the applications of these
molecules as pharmaceuticals, catalysts and novel
materials. Pushing the boundaries of the discipline, we
invite papers on multidisciplinary topics bridging
biochemistry, biophysics and materials science, as well
as timely reviews and topical issues on cutting edge
fields in all these areas.
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Rapid Publication:
manuscripts are peer-reviewed and a first decision is
provided to authors approximately 15.1 days after
submission; acceptance to publication is undertaken in 2.4
days (median values for papers published in this journal in
the second half of 2024).
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