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Message from the Guest Editor

Dear Colleagues,

Molecular docking has been a useful tool to aid drug
discovery. It helps to find new hits from compound
libraries, to optimize drug leads, to suggest docking poses
to rationalize experimental data or to give insights into new
synthesis. Molecular docking can do these better now with
new methodologies and new computer technologies.
Machine learning has been used to refine scoring functions,
to post-process docking results to improve predictions,
and to speedup virtual screening. Some models now
account for receptor flexibility. Web servers are available to
help users perform docking. GPU-computing is leveraged
to screen large compound libraries. Nevertheless, many
gaps remain. This special issue invites contributions that
further improve or evaluate molecular docking for drug
discovery. Insightful applications are also welcomed.
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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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