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Recent years have witnessed exponential growth in
machine learning (ML), including deep learning (DL),

studies. ML has facilitated data-driven discoveries in a wide
variety of scientific fields and disciplines, especially bio-
cheminformatics. It identifies hidden patterns from extensive
biological/chemical data and then makes predictions/decisions
based on such patterns. Particularly, ML-based frameworks
have been successfully adopted by various bioinformatic studies
to enable the accurate prediction of protein structures,1

discover the binding sites of protein−protein interactions,2

and accelerate the identification of therapeutic targets.3

Moreover, ML has been frequently employed in diverse
cheminformatic research to improve the efficiency of drug
design,4 identify the best route for synthesizing chemicals,5 and
predict the physicochemical properties of critical molecules.6

All in all, the unprecedented ability of ML to tackle biological
and chemical data challenges has led to tremendous break-
throughs in various research directions, including bio-
cheminformatics. Future growth in bio-cheminformatics will
be fueled by the further development of new ML algorithms,
the advances in experimental technologies which generate
chemical and biological data, the identification of significant
problems in chemistry and biology, the availability of high-
performance computers and the application of innovative
mathematical tools.
The Journal of Chemical Information and Modeling (JCIM)

aims to continue its role as a publishing hub for state-of-the-art
interdisciplinary studies integrating biological/chemical re-
search with information and mathematical sciences. To foster
further applications of ML to diverse topics in chemistry and
chemical biology (including but not limited to the prediction
of molecular structures/interactions/properties, the discovery
of drugs/targets, and the planning of retrosynthetic routes),
JCIM is announcing the publication of a special issue on
Machine Learning in Bio-cheminformatics.
We invite submissions from researchers and scientists

worldwide to report on new approaches and/or important
applications in the field of Machine Learning in Bio-
cheminformatics. We welcome all types of manuscript that fit
the scope of JCIM, such as articles, perspectives, viewpoints,
reviews, letters, and application notes. Please find more
information on manuscript types at JCIM’s official site and
our earlier Editorial on ML. We are requesting interested
authors to submit their manuscripts by August 1 2023, with the
expected publication date being December 2023. We look
forward to your contributions.
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