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Message from the Guest Editors

Dear Colleagues,

Machine learning has evolved as a key technology in small-
molecule drug discovery. A rich body of literature
documents the capacity of machine learning approaches
to design and identify compounds with desirable
properties.

This Special Issue seeks original research articles and
reviews that focus on all aspects of machine learning
relevant to small-molecule drug discovery. Scientists are
particularly encouraged to submit contributions on the
development and application of machine learning
methods for the design of bioactive small molecules with
desirable chemical and pharmacological properties, the
prediction of the macromolecular target(s) of compounds,
and the assessment and optimization of ADME properties,
safety profiles, and synthetic accessibility. Further topics of
high interest include automation in drug design, integrated
models, machine learning in drug repurposing and natural
products research, virtual screening, the performance of
methods as a function of the quantity and quality of the
training data, concepts of the applicability domain, and
benchmarking.
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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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Open Access: free for readers, with article processing charges (APC) paid by authors or
their institutions.
High Visibility: indexed within Scopus, SCIE (Web of Science), PubMed, PMC, MEDLINE,
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