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Message from the Guest Editor

Time consumption, high cost, and great risk, significant
attrition rates, among other factors, are hallmarks of
drug discovery. Nevertheless, drug discovery has
moved into a new paradigm with the introduction of
machine learning technologies. Especially, the
innovation and sophistication of machine learning
algorithms as well as the development of high-
throughput computing machines have further expedited
the revolution. In fact, machine learning has been
extensively applied to tasks including but not limited to
homology modeling; hit identification; lead optimization;
drug repurposing, de novo drug design; drug absorption,
distribution, metabolism, excretion, and toxicity
(ADME/Tox) assessments; and drug formulation
development. The objective of this Special Issue is
attempting to comprehensively cover all aspects
associated with the applications and innovation of
machine learning in drug discovery. In addition, it aims
to explore the advantages and limitations of every
machine learning algorithm and/or scheme. Finally, the
future directions of machine learning and their
applications will be addressed.
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About the Journal

Message from the Editor-in-Chief

Machine learning deals with understanding intelligence
to design algorithms that can learn from data, gain
knowledge from experience and improve their learning
behaviour over time. The challenge is to extract relevant
structural and/or temporal patterns (“knowledge”) from
data, which is often hidden in high dimensional spaces,
thus not accessible to humans. Many application
domains, e.g., smart health, smart factory, etc. affect our
daily life, e.g., recommender systems, speech
recognition, autonomous driving, etc. The grand
challenge is to understand the context in the real-world
under uncertainty. Probabilistic inference can be of
great help here as the inverse probability allows to learn
from data, to infer unknowns, and to make predictions to
support decision making.
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manuscripts are peer-reviewed and a first decision is
provided to authors approximately 27 days after
submission; acceptance to publication is undertaken in 4.4
days (median values for papers published in this journal in
the second half of 2025).
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