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Machine Learning (ML) has become a crucial component of
early drug discovery. This research area has been fuelled by
two main factors. The first one is the fast-growing
availability of bioactivities between molecules of known
chemical structure and non-molecular and molecular
targets. This trend has been catalysed by the development
of community resources (e.g., ChEMBL, PubChem or PDB)
that facilitate re-using these data sets for predictive
modelling. The second factor is the easy access to highquality implementations in R or Python of a range of ML
algorithms, along with the continuous introduction of new
advances (e.g., XGBoost, deep learning or conformal
prediction). As a result, an increasing number of datadriven ML models are being proposed and found
advantageous in some way to identify new starting points
for the drug discovery process.
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We invite scientists working on this area to submit their
original research or review articles for publication in this
Special Issue. Topics of interest include (but are not limited
to) docking, QSAR, target prediction, virtual screening or
lead optimization. Both application and methodology
research studies are welcome.

mdpi.com/si/12025

Special
Issue

IMPACT
FACTOR

4.082
an Open Access Journal by MDPI
Editors-in-Chief

Message from the Editorial Board

Dr. Vladimir N. Uversky
Molecular Medicine, University of
South Florida, Tampa, USA

Biomolecules is a multidisciplinary open-access journal
that reports on all aspects of research related to biogenic
substances, from small molecules to complex polymers.
We invite manuscripts of high scientific quality that pertain
to the diverse aspects relevant to organic molecules,
irrespective of the biological question or methodology. We
aim for a competent, fair peer review and rapid
publication. Please look at some of the exciting work that
has been published in Biomolecules so far. We would be
delighted to welcome you as one of our authors.
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Rapid Publication: manuscripts are peer-reviewed and a first decision provided to
authors approximately 16.2 days after submission; acceptance to publication is
undertaken in 2.7 days (median values for papers published in this journal in the first half
of 2020).
Contact Us
Biomolecules
MDPI, St. Alban-Anlage 66
4052 Basel, Switzerland

Tel: +41 61 683 77 34
Fax: +41 61 302 89 18
www.mdpi.com

mdpi.com/journal/biomolecules
biomolecules@mdpi.com
@Biomol_MDPI

