
Guest Editor:

Dr. Giulio Poli
Department of Pharmacy,
University of Pisa, Via Bonanno 6,
56126 Pisa, Italy

Deadline for manuscript
submissions:
closed (31 July 2022)

Message from the Guest Editor

Molecular modeling and computational chemistry have
become essential in the medicinal chemistry field today. In
silico strategies represent powerful weapons commonly
applied to accelerate drug discovery, design, and
optimization campaigns, as well as to improve the
knowledge and understanding of the biological processes
implied in the mechanism of action of known drugs. 

On these basis, this Special Issue is focused on the
development of valuable and innovative computer-aided
drug design approaches, as well as on successful
applications of in silico techniques and strategies in all
aspects and stages of the drug design process. Scientists
are thus invited to submit original research articles and
reviews dealing with all kinds of molecular modeling
studies applied to drug design, such as virtual screening
studies, computer-aided hit-to-lead and lead optimization
campaigns, molecular modeling studies focused on drug–
target interactions and dynamics, development and
application of target-fishing approaches, generation of
innovative computational tools and models for the
prediction of pharmacodynamics, and pharmacokinetic
ligand properties.

an Open Access Journal by MDPI

Computational Methods in Drug Design

7.85.6

mdpi.com/si/80163 SpecialIssue

https://www.scopus.com/sourceid/25879
https://www.ncbi.nlm.nih.gov/pubmed/?term=1422-0067
/journal/ijms/stats
https://mdpi.com/si/80163
https://www.mdpi.com/si/80163
https://www.scopus.com/sourceid/25879
/journal/ijms/stats


Editor-in-Chief

Prof. Dr. Maurizio Battino
Department of
Odontostomatologic and
Specialized Clinical Sciences,
Sez-Biochimica, Faculty of
Medicine, Università Politecnica
delle Marche, Via Ranieri 65,
60100 Ancona, Italy

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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