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Message from the Guest Editors

Computer-aided molecular modeling and simulation has
become an essential tool in drug design, allowing
researchers to study and understand molecular
interactions between a drug candidate and its target. This
field combines principles from computational chemistry,
bioinformatics, and biophysics to simulate and visualize
the behavior of molecules at the atomic level. Many
computational methods are also used to predict the
toxicity and pharmacokinetic properties of drug
candidates. For example, QSAR models can be used to
predict the activity of a drug candidate based on its
chemical structure, while ADME models can predict how
the drug candidate will behave in a person’s body. Overall,
computer-aided molecular modeling and simulation
techniques are important tools in modern drug design,
allowing researchers to identify potential drug candidates
more efficiently and accurately than traditional
experimental methods can. In this Special Issue, we aim to
draw together research from experts in the field that
highlight traditional and new computational methods and
strategies to discover and design new drugs for clinical
treatments.
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Message from the Editor-in-Chief

Because of your expertise in the field of drug sciences, I
kindly invite you to consider publishing your current work,
in the form of a research article or a review, in the open
access electronic journal Pharmaceuticals.

Pharmaceuticals is characterized by an active editorial
board and a dynamic editorial staff. Manuscripts are peer-
reviewed and a final decision is provided to authors within
4–6 weeks a er submission. Papers are published on the
web immediately a er acceptance. For details on the
submission process or any other matter, please do not
hesitate to contact us.

We hope to handle your contribution to Pharmaceuticals
soon.

an Open Access Journal by MDPI

4.74.6

Author Benefits

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, Embase,
CAPlus / SciFinder, and other databases. 
Journal Rank: JCR - Q2 (Pharmacology & Pharmacy) / CiteScore - Q2 (Pharmaceutical
Science)

Contact Us

Pharmaceuticals Editorial Office
MDPI, St. Alban-Anlage 66
4052 Basel, Switzerland

Tel: +41 61 683 77 34
www.mdpi.com

mdpi.com/journal/pharmaceuticals
pharmaceuticals@mdpi.com

https://www.ncbi.nlm.nih.gov/pubmed/?term=1424-8247
https://www.mdpi.com/openaccess
http://www.mdpi.com/journal/pharmaceuticals/apc
https://www.scopus.com/sourceid/17700156714
https://mjl.clarivate.com/search-results?issn=1424-8247&hide_exact_match_fl=true&utm_source=mjl&utm_medium=share-by-link&utm_campaign=search-results-share-this-journal
https://pubmed.ncbi.nlm.nih.gov/?term=%2522pharmaceuticals%2528basel%2529%2522%255Bjour%255D&show_snippets=off&sort=pubdate
https://www.ncbi.nlm.nih.gov/pmc/journals/2102/
https://www.embase.com/login
https://sso.cas.org/as/authorization.oauth2?response_type=code&client_id=scifinder-n&redirect_uri=https%253A%252F%252Fscifinder-n.cas.org%252Fpa%252Foidc%252Fcb&state=eyJ6aXAiOiJERUYiLCJhbGciOiJkaXIiLCJlbmMiOiJBMTI4Q0JDLUhTMjU2Iiwia2lkIjoianMiLCJzdWZmaXgiOiJUYWozcGUu
https://www.mdpi.com/journal/pharmaceuticals/indexing
https://mdpi.com
https://mdpi.com/journal/pharmaceuticals

	Computer-Aided Molecular Modeling and Simulation in Drug Design

