Special Issue

Studies of Protein-Ligand
Interactions in the Evaluation of
the Biological Activity of
Compounds

Message from the Guest Editor

The interactions of drugs and environmental
contaminants with proteins have a significant influence
on the pharmacokinetic activity of compounds, for
example, the transport across biological barriers in
humans and animals, the availability of free (unbound)
compounds, and the binding to receptors and enzymes.
We welcome submissions of original research papers
and reviews focused on (but not limited to) the following:
- Experimental (in vivo, ex vivo, in vitro) or in silico (e.g.,
by molecular docking or dynamic simulation methods)
studies of protein-ligand interactions with a focus on
the therapeutic activity of compounds;

- Experimental and computational investigations of
protein-ligand interactions leading to compound
toxicity or interactions with drugs;

- Studies of protein-ligand interactions influencing the

ADME properties of compounds;

Novel methodologies of quantitative and qualitative

studies of protein-ligand interactions;

- Simplified/surrogate/theoretical models of enzymes
or receptors to be used in experimental or
computational studies of protein-ligand interactions.
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About the Journal

Message from the Editor-in-Chief

Pharmaceutics (ISSN 1999-4923) is an online open
access journal on the science and technology of
pharmaceutics and biopharmaceutics. The scientific
community, the wider community and the general public
have unlimited and free access to the content as soon
as a paper is published; this open access to your
research ensures your findings are shared with the
widest possible audience. Please consider publishing
your impressive work in this high quality journal. We
would be pleased to welcome you as one of our authors.
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Author Benefits

High Visibility:
indexed within Scopus, SCIE (Web of Science), PubMed,
PMC, Embase, CAPlus / SciFinder, and other databases.

Journal Rank:

JCR - Q1 (Pharmacology and Pharmacy) / CiteScore - Q1
(Pharmaceutical Science)

Rapid Publication:

manuscripts are peer-reviewed and a first decision is
provided to authors approximately 14.9 days after
submission; acceptance to publication is undertaken in 3.3
days (median values for papers published in this journal in
the first half of 2025).
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