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Currently, the need to develop models of
physicochemical properties and biological activity is
generally recognized. Toxicology is one of the main
fields in need of such models. However, methods of
obtaining them remain the subject of discussion, both in
practical and epistemological terms. Moreover,
molecular descriptors and advanced computational
methods are the most widely used tools for modeling all
kinds of toxicity. Almost all areas of mathematics are
involved in toxicity modeling in one way or another.
Graph theory, quantum chemistry, and molecular
mechanics also find applications for the topic in
question. Further, it should be noted that experimental
contributions are no less important, as they are the
basis for model development. This Special Issue aims to
serve as a platform on which to showcase proposals
and innovations from all of the above-mentioned areas
of research.

Guest Editor
Dr. Alla P. Toropova
Laboratory of Environmental Chemistry and Toxicology, Istituto di
Ricerche Farmacologiche Mario Negri IRCCS, Via Mario Negri 2, 20156
Milano, Italy

Deadline for manuscript submissions
30 September 2025

Toxics

an Open Access Journal 
by MDPI

Impact Factor 4.1
CiteScore 6.4
Indexed in PubMed

mdpi.com/si/233035
Toxics
Editorial Office
MDPI, Grosspeteranlage 5
4052 Basel, Switzerland
Tel: +41 61 683 77 34
toxics@mdpi.com

mdpi.com/journal/
toxics

https://www.mdpi.com/si/233035
https://mdpi.com/journal/toxics


Toxics

an Open Access Journal 
by MDPI

Impact Factor 4.1
CiteScore 6.4
Indexed in PubMed

mdpi.com/journal/
toxics

About the Journal
Message from the Editor-in-Chief
Toxics (ISSN 2305-6304) is an international, peer-
reviewed, open access journal which provides an
advanced forum for studies related to all aspects of
toxic chemicals and materials. We aim to publish high
quality work that furthers our understanding of the
exposure, effects, and risks of chemicals and materials
in humans and the natural environment as well as
approaches to assess and/or manage the toxicological
and ecotoxicological risks of chemicals and materials.
Please consider publishing in Toxics when preparing
your next paper.
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Rapid Publication:
manuscripts are peer-reviewed and a first decision is
provided to authors approximately 18.1 days after
submission; acceptance to publication is undertaken in 1.9
days (median values for papers published in this journal in
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