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Message from the Guest Editor
Dear Colleagues,

A huge challenge that medical scientists face today is the
identification of compounds that are suitable for drug
design. In general, selecting the best compounds for drug
design is an intricate task because the number of
compounds in plants and synthetic libraries is almost
infinite. Graph theory, a fast-growing branch of discrete
mathematics, offers a natural way of relating compounds
with their physical properties or their biological activity.

The aim of this Special Issue is to bring together original
research and review articles discussing recent
developments in the theory and applications of Graphs in
Drug Design. The Issue seeks bio-chemically important
mathematical results and non-standard applications of
mathematical methods to drug discovery problems.
Submissions should consider techniques and applications
in depth and at a stretch. Additionally, submissions could
also include the applications of graphs in biology and
chemistry.
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Prof. Dr. Francisco Chiclana The journal Mathematics publishes high-quality, refereed

School of Computer Science and papers that treat both pure and applied mathematics. The

Informatics, De Montfort journal highlights articles devoted to the mathematical

University, The Gateway, . . . . .

Leicester LE1 9BH, UK treatment of questions arising in physics, chemistry,
biology, statistics, finance, computer science, engineering
and  sociology, particularly those that  stress
analytical/algebraic aspects and novel problems and their
solutions. One of the missions of the journal is to serve
mathematicians and scientists through the prompt
publication of significant advances in any branch of
science and technology, and to provide a forum for the
discussion of new scientific developments.

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), RePEc, and

other databases.

Journal Rank: JCR - Q1 (Mathematics) / CiteScore - Q1 (General Mathematics )

Contact Us

Mathematics Editorial Office Tel: +41 61683 77 34 mdpi.com/journal/mathematics
MDPI, St. Alban-Anlage 66 www.mdpi.com mathematics@mdpi.com

4052 Basel, Switzerland X@MathematicsMDPI


https://www.mdpi.com/openaccess
http://www.mdpi.com/journal/mathematics/apc
https://www.scopus.com/sourceid/21100830702
https://mjl.clarivate.com/search-results?issn=2227-7390&hide_exact_match_fl=true&utm_source=mjl&utm_medium=share-by-link&utm_campaign=search-results-share-this-journal
http://www.repec.org/
https://www.mdpi.com/journal/mathematics/indexing
https://mdpi.com
https://mdpi.com/journal/mathematics

	Theory and Applications of Graphs in Drug Discovery

