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Message from the Collection Editors
Molecular dynamics simulations allow us to investigate
physically realistic behaviors of biological systems in
exquisite spatial and temporal resolution. This
information is utilized to elucidate an array of biophysical
characteristics, such as stability in different conditions,
relative propensity to adopt relevant conformations,
discovery of transient binding pockets, etc. Molecular
dynamics simulations are employed to garner a
fundamental understanding of macromolecules that can
be applied from basic science to drug discovery. In this
Topical Collection, we report current advancements in
algorithms, software, and analytical techniques that are
related to molecular dynamics simulations of biological
systems. 

 

Collection Editors

Dr. Thomas R. Caulfield
Digital Ether Computing, Miami, FL 33136, USA
Dr. Manikandan Selvaraj
Department of Clinical Genomics, Mayo Clinic, Rochester, MN 55902,
USA

Biomolecules

an Open Access Journal 
by MDPI

Impact Factor 5.6
CiteScore 9.3
Indexed in PubMed

mdpi.com/si/41291
Biomolecules
Editorial Office
MDPI, Grosspeteranlage 5
4052 Basel, Switzerland
Tel: +41 61 683 77 34
biomolecules@mdpi.com

mdpi.com/journal/
biomolecules

https://www.mdpi.com/si/41291
https://mdpi.com/journal/biomolecules


Biomolecules

an Open Access Journal 
by MDPI

Impact Factor 5.6
CiteScore 9.3
Indexed in PubMed

mdpi.com/journal/
biomolecules

About the Journal
Message from the Editor-in-Chief
Biomolecules
(https://www.mdpi.com/journal/biomolecules) is an
international, peer-reviewed, open access journal
focusing on biogenic substances, and published online
by MDPI. Biomolecules is indexed within Scopus, SCIE
(Web of Science), PubMed, MEDLINE, PMC, Embase,
and CAPlus / SciFinder. The Impact Factor (2024) is 4.8,
ranking 75/319 (Q1) in “Biochemistry & Molecular
Biology”.
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