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Message from the Guest Editor

Dear Colleagues,

The rising algorithmic sophistication of deep learning
frameworks is allowing us to make increasingly rapid
discoveries and real headways in many long-standing,
hallmark problems in computational biology and
bioinformatics. Integrating such knowledge is leading to
novel deep learning methods that are situated in
molecular biology and biophysics and are leading to
prediction of tertiary structure and structure ensembles,
modeling of structural dynamics, design of novel proteins,
optimization, and in-silico generation of small molecules
for novel therapeutics and biotechnology applications,
design of novel energy functions, prediction of variant
effects on structure, stability, and function, prediction of
function at varying levels of granularity, prediction and
design of binding sites, and much more. The purpose of
this special issue is to bring together the increasingly
diverse and growing community of researchers across
artificial intelligence, machine deep learning,
bioinformatics, biophysics, and molecular biology. 
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Message from the Editor-in-Chief

The International Journal of Molecular Sciences (IJMS,
ISSN 1422-0067) is an open access journal, which was
established in 2000. The journal aims to provide a forum
for scholarly research on a range of topics, including
biochemistry, molecular and cell biology, molecular
biophysics, molecular medicine, and all aspects of
molecular research in chemistry. IJMS publishes both
original research and review articles, and regularly
publishes special issues to highlight advances at the
cutting edge of research. We invite you to read recent
articles published in IJMS and consider publishing your
next paper with us.

an Open Access Journal by MDPI

8.14.9

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, MEDLINE,
Embase, CAPlus / SciFinder, and other databases.
Journal Rank: JCR - Q1 (Biochemistry and Molecular Biology) / CiteScore - Q1
(Inorganic Chemistry)

Contact Us

International Journal of Molecular
Sciences Editorial Office
MDPI, Grosspeteranlage 5
4052 Basel, Switzerland

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

mdpi.com/journal/ijms
ijms@mdpi.com

@IJMS_MDPI

https://www.ncbi.nlm.nih.gov/pubmed/?term=1422-0067
https://www.mdpi.com/openaccess
http://www.mdpi.com/journal/ijms/apc
https://www.scopus.com/sourceid/25879
https://mjl.clarivate.com/search-results?issn=1422-0067&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=%2522Int+J+Mol+Sci%2522%255Bjour%255D&sort=pubdate
https://www.ncbi.nlm.nih.gov/pmc/journals/808/
https://pubmed.ncbi.nlm.nih.gov/?term=International+Journal+of+Molecular+Sciences%255Bjour%255D&filter=other.medline&sort=pubdate&size=200
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/ijms/indexing
https://mdpi.com
https://mdpi.com/journal/ijms

	Deep Learning for Modeling the Structure, Dynamics, and Function of Small and Large Molecules

