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Simulation-Aided Materials Design for Electrocatalysis

Guest Editor: Message from the Guest Editor

Dr. Junxian Liu To accelerate the advancement of affordable and
school of Mechanical, Medical& o ironmentally friendly electrocatalysts, it is crucial to
Process Engineering, Faculty of b ical si lati : di | .
Engineering, Queensland embrace numerical simulations for directly accessing
University of Technology, information about electrochemical reactions.
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This Special Issue aims to present research findings

obtained through theoretical simulations, including the

following:
Deadline for manuscript
submissions: 1. Theoretical Simulations: Utilizing computational
30 September 2024 methods such as density functional theory,
molecular dynamics, or quantum

mechanics/molecular mechanics to investigate
diverse electrocatalysis processes.

2. Electrocatalyst Design: The rational design and
optimization of electrocatalysts for energy
conversion and storage applications, including fuel
cells, batteries, and electrolyzers, with insights
derived  from  theoretical simulations and
collaborative experimental-theoretical research.

3. Reaction Mechanisms: Investigations into reaction
mechanisms at the atomic and molecular levels,
elucidating  the  underlying  processes  of
electrocatalytic reactions.

4. Materials Discovery: Explorations of new materials
and nanostructures with enhanced electrocatalytic
properties, including the development of novel
catalysts for sustainable energy solutions.
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Editor-in-Chief Message from the Editor-in-Chief

Prof. Dr. Duncan H. Gregory Inorganic chemistry remains a lynchpin of modern
School of Chemistry, University of - chemistry, not only embracing the function and reactivity
g:zzggx’ggggwﬁe”“e’ of combinations of most elements of the periodic table,
’ but also providing a footing for studies of materials,
catalysts, drugs, fuels and industrial chemicals. Arguably,
the role and reach of inorganics in society have never been
as great as today. Adventurous research at the heart and at
the extremes of inorganic chemistry is vital to further
advances and Inorganics offers authors the opportunity to

publish exciting new research in an open access format.

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), CAPlus / SciFinder, and

other databases.

Journal Rank: JCR - Q2 (Chemistry, Inorganic & Nuclear) / CiteScore - Q2 (/norganic
Chemistry)

Contact Us

Inorganics Editorial Office Tel: +416168377 34 mdpi.com/journal/inorganics
MDPI, St. Alban-Anlage 66 www.mdpi.com inorganics@mdpi.com

4052 Basel, Switzerland X@inorganics_MDPI


https://www.mdpi.com/openaccess
http://www.mdpi.com/journal/inorganics/apc
https://www.scopus.com/sourceid/21100857210#tabs=0
https://mjl.clarivate.com/search-results?issn=2304-6740&hide_exact_match_fl=true&utm_source=mjl&utm_medium=share-by-link&utm_campaign=search-results-share-this-journal
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/inorganics/indexing
https://mdpi.com
https://mdpi.com/journal/inorganics

	Simulation-Aided Materials Design for Electrocatalysis

