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Message from the Guest Editor

To accelerate the advancement of affordable and
environmentally friendly electrocatalysts, it is crucial to
embrace numerical simulations for directly accessing
information about electrochemical reactions. This
Special Issue aims to present research findings
obtained through theoretical simulations, including the
following:

- Theoretical Simulations: Utilizing computational
methods such as density functional theory, molecular
dynamics, or quantum mechanics/molecular
mechanics to investigate diverse electrocatalysis
processes.

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.

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

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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About the Journal

Message from the Editor-in-Chief

Inorganic chemistry remains a lynchpin of modern
chemistry, not only embracing the function and reactivity
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.
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High Visibility:
indexed within Scopus, SCIE (Web of Science), CAPlus /
SciFinder, and other databases.

Journal Rank:

JCR - Q2 (Chemistry, Inorganic and Nuclear) / CiteScore -
Q2 (Inorganic Chemistry)

Rapid Publication:

manuscripts are peer-reviewed and a first decision is
provided to authors approximately 16.6 days after
submission; acceptance to publication is undertaken in 2.5
days (median values for papers published in this journal in
the first half of 2025).
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