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This Special Issue will focus on the powerful synergy
between computational modeling and experimental
research, which is accelerating the development of
novel photocatalysts and deepening our understanding
of reaction mechanisms. The goal is to highlight the
advances driving photocatalysis as a key solution for
global energy and environmental challenges. Topics of
interest include, but are not limited to:

- Design and Synthesis: Development of novel
photocatalysts (heterostructures, quantum dots,
MOFs) with enhanced efficiency.

- Mechanisms and Dynamics: Fundamental studies of
charge dynamics and photocatalytic reaction
mechanisms.

- Computational Modeling: Use of simulations to predict
properties and guide material development.

- Advanced Characterization: Application of in-situ and
operando techniques to investigate catalysts in action.

- Applications: Innovations in hydrogen (H,) production,
CO, reduction, N, fixation, and environmental
remediation.

We look forward to your valuable contribution to
advancing the frontiers of photocatalysis.
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High Visibility:

indexed within Scopus, SCIE (Web of Science), Inspec, Ei
Compendex, CAPlus / SciFinder, CAB Abstracts, and other
databases.

Journal Rank:

JCR - Q2 (Chemistry, Physical) / CiteScore - Q1 (General
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Rapid Publication:

manuscripts are peer-reviewed and a first decision is
provided to authors approximately 15.9 days after
submission; acceptance to publication is undertaken in 3.5
days (median values for papers published in this journal in
the second half of 2025).
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