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Single-layer PtSe, adsorbed with non-metallic
atoms: geometrical, mechanical, electronic and
optical properties and strain effects

Xinyan Li, Zhanhai Li,* Jianing Han, Shengguo Cao and
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First-principles study of magnetic properties and
electronic structure of 3d transition-metal
atom-adsorbed SnSSe monolayers

Bin Xu,* Cheng Qian, Zheng Wang, Jing Zhang,
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Nanostructure and thermal characteristics of
silica/human serum albumin systems based on
a modified nanosilica entero-vulnerosorbent
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studies of cobalt-based hybrid perovskite crystals as
absorbers in perovskite solar cells
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Biaxial compressive strain enhances calcium binding
and mobility on two-dimensional Sc,C: a density
functional theory investigation
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Fast and accurate excited states predictions:
machine learning and diabatization
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Elucidating the mechanism and origin of
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Modelling structure and ionic diffusion in a class
of ionic liquid crystal-based solid electrolytes
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C—H bond activation by high-valent iron/
cobalt—oxo complexes: a quantum chemical
modeling approach

Manjeet Kumar, Manoj Kumar Gupta, Mursaleem Ansari*
and Azaj Ansari*
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Insight into the fracture energy dissipation
mechanism in elastomer composites via
sacrificial bonds and fillers
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TiB4 and SrBg monolayers: high capacity and zero
strain-like anode materials for Li/Na/K/Ca ion
batteries

Yunxin Wang, Sisi Liang, Juncheng Tian, Huixian Duan,
Ying Lv, Lijia Wan, Chunlai Huang, Musheng Wu,
Chuying Ouyang and Junping Hu*

This journal is © the Owner Societies 2024


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90024c

Open Access Article. Published on 31 January 2024. Downloaded on 10/26/2025 7:10:24 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Boron-doped graphene topological defects:
unveiling high sensitivity to NO molecule for gas
sensing applications
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Debora Carvalho de Melo Rodrigues,
Fabio A. L. de Souza, Wanderla L. Scopel,
Rodrigo G. Amorim* and Ravindra Pandey
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near-infrared photoredox catalyst
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nanotubes: estimating viscosity using jump-
corrected confined Stokes—Einstein approach
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Energy renormalization for temperature
transferable coarse-graining of silicone polymer
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reduction of CO, on transition metal-doped
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Deciphering the photophysical properties of
naphthalimide derivatives using ultrafast
spectroscopy

Wei Zhang, Yalei Ma, Hongwei Song, Rong Miao,*
Jie Kong* and Meng Zhou*
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Lifetimes and decay mechanisms of isotopically
substituted ozone above the dissociation threshold:
matching quantum and classical dynamics

Viatcheslav Kokoouline,* Alexander Alijah and
Vladimir Tyuterev
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(X = Te, Se; Y = Te, Se, S) monolayers
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Molecular docking, 3D-QASR and molecular
dynamics simulations of benzimidazole Pinl
inhibitors

Min Liu, Bingli Wang, Huan Liu, Haolun Xia and
Lina Ding*

Temperature-dependent differential capacitance
of an ionic liquid-graphene-based supercapacitor
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Optimizing skyrmionium movement and stability via
stray magnetic fields in trilayer nanowire constructs

Bin Gong, Luowen Wang, Sunan Wang, Ziyang Yu,*
Lun Xiong, Rui Xiong, Qingbo Liu* and Yue Zhang

PES and transport properties of the He- - -HBr
complex from kinetic theory and molecular
dynamics simulations
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Ultrafast electron dynamics in excited states of
conjugated thiophene—fluorene organic polymer
(pF8T2) thin films

T. Reiker,* Z. Liu, C. Winter, M. V. Cappellari,
D. Gonzalez Abradelo, C. A. Strassert, D. Zhang and
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Insight into melting point differences of
dinitroimidazoles and dinitropyrazoles from the
perspective of intermolecular interactions

Junnan Wu, Siwei Song, Xiujuan Qi,* Haijun Yang* and
Yi Wang*

This journal is © the Owner Societies 2024

BEC-1 BEC2 BEC3 BEC-N
N N % F—2N

Fitting —
" e Molecule Cluster
N Features

Phys. Chem. Chem. Phys., 2024, 26, 3671-3698 | 3697


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90024c

Open Access Article. Published on 31 January 2024. Downloaded on 10/26/2025 7:10:24 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

CORRECTION
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membrane staining
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Stefan Matile and Tomas Torres*

Correction: Optical bands of dodecanuclear compounds H4PVMo0,,0,40-yH,O with Keggin structure.
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