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electronics of the vanadium redox flow battery
by analyzing all the governing equations
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Solutocapillary transport of oxygen bubbles in a
diffusion-bubbling membrane core
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The plasmonic effect of Cu on tuning CO,
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Is 1-methylcytosine a faithful model compound for
ultrafast deactivation dynamics of cytosine
nucleosides in solution?

Chensheng Ma,* Qingwu Xiong, Jingdong Lin,
Xiaoyan Zeng, Mingliang Wang and Wai-Ming Kwok*
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nitride vdW heterojunction for enhanced
photocatalytic hydrogen evolution: a first
principles study
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Unravelling the mechanism of polarization transfer
from spin-1/2 to spin-1 system in solids

Ekta Nehra and Manoj Kumar Pandey*

This journal is © the Owner Societies 2024

field

s s 5
T o ¥
.
o2 o3 o3¢ o
s s - sz a 5
5 s

<S() >=<S(B)sq >+< S(O)rq >+< S(E)pg >+< S(8)zg >

Single-crystal sample Powder sample

°

>
s o
o >

o

CP efficiency
o

L L ! )
50 100 150 200

"H spin-lock field (kHz)

CP efficiency

03 L 1 L )
[ 50 100 150 200

"H spin-lock field (kHz)

S
@
°

Phys. Chem. Chem. Phys., 2024, 26, 2709-2731 | 2715


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90018a

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

Open Access Article. Published on 24 January 2024. Downloaded on 7/29/2025 3:15:41 PM.

(cc)

RESEARCH PAPERS

View Article Online

Transfer  Poy,
ee g,
o

Study on interface engineering and chemical
bonding of the ReS,@ZnO heterointerface for
efficient charge transfer and nonlinear optical
conversion efficiency

Xin-Yu Zheng, Hong-Yu Li, Bing-Yin Shi, Hong-Xu Cao,
Yu Liu and Hai-Tao Yin*

TEMPO solvation

Correlation between Classical

and Quantum A

Classical and Quantum P(AE) distribution

Electron transfer reaction of TEMPO-based organic
radical batteries in different solvent environments:
comparing quantum and classical approaches

Souvik Mitra, Andreas Heuer and Diddo Diddens*

Metal-Semiconductor-Metal Transition

Exceptional metal-semiconductor—metal transition

orb Phiu (PO of lead apatites via oxygen defect tuning
i 4
o opoge o ‘
o0 Zhijing Huang, Xiaojian Ni, Hao Huang, Yusong Tu,*
Qo0 /,/ Zonglin Gu* and Shuming Zeng*
wa (PO,)0, // Pbyy (PO,)0,
s ?\{, //VVOxygen Defect °p3do
1opRdz, ¢/ ekl
Phyy(PO,0; Phyy (P00,
7 gl Setp3do
.o?:&:: o v .o}{&y: °
SecgiEnoet 34 e apm Thermal evolution of a polymer—nanoparticle
Par:;:llyseparated Nanosheets s i binary miXture
/ /\ 1.7 nm 5 7g) o mm
A 2 . .
umeuardom..{/ = w5 hﬁﬁ {a Sanjay Kumar, Sangram K. Rath, Ashwani Kushwaha,
""" A9

= Mﬁy 2

Boundary Transmon Laver

[ i

///

I, e I&‘\?Ié\ig

i

Thermal Evolution

2716 | Phys. Chem. Chem. Phys., 2024, 26, 2709-2731

S. K. Deshpande, T. Umasankar Patro and
G. Harikrishnan*

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/d4cp90018a

Open Access Article. Published on 24 January 2024. Downloaded on 7/29/2025 3:15:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Encapsulation of Co nanoparticles with single-
atomic Co sites into nitrogen-doped carbon for
electrosynthesis of hydrogen peroxide

Kun Li, Yanyan Sun,* Ziwei Zhao and Ting Zhu*

The role of urea in formation of the sodium acetate
trihydrate (SAT)—urea eutectic liquid: a neutron
diffraction and isotopic substitution study

Emily L. Byrne, Sanskrita Madhukailya,
Oliver L. G. Alderman, Marijana Blesic and
John D. Holbrey*
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Tracking carbon dioxide adsorbate intramolecular
dynamics in pure silica zeolite Silicalite-1 by in situ
Raman scattering
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Terminal crystalline solid solutions, solubility
enhancements and T-X phase diagram of
salicylic acid — 4-hydroxybenzoic acid
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High-resolution infrared spectroscopy of jet
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large-amplitude puckering dynamics in a
4-membered ring radical
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How the nature and charge of metal cations affect
vibrations in acetone solvent molecules
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Prediction of transition metal carbonitride
monolayers MN4Cg (M = Cr, Mn, Fe, and Co) made
up of a benzene ring and a planar MN4 moiety
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Structural and electronic changes in the Ni;s@Ag,4;
nanoparticle under surface oxidation: the role of
silver coating

R. H. Aguilera-del-Toro,* F. Aguilera-Granja and A. Vega
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Prediction of toluene/water partition coefficients
of SAMPL9 compounds: comparison of the
molecular dynamics force fields GAFF/RESP

and GAFF/IPolQ-Mod + LJ-fit

Miriam Sprick and Gabriele Raabe*
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A model analysis of centimeter-long electron
transport in cable bacteria
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Exclusive ion recognition using host—guest
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Theoretical investigation of nucleophilic
substitution reaction of phenyl carbonyl
isothiocyanates with pyridines in gas and
polar aprotic solvent

Keshab Kumar Adhikary,* Francis Verpoort and
Philippe M. Heynderickx*
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Activation of H; using ansa-aminoboranes: solvent
effects, dynamics, and spin hyperpolarization
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Hydration of biologically relevant
tetramethylammonium cation by neutron
scattering and molecular dynamics

Philip E. Mason,* Tomas Martinek, Balazs Fabian,
Mario Vazdar, Pavel Jungwirth, Ondrej Tichacek,
Elise Duboué-Dijon and Hector Martinez-Seara*
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Photodynamics of azaindoles in polar media: the
influence of the environment
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High tunneling electroresistance in ferroelectric
tunnel junctions based on two-dimensional
o-In,Sez/MoTe, van der Waals heterostructures

Leitao Lei, Yan-Hong Zhou,* Xiaohong Zheng,*
Wengiang Wan and Weiyang Wang
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non-monotonic photodissociation branching
of N, into the N(*S) + N(°D) and N(*S) + N(°P)
product channels

Natalia Gelfand,* Ksenia Komarova, Francoise Remacle
and R. D. Levine

Energy (eV)

4
W

State number

2722 | Phys. Chem. Chem. Phys., 2024, 26, 2709-2731

Tunable valley polarization effect and second-order
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