Open Access Article. Published on 29 March 2023. Downloaded on 8/30/2025 2:20:26 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

PCCP

Physical Chemistry Chemical Physics - An international journal

rsc.li/pccp

The Royal Society of Chemistry is the world’s leading chemistry community. Through our high impact journals and publications we

connect the world with the chemical sciences and invest the profits back into the chemistry community.

IN THIS ISSUE

ISSN 1463-9076 CODEN PPCPFQ 25(13) 8971-9688 (2023)

REVIEW

Cover

See Fei Mao et al,,

pp. 9043-9050.

Image reproduced

by permission of

Fei Mao from

Phys. Chem. Chem. Phys.,
2023, 25, 9043.

Research on engineered electrocatalysts for
efficient water splitting: a comprehensive review

Jayaraman Jayabharathi,* Balakrishnan Karthikeyan,
Bakthavachalam Vishnu and Sundarraj Sriram

PERSPECTIVE

Obscure catalytic
mechanism

Low loading

Poor stability *

Real-time
analysis

Exploiting low cost
supports

Engineered
electrocatalysts

Enhancing stability

Combined experimental
& theoretical
investigations

Atomic charges in molecules defined by molecular
real space partition into atomic subspaces

Jian Zhao, Zun-Wei Zhu, Dong-Xia Zhao* and

Zhong-Zhi Yang*

This journal is © the Owner Societies 2023

(LIl
o QTAIM

: |AC vs Basis set size

AEMQ

Phys. Chem. Chem. Phys., 2023, 25, 8973-8991 | 8973


http://rsc.li/pccp
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90086j
https://pubs.rsc.org/en/journals/journal/CP
https://pubs.rsc.org/en/journals/journal/CP?issueid=CP025013

Open Access Article. Published on 29 March 2023. Downloaded on 8/30/2025 2:20:26 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

Editorial Staff

Executive Editor
Michael A. Rowan

Deputy Editor
Vikki Pritchard

Development Editors
Bee Hockin, Andrea Carolina Ojeda Porras

Editorial Production Manager
Gisela Scott

Senior Publishing Editor
Robin Brabham

Publisher
Jeanne Andres

Publishing Editors
Catherine Au, Isobel Darlington, Konoya Das, Alexandre
Dumon, Amy Lucas, Hugh Ryan, Wing So

Publishing Assistant
Robert Griffiths

Editorial Assistant
Daphne Houston

For queries about submitted papers, please contact
Gisela Scott, Editorial Production Manager, in the first
instance. E-mail: pccp@rsc.org

For pre-submission queries, please contact
Michael A. Rowan, Executive Editor.
Email: pcep-rsc@rsc.org

PCCP (electronic ISSN 1463-9084) is published 48 times a year
by the Royal Society of Chemistry, Thomas Graham House,
Science Park, Milton Road, Cambridge, CB4 OWF, UK.

All orders, with cheques made payable to the Royal Society of
Chemistry, should be sent to the Royal Society of Chemistry
Order Department, Royal Society of Chemistry,

Thomas Graham House, Science Park, Milton Road,
Cambridge, CB4 OWF, UK.

Tel +44 (0)1223 432398; E-mail: orders@rsc.org

2023 Annual (electronic) subscription price: £4448; US$7835.
Customers in Canada will be subject to a surcharge to cover
GST. Customers in the EU subscribing to the electronic version
only will be charged VAT.

If you take an institutional subscription to any Royal Society of
Chemistry journal you are entitled to free, site-wide web access
to that journal. You can arrange access via Internet Protocol
(IP) address at www.rsc.org/ip

Customers should make payments by cheque in sterling
payable on a UK clearing bank or in US dollars payable
on a US clearing bank.

Whilst this material has been produced with all due care, the
Royal Society of Chemistry cannot be held responsible or liable
for its accuracy and compl nor for any cc quence:
arising from any errors or the use of the information contained
in this publication. The publication of advertisements does
not constitute any endorsement by the Royal Society of
Chemistry or Authors of any products advertised. The views
and opinions advanced by contributors do not necessarily
reflect those of the Royal Society of Chemistry which shall not
be liable for any resulting loss or damage arising as a result of
reliance upon this material. The Royal Society of Chemistry is a
charity, registered in England and Wales, Number 207890, and
a company incorporated in England by Royal Charter
(Registered No. RC000524), registered office:

Burlington House, Piccadilly, London W1]J 0BA, UK.
Telephone: +44 (0) 207 4378 6556.

Advertisement sales:
Tel +44 (0) 1223 432246;
Fax +44 (0) 1223 426017;
E-mail advertising@rsc.org

For marketing opportunities relating to this journal,
contact marketing@rsc.org

® ROYAL SOCIETY
- OF CHEMISTRY

PCCP

View Article Online

Physical Chemistry Chemical Physics - An international journal

rsc.li/pccp

PCCP is an international journal for the publication of original research papers,
Communications and Perspective articles in the areas of physical chemistry, chemical
physics and biophysical chemistry.

Owner Societies

Canadian Society for Chemistry
Deutsche Bunsen-Gesellschaft fiir
Physikalische Chemie

Institute of Chemistry of Ireland
Israel Chemical Society

Kemisk Forenin

Koninklijke Nederlandse Chemische
Vereniging

Honorary Board

G Ertl, Berlin, Germany

B Feringa, University of Groningen,
Netherlands

S W Hell, Max Planck Institute for Biophysical
Chemistry, Germany

] Jortner, Tel Aviv, Israel

M Karplus, Harvard University, USA

Editorial Board

B Albinsson, Chalmers University of
Technology, Sweden

L Banares, Universidad Complutense de
Madrid, Spain

M Curri, University of Bari, Italy

C Daniel, Institute of Chemistry, University of
Strasbourg, France

K Gordon, University of Otago, New Zealand

Advisory Board

C Adamo, ENSCP - Chimie ParisTech, France
H Agren, KTH Royal Institute of Technology,
Sweden

K Ariga, National Institute for Materials
Science, Japan

P Ayers, McMaster University, Canada

A Ajayaghosh, CSIR-National Institute for
Interdisciplinary Science and Technology
(NIIST), India

P Baglioni, University of Florence, Italy

V Barone, Scuola Normale Superiore di Pisa,
Italy

M Biczysko, Shanghai University, China

E Bieske, University of Melbourne, Australia
] Biteen, University of Michigan, USA

D Casanova, Donostia International Physics
Center, Spain

P Casavecchia, University of Perugia, Italy

O Christiansen, University of Aarhus, Denmark
G A Cisneros, University of North Texas, USA
S Coriani, Technical University of Denmark,
Denmark

M DeVries, University of California Santa
Barbara, USA

C Diaz, Universidad Complutense de Madrid,
Spain

J Dupont, University of Nottingham, UK

S Faraji, University of Groningen, Netherlands
D Frenkel, University of Cambridge, UK
AFujii, Tohoku University, Japan

Information for Authors

Korean Chemical Society

New Zealand Institute of Chemistry

Norsk Kjemisk Selskap

Osterreichische Physikalische Gesellschaft
Polskie Towarzystwo Chemiczne

Real Sociedad Espafiola de Quimica

Royal Australian Chemical Institute
Incorporated

K Kohse- Hoeinghaus, Universitaet Bielefeld,
Germany

Y T Lee, Academia Sinica, Taiwan

W H Miller, Berkeley, USA

E Neher, Max Planck Institute for Biophysical
Chemistry, Germany

J Polanyi, Toronto, Canada

J Janek, Justus Liebig University Giessen,
Germany

H Kondoh, Keio University, Japan

AKrylov, University of Southern California,
USA

P Maiti, Indian Institute of Science, India
R Naaman, Weizmann Institute of Science,
Israel

S George, Jawaharlal Nehru Centre for
Advanced Scientific Research (JNCASR), India
R B Gerber, Hebrew University Jerusalem,
Israel

D Ghosh, Indian Association for the
Cultivation of Science, India

D Goldfarb, Weizmann Institute of Science,
Israel

S Grimme, University of Bonn, Germany

M Havenith, Ruhr-University Bochum,
Germany

K Holmberg, Chalmers University of
Technology, Sweden

Y Iwasawa, University of Tokyo, Japan

D Jacquemin, Université de Nantes, France

T Jagau, KU Leuven, Belgium

E Johnson, Dalhousie University, Canada

J MacPherson, University of Warwick, UK
S.Matsika, Temple University, USA

H Mattoussi, Florida State University, USA

G Meijer, Fritz-Haber-Institut der Max-Planck-
Gesellschaft, Germany

F Neese, Max Planck Institute for Chemical
Energy Conversion, Germany

D Nesbitt, University of Colorado, USA

D Neumark, University of California, Berkeley,
USA

M Orozco, IRB Barcelona - Parc Cientific de
Barcelona, Spain

K Pas, Monash University, Australia

Royal Society of Chemistry

Societa Chimica Italiana

Suomen Kemian Seura - Kemiska Séllskapet
IFinland

Svenska Kemisamfundet

Swiss Chemical Society

Tiirkiye Kimya Dernegi

H Schwarz, Technische Universitit Berlin,
Germany

J P Simons, University of Oxford, UK

G A Somorjai, University of California,
Berkeley, USA

] Troe, GWDG, Germany

RN Zare, Stanford, USA

ARijs, Vrije Universiteit Amsterdam,

The Netherlands (Chair)

H Schaefer IlI, University of Georgia, USA
(Deputy Chair)

ITamblyn, University of Ottawa, Canada

Y Xu, University of Alberta, Canada

J Zhang, New York University Shanghai, China

G Patwari, Indian Institute of Technology
Bombay, India

M-P Pileni, Université Pierre et Marie Curie,
France

M Pumera, Nanyang Technological University,
Singapore

P Pyykkd, University of Helsinki, Finland

M Rodgers, Wayne State University, USA

S Sampath, Indian Institute of Science
Bangalore, India

R Signorell, ETH Zurich, Switzerland

T Schmidet, University of New South Wales,
Australia

M Suhm, University of Gottingen, Germany
A Suits, University of Missouri, USA

D Sundholm, University of Helsinki, Finland
T Suzuki, Kyoto University, Japan

ATroisi, University of Warwick, UK

S Vega, Weizmann Institute of Science, Israel
D Waldeck, University of Pittsburgh, USA

L-J Wan, Institute of Chemistry, Chinese
Academy of Sciences, China

B Weckhuysen, Utrecht University,

The Netherlands

X Yang, Dalian Institute of Chemical Physics,
Chinese Academy of Sciences, China

A Zehnacker-Rentien, Université Paris, France

Full details on how to submit material for publication in

PCCP are given in the Instructions for Authors (available from
http://www.rsc.org/authors). Submissions should be made via the
journal’s homepage: rsc.li/pecp

Authors may reproduce/republish portions of their published
contribution without seeking permission from the Royal Society of
Chemistry, provided that any such republication is accompanied by
an acknowledgement in the form: (Original Citation)-Reproduced by
permission of the Royal Society of Chemistry.

This journal is © the Owner Societies.

Apart from fair dealing for the purposes of research or private study
for non-commercial purposes, or criticism or review, as permitted

under the Copyright, Designs and Patents Act 1988 and the Copyright
and Related Rights Regulation 2003, this publication may only be
reproduced, stored or transmitted, in any form or by any means, with
the prior permission in writing of the Publishers or in the case of
reprographic reproduction in accordance with the terms of licences
issued by the Copyright Licensing Agency in the UK. US copyright law
is applicable to users in the USA.

@ The paper used in this publication meets the requirements of
ANSI/NISO Z39.48-1992
(Permanence of Paper).

Registered charity number: 207890


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90086j

Open Access Article. Published on 29 March 2023. Downloaded on 8/30/2025 2:20:26 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

COMMUNICATIONS

View Article Online

Well-dispersed Au co-catalyst deposited on a rutile

TiO, photocatalyst via electron traps

Tomoki Akiyama, Haruki Nagakawa and Tetsu Tatsuma*

TiO, Au-TiO,

Au(nn)

L

A\ H, Production

hv 1 Electron Trapping
AuTiO, o -~
Dark <

|
|- TNy AN
\e Au(ill) *” .
) J N =

|
°

Photodeposition

Ability

Electron trap-
mediated deposition

A new look at the structure of the neutral Au,g
cluster: hollow versus filled golden cage

Pham Vu Nhat,* Nguyen Thanh Si, André Fielicke,
Vitaly G. Kiselev and Minh Tho Nguyen*

RESEARCH PAPERS

Intensity (arb. u.)

20 Exptl. —— Au g Kr
15 — AuygKr,

40 60 8 100 120 140 160 180 200 220
Wavenumber (cm")

The contribution of inner electron excitation to the
electronic stopping power of palladium for protons

Wen-Qi Jin, Fei Mao,* Shi-Ming Li, Wen-Qi Zuo,
Rui-Da Chen, Ge-Ge Xiong, Hong Mao,
Feng Wang and Feng-Shou Zhang

—~O—4pand 4d
—O—4s, 4p and 4d
—W— 4s, 4p and 4d (Relativistic)

Electronic stopping power (eV/A)

ol I L I L
0 1 2 3 4

Velocity (a.u.)

Micro-Raman spectroscopic analysis of liquid-liquid

phase separation

Suin Choi, So Yeon Chun, Kyungwon Kwak* and
Minhaeng Cho*

This journal is © the Owner Societies 2023

LASER
Heterotypic
LLPS

,. Yo

HE I

yé 2 - Water Hydration
,"’ %‘_ :¢\ ] Structure?
/ » £ )1
Y/ ¢ Clleme
g ! %@’ ¢
~~~~~~~~~ e Protein Secondary
Lys+AIb+PEG ™~~~ : o Structure?

Phys. Chem. Chem. Phys., 2023, 25, 8973-8991 | 8975


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90086j

Open Access Article. Published on 29 March 2023. Downloaded on 8/30/2025 2:20:26 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

(a) LiMn,0,

(b) LiMn sNig 50,4

Unraveling the effects of inter-site Hubbard
interactions in spinel Li-ion cathode materials

lurii Timrov,* Michele Kotiuga and Nicola Marzari

10000

8000

(K)

Temperature

2000

6000 -

4000 |

Secondary Hugoniot
Py = 75 GPa liquid Be
=125 GPa

=175GPa

— P\ni!
P

init

Phase Boundary |
Principal Hugoniot

145 290 435 580

Pressure (GPa)

725

Toward better understanding of the high-pressure
structural transformation in beryllium by the
statistical moment method

Tran Dinh Cuong* and Anh D. Phan

Spontaneous mirror symmetry breaking and chiral
segregation in the achiral ferronematic compound
DIO

Neelam Yadav, Yuri P. Panarin, Wanhe Jiang,
Georg H. Mehl and Jagdish K. Vij*

e,

T

* ¥ A
[LIEEEDEEE A EIARS

Imaging of molecules in action

* pre-reaction molecular dynamics
* polycondensation reaction kinetics
« reaction rate constant & cross section

8976 | Phys. Chem. Chem. Phys., 2023, 25, 8973-8991

Direct measurement of single-molecule dynamics
and reaction kinetics in confinement using
time-resolved transmission electron microscopy

Kayleigh L. Y. Fung, Stephen T. Skowron, Ruth Hayter,
Stephen E. Mason, Benjamin L. Weare,

Nicholas A. Besley, Quentin M. Ramasse,

Christopher S. Allen and Andrei N. Khlobystov*

This journal is © the Owner Societies 2023


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90086j

Open Access Article. Published on 29 March 2023. Downloaded on 8/30/2025 2:20:26 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Flexible aqueous supercapacitors with excellent
cycling performance and high-energy density based
on mesocrystalline NiCo-LDHs

Xiaohui Xie, Jinyue Song, Hongguang Fan, Lichong Bai,
Shuang Liu, Yanpeng Wang, Wansu Zheng and Weij Liu*

-uuuouJ.

Excellent conductivity and stability

« OH, OH “QH: o OH .op-+ °“OHe
FY SRt Skwg Ve

_mesocrystilline NiCo-LDH nanosheets | -

U

Facilitating the reactions

Quest for singlet fission of organic sulfur-containing
systems in the higher lying singlet excited state:
application prospects of anti-Kasha's rule

Chun-Hao Huang, Chi-Chi Wu, Elise Y. Li* and Pi-Tai Chou*

Machine learning and density functional theory

- - - - «/ ” . \4 = . . - i N
simulation of the electronic structural properties ' E |/ Featurc Engincering \‘,‘ )
for novel quaternary semiconductors %o s 4

q ry Experimental Data .:;; i‘;_“ R : :;::;i:u cnergy
Mengwei Gao, Bo Cai,* Gaoyu Liu, Lili Xu, (] /" Feature "\ (%) $
g Yy | |
Shengli Zhang* and Haibo Zeng* Computational Data| |\ Selection /- 2 Y
dh e g
| Materials Database | ® / ( qc:;(:i:,l,:ﬁ ‘
54 ‘\5_“7 ‘/ 8 semiconductors J
First-principles predictions for shear viscosity of air o ' ' '
components at high temperature ! J
Paolo Valentini,* Ashley M. Verhoff, Maninder S. Grover T - i
and Nicholas J. Bisek i
0.15 s v(z) = _}1@%
0.05 us Direct Molecular Simulation
) e Navierl-smkes )

This journal is © the Owner Societies 2023 Phys.

x[m]

Chem. Chem. Phys., 2023, 25, 8973-8991 | 8977


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90086j

Open Access Article. Published on 29 March 2023. Downloaded on 8/30/2025 2:20:26 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

hydrogel

l

Current collector

Separator
Electrolyte: 1 M KOH

V,C;Tx@NiO-RGO  Defective RGO 2
hydrogel

Current collector

Hierarchical V,C3Tx@NiO-reduced graphene oxide
heterostructure hydrogels and defective reduced
graphene oxide hydrogels as free-standing anodes
and cathodes for high-performance asymmetric
supercapacitors

Ziyu Geng, Weiwen Chen, Zenghui Qiu,* Haijun Xu,*
Dingjie Pan and Shaowei Chen*

+€e

NG )-S-S< ) OMe ?

NC)-S" + +8<)-MeO

NC{ S + S )-MeO

Mesolysis of an asymmetric diphenyldisulfide
radical anion studied by y-ray and pulsed-electron
radiolyses

Minoru Yamaiji,* Sachiko Tojo, Tetsuro Majima and
Mamoru Fujitsuka*

Temperature (K]

m{g f

400 450 500
Wavelength (nm)

250 nm

545nm’

290 nm

303 Temperature (K) 573

e

545nm>

303 Temperature (K) 573

Tb**-based multi-mode optical ratiometric
thermometry

Zixuan Zhang, Fei Li,* Yuanbo Yang, Zhijun Wang,
Panlai Li, Rongxiang Zhang,* Hao Suo and Leipeng Li*

8978 | Phys. Chem. Chem. Phys., 2023, 25, 8973-8991

Thermodynamic analysis of the interaction between
metal vacancies and hydrogen in bulk Cu

Vasileios Fotopoulos,* Ricardo Grau-Crespo and
Alexander L. Shluger

This journal is © the Owner Societies 2023


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90086j

Open Access Article. Published on 29 March 2023. Downloaded on 8/30/2025 2:20:26 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Satellite ligand effects on magnetic exchange in
dimers. A structural, magnetic and theoretical
investigation of Cu,L,X4 (L = methylisothiazolinone
and X = Cl, Br)

Stefan Coetzee, Mark M. Turnbull, Christopher P. Landee,
Jeffrey C. Monroe, Mercé Deumal, Juan. J. Novoa and
Melanie Rademeyer*

V

0
T(K)

Impact of the Sr content on the redox
thermodynamics and kinetics of Ca;_,Sr,MnOz_;
for tailored properties

Lena Klaas,* Brendan Bulfin, Dorottya Kriechbaumer,
Martin Roeb and Christian Sattler

Structure

Kinetics

Bi,Ss nanorods grown on multiwalled carbon
nanotubes as highly active catalysts for CO,
electroreduction to formate

Fangfang Yang, Zailai Xie, Xuke Huang, Xiangyang Yin,
Weifeng Zhang, Yongkui Huang and Daijun Zhang*

09 <
00%¢ + ©
000 <

Bi(NO,),"SH,0  Thioacetamide co,

©f” 0.91V vs. RHE
S\ FEucoo. 99.3%

Incubation

Bi,Sy/CNTs HCOO

Water uptake and energetics of the formation of
barium zirconate based multicomponent oxides

Aleksandra Mielewczyk-Gryn,* Tamilarasan Subramani,*

Daniel Jaworski, Kristina Lilova, Wojciech Skubida,
Alexandra Navrotsky and Maria Gazda

This journal is © the Owner Societies 2023

High entropy oxides based on BaZrO,

Gowp — 1 2 N2 13 14 15 16 17 18

| Period

He

o
z
ow
-
z

12 2 15 17 |[ 18
a

35

v |l cr f| mn || Fe cu Ga J[Ge || s

T
R
se | |2 | ~o | mof || T

53

F8|[¢g|ea
©
|z 8|2

50 |[ 51
sn || sb

1
H

3

u

1

Na

19 |[20 |21 |22 28 |[ 2 IAEIE : 33
K

37

Rb

5

8
cd

|7 | s 80 | 8f |[ 82 | ez

Hg

e

85 | s
A R

17 |[ 118
T || og

76
cs os | i i
o |2 104 [ 107 |[108 | 109 |[ 110 | 111 [y 114|115
Fr R 8 || ks || m |{ 0s J| Rg A || M

59 |[ 60 |ssasssssvasssmn
Pr || Na || Pm T || oy |[ Ho |[ & || Tm || w0 || w

ot |[92 |[ 93 j96 |97 |[ 98 |[ 99 ][00 |[ 101 |[ 102 |[ 103
Pa || U |[Np | P m |[ Bk || cf || Es |[ Fm |{ md || No || Lr

Lanthanides

ER]

Actinides

Phys. Chem. Chem. Phys., 2023, 25, 8973-8991 | 8979


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90086j

Open Access Article. Published on 29 March 2023. Downloaded on 8/30/2025 2:20:26 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

0.6 4

Energy (eV)
o o
N e
L

o
o
!

S
0

—— layer1-2
—— layer3-4
—— layer5-6
[ layer7-8|

Reaction coordinates

Oxygen migration performance of LaFeO3
perovskite-type oxygen carriers with Sr doping

Yuan Feng, Hanyu Jin and Shuai Wang*

OHf, Zr
o Se, S

Tensile strain and finite size modulation of low
lattice thermal conductivity in monolayer
TMDCs (HfSe, and ZrS,) from first-principles:

a comparative study

Guofu Chen, Wenlong Bao, Zhaoliang Wang* and
Dawei Tang

I; D, L — Enantiomers Chiral symmetry breaking induced by energy
» 5> dissipation
s "
A t’ »»? A. Arango-Restrepo,* O. Arteaga, D. Barragan and

o% T J. M. Rubi

o000

osee " s

.... T /A, by 2993

L

R ot Single atom modified two-dimensional bismuthenes

] yinels

- Ultra-fast
1

1

Recovery Time

8980 | Phys. Chem. Chem. Phys., 2023, 25, 8973-8991

for toxic gas detection

An Chen, Yangiang Han, Zhilong Wang, Junfei Cai,
Simin Ye and Jinjin Li*

This journal is © the Owner Societies 2023


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90086j

Open Access Article. Published on 29 March 2023. Downloaded on 8/30/2025 2:20:26 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Towards an accurate description of

RDCP&DFT hybrid method

Stability of confining chains

one-dimensional pnictogen allotropes 5 ; ¢ P
in nano-confinements | nter-atomic % %ﬁ“’z ;’i " M’Z ;’zg
Jing Chang,* Tonghuan Jiang, Wei Fang and Ji Chen OFT RDGCP
L et R R
H $ T e E 547 /
H 18 T 1 348
: ), ' /—
1 “Lii ) ! 2-50)
i Confining potential Y ;/:'
S SR S
Diameter (A)
Tuning the water-splitting mechanism on )
titanium dioxide surfaces through hydroxylation oo oo hydroxylated
pure surface

Lu Wu, Meijing Liao, Bing Zhao, Qianni Li, Bin Liu* and
Yuexing Zhang*

© -
o0 su rface

High-sensitivity long-range surface plasmon
resonance sensing assisted by gold nanoring
cavity arrays and nanocavity coupling

Xiaojun Luo, Rui Tan, Qiuju Li, Jiaxin Chen, Yalin Xie,
Jiayi Peng, Mei Zeng, Minghang Jiang,* Caijun Wu* and
Yi He*

Reflectance

LRSPR substrate

c

o
£ B
-+ o

Symmetric charg

1.0

0.8

0.6 P

10 nm
04 Mode IT
0.2 e
\‘1"::1':" i Mode IV
0.0 o
20 nm Onm
Mode 111 Mode V

-0.2

700 800 900 1000
Wavelength (nm)

Dynamics in the ordered and disordered phases
of barocaloric adamantane

Bernet E. Meijer, Richard J. C. Dixey, Franz Demmel,
Robin Perry, Helen C. Walker* and Anthony E. Phillips*

This journal is © the Owner Societies 2023

5 ~———
inelastic neutron scattering

13 4 w 5

Ordered phase

Phys. Chem. Chem.

K 13 L W X

Disordered phase

Phys., 2023, 25, 8973-8991 | 8981


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90086j

Open Access Article. Published on 29 March 2023. Downloaded on 8/30/2025 2:20:26 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Stability of S, molecules

a-sulfur
0.8 4
Se

0.6-] Siz

0.4 -| ?

::2_ 3 //s\ \/ 8 o\ //1'2\ /1(':\ Ne” Z—O 20
A

044 ©

N’E, eV

o

Number of atoms

Stability of sulfur molecules and insights into sulfur
allotropy

Maria Fedyaeva,* Sergey Lepeshkin and Artem R. Oganov

Feed
side

Nanoparticle |33
Membrane ¥

Permeate

Side  m—pp

Realizing high performance gas filters through
nano-particle deposition

Dhruva Patil and Tribikram Gupta*

8.0}
6.0}
&
40
2.0
Tacr = 434 K
V,AsN 00500 600 700 800

T(K)

Two-dimensional XY ferromagnetism above room
temperature in Janus monolayer V,XN (X = P, As)
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Chemical similarity of dialkyl carbonates and
carbon dioxide opens an avenue for novel
greenhouse gas scavengers: cheap recycling and
low volatility via experiments and simulations

Vitaly V. Chaban,* Nadezhda A. Andreeva,
Franciele L. Bernard, Leonardo M. dos Santos and
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Investigating bone resorption in Atlantic herring
fish intermuscular bones with solid-state NMR
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Exploring electronic energy level structure and
excited electronic states of f-carotene using DFT

Lu Xing, Zhenguo Dou, Xiumian Cao, Panpan Ren,
Wei Zhang, Shenghan Wang,* Chenglin Sun* and
Zhiwei Men*
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Paddle-wheel mechanism in doped
succinonitrile—glutaronitrile plastic electrolyte:
a joint magnetic resonance, dielectric, and
viscosimetry study of Li ion translational and
molecular reorientational dynamics

S. Lansab,* B. Grabe and R. B&hmer
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Fragment imaging in the infrared photodissociation
of the Ar-tagged protonated water clusters
H;O*—Ar and H*(H,0),—-Ar

Yuri Ito, Mizuhiro Kominato, Yuji Nakashima,
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ReaxFF molecular dynamics simulation of the
thermal decomposition reaction of bio-based
polyester materials
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First-principles study on unidirectional proton
transfer on anatase TiO, (101) surface induced
by external electric fields
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a DFT study
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Effects of layer-by-layer coating on activated
carbon electrodes for capacitive deionization

Sergio Orozco-Barrera, Guillermo R. Iglesias,
Angel V. Delgado, Sergio Garcia-Larios and Silvia Ahualli*
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Distinct mechanism of Tb** and Eu** binding to
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Md Shofiul Alam, Dennys Leyva, Woodline Michelin,
Francisco Fernandez-Lima and Jaroslava Miksovska*

Experimental and computational insights into
luminescence in atomically precise bimetallic
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Synthesis, DFT, molecular dynamics, and Monte
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To dimerize or not: para-aminothiophenol on a
bismuth heterostructure

Poonam Bhadoria, Arti Saroj and
Venkatnarayan Ramanathan*
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Quantum mechanical studies of p-azoxyanisole
and identification of its electro-optic activity

Manish Kumar, Mirtunjai Mishra, Devesh Kumar* and
Devendra Singh*
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Influence of Sr doping on the photoelectronic
properties of CsPbX3 (X = Cl, Br, or I): a DFT
investigation

Man Zhang, Guangbiao Xiang, Yanwen Wu, Jing Liu,
Jiancai Leng,* Chen Cheng* and Hong Ma*
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Three-body interaction effects in heterolytic
hydrogen splitting by frustrated Lewis pairs
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Anti-ohmic nanoconductors: myth, reality and
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properties of two-dimensional PdPQ (Q = S, Se)
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Complex of imidazol-2-ylidene with Cl,
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Halogen bonds with carbenes acting as Lewis base
units: complexes of imidazol-2-ylidene: theoretical
analysis and experimental evidence
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Phase transformation in the “Brodie graphite
oxide—acetonitrile” system — influence of the
oxidizing level of the material

N. A. Chumakova,* D. S. Popov, A. V. Kaplin,
A. T. Rebrikova, E. A. Eremina, M. V. Korobov and
O. N. Khrykina
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On the energetic and magnetic stability of neutral
and charged lithium clusters doped with one and
two yttrium atoms
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United atom and coarse grained models for
crosslinked polydimethylsiloxane with applications
to the rheology of silicone fluids

Aditi Khot, Rebecca K. Lindsey, James P. Lewicki,
Amitesh Maiti, Nir Goldman and
Matthew P. Kroonblawd*
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Correction: Noncovalent wedging effect catalyzed the cis to syn transformation of a surface-adsorbed
polymer backbone toward an unusual thermodynamically stable supramolecular product
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