Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

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

IN THIS ISSUE
ISSN 1463-9076 CODEN PPCPFQ 25(42) 28543-29366 (2023)

Cover

See Frank De Proft

et al., pp. 28581-28594.
Image reproduced

by permission of

Eline Desmedt from

Phys. Chem. Chem. Phys.,
2023, 25, 28581.

PERSPECTIVE

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

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

Vibrational circular dichroism spectroscopy in
the C-D, X=Y, and X=Y=Z stretching region

i Tohru Taniguchi* and Davidson Obinna Agbo

[

COMMUNICATION

A= e e A
VCD spectrum
C-D
s _. ‘a8
oo OO
EEE
<>
o—H =0
I —
4000 3500 3000 2500 2000 1500 1000 [em]

Elucidating mechanochemical reactivity of a ternary
halogen-bonded cocrystal system by computational
and calorimetric studies

Lavanya Kumar, Sibananda G. Dash, Katarina Leko,

Damian Trzybinski, Nikola Bregovi¢,* Dominik Cincic*
and Mihails Arhangelskis*

This journal is © the Owner Societies 2023

A

%« _______ f;» @;%% \%&ﬁ
Bl "

3-comp

:‘%%Z&(
#
%

Phys. Chem. Chem. Phys., 2023, 25, 28545-28566 | 28545


http://rsc.li/pccp
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90220j
https://pubs.rsc.org/en/journals/journal/CP
https://pubs.rsc.org/en/journals/journal/CP?issueid=CP025042

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

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, Kieran Nicholson, Rini Prakash, Charlotte
Pugsley, Hugh Ryan

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 q e
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

L Goerigk, The University of Melbourne,
Australia

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

H Kondoh, Keio University, Japan

P Maiti, Indian Institute of Science, India

S Matsika, Temple University, USA

R Naaman, Weizmann Institute of Science,
Israel

ARijs, Vrije Universiteit Amsterdam,

The Netherlands (Chair)

H Schaefer I1I, University of Georgia, USA
(Deputy Chair)

ITamblyn, University of Ottawa, Canada

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

Y Xu, University of Alberta, Canada
] 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/peep

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/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

The electrophilic aromatic bromination of
benzenes: mechanistic and regioselective
insights from density functional theory

Xavier Deraet, Eline Desmedt, Ruben Van Lommel,
Veronique Van Speybroeck and Frank De Proft*

REACTION PATHS
N

CONCEPTUAL DFY

suBSTITUTION 86

vs r .
ADDITION © \(",_((
T ’,h(ﬁlr

ELIMINATION
)

NCI INDEX

2 e

Supersonic jet chirped pulse microwave
spectroscopy of ring-like methanol: water
pentamers

E. M. Mastin,* S. E. Dutton* and G. A. Blake*

In silico design of bio-marker detection fluorescent

probes

Andrea Echeverri,* Candice Botuha, Tatiana Gomez,
Eleonora Luppi, Julia Contreras-Garcia and
Carlos Cardenas

1b a8
N=(" ESIPT | N=

i 4d |

i i

H N= i

N= ! N |
HN__N. HN__N_ | Ho
! T 1381
A © O i
L\N 7 N
i i

i }

\, ,"

z
z
Ny
z
)

Aabs= 536 nm
rem=747nm

Aabs=273 nm ; 2abs=298 nm Aabs=353nm |

Conformational diversity and environmental
implications of trans-2-pentenal

Sung Man Park and Chan Ho Kwon*

This journal is © the Owner Societies 2023

0-0

tt-gauche*
H =176 + 16 cmj L be
2%

A—‘—W

AlE,,=78122+3cm? " " em) "

exp

AlIE,,, = 77,970 3 cm?

tt-cis ~ tt-gauche
VVUV

FEYINL 7/ Y
29 So ﬁ A

AH =24 + 16 cm™? TR e

Phys. Chem. Chem. Phys., 2023, 25, 28545-28566 | 28547


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Dlsper5|on
CCSD(T) MP2

‘e ”" Induction
SAPT(DFT)
* MBD

* SAPT(DFT)

‘%f

Accurate three-body noncovalent interactions:
the insights from energy decomposition

Sharon A. Ochieng and Konrad Patkowski*

Compressive strian

e=+6%

£=0%

Energy (eV)

£=-6%

Dirac semimetallic Janus Ni-trihalide monolayer
with strain-tunable magnetic anisotropy and
electronic properties

Bo Chen, Xiaocha Wang* and Wenbo Mi*

0 500 1000 15‘[70 2000 2500 3000 3500 40(
Gas molecule number (N)

Nanobubble-induced significant reduction of the
interfacial thermal conductance for few-layer
graphene

Zhao-Xia Qu and Jin-Wu Jiang*

28548 | Phys. Chem. Chem. Phys., 2023, 25, 28545-28566

Efficient exploration of transition-metal decorated
MXene for carbon monoxide sensing using
integrated active learning and density

functional theory

Kajjana Boonpalit, Jiramet Kinchagawat,
Chanatkran Prommin, Sarana Nutanong* and
Supawadee Namuangruk*

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/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

View Article Online

RESEARCH PAPERS

The effect of four-phonon interaction on phonon 20 e
thermal conductivity of hexagonal VTe; and N7 N7 N ” ij} fﬁ
puckered pentagonal VTe, 1.5 \3}\,6\0/& (9148 'fi
133 'b{m

9iai¥ial

H{VTe,

<
Dan Jin, Pan Zhang, Zhixue Tian, Zhenhua Zhang, § 1.0+
Youyuan Yuan, Yong Liu, Zhihong Lu and Rui Xiong* <

N

PP-VTe,
0.5 X-axis y-axis

0401035 | [0.34 0.30‘
0.0 ORIEy

3ph 3ph+4ph  3ph 3ph+4ph 3ph 3ph+4ph

MoTe,/InN van der Waals heterostructures for ‘ =
gas sensors: a DFT study Y . J so2
% o NH3, NO
Jaafar Abdul-Aziz Mehrez, Xiyu Chen, Min Zeng,* g )| % |9 T »
Jianhua Yang, Nantao Hu, Tao Wang, Ruili Liu, o Qg ,$ TS
Lin Xu, Yorexis Gonzalez-Alfaro and Zhi Yang* 2 [1® ‘ ‘ P 'OT

Precursor skyrmion states near the ordering
temperatures of chiral magnets

e

(&

(a)
-m-SkL

Andrey O. Leonov

Lattice thermal conductivity of 2D nanomaterials: a Kot A
Simple Semi'empirical approaCh Traditional: Ab Initio / Molecular Dynamics Present Semi-Empirical
. . VASP, QE
R. M. Tromer,* |. M. Felix, L. F. C. Pereira, ’/ _|
M. G. E. da Luz,* L. A. Ribeiro Junior* and D. S. Galvao SN X SO
ShengBTE LAMMPS Arrhenius
| | |
Kp Ki K
Usually requires powerful computers Requires personal computers
Computationally more time i ¢ ionally fast

This journal is © the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 28545-28566 | 28549


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Young's modulus

Poisson's ratio
H

018
027

036

Lo e 3

NH, HS

Electronic, mechanical and gas sensing properties
of two-dimensional y-SnSe

Chunyan Zhu, Tianhang Feng, Xinying Jiang, Gang Li,*
Jun-Hui Yuan, Chao Liu,* Pan Zhang and Jiafu Wang

3|2 | s29Gr —e-

S890P89ES9S
Y Y X X EX L
55556555556
o Pressure-induced novel ZrN, semiconductor
. ! (@ { . . . . .
] R < o M RAL materials with high dielectric constants:
t N s ot o2 329? first-principles stud
E VSR B e |08 a first-principles study
E et ), Y ] ey L2 207
= «; " ol o ,)’ L" Shaoting Yao, Junzhao Li, Le Huang, Xing Xie,
g - "L. a-P1 p-P1 g g g
E TR »'/ff_/ ______________ O e Y e Huafeng Dong, Hui Long, >(|rlr Zhang, Fugen Wu,
i) gm 20/ o g0 Zhongfei Mu and Minru Wen
Logs | BREE

< [Pa2, 2N, and feezen

23N, and fee-ZeN
!

0 30 60 90 120
Pressure (GPa)

150

Effects of quantum size on the thermoelectric
properties of bismuth

[y ——s
£N%N - : - :
NONY ™ Changyi Wu,* Lei Sun and Jinchen Han
AAAAN, 2 =
o -
e o |
Single-atom infrared emission in doped silicon
nanocrystals
————— (n+1)p? === (e ——— :P Eang
== =it (n+1)s2 o Feilong Wang, Qiongrong Ou and Shuyu Zhang*
A0 hybridization A4 npe
np* i 3pband
ns? nge 3s band

Single-atom Emission in Si NCs

10" increase !!!

28550 | Phys. Chem. Chem. Phys., 2023, 25, 28545-28566

Emission in bulk Si

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/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Plasmon induced hot carrier generation in a
pyridine@Au20 composite

Junais Habeeb Mokkath*

Induced charge density Electric field

Interface plasmon damping in the CdszSez3/Ti,C
MXene heterostructure

Junais Habeeb Mokkath*

30

20

Cd,,Sey,/Ti, C

Photoabsorption (arb. units)

0.0 0.5 1.0 1.5 20 25 3.0 35 40 45 5.0
Energy (eV)

Carbon dioxide adsorption to UiO-66: theoretical
analysis of binding energy and NMR properties

Michiko Atsumi, Jia-Jia Zheng, Erik Tellgren,
Shigeyoshi Sakaki* and Trygve Helgaker*

Tailored mesoporous y-WO3 nanoplates: unraveling
their potential for highly sensitive NH; detection
and efficient photocatalysis

Shubham Tripathi,* Jyoti Yadav, Atul Kumar,

Raj Kamal Yadav, Pratima Chauhan,
Ravindra Kumar Rawat and Satyam Tripathi

This journal is © the Owner Societies 2023

---------- s,

YT YYY

Phys. Chem. Chem. Phys., 2023, 25, 28545-28566 | 28551


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90220j

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

(cc)

View Article Online

RESEARCH PAPERS

0.0002

The tunable anisotropic Rashba spin—orbit coupling
effect in Pb-adsorbed Janus monolayer WSeTe

0.0001 h

10.0000

Energy(eV)
&

-0.0001 03

Can Yang, Jia Li,* Xiaoli Liu and Congling Bai

-0.0002

A theoretical study of novel orthorhombic
group-IVB nitride halide monolayers for
photocatalytic overall water splitting

Jiali Wang, Jiajun Lu, Xiuwen Zhao, Guichao Hu,
Xiaobo Yuan, Siyun Qi* and Junfeng Ren*

Two-dimensional AlB4/Al;B,: high-performance
Dirac anode materials for sodium-ion batteries

Ru-Feng Zou, Xiao-Juan Ye,* Xiao-Hong Zheng,
Ran Jia and Chun-Sheng Liu*

1L lssesee 0

e, 1 8 e g

Strongly emitting, centrosymmetric, ladder-type

0s_0 NEt, 0.0 NEt, . . : !
O O bis-coumarins with crankshaft architecture
O O G. Dinesh Kumar, Yu-Chan Liao, Rashid Nazir,
O O Marzena Banasiewicz, Pi-Tai Chou* and Daniel T. Gryko*

Et,N oo Et,N 070

Aabs = 381 nm

Aem =405 nm

djﬂ =0.87

28552 | Phys. Chem. Chem. Phys., 2023, 25, 28545-28566 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/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Enantiodetermining processes in the synthesis
of alanine, serine, and isovaline

Qingli Liao, Peng Xie and Zhao Wang*

On the structure and electronic properties of Pt,
clusters: new most stable structures for n = 16-17

José Manuel Guevara-Vela, Tomas Rocha-Rinza,
Peter L. Rodriguez-Kessler* and Alvaro Mufioz-Castro*

P-doped binary Ni/Fe—N-C for enhanced oxygen
electrocatalysis performance

Hongrui Jia, Xiangshe Meng, Yan Lin, Danni Wang,
Guogiang Li* and Guoxin Zhang*

EQSR-E95R =0.84 \5,

——NiFe-NC
——— P-NiFe-NC
——— P/C——RuO,

0.6

0.9

12 15

1.8
U (V vs. RHE)
High-order harmonic generation by aligned
homonuclear diatomic cations 18 1
S 500 w =500 I
. e . . ., < 197 2 /, ' » \
Dejan B. Milosevic* and Dino Habibovi¢ g 400 NERERE AN 4 NN ! %°
2 300 0T F0 B e o 5
£ 200 205 F 200 \
£ 100 2n# E 100 03
= N T ' o . ‘
90 -45 0 45 90 23 90 -45 0 45 90 =1
0, (degrees) 0, (degrees)

This journal is © the Owner Societies 2023

Phys. Chem. Chem. Phys., 2023, 25, 28545-28566 | 28553


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

o

——300K  ——S00K  —— 1000K

1

o
Frequency (THz)

|

=

=

a0f N % -

0 MMM WWJJIM.'MWM"Wﬁ

“o 5 10 is 20
Times (ps)

Free Energy (V)

Electron transport, ferroelectric, piezoelectric and
optical properties of two-dimensional In,Tes: a
first-principles study

Yuanmao Pu, Yumin Li, Zhibin Qiu, Lang Zhou,
Chuanli Fang, Yaya Lou, Bing Lv, Jun Wei,
Wenzhong Wang and Qingping Dai*

Oxidative addition ~——— Reductive elimination

ﬂi_ e 2 DFT(w-BO7XD)

Phl..b 1.2

CASPT2

Strong electron correlation
from Cu(lll) species

461

How does multi-reference computation change the
catalysis chemistry? DFT and CASPT2 studies of
the Cu-catalysed coupling reactions between aryl
iodides and p-diketones

Nan He, Naoki Nakatani* and Masahiko Hada

Gas-phase

. v O
- \g
§0, _. -@ ® csa H,S0, WL%‘
e ® PR — @ 3

Favorable route - NS e 'y

0),-assisted
® #,0); CSA can directly participate in
+ the formation of new particles
A potential nucleation
precursor ? -
- —> Q [S7 . 5 e ®
2574,
HCl s P —ey @
(CSA-SA > SA-A)
Binding energy

CSA- can attract candidate species
from the gas phase to the water surface

Air-water interface

Significant influence of water molecules on the
SO3 + HCl reaction in the gas phase and at the
air—water interface

Yang Cheng, Chao Ding, Hui Wang, Tianlei Zhang,*
Rui Wang, Balaganesh Muthiah, Haitong Xu,
Qiang Zhang and Min Jiang

=
S S SRR
RSOSSN
NSttty

NP S

BN T OISO
et e NP St )
OSSR RO
CoOT ORI

28554 | Phys. Chem. Chem. Phys., 2023, 25, 28545-28566

Motion of nanovehicles on pristine and
vacancy-defected silicene: implications
for controlled surface motion

Mehrdad Youzi, Mohammad Kianezhad,
Mehran Vaezi and Hossein Nejat Pishkenari*

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/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

lon specific tuning of nanoparticle dispersion in an
ionic liquid: a structural, thermoelectric and
thermo-diffusive investigation

T. Fiuza, M. Sarkar, J. C. Riedl, M. Beaughon,
B. E. Torres Bautista, K. Bhattacharya, F. Cousin,
E. Barruet, G. Demouchy, J. Depeyrot, E. Dubois,

i I
- & N «n

SAXS compressibility
' e

=) ] .
" i -_—_l_..— Li* Na*
% Attraction A, < 0 .l.l. [ | | .. ®
Il K T B | ib

Li* -

igiligiin
EA* NOs
(o T4 3

Repulsion A, >0

F. Gélébart, V. Geertsen, G. Mériguet, L. Michot, —i——————— Oxid
S. Nakamae, R. Perzynski* and V. Peyre 6 , - EENERNERE Oxde
0 0.1 0.2 0.3 .l'l.l...| surface
Volume fraction of NPs in EAN
Phosphorus-centered ion—molecule reactions: Frontside attack $,2 [ Altermative”}
benchmark ab initio characterization of the Proton transfer e
potential energy surfaces of the X~ + PH,Y - ® i)
X, Y = F, CL Br, Il systems *0 mim
‘——L PYX- + H,
Boldizsar Ballay, Timea Szlcs, Déra Papp* and B M
Gabor Czako* [\ i
Core-correlation
.—,\ ’_’ ffc;l:; relativistic

Double/multiple N VQ"‘.
° ¢

inversion

bd Post-(T)
+ ZPE

Resonance-enhanced excitation and relaxation
dynamics of coherent phonons in Fe; 14Te

Ning Li, Chenhui Zhang, Weizheng Liang, Yaohua Jiang,
Xi-Xiang Zhang, Yang Mi* and Sheng-Nian Luo

N

5

ARIR,(10°)

274

o Experimental data
— Fitting

FFT intensity (a.u.)

2 4 6
Frequency (THz)
s s

0 2 4
Delay time (ps) T (K)
A kinetic study of the reactions of atomic bromine
with the trimethylbenzenes
CH3
John M. Roscoe i i oty
HiC CH3
HsC CHs

This journal is © the Owner Societies 2023

CHy

Phys. Chem. Chem. Phys., 2023, 25, 28545-28566 | 28555


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

124
>
T

Fraction released
£
T

Fod
o

Release kinetics for

various energy distributions

0.0
0.000

. . . .
0.025 0.050 0.075 0.100 0.125
Time

Release of molecules from nanocarriers

Vladimir P. Zhdanov

0001

0,000

101" C-m™)

Change of polarization
g

0006 0004 0002 0,000 0.002 0.004  0.006
Strain

200

400

-600-

0. (KAV)

800

Three-dimensional porous borocarbonitride
composed of pentagonal motifs as a
high-performance pyroelectric material

Changsheng Hou, Yiheng Shen, Jiagi Xin,
Yaguang Guo* and Qian Wang*

35
30
25
= T 1
N 7 7 —Rb,AuAu"Clg
20 PP
g [ %0/ ——Rb,Au'Au"Br,
215 ﬁf 1, 1
£ Cs AuAuTX, %‘;‘ Rb,Au'Au"T¢
= 10 o robants-o g4 430 ¢ —CszAulAumCl‘S
looteo, % RbAU'AUTX, Com
g ”‘Z’;":‘;‘: ot Cs,Au'Au" Br
T —Cs,Au'Au"
0 AR ' L ' '
0.0 0.5 1.0 2.0 25 3.0

o 1.5
Thickness (um)

A theoretical exploration of the structural feature,
mechanical, and optoelectronic properties of
Au-based halide perovskites A,Au'Au'"'Xg

(A=Rb, Cs; X=Cl, Br, )

Diwen Liu,* Huihui Zeng, Huan Peng and Rongjian Sa*

Ag(001)

favorable CO adsorption

Ag(001) Ag(001)

‘missing electrons t additional electrons ’

28556 | Phys. Chem. Chem. Phys., 2023, 25, 28545-28566

CO adsorption on MgO thin-films: formation
and interaction of surface charged defects

Raphael da Silva Alvim,* Itamar Borges Jr.,
Rita Maria Brito Alves, Rodrigo B. Capaz and
Alexandre Amaral Leitao

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/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

RESEARCH PAPERS

View Article Online

Unraveling the electronic origin of a special feature
in the triplet-minus-singlet spectra of carotenoids
in natural photosystems

Agostino Migliore,* Stefano Corni, Alessandro Agostini
and Donatella Carbonera*

S-§*

T-T*

Expt. LHCII 3Car T-S

A (nm)

700

DFT

620 640
A (nm)

660 680

Ab-initio calculations of temperature dependent
electronic structures of inorganic halide perovskite

PBE(sol)-cubic

CsPbCly

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

materials 3 PBE0-cubic B0 L%
. ., . .. % = 2o .
Milan Joci¢ and Nenad Vukmirovic* S ol - mmat
5§ . >
1p o $1‘5 ' L
........... 1.0bw - -
! 0 200 400 600
a T [K]
Variations in activation energy and nuclei size
during nucleation explain chiral symmetry breaking
A. Arango-Restrepo,* D. Barragan and J. M. Rubi D\
Z)"

(cc)

A super asymmetric cross antenna structure with
tunable dual-frequency resonances

Haiyan Xu and Jianping Wang*

This journal is © the Owner Societies 2023

6 um

2.8

im

Phys. Chem. Chem.

Phys., 2023, 25, 28545-28566 | 28557


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

—— coPbi,Br

—-—ﬁ BaCsPbl,Br

8 cspbiper— 11.60% A
CsPbo.96Bag,04l2Br - 14.07%

All-inorganic halide perov mn(

: ffect o e o4
Effect of Ba-doping 00 02 04 06 08 10 12 14

Voltage (V)

Y Mo,

. E‘-3.21‘ E=189
8 2000 @

0
CsPblBr | TiO,  Ba:CsPbiBr o’

Interfacial band offset engineering with
barium-doping towards enhanced performance
of all inorganic CsPbl,Br perovskite solar cells

Sachin R. Rondiya,* Sawanta S. Mali,* Anurag Roy,
Gajendra Kumar Inwati, Ganesh K. Rahane,
Yogesh A. Jadhav, Sunil Suresh, Tushar Debnath,
Chang Kook Hong and Nelson Y. Dzade*

—~
®
=2

~
=
~

Absorption

Cooling down to 60 °C
Rl VO the inmiaton phase.| RN
Heating up to 68 °C " pic
3.64THz Y N
A>99% s -
o8 o8 s L0
= S
H £ P
06 2ol £,
£ - ——
0 Zos <,
N i —— _quasi-BIC
" § —
| 0
754 155 156 157 78

EE N
Frequency (THz)

7274 76 78
Frequency (THz) Frequency (THz)

7.59

Terahertz absorber based on vanadium dioxide with
high sensitivity and switching capability between
ultra-wideband and ultra-narrowband

Qianli Song, Xingxin Cheng, Tao Liu, Yanyu Zhang,
Zigang Zhou,* Yongjia Yang,* Hao Chen, Bin Tang,
Jing Chen and Zao Yi*

Threshold photoelectron spectroscopy and
dissociative photoionization of benzonitrile

Jerry Kamer, Domenik Schleier, Merel Donker,
Patrick Hemberger, Andras Bodi and Jordy Bouwman*

T T T T T T T 275
0.55
427.0
0.50 |- i
i X
0451 \ 26.5 z
¥ . g
P =
E 040 ® / —=— MD data of ITC 1260 %5
50.35 i \ MD data of temperature jump 1ss g
o \ F 3
Eo030f \ 7 1aso £
- 50 3
0.25 ! ; - i a
- %/ <+ 1245
020
A L . L . M Py

2 4 6 8 10 12
Number of Nanoparticles (N)

28558 | Phys. Chem. Chem. Phys., 2023, 25, 28545-28566

Si/Ge interfacial thermal conductance enhancement
through Sn nanoparticle embedding

Ying-Guang Liu,* Heng-Xuan Li, Yu-Jun Qiu, Xin Li and
Chun-Pu Huang

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/d3cp90220j

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

(cc)

View Article Online

RESEARCH PAPERS

Mechanistic model for quantifying the effect of
impact force on mechanochemical reactivity Force Sensor

Emmanuel Nwoye, Shivaranjan Raghuraman,
Maya Costales, James Batteas and Jonathan R. Felts*

ncreasing Reactivity [N/p ]

Force control

Reaction vessel ~

Increasing Force [N]

P~
®
=
~
<o
N2

Lup Lup Ly

Nonvolatile magnetoelectric coupling in ©
two-dimensional van der Waals sandwich o TW g | f% 5

5
Lo P B
heterostructure CulnP,Sg/MnCls/CulnP,Sg R o R o i o -
model 1 model 2 model 3
Zichun Wang, Honggang Pan* and Baozeng Zhou* 10 10 L0

AE=179me’

o
i

Energy (eV)
IEnergy (eV)
Energy (eV)
& (=3

=3

==
MK, I KM

Plasma synthesis of oxygen vacancy-rich
CuO/Cu,(OH)z;NO3 heterostructure nanosheets
for boosting degradation performance

Zikun Yang, Xiangfeng Peng, Jingxuan Zheng and
Zhao Wang*

Lone-pair, electron-dominated, nonlinear optical Electric field strength
responses in sulfur clusters and electric tunability N
properties g F) é
. g *)
Quanijie Zhong* Eb | & yg
2 (3 )
5 B S0 @ O O
> Spo“se
= Q@ ey ndent ©©
9 sy e 17e-0epC

Number of atoms

This journal is © the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25, 28545-28566 | 28559


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90220j

RESEARCH PAPERS

View Article Online

Multicomponent

ABO, Phase transition SN
/ E o
\ \ :“ .-:.-

Proton conductivity .

Proton conductivity in multi-component
ABO,4-type oxides

Ashraf A.A. Elameen, Arkadiusz Dawczak,
Tadeusz Miruszewski, Maria Gazda and
Sebastian Wachowski*

Mo,B,0, MBene 00 0B OMo @™, O T™,

Rational design of 2D MBene-based bifunctional
OER/ORR dual-metal atom catalysts: a DFT study

Yiwei Mou, Yanwei Wang, Jin Wan, Guangxu Yao,
Chuanzhen Feng, Huijuan Zhang and Yu Wang*

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(001) E vs SHE (V) .
[~ anatase TiO,

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

-1 -0.53 =
Ec 032 w031 surface atomic
0 structure
1
photooxidation
2 275 254 276 ivity order:
Ey e = Ll activity order:
—_— 3 001) > (101)> (100
"E" (001) (101)  (100)  (001) (001)> (101)> (100)
= surface heterojunctions surface electronic structure facet engineering

Water effect on the band edges of anatase TiO,
surfaces: A theoretical study on charge migration
across surface heterojunctions and facet-dependent
photoactivity

Jie-Qiong Li,* Jin-Yuan Hu and Jun Cheng*

m-hole regium bonds

(=)

28560 | Phys. Chem. Chem. Phys., 2023, 25, 28545-28566

Gold() derivatives as the noncovalent interaction
donors: theoretical study of the n-hole regium
bonds

Jiajing Yan, Yanli Zeng, Lingpeng Meng, Xiaoyan Li* and
Xueying Zhang*

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/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Size dependence of optical nonlinearity for
H-capped carbon chains, H—-(C=C),—H (nh = 3-15):
analysis of its nature and prediction for long chains

Zeyu Liu,* Jiaojiao Wang, Qing Zhou, Tian Lu,* Xia Wang,
Xiufen Yan, Mengdi Zhao and Aihua Yuan*

Construction of highly active FeN;@Fe,(OH),
cluster composite sites for the oxygen reduction
reaction and the oxygen evolution reaction

Yulin Zhang, Xihao Chen, Siyu Gan, Yu Hu, Yi Tian,
Shiyu Wang, Long Chen, Junping Xiao* and Ning Wang*

Theoretical study on the superconductivity

of graphene-like TMBg (TM = Cr, Fe and Co)
monolayer and its potential anchoring and
catalytic properties for lithium—sulfur batteries

Sigi Liu, Rongfang Huang, Jianhua Hou* and Qian Duan

91 —e=— CoBg [l DME
i As- ——FeB¢ ZZ DOL
ER%2 ——CrBg
2
8561
iq-)
=54
=
o epal]
240 .E
mz T 3
wE S
w B2
14
0.

Sg LipSg LipS¢ LipS4 LipS; LixS

N-type silver ammonia-polyethyleneimine/
single-walled carbon nanotube composite
films with enhanced thermoelectric properties

Zan Li, Duo Jiang, Jiayan Gong, Yi Li, Ping Fu,
Yunfei Zhang* and Feipeng Du*

This journal is © the Owner Societies 2023

,,,,,,,, [Ag(NH,),|*

--------- + mmm—————— - PEI
Ultrasonic Magnetic

treatment irri i
stirring 9 & 0 WS Ag particle

SWCNTs
(b) ©

'IIH[HH'MWHWIIIHH\‘HII]HHWII]HHIMHH
Gm 1 2 3 a 5 |

Phys. Chem. Chem. Phys., 2023, 25, 28545-28566 | 28561


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

MooH' cD-MoF

Weigh W)

Decrease combustible

«/ Green synthesis process v/ Easier-to-release K* /a8 concentration

\/ Better migration resistance

Inhibit flame for static NC
v ;
combustion

Enhancing propellant performance through
intermolecular interactions: cyclodextrin-based
MOF loading in nitrocellulose

Wenijia Li, Yuangi Gan, Yu Li, Shiying Li, Jinghao Liang,
Wenhao Fan, Zichun Yu, Yichang Li, Yajun Ding,*
Zhongliang Xiao and Jie Zhou*

x
g
by
=
>

Deflection(nm)

®
=3

~

=

-
%

w o o
S & S

o

2 B3 4

0.5 1.0 15
Distance(um)

p
=

S

g
A)

Current(p.

The synergistic effect of trap deactivation and
hysteresis suppression at grain boundaries in
perovskite interfaces via multifunctional groups

Fei Wang, Xiaohu Ma, Wei Huang, Jun Han, Dandan Luo,
Chong Jia and Yiging Chen*

Penta-SiCN monolayer as a well-balanced
performance anode material for Li-ion batteries

Xiao-Juan Ye, Xiao-Han Wang, Hong-Bao Cao,
Zheng Lu and Chun-Sheng Liu*

28562 | Phys. Chem. Chem. Phys., 2023, 25, 28545-28566

Orientational dynamics in supercooled glycerol
computed from MD simulations: self and cross

contributions

Marceau Henot,* Pierre-Michel Déjardin and

Francois Ladieu

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/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Two-dimensional InTeClO3: an ultrawide-bandgap
material with potential application in a deep
ultraviolet photodetector

Meiyang Yu, Fumin Zhang, Wenjiang Gao, Huimin Shen,

Lili Kang,* Lin Ju* and Huabing Yin*

Bandgap E, (eV)

&
o

=
o0

S
IS

&
N

-

(4
=)

#.54

Deep UV photodetector

[

Drain

o -3
@ ‘%i ‘k@
Central Scattering Region

Source

lonizing radiation induces cross-linking of two
noncovalently bound collagen mimetic peptide
triple helices in the absence of a molecular
environment

Marwa Abdelmouleh, Muhamed Amin, Mathieu Lalande,

Thomas Schlatholter and Jean-Christophe Poully*

Cross-linking

Confinement-induced nonlocality and casimir
force in transdimensional systems

Igor V. Bondarev,* Michael D. Pugh,
Pablo Rodriguez-Lopez, Lilia M. Woods and
Mauro Antezza

N
(]

n
o

Attraction Force (/ic)
S o

(3.

Casimir

- Lifshitz

Attraction force reduction due to

‘

0.4

0.6 0.8 1.0
I (um)

Using singular value decomposition to analyze
drug/p-cyclodextrin mixtures: insights from X-ray
powder diffraction patterns

Kanji Hasegawa, Satoru Goto,* Chihiro Tsunoda,
Chihiro Kuroda, Yuta Okumura, Ryosuke Hiroshige,
Ayako Wada-Hirai, Shota Shimizu, Hideshi
Yokoyama and Tomohiro Tsuchida

This journal is © the Owner Societies 2023

nencity! ops

.gD_AUV!ll'!ﬂJ

A AL

\«.... ————

FAM :CD

| 1:0
R

'ﬁ;S\ID

ol

¢

- -~

‘1
-1
12

VT N 0:1

R LY

s

Phys. Chem. Chem. Phys., 2023, 25, 28545-28566 | 28563

28 idegree

|
5


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

0.8 4 Cmem-HSLa @ 300 GPa

F(w)
0.7 1 Haw)
0.6 | I PhDOS_H1 o
~ [ PhDOS_H2
§0~5 I phoOS_S
5044 PhDOS_La (*] )
0.3

0.2 1 7=23.6K

-10 0 10 20 30 40 50 60 70 80 90 100
Frequency (THz)

First-principles study of the structures and
superconductivity of H-S—La systems under
high pressure

Yin L. Xu, Yang M. Chen,* Xiao Z. Yan,* Yi B. Huang,
Xing Z. Zhou, Quan X. Wu, Xiao W. Sheng and
Fang G. Kuang

PT-modified strand . &
soo Fal
ot
5-NCG,,GCC-3'
s

i
5-NCG, ,AAC-3

o5

ito s o o Complementary strand s
5 " ol e
¥ I s S
Lo g, b ot
o 3NGECEGS
3 -

3"-NGCTTG-5”

Understanding base and backbone contributions of
phosphorothioate DNA for molecular recognition
with SBD proteins

Jiayi Li, Shenggan Luo, Xingyu Ouyang, Geng Wu,
Zixin Deng, Xinyi He and Yi-Lei Zhao*

—

)

S
1

®
S
1

'S
=3
1

)
S
1

Integral Intensity @150°C (%)
)
1

o
1

T T T T
4 6 8 10 12 14 16 18
Vickers Hardness (GPa)

Quantifying rigidity for thermally stable Cr**
phosphors

Shaojian Xu, Jiahao Feng, Daidi Zhang, Bigian Zhang,
Dawei Wen,* Mingmei Wu* and Junhao Li

00

yalf <= 7lf <=

28564 | Phys. Chem. Chem. Phys., 2023, 25, 28545-28566

Size effect on Debye temperature of metal crystals

Xiaobao Jiang,* Hongchao Sheng and Beibei Xiao

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/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Design and analysis of a 2D grapheneplus
(G+)-based gas sensor for the detection of
multiple organic gases

Danfeng Qin, Tong Chen,* Luzhen Xie, Ning Yang,
Cheng Luo and Guanghui Zhou

1(uA)

G+

—o— NG+
40}~ BG+

0
00 0.1 02 03 04

,(W)

0.5

Effects of donor and acceptor substituents on the
photophysics of 4-ethynyl-2,1,3-benzothiadiazole
derivatives

Asit Kumar Pradhan, Manaswini Ray,
Venkatakrishnan Parthasarathy* and
Ashok Kumar Mishra*

N'S‘N
push-pu N{

pull-pull ———=—

rrelation time 8" (ns)
a5 b £

Rotational cor

ON OFF

Viscosity (mPa.s)
s 3023 ure

One-step construction of hexagonal WO3 nano-
shuttles with enhanced lithium storage
performance

Fangyuan Dong, Xuelu Dong, Chonggang Fu,*
Shuo Tao, Haibo Li, Suyuan Zeng* and Lei Wang*

Capacity (mAh ')

G 50 100 150 200 250
Cycle number

8 588
Coulombic efficiency (%)

S

Capacity (nAhg")

g

8

g

T 2 % 4 %0
Cycle number

Radicals from tributyl phosphate decomposition:
a combined electron paramagnetic resonance
spectroscopic and computational chemistry
investigation

Ilya S. Sosulin, Delaney H. Ryan and
Aliaksandra Lisouskaya*

This journal is © the Owner Societies 2023

Nitric acid

Phys. Chem. Chem. Phys., 2023, 25, 28545-28566 | 28565



http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90220j

Open Access Article. Published on 01 November 2023. Downloaded on 12/4/2025 3:03:41 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

[{ec

View Article Online

RESEARCH PAPERS

A tunable wide-angle narrowband perfect absorber
Tacident light (TM) § based on an optical cavity containing hyperbolic
metamaterials

Zhenlong Xie, Xu Zhu, Yijing Deng and Yihang Chen*

=

5

|3

H =

. =
_—

o ke
1.25 13 135 14 145 15
‘Wavelength(pum)

28566 | Phys. Chem. Chem. Phys., 2023, 25, 28545-28566 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/d3cp90220j



