Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 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 26(10) 7933-8560 (2024)

Cover

See Dominik Lungerich
et al., pp. 8051-8061.
Image reproduced by
permission of Dominik
Lungerich from

Phys. Chem. Chem. Phys.,
2024, 26, 8051.

TUTORIAL REVIEW

Inside cover

See Valentine I. Vullev

et al., pp. 8062-8076.
Image reproduced

by permission of
Valentine |. Vullev from
Phys. Chem. Chem. Phys.,
2024, 26, 8062.

Density functional theory methods applied to
homogeneous and heterogeneous catalysis:
a short review and a practical user guide

Valeria Butera

PERSPECTIVES

Design of
New Catalysts

The dawn of hydrogen and halogen bonds and
their crucial role in collisional processes probing
long-range intermolecular interactions

David Cappelletti,* Stefano Falcinelli and Fernando Pirani

This journal is © the Owner Societies 2024

HB

Phys. Chem. Chem. Phys., 2024, 26, 7935-7949 | 7935


http://rsc.li/pccp
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90051k
https://pubs.rsc.org/en/journals/journal/CP
https://pubs.rsc.org/en/journals/journal/CP?issueid=CP026010

Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 AM.

{cc) X This aticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

View Article Online

#® ROYAL SOCIETY
PN OF CHEMISTRY

Royal Society of Chemistry
approved training courses

Explore your options.
Develop your skills.

Discover learning
that suits you.

Courses in the classroom,
the lab, or online

Find something for every
stage of your professional
development. Search our
database by:

* subject area
* location
* event type

* skill level

Members get at least 10% off

Visit rsc.li/cpd-training

Registered charity number: 207890


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90051k

Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

PERSPECTIVES

View Article Online

Stacking engineering in layered homostructures:
transitioning from 2D to 3D architectures

Jiamin Wang, Fang Cheng, Yan Sun,* Hai Xu* and
Liang Cao*

Perspective on Coupled-cluster Theory. The
evolution toward simplicity in quantum chemistry

Rodney J. Bartlett

COMMUNICATIONS

LIXLY AR

T,2 Terms in CCD

Q"EXO LV L0 QY

Oxidative cage opening in the C,q fullerene
facilitated by preceding trifluoromethylation

Sofia V. Gracheva, Nadezhda B. Tamm,
Konstantin A. Lyssenko, Ilya N. loffe,
Natalia S. Lukonina* and Alexey A. Goryunkov

C70(CF3)s(0)02

10-member ring

Ce90(CF3)sO

Matrix effects on the magnetic properties
of a molecular spin triangle embedded in a
polymeric film

Lorenzo Tesi,* Athanassios K. Boudalis,* Katja Drerup,
Mario Ruben and Joris van Slageren

This journal is © the Owner Societies 2024

=—=Powder

=—Polymer film ‘
J 300 400 500 600 700 800 900
B/mT

Phys. Chem. Chem. Phys., 2024, 26, 7935-7949 | 7937


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90051k

Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

M = Fe, Co, Ni,
Cu, Zn, Pd, Pt

fl
-’.'é‘m

80 keV 80 keV
e-beam e-beam

—»—»

single metal atoms

B
3

metal

cluster

Electron beam-induced demetallation of Fe, Co, Ni,
Cu, Zn, Pd, and Pt metalloporphyrins: insights
in e-beam chemistry and metal cluster formations

Jongseong Park, Sol Lee, Orein Francis Jafter,
Jinwoo Cheon and Dominik Lungerich*

Poly(dimethylsiloxane) as a room-temperature solid
solvent for photophysics and photochemistry

John A. Clark, Samantha Robinson, Eli M. Espinoza,
Duoduo Bao, James B. Derr, Luca Croft, Omar O'Mari,
William H. Grover and Valentine I. Vullev*

90

80

Iy (nm)

60

50

70+

T
B MS model
4 TWLC model

40
270

330

Influence of temperature on bend, twist and
twist—bend coupling of dsDNA

Zihao Zhang, Xuankang Mou, Yahong Zhang, Linli He
and Shiben Li*

7938 | Phys. Chem. Chem. Phys., 2024, 26, 7935-7949

Breaking the plane: BsHs is a three-dimensional
structure

Gerardo Hernandez-Juarez, Jorge Barroso,
Alejandro Vasquez-Espinal, Filiberto Ortiz-Chi,
William Tiznado, Fernando Murillo* and Gabriel Merino*

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/d4cp90051k

Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Axial—equatorial equilibrium in substituted cyclo-
hexanes: a DFT perspective on a small but complex
problem

Hanwei Li, Eric Brémond, Juan Carlos Sancho-Garcia,
Angel José Pérez-Jiménez, Giovanni Scalmani,
Michael J. Frisch and Carlo Adamo*

Theoretical investigation of multi-spin excited
states of anthracene radical-linked n-conjugated
spin systems by computational chemistry

Ken Kato* and Yoshio Teki*

Jpo <0

Q

\Emg : 3(’1)(3 »\Em\) = 3"1)(3

D
2[3An*

Tpo>0
D

Q

_3R]* J[SAn*_ZR]*

4| calculated by DFT

Coupling (Jp)

X VN
linker

»

0 5 10 15 20 25 30 35 40 45

r/A

Spodium bonding with noble gas atoms

Farnaz Yashmin, Lakhya J. Mazumder,
Pankaz K. Sharma* and Ankur K. Guha*

‘M=Zn,Cd ()

‘ Ng =Ar, Kr, Xe

Investigation on the mechanical integrity of a
PEO-based polymer electrolyte in all-solid-state
lithium batteries

Qinghua Yang, Detao Kong, Liang Fu, Yaolong He* and
Hongjiu Hu

This journal is © the Owner Societies 2024

esion test ]

[ Electrochemical-mechanical c....,.li..g]

PEO,,

[ Adhe

LiTFSI Lithium metal

PEO,-LITFST

Phys. Chem. Chem. Phys., 2024, 26, 7935-7949 | 7939


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90051k

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 AM.

(cc)

View Article Online

RESEARCH PAPERS

Enthalpies and entropies of hydration from Monte
Carlo simulations

William L. Jorgensen

Monitoring the response of a model protocell to
dye and surfactant molecules through second
harmonic generation and fluorescence imaging

Bifei Li, Jianhui Li, Shujiao Chen, Qunhui Yuan,*
Chao Fang* and Wei Gan*

: Molecular interaction with =
oo 500 1000 1500 2000 2500 ,! 0 500 1000 1500 2000 2500
Time (5) model protocell Time (5)

TPF Imaging SHG Imaging

Photo-excited charge transfer from adamantane
& Wa te r to electronic bound states in water

Xiangfei Wang, Pascal Krause, Thorren Kirschbaum,
Karol Palczynski, Joachim Dzubiella* and Annika Bande*

The confined surface C,N/Pt(111) as a highly

feom ool efficient catalyst for CO oxidation
~A0§§"(;nélv P 8 o 800 ' Oi @

Yiqun Guo, Yongdao Chen and Xiangmei Duan*

7940 | Phys. Chem. Chem. Phys., 2024, 26, 7935-7949 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/d4cp90051k

Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Prediction of intrinsic room-temperature
ferromagnetism in two-dimensional CrinX;
(X =S, Se, Te) monolayers

Yunfei Zhang, Shuo Zhang, Minghao Jia, Tian Wang,
Lixiu Guan* and Junguang Tao*

0.0
100 200 300 400 500 600 700 800/
emperature (K =

W W/ \ "4 -/

Differentiating a-moganite, silanol and a-quartz
by Raman spectroscopy

Yasumoto Tsukada,* Patrick Schmidt and
Stephen A. Bowden

Moganite
W

lcm

Flint

w

1Tm

A a-moganite
‘ 100%
=
Silanol

464cm™  501cm™ 464cm™  501cm™

Charge transfer excitons and directional
fluorescence of in-plane lateral MoSe,—WSe,
heterostructures

Ning Li, Na Zhang, Jingang Wang and Mengtao Sun*

37s0x10%

Conformational preference of dipeptide zwitterions

in aqueous solvents

Francisco Adasme-Carrefio,* Alvaro Ochoa-Calle,*
Marcelo Galvan and Joel Ireta*

This journal is © the Owner Societies 2024

Phys. Chem. Chem. Phys., 2024, 26, 7935-7949 | 7941


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90051k

Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Ve \\
»m --m

\

o-¢

Composition design and optimization of
Fe—C—-Mn-Al steel based on machine learning

Hong Cheng, Zhongping He,* Meiling Ge, Lun Che,
Kaiyuan Zheng, Tianyu Si and Feng Zhao*

o MD0.005
===+ Theory 0.005
o o/ o MDO0.05

8 019 0 v i gnc s ISR

] Wﬂ%ﬁﬂ%é"%@%ﬂom@a —- Theory 0.05
) . .| o wmpo1

5 0.14 - i —— Theory 0.1
Z %Mﬂ it

Symmetry constraints on the orientation
dependence of high-order elastic constants
for the hexagonal boron nitride monolayer

Dong-Jian Yang, Peng Wei and Jin-Wu Jiang*

dynamic s, ity

90 charge transfer @ La
8 +
“orbital hybridization @ Th

N

25 50 75 100
Pressure (GPa)

High-temperature superconductivities and crucial
factors influencing the stability of LaThH;, under
moderate pressures

Pengye Liu, Wendi Zhao, Zhao Liu,* Yilong Pan,
Defang Duan and Tian Cui*

Linear wave T

i e,

% L
gold * 4
polyimide ¢
I vo.

7942 | Phys. Chem. Chem. Phys., 2024, 26, 7935-7949

Realization of multifunctional transformation
based on the vanadium dioxide-assisted
metamaterial structure

Xuehui Weng, Dexian Yan,* Yu Qiu, Xiangjun Li,
Le Zhang and Jining Li

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/d4cp90051k

Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Production and transport of plasma-generated
hydrogen peroxide from gas to liquid

Steffen Schuttler, Anna Lena Schone, Emanuel Jel3,
Andrew R. Gibson and Judith Golda

s 2.5 r 4
£ ]
5 3 F '
® 1.5 - >
5 ] Lo, 3
c ] L 2 2
3 1.0 4 E e
s 7 Q
o 1 ¥ data E1 T
S 057 g model
T

0.0 1 , — 0

0 1 2 3 4

gas flow / sim

A quantum-chemical insight into SOMO-HOMO

conversion in phosphorus—boron cation radicals ahas SOMO-HOMO Conversion
Li Zhang, Hongbo Li, Yanbin Zhu and Shoufeng Zhang* : p
E ;- SuMo
HOMO} |~ HOMO,
sowo
How space-charge behaviour at grain boundaries in > frozen-in
electroceramic oxides is modified by two restricted T 06F surface exchange
equilibria c frozen-in
q % 0.5F cation migration
o
A. L. Usler,* F. Ketter and R. A. De Souza o 04 ~
&0
o R R gl electrical
S 03 _ﬁ imaging
o & . measurements
g techniques
g 1 1 1 1 1 1 1
0 400 600 800 1000 1200 1400 1600
temperature/K
Mutltifunctional dual-interface layer enables E. > ! >
.. . - [}
efficient and stable inverted perovskite solar cells < 3, ~ | -
. S 2 E A :S\ N
Chaofeng Wang, Yi Guo, Shuang Liu, Jiajia Huang, st Conot 18.06% > | AE=0.18 5
Xiaohui Liu, Jing Zhang, Ziyang Hu, Yuejin Zhu and E oncer 2020 g e
Like Huang* B0} o PEN-BRR3-PYAI (2207%) 1 b )
e ‘ E '
S 5r ] \:
Perovskite ! PCBM
0 +3-PyAl  N—

This journal is © the Owner Societies 2024

0.0

02 04 06 08
Voltage (V)

Phys. Chem. Chem. Phys., 2024, 26, 7935-7949 | 7943


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90051k

Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Photoelectron kinetic energy (eV)

y &
1A, e Excited states PPN
1 Y
Bz A &Q'Q / §
]° N,
o N
<9
n‘.w
IA] Ground state f’a

Insights into ultrafast decay dynamics of
electronically excited pyridine-N-oxide

Baihui Feng, Wenping Wu, Shuaikang Yang, Zhigang He,
Benjie Fang, Dongyuan Yang,* Guorong Wu* and
Xueming Yang

NiMnTa Ni17:Cug2sMnTa
P vm" N ‘
Ni Ni Mn |
~ Mn — Ni Ni Ni
Cu substitutes Mn
Ni Ni 1)
[ SRV | ]

Covalent Metallic bonding:4

Martensitic phase transition: + , Ductilty:4
o

Simultaneous improvement of martensitic phase
transition and ductility in Cu-doped and/or alloyed
all-d-metal Ni;MnTa Heusler compounds

Guijiang Li,* Lei Xu and Zhenhua Cao

Formation Energy (eV/f.u.)
L b o o o
N b o B N

|
=
W

Predictions of delafossite-hosted honeycomb
and kagome phases

Jaron T. Krogel, Tomohiro Ichibha, Kayahan Saritas,
Mina Yoon and Fernando A. Reboredo*

7944 | Phys. Chem. Chem. Phys., 2024, 26, 7935-7949

Silica nanoparticles and kaolin clay decorated
with VO?* in aerobic oxidative destruction of BTEX
contaminants

Pegah Mohammadpour, Elnam Safaei* and
Constantinos D. Zeinalipour-Yazdi

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/d4cp90051k

Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Kinetic study of the CN + C,H¢ hydrogen
abstraction reaction based on an analytical
potential energy surface

Joaquin Espinosa-Garcia* and Somnath Bhowmick*

o 200 a00 600 800 1000

A DFT study of CO, electroreduction catalyzed by
hexagonal boron-nitride nanosheets with vacancy
defects

Dusan N. Sredojevi¢,* lvana Vukoje, Dorde Trpkov and
Edward N. Brothers

Q9

e

L% & formicacid
<
-
sl methanol

Synergetic interfacial conductivity modulation
dictating hysteresis evolution in perovskite solar
cells under operation

Rana Yekani, Han Wang, Stephanie Bessette,
Raynald Gauvin and George Demopoulos*

Planar PSC

Scaffold-Based PSC

( Deteriorated FF under slow scan ( Sustaining FF under slow scan
Improved FF under light soaking Deteriorated FF under light soaking

Group-IlIA element doped BaSnS; as a high
efficiency absorber for intermediate band
solar cell from a first-principles insight

Yang Xue, Changqing Lin, Jiancheng Zhong,
Dan Huang* and Clas Persson*

This journal is © the Owner Societies 2024

Phys. Chem. Chem. Phys., 2024, 26, 7935-7949 | 7945


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90051k

Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

View Article Online

RESEARCH PAPERS

Variational quantum eigensolver for closed-shell
molecules with nhon-bosonic corrections

jor —x—— =~
S % = Eg Kyungmin Kim, Sumin Lim, Kyujin Shin,* Gwonhak Lee,
i 8 Yousung Jung, Woomin Kyoung, June-Koo Kevin Rhee*
N & and Young Min Rhee*
ic — -
Zi)-% =
T I 4 R

Mode conversion Modal transmission

Phonon dynamic behaviors induced by amorphous
layers at heterointerfaces

e — Quanjie Wang, Jie Zhang, Yucheng Xiong, Shouhang Li,

Amorpigus ayer Vladimir Chernysh and Xiangjun Liu*
—= AN [ Gan y 9
Phonon interference \ Annealing optimization

T oot
ITC (MWmZK")
& 8
—
§
§

Cyclic ion mobility of doped [MAu,,L15]%~
superatoms and their fragments (M = Ni, Pd and Pt;

721.5 A% 723.3A? 724.9 A? ‘

L = alkynyl)
CID \ Frank Hennrich, Shun Ito, Patrick Weis,
‘ Marco Neumaier, Shinjiro Takano, Tatsuya
Tsukuda and Manfred M. Kappes*
Precursor Fragment
Noa ——
NiAu24 PdAu24 PtAu24 PtAu24 - 10L

[Ag(Sno—Sno)I®~ and [(n*-Sng)Ag(n*-Sny)l”~, as
aggregates of spherical aromatic building blocks.
Persistence of aromaticity upon cluster gathering

Peter L. Rodriguez-Kessler and Alvaro Murioz-Castro*

7946 | Phys. Chem. Chem. Phys., 2024, 26, 7935-7949 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/d4cp90051k

Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Graphyne-based 3D porous structure and its
sandwich-type graphene structure for alkali metal
ion battery anode materials

Haidong Liu, Xiaowei Li,* Haotian Chen, Jin Chen and
Zixun Shi

3D Porous Graphyne graphene/PGY/graphene

P | ——

® High theoretical specific capacities
® Small open-circuit voltage

Li-ion intercalation-driven control of
two-dimensional magnetism in van der Waals
FePS; bilayers

Dong Chen,* Chunlei Wang and Chengxiao Peng

Self-assembly mechanism, physicochemical

analyses and application performance investigations

of branched alkyl glycosides with alcohol ether
carboxylic acids of varied epoxide numbers

Yukai Wang, Zhihui Zhang, Liang Bai,* Xiuquan Yang,*
Yungin Qi, Jiahao Li, Yuan Zhou, Zhiyu Wu and Ziyu Qin

Thermal controlled multi-functional metasurface
for freely switching of absorption, reflection, and
transmission

Zhipeng Ding, Wei Su,* Lipengan Ye, Yuanhang Zhou,
Wenlong Li, Jianfei Zou, Bin Tang and Hongbing Yao*

This journal is © the Owner Societies 2024

THz wave

Absorption

mode Reflection

mode

Transmisﬁn '

mode

Phys. Chem. Chem. Phys., 2024, 26, 7935-7949 | 7947


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90051k

Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Sn

B=

() §BA=CH3(CH2)3NH3+ g

P4 MA=CH3NH3* ¢ |
: OonN

-
Lz
el LI :
Qx| 4t 0

Pb

B

012345012345012343%5

Contrasting the stability, octahedral distortions,
and optoelectronic properties of 3D MABX5 and
2D (BA)>(MA)B,X; (B = Ge, Sn, Pb; X = Cl, Br, )
perovskites

Jodo G. Danelon, Ramiro M. Santos, Alexandre C. Dias,
Juarez L. F. Da Silva and Matheus P. Lima*

B=Ge,Sn,Pb X=CLBrl Energy (eV) Energy (eV) Energy (eV)
Trajectory Oscillatory motion Self-propelled motion controlled by ionic liquids

(IL conc.: 7mM IL)
Ionic liquid (IL) - Without reciprocation

of a camphor disk

v . %
/ -
TFA™*H,N, : {
NN -\ 20
== el
% g £ 0
€ 0 5 10 15 20
With reciprocation 2
i L 940
i) S
TFA“*H R : :
AN . °G 5 10 15 20
=" 20mm Time / min

Er Hua,* Jun Gao, Yu Xu, Muneyuki Matsuo and
Satoshi Nakata*

]Sc Ti V Cr Mn Fe Co Ni

Y Zr Nb Mo Ru Rh Pd

W Re Os Ir Pt

Design of high performance nitrogen reduction
electrocatalysts by doping defective
polyoxometalate with a single atom promoter

Linghui Lin, Ruijie Ma, Rong Jiang* and Sen Lin*

BS. % Waelie stage

S
Delay time (p9)

7948 | Phys. Chem. Chem. Phys., 2024, 26, 7935-7949

Nonequilibrium electron—phonon coupling across
the interfaces between Al nanofilm and GaN

Jiao Chen, Wenlong Bao, Zhaoliang Wang,* Ke Xu and
Dawei Tang

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/d4cp90051k

Open Access Article. Published on 06 March 2024. Downloaded on 6/16/2026 4:11:34 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

[{ec

RESEARCH PAPERS

View Article Online

Electronic structure and magnetothermal properties
of two-dimensional ScCl

Hao-Jia Wu, Dan Wang, Hua-Yun Geng and
Xiang-Rong Chen*

Majority spin q
Minerity spin B

Majority spin

Change the size of

monolayer ScCl magnetothermal properties

Oxidative stress induced conformational changes
of human serum albumin

Debdip Brahma, Akshay Narayan Sarangi, Rupal Kaushik
and Amar Nath Gupta*

A strategy for boosting photovoltaic performance

type-1

based on a two-dimensional ZrSSe/HfSSe van der LEE | N T S T T
Waals heterostructure e B oo o S2ringRegion . R
hththt T 0000000000
. . ) Interface 40
Keying Han, Defeng Guo,* Yuxin Han, Pei Zhao, HESe ZI5S¢ ok
Yan Liang* and Qiang Wang* ___upell e Pb I e
£EE L e cam ;i 0} o
—’im
brvem |
e T % 1 elay  ° 4
ph
Temperature-dependent decomposition of the
CL-20/MTNP cocrystal after phase separation
’ ’ V CL-20
Fang ang, Zongwei Yang, Qian Yu, Zhongplng Liu, A I v vee l "
Gang Li, Chuande Zhao* and Yong Tian* =p | bi I " ] MTNP
'vb - ﬂ: —ﬂi Hydrogen
e — e08 bond
N,+CO,+#NO+... N,+CO,#+NO+...

This journal is © the Owner Societies 2024

Phys. Chem. Chem. Phys., 2024, 26, 7935-7949 | 7949


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90051k



