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Sergio Abbate and Giovanna Longhi*

22711

Electrostatic gating dependent multiple band
alignments in ferroelectric VS2/Ga2O3 van der
Waals heterostructures

Yunlai Zhu, Zihan Qu, Xiaoteng Wang, Jishun Zhang,
Zuheng Wu, Zuyu Xu, Fei Yang, Jun Wang and
Yuehua Dai*

22719

NMR chemical shift of confined 129Xe: coordination
number, paramagnetic channels and molecular
dynamics in a cryptophane-A biosensor

Perttu Hilla* and Juha Vaara*

22734

Infrared spectrum of the 1-cyanoadamantane
cation: evidence of hydrogen transfer and
cage-opening upon ionization

Peter Theodore Rubli and Otto Dopfer*

22548 | Phys. Chem. Chem. Phys., 2023, 25, 22543–22562 This journal is the Owner Societies 2023

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 3

0 
A

ug
us

t 2
02

3.
 D

ow
nl

oa
de

d 
on

 3
/2

6/
20

26
 1

1:
58

:0
0 

PM
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.
View Article Online

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90183a


RESEARCH PAPERS

22744

The impact of non-adiabatic effects on reaction
dynamics: a study based on the adiabatic and non-
adiabatic potential energy surfaces of CaH2

+

Di He,* Wentao Li, Quanjiang Li, Shenghui Chen,
Li Wang, Yanli Liu and Meishan Wang*

22755

C–H functionalization of quinoline N-oxides
catalyzed by Pd(II) complexes: a computational
study

Paulo J. Costa, Frederico F. Martins, Chao Pi, Xiuling Cui
and Maria José Calhorda*
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Min Zhou, Xin Yang, Xianghui Meng, Bing Zhang and
Zhongxiang Zhou*

22900

Electronic structure and optical properties of the
Ag3SbS3 crystal: experimental and DFT studies

M. Ya. Rudysh,* G. L. Myronchuk, A. O. Fedorchuk,
O. V. Marchuk, V. M. Kordan, O. P. Kohan,
D. B. Myronchuk and O. V. Smitiukh
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22913

Hydrophobic dye solubilization via hybrid imogolite
nanotubes probed using second harmonic
scattering

Ali Dhaini, Fadwa Alfadel Raad, Antoine Thill,
Benedicte Prelot, Gaelle Martin-Gassin and
Pierre-Marie Gassin*

22920

A novel phase of superionic conductor b0-Na3PS4

with a large band gap and a low migration barrier

Xiaofeng Zhang, Luo Yan, Qiaoqiao Li, Yongqi Zhang*
and Liujiang Zhou*

22927

An effective approximation of Coriolis coupling in
reactive scattering: application to the time-
dependent wave packet calculations

Hanghang Chen, Bayaer Buren, Zijiang Yang and
Maodu Chen*

22941

Comprehensive analysis unveils altered binding
kinetics of 5-/6-methylCytosine/adenine
modifications in R2R3-DNA system

Qihang Wang, Song Luo, Danyang Xiong, Xiaole Xu,
Lizhi Wang* and Lili Duan*
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Simulation of conformality of ALD growth inside
lateral channels: comparison between a
diffusion–reaction model and a ballistic
transport–reaction model

Jänis Järvilehto,* Jorge A. Velasco, Jihong Yim,
Christine Gonsalves and Riikka L. Puurunen*

22965

Glucose exchange parameters in a subset of
physiological conditions

J. Mareš,* J. Karjalainen, P. Håkansson, S. Michaeli and
T. Liimatainen

22979

The polarized electric field of CdTe/B4C3

heterostructure efficiently promotes its
photocatalytic overall water splitting

Minglei Jia, Fengzhu Ren,* Wenna Han, Pengyu Liu,
Chao Jin, Xuefeng Chen, Chengxiao Peng and
Bing Wang

22989

Enhanced stability of triple-halide perovskites
CsPbI3�x�yBrxCly (x and y = 0–0.024):
understanding the role of Cl doping
from ab initio calculations

Anu Bala* and Vijay Kumar
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23001

Piezoelectric manipulation of spin–orbit coupling in
a Wurtzite heterostructure

Gongwei Hu,* Fobao Huang and Jun-Feng Liu*

23012

Stabilizing tetramethylammonium lead iodide
perovskite and exploring its electronic and optical
absorption for solar cell absorber application

Ridwan O. Agbaoye,* Paul O. Adebambo,
Stephane Kenmoe and Gboyega A. Adebayo*

23024

Phase transition of titanium dioxide based on
quantum dynamics

Bing Zhang, Shengbin Chen, Yang Yang, Rui Luo,
Yuangu Xia, Xiaogang Wang, Qiang Lu and Bin Hu*

23033

Controlled Ni doping on a g-C3N4/CuWO4

photocatalyst for improved hydrogen evolution

Purashri Basyach, Jyotirmoy Deb, Saddam Sk,
Ujjwal Pal,* Madhulekha Gogoi, G. Narahari Sastry and
Lakshi Saikia*
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23047

Elucidation of the mechanism of melamine
adsorption on Pt(111) surface via density functional
theory calculations

Kohei Tada,* Shin-ichi Yamazaki, Masafumi Asahi and
Tsutomu Ioroi

23058

The effects of defects on the transport mechanisms
of lithium ions in organic ionic plastic crystals

Hyungshick Park, Chung Bin Park and Bong June Sung*

23069

Semi-supervised generative approach to chemical
disorder: application to point-defect formation in
uranium–plutonium mixed oxides

Maciej J. Karcz,* Luca Messina,* Eiji Kawasaki,
Serenah Rajaonson, Didier Bathellier, Maylise Nastar,
Thomas Schuler and Emeric Bourasseau

23081

Mechanism of the interaction of toxic SOD1 fibrils
with two potent polyphenols: curcumin and
quercetin

Shilpa Sharma, Vijay Raj Tomar and Shashank Deep*
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23092

Light-responsive organic polaritons from first
principles

Xiongwei Guo, Xinlu Cheng* and Hong Zhang

23100

The influence of force fields on the structure and
dynamics of water confined in ZIF-8 from atomistic
simulations

Jing Wang and Shi-Jie Xie*

23111

Increase in anionic Fe3O4 nanoparticle-induced
membrane poration and vesicle deformation due to
membrane potential – an experimental study

Md. Moniruzzaman, Mohammad Abu Sayem Karal,*
Md. Abdul Wadud and Md. Mamun Or Rashid

23125

A MXene–BiFeO3–ZnO nanocomposite
photocatalyst served as a high-performance
supercapacitor electrode

Riya Nag, Sayan Das, Debu Das, Adyam Venimadhav and
Abhijit Bera*
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23133

Functionalized two-dimensional iron boride
compounds as novel electrode materials in Li-ion
batteries

Yu Liu, Haiyan Wang,* Yiwen Fu, Dan Li, Mengjie Wei,
Qinghua Wu and Qianku Hu*

23141

Refractive index dispersion measurement in the
short-wave infrared range using synthetic phase
microscopy

Melisa Nyakuchena, Cory Juntunen, Peter Shea and
Yongjin Sung*

23150

Glass-based LED system for indoor horticulture:
enhanced plant growth through Sm3+ and Tm3+

co-doped luminescent glasses

Utku Ekim, Emre İlter, Emirhan Özan, Yusuf Temürhan,
Miray Çelikbilek Ersundu* and Ali Erçin Ersundu*

23164

The correlation between the micelle morphology of
surface-active ionic liquids with self-assembly and
thermodynamic characteristics: coarse-grained MD
simulation and experiment

Hajar Fallah-Totkar, Ahmad Bagheri* and Mina Maddah
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23177

Exploring the local work function of metallic
materials at the nanoscale: the influence of
neighboring phases

Wenjie Zhou, Chaofang Dong,* Dihao Chen,
Li Wang, Xuequn Cheng and Xiaogang Li

23187

The simplest Criegee intermediate CH2OO reaction
with dimethylamine and trimethylamine: kinetics
and atmospheric implications

Yang Chen, Licheng Zhong, Siyue Liu, Haotian Jiang,
Jiayu Shi, Yuqi Jin, Xueming Yang and Wenrui Dong*

23197

Reductant-dependent DNA-templated silver
nanoparticle formation kinetics

Zi-Yang Yang, Wen-Yan Jiang and Shi-Yong Ran*

23207

Theoretical exploration of the bromine substitution
effect and hydrostatic pressure responsive
mechanism for room temperature phosphorescence

Qingfang Mu, Huanling Liu, Yuzhi Song, Chuan-Kui Wang,
Lili Lin, Yuanyuan Xu* and Jianzhong Fan*
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23222

Efficient charge separation and transfer in a
one-dimensional carbon nanotube/tungsten
oxide p–n heterojunction composite for solar
energy conversion

Yuli Ma* and Junyu Lang*

23233

Intramolecular dimer formation reveals anomalous
solvation within fluorous solvent perfluorodecalin

Deepika and Siddharth Pandey*

23242

Fe-doped carbon nanotubes: towards the molecular
design of new catalysts for the oxygen reduction
reaction

J. L. Nuñez, G. D. Belletti, E. Colombo,
R. R. Nazmutdinov and P. Quaino*

23249

New insights into phase transition behavior and
electrochemistry corrosion of three-dimensional
biphenylene

Chengyi Hou, Changhong Zhang, Sen Ming,
Jiongjiong Xu, Kun Meng,* Ju Rong, Xiaohua Yu,*
Hui Chen* and Wei Yan
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23262

Electronic and photophysical properties of an
atomically thin bowl-shaped beryllene encapsulated
inside the cavity of [6]cycloparaphenylene
(Ben@[6]CPP)

Akanksha Ashok Sangolkar, Rama Krishna Kadiyam,
Mohmmad Faizan, Omshireesh Chedupaka,
Raghasudha Mucherla and Ravinder Pawar*

23277

Polysulfide induced synthesis of a MoS2 self-
supporting electrode with wide-layer-spacing
for efficient electrocatalytic water splitting

Ningbo Yu, Jianzhi Wang, Hongliang Yu, Daichunzi Yang,
Wentao Luo, Xiao Lin, Yanping Liu, Ning Cai, Yanan Xue
and Faquan Yu*

23286

Rational design of selective functionalized silica
adsorbents for Hg(II) removal from FGD wastewater.
A combined experimental and theoretical study

Alma Malibekova and Vadim Guliants*

23296

The effects of the gas–liquid interface and gas
phase on Cl/ClO radical interaction with water
molecules

Qi Zhang, Mohammad Hassan Hadizadeh, Yongxia Hu,
Xiaoyu Zhang, Zupeng Su, Zihan Wu, Xiaotong Wang,
Fei Xu,* Yanhui Sun, Qingzhu Zhang and Wenxing Wang
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23306

Cu-doped mesoporous SnO2 nanoparticles with
rich grain boundaries and oxygen vacancies for
photocatalytic CO2-to-CO conversion

Guohui Li, Pengyu Li, Zhi Ge, Dawei Yan, Wei Sun,
Yuanyuan Sun* and Xiaoxia Zhou

CORRECTIONS

23314

Correction: The reaction of acetonitrile with hydrogen peroxide in alkaline medium: a DFT mechanistic
study of green production of amides

Girolamo Casella,* Silvia Carlotto, Ana P. C. Ribeiro and Luı́sa M. D. R. S. Martins

23316

Correction: Time-resolved infra-red studies of photo-excited porphyrins in the presence of nucleic acids
and in HeLa tumour cells: insights into binding site and electron transfer dynamics

Páraic M. Keane,* Clara Zehe, Fergus E. Poynton, Sandra A. Bright, Sandra Estayalo-Adrián, Stephen J. Devereux,
Paul M. Donaldson, Igor V. Sazanovich, Michael Towrie, Stanley W. Botchway, Christine J. Cardin, D. Clive Williams,
Thorfinnur Gunnlaugsson, Conor Long,* John M. Kelly* and Susan J. Quinn*
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