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in CdO monolayer induced by acceptor impurities
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structure predicted using a genetic algorithm
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Intrinsic point defects and the n- and p-type
dopability in a- and p-Bi,O3 photocatalysts

Band gap (eV)

10"} B P

L 1=613K Xsip i

Concentration (cm™)
d

Jincheng Wang, Zuoyin Liu, Bo Kong,* Xinyou An,
Min Zhang and Wentao Wang*

1

g0 (¢Y)
24

T=650 K
My

10 SO H/!

Band gap (eV)

V, (01,02)
H
VyitnH

14 7 24 = Py J
10 Vor Vyit2H

Concentration (cm)

A= 182 V) g0 (V)

The SARS-CoV-2 spike protein structure:

a symmetry tale on distortion trail 0.5 >4
Inbal Tuvi-Arad* and Yaffa Shalit é - -T}
s 2
8 03 g
C
‘ O
N R C.C -
Sequence Kl WT

Vibrational properties of metastable orthorhombic
BizSE3

Paloma B. Souza, Milton A. Tumelero,* Ricardo Faccio,
Rasin Ahmed, Cristiani C. Pla Cid, Giovanni Zangari and
Andre A. Pasa

Intensity (Arb. Units)

50 75 100 1256 150 1756 200 225 250 275
Raman shift (cm™)

Tanabe-Sugano diagram Energy structure vs. pressure

-

crystal field strength high pressure

Evolution of the full energy structure of Mn**
in fluoride phosphors under high pressure
conditions

Tadeusz LeSniewski

Energy

Dq, B, C=f(p)

This journal is © the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25,13797-13818 | 13813


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90112b

Open Access Article. Published on 24 May 2023. Downloaded on 2/21/2026 10:26:24 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

How chemical cross-linking and entanglements
in polybutadiene elastomers cope with tearing

A B C s 80
. B | S eeecd . . - : .
e S | QS oantlgatly) 6 e Xiangliang Zeng, Xinnian Xia,* JianFeng Fan, Rong Sun
3 poRlocst® ov7 g, wE and Xiaoliang Zeng*
. g,, e = o BHP | O <)
.<Chemxcal crossHinking - ,%m‘ E 'jcs; crossNking o :::::;E el | | | H_b .
------------------------ Frequency (rad 571) SEEe SR I a B
intractins S inctactomregion bl disruption Naphthoquinone—dopamine hybrids disrupt
© cationn a-synuclein fibrils by their intramolecular
_ R synergistic interactions with fibrils and display
o ol a better effect on fibril disruption
(&5 »
Nl ';‘7\‘:; NODA caiom Yun Zhou, Yifei Yao, Zhongyuan Yang, Yiming Tang and
4
Initial state E46-K80 salt-bridge  "NQDA Guanghong Wei
) A =
NQ AN oo
N I_HI C-terminal : §é5 S‘(S?A
7Y cation-m R

hydrophobic WY

Point Charge
Variation Analysis

Efficient automatic construction of
atom-economical QM regions with point-charge
variation analysis

Felix Brandt and Christoph R. Jacob*

13814 | Phys. Chem. Chem. Phys., 2023, 25, 13797-13818

Individual and synergetic charge transport
properties at the solid and electrolyte interfaces
of a single ultrathin single crystal of organic
semiconductors

Taehyun Won, Shohei Kumagai,* Naotaka Kasuya,*
Yu Yamashita, Shun Watanabe, Toshihiro Okamoto and
Jun Takeya*

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/d3cp90112b

Open Access Article. Published on 24 May 2023. Downloaded on 2/21/2026 10:26:24 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Novel germanene—arsenene and
germanene—antimonene lateral heterostructures:
interline-dependent electronic and magnetic
properties

Chu Viet Ha, Bich Ngoc Nguyen Thi, Pham Quynh Trang,
R. Ponce-Pérez, J. Guerrero-Sanchez and D. M. Hoat*

c (b) 1 unit | 1 unit

Controlling the repair mechanisms of oxetanes
through functional group substitution

Yan Shen, Shaoqin Zhang, Yingli Su, Zexing Qu* and
Haisheng Ren*

Substituent Effect

X=H Y=H HT Ky
X=CH, Y=H i *
X=OCH, Y=H .0

X=NO, Y=H

X=H Y=CH, X c—C” “NH

X=H Y=0CH,
X=H Y=NO,

Can the absolute configuration of cyclic peptides
be determined with vibrational circular dichroism?

Karolina Di Remigio Eikas,* Monika Krupova,
Tone Kristoffersen, Maarten T. P. Beerepoot and
Kenneth Ruud*

22 = 4 options
A NO
\,/
NO
Com@® Q —'ﬁ/}&"’_
3¢ Y e 9 Y, RR
/) YES

23 = 8 options __&V\[_ ss

]
4 Con@®
\ 1800 1700 1600

24 =16 options Wavenumbers [cm]

Structure and dynamics of dynamic covalent
cross-linked PEOs and PEO/LiPF¢ electrolytes:
a coarse-grained simulation study

Tongfei Wu* and Ping Zhang

This journal is © the Owner Societies 2023

PEO

0006 _i—o—0- Exchange 000\? o0
E E— &)00

Ea

Reaction coordinate

10 20 30 40 5
Lag time (ns)

Phys. Chem. Chem. Phys., 2023, 25,13797-13818 | 13815


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90112b

Open Access Article. Published on 24 May 2023. Downloaded on 2/21/2026 10:26:24 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

State of anion in ethylammonium nitrate enclosed
between micrometer-spaced glass plates as studied
by 70 and >N NMR

Andrei Filippov* and Oleg N. Antzutkin

Height-dependent oscillatory motion of a plastic

Stop Motion - g
Stepi Stepii Step i cup with a camphor disk floated on water
- Risa Fujita, Nami Takayama, Muneyuki Matsuo
[Top view] < e 4
[Tor viev] @ ‘ @ O Makoto lima and Satoshi Nakata*
Camphor : Remained
i disk Plastic cup camphor molecules
Water ~
— Accumulation of
camphor molecules
55 | Generation of symmetry-protected bound states
e in the continuum in a graphene plasmonic
i - Sl waveguide system for optical switching
r geg I 00

000 002

Graphene  Silicon Ag

Frequency(THz)

004 006 008 0.0

kx

2 004 006 008 010

Min Li, Banxian Ruan, Baihui Zhang, Enduo Gao,
Zhenbin Zhang, Xia Chang and Hongjian Li*

13816 | Phys. Chem. Chem. Phys., 2023, 25,13797-13818

Mechanisms of adsorption and diffusion of
Na on a VSe, monolayer with engineering-induced
vacancies

Xuerui Shi, Jialin Li, Xiaojiao Zhang, Mingjun Li, Qun Jing,
Guozhao Fang and Mengqiu Long*

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/d3cp90112b

Open Access Article. Published on 24 May 2023. Downloaded on 2/21/2026 10:26:24 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

View Article Online

RESEARCH PAPERS

Clarifying the effects of nanoscale porosity of ‘ ——
silicon on the bandgap and alignment: a combined \

molecular dynamics—density functional tight
binding computational study

Panus Sundarapura, Sergei Manzhos* and Manabu Ihara*

Intramolecular and intermolecular hole
delocalization rules the reducer character of
isolated nucleobases and homogeneous
single-stranded DNA

Jesus Lucia-Tamudo,* Sergio Diaz-Tendero* and
Juan J. Nogueira*

On the relationship between the Debye process in 18
dielectric response and a dissociation—association 3? ‘OH
phenomenon in phenyl alcohols g R Where n=2-6 +
c ©
Anna Czaderna-Lekka,* Magdalena Tarnacka,* § *% 141 +
Zaneta Wojnarowska, Barbara Hachuta, Marian Paluch 23 {' i
and Kamil Kaminski NN 0 :
£ 5 12 ®  van't Hoff analysis
+ Rubinstein model
2 3 3 5 6
the lenght of alkyl chain
A highly active catalyst derived from CuO particles 100 re
for selective hydrogenation of acetylene in large | ’
excess ethylene 5
g 2003
z °r == Activity
Aonan Zeng, Chenyang Lu, Bo Xu, Anjie Wang,* 8 \ N
Ying-Ya Liu, Zhichao Sun and Yao Wang* g® % 4 o ci
2 P © Cu,
§ N s . Cu,C

% 100 110 120
Reaction temperature (°C)

This journal is © the Owner Societies 2023 Phys. Chem. Chem. Phys., 2023, 25,13797-13818 | 13817


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3cp90112b

Open Access Article. Published on 24 May 2023. Downloaded on 2/21/2026 10:26:24 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Bi,Se,-AgMnOOH

25K 4 70K ¢ 120K
3 170K < 220K © 270K
2x107 E . 300k

Investigation of electrical transport properties
in solution-processed Bi,Se;—AgMnOOH
nanocomposite

Rishika Chakraborty, Sutanu Das, Siddheswar Rudra,
Arpan Kumar Nayak, Pradip K. Maji, Upendranath Nandi*
and Mukul Pradhan*

\

W,

0 100 2067300 400 500 800 1000 1200 1400 1600
Raman shift (cm™")

—

Bridge site

Revisit of the plasmon-mediated chemical
transformation of para-aminothiophenol

Toshiki Kondo, Motoharu Inagaki, Shohei Tanaka,
Shinya Tsukiji, Kenta Motobayashi and Katsuyoshi Ikeda*

Negative 7-Membered-Ring
Effect on Fluorescence

— N Quantum Yield
N%

Metal-
N complexation

\ No Fluorescence
& Enhancement

twisting-allowed twisting-inhibition

weakly fluorescent nonfluorescent

7-membered-ring effect on fluorescence
quantum yield: does metal-complexation-induced
twisting-inhibition of an amino GFP chromophore
derivative enhance fluorescence?

Hao-Wei Ke and Kuangsen Sung*

R(a,*/photon)

Photon energy

1.6 2.2

13818 | Phys. Chem. Chem. Phys., 2023, 25,13797-13818

Electronic transport properties of two-dimensional
tetragonal zinc chalcogenides

Yaoyun Zhu, Shuang Meng and Jia Zhou*

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/d3cp90112b



