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New perspectives addressing application challenges
in concentration cells

Zeshuo Meng,* Runlin Zhang, Haoteng Sun,*
Jingchen Zhang, Xiliang Gong and Zhengyan Du*
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Probing the atomic arrangement of honeycomb
layered oxides via optimum bright-field scanning
transmission electron microscopy (OBF-STEM)

Titus Masese,* Godwill Mbiti Kanyolo,*
Yoshinobu Miyazaki, Kimiya Sukegawa and
Tomohiro Saito
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Oxidation reduces spin-orbital coupling to
achieve robust fluorescence emission in
halogen-substituted dithieno[3,2-b:2',3'-d]thiophene

Huimin Liu, Zeyan Zhuang, Yawen Hou, Yujiao Zhu,
Ruofeng Xu, Bin Chen,* Rong Hu* and Zujin Zhao*
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Quantum-mechanical treatment of thermal effects
on the structure and **C NMR shielding
of buckminsterfullerene Cgq

Tiia Jacklin,* Petr Stépanek and Perttu Lantto*
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Structural stability of chromophore-grafted
Ubiquitin mutants in vacuum

Emiliano De Santis,* Thomas Mandl, Jocky C. K. Kung,
Khon Huynh, Steven Daly, Lorenza A. D'Alessandro,
Luke MacAleese, Charlotte Uetrecht, Erik G. Marklund
and Carl Caleman*

Probing lithium-ion induced micro-environment
changes in pyrrolidinium-based mono-cationic
and di-cationic ionic liquids

Amita Mahapatra, Unmesh D. Chowdhury,
Subahakanta Parida, Sahadev Barik, Joyoti Ghosh,
B. L. Bhargava and Moloy Sarkar*
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Predicting intersystem crossing rate constants
of alkoxy-radical pairs with structure-based
descriptors and machine learning
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Exploring quantum tunneling in heavy atom
reactions using a rigorous theoretical approach
to the dynamics: formation of NO + O from the
N + O, atmospheric reaction

Fabrizio Esposito, Pablo Gamallo, Miguel Gonzalez* and
Carlo Petrongolo

Magnetic transition and work function modulation
of Ti,C MXene via porphine adsorption

Pinar Kaya, Cagdil Kaderoglu,* Ethem Akturk and
Handan Arkin
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Rational design of halo-imidazolium-based ionic
liquids: tailoring the charge distribution to mimic
the structure of real charge inverted analogues
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Photodissociation dynamics of ethyl formate at
193 nm-based synchrotron radiation and ab initio
calculations: hydrogen elimination and secondary
dissociations
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Annia Rodriguez-Hernandez, Jesus Porcayo-Calderon,
Francisco Javier Hernandez-Campos, Shih-Huang Lee,
Ramon Hernandez-Lamoneda and

Alfredo Quinto-Hernandez*

This journal is © the Owner Societies 2025


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5cp90139a

Open Access Article. Published on 17 July 2025. Downloaded on 2/28/2026 5:40:09 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

A molecular dynamics study of the effect of
annealing temperature on the structure of ASW

Zachary Amato,* Thomas F. Headen, Pierre Ghesquiere
and Helen J. Fraser

Temperature (K):

Enhancement of the cycling stability of the
nickel-rich cathode material LiNig 9C0g g1Mng 090>
via Nb>* doping

Jiatai Wang,* Chao Fan, Yuanyuan Li, Yan Tan,
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Sliding ferroelectricity of multilayer h-BN
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Structure of chemisorbed 1,3-butadiene on the
Cu(111) surface

Mohammad Rahat Hossain, Ahmad Arshadi, Ye Xu* and
Michael Trenary*
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Electrocatalytic activity of PtAuPd/C nano
multi-principal element alloy catalyst towards
oxygen reduction reaction

Hui Li, Zhiwei Zhang, Lianke Zhang, Hualiang Ni,
Haiying Qin,* Jing Zhang,* Hongzhong Chi and
Junjing He
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Overlooked hydroperoxyl radical reactions in
ammonia oxidation under combustion conditions
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Accurate prediction of the energies of the lowest
excited states, S;, Ty, and T,, of chromophores for
improving solar cell applications

Muhammet Erkan Kdse, Roshan Khatri and
Barry D. Dunietz*
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Tetrel, nonconventional hydrogen bonds, and
noticeable role of dispersion in complexes
of fluoroform and carbon dichalcogenides

Thanh-Nam Huynh, Nguyen Thi Minh Nguyet,
Bui Duc Ai and Nguyen Tien Trung*
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Excited-state relaxation mechanisms of Janus-type
proton in benzimidazole-conjugated
aminomaleonitrile: single or double proton
transfer?
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Vijay Luxami and Gulshan Kumar*

o
v Ne N oM
NH 102 L4
— _
A

C1; 0 kcal mol'; 58.8 % HBIpModAM.
L 60

——s,

——s,

801 ciE (5034)

a

&
a
g

AE (kcalmol”)
3
AE (kcalmol”)

e

C1-K* (53.19)

O
3 &

C1-K (3.12)

C1-E(0)

yﬁﬁ:@\
~

C6; 0.56 kcal mol'; 33.6 %

5] e o o
C6-E* (54.9)

"
oK (49.08)
P
—/
/ C6K (4.71)
CoE (0) =3
iy

5 5
17 16 15 14 13 12 11 10 09 1
d(OH--N) A

8 16 14 12 10 o8
d(OH-N) A

Surface hopping simulations reveal deactivation
pathways of a charge transfer system
with planarizing and twisting motion

Julia Haberhauer,* Sebastian Mai, Leticia Gonzalez and
Christof Hattig*
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Synergistic enhancement of gas sensor
performance in Janus PtSSe monolayer via Pd/Rh
decoration and strain engineering: a first-principles
investigation

Xiao Wang, Yang Li,* Xinglian Yang, Rongji Zhang,
Rongbiao Xiang, Junyu Chen, Zhilong Peng, Qiang Fu*
and Jiamu Cao*
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Elucidating the role of lone-pair ns? electrons
on B-site cation disordering in double halide
perovskites Cs,AgBiClg and Cs,AgInClg

Jingting Wei, Jiayin Wu, Yibin Yang, Le Huang* and
Bin Li*
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Machine learning molecular dynamics reveals
atomistic mechanisms of ion beam damage
in calcium fluoride
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Jianguo Zhang,* Junfeng Xiao and Jianfeng Xu

The structure of the NiO,N, coordination center in
the [Ni(Salen)] complex and its polymer: a
comparative study by X-ray absorption
spectroscopy and quantum-chemical calculations

Petr M. Korusenko,* Olga V. Petrova,

Anatoliy A. Vereshchagin, Oleg V. Levin,

Evgeny V. Khramov, Ratibor G. Chumakov,
Mikhail A. Soldatov, Konstantin P. Katin,
Alexander S. Konev and Alexander S. Vinogradov
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Tuning the thermal conductivity of lithium
intercalated graphite through temperature,
strain, and interlayer twist angles

Kaiyu Yang, Na Di, Yu Liu* and Guangzhao Qin
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Improving the activity of the oxygen evolution
reaction on TiN4—CoN4 embedded carbon
nanotubes via boron atom doping and applying

uniaxial strain

Xing-Chen Ding, Bao-Tong Cong, Wen-Hui Zhao,
Zi-Qiang Deng, Long-Hui Li, Shi-Yao Liu,

Zhen-Kun Tang* and Hui Zhang*
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Insight into the characteristics of carbonized ZIF-8
for the separation of Kr and Xe

Peng Lin, Genggeng Dai, Xiaohua Liu, Yingzhe Du,
Zhiguo Li, Duo Zhang, Wentao Zhou* and Fangbo Zhao*
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Discrepant lithium transference numbers due to
heterogeneous speciation

Frederik Philippi,* Yuna Matsuyama, Simon Buyting,
Taku Sudoh, Keisuke Shigenobu, Wataru Shinoda,
Monika Schénhoff, Masayoshi Watanabe and
Kazuhide Ueno
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Ground-up generation of periodic slab models
of dehydroxylated amorphous silica of varying
roughness
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Dependence of the crystal structure of Prussian
blue on the occupation of interstitial sites

Maria Vitéria Cavalheiro Issler, Cristiano Vicente,
luri Stefani Brandt, Bruna Fernanda Baggio,
Ricardo Faccio, Milton Andre Tumelero* and
André Avelino Pasa*
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Effect of thermal treatments on high surface area
anatase TiO,

Chiara Nannuzzi,* Ton V. W. Janssens and Gloria Berlier*
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Hydrogen-bond-assisted conformational selection
of picaridin in the gas phase

Otger Crehuet, Andrea Vazquez, Francisco J. Basterretxea,
Pablo Pinacho* and Emilio J. Cocinero*

Differences and regulation of self-trapped
luminescence in one-dimensional Pb-based 3D MASnBr3
and Sn-based perovskites

Jun Luo, Zhi-Ming Luo, Biao Liu, Jun-Liang Yang and 2D BA)2SuBrd
Meng-Qiu Cai*
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