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state dynamics of perylenemonoimides in solution
and thin films

Suman Dhami, Mst Nasima Khatun, Chaitrali Sengupta,
Parameswar Krishnan lyer* and Ravindra Pandey*
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Why does the orientation of azulene affect the
two-photon activity of a porphyrinoid—azulene
system?

Swati Singh Rajput, Nikita Raghuvanshi, Tejendra Banana,
Pooja Yadav and Md. Mehboob Alam*
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Phenol hydrogenation over H-MFI zeolite
encapsulated platinum nanocluster catalyst

Kexin Wang, Weiwei Zhang* and Donghai Mei*
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Strain-induced ferroelectric polarization reversal
without undergoing geometric inversion in blue

SiSe monolayer

Yan-Dong Guo,* Rui-Jie Meng, Xue-Qin Hu, Li-Yan Lin,
Yu-Rong Yang,* Ming-Yu Yang, Yun You, Lan-Qi Zhang,

Yi-Long Xu and Xiao-Hong Yan
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Extended free-energy functionals for achiral and
chiral ferroelectric nematic liquid crystals: theory

and simulation

Yu Zou and Satoshi Aya*

A computational study of the negative Liln modified
anode and its interaction with p-LizPS,
solid—electrolyte for battery applications

Naiara Leticia Marana, Fabrizio Silveri,

Eduardo de Oliveira Gomes, Lorenzo Dona,

Maddalena D'’Amore, Eleonora Ascrizzi,

Mauro Francesco Sgroi, Lorenzo Maschio and

Anna Maria Ferrari*
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Single-atom catalysts based on C;N for sulfur
cathodes in Na—S batteries: a first-principles study

Wanlin Xu, Tengrui Feng, Jiezhen Xia, Rong Cao and
Qi Wu*
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Surface-engineered Mo,B: a promising electrode
material for constructing Ohmic contacts with blue
phosphorene for electronic device applications

Jingying Yang, Xiang Liu, Xiaohui Deng, Zhenkun Tang
and Liemao Cao*
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Advanced theoretical design of light-driven
molecular rotary motors: enhancing thermal
helix inversion and visible-light activation

Weiliang Shi, Jianzheng Ma, Chenwei Jiang* and
Tetsuya Taketsugu*
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Hot carrier dynamics in metalated
porphyrin—naphthalimide thin films

Md Soif Ahmed, Sudhanshu Kumar Nayak, Botta Bhavani,
Dipanjan Banerjee, Seelam Prasanthkumar,

Lingamallu Giribabu, Venugopal Rao Soma and

Sai Santosh Kumar Raavi*

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/d4cp90095b

Open Access Article. Published on 29 May 2024. Downloaded on 7/30/2025 6:04:07 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

[{ec

RESEARCH PAPERS

View Article Online

Ultrafast fragmentation of highly-excited
doubly-ionized deoxyribose: role of the liquid
water environment

Marie-Anne Hervé du Penhoat,* Alexandre Souchaud,
Aashini Rajpal, Rodolphe Vuilleumier, Marie-Pierre Gaigeot,
Ivano Tavernelli, Kentaro Fujii, Akinari Yokoya,

Sergio Diaz-Tendero and Marie-Frangoise Politis

*H migration-assisted MvK mechanism for efficient
electrochemical NH3 synthesis over TM—-TiNO

Luyao Cui, Zijun Sun, Yawen Wang, Xuan Jian, Houfen Li,

Xiao Zhang, Xiaoming Gao, Rui Li* and Jianxin Liu*

N
T
Qo

o
O
o~
CH

AGuax
AGyyiy =0.913 eV

E oy =0.811eV
catalytic cycle

Spreading dynamics of a droplet upon impact
with a liquid film containing solid particles

Jiale Wang, Lei Li, Xinlong Lu, Yu Zhou, Jiandong Zhou
and Dengwei Jing*
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Interfacial carbonyl groups of propylene carbonate
facilitate the reversible binding of nitrogen dioxide

Jessica B. Clark and Heather C. Allen*
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Impact of optimised quasi-block structures on the
properties of polymer electrolytes

Greg Rollo-Walker,* Meisam Hasanpoor, Nino Malic,
Faezeh Makhlooghi Azad, Luke O'Dell, Jacinta White,
John Chiefari and Maria Forsyth

The enhanced bandgap and birefringence of rare-
earth phosphates XPO,4 (X = Sc, Y, La, and Lu):
a first-principles investigation

Nuerbiye Tuerhong, Hongheng Chen, Mei Hu,
Xiuhua Cui, Haiming Duan, Qun Jing* and
Zhaohui Chen*
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Solute translocation probability, lifetime,
and “rectification” in membrane channels
with localized constriction

Alexander M. Berezhkovskii and Sergey M. Bezrukov*
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Structural and thermochemical investigation
of 1,3-bis(L*-boraneyl)-11%,3).%-imidazolidine
adduct for chemical hydrogen storage

Fathima Rifana Mohamed Irfan and Sarah L. Masters*
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Temperature-dependent NIR-CPL spectra of chiral
Yb(i) complexes

Annika Sickinger, Maxime Grasser, Bruno Baguenard,

0.025

Amina Bensalah-Ledoux, Laure Guy, Anh Thy Bui, e R
Yannick Guyot, Vincent Dorcet, Fabrice Pointillart, 30k® 3 [ 1
Olivier Cador, Stéephan Guy, Olivier Maury,
Boris Le Guennic and Francois Riobé* 3 o T
A e
4K 950 1000 1050

CORRECTION

Correction: A topological path to the formation of a quasi-planar B;o boron cluster and its dianion

Pinaki Saha, Fernando Buendia, Long Van Duong and Minh Tho Nguyen*
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