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How machine learning can extend electroanalytical
measurements beyond analytical interpretation
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Giant tunnel resistance effect in (SrTiOz),/(BaTiOz),/
(CaTiO3), asymmetric superlattice with enhanced
polarization

Xiubing Zhang, Haoming Wei,* Yangqging Wu,
Tengzhou Yang and Binggiang Cao*
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Multifunctional aqueous polyurethanes with high
strength and self-healing efficiency based on
silver nanowires for flexible strain sensors

Haibin Niu, Jiaqi Li, Xin Song, Kaiyang Zhao, Li Liu,*
Chao Zhou and Guangfeng Wu*
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Theoretical investigations into the bonding and
separation properties of non-rigid, partially rigid,
and rigid ligands derived from Et-Tol-PTA with
trivalent lanthanides and actinides

Shougiang Wu and An Yong Li*
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Reactions of N,O and CO on neutral Rh;o0,
clusters: a density functional study

Vikram Muman, Alex Tennyson-Davies, Oihan Allegret
and Matthew A. Addicoat*

oNCI

*QTAIM activation
eFukui index

*MEP

2

Interactions and reactivity in crystalline
intermediates of mechanochemical cyclorhodation
reactions

Sara Gomez,* Santiago Gomez, Natalia Rojas-Valencia,
José G. Hernandez, Karen J. Ardila-Fierro,

Tatiana Gomez, Carlos Cardenas, Cacier Hadad,
Chiara Cappelli and Albeiro Restrepo*

——&no0 znsno, 0
. W

1
//./ — {2
—"
03 e 3
—
4
5

Displacement (A)
°
s

——&n.0 znTiO,

ment (A]
[i
g

5

Displacement (A)

03 02 01 00 01 02 03
Doping level e7f.u

Comparison of carrier doping in ZnSnO3 and
ZnTiO3 from first principles

Jing Li, Jing Su, Qing Zhang, Changfeng Fang* and
Xiaohui Liu*

Feg375Mo.1255, A

(M=Ti, V)

)
Y
<
>
=
©
7

1486 | Phys. Chem. Chem. Phys., 2024, 26,1469-1498

First-principles study of the discharge
electrochemical and catalytic performance of the
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On the mechanical response of graphene-capped
copper nanoparticles

Gabriel J. Olguin-Orellana, Juan A. de la Rosa Abad,
Maria B. Camarada, Sergio J. Mejia-Rosales,
Jans Alzate-Morales and Marcelo M. Mariscal*

First principles simulations of MgO(100) surface
hydration at ambient conditions

Michel Sassi* and Kevin M. Rosso
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Mechanistic study of Eu single atoms occupying
four vacancy centers as potential electrocatalysts
for the oxygen reduction reaction

Qiming Fu, Daomiao Wang* and Chao Liu*
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Anchoring and catalytic insights into bilayer C4N3
material for lithium—selenium batteries: a
first-principles study

Zehui Yang, Wentao Liu, Shulin Bai, Peng Ai, Hao Wang,
Tuo Zheng, Qingshun Li and Shuwei Tang*
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Theoretical prediction of two-dimensional
ferromagnetic Mn,X; (X = As, Sb) with strain-
controlled magnetocrystalline anisotropy

Yi Zhao, Zesen Lei, Yonghao Wang, Wei Yan,*
Ruishan Tan, Tao Jing and Qilong Sun*
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formed oxide-derived gold electrodes
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Tunable polarization properties of charge, spin, and
valley in Janus VSiGeZ, (Z = N, P, As) monolayers

Ming-Yang Liu,* Guang-Qiang Li, Yao He and Kai Xiong

Enhancing electrocatalytic activity in metallic thin
films through surface segregation of carbon
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Antti J. Karttunen and Tomi Laurila*
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Coupling at the molecular scale between the
graphene nanosheet and water and its effect
on the thermal conductivity of the nanofluid

Xiong Pan, Hanhui Jin,* Xiaoke Ku, Yu Guo and
Jianren Fan
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Temperature driven transformations of glycine
molecules embedded in interstellar ice

Maysa Yusef-Buey, Tzonka Mineva, Dahbia Talbi and
Mathias Rapacioli*
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Boiling, critical, and freezing temperatures in light
of molecular descriptors: correlation and causation

Ossama Abdeen, Mohamed Ismael* and Aly Abdou*
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Vibrational and cohesive properties in 4d and 5d
transition metals: systematics and interrelations

Dalia S. Bertoldi* and A. Fernandez Guillermet
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A mutltifunctional switching bidirectional optical
absorber based on a titanium nitride metamaterial

Lijing Su, Hengli Feng, Pengfei Sun, Yaxin Zhou, Xin Li,
Sihan Nie, Lingling Ran and Yang Gao*

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

Open Access Article. Published on 17 January 2024. Downloaded on 1/21/2026 6:26:39 AM.

(cc)

Norm. Intensity

— PLE (Ao =510 nm)
PL (hex =290nm)

PLQY~90.5%

300 400 500 600 700 800

Wavelength (nm)

¥ o o o o o
e g G st g g
' €5 €5 €' S Sl

A zero-dimensional hybrid copper(l) bromide single
crystal with highly efficient green emission

Yingui Gao, Zhihuang Xu, Liwang Ye, Yuanjie Wang and
Xinxin Zhuang*
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Morphologies and magnetic properties of a-Fe,O3
nanoparticles calcined at different temperatures

Xue-Min He, Duan-Qing Chen, Kun-Yu Su, Zhen-Fei Yu,
Yi Zhang and Wei Zhong*
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Spectral and temporal atomic coherence
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Zhou Feng, Muhammad Imran, Faisal Nadeem,
Huanrong Fan, Jin Yan, Irfan Ahmed, Condon Lau* and
Yanpeng Zhang*
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Sufficient driving force for quinoidal
isoindigo-based diradicaloids with tunable
diradical characters

Li Shen,* Xiaobo Gao, Zhanging Chang,
Changhao Zhang, Yue Li, Jitao Lu,
Qingguo Meng and Qian Wu*
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Cost-effective approach for atmospheric accretion
reactions: a case of peroxy radical addition to
isoprene

Dominika Pasik, Siddharth lyer and Nanna Myllys*
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Two-photon chemistry of tetrahydrofuran in
clathrate hydrates

Michael A. Michon,* Pawel Chmielniak, Peter M. Weber*
and Christoph Rose-Petruck*

Oxygen evolution reaction (OER) active sites in
BiVO, studied using density functional theory and
XPS experiments

Qingyan Zhang, Guowei Liu and Taifeng Liu*
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ReaxFF molecular dynamics of graphene oxide/NaCl
aqueous solution interfaces
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Chemical bonding effects in Sc compounds studied
using X-ray absorption and X-ray photoelectron
spectroscopies

Anna Zimina,* Aline Léon and Ralph Steininger
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Leak-out spectroscopy as alternative method to
rare-gas tagging for the Renner—Teller perturbed
HCCH™* and DCCD" ions
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