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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
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Comparison of carrier doping in ZnSnO3 and
ZnTiO3 from first principles
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First-principles study of the discharge
electrochemical and catalytic performance of the
sulfur cathode host Feg g75sMg 1255> (M = Ti, V)

Cheng-Dong Wei, Hong-Tao Xue, Yu-Xia Hu,
Qing-Shan Zhao and Fu-Ling Tang*
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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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Device parameter to evaluate exciton energy
transfer in organic whispering-gallery-mode
microresonators and its dependence on the

amplified spontaneous emission threshold

Tomoki Mikajiri, Takeshi Komino,* Jun-ichi Yamada and
Hiroyuki Tajima
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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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What is behind a gas stream scrubbing liquid?
Monoethanolamine/water mixtures as seen by
dielectric relaxation spectroscopy
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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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Multi-spectroscopic study of electrochemically-
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

Ayesha Kousar, Ulviyya Quliyeva, Ishan Pande,
Jani Sainio, Jaakko Julin, Timo Sajavaara,
Antti J. Karttunen and Tomi Laurila*
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Element screening of metal sites in Fe-based
Prussian blue framework materials for ammonium
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B-embedded disulfide-bridged n-conjugated
compounds: structures and optical tuning

Kaishun Ye, Gang Li, Feiyang Li, Chao Shi,* Zhen Jiang,
Fuzheng Zhang, Qiuxia Li,* Jie Su, Dandan Song* and
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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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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*
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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
interaction in Eu®*: NaYF, and Eu®*:BiPO,
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Huanrong Fan, Jin Yan, Irfan Ahmed, Condon Lau* and
Yanpeng Zhang*
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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
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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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