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Structural and electronic properties of double wall
MoSTe nanotubes

Zhenyun Lan,* Theresa Isabelle Manguerra Kapunan,
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Direct observation of pressure-induced
amorphization of methane/ethane hydrates
using Raman and infrared spectroscopy
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Hydrogenation induced high-temperature
superconductivity in two-dimensional W,C3

Hao Wang, Xin-Zhu Yin, Yang Liu, Ya-Ping Li, Mei-Yan Ni,
Na Jiao,* Hong-Yan Lu* and Ping Zhang*
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The collision-induced dissociation mechanism
of sodiated Hex—HexNAc disaccharides
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FRET mechanism to enhance the quantum yield
of the PCz/gC;N4 nanocomposite, an emissive
material for OLED applications

Jayanta Bauri and Ram Bilash Choudhary*
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Data-driven tailoring of molecular dipole
polarizability and frontier orbital energies
in chemical compound space

Szabolcs Goger, Leonardo Medrano Sandonas,
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Dielectric relaxation of ice in a partially crystallized
poly(N-isopropylacrylamide)microgel suspension
compared to other partially crystalized
polymer—water mixtures

Balachandar Vijayakumar, Masanobu Takatsuka,
Kaito Sasaki, Rio Kita, Naoki Shinyashiki,* Shin Yagihara
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Structural and thermodynamic properties of bulk
triglycerides and triglyceride/water mixtures
reproduced using a polarizable coarse-grained
model
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Manipulating two-dimensional magnetic states via
electric field and pressure

Hengxing Bao, Hao Tian,* Xu Li, Xingyue Ma,
Changsong Xu, Yurong Yang* and Di Wu*
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A theoretical study on the surface reaction of
tetrakis(dimethylamino)titanium on titanium oxide

Hye-Lee Kim, Romel Hidayat, Khabib Khumaini and
Won-Jun Lee*
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Enhanced photocatalytic performance of a stable
type-Il PtSe,/GaSe van der Waals heterostructure

P. R. Parmar, S. J. Khengar, Yogesh Sonvane* and
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Optimizing the NRR activity of single and double
boron atom catalysts using a suitable support: a
first principles investigation

Anjumun Rasool, Insha Anis, Sajad Ahmad Bhat and
Manzoor Ahmad Dar*
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Spray pyrolysis-derived robust ferroelectric BiFeOs
thin films
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Dielectric response of high-x hafnium oxide under
finite electric field: nonlinearities from ab initio
and experimental points of view
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The bound state in the continuum in flexible
terahertz metasurfaces enabled sensitive biosensing

Dan Qiu, Shuai Sun,* Xuelan Cheng, Xiaoyu Jin,
Yutong Qiao, Wei Zhang, Dexing Yang,*
Xianzhong Chen, Zeren Li, Jia Li* and Jianquan Yao
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A bistable cholesteric liquid crystal film stabilized
by a liquid-crystalline epoxy/thiol compound-based
polymer

Huimin Zhang, Fei Li, Junqgin Li, Zemin He, Jianjing Gao,
Lifen Wen, Yuzhen Zhao and Zongcheng Miao*
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Relaxation dynamics of high-energy excited states
of carotenoids studied by UV excitation and
pump-repump-probe transient absorption
spectroscopy

Valentyna Kuznetsova,* Marcel Fuciman and
Tomas Polivka
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Enhancement of weak ferromagnetism, exotic
structure prediction and diverse electronic
properties in holmium substituted multiferroic
bismuth ferrite

Maria Cebela,* Dejan Zagorac,* Igor Popov,* Filip Toric,
Teodoro Klaser, Zeljko Skoko and Damir Pajic*
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Effect of gamma irradiation on the physical
properties of MoS, monolayer

Chintan P. Chavda, Ashok Srivastava, Erin Vaughan,
Jianwei Wang, Manas Ranjan Gartia* and
Georgios Veronis*
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Robust ferromagnetism in two-dimensional
GeC/CrN heterobilayers

Y. Ozguven, H. E. Guler, A. A. Billur, A. Mogulkoc* and
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Electric field control of magnetic states in
ferromagnetic—-multiferroic nanostructures

Zukhra Gareeva,* Nikolai Shulga, Rurik Doroshenko and
Anatoly Zvezdin*
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Modulating the resistive switching stability
of HfO,-based RRAM through Gd doping
engineering: DFT+U
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Enhancing phonon thermal transport in 2H-CrX;
(X = S and Se) monolayers through robust bonding
interactions

Shuwei Tang,* Da Wan, Shulin Bai, Shengkai Fu,
Xinyu Wang, Xiaodong Li and Jingyi Zhang
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Machine learning search for stable binary Sn alloys
with Na, Ca, Cu, Pd, and Ag

Aidan Thorn, Daviti Gochitashvili, Saba Kharabadze and
Aleksey N. Kolmogorov*
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Pulsed-ramped-field-ionisation zero-kinetic-energy
photoelectron spectroscopy of the metastable
rare-gas atoms Ar, Kr and Xe

Holger Herburger, Vincent Wirth, Urs Hollenstein and
Frédéric Merkt*
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Revealing light-induced structural shifts
in G-quadruplex-porphyrin complexes: a pulsed
dipolar EPR study

Natalya E. Sannikova, Mikhail I. Kolokolov,
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Correlation of rattlers with thermal transport and
thermoelectric performance

Aixian She, Yinchang Zhao,* Jun Ni, Sheng Meng and
Zhenhong Dai*
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A multi-factor adjustable PtSe,/GaN van der Waals
heterostructure with enhanced photocatalytic
performance

Qihao Zhang, Hua Zhu, Xiaodong Yang, Liang Chen and
Yang Shen*

(a) bilayer a-BPNR

(b) 150° model

Energy (eV)

_2[‘ ==

Energy (eV)

Electronic structures, transport properties, and
optical absorption of bilayer blue phosphorene
nanoribbons

L. J. Gong, H. L. Shi, J. Yang,* Q. Z. Han,* Y. H. Ren,
S.Y. He, Y. H. Zhao and Z. T. Jiang*
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Thermodynamics and kinetics of Mg?*/Li* and
Mg?*/Na* co-intercalation into layered titanium
disulfide
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Localized vibrational characteristics of biphenylene
strips resulting in length-dependent Raman spectra

Yirui Lu, Lei Yan,* Sichen Huang, Xilin Zhou, Min Zhang,
Ruhai Du and Zhenglong Zhang*
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A theoretical study of the reaction of borata
derivatives of benzene, anthracene and
pentacene with CO, i
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Mechanism of formation of Co—Ru nanoalloys: the
key role of Ru in the reduction pathway of Co
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