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and Co) monolayers
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Single-layer PtSe, adsorbed with non-metallic
atoms: geometrical, mechanical, electronic and
optical properties and strain effects
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First-principles study of magnetic properties and
electronic structure of 3d transition-metal
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Nanostructure and thermal characteristics of
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studies of cobalt-based hybrid perovskite crystals as
absorbers in perovskite solar cells
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Biaxial compressive strain enhances calcium binding
and mobility on two-dimensional Sc,C: a density
functional theory investigation
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Fast and accurate excited states predictions:
machine learning and diabatization
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Modelling structure and ionic diffusion in a class
of ionic liquid crystal-based solid electrolytes
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C—H bond activation by high-valent iron/
cobalt—oxo complexes: a quantum chemical
modeling approach
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Insight into the fracture energy dissipation
mechanism in elastomer composites via
sacrificial bonds and fillers
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First principles study of strain effects on
prospective 2D photocatalysts Sn,SexX,
(X = P, As) with ultra-high charge carrier mobility
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TiB4 and SrBg monolayers: high capacity and zero
strain-like anode materials for Li/Na/K/Ca ion
batteries

Yunxin Wang, Sisi Liang, Juncheng Tian, Huixian Duan,
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Boron-doped graphene topological defects:
unveiling high sensitivity to NO molecule for gas
sensing applications
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Coerulein B: a water-soluble and water-compatible
near-infrared photoredox catalyst

Masaru Tanioka,* Masaya Oyama, Kaito Nakajima,
Minori Mori, Mei Harada, Yuji Matsuya* and
Shinichiro Kamino*

0
o
o
+

HO.

(2eq)

HO. 0. 0 O; 0. OH
H,S0, O / H,S0, \ ‘O v Single-step synthesis
4 O COOH ~ O 0 ¥ NIR absorption and emission
~©/°“ =) = wat ible NIR

Shed new light on the forgotten dye /I
This Study

Coerulein B (CB)
reported in 1919, but..

Fluorescein (FL) '
since 1871~

Theoretical study on electrocatalytic carbon dioxide
reduction over copper with copper-based layered
double hydroxides

Xin-Yu Xu, Jing-Yi Guo, Wei Zhang, Yao Jie,
Hui-Ting Song, Hao Lu, Yi-Fan Zhang, Jia Zhao,
Chen-Xu Hu and Hong Yan*

N

o

'
)

—
1COx**cooH

©

- . . o= 9 \

rCuAI-LDH

‘ Cu@CuAI-LDH

Cu,@CUA-LDH

“COHCHO : *CHCHOH PTd-CuA@CUAI»LDH

— - “CHCOH PHCu,@CUA-LDH
+“COH»*COCHO =266V \ uoop,

0/ CHOHO, e *CH,CHOH
- s iAnN
*COCOH*COHCOH™™=

2.09 eV
- *CHO.%
!} e— I, -—
2.19'%eV s *C,H;OH

-—
"CHCH, (Cafle

Gibbs Free Energy / eV

Enhanced fluidity of water in superhydrophobic
nanotubes: estimating viscosity using jump-
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Energy renormalization for temperature
transferable coarse-graining of silicone polymer
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Deciphering the photophysical properties of
naphthalimide derivatives using ultrafast
spectroscopy

Wei Zhang, Yalei Ma, Hongwei Song, Rong Miao,*
Jie Kong* and Meng Zhou*
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Lifetimes and decay mechanisms of isotopically
substituted ozone above the dissociation threshold:
matching quantum and classical dynamics
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of an ionic liquid-graphene-based supercapacitor
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Optimizing skyrmionium movement and stability via
stray magnetic fields in trilayer nanowire constructs

Bin Gong, Luowen Wang, Sunan Wang, Ziyang Yu,*
Lun Xiong, Rui Xiong, Qingbo Liu* and Yue Zhang
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dynamics simulations
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Ultrafast electron dynamics in excited states of
conjugated thiophene—fluorene organic polymer
(pF8T2) thin films
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Insight into melting point differences of
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perspective of intermolecular interactions
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Yi Wang*
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