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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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Biaxial compressive strain enhances calcium binding
and mobility on two-dimensional Sc,C: a density
functional theory investigation
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Modelling structure and ionic diffusion in a class
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modeling approach
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TiB4 and SrBg monolayers: high capacity and zero
strain-like anode materials for Li/Na/K/Ca ion
batteries
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Boron-doped graphene topological defects:
unveiling high sensitivity to NO molecule for gas
sensing applications
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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

Viatcheslav Kokoouline,* Alexander Alijah and
Vladimir Tyuterev
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Molecular docking, 3D-QASR and molecular
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Temperature-dependent differential capacitance
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

Fatemeh Aghababaei and Ebrahim Nemati-Kande*

U(em™)

CCSDOT): @

— 40
—_— 7
—— ol
30 | [——ccsp(ryaszBF yd
6|

U(R.0)= YV, (RP,(cos(6)
2=0

b =T

R(A) 0 200 400 600 800 1000
T(K)

Ultrafast electron dynamics in excited states of
conjugated thiophene—fluorene organic polymer
(pF8T2) thin films

T. Reiker,* Z. Liu, C. Winter, M. V. Cappellari,
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Insight into melting point differences of
dinitroimidazoles and dinitropyrazoles from the
perspective of intermolecular interactions
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Subphthalocyanine-flipper dyads for selective
membrane staining

José Garcia-Calvo,* Xiao-Xiao Chen, Naomi Sakai,
Stefan Matile and Tomas Torres*

Correction: Optical bands of dodecanuclear compounds H4PVMo0,,0,40-yH,O with Keggin structure.

Semiclassical vibronic model

S. Klokishner,* J. Melsheimer, F. C. Jentoft and R. Schlégl
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