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Bilayer hexagonal structure MnN; nanosheets with
room-temperature ferromagnetic half-metal
behavior and a tunable electronic structure

Yuan Gao, Honggang Pan* and Baozeng Zhou*
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Piezoelectricity and valley polarization in a
semilithiated 2H-TiTe, monolayer with near
room-temperature ferromagnetism
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Tuning the magnetic ordering driven by cationic
antisite defects in the Li(ZnMn)As system
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Bounding [AnO,]%* (An = U, Np) covalency by
simulated O K-edge and An M-edge X-ray
absorption near-edge spectroscopy
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Investigations on exciton recombination and
annihilation in TmPyPB-ETL OLEDs using magnetic
field effects
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Nonadiabatic quantum dynamics of the charge
transfer reaction H* + NO(X?I1) —» H + NO*(X'xz*)

Zhimo Wang, Siting Hou and Changjian Xie*
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Penta-MPs (M = B, Al, Ga, In) monolayers as
high-performance photocatalysts for overall
water splitting
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On the impact of adsorbed gas molecules on the
anisotropic electro-optical properties
of B12-borophene

Nguyen N. Hieu, Chuong V. Nguyen, Huynh V. Phuc and
Bui D. Hoi*

Re pz:(w)] [a.u.]

Re Pz (w)] [a.u]

102

—Total —&§ s &
—& el

—Total —& &
—& &
10°F 1 10°
1 4 1 4

—Total —&f 6
— &g g

0

2 3
hwleV]

5 0

Anomalous Klein tunneling in two-dimensional
black phosphorus heterojunctions
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Effect of strand register in the stability and
reactivity of crystals from peptides forming
amyloid fibrils
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Anisotropic coupling of individual vibrational
modes to a Cu(110) substrate
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Dissolution mechanism of Fez;O,4 scale by
1-hydroxyethane-1,1-diphosphonic acid: an
ab initio molecular metadynamics study

Xiaoyang Zhao, Guo Jin, Ding Guo, Xin Xiao,
Junmin Nan* and Chen Wu*

The formation mechanism of the precursor film in
high temperature molten metal systems: insight
into structural disjoining pressure
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Stepwise hydration of [CH;COOMg]" studied by
cold ion trap infrared spectroscopy: insights into
interactions in the magnesium channel selection
filters
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On the nature of noble gas — metal bond in silver
aggregates
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Toward efficient electrodes for a high-performance
fast-charge Li-ion battery: molecular dynamics
simulation and DFT calculations
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A novel broken-gap chemical-bonded SiC/Ti,CO,
heterojunction with band to band tunneling:
first-principles investigation
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Structural evolution of water-in-propylene
carbonate mixtures revealed by polarized Raman
spectroscopy and molecular dynamics
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O Aggregation in PC

Kwater

= moderate, /'

Lwater = Nigh

Raman Shift (cm")

Theoretical understanding of the effect of

specifically adsorbed halide anions on Cu-catalyzed Wl 1 w0l s
CO, electroreduction activity and product o oo ool : B
o .8 . e Clean Cu(111)/H0)|
selectivity > os | 306 |- —acumo
E I it
Lihui Ou,* Wanli You,* Junling Jin and Yuandao Chen 504 Tomeee 2t i
02| curmg 0z i
oo [ eomef TS oo [ corcorf
1 1 1 1 1 1 1 1 ] 1 1 1 1 1 1 1 1 J
Reaction Coordinate Reaction Coordinate
Interface engineering strategy for multisource Type-I  Type-II Type-III [T7T I
spintronic devices via TMPS; modulation e g
of black-phosphorus e © e cB “g”
) . 2,
Lo . . . CB CB VIB SSS S S S S s s B8
Tongtong Wang, Fanggi Liu, Sheng Liu, Bin Liu and s+ €8 ', ©B - RS 55
Sicong Zhu* b b h* cB S 3
ve VB wm g - §2
- RE VB 7" =8
e e =]
h\ ® 55 I S5

Variation of band gap and band type

SLCPODFO S
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Dynamical characterization and multiple unbinding
paths of two PreQ; ligands in one pocket

Guodong Hu,* Yonghong Zhang, Zhiping Yu, Tiejun Cui
and Wanling Cui
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Computational screening of high activity and
selectivity of CO, reduction via transition metal
single-atom catalysts on triazine-based graphite
carbon nitride

Shuang Ji, Yi Li,* Yongfan Zhang and Wei Lin*
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When catchers meet — a computational study on
the dimerization of the Buckycatcher
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Phenol, the simplest aromatic monohydroxy
alcohol, displays a faint Debye-like process when
mixed with a nonassociating liquid
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The nitriding effect on the stability and mechanical
properties of the iron titan phase: first-principles
investigation
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In silico screening of nanoporous materials for urea
removal in hemodialysis applications
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Unravelling the effect of paramagnetic Ni** on the
13C NMR shift tensor for carbonate in Mg,_,Ni,Al
layered double hydroxides by quantum-chemical
computations
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Computational analysis of the vibrational spectra
and structure of aqueous cytosine
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Binding of synthetic nanobodies to the SARS-CoV-2
receptor-binding domain: the importance of salt
bridges
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Mechanism research reveals the role of Fe,

(n = 2-5) supported C;N as single-cluster catalysts
(SCCs) for the non-oxidative propane dehydrogenation
in the optimization of catalytic performance

Yu Zhang, Qin Chen and Hui Zhang*

Ferromagnetic half-metal with high Curie @3
temperature in Cr P nanoribbons: good material
for spintronic applications
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