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Gas-phase vibrational spectroscopy of the
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Prediction of high thermal rectification behavior
in carbon/CzN heteronanotubes based on
nonequilibrium molecular dynamics simulations
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thiazole—carbon dioxide complexes through
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computations

Liuting Wang, Tingting Yang, Zhen Wang and
Gang Feng*

Stark effect and orbital hybridization of moiré
interlayer excitons in the MoSe,/WSe, heterobilayer

Houssem Eddine Hannachi* and Sihem Jaziri

Effect of metal-ligand interactions on magnetic
characteristics of two-dimensional Kagome
structured perthiolated coronene (PTC)
metal-organic frameworks (MOFs)

Zijie Fu, Yunfei Zhang, Minghao Jia, Shuo Zhang,
Lixiu Guan, Dan Xing and Junguang Tao*

MOF Kagome

DFT Ab initio

The reaction mechanism of SOz with the
multifunctional compound ethanolamine
and its atmospheric implications

Rui Wang, Ruxue Mu, Zeyao Li, Yongaqi Zhang,
Jihuan Yang, Guanhua Wang and Tianlei Zhang*

This journal is © the Owner Societies 2024

)

T*/\. ),
with barrier of 29.4 kcal/mol 2
9

SO, without water H,S0, ]
, Favorable products =
> ) NH,, H,0

C SC  with barier of 2 kealmol (Gt e

[ 2 ) B N
/ o ® with water 14 ‘x
[ . 2
4 y ¢ Products can participate in the
3 ingWag, . formation of new particles
k ¢ topsler L 1
LN Crha, .
~&

[
C <

% ;; H,50, 1‘ (NH,CH,CH;0S0;-SA > SA-A)
N IR TN
HOCH,CH,NH,

~ @ g Binding energy
-5 A o
hd .
i e
S NH,CH,CH,080; can attract candidate
species from the gas phase to the water surface
T on scale

Phys. Chem. Chem. Phys., 2024, 26, 21309-21324 | 21321


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90144d

Open Access Article. Published on 14 August 2024. Downloaded on 12/11/2025 11:17:31 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

—e—¢,=+5% (3 nm)
200 f—e— ¢ = -5% (3 nm)
b £= 0% (3 nm)

== 0%(5 nm

— (=
= =
[

ules)s a|Isua}
Current(nA)

Bias (V)

oooooo -0.6 -0.4 0.2 0.0 0.2 0.4 0.6

Enhanced electron transport and optical properties
of experimentally synthesized monolayer SigCs:

a comprehensive DFT study for nanoelectronics
and photocatalytic applications
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