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density functional theory investigation

Qingging Cai, Wenmei Wuxia, HuanHuan Li, Can Li,*
Yinyan Gong, Lengyuan Niu and Tao Wang

JAM-Ton adsorption on MgC;

6382 | Phys. Chem. Chem. Phys., 2025, 27, 6377-6389

A DFT study of monolayer magnesium carbide
(MgC,) as a potential anode for (Li, Na, K) alkali
metal-ion batteries

Muhammad Akbar, Noor ul Ain, Muhammad Isa Khan,*
Rajeh Alotaibi, Syed Mansoor Ali and Naveed Ashraf

This journal is © the Owner Societies 2025


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5cp90065d

Open Access Article. Published on 26 March 2025. Downloaded on 10/31/2025 12:25:55 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Rationalization of the thermal properties of some
polycyclic organophosphorus compounds by
structural and QSPR analyses

Elzbieta tastawiecka, Marek Stankevi¢, Anna E. Koziot,
Joanna Matysiak, Konrad Dyk and Daniel M. Kaminski*

Structure
Q R
P
LT
R/R\O

R =Me, c-Pen or t-Bu

Melting temperature
6 Dpsc

logMT(obs)

™ loghtT(cale) ’

Increasing the local electron density of carbons for
enhanced O, activation at room temperature
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Optimizing the miscibility for enhanced
photovoltaic performance of non-fused ring
electron acceptors through side-chain engineering
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The emergence of novel magnetic properties
in ternary iron nitrides toward spintronics:
first-principles calculations
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Optically active vibrations of extrinsic iron defects
in zinc oxide
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Macrocyclic meta-carborane hexamer. Evaluation of
aromatic characteristics as a cluster-based analog
to phenyl-bridged macrocyclic structures
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bonding to haloforms and their different
spectroscopic markers
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Correction: Achieving 9% EQE in light-emitting electrochemical cells via a TADF-sensitized fluorescence
strategy
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