Accepted Manuscript

Theoretical studies on the potentials of some nanocages
(Al12N12, Al12P12, BI2N12, Bel2012, C12Sil12, Mgl2012
and C24) on the detection and adsorption of Tabun molecule: DFT
and TD-DFT study

Paria Fallahi, Hamidreza Jouypazadeh, Hossein Farrokhpour

PII: S0167-7322(17)35335-7

DOLI: doi:10.1016/j.molliq.2018.03.085
Reference: MOLLIQ 8859

To appear in: Journal of Molecular Liquids
Received date: 7 November 2017

Revised date: 4 March 2018

Accepted date: 20 March 2018

Please cite this article as: Paria Fallahi, Hamidreza Jouypazadeh, Hossein Farrokhpour ,
Theoretical studies on the potentials of some nanocages (A112N12, Al12P12, BI2N12,
Bel2012, C12Si12, Mgl2012 and C24) on the detection and adsorption of Tabun
molecule: DFT and TD-DFT study. The address for the corresponding author was captured
as affiliation for all authors. Please check if appropriate. Molliq(2017), doi:10.1016/
j.molliq.2018.03.085

This is a PDF file of an unedited manuscript that has been accepted for publication. As
a service to our customers we are providing this early version of the manuscript. The
manuscript will undergo copyediting, typesetting, and review of the resulting proof before
it is published in its final form. Please note that during the production process errors may
be discovered which could affect the content, and all legal disclaimers that apply to the
journal pertain.


https://doi.org/10.1016/j.molliq.2018.03.085
https://doi.org/10.1016/j.molliq.2018.03.085
https://doi.org/10.1016/j.molliq.2018.03.085

Theoretical studies on the potentials of some nanocages (Al12N12, Al12P12, B1oNio,
Be12012, C12Sii2, Mg12012 and C,4) on the detection and adsorption of Tabun molecule:

DFT and TD-DFT study

Paria Fallahi, Hamidreza Jouypazadeh* and Hossein Farrokhpour*

Department of Chemistry, Isfahan University of Technology, Isfahan 84156-83111, Iran

Corresponding Authors:
Hamidreza Jouypazadeh: E — mail: hamidrezair2021@gmail.com

Hossein Farrokhpour: E — mail: farrokhphossein@gmail.com



Download English Version:

https://daneshyari.com/en/article/7842449

Download Persian Version:

https://daneshyari.com/article/7842449

Daneshyari.com


https://daneshyari.com/en/article/7842449
https://daneshyari.com/article/7842449
https://daneshyari.com

