
Accepted Manuscript

Understanding Mechanisms of Carbon Dioxide Conversion into Methane for

Designing Enhanced Catalysts from First-Principles

Dong Yun Shin, Jun Ho Jo, Jai-Young Lee, Dong-Hee Lim

PII: S2210-271X(16)30069-X

DOI: http://dx.doi.org/10.1016/j.comptc.2016.03.011

Reference: COMPTC 2081

To appear in: Computational & Theoretical Chemistry

Received Date: 22 February 2016

Accepted Date: 12 March 2016

Please cite this article as: D.Y. Shin, J.H. Jo, J-Y. Lee, D-H. Lim, Understanding Mechanisms of Carbon Dioxide

Conversion into Methane for Designing Enhanced Catalysts from First-Principles, Computational & Theoretical

Chemistry (2016), doi: http://dx.doi.org/10.1016/j.comptc.2016.03.011

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.

http://dx.doi.org/10.1016/j.comptc.2016.03.011
http://dx.doi.org/http://dx.doi.org/10.1016/j.comptc.2016.03.011


  

1 

 

Understanding Mechanisms of Carbon Dioxide 

Conversion into Methane for Designing Enhanced 

Catalysts from First-Principles 

 

Dong Yun Shin,
a
 Jun Ho Jo,

b
 Jai-Young Lee,

c,
* and Dong-Hee Lim

 a,
* 

 

a
Department of Environmental Engineering, Chungbuk National University, 

Chungdae-ro 1, Seowon-gu, Cheongju, Chungbuk, 28644, Republic of Korea 

b
Korea Institute of Civil Engineering and Building Technology, 

283 Goyangdae-ro, Ilsanseo-gu, Goyang-si, Gyeonggi-do, 30147, Republic of Korea 

c
Department of Environmental Engineering, University of Seoul, 

163 Seoulsiripdaero, Dongdaemun-gu, Seoul, 02504, Republic of Korea 

 

*Corresponding Authors: Dong-Hee Lim and Jai-Young Lee  

Email: limkr@cbnu.ac.kr (D.-H. Lim), leejy@uos.ac.kr (J.-Y. Lee) 

Phone: +82-43-261-2467, Fax: +82-43-264-2465 

 

Supplementary Information available: 

Supplementary information for this article is available. 



Download English Version:

https://daneshyari.com/en/article/5392899

Download Persian Version:

https://daneshyari.com/article/5392899

Daneshyari.com

https://daneshyari.com/en/article/5392899
https://daneshyari.com/article/5392899
https://daneshyari.com

