Accepted Manuscript

H>S adsorption on NH-decorated graphene: A first principles study

Omar Faye , Ubong Eduok , Jerzy Szpunar ,
Almoustapha Samoura , Aboubaker Beye

PIl: S0039-6028(17)30471-5
DOI: 10.1016/j.susc.2017.10.016
Reference: SUSC 21118

To appear in: Surface Science

Received date: 28 June 2017

Revised date: 9 October 2017

Accepted date: 16 October 2017

e

A i, DEVOTED B0 T
PEIVEIS AND: CHEMASTRY OF INTERRACES:
ML MATRIELIOS

Please cite this article as: Omar Faye, Ubong Eduok, Jerzy Szpunar, Almoustapha Samoura,
Aboubaker Beye , H,S adsorption on NH-decorated graphene: A first principles study, Surface Science

(2017), doi: 10.1016/j.susc.2017.10.016

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.susc.2017.10.016
https://doi.org/10.1016/j.susc.2017.10.016

Highlights

Adsorption and dissociation of H,S molecule on NH-doped graphene were studied.

We predicted that the adsorption of H,S was enhanced by the nitene radicals (NH)

We showed that there is partial dissociation at a weight percent of 3.76 wt% of NH
radical.

We also observed a complete dissociation of H,S molecule at 7.25 wt% NH radical.

The H-transfer of the second H atom of H,S molecule at 3.76 wt% was energetic

unfavorable.
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