
 

Accepted Manuscript

First-principle investigation 3,4-ethylenedioxythiophene molecule
adsorption on Cu(110)-(2 × 1)O surface

Yingxiang Cai, Yuqing Guo, Xuechun Xu, Bo Jiang

PII: S0039-6028(17)30227-3
DOI: 10.1016/j.susc.2017.08.011
Reference: SUSC 21075

To appear in: Surface Science

Received date: 27 March 2017
Revised date: 10 August 2017
Accepted date: 10 August 2017

Please cite this article as: Yingxiang Cai, Yuqing Guo, Xuechun Xu, Bo Jiang, First-principle investiga-
tion 3,4-ethylenedioxythiophene molecule adsorption on Cu(110)-(2 × 1)O surface, Surface Science
(2017), doi: 10.1016/j.susc.2017.08.011

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.susc.2017.08.011
http://dx.doi.org/10.1016/j.susc.2017.08.011


ACCEPTED MANUSCRIPT

ACCEPTED M
ANUSCRIP

T

Highlights

• The most favorable adsorbing geometry is the thiophene ring of EDOT

parallel to the Cu and molecule upright.

• Both dimer and tetramer can form under suitable EDOT coverage.

• The binding mechanism of EDOT on substrate is clarified.

• The dimer and tetramer are neither cis synthesized recently nor traditional

anti structure.
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