26/10/2022 18:32 Sulfur Radicals as Tethers for the Adsorption of Aromatic Molecul...: Ingenta Connect

l#.Sistema Integrado de Bibliotecas USP Portal SIBIUSP  Portal de Busca Integrada
Sistema Integrado de Bibliotecas Universidade de S€o Paulo

NANOSCIENCE |

Sulfur Radicals as Tethers for the Adsorption of
Aromatic Molecules on Silicon Surface

Buy Article:
$107.14 +tax

(Refund Policy)

ADD TO CART

BUY NOW

Authors: Miotto, R.; Ferraz, A. C.

Source: Journal of Computational and Theoretical Nanoscience, Volume 9, Number 4, April 2012, pp. 541-548(8)
Publisher: American Scientific Publishers

DOI: https://doi.org/10.1166/jctn.2012.2057

n 99 i=
Abstract | References  Citations Supplementary Data  Suggestions

In this work we employ the state of the art pseudopotential method, within a generalized gradient
approximation to the density functional theory, to investigate the adsorption process of benzenethiol and
diphenyl disulfide with the silicon (001) surface. A direct comparison of different adsorption structures with
Fourier transform infrared spectroscopy (FTIR), X-ray photoelectron spectroscopy (XPS) allow us to identify
that benzenethiol and diphenyl disulfide dissociatively adsorb on the silicon surface. In addition, theoretically

obtained data suggests that the CgHs SH:Si(001) presents a higher Schottky barrier height contact when
compared to other similar aromatic molecules.
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