Volume 621 March 2014 ISSN 0039-6028

surface science

A journal devoted to the physics and chemistry of all interfaces




surface science

Abstracted/indexed in: Aluminium Industry Abstracts; Chemical Abstracts; Current Contents: Physical, Chemical and Earth Sciences;
El Compendex Plus; INSPEC; Metals Abstracts. Also covered in the abstract and citation database Scopus®.
Full text available on ScienceDirect®.

Contents

Letter

Stoichiometry-driven  switching  between
reconstructions on SrTiO,(001)
S. Gerhold, Z. Wang, M. Schmid and U. Diebold

(Austria)

Regular papers

Structure of CoO(001) surface from DFT+ U calculations
B.S. Youmbi and F. Calvayrac (France)

surface

First-principles study of Pt-film stability on doped graphene
sheets
T.-u. Park, Y. Tomita and T. Nakayama (Japan)

A van der Waals density functional study of the adsorption
of ethanol on the o-alumina (0001) surface
K. Johnston (United Kingdom)

DFT-GGA errors in NO chemisorption energies on (111)
transition metal surfaces
X. Huang and S.E. Mason (United States)

Reduction behavior of oxidized Pd(100) and Pd,sAg,s(100)
surfaces using CO
V.R. Fernandes, |]. Gustafson, [-H. Svenum,
M.H. Farstad, L.E. Walle, S. Blomberg, E. Lundgren and
A. Borg (Norway, Sweden)

Thermal and adsorbate effects on the activity and
morphology of size-selected Pd,/TiO, model catalysts
W.E. Kaden, W.A. Kunkel, F.S. Roberts, M. Kane and
S.L. Anderson (USA)

Self-consistent-charge  density-functional tight-binding
molecular dynamics simulations of amorphous TiO, growth
G.A. Dolgonos (Germany)

Oxidation effects on ultrathin Ni and Cr films grown on
Fe(001): A combined scanning tunneling microscopy and
Auger electron spectroscopy study
M. Riva, A. Picone, G. Bussetti, A. Brambilla, A. Calloni,
G. Berti, L. Dug, F. Ciccacci and M. Finazzi (Italy)

R AR

L1

16

23

31

40

51

Volume 621 (2014)

Adsorption geometry and electronic structure of iron
phthalocyanine on Ag surfaces: A LEED and photoelectron
momentum mapping study
V. Feyer, M. Graus, P. Nigge, M. WielRner, R.G. Acres,
C. Wiemann, C.M. Schneider, A. Scholl and F. Reinert
(Germany, Italy)

Atomic layering and misfit-induced densification at the
Si(111)/In solid-liquid interface
V. Vonk, M. Cremers, A. de Jong, S. Pintea and E. Vlieg
(The Netherlands, Germany, France)

Competing water dissociation channels on rutile TiO,(110)
L.E. Walle, D. Ragazzon, A. Borg, P. Uvdal and A. Sandell
(Norway, Sweden)

Growth of epitaxial Bi-films on vicinal Si(111)
D. Liikermann, S. Banyoudeh, C. Brand, S. Sologub,
H. Pfniir and C. Tegenkamp (Germany, Ukraine)

First-principles study of structural, electronic, and optical
properties of the rutile TiO»(011)-2 x 1 surface
F. Yuan, S. Lu, W. Xu and H. Zhang (China)

Measurement of microscopic surface deformation due to
low energy ion bombardment on Si(111)
P. Piercy (Canada)

Growth of topological crystalline insulator SnTe thin films on
Si(111) substrate by molecular beam epitaxy
C.-H. Yan, H. Guo, J. Wen, Z.-D. Zhang, L.-L. Wang,
K. He, X.-C. Ma, S.-H. Ji, X. Chen and Q.-K. Xue (China)

Cu cluster deposition on ZnO(1010): Morphology and growth
mode predicted from molecular dynamics simulations
Y.-T. Cheng, T. Liang, X. Nie, K. Choudhary, S.R. Phillpot,
A. Asthagiri and S.B. Sinnott (USA)

Reversible photon-induced oxidation of graphene by NO,
adsorption
S. Bottcher, H. Vita and K. Horn (Germany)

Si(111)2x1 surface isomers: DFT investigations on stability
and doping effects
C. Violante, L. Chiodo, A. Mosca Conte, F. Bechstedt
and O. Pulci (Italy, Germany)

64

69

71

82

88

94

104

109

117

123

(Contents continued on inside back cover)

Available online at www.sciencedirect.com

ScienceDirect




SURFACE SCIENCE

A journal devoted to the physics and chemistry of all interfaces

(Contents continued from outside back cover)

A near-ambient-pressure XPS study on catalytic CO
oxidation reaction over a Ru(1010) surface
R. Toyoshima, M. Shimura, M. Yoshida, Y. Monya,
K. Suzuki, K. Amemiya, K. Mase, B.S. Mun and
H. Kondoh (Japan, Republic of Korea)

The catalytic decomposition of silver coated cinnamyl
alcohol during water exposure and the formation of silver
nanoparticles
S. Dahle, O. Hofft, W. Viél and W. Maus-Friedrichs
(Germany)

STM driven modification of bismuth nanostructures
PJ. Kowalczyk, O. Mahapatra, S.A. Brown, G. Bian and
T.-C. Chiang (New Zealand, Poland, USA}

Computational investigation of the adsorption of molecular
hydrogen on the nitrogen-doped corannulene as a carbon
nano-structure

A. Reisi-Vanani and L. Alihoseini (Iran)

van der Waals corrected DFT study of high coverage benzene
adsorptions on Si(100) surface and STM simulations
P.T. Czekala, C. Panosetti, H. Lin and W.A. Hofer (UK)

128

133

140

146

152

Liquid-air interface self-assembly: A facile method to
fabricate long-range nanoparticle monolayers
K. Chokprasombat, C. Sirisathitkul and P. Ratphonsan
(Thailand)

First principles analysis of graphene and its ability to
maintain long-ranged interaction with H,S
V.I. Hegde, S.N. Shirodkar, N. Tit, U.V. Waghmare
and ZH. Yamani (India, United Arab Emirates,
Saudi Arabia)

Fast kinetic Monte Carlo simulation and statistics of
quantum dot arrays
P.P. Petrov and W. Miller (Bulgaria, Germany)

Reconstructions and phase transition of clean Ge(110)
C.H. Mullet and S. Chiang (USA)

Water adsorption on etched hydrophobic surfaces of L-, D-
and DL-valine crystals
J.J. Segura, A. Verdaguer and |. Fraxedas (Switzerland,
Spain)

162

168

175

184

191



