Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2015

Supplementary Materials for:
A rational computational study of surface defect-mediated
stabilization of low-dimensional Pt nanostructures on TilN(100)
Young Joo Tak,* Woosun Jang,* Norina A. Richter, and Aloysius Soon’

Global E3 Institute and Department of Materials Science and Engineering,
Yonsei University, Seoul 120-749, Korea

(Dated: February 4, 2015)















WAAAD
ot XX
:DL.‘.IJ!‘
G‘-.é.é.‘

N Sl A

LoC L O )
CCOC L)Y
P e S

050 _t

FIG. 1. Side- and top-view of the atomic structures of Pt nanostructures on pristine TiN(100) in
a p(3 x 3) surface cell. These structures are labelled from 001 to 050 and the suffix “s” and “t”
are used to differentiate the side- and top-views of a particular structure, accordingly. Here, the

yellow, blue, and white spheres denote the Pt, N, and Ti atoms, respectively.



FIG. 2. Top-view of the atomic structures of the possible arrangements of surface nitrogen vacancies
on TiN(100) in a p(3 x 3) surface cell. The structures labelled 001 contains one surface nitrogen
vacancy, while 002 to 006 contain two surface nitrogen vacancies, and 007 to 016 three surface

nitrogen vacancies, respectively. Here, the blue and white spheres denote the N and Ti atoms.



FIG. 3. Top-view of the atomic structures of the possible arrangements of surface titanium va-
cancies on TiN(100) in a p(3 x 3) surface cell. The structures labelled 017 contains one surface
titanium vacancy, while 018 to 022 contain two surface titanium vacancies, and 023 to 032 three
surface titanium vacancies, respectively. Here, the blue and white spheres denote the N and Ti

atoms.



