Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2021

Supplementary Materials for
CO, Activation and Dissociation on In,0; (110) Supported PdnPt(4-n)
(n = 0-4) Catalysts: A Density Functional Theory Study
Xiaowen Wang!, Jiaying Pan'-*, Haiqiao Wei!*, Wenjia Li?, Jun Zhao?
Zhen Hu'
State Key Laboratory of Engines, Tianjin University, China
Key Laboratory of Efficient Utilization of Low and Medium Grade

Energy, Tianjin University, China

(a) (b) (c) (d) (e)
pta PdPt3 Pd2Pt Pd3pt Pda
d (Pt-Pt)=2.59 d (Pt-P)=2.55 d (Pt-Pt)=2.51
d (Pt-Pd)=2.64 d (Pt-Pd)=2.59 d (Pt-Pd)=2.55 _
d (Pd-Pd)=2.70 d (Pd-Pd)=2.65 d (Pd-Pd)=2 60

Fig. S1. Optimized structures of PtnPd(4-n) (n = 0 — 4) clusters (bond lengths in
angstroms (A) and angles in degrees (°)). Blue and orange spheres represent Pt

and Pd atoms, respectively.



Fig. S2. Minor energy stable structures and binding energy Eping of Pt3Pd/In,0;,
Pt2Pd2/In,0;, and PtPd3/In,0; catalysts.
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Fig. S3. The optimized structures along with adsorption energies for H,
adsorption on PtnPd(4-n)/In,0; catalysts. The data of the Pd4/In,0; case in

brackets are the results reported by Ye et. al..!
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