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1 Adsorption of O and OH on the top site in the
edge area
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Fig. S1 Optimized structures for O and OH adsorbed on the top site
in the edge area of Au@2 ML Pd@0.5 ML Pt NPs.

2 Adsorption of OH in the center area

Bridge FCC HCP Top
‘A AR AR A P A A A 4 P A A b 2 b aE O a4
T2 22 2220 2Ea -" *e e
O LT O 3P U O 3 O O
o’ o’ o’ o’ o’ c’ o’: ' o’:

o’(o’a’
o’c’o’

Fig. S2 Optimized structures for OH adsorbed on the center area of
Au@2 ML Pd@(.5 ML Pt NPs.

3 Adsorption of HCOOQ in the edge area
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Fig. S3 Optimized structures for HCOO adsorbed on the edge area
with fixed adsorption sites of Au@2 ML Pd@0.5 ML Pt NPs.

4 Adsorption of HCOOH in the edge area
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Fig. S4 Optimized structures for HCOOH adsorbed on the edge
area with fixed adsorption sites of Au@2 ML Pd@0.5 ML Pt NPs.

5 Adsorption of COOH, in the edge area
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Fig. S5 Optimized structures for COOH,, adsorbed on the edge area
with fixed adsorption sites of Au@2 ML Pd@(.5 ML Pt NPs.

6 Adsorption of COOHjy in the edge area
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Fig. S6 Optimized structures for COOHy adsorbed on the edge area
with fixed adsorption sites of Au@2 ML Pd@0.5 ML Pt NPs.
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