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—1.889X1072 —1.889X107?
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A 0.05 — Pt-1-5d
0 i M A,_/—(\,M’\w
0.05 lMt-E)-E)d
O 1 L
—15 —10 -5 0

fEE /eV

K15 SURFALT hep—T (1) HIHMBGE A B

Kl 14 FIE 15 45 74U 750 AL T T (D A
SR NVAN NEss 2ot o N S L ARV & = T W e ¥ VA
T () A s A7 B I, AR 10 2p IR
FHAE, 7034 —10eV & -8 eV LUK —8eV £ —7.5eV
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A DX A 1 e S A g U S, AT O A E I i IX Ak
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Abstract
The adsorption and the diffusion of oxygen on the Pt (111) surface and subsurface are basic issues to understand oxidation and
corrosion, which are investigated based on the density functional theory and the periodic slab model. The absorption structure is
analyzed through scanning tunneling microscopy (STM) image. The diffusion processes of oxygen atoms on Pt (111) surface and
subsurface are discussed in detail using the CI-NEB method. The results show that the diffusion of oxygen atoms over Pt (111) surface
is easier than the diffusion into the subsurface, which is mainly because the diffusion of the subsurface needs to go through a layer of

Pt atoms and must overcome a certain energy barrier. Transition metal Pt is indicated to have a strong antioxidant activity.
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