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Molecular Simulation of Adsorption Behavior of O, on Ag Surfaces
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(1.School of Mechanical and Electrical Engineering, Kunming University of Science and Technology;
2.School of Science, Kunming University of Science and Technology)
Abstract: A large amount of O, is dissolved when Ag in air melts, and the adsorption characteristics of O, on Ag
are essential to investigate the interaction. Based on molecular dynamics and monte carlo simulation methods, the
adsorption amounts of O, on Ag (111) surface under different temperatures and pressure conditions were obtained
by isothermal adsorption curves, and the adsorption model of Ag-O, system was established to investigate the ad-
sorption behavior of O, on Ag (111) surface. The results indicate that O, is adsorbed on Ag surface in large quan-
tities, which is most easily adsorbed at a distance of 0.325 nm from the Ag atom. However, with the increase of
temperature, the {ree energy and the diffusion coefficient of O, on Ag (111) surface are increased, and the ad-
sorption energy is decreased. As the pressure rises, the adsorption amount of O, is gradually raised until reaching
saturation adsorption.
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Tab.1 Surface energy of low exponential plane of Ag
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Fig.2 Conformation of O, adsorbed on Ag(111) surface
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Fig.4 Adsorption status of O, on Ag(111) surface
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