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Application of Molecular Orbital Calculation for Analysis of Adsorption State on Supported

Noble-M etal-Particle Catalysts
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Model for electrostatic induced-energy calculation
(hemispherical conductor model). g: charge of an
atom of adsorbed molecule. a: distance between
the position of charge g and the center of
hemispherical conductor. 6: polar angle of the
position of charge g. R: radius of hemispherical
conductor. €' relative dielectric constant of
support material.
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Fig. 2  Dependence of adsorbed CO molecule vibrational

frequency, v, ONn particle radius, R, and relative
dielectric constant of support matrial, €', for
supported Pt particle system.
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