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Fig.1 Typical compound Morse potential Fig.2 Relation between the rate of vibrational relaxation

and anharomonicity of diatomic molecule
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Table 1
Electrinic state|Matrix|Vibrational transition|Vibrational frequency|Transitional frequency
(em~1) (s!)
NO Ground Ar 1-0 1841 < 20
HCL| Ground Ar 1—0 2871 8.0 x 102
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Fig.3 Relation between the rate of vibrational relaxation and mass factor
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EFFECTS OF ANHARMONICITY AND MASS FACTOR
ON MOLECULAR VIBRATIONAL RELAXATION OF
DIATOMICS IN CONDENSED STATE

Ding Jiagiang Chen Zhiying
(Institute of Mechanics, Chinese Academy Sciences, Beijing 100080, China )

Abstract In this note, we investigate the effects of anharmonicity and mass for diatomic
molecular vibrational relaxation in condensed fluid by computer simulation. We have shown
that the rates of vibrational relaxation increase with the increase of anharmonicity and mass

factor. This is in agreement with the data from experiment.

Key words molecular dynamics, condensed state, nonharmonic effect, mass factor



