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MOLECULAR DYNAMICS STUDY OF INFRARED SPECTRUM OF CO
S.MATSUMOTO", S.MARUYAMA, M.SHOJI AND S.KOTAKE
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FIG.1 Far infrared and infrared absorpsion cross section of CO (120K)

calculated quantum mechanically using a rotating oscillator model.
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TABLE 1 Molecular parameters used in the MD simulation.

Weight of atom1(C) 12.0 amu
Weight of atom2(0) 16.0 amu
Equilibrium bond length 1134

L-J potential parameter € 81.0x10"23 J
L-J potential parameter o 3114

Point charge on each atom 3.26x10"% C
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TABLE2 Intermolecular potential function derivative values at the

equilibrium distance r,.
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FIG.2 Interactions considered between particles.
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FIG.3 Far infrared spectrum of CO calculated by MD.
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FIG.4 Near infrared spectrum of CO calculated by MD.
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