E313 KIS RG—DEFRFZIRY MIVICBET 33 FHHENHE

BIE CREMFE GRR BIE bk GRR
BIE W IEL (KK BIE /M £ GRK)

Molecular Dynamics Study of Far-Infrared Spectra of Vapor
S.Matsumoto*, S.Maruyama, M.Shoji and S.Kotake
Dept. of Mech. Engng., The Univ. of Tokyo, Tokyo

A simulation of water cluster (216 rigid molecules) was performed by the molecular dynamics
method. Molecules on the surface of the cluster was determined according to the number of the
neighbor molecules. The far-infrared spectra from both the surface and the center of the cluster
implied that characteristics of molecular motion in these states are basically the same.
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Fig.1 Schematic plot of the rotational spectrum of wa-
ter.
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Fig.3 Density profiles of water clusters.
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Fig.4 Far-infrared spectra of water clusters.
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Fig.5 Histogram of N,(the number of the neighbor
molecules).
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Fig.6 Surface molecules(2 < N, < 8, displayed as
white molecules). The external view(a) and the
section(b) of the same moment.

Fig.7 Traces of the dipole moment of the surface and
the center of the water cluster. The values are

in 1073Cm.
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Fig.8 Far-infrared spectra of the surface and the cen-
ter of the water cluster.
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