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Raman spectrum of liquid water in instantaneous normal mode :
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Student : Ping-Han Tang Advisor : Dr. Ten-Ming Wu
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National Chiao Tung University

ABSTRACT

By using the MD simulation;to simulate the motion of molecules in water. In the
same time interval, we collect the configurations of water. From these configurations,
we obtain collective polarizability at different instants. When the incident electro-
magnetic waves penetrate into liquid water; time dependent collective polarizability
causes electromagnetic waves to scatter, and the:-Raman spectrum is observed. In this
project, we use the instantaneous normal modes to analyze the Raman spectrum of
water. In other paper , the time correlation fuction(TCF) was used to analyze the
spectrum. Our purpose is to compare our results with theirs. Also, by classifying the
local structure of water molecules, we discuss the difference of Raman spectrum due
to different local structures.
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