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STUDY ON VIBRATIONAL SPECTRA OF
LIQUID TOW ITHMD SM ULATION

Lu Tinghai

(Chamical Engineering D gpartment,B eijing Institute of
Petrochem ical T echnology, B eijing 102600)

ABSTRACT

The intranolecular vibrations have been calculated from molecular dynamics smulation
of tritiated water T:O w ith the flexible BJH w ater model by Fourier transformationsof the
correponding velocity autocorrelation fuctions at room temperatrue The results obtained
from the smulations are compared w ith the experimental values The fequencies for the
stretching vibrationsof T:0 are predicted

Key words M olecular dynamics smulation Tritiated water V ibrational gpectrum

V elocity autocorrelation function



