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Based on an ab initio calculation and a semiempirical method, the structural and vibrational
frequencies of Uracil and hydrated Uracil are studied by using the Fourier transform of velocity
autocorrelation function of trajectories of molecular dynamics simulations. The finite difference
harmonic method is also used to assign the vibrational frequency of each mode. It is found
the calculation frequencies are in good agreement with the experiment data. The structural
and vibrational frequencies of Uracil in hydrated form is discussed.
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