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[Abstract]

Initially, two-dimensional Raman spectroscopy attracted attention as a promising tool to
study the structure of molecular liquids. However, it was soon revealed that it is very difficult
to measure experimentally due to the unforeseen cascading effect of light emissions. Recently,
Hamm et al. have developed an improved spectroscopic method, called two-dimensional
Terahertz Raman spectroscopy, which overcomes this cascading problem.

In this study, we calculate 2D THz Raman spectra of Alanine dipeptide in water using
molecular dynamics simulations. Alanine dipeptide has been used as a standard model for
many protein studies because of its simple structure. However, its structure in water is still not
yet confirmed, although several candidate structures have been proposed. By computing 2D
THz Raman spectra of these candidate structures in water we hope to provide experimen-
talists with a test to establish the most stable configuration.
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Fig. 1. The ¢ and y angles in the alanine dipeptide molecule.
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