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Abstract:

We will present our recent theoretical studies of nonlinear vibrational spectroscopy of liquid-
vapor interfaces of pure water and water-tertiary butyl alcohol (TBA) systems by using a combination of
electronic structure calculations and molecular dynamics simulations. Results will be discussed for second
order sum frequency generation (SFG) response from aqueous surfaces using OH stretch as the probe
vibrational mode. Dynamics of water in the interfacial region will also be discussed and will be correlated

with the spectral and structural results.




