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Abstract 
Density functional (DFT) calculations at B3LYP/6-31G(d) level have been employed as an efficient 

way for calculating "amide" frequencies of several simple aromatic urethanes. Bands attributable to cis and 
trans conformers in aromatic naphthyl-urethanes have been detected. Structures, harmonic frequencies and 
their intensities were calculated for hydrogen-bond dimers of these compounds. The calculated dimer spectra 
are in good agreement with experimental spectra in solution phases.  
 
 


