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Scaled quantum chemical studies and vibrational spectra of conjugated
structure 2-benzylidenehydrazinecarbothioamide*
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The title compound 2-Benzylidenehydrazinecarbothioamide was grown and the optimized molecular geometry
was generated using density functional theory. Experimental Fourier Transform Raman and Infra red spectra were
recorded and compared with the calculated results. The normal mode frequencies, Infra red and Raman intensities
were computed with the Becke three Lee-Yang-Parr 6-31/G* method. Normal coordinate analysis is employed to
analyze and interpret the vibrational assignments in the experimental spectra. The second harmonic efficiency of
the grown crystal was studied by Kurtz and Perry powder reflection technique
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* TloHblil TEKCT CTAaThU OIyOJIMKOBAH B aHIVIMHCKON BEPCHH KypHaJIa.
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