Chemjliech

International Journal of ChemTech Research
i CODEN (USA): IJCRGG  ISSN: 0974-4290
www.sphinxsai.com Vol.9, No.04 pp 306-315, 2016

Optimization and Vibrational Study of 2-propylpyridine-4-
carbothioamide by DFT- A theoretical study

K. Rajalakshmi'*, M.Vetrivel®

'Department of Physics, SCSVMV, Kanchipuram- 631 561, India
’Department of Mechanical Engineering, SCSVMV, Kanchipuram- 631 561, India

Abstract: The molecular structure and simulated vibrational spectra of 2-propylpyridine -4-
carbothioamide have been calculated using the different density functional theoretical methods.
The comparative performance of different DFT methods at various basis sets has been
examined and predicted molecular structure and vibrational spectra of the molecule. The
calculated results show that DFT/B3LYP functional and 6-31 G basis set gives the highest
certainty in predicting the structure and vibrational spectra of 2-propylpyridine -4-
carbothioamide.
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