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e Ph. D. thesis entitled "Spectroscopic, MD and DFT characterization of some
Phenylalanines™ has been submitted under the guidance of Dr. J. J. Tonannavar,
Dept. of Physics, KU Dharwad.

e Awarded with University Research Studentship in 2016.

List of Publications:

e Molecular Dynamics simulation, DFT calculations and Vibrational ~Spectroscopic
study of N-He+O bound dimer models for
DL-B-Phenylalanine and 3-Amino-3-(4-chlorophenyl)propionic acid.
L. Pallavi, J. Tonannavar, Jayashree Tonannavar
Journal of Molecular Liquids, 352 (2022)
https://doi.org/10.1016/j.molliq.2022.118746

e DFT zwitterion model for vibrational and electronic structure of unnatural 3-amino-3-
(4-fluorophenyl) propionic acid, aided by IR and Raman spectroscopy.
L. Pallavi, J. Tonannavar, Jayashree Tonannavar
Journal of Molecular Structure, 1211, (2020)
https://doi.org/10.1016/j.molstruc.2020.128085

e Solvatochromic studies on 4-Bromomethyl-7-methyl coumarins.
Netravati Khanapurmath, Manohar V. Kulkarni , L. Pallavi , Jayashree Yenagi ,
Jagdish Tonannavar
Journal of Molecular Structure, 1160, (2018)
https://doi.org/10.1016/j.molstruc.2018.01.070

List of papers presented at Conferences:

e DFT Computation and Spectroscopic Analysis of 3-Amino-3-(4-chlorophenyl)
propionic acid
Pallavi L, J. Tonannavar, Jayashree Yenagi
International Conference on Spectroscopy of Biomolecules and Advanced Materials
(ICSBAM-2017), Christian College Chengannur, Kerala.

e Explicit/Implicit solvation models and vibrational Spectroscopic Characterization for
3-Amino-3-(4-Chlorophenyl) propionic acid
Pallavi L, J. Tonannavar, Jayashree Yenagi
International Conference on Molecular Spectroscopy (ICMS-2017), Mahatma Gandhi
University, Kottayam, Kerala.

e Experimental and DFT zwitterion modeled vibrational structure of
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3-Amino-3-(4-Fluorophenyl) propionic acid

Pallavi L, J. Tonannavar, Jayashree Yenagi

7"International Conference on Perspectives in Vibrational Spectroscopy (ICOPVS-
2018), BARC-Mumbai.

e Experimental and DFT zwitterion modeled vibrational structure of
DL-B—Phenylalanine
Pallavi L, J. Tonannavar, Jayashree Tonannavar
International Conference on Advanced Functional Materials for Energy, Environment
and Health Care (AFMEEHC-2019), Mysore.

e Vibrational analysis and DFT characterization of inter/intramolecular interactions of 3-
Amino-3-(4-methoxyphenyl)propionic Acid
Pallavi L, J. Tonannavar, Jayashree Tonannavar
8" International Conference on Perspectives in Vibrational Spectroscopy (ICOPVS-
2020), Bengaluru.
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