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Research Interests
] Computational Materials Science and Quantum Chemical Modeling
] Nonlinear Optical and Optoelectronic Materials
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] Computational Design of Energetic Materials
] Molecular Sensing and Nanomaterials
] Computational Molecular and Medicinal Chemistry

Research Expertise
] ComputationalMaterials Science andQuantumChemicalModeling –DFT,

TD-DFT and molecular dynamics for predicting and designing functional mate-
rials.

] Nonlinear Optical and Optoelectronic Materials – Computational design of
π-conjugated, donor–acceptor and charge-transfer chromophores.

] Energetic Materials – Theoretical investigation and design of high-energy and
insensitive molecular materials.

] Molecular Sensing and Nanomaterials – Computational modeling of adsorp-
tion and charge-transfer processes on graphene, doped nanomaterials and metal
clusters.

] Computational Molecular and Medicinal Chemistry – Molecular docking,
reactivity, photophysical and biological activity studies.

] Spectroscopic and Electronic Structure Studies – Vibrational spectroscopy,
HOMO–LUMO, NBO, molecular electrostatic potential and related quantum
chemical analyses.

Modeling Methods ] DFT, Molecular Dynamics, Molecular Docking.
Program Packages ] Gaussian, Dalton, ORCA, Autodock, Multiwfn, VMD etc..
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Education
2011 – 2016 ] Ph.D., University of Kerala Thiruvananthapuram, Kerala, India.

Thesis title: Spectroscopic Investigations of Certain Azatricyclo and Anthraquinone deriva-
tives.

2008 – 2010 ] M.Sc. Physics, University of Kerala, Thiruvananthapuram, Kerala, India.
2005 – 2008 ] B.Sc. Physics, University of Kerala, Thiruvananthapuram, Kerala, India.
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Conferences
2025 ] Paper Presentation-National Seminar on ’Functional Polymers for Material Applications

(PolyMAT-2025)’ organized by Department of Polymer Chemistry, Government College Attin-
gal, Thiruvananthapuram, Kerala, India

] Resource Person- International conference on ’Advances in Materials Science 2025’ orga-
nized by St. Dominic’s College Kanjirapally, Kottayam, Kerala, India.

2023 ] Resource Person- International Seminar on ’Physics of the Future’ organized by Department
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Citations in Google Scholar
Total Citations ] 637

h-index ] 15
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Funded Projects
Ongoing
2023- ] Developing Novel Organic π-conjugatedMaterials using Through Space Charge Trans-

fer Mechanism for NLO Applications
Funding Agency-SERB, India
Amount - 20,89,560 INR

Awards and Achievements
Awards
2014 ] CSIR-UGC SRF
2011 ] GATE, All India Rank-426.

] CSIR-UGC JRF, All India Rank-126.

Organisational Performance
2019 ] District Coordinator, Sasthrapadham-2019, Samagra Shiksha, Kerala, India.

] District Coordinator, Sasthrajalakam-2019, SIET, Kerala, India.
] Judge, State Science Fair 2020, Kerala, India.

Academic Workshops/Trainings
2025 ] Short-Term Course in Research Methodology, UGC-MMTT centre, Sant Gadge Baba Am-

ravati University, Amravati (M.S.), Maharashtra, India.
2024 ] School on In Silico Quantum Modeling Studies, Inter-University Accelerator Centre, New

Delhi, India.
2023 ] Refresher Course in Material Science, HRDC, University of Kerala, Thiruvananthapuram,

India.
2021 ] Short Term Course in Materials Characterization Techniques, Department of MEMS, IIT

Indore.
2020 ] Refresher Course in Material Science, HRDC, University of Kerala, Thiruvananthapuram,

India.
] Induction Programme for College Teachers, CoESME, IISER PUNE, India

2013 ] Science Academies Refresher Course in Quantum Mechanics, JSS campus, Suttur, Maha-
rashtra, India.
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