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Ph.D. Thesis Title:

Dynamical Study of extended and folded conformations of Leucine    enkephalin and Morphine
Nature of Work:

Molecular Modelling of Biomolecules, Small Atomic and Molecular Clusters, Their Physical and Chemical Properties using state-of-the- art Quantum Chemical ab initio and Density Functional Theory Based Methods
Areas of Interest/Field of Specialization:

  At present, I am involved with the theoretical vibrational spectroscopy of some nano structures and also some macromolecules using Density Functional Theory based methods. I am also working on Diluted Magnetic semi conductors which involve doping of 3d transition elements with Group III/V antimonides. Along with this there is another project which involves the study of endohedral fullerenes, Interaction of nanoparticles with biological matter, Peptides (particularly opiates), Structure and energetics of Low dimensional nanostructures.A number of research collaborations are continuing in the area of synthetic chemistry.
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Operating Systems: Windows 8, 7, XP, Vista, Ubuntu, Mac
Software Packages:  Gaussian, GaussView, ORCA, Virtual Nano Lab, Avogadro, Chemcraft, Gabedit, AIMAll etc.
Others: MS Office (Word, Excel, PowerPoint), Origin Pro, Computer Software Installation and Maintenance, Expertise in working with computer cluster.
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· Editorial Member of Journal of Computational Methods In    Molecular Design
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· Life Member of Material Research Society of India
· Member,State Level Coordination Committee ,Rashtriya Avishkar Abhiyan,UP
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· Total number of published research papers: 181
· Total number of communicated research papers: 4
· Highest impact of publication: 5.0
· Total number of citations: 731
· orcid.org/0000-0002-2243-5713
· Scopus Author ID 55091790600
· h-Index: 18
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