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Year of 
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(Physics) 

Pandit deendayal 

petroleum university, 
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April 2015 
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B.Sc.  
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2016 
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Operating Systems:   DOS, CentOS, Linux, Windows XP/8/10. 

Programming Languages:  C, C++ 

Simulation packages: Molecular dynamics codes: Gromacs and 

SchrÖdinger. 

Density functional theory Codes: Gaussian 

and Qunatum Espresso.  

Modeling/visualization  

packages:  Visual molecular dynamics, UCSF Chimera, 

Virtual NanoLab, XCrySDen and OVITO.  

Plotting Packages:    GNUplot, Xmgrace, Scilab, Origin. 

 
        

         

 

 

My doctoral study was focused on the investigation of drug-target 

interaction mechanism by combining quantum mechanical and 

classical mechanical tools density functional theory and molecular 

dynamics simulations, respectively. My specific area of future 

research interest is to design and develop novel drugs for chronic 

diseases apart from cancer, utilizing the advanced molecular 

dynamics simulations.   
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 International Conference on Proteins, Mirna And Exosomes In 
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th

 - 13
th
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 National Conference entitled 62

nd
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Symposium. (26
th
-30

th
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 International Conference on Drug design, New Delhi.    (7
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-9

th
 April 

2017) 

 National Conference on Interdisciplinary Approaches to Knowledge, 

Gandhinagar. (20
th
-21
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 August 2015) 
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