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SUMMARY

« Strong technical skills including 10+ years of hands-on experience in Computational
Chemistry, Chemoinformatics, Molecular Dynamics, Molecular Docking, Homology
Modelling, Free Energy Calculations, 3D-QSAR, Virtual screening.

* Proven ability to design, execute, analyze, interpret, and document results of exper-
iments as demonstrated by a 16 publication record.

+ Excellent in science communication and technical writing skills.
+ Ability to achieve research targets by managing multiple projects simultaneously.

* Proven ability to work in a multidisciplinary team in highly collaborative environ-
ments.

+ Extensive experience in supervising, mentoring, and training lab personnel.

WORK EXPERIENCE
Molecular Dynamics Expert | as a Postdoctoral Associate 02/2019-05/2021

+ Expanded the use of Molecular dynamics techniques to study protein conforma-
tional changes.

+ Perform the homology modelling to construct an atomic-resolution model of the
"target" protein from its amino acid sequence and an experimental three-dimensional
structure of a related homologous protein (the "template”).

« Participated in a collaborative research team involved in the development of the
project.

* Provided technical assistance as subject matter expert in computational chemistry.

* Published 1first-author paper and 2 first-author publications in preparation.

* Mentored and trained more than 5 graduate and undergraduate students.
Homology modelling expert | as a Doctoral student 11/2014-11/2018

+ Develop web server to perform Coarse-grained molecular dynamics (MERMAID).

+ Perform homology modeling and molecular dynamics of membrane proteins.

* Published 2 first-author research publications.

Computational Chemist | as a Junior Research Fellow 08/2013-03/2014

+ Worked on Computer Aided Drug Design projects in a multidisciplinary collaborative
environment.
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CADD Expert | as a Master’s student 08/2011-06/2013
+ Developed 3D-QSAR models for the development of protein kinase inhibitors as new
potential anti-tubercular agents.

+ Perform molecular dynamics simulations to study structural insights for design of
subtype-selective peroxisome proliferator activated receptor-a (PPAR-«) agonists.

+ Collaborate in multiple cross-disciplinary projects, which results in 13 research pub-
lications with 1 first author, 2 second author and 1 book chapter.

EDUCATION
PhD in Computational Neurobiology | from SISSA, Trieste, ITALY 2014-2018
MS in Pharmacoinformatics | from NIPER, Mohali, INDIA 2011-2013
Bachelor in Pharmacy | from GCOPA, Amaravati, MH, INDIA 2007-2011
SKILLS

Molecular Dynamics Coarse-grained MD Molecular Docking

Virtual Screening 3D-QSAR Homology Modelling

Membrane Simulations Martini Forcefield LBDD, SBDD

GROMACS AMBER Discovery Studio

Maestro Modeller GastroPlus

LATEX Chemoinformatics Python, Scripting

Toxicity prediction Toxtree Derek Nexus

Forcefield parameterization Free Energy Calculation Autodock

Glide Scientific Writing R, BASH, Tableau
ACCOMPLISHMENTS

» Oral presentation in American Physical Society (APS), 2020, Denver, Colorado
+ Poster presentation in Biophysical Society (BPS), 2018, SanFrancisco, California
* Best poster award winner in The European Iron Club, 2018, ETH Z"urich

« Oral presentation in Winter School Canazei, Applied bioinformatics, 2018, Verona,
Italy

+ Best poster award winner in 5th DMPK, 2014, NIPER, Mohali, India

* Developed web server: MERMAID(Old) and MERMAID(New) Martini coarsE gRained
MembrAne proteln Dynamics. Tutorial Link: Youtube

+ Quality assurance, Software testing and Website development: DruLiTo (Drug Like-
ness Tool)

Guest Reviewer
« Scientific Reports (SERP)

+ Computational and Structural Biotechnology Journal (CSBJ) Elsevier

+ Journal of Biomolecular Screening (JBS) SAGE Journals
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