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EDUCATION AND DEGREES
	2016	Ph.D. in Chemistry
		Department of Chemistry, University of Southern California, Los Angeles, USA
		Thesis: Photoinduced redox reactions in biologically relevant systems
		Advisor: Prof. Anna I. Krylov
			           
	2011	M.Sc. in Chemistry
		Department of Chemistry, Indian Institute of Technology Madras (IITM), Chennai, India
		Thesis: Adiabatic and quasi-diabatic potential energy surface of H+ + O2 system
		Advisor: Prof. Sanjay Kumar	

	2009	B.Sc. in Chemistry (with honors)
		Department of Chemistry, Jadavpur University, Kolkata, India 	 
EMPLOYMENT
2022 – current		Assistant Professor
				Department of Chemistry, Syracuse University, Syracuse, NY, USA
EXPERIENCES
2019 – 2022		Postdoctoral Fellow
				Department of Physics, Georgia Institute of Technology, Atlanta, USA
				Advisor: Prof. James C. Gumbart

	2017 – 2018	 	Postdoctoral Associate
				Department of Chemistry, Yale University, New Haven, USA
				Advisor: Prof. Victor S. Batista	
AWARDS AND HONORS
	2021	Best presentation award from the Molecular BioMedical (MBM) research group seminar series
2016	Dissertation Completion Fellowship for excellent research as graduate student  
	2016	Predoctoral scholarship for excellent progress in research as graduate student  
            2015	Dulligan Memorial Award for outstanding graduate research in physical chemistry
2015    Travel award for 24th winter I-APS conference
	2014	Best poster award at TCS 2014, CSIR-NCL, Pune, India
	2011	Best dissertation award for Master thesis from Department of Chemistry, IITM
	2010	Recipient of Summer Research Fellowship of Indian Academy of Sciences
TEACHING EXPERIENCES 	
	2021		School of Physics, Georgia Institute of Technology
			Taught the “Quantum Biology” module of the biophysics graduate course in Fall 2021

	2011-2013	Department of Chemistry, University of Southern California
			Teaching Assistant for General Chemistry (105 A/B) for six semesters
MENTORING EXPERIENCES
	2020      	Jinchan Liu and Yupeng Li, Undergraduate students, Georgia Tech
2017-2018	Subhajyoti Chaudhuri and Peter Dahl, Graduate students, Yale University
2016 		Tirthendu Sen, Graduate student in Krylov group, University of Southern California
2016	 	Alina Arslanova, REU student, University of Southern California
2013		Roman Konoplev-Esgenburg, REU student, University of Southern California
	2013		Bailey Qin, Graduate student in Krylov group, University of Southern California
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INVITED TALKS
1. Capturing the role of chemical environments: from electron transfer to virus binding” Department of Chemistry, Syracuse University, January 27, 2022
2. Capturing the role of chemical environments: from electron transfer to virus binding” Department of Chemistry, University of Alabama at Birmingham, January 20, 2022
3. “Capturing the role of chemical environments: from electron transfer to virus binding” Department of Chemistry, Texas A&M University, December 14, 2021 
4. “Role of local environments in chemistry and biochemistry: from electron transfer to virus binding” Statistical Mechanics in Chemistry and Biology (SMCB) Seminar Series, December 4, 2021
5. “Photoinduced electron transfer from naphthols to Solvents” Atlanta Mini-symposium on Theoretical and Computational Chemistry, October 23, 2021
6. “Computational techniques in chemistry” Science department, Oxford College of Emory University, February 10, 2021
7. “Excited-state electron transfer in small molecules and in biology” Georgia State University, July 20, 2018
8. “Excited-state electron transfer in small molecules and in biology” Georgia Institute of Technology, July 23, 2018

CONTRIBUTED TALKS
1. Dynamics and interaction of coronavirus receptor binding domains with glycans. ACS National Meeting & Exposition (San Diego, CA and virtual, Spring 2022)
2. Resolving the hydride transfer pathway in the oxidative conversion of proline to pyrrole. ACS National Meeting & Exposition (San Diego, CA and virtual, Spring 2022)
3. ACE2 glycans preferentially interact with SARS-CoV-2 over SARS-CoV. Pacifichem 2021 (Honolulu, HI and virtual)
4. ACE2 glycans preferentially interact with SARS-CoV-2 over SARS-CoV.  Southeastern Regional Meeting of ACS (Birmingham, AL, Fall 2021) 
5. ACE2 glycans preferentially interact with SARS-CoV-2 over SARS-CoV. Molecular BioMedical (MBM) seminar series (Georgia Tech, 2021)
6. Differences in the interactions of receptor binding domains of SARS-CoV-2 and SARS-CoV with ACE2 glycans. ACS National Meeting & Exposition (Atlanta, GA and virtual, Fall 2021)
7. Resolving the hydride transfer pathway in Bmp3-catalyzed pyrrole biosynthesis. ACS National Meeting & Exposition (Atlanta, GA and virtual, Fall 2021)
8. Exploring photoinduced electron transfer leading to "oxidative redding" in fluorescent proteins. ACS National Meeting & Exposition (San Diego, CA, Spring 2016)
POSTER PRESENTATIONS
1. Distinct states of MmpL3 in lipid transport across the mycobacterial inner membrane. ACS National Meeting & Exposition (San Diego, CA and virtual, Spring 2022)
2. Distinct Differences in the Interactions of Receptor Binding Domains of SARS-CoV-2 and SARS-CoV with Human ACE2. BPS Annual Meeting (Virtual, 2021)
3. The effect of (-)-epigallocatechin-3-gallate on the Aβ secondary structure.  BPS Annual Meeting (San Diego, CA, 2020)
4. Ring-modulated excited state electron transfer in naphthol photoacids. Gordon Research Conference: Electron Donor-Acceptor Interactions (Newport, RI, 2018)
5. Molecular level understanding of photo-bleaching and oxidative-redding via electron transfer in fluorescent proteins. ACS National Meeting & Exposition (Philadelphia, PA, 2016)
6. Exploring photo-induced electron transfer leading to “oxidative redding” in fluorescent proteins. Gordon Research Conference: Molecular Interactions and Dynamics (Easton, MA, 2016)  

7. Turning on and off photoinduced electron transfer in fluorescent proteins by π-stacking, halide binding and TYR145 mutations. Gordon Research Conference: Photochemistry (Easton, MA, 2015)  
8. Exploring oxidative redding of proteins from GFP family: A gateway step approach. 24th Winter I-APS Conference (Sarasota, FL, 2015)
9. Exploring oxidative redding of proteins from GFP family: A gateway step approach. Theoretical Chemistry Symposium, CSIR-National Chemical Laboratory (Pune, India, 2014)
10. Exploring oxidative redding of proteins from GFP family: A gateway step approach. The American Conference on Theoretical Chemistry (Telluride, CO, 2014) 
11. Redox properties of green fluorescent proteins and their chromophores. 54th Sanibel symposium (St. Simons Island, GA, 2014)
12. Adiabatic and quasi-diabatic potential energy surface of H++CO system. Theoretical Chemistry Symposium, Indian Institute of Technology Kanpur (Kanpur, India, 2010)

WORKSHOP ATTENDED
2013 	Software summer school at Virginia Tech by Innovation Institute for Computational Chemistry and Materials Modeling (S2I2C2M2)

COMPUTATIONAL RESOURCES GRANTS
1. XSEDE start-up grant (2017-2019) as a PI (CHE170024) for the project “Towards understanding and enhancing electrical conductivity of bacterial pili protein”
2. ANTON2 allocations (2019) with Prof. Victor S Batista for the project “Towards understanding electron transport pathways of conductive geobacter pili and design principle for enhancement of their conductivity”

SKILLS/EXPERIENCE
· Software packages: Q-Chem, IQmol, Gaussian, Gaussview, ORCA, NAMD, VMD, Autodock, and Maestro 
· Scripting languages: Python and Tcl
· Multiscale modelling: QM/MM calculations, moving domain QM/MM (modQM/MM), and effective fragment potential 
· Electronic structure calculations: DFT, TDDFT, CCSD, and EOM-CCSD
· Molecular dynamics (MD) simulations, enhanced sampling techniques – targeted MD, steered MD, and Gaussian-accelerated MD. 
· Charge transfer
· Excited-state processes

SERVICES
· Peer-reviewed manuscripts for
· ACS Omega
· Chemical Communications
· Computer Physics Communications
· Chemical Science 
· Journal of Chemical Information and Modeling
· Journal of Chemical Theory and Computation
· Journal of Physical Chemistry A/B/C/Letters
· Organic and Biomolecular Chemistry
· Physical Chemistry Chemical Physics
· Judged Clayton county public school (CCPS) regional science & engineering fair in 2022
· Proctored United States National Chemistry Olympiad (USNCO) competition in 2021 
· Judged posters in undergraduate research symposium at Georgia Tech in 2019 


