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04/2013 -07/2015

12/2008-12/2012
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Academic Qualification

Curriculum Vitae
Padmabati Mondal

March 2, 1986

Female

Oetlingerstrasse 51

4057 Basel, Switzerland
padmabati.mondal@gmail.com
padmabati.mondal@unibas.ch

Indian

Theoretical Study of Reaction Mechanisms,
Computational 2DIR Spectroscopy. Photochemistry and
Photophysics of organic and biologically relevant molecules

Post-doctoral Fellow in Department of Chemistry, University of Basel
Basel, Switzerland.

Post-doctoral fellow in Institute for physical and
theoretical chemistry, Goethe University, Frankfurt, Germany

PhD Thesis:

Jahn-Teller and spin-orbit coupling effects in
transition-metal trifluorides

Chair of Theoretical Chemistry

Technical University of Munich, Germany
Supervisor : Prof. Dr. Wolfgang Domcke

M.Sc. Thesis:

1. Effect of phonon modes and nonadiabaticity in
molecule-surface scattering process.

2. A quantum classical approach to the
molecular dynamics of butatriene cation.

Indian Association for the Cultivation of
Sciences, Kolkata, India.

Supervisor: Prof. Satrajit Adhikari

Summer Project (Internship):

Characterization of mixture of methanol and water
in 1:1 composition : A molecular dynamics
simualtion study.

Indian Institute of Technology, Kharagpur, India
Supervisor : Dr. Sanjoy Bandyopadhyay

Examination

Instituion/
University/Board

Grade/Percentage

Year of Passing

Dr. rer. nat. Technical University of Magna cum Laude (very 2012
Munich good)

Master of Science in SNBNCBS and IACS 8.40 out of 10 2008
Chemical Sciences

Bachelor of Science in | Visva-Bharati Univeristy 79.6 % 2006

Chemistry
Pre-Degree(10+2 Visva-Bharati University 89.6% 2003
level)
Madhyamik (10t WBBSE 90.38% 2001

standard)


mailto:padmabati.mondal@ch.tum.de
mailto:padmabati.mondal@gmail.com

Relevant Achievements and Awards

2008 Qualified in National Eligibility Test (CSIR) for
Junior Research Fellowship + Lecturership.

2007 Selected as Rajiv Gandhi Science Talent Research
Scholar.

2007 Received Jawaharlal Nehru Summer Research
Fellowship

2006 Selected for Admission and Fellowship to Post B.Sc.

Integrated Research program (PBIR) in Chemical
Sciences through a National Level Entrance Test and
Interview

2006 Secured rank 198 in Joint Admission Test (JAM)
conducted by Indian Institutes of Technology (lIT's)

2006 Secured first position in B.Sc. (Honours in Chemistry)
Examination in University

2004 Was awarded Prime Minister’s Certificate for an
outstanding performance in Pre-Degree (10+2 level)
examination

2003 Secured first position in Pre-Degree Examination in
the University

Publications

7. In Search of an Efficient Photoswitch : Design principles from a microscopic analysis of
azobenzene-linker-RNA dynamics with different linkers, P Mondal, M. Biswas, T. Goldau, A. Heckel,
| Burghardt, J. Phys. Chem. B. 2015,119, 11275.

6. Reversible photoswitching of RNA hybridization at room temperature with an azobenzene C-nucleoside,
T. Goldau, K. Murayama, C. Brieke, S. Steinwand, P. Mondal, M. Biswas, |. Burghardt, J. Wachtveitl,
H. Asanuma, A. Heckel, Chem. Eur. J., 2015, 21(7), 2845.

5. Infrared Absorption Spectra of Jahn-Teller Systems: Application to the transition-metal trifluorides
MnF3 and NiF3, P. Mondal and W. Domcke, . Phys Chem. A., 2014, 118 (21), 3726.

4. Ab initio study of dynamical Exe Jahn-Teller and spin-orbit coupling effects in the transition-metal
trifluorides TiFs, CrF; and NiF;, P. Mondal, D. Opalka, L. V. Poluyanov and W. Domcke, J. Chem. Phys,
2012, 136, 84308.

3. Jahn-Teller and spin-orbit coupling effects in transition-metal trifluorides, P. Mondal, D. Opalka,
L. V. Poluyanov and W. Domcke, Chem. Phys., 2011, 387, 56.

2. Effect of surface modes on the six-dimensional molecule-surface scattering dynamics of H,-Cu (100)
and D,-Cu (111) systems,T. Sahoo, S. Sardar, P. Mondal, B. Sarkar and S. Adhikari,
J. Phys. Chem. A, 2011, 115, 5256.

1. A quantum classical approach to the molecular dynamics of the butatriene cation with a realistic
model Hamiltonian, S. Sardar, A. K. Paul, P. Mondal, B. Sarkar and S. Adhikari, Phys. Chem.
Chem. Phys., 2008, 10, 6388.

Computational Skills/Experiences
Good skill in Fortran, LaTeX, Gnuplot, Xmgrace,
Scripting language (bash, tcl, python)



Molpro, Turbomole, Columbus, Gaussian, MOPAC, ORCA

CASSCF/MRCI, DFT/MRCI, Semi emperical.
Quantum Wave-packet Propagation Methods (Chebyshev, MCTDH, TDDVR)

Semiclassical surface hopping dynamics (TSH) , QM/MM dynamics,
Classical MD simulations.

Ab initio packages :
Quantum chemical methods:
Molecular Dynamical methods:

Teaching Experiences

Practical course in computational chemistry “Molecular
dynamics and Quantum Chemistry (MDQC)” WS2013/14 and

S552014.

Assistant Teacher

Assistant tutor for “Symmetry and chemical bonding”
in SS2013.

Practical course in Physical Chemistry in
Summer Semester (SS) 2009 and Winter Semester (WS) 2010/11

Co-supervised Students

4. Kara Groetz : Bachelor's thesis on “ Study of azobenzene-induced unfolding of RNA tetraloop using Markov
State Model” in Goethe University Frankfurt, Germany.

3. Dominique Rastadter : PhD project on “QM/MM dynamics of azobenzene in a RNA-hairpin loop “ in Goethe
University Frankfurt, Germany.

2. Phoebe Young : Master's praktikum 2014 on “ Molecular Dynamics Simulations of Double-stranded B-DNA with
Inserted Cis- and Trans-azobenzene with a B-deoxyribose Linker.” in Goethe University Frankfurt, Germany.

1. Aryan Kumar : Summer internship 2011 on 'Jahn-Teller Effect in MnHs” in Technical University of Munich, Germany
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