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EDUCATION
2013-2017 ICIQ (Institut Catala d'Investigacié Quimica), Barcelona Institute of Science and Technology
Tarragona, Spain (BIST), Tarragona, Spain
PhD in theoretical and computational chemistry with Excellent Cum Laude
July. 2016 Universitat Rovira i Virgili, Tarragona, Spain
Tarragona, Spain Diploma in teaching assistantship
2011-2013 Indian Institute of Technology Bombay (IITB), Mumbai, India
Mumbai, India Master degree in chemistry
2008-2011 Farook College, University of Calicut, Kerala, India
Kerala, India Bachelor degree in chemistry

PROFESSIONAL EXPERIENCE

June 2021- Present Assistant Professor — |IT Palakkad

Nov 2020- June 2021

Postdoctoral Researcher — University of Pittsburgh
Pittsburgh, USA

Advisor : Prof. Peng Liu
Computational mechanistic studies on transition metal catalyzed reactions

Postdoctoral Researcher — Georg-August Universitat Gottingen
Advisor : Prof. Lutz Ackermann
Computational mechanistic studies on C-H activation reactions

June 2018- Oct.2020
Gottingen, Germany

Oct. 2013- Nov. 2017 PhD in Theoretical and Computational Chemistry — ICIQ (BIST)
Tarragona, Spain Advisor : Prof. Feliu Maseras
Computational mechanistic studies on the transition metal catalyzed activation of CO>

Sep. 2015- Dec. 2015 Short Term Scientific Mission (COST Action CM-1205 CARISMA) — Heriot-Watt University
Edinburgh, UK Advisor : Prof. Stuart Macgregor

Computational mechanistic studies on ruthenium catalyzed C-H Activation

Benchmark studies on DLPNO-CCSD(T) method
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mailto:rosithak@iitpkd.ac.in

July. 2013- Sep. 2013 Research Assistant- [IT Bombay
Mumbai, India Advisor : Prof. Raghavan B. Sunoj

Computational studies on transition states models for stereoselective bond formation in
asymmetric organocatalytic reactions

May. 2012- June. 2013 Master Thesis in Computational Chemistry — IIT Bombay
Mumbai, India Advisor : Prof. Raghavan B. Sunoj
Computational mechanistic studies on enantioselective NHC catalyzed Stetter reaction
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POSTERS/ORAL PRESENTATION

= Beilstein Organic Chemistry Online Symposium, Sep.2020 (participant)

= 1%t Virtual International symposium on C-H Activation, July 2020 (participant)

» “Palladium catalyzed conversion of cyclic vinyl carbonates to allylic amines: A DFT study”, European Conference on
Theoretical and Computational Chemistry (EUCO-TCC), Barcelona, Sep. 2017 (poster)

= “Selective transformation of cyclic vinyl carbonates to allylic amines and aldehydes: A DFT study”, The World Association of
Theoretical and Computational Chemists (WATOC) conference, Munich, Aug. 2017 (poster)

= “Mechanistic insights into the palladium catalyzed stereoselective formation of allylic amines”, XXXII annual meeting of
reference network of R+D+i on theoretical and computational chemistry, Tarragona, July 2017 (oral)

= “Mechanistic insights into the carboxylation of a-siloxy silane-A DFT study”, CARISMA-COST meeting, Lisbon, March 2017
(oral)

= “Mechanistic insights into the carboxylation of a-siloxy silane-A DFT study” 10th congress on electronic structure: principles
and applications (ESPA), Castellon, June 2016 (poster)

= “Salient role of counterion in the carboxylation of a-siloxysilanes via brook rearrangement — A DFT study”, CO: catalysis
conference, Lisbon, April 2016 (poster)

= “Salient role of AlEts in the allene carboxylation reaction - A DFT study”, XXI international conference in organometallic
chemistry (EuCOMC), Bratislava, July 2015 (poster)

= XXXI annual meeting of reference network of R+D+i on theoretical and computational chemistry, Girona, June 2015
(participant)
= “Salient role of AIEt3 in the allene carboxylation reaction- A DFT study” CARISMA-IIl meeting, Tarragona, March 2015 (poster)

* “Unusual ligand rearrangement in Pd-pincer complex- A case study with allene carboxylation reaction employing DFT
method”, 50" symposium on theoretical chemistry, Vienna, Sep. 2014 (poster)

= “Mechanistic insights into the allene carboxylation reaction from DFT calculations”, VI international school on
organometallic chemistry, Barcelona, June 2014 (poster)

= DETIC (dialogue between experiment and theory in inorganic chemistry) meeting, Tarragona, Nov. 2013 (participant)

= 3™ Indo-German conference on modeling chemical and biological (re) activity, Mohali, Feb. 2013 (participant)

TEACHING ASSISTANSHIP

Teaching assistantship for master’s students on ‘introduction to computational chemistry’ course, Universitat Rovira i Virgili,
Tarragona, Spain (2015-2017)



AWARDS AND SCHOLORSHIPS

= Awarded Formacion del Profesorado Universitario, FPU (FPU13/04581) PhD grant from Ministry of Spain for promising
future university professors (Nov. 2013 - Nov.2017)

= Awarded diploma in teaching assistantship from Universitat Rovira i Virgili, Tarragona, Spain (2016)

= Awarded CARISMA-COST short term scientific mission fellowship (COST Action CM-1205 CARISMA) for conducting research
in an international university from European Union CARISMA-COST organisation (Sept. 2015 - Dec. 2015)

= Awarded highest grade in the first stage and second stage master thesis presentation at IIT Bombay (2012- 2013)

= Selected to participate in the ‘magic in chemistry’ exhibition as a part of tech-fest at IIT Bombay (2013)

= Awarded Bristol-Mayers-Squibb scholarship from IIT Bombay for academic excellence (Jul. 2012 - May 2013)

» Awarded merit-cum-means scholarship from IIT Bombay for academic support (July 2011 - May 2012)

= Qualified highly competitive all India level IIT JAM (Joint Admission for MSc) for the admission to master’s course (2011)
= Selected to participate in the ‘chem-eleon2011’exhibition conducted by Farook College, Kerala (2011)

= 2" batch topper from department of chemistry, Farook College, Kerala (2008-2011)

» Awarded Paloli committee scholarship by government of Kerala for academic excellence (2009-2011)

EXTERNALLY FUNDED PROJECTS

1. Research Assistant -12CSIR004:
Title: Computational studies on transition state models for stereoselective bond formation in asymmetric organocatalytic

reactions

Duration: 1-07-2013 to 30-09-2013

Sponsor: Industrial Research and Consultancy Centre, [IT Bombay
Value: 30000 INR

Supervisor: Prof. Raghavan B. Sunoj, IIT Bombay, India

2. CARISMA COST Action CM-1205:

Title: Study of the structure and dynamic behavior of CO2 as a ligand
Duration: 16-09-2015 to 15-12-2015

Sponsor: CARISMA-COST organization, European Union

Value: 1.6 lakh INR

Supervisor: Prof. Stuart Macgregor, Heriot-watt university, Scotland

3. Formacién del Profesorado Universitario, FPU (FPU13/04581) PhD Grant:

Title: Computational mechanistic studies on the transition metal catalyzed activation of CO»
Duration: 20-09-2013 to 20-09-2017

Sponsor: Ministry of Spain

Value: 35.55 lakh INR

Supervisor: Prof. Feliu Maseras, ICIQ, Spain

SKILLS

* Programming: C, Fortran77, Python

= Softwares and Tools: Gauss view, Molden, VMD, Acuchem, Monte Carlo, Gaussian09, Gaussian16, CP2K, ORKA, NBO, QChem,
EDA AIM, Copasi, NCI, Chemcraft and CYL view

» Operating Systems: Linux, Windows

= Language Skills: English, Hindi, and Malayalam (Fluent), Spanish and German (basics)



