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PROFESSIONAL EXPERIENCE

(28.08.202I-Present)

(01.08.2017 to 31.07.2021)

(30.06.2016 to 23.06.2017)

(01.08.2008 to 30.04.2011)

Associate Professor

Dr. B. C. Roy College of Pharmacy and Allied Health Sciences, Durgapur, West Bengal, India Pin713206
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Post-doctoral investigator
Prof. Natélia Cordeiro, LAQV/REQUIMTE, Faculty of Sciences, University of Parto,

Rua do Campo Alegre. s/n, 4163-007 Porto, Portugal

www.fc.up.pt

e The development and application of advanced software tools employing machine learning
techniques for prediction of the toxicity and/or biological activity of a wide variety of chemicals
and nanomaterials.

Post-doctoral researcher

Dr. Bahareh Honarparvar, School of Health Sciences, University of KwaZulu-Natal, Durban, 4001, South

Africa

https://www.ukzn.ac.za/

e lnderstanding molecular alteration in drug susceptibility against subtype B and South African
subtype-C (C-SA) HIV-I proteases through molecular dynamics simulations studies.

Assistant Professor

Dr. B. C. Roy College of Pharmacy and Allied Health Sciences, West Bengal, India
https://berep.ac.in/

o Teaching of undergraduate pharmacy students
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EDUCATION

(01.05.200 to 30.05.2016) PhD degree (Doctor of Philosophy in Pharmacy)
Prof. Tarun Jha, Jadavpur University, Kolkata, INDIA (http://www.jaduniv.edu.in/)
Prof. Achintya Saha, University of Calcutta, Kolkata, India (https://www.caluniv.ac.in/)

Dr. Krishna Das Saha, CSIR-Indian Institute of Chemical Biology, Kolkata, India (https://www.iich.res.in/)
Teaching of undergraduate pharmacy students

(01.07.2006-30.06.2008)

Master degree (Master of Pharmacy)
Jadavpur University, Kolkata, INDIA (http://www.jaduniv.edu.in/)

(01.0k.2002-30.05.2006)
Bachelor degree (Bachelor of Pharmacy)

Jadavpur University, Kolkata, INDIA (http://www.jaduniv.edu.in/)

Post-doctoral research (2017-2021)

Topic: Development and application of advanced /7 siico tools towards the prediction of the properties of chemical
Species

Advisor: Prof. Maria Natalia D. S. Cordeiro, LAQV/REQUIMTE, Faculty of Sciences, University of Porto, Portugal

Main objective: Development and application of advanced software tools employing machine learning and molecular
modeling techniques for prediction of the toxicity/biological activity/physicochemical property of a wide variety
of chemicals (i.e., pharmaceuticals, nanomaterials, deep eutectic solvents).

Other involvements: Development of chemometric softwares (Java and Python based), web-based applications (FLASK).

Github repository: My developed Python-based tools are available at https://qgithub.com/ncordeirfoup/

Post-doctoral research (2016-2017)

Topic:  Molecular modeling - mechanistic studies
Advisars: Prof. Gert Kruger, School of Health Sciences, University of Kwazulu-Natal, South Africa
Dr. Bahareh Honarparvar, School of Health Sciences, University of Kwazulu-Natal, South
Africa
Main objective: Understanding molecular alteration in drug susceptibility against subtype B and South African
subtype-C HIV-1 proteases through molecular dynamics simulations studies.

Ph.D. research (2011-201B6)

Title: Rational design of derivatives and analogs of phenylacetyl isoglutamine: Synthesis, biological activity and molecular
modeling.
Advisors: Prof. Tarun Jha, Department of Pharmaceutical Technology, Jadavpur University, India

Prof. Achintya Saha, Department of Chemical Technology, University of Calcutta, India

Dr. Krishna Das Saha, CSIR-Indian Institute of Chemical Biology. Kolkata, India
Main objective: Rational design of derivatives and analogs of phenylacetyl isoglutamine as potential inhibitors of matrix
metalloproteinases and histone deacetylases through computer-aided drug design, synthetic chemistry and enzymatic
assays. The most potent compounds were investigated and reported with anti-migratory, anti-invasive and anti-
proliferative properties through /7 vitro assay techniques, Work of Ph.D. thesis was published in Bioorganic & Medicinal
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Chemistry (2016), RSC advances (2013), Journal of Pharmacy and Pharmacology (2013) and Future Medicinal Chemistry
(2019).

Masters research (2006-2008)

Title:  Rational Design of 1.9-N.N'-Disubstituted-2-(Substituted Naphthalenesulphonyl) Gluatamamides by Synthesis,
Riological Evaluation and [SAR study.

Advisors: Prof. Tarun Jha, Department of Pharmaceutical Technology, Jadavpur University, India

Main objective: Rational design of derivatives and analogs of 1,5-N.N'-Disubstituted-2-(Substituted Naphthalenesulphonyl)
Gluatamamides as potential antitumor agents through synthetic chemistry, in vivo assay and OSAR. Thesis work was
published in £uropean Journal of Medicinal Chemistry (2010).

Research interests

Computational chemistry

Keywords: 20-(SAR (linear and classification analyses), 30-0SAR (CoMFA, CoMSIA, MFA), pharmacophore mapping (ligand-
and structure-based), molecular docking (rigid, semi-rigid, flexible, induced-fit), molecular dynamics simulation, homology
modeling, fragment-based |ead identification and modification, virtual screening etc.

Cancer biology

Keywards: /7 vitro cytotoxicity assay, enzyme inhibition assay, flow cytometry, confocal microscopy, western blotting,
invasion and migration assay.

Synthetic chemistry

Syntheses, purification and characterization of organic compounds.

Technical skills

> Experienced user of molecular modeling packages: Biovia Discovery Studio, Schrodinger, MOE, Tripos, Hyperchem,
Laussian, Amber, Desmond, Scikit-Learn, RDKit.

Visualization of structures and molecules: GaussView, VMD, Chimera, Pymal, Discovery Studio Visualizer,

Plotting: Plotly, Xmgrace, Matplotlib

Programming Languages: Python, R, FLASK, Java, HTML, CSS, SOL

Use of parallel clusters and high performance computing

Experienced in all main Operating Systems - Unix/Linux, Windows, OX S.
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Halder, AK. Cordeiro, M. N. D. S. OSAR-Co-X: An open access toolkit for multitarget OSAR modelling. Journal of
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flap dynamics of the South African HIV C-SA protease in presence of FDA-approved inhibitors: MD study Chemical
Riology and Drug Design. 2018, 92, 1899-1913.

Sengupta, D.. Majumdar, Z. H., Mukherjee, A., Sharma, D., Halder, A. K.Rasu. S., Jha, T. Benzamide porphyrins with
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phosphodiesterase |0A (PDEI0A) inhibitors by comparative 3D [SAR approaches. SAR and (ISAR in Environmental
Research.207, 28, 223-273.
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Chem-Bioinformatic Approaches.(Edn. Roy, K.)Springer Protocols, 2018, Chapter 3, pp. 155-186.

Jha, T., Adhikari, N., Halder, A. K., Saha, A. Ligand Based & Structure Based Drug Design of Non-Steroidal Aromatase
Inhibitors (NSAls) in Breast Cancer, In: Quantitative Structure-Activity Relationships in Drug Design, Predictive
Toxicology. and Risk Assessment. (Edn. Roy, K.), 16l Global, 2015, Chapter I, pp. 400-470.

Jha, T., Halder, A. K., Adhikari, N. Epstein-Barr virus and treatment of its infection, In: Cancer causing viruses and their

inhibitors. (Edn. Gupta, S. P.), CRC Press, 2014, pp. 1a7-205.

Conference presentations (Oral/Poster)

L

Halder, A. K. Cordeiro, M. N. D. S., Understanding the environmental toxicity of deep eutectic solvents and their
components: a multitasking quantitative structure-toxicity relationship modelling approach. XXIV Encontro Luso Galego
de Quimica, University of Porto, Portugal, 21-23 November 2018.

Halder, A. K. Samanta, 8., Mukherjee, T., Bandopadhaya, S.Jha. T. Possible anticancer agents: Synthesis, biological
evaluation and modelcular modeling of a-N-siubstituted-2-(substituted benzenesulphonyl)-L(+) glutamines. (Abstract
published in J. Cancer Res. Therapeut. 2012, 8. Suppll. §23 and paper presented in 3lst Annual Convention of the Indian
Association for Cancer Research and International Symposium on ‘Cancer Genomics and its Impact in Clinics' organized
in ACTREC, Tata Memarial Centre, Kharghar, Navi Mumbai, INDIA), 26-23th January 2012.

Halder, A. K., Mondal, C., Adhikari, N., Saha, A., Jha, T. Finding structural requirements and novel |eads for active and
selective Polo-like kinase- inhibitors. National Conference on ‘New Trends in Bioinformatics’, [IT Delhi, India, July 30-
31, 2012.

Halder, A.K.. Jha, T., Structural findings of carboxamide antiprotease compounds by validated predictive ISAR modeling
based on internal and external predictabilities, International Conference on Recent Advances in Drug Discovery,
University College of Pharmaceutical Sciences, Kakatiya University, Warangal, A. P, India, 22nd-24th October 2010.
Halder, A. K. Alam, S. M., Samanta, S., Basu, 8. Jha, T., ISAR modeling of N-aryl-oxazolidone-5-carboxamides as HIV
protease inhibitors. International Conference on the Interface of Chemistry-Riology in Biomedical Research, BITS Pilani,

22-24th February 2008.



Referee/Reviewer

International Journal of Molecular Sciences, Molecules, Molecular Diversity, Environmental Science-Nano, Chemosphere,
Journal of Molecular Structure and Dynamics, SAR & OSAR in Environmental Research,etc

Fellowship/Awards

>

>
>

2019, Fellowship obtained for the project UID/0UI/50006/2019, with financial support from FCT/MEC through
national funds.

2018. Fellowship obtained for the project Interreg Sudoe NanoDesk-SOEI/Pl/ED2015

2017, Fellowship obtained for the project UID/QUI/30006, with financial support from FCT/MEC through national
funds and co-financed by European Regional Development Find (ERDF) POCI-01-0145-FEDER-D07265 within the
framework of Partnership agreement PT2020.

2016, Post-Doctoral Fellowship awarded by University of Kwazulu-Natal, Durban, South Africa.

2014, International Travel Grant sanctioned by Scientific and Engineering Research Board (SERB), New Delhi for
attending International Conference in San Francisco, USA..

2011-2015, Senior Research Fellowship- Council of Scientific and Industrial Research (CSIR), New Delhi, India for
Ph.D. program.

2006-2008, Fellowship for Post-Graduate program in Pharmacy (GATE fellowship), University Grants Commission
(UGE). Bovt. of India

2006, Nualified National Graduate Aptitude Test in Engineering (GATE)

M. Pharm. Dissertation

> Preclinical evaluation of thrombocytogenic activity of hydro-alcoholic extract of Psidium gquajava fruits of
Wistar rats with in silico modeling on Dengue virus protease inhibitors. Student name: Soumik Bhattacharjee.
Year: 2021-22,

> Evaluation of effect of donepezil on metoprolol associated memory consolidation on Swiss albino mice with in
silico modeling on 0HT?2a antagonists. Student name: Koushik Pal. Year: 2021-22

> In vivo and in silico studies on the effect of ibuprofen on wound healing process. Student name: Sachin

Karmakar. Year 2022-23

Granted Project

Title: Design and development of drug-like candidates in form of biphenyl sulfonamide derivatives as FXR partial agonists for
therapeutic management of non-alcoholic fatty liver disease.
Duration (in months): 36 Total

Granting agency: Science & Technology and Biotechnology Department, Government of West Bengal, India
Amaount sanctioned: Rs. 26.10,000

Personal details

Date of Birth: 02.08.1983
Gender: Male
Languages known: English (fluent), Hindi (fleunt), Bengali (mother tongue). Portuguese (beginner)

Nationality: Indian
Home address: B-7/444, KALYANI, NADIA, WEST BEGAL, PIN 741235, INDIA
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Soumen Banerjee

Vill+PO. Shankarpur

Bidhan Nagar

Durgapur-12

Mob : 9475265288

Email: soumendipu@rediffmail.com

Personal Information

Fathers Name : Somnath Banerjee
Date of Birth :25/01/1975

Educational Qualification

1. Completed MBA from Sikkim Manipal University in the year 2008
2. Completed MCA from Bangalore University in the year 2001
3. Completed B.Sc from Burdwan University in the year 1996

" Experience

Teaching experience of 20 years from Dr.B.C.Roy College of Pharmacy & AHS, Durgapur
(from Sept 2005 to date).

e

1

Hobbies/ Interests

Programming, story book reading etc

I hereby declare that all the above mentioned information are correct and true to the best of my
knowledge and belief.
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Prof. (DrYSamir Kumar Samanta * ..~

M. Pharm., Ph.D (J.U.)
Principal
Dr. B. C. Roy College of Pharmacy & AHS
Durgapur, West Bengal-713206
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