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(HSPAS8) on the surface of SH-SY5Y cells. Shamim Akhter, Sandipan Chakraborty,
Daniela Moutinho, Elia Alvarez-Coiradas, Isaac Rosa, Juan Vifuela, Eduardo
Dominguez, Angel Garcia and Jesus R. Requena. PLOS ONE, (2017), 12, e0185176.
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molecular modeling studies. Jyotirmay Maiti, Suman Biswas, Ankur Chaudhuri,
Sandipan Chakraborty, Sibani Chakraborty and Ranjan Das. Spectrochimica Acta
Part A: Molecular and Biomolecular Spectroscopy, (2017), 175, 191-199.
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3.570)

A sensitive fluorescent probe for the polar solvation dynamics at protein-surfactant
interfaces. Priya Singh, Susobhan Choudhury, Subhankar Singha, Yonwoong Jun,
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2014

64.

65.

66.

67.

68.

69.

2013

70.

71.

72.

Sudip Chaudhuri, Sandipan Chakraborty and Pradeep K. Sengupta. Journal of
Physical Chemistry B, (2015), 119, 2533-2545 DOI:10.1021/jp508410v. (I.F 3.466)

Insight into the anti-amyloidogenic activity of polyphenols and its application in virtual
screening of phytochemical database. Sandipan Chakraborty* and Soumalee Basu*.
Medicinal Chemistry Research, (2014), 23, 5141-5148.
DOI:10.1007/s00044-014-1081-2. (1.F 2.351)

Mechanistic insight into the radical scavenging activity of polyphenols and its application
in virtual screening of phytochemical library: an in silico approach. Sandipan
Chakraborty* and Soumalee Basu*. European Food Research and Technology,
(2014), 239, 885-893. DOI:10.1007/500217-014-2285-x. (I.F 3.498)

Structural insights into selective agonist actions of tamoxifen on human estrogen receptor
alpha. Sandipan Chakraborty and Pradip K. Biswas. Journal of Molecular Modeling,
(2014), 20, 1-12 Avrticle no. 2338. DOI:10.1007/s00894-014-2338-x.

(1.F 2.172)

Effect of B-cyclodextrin on the molecular properties of myricetin upon nano-
encapsulation: Insight from optical spectroscopy and quantum chemical studies.
Sandipan Chakraborty, Soumalee Basu and Soumen Basak. Carbohydrate Polymers,
(2014), 99, 116-125. DOI:10.1016/j.carbpol.2013.08.008. (I.F 10.723)

Tuning excited-state proton transfer dynamics of a 3-hydroxychromone dye in
supramolecular complexes via host—guest steric compatibility. Ranjan Das, Guy
Duportail, Avisek Ghose, Ludovic Richert, Andrey Klymchenko, Sandipan
Chakraborty, Semen Yesylevskyy, Yves Mély. Physical Chemistry Chemical Physics,
(2014), 16, 776-784. DOI:10.1039/C3CP52597J. (I.F 3.945)

Encompassing receptor flexibility in virtual screening using ensemble docking-based
hybrid QSAR: discovery of novel phytochemicals for BACEL inhibition. Sandipan
Chakraborty*, R. Balaji and Soumalee Basu*. Molecular Biosystems, (2014), 10, 2684-
2692. DOI:10.1039/C4MBO00307A. (I.F 2.855)

Structural insights into Resveratrol’s antagonist and partial agonist actions on estrogen
receptor alpha. Sandipan Chakraborty, Anait S Levenson, P. K. Biswas. BMC
Structural Biology. (2013), 13, 1-12, Article no. 27. . DOI:10.1186/1472-6807-13-27.
(1.LF 2.22)

Sensing of hydrophobic cavity of serum albumin by an adenosine analogue: Fluorescence
correlation and ensemble spectroscopic studies. Moupriya Nag, Kallol Bera, Sandipan
Chakraborty, Soumen Basak. Journal of Photochemistry Photobiology B: Biology
(2013), 127, 202-211. DOI:10.1016/j.jphotobiol.2013.08.010. (I.F 6.814)

Pinpointing Proline substitution to be responsible for the loss of amyloidogenesis in IAPP.
Sandipan Chakraborty*, Barnali Mukherjee and Soumalee Basu*. Chemical Biology
and Drug Design, (2013), 82, 446-452. DOI:10.1111/cbdd.12172. (I.F 2.873)



73.

74.

2012

75.

76.

77.

78.

79.

80.

81.

82.

Biophysical characterization of Genistein in its natural carrier human hemoglobin using
spectroscopic and computational approaches. Biswapathik Pahari®, Sandipan
Chakraborty*®, Bidisha Sengupta*, Sudip Chaudhuri, William Martin, Jasmine Taylor,
Jordan Henley, Donald Davis, Pradip K Biswas, Amit K. Sharma, Pradeep K. Sengupta*.
Food and Nutrition Sciences, (2013), 4, Article ID 35277, 10 pages.
DOI:10.4236/fns.2013.48A011.

Contrasting binding of fisetin and daidzein in y-cyclodextrin nanocavity. Biswapathik
Pahari, Bidisha Sengupta, Sandipan Chakraborty, Briannica Thomas, Dyffreon
McGown, Pradeep K. Sengupta. Journal of Photochemistry Photobiology B: Biology,
(2013), 118, 33-41. DOI:10.1016/j.jphotobiol.2012.10.010. (I.F 6.814)

Characterization of diadzein—hemoglobin binding using optical spectroscopy and
molecular dynamics simulations. Bidisha Sengupta, Sandipan Chakraborty, Maurice
Crawford, Jasmine M. Taylor, Laura E. Blackmon, Pradip K. Biswas and Wolfgang H.
Kramer. International Journal of Biological Macromolecules, (2012), 51, 250-258.
DOI:10.1016/j.ijbiomac.2012.05.013. (I.F 8.025)

Elucidation of the mechanistic pathways of the hydroxyl radical scavenging reaction by
Daidzein using hybrid QM/MM dynamics. Sandipan Chakraborty and P. K. Biswas.
Journal of Physical Chemistry A, (2012), 116, 8775-8785. DOI:10.1021/jp303543z.
(1.LF 2.944)

In silico design of peptidic inhibitors targeting estrogen receptor alpha dimer interface.
Sandipan Chakraborty, Shawn Cole, Nicholas Rader, Candace King, R. Rajnarayanan
and P. K. Biswas. Molecular Diversity, (2012), 16, 441-451.
DOI:10.1007/s11030-012-9378-x. (I.F 3.364)

Insight into estrogen receptor beta—beta and alpha—beta homo- and heterodimerization: A
combined molecular dynamics and sequence analysis study. Sandipan Chakraborty,
Hadassah Willett and P.K. Biswas. Biophysical Chemistry, (2012), 170, 42-50.
DOI:10.1016/j.bpc.2012.09.002. (1.F 3.628)

A mechanistic insight into the amyloidogenic structure of hIAPP peptide revealed from
sequence analysis and molecular dynamics simulation. Sandipan Chakraborty*, Barnali
Chatterjee and Soumalee Basu*. Biophysical Chemistry, (2012), 168-169, 1-9.
DOI:10.1016/j.bpc.2012.05.003. (I.F: 3.628)

A critical study on the interactions of hesperitin with human hemoglobin: Fluorescence
spectroscopic and molecular modeling approach. Sandipan Chakrabarty, Sudip
Chaudhuri, Biswapathik Pahari, Jasmine Taylor, Pradeep K. Sengupta and Bidisha
Sengupta. Journal of Luminescence, (2012), 132, 1522-1528.
DOI:10.1016/j.jlumin.2012.01.021. (I.F 4.171)

Mechanistic Insight into the Structure and Dynamics of Entangled and Hydrated A-Phage
DNA. Sandipan Chakraborty, Takashi Uematsu, Christer Svanberg, Per Jacobsson, Jan
Swenson, Michael Zach, Rajendar Trehan, George Armstrong and Bidisha Sengupta.
Journal of Physical Chemistry A, (2012), 116, 4274-4284. DOI:10.1021/jp2108363.
(1.LF 2.944)

Binding and antioxidant properties of therapeutically important plant flavonoids in
biomembranes: Insights from spectroscopic and quantum chemical studies. Biswapathik
Pahari”, Sandipan Chakraborty”, Sudip Chaudhuri, Bidisha Sengupta and Pradeep K.
Sengupta. Chemistry and Physics of Lipids, (2012), 165, 488-496.
DOI:10.1016/j.chemphyslip.2011.10.006. ("Equal contribution). (I1.F 3.57)



2011

83.

84.

85.

2010

86.

87.

Encapsulation of 3-hydroxyflavone in y-cyclodextrin nanocavities: Excited state proton
transfer fluorescence and molecular docking studies. Biswapathik Pahari, Sandipan
Chakraborty and Pradeep K. Sengupta. Journal of Molecular Structure, (2011), 1006,
483-488. DOI:10.1016/j.molstruc.2011.09.055. (I.F 3.841)

Conformational transition in the substrate binding domain of -secretase exploited by
NMA and its implication in inhibitor recognition: BACE1-myricetin a case study.
Sandipan Chakraborty, Sanjay Kumar and Soumalee Basu. Neurochemistry
International, (2011), 58, 914-923. DOI:10.1016/j.neuint.2011.02.021. (1.F 4.297)
Probing the interactions of hemoglobin with antioxidant flavonoids via fluorescence
spectroscopy and molecular modeling studies. Sudip Chaudhuri, Sandipan Chakraborty
and Pradeep K. Sengupta. Biophysical Chemistry, (2011), 154, 26-34.
DOI:10.1016/j.bpc.2010.12.003. (I.F 3.628)

Inclusion of chrysin in B-cyclodextrin nanocavity and its effect on antioxidant potential
of chrysin: A spectroscopic and molecular modeling approach. Sandipan Chakraborty,
Soumalee Basu, Ansuman Lahiri and Soumen Basak. Journal of Molecular Structure,
(2010), 977, 180-188. DOI:10.1016/j.molstruc.2010.05.030. (I.F 3.841)

Encapsulation of serotonin in B-cyclodextrin nano-cavities: Fluorescence spectroscopic
and molecular modeling studies. Sudip Chaudhuri, Sandipan Chakraborty and Pradeep
K. Sengupta. Journal of Molecular Structure, (2010), 975, 160-165.
DOI:10.1016/j.molstruc.2010.04.014. (1.F 3.841)

Book chapters:

1.

Translating the knowledge of functional dynamics toward designing inhibitors of BACE1,
a key Aspartate protease in Alzheimer’s disease. Sandipan Chakraborty, Soumalee
Basu. Book title: Protease in human disease. ISBN: 978-981-10-3161-8, (2017), 171-
193, DOI: 10.1007/978-981-10-3162-5_9.

Proteases—The Sharp Scissors in Human Diseases. Sandipan Chakraborty, Soumalee
Basu. Book title: Pathophysiological aspects of proteases. ISBN: 978-981-10-6140-0,
(2017), 635-645, DOI: https://doi.org/10.1007/978-981-10-6141-7_27.

Encapsulation of pharmaceutically active dietary polyphenols in cyclodextrin-based
nanovehicles: Insights from spectroscopic studies. Pradeep K Sengupta, Snehasish
Bhattacharya, Sandipan Chakraborty, Sudipta Bhowmik. Book title: Design of
nanostructures for versatile therapeutic applications for Pharmaceutical
Nanotechnology. ISBN: 978-0-12-813667-6 (2018) 623-645, DOI:10.1016/B978-0-12-
813667-6.00015-2.

12. Conference presentations:

1.

“Encapsulation of serotonin in beta-cyclodextrin nano cavity: Spectroscopic and
theoretical studies” in International Conference on Soft System 2008. Sudip Choudhury,
Sandipan Chakraborty, Biswapathik Pahari, Pradeep K. Sengupta

“Encapsulation of 7-HF in beta-cyclodextrin nano cavity: Spectroscopic and theoretical
studies” in national symposium organized by Indian Photobiologyl Society, 09th Aug,
2008. Koushik Basu, Sandipan Chakraborty, Biswapathik Pahari, Pradeep K. Sengupta.



13.

“Encapsulation of chrysin into B-cyclodextrin nanocavity enhances its antioxidant
potential: A spectroscopic and ab initio molecular modelling study” In International
Conference on Physics Biology Interface, December 13-16, 2009. Sandipan
Chakraborty, Ansuman Lahiri, Soumen Basak, Soumalee Basu

“Hybrid molecular dynamics study of DNA damage pathways arising from hydrogen
abstractions by OH radicals” Current trend in computational Chemistry (CCTCC)
2012, Jackson, Mississippi, USA, 2012. Pradip K. Biswas and Sandipan Chakraborty.
“Ligand selective conformational changes of Estrogen Receptor alpha homo-dimer: A new
insight into agonist action of tamoxifen” in Institutional Development Award (IDEA
2012) in Washington DC, USA. Sandipan Chakraborty and P. K. Biswas

“The role of Resveratrol in prevention and therapy of hormone-dependent cancers: in silico
studies” in Mississippi Academy of Science, 30th Southern Biomedical Engineering
Conference 2014, Gulfport, MS, April 10-13, 2014. Chakraborty S, Zhang L, Lin SY,
Rimando AM, Biswas PK and Levenson AS.

“Conformational Dynamics of BACEI1 and Its Application in Inhibitor Screening” DBT-
CU IPLS conference, 10-12 January, 2014. Sandipan Chakraborty, Soumalee Basu.
(Oral presentation).

“Effect of structure and hydration on the Ice recognition Mechanism of Antifreeze Protein:
A Clathrate Mediated Ice Adsorption. 15th Indian Theoretical Chemistry Symposium,
Hyderabad, (DEC 14-16) 2016. Sandipan Chakraborty, Biman Jana,

Seminar/workshop:

1.

2.

QIP short term courses on “Approaches to the Screening of Bioactive Molecules from
Natural Resources”, 13-17th July 2009, Indian Institute of Technology, Guwabhati, India.
Participation in the webinar on “Renin Angiotensin  System-— SARS-CoV2
Drug Repurposing and  Discovery  Opportunities. 29 April, 2020,
organized by Amity Institute of Indian System of Medicine, Health & Allied Sciences
Domain, Amity University Uttar Pradesh, Noida (INDIA).

Participation in the webinar on the topic “How to write a good Research Grant Proposal
and Research Project Management” organized by Amity Science, Technology &
Innovation Foundation (ASTIF) on August 06, 2020.

Participation in the webinar on Green Computing organized by Department of Computer
Science and Engineering, Amity School of Engineering and Technology, Amity
University, Uttar Pradesh, Noida on 15th May 2020.

Participation in the webinar Lecture Series on the topic of “Why Antimicrobial
Stewardship”, held on 16 June, 2020, organized by Amity International Society for Natural
Products, Health & Allied Sciences Domain, Amity University Uttar Pradesh, Noida
(INDIA).

Participation in the webinar Lecture Series on the topic of “Phytochemistry by design”
delivered, held on 19 August, 2020, organized by Amity International Society for Natural
Products, Health & Allied Sciences Domain, Amity University Uttar Pradesh, Noida
(INDIA).

Participation in the Bilateral Indo-US Webinar on COVID Biology, dated August 16-19,
2020 organized by Indian Institute of Science education and Research Kolkata, India in
collaboration with 11Sc, Bangalore, India, University of Pennsylvania, and the University
of Colorado, School of Medicine, USA.



8.

Participated in five days Faculty development program on “Teaching, Research and
Innovation in India: A Biologist’s view during 4" -8 July, 2020 organised by Amity
Institute of Biotechnology, Amity University Kolkata.

14. Sanctioned projects:

1.

Name of the awarding body: Microsoft Inc. (Al for health)

Title of project: Probing the evolution of SARS-CoV2 spike protein during disease
outbreak and its impact on human ACE2 recognition (grant - 1D:00011000243)
Amounts awarded: Computational resource usage of 35000 USD

Start and end dates: 11.07.2020-31.07.2021

Name of the awarding body: Microsoft Inc. (Al for health)

Title of project: Identification of therapeutics targeting novel druggable allosteric sites of
SARS-CoV-2 Polymerase-Exonuclease multi-protein complex using drug repurposing
(grant - ID: Al4H-001288-X7Q6P1-2021022407)

Amounts awarded: Computational resource usage of 75000 USD

Start and end dates: 2021-2024

Name of the awarding body: COVID-19 HPC Consortium

Title of project: Predicting future SARS-CoV2 spike RBD variants with pandemic
potential (grant - ID: CHE210070)

Amounts awarded: Computational resource usage of 140000 USD

Start and end dates: 2021-2022

Name of the awarding body: Science and Engineering Research Board (SERB) Core
Research Grant

Title of project: Molecular Insights into Ligand-selective and Cholesterol-specific
Activation of the GPCR SerotoninlA Receptor with GPU-enabled High-performance
Computing (grant - ID: CRG/2021/003804)

Co-PI: Prof. Amitabha Chattopadhyay, CSIR-Centre for Cellular & Molecular
Biology, India

Amounts awarded: 48.2 lacs

Start and end dates: 2021-2024

Name of the awarding body: Indian Council of Medical Research (ICMR)

Title of project: Prediction of Idiosyncratic Drug Induced Liver Injury (iDILI): A
comprehensive in silico, in vitro and in vivo based multi-tier screening approach (grant -
ID: 1IRP-2023-1414/F1)

Co-PI: Dr. Kishore Parsa and Dr. Kiranam Chatti, DR, Reddy’s Institute of Life
Sciences, India

Amounts awarded: 64.91 lacs

Start and end dates: 2023-2026

Name of the awarding body: AMD's High Performance Compute Fund
Title of project: Probing the Altered Microheterogeneity of Alzheimer’s Brain using

Computational Lipidomics
Amounts awarded: 14400 node-hours allocation on AMD HPC and supercomputers

Start and end dates: 2024-2025



15. Other professional activities:

Academic Editor: PLOS ONE (Impact Factor: 3.24)
Editorial Advisory board: Mini Reviews in Medicinal Chemistry (Impact Factor: 3.862)
Guest Editor: Current Topics in Medicinal Chemistry (Impact factor: 3.295)

Best reviewer recognition: Molecular Biosystems (Royal Society of Chemistry), Journal of
Luminescence (Elsevier), Journal of Molecular Structure (Elsevier)

Reviewer of the journals: PLOS Computational Biology (PLOS), Molecular Biosystems (RSC
publishing), Journal of Luminescence (Elsevier), International Journal of Biological
Macromolecule (Elsevier), Journal of Molecular Structure (Elsevier). Combinatorial Chemistry
and High throughput Screening (Bentham Science), The Natural Product Journal (Bentham
Science), Molecular informatics (Wiley), Current Topics in Medicinal Chemistry (Bentham
Science), Bioorganic Chemistry (Elsevier), Computers in Biology and Chemistry (Elsevier),
International Immunopharmacology (Elsevier), RSC Advance (RSC), Scientific Reports (Nature),
Oxidative Medicine and Cellular Longevity (Hindawi), Journal of Clinical Medicine (MDPI),
Current Microbology (Springer), Applied Biochemistry and Biotechnology (Springer) and many
more

16. Current Collaborations:

1. Prof. Amitabha Chattopadhyay, CSIR Bhatnagar Fellow, SERB Distinguished Fellow,
FTWAS, FRSB, FRSC, FNA, FNASc, FASc, CSIR-Centre for Cellular & Molecular
Biology, India

2. Prof. Arun Bandyopadhyay, Director, CSIR-Indian Institute of Chemical Biology, FNASc,
FASCT

3. Prof. Horacio Pérez-Sanchez, Principal investigator, BIO-HPC group, Universidad
Catolica San Antonio de Murcia (UCAM), Spain.

4. Dr. P. K. Biswas, Associate Professor & Chair, Department of Physics, Laboratory of
Computational Biophysics & Bioengineering, Tougaloo College, USA.

5. Prof. Jesus Requena, Leader, Prion Lab, Center for Research in Molecular Medicine and
Chronic Diseases (CiMUS), Universidade de Santiago de Compostela, Barcelona

6. Prof. Bidisha Sengupta, Assistant Professor, Department of Chemistry and Biochemistry,
Stephen F. Austin State University, USA



7. Prof. Pradeep K. Sengupta, Ex-Senior Professor, Saha Institute of Nuclear Physics, UGC
Emeritus Fellow, Dept. of Biophysics, Molecular Biology & Bioinformatics, University of
Calcutta.

8. Dr. Jaya Bandyopadhyay, Associate Professor & Head, Department of Biotechnology,
MAKAUT, India

9. Dr. Anindita Seal, Associate Professor, Dr. B. C Guha Centre for Genetic Engineering and
Biotechnology, University of Calcutta

10. Dr. Mahesh Kumar Sah, Assistant Professor, Dept of Biotechnology, Dr. B. R. Ambedkar
National Institute of Technology, Jalandhar, INDIA

11. Dr. Somsubhra Nath, Scientist, Dept. of Basic and Translational Research, Technical

Director, Molecular Diagnostics Laboratory, Saroj Gupta Cancer Centre and Research
Institute (SGCC & RI), Thakurpukur, Kolkata, India

| declare that the above particulars are correct to the best of my knowledge and belief.

. ]
Samdipam Chaikyz bor by

Place: Kolkata. Sandipan Chakraborty
Date: 26.04.2023



