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Degree Institution Year Branch Class
Alagappa
D. Sc. University, 2022 Bioinformatics -
Karaikudi, TN
CSIM .
Ph. D. University, 2004 Cﬁgﬂilgt? -
Kanpur, UP y
Institute of Life
Sciences, . . First
M. Sc. CSJM University, 2000 Life Sciences
Kanpur, UP
Christ Church
College, CSIM Zoology, Botany, First
B. Sc. University, 1998 Chemistry
Kanpur, UP



http://www.sanjeevslab.org/

Total Teaching Experience : 18 Years & 9 Months

Position Institution Duration

Dept. of Bioinformatics

Professor Alagappa University 8 yeaés 1t1' months
Karaikudi, Tamil Nadu (Continue)
Dept. of Data Science, Centre of Bio-Medical Research
(CBMR),
Professor (On Lien) Sanjay Gandhi Post-Graduate Institute of Medical 10 months

Sciences Campus,
Lucknow, Uttar Pradesh - 226014
Dept. of Bioinformatics

Alagappa University 3 years
Karaikudi, Tamil Nadu
Dept. of Bioinformatics

Associate Professor

Reader Alagappa University 3 years
Karaikudi
Lecturer CoE in Bio_informatics,
School of Biotechnology, 3 years

Madurai Kamaraj University

Total Research Experience : 24 Year

Position Institution / University Duration

Dept. of Bioinformatics

Professor Alagappa University

8 years 11 months

Karaikudi, Tamil Nadu (Continue)
Dept. of Data Science, Centre of Bio-Medical Research
(CBMR),
Professor (On Lien) Sanjay Gandhi Post-Graduate Institute of Medical 10 months

Sciences Campus,
Lucknow, Uttar Pradesh - 226014
Dept. of Bioinformatics
Alagappa University 3 years
Karaikudi, Tamil Nadu
Dept. of Bioinformatics

Associate Professor

Reader Alagappa University 3 years
Karaikudi
Lecturer CoE in Biqinformatics,
School of Biotechnology, 3 years
Madurai Kamaraj University
RA/Scientist-11

Pharmacoinformatics Division, NIPER, Mohali 1 year 9 months




Senior Research Dept. of Chemistry, IET,
Fellow CSJM University, Kanpur 1 year 6 months
Junior Research Dept. of Chemistry, 2 years
Fellow IET, CSJM University, Kanpur
Period
S.No Position University Bodies From To
1. Head i/c Dept. of Botany 1" Nov | Continue
Alagappa University 2023
Karaikudi, Tamil Nadu
2. Planning Board Member Alagappa University, Karaikudi 2022 2025
3. Coordinator for Alagappa University, Karaikudi Feb 24th Nov
Rashtriya Uchchatar 2019 2022
Shiksha Abhiyan
(RUSA 2.0)
4, Nodal Officer for the Alagappa University, Karaikudi 29" Nov *
“India International 2020
Science Festival (1ISF)
2020
5. Nodal Officer for Niti Alagappa University, Karaikudi 25" *
Aayog — Grant in Aid January
2019
6. Special Officer Alagappa University, Karaikudi 2018 2019
(Projects)
7. Special Officer Alagappa University, Karaikudi July December
(Funding Agencies) 2017 2017
8. Coordinator of MHRD- Alagappa University, Karaikudi 2017 till date
Ek Bharat Shreshtha
Bharat (EBSB)
9. Deputy Coordinator, Department of Bioinformatics, 2017 *
DST-FIST Program Alagappa University, Karaikudi
(Level-I)
10. | Department Coordinator | Department of Bioinformatics, Alagappa 2017 2018
of UGC-NAAC University.
11. Liaison Officer Alagappa University, Karaikudi 16" Nov | 2019
(to deal affairs between 2016
Alagappa University
and other funding
agencies such as UGC,
DST, CSIR)
11. | Special Invitee in Senate Alagappa University, Karaikudi 2009 -

Research Expertise: Structural bioinformatics and computer aided drug designing.

Research Fields:



» Viroinformatics : Advanced computation methods has been employed in identification of
potential therapeutics against lethal viral targets such as SARS-CoV2, HIV, HTLV, ZIKV and
DENV.

» Cancer informatics : Understanding the complex mechanism of cancer with the aid of Insilico
studies on cancer targets such as Cyclin dependent Kinases (CDKSs) and other causative agents
like Human papilloma virus (HPV). These studies help in providing a better intuition to develop
potent anti-cancer and anti-HPV compounds.

» Bacteriology : Elucidting the mechanisitic insights of biofilm and spore forming bacterial
species resulting in identification of potential anti-biofilm and anti-sporulation compounds,
Other pathogens that have been targeted by my group are protozoan disease causing
Leishmaniasis.

» Lifestyle disorders: We have also worked on human lifestyle disorders such as hypertension,
diabetes and neurological disorder by targeting the Human G Protein Coupled Receptor
(GPCR), pancreatic lipase and currently we are working in the autism disorder.

Research in my laboratory is extensively focused on these targets and designing various inhibitors to
impede their functional importance on the premise of combined in-silico approaches including
Molecular Modelling, Biophysical methods, Structural Bioinformatics and Computational
Biology. My research team is working on understanding the relation between protein-protein/protein-
Ligand complex structures and their function are carried out through the Quantum Mechanical and
Molecular Mechanical calculation (QM/MM calculation), MO/DFT prediction, Free energy calculation,
Pharmacophore mapping and Quantum Polarized Ligand docking (QPLD) as well as induced Fit
Docking. In order to develop new models, Ab initio Quantum calculation, 3D-database searching &
development, combinatorial library design, Optimization of lead compounds generated massive
libraries of small molecules to screen against specific therapeutic processes. Additionally, my research
group has developed the tool, converting the inhibition concentration (IC50) into PIC50 which has

recognized by the scientific society (https://www.sanjeevslab.org/tools.html).

Program of Study Completed Ongoing
PDF 04 1
Research | Ph.D 09 10

M.Phil 09 -




PG 52 6

Project UG / Others 21 -

International National Others

Journals | Conferences | Journals | Conferences | Books/ Chapters/Monographs / Manuals

Edited Book: 1
181 4 05 - Book Chapters: 40
Review articles: 11

Cumulative Impact Factor (as per JCR)  :661.27

h-index 39
110 index 123
Total : 4783
Citations

Thesis Evaluated : 52

Viva voce Examiner : 32

Ongoing Projects: 5
Period
Budget
S.No Agency From | To Project Title (Rs. In
lakhs)
Identification of Potential drug for
1. DBT-NNP 2023 | 2025 Life Threatening disease 144.56
(PI)
Identification of Potential drug for
2. DBT-BIC 2021 | 2025 Life Threatening disease 183.88
(Co-PI)
Mechanistic insights to understand
3. the virus-host interaction and the
RUSA2.0-TBRP | 2018 | 2024 identification of next-generation 33.00
drugs to combat viral infections (PI)




Scheme for Alternative Strategy to
4. Tamil Nadu — Higher antibiotics in bacterial disease
Education Department 2020 | 2023 management at Alagappa University 100.00
(PI)
Tamil Nadu State Identification of the vital targets of
S. Council for Higher dengue and Chikungunya, an
Education 2021 | 2024 | expanding threat to public health in 20.16
(TANSCHE), Tamil Nadu: A potential drug
Chennai discovery approach (PI)
Completed Projects: 7
Budget
Period Project Title
S.No Agency ) (Rs. In
lakhs)
From | To
1 MHRD, 2019 202 Biophysics of Zika virus envelope protein, 9723
' SPARC 2 membrane fusion and inhibitor discovery '
201 In-Silico screening, theoretical calculation and in
2. |DBT,New Delhi 2016 9 vitro studies for development of potential HIV1- 19.51
PR inhibitors
DBT-Twin 201 Identification of novel drug targets of Leishmania
3. |Project with IIT, 2014 8 donovani: Studies on CAAX prenyl protease | and | 73.69
Guwahati Il of the pathogen.
CSIR QM/MM partial charges, binding pocket contours
. 201 | analysis and FEP calculation for designing potent
4 New Delhi 2012 5 inhibitors of HTLV- Protease: A De novo drug 16.02
design approach
Computational Screening of CDK2 inhibitors by
5 DST, New 2011 201 combined approach of pharmacophoric study, 18.95
' Delhi 4 Quantum polarized ligand docking and molecular '
dynamics simulation study
Shape and chemical feature based 3D-
5 UGC (major) 2011 201 Pharmacophore Model generation, Virtual 748
' New Delhi 4 Screening and MESP studies to identify Potential '
Leads for Antifungal Azoles.
AU.RF (UGC) 201 Pharmacophoric Analysis and designing of ATP
7. with NIBI, 2009 o L 4.00
2 competitive CDK 4 inhibitors.
Osaka
Other Fund Received as Research Mentor: 5
Budget
S.No Agency Period Project Title (INR)
From | To
Computational and Experimental studies
1 | DST—WOS | 2023 | 2025 | on Identification of the potential Serotonin | 24,00,000

Transporter Gene (SERT) Antagonists for
Autism Spectrum Disorder.




Molecular elucidation of regulatory

2 | ICMR-SRE | 2023 | 2025 proteins as drug target for identifying 16,00,000

antimicrobial and ant biofilm inhibitors
against spore forming bacteria

Theoretical studies to identify potential 17.00.000
3. RGNF 2016 | 2020 leads targeting the Oncoproteins of T
Human Papilloma virus

Mechanistic Insights into HIV-1 integrase 3.33.880
4. CSIRSRF | 2013 | 2014 inhibition by strand transfer and o
LEDGF/p75 binding site inhibitors

UGC —Dir.
. D.S. Kothari | 2015 2016
" | Post-Doctoral Computational Drug Discovery 6,58,000
Fellow
S.No Awards/Honors Granting Institution Year Description
Recognizing his outstanding
. . Alagappa University, 2020-21 to Academic_and Re_S(_earch
L Appreciation Certificate - Excellence in acquiring the
Karaikudi 2022-23 . .
award &Project during
academic years
2.
World Top 2% Most Published by Stanford :
Influential Scientists list University, U.S.A 2023 Excellence in Research
- 2023
3.
World Top 2% Most | Published by Stanford :
Influential Scientists list University, U.S.A 2022 Excellence in Research
- 2022
4. i Indian National Inspiring students to take up
INSA Teggggr Award Science Academy, 2022 careers in Science and
New Delhi Technology.
5. Outstanding Researcher Alagappa University, .
Award — 2022 Karaikudi 2022 Excellence in Research
Outstanding contribution in
. Royal Society of the fie_;ld of Molecular
6. Fellow of Royal Society of Chemistry, London, 2021 Modelling and Computer

Aided Drug Design with
Quantum chemistry
applications.
7. Fellow of Royal Society of Royal Society of 2021 Extensive research involved in

Chemistry United Kingdom




Biology

Biology, London,
United Kingdom

the field of Biological
Sciences.

8. Biotech Research
Memg%rv‘;‘;n%?:‘rd of Society of India 2021 - 2023 -
(BRSI), India
9. The Academy of In recognition of the
FeIIowSonigiaeoslemy of Scier]ces, Chenngi, 2020 significant contributior_1 for the
Tamil Nadu, India Advancement of Science
10. Contribution towards the
Vallal Alagappar Research | Alagappa University, 2020 enhancement of Research
Recognition Award Karaikudi. outcome of the university in
the form of “h” index
11. Biotech Research Society, Outstanding contribution to
India (BRSI) Fellow Biotech Research 2018 Structural Bioinformatics and
Award Society, India Computer-Aided
Drug Design.
12. ICMR-Lala Ram Chand Indian Council of Outstanding contribution in
Kandhari Award Medical Research 2014 the area of Sexually
: (ICMR), New Delhi Transmitted Diseases
13. Dr. P. Daisy Oration Holy Cross College Outstanding contribution to
Award Tiruchirappall ’ 2017 the life-threatening diseases
like Cancer and HIV
14. I Immense contribution in the
the Association of . .
_ o Biotechnology and field of (_:omputatlonal drug
Senior Scientist Award. 2017 discovery and
Pharmacy
(ABAP) _ de_v¢_a|opment of novel
inhibitors for HIV/AIDS
15. Elected Member of .
National Academy of Nafuonal Academy of
. . Sciences, Allahabad, 2017 -
Sciences, Allahabad, India India (MNASC)
(MNASc)
16. Elected Secretary-General Bioinformatics and
of Bioinformatics and Drug Discovery 2017 )
Drug Discovery Society Society (BIDDS),
(BIDDS) Karaikudi
17. DST Past Track grant for Chemical Sciences 2010 Excellence in Research

Young Scientist

Number of Seminars / Conferences / Workshops / Events organized: 26
Position Programme Duration Institution
2nd International Conference cum workshop on
"Recent Trends in Structural Bioinformatics and Alagappa
Co-Convenor Computer Aided Drug Design" 2022 University,
[ICSBCADD'2022] and 6th Annual Meeting of Karaikudi
Bioinformatics and Drug Discovery Society [BIDDS]
Organizing 1T Mandi,
Committee INDO-US Symposium on Molecular Virology-2022 2022 Himachal
Member Pradesh




One-day Radiation Awareness Program and

Alagappa
University with

Coordinator Celebration of 2021 IGCAR,
125th year of Discovery of X-rays and radioactivit Kalpakkam and
y y y y IARP, Kalpak
am
. Webinar titled “Jammu and Kashmir: Past, Present Al.a gappa
Coordinator » University,
and Way Forward —
Karaikudi
Organizin Curtain Raiser and Outreach Programme “Science for Alagappa
Sgcretar g Self Reliant India and Global Welfare” under the 2020 University,
y India International Science Festival (I1SF-2020) Karaikudi
Organizing Special Lecture on ‘History of Indian Science’ under 2020 Al.a gappa
. . - - University,
Secretary India International Science Festival, 1ISF-2020 R
Karaikudi
International Conference on
"Recent Trends in Structural Bioinformatics and 2019 Alagappa
Co-Convenor Computer Aided Drug Design™ University,
[ICSBCADD'2019] and 3rdAnnual Meeting of Karaikudi
Bioinformatics and Drug Discovery Society [BIDDS]
11th National Symposium cum Workshop on “Recent Alaoanpa
Organizing Trends in Structural Bioinformatics and Computer 2018 Univgerrs)ﬁ
Secretary Aided Drug Design" 2018 and 2nd Annual Meeting of Karaiku d%’
Bioinformatics and Drug Discovery Society [BIDDS]
Oraanizin Jawaharlal
Co?nmitteg International Conference on Bioinformatics (INCOB) 2018 Nehru
Member —2018 University,
New Delhi
Oraanizin 10th National Symposium cum Workshop on “Recent Alacanna
Co?nmitteg Trends in Structural Bioinformatics and Computer 2018 Univgergﬁ
Member Aided Drug Design" 2018 and 1stAnnual Meeting of Karaikud){’
Bioinformatics and Drug Discovery Society [BIDDS]
Oraanizin 9™ National Symposium cum Workshop on “Recent Alagappa
Se?cretar g Trends in Structural Bioinformatics and Computer 2014 University,
y Aided Drug Design" 2014 Karaikudi
Organl_zmg International Conference on Recent Trends in Al_agappa
Committee Biosciences (ICRTB) April, 2016 2016 University,
Member pril, Karaikudi
Organizing 8™ National Symposium cum Workshop on “Recent Alagappa
Committee Trends in Structural Bioinformatics and Computer 2016 University,
Member Aided Drug Design” 2016 Karaikudi
Organizing 7" National Symposium cum Workshop on “Recent Alagappa
Committee Trends in Structural Bioinformatics and Computer 2015 University,
Member Aided Drug Design" 2015 Karaikudi
Organizin 6™ National Symposium cum Workshop on “Recent Alagappa
S(?cretar g Trends in Structural Bioinformatics and Computer 2014 University,
y Aided Drug Design"” 2014 Karaikudi
Organizing 5th National Symposium cum Workshop on "Recent Alagappa
Committee Trends in Structural Bioinformatics And Computer 2013 University,
Member Aided Drug Design™ 2013 Karaikudi
Organizing 4th National Symposium cum Workshop on "Recent Alagappa
Committee Trends in Structural Bioinformatics And Computer 2012 University,
Member Aided Drug Design™ 2012 Karaikudi




Co-oraanizin 3rd National Symposium cum Workshop on "Recent Alagappa
Secgr]etar 91 Trends in Structural Bioinformatics And Computer 2011 University,
y Aided Drug Design" 2011 Karaikudi
. N — Alagappa
2nd National Workshop on "Application of Molecular 2010 A
Convener Modeling and Structural Bioinformatics™ 2010 University,
Karaikudi
Organizing « ) C M. K Uni.,
Secretary Workshop on “Computer Aided Drug Design” 2009 2009 Madurai
Organizing Workshop on Systems Biology and its application M. K Uni.,
Secretary 2008 2008 Madurai
Organizing .. . , M. K Uni.,
Secretary Workshop on Bioinformatics Software’s 2008 2008 Madurai
Organizing Workshop on System’s Biology and Bioinformatics M. K Uni.,
Secretary 2007 2007 Madurai
Organizing « ;
Committee Worksg%gfgacﬁﬁﬁ?rﬂ:{iIg/sloz%eggng and 2006 | NIPER, Mohali.
Member
Organizing « ) .. )
Committee Workshop on Pharmacgg(l)f;)nnatlcs in Drug Design 2005 NIPER, Mohali.
Member
Organizing
Committee Workshop on Pharmacoinformatics: QSAR (2004 2004 | NIPER, Mohali.
Member

Number of Conferences / Seminars / Workshops: 95

S.No | Country Purpose of visit Year Institution/Organization
European Conference on
Computation Biology gt _1oth Swiss Institute of
1. | Switzerland (ECCB-2012), A 11th September 2012 Bioinformatics, University of

European Conference on
Computational Biology

Basel, Switzerland

Visit to European

13" September

European Molecular Biology

2. Germany Molecu(lgr'vl?écl)_l;)gy Lab 2012 Lab (EMBL)
3 USA Albany 2011, The 17th 14™-18" June University at Albany, New
' Conversation 2011 York, USA
Visit to Department of
4 USA Chemistry and Structural 24"-25" June Stanford University, Stanford,

Biology, and Computer
Science lab

2011

California




Invited talk at 5th Annual

Congress of International 7h-13"
5. China Drug Discovery Science November, Xian, China
and Technology 2007

Conference (IDDST-2007)

Invited talk entitled “Drug
6. China Discovery Science and 2007
Technology Research”

Xian Technical University and
Xian Technology Park

Professional Bodies
S. No. Membership Type Organization name
1. Life Member Chemical Research Society of India (CRSI)
2. Life Member Protein Society (PS), India
3. Life Member Bioinformatics and Drug Discovery Society (BIDDS), India
4. Life Member The Biotech Research Society(BRSI), India
5. Elected Life Member The National Academy of Sciences (NASI), Allahabad, India
6. Life Member Society for Biological Chemist (SBC),
7. Life Member Indian Biophysical Society (IBS)
8. Life Member The Indian Science Congress Association (ISCA)
9. Life Member Society for Biotechnology, India
10. Joint Secretary Bioinformatics Forum, Allahabad
11. Member Trends on Theoretical Chemistry Biannual Conference
12. Member Indo-French Bioinformatics Meeting
Year / Period Name of the BoS / Administrative Role

Committee / Academic Committee

2020 “Innovations and Implementations of Drug Edited a book
Discovery Strategies in Rational Drug
Design” published by Springer Nature in
[ISBN 978-981-15-8936-2]

1% January 2021 -31°* Journal of Microbiology and Biotechnology (JMB) Editorial Board

December 2023 member
] Editorial Board
2017 to till date Journal of AIDS and HIV Infection (JAHI) member

1% April, 2016-31% Editorial Board

Journal of Microbiology and Biotechnology (JMB)

March, 2019 member
4th issue entitled ‘Computer Aided Drug Design’ of BIOBYTES, Open Access
Newsletter of Biotechnology Information System (BTIS), Department of Guest Editor
Biotechnology (DBT), Government of India.
Medicinal Chemistry, Bentham Science Publishers Guest Editor

Special issue of SBCADD’2019 in the Journal of “Current Computer-Aided

Drug Design” published by Bentham Science Guest Editor



http://www.brsi.in/
http://www.nasi.org.in/

Depiction on the resistance developed in HIV patients experienced with the Editing a book
drugs of HIV” will be published by Elsevier Publishers — 2022

Application of IDH2 inhibitors to reverse Drug Resistance in cancer Editing a book
Chemotherapy will be published by Elsevier Publishers- 2022.

Year / Period Name of the BoS / Role
AdministrativeCommittee /
Academic Committee
2023 - 2025 Biotech Re_search Society of Member of Board of Governors
India (BRSI),
2021 - 2023 Biotech Re_search Society of Member of Board of Governors
India (BRSI),
2018 — 2020 Alagappa pnlv_ersny, Member o_f !30ard of_ Studies of
Karaikudi Bioinformatics
Secretary-General of Bioinformatics
- Alagappa University, and Drug Discovery
2017- Till date Karaikudi Society (BIDDS)
National Academy of .
2017- Till date Sciences, Allahabad, India Flecteq Member of Mattonal
(NASI) y
Periyar University, Member of Board of Studies in
2016 . .
Salem Bioinformatics
Bharthidasan University Chairman of the University Rank
2016 Trichv. Tamilnadu ’ Examination Question Paper Setting
Y for M.Sc. Bioinformatics
i Alagappa University, Member of Board of Studies of
2010-2013 Karaikudi Bioinformatics
2009 Pondlche/rbr\y l_JInlversny, Member of Board of Central
pri Evaluation in Bioinformatics
Nov. 2010 Pondicherry University External Member of programme
' Committee in Bioinformatics
Member Board of Studies of UGC
2013 - 2016 Alagappa University Innovative programme on
“Structural Pharmacogenomics”
Member of board of Studies in
2009 - 2012 Lady Dock College, Madurai Advance diploma in Molecular

Kamaraj University, Madurai.

Modeling sponsored by DBT, New

Delhi,




1. No. of PhD Thesis evaluated . 52
2. No. of PhD Public Viva Voce Examination conducted : 32
S. Name of the Title of the Thesis Year of
No Scholar Completion
1 Dr. Sunil Kumar Exploring the selectivity of cyclin-dependent kinase-2 | Completed
Tripathi (CDK?2) protein and its inhibitors towards therapeutic
target for Cancer
2 Dr. Chandrabose | Structural insights into SrtA-LPXTG blockers and | Completed
Selvaraj enhancement of microbial inhibition through beta-
cyclodextrin inclusion complex
3 Dr. Karnati Konda | Mechanistic Insights into HIV-1 integrase inhibition | Completed
Reddy by strand transfer and LEDGF/p75 binding site
inhibitors
4 |Dr. Suryanarayanan | Theoretical and experimental studies on histone | Completed
Venkatesan acetyltransferases as epigenetic target for cancer
therapy
5 | Dr. Vijaya Prabhu Computational investigation of allosteric modulators Completed
Sitrarasu for Group | metabotropic glutamate receptors against
neurodegenerative diseases
6 Umesh Panwar Mechanistic insights of HIV-1 Integrase-Human Completed
LEDGF/p75 interaction and designing of therapeutics
against viral infection
7 Anuraj NS Whole genome sequencing of Biosurfactant producing Completed
bacteria using next generation sequencing
8 M. Aarthy Theoretical studies to identify potential leads targeting Completed
the Oncoproteins of Human Papilloma virus
9 Ishwar Chandra Theoretical and structural analysis on HIV attachment Completed
and protease inhibitors
10 | Chirasmita Nayak | Systems biology and structural bioinformatics study Thesis
on Glioblastoma multiforme (GBM) submitted
11 | Mohd. Aqueel Khan | Theoretical experimental studies on HIV proteins to On-going
develop the novel therapeutic agents
12 Ms. R. Abhirami Molecular elucidation of regulatory proteins as drug On-going
target for identifying antimicrobial and antibiofilm
inhibitors against spore forming bacteria
13 M. Arun Pravin Exploration of the Flavivirus ideal drug targets that On-going
facilitate cleavage of Key host proteins for the immune
evasion mechanism
14 | Mr. Sushil Kumar Computational approaches for investigating the On-going
dengue Entry Level Proteins and molecular insights of
inhibition mechanism
15 Ms. O. Rudhra Computational and  Experimental studies on On-going
Identification of the potential Serotonin Transporter
Gene (SERT) Antagonists for Autism Spectrum
Disorder
16 Ms. Anushka Next Generation sequencing of natural therapeutic On-going
Bhardwaj products producing bacteria and computational




screening against various drug targets

17 | Ms. G. Rubha Shri | Exploring the enzymes involved in HTLV-1 cell On-going
communication and replication mechanism: A
Computational Drug Discovery Approach

18 Mrs. Khushboo Whole  Genome  Sequencing and  Structural On-going
Sharma Bioinformatics  approach  towards  Plasticizer-
Degrading Microbes

19 | Mrs. Arshiya Khan | Whole  Genome  Sequencing and  Structural On-going
Bioinformatics approach towards Dye-Degrading

Bacteria
S. Authors/Title of the paper/Journal Impact

F r
No acto

Gupta, P., Panwar, U., & Singh, S.K., 2024. Novel scaffolds identification
1. | against Mpro of SARS-CoV-2 using shape based screening and molecular | 1F-2.2
simulation methods. Chemical Physics Impact, p.100496.

Sharma, K., Panwar, U., Madhavi, M., Joshi, I., Chopra, I., Soni, L., Khan, A.,
2. | Bhrdwaj, A., Parihar, A. S., Mohan, V. P., Prajapati, L., Sharma, R., Agrawal, IF-8.0
S., Hussain, T., Nayarisseri, A., & Singh, S.K., 2024. Unveiling the ESR1
Conformational Stability and Screening Potent Inhibitors for Breast Cancer

Shiammala, P. N., Duraimutharasan, N. K. B., Vaseeharan, B., Alothaim, A. S.,
3. | Al-Malki, E. S., Snekaa, B., Safi, S. Z., Singh, S.K.,, Velmurugan, D., & | [IF-4.8
Selvaraj, C., 2023. Exploring the artificial intelligence and machine learning
models in the context of drug design difficulties and future potential for the
pharmaceutical sectors. Methods, 219, 82—94.

Nayarisseri, A., & Singh, S.K., 2023. Genome analysis of biosurfactant

4. | producing bacterium, Bacillus tequilensis. Plos One, 18(6), €0285994. IF-3.7
Selvaraj, C., Dinesh, D. C., Pedone, E. M., Alothaim, A. S., Vijayakumar, R.,
5. | Rudhra, O., & Singh, S. K.* (2023). SARS-CoV-2 ORF8 dimerization and IF-4

binding mode analysis with class | MHC: computational approaches to identify
COVID-19 inhibitors. Briefings in Functional Genomics, elac046.

Bhrdwaj, A., Abdalla, M., Pande, A., Madhavi, M., Chopra, I., Soni, L., ... &
6. Singh, S. K. (2023). Structure-Based Virtual Screening, Molecular Docking, IF-3
Molecular Dynamics Simulation of EGFR for the Clinical Treatment of
Glioblastoma. Applied Biochemistry and Biotechnology, 1-26.

Nayarisseri, A., Bhrdwaj, A., Khan, A., Sharma, K., Shaheen, U., Selvaraj, C.,
1. ... & Singh, S. K. Singh, S. K. * (2023). Promoter—motif extraction from co- IF-4
regulated genes and their relevance to co-expression using E. coli as a model.
Briefings in Functional Genomics, elac043.

Murali, A., Kumar, S., Akshaya, S., & Singh, S. K.* (2023). Drug repurposing
8. |toward the inhibition of RNA-dependent RNA polymerase of various IF-4
flaviviruses through computational study. Journal of Cellular Biochemistry,
124(1), 127-145.

Selvaraj, C., Panwar, U., Ramalingam, K. R., Vijayakumar, R., & Singh, S. K.*
9. (2022). Exploring the macromolecules for secretory pathway in cancer disease. -
Advances in Protein Chemistry and Structural Biology, 133, 55-83.

Selvaraj, C., Ramalingam, K. R., Velmurugan, D., & Singh, S. K. * (2022).
10. |Transcriptional regulatory mechanisms and signaling networks in cancer. -
Advances in Protein Chemistry and Structural Biology, 134, 1-20.




11.

Khan, M. A., & Singh, S.K.* (2022). Atom-based 3D-QSAR and DFT analysis
of 5-substituted 2-acylaminothiazole derivatives as HIV-1 latency-reversing
agents. Journal of biomolecular structure & dynamics, pp.1-16.

IF-4.4

12.

Selvaraj, C., Pravin, M. A., Alhoqail, W. A., Nayarisseri, A., & Singh, S. K.*
(2022). Intrinsically disordered proteins in viral pathogenesis and infections.
Advances in protein chemistry and structural biology, 132, 221-242.

13.

Aarthy, M., Muthuramalingam, P., Ramesh, M., & Singh, S.K.* (2022).
Unraveling the multi-targeted curative potential of bioactive molecules against
cervical cancer through integrated omics and systems pharmacology approach.
Scientific Reports, 12, 14245,

IF-4.6

14.

Jeyakumar, M., Sathya, S., Gandhi, S., Tharra, P., Aarthy, M., Balan, D. J,, ...
Singh, S. K. & Devi, K. P. (2022). a-bisabolol B-D-fucopyranoside inhibits -
amyloid (AP) 25-35 induced oxidative stress in Neuro-2a cells via antioxidant
approaches. Process Biochemistry, 121, 493-503.

IF-4.4

15.

Nayak, C., & Singh, S. K*. (2022). Integrated Transcriptome Profiling
Identifies Prognostic Hub Genes as Therapeutic Targets of Glioblastoma:
Evidenced by Bioinformatics Analysis. ACS omega, 7(26), 22531-22550.

IF-4.1

16.

Selvaraj, C., Shri, G. R., Vijayakumar, R., Alothaim, A. S., Ramya, S., & Singh,
S. K*. (2022). Viral hijacking mechanism in humans through protein—protein
interactions. Advances in Protein Chemistry and Structural Biology.

17.

Selvaraj, C., Rudhra, O., Alothaim, AS., Alkhanani, M., and Singh, S.K*.
(2022). Structure and Chemistry of Enzymatic Active Sites that play a role in the
Switch and Conformation Mechanism. Advances in Protein Chemistry and
Structural Biology, 130, 59-83.

18.

Yadav, M., Abdalla, M., Madhavi, M., Chopra, I., Bhrdwaj, A., Soni, L., ... &
Singh, S. K*. (2022). Structure-Based Virtual Screening,Molecular Docking,
Molecular Dynamics Simulation and Pharmacokinetic modelling of
Cyclooxygenase-2 (COX-2) inhibitor for the clinical treatment of Colorectal
Cancer. Molecular Simulation, 1-21.

IF-2.1

19.

Mukherjee, S., Abdalla, M., Yadav, M., Madhavi, M., Bhrdwaj, A., Khandelwal,
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