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Total Teaching Experience : 18 Years & 9 Months

Position Institution 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,
Raibareli Road, Lucknow,
Uttar Pradesh - 226014 (INDIA)
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 Years

Position Institution / University Duration

Dept. of Bioinformatics

Professor A 8 years 11 months
Alagappa University (Continue)
Karaikudi, Tamil Nadu
Dept. of Data Science, Centre of Bio-Medical Research
(CBMR),
Professor (On Lien) Sanjay Gandhi Post-Graduate Institute of Medical 10 months

Sciences Campus,
Raibareli Road, Lucknow,
Uttar Pradesh - 226014 (INDIA)
Dept. of Bioinformatics

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

Alagappa University 3 years

Karaikudi
Lecturer CoE in Bioinformatics,
School of Biotechnology,

Associate Professor

Reader

3 years




Madurai Kamaraj University

RA/Scientist-11 Pharmacoinformatics Division, NIPER, Mohali 1 year 9 months

Senior Research Dept. of Chemistry, IET, CSIM University, Kanpur 1 year 6 months

Fellow
Junior Research Dept. of Chemistry, 2 years
Fellow IET, CSJM University, Kanpur
S.No Position University Bodies Period
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 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 *
of UGC-NAAC University.
11. Liaison Officer Alagappa University, Karaikudi 16" Nov *
(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-CoV?2,
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
04 1
PDF
09 10
Research Ph.D
09 -
M.Phil
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 139
110 index 1123
Total Citations 14783

Thesis Evaluated : 52

Viva voce Examiner : 32



Ongoing Projects: 5

Period
S.No Agency Project Title Budget
Fro To (Rs. In
m lakhs)
Identification of Potential drug for Life
1. DBT-NNP 2023 | 2025 Threatening disease 144.56
(PI)
Identification of Potential drug for Life
2. DBT-BIC 2021 | 2025 Threatening disease 183.88
(Co-PI)
Mechanistic insights to understand the
3. virus-host interaction and the
RUSA2.0-TBRP | 2018 | 2024 identification of next-generation drugs 33.00
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)
5 Tamll_Nadu S_tate Identification of the vital targets of
- Council for Higher . .
. dengue and Chikungunya, an expanding
Education 2021 | 2024 . : i Nadu: 20.16
(TANSCHE), threat to plaubllc h_ealth in Tamil Nﬁ u:A
Chennai potential drug discovery approach (PI)
Completed Projects: 7
Period
S.No Agency Project Title Budget
Fro | To (Rs. In
m lakhs)
1. | MHRD, SPARC| 2019 | 2022 Biophysics of Zika virus envelope protein, 9723

membrane fusion and inhibitor discovery
In-Silico screening, theoretical calculation and in
2. | DBT,New Delhi| 2016 | 2019 | vitro studies for development of potential HIVV1- 19.51

PR inhibitors
DBT-Twin Identification of novel drug targets of Leishmania
3. | Project with IIT,| 2014 | 2018 | donovani: Studies on CAAX prenyl protease | and | 73.69
Guwabhati Il of the pathogen.
CSIR, QM/MM partial charges, binding pocket contours
4, New Delhi 2012 | 2015 | analysis and FEP calculation for designing potent 16.02

inhibitors of HTLV- Protease: A De novo drug




design approach
Computational Screening of CDK2 inhibitors by
DST, New combined approach of pharmacophoric study,
> Delhi 2011 2014 Quantum polarized ligand docking and molecular 18.95
dynamics simulation study
Shape and chemical feature based 3D-
UGC (major) Pharmacophore Model generation, Virtual
6. New Delhi 2011 2014 Screening and MESP studies to identify Potential 748
Leads for Antifungal Azoles.
AURF (UGC) . . .
7 with NIBI. 2009 | 2012 Pharmacophonc_AnaIyms anq de_3|_gn|ng of ATP 4.00
0 competitive CDK 4 inhibitors.
saka
Other Fund Received as Research Mentor: 5
Period
S.No Agency Project Title Budget
From | To (Rs. In lakhs)
Computational and Experimental studies
on Identification of the potential Serotonin
1. | DST-WOS | 2023 | 2025 P _ 24,00,000
Transporter Gene (SERT) Antagonists for
Autism Spectrum Disorder.
Molecular elucidation of regulatory
roteins as drug target for identifyin
2. | ICMR-SRF | 2023 | 2025 | © 91l fying 16,00,000
antimicrobial and ant biofilm inhibitors
against spore forming bacteria
Theoretical studies to identify potential
3. RGNF 2016 | 2020 leads targeting the Oncoproteins of 17,00,000
Human Papilloma virus
Mechanistic Insights into HIV-1 integrase
4. CSIR SRF 2013 | 2014 inhibition by strand transfer and 3,33,880
LEDGF/p75 binding site inhibitors
UGC - Dr. 5
5. | D.S. Kothari 015 2016 Computational Drug Discovery 6.58.000
Post-Doctoral




S.No Awards/Honors Granting Institution Year Description
Recognizing his outstanding
1 . - Alagappa University, 2020-21 to Academlc_and Re_sgarch
- Appreciation Certificate Karaikudi Excellence in acquiring the
araikudi 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. Indian National Inspiring students to take up
INSA Teacher Award- Science Academy, 2022 careers in Science and
2022 :
New Delhi Technology.
> O“‘S‘Aarv‘vd;r” dg_Rggg‘;rCher A'agaﬁgfa?kﬂgfrs"y’ 2022 Excellence in Research
Outstanding contribution in
_ Royal Society of the fi(_ald of Molecular
Fellow of Royal Society of . Modelling and Computer
6. . Chemistry, London, 2021 . . .
Chemistry . . Aided Drug Design with
United Kingdom 4
Quantum chemistry
applications.
7. . Royal Society of Extensive research involved in
Fellow ofBRigly;éySomety of Biology, London, 2021 the field of Biological
United Kingdom Sciences.
8. Biotech Research
Memgf)rvz';n%?zrd of Society of India 2021 - 2023 -
(BRSI), India
9. The Academy of In recognition of the
Fellowsogig\]cciciemy of Scier]ces, Chenna_li, 2020 significant contributior) 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, 2017 Outstanding contribution to

Award

Tiruchirappalli

the life-threatening diseases




like Cancer and HIV
14. I Immense contribution in the
the Association of . .
_ o Biotechnology and field of Qomputatlonal drug
Senior Scientist Award. 2017 discovery and
Pharmacy devel f |
(ABAP) _development of nove
inhibitors for HIV/AIDS
15. Elected Member of .
National Academy of Najuonal 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 Fast Trac_k 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 Str_uctural Bioinfgrmatics and Alagappa
Co-Convenor Computer Aided Drug Design* . 2022 University
[ICSBCADD'2022] and 6th Annual Meeting of Karaiku di’
Bioinformatics and Drug Discovery Society
[BIDDS]
Organizing IIT Mandi,
Committee | INDO-US Symposium on Molecular Virology-2022 | 2022 Himachal
Member Pradesh
Alagappa
One-day Radiation Awareness Program and Unl:/ce;réxygwnh
Coordinator Celebration of 2021 '
125th year of Discovery of X-rays and radioactivity Kalpakkam and
IARP, Kalpak
am
c . Webinar titled “Jammu and Kashmir: Past, Present Al_a gappa
oordinator » University,
and Way Forward Karaikudi
Organizing Curtain Raiser and Outreach Programme “Science Al_agap_pa
Secretary for Se_lf Reliant -India an_d Global Welfare” under the 2020 UnIVQrSIt){,
India International Science Festival (IISF-2020) Karaikudi
Organizing | Special Lecture on ‘History of Indian Science’ under 2020 L'JAn Iﬁ/geargﬁ?/
Secretary India International Science Festival, 1ISF-2020 Karaiku di’
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

Organizing “Recent Trends in Structural Bioinformatics and 2018 Alagappa
Secretary Computer A|Qed Drug Design” 2_018 and 2nd University,
Annual Meeting of Bioinformatics and Drug Karaikudi
Discovery Society [BIDDS]
Organizing _ N _ Jawaharlal
Committee International Conference on Bioinformatics 2018 Nehru
Member (INCOB) - 2018 Unlversny_,
New Delhi
10th National Symposium cum Workshop on
Organizing “Recent Trends in Structural Bioinformatics and 2018 Alagappa
Committee Computer Aided Drug Design™ 2018 and 1stAnnual University,
Member Meeting of Bioinformatics and Drug Discovery Karaikudi
Society [BIDDS]
Organizing o Natio_nal Symposiun_l cum Woykshop on “Recent Al_agap_pa
Secretary Trends in Structural Bioinformatics and Computer 2014 University,
Aided Drug Design" 2014 Karaikudi
Orgam_zlng International Conference on Recent Trends in Al_agap_pa
Committee Biosciences (ICRTB) April, 2016 2016 University,
Member ’ 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
Organizing 6" Natio_nal Symposiurp cum Woykshop on “Recent Al_agap_pa
Secretary Trends in Stru.ctural Blomfor_matlcs and Computer 2014 Unlvgrsny,
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-organizing 3rd Natignal Symposiu_m_cum Wo_rkshop on "Recent Al_agappa
Secretary Trends in Structural Bioinformatics And Computer 2011 University,
Aided Drug Design" 2011 Karaikudi
2nd National Workshop on "Application of Alagappa
Convener Molecular Modeling and Structural Bioinformatics" 2010 University,
2010 Karaikudi
Osrg(?rgltzlrr;g Workshop on “Computer Aided Drug Design” 2009 2009 Ml\l/lalfjtjrg:”
Organizing Workshop on Systems Biology and its application M. K Uni.,
Secretary 2008 2008 Madurai
%rgfr?t;'rr;g Workshop on Bioinformatics Software’s 2008 2008 Ml\l/I:dlLJJrre]l:”
Organizing Workshop on System’s Biology and Bioinformatics M. K Uni.,
Secretary 2007 2007 Madurai




gggrﬁpn'lzt'tgg Workshop on “Molecular Modelling and 2006 NIPER,
Pharmacoinformatics 2006 Mohali.

Member
Organl_ZIng Workshop on “Pharmacoinformatics in Drug Design NIPER,
Committee 2005 )
2005 Mohali.

Member
Organizing NIPER
Committee Workshop on Pharmacoinformatics: QSAR (2004 2004 hali
Member Mohali

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 Bioinformatics, University of
September 2012 i
European Conference on Basel, Switzerland
Computational Biology
Visit to European th .
2. Germany Molecular Biology Lab 13 ggqtze mber Europealr_lalt)/lt(nllzel\(;luéal_r)Blology
(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 2011 California
Science lab
Invited talk at 5th Annual
Congress of International 7™-13"
5. China Drug Discovery Science November, Xian, China
and Technology 2007
Conference (IDDST-2007)
Invited talk entitled “Drug . . L
6. China Discovery Science and 2007 Xlar;('{:r?r}r:gﬁ:lgglve;s;tri and
Technology Research” 9y




Professional Bodies

Discovery Strategies in Rational Drug
Design” published by Springer Nature in
[ISBN 978-981-15-8936-2]

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
Advisory Board
Year / Period Name of the BoS / Administrative Role
Committee / Academic Committee
2020 “Innovations and Implementations of Drug Edited a book

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%
March, 2019

Journal of Microbiology and Biotechnology (JMB)

Editorial Board
member

4th issue entitled ‘Computer Aided Drug Design’ of BIOBYTES, Open Access
Newsletter of Biotechnology Information System (BTIS), Department of
Biotechnology (DBT), Government of India.

Guest Editor

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

Depiction on the resistance developed in HIV patients experienced with the
drugs of HIV” will be published by Elsevier Publishers — 2022
Application of IDH2 inhibitors to reverse Drug Resistance in cancer
Chemotherapy will be published by Elsevier Publishers- 2022.

Editing a book

Editing a book



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

Academic Bodies in Other Institutes/ Universities

Year / Period

Name of the BoS /
AdministrativeCommittee /
Academic Committee

Role

2023 - 2025 Biotech Research Society of Member of Board of Governors
India (BRSI),
2021 - 2023 Biotech Re;earch Soclety of Member of Board of Governors
India (BRSI),
2018 — 2020 Alagappa l_va_er5|ty, Member o_f !30ard of_ Studies of
Karaikudi Bioinformatics
Secretary-General of Bioinformatics
o Alagappa University, and Drug Discovery
2017- Till date Karaikudi Society (BIDDS)
National Academy of :
2017- Till date Sciences, Allahabad, India Ele(iig d'\élrimt;?crsﬂel\rﬂig:nal
(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
2010-2013 Alagappa pnwgrsﬂy, Member o_f _Board of_ Studies of
Karaikudi Bioinformatics
2009 Pondlche'rar\y l_JInlversny, Member of Board of Central
pri Evaluation in Bioinformatics
Pondicherry University External Member of programme
Nov. 2010 . A .
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- | Completed
Tripathi 2 (CDK2) 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 | Completed
producing bacteria using next generation sequencing
8 M. Aarthy Theoretical studies to identify potential leads | Completed
targeting the Oncoproteins of Human Papilloma virus
9 Ishwar Chandra Theoretical and structural analysis on HIV | Completed
attachment 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
No Factor

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

Sharma, K., Panwar, U., Madhavi, M., Joshi, 1., 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
Treatment. Medicinal Chemistry, 20(3), pp. 352 — 368.

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
toward the inhibition of RNA-dependent RNA polymerase of various
flaviviruses through computational study. Journal of Cellular Biochemistry,
124(1), 127-145.

IF-4

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

10.

Selvaraj, C., Ramalingam, K. R., Velmurugan, D., & Singh, S. K. * (2022).
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,
R., ... & Singh, S. K. (2022). Structure-Based Virtual Screening, Molecular
Docking, and Molecular Dynamics Simulation of VEGF inhibitors for the
clinical treatment of Ovarian Cancer. Journal of Molecular Modeling, 28(4), 1-
21.

IF-2.2

20.

Selvaraj, C., Abhirami, R., Vijayakumar, R., Alfaiz, FA., Singh, S. K*. (2022).
Immunological insights of selectins in human disease mechanism. Advances in
Protein Chemistry and Structural Biology, 129, 163-188.

21.

Anjugam, M., Iswarya, A., Sibiya, A., Selvaraj, C., Singh, S. K., Govindarajan,
M., Vaseeharan, B. (2022). Molecular interaction analysis of B-1, 3 glucan
binding protein with Bacillus licheniformis and evaluation of its

IF-4.7




immunostimulant property in Oreochromis mossambicus. Fish & Shellfish
Immunology, 121, 183-196.

22.

Selvaraj, C., Chandra, ., & Singh, S. K*. (2022). Artificial intelligence and
machine learning approaches for drug design: challenges and opportunities for
the pharmaceutical industries. Molecular diversity, 26(3), 1893-1913.

IF-3.8

23.

Selvaraj, C., Dinesh, D. C., Krafcikova, P., Boura, E., Aarthy, M., Pravin, M.
A., & Singh, S. K*. (2022). Structural Understanding of SARS-CoV-2 Drug
Targets, Active Site Contour Map Analysis and COVID-19 Therapeutics.
Current molecular pharmacology, 15(2), 418-433.

IF-2.7

24.

Choudhary, P., Bhowmik, A., Chakdar, H., Khan, M. A., Selvaraj, C., Singh, S.
K., Murugan, K., Kumar, S., & Saxena, A. K. (2022). Understanding the
biological role of PqgB in Pseudomonas stutzeri using molecular dynamics
simulation approach. Journal of biomolecular structure & dynamics, 40(9),
4237-4249.

IF-4.4

25.

Nayak, C., Singh, S. K. (2021). In silico identification of natural product
inhibitors against Octamer-binding transcription factor 4 (Oct4) to impede the
mechanism of glioma stem cells. PloS one, 16(10), e0255803.

IF-3.7

26.

Kaliamurthi, S., Selvaraj, G., Selvaraj, C., Singh, S.K., Wei, D. Q., Peslherbe,
G. H., Structure-Based Virtual Screening Reveals Ibrutinib and Zanubrutinib as
Potential Repurposed Drugs against COVID-19. International Journal of
Molecular Sciences 2021, 22(13), pp.7071

IF-5.6

27.

Aarthy, M., Singh, S.K., Interpretations on the Interaction between Protein
Tyrosine Phosphatase and E7 Oncoproteins of High and Low-Risk HPV: A
Computational Perception. ACS Omega 2021, 6(25), pp.16472-16487

IF-4.1

28.

Velmurugan, K., Don, D., Kannan, R., Selvaraj, C., VishnuPriya, S., Selvaraj,
G., Singh, S. K., Nandhakumar, R. (2021). Synthesis, antibacterial, anti-oxidant
and molecular docking studies of imidazoquinolines. Cell Press-Heliyon, 7(7),
e07484.

IF-4

29.

Chandra, 1., Prabhu, S.V., Nayak, C., Singh, S.K*., E-pharmacophore based
screening to identify potential HIV-1 gp120 and CD4 interaction blockers for
wild and mutant types. SAR and QSAR in Environmental Research
2021, 32(5), pp.353-377

IF-3

30.

Panwar, U., Singh, S.K*., In silico virtual screening of potent inhibitor to
hamper the interaction between HIV-1 integrase and LEDGF/p75 interaction
using E-pharmacophore modeling, molecular docking, and dynamics
simulations. Computational Biology and Chemistry 2021, p.107509

IF-3.1

31.

Dwivedi, A., Kumari, A., Aarthy, M., Singh, S.K., Ojha, M., Jha, S., Jha, S.K,,
Jha, N.S., Spectroscopic and molecular docking studies for the binding and
interaction aspects of curcumin-cysteine conjugate and rosmarinic acid with
human telomeric G-quadruplex DNA. International Journal of Biological
Macromolecules 2021, 182, pp.1463 — 1472

IF-8.2

32.

Selvaraj C., Selvaraj G., Ismail RM.Baazeem A., Wei DQ., Singh,
S.K*., Interrogation of Bacillus anthracis SrtA active site loop forming
open/close lid conformations through extensive MD simulations for
understanding binding selectivity of SrtA inhibitors. Saudi Journal of
Biological Sciences 2021, 28(7), pp.3650-3659

IF-4.4

33.

Kumar, A., Kumar, P., Aarthy, M., Singh, S.K., Giri, R., Experiments and
simulation on ZIKV NS2B-NS3 protease reveal its complex folding. Virology
2021, 556, pp.110-123

IF-4.8



https://www.sciencedirect.com/science/article/pii/S1319562X21003727

34.

Qureshi, S., Khandelwal, R., Madhavi, M., Khurana, N., Gupta, N., Choudhary,
S.K., Suresh, R.A., Hazarika, L., Srija, C.D., Sharma, K., Hindala, M.R.,
Hussain, T., Nayarisseri, A., Singh, S.K*., A Multi-Target Drug Designing for
BTK, MMP9, Proteasome and TAKZ1 for the clinical treatment of Mantle Cell
Lymphoma. Current Topics in Medicinal Chemistry 2021, 21(9), pp.790-818

IF-3.4

35.

Nayarisseri, A., Khandelwal, R., Tanwar, P., Madhavi, M., Sharma, D., Thakur,
G., Speck-Planche, A., Singh, S.K*., Artificial Intelligence, Big data and
Machine Learning approaches in Precision Medicine & Drug Discovery.
Current drug targets 2021, 22(6), pp.631-655

IF-3.2

36.

Selvaraj, C., Dinesh, DC., Panwar, U., Boufa, E., Singh, S.K*., High-
Throughput Screening and Quantum Mechanics for Identifying Potent Inhibitors
against Macl Domain of SARS-CoV-2 Nsp3. IEEE/ACM Transactions on
Computational Biology and Bioinformatics 2020,
DOI:10.1109/TCBB.2020.3037136

IF-4.5

37.

Umesh, Kundu, D., Selvaraj, C., Singh, S. K., Dubey, V. K., Identification of
new anti-nCoV drug chemical compounds from Indian spices exploiting SARS-
CoV-2 main protease as target. Journal of Biomolecular Structure and
Dynamics 2020, pp.1-7.

IF-4.4

38.

Selvaraj, C., Dinesh, D. C., Panwar, U., Abhirami, R., Boura, E., Singh, S. K*.,
Structure-based virtual screening and molecular dynamics simulation of SARS-
CoV-2 Guanine-N7 methyltransferase (nspl14) for identifying antiviral inhibitors
against COVID-19. Journal of Biomolecular Structure and Dynamics 2020,
pp.1-12

IF-4.4

39.

Selvaraj, C., Panwar, U., Dinesh, D. C., Boura, E., Singh, P., Dubey, V. K,
Singh, S. K*, (2021). Microsecond MD simulation and multiple-conformation
virtual screening to identify potential anti-COVID-19 inhibitors against SARS-
CoV-2 main protease. Frontiers in chemistry, 1179.

IF-5.5

40.

Adhikary, R., Khandelwal, R., Hussain, T., Nayarisseri, A., Singh, S. K*,
(2021). Structural insights into the molecular design of rosl inhibitor for the
treatment of non-small cell lung cancer (nsclc). Current Computer-Aided Drug
Design, 17(3), 387-401.

IF-1.7

41.

Yadav, R., Selvaraj, C., Aarthy, M., Kumar, P., Kumar, A., Singh, S. K., Giri,
R., Investigating into the molecular interactions of flavonoids targeting NS2B-
NS3 protease from ZIKA virus through in-silico approaches. Journal of
Biomolecular Structure and Dynamics 2020, pp.1-13

IF-4.4

42.

Aarthy, M., Panwar, U., Singh, S. K*. Structural dynamic studies on
identification of EGCG analogues for the inhibition of Human Papillomavirus
E7. Scientific Reports 2020, 10(1) pp. 1-24

IF-4.6

43.

Khandelwal, R., Nayarisseri, A., Madhavi, M., Selvaraj, C., Panwar, U.,
Sharma, K., Hussain, T., Singh, S. K*., Shape-based Machine Learning Models
for the Potential Novel COVID-19 Protease Inhibitors Assisted by Molecular
Dynamics Simulation. Current topics in medicinal chemistry 2020, 18(29),
pp.2511-2526

IF-3.4

44,

Chinnasamy, S., Selvaraj, G., Selvaraj, C., Kaushik, A. C., Kaliamurthi, S.,
Khan, A., Singh, S. K., Wei, D.-Q., Combining in silico and in vitro approaches
to identification of potent inhibitor against phospholipase A2 (PLA2).
International Journal of Biological Macromolecules 2020, 144, pp-53-66

IF-8.2

45.

Choudhary, P., Bhowmik, A., Chakdar, H., Khan, MA., Selvaraj, C., Singh,
S.K., Murugan, K., Kumar, S., Understanding the biological role of PqgB in
Pseudomonas stutzeri using molecular dynamics simulation approach. Journal

IF-4.4




of Biomolecular structure and Dynamics 2020, DOl:
10.1080/07391102.2020.1854860

46.

Singh, S.K*., Khan, M.A., Gupta, K.K.,, A Review on Pharmacokinetics
properties of antiretroviral drugs to treat HIV-1 infections. Current Computer-
aided Drug Design 2020, DOI:10.2174/1573409916666201006143007B

IF-1.7

47.

Choudhary, P., Chakdar, H., Singh, D., Selvaraj, C., Kumar, S., Singh, S.K.,
Saxena, A.K., Computational studies reveal piperine, the predominant oleoresin
of black pepper (Piper nigrum) as a potential inhibitor of SARS-CoV-2
(COVID-19). Current science 2020, 119(8), pp.1333-1342

IF-1

48.

Panwar, U., Singh, S. K*., Atom-based 3D-QSAR, molecular docking, DFT,
and simulation studies of acylhydrazone, hydrazine, and diazene derivatives as
IN-LEDGF/p75 inhibitors. Structural Chemistry 2020, pp.1-16

IF-1.7

49.

Shunmuga Priya, V., Pradiba, D., Aarthy, M., Singh, S. K., Achary, A.,
Vasanthi, M., In-silico strategies for identification of potent inhibitor for MMP-
1 to prevent metastasis of breast cancer. Journal of Biomolecular Structure
and Dynamics 2020, pp.1-20

IF-4.4

50.

Kumar, D., Sharma, N., Aarthy, M., Singh, S. K., Giri, R. Mechanistic insights
into Zika virus NS3 helicase inhibition by Epigallocatechin-3-gallate. ACS
omega 2020, 5(19), pp.11217-11226

IF-4.1

51.

Pandey, B., Aarthy, M., Sharma, M., Singh, S. K*., Kumar, V., Computational
analysis identifies druggable mutations in human rBAT mediated Cystinuria.
Journal of Biomolecular Structure and Dynamics 2020, pp.1-10

IF-4.4

52.

Sasidharan, S., Selvaraj, C., Singh, S. K., Dubey, V. K., Kumar, S., Fialho, A.
M., Saudagar, P., Bacterial protein azurin and derived peptides as potential anti-
SARS-CoV-2 agents: insights from molecular docking and molecular dynamics
simulations. Journal of Biomolecular Structure and Dynamics 2020, pp.1-16

IF-4.4

53.

Jeyachandran, S., Chandrabose, S., Singh, S. K., Baskaralingam, V., Park, K.,
Kwak, 1.-S., Characterization and structural analysis of prophenoloxidase in
mud crab Scylla serrata and discovering novel chemical inhibitors through
virtual screening. Structural Chemistry 2020, pp.1-22

IF-1.7

54,

Gupta, K.K., Khan, M.A, Singh, S.K., 2020. Constitutive inflammatory
cytokine storm: A major threat to human health. Journal of Interferon &
Cytokine Research, 40(1), pp.19-23.

IF-2.3

55.

Kumar, D., Aarthy, M., Kumar, P., Singh, S. K., Uversky, V. N., Giri, R,,
Targeting the NTPase site of Zika virus NS3 helicase for inhibitor discovery.
Journal of Biomolecular Structure and Dynamics 2019, pp.1-11

IF-4.4

56.

Sivakamavalli, J., Selvaraj, C., Singh, S. K., Park, K., Kwak, I.-S., Vaseeharan,
B., Effect of Amino Acid Substitution in the Penaeus monodon LGBP and
Specificity Through Mutational Analysis. International Journal of Peptide
Research and Therapeutics 2020, pp.1-13

IF-2.5

S7.

Limaye, A., Sweta, J., Madhavi, M., Mudgal, U., Mukherjee, S., Sharma, S.,
Hussain, T., Nayarisseri, A., Singh, S. K*., In Silico Insights on GD2: A
Potential Target for Pediatric Neuroblastoma. Current topics in medicinal
chemistry 2019, 19(30), pp.2766-2781

IF-3.4

58.

Prabhu, S. V., Singh, S. K*., Identification of Potential Dual Negative
Allosteric Modulators of Group I mGIuR Family: A Shape Based Screening,
ADME Prediction, Induced Fit Docking and Molecular Dynamics Approach
Against Neurodegenerative Diseases. Current Topics in Medicinal Chemistry
2019, 19(29), pp.2687-2707 .

IF-3.4

59.

Selvaraj, C., Selvaraj, G., Kaliamurthi, S., Cho, W. C., Wei, D.Q., Singh, S.
K*., lon channels as therapeutic targets for type 1 diabetes mellitus. Current

IF-3.2




drug targets 2020, 21(2), pp.132-147.

60.

Chinnasamy, S., Selvaraj, G., Kaushik, A. C., Kaliamurthi, S., Selvaraj, C.,
Singh, S. K., Thirugnanasambandam, R., Gu, K., Wei, D.-Q., Molecular
docking and molecular dynamics simulation studies to identify potent AURKA
inhibitors: Assessing the performance of density functional theory, MM-GBSA
and mass action kinetics calculations. Journal of Biomolecular Structure and
Dynamics 2020, 38(14), pp.4325-4335

IF-4.4

61.

Panwar, U., Chandra, 1., Selvaraj, C., Singh, S. K*., Current Computational
Approaches for the Development of Anti-HIV Inhibitors: An Overview. Current
pharmaceutical design 2019, i(31), pp.3390-3405

IF-3.1

62.

Aher, A., Udhwani, T., Khandelwal, R., Limaye, A., Hussain, T., Nayarisseri,
A., Singh, S. K*., In silico Insights on IL-6: A Potential Target for Multicentric
Castleman. Current Computer-Aided Drug Design 2019, 16(5), pp.641-653

IF-1.7

63.

Gupta, K. K., Singh, S. K*, Cdk5: A main culprit in neurodegeneration.
International Journal of Neuroscience, 2019, 129(12), pp.1192-1197

IF-2.2

64.

Prabhu, S. V., Singh, S. K*., Energetically optimized pharmacophore modeling
to identify dual negative allosteric modulators against group | mGIuRs in
neurodegenerative diseases. Journal of Biomolecular Structure and Dynamics
2020, 38(8), pp.2326-2337

IF-4.4

65.

Rajavel, T., Priya, G. B., Suryanarayanan, V., Singh, S. K., Devi, K. P,
Daucosterol disturbs redox homeostasis and elicits oxidative-stress mediated
apoptosis in A549 cells via targeting thioredoxin reductase by a p53 dependent
mechanism. European journal of pharmacology 2019, 855, pp.112-123

IF-5

66.

Sharda, S., Khandelwal, R., Adhikary, R., Sharma, D., Majhi, M., Hussain, T.,
Nayarisseri, A., Singh, S. K*, A computer-aided drug designing for
pharmacological inhibition of mutant alk for the treatment of non-small cell lung
cancer. Current Topics in Medicinal Chemistry 2019, 19(13), pp.1129-1144

IF-3.4

67.

Ali, M. A., Vuree, S., Goud, H., Hussain, T., Nayarisseri, A., Singh, S. K.,
Identification of high-affinity small molecules targeting gamma secretase for the
treatment of Alzheimer’s disease. Current topics in medicinal chemistry 2019,
19(13), 1173-1187

IF-3.4

68.

Jeyakumar, M., Sathya, S., Gandhi, S., Tharra, P., Suryanarayanan, V., Singh,
S. K., Baire, B., Devi, K. P., a-bisabolol -D-fucopyranoside as a potential
modulator of B-amyloid peptide induced neurotoxicity: An in vitro & in silico
study. Bioorganic chemistry 2019, 88, pp.102935

IF-5.1

69.

Nayarisseri, A., Singh, S. K*., Functional inhibition of VEGF and EGFR
suppressors in cancer treatment. Current Topics in Medicinal Chemistry 2019,
19(3), 178-179

IF-3.4

70.

Choudhary, P., Chakdar, H., Singh, A., Kumar, S., Singh, S. K., Aarthy, M.,
Goswami, S. K., Srivastava, A. K., Saxena, A. K., Computational identification
and antifungal bioassay reveals phytosterols as potential inhibitor of
Alternariaarborescens. Journal of Biomolecular Structure and Dynamics 2019,
21, pp.1-15

IF-4.4

71.

Prabhu, S.V., Singh, S.K*., E-Pharmacophore-based screening of mGIuR5
Negative Allosteric Modulators for Central Nervous System Disorder.
Computational Biology and Chemistry 2019, 78, pp.414-423

IF-3.1




72.

Yadav, M, Khandelwal, R., Mudgal, U., Srinitha, S., Khandekar, N.,
Nayarisseri, A., Vuree, S., Singh, S.K*., ldentification of Potent VEGF
Inhibitors for the Clinical Treatment of Glioblastoma, A Virtual Screening
Approach. Asian Pacific Journal of Cancer Prevention 2019, 20(9), pp.2681-
2692

IF-2

73.

Sweta, J., Khandelwal, R., Srinitha, S., Pancholi, R., Adhikary, R., Ali, M.A,,
Nayarisseri, A., Vuree, S., Singh, S.K*., Identification of High-Affinity Small
Molecule Targeting IDH2 for the Clinical Treatment of Acute Myeloid
Leukemia. Asian Pacific Journal of Cancer Prevention 2019, (8),2287-2297 .

IF-2

74.

Patidar, K., Panwar, U., Nayarisseri, A., Singh, S.K*., An in silico approach to
identify high affinity small molecule targeting m-TOR inhibitors for the clinical
treatment of Breast Cancer. Asian Pacific Journal of Cancer Prevention 2019,
20(4), pp.1229-1241

IF-2

75.

Udhwani, T., Mukherjee, S., Sharma, K., Sweta, J., Khandekar, N., Nayarisseri,
A., Singh, S. K*., Design of PD-L1 inhibitors for lung cancer. Bioinformation
2019, 15(2), pp.139-150

IF-0.5

76.

Shukla, P., Khandewal, R., Sharma, D., Dhar, A., Nayarisseri, A., Singh,
S.K8,, Virtual ~ Screening of IL-6 Inhibitors  for  Idiopathic
Arthritis. Bioinformation 2019, 15(2), pp.121-130

IF-0.5

77.

Gokhale, P., Chauhan, A.P.S., Arora, A., Khandekar, N., Nayarisseri, A., Singh,
S.K., FLT3 inhibitor design using molecular docking based virtual screening for
acute myeloid leukemia. Bioinformation 2019, 15(2), pp.104-115

IF-0.5

78.

Jain, D., Udhwani, T., Sharma, S., Gandhe, A., Reddy, P.B., Nayarisseri, A.,
Singh, S.K., Design of novel JAK3 Inhibitors towards Rheumatoid Arthritis
using molecular docking analysis. Bioinformation 2019, 15(2), pp.68-78

IF-0.5

79.

Suryanarayanan, V., Singh, S. K*., Deciphering the binding mode and
mechanistic insights of pentadecylidenemalonate (1b) as activator of histone
acetyltransferase PCAF. Journal of Biomolecular Structure and Dynamics
2019, 37(9), pp.2296-2309

IF-4.4

80.

Kumar, A., Liang, B., Aarthy, M., Singh, S. K., Garg, N., Mysorekar, I. U.,
Giri, R., Hydroxychloroquine inhibits Zika virus NS2B-NS3 protease. ACS
omega 2018, 3(12), pp.18132-18141

IF-4.1

81.

Khandelwal, R., Chauhan, A. P., Bilawat, S., Gandhe, A., Hussain, T., Hood, E.
A., Nayarisseri, A., Singh, S. K*., Structure-based Virtual Screening for the
Identification of High-affinity Small Molecule Towards STAT3 for the Clinical
Treatment of Osteosarcoma. Current topics in medicinal chemistry 2018,
18(29), pp.2511-2526

IF-3.4

82.

Sharma, K., Patidar, K., Ali, M. A,, Patil, P., Goud, H., Hussain, T., Nayarisseri,
A., Singh, S. K*., Structure-Based Virtual Screening for the Identification of
High Affinity Compounds as Potent VEGFR2 Inhibitors for the Treatment of
Renal Cell Carcinoma. Current topics in medicinal chemistry 2018, 18(25),
pp.2174-2185 .

IF-3.4

83.

Selvaraj, C., Priya, R. B., Singh, S. K*., Exploring the Biology and Structural
Architecture of Sortase Role on Biofilm Formation in Gram Positive Pathogens.
Current topics in medicinal chemistry 2018, 18(29), 2462-2480

IF-3.4

84.

Singh, S.P., Selvaraj, C., Knowar, B.K., Singh, S.K., Singh, C.B. and Sahoo, D.,
Competitive Inhibition of Quercetin and Apigenin at the ATP Binding site of D-
Alanine-D-Alanine Ligase of Helicobacter pylori — A Molecular Model-ing




Approach. Current Biotechnology 2018, 7(5), pp.340-348

85.

Sinha, K., Majhi, M., Thakur, G., Patidar, K., Sweta, J., Hussain, T.,
Nayarisseri, A., Singh, S. K*., Computer-aided Drug Designing for the
Identification of High-Affinity Small Molecule Targeting CD20 for the Clinical
Treatment of Chronic Lymphocytic Leukemia (CLL). Current topics in
medicinal chemistry 2018, 18(29), pp.2527-2542

IF-3.4

86.

Selvaraj, C., Singh, S. K*., Computational and Experimental Binding
Mechanism of DNA-drug Interactions. Current pharmaceutical design 2018,
24(32), pp.3739-3757

IF-3.1

87.

Majhi, M., Ali, M. A, Limaye, A., Sinha, K., Bairagi, P., Chouksey, M., Shukla,
R., Kanwar, N., Hussain, T., Singh, S. K*., Nayarisseri, A., An in silico
investigation of potential VEGFR inhibitors for the clinical treatment of
colorectal cancer. Current topics in medicinal chemistry 2018, 18(27), pp.2355-
2366

IF-3.4

88.

Panwar, U., Singh, S. K*, Identification of novel pancreatic lipase inhibitors
using in silico studies. Endocrine, Metabolic & Immune Disorders-Drug
Targets (Formerly Current Drug Targets-Immune, Endocrine Metabolic
Disorders) 2019, 19(4), 449-457.

IF-1.9

89.

Nayak, C., Chandra, I., Singh, S. K*. An in silico pharmacological approach
toward the discovery of potent inhibitors to combat drug resistance HIV-1
protease variants. Journal of cellular biochemistry 2019, 120(6), 9063-9081.

IF-4

90.

Aarthy, M., Singh, S. K*., Discovery of Potent Inhibitors for the Inhibition of
Dengue Envelope Protein: An InSilico Approach. Current topics in medicinal
chemistry 2018, 18(18), pp.1585-1602

IF-3.4

91.

Nayarisseri, A., Singh, P. andSingh, S.K., Screening, isolation and
characterization of biosurfactant-producing Bacillus tequilensis strain
ANSKLABO4 from brackish river water. International Journal of
Environmental Science and Technology 2018, 16, 7103-7112

IF-3.1

92.

Das, M., Prakash, S., Nayak, C., Thangavel, N., Singh, S. K., Manisankar, P.,
Devi, K. P., Dihydroactinidiolide, a natural product against AB25-35 induced
toxicity in Neuro2a cells: Synthesis, in silico and in vitro studies. Bioorganic
chemistry 2018, 81, 340-349

IF-5.1

93.

Suryanarayanan, V., Rajavel, T., Devi, K. P., Singh, S. K*., Structure based
identification and biological evaluation of novel and potent inhibitors of PCAF
catalytic domain. International journal of biological macromolecules 2018,
120, pp.823-834

IF-8.2

94.

Nayarisseri, A., Singh, P., Singh, S.K*., Screening, isolation and
characterization of biosurfactant producing Bacillus subtilis strain
ANSKLABO3. Bioinformation 2018, 14(6), pp.304-314

IF-0.5

95.

Dhanasekaran, S., Rameshthangam, P., Venkatesan, S., Singh, S. K., Vijayan,
S. R., In Vitro and In Silico Studies of Chitin and Chitosan Based Nanocarriers
for Curcumin and Insulin Delivery. Journal of Polymers and the Environment
2018, 26(10), pp.4095-4113

IF-5.3

96.

Prabhu, S. V., Singh, S. K*., Atom-based 3D-QSAR, induced fit docking, and
molecular dynamics simulations study of thieno [2, 3-b] pyridines negative
allosteric modulators of mGIuR5. Journal of Receptors and Signal
Transduction 2018, 38(3), pp.225-239

IF-2.8

97.

Malar, D.S., Suryanarayanan, V., Prasanth, M.1., Singh, S.K., Balamurugan, K.,
Devi, K.P., Vitexin inhibits AB25-35 induced toxicity in Neuro-2a cells by
augmenting Nrf-2/HO-1 dependent antioxidant pathway and regulating lipid
homeostasis by the activation of LXR-a. Toxicology in Vitro 2018, 50, pp.160-

IF-3.2




171

98.

Aarthy, M., Kumar, D., Giri, R., Singh, S. K*., E7 oncoprotein of human
papillomavirus: Structural dynamics and inhibitor screening study. Gene 2018,
658, 159-177 (I1F-3.5).

IF -3.68

99.

Panwar, U., Singh, S.K*., An overview on Zika Virus and the importance of
Computational Drug Discovery. Journal of Exploratory Research in
Pharmacology 2018, 3(2), pp.43-51

IF - 3.68

100.

Rajavel, T., Packiyaraj, P., Suryanarayanan, V., Singh, S.K., Ruckmani, K.
Devi, K.P., B-Sitosterol targets Trx/Trx1 reductase to induce apoptosis in A549
cells via ROS mediated mitochondrial dysregulation and p53 activation.Nature
Scientific reports 2018, 8(1), p.2071

IF-4.6

101.

Suryanarayanan, V., Singh, S. K*., Unravelling novel congeners from
acetyllysine mimicking ligand targeting a lysine acetyltransferase PCAF
bromodomain. Journal of Biomolecular Structure and Dynamics 2018, 36(16),
4303-4319

IF-4.4

102.

Vijayakumar, S., Manogar, P., Prabhu, S., Singh, S.K., Novel ligand-based
docking, molecular dynamic simulations, and absorption, distribution,
metabolism, and excretion approach to analyzing potential acetylcholinesterase
inhibitors for Alzheimer's disease. Journal of Pharmaceutical Analysis
2018, 8(6), pp.413-420

IF-8.8

103.

Panwar, U., Singh, S. K*., Structure-based virtual screening toward the
discovery of novel inhibitors for impeding the protein-protein interaction
between HIV-1 integrase and human lens epithelium-derived growth factor
(LEDGF/p75). Journal of Biomolecular Structure and Dynamics 2018, 36(12),
pp.3199-3217

IF-4.4

104.

B., Suryanarayanan, V., Sathya, S., Narenkumar, M., Singh, S. K., Ruckmani,
K., Devi, K. P., Anti-amyloidogenic and anti-apoptotic effect of a-bisabolol
against A induced neurotoxicity in PC12 cells. European journal of medicinal
chemistry 2018, 143, pp.1196-1207 .

IF-6.7

105.

Pradiba, D., Aarthy, M., Shunmugapriya, V., Singh, S. K*., Vasanthi, M.,
Structural insights into the binding mode of flavonols with the active site of
matrix metalloproteinase-9 through molecular docking and molecular dynamic
simulations studies. Journal of Biomolecular Structure and Dynamics 2018,
36(14), pp.3718-3739

IF-4.4

106.

Panwar, U., Singh, S.K*., Computational drug discovery: An avenue for
targeting the protein-protein interaction between HIV-1 integrase and
LEDGF/p75. Journal of Proteins & Proteomics 2017, 08(04), pp. 27

IF-1.0

107.

Bandaru, S., Alvala, M., Nayarisseri, A., Sharda, S., Goud, H., Mundluru, H. P.,
Singh, S. K*., Molecular dynamic simulations reveal suboptimal binding of
salbutamol in T164I variant of B2 adrenergic receptor. PloS one 2017, 12(10),
p.e0186666

IF-3.7

108.

Joshi, H., Seniya, S. P., Suryanarayanan, V., Patidar, N. D., Singh, S. K., Jain,
V., Dissecting the structure—function relationship in lysozyme domain of
mycobacteriophage D29-encoded peptidoglycan hydrolase. FEBS letters 2017,
591 (20), pp.3276-3287

IF-3.5

109.

Sharda, S., Sarmandal, P., Cherukommu, S., Dindhoria, K., Yadav, M.,
Bandaru, S., Sharma, A., Sakhi, A., Vyas, T., Singh, S. K*., Hussain, T., A
Virtual Screening Approach for the Identification of High Affinity Small
Molecules Targeting BCR-ABL1 Inhibitors for the Treatment of Chronic

IF-3.4




Myeloid Leukemia. Current Topics in Medicinal Chemistry 2017, 17(26),
pp.2989-2996

110.

Karthi, N., Karthiga, A., Kalaiyarasu, T., Stalin, A., Manju, V., Singh, S. K,
Cyril, R., Lee, S.-M., Exploration of cell cycle regulation and modulation of the
DNA methylation mechanism of pelargonidin: Insights from the molecular
modeling approach. Computational Biology and Chemistry 2017, 70, pp.175-
185

IF-3.1

111.

Sharma, N., Murali, A., Singh, S. K*,, Giri, R., Epigallocatechin gallate, an
active green tea compound inhibits the Zika virus entry into host cells via
binding the envelope protein. International journal of biological
macromolecules 2017, 104, 1046-1054

IF-8.2

112.

Thangaraj, K., Karthiga, A., Natesan, K., Ramasamy, S., Cyril, R., Singh,
S.K., Vaiyapuri, M., In Silico Molecular Docking Analysis Of Orientin, A
Potent Glycoside of Luteolin against BCL-2 Family Proteins. Journal of
Chemical and Pharmaceutical Research 2017, 9(5), pp.65-72

113.

Bandaru, S., GangadharanSumithnath, T., Sharda, S., Lakhotia, S., Sharma, A.,
Jain, A., Hussain, T., Nayarisseri, A., Singh, S. K*., Helix-Coil transition
signatures B-Raf V600E mutation and virtual screening for inhibitors directed
against mutant B-Raf. Current drug metabolism 2017, 18(6), pp.527-534

IF-2.3

114.

Nivedha, R. P., Suryanarayanan, V., Selvaraj, C., Singh, S. K., Rajalakshmi,
M., Chemopreventive effect of saponin isolated from Gymnemasylevestre on
prostate cancer through in silico and in vivo analysis. Medicinal Chemistry
Research 2017, 26(9), pp.1915-1925

IF-2.6

115.

Bhardwaj, R., Das, M., Singh, S., Chiranjivi, A. K., Prabhu, S. V., Singh, S. K.,
Dubey, V. K., Evaluation of CAAX prenyl protease Il of Leishmaniadonovani
as potential drug target: Infectivity and growth of the parasite is significantly
lowered after the gene knockout. European Journal of Pharmaceutical
Sciences 2017, 102, pp.156-160

IF-4.6

116.

Gupta, S., Suryanarayanan, V., Yadav, S, Singh, S.K., Saxena,
J.K., Delineating the role of ionic interactions in structural and functional
integrity of B. malayi Guanylate kinase. International journal of biological
macromolecules 2017,98, pp.357-365

IF-8.2

117.

Prabhu, S.V, Tiwari, K., Suryanarayanan, V., Dubey, V.K., Singh,
S.K*., Exploration of new and potent lead molecules against CAAX prenyl
protease | of Leishmania donovani through Pharmacophore based virtual
screening  approach. Combinatorial chemistry & high  throughput
screening 2017, 20(3), pp.255-271

IF-1.8

118.

Aarthy, M., Panwar, U., Selvaraj, C., Singh, S.K*., Advantages of Structure-
Based Drug Design Approaches in Neurological Disorders. Current
Neuropharmacology 2017, 15(8), pp.1136-1155

IF-5.3

119.

Gupta, S., Yadav, S., Suryanarayanan, V., Singh, S.K., Saxena, JKk.,
Investigating the folding pathway and substrate induced conformational changes
in B. malayi Guanylate kinase. International journal of biological
macromolecules 2017, 94(Pt A), pp.621-633

IF-8.2

120.

Selvaraj, C., Krishnasamy, G., Jagtap, S. S., Patel, S. K., Dhiman, S. S., Kim,
T.-S., Singh, S. K*., Lee, J.-K., Structural insights into the binding mode of d-
sorbitol with sorbitol dehydrogenase using QM-polarized ligand docking and
molecular dynamics simulations. Biochemical Engineering Journal 2016, 114,
pp.244-256

IF-3.9




121.

Sivakamavalli, J., Selvaraj, C., Singh, S. K., Vaseeharan, B., Modeling of
macromolecular proteins in prophenoloxidase cascade through experimental and
computational approaches. Biotechnology and applied biochemistry 2016,
63(6), pp.779-788

IF-2.8

122.

Paital, B., Sablok, G., Kumar, S., Singh, S.K., Chainy, G.B.N., Investigating the
Conformational Structure and Potential Site Interactions of SOD Inhibitors on
Ec-SOD in Marine Mud Crab Scylla serrata: A Molecular Modeling Approach.
Interdisciplinary Sciences: Computational Life Sciences 2016, 8(3), pp.312-318

IF-4.8

123.

Bandaru, S., Alvala, M., Akka, J., Sagurthi, S.R., Nayarisseri, A., Singh, S.K*,,
Mundluru, H.P., Identification of Small Molecule as a High Affinity 2 Agonist
Irrespectively Targeting Wild and Mutated (Thr1641le) B 2 Adrenergic Receptor
in the Treatment of Bronchial. Current Pharmaceutical Design 2016, 22(34),
pp.5221-5233

IF-3.1

124.

Gunasekaran, D., Sridhar, J., Suryanarayanan, V., Manimaran, N., Singh, S. K.,
Molecular modeling and structural analysis of nAChR variants uncovers the
mechanism of resistance to snake toxins. Journal of Biomolecular Structure
and Dynamics 2017, 35(8), pp.1654-1671

IF-4.4

125.

Bhardwaj, R., Kumar, R., Singh, S. K., Selvaraj, C., Dubey, V. K,
Understanding the importance of conservative hypothetical protein
LdBPK_070020 in Leishmaniadonovani and its role in subsistence of the
parasite. Archives of biochemistry and biophysics 2016, 596, pp.10-21

IF-3.9

126.

Singh, S., Vijaya Prabhu, S., Suryanarayanan, V., Bhardwaj, R., Singh,
S.K., Dubey, V.K., Molecular docking and structure based virtual screening
studies of potential drug target, CAAX prenyl proteases, of Leishmania
donovani. Journal of Biomolecular Structure and Dynamics 2016, 34(11),
pp.2367-2386

IF-4.4

127.

Sachithanandham, J., Reddy, K.K., Solomon, K., David, S., Singh,
S.K., Ramalingam, V.V., Pulimood, S.A., Abraham, O.C., Rupali, P., Sridharan,
G., Kannangai, R., Effect of HIV-1 Subtype C integrase mutations implied using
molecular modeling and docking data. Bioinformation 2016, 12(3), pp.221-230

IF-0.5

128.

Patidar, K., Deshmukh, A., Bandaru, S., Lakkaraju, C., Girdhar, A., Vr, G.,
Banerjee, T., Nayarisseri, A., Singh, S.K*., Virtual Screening Approaches in
Identification of Bioactive Compounds Akin to Delphinidin as Potential HER2
Inhibitors for the Treatment of Breast Cancer. Asian Pacific Journal of Cancer
Prevention 2016, 17(4), pp.2291-2295

129.

Vanitha, R., Karthiga, A., Singh, S.K., Edayadulla, N., Ramesh, P., Kamaraj
S.K., Synthesis, antibacterial studies, and molecular modelling studies of 3,4-
dihydropyrimidinone compounds. Journal of Chemical Biology 2016, 9(1),
pp.31-40

130.

Saranyah, K., Kalva, S., Mukund, N., Singh, S. K., M Saleena, L., Homology
modeling and in silico site directed mutagenesis of pyruvate ferredoxin
oxidoreductase from Clostridium thermocellum. Combinatorial Chemistry &
High Throughput Screening 2015, 18(10), 975-989

IF-1.8

131.

Suryanarayanan, V., Singh, S. K*., Assessment of dual inhibition property of
newly discovered inhibitors against PCAF and GCN5 through in silico
screening, molecular dynamics simulation and DFT approach. Journal of
Receptors and Signal Transduction 2015, 35(5), 370-380

IF-2.8

132.

Muralidharan, A. R., Selvaraj, C., Singh, S. K., Sheu, J.-R., Thomas, P. A,
Geraldine, P., Structure-based virtual screening and biological evaluation of a
calpain inhibitor for prevention of selenite-induced cataractogenesis in an in
vitro system. Journal of chemical information and modeling 2015, 55(8),

IF-5.6




1686-1697

133.

Sivakamavalli, J., Tripathi, S. K., Singh, S. K., Vaseeharan, B., Homology
modeling, molecular dynamics, and docking studies of pattern-recognition
transmembrane protein-lipopolysaccharide and B-1, 3 glucan-binding protein
from Fenneropenaeusindicus. Journal of Biomolecular Structure and
Dynamics 2015, 33(6), 1269-1280

IF-4.4

134.

Singh, S.K*., and Selvaraj, C., 182 Molecular recognition between active site
contour maps and ligand pharmacophoric sites predicts the future leads of
HTLV-PR inhibitors. Journal of Biomolecular Structure and Dynamics 2015,
33(supl), pp.120-120

IF-4.4

135.

Sivakamavalli, J., Selvaraj, C., Singh, S. K., Vaseeharan, B., Molecular cloning,
relative expression, and structural analysis of pattern recognition molecule -
glucan binding protein from mangrove crab Episesarmatetragonum.
Biotechnology and applied biochemistry 2015, 62(3), pp.416-423

IF-2.8

136.

Tripathi, S. K., Soundarya, R. N., Singh, P., Singh, S. K*., Comparative
Analysis of Various Electrostatic Potentials on Docking Precision Against
Cyclin-Dependent Kinase 2 Protein: A Multiple Docking Approach. Chemical
biology & drug design 2015, 85(2), pp.107-118

IF-3

137.

Sivakamavalli, J., Selvaraj, C., Singh, S. K., Vaseeharan, B., In vitro and in
silico studies on cell adhesion protein peroxinectin from Fenneropenaeusindicus
and screening of heme blockers against activity. Journal of Molecular
Recognition 2016, 29(5), pp.186-198

IF-2.7

138.

Selvaraj, C., Priya, R. B., Lee, J.-K., Singh, S. K*., Mechanistic insights of
SrtA-LPXTG blockers targeting the transpeptidase mechanism in Streptococcus
mutans. RSC Advances 2015, 5(122), pp.100498-100510

IF-3.9

139.

Konda Reddy, K., Singh, S. K*., Insight into the binding mode between N-
methyl pyrimidones and prototype foamy virus integrase-DNA complex by QM-
polarized ligand docking and molecular dynamics simulations. Current topics in
medicinal chemistry 2015, 15(1), pp.43-49

IF-3.4

140.

Selvaraj, C., Omer, A., Singh, P., Singh, S. K*., Molecular insights of protein
contour recognition with ligand pharmacophoric sites through combinatorial
library design and MD simulation in validating HTLV-1 PR inhibitors.
Molecular BioSystems 2015, 11(1), pp.178-189

IF-4.21

141.

Karthiga, A., Tripathi, S.K., Shanmugam, R., Suryanarayanan, V., Singh,
S.K., Targeting the cyclin binding groove site to inhibit the catalytic activity of
CDK2/cyclin A complex using p27KIP1 derived peptidomimetic
inhibitors. Journal of chemical biology 2015, 8(1), pp. 11-24

142.

Selvaraj, C., Singh, P., Singh, S. K*., Molecular insights on analogs of HIV PR
inhibitors toward HTLV-1 PR through QM/MM interactions and molecular
dynamics studies: comparative structure analysis of wild and mutant HTLV-1
PR. Journal of Molecular Recognition 2014, 27(12), pp.696-706

IF-2.7

143.

Sivakamavalli, J., Selvaraj, C., Singh, S. K., Vaseeharan, B., Exploration of
protein—protein interaction effects on a-2-macroglobulin in an inhibition of
serine protease through gene expression and molecular simulations studies.
Journal of Biomolecular Structure and Dynamics 2014, 32(11), pp.1841-1854

IF-4.4

144,

Selvaraj, C., Bharathi Priya, R., Singh, S. K*., Communication of y Phage
LysinplyG Enzymes Binding toward SrtA for Inhibition of Bacillus Anthracis:
Protein—Protein  Interaction and Molecular Dynamics Study. Cell
communication & adhesion 2014, 21(5), pp.257-265

IF-2.82

145.

Selvaraj, C., Singh, P., Singh, S. K*., Molecular modeling studies and
comparative analysis on structurally similar HTLV and HIV protease using

IF-2.8




HIV-PR inhibitors. Journal of Receptors and Signal Transduction 2014, 34(5),
361-371

146.

Yadav, S., Gupta, S., Selvaraj, C., Doharey, P. K., Verma, A., Singh, S. K,
Saxena, J. K., In silico and in vitro studies on the protein-protein interactions
between Brugiamalayi immunomodulatory protein calreticulin and human C1q.
PloS one 2014, 9(9), €106413

IF-3.7

147.

Selvaraj, C., Singh, S. K*., Validation of potential inhibitors for SrtA against
Bacillus anthracis by combined approach of ligand-based and molecular
dynamics simulation. Journal of Biomolecular Structure and Dynamics 2014,
32(8), pp.1333-1349

IF-4.4

148.

Selvaraj, C., Sivakamavalli, J., Vaseeharan, B., Singh, P., Singh, S. K*,,
Examine the characterization of biofilm formation and inhibition by targeting
SrtA mechanism in Bacillus subtilis: a combined experimental and theoretical
study. Journal of molecular modeling 2014, 20(8), pp.1-15

IF-2.2

149.

Reddy, K. K., Singh, S. K*., Combined ligand and structure-based approaches
on HIV-1 integrase strand transfer inhibitors. Chemico-biological interactions
2014, 218, pp.71-81

IF-5.1

150.

Vijayalakshmi, P., Selvaraj, C., Shafreen, R. M. B., Singh, S. K., Pandian, S.
K., Daisy, P., Ligand-based pharmacophore modelling and screening of DNA
minor groove binders targeting Staphylococcus aureus. Journal of Molecular
Recognition 2014, 27(7), pp.429-437

IF-2.7

151.

Selvaraj, C., Sivakamavalli, J., Baskaralingam, V., Singh, S. K*., Virtual
screening of LPXTG competitive SrtA inhibitors targeting signal transduction
mechanism in Bacillus anthracis: a combined experimental and theoretical
study. Journal of Receptors and Signal Transduction 2014, 34(3), pp.221-232

IF-2.8

152.

Muralidharan, A. R., Selvaraj, C., Singh, S. K., Jesudasan, C. N., Geraldine, P.,
Thomas, P. A., Virtual screening based on pharmacophoric features of known
calpain inhibitors to identify potent inhibitors of calpain. Medicinal Chemistry
Research 2014, 23(5), pp.2445-2455

IF-2.6

153.

Sivakamavalli, J., Selvaraj, C., Singh, S. K., Vaseeharan, B., Interaction
investigations of crustacean B-GBP recognition toward pathogenic microbial
cell membrane and stimulate upon prophenoloxidase activation. Journal of
Molecular Recognition 2014, 27(4), pp.173-183

IF-2.7

154.

BeemaShafreen, R. M., Selvaraj, C., Singh, S. K., Karutha Pandian, S., In silico
and in vitro studies of cinnamaldehyde and their derivatives against LuxS in
Streptococcus pyogenes: effects on biofilm and virulence genes. Journal of
Molecular Recognition 2014, 27(2), pp.106-116

IF-2.7

155.

Selvaraj, C., Singh, P., Singh, S. K*., Investigations on the interactions of A
Phage-derived peptides against the SrtA mechanism in Bacillus anthracis.
Applied biochemistry and biotechnology 2014, 172(4), pp.1790-1806

IF-3

156.

Tripathi, S. K., Singh, S. K*., Insights into the structural basis of 3, 5-
diaminoindazoles as CDK?2 inhibitors: prediction of binding modes and potency
by QM-MM interaction, MESP and MD simulation. Molecular bioSystems
2014, 10(8), pp.2189-2201

IF-3.7

157.

Selvaraj, C., Sivakamavalli, J., Vaseeharan, B., Singh, P., Singh, S. K,
Structural elucidation of SrtA enzyme in Enterococcus faecalis: an emphasis on
screening of potential inhibitors against the biofilm formation. Molecular
bioSystems 2014, 10(7), pp.1775-1789

IF-3.7

158.

Reddy, K. K., Singh, P., Singh, S. K*., Blocking the interaction between HIV-1
integrase and human LEDGF/p75: mutational studies, virtual screening and
molecular dynamics simulations. Molecular bioSystems 2014, 10(3), pp.526-

IF-3.7




536

159.

Suryanarayanan, V., Singh, S. K*., Kumar Tripathi, S., Selvaraj, C., Konda
Reddy, K., Karthiga, A., A three-dimensional chemical phase pharmacophore
mapping, QSAR modelling and electronic feature analysis of benzofuran
salicylic acid derivatives as LYP inhibitors. SAR and QSAR in Environmental
Research 2013, 24(12), pp.1025-1040.

IF-3

160.

Tripathi, S. K., Muttineni, R., Singh, S. K*., Extra precision docking, free
energy calculation and molecular dynamics simulation studies of CDK2
inhibitors. Journal of theoretical biology 2013, 334, pp.87-100

IF-2

161.

Reddy, K. K., Singh, S. K*., Tripathi, S. K., Selvaraj, C., Suryanarayanan, V.,
Shape and pharmacophore-based virtual screening to identify potential
cytochrome P450 sterol 14a-demethylase inhibitors. Journal of Receptors and
Signal Transduction 2013, 33(4), pp.234-243

IF-2.8

162.

Reddy, K., Singh, S. K*., Tripathi, S., Selvaraj, C., Identification of potential
HIV-1 integrase strand transfer inhibitors: in silico virtual screening and
QM/MM docking studies. SAR and QSAR in Environmental Research 2013,
24(7), pp.581-595

IF-3

163.

Shafreen, R. M. B., Selvaraj, C., Singh, S. K., Pandian, S. K., Exploration of
fluoroquinolone resistance in Streptococcus pyogenes: comparative structure
analysis of wild-type and mutant DNA gyrase. Journal of Molecular
Recognition 2013, 26(6), pp.276-285

IF-2.7

164.

Vijayalakshmi, P., Selvaraj, C., Singh, S. K., Nisha, J., Saipriya, K., Daisy, P.,
Exploration of the binding of DNA binding ligands to Staphylococcal DNA
through QM/MM docking and molecular dynamics simulation. Journal of
Biomolecular Structure and Dynamics 2013, 31(6), pp.561-571

IF-4.4

165.

Singh, P., Singh, S.K., Selvaraj, C., Singh, R.K., 195 In silico study on HIV-
PRIs substructures to terminate proteolytic activity in HTLV. Journal of
Biomolecular Structure and Dynamics 2013, 31(Supl), pp.127-127

IF-4.4

166.

Singh, S.K., Selvaraj, C., 2013. 186 Molecular dynamics and ligand based
studies for the validation of potential inhibitors for SrtA against Bacillus
anthracis. Journal of Biomolecular Structure and Dynamics 31(supl), pp.119-
120

IF-4.4

167.

Tripathi, S. K., Selvaraj, C., Singh, S. K*., Reddy, K. K., Molecular docking,
QPLD, and ADME prediction studies on HIV-1 integrase leads. Medicinal
Chemistry Research 2012, 21(12), pp.4239-4251

IF-2.6

168.

Selvaraj, C., Singh, S. K*., Tripathi, S. K., Reddy, K. K., Rama, M., In silico
screening of indinavir-based compounds targeting proteolytic activity in HIV
PR: binding pocket fit approach. Medicinal Chemistry Research 2012, 21(12),
pp.4060-4068

IF-2.6

169.

Tripathi, S. K., Singh, S. K*., Singh, P., Chellaperumal, P., Reddy, K. K,
Selvaraj, C., Exploring the selectivity of a ligand complex with CDK2/CDK1: a
molecular dynamics simulation approach. Journal of Molecular Recognition
2012, 25(10), pp.504-512

IF-2.7

170.

Fazil, M.H.U.T., Kumar, S., Rao, N.S., Selvaraj, C., Singh, S.K., Pandey, H.P.,
Singh, D.V., Comparative structural analysis of two proteins belonging to
guorum sensing system in Vibrio cholerae. Journal of Biomolecular Structure
and Dynamics, 2012, 30(5), pp.574-584

IF-4.4

171.

Singh, S.K*. Tripathi, S.K., Dessalew, N. and Singh, P., Cyclin Dependent
Kinase as Significant Target for Cancer Treatment. Current Cancer Therapy
Reviews 2012, 8(3), pp.225-235




172.

Grover, A., Katiyar, S. P., Singh, S. K., Dubey, V. K., Sundar, D., A
leishmaniasis study: Structure-based screening and molecular dynamics
mechanistic analysis for discovering potent inhibitors of spermidine synthase.
Biochimica et BiophysicaActa (BBA)-Proteins and Proteomics 2012,
1824(12), pp.1476-83

IF-3.2

173.

Reddy, K.K., Singh, S.K., Dessalew, N., Tripathi, S.K., Selvaraj, C., 2012.
Pharmacophore modelling and atom-based 3D-QSAR studies on N-methyl
pyrimidones as HIV-1 integrase inhibitors. Journal of enzyme inhibition and
medicinal chemistry 2012, 27(3), pp.339-347

IF-5.6

174.

Daisy, P., Vijayalakshm, P., Selvaraj, C., Singh, S.K, Saipriya, K.,
2012. Targeting Multidrug Resistant Mycobacterium tuberculosis HtrA2 with
Identical Chemical Entities of Fluoroquinolones. Indian Journal of
Pharmaceutical Sciences, 2012, 74(3), pp.217-22

IF-0.6

175.

Rayalu, D.J., Selvaraj, C., Singh, S.K., Ganeshan, R., Kumar, N.U., Seshapani,
P., Homology modeling, active site prediction, and targeting the anti
hypertension activity through molecular docking on endothelin - B receptor
domain. Bioinformation 2012, 8(2), pp.81-6 2011

IF-0.43

176.

Daisy, P., Singh, S.K. Vijayalakshmi, P., Selvaraj, C., Rajalakshmi, M.,
Suveena, S., 2011. A database for the predicted pharmacophoric features of
medicinal compounds. Bioinformation, 2011, 6(4), p.167

IF-0.43

177.

Selvaraj, C., Tripathi, S.K., Reddy, K.K., Singh, S.K*., Tool development for
Prediction of pIC50 values from the IC50 values - A pIC50 value
calculator. Current Trends in Biotechnology & Pharmacy 2011, 5(2), pp.1104-
1109

IF-0.6

178.

Rao, N. K., Yadav, A., Singh, S. K., An ab initio quantum mechanical drug
designing procedure: application to the design of balanced dual ACE/NEP
inhibitors. Journal of molecular modeling 2009, 15(12), pp.1447-1462

IF-2.2

179.

Singh, P., Devi, Y.S,, Singh, S.K., Pharmacophoric Analysis and Molecular
Docking Studies on Selective Cyclooxygenase-2 (COX-2) Inhibitors and Their
Hits. Journal of Biomolecular Structure and Dynamics 2009, 26(6), pp.863-
864

IF-4.4

180.

Singh, S.K*., Tripathi, S., Dessalew, N., CoMFA and CoMSIA-A 3D
Quantitative Structure Activity Relationship Prediction on Benzodipyrazoles
Series as Cyclin Dependent Kinase 2 (CDK2) Inhibitors. Journal of
Biomolecular Structure and Dynamics 2009, 26(6), pp.851-852

IF-4.4

181.

Rao, N.K., Singh, S.K., Jain, S., Sonker, M., Banerjee, A., Aswathi, A,
Krishna, A., Yadav, A., Challenges in multi target drug designing and
development of an accurate designing procedure. Biobytes 2009, 4, pp.10-12

182.

Tripathi, S.K., Singh, S., Singh, S.K*., Pharmacophoric analysis and Molecular
Docking studies on antifungal Azoles as CYP51 inhibitors. Biobytes 2009, 4,
pp.37-41

183.

Dessalew, N., Singh, S. K., 3D-QSAR CoMFA and CoMSIA study on
benzodipyrazoles as cyclin dependent kinase 2 inhibitors. Medicinal Chemistry
2008, 4(4), pp.313-321

IF-2.32

184.

Rehna, E.A.A., Singh, S.K., Dharmalingam, K., 2008. Functional insights by
comparison of modeled structures of 18kDa small heat shock protein and its
mutant in Mycobacterium leprae. Bioinformation 3(5), p.230

IF-0.5

185.

Dessalew, N., Bharatam, P. V., Singh, S. K., 3D-QSAR CoMFA Study on
Aminothiazole Derivatives as Cyclin-Dependent Kinase 2 Inhibitors. QSAR &
Combinatorial Science 2007, 26(1), pp.85-91

IF-25




Singh, S. K*., Dessalew, N., Bharatam, P. V., 3D-QSAR CoMFA study on

186. | oxindole derivatives as cyclin dependent kinase 1 (CDK1) and cyclin dependent IF-2.32
kinase 2 (CDK2) inhibitors. Medicinal Chemistry 2007, 3(1), pp.75-84
Singh, S. K*., Dessalew, N., Bharatam, P., 3D-QSAR CoMFA study on

187. | indenopyrazole derivatives as cyclin dependent kinase 4 (CDK4) and cyclin IF-6.7
dependent kinase 2 (CDK?2) inhibitors. European journal of medicinal
chemistry 2006, 41(11), pp.1310-1319
Yadav, A., Singh, S. K., Common binding mode for structurally and chemically

188. | diverse non-nucleosidic HIV-1RT inhibitors. Journal of Molecular Structure: IF-3.8
THEOCHEM 2005, 723(1-3), pp.205-209
Yadav, A., Singh, S. K., Threshold interaction energy of NRTI's (2’-deoxy 3'-

189. | substituted nucleosidic analogs of reverse transcriptase inhibitors) to undergo IF-2.7
competitive inhibition. Bioorganic & medicinal chemistry letters 2004, 14(10),
pp.2677-2680

190. | Yadav, A., Singh, S. K., Pharmacophoric features of nucleosidic HIV-1RT IF-3.5
inhibitors. Bioorganic & medicinal chemistry 2003, 11(8), pp.1801-1807

Book Chapters

191. | Khan, M. A., Abhirami, R., & Singh, S. K*. (2022). Exploring the Shock and Kill Strategy to
Eradicate Latent HIV-1 Infection. In Therapeutic Protein Targets for Drug Discovery and
Clinical Evaluation Bio-Crystallography and Drug Design (pp. 53-71). World Scientific
Publishing [ISBN: 978-981-125-480-2]

192. | Selvaraj, C., Yogeswari, C., Singh, S. K*, (2022). Embelia ribes (False Black Pepper) and
Gymnema sylvestre (Sugar Destroyer). In Herbs, Shrubs, and Trees of Potential with
Medicinal Benefits (pp. 113-132). CRC Press.

193. | Aarthy, M., & Singh, S. K*. (2022). Envisaging the conformational space of proteins by
coupling machine learning and molecular dynamics. In Advances in Protein Molecular and
Structural Biology Methods (pp. 467-475). Academic Press.

194. | Selvaraj, C., Yogeswari, C., Singh, S. K*. (2021). 11 Molecular Features. Traditional Herbal
Therapy for the Human Immune System, 301.

195. | Srivastava, V., Selvaraj, C., Singh, S. K*. (2021). Chemoinformatics and QSAR. In Advances
in Bioinformatics (pp. 183-212). Springer, Singapore.

196. | Selvaraj, C., Singh, S. K*. (2021). Computational and Experimental Binding Interactions of
Drug and B-Cyclodextrin as a Drug-Delivery Vehicle. Nanomaterials: Evolution and
Advancement towards Therapeutic Drug Delivery (Part Il), 151.

197. | Selvaraj, C., Singh, S. K*. (2021). Eco-friendly Microbial Biopolymers: Recent
Development, Biodegradation, and Applications. In Microbial Polymers (pp. 547-577).
Springer, Singapore.

198. | Aarthy, M., Panwar, U., Singh, S. K*. (2021). Magnitude and Advancements of CADD in

Identifying  Therapeutic  Intervention  against  Flaviviruses.  In Innovations and
Implementations of Computer Aided Drug Discovery Strategies in Rational Drug Design (pp.
179-203). Springer, Singapore.




199.

Chandra, 1., Nayak, C., Singh, S. K*. (2021). Predicting Protein Folding and Protein Stability
by Molecular Dynamics Simulations for Computational Drug Discovery. In Innovations and
Implementations of Computer Aided Drug Discovery Strategies in Rational Drug Design (pp.
153-177). Springer, Singapore.

200.

Selvaraj, C., Singh, S. K*. (2020). Phage Protein Interactions in the Inhibition Mechanism of
Bacterial Cell. In Biocommunication of Phages (pp. 121-142). Springer, Cham.

201.

Panwar, U., Aarthy, M., Singh, S. K*. (2020). Bacteriophage as a Therapeutic Agent to
Combat Bacterial Infection: A Journey from History to Application. In Biocommunication of
Phages (pp. 347-370). Springer, Cham.

202.

Panwar, U., Singh, P., Singh, S. K*. (2018). Medicinal Application of Synthetic Biology.
In Synthetic Biology (pp. 87-94). Springer, Singapore.

203.

Nayak, C., Chandra, I., Singh, P., Singh, S. K*. (2018). Omics-based nanomedicine.
In Synthetic Biology (pp. 227-248). Springer, Singapore.

204.

Suryanarayanan, V., Panwar, U., Chandra, I., Singh, S. K*. (2018). De Novo Design of
Ligands Using Computational Methods. Methods in molecular biology (Clifton, NJ), 1762,
71-86.

205.

Aarthy, M., Usha, S. and Singh, S. K*. In Silico studies for the discovery of Leads to inhibit
Cyclin-Dependent Kinase 2 (CDK?2), Advances in Studies on Enzyme Inhibitors as
drug, Volume 1: Anticancer and Antiviral Drugs; 2017; 99-138,

206.

Omer, A., Suryanarayanan, V., Selvaraj, C., Singh, S. K., Singh, P. (2015). Explicit drug re-
positioning: Predicting novel drug—target interactions of the shelved molecules with QM/MM
based approaches. Advances in protein chemistry and structural biology, 100, 89-112.

207.

Arumugasamy, K., Tripathi, S. K., Singh, P., Singh, S. K*. (2016). Protein-Protein
Interaction for the De Novo Design of Cyclin-Dependent Kinase Peptide Inhibitors.
In Cyclin-Dependent Kinase (CDK) Inhibitors (pp. 59-66). Springer, Singapore.

208.

Tripathi, S. K., Singh, P., Singh, S. K*. (2016). Fragment-Based De Novo Design of Cyclin-
Dependent Kinase 2 Inhibitors. In Cyclin-Dependent Kinase (CDK) Inhibitors (pp. 47-58).
Springer, Singapore.

209.

Selvaraj, C. and Singh, S.K*. CAVD-Computer Aided Vaccine Design: Prevention is Better
than Cure, Information and Knowledge Management tools techniques and practices, 2013,
(ISBN: 9789381450628), New India Publishing Agency.

210.

Reddy, K.K. and Singh, S.K*. Protein-Protein Interactions: Computational Tools and
Methods, Information and Knowledge Management tools techniques and practices 2013,
(ISBN: 9789381450628), New India Publishing Agency.

211.

Tripathi, S.K. and Singh, S.K*.Protein Structure Prediction and Visualization, Information
and Knowledge Management tools techniques and practices, 2013, (ISBN: 9789381450628),
New India Publishing Agency.

212.

Omer, A., Singh, R.K., Selvaraj, C., Singh, S.K*., and Singh, P. Predictive Toxicology- A
Machine Learning Approach, Information and Knowledge Management tools techniques and
practices, 2013, (ISBN: 9789381450628), New India Publishing Agency.




213. | Tripathi, S.K., Singh, P. and Singh, S.K*. Computational Toxicology: A Powerful Tool
towards the Drug Designing, Recent Trends in Computational Biology and Computational
Statistics Applied in Biotechnology and Bioinformatics, 2011 New India Publishing Agency.

214. | Reddy, K.K. and Singh, S.K*. A Data mining and text mining in Bioinformatics, Recent
Trends in Computational Biology and Computational Statistics Applied in Biotechnology and
Bioinformatics, 2011 New India Publishing Agency.

215. | Selvaraj, C., Tripathi, S.K. and Singh, S.K*. Active Sites prediction on molecular modelling
studies, Recent Trends in Computational Biology and Computational Statistics Applied in
Biotechnology and Bioinformatics, 2011 New India Publishing Agency.

National Conferences

International Conferences

Invited Lectures

52

16

68

Short Term Course/

S. No. Title of Lecture Conference/Organizatio Date Organization
n
AI/ML Based Drug Internatlonzta)InConference 160 _ 17 Sengamal Thayaar
1 Design and its . Educational trust
: : : Structural Biology and February ,
importance in Modern Drug Discovery 2024 Women'’s College,
Drug Development (ICSBDD - 2024) Mannargudi, TN
Short-Term-Course (STC)
deéi”mf?fri?igﬂi% N on "Transforming 18th — 22nd
2. g . Healthcare with Al- December IIT-BHU, Varanasi
of MDS in drug Driven Drud Di " 2023
development riven Drug Discovery",
held at IIT-BHU
Structural . .
interpretation of Virus | International Conference 26th-29t" CS}J& Tnlt\(la?:jli:ré?:)llirrgrl;me
3 and Human protein on New Horizons in November Science and Technology
Interactions: A Biotechnology (NHBT- 2023 (NIIST), Trivandrum
Computer Aided Drug 2023) f(erala '
Design Studies
4 Structural Elucidation | Conference on Structural 09.10.2023 Department of
of Virus and Human Biology and Drug T Biotechnology, SRM
Virus and Human Short-Term Course on
5. Interaction: A Computer-Aided Drug 16.03.2023 T BHU. Varanasi. U.P

Computational Drug
Discovery approach

Design and Structural
Bioinformatics




and Demo on
Pharmacophore and
QSAR in Drug
Discovery

(CADDSB-2023) March
13-17, 2023

Virus and Human
Interaction: A

Conference on
Structural Bioinformatics

ILS Bhubaneshwar,

6.
Computational Drug | and Computer Aided Drug 10.11.2022 Odisha
Discovery approach Design
Virus and Human International Conference
Interaction: A on . .
7.
Computational Drug Computational Biology 5.11.2022 National College, Trichy
Discovery approach and bioinformatics
Recent Trends in
: Macromolecular Structure
Computational and
Investigations on Functions, Marine
8. SARS-CoV-2 Drug Biotechnology and 6™ Oct 2022 AMET University,
Targets to design i i Chennai
. Bioinformatics
potential Drugs for International Symposium
CoVID-19 . ymp
(ISRTMSF2022)
Designing of SERB Sponsored Shree S. K. Patel College
Responsive Agentto | Workshop on “Hands-On 11t 17t of Pharmaceutical
9. eradicate HIV: A Training on Computer Julv. 2022 Education and Research,
Computational Drug Aided Drug Design and Y Ganpat University,
Discovery Approach Discovery Tools” from Gujarat
10 Learning-How to National Programs For 16M-17" Rajalakshmi Institute of
: Orientation of Science . .
Learn April, 2022 Technology, Chennali
Teachers
. th Department of Physics &
11. Thematic Lecture ACT NEXT 2021 17" March, IQAC, Alagappa
2022 < A
University, Karaikudi
Molecular level
Comprehending of
HIV Drug Targets for Recent Trends of
12. the identification of | Computational Biology in | 10" March, | ACTREC, Navi Mumbai,
potential Drugs: A Basic & Translational 2022 Maharashtra
Computational Research
Drug Discovery
Approach
13. | Evaluation of SARS- | INDO-US Symposiumon | 17" March, [IT-Mandi, Himachal
CoV-2 drug targets to | Molecular Virology-2022 2022 Pradesh
Advancement in 9ond UGC-Human Resource
14 Computational Drug Refresher Course — Life N Development Centre, Sant
: . . . ovember, .
Discovery and its Sciences Gadge Baba Amravati
o 2021 U9
application University, Maharashtra
Molecular level 9ond UGC-Human Resource
15. Insights of SARS- Refresher Course — Life November Development Centre, Sant
CoV-2 Drug Targets Sciences 2021 ’ Gadge Baba Amravati

for the identification of

University, Maharashtra




COVID-19 Inhibitors 444602
SARS-CoV-2 Drug 11™-12" I-DAPT hub foundation
16. | Targets for COVID-19 NCCBDD-2021 September , IIT-BHU, Varanasi
Inhibitors 2021 BIDDS
17. Compute_r Aided Drug ngsgtne;r'?;dper%t[:{#g I;;%rg%r%/ IIT-BHU, Varanasi, Uttar
Design tools Analysis 2021 Pradesh
Advancement in E-learning brodram on 215 Ma Dept. Of Bioinformatics,
18. | Computational Drug ning progr 4 Alagappa University,
. Bioinformatics 2020 ST .
Discovery Karaikudi, Tamil Nadu
Hands on sessions on Computer Aided Drug
19. | the various Computer Design and Protein February 22- T BHU
Aided Drug Design Analysis Online Short- 26, 2021
tools term Course
Advancement in E-Ié?(;?rll?ogrrg‘r;?égrgson Dept. Of Bioinformatics,
20. | computational Drug Cartoaranhic tool in Drug | MY 21%,2020 |  Alagappa University,
Discovery ograp . g Karaikudi
Discovery (Webinar)
. Department of
Webinar cum hands on Computational . 21% August, | Biotechnology, Karpagam
21. . Approaches for Anti- :
training microbial Dru 2020 Academy of Higher
g Education
Emerging Trends in
Biotechnological Department of
Advancements: Challenges | 13" — 17" _ DEP
22. Keynote Lecture Biotechnology, NIT,
and Prospects July, 2020 Waranaal
in Tackling Human g
Diseases
Research Environment
93 Kevnote Lecture during the Post Covid 13" — 18" Holy Cross College,
' y Era” in the FDP-Webinar | July, 2020 | Tiruchirapalli, Tamil Nadu
Series 111
rengilsgi?/:eng ?afnts NHBT-2019 :
PONSIVE ag International Conférence | 20" -24" .
24 using in silico On New Horizons In November The Biotech Research
strategies : The way to . ’ Society, India
- Biotechnology, 2019
eradicate HIV .
. Trivandrum, Kerala
Infections
Design of novel .
inhibitors to combat NaEtrlT(]Jgraligor_}_fgﬁgﬁnon 25M 27"
25. viral infection : A : ging March NCCS, Pune
) ; Disease Model Systems -
rational drug design , 2019
2019
approach
26. Computational drug Invited Lecture 23" January Bishop Heber College,
discovery approaches , 2019 Trichy
Molecular insights into | National Conference on 18t 19t
27 the binding site for Advanced Bio-Chem September Sri Sarada Niketan College
developing effective Development — 2018 p2018 for Women, Karaikudi.
drugs (ABCD) '
28. | Computational drug | “International Conference |21% December

University of Hyderabad,




discovery :Designing | on Innovations in Pharma , 2017 Hyderabad
novel inhibitors for and Biopharma Industry :
treating HIV/ AIDS Challenges and
Opportunities for
Academy and Industry”
Invited Talk in National
Theoreticalstudies on Conference on 14™ 15" . .
29, ; L Madurai Kamaraj
HIV integrase Innovations In December University. Madurai
inhibitors. Biotechnology (NCIB- , 2017 Y
2017)
insilico studies on | Mernational Conference -5y
30. | HIV IN, Protease and Al : December Holy Cross, Trichy
i Challenges in Biomedical
Reverse Transcriptase. : , 2017
Sciences Research
Computational drug
discovery : An avenue : : .
for targeting the Invited Talk in National | g,y o410 Jamia Milia
. . Conference on Protein S
31. protein-protein A November IslamiaUniversity, New
. X Structure and Dynamics in ;
interaction between Health and Adriculture 2017 Delhi
HIV-1 integrase and g
LEDGF/p75
Invited Lecture to deliver K S. Rangasamy Colleqe
Structural Insights in | talk in Conference "Novel by g y g
L . 23rd and 24th of Arts and Science,
32. finding out the HIV Technologies on Natural .
" . February, 2017 | Tiruchengode, Namakkal,
Inhibitors Products for Mosquito and )
. ” Tamil Nadu
Disease Control
Invited for delivering a
Computers in Drug plenary lecture at 24™ August, Dr. Umayal Ramanathan
33. . College for Women,
Discovery Department of 2016 S
. Karaikudi
Information Technology
Importance and
Contribution of CADD . I th
34, and Molecular Occa5|or'1\/|OJUS;gn|ng of ! zhgig:h’ Periyar University, Salem
Modelling in HIV
inhibitors
Theoretical studies on
HIV-1 Integrase Annual meeting of the
Inhibition by Strand . -€ing 9" February, Indian Biophysical
35. Indian Biophysical .
Transfer and Societ 2016 Society, Bangalore
LEDGF/P75 Binding y
site Inhibitors
Molecular Modeling 29" Januar
36. | and CADD in current | Remedial Coaching Class 2016 Y Alagappa University
Scenario )
Impact of Computer Recent developments in gth.7th
37 aided drug design and Medical Biotechnology December Indian Institute of
" | Molecular modeling in | and Structure based Drug 2015 ’ technology, Guwahati
current drug discovery designing
Mechanistic insights Recent developments in th . .
38. on HIV-1 integrase Medical Biotechnology 7" December, Indian Institute of

inhibition by strand

and Structure based Drug

2015

technology, Guwahati



http://www.hcctrichy.ac.in/wp-content/uploads/2017/10/BROCHURE-ilovepdf-compressed.pdf
http://www.hcctrichy.ac.in/wp-content/uploads/2017/10/BROCHURE-ilovepdf-compressed.pdf
http://www.hcctrichy.ac.in/wp-content/uploads/2017/10/BROCHURE-ilovepdf-compressed.pdf
http://www.hcctrichy.ac.in/wp-content/uploads/2017/10/BROCHURE-ilovepdf-compressed.pdf

transfer and
LEDGF/p75 binding
site inhibitors: a
computational
approach

designing

Molecular Modeling
and Dynamics Studies

Symposium cum

Workshop on “Advances

24"-26" June,

BSBE, Indian Institute of

39. in Computational Biology .
of I—I|IV_8_L HTLV and Computer Aided Drug 2015 Technology Guwahati
nhibitors S
Design” during
Comprehensive
10 Approach of Faculty Development 16™ -29™ BIT, Anna University,
' Biotechnological Programme April, 2015 Trichy.
Applications
Key note address at
41 Current Topics in Na%%?gf;?g'gﬁg on 6" March, Lady Dock College,
' CADD . 2015. Madurai
Proteomics: A
Computational Approach
Resource person &
delivered a key note lecture
Contribution of at one day workshop on
42 Computer Aided Drug | “Molecular Modeling & 5" March, Periyar University, Salem
' Design in Current Biopharmaceutical drug 2015 '
Drug Discovery design for biotechnology
researchers (MMBDDBR,
2015)
Theoretical Studies on | Plenary lecture at National ogth _ ogfh Bharathidasan Universit
43. HIV Integrase seminar on Bioinformatics | , 2015 Trich Y
Inhibitors (NSB’15) anuary, ' richy.
Invited lecture at DST-
“Contribution of PURSE sponsored One
44 | Computer Aided Drug | Day Lecture Workshop on 3""March, MaduariKamaraj
Design in Current “Application of 2015. University, Madurai on
Drug Discovery” Computational Chemistry
and Biology” - -
45 H(gl\'\;l-/ll\rftg/érsatlgs ISetsr:rr\] q Recent _Strategies in Drug Seé?em-b?r 2’01 PSG_ college o_f Arts and
e Discovery - 111 Science, Coimbatore
Transfer Inhibitors 4
Computer aided National Conference on .
drug design and its Bioengineering and 167 -17
46. importance in current Biotechnology An October, 2014 AMITY, Lucknow
drug discovery Industrial Perspective
Theoretical studies on National Conference on i
47. | CDK2 and HIV- Society for NO‘Z’ST?E’”’ S. GU B. Am.:a"a“
Integrase inhibitors Biotechnologies niversity
) Workshop on Molecular th th
48. Pr(]:a l:;!iﬂfi;:%?gfalt?cs Modeling and Drug 1julyt302103 PSG college Coimbatore

Design




The molecular level
energy calculation and
Molecular dynamics
studies on structurally

18" -20™ Mar,

49, - '
similar HTLV and IWBBIO-2013 2013 Granada, Spain
HIV protease enzymes
using HIV-PR
inhibitors
A Theoretical Study of
CDK2 Protein-Ligand | . otical Chemistr 207
50. Interactions through SYMDoSium y December, IIT, Ghawhati
QM/MM interaction ymp 2012
energy approach
Molecular Docking of [National workshop on 27"to 29" Lady Dock College,
Sl Molecular Docking of .
Small Molecules January 2011 Madurai
Small Molecules
CADD in : . N
52. Pharmaceutical Inter_natlonal year _of October, 2011 Gandhlgrgm University,
chemistry Celebration Dindigul
Development
Pharmacophoric study National Seminar on th
93. | and QSAR model on Advances in 08 ZFSli);uary, Holy C_Ir_cr)?shCollege,
Anti-Fungal Azoles Bioinformatics y
N .. | UGC sponsored academic | 03™to18™ . .
54 | In-Silico screening in staff colleqe refresher December Bhartidasan University,
Drug Discovery g Trichy
course 2010
. UGC sponsored academic S
55, Ligand and Struc_ture staff college refresher March. 2010 Amarawati University,
based Drug Design Maharashtra
course
Molecular Docking November
56. | Studies on Antifungal Genomics workshop 2008 ’ ILS Bhubaneswar
Azoles
Application of QSAR
S7. in Pharmaceutical CADD workshop October, 2008 | Pondicherry University
Industry
8 ot In Workshop on Industrial |February, 2008 | Bharathiyar University
58. pharmaceutical e : .
. Bioinformatics Coimbatore
industry
Over view of X
Molecular Modeling - . 29" August JALMA Leprosy Institute
59. )
and Computer Aided Bioinformatics workshop 2007 (ICMR Lab), Agra
Drug Design
“Computer Aided . . th
60. Drug Design” Presentation in CTDDR | 7 eré)orgary, CDRI Lucknow
CADD and International Seminar on November. .
61.
Bioinformatics Bioinformatics 2007 L. D. College, Madurai
Bioinformatics in Life | Presentation at Academic September .
62. '
Sciences Staff College 2006 MKU, Madurai
63. QPLD analysis on National Workshop on  [11™ - 12" July, | School of Biotechnology,
HIV-integrase “Recent trends in 2007 MKU, Madurai




inhibitors

Bioinformatics”

Pharmacophoric

Workshop on “Computer

64 Studies on ACE Aided Drug Design” in 06™ - 08" School of Biotechnology,
' inhibitors association with March, 2007 MKU, Madurai
SCHRODINGER, USA.
Challenges and Silicon Graphics
65. | Solution in CADD and hnol pht Dec. 2006 Chennai
Molecular Modeling Technology Submit 2006
3D-QSAR CoMFA
Workshop on st rd
66. | and CoMSIA study on Pharmacoinformatics: 01" - 03 NIPER, Mohali, India
Benzodipyrazoles as QSAR March, 2006
CDK2 Inhibitors
QSAR studies on th th
© Indo-French 127 -14
67.
m%i?ﬁ%{\%gle Bioinformatics Meeting June, 2006 NCBS, Bangalore
th th
gg. | Virtual screening on WorBlin;gp ogn?jyisttsems gs te_mot?er School of Biotechnology,
' CDK inhibitors gy ar P ! MKU, Madurai
application 2006
3D-QSAR studies .
) National Workshop on th 4 ath
69. | Onbenzodipyrazole | «pp o coinformatics in | o, O (NIPER) Mohali, Punjab.
series of CDK Drue Desien” April 2005
inhibitors rug Lesigh
QSAR studies on 9th biannual discussion oh_12™ .
70. indenopyrazole meeting in theoretical December BARC, Mumbai
derivatives Chemistry 2005
QSAR studies on 9™ biannual discussion 09" — 12™
71. indenopyrazole meeting in Theoretical December, BARC, Mumbai
derivatives Chemistry 2005
Quantum 7™ biannual discussion
72. | Pharmacological study | meeting on Theoretical | January. 2004 IIT Kanpur
on HIV-1RT Inhibitors Chemistry
Pharmacophoric 8™ biannual discussion 170 _1gt
73. | features of HIV-1RT meeting in Theoretical | | ' | IACS, Jhadavpur, Kolkata
A . anuary, 2003
inhibitors Chemistry
M
Date 05-03-2024 Dr. Sanjeev Kumar Singh
Place Karaikudi (Professor)




