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Md. Imtaiyaz Hassan, Ph.D., FRSB., FRSC. 
Assistant Professor  

Group Leader: Structural Biology Laboratory 

Scopus ID:  7401625549 

ORCID:  0000-0002-3663-4940 
 

Publication statistics  

Total publications Research Papers Review Papers Book Chapters 

343 273 49 15 

Citation Index   

Total citations Last 5 years citation H index I10 index 

7104 6000 43 206 

Impact factor wise  

More than 5 4-5 3-4 2-3 

67 59 76 46 

 

A 

Contact Information  
Center for Interdisciplinary Research in   

Basic Sciences, Jamia Millia Islamia 

Jamia Nagar 110 025, New Delhi, India 

Telefax +91-11-26983409 

Cell +91-9990323217; +91-9311323414 

E-mail mihassan@jmi.ac.in; imtiyaz.hassan@gmail.com 

Web page https://hassanlab.org  

B Research Interests  
 Drug design and discovery 

 Protein folding and dynamics 

 Structural Bioinformatics  

C 
Highlights 

of the Lab 

 Identification and validation of potential drug targets. 

 Design and development of potent and selective kinase inhibitors. 

 Understanding the mechanism of folding and dynamic behavior of drug 

targets. 

D 

Personal Information 

Date of Birth 17-SEP-1980 

Marital status Married 

E 

Education 

B. Sc. in Chemistry (2001) from Aligarh Muslim University, Aligarh with First Class. 

M. Sc. in Biotechnology (2003) from Aligarh Muslim University. (Gold Medal). 

Ph.D. in Structural Biology (2007) from Department of Biophysics, AIIMS, New Delhi  

(Gold Medal). 

F 
Details of Employment 

2018-till date Assistant Professor (Stage 3), Jamia Millia Islamia, New Delhi, India 

mailto:mihassan@jmi.ac.in
https://hassanlab.org/
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2009- 2018 Assistant Professor (Stage 1 & 2), Jamia Millia Islamia, New Delhi. 

2011-2011 
Fellow of Indo-US Science and Technology Forum at Saint Louis 

University, Saint Louis, Missouri, USA 

2007-2009 Young Scientist, Jamia Millia Islamia, New Delhi, India 

2005-2007 Senior Research Fellow, AIIMS, New Delhi India 

2003-2005 Junior Research Fellow, AIIMS, New Delhi India 

G 

Research Experience 

Structural Biology, Biophysics, Biochemistry, Molecular Cell Biology, Protein Expression and 

Purification, Molecular Spectroscopy, X-Ray Crystallography, Protein Folding Kinetics, 

Bioinformatics, and Medicinal Chemistry.   

H 
Teaching Experience      12 years 

Molecular Cell Biology, Bioinformatics, Biochemistry, Molecular Biology, Genomics and 

Proteomics, Structural Biology, Experimental Techniques, Drug design and discovery 

I Ph. D. Thesis/Post doc Supervised 

Post-doctoral mentorship  5 

Ph.D. Degree Awarded under main supervision  7 

Ph.D. Degree Awarded under Co-supervision 11 

Ph.D. Students registered under main supervision 4 

Ph.D. Students registered under Co-supervision 6 

 

J 

Dissertations supervised at UG and PG level:                               120 Students  

(Six Months dissertation) 

K 

Award and Honors 
2020 Selected among top 2% scientists of the world.  

2019 Elected as a Fellow of Royal Society of Chemistry (UK). 

2019 Elected as a Fellow of Royal Society of Biology (UK). 

2019 Best oral presentation in the 2nd Asia-Pacific CardioMetabolic Syndrome Congress 

2019, Seoul, Korea. 

2018 Selected as an ‘OUTSTANDING RESEARCHER in Biophysics’ by Venus 

International Healthcare Awards – VIHA 2018) 

2018 Top 10 “Most outstanding Researchers” in the field of Biochemistry, Genetics and 

Molecular Biology by Carreer360. 

2017 Received ICMR International Fellowship for Indian Biomedical Scientists. 

2016 Elected as member of National Academy of Science India, Allahabad. 

2011 Received Indo-US fellowship from IUCSSF, DST India. 

2009 Ph.D. gold medal from All India Institute of Medical Sciences  

2007 Department of Science and Technology (DST)- Young Scientist award 

2003 University gold medal for scoring highest marks in M.Sc. 

2003 OBAID BIN SAYEED GOLD MEDAL in M.Sc. Biotechnology 

L 

Members of Scientific Societies 

Indian Biophysical Society (Vice-President) 

Protein Society (General Secretary) 

Bioinformatics and Drug Design Society (Joint Secretary) 

American Chemical Society  
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Indian Crystallography Association (Life Member) 

Indian Science Congress (Life Member) 

Society for Biological Chemists, India (Life Member) 

 Indian Society of Cell Biology (Life Member) 

The Biotech Research Society, India (Life Member) 

Proteomics Society India (Life Member) 

National Academy of Biological Sciences (Life Member) 

Indian Academy of Biomedical Sciences. (Life Member) 

M Invited talk/Oral presentations 

1.  2005 Symposium on Macromolecular Crystallography, Centre for DNA finger printing and 

diagnostics, Hyderabad, India.  

2.  2006 6th annual symposium on Frontier in Biomedical research FBR 2006 at Dr. BR Ambedkar 

Centre for Biomedical Research, University of Delhi, New Delhi, India. 

3.  2008 Okinawa Institute of Science and Technology, Okinawa, Suzuki Uruma, Japan. 

4.  2008 Advances in Clinical Biochemistry-Biomarkers, Molecular Diagnosis at Aligarh 

Muslim University, Aligarh, India 

5.  2011 National symposium on Biomolecular drug targets, Aligarh Muslim university, 

Aligarh on March 7-9, 2011 

6.  2012 Annual Meeting of the Indian Biophysical Society held on January 19 – 21, 2012 at 

Madras University, Chennai. 

7.  2012 5th International Symposium on Recent Trends in Macromolecular Structure and 

Function (ISRTMSF-2012) on January 23 – 25, 2012 at Madras University, Chennai 

8.  2012 National Conference on Biology and Bioinformatics of Economically Important Plant 

and microbes (BBCon2012) at University of North Bengal, Siliguri, February 17-19, 

2012. 

9.  2012 National Symposium on Bimolecular Interaction and Drug Discovery & Workshop on 

Current Trends in Bioinformatics, AMU, Aligarh, March 21-22, 2012.  

10.  2012 81st Annual meeting of the Society of Biological chemists (India) to be held during 

November 8-11 at Kolkata. 

11.  2013 International Conference on “Emerging Trends in Biomarker Research – Prospects & 

Challenges” September 13th and 14th, 2013 Organized by Jawaharlal Nehru Institute of 

Advanced Studies, Secunderabad. 

12.  2014 National Seminar on “Plant Biotechnology: Challenges and Opportunities in 21st 

Century” to be held from March 3rd& 4th, 2014, Jamia Hamdard, New Delhi 

13.  2014 9th International Symposium on Fuels and Lubricants organized by the Indian Oil 

Corporation Limited, Faridabad 121007, Haryana, India during 15-17 April 2014. 

14.  2014 Bioworld2014, Protein Structure and Function Organized by Kusuma School of 

Biological Sciences, Indian Institute of Technology Delhi New Delhi. 

15.  2015 6th World Congress on Biotechnology, October 05-07, 2015, New Delhi. 

16.  2015 Recent Developments in Medical Biotechnology and Structure-Based Drug Designing 

2015 (RDMBSBDD-2015)” held at the Department of Biosciences and Bioengineering, 

Indian Institute of Technology Guwahati during December 6-7, 2015. 

17.  2016 Workshop on “Bioinformatics in Drug Discovery” as part of the ICMR Bio-Medical 

Informatics activity on Feb 2 – 3, 2016, organized by the Department of Biophysics, All 

India Institute of Medical Sciences, New Delhi 

18.  2016 Annual Meeting of Indian Biophysical Society: Molecules in living cells: basis of 

function, during 8-10 February 2016 at the Indian Institute of Science, Bangalore. 
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19.  2016 1st International Conference on Human Implications of Biotechnology Centre for 

Biological Sciences, Central University of South Bihar February 12-14, 2016 in Patna. 

20.  2016 International Conference on “Emerging Trends in Biomedical Sciences” (ETBS-2016) to 

be held on March 6-8, 2016, organized by Department of Biochemistry, Aligarh 

Muslim University, Aligarh-202002 (UP), India     

21.  2016 National Symposium cum Bioinformatics Workshop on Macromolecular Structure, 

Function, Interaction and Prediction held during March 29-30, 2016, organized by the 

Interdisciplinary Biotechnology Unit, Aligarh Muslim University, Aligarh 

22.  2016 DeMon2016 Workshop, 4-7 May 2016 at Henan University, Zhengzhou, China.  

23.  2017 International Conference on “Structure and Dynamics of Biomolecules” during 

January 27-28, 2017 at DDU, Gorakhpur.   

24.  2017 9th National Symposium cum Workshop – SBCADD’2017, Feb 14-17, 2017, Department 

of Bioinformatics, Alagappa University, Karaikudi- 630004. 

25.  2017 National Seminar on Biotechnology in Health Care: Challenges and Opportunities 

organized by the Department of Biotechnology, Jamia Hamdard on March 18-19, 2017.   

26.  2017 National Symposium cum Bioinformatics Workshop on Current Trends in Proteomics 

and Bioinformatics organized by the Interdisciplinary Biotechnology Unit, Aligarh 

Muslim University, Aligarh on 16-17 March 2017. 

27.  2017 4th International Conference on Emerging Trends in Protein Science & Proteomics: 

GenoPro2017 organized by the Invertis University, Bareilly.  

28.  2018 10th National Symposium cum Workshop on “Recent Trends in Structural 

Bioinformatics and Computer Aided Drug Design” [SBCADD’2018] organized by the 

Department of Bioinformatics, Alagappa University, Karaikudi scheduled to be held 

during 20th –23rd February 2018. 

29.  2018 3rd International Conference on Nutraceuticals and Chronic Diseases (September 14 -

16,2018) Cancer Research Institute, Himalayan Institute of Medical Sciences, Swami 

Rama Himalayan University, Dehradun, India 

30.  2018 International Conference on Bioinformatics organized by Jawaharlal Nehru University, 

New Delhi on 26-28 September 2018.  

31.  2018 International Congress of Diabetes and Metabolism organized by the Koran Diabetes 

Association on 11-13 October 2018 at Grand Hilton Seoul Hotel, Seoul, South Korea 

32.  2019 11th National Symposium cum Workshop on “Recent Trends in Structural 

Bioinformatics and Computer Aided Drug Design and 2nd Annual Meeting of 

Bioinformatics and Drug Discovery Society [BIDDS] from 12th – 15th February 2019, 

Alagappa University, Karaikudi, TN. 

33.  2019 The 2nd APCMS (Asia-Pacific CardioMetabolic Syndrome) Congress (APCMS 2019) 

will be held on February 22-23, 2019 at the Grand Hilton Hotel, Seoul, Korea. 

34.  2019 Recent Advancements in Biochemical Engineering and Biotechnology organized by 

School of Biochemical Engineering, IIT (BHU) Varanasi during 15-16 March 2019.  

35.  2019 National Conference on “Emerging Trends in Disease Model Systems” during March 

25-26, 2019 organized by National Centre for Cell Science, Pune.  

36.  2019 National Seminar on “Biotechnology Research in India-Current Status and Future 

Prospects”, held at Jamia Hamdard, New Delhi on 26th -27th March 2019.  

37.  2019 7th Biennial Congress of the Asian-Pacific Hepato-Pancreato-Biliary Association (A-

PHPBA 2019) Held during September 4-7, 2019 at Coex, Seoul, South Korea.  

38.  2019 8th International Congress on Lipid & Atherosclerosis (IcoLA 2019) and 8th Conference 

of the Korean Society of Lipid & Atherosclerosis, held at the Conrad Hotel in Seoul, 

Korea from September 5 to 7, 2019.  
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39.  2019 National Conference on Insect-Plant Biology in 21st Century” held on November 4-5, 

2019 at Deshbandhu College, Delhi University 

40.  2019 Seminar on drug design and discovery organized by the Department of Biotechnology, 

PGDAV College, Muzaffarnagar on 8th November 2019. 

41.  2019 Recent advances and current trends in Biological sciences, organized jointly by PG 

department of Zoology and Botany, M. S. College, Motihari on 11-12th November 2019. 

42.  2019 National Conference on Translational Research Current and Future Perspectives 

Gautam Buddha University, Greater Noida on 16-17th November 2019.  

43.  2020 International Conference on “Contemporary Islamic Thought and Societal Reforms 

through Education” on February 1-2, 2020 at the Constitution Club of India, New 

Delhi 

44.  2020 International Conference on Corona Viral Genomics organized by Bengaluru 

Genomics Center (BGC) and Sarvasumana Association from 7th June to 10th June 2020. 

45.  2020 Virtual conference The World After- From Things to life organized by Dassault 

Systèmes, USA. 

46.  2020 Coronavirus Pandemic and its Impact on Human Life organized by Department of 

Life Sciences, Central University of Karnataka, Kalaburagi 585311, Karnataka, INDIA 

47.  2020 2nd World Conference on Advances in COVID-19 organized by Bengaluru Genomics 

Center, Bengaluru, India and High Altitude Pulmonary and Pathology Institute 

(HAPPI-IPPA), Bolivia, South America during 28-30 August 2020.  

48.  2020 Refresher Course in “Life Sciences” organized by UGC-HRDC, MANUU on 19th 

September 2020.   

49.  2020 International Seminar on COVID-19 challenges before mankind: Victory beyond the 

defeat. Organized by the Netaji Suchash Chandra Bose Government Girls PG College, 

Aliganj, Lucknow on October 10, 2020.  

50.  2020 Bio-Illumination: Talk 9 scheduled on 31st October 2020 at Department of Biological 

Sciences, Aliah University, Kolkata.  

51.  2020 International Symposium on Bioinformatics and Artificial Intelligence in Covid-19 era 

and beyond organized by the Centre for Computational Biology and Bioinformatics, 

Amity Institute of Biotechnology, Amity University Noida, held on November 24-25, 

2020. 

52.  2020 One Week Workshop on Research Methodology organized by UGC-Human Resource 

Development Centre, Jamia Millia Islamia New Delhi on Interdisciplinary Research on 

22.12.2020.  

53.  2020 International Bioinformatics E-Workshop organized by Department of Biotechnology 

Delhi Technological University on 18.12.2020. 

54.  2020 Seminar on structure-based drug design and discovery organized by Government 

Degree College, Baramula.  

55.  2021 UGC-Human Resource Development Centre, Jamia Millia Islamia, “Interdisciplinary 

Research” in the online 3rd One Month Faculty Induction Programme. 25.02.2021 

56.  2021 DBT Sponsored National Workshop Under Star College Scheme on MOLECULAR 

DOCKING held on 31st March. Organized by the Department of Microbiology, Ram 

Lal Anand College, Delhi University.  

57.  2021 Structure based drug designing and discovery Workshop held on 22nd March.  

Organized by the Department of Microbiology, Institute of Home Economics, Delhi 

University. 

N 
Member of Editorial Board 

Journal of Biomolecular Structure and Dynamics (Associate Editor, Since 2020) 
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Journal of Protein and Proteomics (Associate Editor, Since 2018) 

Scientific Reports (Editor) 

PloS-ONE (Academic Editor) 

Frontiers in Molecular Biosciences(Guest Editor) 

Frontiers in Biosciences (Guest Editor) 

Current Topics in Medicinal Chemistry (Guest Editor) 

Biology, Engineering, Medicine and Science Reports (Editor) 

J Natural Science Biology and Medicine (Editor) 

O Research Projects and Grants 

i.  Folding and Stability of Naturally Truncated Photosynthetic 

Pigment, C-Phycoerythrin from Cyanobacteria Phormidium 

tenue (39.40 L) 

DST Completed 

ii.  The critical role of five N-terminal residues in the folding and 

stability of Yeast iso-1 cytochrome c (AS CO-PI) (49.50 L) 
DST Completed 

iii.  Structural and biophysical characterization of cyt-c; a 

component of mitochondrial respiration (13.75 L) 
DST Completed 

iv.  Compilation of useful information for Indian diseases through 

an online data base management; A useful resource for 

researcher and public awareness (15.2 L) 

UGC Completed 

v.  Structural and Functional Assignment to Hypothetical 

Proteins from Common Indian Pathogens. (29.6 L) 
ICMR Completed 

vi.  Mechanism of survival of ethanol producing organisms: Role 

of Cellular Compatible Osmolytes in Counteracting the 

Deleterious Effects of Ethanol on Structure, Stability and 

Function of Protein (AS CO-PI) (24.36 L) 

CSIR Completed 

vii.  Design and synthesis of selective inhibitors against human 

carbonic anhydrase VA to search potential anti- obesity agent: 

A QSAR and crystallographic approach (24.10 L) 

CSIR Completed 

viii.  Identification of a high affinity selective inhibitor of 

calcium/calmodulin-dependent protein kinase IV by a 

combined experimental and computational approach (52.70 L) 

ICMR Ongoing 

ix.  In Silico (Molecular Dynamic Simulation) and In Vitro 

Approaches to Understand Counteraction of Urea’s Effects on 

Proteins by Kidney Osmolytes (Co-PI) (46.39 L) 

ICMR Ongoing 

x.  Design and Synthesis of Potential Inhibitors of 

MAP/Microtubule Affinity-Regulating Kinase 4 to Fight 

Against Diabetes and Cancer (31.90 L) 

DST Completed 

xi.  Identification of MARK 4 inhibitors from bioactive 

phytoconstituents of Bacopa Monnieri (Brahmi): Therapeutic 

management of Alzheimer’s disease and neuro-inflammation 

animal model (22.20 L) 

AYUSH Ongoing  

xii.  Elucidation of neurodegenerative tauopathies through 

MARK4 inhibitors: Design and evaluation of MARK4 

inhibitors using in silico and in vitro approaches and 

investigation of their role to cure hyper phosphorylation of tau 

proteins (Co-PI) (36.39 L) 

ICMR Ongoing 

xiii.  Structure-based Design and Development of Selective ICMR Ongoing 
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Sphingosine Kinase 1 Inhibitors to Combat Idiopathic 

Pulmonary Fibrosis (36.45 L) 

xiv.  Systems Regulatory Networks of Autophagy Proteins in 

Leishmania: Implications towards Drug Design (Co-PI) (34.39 

L) 

ICMR Ongoing 

xv.  Selective Pharmacological Inhibition of the Transcriptional 

Anti-terminator Protein, RfaH of Klebsiella pneumoniae (64.78 L) 
DHR Ongoing 

xvi.  Targeting Alzheimer disease by a mixture of Unani plant 

extract via modulation of human kinase (49.90 L) 

AYUSH 

CCRUM 
Ongoing 

xvii.  Developing small molecule inhibitors to target non-genomic 

androgen signaling and elucidating the role of GPR56 in 

Prostate Cancer (As Co-PI) (43.10 L) 

DST Ongoing  

xviii.  Development of Pim-1 Kinase-Specific Inhibitors as Preclinical 

Lead for the Prostate Cancer Therapy (42.60 L) 
CSIR Ongoing 

xix.  Design and development of SARS-CoV-2 main Protease 

Inhibitors 

ISTI-CP 

China 
Ongoing 

 

P                    PUBLICATIONS       

2021 I.F. 

333 Asrani P, Mathew E, Hassan MI and Sohal SS (2021) Implications of second wave of 

COVID-19 outbreak in India: perception and future strategies.  The Lancet 

Respiratory Medicine. (In Press) 

25.1 

322 Anwar S, Shamsi A, Mohammad T, Islam A, Hassan MI. (2021) Targeting pyruvate 

dehydrogenase kinase signaling in the development of effective cancer therapy. 

Biochim Biophys Acta Rev Cancer 1876(1):188568.  

10.68 

331 Mohammad T, Mathur Y, Hassan MI (2021). InstaDock: A Single-click Graphical 

User Interface for Molecular Docking-based Virtual High-throughput Screening. 

Briefings in Bioinformatics. (In Press) 

11.62 

330 Galal SA, Omar MA, Khairat SMH, Ragab FAF, Naqvi AAT, Hassan MI, Diwani HI 

(2021) Design and synthesis of new pyrazolylbenzimidazoles as sphingosine 1-

kinase inhibitors, Medicinal Chemistry Research (In Press) 

1.8 

329 Khan A, Mohammad T, Shamsi A, Hussain A, AlAjmi MF, Husain SA, Iqbal MA 

and Hassan MI (2021) Identification of Plant-based Hexokinase 2 Inhibitors: 

Combined Molecular Docking and Dynamics Simulation Studies.  J Biomol Struct 

Dyn. (In Press) 

3.1 

328 Anjum F, Ali F, Mohammad T, Shafie A, Akhtar O, Abdullaev B, Hassan MI (2021) 

Discovery of natural compounds as potential inhibitors of human carbonic 

anhydrase II: An integrated virtual screening, docking and MD simulation study.  

OMICS: A Journal of Integrative Biology (In Press) 

2.7 

327 Raman C, Qayyum S, Mohammad T, Hassan MI, Slominski R, (2021). Vitamin D 

and lumisterol novel metabolites can inhibit SARS-COV-2 replication machinery 

enzymes.  American Journal of Physiology-Endocrinology and Metabolism. (In 

Press) 

3.99 

326 Umair M, Khan S, Mohammad T, Ajnum F, Shafie A, Islam A, Hassan MI (2021) 

Impact of single amino acid substitution on the structure and function of TANK-

binding kinase-1. J Cell Biochem (In Press)  

4.2 

325 Anwar S, Khan S, Shamsi A, Anjum F, Shafie A, Islam A, Ahmad F, Hassan MI. 

(2021) Structure-based investigation of MARK4 inhibitory potential of Naringenin 
4.2 
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for therapeutic management of cancer and neurodegenerative diseases. J Cell 

Biochem. doi: 10.1002/jcb.30022. PMID: 34121218. 

324 Alam M, Hasan GM, Hassan MI. (2021) A review on the role of TANK-binding 

kinase 1 signaling in cancer. Int J Biol Macromol. 183:2364-2375. 
5.11 

323 Singh A, Panwar R, Mittal P, Hassan MI and Singh IK (2021) Plant Cytochrome 

P450s: role in stress tolerance and potential applications for human welfare.  Int J 

Biol Macromol. (In press) 

5.11 

322 Ahmed A, Shamsi A, Mohammad T, Hasan GM, Islam A, Hassan MI. (2021) Aurora 

B kinase: a potential drug target for cancer therapy. J Cancer Res Clin Oncol. doi: 

10.1007/s00432-021-03669-5. 

3.4 

321 Khairat SHM, Omar MA, Ragab FAF, Roy S, Turab Naqvi AA, Abdelsamie AS, 

Hirsch AKH, Galal SA, Hassan MI, El Diwani HI. Design, synthesis, and biological 

evaluation of novel benzimidazole derivatives as sphingosine kinase 1 inhibitor. 

Arch Pharm.  doi: 10.1002/ardp.202100080. PMID: 34128259. 

2.59 

320 Khan, M.S., Husain, M.F., Alhumaydhi, F.A., Alwashmi, A.S.S., Rehman, M. T., 

Alruwetei, A.M., Hassan, M.I., Islam, A. and Shamsi, A. (2021) Exploring the 

molecular interactions of Galantamine with human Transferrin: In-silico and in 

vitro insight. Journal of Molecular Liquids, 335, 116227. 

5.1 

319 Parray, Z.A., Ahmad, F., Hassan, M.I., Ahmed, A., Almajhdi, F.N., Malik, A., 

Hussain, T. and Islam, A. (2021) Structural Refolding and Thermal Stability of 

Myoglobin in the Presence of Mixture of Crowders: Importance of Various 

Interactions for Protein Stabilization in Crowded Conditions. Molecules, 26, 2807. 

3.2 

318 Habib I, Khan S, Mohammad T, Hussain A, Alajmi MF, Rehman T, Anjum F, 

Hassan MI. Impact of non-synonymous mutations on the structure and function of 

telomeric repeat binding factor 1. J Biomol Struct Dyn. 2021 May 13:1-14.  

3.1 

317 Choudhury A, Mohammad T, Samarth N, Hussain A, Rehman MT, Islam A, Alajmi 

MF, Singh S, Hassan MI. Structural genomics approach to investigate deleterious 

impact of nsSNPs in conserved telomere maintenance component 1. Sci Rep. 2021 

May 13;11(1):10202.  

4.2 

316 Yousuf M, Shamsi A, Queen A, Shahbaaz M, Khan P, Hussain A, Alajmi MF, 

Rizwanul Haque QM, Hassan MI. Targeting cyclin‐dependent kinase 6 by vanillin 

inhibits proliferation of breast and lung cancer cells: combined computational and 

biochemical studies. J Cell Biochem. 2021; 1‐ 14. https://doi.org/10.1002/jcb.29921 

4.2 

315 Gupta D, Tiwari P, Haque MA, Sachdeva E, Hassan MI, Ethayathulla AS, Kaur P. 

2021. Structural insights into the transient closed conformation and pH dependent 

ATPase activity of S. Typhi GyraseB N- terminal domain. Archives of Biochemistry 

and Biophysics 701:108786. 

3.1 

314 Khan A, Khan F, Shahwan M, Khan MS, Husain FM, Rehman MT, Hassan MI, 

Islam A, Shamsi A. 2021. Mechanistic insight into the binding of graphene oxide 

with human serum albumin: Multispectroscopic and molecular docking approach. 

Spectrochimica Acta Part A: Molecular and Biomolecular Spectroscopy 256:119750. 

2.9 

313 Gupta, P.; Taiyab, A.; Hussain, A.; Alajmi, M.F.; Islam, A.; Hassan, M.I. Targeting 

Sphingosine Kinase/Sphingosine-1-Phosphate Signaling Axis in Drug Discovery for 

Cancer Therapy. Cancers 2021, 13 (In Press) 

6.5 

312 Ali S, Liu X, Sen L, Lan D, Wang J, Hassan MI, Wang Y. 2021. Sequence and 

structure-based method to predict diacylglycerol lipases in protein sequence. 

International Journal of Biological Macromolecules.  
https://doi.org/10.1016/j.ijbiomac.2021.04.011 

5.11 

311 Shamsi A, Mohammad T, Anwar S, Amani S, Khan MS, Husain FM, Rehman MT, 5.11 
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Islam A, Hassan MI. Potential drug targets of SARS-CoV-2: From genomics to 

therapeutics. Int J Biol Macromol. 2021 Feb 9;177:1-9. 

310 Nazam F, Shaikh S, Nazam N, Alshahrani AS, Hasan GM, Hassan MI. Mechanistic 

insights into the pathogenesis of neurodegenerative diseases: towards the 

development of effective therapy. Mol Cell Biochem. 2021 Mar 9. doi: 

10.1007/s11010-021-04120-6.  

2.7 

309 Nasreen K, Parray ZA, Shamsi A, Ahmad F, Ahmed A, Malik A, Lakhrm NA, 

Hassan MI, Islam A. Crowding Milleu stabilizes apo-myoglobin against chemical-

induced denaturation: Dominance of hardcore repulsions in the heme devoid 

protein. Int J Biol Macromol. 2021 Mar 17;181:552-560.  

5.11 

308 Verma P, Hassan MI, Singh A, Singh IK. Design and development of novel 

inhibitors of aldo-ketoreductase 1C1 as potential lead molecules in treatment of 

breast cancer. Mol Cell Biochem. 2021 Mar 26. doi: 10.1007/s11010-021-04134-0.  

2.7 

307 Waseem R, Shamsi A, Mohammad T, Alhumaydhi FA, Kazim SN, Hassan MI, 

Ahmad F, Islam A. Multispectroscopic and Molecular Docking Insight into 

Elucidating the Interaction of Irisin with Rivastigmine Tartrate: A Combinational 

Therapy Approach to Fight Alzheimer's Disease. ACS Omega. 2021 Mar 

8;6(11):7910-7921.  

2.8 

306 Shamsi A, Shahwan M, Khan MS, Husain FM, Alhumaydhi FA, Aljohani ASM, 

Rehman MT, Hassan MI, Islam A. Elucidating the Interaction of Human Ferritin 

with Quercetin and Naringenin: Implication of Natural Products in 

Neurodegenerative Diseases: Molecular Docking and Dynamics Simulation Insight. 

ACS Omega. 2021 Mar 11;6(11):7922-7930.  

2.8 

305 Bashir S, Ahanger IA, Shamsi A, Alajmi MF, Hussain A, Choudhry H, Ahmad F, 

Hassan MI, Islam A. Trehalose Restrains the Fibril Load towards α-Lactalbumin 

Aggregation and Halts Fibrillation in a Concentration-Dependent Manner. 

Biomolecules. 2021 Mar 11;11(3):414. 

4.5 

304 Roy S, Khan S, Jairajpuri DS, Hussain A, AlAjmi MF, Islam A, Luqman S, Parvez S, 

Hassan MI (2021) Investigation of sphingosine kinase 1 inhibitory potential 

cinchonine and colcemid targeting anti-cancer therapy.  Journal of Biomolecular 

Structure and Dynamics (In Press) 

3.1 

303 Parray ZA, AlAjmi MF, Hassan MI, Hussain A, Ahmad F and Islam A (2021) 

Interaction of polyethylene glycol with cytochrome c investigated via various in 

vitro and in silico approaches provides crucial information to fight cancer using 

crowding-induced alternative modes.  Scientific Reports 11(1):6475.  

4.2 

302 Naiyer A, Khan B, Hussain A, AlAjmi MF, Hassan MI, Islam A, Sundd M, Ahmad 

F, (2021) Stability of uniformly labeled (13C and 15N) cytochrome c and its L94G 

mutant. Scientific Reports 11(1):6804.  

4.2 

301 Ahanger IA, Bashir S, Parray ZA, Alajmi MF, Hussain A, Ahmad F, Hassan MI, 

Islam A, Sharma A. Rationalizing the Role of Monosodium Glutamate in the 

Protein Aggregation Through Biophysical Approaches: Potential Impact on 

Neurodegeneration. Front Neurosci. 2021 Mar 4;15:636454.  

3.7 

300 

Sharma, P., Yadav, V., Kumari, S., Ghosh, D., Rawat, P., Vij, A., Srivastava, C., Saini, 

S., Sharma, V., Hassan, M. I., and Majumder, S. (2021) Deciphering the potent 

application of nanobentonite and α-Fe2O3/bentonite nanocomposite in dye 

removal: revisiting the insights of adsorption mechanism, Applied Nanoscience. (In 

Press) 

2.88 

299 
Ahanger IA, Parray ZA, Nasreen K, Ahmad F, Hassan MI, Islam A, Sharma A. 

(2021) Heparin Accelerates the Protein Aggregation via the Downhill 
2.6 
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Polymerization Mechanism: Multi-Spectroscopic Studies to Delineate the 

Implications on Proteinopathies. ACS Omega. 6(3):2328-2339.  

298 

Jairajpuri DS, Hussain A, Nasreen K, Mohammad T, Anjum F, Rehman T, Mustafa 

Hasan G, Alajmi MF, Hassan MI. (2021) Identification of natural compounds as 

potent inhibitors of SARS-CoV-2 main protease using combined docking and 

molecular dynamics simulations. Saudi J Biol Sci. doi: 10.1016/j.sjbs.2021.01.040.  

2.6 

297 

Asrani P, Nasreen K, Hussain A, Amir S, AlAjmi MF, Sohal SS and Hassan MI 

(2021). Guidelines and safety considerations in the laboratory diagnosis of SARS-

CoV-2 infection: A prerequisite study for health professionals. Risk Management 

and Healthcare Policy 2021, 379—389.  

2.2 

296 

Asrani P, Eapen MS, Chia C, Haug G, Weber HC, Hassan MI, Sohal SS. (2020) 

Diagnostic approaches in COVID-19: clinical updates. Expert Rev Respir Med. Sep 

12. doi: 10.1080/17476348.2021.1823833. 

2.7 

295 

Asrani P, and Hassan MI (2020) SARS-CoV-2 mediated lung inflammatory 

responses in host: targeting the cytokine storm for therapeutic interventions. 

Molecular and Cellular Biochemistry (In Press) 

2.8 

294 

Shakeel I, Basheer N, Hasan GM, Afzal M, Hassan MI (2021) Polo-like Kinase 1 as 

an emerging drug target: Structure, function and therapeutic implications. J Drug 

Target 29(2):168-184. 

3.6 

293 

Fatima U, Rizvi SSA, Raina S, Fatima S, and Hassan MI (2020) Therapeutic 

management of COVID-19 patients: Clinical manifestation and limitations. Current 

Pharmaceutical Design (In Press) 

2.4 

292 
Singh A, Kumari P, Hasan GM, Singh IK, Hassan MI. (2020) Emerging therapeutic 

approaches to COVID-19.  Current Pharmaceutical Design (In Press) 
2.4 

291 

Naiyer, A., Khan, B., Islam, A., Hassan, M.I., Sundd, M., and Ahmad, F. (2021). 

Heme-iron ligand (M80-Fe) in cytochrome c is destabilizing: combined in vitro and 

in silico approaches to monitor changes in structure, stability and dynamics of the 

protein on mutation. Journal of Biomolecular Structure and Dynamics, 1-18. 

3.1 

290 

Shamsi A, Anwar S, Mohammad T, Hassan MI, Ahmad F and Islam A (2021) 

Insight into the binding of PEG-400 with eye protein alpha-crystallin: Multi 

spectroscopic and computational approach: Possible therapeutics targeting eye 

diseases.  Journal of Biomolecular Structure and Dynamics, 1-17. 

3.1 

289 

Khan S, Fakhar Z, Hussain A, Ahmad A, Jairajpuri DS, Alajmi MF, Hassan MI. 

(2020)    

Structure-based identification of potential SARS-CoV-2 main protease inhibitors.  

Journal of Biomolecular Structure & Dynamics :1-14. doi: 

10.1080/07391102.2020.1848634. 

3.1 

288 

Mahapatra AD, Queen A, Khan P, Yousuf M, Hussain A, AlAjmi MF, Rehman MT, 

Datta B and Hassan MI (2020) Design and Development of 5-(4H)-oxazolones as 

potential Inhibitors of Human Carbonic Anhydrase VA: Towards Therapeutic 

Management of Diabetes and Obesity. Journal of Biomolecular Structure & 

Dynamics (In press) 

3.1 

287 

Almary, K.A., Srivastava, S., Shahbaaz, M., Gupta, P., Khan, P., Syed, S. B., Azum, 

N., Asiri, A. M., Islam, A., Ahmad, F., and Hassan, M. I. (2020) Unravelling the 

unfolding pathway of human Fas-activated serine/threonine kinase by urea-

induced denaturation.  Journal of Biomolecular Structure and Dynamics (In Press). 

3.1 

286 

Naqvi AAT, Jairajpuri DS, Hussain A, Hasan GM, Alajmi MF, Hassan MI (2020) 

Impact of glioblastoma multiforme associated mutations on the structure and 

function of MAP/Microtubule affinity regulating kinase 4. Journal of Biomolecular 

3.1 
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Structure and Dynamics 6:1-18. 

285 

Kumar B, Mohammad T, Uddin A, Hussain A, Islam A, Ahmad F, Alajmi MF, 

Singh S, Pandey KC, Hassan MI, Abid M. (2021) Targeting metacaspase-3 from 

Plasmodium falciparum towards antimalarial therapy: A combined approach of in-

silico and in-vitro investigation. Journal of Biomolecular Structure and Dynamics 
39(2):421-430. 

3.1 

284 

Amir M, Ahamad S, Mohammad T, Jairajpuri DS, Hasan GM, Dohare R, Islam A, 

Ahmad F, Hassan M (2021) Investigation of conformational dynamics of Tyr89Cys 

mutation in protection of telomeres 1 gene associated with familial melanoma. 

Journal of Biomolecular Structure and Dynamics 39(1):35-44. 

3.1 

283 

Mohammad T, Arif K, Alajmi MF, Hussain A, Islam A, Rehman MT, Hassan I.  

(2020) Identification of high-affinity inhibitors of pyruvate dehydrogenase kinase-3: 

towards therapeutic management of cancer. Journal of Biomolecular Structure and 

Dynamics 39(2):586-594. 

3.1 

2020 

282 

Gu S, Zaidi S, Hassan MI, Mohammad T, Malta TM, Noushmehr H, Nguyen B, 

Mishra B, Obias V, Lin P, Nguyen B, Yao M, Yao R, King CH, Mazumder R, Rao S, 

and Mishra L (2020) Mutated CEACAMs Disrupt Transforming Growth Factor Beta 

Signaling and Alter the Intestinal Microbiome to Promote Colorectal 

Carcinogenesis. Gastroenterology 158(1):238-252. 

22.68 

281 

Mohammad T, Amir M, Prasad K, Batra S, Kumar V, Hussain A, Rehman MT, 

AlAjmi MF, Hassan MI. (2020) Impact of amino acid substitution in the kinase 

domain of Bruton tyrosine kinase and its association with X-linked 

agammaglobulinemia. Int J Biol Macromol 164:2399-2408. 

5.16 

280 

Kumari S, Sharma P, Ghosh D, Shandilya M, Rawat P, Hassan MI, Moulick RG, 

Bhattacharya J, Srivastava C, Majumder S. Time-dependent study of graphene 

oxide-trypsin adsorption interface and visualization of nano-protein corona. Int J 

Biol Macromol.  163:2259-2269. 

5.16 

279 

Yousuf M, Khan P, Shamsi A, Shahbaaz M, Hasan GM, Haque QMR, Christoffels A, 

Islam A and Hassan MI (2020) Inhibiting CDK6 activity by quercetin is an attractive 

strategy for cancer therapy. ACS Omega 5(42):27480-27491. 

2.6 

278 

Bashir S, Shamsi A, Ahmad F, Hassan MI, Kamal M, Islam A, (2020) Biophysical 

elucidation of fibrillation inhibition by sugar osmolytes in α-lactalbumin: 

Multispectroscopic and molecular docking approaches. ACS Omega 5(41):26871-

26882.  

2.6 

277 

Asrani P, Hasan GM, Sohal SS and Hassan MI (2020) Molecular Basis of 

Pathogenesis of Coronaviruses: A Comparative Genomics Approach to Planetary 

Health 

to Prevent Zoonotic Outbreaks in the 21st Century. OMICS  24(11):634-644. 

2.7 

276 

Peerzada, M.N., Khan, P., Khan, N.S., Avecilla, F., Siddiqui, S.M., Hassan, M.I., and 

Azam, A. (2020). Design and Development of Small-Molecule Arylaldoxime/5-

Nitroimidazole Hybrids as Potent Inhibitors of MARK4: A Promising Approach for 

Target-Based Cancer Therapy. ACS Omega 5(36):22759-22771. 

2.6 

275 

Peerzada, M.N., Khan, P., Khan, N.S., Gaur, A., Avecilla, F., Hassan, M.I., and 

Azam, A. (2020). Identification of morpholine based hydroxylamine analogues: 

Selective inhibitors of MARK4/Par-1d causing cancer cell death through apoptosis. 

New Journal of Chemistry 44, 16626-16637.  

3.2 

274 Roy, S., Mohammad, T., Gupta, P., Dahiya, R., Parveen, S., Luqman, S., Hasan, G.M. 2.6 
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and Hassan, M.I., 2020. Discovery of Harmaline as a Potent Inhibitor of Sphingosine 

Kinase-1: A Chemopreventive Role in Lung Cancer. ACS Omega 5(34):21550-21560. 

273 

Kumari P, Singh A, Ngasainao MR, Shakeel I, Kumar S, Lal S, Singhal A, Sohal SS, 

Singh IK, Hassan MI. (2020) Potential diagnostics and therapeutic approaches in 

COVID-19. Clin Chim Acta. 510:488-497.  

2.7 

272 

Parray ZA, Ahmad F, Hassan MI, Islam A. (2020) Conformational changes in 

cytochrome c directed by ethylene glycol accompanying complex formation: 

Protein-solvent preferential interaction or/and kosmotropic effect.  Spectrochim 

Acta A Mol Biomol Spectrosc 242:118788. 

2.6 

271 

Raina N, Singh AK, Hassan MI, Ahmad F, Islam A. (2020) Concentration dependent 

effect of ethylene glycol on the structure and stability of holo α-lactalbumin: 

Characterization of intermediate state amidst soft interactions.  International 

Journal of Biological Macromolecules 164:2151-2161. 

5.16 

270 

Ahmad, S. I., Ahmad, R., Khan, M. S., Kant, R., Shahid, S., Gautam, L., Hasan, G. 

M., and Hassan, M. I. (2020) Chitin and its derivatives: Structural properties and 

biomedical applications, International Journal of Biological Macromolecules 164, 

526-539. 

5.16 

269 

Khan F. I., Gupta P., Almary, K.A., Azum, N., Asiri, A. M., Lai, D., and Hassan, M. 

I. (2020) Mechanistic the urea-induced denaturation of human sphingosine kinase 1. 

International Journal of Biological Macromolecules 161:1496-1505. 

5.16 

268 

Uddin A, Singh V, Irfan I, Mohammad T, Singh Hada R, Hassan MI, Abid M, Singh 

S. (2020) Identification and structure-activity relationship (SAR) studies of carvacrol 

derivatives as potential anti-malarial against Plasmodium falciparum falcipain-2 

protease. Bioorg Chem. 103:104142.  

4.5 

267 

Mohammad, T., Shamsi, A., Anwar, S., Hussain, A., Rehman, M. T., AlAjmi, M. F., 

Islam, A., and Hassan, M. I. (2020) Identification of high-affinity inhibitors of SARS-

CoV-2 main protease: Towards the development of effective COVID-19 therapy, 

Virus Research 288:198102. 

2.9 

266 

Shamsi A, Anwar S, Shahbaaz M, Mohammad T, AlAjmi MF, Hussain A, Hassan 

MI, Ahmad F and Islam A (2020) Evaluation of binding of Rosmarinic acid with 

human transferrin and its impact on protein structure: Targeting polyphenolic acid-

induced protection of neurodegenerative disorders. Oxidative Medicine and 

Cellular Longevity.  2020:1245875.  

5.56 

265 

Anwar, S., Shamsi, A., Kar, R. K., Queen, A., Islam, A., Ahmad, F., and Hassan, M. 

I. (2020) Structural and biochemical investigation of MARK4 inhibitory potential of 

cholic acid: Towards therapeutic implications in neurodegenerative diseases. Int J 

Biol Macromol 161, 596-604. 

5.16 

264 

Fatima U, Rizvi SSA, Fatima S, and Hassan MI (2020) Impact of 

Hydroxychloroquine/chloroquine in COVID-19 therapy: Two sides of the coin. 

Journal of Interferon and Cytokine Research 40(10):469-471. 

1.9 

263 

Naqvi AAT, Fatima K, Mohammad T, Fatima U, Singh IK, Singh A, Atif SM, 

Hariprasad G, Hasan GM, Hassan MI. (2020) Insights Into SARS-CoV-2 Genome, 

Structure, Evolution, Pathogenesis and Therapies: Structural Genomics Approach. 

Biochim Biophys Acta Mol Basis Dis. 1866(10):165878.  

4.36 

262 

Amir M, Alam A, Ishrat R, Alajmi MF, Hussain A, Rehman T, Islam A, Ahmad F, 

Hassan I, Dohare R. (2020) A Systems View of the Genome Guardians: Mapping the 

Signaling Circuitry Underlying Oligonucleotide/Oligosaccharide-Binding Fold 

Proteins. OMICS 24(9):518-530. 

2.6 

261 Gupta, P., Khan, S., Fakhr, Z., Hussain, A., Alajmi, M. F., Rehman, M. T., Islam, A., 5.06 
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Ahmad, F., and Hassan, M. I. (2020) Identification of Potential inhibitors of 

Calcium/calmodulin-dependent Protein Kinase IV from Bioactive 

Phytoconstituents. Oxidative Medicine and Cellular Longevity 2020, 2094635.  

260 

Dahiya, R.; Mohammad, T.; Alajmi, M.F.; Rehman, M.T.; Hasan, G.M.; Hussain, A.; 

Hassan, M.I. Insights into the Conserved Regulatory Mechanisms of Human and 

Yeast Aging. Biomolecules 2020, 10, 882. 

4.7 

259 

Singh, S.; Tyagi, C.; Rather, I.A.; Sabir, J.S.; Hassan, M.I.; Singh, A.; Singh, I.K. 

Molecular Modeling of Chemosensory Protein 3 from Spodoptera litura and Its 

Binding Property with Plant Defensive Metabolites. Int. J. Mol. Sci. 2020, 21, 4073. 

4.55 

258 

Roy, S.; Mahapatra, A.D.; Mohammad, T.; Gupta, P.; Alajmi, M.F.; Hussain, A.; 

Rehman, M.T.; Datta, B.; Hassan, M.I. Design and Development of Novel Urea, 

Sulfonyltriurea, and Sulfonamide Derivatives as Potential Inhibitors of Sphingosine 

Kinase 1. Pharmaceuticals 2020, 13, 118. 

4.21 

257 

Shamsi, A.; Anwar, S.; Mohammad, T.; Alajmi, M.F.; Hussain, A.; Rehman, M.T.; 

Hasan, G.M.; Islam, A.; Hassan, M.I. MARK4 Inhibited by AChE Inhibitors, 

Donepezil and Rivastigmine Tartrate: Insights into Alzheimer’s Disease 

Therapy. Biomolecules, 10, 789. 

4.55 

256 

Shamsi, A.; Mohammad, T.; Anwar, S.; Alajmi, M.F.; Hussain, A.; Rehman, M.T.; 

Islam, A.; Hassan, M.I.  (2020) Glecaprevir and Maraviroc are high-affinity 

inhibitors of SARS-CoV-2 main protease: Possible therapeutic implication in 

COVID-19. Bioscience Report 40 (6): BSR20201256.  

2.96 

255 

Jairajpuri D, Mohammad T, Adhikari K, Gupta P, Hasan GM, Alajmi MF, Rehman 

MT, Hussain A, and Hassan, MI (2020) Identification of Sphingosine kinase-1 

inhibitors from bioactive natural products targeting cancer therapy. ACS Omega 

5(24):14720-14729. 

2.87 

254 

Parray, Z. A., Ahmad, F., Hassan, M. I., Hasan, I., and Islam, A. (2020) Effects of 

Ethylene Glycol on the Structure and Stability of Myoglobin Using Spectroscopic, 

Interaction, and In Silico Approaches: Monomer Is Different from Those of Its 

Polymers. ACS Omega 5, 13840-13850. 

2.87 

253 

Anwar, S., Shamsi, A., Shahbaaz, M., Queen, A., Khan, P., Hasan, G. M., 

Islam, A., Alajmi, M. F., Hussain, A., Ahmad, F., and Hassan, M. I. (2020) 

Rosmarinic Acid Exhibits Anticancer Effects via MARK4 Inhibition. Sci Rep 

10, 10300. 

4.1 

252 

Khan NS, Khan P, Inam A, Ahmad K, Yousuf M, Islam A, Ali S, Azam A, Husain 

M, and Hassan MI (2020) Discovery of 4-(2-(dimethylamino) ethoxy) benzo-

hydrazide derivatives as prospective microtubule affinity regulating kinase 4 

inhibitors. RSC Advances 10, 20129-20137. 

3.1 

251 

Khan, S. H., Prakash, A., Pandey, P., Islam, A., Hassan, M. I., Lynn, A. M., & 

Ahmad, F. (2020). Effects of natural mutations (L94I and L94V) on the stability and 

mechanism of folding of horse cytochrome c: A combined in vitro and molecular 

dynamics simulations approach. International Journal of Biological 

Macromolecules  159:976-985. 

5.16 

250 

Shahbaaz, M., Potemkin, V., Bisetty, K., Hassan, M. I., & Hussien, M. A. (2020). 

Classification and functional analyses of putative virulence factors of 

Mycobacterium tuberculosis: A combined sequence and structure-based 

study. Computational Biology and Chemistry 87:107270.  

1.85 

249 

Anwar, S.; Mohammad, T.; Shamsi, A.; Queen, A.; Parveen, S.; Luqman, S.; Hasan, 

G.M.; Alamry, K.A.; Azum, N.; Asiri, A.M.; Hassan, M.I. (2020) Discovery of 

Hordenine as a Potential Inhibitor of Pyruvate Dehydrogenase Kinase 3: 

4.71 
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Implication in Lung Cancer Therapy. Biomedicines, 8(5): E119. 

248 

Yousuf M, Shamsi A, Khan P, Shahbaaz M, AlAjmi MF, Hussain A, Hasan GM, 

Islam A, Haque QMR and Hassan MI (2020) Ellagic Acid Controls Cell Proliferation 

and Induces Apoptosis in Breast Cancer Cells via inhibition of Cyclin-Dependent 

Kinase 6.  International Journal of Molecular Sciences 21(10): E3526. 

4.55 

247 

Amir M, Mohammad T, Dohare R, Islam A, Ahmad F and Hassan MI (2020) 

Structure, function and therapeutic implications of OB-fold proteins: A lesson from 

past to present. Briefings in Functional Genomics 19(5-6):377-389. 

2.94 

246 

Aneja B, Queen A, Khan P, Shamsi S, Hasan P, Rizvi MA, Daniliuc CG, Hassan MI 

and Abid M (2020) Design, synthesis & biological evaluation of ferulic acid-based 

inhibitors targeting tumor-associated carbonic anhydrase IX. Bioorganic and 

Medicinal Chemistry 28, 115424. 

3.1 

245 

Shamsi F, Hasan P, Hussain A, Khan PK, Zeya B, King H, Rana S, Garrison J, Queen 

A, AlAjmi MF, Rizvi MA, Zahid M, Hassan MI, Abid M (2020) Synthesis and SAR 

studies of novel 1,2,4-oxadiazole-sulfonamide based compounds as potential 

anticancer agents for colorectal cancer therapy.  Bioorganic Chemistry 98, 103754. 

4.8 

244 

Nasreen K, Parray ZA, Ahamad S, Ahmed A, Alamery SF, Ahmad F, Hassan MI, 

Islam A. (2020) Interactions under Crowding Milleu: Chemical-induced 

denaturation of myoglobin is determined by the extent of heme dissociation on 

interaction with crowders. Biomolecules 10(3) E490.  

4.55 

243 

Mohammad T, Siddiqui S, Shamsi A, Alajmi MF, Hussain A, Islam A, Ahmad F, 

Hassan MI. (2020) Virtual Screening Approach to Identify High-Affinity Inhibitors 

of Serum and Glucocorticoid-Regulated Kinase 1 among Bioactive Natural 

Products: Combined Molecular Docking and Simulation Studies.  Molecules 25(4). 

3.2 

242 

Parray ZA, Ahmad F, Alajmi MF, Hussain A, Hassan MI, Islam A. (2020) Formation 

of molten globule state in horse heart cytochrome c under physiological conditions: 

Importance of soft interactions and spectroscopic approach in crowded milieu.   

International Journal of Biological Macromolecules 148:192-200. 

5.11 

241 

Bansal R, Haque MA, Hassan MI, Ethayathulla AS, Kaur P. (2020) Structural and 

conformational behavior of MurE ligase from Salmonella enterica serovar Typhi at 

different temperature and pH conditions. International Journal of Biological 

Macromolecules 150:389-399. 

5.11 

240 

Amir, M.; Khan, P.; Queen, A.; Dohare, R.; Alajmi, M.F.; Hussain, A.; Islam, A.; 

Ahmad, F.; Hassan, I. Structural Features of Nucleoprotein CST/Shelterin Complex 

Involved in the Telomere Maintenance and Its Association with Disease Mutations. 

Cells 2020, 9, 359. 

4.33 

239 

Shamsi A, Mohammad T, Anwar S, Alajmi MF, Hussain A, Hassan MI, Ahmad F, 

Islam A. (2020) Probing the interaction of Rivastigmine Tartrate, an important 

Alzheimer's drug, with serum albumin: Attempting treatment of Alzheimer's 

disease.  International Journal of Biological Macromolecules 148:533-542. 

5.11 

238 

Turab Naqvi AA, Hasan GM, Hassan MI. (2020) Targeting tau 

hyperphosphorylation via kinase inhibition- Strategy to address Alzheimer’s 

disease. Current Topics in Medicinal Chemistry 20(12):1059-1073. 

3.2 

237 

Anwar S, Kar RK, Haque MA, Dahiya R, Gupta P, Islam A, Ahmad F, Hassan MI. 

(2020) Effect of pH on the structure and function of pyruvate dehydrogenase kinase 

3: Combined spectroscopic and MD simulation studies. International Journal of 

Biological Macromolecules 147:768-777. 

5.11 

236 
Shamsi A, Mohammad T, Anwar S, Hassan MI, Ahmad F, Hasan I, Islam A (2020) 

Biophysical insight into implications of PEG-400 on alpha-crystallin structure: Multi 
2.8 
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spectroscopic and microscopic approach. ACS Omega 5(30):19210-19216. 

235 

Gupta P, Khan FI, Ambreen D, Lai D, Alajmi F, Hussain A, Islam A, Ahmad F and 

Hassan MI (2020) Investigation of Guanidinium chloride-induced Unfolding 

Pathway of Sphingosine kinase 1. International Journal of Biological 

Macromolecules 147:177-186. 

5.11 

234 
Parray ZA, Hassan MI, Ahmad F, Islam A. (2020) Amphiphilic nature of 

polyethylene glycols and their role in medical research. Polymer Testing. 82:106316. 
3.2 

233 

Gupta P, Khan FI, Dahiya R, Roy S, Anwar S, Alajmi F, Hussain A, Dakun L, 

Hassan MI (2020) Functional implications of pH-induced conformational changes 

in the sphingosine kinase 1. Spectrochimica Acta Part A: Molecular and 

Biomolecular Spectroscopy 225:117453. 

3.2 

232 

Alsharif MA, Khan D, Ahmed N, Mukhtar S, Khan P, Hassan MI, Almalki AS, 

Obaid RJ. Pharmacological Activities of Novel Chromene Derivatives as 

Calcium/Calmodulin Dependent Protein Kinase IV (CAMKIV) Inhibitors. 

Chemistry Select. 5(2):498-505. 

1.81 

231 

Qausain S, Khan FI, Lai D, Hassan MI, Basheeruddin M, Ahmed N, Khan MKA.  

(2020) Mechanistic Insights into the Urea-Induced Denaturation of a Non-Seleno 

Thiol Specific Antioxidant Human Peroxiredoxin 6. International Journal of 

Biological Macromolecules 161:1171-1180. 

5.11 

230 

Wahiduzzaman, Hassan MI, Islam A and Ahmad F. (2020) Urea Stress: Myo-

inositol's efficacy to counteract destabilization of TIM-β-globin complex by urea is 

as good as that of the methylamine. International Journal of Biological 

Macromolecules 151:1108-1115. 

5.11 

229 

Ghosh S, Shahid S, Raina N, Ahmad F, Hassan MI and Islam A (2020) Molecular 

and macromolecular crowding-induced stabilization of proteins: Effect of dextran 

and its building block alone and their mixtures on stability and structure of 

lysozyme.   International Journal of Biological Macromolecules 150:1238-1248. 

5.11 

228 

Shahbaaz, M., Potemkin, V., Grishina, M., Bisetty, K. and Hassan, M.I. (2020) The 

structural basis of acid resistance in Mycobacterium tuberculosis: Insights from 

multiple pH regime molecular dynamics simulations. Journal of Biomolecular 

Structure and Dynamics 38(15):4483-4492. 

3.1 

227 

Naiyer A, Islam A, Hassan MI, Ahmad F, Sundd M (2020) Backbone and side chain 

1H, 15N and 13C chemical shift assignments of the molten globule state of L94G 

mutant of horse cytochrome-c. Biomol NMR Assign 14(1):37-44. 

0.66 

226 

Amir, M., Mohammad, T., Prasad, K., Mustafa Hasan, G., Kuma, V., Dohare, R., 

Islam, A., Ahmad, F. and Hassan, I. (2020) Virtual high-throughput screening of 

natural compounds in-search of potential inhibitors for protection of telomeres 1 

(POT1). Journal of Biomolecular Structure and Dynamics  38(15):4625-4634 

3.1 

225 

Fatima S, Mohammad T, Jairajpuri DS, Samim M, Ahmad FJ, Alajmi F, Hussain A, 

Rehman MT, Hassan MI (2020) Identification and evaluation of glutathione 

conjugate gamma-L-glutamyl-L-cysteine for improved drug-delivery to the brain.  

Journal of Biomolecular Structure & Dynamics 38(12):3610-3620.  

3.1 

224 

Naqvi AAT, Jairajpuri DS, Noman M, Alajmi F, Hussain A, Islam A, Ahmad F, 

Hassan MI (2020) Evaluation of pyrazolopyrimidine derivatives as microtubule 

affinity regulating kinase 4 inhibitors: Towards therapeutic management of 

Alzheimer's disease. Journal of Biomolecular Structure & Dynamics 38(13):3892-

3907. 

3.1 

223 
Amir M, Ahmad S, Ahamad S, Kumar V, Mohammad T, Dohare R, Alajmi MF, 

Rehman MT, Hussain A, Islam A, Ahmad F, Hassan MI. (2020) Impact of Gln94Glu 
3.1 
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mutation on the structure and function of Protection of telomere 1, a cause of 

cutaneous familial melanoma. Journal of Biomolecular Structure & Dynamics 
38(5):1514-1524 

 2019  

222 Gupta P, Mohammad T, Dahiya R, Roy S, Noman, A, Alajmi F, Hussain A, Hassan 

MI (2019) Evaluation of binding and inhibition mechanism of dietary 

phytochemicals with sphingosine kinase 1: Towards targeted anticancer therapy. 

Scientific Reports, 9 (1), 18727. 

4.1 

221 Mohammad T, Batra S, Dahiya R, Baig MH, Rather IA, Dong JJ, Hassan MI (2019) 

Identification of High-Affinity Inhibitors of Cyclin-Dependent Kinase 2 Towards 

Anticancer Therapy. Molecules 24(24). 

3.2 

220 Shahid S, Hasan I, Ahmad F, Hassan MI, Islam A (2019) Carbohydrate-Based 

Macromolecular Crowding-Induced Stabilization of Proteins: Towards 

Understanding the Significance of the Size of the Crowder. Biomolecules 9(9), 477. 

4.55 

219 Khan P, Queen A, Mohammad T, Smita NA, Nashrah NS, Zubair H, Hassan MI, 

Ali S (2019) Identification of α-Mangostin as a Potential Inhibitor of Microtubule 

Affinity Regulating Kinase 4. Journal of Natural Products 82(8):2252-2261. 

3.77 

218 Sharma, P., Dhiman, S., Kumari, S., Rawat, P., Srivastava, C., Sato, H., Akitsu, T., 

Kumar, S., Hassan MI, Majumder, S. (2019) Revisiting the physiochemical 

properties of Hematite (Î±-Fe2O3) nanoparticle and exploring its bio-environmental 

application. Materials Research Express. 6, 095072 

1.5 

217 Shamsi A, Mohammad T, Shahwan M, Hassan MI, Ahmad F, Islam A (2019) 

Unraveling binding mechanism of Alzheimer’s drug Rivastigmine tartrate with 

human transferrin: Molecular docking and multi spectroscopic approach towards 

neurodegenerative diseases. Biomolecules 9(9), 49.  

4.55 

216 Gupta P, Mohammad T, Khan P, Roy S, Alajmi F, Hussain A, Hassan MI (2019) 

Evaluation of Ellagic Acid as an Inhibitor of Sphingosine Kinase 1: A Targeted 

Approach towards Anticancer Therapy. Biomedicine & Pharmacotherapy 

118:109245 

4.55 

215 Dahiya R, Mohammad T, Khan P, Roy S, Anwar S, Gupta P, Alajmi F, Hussain A, 

Hassan MI (2019) Molecular interaction studies on ellagic acid for its anticancer 
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Molecules and its implications in Binding specificities. Advances in Protein 
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2 Naqvi AAT and Hassan MI (2016) Design Principles, Network Architecture and 
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Biology Application in Synthetic Biology, 978-81-322-2807-3. Published by Springer 

3 Naqvi AAT and Hassan MI (2016) Chapter 2: Methods for Docking and Drug 
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i. Organizing Secretary, International Interdisciplinary Science Conference 2011 on Bioinformatics: 

Interface between Computer Science and Biology held on November 15-17, 2011, organized by 

Jamia Millia Islamia, New Delhi.  

ii. Organizing Secretary, Interdisciplinary Science Conference 2012 on Protein Folding and 

Diseases held on December 8-10, 2012, organized by Jamia Millia Islamia New Delhi. 

iii. Convener, National Conference on Recent Trends in Protein Structural Biology held on 

December 16 to 18, 2013, organized by Jamia Millia Islamia New Delhi. 

iv. Convener, National Symposium on Biophysics and Golden Jubilee Meeting of Indian 

Biophysical Society held on February 14-17, 2015, at Jamia Millia Islamia, New Delhi. 

v. Convener, National conference on Protein Structure and Dynamics in Health and Agriculture, 

held during November 3-4, 2017 at Jamia Millia Islamia, New Delhi. 

vi. Coordinator, 6th 3-Week Refresher Course in Basic Science (INTERDISCIPLINARY) held in 

Human Recourse Development Centre, Jamia Millia Islamia held on 26th September to 17th 
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P-09. Techniques used in molecular biophysics I 6 modules  

P-14. Bioinformatics 4 modules  

P-10. Techniques Used in Molecular Biophysics II 

(Based on Spectroscopy) 
26 modules  

U 
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i. Assistant Dean Students Welfare (2017-2019). 

ii. Administrative coordinator of Global Jamia Alumni Network (2017-2021). 

iii. Member, Institutional Quality Assurance Cell, Jamia Millia Islamia (2014-2020). 

iv. Warden of Boy’s Hostel of Jamia Millia Islamia (2013-2015). 

v. Senior and Residential Warden of Jamia Schools Hostel (2015-till date). 

vi. Assistant Incharge, Alumni Connect Cell, Jamia Millia Islamia (2021-till date) 


