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Prof. Prasad V. Bharatam, FASc, FRSC 
 

Department of Medicinal Chemistry 

National Institute of Pharmaceutical Education and Research (NIPER),  

Sector-67, S.A.S. Nagar (Mohali) – 160 062, Punjab, India 

Ph.   +91-172-2292018; (M) +91-9877162377 

Fax.  +91-172-2214692 

e-mail:  pvbharatam@niper.ac.in 

       Website: https://www.niper.gov.in/sites/default/files/profile-resume/2024_Bhartam.pdf 

 

1.  Fields of Specialization: (i)  Organic Synthesis  

    (ii)  Medicinal Chemistry: Anti-bacterial 

    (iii) Chemical bonding: Nitreones, Nitrinium ions 

    (iv)    Quantum Medicinal Chemistry 

    (v) Pharmacoinformatics: Programing, AI, Ayurinformatics 

    (vi) Drug Metabolism, Drug Toxicity, Drug delivery -- computational 

2. Honors and Awards:   

  Fellowship of Indian Academy of Sciences   -- 2020  

  Fellowship of Andhra Pradesh Akademi of Sciences  -- 2011 

  Fellowship of Telangana Academi of Sciences  -- 2011 

  OPPI Scientist Award    -- 2009 

  Ranbaxy Research Award    -- 2008 

  Chem. Research Society of India – Medal    -- 2008 

  Fellowship of Royal Society of Chemistry (FRSC), London  -- 2007 

  IBM Faculty Award     -- 2007 

  Fellowship of Alexander von Humboldt Stiftung, Bonn   -- 2002 

 
3. Research Experience:  

 Chemical bonding novel concepts – divalent N(I) compounds 2005-current 

 Bio-inorganic chemistry of drugs   2004-current 

 Tautomerism in drugs   1991-current 

 Carbynes, carbenes, carbones and related reactive intermediates  1985-current  

 Ayurinformatics  2022-current 

 

4. Teaching Experience:  NIPER, Mohali 24 years-- Medicinal & Bioorg. Chemistry 

    Bio-inorganic chemistry  

    Chemoinformatics 
    Pharmacoinformatics  

      

  G.N.D. Univ., Amritsar 7 years – integrated M.Sc. (5 yr. course) 
    Quantum chemistry 
    Physical Chemistry 

    Computational Chemistry 

5.  Adminstrative experience: 

 Dean, NIPER, SAS Nagar    -- 2016-2018 

 Associate Dean, NIPER, SAS Nagar  -- 2015-2016 

 Head, Department of Medicinal Chemistry  -- 2019-2024 

 Incharge, Departement of Pharmacoinformatics, NIPER, SAS Nagar -- 2010-2021 
Officiating Director, NIPER, SAS Nagar (temporary: Jan, Feb. 2017, Sept.2018, March-May 2021)  

 

mailto:pvbharatam@niper.ac.in
https://www.niper.gov.in/sites/default/files/profile-resume/2024_Bhartam.pdf
https://www.niper.gov.in/sites/default/files/profile-resume/2024_
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6. Publication record: Original Scientific articles published (foreign journals)   303 

   Original Scientific articles published (Indian Journals)                 19 

                                            Patent Filed                                                                                     03         

   Reviews (peer reviewed)     21 

   Book Chapters (peer reviewed)    10  

   Science Education articles     18 

   Total                 374 

   Citations (Google Scholar)            ~8432 

   h-index (Google Scholar)                   48 

 

7. Positions held: 

S. No. Period Place of Employment Designation Scale of Pay 

4. June 2006 – continuing N.I.P.E.R., Mohali Professor Rs. 2,22,000 GP 10,500 

3.  June 2001 – June 2006 N.I.P.E.R., Mohali Assoc. Prof. Rs. 16,400-450-20,900 

2. Aug. 2000 – June 2001 G.N.D. University, Amritsar Reader Rs. 12,000-250-16,000 

1. Dec. 1993 – Aug. 2000   G.N.D. University, Amritsar Lecturer Rs. 2,200-75-3,000 

 
8.  National / International Assignments:   

 (xxiv) Member Senate, NIT, Kurukhetra                                                                                   -- 2022-2024 

       (xxiiI)  Member DST PAC-International                                                                                   -- 2022-2024 

       (xxiI)   Member DST-FIST                                                                                                        -- 2022-2024 

       (xxI)    Member RAC, IISER, Mohali  -- 2021-2025 

 (xx)   Member CSIR-CDRI – Research council  -- 2020-2023 

 (xix)  Member syllabus forming : Punjabi Univ. – Physical Sci. 5 year integrated course  -- 2021-2024 

 (xviii) Member GNDU – Chemistry – Research council  -- 2020-2022 

 (xvii)  Member CSIR-Chemistry-HRDG-committee  -- 2019-2021 

 (xvi)   Member DBT (Bioinformatics) PAC  -- 2019-2021 

 (xv)   Member DST WOS(Chem) PAC  -- 2016-2019 

 (xiv)  Member of DST Organic Chemistry PAC   -- 2015-2018 

 (xiii)  Member DST fast track PAC  -- 2012-2015 

 (xii)  Member faculty selection committees, Central Univ. Punjab (2015), Pujab Univ., Chd. 

         (2010, 2011, 2013, 2014, 2017, 2018), G.N.D. Univ., Amritsar (2012),  

         BITS, Pilani (2018), IITR, Lucknow (2012, 2016), NIPER (2012-2020) 

 (xi)  Member committee on syllabus framing, Central Univ. Punjab  -- 2013-2014 

 (x)   Subject Expert – Board of control, Biotechnology, GNDU, Amritsar   -- 2007-2009 

 (ix)  Subject Expert – Board of Research, Sciences, GNDU, Amritsar  -- 2008-2011 

 (viii) Council Member, Chemical Research Society of India  -- 2008-2010 

 (vii)  A reviewer in many journals including,  

  Nature Chemistry; J. Med. Chem.; J. Org. Chem.; J. Am. Chem. Soc.   

  J. Phys. Chem.;  Inorg. Chem.; Chemistry, A Eur. J.; etc. 

 (vi) Evaluator of project proposals submitted to CSIR, DST, DBT, UGC, ICMR, New Delhi.  

       (v)  Invited to the Gordon Research Conference on Computer Aided Drug Design in July 2005, Tilton, NH, USA.  

 (iv) Invited to the Keystone conference on Computer Aided Drug Design in April 2008, USA 

 (iii) Invited for Plenary lecture at Medicinal Chemistry Intl. conf. Aug. 2009, Bangdung, Indonasia.  

 (ii)  Invited for the Gordon Research Conference on Drug Metabolism, August 2013, USA. 

 (i)   Member: National Academy Sciences, Allahabad 

 

9. Editorial Experience :  

 
 (a) Guest editor Theo. Chem. Accounts  -- Jan. 2012 

 (b) Guest editor for Indian J. Chem. Section A.   -- Jan. 2006 

 (c) Edited a Festschrift on ―Prof. E.D. Jemmis‖, Springer  -- 2012 

 (d) Member Editorial Advisory Board – Indian Journal of Chemistry A.   2008-2010  
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 (e)  Member Editorial Advisory Board – Current Comput Aided Drug Design   2007-2009 

 (f)  Editor, CRIPS, published by NIPER  -- 2012- onward 

10. Research Supervision:  

A. Ph.D.     – 37 completed; 13 on going.  

B. M.Sc. Research Projects   – 16 completed       

C. M.S. Pharm (Med. Chem.) research projects   – Aprrox.220 completed 16 on going.   

D. Research Fellows (Non-Ph.D.)    – 13 completed 

E. Long-term visiting fellows  – 20 

F. Short-term visiting Fellows / students – 60 
Ph.D. Students:  

 Name   Current position 

1.  Punam Uppal                                                    School management, Amritsar 

2. R. Senthil Kumar   Runs a CRO 

3. Amita Mahajan   Assoc. Prof. Eng. College, Gurdaspur, Punjab  

4. Rajnish Moudgil   Assoc. Prof., Hoshiarpur, Punjab 

5. Punita Sharma    Asst. Prof., ILS University, Jaipur  

6. Smriti Khanna   Sr. Scientist, Nicholas Piramal, Mumbai 

7. P. Senthil Kumar   Sr. Scientist, Orchids Research Laboratories, Chennai   

8. Sandeep Sundriyal   Faculty, Pharm. Sci. BITS, Pilani 

9. Amit Mittal   Asst. Prof., Lovely Professional Univ., Jalandhar  

10. Adane Leggesse   Assoc. Prof. Jimma University, Southwestern Ethiopia  

11. Dhilon Patel   Research Associate, Carneige-Millon Univ. Pennsylvania, USA 

12. Y. Kasetti   Scientist-cum-patent atorney, Hyderabad 

13. Vaibhav A. Dixit   Faculty, Pharm. Sci. BITS, Pilani 

14. Ramesh M.    Postdoc, South Africa 

15. Devendra Dhaked   Faculty, NIPER, Kolkata  

16. Nikhil Taxak   Associate Consultant, ZS, Gurgaon 

17. Vaibhav Jain   Manager, Sun Pharma Advanced Research Co. Ltd., Vadodara, 

18. Rajendra Kumar   Post doc, Umea Univ., Sweden  

19. Sonam Bhatia   Asst. Prof., Sam Higginbottom Inst., Allahabad  

20. Minhazul Arfeen    Asst. Prof. Qassim University, Buraydah 

21. Sheenu Abbat    Lecturer, Pharmacy College, Nasik 

22. Neha Tripathi   Post doc – University of Nantes, France  

23. C.K. Jaladanki   Senior Post doc– Bio-Informatics Institute, BII, A*STAR, Singapore 

24. S.S. Chourasiya   Group Leader, R & D, IOL Chemicals and Pharmaceuticals Ltd. 

25. Neha Patel                                          Marie Curie Postdoc. Friedrich-Alexander Univ., Germany 

26. Vishnu K. Sharma   Scientific Officer, NIPER.    

27. Shweta Bhagat   Postdoc, Chicago  

28. Deepika Kathuria   Asst. Prof., Chandigarh University 

29. Firdoos A. Sofi   Dr. D.S. Kothari Postdoc. fellow at DOPS Univ. Kashmir, Srinagar 

30. Tejender Singh   TIFR, Hyderabad 

31. Gurudutt Dubey   Postdoc, Valencia, Spain 

32. Aabid Wani                   Postdoc – ETH, Zurich 

33. Mohammad Ovais                                             Asst. Prof., MM Univ. Mullana-Ambala, Haryana 

34. Kshitij Sharma   Industrial job in Jaipur 

35. Nirjhar Saha    RA, IACS, Kolkata 

36. P. Wanjari   Technical Officer, NIPER, SAS Nagar 

37. Kausar Jahan    Asst. Prof.,  

38. Kriti Mehta   continuing 4
th

 year 

39. Kanika Manchanda   continuing 4
th

 year 

40. Astha Gupta                                                       continuing 4
th

 year 

41. Joy Mukhopadhyay                                           continuing 3
rd 

year 

42. Nabajyoti Patra                   continuing 3
rd 

year 

43. Mehak Sood                    continuing 3
rd 

year 

44. Shivkanya Bhujbal                   continuing 3
rd

 year 
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45. Govinddas Vaishnav   continuing 2
nd

 year 

46. Lahu Dayare   continuing 2
nd

 year 

47. Sanjeev Ranjan   continuing 2
nd

 year 

48. Akash Kendre   continuing 2
nd

 year 

49. Anand Kumar Dubey                                         continuing 1
st
 year 

50. Rupal Kushwah   continuing 1
st
 year 

 

Other significant members: 
 51.   D. Kaur   Retired Professor, Dept. Chem., G.N.D.U.  

 52.   Alka Marwaha   Asst. Prof., Lovely Professional Univ., Jalandhar 

 53.   M.E. Sophia   Assoc. Prof., NIPER, Mohali 

 54.   Pansy Iqbal   Sr. R&D Chemist, PPG Industries, Pennsylvania, USA  

 55    S.K. Singh   Assoc. Prof., Alagappa University   

 56.   Mymoona Akhtar   Prof., Jamia Hamdard  

 57.   Prakash C. Rathi   Astra Zeneca, UK 

 58.   Jagmohan Saini   Lupin Pharma, Pune 

 59.   Harish Jangra   Post Doc. Fellow, LMU, Germany 

 60.   Subhash Agarwal   Scientist, ICMR-Inst. of Cytology and Preventive Oncology, Noida 

 61.   Sourav Kalra   JRF, IMTECH 

 62.   Venkata Krishnan   Ph.D. student France 

 63.   Pritika Gupta   JRF, USA 

 64.   Samima Zaman   JRF 

 65.   Sumi Isha   JRF 

 66.   Prajwal Nandrekar   Scientist, Schrodinger Inc., India 

 67.   Rohit Sathe   NPDF 

 68.   Kaushik    Proj. Assoc.  

         69   Pratik Prasher                                                             Postdoc Fellow 

         70.   Prajanya                                                                     RA  

 

11. Project supervision as Principal Investigator 
 1. UGC Interdisciplinary grant, GNDU   Rs.         4,000/-  1994-1995 

 2. DST Young Scientist Project:  Rs.   2,60,000/- 1996-1998   

3. DST grant  :     Rs.   6,60,000/-  1999-2002 

4. Research Fellow grant, GNDU   Rs.   1,20,000/-  2000-2002  

5. CSIR Project    Rs.  9,60,000/- 2001-2004 

6. NMITLI project   Rs.  12,20,000/- 2002-2004 

7. DST project on Nitric Oxide donors  Rs.  16,10,000/-  2004-2007 

8. DST project on Pharmacoinformatics  Rs.1,50,00,000/- 2005-2009 

9. CSIR project on Dual activators  Rs.  10,00,000/-  2005-2008 

10. DST project – Nano Mission  Rs.  50,00,000/- 2009-2012 

 11. DST project on S-oxidation  Rs.  35,00,000/- 2009-2012 

12. CSIR project on PPARg  Rs.  19,60,000/- 2012-2015 

13. DBT project of MBI   Rs.  40,00,000/- 2012-2015 

14. DST project on divalent N(I) compds Rs.  45,00,000/- 2013-2016 

15. CSIR-OSDD chemoinformatics  Rs.  5,00,000/- 2013-2014 

16. DST nanomission- Dendrimers  Rs.    65,00,000/- 2015-2018 

17. DST-DAAD Indo-German Project  Rs.   8,00,000/- 2018-2019 

 18. DBT-BMBF Indo-German Project               Rs.    52,00,000/-                              2019-2020 

19. CSIR-Azines project   Rs.    20,00,000/- 2019-2022 

20. DBT – Bioinformatics Centre  Rs. 1,50,00,000/- 2021-2025 

21. DST- Pincer Complex                                  Rs.   50,00,000/-                               2022-2025 

22. Indo-Swiss project                                              Personnel Exchange                         2023 
 

as a co-Principal Investigator 

 

1. CSIR Project   Rs.    6,50,000/- 2002-2005 
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12. Industrial Projects 
  

 1. Project with Eli Lilly, USA  US $ 44,000/- 2008-2010 

 

13. Organisational experience: 
       -- Coordinated online symposium cum workshop on Ayurinformatics- Nov 2024 

       -- Coordinated symposium on Ayurinformatics-March 2024 

              -- Coordinated national symposium on RABMC –Nov 2022 
 -- Coordinated a symposium on theoretical chemistry and biology-Aug 2022 

       -- Coordinated INDO-US conference in M2ID2 – Nov. 2015 

-- Coordinated Int. Symp. Recent Adv. Medicinal Chemistry – Sept. 2015  

-- Coordinated an Indo-German conference in Molecular Modeling – Feb. 2013.  

-- Coordinated 4 workshops on Pharmacoinformatics (2002, 2004, 2004, 2005) 

 -- Coordinated an SERC summer School in Modeling and Informatics in Drug Design, June-July 2008 

 -- Coordinated the 3
rd

 mid-year symposium of CRSI, July 2008.  

 -- Coordinated 5 international symposia on DMPK, Feb. 2009, 2010, 2011, 2012, 2013 

 -- Active member of the organizing committees of several conferences and workshops at NIPER  

 -- Established a National Centre for Pharmacoinformatics (DST) (2.5 crores) 

 -- Established a PharmaGrid at NIPER (2008-2012) (14 crores) 

 -- Member of Board of Research Studies, Chemistry, - GuruNanakDevUniversity. 2001-2002 

 -- Member of several faculty selection committees, NIPER, IITR, GNDU, PU, etc.  

 -- Chairman of several selection committees at NIPER.  

 -- Established Bioinformatics Infrastructure facility (DBT) at NIPER, Mohali.  

 -- Established computational chemistry research lab at G.N.D.Univ., Amritsar. 

 -- Member of org. committees of several workshops and conf.  (National, International) at GNDU (1994-2001).   

 

14. Collaborators 

 
 Developed strong collaboration with some colleagues.  Such groups are headed by  

 (a) Prof. S.V. Kessar, Panjab University, Chandigarh.  

 (b) Prof. A.K. Chakraborti, NIPER, Mohali  

 (c) Prof. P. Rama Rao, NIPER, Mohali 

 (d) Prof. M.P. Mahajan, G.N.D.Univ., Amritsar 

 (e) Prof. Damanjit Kaur, G.N.D. Univ., Amritsar 

 (f) Prof. S.S. Chimni, G.N.D. Univ. Amritsar 

 (g) Dr. S.K. Guchhait, NIPER, Mohali 

 (h) Prof. Vibha Tandon, Delhi University, Delhi 

 (i) Prof. A.K. Verma, Delhi University, Delhi 

 (j) Dr. S.K. Mandal, IISER, Mohali 

 (k) Dr. Parthasarathi Das, IIIM, Jammu 

 (l) Dr. S. Bharate, IIIM, Jammu 

 (m) Prof. A.K. Madan, MDU, Rohtak 

 (n) Prof. RajKumar, Central University of Punjab, Bhatinda 

 (o) Prof. A.T. Khan, IIT, Guwahati 

          (p) Prof. A.K. Sahoo, Univ. of Hyderbad 

          (q) Prof. Uwe Beifuss, Hohenheim Univ., Stuttgart, Germany 

  (r) Prof. H. Gholke, Heinrich-Heine Univ., Dusseldorf, Germany 

          (s) Prof. Arvind K. Bansal, NIPER, Mohali 

          (t) Prof. D.W. Rawat, Delhi Univ., Delhi 

          (u) Dr. Ramadas Maganti, SDACH, Chandigarh 

          (v) Prof. Dulal Panda, IIT Bombay  

          (w) Prof. SD Sawant, IIIM Jammu 

          (x) Prof. Srivastava Naidu, IIT Ropar 

          (y) Prof. Joydev Laha, NIPER Mohali 

 

15. References  
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1.  Prof. E.D. Jemmis   2. Prof. N. Sathyamurthy 

Inorg. Phys. Chem., IISc., former Director, IISER, TVM      former Director, IISER 

Bangalore – 560 012                   Mohali 

 e-mail : jemmis@ipc.iisc.ernet.in         e-mail: nsath@iitk.ac.in 

 

2.  Prof. K. Lammertsma   4. Prof. G. Frenking  

        Vrije Universiteit        Philips Universitat  

       De Boelelaan 1083         Marburg  

       1081, HV Amsterdam, The Netherlands       Germany 

       e-mail:  lammert@chem.vu.nl       e-mail: frenking@chemie.uni-marburg.de 

 

16. Personal details:  

 
      Full name:     Bharatam Venkata Rama Surya Subrahmanya Visweswara Prasad 

     (As in official records, surname underlined) 

 Date of Birth:   12 October 1962  

 Place of Birth:   Rajahmundry, Andhra Pradesh 

 Nationality    Indian 

 Permanent address  C/o Sri Bharatam Srimannarayana, Telugu and Sanskrit Poet, Principal (Sanskrit College), Retired 

      A.P.H.B. Colony, Tadepalligudem – 534 101, Andhra Pradesh, India 

 Academic qualifications: 

S. No.  Degree Subject Class 

Marks % 

Year University 

4. MS* Computer Science               87% 1993 Univ. Alabama at Birmingham (USA) 

3. Ph.D. Applied Theoretical 

Chemistry 

 1990 Univ. of Hyderabad, India 

2. M.Sc. Organic Chemistry I class    67% 1984 Visva-Bharati, Santiniketan, India 

UGC Net cleared in 1984 

1. B.Sc. Chemistry, Maths, Physics I class    70% 1982 Andhra University, Waltair, India 

 * Non-degree 

 Title of the Ph.D. Thesis:  Electronic Structure and Reactivity of  

 (August 1990)    Carbyne Bridged Bimetallic Complexes 

  (Supervisor: Prof. E.D. Jemmis, University of Hyderabad) 

 Significant Foreign Assignments:  

S. No. Period of visit Institute/ Country visited Purpose of visit 

 

5. 

4. 

From 

2017 

2016 

To 

2019              

2018 

 

University of Düsseldorf, Germany           

University of Hohenheim, Germany 

   

Visiting fellow 

Visiting fellow 

3. Oct. 2002  Jan. 2003 Phillips Universitat, Marburg, Germany AvH Fellow 

2. Apr.1999  Aug. 1999 Univ. Alabama at Birmingham, USA Visiting Fellow 

1. Jan. 1991  Dec. 1993 Univ. Alabama at Birmingham, USA Post Doctoral Fellow 

  

mailto:Jemmis@ipc.iisc.ernet.in
mailto:nsath@iitk.ac.in
mailto:lammert@chem.vu.nl
mailto:frenking@chemie.uni-marburg.de
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17. Scientific contributions of Prof. Prasad V. Bharatam (three-page summary)  
  

 Prof. Bharatam is a medicinal chemist with strong focus on theoretical and synthetic organic chemistry. His 

work involves rational methods of designing compounds and establishing the experimental proof for the 

concepts generated using theoretical methods.  Members of his research group   

(i) synthesize the computationally designed species to provide proof of the concept;  

(ii) use quantum chemistry to design molecules with novel chemical bonding;   

(iii) use the CADD methods (QSAR, Molecular Docking, Mol. Dynamics, etc.) to design new entities;  

(iv) focus on the therapeutic areas -- diabetes, malarial, Leishmania and cancer.   

 

This group identified a novel class of 

nitrogen species with divalent N(I) state and 

labelled them as nitreones. Nitreones are 

::N(←L)2
+
 species (Chem. Rev. 2018, 118, 

8770; Chem. Eur. J. 2018, 24, 6418) in which 

the central nitrogen (i) is found in the oxidation 

state one, (ii) carries two lone pairs of electrons, (iii) accept electron density from electron donating ligands 

and (iv) low nucloephilicity of nitreones makes them useful drugs. This novel environment has been identified 

in the blockbuster drug Metformin. Several new compounds were designed, synthesized (Scheme 1), and 

experimentally proven to possess this novel divalent N
I
 character. Many biguanide containing drugs such as 

Cycloguanil, Proguanil, Famotidine, Chlorhexidine, etc.) have been shown to carry nitreone type electronic 

features and thus play important role in biological interactions. The electronic, structural analyses and 

molecular electronic surface potential analysis of biguanides showed that the preferred structure is a tautomer 

of a generally considered structure. Hence, this study provided an opportunity for exploring the biomolecular 

target for metformin with renewed vision (J. Med. Chem. 2005, 48, 7615). 

  

 
In the past five years, his research group extensively explored tautomerism, in drugs and its importance in 

chemical and biological environments. His research group has shown Azine ⇋ hydrazone tautomersim in the 

antihypertensive drug Guanabenz and proved its preference to existence in azine form using theoretical and 

experimental methods such as variable temperature NMR and XRD (RSC Adv., 2015, 5, 55938, J. Org. 

Chem., 2016, 81, 7574). The effect of tautomerism on the chemical reactivity has been explored which 

suggested that the azine tautomer prefers to undergo intermolecular instead of intramolecular cyclization Org. 

Biomol. Chem., 2019, 17, 4129-4138. Recently, the polymorphic form of Guanabenz has been identified 

which may play crucial role in modulating the pharmacokinetic properties of this anti-hypertensive drug 

(Cryst. Growth Des., 2019, 19, 3183). Currently, his research group is exploring the applications of 1,1-

Diaminoazines in catalysis: organocatalysis and organometallic catalysis. This moiety acts as abifunctional 

organocatalyst and facilitates different types of Michael Addition reactions (Chem.Comm. 2021, 57, 11717; 

New J. Chem., 2023, 47, 1998; Tetrahedron Lett., 2023, 122, 154505; ChemistrySelect., 2024, 9, 

e202405002). These azines also form a bench-stable, robust tridentatecomplex with different transition metals 

like Pd, Mn, Fe etc. The pincer complexes generated fromazines have been successfully employed in the 

synthesis of different heterocycles like 

benzimdudazoles, quinolines etc (Org. Biomol. Chem., 2025, 23, 343). 
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Prof. Bharatam‘s research group has also generated remarkable results in the field of medicinal chemistry 

of anti-malarial, anti-diabetic and antibacterial agents with the aid of in silico methods. Modulating the 

pharmacophoric features using 

the CoMFA has led to the 

design of several new chemical 

entities with improved 

therapeutic potential. To achieve 

this goal, the concept of 

‗additivity of molecular fields‘ 

was introduced (J Med 

Chem.2005, 48, 3015). Prof. 

Bharatam is also involved in 

carrying out synthesis of 

theoretically designed 

compounds to provide proof of 

concept. Synthesis and radio 

ligand binding analysis studies 

provided the proof of concept as 

30% of the compounds showed 

activity, about 10% of them showing better biological activity than the existing drug.  (Bioorg. Med. Chem. 

2007, 15, 1547, Bioorg. Med. Chem. Lett. 2008, 15, 4959). A few of guanythiourea derivatives have shown to 

possess potential antimalarial activity (in vitro) and one of the compounds has been tested to cure malaria in 

mouse (in vivo) (Eur. J. Med. Chem., 2017, 135, 339). Prof. Bharatam is also involved in rational design and 

synthesis of antibacterial compound for FtsZ protein inhibition. One compound of the series found active 

against FtsZ protein (Eur. J. Med. Chem., 2024, 116196). 

Prof. Bharatam‘s group recently identified that the peri-H in fused bicyclic aromatic ring systems, particularly 

in imidazo[1,2-a]pyridine heterocycles, exhibits unusual deshielding due to intramolecular hydrogen bonding, 

particularly when a proximal carbonyl-containing directing group is present (Tetrahedron 2020, 76, 131060-

131068). This finding triggered their exploration into activating the C-5 proton of imidazo[1,2-a]pyridine 

using a proximal directing group approach. 

 

In their initial attempt with 2-phenyl-imidazo[1,2-a]pyridine-3-carbaldehyde, they observed activation at the 

C-2' position instead of the intended C-5 position. This shift was attributed to the strong coordinating nature of 

the N-1 center in the imidazo[1,2-a]pyridine ring, which was favored over the C-5 activation. 

(Tetrahedron 2022, 122, 132956). 

 

Realizing the need to block or modify the C-2' position to prevent this side reaction, they replaced the phenyl 

group with a methyl group and then H. This modification enabled the desired activation regioselectively at the 

C-5 position of imidazo[1,2-a]pyridine, marking the first successful C(5)-H activation and functionalization of 

this heterocyclic system (Org. Biomol. Chem. 2024, 22(35), 7121–7127, Patent application no: 

202311004031).  

 

 

Electrostatic and steric contour map of the 

molecular fields of dual PPAR activating agents 
MESP of protonated and 

deprotonated biguanide 
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Apart from the above topics he also contributed in the 

toxicity study of drugs and pharmacophoric moieties using 

quantum chemical methods. These studies help in 

understanding of CYP450-catalyzed toxic reactions and 

identification of structural alerts for toxic metabolites 

(Inorg. Chem., 2013, 52, 13496; Chem. Res. Tox. 2015, 28, 

2364). The importance of cyctochrome in the cyclization of 

proguanil (inactive-drug) to cycloguanil (active metabolite) 

was also identified by his group (J. Comput. Chem., 2014, 

35, 2047). The molecular dynamics approach has been used 

to understand the complexation of drugs with dendrimeric 

nanoparticles (Soft Matt., 2013, 9, 6482; Nanoscale, 2014, 

6, 2476).  

Research work of Prof. Bharatam in collaborative projects 

in theoretical organic chemistry and organometallic 

chemistry also yielded significant results (Chem. Commun. 

2003, 1420; Inorg. Chem. 2006, 45, 1535; J. Am. Chem. Soc. 

2007, 129, 4506; Angew. Chem. Int. Ed, 2008, 47, 4703, 

Chem. Commun., 2009, 1067; Scientific Reports 

(Nature),2016, 6, 20600). The bicyclic N-fused 

aminoimidazoles were identified as topoisomerase II 

inihibitors (using of molecular modeling studies) and proven 

Metabolism of drugs by CyP450 
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to be potent using in vitro methods (J. Med. Chem., 2011, 54, 5013).  

 

18. Fifty best publications at a glance 

 Authors  Journal Year Vol. Pages 

50. A Gupta, … P.V. Bharatam  Chem. Commun. 2025 61 105-108 

49. S. Faraz… P.V. Bharatam, A. Khan  J. Org.  Chem.  2024       89          17362−17373 

48.  K. Jahan …P. V. Bharatam, D. Panda Eur. J. Med. Chem.  2024  116196 

47. P.V Bharatam  ….   Drug Discovery Today  2023 28 4-8   

46. M. Bhattu, ….. P.V. Bharatam, ….          Envir. Res.    2022 216 114494. 

45. A.A. Wani….. P.V. Bharatam  Chem. Commun.,   2021  57 11717-11720 

44. A Wani, ………P.V. Bharatam,  J. Org.  Chem.    2021  86 7659-7671 

43. J. Kour, P.V. Bharatam, S.D. Sawant  J. Org.  Chem.    2020  85 4951-4962 

42. A.J. Ansari …. P.V. Bharatam   Chem. Comm. 2019 55    14825-14829 

41. D. Kathuria .... P.V. Bharatam   Cryst. Grow. Des. 2019 19  3183-3191 

40. N. Patel, R. Sood, P.V. Bharatam  Chem. Rev. 2018 118  8770-8785 

39.  N. Patel, … P.V. Bharatam  Chem. Eur. J. 2018 24  6418-6425  

38.  J.K. Laha, …..P.V. Bharatam  J. Org. Chem. 2017 82  7346-7352 

37.  … PV Bharatam, A.K. Chakraborti J. Org. Chem. 2017 82   10077-10091 

36. S. Chourasiya …. P.V. Bharatam  J. Org. Chem. 2016 81  7574-7583 

35. P.V. Bharatam, …M. Arfeen  Chem. Eur J. 2016 22      1088-1096 

34. ..P.V Bharatam… S. Bharate  Chem. Commun. 2016   1009-1012 

33. A. Kusunuru, … Bharatam, Mukherjee Org. Letts. 2015 17 3742-3745 

32.  K.A. Kumar…P.V. Bharatam J. Org. Chem. 2015 80 1746-1753 

31.  ... P.V. Bharatam ... S. Bharate  Chem. Commun. 2014   12076-12079 

30.  S. Bhatia …… P.V. Bharatam  J. Org. Chem.  2014 79 4852–4862 

29.  … P.V. Bharatam. .. K.R.P. Kartha J. Org. Chem. 2014 79 3427-3439 

28. N. Taxak …… P.V. Bharatam  Inorg. Chem. 2013 52 13496-13508 

27.  S.K. Guchhait .. P.V. Bharatam  J. Org. Chem. 2012 77 8321–8328 

26.  N. Anand ……. P.V. Bharatam…. J. Org. Chem. 2011  76 5999-6006 

25.  A. Baviskar, … P.V. Bharatam… J. Med. Chem. 2011 54 5013-5030 

24.  D.S. Patel …… P.V. Bharatam  J. Org. Chem. 2011 76 2558-2567  

23. L.S. Moon,  ….PV. Bharatam J. Org. Chem. 2010 75 5487-5498 

22.  N. Patel ………P.V. Bharatam  J. Phys. Chem. B. 2010 114 11603-11611 

21. L.S. Moon, . ... P.V. Bharatam Chem. Commun. 2009  1067-1069  

20. D.S. Patel, .   …P.V. Bharatam Chem. Commun. 2009  1064-1066  

19. S. Sundriyal,  ...P.V. Bharatam  Bioog. Med. Chem. Letts.  2008 15 4959-4962 

18.  S.V. Kessar,…. P.V. Bharatam, ...    Angew. Chem. Int. Ed. Engl.  2008 47 4703-4706 

17. S.V. Kessar, ......P.V. Bharatam J. Am. Chem. Soc.  2007 129 4506-4507 

16. R. Kumar ........ P.V. Bharatam....
 

Bioorg. Med. Chem.  2007 15 1547-1555 

15. T.S. Lobana, P. V. Bharatam Inorg. Chem. 2006 45 1535-1542 

14. P. V. Bharatam, D.S. Patel, P. Iqbal. J. Med. Chem. 2005 48 7615-7622. 

13. S. Khanna, …. P. V. Bharatam J. Med. Chem.  2005 48 3015-3025 

12. P. V. Bharatam, P. Iqbal, R. Tiwari J. Phys. Chem. A 2004 108 10509-10517 

11. P. V. Bharatam, S. Khanna J. Phys. Chem. A 2004 108 3784-3788 

10. P. V. Bharatam, …  D. Kaur. Inorg. Chem.  2003 42 4743-4749 

9. Nancy,  P. V. Bharatam  ... S. Trehan.  Chem. Commun. 2003  1420-1421 

8. P. V. Bharatam, …. D. Kaur Organometallics 2002 21 3683-3690 

7. P. V. Bharatam, ….. M.P. Mahajan. Org. Letters 2000 2 2725-2728 

6. K. Lammertsma and P. V. Bharatam J. Org. Chem.  2000 65 4622-4670 

5. B.V. Prasad . ... P.S. Bassi Chem. Phys. Lett. 1997 276 31-38 

4. K. Lammertsma BharatamV. Prasad    J. Am. Chem. Soc.  1994 116 642-650 

3. K. Lammertsma, BharatamV. Prasad  J. Am. Chem. Soc. 1993 115 2348-2351 

2. E.D. Jemmis,  Bharatam V. Prasad ...  Angew. Chem., Int. Ed. Engl. 1993 32 865-867 

1. E.D. Jemmis, Bharatam V. Prasad J. Am. Chem. Soc. 1987 109 2560-2563 

  



11 

 

19. List of publications with complete bibliographic details 
 

Original Scientific articles published (foreign journals)     303 

Original Scientific articles published (Indian journals)       19 

Reviews (peer reviewed)         21 
Book Chapters                                                                                                    10 

Patents          03 
 Science Education articles        18 

  Total     374 

 

 Citations  (Google Scholar)         ~8432 

 h-index (Google Scholar)     48 
 

Patents  

 

1. 1,1-Diaminoazine Based Pd(II) NNN Non-Palindromic Pincer Complex: Generation And 

Catalysis.   A.A. Wani and P.V. Bharatam Patent application No. : 202311020160 

2. N-methoxyamide directed, site selective synthesis of C5-functionalised 

imidazo[1,2a]pyridine-3-carboxamides. P.V. Bharatam and K. Jahan, patent application 

number : 202311004031 

3. A sustainable organocatalytic method for P-C bond formation between charlcones and 

biphenylphospheneoxides. P.V. Bharatam, A.A. Wani, K. Mehta. Patent application 

number : 202311003335.  

  
 

Published (Peer reviewed foreign Journals) (302) 
ORCID: 0000-0002-7064-8561;  

Scopus Author ID: 7003812504;  

ResearcherID: K-8487-2013 

  

Reseach Papers: Accepted / Printed 

 

303. A Reactivity Study of 4-Hydroxy-2H-chromene-2-thione and 4-Hydroxy-2H-thiochromene-2-

thione with tert-Butyl Nitrite and Aromatic Amines: An Environmentally Benign Synthesis of 

New Hydrazone Derivatives 

         A Xalxo, UJ Goswami, C Das, K Mehta, PV Bharatam 

         Synthesis, 2024 [IF:2.969] 

 

302.  Synthesis of Pyranocoumarin through MCRs: Modulation of this Approach as a Function of 

Substituent Effect Forms the Furocoumarin and 4-Hydroxy-3-styryl Coumarin as a Function of 

Solvent Effect 

          S Faraz, K Mehta, PV Bharatam, AT Khan 

          J.  Org. Chem., 2024 [IF: 3.3] 

 

301.  Synthesis of Oxazolines using Aldol/Cyclization Cascade Reactions Employing 1, 1‐

Diaminobenzalazine as Organocatalyst 

         K Mehta, AA Wani, SC Sahoo, PV Bharatam 

http://www.scopus.com/inward/authorDetails.url?authorID=7003812504&partnerID=MN8TOARS
http://www.researcherid.com/rid/K-8487-2013


12 

 

          Chem.Sel. 2024 

 

300.  Stable, aromatic, and electrophilic azepinium ions: Design using quantum chemical methods 

         N Patra, A Gupta, PV Bharatam 

          J. Comput. Chem. 2024 [IF: 3.4] 

 

299.  Stabilizing 4π electron pyrrolyl cations by inducing aromaticity 

         A Gupta, MO Dar, T Singh, G Dubey, SC Sahoo… PV Bharatam 

         Chemical Communications, 2024 

 

298.  1, 1-Diaminoazine based Pd (II) NNN Pincer Complex: Generation, Characterization, and 

Application in Catalyzing the Acceptorless Dehydrogenative Coupling 

          A Wani, SM Bhujbal, D Sherpa, D Kathuria… PV Bharatam 

          Org. Biomol. Chem, 2024 [IF: 2.90] 

 

297.  Molecular mechanisms underlying single nucleotide polymorphism-induced reactivity decrease in  

    CYP2D6 

  D Becker, PV Bharatam, H Gohlke 

 J. Chemical Info. Mod.  64 (15), 6026-6040. [IF: 5.6] 

 

296.  A comparative electronic structure analysis of reactive metabolites of oxicams 

   J Burman, K Manchanda, KA Bhakhar, AN Boharupi, H Gohlke, ... 

   Computat. Theor. Chem.  1237, 114648. [IF: 3.0] 

 

295.  Monovalent cation binding to model systems and the macrocyclic depsipeptide, emodepside  

  G Subramanian, K Manchanda, Y Mo, RY Sathe, PV Bharatam 

  J. Comput. Chem.  [IF: 3.4] 

 

294.  L→ S Coordination Complexes Containing Benzothiazol‐2‐ylidene Ligand: Quantum Chemical  

   Analysis and Synthesis 

  J Mukhopadhyay, S Bhagat, SC Sahoo, PV Bharatam 

    ChemPlusChem, e202400150. [IF: 3.0] 

 

293.  Pyrrole‐Thiazolidin‐4‐one Analogues Exhibit Promising Anti‐Tuberculosis Activity 

   S Ahmed, A Mital, A Akhir, D Saxena, K Jahan, G Dubey, PV Bharatam, ... 

   Asian J. Organic Chemistry, e202400054. [IF: 2.8] 

 

292.  (Imidazol-2-ylidene)→ S Coordination Interaction and its Modulation Upon S-Oxidation 

  J Mukhopadhyay, PV Bharatam, SC Sahoo 

  Dalton Transaction. [IF: 3.5] 

 

291.  Directed regioselective arylation of imidazo [1, 2-a] pyridine-3-carboxamides using Rh (iii)  

    catalysis. 

  K Jahan, M Sood, O Jain, SC Sahoo, PV Bharatam 

  Org. Biomol. Chem.  22 (35), 7121-712. [IF: 2.90] 

 

https://scholar.google.co.in/citations?view_op=view_citation&hl=en&user=mP2gfdMAAAAJ&sortby=pubdate&citation_for_view=mP2gfdMAAAAJ:eAlLMO4JVmQC
https://scholar.google.co.in/citations?view_op=view_citation&hl=en&user=mP2gfdMAAAAJ&sortby=pubdate&citation_for_view=mP2gfdMAAAAJ:Wq2b2clWBLsC
https://scholar.google.co.in/citations?view_op=view_citation&hl=en&user=mP2gfdMAAAAJ&sortby=pubdate&citation_for_view=mP2gfdMAAAAJ:eGYfIraVYiQC
https://scholar.google.co.in/citations?view_op=view_citation&hl=en&user=mP2gfdMAAAAJ&sortby=pubdate&citation_for_view=mP2gfdMAAAAJ:D_tqNUsBuKoC


13 

 

290.  Molecular Property Diagnostic Suite for COVID-19 (MPDSCOVID-19): an open-source disease- 

        specific drug discovery portal.  

  L. Priyadarsinee, E. Jamir, S. Nagamani, H. J. Mahanta, N. Kumar, L. John, H. Sarma, A. 

Kumar, A. S. Gaur, R. Sahoo, S. Vaikundamani, N. A. Murugan, U. D. Priyakumar, G. P. S. 

Raghava, P. V. Bharatam, R. Parthasarathi, V. Subramanian, G. M. Sastry, G. N. Sastry  

  Gigabyte, 2024, 1-17 . [IF: 5.141] 

 

289.  Effect of Differential Surface Anisotropy on Dissolution Behavior of Fenofibrate Crystal Habits:   

  Comparative Study using USP Type 2 and Type 4 Dissolution Apparatuses. 

  S. M. Shah, S. Chakraborty, G. Dubey, S. Yewale, R. Y. Sathe, L. Ramaswamy, S. Haddouchi, V. 

Thiruvenkatam, P. V. Bharatam, A. K. Bansal.  

  J. Pharm. Sci., 2024. [IF: 3.5] 

 

288.  Identification of ethyl-6-bromo-2 ((phenylthio) methyl) imidazo [1, 2-a] pyridine-3-carboxylate as  

  a narrow spectrum inhibitor of Streptococcus pneumoniae and its FtsZ.  

  K. Jahan, R. R. Battaje, V. Pratap, G. Ahire, A. Pushpakaran, A. Ashtam, P. V Bharatam, D. 

Panda 

  Eur. J. Med. Chem. 2024, 116196. [IF: 6.0] 

 

287.  Michael addition reaction of malonates with nitro-olefins catalyzed by 1, 1-diaminoazine, a  

   bifunctional hydrogen bonding organocatalyst 

   AA Wani, K Mehta, R Reddy, PV Bharatam 

   New J. Chem.  2023, 47, 19983-19986. [IF: 2.] 

 

286.  A multifaceted approach for grading of polymers for the development of stable amorphous solid  

   dispersion of Riluzole.  

   B. Kanchan, G. Dubey, M. Kumar, A. Jha, M. Upadhyay, P. S. Mali, A. Kumar, P. V. Bharatam, 

B.    Mishra.  

   J. Drug. Deliv. Sci. Tech., 2023, 90, 105158. [IF: 4.5] 

 

285. Synthesis of 3-sulfenylindole derivatives from 4-hydroxy-2H-chromene-2-thione and indole     

using oxidative cross-dehydrogenative coupling reaction and anti-proliferative activity study of 

some of their   sulfone derivatives. 

A. Xalxo, U. J. Goswami, S Sarkar, T Kandasamy, K Mehta, S. S. Ghosh, P. V. Bharatam, A. T. 

Khan 

          Bioorg. Chem, 2023, 141, 106900. [IF: 4.5] 

 

284.   Bronsted Acid-Catalyzed Regioselective Carboxamidation of 2-Indolylmethanols with Isonitriles. 

T. Chaudhari, S. Bisht, S. Chorol, S. Bhujbal, P. V. Bharatam, V. Tandon 

J. Org. Chem. 2023, 88, 10412-10425. [IF: 3.3] 

 

283.   Effect of Deep Eutectic System (DES) on Oral Bioavailability of Celecoxib: In Silico, In Vitro, 

          and In Vitro study 

          S. Chakraborty, R. Y. Sathe, J. H. Chormale, A. Dangi, P. V. Bharatam, A. K. Bansal 

          Pharmaceutics 2023, 15, 2351. [IF: 4.9] 

 

https://pubs.acs.org/doi/abs/10.1021/acs.joc.2c02816


14 

 

282.  Quantum chemical exploration of the mechanism of Robinson–Gabriel reaction 

   B. U. Hirlekar, A. A. Wani, V. A. Dixit, P. V. Bharatam 

   Comput. Theor. Chem., 2023, 1228, 114296. [IF: 3.0] 

 

281.  Phospha-Michael addition of biphynylphosphineoxide to chalcone and ,-unsaturated esters 

using organocatalyst 1,1-diaminobenzalazine. 

          K. Mehta, A.A. Wani, P.V. Bharatam 

         Tet. Lett. 2023, accepted. {pvb281-2023-tl-xxxx.pdf}[IF: 1.5] 

 

280. Identification of inhibitors CYP3A4 as potential anti-cancer agents using Pharmacoinformatics 

Approach 

        Wanjari, Pravin J.; Sathe, Rohit Y.; Rath, Asutosh; Bharatam, Prasad 

        J. Mol. Mod. 2023, Accepted. {pvb280-2023-jmm-xxxx.pdf}[IF: 4.8] 

 

279.  A Selective Turn-On Fluorescent Chemosensor 1,1-diaminoazine For the Detection ofAzinphos-

methyl: A Toxic Pesticide 

         M. Bhattu, A. A Wani, M. Verma, P.V. Bharatam, D. Kathuria, J. Simal-Gandara 

         J. Photochem. Photobio., A, 2023, 437, 114476. {pvb279-2023-jppc-114476.pdf} [IF: 5.141] 

 

278.  Iodocycloisomerization/Nucleophile Addition Cascade Transformations of 1, 2 Alkynediones 

D. Bag, H. Kour, N. Saha, Kamal, H. Holla, P. V. Bharatam, S. D. Sawant  

         J. Org. Chem. 2023, 88, 4, 2377–2384. {pvb278-2023-joc-2377.pdf} [IF: 4.198] 

 

277.   Copper (I)-Catalysed Tandem C-C and C-N Bond Cleavage of N-Fused Imidazoles towards the 

Synthesis of N-pyridinylamides 

          F. A. Sofi, M. H. Masoodi, M.O. Dar, P. V. Bharatam 

          Chem. Select 2023, 8, e202204845. {pvb277-2023-cs-4845.pdf} [IF: 2.109] 

 
276.   Mechanistic insights into Granule-bound Starch Synthase I (GBSSI.L539P) allele in high   

amylose starch biosynthesis in wheat (Triticum aestivum L.) 
              V Sharma, K Jahan, P Kumar, A Puri, VK Sharma, A Mishra, PV Bharatam, 
              Funct. Integr. Genom. 2023,. 23, 1-11. {pvb276-2023-fig-1.pdf} [IF: 3.674] 
 

275. Tuning of (E)-(4-fluorophenyl)-1,1-diamino-2,3-diazabuta-1,3-diene nanostructures for the 

selective detection of imidacloprid 

            M. Bhattu, M. Verma, A. A Wani, P.V. Bharatam, S. Sareen, D. Kathuria 

            Envir. Res. 2023, 216, 114494. {pvb275-2023-er-114494.pdf} [IF: 8.431] 

 

274.     The importance of four-membered NHCs in stabilizing Breslow intermediates on benzoin 

condensation pathway. 

            G. Dubey, T. Singh, P.V. Bharatam 

 J. Comput. Chem. 2023, 44, 346-354. {pvb274-2022-jcc-346.pdf} [IF: 3.376] 

 

273.    Microwave-Induced Synthesis of Pyridine Based Schiff Bases and Their Applications as Efficient 

Antimicrobial Textile Dyeing Agents: Experimental and Theoretical Approach 

            S. Sharma, G. Dubey, B. S. Sran, M. Sharma, V. Kaur, S.  Kaur, P. V. Bharatam, G. Hundal 

            Chem. Select 2022, 7, e202203109. {pvb273-2022-cs-3109.pdf} [IF: 2.307] 

https://www.sciencedirect.com/science/article/pii/S2210271X23002785


15 

 

 

272.    Electronic Structure Analysis and Synthesis of Nitroso N‐Heterocyclic Imines 

           M. O.  Dar, R.Y Kapse, Gurudutt Dubey, Tejender Singh, Vijay Thiruvenkatam, P. V. Bharatam 

            Chem. Select 2022, 7, e202203613. {pvb272-2022-cs-3613.pdf} [IF: 2.307] 

 

271.    High dose nanocrystalline solid dispersion powder of voriconazole for inhalation 

 A. Kaur, G. Dubey, N. Sharma, R. Pant, P.V. Bharatam, K. Tikoo, A.K. Bansal 

 Inter. J. Pharm., 2022, 622 .121827 {pvb271-2022-ijp-121827.pdf} [IF: 5.875] 

 

270.     Molecular docking and molecular dynamics to identify collagenase inhibitors as lead 

compounds to address osteoarthritis. 

            H. S. Roy, G. Dubey, V. K. Sharma, P.V. Bharatam, Deepa Ghosh 

            J. Biomol. Struct. Dyn. 2022, 40, 2339-2351 {pvb270-2022-jbsd-2339.pdf} [IF: 4.15] 

     

269.     Ruthenium (II) catalysed regioselective C-2ʹ-alkenylation of 2-phenylimidazo[1,2-

a]pyridine-3-carbaldehydes. 

            K. Jahan, S.A. Salim, P.V. Bharatam 

            Tetrahedron 2022, 122, 132956 {pvb269-2022-tet-132956.pdf} [IF: 2.388] 

 

268. NIS mediated dehydrogenative-cyclocondensation in aqueous medium towards the synthesis of 

2-arylimidazo[1,2-a]pyridines and their 3-formylated derivatives 

 K. Jahan, F. A. Sofi, S. A. Salim, P. V. Bharatam 

 Tetrahedron 2022, 112, 132715 {pvb268-2021-tet-132715.pdf} [IF: 2.388] 

 

267. Understanding Poor Milling Behavior of Voriconazole from Crystal Structure and Intermolecular 

Interactions 

 A. Kaur, J. P. Yadav, R. Y. Sathe, V. Puri, P. V. Bharatam, A. K. Bansal 

 Mol. Pharmaceutics 2022, 19, 985-987. {pvb267-2021-mp-985.pdf} [IF: 4.939] 

 

266. N-heterocyclic carbene ligated oximes: Exploring the electronic structure and properties.  

 M. O. Dar, G. Dubey, T. Singh, P.V. Bharatam  

 Int. J. Quantum Chem. 2022, 122, e26907 {pvb266-2021-ijqc-26907.pdf} [IF: 2.44] 

 

265.  Remdesivir: Mechanism for the conversion of prodrug to drug 

 S. Kapoor, G. Dubey, P.V. Bharatam 

 Curr. Drug Metab., 2021, 23, 73-81. {pvb265-2021-cdm-73.pdf} [IF: 3.16] 

 

264. Thiazetidin-2-ylidenes as four membered N-heterocyclic carbenes: theoretical studies and the 

generation of complexes with N+ center 

G. Dubey, N. Mahawar, T. Singh, N. Saha, S.C. Sahoo, P.V. Bharatam 

Phys. Chem. Chem. Phys. 2021, 24, 629-633 {pvb264-2021-pccp-629.pdf} [IF:3.60] 

 

263.  1,1-diaminiazines as organocatalysts for the phospha-Michael addition reaction.  

 A.A. Wani, S.S. Chourasiya, D. Kathuria, P.V. Bharatam 

 Chem. Commun., 2021, 57, 11717-11720. {pvb263-2021-cc-11717.pdf} [IF: 6.065] 

 

https://scholar.google.com/citations?view_op=view_citation&hl=en&user=mP2gfdMAAAAJ&sortby=pubdate&citation_for_view=mP2gfdMAAAAJ:-nhnvRiOwuoC


16 

 

262.     Analytical developments of p-hydroxy prenylamine reference material for dope control research: 

Characterization and purity assessments. 

 A. Joseph, G. J. Kumar, S. D. Pawar, B. U. Hirlekar, P. V. Bharatam, S. Konda, M. K. R. 

Mudiam, U.S.N. Murty, P.L. Sahu, S. Dubey, P Radhakrishnanand, D. R. Adye, R. M. Borkar, 

C.  Thirupathi, P. Kumar 

Drug Test. Anal., 2021, 14, 224-232. {pvb262-2021-DTA-224.pdf} [IF: 3.345] 

 

261.  Mesoionic and N‐Heterocyclic Carbenes Coordinated N
+
 Center: Experimental and 

Computational Analysis  

G. Dubey, S. Awari, T. Singh, S.C. Sahoo, P.V. Bharatam 

 ChemPlusChem 2021, 86, 1416-1420. {pvb261-2021-cpc-1416.pdf} [IF: 2.753] 

 

260.  F/G-region rigidity is inversely correlated to substrate promiscuity of human CYP isoforms 

involved in metabolism 

D. Beker, P.V. Bharatam, H. Gohlke, 

J. Chem. Inf. Mod. 2021, 61, 4023-4030. {pvb260-2021-jcim-4023.pdf} [IF: 4.549] 

 

259.  Compound with Possible N->N Coordination Bond: Synthesis, Crystal Structure and  

Electronic Structure Analysis 

T. Singh, P.V. Bharatam 

 Tet. Lett., 2021, 77, 153246. {pvb259-2021-tl-153246.pdf} [IF: 2.275] 

 

258. Synthesis of 1,4-dihydropyrazolo[4,3-b]indoles via intramolecular C(sp2)-N bond formation 

involving nitrene insertion, DFT study and their anticancer assessment 

 M. Kaur, V. Mehta, A.A. Wani, S. Arora, P.V. Bharatam, A. Sharon, S. Singh, R.K. Khungar 

Bioorg. Chem. 2021, 114, 105114{pvb258-2021-boc-105114.pdf} [IF: 4.831] 

 

257.  Iodine Catalyzed Oxidative Coupling of Diaminoazines and Amines for the Synthesis of 3, 5-

Disubstituted-1, 2, 4-Triazoles 

A.A. Wani, S.S. Chourasiya, D. Kathuria, S.C. Sahoo, U. Beifuss, P.V. Bharatam 

J. Org. Chem. 2021, 86, 7659–7671. {pvb257-2021-joc-7659.pdf} [IF: 4.335] 

 

256.  Reactive Metabolites from thiazole-containing Drugs: Quantum Cemical insights into 

Biotransformation and Toxicity. 

C.K. Jaladanki, S. Khatun, H. Gohlke, P.V. Bharatam 

Chem. Res. Tox.  2021, 34, 1503-1517. {pvb256-2021-crt-1503.pdf} [IF: 3.184] 

 

255.  A novel copper-catalyzed, hydrazine-free synthesisof N-1 unsubstituted 1H-indazoles using  

Stableguanylhydrazone salts as substrates 

S. P. Rekowski, B. K. Kroener, D. Khaturia, A. A. Wani, S. S. Chourasiya, J. Conrad, P. V.  

Bharatam, W. Frey, U. Beifuss 

Tetrahedron, 2021, 77, 132192.  {pvb255-2021-tet-132192.pdf} [IF: 2.233] 

 

254.  Role of surface molecular environment and amorphous content in moisture sorption behavior of 

milled Terbutaline Sulphate 

javascript:void(0)
javascript:void(0)


17 

 

N.U.S. Bagwan, S. Sheokand, A. Kaur, G. Dubey, V. Puri, P.V. Bharatam, A.K. Bansal 

Eur. J. Pharm. Sci., 2021, 161, 105782 {pvb254-2020-ejps-105782.pdf} [IF: 3.616] 

 

253.  Identification of Selective LdDHFR Inhibitors using Quantum Chemical and Molecular 

Modeling Approaches 

 V.K. Sharma, D. Kathuria, P.V. Bharatam,  

J. Biomol. Struct. Dyn., 2021, 1-9 {pvb253-2021-jbsd-1.pdf} [IF: 3.392] 

 

252.  Quantum Chemical Study in Exploring the role of donoraceptor interactions in 1,3-bis carbene 

stabilized Guanidinium Cations.  

P. Wanjari, T. Singh, F.A. Sofi, P.V. Bharatam 

J. Mol. Mod.  2021, 27, 87. {pvb252-2021-jmm-87.pdf} [IF: 2.079] 

 

251.  Selective Lithiation of 2,4-Lutidine: Role of Transition States of Lithium Dialkylamides 

N. Sharma, A. Singh, S. Abbat, P. V. Bharatam, A. Malik, A. Singh, J.S. Dhau 

J. Organomet. Chem. 2021, 936, 121691. {pvb251-2021-jomc-121691.pdf} [IF: 2.304] 

 

250.  Visible light promoted Tandem dehydrogenation-deaminative Cyclocondensation under aerobic 

condition for the synthesis of 2-arylbenzimidazoles/quynozlines from orthophenylene diamines 

and arylmethylamines.  

F.A. Sofi, R. Sharma, R. Rawat, A.K. Chakraborti, P.V. Bharatam 

New J. Chem. 2021, 45, 4569-4573. {pvb250-2021-njc-4569.pdf} [IF: 3.288] 

 

249.  Base-Mediated Anti-Markovnikov Hydroamidation of Vinyl Arenes with Arylamides 

Ayushee, M. Patel, P. Meena, K. Jahan, P.V. Bharatam, A. Verma 

Org. Letts. 2021, 23, 565-570. {pvb249-2020-ol-565.pdf} [IF:  6.720] 

 

248.  Identification of Selective Inhibitors of LdDHFR Enzyme Using Pharmacoinformatic Methods 

V.K. Sharma, P.V. Bharatam  

J. Comp. Biol. 2021, 28, 43. {pvb248-2021-jcb-43.pdf} [IF:  0.879] 

 

247. 3D QSAR Studies on Cationic Amphiphilic Indole Derivatives for Antimycobacterial 

Activity 

A. Bahuguna, P.V. Bharatam, D.S. Rawat 

J.  Biochem.  Mol.  Tox., 2020, e22675 {pvb247-2020-jbmt-e22675.pdf} [IF:  2.93] 

 

246.  Divalent N
I
 Compounds: Identifying new Carbocyclic Carbenes to Design Nitreones using 

Quantum Chemical Methods 

N. Patel, M. Arfeen, T. Singh, S. Bhagat, A. Sakhare, P.V. Bharatam 

J. Comput. Chem. 2020, 41, 2624-2633 {pvb246-2020-jcc-2624.pdf} [IF:  3.229] 

 

245.  Transition metal-free diastereospecific synthesis of (Z)-2-arylidene-2, 3-dihydrobenzo [b][1, 4] 

dioxines by reaction of (Z)-1, 2-dibromo-3-aryl-2-propenes with catechols 

S.P. Rekowski, A.A. Wani, J. Conrad, P.V. Bharatam, W. Frey, U. Beifuss 

Tetrahedron, 2020, 76, 131482{pvb245-2020-tet-131482.pdf} [IF: 2.645] 

 

javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)


18 

 

244. Novel Furan-2-yl-1H-pyrazoles Possess Inhibitory Activity against α-Synuclein Aggregation 

P. Ryan, M. Xu, K. Jahan, A.K. Davey, P.V. Bharatam, S. Anoopkumar-Dukie, M. Kassiou, G. 

D. Mellick, S. Rudrawar 

ACS Chem. Neurosci., 2020, 11, 2303-2315. {pvb244-2020-acscn-2303.pdf} [IF: 4.486] 

 

243.  Cu (II)-catalyzed sulfonylation of 7-azaindoles using DABSO as SO2-Source and its mechanistic 

study 

M.O. Dar, P.V. Bharatam, P. Das, S. Kukreti, V. Tandon 

Tetrahedron, 2020, 131337. {pvb243-2020-t-131337.pdf} [IF: 2.645] 

 

242. Palladium-catalyzed aminocarbonylation of 2-phenyimidazo [1, 2-a] pyridines using chloroform 

as carbon monoxide source and their mechanistic studies 

F.A. Sofi, G. Dubey, R. Sharma, P. Das, P.V. Bharatam  

 Tetrahedron, 2020, 76, 131060. {pvb242-2020-t-131060.pdf} [IF: 2.645] 

 

241.  Synthesis of N-substituted indole derivatives as potential antimicrobial and antileishmanial 

agents. 

S. Tiwari, S. Kirar, U.C. Banerjee, N.K. Balu, S. Singh, A.A. Wani, P.V. Bharatam, I.P. Singh  

Bioorg. Chem., 2020, 103787. {pvb241-2020-bc-103787.pdf} [IF: 3.940] 
  

240. Characterization of photodegradation products of bepotastine besilate and in silico evaluation of 

their ADMET properties 

D.K. Singh, A. Sahu, A.A. Wani, P.V. Bharatam, A.K. Chakraborti, S. Giri, S. Singh 

J. Pharm. Sci. 2020, 109, 1883-1895. {pvb240-2020-jps-1883.pdf} [IF:  2.997] 
 

239. Oxone-DMSO Triggered Methylene Insertion and C (sp2)—C (sp3)-H—C (sp2) Bond 

Formation to Access Functional Bis-Heterocycles.  

J. Kour, V. Venkateswarlu, P.K. Verma, Y. Hussain, G. Dubey, P.V. Bharatam, S.C. Sahoo, S.D. 

Sawant. 

J. Org.  Chem.,  2020, 85, 4951-4962. {pvb239-2020-joc-4951.pdf} [IF:  4.805]  
 

238. Reaction behaviour of arylamines with nitroalkenes in the presence of bismuth (III) triflate: an 

easy access to 2, 3-dialkylquinolines 

S. Ali, R. Gattu, V. Singh, S. Mondal, A.T. Khan, G. Dubey, P.V. Bharatam  

Org. Biomol. Chem., 2020, 18, 1785-1793. {pvb238-2020-obc-1785.pdf} [IF:  3.412] 
 

237. Structural exploration of glutamine synthetase from Leishmania donovani: Insights from in silico 

and in vitro analysis 

V. Kumar, N.S. Sri, N. Tripathi, V.K. Sharma, P.V. Bharatam, P. Garg, S. Singh 

Int. J. Biol. Macromol., 2020, 146, 860-874. {pvb237-2020-ijbm-860.pdf} [IF:  5.162] 
 

236.  Quinacrine and Curcumin synergistically increased the breast cancer stem cells death by 

inhibiting ABCG2 and modulating DNA damage repair pathway 

D. Nayak, N. Tripathi, D. Kathuria, S. Siddharth, A. Nayak, P.V. Bharatam, C.K. Kundu 

Int. J.  Biochem. Cell Biol., 2020, 119, 105682 {pvb236-2020-ijbcb-105682.pdf} [IF:  3.673] 

 

235.  LC-ESI-QTOF-MS analysis utilizing gas-phase fragmentation reactions subjected to ESI-IS-CID 

and ESI-CID-MS/MS conditions to study the degradation behaviour of sorafenib  

javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)


19 

 

P. Johnsirani, A.A. Wani, P.V. Bharatam, S. Nanjappan 

J. Pharm. Biomed. Anal., 2020, 177, 112881. {pvb235-2020-jpba-112881.pdf} [IF:  3.209] 

 

234. An unprecedented N-to C-sulfonyl migration in the reaction of azomethine amine and allenoates: 

Access to arylsulfonylmethyl substituted pyrazolo [1, 5-c] quinazoline and Mechanistic Studies.  

A.J. Ansari, A. Wani, A.K. Maurya, S. Verma, V.K. Agnihotri, A. Sharon, P.V. Bharatam, D.M. 

Sawant 

Chem. Commun. 2019, 55, 14825-14828 {pvb234-2019-cc-14825.pdf} [IF:  5.996] 

 

233.  Fabrication of a Hydrazone-Based Al (III)-Selective ―Turn-On‖ Fluorescent Chemosensor and 

Ensuing Potential Recognition of Picric Acid 

S. Sharma, G. Dubey, B.S. Sran, P.V. Bharatam, G. Hundal 

ACS Omega, 2019, 4, 18520-18529. {pvb233-2019-acso-18520.pdf} [IF: 2.87] 

 

232. Singlet oxygen mediated one pot synthesis of N-pyridinylamides via oxidative amidation of aryl 

alkyl ketones 

F.A. Sofi, R. Sharma, S.N. Kavyasree, S.A. Salim, P.J. Wanjari, P.V. Bharatam 

Tetrahedron, 2019, 75, 130536. {pvb232-2019-t-130536.pdf} [IF:  2.645]  

 

231. Design, synthesis and biological evaluation of 4-aminoquinoline-guanylthiourea derivatives as 

antimalarial agents 

S. Bhagat, M. Arfeen, G. Das, M. Ramkumar, S.I. Khan, B.L. Tekwani, P.V. Bharatam 

Bioorg. Chem. 2019, 91, 103094 {pvb231-2019-bc-103094.pdf} [IF:  3.940] 

 

230. Tandem Oxidative Cyclocondensation towards 2,3‐Disubstituted Quinazolinones in the Presence 

of [Bmim][BF4] and Iodine 

F.A. Sofi, R. Sharma, A.K. Chakraborti, P.V. Bharatam 

Eur. J. Org. Chem. 2019, 34, 5887-5893 {pvb230-2019-ejoc-5887.pdf} [IF:  2.889] 

 

229.  Stability behaviour of antiretroviral drugs and their combinations. 10: LC-HRMS, LC-MSn, LC-

NMR and NMR characterization of fosamprenavir degradation products and in 

silico determination of their ADMET properties.  

D.K. Singh, A. Sahu, A.A. Wani, P.V. Bharatam, C.N. Kotimoole, K.B. Batkulwar, A.Y. 

Deshpande, S. Giri, S. Singh. 

Eur. J.  Pharm. Biopharm. 2019, 142, 165-178, {pvb229-2019-ejpb-165.pdf} [IF:  4.604] 

 

228. Donor→acceptor coordination interactions in 1,3‐bis(NHC)triazenyl Cations:  

An electronic structure analysis 

T. Singh, P. V. Bharatam 

J. Comput. Chem., 2019, 40, 2207-2215. {pvb228-2019-jcc-2207.pdf} [IF:  3.229] 
 

227. Molecular Basis of Water Sorption Behavior of Rivaroxaban-Malonic Acid Cocrystal 

D. P. Kale, B. Ugale, CM Nagaraja, G. Dubey, P.V. Bharatam, A.K. Bansal 

Mol. Pharm., 2019, 16, 2980-2991{pvb227-2019-mp-2980.pdf} [IF:  4.321] 

 
226.  Enols, Diamino Enols, and Breslow Intermediates: A Comparative Quantu Chemical Analysis 

T. Singh, A. George, P. Parameswaran , P.V. Bharatam 

javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
https://onlinelibrary.wiley.com/action/doSearch?ContribAuthorStored=Singh%2C+Tejender
https://onlinelibrary.wiley.com/action/doSearch?ContribAuthorStored=Bharatam%2C+Prasad+V
https://onlinelibrary.wiley.com/action/doSearch?ContribAuthorStored=Singh%2C+Tejender
https://onlinelibrary.wiley.com/action/doSearch?ContribAuthorStored=George%2C+Anjana
https://onlinelibrary.wiley.com/action/doSearch?ContribAuthorStored=Parameswaran%2C+Pattiyil
https://onlinelibrary.wiley.com/action/doSearch?ContribAuthorStored=Bharatam%2C+Prasad+V


20 

 

Eur. J. Org. Chem. 2019, 14, 2481-2489 {pvb226-2019-ejoc-2481.pdf} [IF:  2.83] 

 

225.  Geometrical Isomerism in Guanabenz Free Base: Synthesis, Characterization, Crystal Structure and 

Theoretical Studies 

D. Kathuria, S. S. Chourasiya, A.  A. Wani, M. Singh, S. C. Sahoo, P. V. Bharatam 

Cryst Growth Des, 2019, 19, 3183–3191. {pvb225-2019-crd-3183.pdf} [IF:  3.97] 

 

224.  Knoevenagel/Tandem Knoevenagel and Michael Adducts of Cyclohexane-1, 3-dione and Aryl 

Aldehydes: Synthesis, DFT Studies, Xanthine Oxidase Inhibitory Potential, and Molecular Modeling. 

S. Arora, G. Joshi, S. Kalra, A. A. Wani, P. V. Bharatam, P. Kumar, R. Kumar 

ACS Omega, 2019, 4, 4604-4614. {pvb224-2019-acso-4604.pdf} [IF:  3.97] 

 

223.  Exploring PfDHFR reaction surface: A combined molecular dynamics and QM/MM analysis 

S. Abbat, C. K Jaladanki, P. V. Bharatam 

J. Mol. Gra. Mod. 2019, 87, 76-88. {pvb223-2019-jmgm-76.pdf} [IF:  1.75]  

 

222.  Electronic and ligating properties of carbocyclic carbenes: A theoretical investigation 

S. Bhagat, M. Arfeen, G. Das, N. Patel, P. V. Bharatam 

J. Comput. Chem. 2019, 40, 726-733. {pvb222-2019-jcc-726.pdf} [IF: 3.23] 

 

221.  An Unprecedented Intramolecular to Intermolecular Mechanistic Switch in 1, 1-diaminoazines Leading to 

Differential Product Formation during the I2-Induced Tandem Oxidative transformation         

D. Kathuria, P. Gupta, S. S. Chourasiya, S.C. Sahoo, U. Beifuss, A. K. Chakraborti, P.V. Bharatam   

Org.  Biomol. Chem., 2019, 17, 4129-4138{pvb221-2019-obc-4129.pdf} [IF:  3.56] 

  

220.  Bimetallic Cu–Mn B spinel oxide catalyzed oxidative synthesis of 1, 2-disubstituted benzimidazoles from 

benzyl bromides 

R. Sharma, F. A Sofi, P. Rana, P. V. Bharatam 

New J. Chem. 2019, 43, 4013-4016. {pvb220-2019-njc-4013.pdf} [IF:  3.27] 

 

219. Pharmacoinformatics analysis of merbarone binding site in human topoisomerase IIα 

 N. Tripathi, S. K. Guchhait, P. V. Bharatam 

 J. Mol. Gra. Mod., 2019, 86, 1-18 {pvb219-2018-jmgm-1.pdf} [IF:  1.75] 

 

218.  HToPred: A Tool for Human Topoisomerase II Inhibitor Prediction 

 N. Tripathi, N. Shaikh, P. V. Bharatam, P. Garg 

 Mol. Inform., 2019, 38, 180046. {pvb218-2018-mi-180046.pdf} [IF:  1.64] 

 

217.  Formation of a Toxic Quinoneimine Metabolite from Diclofenac: A Quantum Chemical Study. 

 M. Ramesh, P. V. Bharatam 

 Drug Metab. Lett. 2019, 13, 64-76. {pvb217-2018-dml-64.pdf} 

 

216. Xanthine oxidase inhibitors from an endophytic fungus Lasiodiplodia pseudotheobromae 

S. Kumar, A. D. Pagar, F. Ahmad, V. Dwibedi, A. Wani, P. V. Bharatam, M. Chhibber,  

S. Saxena, I.P. Singh 

 Bioorg. Chem., 2019, 87, 851-856. {pvb216-2019-boc-851.pdf} [IF:  3.92] 

 

215.  Sulfoximine-Assisted One-Pot Unsymmetrical Multiple Annulation of Arenes: A Combined Experimental 

and Computational Study.  

 K. Ghosh, M. Shankar, R. K. Rit, G. Dubey, P.V. Bharatam, A. K. Sahoo 

javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)


21 

 

 J. Org. Chem., 2018, 83, 9667-9681. {pvb215-2018-joc-9667.pdf} [IF:  4.80] 

 

214.  Unanticipated Cleavage of 2-Nitrophenyl-Substituted N-Formyl Pyrazolines under Bechamp 

Conditions: Unveiling the Synthesis of 2-Aryl Quinolines and Their Mechanistic Exploration  

via DFT Studies. 

G. Joshi, A. A Wani, S. Sharma, P. Bhutani, P. V. Bharatam, A. T Paul, R. Kumar 

ACS Omega, 2018, 3, 18783-18790. {pvb214-2018-acso-18783.pdf} 

 

213.  Does N‐terminal huntingtin function as a ‗holdase‘for inhibiting cellular protein aggregation? 

 R. Sethi, N. Tripathi, A. R. Pallapati, A. Gaikar, P. V. Bharatam, I.  Roy 

 FEBS J., 2018, 285, 1791-1811.  {Pvb213-2018-febsj-1791.pdf} [IF:  4.53] 

 

212.  N-(acridin-9-yl) arenesulfonamides: Synthesis, quantum chemical studies and crystal structure analysis to 

establish the tautomeric preferences 

S. S. Chourasiya, A. A. Wani, C. M. Nagaraja, A. K. Chakraborti, P.V. Bharatam 

  Tetrahedron, 2018, 74, 3634-3641. {pvb212-2018-tet-3634.pdf} [IF:  2.64] 

 

211. Ultra HPLC Method for Fixed Dose Combination of Azilsartan Medoxomil and Chlorthalidone: 

Identification and in silico Toxicity Prediction of Degradation Products 

 G. Samanthula, D. Swain, G. Sahu, S. Bhagat, P. V Bharatam 

 J. Anal. Chem. 2018, 73, 560-569. {pvb211-2018-jac-560.pdf} [IF:  0.51] 

  

210.  Ring-Chain isomerism in conjugated Guanylhydrozones: Experimental and theoretical study   

 D. Kathuria, S. Chourasiya, S. K. Mandal, A. K. Chakraborti, P.V. Bharatam 

 Tetrahedron, 2018, 74, 2857-2864 {pvb210-2018-tet-2857.pdf} [IF: 2.64] 

 

209.  Can Remote N‐Heterocyclic Carbenes Coordinate with Main Group Elements? Synthesis, Structure, and 

Quantum Chemical Analysis of N
+‐Centered Complexes 

 N. Patel, M. Arfeen, R. Sood, S. Khullar, A.K. Chakraborti, S.K. Mandal, P.V. Bharatam 

 Chem. Eur. J. 2018, 24, 6418-6425. {pvb209-2018-cej-1876.pdf} [IF:  5.16] 

 

208.  Additive-Controlled Switchable Selectivity from Cyanobenzenes to 2-Alkynylpyridines: Ruthenium 

(II) Catalyzed [2+2+2] Cycloadditions of Diynes and Alkynylnitriles. 

 N. Patel, D. Bhatt, N. Patel, H. Chowdhury, P.V. Bharatam, A. Goswami 

 Adv. Synth.  Cat., 2018, 360, 1876-1882.  {pvb208-2018-asc-1876.pdf} [IF:   5.123] 

 

207.  C → N coordination bonds in (CCC) → N
+
 ← (L) complexes 

N. Patel, B. Falke, P. V. Bharatam 

  Theor. Chem. Acc., 2018, 137, 34 {pvb207-2018-tca-34.pdf} [IF:  1.545] 

  

206.     Cyclocondensation Reaction of an electron deactivated 2-aminophenyl tethered imidazole with mono/1,2-

biselectrophiles: Synthesis and dft studies on the rationalization of imidazo[1,2-a] quinoxalione versus 

benzo[f]imidazo[1,5-a][1,3,5]triazepine selectivity switches 

            G.Joshi, M. Chauhan, R. Kumar,  A. Thakur,  S. Sharma,  R. Singh,  A. A. Wani,  A. Sharon, P. V. 

Bharatam,  R. Kumar 

             Org. Chem. Front., 2018, 5, 3526-3533 {pvb206-2018-ocf-3526.pdf} [IF: 5.45] 

 

205.  Rationalization of Benzazole-2-carboxylate versus Benzazine-3-one/Benzazine-2, 3-dione Selectivity 

Switch during Cyclocondensation of 2-Aminothiophenols/Phenols/Anilines with 1,2-Biselectrophiles in 

Aqueous Medium 

javascript:void(0)
https://www.sciencedirect.com/science/article/pii/S0040402018305441
https://www.sciencedirect.com/science/article/pii/S0040402018305441
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)
https://pubs.rsc.org/en/results?searchtext=Author%3AGaurav%20Joshi
https://pubs.rsc.org/en/results?searchtext=Author%3AMonika%20Chauhan
https://pubs.rsc.org/en/results?searchtext=Author%3ARakesh%20Kumar
https://pubs.rsc.org/en/results?searchtext=Author%3AAnkush%20Thakur
https://pubs.rsc.org/en/results?searchtext=Author%3ASachin%20Sharma
https://pubs.rsc.org/en/results?searchtext=Author%3ARajveer%20Singh
https://pubs.rsc.org/en/results?searchtext=Author%3AAabid%20Abdullah%20Wani
https://pubs.rsc.org/en/results?searchtext=Author%3AAshoke%20Sharon
https://pubs.rsc.org/en/results?searchtext=Author%3APrasad%20V.%20Bharatam
https://pubs.rsc.org/en/results?searchtext=Author%3APrasad%20V.%20Bharatam
https://pubs.rsc.org/en/results?searchtext=Author%3ARaj%20Kumar
javascript:void(0)
javascript:void(0)


22 

 

 T. M.  Dhameliya, S. S. Chourasiya, E. Mishra, P. S Jadhavar, P. V. Bharatam, A. K. Chakraborti 

  J. Org. Chem. 2017, 82, 10077-10091. {pvb205-2017-joc-10077.pdf} [IF:  4.805] 

 
204.  Characterization of forced degradation products of torasemide through MS tools and explanation of 

unusual losses observed during mass fragmentation of drug and degradation products through density 

functional theory. 

 M. Kurmi, N. Patel, S. Jhajra, P. V. Bharatam, S. Singh 

 J. Pharm. Biomed. Anal. 2017, 145, 209-218. {pvb204-2017-jpba-209.pdf} [IF:  2.831] 

 

203.  Integration of Oxidative Arylation with Sulfonyl Migration: One-Pot Tandem Synthesis of  

 Densely Functionalized (NH)-Pyrroles. 

 J. K. Laha,   S. Sharma, R. A. Bhimpuria, N. Dayal, G. Dubey, and P. V. Bharatam.   

 New J. Chem. 2017, 41, 8791-8803. {pvb203-2017-njc-8791.pdf} [IF: 3.201] 

 

202. Etoposide and doxorubicin enhance the sensitivity of triple negative breast cancers through modulation of 

TRAIL-DR5 axis. 

 S. Das, N. Tripathi, S. Siddharth, A. Nayak, D. Nayak, C. Sethy, P.V. Bharatam, C.N. Kundu 

  Apoptotis, 2017, 22, 1205-1224. {pvb202-2017-ap-1205.pdf} [IF:  3.967] 

 

201.  Guanylthiouea derivatives as potential antimalarial agents: Synthesis, in vivo and molecular modeling 

studies.  

 S. Bhagat, M. Arfeen, L. Adane, S. Singh, P.P. Singh, A.K. Chakraborti, P.V. Bharatam 

  Eur. J. Med. Chem. 2017, 135, 339-348{pvb201-2017-ejmc-339.pdf} [IF:  4.816] 

 

200.  Sulfonamide vs. sulfonimide: Tautomerism and electronic structure analysis of N-Heterocyclic 

arenesulfonamides 

 S. S. Chourasiya, D. R. Patel, C.M. Nagaraja, A.K. Chakraborti, P. V. Bharatam 

 New J. Chem. 2017, 41, 8118-8129. {pvb200-2017-njc-8118.pdf} [IF: 3.201] 

 

199.  Geometry Driven Intramolecular Oxidative Cyclization of Enamides: An Umpolung Annulation of 

Primary Benzamides with Acrylates for the Synthesis of 3-Methyleneisoindolin-1-ones 

  J.K. Laha, M. Kaur, R.A. Bhimpuriya, D. Kathuria, P.V. Bharatam 

  J. Org. Chem.2017, 82, 7346-7352. {pvb199-2017-joc-7346.pdf} [IF:  4.805] 

 

198. Cobalt-catalyzed, regioselective ortho C(sp
2
)-H bond nitration of aromatics through Proton-Coupled 

Electron Transfer Assistance  

 D. N.  Rao, S. Rasheed, G. Raina, Q. N. Ahmed, C.K. Jaladanki, P.V. Bharatam and P. Das  

 J. Org. Chem. 2017, 82, 7234-7244. {pvb198-2017-joc-7234.pdf} [IF:  4.805] 

 

197.  Biotransformation of Isoniazid by Cytochromes P450: Analyzing the Molecular Mechanism using 

Density Functional Theory 

  C. Jaladanki, A. Shaik, P.V. Bharatam 

  Chem. Res. Tox. 2017, 30, 2060-2073. {pvb197-2017-crt-2060.pdf} [IF:  3.432] 

 

196.  Towards Understanding the Catalytic Mechanism of Human Paraoxonase 1:  

 Experimental and In Silico Mutagenesis Studies.  

R.K. Tripathy, G. Aggarwal, P. Bajaj, D. Kathuria, P.V. Bharatam and A. H. Pande 

  Applied Biochemistry and Biotechnology, 2017, 182, 1642-1662. {pvb196-2017-abb-1642.pdf} [IF:  

1.797] 

 

javascript:void(0)
javascript:void(0)
javascript:void(0)
javascript:void(0)


23 

 

195. Molecular insight into atypical instability behavior of fixed-dose combination containing amlodipine 

mesylate and losartan potassium 

 T. Handa, S. Jhajra, S. Bhagat, P.V.  Bharatam, A.K. Chakraborti, S. Singh 

 J. Pharm. Biomed. Anal. 2017, 136, 66-80. {pvb195-2017-jpba-66.pdf} [IF:  2.831] 

 

194.  Pharmacoinformatics study on the selective inhibition of the protozoan dihydrofolate Reductase Enzymes. 

  V.K. Sharma, S. Abbat, P.V. Bharatam 

  Molecular Informatics, 2017, 36, 1600156 {pvb194-2017-MI-1600156.pdf} [IF:  1.647] 

 

193.  Copper (ii)-catalyzed Chan–Lam cross-coupling: chemoselective N-arylation of aminophenols 

A.S. reddy, K.R. Reddy, D.N. Rao, C.K. Jaladanki, P.V. Bharatam P. Y.S. Lam, P. Das. 

  Org. Biomol. Chem 2017, 15, 801-806. {pvb193-2016-obc-801.pdf} [IF:  3.423] 

 

192.  Identification of guanosine 5′-diphosphate as potential iron mobilizer: preventing the Hepcidin-

Ferroportin interaction and modulating the interleukin-6/Stat-3 pathway. 

 S. Angmo, N. Tripathi, S. Abbat, S. Sharma, S. S. Singh, A Halder, K. Yadav, G. Shukla, R. Sandhir, V. 

Rishi, P.V. Bharatam, H. Yadav, N. K. Singhal  

 Scientific Rerports, 2017, 7, 40097. {pvb192-2017-SR-40097.pdf} [IF:  4.122] 

 

191.  Quinacrine induces apopotosis in cancer cells by forming a functional bridge between TRAIL-DR5 

complex and modulating mitochondrial intrinsic cascade.  

 S. Das, N. Tripathi, R. Preet, S. Siddharth, A. Nayak, P. V. Bharatam, C.N. Kundu 

  Oncotarget, 2017, 8, 248-267{pvb191-2017-oncotar-248.pdf} [IF: 6.359] 

 

190.  Atomic level Insights into Realistic Molecular Models of Dendrimer-Drug Complexes through MD 

Similations  

  V. Jain, P.K. Maiti and P.V. Bharatam. 

  J. Chem. Phys. 2016, 145, 124902.  {pvb190-2016-jcp-124902.pdf} [IF: 2.892] 

 

189. Biological Evaluation of Small Molecule Inhibitors of Mtb-ASADH Enzyme  

 R. Kumar, R. Sethi, P. Shah; I. Roy, I.P. Singh, P. V. Bharatam, R. Tewari, P. Garg 

  Letts. Drug Design Discov.2016, 13, 587-590. {pvb189-2016-lddd-587.pdf} [IF: 0.974] 

 

188.  Azine-Hydrazone Tautomerism of Guanylhydrozones: Evidence for the preference towards the Azine 

tautomer.   

  S. S. Chourasiya, D. Kathuria, S. S. Nikam, A. Ramakrishnan, S. Khullar, S.K. Mandal, A.K. 

Chakraborti, P.V. Bharatam 

  J. Org. Chem. 2016, 81, 7574-7583. {pvb188-2016-joc-7574.pdf} [IF: 4.721] 

 

187. Electronic structure and conformational analysis of P218: An antimalarial drug candidate.  

 S. Abbat, P.V. Bharatam  

 Int. J. Quant. Chem.2016, 116, 1362-1369. {pvb187-2016-ijqc-1362.pdf} [IF: 2.184] 

 

186. A Metal and Base-Free Chemoselective Primary Amination of Boronic Acids using 

Cyanamidyl/Arylcyanamidyl Radical as Aminating Species: Synthesis and Mechanistic Studies by 

Density Functional Theory 

 A. Goswami, P.V. Bharatam, N.  Chatterjee, M. Arfeen 

 J. Org. Chem.2016, 81, 5120-5127. {pvb186-2016-joc-5120.pdf} [IF: 4.721] 

 

185.  Design, sysnthesis and biological evaluation of 5-benzylidene-2-iminothiazolidin-4-ones  

 as selective GSK-3 inhibitors.   

https://scholar.google.co.in/citations?view_op=view_citation&hl=en&user=33_LekMAAAAJ&sortby=pubdate&citation_for_view=33_LekMAAAAJ:4hFrxpcac9AC


24 

 

 M. Arfeen, S. Bhagat, R. Patel, S. Prasad, I. Roy, A.K. Chakraborti, P.V. Bharatam 

 Eur. J. Med. Chem.2016, 121, 727-736. {pvb185-2016-EJMC-727.pdf} [IF: 3.447] 

 

184.  Ferulic acid amide derivatives as anticancer and antioxidant agents: synthesis, thermal, biological and 

computational studies  

  N. Kumar, S. Kumar, S. Abbat, K. Nikhil, S. M. Sondhi, P.V. Bharatam, P. Roy, V. Pruthi 

  Med. Chem. Res.2016, 25, 1175-1192.  {pvb184-2016-MCR-1175.pdf} [IF: 1.402] 

 

183.  Tandem gem–dichlorination and nitrile oxide generation from chlorochromene aldoximes: synthesis of a 

new class of room temperature fluxional 4-chromanone derivatives  

            A. K. Dash, C. K. Jaladanki, D. K. Maiti, D. Singh, A. K. Tripathi, V. K. Gupta, P. V. Bharatam, D. 

Mukherjee 

  ChemistrySelect, 2016, 1, 567-571. {pvb183-2016-ChemSelec-657.pdf} [IF: 1.505] 

 

182.  Copper-Catalyzed N-Arylation of Tautomerizable Heterocycles with Boronic Acids and Its Application to 

Synthesis of Oxygenated Carbazoles 

  K. A. Kumar, P. Kannaboina, C. K. Jaladanki, P. V. Bharatam, P. Das  

  ChemistrySelect, 2016, 1, 601-607. {pvb182-2016-ChemSelect-601.pdf} [IF: 1.505] 

 

181.  Mutational and structural analysis of conserved invariant residues in Ribose-5-phosphate isomerase B 

from Leishmania donovani: Role in substrate recognition and conformational stability. 

  P.K. Kaur, N. Tripathi, J. Desale, S. Neelagiri, S. Yadav, P.V. Bharatam, S. Singh 

  PLOS One, 2016, 11, e0150764 {pvb181-2016-PLOS-one-150764.pdf} [IF: 3.234] 

 

180.  Metal-free oxidative cyclization of acetophenones with diamines: a facile access to phenylpyridines 

  R. Sharma, N. Patel, R. A. Vishwakarma, P. V. Bharatam, S. B. Bharate 

  Chem. Comm., 2016, 52, 1009-1012. {pvb180-2016-cc-1009.pdf} [IF: 6.834] 

 

179.  Nanoquinacrine induced apoptosis in cervical cancer stem cells through the inhibition of hedgehog-GLI1 

cascade: Role of GLI-1. 

 A. Nayak, S. R. Satapathy, D. Das,S. Siddharth, N. Tripathi, P. V. Bharatam,C.N. Kundu 

Scientific Reports, 2016, 6, 20600. {pvb179-2016-serp-206000.pdf} [IF: 5.58] 

 

178.  Metal‐free Intermolecular Hydrophenoxylation of Aryl Alkynes 

  M Patel, RK Saunthwal, DK Dhaked, PV Bharatam, AK Verma 

  Asian J. Org. Chem., 2016,5, 213–221. {pvb178-2016-ajoc-213.pdf} [IF: 3.318] 

 

177.  Design and synthesis of novel Y-shaped barbituric acid derivatives as PPARγ activators. 

  V. Dixit, P. Rathi, S. Bhagat, H. Gohlke, R. Petersen, K. Kristiansen, A.K. Chakraborti, P.V.Bharatam 

  Eur. J. Med. Chem. 2016, 108, 423-435. {pvb177-2016-ejmc-423.pdf} [IF: 3.447] 

 

176.  Design, Synthesis, Structural Analysis of Novel Divalent  N
I
 Compounds and the Identification of a  new 

Electron-Donating Ligand 

 P.V. Bharatam, M. Arfeen, N. Patel, P. Jain, S. Bhatia, A. K. Chakraborti, S. Khullar, V. Gupta, S. K. 

Mandal  

 Chem. Eur. J.2016, 22, 1088-1096. {pvb176-2016-cej-1088.pdf} [IF: 5.73] 

 

175.  Characterisation of forced degradation products and in silico toxicity prediction of Sofosbuvir: a novel 

HCV NS5B polymerase inhibitor 

D. Swain, G. Samanthula, S. Bhagat, P. V. Bharatam, V. Akula, B. N Sinha 

   J. Pharm. Biomed. Anal. 2016, 120,352-363. {pvb175-2016-jpba-352.pdf} [IF: 2.979] 

https://scholar.google.co.in/citations?view_op=view_citation&hl=en&user=33_LekMAAAAJ&sortby=pubdate&citation_for_view=33_LekMAAAAJ:edDO8Oi4QzsC
https://scholar.google.co.in/citations?view_op=view_citation&hl=en&user=33_LekMAAAAJ&sortby=pubdate&citation_for_view=33_LekMAAAAJ:hCrLmN-GePgC


25 

 

 

174.  Nucleophilic Addition versus SNAr Study: Chemo-, Regio- and Stereoselective Hydrothiolation of 

Haloaryl alkynes over S-arylation of Aryl Halides  

 M. Patel, R.K. Saunthwal, D.K. Dhaked, P.V. Bharatam, A.K. Verma 

 Asian J. Org. Chem.2016, 4, 894-898.   {pvb174-2015-ajoc-894.pdf} [IF: 3.318] 

 

173.  Molecular dynamics simulation Studies of GSK3 ATP competitive inhibitors:  

 Understanding the factors contributing to selectivity.  

 M. Arfeen, R. Patel, T. Khan, P.V. Bharatam  

 J. Biomol. Struct. Dyn. 2015, 33, 2578-2593. {pvb173-2016-jbsd-2578.pdf} [IF: 2.92] 

 

172.   Toxicity Originating from Thiophene Containing Drugs: Exploring the Mechanism using Quantum 

Chemical Methods 

  C.K. Jaladanki, N. Taxak, R. Varikoti, P. V. Bharatam 

  Chem. Res. Tox.2015, 28, 2364–2376.  {pvb172-2015-crt-2364.pdf} [IF: 3.53] 

 

171.  Mechanism of the Paal-Knorr Reaction: The importance of water mediated Hemialcohol pathway  

S. Abbat, D. K. Dhaked, M. Arfeen, P.V. Bharatam  

  RSC Adv.,2015, 5, 88353 - 88366. {pvb171-2015-rsca-88353.pdf} [IF: 3.84] 

 

170.  Shape-based virtual screening, docking, and molecular dynamics simulations to identify Mtb-ASADH 

inhibitors. 

  R. Kumar, P. Garg and P.V. Bharatam  
 J. Biomol. Struct. Dyn. 2015,33, 1082-1093.  {pvb170-2014-JBSD-1082.pdf} [IF: 2.92] 

 

169.  Design, synthesis and biological evaluation of novel unsymmetrical azines as quorum sensing    inhibitors  

 S. S. Chourasiya, D. Kathuria, S. Singh, V. Sonavane, A. K. Chakraborti, P.V. Bharatam,  

 RSC Adv.2015,5, 80027–80038. {pvb169-2015-rsca-80027.pdf} [IF: 3.84] 

 

168. Design, Synthesis, and Biological Evaluation of 1,2-dihydroisoquinolines as HIV-1 integrase inhibitors 

  V. Tandon, P. Yadav, S. Sur, S. Abbat, V. Tiwari, R. Hewer, M.A. Papathanasopoulos, R. Raja A. C. 

Banerjea, A.K. Verma, S. Kukreti, P. V. Bharatam 

  ACS Med. Chem. Letts. 2015,6, 1065-1070{pvb168-2015-acsmcl-1065.pdf} [IF: 3.12] 

 

167.  TEMPO-Promoted Domino Heck-Suzuki arylation: Diastereoselective cis-diarylation of glycals and 

pseudoglycals. 

 A.K.  Kusunuru, C. Jaladanki, M.B. Tatina, P.V. Bharatam, D. Mukherjee 

 Org. Lett.2015, 17, 3742-3745. {pvb167-2015-ol-3742.pdf} [IF: 6.364] 

 

166.  CuBr catalyzed aerobic oxidative coupling of 2-aminopyridines with cinnamaldehydes: Direct access to 

3-formyl-2-phenyl-imidazo[1,2-a] pyridines 

 J.B. Bharate, S. Abbat, P.V. Bharatam, R.A. Vishwakarma, S. B. Bharate   

 Org. Biomol. Chem., 2015,13, 7790-7794. {pvb166-2015-obc-7790.pdf} [IF: 3.562] 

 

165.  Azine or hydrazone? The dilemma in amidinohydrazones. 

 A. Ramakrishnan, S. Chourasiya, P.V. Bharatam 

 RSC Advances, 2015, 5, 55938-55947. {pvb165-2015-rsca-55938.pdf} [IF: 3.84] 

 

164.  Ortho-quinone methides: TFA-mediated generation in water and trapping with lactams and styrenes 

 R. Sharma, S. Abbat, R. Mudududdla, R. A. Vishwakarma, P.V. Bharatam, S. B. Bharate 

 Tetrahedron Lett.2015,56, 4057-4059.  {pvb164-2015-tl-4057.pdf} [IF: 2.379] 

http://pubs.rsc.org/en/content/articlelanding/2015/ob/c5ob00776c
http://pubs.rsc.org/en/content/articlelanding/2015/ob/c5ob00776c
http://pubs.rsc.org/en/journals/journal/ob
http://www.sciencedirect.com/science/article/pii/S0040403915007091


26 

 

 

163.  Cobalt (II) catalyzed C(sp)-H bond functionalization of alkynes with phenyl hydrazines:  

 A facile access to diaryl 1,2-diketones 

 J. B. Bharate, S. Abbat, R. Sharma, P.V. Bharatam, R. A Vishwakarma, S. B. Bharate 

  Org. Biomol. Chem., 2015, 13, 5235-5242. {pvb163-2015-obc-5235.pdf} [IF: 3.562] 

 

162.  Swith in site of inhibition: A strategy for structure-based discovery of human topoisomerase II catalytic 

inhibitors.  

  A.T. Baviskar, S.M. Amrutkar, N. Trivedi, V. Chaudhary, A. Nayak, S.K. Guchhait, U.C. Banerjee, P.V. 

Bharatam, C.N. Kundu  

  ACS Med. Chem. Lett.2015, 6, 481–485. {pvb162-2015-acsmcl-481.pdf} [IF: 3.12] 

 

161.  Mechanochemical click reaction as a tool for making carbohydrate-based triazole-linked self-assembling 

materials (CTSAMs) 

  M. Tyagi, N. Taxax, P.V. Bharatam, H. Nandanwar, K.P.R. Kartha 

  Carbohydr. Res, 2015, 407, 137-147. {pvb161-2014-car-137.pdf} [IF: 1.929]. 

 

160.  Detour Cum Distance Matrix Based Topological Descriptors for QSAR/QSPR Part-I: Development and 

Evaluation  

  M. Gupta, H. Jangra, P.V. Bharatam, A. K. Madan 

  Lett. Drug Design Disc.,2015,11, 844-863. {pvb160-2014-lddd-844.pdf} [IF: 0.768] 

 

159.  Pharmacoinformatics Analysis to Identify Inhibitors of Mtb-ASADH 

  R. Kumar, P. Garg, P.V. Bharatam  

  J. Biomol. Struct. Dyn. 2015, 34, 1-14{pvb159-2014-mcr-.pdf} [IF: 2.92] 

 

158.  Investigation of anion- interactions involving thiophene walls incorporated calix [4] pyrroles 

C.D. Kumar, K. Sirisha, D.K. Dhaked, P. Lokesh, A.V.S. Sarma, P.V. Bharatam, S. Kantevari, P. 
Sripadi 
J. Org. Chem., 2015, 80, 1746-1753. {pvb158-2015-joc-1746.pdf} [IF:4.721] 

 

157.  Cu-catalyzed arylation of the amino group in the Indazole ring: regioselective Synthesis of pyrazolo-

carbazoles  

K. A. Kumar, P. Kannaboina, D. K. Dhaked, R. A. Vishwakarma P. V. Bharatam, P. Das 
 Org. Biomol. Chem.2015, 13, 1481-1491 {pvb157-2015-obc-.pdf} [IF:3.562] 

 

156.  DFT study on the oxygen transfer mechanism in nitroethenediamine based H2-receptor antagonists using 

the bis-dithiolene complex as the model catalyst for N-oxide reductase enzyme 

  D.K. Dhaked, P.V. Bharatam 

  J. Inorg. Chem.2015, 142, 84-91. {pvb156-2015-jbic-84.pdf} [IF: 2.54] 

 

155.  Design, Synthesis, biological evaluation and toxicity studies of N, N-disubstituted biguanides as quorum 

sensing inhibitors 

 S. Singh, P.J. Wanjari, S. Bhatia, V.C. Sonawane, A.K. Chakraborti, P.V. Bharatam 

  Med. Chem. Res. 2015, 24, 1974-1987. {pvb155-2014-mcr-1974.pdf} [IF: 1.402] 

 

154.  Origins of the specificity of inhibitor P218 toward wild-type and mutant PfDHFR:   

A molecular dynamics analysis. 
S. Abbat, V. Jain, P.V. Bharatam 

J. Biomol. Struct. Dyn. 2015, 33, 1913-1928. {pvb154-2014-jbsd-1913.pdf} [IF:2.92] 

http://benthamscience.com/journals/letters-in-drug-design-and-discovery/volume/11/
https://scholar.google.co.in/citations?view_op=view_citation&hl=en&user=33_LekMAAAAJ&sortby=pubdate&citation_for_view=33_LekMAAAAJ:TIZ-Mc8IlK0C


27 

 

 

153.  Path eccentricity based highly discriminating topological descriptors for QSAR/QSPR Part-1: 

development and evaluation‖   

  R. K. Marwaha, H. Jangra, K. C. Das, P.V. Bharatam, A.K. Madan   

  Int. J.  Chem. Mod. 2014, 6, 531-556. {pvb153-2016-ijcm-531.pdf}  
 

152.  5-Fluorouracil mediated anti-cancer activity in colon cancer cells is through the induction of Adenomatous 

Polyposis Coli: Implication of the long-patch base excision repair pathway 

 D. Das, R. Preet, P. Mohapatra, S.R. Satapathy, S. Siddharth, T. Tamir, V. Jain, P. V. Bharatam, M. D. 

Wyatt, C. N. Kundu 

 DNA Repair, 2014,24, 15-25{pvb152-2015-dnar-15.pdf} [IF: 3.111] 

 

151.  Conformational and zwitterionic preferences of N-amidinoglycine: The effect of microsolvation and 

metal ion addition 

  D. K. Dhaked, P.V. Bharatam 

  RSC Advances 2014, 4, 45332-45344. {pvb151-rsca-45332.pdf} [IF:3.84] 

 
150.  Synthesis of 2-phenyl naphthalenes from styryl-2-methoxybenzenes 

R. Mudududdla, R. Sharma, S. Abbat, P.V. Bharatam, R.A. Vishwakarma, S.B. Bharate 

Chem. Commun. 2014, 50, 12076-12079. {pvb150-2014-cc-12076.pdf} [IF: 6.72] 

 

149.  Self-Association Behaviour of a Novel Non-Proteinogenic β-Strand- Mimic in an  

Organic Solvent. 

R Kaur, M Ramesh, P.V. Bharatam, R. Kishore   

J. Phys. Chem. B, 2014, 118, 9199-9208. {pvb149-2014-jpc-9199.pdf} [IF: 3.61] 

 

148.  Enhanced Noscapine Delivery Using Estrogen-Receptor-Targeted Nanoparticles for Breast Cancer 

Therapy 

  J. Madan, S.R. Gundala, Y. Kasetti, P.V. Bharatam, R. Aneja, A. Katyal, U.K. Jain. 

  Anticancer Drugs, 2014, 25, 6, 704-716.  {pvb148-2014-acd-704.pdf} [IF: 2.232] 

 

147.  Importance of cytochromes in cyclization reactions: Quantum chemical studies on a model       reaction of 

Proguanil to cycloguanil  

 M. Arfeen, D.S. Patel, S. Abbat, N. Taxak, P.V. Bharatam 

 J. Comput. Chem. 2014, 35, 2047-55. {pvb147-2014-jcc-2047.pdf} [IF: 3.60] 

 

146.  In(III) triflate-mediated solvent-free synthesis and activation of thioglycosides by ball milling and 

Structural Analysis of Long Chain Alkyl Thioglycosides by TEM and Quantum Chemical Methods.  

  V. Kumar, N. Taxak, R. Jangir, P. V. Bharatam and K. P. R.Kartha 

 J. Org. Chem., 2014, 79, 3427-3439.  {pvb146-2014-joc-3427.pdf} [IF: 4.569] 

 

145.  Combretastatin A-4 Inspired Novel 2-Aryl-3-arylamino-imidazo-pyridine/pyrazines as Tubulin 

Polymerization Inhibitors, Antimitotic, and Anticancer Agents 

 N. Sanghai, V. Jain, R. Preet, S. Kandekar, S. Das, N. Trivedi, P. Mohapatra, G. Priyadarshani, M. 

Kashyap, D. Das, S.R. Sathapathy, S. Siddhardh, S.K. Guchhait, C.N. Kundu, P.V. Bharatam  

 Med. Chem. Comm.2014, 5, 766-782. {pvb145-2014-jms-766.pdf} [IF: 2.495] 

 

144.  Explanation through density functional theory of the unanticipated loss of CO2 and differences in mass 

fragmentation profiles of ritonavir and its rCYP3A4-mediated metabolites  

  S. Jhajra, T. Handa, S. Bhatia, P.V. Bharatam and S.  Singh 

  J. Mass Spectrometry, 2014, 49, 452-467. {pvb144-2014-jms-452.pdf} [IF:2.379] 



28 

 

 

143.  On the stability of zwitter ions of Pyridine sulfonylureas: The Effect of isosterim, acidity and 

microsolvation.   

  D. K. Dhaked and P.V. Bharatam  

  J.  Phys. Chem. A, 2014, 118, 187-196. {pvb143-2014-jpca-187.pdf} [IF: 2.771] 

 

142.  Possibility of the existence of Donon-acceptor interactions in bis(azole)amines: An electronic structure 

analysis 

  S. Bhatia, P.V. Bharatam 

  J. Org. Chem. 2014, 79, 4852–4862. {pvb142-2014-joc-4852.pdf} [IF:4.80] 

 

141.  Relative Eccentric Distance Sum/Product Indices for QSAR/QSPR: Development, Evaluation and 

Application   

  M. Gupta, H. Jangra, P.V. Bharatam, A. K. Madan  

  ACS Comb. Sci.,2014, 16, 101-112 {pvb141-2014-acscs-101.pdf} [IF: 3.032] 

 

140.  Detour Matrix-based Adjacent Path Eccentric Distance Sum Indices for QSAR/QSPR Part I:  

 Development and Evaluation. 

M. Singh, H. Jangra, P.V. Bharatam, A. K. Madan 

Int. J. Comput. Biol. Drug Design, 2014,7, 295-318. {pvb140-2014-ijcbdd-295.pdf}  

 

139.     Design and synthesis of guanylthiourea derivatives as potential inhibitors of Plasmodium  

falciparum Dihydrofolate Reductase enzyme 

 L. Adane, S. Bhagat, M. Arfeen, S. Bhatia, R. Sirawaraporn; W.  Sirawaraporn, A. K. Chakraborti, P.V. 

Bharatam,    

 Bioorg. Med. Chem. Letts. 2014,24, 613-617. {pvb139-2014-bmcl-613.pdf} 

[IF: 2.427] 

 

138.  Importance of hydrophobic parameters in identifying appropriate pose of CYP substrate in cytochromes 

  M. Ramesh, P.V. Bharatam 

  Eur. J. Med. Chem. 2014, 71, 15-23. {pvb138-2014-ejmc-15.pdf} [IF: 4.81] 

 

137.  Comparative modeling of pivotal enzymes, MurA / MurZ, of the peptidoglycan machinery and 

identification of potential inhibitors by computational methods. 

 M. Khokhar, N. Kaur, V. Jain, R. Sandhir, A. Gautam, P.V. Bharatam, R. Tewari, 

 Med. Chem. Res.2014, 23,1819-1828{pvb137-2013-mcr-1819.pdf} [IF: 1.61] 

 

136. Mechanism-Based Inactivation of Cytochromes by Furan Epoxide: Unravelling the Molecular 

Mechanism" 

   N. Taxak, S. Kalra, P.V. Bharatam,  
  Inorg. Chem. 2013,52, 13496-13508. {pvb136-2013-ic-13496.pdf} [IF: 4.70] 
 

135.  A Study on the BF3 Directed Lithiation of 3-Chloro- and 3-Bromopyridines 

  J. S. Dhau, A. Singh, Y. Kasetti, S. Bhatia, P.V. Bharatam,P. Brandão, V. Félixand K.N. Singh 

  Tetrahedron 2013, 69,10284-10291. {pvb135-2013-tet-10284.pdf} [IF: 2.64]
 

 

134. Nitro ⇋aci-nitro tautomerism and E/Z isomeric preferences of Nitroethenediamine Derivatives: A 

quantum chemical study 

  D. Dhaked, P.V. Bharatam 

  RSC Advances, 2013, 3, 25268-25277{pvb134-2013-rsca-25268.pdf} [IF: 2.93] 
 



29 

 

133.  Study of Electronic Structure Analysis, Isomeric Preferences and Zwitterionic behaviour of Lornoxicam 

  Z. Nathewad, S. Bhatia, D. Dhaked, P.V. Bharatam  

  Comput. Theor. Chem., 2013, 1023, 51-58. {pvb133-2013-ctc-51.pdf} [IF: 1.40] 
 

132.  Structural elaboration of a natural product: Identification of 3,3ʹ–diindolylmethane–aminophosphonate and urea 

derivatives as potent anticancer agents  

 S. Kandekar, R. Preet, M. Kashyap, M.U., Renu Prasad; P. Mohapatra, D. Das, S.R. Satapathy, S. 

Siddharth, V. Jain, M. Choudhuri, C.N. Kundu, S.K. Guchhait, P.V. Bharatam  

 ChemMedChem. 2013,8,1873-1884. {pvb132-2013-cmc-1873.pdf} [IF: 3.005] 

 

131.  3-Formylchromone based topoisomerase II inhibitors: discovery of potent leads 

 S. Singh, A. T. Bhaviskar, V. Jain, N. Mishra, U.C. Banerjee, P.V. Bharatam, K. Tikoo, M.P.S. Ishar, 

 MedChemComm 2013, 4, 1257-1266 {pvb131-2013-mcc-1257.pdf} [IF: 2.722] 

 

130.  Identification of druggable targets for Acinetobacter baumannii via subtractive genomics and plausible 

Inbibitors for MurA and MurB  

 N. Kaur, M. Khokhar, V. Jain, P.V. Bharatam, R. Sandhir, R. Tewari,  

 Appl. Biochem. Biotech. 2013, 171, 417-436.{pvb130-2013-abb-417.pdf}[IF: 1.893] 

 

129.  Molecular dynamic simulations on PPI dendrimer-drug complexes 

  V. Jain, V. Maingi, P.K Maiti, P.V. Bharatam  

 Soft Matter, 2013, 9,6482-6496{pvb129-2013-sm-6482.pdf} [IF: 3.91] 

 

128.  Formation/Fate of Reactive metabolites from general anesthetics and Comparison of Toxic and Non-toxic 

analogues: A DFT study  

  S. Bhatia, V.A. Dixit, H. Jangra, P.V. Bharatam 

  Drug Metabolism Letters, 2012, 6, 221-234. {pvb128-2012-dml-221.pdf} [IF: 3.252] 

 

127.  Importance of C−H∙∙∙O Intramolecular Hydrogen-bonding Across a Nonproteinogenic γ-aminobenzoic 

acid residue: Stabilization of a Flat β-Strand-like Template 

 M. Ramesh, P. V. Bharatam, P. Venugopalan, R. Kishore. 

 Cryst. Growth Des. 2013, 13, 2004-2012. {pvb127-2012-cgd-2004.pdf} [IF: 4.689] 

 

126.  Existance of Dynamic Tautomerism and Divalent N(I) Character in N-(Pyridin-2-yl)thiazol-2-amine 

             S. Bhatia, Y. J. Malkhede, P.V. Bharatam  

 J. Comput. Chem. 2013, 34, 1577-1588. {pvb126-2013-jcc-1577.pdf} [IF: 3.835] 

 

125. Carbene Generation by Cytochromes and Electronic Structure of Heme-Iron-Porphyrin-Carbene 

Complex: A Quantum Chemical Study      

 N. Taxak, B. Patel, P.V. Bharatam  
 Inorg. Chem.  2013, 52, 5097-5109{pvb125-2013-ic-5097.pdf} [IF: 4.593]  

 

124.  Pharmacophoric Features of Drugs with Guanylurea Moiety: An Electronic Structure Analysis 

 Y. Kasetti and P. V. Bharatam 

 J. Mol. Mod.  2013, 19,1865-1874. {pvb124-2013-jmm-1865.pdf}[IF: 1.984] 

 

123.  Mechanistic Insights into the Bioactivation of Phenacetin to Reactive Metabolites: A DFT Study 

  N. Taxak, K.C. Prasad, P.V. Bharatam,  

  Comput. Theor. Chem. 2013, 1007,48-56. {pvb123-2013-ctc-48.pdf} [IF: 1.371] 

 



30 

 

122.  Synthesis, biological evaluation, and molecular modeling studies of novel heterocyclic compounds as 

anti-proliferative agents  

 A. Chaudhary, P. P. Sharma, G. Bhardwaj, V. Jain, P. V. Bharatam, B. Shrivastav, R. K. Roy,  

 Med. Chem. Res. 2013, 22,5654-5669. {pvb122-2013-mcr-5654.pdf} [IF: 1.612] 

 

121.   Density Functrional Study on the Cytochrome-mediated S-Oxidation: Identification of Crucial Reactive 

intermediate on the Metabollic path of thiazolidenediones. 

  N. Taxak, V.A. Dixit, P.V. Bharatam 

  J. Phys. Chem. A, 2012, 116,10441–10450. {pvb121-2012-jpca-10441.pdf} [IF: 2.771] 

 

120.  Synthesis of self-assembling glycerotriazolophanes 

 M. Tyagi, N. Taxak, P.V. Bharatam, K.P.R. Kartha 

 RSC Adv.  2012, 2,11366-11371. {pvb120-2012-rsca-11366.pdf} [IF: 2.562] 

 

119.     Site-Selective Electrophilic Cyclization and Subsequent Ring Opening: An Efficient Route to 

Pyrrolo[1,2-a] quinolines and Indolizines  

 T. Aggarwal, S. Kumar, D. Dhaked, R. Tiwari, P.V. Bharatam, A.K.Verma 

 J. Org. Chem. 2012, 77,8562–8573{pvb119-2012-joc-8562.pdf} [IF: 4.569] 

 

118. C–H Bond Functionalization Under Metalation–Deprotonation Process: Regioselective Direct Arylation 

of 3-Aminoimidazo[1,2-a]pyrazine 

 S.K. Guchhait, S. Kandekar, M. Kashyap, N. Taxak, P.V. Bharatam 

 J. Org. Chem. 2012, 77,8321–8328. {pvb118-2012-joc-8321.pdf} [IF: 4.569] 

 

117.  Divalent N(I) Character in 2-(thiazol-2-yl)guanidine: An Electronic Structure analysis  

 S. Bhatia, C. Bagul, Y. Kasetti, D.S. Patel and P.V. Bharatam  

 J. Phys. Chem. A 2012,116,9071-9079. {pvb117-2012-jpca-9071.pdf} [IF: 2.899]  

 

116.  Dendrimer Building ToolKit: Model Building and Characterization of Various Dendrimer Architectures  

             V. Maingi; V. Jain; P.V. Bharatam; P. K. Maiti. 

 J. Comp. Chem. 2012,33, 1997–2011{pvb116-2012-jcc-1997.pdf} [IF: 4.22] 

 

115.  Metabolic-intermediate Complex Formation with Cytochrome P450: Theoretical Studies in Elucidating 

the Reaction Pathway for the Generation of Reactive Nitroso Intermediate  

 N. Taxak, P. V. Desai, B. Patel,M. Mohutsky,V. J. Klimkowski, V. Gombar, P.V. Bharatam 

 J. Comp. Chem. 2012, 33, 1740-1747{pvb115-2012-jcc-1740.pdf} [IF: 4.22] 

 

114. Conformational Polymorphism in Bicalutamide: A Quantum Chemical Study  

 D. K. Dhaked, V. Jain, Y. Kasetti, P.V. Bharatam 

 Struct Chem. 2012, 23,1857-1866. {pvb114-2012-sc-1857.pdf} [IF: 1.812]  

 

113.  2-Aminopyrimidine Based 4-Aminoquinoline Antiplasmodial and Antimycobacterial Agents. Synthesis, 

Biological Activity, Structure-Activity Relationship and Mode of Action Studies 

 K. Singh, H. Kaur, K. Chibale, J. Balzarini, S. Little, P. V. Bharatam 

 Eur. J. Med. Chem. 2012, 52, 82-97{pvb113-2012-ejmc-82.pdf} [IF: 3.5] 

 

112. Fourth generation detour matrix based topological indices for QSAR/QSPR part-1: development and 

evaluation 

 R.K. Marwaha, H. Jangra, K. C. Das, P.V. Bharatam, A. K. Madan 
 

 Int. J. Comp. Biol. Drug Des. 2012, 5, 335-360. {pvb112-2012-ijcbdd-335.pdf} [IF 4.18]  

 



31 

 

111.  3D QSAR and molecular docking studies on 3-anilino-4-aryl-malemide derivatives as glycogen synthase 

kinase 3β inhibitors.  

 M. Akhtar, P.V. Bharatam 

 Chem. Biol. Drug Des. 2012,79,560-571{pvb111-2012-cbdd-560.pdf} [IF: 2.527]  

 

110.  Complex-Induced Proximity Effect in the Regioselective Lithiation of Pyridine Derivatives 

 J.S. Dhau, A. Singh, Y. Kasetti, P.V. Bharatam 

 Eur. J. Org. Chem. 2012, 1746-1752{pvb110-2012-ejoc-1746.pdf} [IF:  3.206] 

 

109.  Tautomerism in drugs with Benzimidazole Carbamate Moiety: An Electronic Structure Analysis 

 Y. Kasetti, P. V. Bharatam 

 Theor. Chem. Acc. 2012, 131, 1160{pvb109-2012-tca-1160.pdf} [IF:  2.903]  

 

108.  Computational study on the conformational preferences in Nateglinide 

 V. Jain, D.K. Dhaked, Y. Kasetti, P.V. Bharatam 

 J. Phys. Org. Chem. 2012, 25,649-657{pvb108-2012-jpoc-649.pdf} [IF:  1.478]  

 

107.  CytochromeP450 Isoenzyme Specificity in the Metabolism of Anti-malarial Biguanides: Molecular 

Docking and Molecular Dynamics Analyses 

 D. S. Patel, M. Ramesh, P.V. Bharatam 

 Med. Chem. Res., 2012, 21, 4274-4289{pvb107-2012-mcr-4274.pdf} [IF:  1.058]  

 

106.   CYP Isoform specificity towards drug metabolism: Analysis using common feature hypothesis 

 M. Ramesh, P.V. Bharatam. 

 J. Mol. Mod. , 2012, 18, 709-720. {pvb106-2012-jmm-709.pdf} [IF: 2.336]  

 

105.  Toxic metabolite formation from Troglitazone (TGZ): New Insights from DFT study. 

 V.A. Dixit, P.V. Bharatam 

 Chem. Res. Tox. 2011, 24, 1113-1122. {pvb105-2011-crt-1113.pdf} [IF: 3.74]  

 

104.    Entrapment and Kinetic Resolution of Stabilized Axial and Equatorial Conformers of Spiro-β-Lactams,  

 N. Anand, B.A. Shah, M. Kapoor, R. Parshad, R.L. Sharma, M. S. Hundal, A.P. S. Pannu, P.V. Bharatam, 

S.C. Taneja 
 

J. Org. Chem. 2011, 76, 5999-6006 {pvb104-2011-joc-5999.pdf} [IF: 4.219]  

 

103.   N-Fused imidazoles as novel anticancer agents that inhibit catalytic activity of topoisomerase IIα and 

induced apoptosis in G1/S phase. 

 A.T. Baviskar, C. Madaan, R. Preet, P. Mohapatra, V. Jain, A. Agarwal, S.K. Guchhait, C. N. Kundu, 

U.C. Banerjee, P. V. Bharatam.  

 J. Med. Chem. 2011, 54, 5013-5030 {pvb103-2011-jmc-5013.pdf} [IF: 5.207]  

 

102.   Divalent N(I) compounds with two lone pairs on nitrogen. 

 D.S. Patel, P.V. Bharatam.  

 J. Phys. Chem.  A, 2011, 115,7645-7655. {pvb102-2011-jpca-7645} [IF: 2.899]  

 

101.  S-Oxidation of thiazolidinedione with hydrogen peroxide, peroxynitrous acid, and C4a-

hydroperoxyflavin: A theoretical study.  

 N. Taxak, V. Parmar, D.S. Patel, A. Kotasthane,  P.V. Bharatam.  

 J. Phys. Chem. A, 2011,  115,   891-898. {pvb100-2011-jpca-891.pdf} [IF: 2.899] 

 

100.     To bend or not to bend!  The dilemma of allenes.  



32 

 

 D.S. Patel, P.V. Bharatam. 

 J. Org. Chem., 2011, 76, 2558-2567. {pvb101-2011-joc-2558.pdf} [IF: 4.219]  

 

99.  Computer-aided molecular design of 1H-imidazole-2,4-Diamine derivatives as potential inhibitors of 

plasmodium falciparum DHFR enzyme.  

 L. Adane, P.V. Bharatam.  

 J. Mol. Mod., 2011, 17, 657-667. {pvb099-2011-jmm-657.pdf} [IF: 2.336]  

 

98.   A new colorimetric chemodosimeter for Hg
2+

 based on charge-transfer compound of N-methylpyrrole 

with TCNQ.  

 P. Kaur, S. Kaur, Y. Kasetti, P.V. Bharatam, K. Singh. 

 Talanta, 2010, 83, 644-650. {pvb098-2010-tal-644.pdf}[IF: 3.29] 

 

97.  Intramolecular dihydrogen bond: A new perspective in Lewis acid catalyzed nucleophilic epoxide ring 

opening reaction.  

 V.A. Dixit, P.C. Rathi, P.V. Bharatam.  

 Theochem, 2010, 962, 97-100. {pvb097-2010-theochem-97.pdf}[IF: 1.216]  

 

96.  Comparative 3D QSAR study on β1-, β2-, and β3-adrenoceptor agonists.  

 P. S. Kumar, P.V. Bharatam. 

 Med. Chem. Res., 2010, 19, 1121-1140. {pvb096-2010-mcr-1121.pdf}[IF: 1.058]  

 

95.   Conformational polymorphism in sulfonylurea drugs: Electronic structure analysis 

 Y. Kasetti, N. Patel, S. Sundriyal, P.V. Bharatam. 

 J. Phys. Chem. B, 2010, 114, 11603-11611. {pvb095-2010-jpc-11603.pdf} [IF: 3.471]  
 

94.  Chiral solvating agents for cyanohydrins and carboxylic acids.  

 L.S. Moon, M. Pal, Y. Kasetti, P.V. Bharatam, R. S. Jolly.  

 J. Org. Chem., 2010, 75, 5487-5498. {pvb094-2010-joc-5487.pdf} [IF: 4.219]  

 

93.  A common feature-based 3D-pharmacophore model generation and virtual screening: identification of 

potential PfDHFR inhibitors. 

 L. Adane, P.V. Bharatam, V. Sharma. 

 J. Enzy. Inhibition Med. Chem., 2010, 25, 635-645. {pvb093-2010-jeimc-635.pdf} [IF: 1.496]  

 

92.  Thiourea catalyzed aminolysis of epoxides under solvent free conditions. Electronic control of 

regioselective ring opening. 

 S.S. Chimni, N. Bala, V.A. Dixit, P.V. Bharatam.  

 Tetrahedron, 2010, 66, 3042-3049. {pvb092-2010-tet-3042.pdf} [IF: 3.219] 

 

91.   A simple, mild, and regioselective method for the benzylation of carbohydrate derivatives promoted 

bysilver carbonate.  

 S. Malik, V.A. Dixit, P.V. Bharatam, K.R.P. Kartha. 

 Carbohydr. ReS. 2010, 345, 559-564. {pvb091-2010-carbohydrate-559.pdf} [IF: 2.025]  

 

90.  Electronic structure and reactivity of guanylthiourea: A quantum chemical study 

 A. Mehdi, L. Adane, D.S. Patel, P.V. Bharatam.  

 J. Comput. Chem. 2010, 31, 1259-1267. {pvb90-2010-jcc-1259.pdf} [IF: 3.769] 

 

89.  Inclusion complexes of noscapine in β-cyclodextrin offer better solubility and improved 

pharmacokinetics.  



33 

 

 J. Madan, N. Dhiman, V.K. Parmar, S. Sardana, P.V. Bharatam, R. Aneja, R. Chandra, A. Katyal.  

 Cancer Chemother.  Pharmacol. 2010, 65, 537-548. {pvb089-2010-carcer-chemo-537.pdf} [IF: 2.654] 

 

88.  Importance of selenium in antioxidant behavior of ebselen: A theoretical study.  

 D. Kaur, P. Sharma, P. V. Bharatam. 

 Theochem, 2010, 939, 118-123. {pvb088-2010-theochem-118.pdf} [IF: 1.216]  

 

87.  Shape- and chemical feature-based 3D-pharmacophore model generation and virtual screening: 

Identification of Potential Leads for PfDHFR Enzyme Inhibition. 

 L. Adane, D.S. Patel, P.V. Bharatam.  

 Chem. Biol. Drug Design, 2010, 75, 115-126. {pvb087-2010-cbdd-115.pdf} [IF: 2.473]  

 

86.  A DFT and CASSCF Study of photocycloaddition reactions of biradicals from 6-Amino-2-(3-Thienoyl)-

1,4-benzoquinone. 

 G. Sharma, I. Abraham, R. Pardasani, P.V. Bharatam, T. Mukherjee. 

 Bull. Chem. Soc. Jpn., 2009, 82, 1477-1488. {pvb086-2009-bcsj-1477.pdf} [IF: 1.726]  

 

85.  3D-QSAR analysis of cycloguanil derivatives as inhibitors of A16V + S108T mutant Plasmodium 

falciparumdihydrofolate reductase enzyme. 

 L. Adane, P.V. Bharatam. 

 J. Mol. Graph. Mod., 2009, 28, 357-367. {pvb085-2009-jmgm-357.pdf} [IF: 2.169]  

 

84.  Important pharmacophoric features of pan PPAR agonists: Common chemical feature analysis and virtual 

screening. 

 S. Sundriyal, P.V. Bharatam.  

 Eur. J. Med. Chem., 2009, 44, 3488-3495. {pvb084-2009-ejmc-3488.pdf} [IF: 3.269] 

 

83.   Sum of activities‘ as dependent parameter: A new CoMFA-based approach for the design of 

pan PPARagonists. 

 S. Sundriyal, P.V. Bharatam. 

 Eur. J. Med. Chem., 2009, 44, 42-53. {pvb083-2009-ejmc-42.pdf} [IF: 3.269]  

 

82.  A New chiral shift reagent for determination of enantiomeric excess and absolute configuration of 

cyanohydrins.  

 L.S. Moon, R.S. Jolly, Y. Kasetti, P.V. Bharatam. 

 Chem. Commun., 2009, 1067-1069. {pvb082-2009-cc-1067.pdf} [IF: 5.504]  

 

81.  Novel 

N(L)2 species with two lone pairs on nitrogen: systems isoelectronic to carbodicarbenes. 

 D.S. Patel, P.V. Bharatam. 

 Chem. Commun., 2009, 1064-1066. {pvb81-2009-cc-1064.pdf} [IF: 5.504]  

 

80.  New PPAR ligands based on barbituric acid: Virtual Screening, synthesis and receptor binding studies.  

 S. Sundriyal, B. Viswanand, P.R. Rao, A.K. Chakraborti, P.V. Bharatam.  

 Bioorg. Med. Chem. Letts. , 2008, 18, 4959-4962. {pvb080-2008-bmcl-4959.pdf} [IF: 2.65]  

 

79.  New PPAR ligands based on 2-hydroxy-1,4-naphthoquinone: Computer-aided design, synthesis and 

receptor-binding studies.  

 S. Sundriyal, B. Viswanand, E. Bharathy, P.R. Rao, A.K. Chakraborti, P.V. Bharatam. 

 Bioorg. Med. Chem. Letts., 2008, 18, 3192-3195. {pvb079-2008-bmcl-3192.pdf} [IF: 2.65]  

 



34 

 

78.   A Study of BF3-promoted ortho lithiation of anilines and DFT calculations on the role of fluorine–lithium 

interactions.  

 S.V. Kesar, P. Singh, K.N. Singh, P.V. Bharatam, A.K. Sharma, S. Lata, A.  Kaur. 

 Angew. Chem. Int. Ed., 2008, 47, 4703-4706. {pvb078-2008-aiee-4703.pdf} [IF: 11.829]  

 

77.  CoMFA analysis of dual/multiple PPAR activators.  

 P. Shah, A. Mittal, P.V. Bharatam. 

 Eur. J. Med. Chem., 2008, 43, 2784-2791. {pvb077-2008-ejmc-2784.pdf} [IF: 3.269]  

 

76.  Tautomeric preferences and electron delocalisation in biurets, thiobiuret and dithiobiuret: an ab initio 

study. 

  L. Adane, P.V. Bharatam. 

 Int. J.  Quant. Chem., 2008, 108, 1277-1286. {pvb076-2008-ijqc-1277.pdf} [IF: 1.315]  

 

75.  Selectivity criterion for pyrazolo[3,4-b]pyrid[az]ine derivatives as GSK-3 inhibitors: CoMFA and 

molecular docking studies.   

 D.S. Patel,  P.V. Bharatam. 

 Eur. J. Med. Chem., 2008, 43, 949-957. {pvb075-2008-ejmc-949.pdf} [IF: 3.269]  

 

74.   Minimum requirements of hydrophobic and hydrophilic features in cationic peptide antibiotics (CPAs): 

Pharmacophore generation and validation with cationic steroid antibiotics (CSAs).  

 S. Sundriyal, R.K. Sharma, R. Jain. P. V. Bharatam.  

 J. Mol. Mod., 2008, 14, 265-278. {pvb074-2008-jmm-265.pdf} [IF: 2.336]  

 

73.  Design of benzene-1,2-diamines as selective inducible nitric oxide synthase inhibitors: a combined de 

novo design and docking analysis.  

 S.M. Francis, A. Mittal, M. Sharma,  P. V. Bharatam. 

 J. Mol.  Model., 2008, 14, 215-244. {pvb073-2008-jmm-215.pdf} [IF: 2.336] 

 

72.  Understanding selenocysteine through conformational analysis, proton affinities, acidities and bond 

dissociation energies.   

 D. Kaur, P. Sharma., P.V. Bharatam, M. Kaur. 

 Int. J. Quant. Chem., 2008, 108 , 983-991. {pvb072-2008-ijqc-983.pdf} [ IF: 1.315]  

 

71. Metforminand glitazones: does similarity in biomolecular mechanism originate from tautomerism in these 

drugs? 

 S. Sundriyal, S. Khanna, R. Saha, P.V. Bharatam.  

 J. Phys. Org. Chem., 2008, 21, 30-33. {pvb071-2008-jpoc-30.pdf} [IF: 1.602] 

 

70.  Design of fructose-2,6-bisphosphatase inhibitors: A novel virtual screening approach.  

 M.S. Shaikh, A. Mittal, P.V. Bharatam 

 J. Mol. Graph. Mod., 2008, 26, 900-906. {pvb070-2008-jmgm-900.pdf} [IF: 2.169]  

 

69.   Ab initio study on N,N‘,N‘‘-triaminoguanidine.  

 P. Iqbal, D.S. Patel, P. V. Bharatam.  

 J. Phys. Org. Chem., 2007, 20, 1072-1080. {pvb069-2007-jpoc-1072.pdf} [IF: 1.602] 

 

68.  Identification of potential glycogen kinase-3 inhibitors by structure based virtual screening.  

 N. Dessalew, P. V. Bharatam. 

 Biophys. Chem., 2007, 128, 165-175. {pvb068-2007-bpc-165.pdf} [IF: 2.272]  

 



35 

 

67.  Structure based de novo design of novel glycogen synthase kinase 3 inhibitors.  

 N. Dessalew, P. V. Bharatam. 

 Bioorg. Med. Chem., 2007, 15, 3728-3736. {pvb067-2007-qcs-85.pdf} [IF: 2.822] 

 

66.  3D-QSAR CoMFA study on aminothiazole derivatives as cyclin-dependent kinase 2 inhibitors.  

 N. Dessalew, P. V. Bharatam, S.K. Singh. 

 QSAR Comb. Sci, 2007, 26, 85-91. {pvb066-2007-qcs-85.pdf} [IF: 3.027]  

 

65.  An Experimental and computational study of stereoselectivity and reactivity in Lewis acid promoted 

lithiation-substitution of tertiary amine.  

 S.V. Kessar, P. Singh, K.N. Singh, P. Venugopalan, A. Kaur, P. V. Bharatam, A. K. Sharma.  

 J. Am. Chem. Soc., 2007, 129, 4506-4507. {pvb065-2007-jacs-4506.pdf} [IF: 8.58] 

 

64.  3D-QSAR and molecular docking study on bisarylmaleimide series as glycogen synthase kinase 3, cyclin 

dependent kinase 2 and cyclin dependent kinase 4 inhibitors: An insight into the criteria for selectivity. 

 N. Dessalew, P. V. Bharatam.  

 Eur. J. Med. Chem., 2007, 42, 1014-1027. {pvb064-2007-ejmc-1014.pdf} [IF: 3.269] 

 

63.  3D-QSAR CoMFA study on oxindole derivatives as cyclin dependent kinase 1 (CDK1) and cyclin 

dependent kinase 2 (CDK2) inhibitors. 

 S.K. Singh, N. Dessalew, P. V. Bharatam.  

 Med. Chem., 2007, 3, 75-84. {pvb063-2007-mc-75.pdf} [IF: 1.642]  

 

62.  3D-QSAR studies of substituted 1-(3, 3-diphenylpropyl)-piperidinyl amides and ureas as CCR5 receptor 

antagonists.  

 Y.D. Aher, A. Agarwal, P. V. Bharatam, P. Garg.  

 J. Mol. Mod., 2007, 13, 519-529. {pvb062-2007-jmm-519.pdf} [IF: 2.336]  

 

61.  A comparative study on the nature and strength of O-O, S-S and Se-Se bond. 

 D.  Kaur, P. Sharma, P. V. Bharatam.  

 Theochem, 2007, 810, 31-37. {pvb061-2007-theochem-31.pdf} [IF: 1.216]  

 

60.  Synthesis, in vitro and in silico evaluation of L-tyrosine containing PPAR/ dual agonists.   

 R. Kumar, U. Ramachandran, S. Khanna, P. V. Bharatam, S. Raichur, R. Chakrabarti. 
 

Bioorg. Med. Chem., 2007, 15, 1547-1555. {pvb060-2007-bmc-1547.pdf} [ IF: 2.822]  

 

59.  3D-QSAR and molecular docking studies on pyrazolopyrimidine derivatives as glycogen synthase kinase-

3β inhibitors. 

 N. Dessalew, D.S. Patel, P. V. Bharatam.  

 J. Mol. Graph Model., 2007, 25, 885-895. {pvb059-2007-jmgm-885.pdf} [IF: 2.169]  

 

58.  Substituent effects on the proton affinities of selenoamides: A theoretical study.  

 D. Kaur, P. Sharma, R.P. Kaur, M. Kaur, P.V. Bharatam. 

 Theochem, 2007, 805, 119-125. {pvb058-2007-theochem-119.pdf} [IF: 1.216]  

 

57.  Investigation of potential glycogen synthase kinase 3 inbibitors using pharmacophore mapping and virtual 

screening.  

 N. Dessalew, P.V. Bharatam,  

 Chem. Biol. Drug. Design, 2006, 68, 154-165. {pvb057-2007-cbdd-154.pdf} [IF: 2.473]  

 



36 

 

56.  3D QSAR CoMFA study on indenopyrazole derivatives as cyclin dependent kinase 4 (CDK4) and cyclin 

dependent kinase 2 (CDK2) inhibitors.   

 S.K. Singh, N. Dessalew, P. V. Bharatam  

 Eur. J. Med. Chem., 2006, 41, 1310-1319. {pvb056-2006-ejmc-1310.pdf} [IF: 3.269] 

 

55.  Molecular electrostatic potentials in the design of dendrimers for the delivery of glitazones.  

 P. V. Bharatam, S. Sundriyal. 

 J. Nanosci. Nanotechnol., 2006, 6, 3277-3282. {pvb055-2006-jnn-3277.pdf} [IF: 1.435]  

 

54.  New leads for selective GSK-3 inhibition: Pharmacophore mapping and virtual screening studies.  

 D.S. Patel, P. V. Bharatam. 

 J. Comput. Aided Mol. Des., 2006, 20, 55-66. {pvb054-2006-jcmd-55.pdf} [IF: 3.835]  

 

53.  Theoretical studies on electron delocalisation in diaminoguanidine.  

 P. V. Bharatam, P. Iqbal. 

 J. Comput. Chem, 2006, 27, 334-343. {pvb053-2006-jcc-334.pdf} [IF: 3.769]  

 

52.  Bonding trends of thiosemicarbazones in mononuclear and dinuclear Copper(I) Complexes: Syntheses, 

structures, spectroscopy and theoretical aspects.  

 T.S. Lobana, Rekha, R. J. Butcher,A. Castineiras, E. Bermejo,  P. V. Bharatam.  

 Inorg. Chem., 2006, 45, 1535-1542. {pvb052-2006-ic-1535.pdf} [IF: 4.657]  

 

51.  Potential energy surface of thionylimide. 

 P. V. Bharatam, A.D. Kaur, P.S. Kumar. 

 Int. J. Quant. Chem., 2006, 106, 1237-1249. {pvb051-2006-ijqc-1237.pdf} [IF: 1.315]  

 

50.  Substituent and solvent effects on the rotational barriers in selenoamides: A theoretical study.  

 D. Kaur, P. Sharma, P. V. Bharatam, N. Dogra.  

 Theochem, 2006, 759, 41-49.{pvb050-2006-theochem-41.pdf} [IF: 1.216]  

 

49.  Pharmacophoric features of biguanide derivatives: An electronic and structural analysis. 

 P. V. Bharatam, D.S. Patel, P. Iqbal.  

 J. Med. Chem., 2005, 48, 7615-7622. {pvb049-2005-jmc-7615.pdf} [IF: 4.802]  

 

48.  Amide resonance in thio- and seleno- Carbamates: A theoretical study.  

 D. Kaur, P. Sharma, P. V. Bharatam. 

 Theochem, 2005, 757, 149-153. {pvb048-2005-theochem-149.pdf} [IF: 1.216]  

 

47.  Effect of iminic nitrogen substituents on [4+2] vs. [3+2] cycloaddition pathways in reactions of 

nitrosoalkenes with simple acyclic imines: An experimental and theoretical investigation.  

 A. Marwaha, P. V. Bharatam, M. P. Mahajan.  

 Tet. Lett., 2005, 46, 8253-8256. {pvb047-2005-tet-let-8253.pdf} [ IF: 2.66]  

 

46.  Theoretical studies on S-N interactions in sulfoximine.  

 P.S. Kumar, P. V. Bharatam.  

 Tetrahedron, 2005, 61, 5633-5639. {pvb046-2005-Tet-5633.pdf} [ IF: 3.219]  

 

45.  Electronic structure of sulfimides: A theoretical study.  

 P.S. Kumar, P. Singh, P. Uppal, P.V. Bharatam.  

 Bull. Chem. Soc. Jpn., 2005, 78, 1417-1424. {pvb045-2005-bcsj-1417.pdf} [ IF: 1.726]  

 



37 

 

44.  Additity of molecular fields: CoMFA study on dual activators of PPAR and PPAR.  

 S. Khanna, M.E. Sobhia and P. V. Bharatam.  

 J. Med. Chem., 2005, 48, 3015-3025. {pvb044-2005-jmc-3015.pdf} [IF: 4.802]  

 

43.  CoMFA study on selective human 3-adrenoreceptor agonists.  

 P.S. Kumar, P. V. Bharatam.  

 ARKIVOC, 2005, XIII, 67-79. {pvb043-2005-ar-67.pdf} [ IF: 1.377] 

 

42.  Comparative molecular similarity indices analysis (CoMSIA) studies of 1,2-naphthoquinone derivatives 

as PTP1B inhibitors. 

 M.E. Sobhia, P. V. Bharatam.  

 Bioorg. Med. Chem. 2005, 13, 2331-2338. {pvb042-2005-bmc-2331.pdf} [ IF: 2.822] 

 

41.  Candida rugosa lipase mediated multigram synthesis of acid part of S(+)-atliprofen, a new NSAID and 

molecular modeling studies aimed at predicting selectivity of the enzyme.  

 S. Mittal, S. Khanna, A. Roy, P. V. Bharatam, H.P.S. Chawla.  

 Enzyme Microb. Technol.2005, 36, 232-238. {pvb041-2005-emt-232.pdf} [ IF: 2.638]  

 

40.  Electron delocalization in aminoguanidine: A computational study.  

 P. V. Bharatam, P. Iqbal, A. Malde, R. Tiwari.  

 J. Phys. Chem. A, 2004, 108, 10509-10517. {pvb040-2004-jpca-10509.pdf} [IF: 2.899]  

 

39.  5-Hydroxycyclooctanone–hemiacetal rearrangement: Ab initio mechanistic Study.  

 H. Singh, T.V.  Singh, P. V. Bharatam, P.Venugopalan.   

 Theochem, 2004, 685, 139-145. {pvb039-2004-theochem-139.pdf} [IF: 1.216]  

 

38.  Rapid racemization in thiazolidinediones: A quantum chemical study.  

 P. V. Bharatam, S. Khanna. 

 J. Phys. Chem. A, 2004, 108, 3784-3788. {pvb038-2004-JPC-3784.pdf} [IF: 2.899]  

 

37.  Theoretical investigations on R(O)nS-NO (n=0,1,2) systems.  

 P. V. Bharatam, Amita, P. S. Kumar,  

 Tetrahedron, 2004, 60, 4801-4805. {pvb037-2004-tet-4801.pdf} [IF: 3.219]  

 

36. 3D-QSAR studies of pyruvate dehydrogenase kinase inhibitors based on a divide and conquer strategy.  

 T.L. Aboye, M.E. Sobhia, P. V. Bharatam.  

 Bioorg. Med. Chem., 2004, 12, 2709-2715. {pvb036-2004-bmc-2709.pdf} [IF: 2.822]  

 

35.  Solid-state characterization of rifampicin samples and its biopharmaceutic relevance.  

 S. Agrawal, Y. Ashokraj, P. V. Bharatam, O. Pillai, R. Panchagnula.   

 Eur.  J. Pharma. Sciences, 2004, 22, 127-144. {pvb035-2004-ejps-127pvb044-2004-ejps-127.pdf} [IF: 

2.608]  

 

34.  Studies on some glitazones having pyridine as the linker unit.   

 U. Ramachandran, A. Mital, P. V. Bharatam, S. Khanna, P. Rama Rao, K. Srinivasan, R. Kumar, H.P.S. 

Chawla,  C. L. Kaul, S. Raichur, R. Chakrabarti. 

 Bioorg. Med. Chem., 2004, 12, 655-662. {pvb034-2004-bmc-655.pdf} [IF: 2.822]  

 

33.  Synthesis and evaluation of S-4-(3-thienyl)phenyl--methylacetic acid.  

 S. Mittal, A. Malde, C. Selvam, K.H.S. Arun, P.S. Johar, S.M. Jachak, P. Ramarao, P. V. Bharatam, 

H.P.S. Chawla. 



38 

 

 Bioorg. Med. Chem. Letts., 2004, 14, 979-982. {pvb033-2004-bmcl-979.pdf} [IF: 2.65]  

 

32.  Theoretical studies on the stereochemical course of 1,3-dipolar Cycloadditon of azomethine ylides 

derived from indol-2,3-dione and thiazolidine-4-carboxylic Acid. 

 R.T. Pardasani, P. Pardasani, S. K. Yadav and P. V. Bharatam.  

 J. Heterocyclic Chem., 2003, 40, 557-563. {pvb032-2003-jhc-557.pdf} [IF: 1.009]  

  

31.  Electron deficient bridges involving silylenes: A theoretical study.   

 P. V. Bharatam, R. Moudgil, D. Kaur.  

 Inorg. Chem., 2003, 42, 4743-4749. {pvb031-2003-ic-4743.pdf} [IF: 4.657] 

 

30.  Origin of 1,3-induction in the addition of alkyl lithium to imines bearing an N-stereogenic centre.  

 Nancy, S. Ghosh, N. Singh, G.K. Nanda, P. Venugopalan, P. V. Bharatam, S. Trehan.  

 Chem. Commun., 2003,1420-1421. {pvb030-2003-cc-1420.pdf} [IF: 5.504]  

 

29.  Electronic structure of sulfanenitriles.  

 P. V. Bharatam, Amita, P. S. Kumar. 

 Bull. Chem. Soc. Jpn., 2003, 76, 1911-1917. {pvb029-2003-bcsj-1911.pdf}[IF: 1.726]  

 

28.  Electronic structure of N-sulfenylimines.   

 P. V. Bharatam, Amita, D. Kaur.  

 J. Phys. Org. Chem., 2003, 16, 183-188. {pvb028-2003-jpoc-183.pdf} [IF: 1.602]   

 

27.  Theoretical studies on the conformational preferences of 1,3-diazabuta-1,3-dienes.  

 R.S. Kumar, A. Marwah, P. V. Bharatam, M.P. Mahajan. 

 Theochem, 2003, 640, 1-12. {pvb027-2003-theochem-1 .pdf} [IF: 1.216]  

 

26.  Electron delocalisation in isocyanates, formamides, and ureas: Importance of orbital interactions.  

 P. V. Bharatam, R. Moudgil, D. Kaur.  

 J. Phys. Chem. A, 2003, 107, 1627-1634. {pvb026-2003-jpca-1627.pdf} [IF: 2.899]   

 

25.  Electronic structure of N-sulfonylimines.   

 P. V. Bharatam, Amita,  D. Kaur.  

 Tetrahedron, 2002, 58, 10335-10339. {pvb025-2002-tet-10335.pdf} [IF: 3.219]   

 

24.  Negative hyperconjugative interactions in S-nitrosothiols: A theoretical study.   

 P. V. Bharatam, Amita.  

 Tet. Lett., 2002, 43, 8289-8291. {pvb024-2002-tet-let-8289.pdf} [ IF: 2.66]   

 

23.  Lewis donor and acceptor interactions of silylenes: A theoretical study.  

 P. V. Bharatam, R. Moudgil, D. Kaur.  

 Organometallics, 2002, 21, 3683-3690. {pvb023-2002-om-3683.pdf} [IF: 4.204]  

 

22.  Theoretical studies on the S-N interactions in sulfinamides.  

 P. V. Bharatam, Amita, D. Kaur.   

 J. Phys. Org. Chem, 2002, 15, 197-203. {pvb022-2002-jpoc-197.pdf} [IF: 1.602]  

 

21.  Theoretical studies on S-N interactions in sulfonamides.  

 P. V. Bharatam, Amita, A. Gupta, D.  Kaur.  

 Tetrahedron, 2002, 58, 1759-1764. {pvb021-2002-tet-1759.pdf} [ IF: 3.219]  

 



39 

 

20.  Dienophilic behaviour of the vinylic (C=C) and the carbonyl (C=O) bonds ketenes in reactions with 1,3-

diazabuta-1,3-dienes.  

 P. V. Bharatam, R.S. Kumar, M.P. Mahajan.  

 Org. Lett. 2000, 2, 2725-2728. {pvb020-2000-org-let-2725.pdf} [IF: 5.42]  

 

19.  Se-N interactions in selenohydroxyalamine: A theoretical study.  

 P. V. Bharatam, R. Moudgil, D. Kaur.   

 J. Chem. Soc., Perkin Trans. 2, 2000,2469-2474. {pvb019-2000-perkin-2469.pdf} [IF: 1.77]  

 

18.  Keto ⇋ enol, imine ⇋ enamine and nitro ⇋ aci-nitro tautomerism and their interrelationship in substituted 

nitroethylenes.  Keto, imine, nitro and vinyl substituent effects and the importance of H-bonding.  

 K. Lammertsma, P. V. Bharatam.  

 J. Org. Chem., 2000, 65, 4662-4670. {pvb018-2000-joc-4662.pdf} [IF: 4.219]  

 

17.  Theoretical investigation on the conformational preferences of sulfinimines.  

 P. V. Bharatam, P. Uppal, Amita, D. Kaur,  

 J. Chem. Soc., Perkin Trans. 2, 2000, 43-50. {pvb017-2000-perkin-43.pdf} [IF: 1.77]  

 

16.  N-inversion and C-N rotational barriers in HX=CH-NH2 (X=N,P,As) compounds : An ab initio study.  

 B.V. Prasad, G. Grover, P. Uppal, D. Kaur.  

 Theochem, 1999, 458, 227-237. {pvb016-1999-theo-227.pdf} [IF: 1.216]  

 

15.  Regioselective [4+2] cycloaddition versus nucleophilic reactions of N-arylamino substituted 1,3-diaza-

1,3-butadienes with ketenes: Synthesis of pyrimidinone and fused pyrimidinone derivaties. Part II.   

 P.D. Dey, A.K. Sharma, P.V. Bharatam, M.P. Mahajan.  

 Tetrahedron, 1997, 53, 13829-13840. {pvb015-1997-tet-13829.pdf} [IF: 3.219]  

 

14.  Barrier to C-N rotation in selenoformamide: An ab initio study.  

 B.V. Prasad, P. Uppal, P.S. Bassi.  

 Chem. Phys. Lett., 1997, 276, 31-38. {pvb014-1997-cpl-31.pdf} [ IF: 2.291]  

 

13.  Isomer preferences in 5-, 6-, and 7- vertex monoheteroboranes - a theoretical study.  

 E.D. Jemmis, G. Subramanian, B. V. Prasad,  

 Inorg. Chem., 1994, 33, 2046-2048. {pvb013-1994-ic-2046.pdf} [IF: 4.657]  

 

12.  Ab Initio MO studies on the isomers of Si2BH3.   

 G. Subramanian, E.D. Jemmis, B. V. Prasad. 

 Chem. Phys. Lett., 1994, 217, 296-301. {pvb012-1994-cpl-296.pdf} [IF: 2.291]  

 

11.  Imine ⇋ enamine tautomerism.   

 K. Lammertsma, B. V. Prasad.   

 J. Am. Chem. Soc., 1994, 116, 642-650. {pvb011-1994-jacs-642.pdf} [IF: 8.58]  

 

10.  Structure of -S2CPR3 complexes, direction of tilting and compatibility of fragment orbitals.  

 E.D. Jemmis, G. Subramanian, B.V. Prasad.  

 Organometallics, 1993, 12, 4267-4268. {pvb010-1993-om-4267.pdf} [IF: 4.204]  

 

09.  Contrasting structures of pyramidal carbocations and their silicon analogues.  

 E.D. Jemmis, G. Subramanian, B. V. Prasad, S. Tsuzuki, K. Tanabe.  

 Angew. Chem., Int. Ed. Engl., 1993, 32, 865-867. {pvb009-1992-aciee-865.pdf} [IF: 11.829]  

 



40 

 

08.  Nitro ⇋aci-nitro tautomerism. 

 K. Lammertsma, B. V. Prasad,  

 J. Am. Chem. Soc., 1993, 115, 2348-2351. {pvb008-1993-jacs-2348.pdf} [IF: 8.58]  

 

07.  Electronic origin for the geometric preferences of HM3(CO)10(  -CR) compounds.  

 E.D. Jemmis, B. V. Prasad.  

 Organometallics, 1991, 10, 3613-3620. {pvb007-1991-om-3613.pdf} [IF: 4.204]  

 

06.  Electronic structure and reactivity of carbynyl cation (CR
+
) bridged binuclear transition metal complexes.   

 E.D. Jemmis, B. V. Prasad. 

 Organometallics, 1991, 11, 2528-2533. {pvb006-1991-om-2528.pdf} [IF: 4.204]  

 

05.  Analogy between trivalent boron and divalent silicon.   

 E.D. Jemmis, B. V. Prasad, S. Tsuzuki, K. Tanabe. 

 J. Phys. Chem., 1990, 94, 5530-5535. {pvb005-1990-jpc-5530.pdf} [ IF: 2.899]  

 

04.  Theoretical studies on ( - S2CR) bridged cyclopentadienyl molybdenum dimers.   

 B. V. Prasad, C.S. Reddy, E.D. Jemmis. 

 Inorg. Chim. Acta, 1989, 162, 281-285. {pvb004-1989-inorg-chim-281.pdf} [ IF: 2.322] 

 

03.  Theoretical studies of ( -CR) bridging complexes.   

 E.D. Jemmis, B. V. Prasad.  

 Polyhedron, 1988, 7, 871-879. {pvb003-1988-poly-871.pdf} [IF: 2.207]  

 

02.  To tilt or not to tilt? The dilemma of the  -C3R3 ligands in binuclear complexes. 

  E.D. Jemmis, B. V. Prasad. 

 J. Organomet. Chem., 1988, 347, 401-411. {pvb002-1988-jomc-401.pdf} [IF: 2.347]  

 

01.  Reaction of L2W( -CR)2WL2 with C2R2. A theoretical study.  

 E.D. Jemmis, B. V. Prasad.  

 J. Am. Chem. Soc., 1987, 109, 2560-2563. {pvb001-1987-jacs-2560.pdf} [IF: 8.58] 

 

Published (Peer reviewed Indian Journals / Indian publishers) (19)  

 

19.  Pharmacophore mapping and virtual screening for the identification of new PPAR agonists.  

 S. Khanna, S. Sundriyal, P.V. Bharatam 

 J. Ind. Chem. Soc. 2020, 97, 1191-1197. {pvb-ij-2020-jics-1191.pdf} 

 

18.  Assessing Therapeutic Potential of Molecules: Molecular Property Diagnostic Suite for Tuberculosis 

(MPDS-TB). 

A. S. Gaur, A. Bhardwaj, A. Sharma, L. John, M. R. Vivek, N.Tripathi,  P. V. Bharatam   R. Kumar, S. 

Janardhan, A. Mori, A. Banerji, A. Lynn, A. J. Hemrom, A. Passi, A. Singh, A. Kumar, C. Muvva, C. 

Madhuri, C. Choudhury, D. A. Kumar, D. Pandit, D.R. Bharti, D. Kumar, E.R. A. Singam, G. P.S. 

Raghava, H. Sailaja, H. Jangra, K. Raithatha, K. Tanneru, K. Chaudhary, M. Karthikeyan, M. Prasanthi, 

N. Kumar, N. Yedukondalu, N.K. Rajput, P. S. Saranya, P. Narang, P. Dutta,  R. V. Krishnan, R. Sharma, 

R. Srinithi, R. Mishra, S. Hemasri, S. Singh, S. Venkatesan, S. Kumar, U.C.A. Jaleel, V. Khedkar, Y. 

Joshi, G.N. Sastry. 

 J. Chem. Sci. 2017, 129, 515-531. {pvb-ij-18-2017-jcs-515.pdf} 

 

17.  Carbene→ N+ Coordination Bonds in Drugs: A Quantum Chemical Study 

https://scholar.google.co.in/citations?view_op=view_citation&hl=en&user=33_LekMAAAAJ&sortby=pubdate&citation_for_view=33_LekMAAAAJ:a9-T7VOCCH8C


41 

 

D. Kathuria, M. Arfeen, A.A. Bankar, P.V. Bharatam 

J. Chem. Sci. 2016, 128, 1607-1614. {pvb-ij-17-2016-jcs-1607.pdf} 

 

16.  2D QSAR study of glucuronide conjugates of gemfbrozil and its analogues to indentify descriprs for the 

specificity of gembifrozil glocuronide as the mechanism based inhibitor of CYP2C8.   

N. Taxak, P.V. Bharatam 

Ind. J. Pharm. Sci. 2013,75,680-687. {pvb-ij-16-2013-ijddd-680.pdf} 

 

15.  Quantitative Structure Metabolism Relationship (QSMR): Comparative molecular field analysis of 

CYP2D6 substrates 

 M. Ramesh, P.V. Bharatam 

 Int. J. Drug Design and Discovery, 2011, 2, 520-526. {pvb-ij-15-2011-ijddd-520.pdf} 

 

14.  Study of the binding modes of 2,4-quinazoline and 2,4-diamonopteridine analogs in the binding region of 

PfDHFR enzyme: Molecular docking studies. 

 L. Adane, P.V. Bharatam. 

 Ind. J. Phrm. Sci., 2010, 72, 324-333. {pvb-ij-14-2010-ijps-324.pdf} 

 

13.  BioSuite: A comprehensive bioinformatics software package (A unique industry-academia collaboration). 

 M. Vidyasagar, NMITLI-BioSuite team P. V. Bharatam 

 Curr. Sci., 2007, 92, 29-38. {pvb-ij-13-2007-cur-sci-29.pdf} [0.782]   

 

12.  Molecular docking studies of the pyridine derivatives of glitazones.  

 P. V. Bharatam, S. Khanna.  

 Ind. J. Chem., 2006, 45A, 188. {pvb-ij-12-2006-ijc-188.pdf} 

 

11.  Molecular electrostatic potential (MESP) studies on the anti-hyperglycemic agents — 2, 5-

dihydroxyquinones.  

 P. Daga, D.S. Patel, P. V. Bharatam S.R. Gadre, R.K. Dongare.  

 Ind. J. Chem., 2006, 45A, 13-20. {pvb-ij-11-2006-ijc-13.pdf} 

 

10.  Importance of sulfoxidation in rapid racemisation of glitazones.  

 M. Ahmed, S. Khanna, P. V. Bharatam.  

 Ind. J. Chem., 2005, 44B, 600-606. {pvb-ij-10-2005-ijc-600.pdf} 

 

9.  3D-QSAR CoMFA CoMSIA studies on indomethacin derivatives as selective cyclooxygenase-2 

inhibitors.  

 M.A. Babu, M.E. Sobhia, M. Sharma, S. Khanna, P.V.  Bharatam, S.G. Kaskhedikar.    

 Ind. J. Pharm. Sci., 2004, 66, 613-620. {pvb-ij-09-2004-ijps-613.pdf} 

 

8.  Theoretical studies on electron delocalisation in selenourea.   

 R. Moudgil, P. V. Bharatam, R. Kaur. D. Kaur. 

 Proc. Ind. Acad. Sci. (Chem. Sci.), 2002, 114, 223-230. {pvb-ij-08-2002-pias-223.pdf} 

 

7.  S-N interactions in sulfinimines: An ab initio Study.   

 P. V. Bharatam, Amita, P. Uppal, D. Kaur.  

 Ind. J. Chem., 2001, 40B, 181-186. {pvb-ij-07-2000-ijc-181.pdf} 

 

6.  Theoretical studies on the conformations of selenamides.  

 R. Moudgil, D. Kaur, R. Vashisht, P. V. Bharatam.   

 Proc. Ind. Acad. Sci., (Chem. Sci.), 2000, 112, 623-629. {pvb-ij-06-2000-pias-623.pdf} 



42 

 

 

5.  Theoretical studies on nitro substitution in keto-enol and imine-enamine tautomeric  processes.  

 P. V. Bharatam.   

 Ind. J. Chem., 2000, 39A, 100-105. {pvb-ij-05-2000-ijc-100.pdf} 

 

4.  Do silylenes show ambiphilicity? A theoretical study.  

 B.V. Prasad, D. Kaur, P. Uppal.,  

 Ind. J. Chem., 1997, 36A, 1013-1017. {pvb-ij-04-1997-ijc-1013.pdf} 

 

3.  Isolobal analogy between trivalent boron and divalent silicon.  

 E.D. Jemmis, Bharatam V. Prasad, P.V.A. Prasad, S. Tsuzuki, K. Tanabe.  

 Proc. Ind. Acad. Sci. (Chem. Sci.), 1990, 102, 107-115. {pvb-ij-03-1990-pias-107.pdf} 

 

2.  The fragment molecular orbital approach in organometallic reactivity. Reaction on binuclear complexes.  

 E.D. Jemmis, B.V. Prasad. 

 Proc. Ind. Acad. Sci. (Chem. Sci.), 1987, 99, 105-111. {pvb-ij-02-1987-pias-105.pdf} 

 

1.  Theoretical study of the electronic structure and reactions of R2W( -CR)2WR.   

 B.V.R.S.S.V. Prasad, A.D. Prasad, E.D. Jemmis.  

 Proc. Ind. Natl. Sci. Acad., 1986, 52A, 764-775. {pvb-ij-01-1986-pinsa-764.pdf} 

 

Reviews (peer reviewed) (21) 

21.      Recent Developments in the Metal-Free Synthesis of Oxazoles 

           PJ Wanjari, K Mehta, M Kudumula, R Sharma, PV Bharatam 

           Tetrahedron, 134363 

 

20.      Cancer pharmacoinformatics: Databases and analytical tools 

           P Kamble, PR Nagar, KA Bhakhar, P Garg, ME Sobhia, S Naidu, ... 

           Functional & Integrative Genomics 24 (5), 1-37 

 

19.      Molecular Property Diagnostic Suite for COVID-19 (MPDS
COVID-19

): An open access disease 

specific drug discovery portal 

            L Priyadarsinee, E Jamir, S Nagamani, HJ Mahanta, N Kumar, L John, ... 

            bioRxiv, 2023.08. 29.555437 

  

18.      Importance of tautomerism in drugs.  

           Prasad V Bharatam, Omkar R Valanju, Aabid A Wani, Devendra K Dhaked 

           Drug Discovery Today, 2023, 28, 4 {pvb-r-18-2023-DDT-1272} [IF: 8.369] 

 

17. Metal-free synthesis of Imidazoles and 2-aminoimidazoles 

 Nirjhar Saha, Pravin J Wanjari, Gurudutt Dubey, Nutan Mahawar, Prasad V Bharatam 

 J.  Mol. Struct., 2023, 1272, 134092. {pvb-r-17-2023-jms-1272} [IF:3.57] 

 

16. Drug-dendrimer complexes and conjugates: Detailed furtherance through theory and experiments 

 R. Y. Sathe, P. V. Bharatam 

 Adv. Colloid Interface Sci. 2022, 102639 {pvb-r-16-|acis-102639.pdf} [IF: 12.984] 

 

15.  Metal-free methods for the generation of benzimidazoles and 2-aminobenzimidazoles 

https://scholar.google.co.in/citations?view_op=view_citation&hl=en&user=mP2gfdMAAAAJ&sortby=pubdate&citation_for_view=mP2gfdMAAAAJ:tHtfpZlB6tUC
https://scholar.google.co.in/citations?view_op=view_citation&hl=en&user=mP2gfdMAAAAJ&sortby=pubdate&citation_for_view=mP2gfdMAAAAJ:qe6vwMD2xtsC
https://scholar.google.co.in/citations?view_op=view_citation&hl=en&user=mP2gfdMAAAAJ&sortby=pubdate&citation_for_view=mP2gfdMAAAAJ:qe6vwMD2xtsC
https://scholar.google.com/citations?view_op=view_citation&hl=en&user=mP2gfdMAAAAJ&sortby=pubdate&citation_for_view=mP2gfdMAAAAJ:5bg8sr1QxYwC


43 

 

PJ Wanjari, N Saha, G Dubey, PV Bharatam 

Tetrahedron, 2022, 130, 133143 {pvb-r-15-2023-jms-1272}[IF: 2.984] 

 

14.  Biguanides: Species with versatile therapeutic Applications. 

D. Kathuria, A.D. Raul, P. Wanjari, P.V. Bharatam 

Eur. J. Med. Chem. 2021, in print {pvb-r-14-ejmc-xxxx.pdf}[IF:7.088] 

 

13.  C-N bond formation reaction in the design of medicinally important heterocycles 

 F.A. Sofi, P.V. Bharatam  

 Curr. Org. Chem.2020, 24, 2293-2340 {pvb-r-13-2020-coc-2293.pdf} 

 

12.  Mechanistic studies on the drug metabolism and toxicity originating from cytochromes P450 

CK Jaladanki, A Gahlawat, G Rathod, H Sandhu, K Jahan, P.V. Bharatam 

Drug Metabolism Reviews, 2020, 52, 366-394. {pvb-r-12-2020-DMR-366.pdf} 

 
11.  Azines: synthesis, structure, electronic structure and their applications 

 S.S. Chourasiya, D. Kathuria, A.A. Wani, P.V. Bharatam 

 Org. Bimol. Chem. 2019, 17, 8486-8521. {pvb-r-11-2018-obc-8486.pdf} [IF: 3.562]. 

 

10. N L2
+
 systems as new-generation phase-transfer catalysts.  

 N. Patel, R. Sood, P.V. Bharatam  

 Chem. Rev., 2018, 118, 8770-8785. {pvb-r-10-2018-cr-8770.pdf} [IF: 52.6]. 

 

9.  ―What's in a structure?‖ The story of biguanides 

  D. Kathuria, A.A. Bankar, P.V. Bharatam 

  J. Mol. Sturct. 2018, 1152, 61-78.  {pvb-r-09-2018-jms-1152.pdf} [IF: 6.233] 

 

8.  Pharmacoinformatic approaches to understand complexation of dendrimeric nano particles with drugs.  

 V. Jain, P.V.  Bharatam 

 Nanoscale, 2014, 6, 2476-2501. {pvb-r-08-2014-ns-2476.pdf} [IF: 6.233] 

 

7.  SAR and Computer-Aided Drug Design (CADD) approaches in the discovery of Peroxisome Proliferator-

Activated Receptor γ (PPARγ) activators: a perspective.  

 V. A. Dixit and P.V.  Bharatam 

J. Comput. Med. 2013, 2013, Article ID 406049, {pvb-r-07-2013-jcm-406049.pdf} 

 

6.   Design of Glycogen Synthase Kinase-3 inhibitors: An overview on recent advancements.  

 M. Arfeen, P.V. Bharatam  

 Current Pharm. Des., 2013, 19, 4755-4775. {pvb-r-06-2013-cpd-4755.pdf} 

 

5.   Carbones: divalent C(0) compounds.  

 D.S. Patel, P.V. Bharatam.  

 Current Science, 2010, 99, 425-426. {pvb-r-05-2010-cs-425.pdf} 

 

4.   Modelling and informatics in the analysis of P. falciparum DHFR enzyme inhibitors  

 L. Adane, P. V. Bharatam. 

 Curr. Med. Chem., 2008, 15, 1552-1569. {pvb-r-04-2008-cmc-proofs.pdf} 

 

3.  Modelling and informatics in designing anti-diabetic agents.  

javascript:void(0)
javascript:void(0)
javascript:void(0)


44 

 

 P.V. Bharatam, D.S. Patel. L. Adane, A. Mittal, S. I. Sundriyal,  

 Curr. Pharm. Design, 2007, 13, 3518-3530. {pvb-r-03-2007-cpd-3518.pdf} 

 

2. Structure-based approaches in the design of GSK-3 selective inhibitors.  

 D.S. Patel, N. Dessalew, P. Iqbal, P. V. Bharatam.  

 Curr. Protein & Peptide Sci., 2007, 8, 352-364. {pvb-r-02-2007-cpps-352.pdf} 

 

1. Nitro-aci-nitro tautomerism in high-energy nitro compounds.  

 P. V. Bharatam, K. Lammertsma.  

 ENERGETIC MATERIALS, 12-Part 1. Decomposition, Crystal and Molecular Properties 2003, 12, 

61-89. {pvb-r-01-2003-jtcc-61.pdf} 

 

Book Chapters  (9)  

 

9.  Unusual Bonding between Second Row Main Group Elements  

 Gurudutt Dubey and P. V Bharatam 

 In “Atomic Clusters with Unusual Structure, Bonding and Reactivity‖ Ed. P.K. Chattaraj, Elsevier 2023, 

61-68 {pvb-bc-09-2023.pdf} 
  

8.  Computer Aided Drug Design 

 Chapter 6 in ―Drug Discovery and Development‖ Ed. P. Rama Rao 

Springer, 2021, pp 137-210. {pvb-bc-08-2019.pdf} 

 

7.  Structure-Based Drug Design of PfDHODH Inhibitors as Antimalarial Agents 

S. Bhagat, A. Gahlawat, P. V. Bharatam 

 Chapter 1, in ―Structural Bioinformatics: Applications in Preclinical Drug Discovery Process‖  

Ed. C.G. Mohan, Springer, Cham, 2019. {pvb-bc-07-2019.pdf} 

 

6.  Pharmacoinformatics Studies on Human Topoisomerase II: Exploring the Mechanism  

of Enzyme Inhibition 

 Chapter 2, in 'Topoisomerase Inhibitors: Classification, Mechanisms of Action and Adverse Effects'' 

(Eds. Rajkumar Khungar) 

 N. Tripathi, R. Deb, S. K. Guchhait, P. V. Bharatam {pvb-bc-06-2017.pdf} 

 

5.    Quantum chemical studies on Drug metabolism and toxicity 

N. Taxak, V. Dixit, P.V. Bharatam 

Chapter 6 in ―Theoretical and Computational Advances: From Atoms to Molecules to Materials: 

TheMihir Roychoudhury Festschrift‖(Ed.) Devesh Kumar: An e-book {pvb-bc-05-2016.pdf} 

 

4.  PfDHFR Enzyme Inhibitors: Rational design using Pharmacoinformatic tools 

S. Abbat, S. Bhagat, P. V. Bharatam 

  Frontiers Med. Chem. 2015, 228.{pvb-bc-04-2015.pdf} 

 

3.          Molecular mechnism of S-oxidation of anti-diabetic glitazones : Computational approaches to 

 drug metabolism. 

Nikhil Taxak and P.V. Bharatam 

Diabetes Millitus and Human Health Care : A Holistic approach to diagosis and treatment 

 {pvb-bc-03-2012.pdf} 

 

2. Modeling and informatics in drug design. 

javascript:void(0)


45 

 

 P.V. Bharatam, S. Khanna, S.M. Francis.  

 Chapter 1 in Preclinical Development Handbook: ADME and Biopharmaceutical Properties (Ed.) 

S.C. Gad, John Wiley,2008, 1-46. {pvb-bc-02-2008.pdf} 

 

1. In silico studies on PPAR Agonistic Heterocyclic systems. 

 S. Khanna, R. Behal, P. V. Bharatam.  

 Topics in Heterocyclic Chemistry (Series Book Chapter), 2006, 3, 149-180. {pvb-bc-01-2006.pdf} 

 

Science Education articles (17) 

 

SE-17.  Pharmacoinformatics Studies in Identifying Potential Inhibitors of Key SARS-CoV Enzymes 

among the Phytochemicals from Murraya Koenigii and Vitex nugundo.  

 V.K. Sharma, P.K. Dobariya, P. Kawathe, A.H. Pande, R. Kalia, M. Singh, A. Goyal, S.M. 

Jachak, P.V. Bharatam 

 CRIPS Sept.-Oct. 2022, 16, 79-90.  

 

SE-16 Artificial Intelligence in Drug Discovery. V.K. Sharma and P.V. Bharatam  

 CRIPS Jan-Mar. 2022, 16, 3-9. 
 

SE-15. A Bayesian Meta-Analysis on Accuracy Estimation of Fourth Generation HIV rapid tests in 

Acute HIV Diagnosis.  

C. Vinay, P. Arora, P.V. Bharatam 

J. Critical Rev.2020, in print.  
 

SE-14. Drug Metabolism: A Fascinating Link Between Chemistry and Biology 

 Nikhil Taxak and Prasad V. Bharatam 

 Resonance 2014, 19,259-282, http://www.ias.ac.in/resonance/Volumes/19/03/0259-0282.pdf. 

 

SE-13. Modeling in the regulation in Pharmaceutial products 

 Current Research in Pharmaceutical Sciences (CRIPS),2013, 14, 2-8. 

 

SE-12. Electronic structure studies on Drugs with Divalent N(I) Character 

 S. Bhatia, P.V. Bharatam  

 Ind. Soc. Rad. Photochem. Sci. (ISRAPS) bulletin, 2013, 25,51-59. 

 

SE-11. Research expedition of Prof. Eluvathingal D. Jemmis 

 P.V. Bharatam, G. Frenking, G.N. Sastry 

 Theoretical Chemistry Accounts, 2012, 131,1164 

 

SE-10. An Insight into concept and details of mechanism-based inhibition of CYP450.  

 N. Taxak, P.V. Bharatam.  

 Current Research in Pharmaceutical Sciences (CRIPS),2010, 1-4.  

 

SE-9. Invited abstracts: CADD and synthesis in the design of anti-malarial agents.   

 P.V. Bharatam  

 Med. Chem. Res.,2010, S3-S4. 

 

SE-8. Computer aided drug design and chemoinformatics: From the guest editors. 

 G.N. Sastry and P.V. Bharatam,  

 Ind. J. Chem. – Section A Inorganic, Physical, Theoretical and Analytical Chemistry, 2006, 45, 5. 



46 

 

 

SE-7. Pharmacoinformatics: Expanding horizons (part II). 

 P.V. Bharatam, A. Agrawal, S. Deswal, S.M. Francis, D. Garg, R.U. Kadam, R.N. Shinde, P. Singh and 

Wahajuddin . 

 Pharmabiz, 2006, 19 Jan 2006. 

 

SE-6. Pharmacoinformatics: Expanding horizons (Part I). 

 P.V. Bharatam, A. Agrawal, S. Deswal, S.M. Francis, D. Garg, R.U. Kadam, R.N. Shinde, P. Singh and 

Wahajuddin. 

 Pharmabiz, 2006, 12 Jan. 2006. 

 

SE-5. Pharmacoinformatics methods: From target identification to drug design. 

 S. Bala, M. Sharma and P.V. Bharatam, Current Research in Pharmaceutical Sciences (CRIPS), 2005, 

6, 2. 

 

SE-4. Informatics in pharmaceutical sciences.  

 P.V. Bharatam, J. Verma, J.S. Saini, V.M. Kiran, M. Sharma, P. Gulati, P. Singh, Sahjogita, S. Bala, V. 

Vashistha. 

 Express Pharma Pulse, 2004, 6-8. 

 

SE-3. Nitric oxide releasing systems and nanorobots. 

 P. Senthil Kumar and P.V. Bharatam.  

 Proceedings of INAE Conference on Nanotechnology (ICON-2003), 2003, 597-607. 

 

SE-2. Pharmacoinformatics: IT solutions for drug discovery and development. 

 P.V. Bharatam.  

 Current Research in Pharmaceutical Sciences (CRIPS), 2003, 4, 2-5. 

 

SE-1. Molecular modelling studies in diabetes research. 

 P.V. Bharatam.  

 Current Research in Pharmaceutical Sciences (CRIPS), 2002, 3, 2-4. 

 

 
 

 

20. Citations:  Total citations as on Oct. 2024 are >8100 

 

List of articles and their number of citations leading to h-index 41 are given below (Google Scholar) 

 
 Authors  Journal Year Vol. Pages  No. of citations 

1.  A. Baviskar, … P.V. Bharatam… J. Med. Chem. 2011 54 5013-5030 323 

2.  S. Agrawal,   P. V. Bharatam....   Eur.  J. Pharma. Sciences 2004 22 127-144 198 

3. T.S. Lobana, P. V. Bharatam Inorg. Chem. 2006 45 1535-1542 159 

4. P. V. Bharatam, D.S. Patel, P. Iqbal. J. Med. Chem. 2005 48 7615-7622 149 

5. V. Maingi … P.V. Bharatam … J. Comput. Chem. 2012 33 1997-2011 128 

6.     K. Lammertsma BharatamV. Prasad    J. Am. Chem. Soc.  1994 116 642-650 114 

7.     A.T. Baviskar …P.V. Bharatam … ACS Med. Chem. Lett. 2015 6 481-485 101 

8.  PV Bharatam, A Gupta, D Kaur Tetrahedron  2002 58  1759-1764 92 

9. K. Singh, H. Kaur, … P.V. Bharatam Eur. J. Med. Chem. 2012 52 82-97 88 

10.   K. Lammertsma, BharatamV. Prasad  J. Am. Chem. Soc. 1993 115 2348-2351 78 

11.   N Patel, R Sood, PV Bharatam Chemical Reviews  2018 118  8770-8785  72 

12. S. Khanna, …. P. V. Bharatam J. Med. Chem.  2005 48 3015-3025 69 



47 

 

13.   SS Chourasiya, …P.V. Bharatam  Org. Biomol. Chem.  2019  17  8486-8521 69 

14.   D.S. Patel, P.V. Bharatam  J. Phys. Chem. A 2011 115 7645-7655 68 

15.   A.K. Kusunuru…P.V. Bharatam Organic Letters  2015 17  3742-3745 68 

16.   P.V. Bharatam, …. D.S. Patel.  Curr. Pharm. Design 2007 13 3518-3530 68 

17. K. Lammertsma and P. V. Bharatam J. Org. Chem.  2000 65 4662-4670 66  

18.   V. Jain … P.V. Bharatam Soft Matter 2013 9 6482-6496 61 

19.   D Kathuria, P.V. Bharatam  J. Mol. Struct.  2018 1152 61-78 59 

20.   D. Swain .... P.V. Bharatam,  J. Pharm. Biomed. Anal.  2016 120  352-363 59 

21.   AS Reddy…. P.V. Bharatam  Org. Biomol. Chem.  2017 15  801-806  57 

22.   S.K. Singh, N. Dessalew, P. V. Bharatam  Eur. J. Med. Chem. 2006 41 1310-1319 57 

23.   N Taxak, PV Bharatam  Resonance  2014  19 259-282 57 

24.   A Nayak, … PV Bharatam, ... Scientific Reports  2016 6    1-16  56 

25.   D Das, ...P.V. Bharatam.  DNA repair  2014 24 15-25 56   

26.   V. Jain, P.V. Bharatam Nanoscale 2014 6 2476-2501 56 

27..  N. Dessalew, D.S. Patel, P. V. Bharatam.  J. Mol. Graph Model. 2007 25 885-895 56 

28.  P. V. Bharatam, P. Uppal, ... D. Kaur,  J. Chem. Soc., Perkin Trans.2 2000  43-50 56 

29.   L.S. Moon, … P.V. Bharatam J. Org. Chem. 2010 75 5487-5498 54 

30.   D. Kathuria,...P.V. Bharatam ...                 Eur. J. Med. Chem.                       2021           219        113378                        53 

31.   M. Arfeen, .... P.V. Bharatam                    Eur. J. Med. Chem.                       2016            121      727-736                        53 

32.   D.S. Patel, P.V. Bharatam  J. Org. Chem. 2011 76 2558-2567 53 

33.  P.D. Dey, .... P.V. Bharatam ... Tetrahedron 1997 53 13829-13840 53 

34. N. Dessalew, P. V. Bharatam.  Eur. J. Med. Chem. 2007 42 1014-1027 52 

35.   P. V. Bharatam, … D. Kaur. J. Phys. Chem. A 2003 107 1627-1634 52 

35.  P. V. Bharatam, P. Iqbal, R. Tiwari J. Phys. Chem. A 2004 108 10509-10517 51 

36. N Sanghai, P.V. Bharatam MedChemComm  2014 5  766-782 51 

37.   N Taxak, B Patel, PV Bharatam Inorganic Chemistry  2013 52  5097-5109  50 

38.   T. Aggarwal …. P.V. Bharatam… J. Org. Chem. 2012 77 8562-8573 50 

39.   M Arfeen, .... PV Bharatam J. Biomol. Struct. Dynam.  2015  33  2578-2593 49 

40.   V.  Kumar, .... PV Bharatam                       J. Org. Chem.                                 2014           79         3427-3439                   49 

41.   S.S. Chimni….P.V. Bharatam Tetrahedron 2010 66 3042-3049 49 

42. P. V. Bharatam, …. D. Kaur Organometallics 2002 21 3683-3690 48  

43.  DS Patel, PV Bharatam  Chemical Communications  2009   1064-1066 48 

44.   N. Kumar,…. P.V. Bharatam, ...    Med. Chem. Res.                            2016            25        1175-1192                   46 

45.   M Arfeen, PV Bharatam Curr. Pharm. Design  2013 19  4755-4775 46 

46.   S.K. Guchhait…. P.V. Bharatam, ...          J. Org. Chem.                                2012           77         8321-8328                     46 

47.   S. Sundriyal, …P.V. Bharatam  Bioorg. Med. Chem. Letts. 2008 18 4959-4962 46 

48.   S. Sharma. P.V. Bharatam,                     ACS Omega                                    2019            4         18520-18529                    45          

49.  S.V. Kessar,…. P.V. Bharatam, ...    Angew. Chem. Int. Ed. Engl.  2008 47 4703-4706 45 

50.   SS. Chourasiya,…. P.V. Bharatam, ...       J. Org. Chem.                                2016           81         7574-7583                     44 

51. E.D. Jemmis, Bharatam V. Prasad …  J. Phys. Chem. 1990 94 5530-5535 43 

 

Full details will be provided when required. 

 



48 

 

22.  Organic Synthesis of computationally designed molecules 

 

 
 

Azines  
              Tetrahedron Letters                2023  77 

              J. Org. Chem.   2021  86  7659 

              Chem. Commun.                              2021                    57                        11717 

 Cryst. Growth Des.  2019  19  3183 

  Org. Biomol. Chem.   2019 17 4129 

 Tetrahedron   2018  74  2857 

 J. Org. Chem.   2016  81  7574 

 RSC Advances  2015  5  80027  

Divalent N(I) compounds     
                 Chem Select                                      2023                   7                         3613 

              J. Comput. Chem.                           2022                   44                       346 

              Int. J. Quantum Chem.                   2022                  122                       e26907 

              Phys. Chem. Chem. Phys.               2021                    24                         629 

              Chem. Eur. J.   2018  24  6418 

 Eur. J. Med. Chem.  2017 135 339 

 Chem. Eur. J.  2016  22  1088 

 Bioorg. Med. Chem. Letts.  2014 24 613 

 Med. Chem. Res.  2015 24 1974  

Heterocycles  
     Tetrahedron                                        2022                 122                        132965  

               Chem Select                                         2023                   8                           4845 

                New J. Chem.  2021  accepted  

  Tetrahedron  2020 76 131060 

  Tetrahedron  2020 76 131482 

  Eur. J. Org. Chem.  2019 34 5887 

  Tetrahedron  2019 75 130536 

  Org. Biomol. Chem.   2019 17 4129 



49 

 

  New J. Chem.   2019 43 4013 

  Eur. J. Med. Chem.   2016 121 727 

  Eur. J. Med. Chem.   2016  108 423 

 Bioorg. Med. Chem. Letts.  2008  18 959    

 Bioorg. Med. Chem. Letts. 2008  18 3192 

Sulfonamides 
 Tetrahedron 2018 74 3634 

 New J. Chem.  2017 41 8118  



50 

 

 

23.   Contributions in Theoretical Organic Chemistry  

Chemical bonding 
          J. Mol. Mod.                               2023            accepted 
 J. Comput. Chem. 2020 41 2624 

 J. Comput. Chem. 2019 40 2207 

 Chem. Rev.   2018 118 8770 
 Chem. Eur. J.   2018246418 

 Chem. Eur. J.  2016221088   

  J. Org. Chem.   2014  79 4852 

 J. Phys. Chem. A   2012  116 9071 

 J. Phys. Chem.  A   2011  115 7645 

 J. Org. Chem.  2011  76  2558 
 Chem. Commun.   2009   1064 

 J. Med. Chem.  2005  48  7615 

Tautomerism / Isomerism 
 Cryst Growth Des. 2019 19 3183 

 J. Org. Chem.   2016 81 7574 
 J. Comput. Chem.  2013  34 1577 

 J. Org. Chem.  2000  65  4622 

 J. Am. Chem. Soc.  1994  116  642 
 J. Am. Chem. Soc.  1993  115  2348 

Electron delocalization / resonance 
  Eur. J. Org. Chem.  2019 2019 2481 

  J. Org. Chem.   2014 79 4852 

 J. Comput. Chem.  2010  31  1259 

 J. Comput. Chem  2006  27  334 

 J. Phys. Chem. A  2004  108  10509 
 J. Phys. Chem. A   2003  107  1627 

 J. Org. Chem.  2000  65  4622 

 Chem. Phys. Lett. 1997  276 31 

C-H bond activation 
 Tetrahedron                              2022      122                        132965 

                  J. Org.  Chem.  2020 85 4951 

 Adv. Synth. Cat.  2018 360 1876 
 J. Org. Chem.   2017 82 7234  

 J. Org. Chem.   2017 82 10077 

 Org. Letts.  2015 17 3742 
 Org. Biomol. Chem. 2015 13 5235 

 J. Org. Chem. 2015 80 1746 

 Chem. Commun.  2014  12076 

 J. Org. Chem.  2012 77   8321 

Reaction Mechanisms 
  ACS Omega  2019 4 18520 
 ACS Omega 2019 4 4604 

 J. Org. Chem 2018 83 9667  

 J. Org. Chem. 2016 81 5120 
 Chem. Commun. 2016 52 1009 

 J. Phys. Chem. B 2014 118 9199 

  J. Org. Chem.  2014 79 3427 

 J. Org. Chem.   2012  77  8562 

 J. Org. Chem.   2011 76  5999    
 J. Org. Chem.  2010  75  5487    

 Chem. Commun.   2009   1067    

 Angew. Chem. Int. Ed.  2008  47  4703  
 J. Am. Chem. Soc.  2007  129  4506   

 J. Phys. Chem. A  2004  108 784 

 Chem. Commun.  2003  1420 
 Org. Letters   2000  2  2725 

Conformational analysis 
  Int. J. Quant. Chem. 2016 116 1362 

  J.  Phys. Chem. A   2014 118 187 

 Tet. Lett.   2002  43  8289 
 J. Chem. Soc., Perkin Trans.  2000  2469 

 J. Chem. Soc., Perkin Trans.  2000   43 

 

 

 

 



51 

 

  



52 

 

24.   Contributions in Medicinal Chemistry 

 

Anti-diabetic agent design and synthesis Anti-malarial agent design and 

synthesis 
         
Eur. J. Med. Chem.  2016  121   727 J. Mol. Gra. Mod 2019 87  76 

 Eur. J. Med. Chem. 2016  108 423  Int. J. Quantum Chemistry 2016 116 1362 

 J. Biomol. Struct. Dyn. 2015  33 2578  Eur. J. Med. Chem.  2017 135 339 

 Eur. J. Med. Chem. 2009  44  3488 J. Biomol. Struct. Dyn.  2015 33 1913 

 Eur. J. Med. Chem. 2009  44  42  J. Compt. Chem. 2014 35  2047 

 Bioorg. Med. Chem. Letts.  2008  18  4959  Bioorg. Med. Chem. Letts.  2014 24 613 

 Eur. J. Med. Chem. 2008  43  2784  J. Mol. Mod. 2011  17  657 

 Eur. J. Med. Chem. 2008  43  949 J. Enzy. Inhib Med. Chem. 2010 25  635 

 Bioorg. Med. Chem. 2007  15  3728 Chem. Biol. Drug Design 2010  75  15   

 Eur. J. Med. Chem. 2007  42  1014 J. Mol. Graph. Mod. 2009  28  357  

 Bioorg. Med. Chem. 2007  15  1547  Curr. Med. Chem. 2008  15 1522 

 J. Med. Chem. 2005  48  7615 

 J. Med. Chem. 2005  48  3015 

 Bioorg. Med. Chem.  2005  13  2331 

 Bioorg. Med. Chem. 2004  12  2709 

 
   

Anti-cancer agent design and synthesis Other therapeutic areas  
      ACS Chem. Neuro. 2020 11 2303 
Apoptosis  2017       22 1205                      J. Mol. Gra. Mod. 2019 86  

Oncotarget 2017                8248                     App. Biochem. Biotech. 2017  1-21 
Scientific Reports 2016          6 20600 J Biomol. Struct. Dyn.  2016 34   1-14 

ACS Med. Chem. Lett. 2015 6 481 PLOS one 2016 11    e0150764 

DNA Repair   2014  24 15  Scientific Reports 2017  7   40097 

Anticancer Drugs  2014 25 704  J. Biomol. Struct. Dyn.  2015 33 1082 

Med. Chem. Comm.  2014 5 766    RSC Advances 2015  5  80027 

ChemMedChem.  2013  8 1873 ACS Med. Chem. Letts.  2015 6 1065 

MedChemComm  2013  4 1257  Med. Chem. Res. 2013 23 1819 

J. Med. Chem.  2011 54  5013 Medicinal Chemistry Res. 2013 21 5654 

Eur. J. Med. Chem.  2006 41  1310    Eur. J. Med. Chem.  2012 52 82 

  



53 

 

25.   Contributions in Pharmaceutical Sciences 

 

 
 

Drug Metabolism and Toxicity 
  Drug Metabolism Reviews 2020 52 366 
  Drug Metabolism Letters   2019  13 64 

  J. Anal. Chem.    2018 73 560 

 Chem. Res. Tox. 2017 30 2060 

 Chem. Res. Tox. 2015 28 2364   

 J. Comput. Chem.  2014  35 2047 

  Eur. J. Med. Chem.   2014  71 15 

  Inorg. Chem.    2013 52 13496  

  Inorg. Chem.     2013  52 5097 

  Drug Metabolism Letters   2013 6  221 

  J. Phys. Chem. A   2012  116 10441   

 J. Comp. Chem.   2012  33 1740  

 J. Mol. Mod.    2012  18 709   

 J. Phys. Chem. A  2011  115  891   

 Chem. Res. Tox.   2011 24  1113 

 Theochem    2010  962  97    

 J. Phys. Chem. A  2004  108  3784   

Drug delivery& Pharm. Anal. 
 J. Pharm. Sci.  2020 109 1883 
 J. Pharm. Biomed. Anal. 2020 177 112881 

 Eur. J.  Pharm. Biopharm. 2019 142 165  

 Mol. Pharm. 2019 16 2980 

 Cryst. Growth Des. 2019 19 3183 

 J. Pharm. Biomed. Anal.  2017 11 1600156 

  J. Pharm. Biomed. Anal.  2017 145 209 

  J. Pharm. Biomed. Anal.   2017 136 66 

  J. Chem. Phys.    2016 145 124902 

 Nanoscale   2014 6 2476 

  Soft Matter    2013 9 6492 

 Structural Chem.   2012 23 1857 

 J. Phys. Org. Chem.   2012 25 649 

 J. Nanosci. Nanotechnol.   2006  6  3277 



54 

 

 

26. Contributions in theoretical Inorganic Chemistry 
 

 
 

Bioinorganic Catalysis 
  Chem. Res. Tox.  2017 30 2060 
  Chem. Res. Tox.   2016 28 2364 

  J. Bio. Inorg. Chem.  2015 142 84 

  Inorg. Chem.    2013 52 13496 

  Inorg. Chem.     2013 52 5097 

Organometallic chemistry 
 Inorg. Chem.   2006  45  1535 

 Inorg. Chem.   2003  42  4743 

 Organometallics  2002  21  3683 

 Inorg. Chem.   1994  33  2046 

 Chem. Phys. Lett.  1994  217 296 

 Organometallics  1993  12  4267 

 Angew. Chem., Int. Ed. Engl. 1993  32  865 

 Organometallics  1991  10  3613 

 Organometallics  1992  11  2528 

 J. Phys. Chem.  1990  94  5530 

 Inorg. Chim. Acta  1989  162  281 

 Polyhedron   1988  7 871 

 J. Organomet. Chem.  1988  347  401 

 J. Am. Chem. Soc.  1987  109  2560  



55 

 

27. Computer programming and Pharmacoinformatics tool development  
  

Drug likeness 

 
http://www.niper.gov.in/pi_dev_tools/DruLiToWeb/DruLiTo_index.html 

 

Dendrimer builder 
 

 
http://www.physics.iisc.ernet.in/~maiti/dbt/home.html 

 

BiAnaca 

 
http://www.niper.ac.in/pi_dev_tools/BiAnaCA/ABOUT.html 

 

Descriptor calculations 
  Mol. Info.    2019 88 1800046 
  J. Chem. Sci.   2017  in print 

  Int. J.  Chem. Mod.   2016  

  InternetEle. J. Mol. Design 2015  
  Lett. Drug Design Disc.  2015 11 844 

  ACS Comb. Sci.  2014 16 101 

 Int. J. Comput. Biol. Drug Des.  2014 7 295 

 Int. J. Comp. Biol. Drug Des.  2012 5 335 

 J. Comp. Chem.   2012 33 1997 

 

  

http://benthamscience.com/journals/letters-in-drug-design-and-discovery/volume/11/


56 

 

28. Contributions in Computational Biology  

 

 

  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Macromolecular structure and function prediction 
  J. Biomol. Struct. Dyn.  2020  in print.  

  ACS chemical neuroscience 2020 11 2303 

  Int. J. Biol. Macromol.  2020 146 860  

  Int. J.  Biochem. Cell Biol. 2020  105682 

  J. Mol. Gra. Mod.   2019 87 76 

  J. Mol. Gra. Mod.  2019 86 1-18 

  Mol. Inform.   2019 38 1800046 

  FEBS J   2018 285 1791 

  Applied Biochem. Biotech. 2017  1 

 J. Biomol. Struct. Dyn.   2016  34 1 

 J. Biomol. Struct. Dyn.   2015  33  1082   

  J. Biomol. Struct. Dyn.   2015 33 2578   

 Appl. Biochem. Biotech.   2013 171 417  

 Curr. Protein & Peptide Sci. 2007 8 352 

 Enzyme and Microbial Tech.  2005 36  232 

 

Biopharmaceutical design 
 
 Apoptosis 2017  22  1205 

Oncotarget 2017  8  248   

PLOS One 2016  11  e0150764 
 Science Reporter (Nature)  2017 7 40097 

 Science Reporter (Nature) 2016 6 20600 

 

 

Active-site 

3D Structure Prediction 

& 

Protein Function Analysis 

& 

New Inhibitor Identification 

Primary 

Sequence 

3D 

Structure 

Predicti

Protein 

Function 

Analysis 

MUTATIONS 

Altered 

Primary 

Sequence 

G
e
n
e
s 

Ligand 

Biopharmaceutical 

Design 

New Inhibitor 

Identification 



57 

 

 
 

 


