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Affiliations:
o Emeritus Professor, Solid State and Structural Chemistry Unit, Indian
Institute of Science, Bengaluru.

o Distinguished Professor, University of Petroleum and Energy Studies,
Dehradun.

o Distinguished Professor, Indian Institute of Technology, Mandi.
o Professor and Dean, SASTech, Rishihood University, Sonipat.

Web: http://desiraju.in

Fellowships: Indian Academy of Sciences (1993); The National Academy of
Sciences, India (2000); Indian National Science Academy (2000); The World
Academy of Sciences (2002).

Education
B.Sc. — St. Xavier's College, University of Bombay (1972)

M.S. — School of Chemical Sciences, University of Illinois, Urbana-
Champaign (1974)

Ph.D. — School of Chemical Sciences, University of lllinois, Urbana-
Champaign (1976) under Professors David Y. Curtin and lain C. Paul

Research Evolution: From Reductionism to Holistic Architectures

Over a career spanning five decades, his scientific inquiry has evolved from a
traditional, reductionist focus on isolated molecular structures and specific
intermolecular interactions toward a holistic, systems-level perspective of molecular
crystals and complex material systems.

Reductionist Phase (1970s-1990s): Concentrated on identifying discrete
structural building blocks, proving the viability of weak directional interactions
(such as C-H...O and halogen bonds), and introducing the concept of the
supramolecular synthon in 1995 to enable retrosynthetic design in crystal
engineering.

Integrative & Holistic Transition (2000s—Present): Shifted toward viewing
molecular crystals as complex, holistic ensembles where crystal properties


http://desiraju.in/?utm_source=gemini

emerge from non-additive, cooperative networks of interactions. This
paradigm acknowledges that supramolecular structures are not merely linear
combinations of functional groups, but emergent systems governed by
structural landscapes, polymorphism, and phase behaviour. This
epistemological shift extends beyond structural chemistry to comparative
methodologies that juxtapose Western reductionist models with Indian
Knowledge Systems (IKS), emphasising systems thinking across science,
education, and societal organisation.

Research Interests

o Crystal Engineering and Supramolecular Chemistry
« Weak Intermolecular Interactions and Hydrogen Bonding
e Holistic Systems Thinking in Structural Chemistry & Materials

e Active Pharmaceutical Ingredients, Polymorphism, and Crystal Landscape
Analysis

e Science Education Reform and Indian Knowledge Systems
o Civilisational Reawakening of Bharat that is India

Positions Held

e Research Scientist — Eastman Kodak, Rochester (1976—-1978)

e Research Fellow — Indian Institute of Science, Bengaluru (1978-1979)
e Lecturer — University of Hyderabad (1979-1984)

o Reader — University of Hyderabad (1984—1990)

e Visiting Scientist — E. |. DuPont de Nemours CR&D (1988-1989)

e Professor — University of Hyderabad (1990-2009)

e« Dean — University of Hyderabad (1999-2002)

e Professor — Indian Institute of Science, Bengaluru (2009—present; now
Emeritus Professor)

e Distinguished Professor — University of Petroleum and Energy Studies,
Dehradun

o Distinguished Professor — Indian Institute of Technology, Mandi

e Professor and Dean — Rishihood University, Sonipat



Scientific Publications

4 books, 3 edited books, and ~425 research papers h-index = 105

Non-Scientific Publications

7 books

Honours and Distinctions

1.

10.

11.

12.

13.

14.

15.

16.

17.

18

Erskine Professor, University of Canterbury, Christchurch, New Zealand,
1990.

Fellow, Indian Academy of Sciences, 1993.

Visiting Professor, University of Strasbourg, Strasbourg, France, 1997.
CHEMITO Award, 1999.

Fellow, The National Academy of Sciences, India, 2000.

Fellow, Indian National Science Academy, 2000.

Alexander von Humboldt Research Award, Forchungspreis, 2000.

Third World Academy of Sciences (TWAS) Award, 2000.

Ranbaxy Award for Pharmaceutical Sciences, 2000.

Millennium Medal of the Indian Science Congress, 2000.

Silver Medal for Excellence of the Chemical Research Society of India, 2000.
Prof. Priyadaranjan Ray Memorial Award (Indian Chemical Society), 2000.
Fellow, Third World Academy of Sciences, 2002.

Michael Visiting Professor, Weizmann Institute of Science, Israel, 2002.

Senior Visiting Fellow, Institute of Advanced Study, University of Bologna,
Italy, 2003.

Visiting Fellowship (Short Term), Japan Society for the Promotion of Science,
2003.

Goyal Prize in Chemistry, 2005.

J. C. Bose Fellowship, Department of Science and Technology, Government
of India, 2006—2016.



19. Honorary Member, Hungarian Chemical Society, 2006.

20. Thomson Citation Laureate Award for Chemistry, 2006.

21. Chair, Gordon Research Conference in Crystal Engineering, 2010.
22. President, International Union of Crystallography, 2011-2014.

23. Crystal Growth & Design Virtual Special Issue in Honour of Prof. G. R.
Desiraju, 2013.

24. PhD Honoris Causa, University of Cordoba, Argentina, 2014.

25. PhD Honoris Causa, Rayalaseema University, Kurnool, 2017.

26. ISA Award for Science, University of Bologna, 2018.

27. P. C. Ray Award for Science and Technology, University of Calcutta, 2018.
28. PhD Honoris Causa, Gulbarga University, Kalaburagi, 2022

29. Van der Waals Prize, ICNA, Strasbourg, 2024.

30. 14th Ewald Prize, International Union of Crystallography (Awarded March
2026, formally presented in Calgary, August 2026)

Selected Committee Memberships

1. Research Council, National Chemical Laboratory, Pune.
2. Research Council, Regional Research Laboratory, Thiruvananthapuram.
3. Research Council, Indian Institute of Chemical Biology, Kolkata.

4. Chairman, Program Advisory Committee for Organic Chemistry, Department
of Science and Technology, New Delhi.

5. Appellate Authority, Andhra Pradesh Pollution Control Board, Hyderabad.
6. Commission for Structural Chemistry, International Union of Crystallography.

7. National Millennium Initiative for Technology Leadership Initiatives, High
Power Committee, Council of Scientific and Industrial Research, New Delhi.

8. Research Council, National Institute for Pharmaceutical Education and
Research, Chandigarh.

9. Executive Committee, International Union of Crystallography.



10.Book series Committee, International Union of Crystallography.

11.Research Grant Review Committee, Human Frontier Science Program,
Strasbourg.

12.Council, Indian National Science Academy, New Delhi.

13.Board of Governors, Indian Institute of Science Education and Research,
Kolkata.

14.Management Board, National Centre for Biological Research, Bangalore.
Current and Former Editorial Boards and Editorial Advisory Boards

1. 1UCrJ (Main Editor for Chemistry and Crystal Engineering)

2. Angewandte Chemie (Wiley-VCH).

3. Journal of the American Chemical Society (American Chemical Society).
4. Chemical Communications (Royal Society of Chemistry).

5. Accounts of Chemical Research (American Chemical Society).
6. Chemical Communications (Royal Society of Chemistry).

7. Acta Crystallographica (International Union of Crystallography).
8. Journal of Physical Organic Chemistry (Wiley).

9. Topics in Stereochemistry (Wiley).

10.Journal of Chemical Sciences (Indian Academy of Sciences).
11.Perspectives in Supramolecular Chemistry (Wiley).

12.Journal of Chemical Crystallography (Kluwer).

13. Current Opinion in Solid State and Materials Science (Elsevier).
14.Crystal Growth & Design (American Chemical Society).
15.CrystEngComm (Royal Society of Chemistry).

16.Chemistry: An Asian Journal (Wiley-VCH).

17.Chemical Science (Royal Society of Chemistry).

18.Polyhedron, Editor-in-Chief (Elsevier).



Plenary and Keynote Lectures

1. 10th International Conference of the Chemistry of the Organic Solid State,
Vancouver, Canada, 1991.

2. British Crystallographic Association Spring Meeting, Manchester, England,
1993 (keynote lecture).

3. Computational Methods in Chemical Design. Theory and Experiment (CMCD
4), Kloster Irsee, Germany, 1994.

4. Symposium on Organic Crystal Chemistry, Adam Mickiewicz University,
Poznan-Rydzyna, Poland, 1994.

5. NATO-ARW workshop on Crystals as Supramolecular Materials, Sestri
Levante, Italy, 1995.

6. 2nd Meeting of the Asian Crystallographic Association, Bangkok, Thailand,
1995 (plenary lecture).

7. NATO-ARW workshop on Self Assembly in Synthetic Chemistry, Val Morin,
Québec, Canada, 1996.

8. Summer School on Supramolecular Chemistry, Ustron, Poland, 1996.

9. International Union of Crystallography XVII Congress, Seattle, U.S.A., 1996
(keynote lecture).

10. XI1I International Symposium on the Reactivity of Solids, Hamburg, Germany,
1996 (keynote lecture).

11.NATO-ASI school on Crystal Engineering, Digby, Nova Scotia, Canada, 1996.

12. Analysis and Design of Solid State Reactions, Tokyo Institute of Technology,
Tokyo, Japan, 1996.

13.36th IUPAC Congress, Geneva, Switzerland, 1997 (keynote lecture).
14.NATO-ARW on Large Supramolecular Assemblies, Athens, Greece, 1997.
15.NATO-ARW on Molecular Magnets and Conductors, Barcelona, Spain, 1998.

16.Royal Society of Chemistry Annual Congress (Symposium on Polymorphism),
Durham, England, 1998.

17.International School of Crystallography and NATO-ARW: Implications of
Molecular and Materials Structure for New Technologies, Ettore Majorana
Centre for Scientific Culture, Erice, Sicily, Italy, 1998.



18. American Crystallographic Association Annual Meeting (Invited keynote
speaker in the symposium to commemorate the 50th anniversary of the
International Union of Crystallography), Arlington, VA, U.S.A., 1998.

19. Design and Assembly of Molecules and Networks: New Forms and Functions,
Cursos de Verano Universidad Complutense, San Lorenzo de el Escorial,
Spain, 1998.

20.Gordon Conference on Physical Organic Chemistry, Fukuoka, Japan, 1998.

21.16th International CODATA Conference, New Delhi, India, 1998.

22.Sonderforschungsbereich programme in Supramolecular Chemistry
(Universities of Essen and Bochum), Essen, Germany, 1998.

23.International School of Crystallography and Euroconference: Crystal
Engineering: From Molecules and Crystals to Materials, Ettore Majorana
Centre for Scientific Culture, Erice, Sicily, Italy, 1999.

24.International School of Crystallography: Data Mining in Crystallography, Ettore
Majorana Centre for Scientific Culture, Erice, Sicily, Italy, 1999.

25.Drug Design and Small-molecule Crystallography, Technical University of
tédz, £édz, Poland, 1999.

26.Royal Society of Chemistry Symposium on Crystal Engineering and
Supramolecular Chemistry, London, England, 1999.

27.Indaba on Stereochemistry of Intermolecular Interactions, Kruger Park,
Skukuza, South Africa, 2000.

28.Dalton Discussion Meeting 3 on Intermolecular Interactions, Bologna, Italy,
2000.

29.13th International Conference of the Chemistry of the Organic Solid State,
Mainz, Germany, 2001.

30.European Crystallographic Meeting, Cracow, Poland, 2001.
31.Foundation Day Lecture, National Institute of Immunology, New Delhi, 2001.

32.Indian Association for the Cultivation of Science, 125th Anniversary Lecture,
IACS, Kolkata, 2001.

33.Department of Atomic Energy — C.V. Raman Lectureship, Institute of Science
and St. Xavier’s College, Mumbai, 2001.

34.American Chemical Society Annual Meeting (keynote lecture), Orlando,
Florida, 2002.



35.German Crystallographic Association Annual Meeting (keynote lecture), Kiel,
Germany, 2002.

36. American Crystallographic Association Annual Meeting (keynote lecture), San
Antonio, Texas, 2002.

37.International Union of Crystallography XIX Congress, Geneva, Switzerland,
2002.

38.Third World Academy of Sciences Annual Meeting (award lecture), New
Delhi, 2002.

39.Prof. Priyadaranjan Ray Memorial Award Lecture (Indian Chemical Society),
Nagarjuna University, 2002.

40.Foundation Day Lecture, Institute of Microbial Technology, Chandigarh, 2003.

41. American Chemical Society ProSpectives Series on Polymorphism, Invited
Lecture, Tampa, Florida, 2003.

42.Foundation Day Lecture, Central Salt and Marine Chemicals Research
Institute, Bhavnagar, 2003.

43.European Crystallographic Meeting, Durban, South Africa, 2003.

44. American Chemical Society ProSpectives Series on Polymorphism, Tampa,
Florida, 2004.

45. Scientific Update Conference on Polymorphism, New Orleans, U.S.A., 2004.
46.0. P. Vig Endowment Lecture, Panjab University, Chandigarh, 2004.
47.American Crystallographic Association, Orlando, Florida, 2005.

48.Singapore International Chemical Conference, SICC-4 (plenary), Singapore,
2005.

49. Pacifichem 2005, Honolulu, Hawaii, 2005.

50.ACS CSIR meeting on Organic Chemistry and Chemical Biology, National
Chemical Laboratory, Pune, 2006.

51.Indaba on Models, Mysteries and Magic of Molecules, Kruger Park, Berg-en-
dal, South Africa, 2006.

52.1QPC Conference on Polymorphism and Crystallisation, London, 2007.

53.GVK-Wyeth Symposium on Organic Synthesis, Hyderabad, 2007.



54.Forschergruppe in Intermolecular Interactions (Universities of Bochum and
Essen), Czocha, Poland, 2008.

55.First China-India-Singapore Symposium on Crystal Engineering, National
University of Singapore, Singapore, 2010.

56.International Symposium on Facets of Weak Interactions in Chemistry
(plenary), University of Calcutta, Calcutta, India, 2011.

57.International Union of Crystallography XXII Congress (keynote), Madrid,
Spain, 2011.

58.Indo-US Bilateral Meeting on The Evolving Role of Solid-State Chemistry in
Pharmaceutical Science, Manesar, Delhi, India, 2012.

59. Gordon Research Conference on Crystal Engineering, Waterville Valley
Resort, New Hampshire, USA, 2012.

60. Second China-India-Singapore Symposium on Crystal Engineering,
Guangzhou, China, 2012.

61.ICMAT 2013 — the 7th Biennial International Conference on Materials for
Advanced Technologies, Singapore, 2013.

62.1SXB1 - First International Symposium on Halogen Bonding (plenary), Porto
Cesareo, Lecce, Italy, 2014.

63. XXV National Congress of the Italian Chemical Society (keynote), Cosenza,
Italy, 2014.

64.40th Mellanby Memorial Oration, Central Drug Research Institute, Lucknow,
India, 2015.

Selected Plenary and Keynote Lectures on Crystal Engineering, Structural
Complexity, and Noncovalent Interactions after 2015:

65.1SA Medal Lecture, Institute of Advanced Studies, University of Bologna,
Bologna, Italy, 2018.

66.J. C. Bose Memorial Lecture, Bose Institute, Kolkata, 2022.

67.Keynote Lecture on Third Generation Crystal Engineering, European
Crystallography Meeting (ECM), Belgrade, Serbia, 2024.

68.Ewald Prize Lecture, 27th International Union of Crystallography Congress,
Calgary, Canada, 2026.

Summary of Research



Research is centred in the field of Crystal Engineering, with seminal, wide-ranging
contributions at the international level. This interdisciplinary subject intersects
organic and supramolecular chemistry, X-ray crystallography, and materials
research. Crystal engineering encompasses three primary pillars: (1) Study of
intermolecular interactions; (2) Development of strategies of crystal synthesis; and
(3) Design of crystals with novel physical and chemical properties.

e Intermolecular Interactions: Work has expanded knowledge of the
hydrogen bond, notably demonstrating that C-H groups can participate as
donors in hydrogen bonds of the type C-H...O, establishing this interaction
firmly in supramolecular chemistry. Extensive studies also cover halogen,
sulfur, and transition metal atom interactions, highlighted by the co-authored
volume The Weak Hydrogen Bond in Structural Chemistry and Biology
(Oxford University Press, 1999).

o Strategies of Crystal Synthesis: Addressed the central challenge of crystal
engineering—the lack of a direct correspondence between molecular and
supramolecular structure—by introducing the concept of structural
insulation and the supramolecular synthon in 1995. This framework
enabled the application of retrosynthetic logic to crystal design, framing the
molecular crystal as a holistic ensemble of intermolecular interactions.

e Novel Properties and Systems Thinking: Focused on achieving crystals for
non-linear optics, organic reactivity, mechanochemistry, and polymorphism in
active pharmaceutical ingredients (APIs). Recent theoretical extensions
involve analysing structural landscapes, connecting reductionist structural
metrics to overarching holistic and systems-level frameworks.

PhD Students Mentored in Hyderabad and Bangalore

V. Aparna, R. Banerjee, S. Basavoju, P. M. Bhatt, K. Biradha, D. Das, A. Dey, R.
Dubey, B. S. Goud, R. K. R. Jetti, K. V. Radha Kishan, T. S. R. Krishna, S. S.
Kuduva, N. N. L. Madhavi, M. K. Mishra, A. Mukherjee, V. Nalini, P. K. Panigrahi, V.
R. Pedireddi, C. M. Reddy, D. S. Reddy, J. A. R. P. Sarma, C. V. K. M. Sharma, R.
Thaimattam, T. S. Thakur, V. R. Thalladi, P. K. Thallapally, S. Tothadi, V. R. Vangala

Books

1. Organic Solid State Chemistry, edited by G. R. Desiraju; Studies in Organic
Chemistry 32; Elsevier. Amsterdam, 1987.

2. Crystal Engineering: The Design of Organic Solids, by G. R. Desiraju;
Materials Science Monographs 54; Elsevier: Amsterdam, 1989.

3. The Crystal as a Supramolecular Entity, edited by G. R. Desiraju;
Perspectives in Supramolecular Chemistry, Vol. 2; Wiley: Chichester, 1996.



The Weak Hydrogen Bond in Structural Chemistry and Biology, by G. R.
Desiraju and T. Steiner; Oxford University Press: Oxford, 1999.

Crystal Design: Structure and Function, edited by G. R. Desiraju;
Perspectives in Supramolecular Chemistry, Vol. 7; Wiley: Chichester, 2003.

Crystal Engineering: A Textbook, by G. R. Desiraju, J. J. Vittal, and A.
Ramanan; World Scientific: Singapore, 2011.

Crystal Engineering: Designing Complexity; GNT, L-i-C and GDCh: Berlin,
2027.

Selected Reviews

1.

The role of CI---Cl and C-H---O interactions in the crystal engineering of 4-
short-axis structures. J. A. R. P. Sarma and G. R. Desiraju, Acc. Chem. Res.,
1986, 19, 222-228.

The C-H---O hydrogen bond in organic crystals. What is it? G. R. Desiraju,
Acc. Chem. Res., 1991, 24, 290-296.

Supramolecular synthons in crystal engineering — A new organic synthesis. G.
R. Desiraju, Angew. Chem., 1995, 107, 2541-2557; Angew. Chem. Int. Ed.
Engl., 1995, 34, 2311-2327.

The C—-H---O hydrogen bond: structural implications and supramolecular
design. G. R. Desiraju, Acc. Chem. Res., 1996, 29, 441-449.

Chemistry beyond the molecule. G. R. Desiraju, Nature, 2001, 412, 397-400.

Hydrogen bridges in crystal engineering. Interactions without borders. G. R.
Desiraju, Acc. Chem. Res., 2002, 35, 565-573.

Chemistry. The Middle Kingdom. G. R. Desiraju, Curr. Sci., 2005, 88, 374—
380.

Crystal engineering: A holistic view. G. R. Desiraju, Angew. Chem. Int. Ed.,
2007, 46, 8342-8356.

Nanoindentation in crystal engineering: Quantifying mechanical properties of
molecular crystals. S. Varughese, M. S. R. N. Kiran, U. Ramamurty, and G. R.
Desiraju, Angew. Chem. Int. Ed., 2013, 52, 2701-2712.

10.Crystal engineering: From molecule to crystal. G. R. Desiraju, J. Am. Chem.

Soc., 2013, 135, 9952-9967.



11.Halogen bonds in crystal engineering: Like hydrogen bonds yet different. A.
Mukherjee, S. Tothadi, and G. R. Desiraju, Acc. Chem. Res., 2014, 47, 2514~
2524.

12.Crystal structure and prediction. T. S. Thakur, R. Dubey, and G. R. Desiraju,
Annu. Rev. Phys. Chem., 2015, 66, 21-42.

13.Crystal Engineering: An outlook for the future. A. K. Nangia and G. R.
Desiraju, Angew. Chem. Int. Ed., 2019, 58, 3700-3709.

14.Heterosynthons, solid form design and enhanced drug bioavailability. A. K.
Nangia and G. R. Desiraju, Angew. Chem. Int. Ed., 2022, 61, e202207484.

Key Publications

e The nature of halogen---halogen interactions: are short halogen contacts due to
specific attractive forces or due to close packing of non-spherical atoms? G. R.
Desiraju and R. Parthasarathy, J. Am. Chem. Soc., 1989, 111, 8725-8726.

e Hydration in organic crystals. Prediction from molecular structure. G. R. Desiraju,
J. Chem. Soc., Chem. Commun., 1991, 426-428.

e C-H---F interactions in the crystal structures of some fluorobenzenes. V. R.
Thalladi, H.-C. Weiss, D. Blaser, R. Boese, A. Nangia, and G. R. Desiraju, J. Am.
Chem. Soc., 1998, 120, 8702-8710.

e Correspondence between molecular functionality and crystal structures.
Supramolecular chemistry of a family of homologated aminophenols. V. R. Vangala,
B. R. Bhogala, A. Dey, G. R. Desiraju, C. K. Broder, P. S. Smith, R. Mondal, and J.
A. K. Howard, J. Am. Chem. Soc., 2003, 125, 14495-145009.

e Structural studies of the system (Na*)(saccharinate™)(H20)n. A model for
crystallisation. R. Banerjee, P. M. Bhatt, M. T. Kirchner, and G. R. Desiraju, Angew.
Chem. Int. Ed., 2005, 44, 2515-2520.

e Structural basis for bending of organic crystals. C. M. Reddy, R. C. Gundakaram,
S. Basavoju, M. T. Kirchner, K. A. Padmanabhan, and G. R. Desiraju, Chem.
Commun., 2005, 3945-3947.

e On the polymorphism of aspirin: Crystalline aspirin as intergrowths of two
“‘polymorphic” domains. A. D. Bond, R. Boese, and G. R. Desiraju, Angew. Chem.
Int. Ed., 2007, 46, 618—622.

¢ Odd-even effect in the elastic moduli of a, w-alkanedicarboxylic acids. M. K.
Mishra, S. Varughese, U. Ramamurty, and G. R. Desiraju, J. Am. Chem. Soc., 2013,
135, 8121-8124.



¢ Designing ternary cocrystals with hydrogen bonds and halogen bonds. S. Tothadi
and G. R. Desiraju, Chem. Commun., 2013, 49, 7791-7793.

e Four- and five-component molecular solids. Crystal engineering strategies based
on lack of structural degeneracy. N. A. Mir, R. Dubey, and G. R. Desiraju, IUCrJ,
2016, 3, 103-110.

e Looking at aniline-phenol recognition in molecular crystals: an evergreen
endeavour. A. Sood and G. R. Desiraju, Struct. Chem., 2016, 28, 173-199.

e Hand-Twisted Helical Crystals as an Example of Third Generation Crystal
Engineering. S. Saha and G. R. Desiraju, J. Am. Chem. Soc., 2017, 139, 1975—
1983.

e New Cocrystals of Hydrochlorothiazide: Optimizing Solubility and Membrane
Diffusivity. S. P. Gopi, M. Banik, and G. R. Desiraju, Cryst. Growth Des., 2017, 17,
308-316.

e Salts and Cocrystals of Antidiabetic Drugs, Gliclazide, Tolbutamide and Glipizide:
Solubility Enhancements through Drug—Coformer Interactions. A. Samie and G. R.
Desiraju, Cryst. Growth Des., 2017, 17, 2406-2417.

e o-hole and m-hole Synthon Mimicry in Third Generation Crystal Engineering.
Design of Elastic Crystals. S. Saha and G. R. Desiraju, Chem. Eur. J., 2017, 23,
4936-4943.

e Exploring the salt-cocrystal continuum with solid-state NMR using natural
abundance samples: implications for crystal engineering. L. Rajput, M. Banik, J. R.
Yarava, S. Joseph, M. K. Pandey, Y. Nishiyama, and G. R. Desiraju, IUCrJ, 2017, 4,
466-475.

e Hand-twisted helical crystals based solely on hydrogen bonding. S. Saha and G.
R. Desiraju, Chem. Commun., 2017, 53, 6371-6374.

e Approaches to crystal structure landscape exploration. G. R. Desiraju, Acta
Crystallogr. Sect. B, 2017, 73, 775-778.

e Crystal clear. Engineering complexity. G. R. Desiraju, IUCrJ, 2026, 13(5).

Commentaries & General Articles

Odd-even carbon atom disparity in organic compounds. J. A. R. P. Sarma, A.
Nangia, G. R. Desiraju, E. Zass, and J. D. Dunitz, Nature, 1996, 384, 320.

Even odder carbons. J. A. R. P. Sarma, A. Nangia, G. R. Desiraju, E. Zass, and J. D.
Dunitz, Nature, 1997, 387, 464.



Crystal gazing: structure prediction and polymorphism. G. R. Desiraju, Science,
1997, 278, 404—405.

The All-Chemist (Millennium Essay). G. R. Desiraju, Nature, 2000, 408, 407.
Crystallography. Quo vadis? G. R. Desiraju, Z. Krist., 2002, 217, 297-298.

‘Bond free’. G. R. Desiraju, CrystEngComm, 2002, 499.

Cryptic crystallography. G. R. Desiraju, Nature Materials, 2002, 1, 77—79.

Crystal: In search of clarity (Concept essay). G. R. Desiraju, Nature, 2003, 423, 485.
Crystal and co-crystal. G. R. Desiraju, CrystengComm, 2003, 5, 466—467.

Counterpoint: What’s in a name? G. R. Desiraju, Cryst. Growth Des., 2004, 4, 1089—
1090.

Science Education and Research in India. G. R. Desiraju, Economic and Political
Weekly, June 14, 2008, 37-43.

Science in a Changing World. G. R. Desiraju, Angew. Chem. Int. Ed., 2011, 50,
5590-5591.

Policy: Bold strategies for Indian science. G. R. Desiraju, Nature, 2012, 484, 159—
160.

Chemistry in India: Unlocking the potential. E. Arunan, R. Brakaspathy, G. R.
Desiraju, and S. Sivaram, Angew. Chem. Int. Ed., 2013, 52, 114-117.

Is a data deluge dampening our idea generation capability? (with Deekhit
Bhattacharya). The Innovation, 2025, 6(7), 100883.

General Books
1. Bharat: India 2.0, by G. R. Desiraju, Vitasta, Delhi, 2022.

2. Delimitation and States Reorganization: For a Better Democracy in Bharat, by
G. R. Desiraju and D. Bhattacharya, BluOne Ink, Delhi, 2025.

3. India’'s Supply Chains in a World at War: Trade, Power, Conflict, and
Entanglement among Empires in the New Global Order, by G. R. Desiraju and
D. Bhattacharya, BluOne Ink, Delhi, 2025.

4. Fixing Science in India: A Socio-Economic Prescription, by G. R. Desiraju and
D. Bhattacharya, Vitasta, Delhi, 2025.

5. India: Science, Politics, Geostrategy — A Thirty-Year Thought Journey, by G.
R. Desiraju, Garuda, Delhi, 2025.



Indian Knowledge Systems: A Primer, by G. R. Desiraju, A. Panda and D.
Bhattacharya, Khanna Publishers, Delhi, 2026.

Indian Knowledge Systems: A Text, by G. R. Desiraju, A. Panda and D.
Bhattacharya, Khanna Publishers, Delhi, 2027.

Full List of Publications

Organic Solid State Chemistry, edited by G. R. Desiraju, Studies in Organic Chemistry
32, Elsevier, Amsterdam, 1987: multi-author work with 16 chapters, 550 pages.

Crystal Engineering. The Design of Organic Solids by G. R. Desiraju, Materials Science
Monographs 54, Elsevier, Amsterdam, 1989: 312 pages.

The Crystal as a Supramolecular Entity edited by G. R. Desiraju, Perspectives in
Supramolecular Chemistry, 2, Wiley, Chichester, 1996: multi-author work with 6
chapters, 309 pages.

The Weak Hydrogen Bond in Structural Chemistry and Biology by G. R. Desiraju and T.
Steiner, Oxford University Press, Oxford, 1999: 528 pages.

Crystal Design. Structure and Function edited by G. R. Desiraju, Perspectives in
Supramolecular Chemistry, 7, Wiley, Chichester, 2003: multi-author work with 9
chapters, 408 pages.

Crystal Engineering. A Textbook by G. R. Desiraju, J. J. Vittal and A. Ramanan, World
Scientific and lISc Press, Singapore and Bangalore, 2011, 216 pages.

Crystal Engineering: Designing Complexity by G. R. Desiraju, GNT, GDCh, L-i-C, Berlin,
2027, 292 pages.

PAPERS

Conversion in the solid state of the yellow to the red form of 2-(4’-methoxyphenyl)-
1,4-benzoquinone. X-ray crystal structures of the two forms and anisotropy of the
rearrangement.

G. R. Desiraju, I. C. Paul and D. Y. Curtin

J. Am. Chem. Soc., 99, 1594-1601 (1977).

Crystal growth by non-aqueous gel diffusion.
G. R. Desiraju, D. Y.Curtin and I. C. Paul
J. Am. Chem. Soc., 99, 6148 (1977).

Synthesis and interconversion by hydrogen exchange of isomeric quinhydrones.
G. R. Desiraju, D. Y. Curtin and I. C. Paul



10.

11.

12.

13.

J. Org. Chem., 46, 4071-4075 (1977).

Resonance interactions in metal chelates of ortho-hydroxyazo compounds. Crystal
growth, Structure and Spectra of 1-(2-Pyridylazo)-2-naphtholato-copper (ll).
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C20H20N406

M. Muthuraman, J. -F. Nicoud, R. Masse and G. R. Desiraju
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Crystal engineering. Outlook and prospects.
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Steroidal aromatase inhibitors. Model receptor surfaces and 3D QSAR.
R. K. R. Jetti, A. Anthony, A. Nangia and G. R. Desiraju

Ind. J. Chem. Section B, 40, 1054-1062 (2001).

[Ghatak Commemoration Issue]
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P. K. Thallapally, A. K. Katz, H. L. Carrell and G. R. Desiraju

Chem. Comm. 344-345 (2002).
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phenyl ] alkanoic acid derivatives as Thromboxane A2 Receptor Antagonists

K. V. V. M. Sairam, J. A. R. P. Sarma and G. R. Desiraju

Drug Design and Discovery, 18, 45-49 (2002).
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supramolecular synthons

S. Aitipamula, P. K. Thallapally, R. Thaimattam, M. Jaskolski and
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Org. Lett., 4, 921-924 (2002)

The supramolecular synthon approach to crystal structure prediction
J. A. R. P. Sarma and G. R. Desiraju
Cryst. Growth Des., 2, 93-100 (2002)



216.

217.

218.

219.

220.

221.

222.

223.

224.

225.

1,3-Dibromo-2,4,6-trinitrobenzene (DBTNB). Crystal engineering and perfect polar
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Nicoud
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Struct. Chem. 13, 321-328 (2002).
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A 1:1 molecular complex of bis(4-aminophenyl)disulfide and
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studies of some 1,2-diarylimidazole derivatives.
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G. R. Desiraju
J. Ind. Chem. Soc., 80, 151-155 (2003)
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J. A. K. Howard
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235.

236.

237.

238.

239.

240.

241.

242,

243.

J. Zyss, |. Ledoux-Rak, H. -C. Weiss, D. Blaser, R. Boese, P. K. Thallapally, V. R. Thalladi
and G. R. Desiraju
Chem. Mater., 15, 3063-3073 (2003)
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V. R. Vangala, B. R. Bhogala, A. Dey, G. R. Desiraju, C. K. Broder, P. S. Smith, R. Mondal,
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S. K. Panigrahi and G. R. Desiraju
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246. Host-guest and network structures of some tetraphenylmethane derivatives
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A. Dey, G. R. Desiraju, R. Mondal, J. A. K. Howard
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248. Hydrogen Bonding
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J. Chem. Inf. Model., 45, 725-738 (2005).
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Five varieties of hydrogen bonds in 1-formyl-3-thiosemicarbazide: An electron
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Acta Crystallogr. Sect B, 62, 118-127 (2006).
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Synthon Robustness and Solid State Architecture in Substituted gem-Alkynols
R. Banerjee, R. Mondal, J. A. K. Howard and G. R. Desiraju
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Packing modes in some mono- and disubstituted phenylpropiolic acids. Repeated
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Solvates of sildenafil saccharinate. A new host material.
R. Banerjee, P. M. Bhatt and G. R. Desiraju
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Effects of the substituent on the formation of dimers and catemers in phenylpyruvic
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CrystEngComm, 8, 674-679 (2006).
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R. Banerjee, B. K. Saha and G. R. Desiraju
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Intellect and intuition (Retrospect essay)
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Crystal structure prediction with the supramolecular synthon approach: experimental
structures of 2-amino-4-ethylphenol and 3-amino-2-naphthol and comparison with
prediction

A. Dey, N. N. Pati and G. R. Desiraju

CrystEngComm, 8, 751-755 (2006).
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R.Mondal, J. A. K. Howard, R. Banerjee and G. R. Desiraju

Cryst. Growth Des, 6, 2507 - 2516 (2006).

Bending and brittle organic crystals: structure-property correlations
C. M. Reddy, K. A. Padmanabhan and G. R. Desiraju
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On the polymorphism of aspirin
A. D. Bond, R. Boese and G. R. Desiraju
Angew. Chem. Int. Ed. 46, 615-617 (2007).
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On the polymorphism of aspirin: crystalline aspirin as intergrowths of two
“polymorphic” domains

A. D. Bond, R. Boese and G. R. Desiraju

Angew. Chem. Int. Ed. 46, 618-622 (2007).

5,5-Dibenzylbarbituric acid monohydrate
P. M. Bhatt and G. R. Desiraju
Acta Crystallogr., Sect. E, 63, 0771-0772 (2007).

Hexaiodobenzene: a redetermination at 100 K
S. Ghosh, C. M. Reddy and G. R. Desiraju
Acta Crystallogr., Sect. E, 63, 0910-0911 (2007).

Strong and weak hydrogen bonds in the protein—ligand interface
S. K. Panigrahi and G. R. Desiraju
Proteins, 67, 128-141 (2007).

Theoretical investigation of C—H-:-M interactions in organometallic complexes: A
natural bond orbital (NBO) study.

T. S. Thakur and G. R. Desiraju
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Tautomeric polymorphism in omeprazole
P. M. Bhatt and G. R. Desiraju
Chem. Comm, 2057-2059 (2007).

What is a polymorph? Aspirin as a case study.
A. D. Bond, R. Boese and G. R. Desiraju
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Crystal structure of NaasLis(saccharinate)s.14H,0 and its comparison with other alkali
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P. M. Bhatt and G. R. Desiraju
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Insights into ligand selectivity in nitric oxide synthase isoforms: a molecular dynamics
study
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Crystal Engineering : A holistic approach
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Angew. Chem. Int. Ed., 46, 8342-8356 (2007).
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Polymorphism. The same and not quite the same
G. R. Desiraju
Cryst. Growth. Des., 8, 3-5 (2008).

Van der Waals and polar distances in crystals. Quantifying supramolecular synthons.
P. Ganguly and G. R. Desiraju
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Crystal structure prediction of a co-crystal using a supramolecular synthon approach:
2-methylbenzoic acid - 2-amino-4-methylpyrimidine
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Cryst. Growth Des., 8, 4031-4044 (2008).

Co-crystal formation and the determination of absolute configuration
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Co-crystals of the anti-HIV Drugs lamivudine and zidovudine
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Additive induced polymorphism. The Pentafluorophenol-Pentafluoroaniline system.
M. T. Kirchner. D. Blaser, R. Boese and G. R. Desiraju
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Significant progress in predicting the crystal structures of small organic molecules - a
report on the fourth blind test
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The nature of halogen...halogen Interactions : A model derived from experimental
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Structure-based design of DevR inhibitor active against non-replicating
Mycobacterium tuberculosis

R. K. Gupta, T. S. Thakur, G. R. Desiraju and J. S. Tyagi

J. Med Chem., 52, 6324-6334 (2009)

1,3-Difluorobenzene
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1,2,3-Trifluorobenzene
M. T. Kirchner, D. Blaser, R. Boese, T. S. Thakur and G. R. Desiraju
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Long-Range synthon Aufbau modules (LSAM) and crystal structures: Systematic
changes in CeHe-nFn (0 < n < 6) fluorobenzenes

P. Ganguly and G. R. Desiraju

CrystEngComm, 12, 817-833 (2010).

N—H---:O and C—H:--O Interaction mimicry in the 1:1 molecular complexes of 5,5-
diethylbarbituric acid with urea and acetamide

T.S. Thakur, Y. Azim, T. Srinu and G. R. Desiraju
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