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Objective 

A strong dedication towards scientific research and interest in teaching Physics and Chemistry. 

Personal details 

Name                                      : Ganapathy Subramanian Vaitheeswaran 

Father’s Name                        : Ganapathy Subramanian 

Nationality                              : Indian 

Sex                                          : Male 

Date of Birth                           : 24-07-1975 

Marital status                           : Married 

Present Designation                 : Assistant Professor, Advanced Centre of Research in High          
                                                    Energy Materials (ACRHEM), University of Hyderabad 

Educational Qualifications 

Ph.D (Theoretical Condensed Matter Physics) obtained from Anna University during 1999-2004. 

M.Sc (Physics) pursued from Annamalai University during 1995-1997. 

B.Sc (Physics) obtained from University of Madras during 1992-1995. 

Research Interests 

 Study of energetic materials under high pressures using first principles calculations 
 Investigating equation of state of crystalline solids 
 Predicting physical and chemical properties of solids through ab-initio calculations 
 Magnetism in solids 
 Evolution of  band structure of complex materials 



Research Experience 

 Guest Scientist in Max-Planck institute for solid state Research, Stuttgart, Germany from 
March 2003 to July 2005 

 Researcher in Department of Materials Science and Engineering, Royal Institute of 
Technology, Stockholm, Sweden from August 2005 to Aug 2007. 

 Visiting Scientist in Advanced Centre of Research in High Energy Materials 
(ACRHEM), University of Hyderabad from 24th September 2007 to 5th June 2009 

 

Research Publications as on 15th May 2013 

NUMBER OF CITATIONS (as on 15th May 2013): 667                                                  

                                                                h-index: 16 

                                               (ISI WEB OF KNOWLEDGE) 

(These figures represent number of times my papers were cited in different research articles)  
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       energetic solids: A first principles study”  Chem. Phys. Lett. In press. (IF:2.145) 
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      optical properties of layered alkaline-earth halofluoride scintillators ” Phil. Mag. 93, 26,       
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66.  K. Ramesh Babu, G. Vaitheeswaran, 2013, “Structural, elastic and thermodynamic  
        properties of KN3 and RbN3: A van der Waals density functional study” Solid State     
        Sciences, 23, 17. (IF:1.856)  
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       of electronic structure, elastic and optical properties of anti-perovskite type alkali  
       metaloxyhalides” Solid State Sciences, 20, 120. (IF:1.856) 
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       structural, elastic, vibrational and quasi particle band structure of solid nitro   
       methane” Journal of Chemical Physics, 138, 184705. (IF: 3.3) 
 
63.  N. Yedukondalu, Vikas D Ghule and G. Vaitheeswaran, 2013, “Pressure induced  
       structural phase transition in solid oxidizer KClO3: Ab initio study” Journal of     



       Chemical Physics, 138, 174701.   (IF: 3.3)  
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     “Pressure-Induced valence and structural changes in YbMn2Ge2 Inelastic X-ray   
      spectroscopy and Theoretical investigation” Inorg. Chem, 52 (2), 832. (IF: 4.6) 
 
61. U. Subba Rao, A. Sebastian, S. Rayaprol, C.  S. Yadav, A. Svane,  G.  
      Vaitheeswaran, and S. C. Peter, 2013, “Metal flux crystal growth technique in the  
      determination of ordered superstructure in EuInGe” Crystal Growth & Design, 13  
      (1), 352. (IF: 4.72)  

 
60. S. Appalakondaiah and G. Vaitheeswaran, 2013, “Structural properties of solid  
      nitromethane: A Density functional study” AIP Conference Proceedings, 1512, 830. 
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      T. LeBihan, M. Idri, F. Wastin, R. Caciuffo, 2013, “High pressure studies on Uranium  
      and thorium silicide compounds: Experiment and theory”, J. Alloys. Compds, 546,  
      63. (IF: 2.289) 
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      2012, “Effect of vanderWaals interactions on structural and elastic properties of  
      black phosphorus” Phys. Rev. B, 86, 035105. (IF: 3.691) 
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   magnetic phase transition in ferromagnetic CrTe”, Journal of Magnetism and Magnetic  
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    of superconducting transition temperature in Vanadium under pressure” Solid State  
    Communications, 116, 401. (IF: 1.649)  
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   properties of Intermetallic compounds ARh2P2(A=Ca, Sr, Ba)” Solid State Communications,   
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Honours and Awards 
 
 Elected as Member of National Academy of Sciences India (Physical Sciences) - 2013.  

 
 Recipient of “DAE-Young Achiever” Award for the year 2012 from Department of 

Atomic Energy. 
 
 Honored with Associate Fellow of Andhra Pradesh Academy of Sciences (AFAPASc) 

for valuable contributions towards the scientific research in condensed matter physics. 
 



 Recipient of Max-Planck Institute Post Doctoral Fellowship for the duration of March 
2003- July 2005. 

 
  Recipient of Swedish Research Council Post Doctoral Fellowship for the duration of 

August 2005- August 2007. 
 
 Received KAWZOE AWARD for “best paper presentation” in “Third conference on 

Asian Consortium on Computational Material Science” held during 8th September to 11th 
September 2005 at Chinese Academy of Sciences, Beijing, China. 

 
 Received KAWZOE AWARD for “best paper presentation” in “First conference on 

Asian Consortium on Computational Material Science” held during 29th November to 1st 
December 2001 at Indian Institute of Science, Bangalore, India.  

 

Invited talks 
 
 An invited talk on “Solid energetic materials: A First principles study” has been given 

at Work shop on Advances in computational physics 2013 held at Central University of 
Tamilnadu, February-2013, Thiruvarur, Tamilnadu, India.     
  

 An invited talk on “High energy density materials: A First Principles Study” has been 
given at Electronic structure approaches to atoms, molecules, solids and clusters, 
January-2013, ACRHEM, University of Hyderabad, India.  
 

 An invited talk on “High Pressure study of energetic metal azides: A First principles 
study” has been given at DAE-Solid State Physics Symposium 2012 held at IIT Bombay, 
December-2012, India.    
 

 An invited talk on “High pressure study of inorganic metal azides” has been given at 
NCL-Pune, November-2012, India.    

 
 An invited talk on ““Lattice instability and structural transformation in LaAg 

predicted from first principles theory” has been given at Indian Institute of 
Technology Kharagpur, November-2012, India.    
 

 An invited talk on “Azides: An emerging class of high energy density materials” has 
been given at Frontiers in Physics, FIP-2012, University of Hyderabad, September-2012, 
India.    

 
 An invited talk on “Lattice instability and structural transformation in LaAg under 

pressure: A first principles study” has been given at NCMAT-2012, IIIT-Gwalior, 
Gwalior, February-2012, India.  
 



 Delivered an invited talk on “Metal azides under pressure: an emerging class of high 
energy materials” in MTIC-2011, University of Hyderabad, Hyderabad, December-
2011. 

 
 An invited talk on “Alkali metal azides under high pressure: Ab-initio study” has 

been delivered at AIRAPT-2011, BARC Mumbai, Mumbai, India. 
 

 An invited talk presented on “Exploring material properties from abinitio 
calculations” at Inter University Accelerator Center (IUAC), New Delhi, April 2010. 

 
 A talk on “Understanding the high-pressure behavior of materials from first-

principles theory” delivered upon an invitation in Theoretical Physics Division, Bhabha 
Atomic Research Center, Mumbai, March 2009.  
 

 A talk on “Effect of Spin orbit coupling on the band gaps of half-metallic double 
perovskites” delivered upon an invitation in Solid State Physics Division, Bhabha 
Atomic Research Center, Mumbai, March 2010.  

 
 A talk on “Metal-Insulator transition induced by 5d-band filling ferromagnetic 

double perovskites” delivered upon an invitation at National Physical Laboratory 
(NPL), New Delhi, October 2008. 
 

 A talk entitled “Elastic properties of MgCNi3: A super conducting perovskite” 
delivered at work shop on Low Temperature Physics, University of Hyderabad, 
Hyderabad, March 2008.  
 

 A talk on “Understanding magnetism in double perovskites from first-principles 
studies” delivered at Advanced Centre of Research in High Energy Materials 
(ACRHEM), University of Hyderabad, Hyderabad, April 2007. 

 
 An invited seminar delivered on “High-pressure structural studies on binary rare-

earth antimonides” at Denmark Technical University, Copenhagen during August 2006. 
 

 An invited seminar on “Orbital magnetism in double perovskites” delivered at 
Walther-Meissner-Institute, Garching, Germany in June 2006.  

 
 A talk presented upon an invitation at the Institute for Materials Science, Darmstadt 

University of Technology, Darmstadt, Germany on “First principles study of electronic 
structure and magnetic properties of double perovskites” during June 2005.   

 
 An invited seminar delivered on “Electronic structure and magnetic properties of 

transition metal oxides” at the Walther-Meissner- Institute, Garching, Germany during 
April 2005.  

 

Contributed talks 



 
 A talk on “Nitrogen rich high energy density materials:A density functional study ” 

has been given at KISHEM-2012, Inha University, September-2012, South Korea.  
 

 Delivered contributed talk on “Cubic  to  orthorhombic transition in binary inter 
metallic Compound LaAg predicted from first-principles theory” at ICMST-2012, 
International Conference on Materials Science and Technology, ICMST-2012 held at St. 
Thomas College, Pala, Kerala, India  

 
 
 Delivered contributed talk on “Density functional study of hydrogen rich solid rocket 

propellants metal amido boranes” at HEMCE-2011, International conference on High 
Energy Materials, HEMCE-2011 held at TBRL-Chandigarh, India.  
 

 Delivered contributed presentation on “Density functional study of LiN3 and KN3 
molecular crystals under pressure” at ACCMS-6, Sptember 2011, National University 
of Singapore, Singapore.  

 
 A talk entitled “Equation of state of high density fluoro perovskite KMgF3 studied 

from first principles theory” delivered at Indo-Russian work shop on High Energy 
Density Materials, I2IT, Pune, November 2008.  
 

 Delivered a contributed talk on “Electronic Structure and X-ray circular dichroism of 
half-metallic transition metal oxides” at International Conference on Magnetic 
Materials and their Applications fo 21st Cemtury (MMA-21), National Physical 
Laboratory (NPL), New Delhi, October 2008.  
 

 Delivered a talk on “Unquenched orbital magnetic moments in Rhenium based 
double perovskites” at International Conference on Magnetic Materials, Saha Institute 
of Nuclear Physics, December 2007.  

 

Posters presented in Conferences 
 

1. Presented a poster paper entitled “Structural properties of solid nitromethane: A 
Density functional study” S. Appalakondaiah and G. Vaitheeswaran during DAE- Solid 
State Physics Symposium 2012, held at IIT- Bombay, during December-2012, India 

2. Presented a poster paper entitled “Lattice dynamics of alkali metal azides studied from 
density functional perturbation theory” G. Vaitheeswaran during the ICORS-2012, 
held at Indian Institute of Science, Bangalore. 

3. Presented a poster paper entitled “Density functional study of high capacity hydrogen 
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