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Abstract of lecture: 
 

 

Development Thermodynamical data sets 
 
 
The purpose of the STSM is to perform structure-thermodynamics correlation analysis based on the 
crystallographic data deposited in Cambridge Crystallography Database (CCDC) that relate to structures 
of particular families of compounds that exerts different properties. In addition, partially to utilize the 
published crystallographic data (e.g. non-covalent bond energies/ bond distances, mainly different types 
of H-bonds) as a models for developing case studies with encompass the appropriate data sets that might 
be used for developing the algorithmams for particular applications in calculation the possible non-
covalent interactions in molecular crystals. 


