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Abstract 
 
Based on application of fragment approach in QSPR developed by Igor I. Baskin (Moscow 
State University) systematic analysis of chemical structure – property relationships for several 
groups of chemical compounds is provided: 
Polymers: refraction, thermal stability, etc. 
BODIPY dyes: absorption and emission properties. 
Porphyrins: efficiency in DSSCs. 
Liquid crystals: transition temperatures and classification. 
Dyes for textile coloration: colour and colour fastness of water-soluble azo dyes on fibres of 
different nature. 
The examples of collected databases and the results of their chemoinformatics analysis are 
discussed. 
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