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Chalcogensemicarbazones are condensation products between semicarbazide and its sulphur and selenium 
isosters with carbonyl compounds with a broad spectrum of biological activities [1-3]. In this work the X-ray 
structural investigation of library of six chalcogensemicarbazones has been complemented with computational 
study of their global and local reactive properties, within the framework of density functional theory (DFT). Among 
other information, DFT calculations helped us to locate the most reactive sites of studied molecules and to identify 
their sensitivity towards the oxidation. Investigated compounds have been also checked for their optoelectronic 
properties, due to the fact that they share certain structural similarity with molecules that have exhibited 
potentially important properties for the area of organic electronics. Pharmacokinetic properties have been 
assessed by the analysis of frequently employed drug likeness parameters. 
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