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GRAPH MODELLING OF CHEMICAL STRUCTURES

Zoita RERINDE, Madilina BERINDE

Abstract. In this paper we descrihe a mathematicnl madel for representing chemical struciures
combmming praltiple bands, heteroatoms and benzennid hilracarbons, using recently developed rcthods
fur caleulating the weighted slecirame distance, woed We alse illustrale the power ol w.ed. in
differentisting e chemical bords aecording e the context in which ey are uisd in the melecule, For
the chermcal srpstires showed hers we caleulane the ZEF and BZ topatogical indices using the weighted
electronic cormectivity matrix, CEF, witroduced by the first author in [1].
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