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The reaction pathways of C-arylation with participation of non-symmetrical 
triarylbismuth dichlorides were studied using B3LYP/LANL2DZ level of the theory in 
order to describe the experimentally observed reaction’s regioselectivity as a function of 
used substrates. The geometrical and energetic parameters intermediates formed were 
determined. It was shown, that the formation of arylation (phenylation) product can be 
explained by distinction of parameters of intermediates. Calculation of the thermal effects 
shows that observed processes are more favourable thermodynamically. Difference of 
energy barriers is also in conformity with experimental data. In the case of considered 
reactions thermodynamic and kinetic factors are in accordance.  
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