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Kharkov University Bulletin. 2001. 532. Chemical Series. Issue 7(30). A.A.Karasyov, 
Z.A.Sizova, L.L.Lukatskaya, M.I.Rubtsov, A.O.Doroshenko. Theoretical modelling of acid-base 
interactions of 3-hetarylcoumarins. 

Quantum-chemical calculations of the heats of formation for several 3-hetarylcoumarin and 
3-hetaryliminocoumarin derivatives and their monoprotonated cations were made by the semiempirical 
method PM3. The correspondent protolytic equilibrium constants were evaluated on the base of these 
data. Good linear correlation of lgK with Hammet substituent + -constants was found. Conclusion 
about the aligning influence of solvation onto the substituents effects in the coumarin series was made 
in comparing the presented here theoretical results with the earlier obtained experimental ones.  


