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Reaction of aromatic hydrodechlorination:
quantum-chemical diagnostics of the mechanism
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Abstract
The dehydrohalogenation process of aryl- and heteroaryl haligenides is described on base of the
Pearson’s hard and soft acids and bases theory. It Is discovered electrophilic nature of limiting velosity stage.
The correlation between logarithm of the catalytic hydrodehalogenation velocities constants and local
electrophilicity of the reactions centre are exists. Function Fukui and local electrophilicity as a factor of
electron-donating abilities of the reactionary centre introduces reliable descriptor to reactionary ability of aryl
halogenides in process of dehidrogalogenation.
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