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Huisgen and Ugi isolated petazole derivatives from the reaction of substituted 

benzene diazoniumchlorides with sodium azide. [1]  The reaction of 

tetrazoldiazoniumchloride with sodium azide gave tetrazole azide. [2] 
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Therefore, tetrazolepentazole may be formed in this reaction.  

 

 

We optimized the structures of all species involved in this reaction for the 1H and 2H 

tautomers of tetrazolepentazole and the anionic species and determined the activation 

energy for their decomposition at different levels of theory. 
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