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Bases 1,2,4-trizole (A) and 1,2,3-trizole (B) and acids HNO3 (I) and HN(NO2)2 (II) react to produce energetic
salts. In this study, the reactions of these bases and acids were studied at the B97d/aug-cc-pvdz level. All reactions
were exothermic and spontaneous. For the reactions of the same acid, the DrGm is more negative, the produced
salt has higher decomposition temperature. The quantum theory of atoms in molecules (QTAIM) was used to study
the intramolecular hydrogen bond interactions. The order of contributions to the total hydrogen bond energies
(EH,tots) is: NO3

- > N(NO2)2
- and 1,2,3-trizolium > 1,2,4-trizolium. The lattice energy (HL), the energy gap

between frontier orbits (Eg), and the sec ond-order perturbation energy (E2) were also calculated for better
understanding the intramolecular interactions between the cations and anions. These results show that A series salts
have stronger intramolecular interactions than B series. HNO3 is more helpful for forming stronger interactions than
HN(NO2)2.
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