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The used equation was: ∆HF = Σ∆H Products - Σ∆H Reactives

Results and Discussion

Our results show a significant difference for the electronic description of the molecules using dif-

ferent levels of theory (Figure 1). It should be noted a believable electronic description of these com-

pounds is an essential requirement in order to explain the molecular interactions involved in this proc-

ess.

The ab-initio results indicate a positive

charge distribution focused on acidic –

protons the preference for the planar forms

of  the complex. In contrast the semiem-

pirical results predict a positive charge

distribution on the imine group indicating

that no-planar forms are also available.

These results show that it is necessary to perform calculations at high level of theory (at least at

RHF /3-21G) to obtain an acceptable electronic description which is essential to evaluate the complex

formation process.

From the medicinal chemistry point of view it is interesting to note that our results suggest that the

guanidine-carboxylate interactions are energetically favoured with respect to the guanidine-tetrazole

interactions (Figure 2). These results indicate that tetrazole group it is not good enough to replace the

carboxylate group and therefore they are in a complete agreement with the experimental results re-

ported for the above groups.
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Figure 2: General scheme of interaction in study. A) Between guanidine cation and
anion carboxylate. B) Between of guanidine cation and anión tetrazole.


