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Fig.1  Chemical structures of triazole
derivatives.
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Table 1 The onset temperatures and total
energies by for triazole derivatives.

Sample Ty /°C  Total energy / hartree

TO 313 -317.524
NTO 232 -522.071
ATO 286 -372.888
TA 341 -242.261
UR 247 -392.785
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Fig. 2 Bond energies of triazole derivatives.
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Fig. 3 Activation energies and bond

energies of triazole derivatives.
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Fig. 4 Relationship between bond energy
and onset temp.
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