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Scheme S1. Isodesmic reactions for N-amino and N-trinitroethylamino nitroazoles 
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Table S1. The heats of formation (HOF) for N-amino and N-trinitroethylamino nitroazoles  

Compounds E0 

[Hartree/Particle] 
ZPE 

[Hartree/Particle] 
HT 

[Hartree/Particle] 
HoF(gas) 

[kJ mol
-1

] 

4 0.09069 0.099104 0.0870624 231.11472 

5 0.092505 0.103419 0.0888048 243.74523 

6 0.092159 0.103469 0.08847264 262.59369 

7 0.090571 0.103771 0.08694816 404.71982 

8 0.094698 0.108776 0.09091008 622.08289 

10 0.157737 0.182037 0.15142752 565.58553 

12 0.155427 0.176842 0.14920992 209.95117 

13 0.153269 0.171875 0.14713824 212.67323 

15 0.10892 0.121503 0.1045632 249.36925 

16 0.172196 0.195017 0.16530816 184.58040 

17 0.078226 0.086692 0.07509696 279.16537 

18 0.09562 0.105348 0.0917952 247.56112 

19 0.141304 0.159818 0.13565184 240.26836 

20 0.158003 0.178156 0.15168288 201.80977 
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Figure S1. Ball and stick packing diagram of 10 viewed down the b axis. The dashed lines 

indicate strong hydrogen bonding. 
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Figure S2. Ball and stick packing diagram of 11 viewed down the b axis. The dashed lines 

indicate strong hydrogen bonding. 

 
Figure S3. Ball and stick packing diagram of 15 viewed down the a axis. The dashed lines 

indicate strong hydrogen bonding. 
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