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Computational Data  

S-1  Scheme 1s. Isodesmic reactions for the derivatives of N-aminonitroimidazoles and 

N-trinitroethylaminonitroimidazoles. 

S-2  Table 1s. Calculated (MP2/6-311++G** // B3LYP/6-31+G**) total energy (E0), 

zero-point energy (ZPE), values of thermal correction (HT), and heats of 

formation (HoF) of derivatives of N-aminonitroimidazoles and 

N-trinitroethylaminonitroimidazoles.  
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S-1  Scheme 1s. Isodesmic reactions for the derivatives of N-aminonitroimidazoles and 

N-trinitroethylaminonitroimidazoles.

Electronic Supplementary Material (ESI) for Journal of Materials Chemistry A
This journal is © The Royal Society of Chemistry 2013



 

 

S-2  Table 1s. Calculated (MP2/6-311++G** // B3LYP/6-31+G**) total energy (E0), 

zero-point energy (ZPE), values of thermal correction (HT), and heats of 

formation (HoF) of derivatives of N-aminonitroimidazoles and 

N-trinitroethylaminonitroimidazoles.  

 

Compounds E0 

[Hartree/Particle] 
ZPE 

[Hartree/Particle] 
HT 

[Hartree/Particle] 
HoF(gas) 

[kJ mol
-1

] 

4a -689.0210145 0.092826 0.103901 209.9 

4b -689.0243019 0.092659 0.103694 200.8 

4c -484.9316133 0.090549 0.098947 195.3 

4d -648.1700351 0.093554 0.104704 536.1 

4g -968.6946431 0.160924 0.177371 400.3 

6a -1379.6870028 0.155182 0.177582 190.4 

6b -1379.6915101 0.155144 0.176231 175.0 

6c -1175.601235 0.153288 0.171887 164.3 

6d -1338.8436338 0.156301 0.177622 494.6 

6e -1634.6527486 0.143672 0.163537 144.5 
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1
H, 

13
C, 

15
 N NMR, 

15
N-

1
H HMBC, and DSC for derivatives of 

N-aminonitroimidazoles and N-trinitroethylaminonitroimidazoles.  
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