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

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

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

formation (HoF) of derivatives of N-aminonitroimidazoles and

N-trinitroethylaminonitroimidazoles.

Compounds Eo ZPE Ht HoF(gas)

[Hartree/Particle] [Hartree/Particle] [Hartree/Particle] [kJ mol™]
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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'H, *C, ™ N NMR, *N-'H HMBC, and DSC for derivatives of
N-aminonitroimidazoles and N-trinitroethylaminonitroimidazoles.
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NH2 4-NO2 imidazole from 4-nitro imidazole potassium salt
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Sample: 4c 1NH2 4-diNO2 midazole File: yp-010 4c 1,1 NH2 4-diNO2 midazole.001
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Sample: 1-NH2 4-NO2-5-azido imidazole File: 001 1-NH2 4-NO2-5-azido imidazole.001

Size: 0.6000 mg
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Cureent Data Parameters

pinganpl
£XPNO 6
PROCNG 1

F2 - Acquisition Parameters
2013033

oat 03:
Time 15.36
INSTRUM spect
PROBIO 5 mm ONP 1H/13
PULPROG 299

i 32768
SOLVENT o450

s 2229

05 [

S 17985 611 Wz
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Sample: diNO2 bimidazole

Size: 1.1000 mg

File: yp-009 4g 1,1diNH2 4,4'diNO2 bimidazo...

DSC Operator: ping

Method: Ramp Run Date: 30-Mar-2013 15:58
Instrument: DSC Q10 V9.9 Build 303
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ssssmws CHANNEL f1 =ewwesss
Nuct 1H
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L8] -4.00 0B
SFO1 3001319559 Mz
F2 - Processing parameters
SI 32768
SF 300.1300030 MHz
WOW. EM
8§58 0
L8 5.00 H2
68 0
PC 1.00
10 NMR plot parameters
x 20.00 cm
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diNH2 bimidazole
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Instrument: DSC Q10 V9.9 Build 303
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Trinitroethyl 4,5 NO2

1-NH2 1midazole
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Current Data Parameters
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Sample. 7004 File: Tl aRaiaDSCIYPIYP004.001
Size: 1.0000 mg DSC Operator: cihe
Method: Ramgp Run Date: 05-Nov-2012 10:54
Comment: Trinitrocthyl 4,5-diNO2 imidazole Instrument: DSC Q10 V9.8 Build 296
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2,4 gimitro 1midazole
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Sample. 002 1-NH2 Trinito 4.5 imi File. 002 1-NHZ2 Trinitroethyl 2 -4 NO2...
Size: 1.5000 mg DSC Operator: thao
Method: Ramp Run Date: 09-Nov-2012 17:45
Comment: tvo1272B_FOXMe_azo_recrystallized_Oct 03_2012 Instrument: DSC Q10 V9.8 Build 296
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1
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o oY 13.50 cn
Fip 12.000 opm
F1 3601.56 Hz
Fop -2.028 pon
- 25 |8 5 F2 -608.65 Hz
H EE b PPMCM 0.70140 ppa/cm
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oN 4-N02 1midazole tranitroethyl TNE
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Comment: 5 oC min-1 . o Instrument: DSC Q10 V9.8 Build 296
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Sample: 06 1-NH2 5-N3 4-NO2 imi TNE File: 006 1-NH2 5-N3 4-NO2 imidazole +TNE.001
Size: 0.5000 mg DSC Operator: thao
Method: Ramp Run Date: 15-Feb-2013 20:51 l
Comment: 06 1-NH2 5-N3 4-NO2 imidazole +TNE.001 Instrument: DSC Q10 V9.9 Build 303 |
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Sample: 1-NH2 5-Cl 4-NO2 imidazole TNE File: ..\007 1-NH2 5-Cl 4-NO2 imidazole.001
Size: 1.1000 mg DSC Operator: ping
Method: Ramp Run Date: 19-Feb-2013 15:20
Comment: oxdbistet Instrument: DSC Q10 V9.9 Build 303
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