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Figure S1. Infrared spectrum of 3,4,5-triamino-1,2,4-triazole.
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Figure S2. Infrared spectrum of salt 1.
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Figure S3. Infrared spectrum of salt 2.
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Figure S4. Infrared spectrum of salt 3.
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Figure S5. Infrared spectrum of salt 4.
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Figure S6. Infrared spectrum of salt 5.

S3



1453.540m1

95|

17303
901 5443
28504
85 %% 689,45
(29553
s 1740 6o 1348 71cm-1
. 3270 1056 360m-1
%78
996 8501
at1a¥1em-1
te099em-1 [T A
3218
75{ |
173 65em-1 865 2601 se246em 1
1060 55om-1 | 152417em1
714 fhomt
12282301
16254
701 /
4000 3500 3000 2500 2000 1800 1000 500450

cm-1
Name Description
organic 7353 Sample 7353 By organic Date Friday, December 18 2020

Figure S7. Infrared spectrum of salt 6.
2. TH NMR spectra

Resonances appearing around 2.5 ppm and 3.3 ppm correspond to the solvent DMSO and trace amounts of water
respectively.
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Figure S8. '"H NMR spectrum of 3,4,5-triamino-1,2,4-triazole.
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Figure S9. 'H NMR spectrum of salt 1.
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Figure S10. 'H NMR spectrum of salt 2.
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Figure S12. 'H NMR spectrum of salt 4.

S6

g HE mvarcdard poi st aye, dnypoprobe peodigy. S - §|
=] (mrmral
- CATE » :ﬂn.':r.'u:'
s TIms « K700
THITVUN = ST
PULFROG = 29
FL [iH2
ora msiea
£ o« 508,30
g = T B3
=
|
]
ul |
= I
-
|
|
1 . ) S
L——r—————— " T s
] T & ] inpm]
Figure S11. 'H NMR spectrum of salt 3.
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Figure S13. 'H NMR spectrum of salt 5.
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Figure S14. 'H NMR spectrum of salt 6.
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3. BC NMR spectra

The resonance near 40.0 ppm corresponds to the solvent, DMSO.
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Figure S15. 13C NMR spectrum of 3,4,5-triamino-1,2,4-triazole.
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Figure S16. °C NMR spectrum of salt 1.
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Figure S17. 13C NMR spectrum of salt 2.
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Figure S18. 13C NMR spectrum of salt 3.
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Figure S19. *C NMR spectrum of salt 4.
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Figure S20. 3C NMR spectrum of salt 5.
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Figure S21. 3C NMR spectrum of salt 6.

4. SN NMR spectrum

Acquisition parameters for this spectrum were as follows: zgig30 pulse sequence, sweep width 500 ppm, D1 3 sec,
TD 64000, 4096 scans, 1.3 sec acquisition time, 144 receiver gain, inverse-gated decoupling.
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Figure S22. ’N NMR spectrum of salt 1.
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5. TGA-DSC spectra
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Figure S23. Thermal decomposition (DSC) spectrum of salt 1.
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Figure S24. Thermal decomposition (DSC) spectrum of salt 2.
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Figure S25. Thermal decomposition (DSC) spectrum of salt 3.
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Figure S26. Thermal decomposition (TGA) spectrum of salt 4.
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Figure S27. Thermal decomposition (TGA) spectrum of salt 5.
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Figure S28. Thermal decomposition (TGA) spectrum of salt 6.
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