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Table s1 Calculated heat of formation of four ions and the lattice energy of [NO2
+][N5

-] and 

[N5
+][NO3

-]

Compd ΔHcation
a ΔHanion

b ΔHL
c

[kJ mol-1] [kJ mol-1] [kJ mol-1]

[NO2
+][N5

-] 980.3 258.7 607.0

[NO3
-][N5

+] 1471.7 -307.9 581.7

[N5
+][N(NO2)2

-] 1471.7 -190.1 543.8
a heats of formation of cations; b heats of formation of anions; c the lattice energy

Distributions of electrostatic potentials

Figure s1 . Distributions of electrostatic potentials of [N5+][NO3-]
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Figure s2. Distributions of electrostatic potentials of [N5+][N(NO2)2-]

Figure s3. Distributions of electrostatic potentials of [NO2+][N5-].



Figure s4. Distributions of electrostatic potentials of NO2-N3 (N4O2).

Figure s5. Distributions of electrostatic potentials of N2O5.



Figure s6 Ionic [NO2
+][N5

-] or covalent NO2-N5 

Figure s7 Comparison of the NO2-N3 structures. 


