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Table S1 Calculated heat of formation of seven compounds.

Compd Eo/au ZPE/au H./au Hf/k) mol*  Hf/kl g!
Ne -328.290297 0.021717 0.026052-0.021274 836.67 9.96
N¢* -327.8902749 0.020016  0.025427-0.019607 1885.20 22.44
Ng -328.3896022 0.022049  0.026950-0.021599 578.32 6.88
bridged-N;j -547.2833042  0.046555  0.053366-0.045605 1070.78 7.64
brideged-N;, -656.5689841 0.050356  0.059341-0.049328 1720.72 10.24
caged-Nyg -546.8753837 0.042505 0.047911-0.041638 2127.24 15.19
caged-Nj, -656.170148 0.048069  0.055590-0.047088 2757.90 16.41
Table S2 Calculated detonation performance of four compounds.

Compd N M Q.103 D/m st P/GPa
Bridege-Ny, 0.0357 28.01 1.827 9251 36.79
Bridged-N;, 0.0357 28.01 2.447 9992 45.11
Caged-Ny 0.0357 28.01 3.630 11559 60.05
Caged-Ng, 0.0357 28.01 3.922 12010 65.85




Distributions of electrostatic potentials
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Figure S1. Distributions of electrostatic potentials of bridged-Nq.
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Figure S2. Distributions of electrostatic potentials of caged-Nq,.
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Figure S4. Distributions of electrostatic potentials of caged-N,.



