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Table S1. The crystallographic parameters of three energetic crystals of the Existing CCDC. 

Compound a1 b1 c·H2O1 

Chemical formula C8H7N5 C6H3N7O C5H6N8O3 

Formula weight 173.19 189.15 226.18 

Temperature (K) 173.0 170.0 170.0 

Crystal system Triclinic Monoclinic Monoclinic 

Space group P1
__

 P21/c P21/c 

a (Å) 6.8022(12) 9.8196(7) 6.7334(2) 

b (Å) 7.0362(15) 11.6192(7) 15.5167(6) 

c (Å) 8.8798(16) 6.8836(4) 8.6401(3) 

α (°) 74.652(7) 90 90 

β (°) 77.599(6) 103.218 110.321(1) 

γ (°) 71.071(7) 90 90 

Unit-cell volume (Å3) 383.79(13) 764.58(8) 846.54(5) 

Z 2 4 4 

Density (g·cm−3) 1.499 1.643 1.77 
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