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Table S1 The bond order for TTT and its derivatives with NBO.

TTT  R=NO, R=NH, R=NHNO, R=N;
N1-N2 1206 1.214 1.154  1.206 1.179
N2=C3 1.683  1.661 1570 1.622 1.581
C3-N4 1.090  1.076 1.056  1.067 1.069
N4-C5 1.098  1.091 1.064  1.095 1.073
C5=N1 1.609 1.610 1.647  1.608 1.638
C4-N6 1.014  1.008 1.011 1.011 1.007
C3-R 0.909  0.882 1.165  1.044 1.091
R (N-N) 0.949 1.376

* Corresponding Author
E-mail: huangh0816@sina.com



Table S2. The detonation velocity (D, in km/s) and pressure (P, in GPa) of the title compounds,
TNT, HMX and CL-20.

Compound D P
P p’ P p’

TTT 8.15 7.66 20.51 20.07
1 10.55 9.27 38.57 36.82
2 9.34 8.08 22.78 21.65
3 9.40 9.02 34.78 34.27
4 8.60 8.71 29.22 29.34
TNT? 6.95 19.00

HMXz? 9.10 39.30

CL-202 9.38 44.10

@ Experimental values from Cent. Eur. J. Energ. Mater., 2011, 8, 209-220.
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Fig.S1 The predicted cell structures of compound TTT, 2 and 4.



Listing XYZ coordinates of TTT and its derivatives in A
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