Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2018

Supplementary material for: 3-nitro-4-(tetrazol-5-yl) furazan: Theoretical
calculation, Synthesis and Performance

Zhiyue Han'*, Qi Jiang, Zhiming Du, Yupeng Zhang, Yuezhen Yang
State Key Laboratory of Explosion Science and Technology, Beijing Institute of Technology, 5

South Zhongguancun Street, Haidian District, Beijing, 100081, China

The structure of NTZF was optimized with B3LYP / 6-311 ++ G ** [13] using the
Gaussian 09 software package. The geometric structure, bond lengths and bond angles

of the NTZF molecule are shown in supplementary Table 1 and Table 2.

Supplementary Table 1 Bond length of NTZF

parameter Bond lengths /A parameter bond lengths /A
O1—N5 1.36 N7—N9 1.32
O1—N6 1.37 N7—Cl11 1.33
C2—N6 1.31 N8—N10 1.30
C3—N5 1.30 N8§—Cl1 1.36
C2—C3 1.43 N9—N10 1.33
C2—Cl11 1.46 N12—O013 1.22
C3—NI12 1.47 N12—O014 1.21
H4—N9 1.01

Supplementary Table 2 Bond angles of NTZF

bond bond angles / ° bond bond angles / °
N5—O01—N6 112.03 N9—N7—CIl1 100.85
C3—C2—N6 107.02 N10—N8—CIl11 106.04
C3—C2—C11 130.05 N8—N10—N9 105.88
C2—C3—N35 110.36 N7—N9—N10 114.62

C2—C3—NI12 129.07 C2—C11—N7 122.77
O1—N5—C3 104.64 N7—C11—N8 112.60
O1—N6—C2 105.94 C3—N12—013 115.27
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