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Table 1 Crystal parameters and refinement of BT
crystal parameters

CioHiu Ny a=1.096 nm

M, =270.31 g - mol ™! b=1.651 nm
T=93(2) K c=0.714 nm
monoclinic B=103.895(4)°

P2, /c V=1.253 nm’

Z=4 D, =1.433 g-cm™?

data collection and refinement

2200 independent reflections R, =0.1363, wR, =0.3708
-16<h<16, -14<k<10, -11</<10 Ap,., =1.126 e - A~>

6= 3.19° ~27.50° Appin = —0.525 e - A3
$=0.999 w(MoKa) =0.097 mm ™
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Fig.1 Molecular structure of BT
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Fig.2 Packing view of BT along a axis direction
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Crystal Structure of 3,6-Bis(3,5-dimethylpyrazol-1-yl)-1,2 4 5-tetrazine

SUN Mou', ZHANG lJian-guo', FENG Jin-ling', WU Jin-ting' , ZHANG Tong-lai' , SHU Yuan-jie®

(1. State Key Laboratory of Explosion Science and Technology, Beijing Institute of Technology, Beijing 100081, China; 2. Institute of Chemical Materials,
China Academy of Engineering Physics, Mianyang 621900, China)

Abstract. 3,6-Bis(3,5-dimethylpyrazol-1-yl)-1,2,4 5-tetrazine (BT) was prepared by oxidation of 3,6-bis(3,5-dimethylpyrazol-1-yl)-
1,2-dihydro-1,2,4,5-tetrazine (BDT) with NO,. The single crystal was cultured in anhydrous alcohol using slow evaporation
method, and was determined by X-ray diffraction analysis. The molecule belongs to monoclinic system, space group P, (1) /c,
with crystal parameters of a=1.096 nm,b=1.651 nm,c=0.714 nm,B=103.895(4) °,Z=4.
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