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Abstract: The structure and properties of 5,8-Dinitro-5,6,7,8-tetrahydrotetrazolo [ 1,5-b ] [ 1,2,4 ] triazine (DNTZTr)
were investigated by using quantum chemistry methods.The optimized geometry and electronic density, IR and
NMR spectrum data were calculated for inspecting the electronic structure properties and nature of chemical
bonds at B3LYP/6-311+G(2d) level. The critical macroscopic properties such as density, enthalpy of formation
and detonation performance have been also predicted. The results show that the enthalpy of formation and
density of DNTZzTr are 497.64kJ/mol and 1.82g/cm3,respectively. The detonation velocity and pressure are
8.73km/s and 33.97GPa, respectively.lt possesses good detonation properties and can be the potential

energetic materia.

SEYik/References:

BRIk /References:

1A%, 5000 B0 FRERARSI AR RR R IR ] KAFE52H%, 2007,30(1):9.

[2]5K R, & 11, BER, % NEPEHEHFIZ WIS RS 5 FHREAIR R [J]. KKEESHR, 2007,30(1): 13.
[31E&MHE, B, SR8, & RENES LT T BRI PRINA[J]. KKFE5HR, 2007,30(1):21.
MFHFD,E &7 =, 5 EBRFTIRGERAEEWMER R IIENH AR B[] KHEZSEHR, 2007,30(1):28.
[S143E, Bia % . ROXRHEBER H D BATUTEN]. XHMEZ5EHR, 2007,30(1):36.

[61EEHF, X E77 . 42 MBI NFES RN BTN PRI R AR [J]. K KFE5 SR, 2007,30(1):57.

http:/lwww.hzyxb.cn/oa/DArticle.aspx?type=view&id=201410007

172



2018/12/3

&i¥/Memo:

5,8- TAHFE U MIF T RREO IR AT (LA

(7188, B3k, K, . FOX- TSR ST AT 1L [V]. K KFE5 4R, 2007,30(1): 60.

[B15KBkiHE, T IE, BT, & B FIRENRSYIRMT AR AITNT[J]. KIFZ55£4R, 2007,30(1):64.

[91EE2=, 3K ¥5, Eimtk. =2 RERG=IHRERAD FRIEREJ]. KIFZ5R, 2007,30(1):71.

[10]Z5te, Pk ES. PR — BB AR SRR A D4 [J]. KAFZ5544R, 2007,30(1):74.

(MBS, BFE, BE81S8, %, U 5Kk “RIMEEERRERISIATRJ]. KAFESHR,2005,28(4):1.

[12]78 &, EFi7R, E5iE, . MRS BN YISO IR ARSI [J]. KIFEGHR, 2008,31(1):1.

[13]FE580, R, HEE, & SRR 2 S FEAVEH. ERANIRIFIEREIRICATJ]. KXFESEFHR, 2009,32(6):6.

(14143, =41, T 22,55 NH3FCIO3XIROXHIIAAZRARAIF/M [J]. KKFZGF4R,2010,33(2):69.

XU Wen,ZHAI Gao-hong,DING Li,et al.Effects of NH3 and ClO3 on the Initial Pyrolysis of 1,3,5-Trinitro-1,3,5-
triazine[J].,2010,33(3):69.
[15] &Rz, FLEEHS, 80U, 5. A @ SR RIS TUI[J] . KXFZ5544R,2014,37(4):30.

ZUO Huai-yuan,KONG Lu-lu,YU Shuai,et al.Theoretical Prediction of the Heats of Formation for Nitrogen
Fluorides[J].,2014,37(3):30.
[16]XIztE, bhisiE, =, %.3,3,7,7-lU(=@FE)-2,4,6,8-TUFZNGA [ 3.3.0 ] FnhkESHERNRYERSHEE
BOIBICTAZR[J]. K VEZ 4R, 2015,38(3):27.[doi: 10.14077/j.issn.1007-7812.2015.03.005]

JLIU Ying-zhe,LU Ting-ting, KANG Ying,et al.Theoretical Study on Structures and Properties of 3,3,7,7! |-
Tetrakis(trifluoromethyl)-2,4,6,8-tetraazabicyclo [ 3.3.0 ] octane and Its Polynitro
Derivatives[J].,2015,38(3):27.[doi:10.14077/j.issn.1007-7812.2015.03.005]

BE#THER/Last Update: 2015-06-29

http:/lwww.hzyxb.cn/oa/DArticle.aspx?type=view&id=201410007

2/2



