{22224 2002 60 (7): 1209-1214 ISSN: 0567-7351 CN: 31-1320/06

¥Rk
TATBIH A 55 e T W B 7K 159 46 B A FE R 5% A A
W, 1 A ¥ Supporting info
R BCE TR AL 2R, 7 50 (210004); H [ T AR5 e AL TR BT 4 B (621900) » PDE(0KB)
F[HTML 4= 3] (0KB)

WeRE ELIT B SRR AT L 452 W) ——
WE  TATB (1, 3, 5=, 4 6-—RIHLI) BIbE 4 e lRIEs,: K =
TATB I W B TSR B S AR 1 X . 7EBBLYPI6-31G~ () K- |, et TATB K (oor) |HRSF 55 B it

R MR FIE TSRl BB B 7E (BSSE) KRIE » SRAFTATBK i E H-19.90 kImol~(-1), » HEA SRR K
S RAFARE; EUCRIKAE TATB (001D 1] W% f fiE 24-10.25k3mol ~(- b TR [ A

1); FRVHE T RS REH R T aiR AL,
REEw RHEEOR K R AHEARA ML AT
R 0647

BT H] ERE A
F IR

+ Email Alert

b S A5

b 0 B

A Study on the Interaction of TATB Solid Surface with Adsorbed Water

Ji Guangfu,Xiao Heming,Dong Haishan P %{é =

H /o
Nanjing University of Science & Technology, Department of Chemistry, Nanjing(210094);Institute of Chemical DA e
Materials, Chinese Academy of Engineering Physics Mianyang(621900) ;a;!?yj A R )
Abstract 1,3,5-Triamino-2,4,6-trinitrobenzene (TATB) is the most famous thermo-resistant and insensitive explosive. WA SCA R AR IR OCEE
TATB is aways contacted with water in synthesis, uses and storage, especially in making PBX powders. The study of - s
water absorption on TATB surface may have significance both in theory and practice. The periodic calculation of TATB | _ i gy

(001) crystal surface was made at DFT-B3LY P/6-31G~(**) level. ON the basis of calibrating of Basis Set Superposition o
Error (BSSE), the surface energy was given as -19.90 kJ - mol~(-1), which isin agreement with the experimental result; the| ~ Hilgil

adsorption energy of water on TATB (001) surface (-10.25 kJ:-mol~(-1)) was presented for the first time. The changes of
banding and electronic structure, when water was adsorbed on the (001) surface of TATB crystalline, were discussed.
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