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Fig.1 Molecular structure of RDX
1 ~3 is atom C,4 ~9 is atom N,
10 ~ 15 is atom 0,16 ~21 is atom H
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Table 1 N nuclear quadrupole coupling
costants of RDX( MHz)

“N D95 D95yl D95v2 6 -331g sk
4 5.639 5.679 5.671 5.686 5.675
5  5.806 5.819 5.808 5.852 5.778
6  5.838 5.849 5.838 5.883 5.887
7 1.287 1.407 1.422 1.406
8 1.217 1.338 1.359 1.343
9 1.216 1.337 1.359 1.343
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Table 2 N Asymmetric parameters of RDX

N D95 D95+l D95v2 6 -331g SLEatk
4 0.565 0.542 0.545 0.548  0.6080
5 0.572 0.559 0. 560 0.558  0.6380
6  0.579 0.565 0. 564 0.566  0.6140
7 0.924 0.712 0.696 0.710
8 0.630 0.558 0.558 0.558
9  0.615 0.562 0.559 0.559
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Hartree-Fock Calculation of Nuclear Quadrupole
Coupling Constants for “N in RDX

SHI Guang-ming', XU Geng-guang', WANG Ting-zeng', SONG Hua-fu', LI Run-hua’
(1. Institute of Electroechanical Engineering, Beijing Institute of Technology, Betjing 100081, China;

2. Beijing Public Security Bureau, China)

Abstract: The nuclear quadrupole interaction parameters for the three '*N nucleus in the ring of RDX

have been calculated using the Hartree-Fock procedure. The calculated quadrupole coupling constants for
the three "N nucleus are 5.671,5.808 and 5. 838 MHz, and the asymmetry parameters 0. 545 ,0. 560 and
0.564 ,respectively , approaching the corresponding experimental values (5. 675,5.778 and 5. 887 MHz

for coupling constants,0.608 0,0.638 0 and 0. 614 0 for asymmetry parameters). But the order of calcu-

lated quadrupole coupling constants of the three '*N nucleus is different from that of the experimental , and

the reason has been analyzed.
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