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Fig. 1 The structure of B-SigNy crystal
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Table 1 Parameters ¢f Gaussian pseudo-potential
Dy(eV) 8 7. (10~1"m)
8i—8i 3.242 1.8296 2.6531
Bi—N 5.701 1.70068 1.5718
N—-N 9.905 1.61925 1.904
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Table @ Configuration of shelis and labels of atoms (N, labeled as site 1)

EFS 1 2 3 4 5 6 7
ET% N, 1 8 9 15 35 43 83
me 1 24 5~13  14~238 29~63  64~106  107~189

#£38 HEFHAESRS (IS i JiF)
Table 8 Conflguration of shells and labels of atoms(8i labeled as site 1)

EFe 1 2 3 4 5 6 7 8 9 10 11 13 13
EF%N, 1 4 8 21 28 57 62 111 108 181 168 aro 242
Bme 1 2 6 14 85 63 120 18 204 401 582 750 1030

~400 ~B581  ~T49 ~1019 ~1261

~5 ~13 ~34 ~62 ~119 ~181 ~293
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Fig. 3 (a) Infrared absorption coefficient of B-SizN¢(8 shells), (b) Infrared absorption
coeificient of S—SigN((9 shellg)
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CALCULATION OF INFRARED ABSORPTION
COEFFICIENT IN B-SisN¢ CRYSTAL

7ZENG HuATREN, WaAN FumENa
(Institute 207, The second Academy, Ministry of Airspace and Aerospace, Beiijng 100854, China)

By using the recursion method, the Green funetion of electrio dipole moment
in B-8igN, orystal is calculated based on the theoretioal model established in this
paper, and the infrared absorption coefficient is obtained. The calculated result is
in agreement with the preceding experiments, that is, selective absorptions in 8-
Bi;N, exist in the spectral range from 7 t0 30 pm.

Key words: 8-SiaN, crystal, Green funoction, infrared absorption coefficient.



