




5. Hyperfine Interaction of the Iron Impurity Nuclei at the Tetrahedral Interstitial Site in Silicon 735 

Table I: Comparison of different orbital 
contributions (in KG) to the contact 
hyperfine field in Si·Fe0 . 

Orbital LSD LSD-SIC exptl. (Ref. 14) 

ls -19.61 -24.50 
2s -202.23 -278.52 
3s 136.81 179.70 
4s 5.21 8.18 (absolute value 

Total -79.82 -115.14 152.4 - 147.6 

Table II: Effective occupation 0 
numbers of Fe in Si:Fe • 

Orbital LSD LSD-SIC 

Core 18.0 18.0 
4s -0.1128 0.0605 
4p 0.0773 -0.1312 
3d 7.9069 8.17941u4s 

4s 

va0.0588.50EMCc 622.0186 -0.0169 8328.08  /Suspect <</Conf 0 >>BDC MCc79 EMEMCc670.0167[(25j E4 <)-3898(25j7456 )]TJ<</C138  /S-5j7 -1164928d2 Net  -0.0169 8.7 2328.0 Core 
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