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atom x y z Wyckoff 
Si 0.19562 0.98402 0.74990 18f 
Be1 0.1943 0.9841 0.4156 18f 
Be2 0.1941 0.9822 0.0846 18f 
O1 0.20975 0.12125 0.7503 18f 
O2 0.33382 0.00040 0.74991 18f 
O3 0.12223 0.91217 0.91497 18f 
O4 0.12228 0.91342 0.58495 18f 

 
(7 × 18f) 
 

 
Total number of modes: 
21Ag + 21Eg

1 + 21Eg
2 = 63 

 


