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4.6601 8.8260 8.3778 90 90 90 Pbnm 
 
atom x y z Wyckoff 
Al 0.9053 0.13131 0.0816 8d 
Si 0.39976 0.94088 0.25 4c 
O1 0.7064 0.0311 0.25 4c 
O2 0.4516 0.7564 0.25 4c 
O3 0.2114 0.98979 0.09284 8d 
F 0.5982 0.25263 0.05988 8d 

 
(3 × 8d) + (3 × 4c) 
 

 
Total number of modes: 
15Ag + 12B1g + 15B2g + 12B3g = 54 
 


