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atom x y z Wyckoff 
Fe 0 0.25 0.125 24c 
Al 0 0 0 16a 
Si 0.375 0 0.25 24d 
O 0.03401 0.04901 0.65278 96h 

 

 
Total number of modes: 
3Ag1 + 8Eg + 14T2g = 25 


