
fit relax conp opti dist compare  

#prop phon 

cell 

10.890  10.89 10.89  90.000000  90.000000 90.0 

frac 3 

Gd1  0.25  0.25  0.25 1.8    

Gd2  -0.03243  0  0.25 1.8    

O1  0.391  0.1518  0.3755  -1.2     

space 

I A -3  

morse 

Gd core O core 0.000132 2.013000 4.351589   0.0   0.0  8.0 1 0 0 

morse 

O core O core 0.042395  1.379316  3.618701  0.0  8.0 0 0 0 

cutd 2.8 

#shrink 2 

#temperature 300 

 


