
SrTiO3 (strontium titanate) 

a=3.9 Å, cubic, Pm3m (No.221), Z=1 

Sr  1a    0,0,0 

Ti  1b    1/2, 1/2, 1/2 

O   3c    0, 1/2, 1/2 

 

 

 

λ=1.4 Å ,  ܾ ൌ 0.1,    Z0=8 (for O),  Z0=22 (for Ti), Z0=38 (for Sr) 

 

fATOMሺsin θ/λሻ ൌ Z଴ expሼെ4πଶܾሺsin θ/λሻଶሽ 

Fሺ݄݈݇ሻ ൌ ෍ fATOM

ୡୣ୪୪

௝ୀଵ

exp ሼ2π݅ሺ݄ݔ௝ ൅ ௝ݕ݇ ൅  ௝ሻݖ݈
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