SrTiO; (strontium titanate)

a=3.9 A, cubic, Pm3m (No.221), Z=1
Sr la 0,0,0

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

O 3¢ 0,172,172

A»=14A, b=0.1, Zs8 (for O), Z¢=22 (for Ti), Z¢=38 (for Sr)

fatom(sin8/1) = Z, exp{—4m?b(sin 6/1)%}

cell

F(hkl) = z farom exp (2mi(hx; + ky; + Iz))
=1



— | _
Pm 3 m Oh m3m Cubic
No. 221 P 4/m 3 2/m Patterson symmetry Pm3m

5 0 & € %

Origin at centre (m3m)

Asymmetricunit 0<x<j; 0<y<j; 0<z<5 y<x z<y
Vertices  0,0,0 3,0,0 3,30 35,3

Symmetry operations
(given on page 674)
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CONTINUED
Positions
Multiplicity,
Wyckoff letter,
Site symmetry
48 n 1 ) x,y,z
5) z,x,y
) y,z,x
(13) y,x,z
(7) x,z,y
(21 z,y,x
(25 x,3,2
(29) z,%,y
(33) y,z,x
(37) y,%,z
@41) x,z,y
(45) 7,5,
24 m ..m X,X,Z
Z,%,X
X, X, Z
X,Z,X
24 l m.. FERIY4
Z3y
¥5,2
1,25
24 k m.. 0,y,z
7,0,y
»,0,2
0,2,y
12 j m.m2 LY.y
¥, 5.y
12 i m.m2 0,v,y
¥,0,y
12 h mm2.. x,3,0
%7'x10
8 g 3m X,X,X
X, X, X
6 f 4m.m X, 5,1
6 e 4m.m x,0,0
3 d 4/mm.m £,0,0
3 ¢ 4/mm.m 0,1,
1 b m3m Tr3y3
1 a m3m 0,0,0

Coordinates
(2) x,3,z (3) x,y,z
©) z,x,3 (7 z,%,y

(10) y,z,x () yzx

(14) y,x,Z (15) y,x,z

(18) x,z,y (19) x,z,y

(22) z,7,x (23) z,y,x

(26) x,y,Z 27) x,3,2

(30) Z,x,y 3D z,x,y

34 y,z,x (35) y,z,x

(38) y,x,z 39 y.x,z

42) x,z,y 43) x,z,y

(46) Z,y,x @7 z,y,x
X%,z b 4 xX,x,Z
Z,x,X X,Z2,X x,z2,%
X,%,Z X,%,Z X,%,Z
X,Z,Xx Z,X,X Z,X,X
%7)772 %7})’2 %7}772
7,5, ¥:23 ¥:%5
)75%72 y’%’z y)%)z
5,2,y AN 2,33
07)_)12 07yiz 07y_7z
Z)()’y_ yizﬂo )77270
¥,0,Z %0,z 7,0,z
0,2,y z,%,0 z,5,0
%)y,y %7)}5)7 %1 _’y_
V5, ¥,53 Y3
0,5,y 0,y 0,5,y
¥,0,y »¥,0 ¥,%0
x’ %70 O7x7% O7x7%
%7'270 x70’% i,O,%
X, XX X,X,X X, X,X
X,X,x X, X, X X, XX
x‘?%)% 27'x1% %’x7%
%,0,0 0,x,0 0,%,0
0,5,0 0,0,3
%705% %5 %70

Symmetry of special projections
Along [111] p6mm

Along [001] p4dmm
a=a b'=b
Origin at 0,0,z

a=:2a—-b-¢)
Origin at x. x.x

@) x,9,7

3 z,x,y
(12) y,z,x
(16) y,x,z
(20) x,z,y
24) z,y,x
(28) %,y,z
(32) z,x,y
(36) y,2,x
40) y,%,z
44) x,z,y
(48) z,y,x

b'=:(-a+2b-c¢)
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No. 221

Generators selected (1); 7(1,0,0); #(0,1,0); £(0,0,1); (2); (3); (5); (13); (25)

Pm3m

Reflection conditions

h,k,l permutable
General:

no conditions

Special: no extra conditions

Along [110] p2mm
a=;(—a+bh) b =c
Origin at x,x,0



