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ORIGIN CHOICE 1

Origin at 4m?2, at 0, ,
Asymmetric unit

Symmetry operations
For (0,0,0)+ set
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0<x<jy;

—1 from centre (2/m)

6) 2 x4,
(10) a x,y,3
(14) m 0,y,z

)2 0,0,z
(6) 2(3,0,0)
(10) b x,y,5
(14) n(0,5,5)
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0<y<j 0<z<;
(2) 2(0707%) }17%72 (3) 4‘(07 7%) _}H%?Z (4) 4 (OaOa%) %’_%7Z
M 2(5,5,0) x,x,5 3 2 x,x0
(11) 4* 0,0,z; 0,0,0 (12) 4 0,3,2; 0,3,5
(15) d(5,—1,3) x+1,%z2 (16) d(3,1,1) x—1,%2
(3) 47(0,0,3) i,i.2 4 4°(0,0,7) 3,42
x,0,% (7 2 xx,0 ®) 2 x,x+3,5
(11) 4 5,0,z; 4,0,5 (12) 4- 0,0,z; 0,0,0
4lay7z (15) d(7%7%a%) X %,X,Z (16) d %7%7%) XJF},,X,Z
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CONTINUED

Generators selected (1); #(1,0,0); #(0,1,0); #(0,0,1); #(5,3,3); (2); (3); (5); (9)

14,/amd

Positions
Multiplicity, Coordinates Reflection conditions
Wyckoff letter, L
Site symmetry (0,0,0)+  (3,3,3)+ General:
32 i 1 Dxyz Q) i+3,5+3.2+3 Q) Fx+i5,z+1 4) y+1,%,z+2 hkl: h+k+1=2n
(5) X+15,5,243 (6) x,5+3,2+1 Dy+ix+32+: B) 952 hk0: h,k = 2n
O EF+5z+i ) x+hpz+: (D yEZ (12) y+3,x+5,2+5 Okl k+1=2n
(13) x+ 1,5+ 5,2+1 (14) %,z (15) F+4,82+3  (16) px+3,2+1 pul: o =dn
l=4n
h00: h=2n
hh0: h=2n
Special: as above, plus
16 h .m. 0,y,z 1. y+3z+4 v, 1,241 y+1,0,z+3 no extra conditions
5L»Z+3 0,5+3,2+3 y+i,52+3 ¥,0,2
16 g ..2 x,x,0 X+3,x+1.4 X,x+1,1 x+1,%,3 hkl: 1=2n+1
XX+ 1,5 X+ 3,%5 x,%,0 T+3,x+1,3 or2h+1=4n
6 f .2. X35 SR ETE T nx+1,% 353 hkl: 1 =2n+1
X35 X+ 3% %% xt+ia,i orh=2n
8 e 2mm. 0,0,z 0,3,z+1 10,7432 13,744 hkl: 1=2n+1
or2h+1=4n
8 d 2/m Oa%v% %7%7% %7%7% %,O,% hkl: 1=2n+1
or hk=2n, h+k+1=4n
8 ¢ .2/m. 0,15 IR TE HER 0,5
4 b 4m2 0,0, 0,13 hkl: 1=2n+1
_ or 2h+1=4n
4 a 4m?2 0,0,0 0,1,1
Symmetry of special projections
Along [001] p4mm Along [100] c2mm Along [110] c2mm
a=za b=3b a=b b=c a'=;(-a+b) b =;c
Origin at 0,0,z Origin at x,0, 2 Origin at x,x,0
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Origin at centre (2/m) at b(2/m,2, /n)d, at 0,—%, § from 4m?2

Asymmetric unit

Symmetry operations

For (0,0,0)+ set
(1) 1
5) 2 iyi
9 1 0,0,0

(13) n(3,0,3)

For (3,7,3)+ set
(D 2(5,3,3)

;
1
72

[SIE

(5) 2(0,5,0) 0,5,0

(9) I %7%71
(13) m x5,z

0<x<3;

x,0,z

O
+O©+

3 3 1 1
1~ o 3t gt
—i<y<h 0<z<d

(2) 2(0,0,5) 3,0,z (3) 4(0,0,5) —3.35,z2
6) 2 x,0,0 (D 2(3,1,0) x,x+3,5
(10) a xvyai (11) 4+ %77%7Z; %77%7%
(]4) m 07%2 (15) d(%)_%a%) X‘i‘%,f,Z
)2 0,3,z (3) 4'(0,0,2) 4,52
(6) 2(%7070) x;%7% (7) g(%a%7 ) xax_%a%
(10) b x,y,0 (1) 4" 3,5,2 3,55
(14) n(0,3,3) 3.2 (15) d(—3,5,3) x+3,%2

Tetragonal

Patterson symmetry 14/mmm
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Generators selected (1); #(1,0,0); #(0,1,0); #(0,0,1); #(5,3,3); (2); (3); (5); (9)

Positions
Multiplicity, Coordinates Reflection conditions
Wyckoff letter, 0.0.0 L
Site symmetry ( ) )+ (3,3,2)+ General:
32 i 1 (Mxyz @) x+5¥z+: G y+axtizts @ y+ax+iz+i hkls ht+k+1=2n
S)¥+3,32+:  (6) x,3,Z Dy+nx+3,2+: @) F+o,8+5,2+7 kO hk=2n
) %5, A0 x+4yz+1 (ADy+58+52+3 (A y+ia+iz+; Ok k+l=2n
(I3)x+ 55,241 (14) yz (5) 5+ 35 +1e+i (10 y+ixtizri Ml 2htl=dn
l=4n
h00: h=2n
hh0: h=2n
Special: as above, plus
16 h .m. 0,y,z Lyz+s F+5 3.2+ y+ia,z+i no extra conditions
L2+ 0,5,z yt+o5iti J+o5nit+i
16 g ..2 X, x+1,2 X+3,x4+2,2 Xx+34 X+ x4+1.3 hkl: 1=2n+1
SRS X404, XX+ 53 T+ix4103 or 2h+1=4n
16 f .2. x,0,0 X+4,0,3 Lx+34 1, X+45,2 hkl: 1=2n+1
X’O’O x+%707% %7"2—’_%’% %ax_‘_%v% Orh:2n
8 e 2mm. 07%71 07%,Z+}; %a%vz—"_% %;%,Z‘f’% hkl: 1 =2n+1
or2h+1=4n
3 d 2/m OaOa% %7070 %a%v% }M%wlt hkl: 1=2n+1
or h,k=2n, h+k+1=4n
8 ¢ .2/m. 0,0,0 3,03 B I
4 b 4m2 0,1,% 0,%,% hkl: 1=2n+1
_ or 2h+1=4n
4 a 4dm2 0,35
Symmetry of special projections
Along [001] p4mm Along [100] c2mm Along [110] c2mm
a=za b=3b a=b b=c a'=;j(-a+b) b =;c
Origin at 1,0,z Origin at x, 1,1 Origin at x,x+ 1, 1
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