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G

CELL CHOICE 1

Cl121

Axes Coordinates

I Maximal translationengleiche subgroups
[21P1(1)  1(a-b),b,c 2x,x+y,z

II Maximal klassengleiche subgroups
Loss of centring translations

[2]1 P12,1 (4)

[2] P121 (3)

1
x+Z7yaZ

Enlarged unit cell, isomorphic

(3] C121 a,3b,c x, 1,2, £(0,1,0)

[p1C121  a,pb,c x, 53,2 +(0,%,0)
p=prime>2;u=1,...,p—1

[2] C121 a,b,2c x,y, 32 +(0,0,3)

[2] C121 a,b,2¢ x,y,52+13;4+(0,0, 1)

[2] 1121 a,b,2c x,,42,+(0,0,1)

[217121  a,b,2¢ %y, 32+5 +(0,0,3)

[3]1C121 3a,b,c 16,9, £(3,0,0)

[3] C121 3a,b, —at+c 1(x+2),y,2 £(4,0,0)

[3] C121 3a,b,at+c  1(x—2),y,2 %(3,0,0)

[3] C121 a,b,3c X,y 32 £(0,0,1)

[p] C121 a,b, pc %, 32 +(0,0,4)
p=prime>2;u=1,...,p—1

[p] C121 pa, b, ga+c Il,(x—qz),y,z; +(3,0,0)

p=prime>2;u=1,....,p—1;
—5(p-1)<q<5(p-1)

For cell choice 3 see next page

No. 5
Wyckoff positions
|2a |2b |4c
‘la ‘m ‘2><1a
2a 2a 2%x2a
la;1c 1b;1d  |2x2e
la;1b le;1d 2% 2e
3x2a 3x2b 3x4c
px2a |px2b |px4c
2a;2b  |4c 2x4dc
4c 2a;2b  |2x4c
2a;2b 4c 2x4dc
4c 2a;2b  |2x4c
2a;4c 2b;4c 3x4c
2a;4c 2b;4c 3x4c
2a;4c 2b;4c 3x4c
2a;4c 2b;4c 3x4c
2a;27 % | 2b; 2 x | pxde
4c 4c
2a;250 x| 2b; 20 | pxde
4c 4c
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Al21

C2

UNIQUE AXIS b

CELL CHOICE 2

‘Pl

= P121

Al121
Al121

Al121
Al121
1121

1121

Al21
Al21
Al21
Al121
Al121

Al21

P12,1

Axes Coordinates

a, b, 1(-b+e) x,x+y,2z

x,y,z—i—%
a,3b, ¢ X, 33,2 £(0,1,0)
a, pb,c X, %%12 +(0,%,0)

p=prime>2;u=1,...,p—1

2a,b, ¢ 1%,z 4+(3,0,0)
2a,b, ¢ Ix=1 .2, +(3,0,0)
2a,b, ¢ 1%,z +(4,0,0)
2a,b, ¢ 5x—1,%,% +(5,0,0)
a+c,b,3¢  x,y, 3(—x+z2); £(0,0,1)
a—c,b,3¢  x,y 1(x+z); £(0,0,1)
a,b,3c x,,32; £(0,0,%)
3a,b,c %x,y,z; :t(%,0,0)
pa,b,c %x,y,z; +(§,0,0)

p=prime>2;u=1,...,p—1
atqe,b, pe x,y,5(-gx+2); +(0,0, %)

p=prime >2;u=1,....,p—1;
—5(p-1)<q<3(p-1)


http://it.iucr.org/A1a/ch3o2v0001/sgtable3o2o005/

C2

1121

UNIQUE AXIS b
CELL CHOICE 3

Axes Coordinates

I Maximal translationengleiche subgroups
[21P1 (1) a,j(-at+b—c),c x+y,2y,y+z

II Maximal klassengleiche subgroups

Loss of centring translations

[2]1 P12,1 (4)

1 1
X=Xy

[2] P121 (3)

Enlarged unit cell, isomorphic

[3]7121
[p] 1121

[2]17121
[2] 1121
[2] 1121
[2] 1121
[3] 7121
[3]Al121
[3] 7121
[3]Al121
[p] 1121

[p] 1121

a,3b,c x, 3,2 £(0,1,0)
a,pb,c X, %y,z; +(0,%,0)
p=prime>2;u=1,....p—1

2a, b, —a+c 1 (x+2),%,2 +(3,0,0)
2a, b, —a+c 1(x+2)+1,%,2+(3,0,0)
2a, b, a+c 1 (x-2),3,2; +(3,0,0)

2a. b, atc L(x-2)+3.3,2 +(4,0,0)

a, b, 3¢ x,y,42; £(0,0,1)
3a, b, —a+c L(x+2),y,2: £(3,0,0)
3a,b,c 1x,3,2; £(3,0,0)
3a, b, atc 1(x-2),y,2; £(3,0,0)
pa,b,c %x,y,z;:l:([%,o,o)

p=prime>2;u=1,...,p—1

x,3, 5 (=2gx+2):+(0,0,%)
p=prime>2;u=1,...,p—1;
—5(p-1)<g<3(p-1)

a+2qc, b, pc

No. 5
Wyckoff positions
|2a |26 l4c |
‘la ‘la ‘2><1a‘
2a 2a 2x2a
la;1d 1b;1c 2x2e
la;1c 1b;1d |2%x2e
la;1b |1lc;1d  |2%x2e
3x2a 3x2b 3x4c
px2a |px2b |px4c
2a;2b  |4c 2x4c
4c 2a;2b  |2x4c
2a;2b  |4c 2x4c
4c 2a;2b  |2x4c
2a;4c 2b;4c 3x4c
2a;4c 2b;4c 3x4c
2a;4c 2b;4c 3x4c
2a;4c 2b;4c 3x4c
2a;”;l>< 2b;”T_l>< pxdc
4c 4c
2a;27 % | 20327 x | px e
4c 4c

All2

CONTINUED

UNIQUE AXIS C
CELL CHOICE 1

P1 (1)

P112, (4)

= P112(3)

=

All12
All12

Al12
Al12
1112
1112
All12
All12
All12
All12
All12

Al12

Axes Coordinates

a, %(b—C),C X, 2yay+z

1
xay+Z7Z

a,b,3c x,y,%z;:t(0,0,%)
Xy, 3% +(0,0,%)
p=prime >2;u=1,...,p—1

a,b, pc

2a,b,c 1x%,3,2:4+(3,0,0)
2a,b,c 1xX+1,3,% +(5,0,0)
2a,b,c 1%,z 4+(3,0,0)
2a,b, ¢ Ix+13,2+(4,0,0)
a,3b,c x,1y,2; £(0,1,0)
a-b,3b,c x,1(x+y),z £(0,1,0)
a+b,3b, ¢ x,1(—x+y),z +(0,1,0)
3a,b,c 1x,3,2; £(3,0,0)

pa, b, c %x7y,z; +(4,0,0)

p=prime>2;u=1,...,p—1

a+qb, pb, ¢ x, ;(-gx+y),z:+(0,5,0)

p=prime>2;u=1,....p—1;
—3(p-1) <g=<3(p-1)

Space groups of the series of isomorphic subgroups appear in different sequences for cell choices 1, 2 and 3

For unique axis b, cell choices 1 and 2, see preceding page
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B112

CELL CHOICE 2

Axes Coordinates

I Maximal translationengleiche subgroups
[2] P1 1(a—c),b,c 2x,y,y+z

II Maximal klassengleiche subgroups
Loss of centring translations

[2] P112, x+1yz
(2]
[2] P112
Enlarged unit cell, isomorphic
[3] B112 a,b,3c x,y,3,2 £(0,0,3)
[p] B112 a,b, pe X, 52 +(0,0,%)

p=prime >2;u=1,...,p—1
[2] B112 a,2b.c x, 3,2, +(0,1,0)
[2] B112 a,2b,c x,3y-1,2 +(0,3,0)
[2]1112 a,2b,c x, 3,2 +(0,3,0)
[217112 a,2b,c x,3y-1,2+(0,3,0)
[3]1B112 3a,a+tb,c  1(x-y),y.z +(3,0,0)
[3]1B112 3a,-a+b,c §(x+y),y,z; +(3,0,0)
[31B112 3a,b,c 1%,3,2; £(3,0,0)
[3]B112 a,3b,c x, 3,2 £(0,1,0)
[pl B112 a,pb,c x, 53,2 +(0,%,0)

p=prime >2;u=1,...,p—1
[p]B112  pa,qa+tb,c 1(x-qy),y,z +(0,%,0)

7p7
p=prime>2;u=1,....,p—1;

—5(p-1)<g<3(p-1)

Il 12 CONTINUED C2

CELL CHOICE 3 UNIQUE AXIS C

Axes Coordinates

P1 a, b, }(-a—b-+e¢) x+z,y+z,2z

P112, x—1y-1.z

P112

1112 a,b,3c x,y,42; £(0,0,1)

1112 a,b, pc X, 52 +(0,0,%)
p=prime >2;u=1,...,p—1

1112 a—b,2b, ¢ x, 3 (x+y),z;+(0,1,0)

1112 a—b,2b.c x, 3 (x+y)+1,2 +(0,3,0)

1112 a+b,2b,c x, 3 (=x+y),z,+(0,1,0)

1112 a,2b,c x,3y-1,2+(0,1,0)

1112 3a,b,c 1x,%,2: +(3,0,0)

B112 a—b,3b,c x, 3 (x+y),z; £(0,1,0)

1112 a,3b,c x,%y,2; £(0,1,0)

B112 a+b,3b,c x, 3 (=x+y),2; £(0,1,0)

I112 a, pb,c X, %y,z; i(O%,O)

p=prime>2;u=1,...,p—1

1112 pa,2qga+b,c %(x—qu),y,z;+(%7070)
p=prime>2;u=1,...,p—1;
—3(p-1)<q<3(p-1)
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