International Tables for Crystallography (2006). Vol. A1, Wyckoff relations for space group 201, p. 686.

Pn3

Axes
origin 1

No. 201

Coordinates

origin 2

I Maximal translationengleiche subgroups

[2] P23
(195)

[4] R3 x—1y-1.z-1
(148) (rhombohedral axes)

x+i7y+i,z+%

a—b,b—c, 3(2x—y-z2), 1(2x-y-z),
a+b+c 1 (x+y-22), H(x+y-22),
(hex. axes)  I(x+y+z)-5  F(x+y+2)
conjugate: —a—b, b+¢, 1(-2x-y+z), 1(-2x-y+2)+1,
—atb—c  I(—x+y+22), xty+22)+1,
(hex. axes)  I(x+y-z)-1  (-x+y—2)
conjugate: a+b, —-b+c, 1(2x+y+z), 1 (2x+y+2),
a—b—c T (x—y+22), H(x—y+22)+3,
(hex. axes)  §(x—y—z)—} 1 (x-y-z)
conjugate: —a+b,-b—c¢, 1(-2x+y-z), 1(2x+y-2)+3,
—a—b+c % (=x—y-2z), % (=x—y-22z),
(hex. axes)  1(-x—y+z)-1  (-x—y+2)
[3] Pnnn
(48)
II Maximal klassengleiche subgroups
Enlarged unit cell, non-isomorphic
[2]1 Fd3  2a,2b,2c ix,4y,1z% Ix,4y.1z
(203) +(%,0,0) +(%,0,0)
[21Fd3  2a,2b.2¢  Ix+i.3y+y, X530+
(203) Tz+1+(4,0,0) 1z+1:+(4,0,0)
Enlarged unit cell, isomorphic
[271Pn3  3a,3b,3c %x, %y, %z; %x, %y, %Z;
+(,0,0); £(0,,0); £(0,0,4);
+(0, %’ %>’ i(%’ov %)’ i(%v %70)§
+£(0,3,%): £(5.0,3): £(3,3,0);
(55,30 E6: 5, TG 5,5 EG 53
[P’|Pn3  pa,pb,pe  Sx,1y,57 S Vs 2
HERE G
p=prime >2;u,vyw=1,...,p—1
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2a

la;1b
2c

6¢

2a

8a;8b

8a; 8D

2a;2x8e;
12f;24h

2a;
(p—1)x8e;
LZlx12f;
P=Tp+6
24h

686

P2/n3

4b

de
la;3e

3a;9e

4e(f7)

Wyckoff positions

4c

de
1b;3d

3b;9d

4f(e”)

* origin 2

16¢;16d

32e

4b(c");8e;
4x24h

4b(c*);
pT_lx8e;
=)

32e

16c;16d

4c(b"); 8e;
4x24h

4c(b¥);
”2;1>< 8e;
pP=l)

6d

3¢;3d
of

18f

2b;2c¢;2d

48f

48 f

6d;12f;
2x12g;
5x24h

6d; < 12f

(p—1)x12g;
(P=12(p+2)

24h

T origin 1

24h

24h

% origin 1 and p = 4n—1

8e
12¢

2x4e
6g;6h
2¢;6f
2X6f
6¢c;18f
2x18f

8m
4h;4j,41

2x32e
96g
2x32e
96g

3x8e;
8x24h

3x12g;
12x24h
pXx8e;
P22l
3 24n

px12g;
p<p22—1) «
24h

Ez

12f
24h

6f;6i
2x12j
2x6f
4x6f
2x18f
4x18f

4g;4i;4k
3x8m

2x48f
2x96g

2x48f
2x96g

3x12f;
12x24h

27x24h

px12f;
pP=1)

2 24p

p>x24h
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