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Canonical structure: 1. out of 44

Space group P2,3 T* (#198)
Centering primitive cubic
Wyckoff orbit 4a

Magnetic moment irrep /1

Positions Moments
1 u u u 1 1 1
2 -u+1/2 -u o u+l1/2 -10-1 1
3 -u u+l/2 -u+1/2 -101 -1
4 u+1/2  -u+1/2 -u 1 -1 -1
Canonical structure: 2. out of 44
Space group 12:3 T° (#199)
Centering body-centered cubic
Wyckoff orbit 12b
Magnetic moment irrep /1
Positions Moments
1 u . 1/4 1
2 -u+tl/2 . 3/4 1.
3 1/4 u . o1
4 3/4 -u+1/2 . .-l )
5 1/4 u |
6 3/4  -u+1/2 A |
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Canonical structure: 3. out of 44

Space group

12,3 T5 (#199)

Centering body-centered cubic
Wyckoff orbit 8a
Magnetic moment irrep /1
Positions Moments
u u u 1 1 1
-u+1/2 -u u+l/2 -10-1 1
U utl/2  -u+1/2 11 -1
u+1/2  -u+1/2 -u 1 -1 -1

Canonical structure: 4. out of 44

Space group

Centering

Wyckoff orbit

Magnetic moment irrep

Positions
1 u . 1/2
2 -u . 1/2
3 1/2 u
4 1/2 -u :
5 1/2 u
6 1/2 -u

Pm3 Tﬁ (#200)
primitive cubic

o6f
-
Moments
—_
-1 )
1
-1 )
1
-1
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Canonical structure: 5. out of 44

Space group
Centering
Wyckoff orbit

Magnetic moment irrep

Positions

u

-u
1/2
1/2

DO W N

-u
1/2
1/2

1/2
1/2

Im3 T (#204)
body-centered cubic
12e

r-
Moments
1
-1 )
1
-1 )
1
-1

Canonical structure: 6. out of 44

Space group

Pa3 T (#205)

Centering primitive cubic
Wyckoff orbit 8¢
Magnetic moment irrep [~
Positions Moments
u u u 1 1 1
-u+1/2 U ut1/2 10411
-u ou+l/2 -u+1l/2 -101 -1
u+1/2  -u+1/2 -u 1 -1 -1
-u -u -u -10-1 -1
u+1/2 u -ut+l/2 1 1 -1
u -u+l/2  u+1/2 1 -1 1
-u+1/2  u+1/2 u -11 1
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Canonical structure: 7. out of 44

Space group la3 T{ (#206)
Centering body-centered cubic
Wyckoff orbit 24d

Magnetic moment irrep 1~

Positions Moments
u . 1/4 1
-u+1/2 . 3/4 -1 .
1/4 u ) |
3/4 -u+1/2 . .1
1/4 u . .
3/4 -u+1/2 ) |
-u . 3/4 -1
u+1/2 ) 1/4 1 .
3/4 -u ) |
1/4  u+1/2 ) o1
3/4 -u ) -
1/4  u+1/2 ) |

Canonical structure: 8. out of 44

Space group la3 T/ (#206)
Centering body-centered cubic
Wyckoff orbit 16¢

Magnetic moment irrep [~

Positions Moments

u u u 1 1 1
-u+1/2 -u o u+l/2 -1 -1 1
-u u+l/2  -u+1/2 -11 -1
u+1/2  -u+1/2 -u 1 -1 -1
-u -u -u -1 -1 -1
u+1/2 u -u+1/2 1 1 -1
u -u+l/2  u+1/2 1 -1 1
-u+1/2  u+1/2 u -101 1
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Canonical structure: 9. out of 44

P4,32 O2? (#208)
primitive cubic

Space group

Centering
Wyckoff orbit 12k
Magnetic moment irrep /1
Positions
1/4 u -u+l/2
3/4 -u-u+1/2
3/4 u  utl/2
1/4 -u o u+1/2
-u+1/2 1/4 u
-u+1/2 3/4 -u
u+1/2 3/4 u
u+1/2 1/4 -u
u -ut1/2 1/4
-u -u+1/2 3/4
u  u+l/2 3/4
-u u+l/2 1/4

Moments

1 -1

-10-1

1 1

o-1 1

-1 1

-1 -1

1 1

1 .o-1
1 -1
-10-1
1 1
-1001

Canonical structure: 10. out of 44

Space group

Centering
Wyckoff orbit 489
Magnetic moment irrep !
Positions
1/8 u -ut+l1/4
7/8 -u+l/2 -u+3/4
3/8  ut+l/2  u+3/4
5/8 U utl/4
-u+1/4 1/8 u
~u+3/4 7/8 -u+1/2
u+3/4 3/8  u+1/2
u+1l/4 5/8 -u
u -u+l/4 1/8
u+1/2  -u+3/4 7/8
u+1/2  u+3/4 3/8
U u+l/4 5/8

F4,32 O* (#210)
face-centered cubic

Moments
.1 -1
-10-1
1 1
.o-1 1
-1 1
-1 -1
1 1
1 -1
1 -1
-10-1
1 1
-1001
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Canonical structure: 11. out of 44

Space group
Centering

Wyckoff orbit 24
Magnetic moment irrep /1

Positions

1/4 U -utl/2
3/4 U -u+1/2
3/4 u o ut1/2
1/4 -u o u+l1/2
-u+1/2 1/4 u
-u+1/2 3/4 -u
u+1/2 3/4 u
u+1/2 1/4 -u
u -u+l/2 1/4

-u o -u+1/2 3/4

U u+1/2 3/4

U uF1/2 1/4

1432 05 (#211)
body-centered cubic

Moments

1 -1

-10-1

1 1

o-1 1

-1 1

-1 -1

1 1

1 .o-1
1 -1
-10-1
1 1
-1001

Canonical structure: 12. out of 44

Space group
Centering
Wyckoff orbit

Magnetic moment irrep !

Positions

1/8 u -ut+l/4
3/8 -u -u+3/4
7/8 u+l/2  u+l/4
5/8 -u+1/2 u+3/4
-u+1/4 1/8 u
-u+3/4 3/8 -u
u+1/4 7/8 u+l/2
u+3/4 5/8 -u+1/2
u -u+l/4 1/8

-u -u+3/4 3/8
u+l1l/2  u+l/4 7/8
-u+1/2  u+3/4 5/8

P4332 O° (#212)
primitive cubic
12d

Moments

1 -1

-10-1

1 1

.o-1 1

-1 1

-1 -1

1 1

1 -1
1 -1
-10-1
1 1
-1001
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Canonical structure: 13. out of 44
P4;32 O° (#212)

Space group

primitive cubic

Centering
Wyckoff orbit 8c
Magnetic moment irrep /1
Positions
u u u
-u+1/2 -u o u+l/2
-u u+1/2  -u+1/2
u+1/2  -u+1/2 -u
u+1l/4  u+3/4 -u+3/4
-u+1/4  -u+1/4 -u+l/4
u+3/4 -u+3/4 u+l/4
-u+3/4  u+l/4  u+3/4

Moments
1 1 1
-1 -1 1
-11 -1
1 -1 -1
1 1 -1
-1 -1 -1
1 -1 1

¥

Canonical structure: 14. out of 44
14,32 OF (#214)

Space group

body-centered cubic

Centering
Wyckoff orbit 244
Magnetic moment irrep 1
Positions
1/8 u  u+l/4
3/8 -u u+3/4
7/8 u+l/2 -u+l/4
5/8 -u+1/2 -u+3/4
u+1/4 1/8 u
u+3/4 3/8 -u
-u+1/4 7/8 u+l/2
-u+3/4 5/8 -u+1/2
u u+l/4 1/8
-u u+3/4 3/8
u+1l/2  -u+1/4 7/8
-u+1/2 -u+3/4 5/8

Moments

1 1

-1001

1 -1

-10-1

1 o1

1 -1

-1 .1

-1 .o-1
1 1
-1001
1 -1
-1 -1
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Canonical structure: 15. out of 44

Space group 14,32 OF (#214)
Centering body-centered cubic
Wyckoff orbit 24f

Magnetic moment irrep /1

Positions Moments
u . 1/4 1
-u+1/2 . 3/4 -1 .
1/4 u ) |
3/4 -u+1/2 . .1
1/4 u . .
3/4 -u+1/2 ) |
3/4 u+l/4 ) |
3/4 -u+3/4 1/2 |
u+3/4 1/2 1/4 1
-u+1/4 . 1/4 -1 . .
1/4 -u+1/4 ) -
1/2 1/4  u+3/4 ) |

Canonical structure: 16. out of 44

Space group 14;32 O8 (#214)
Centering body-centered cubic
Wyckoff orbit 16e

Magnetic moment irrep !

Positions Moments

u u u 1 1 1
-u+1/2 -u o u+l/2 -1 -1 1
U utl/2 —utl)2 101 -1
u+1/2  -u+1/2 -u 1 -1 -1
u+3/4  u+l/4  -u+l/4 1 1 -1
-u+3/4  -u+3/4  -u+3/4 -1-1 -1
u+1l/4 -u+1/4 u+3/4 1 -1 1
-u+1/4  u+3/4  u+l/4 -101 1




Canonical structure: 17. out of 44

Space group P43m T} (#215)
Centering primitive cubic
Wyckoff orbit 4e

Magnetic moment irrep 2

Positions Moments
1 u u u 1 1 1
2 -u -u u -1 -1 1
3 -u u -u -1 1 -1
4 u -u -u 1 -1 -1

Canonical structure: 18. out of 44

Space group F43m T3 (#216)
Centering face-centered cubic
Wyckoff orbit 16e

Magnetic moment irrep 2

Positions Moments
1 u u u 1 1 1
2 -u -u u -1 -1 1
3 -u u -u -1 1 -1
4 u -u -u 1 -1 -1
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Canonical structure: 19. out of 44

Space group
Centering
Wyckoff orbit
Magnetic moment irrep

A OOND R

Positions
u u u
-u  -u
-u u -u
u -u -u

143m T3 (#217)
body-centered cubic
8c

/-2
Moments
1 1 1
-1 -1 1
-1 1 -1
1 -1 -1

Canonical structure: 20. out of 44

Space group

143d TS (#220)

Centering body-centered cubic
Wyckoff orbit 24d
Magnetic moment irrep 2
Positions Moments
u 1/4 1
-u+1/2 . 3/4 -1 .
1/4 u 1
3/4 -u+1/2 : -1
1/4 u 1
3/4 -u+1/2 ) .-l
1/4  u+1/4 1/2 o1
1/4 -u+3/4 : .-l
u+1/4 1/2 1/4 1
-u+3/4 . 1/4 -1
1/2 1/4  u+1/4 1
1/4 -u+3/4 -1

10



Canonical structure: 21. out of 44

Space group 143d TS (#220)
Centering body-centered cubic
Wyckoff orbit 16¢

Magnetic moment irrep 2

O ~NO O~ WN -

Positions Moments

u u u 1 1 1
u+1/2 U utl/2 1 -1 1
U uHl/2 —ut1/2 101 -1
u+1/2  -u+1/2 -u 1 -1 -1
u+l/4  u+1/4  u+1/4 1 1 1
-u+1/4  -u+3/4  u+3/4 -10-1 01
u+3/4 -u+1/4 -u+3/4 1 -1 -1
-u+3/4  u+3/4 -u+l/4 -101 -1

Canonical structure: 22. out of 44

Space group Pm3m O} (#221)
Centering primitive cubic
Wyckoff orbit 12i

Magnetic moment irrep 1~

Positions Moments

1 u u 1 1
2 -u -1 1
3 u -u . 1 -1
4 -u  -u .- -1
5 u 1 1
6 . -u 1 -1
7 -u ) u -1 . 1
8 -u . -u -1 .-l
9 u 1 1

10 -u -1 1

11 u -u 1 -1 i

12 -u  -u -1 -1 )

11



Canonical structure: 23. out of 44

Space group

Centering

Wyckoff orbit
Magnetic moment irrep 1~

O ~NO O~ WN -

=
N = O ©

Pm3m O} (#221)
primitive cubic
12h

Positions Moments
u 1/2 1
-u 1/2 ) -1 )
u 1/2 1
: -u 172 -1
1/2 u 1
1/2 . -u |
1/2 u 1
1/2 -u . |
u 1/2 1
-u . 1/2 -1
1/2 -u -1
1/2 u 1

Canonical structure: 24. out of 44

Space group

Centering

Wyckoff orbit
Magnetic moment irrep 1~

O ~NO 01~ WN =

Positions

u u u
-u -u u
-u u -u
u -u -u
u u -u
-u  -u -u
u -u u
-u u

Pm3m O} (#221)
primitive cubic
89

Moments
1 1 1
-1 -1 1
-11 -1
1 -1 -1
1 1 -1
-1 -1 -1
1 -1 1
11 1

12



Canonical structure: 25. out of 44

Space group

Centering

Wyckoff orbit
Magnetic moment irrep

DO W N

Positions
u
-u :
u
-u )
u
-u

13

Pm3m O} (#221)
primitive cubic

6e
ri-
Moments
1
-1
1
-1
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Canonical structure: 26. out of 44

Space group
Centering primitive cubic
Wyckoff orbit 24
Magnetic moment irrep 1~

Positions

1/4 u o u+l/2
3/4 -u u+l1/2
3/4 u o -u+1/2
1/4 -u -u+1/2
u+1/2 1/4 u
u+1/2 3/4 -u
-u+1/2 3/4 u
-u+1/2 1/4 -u
u  ut1/2 1/4

-u u+1/2 3/4

U -ut1/2 3/4

U -ut1/2 1/4

3/4 -u - -u+1/2
1/4 u -u+l/2
1/4 -u o utl/2
3/4 u  utl/2
-u+1/2 3/4 -u
-u+1/2 1/4 u
u+1/2 1/4 -u
u+1/2 3/4 u
U -u+1/2 3/4

u -ut1/2 1/4

-u o u+1/2 1/4

u o u+l1/2 3/4

14

Pm3n O} (#223)

Moments
1 1
-1001
1 -1
.o-1 -1
1 1
1 -1
-1 1
-1 .o-1
1 1
-1001
1 -1
-10-1 i
-1 -1
1 -1
-1001
11
-1 -1
-1 1
1 -1
1 .1
-10-1
1 -1
-1001
1 1
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Canonical structure: 27. out of 44

Space group
Centering
Wyckoff orbit
Magnetic moment irrep 1~

Pm3n O} (#223)
primitive cubic
12g

Positions Moments
u 1/2 1
-u . 1/2 -1 ,
1/2 u 1
1/2 -u : -1
1/2 u 1
1/2 -u -
1/2  u+1/2 1
1/2  -u+1/2 ) -1
u+1/2 1/2 1
-u+1/2 . 1/2 -1 . .
1/2  -u+1/2 ) -1
1/2  u+1/2 . 1

15
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16
17
18
19
20
21
22
23
24

Canonical structure: 28. out of 44

Space group
Centering

primitive cubic

Wyckoff orbit 24
Magnetic moment irrep 1~

Positions
1/2 U ut1/2
ut1/2  ut1/2
: u -u
1/2  -u+1/2 -u
u+1/2 1/2 u
u+1/2 uF1/2
-u . u
- 1/2 -u+1/2
u u+l/2 1/2
uF1/2  ut1/2
u -u :
-u+1/2 -u 1/2
1/2 -u -u+1/2
u+l/2  -u+1/2
: -u u
1/2  u+1/2 u
-u+1/2 1/2 -u
-u+1/2 u+1/2
u . -u
u 12 u+l1/2
U -ut1/2 1/2
u+1/2  -u+1/2
-u u .
u-+1/2 u 1/2

16

Pn3m Of (#224)

Moments
1 1
-1001
1 -1
.o-1 -1
1 1
1 -1
-1 1
-1 .o-1
1 1
-1001
1 -1
-10-1 i
-1 -1
1 -1
-1001
11
-1 -1
-1 1
1 -1
1 .1
-10-1
1 -1
-1001
1 1



Canonical structure: 29. out of 44

Space group Pn3m Of (#224)
Centering primitive cubic
Wyckoff orbit 8e

Magnetic moment irrep 1~

O ~NO O~ WN -

Positions Moments

u u u 1 1 1
-u+1/2  -u+1/2 u -1 -1 1
-u+1/2 u -u+l/2 -11 -1
u -u+l/2  -u+1/2 1 -1 -1
u+1l/2  u+1/2 -u 1 1 -1
-u -u -u -1 -1 -1
u-+1/2 -u o u+1/2 1 -1 1
-u o u+l/2 u+l/2 -1 1

Canonical structure: 30. out of 44

Space group Fm3m Op (#225)
Centering face-centered cubic
Wyckoff orbit 48h

Magnetic moment irrep 1~

Positions Moments

1 u u 1 1
2 -u -1 1
3 u -u . 1 -1
4 -u  -u .- -1
5 u 1 1
6 . -u 1 -1
7 -u ) u -1 . 1
8 -u . -u -1 .-l
9 u 1 1

10 -u -1 1

11 u -u 1 -1

12 -u  -u -1 -1

17



Canonical structure: 31. out of 44

Space group

Centering

Wyckoff orbit
Magnetic moment irrep [~

O ~N O OB~ WN =

Positions

u u u
-u -u u
-u u -u
u -u -u
u u -u
-u  -u -u
u -u u
-u u

Fm3m Op (#225)
face-centered cubic
32f

Moments
1 1 1
-1 -1 1
-11 -1
1 -1 -1
1 1 -1
-1 -1 -1
1 -1 1
101 1

Canonical structure: 32. out of 44

Space group

Centering

Wyckoff orbit
Magnetic moment irrep 1~

SO W N

Positions
u
-u )
u
-u )
u
-u

Fm3m Op (#225)
face-centered cubic
24e

Moments
1
-1
1
-1

18
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Canonical structure: 33. out of 44

Space group

Centering
Wyckoff orbit 96h
Magnetic moment irrep 1~
Positions
: u -u
3/4 -u+1/4 -u+1/2
1/4  u+1/2  u+3/4
1/2 -u+3/4 u+l/4
“u ) u
-u+1/2 3/4 -u+l/4
u+3/4 1/4  u+1/2
u+1l/4 1/2  -u+3/4
u -u :
-u+1/4  -u+1/2 3/4
u+1l/2  u+3/4 1/4
-u+3/4  u+l/4 1/2
. -u u
1/4  u+3/4  u+l1/2
3/4 -u+l/2 -u+1/4
1/2  u+1l/4 -u+3/4
u . -u
u+1/2 1/4  u+3/4
-u+1/4 3/4 -u+1/2
-u+3/4 1/2  u+l/4
-u u :
u+3/4  u+1/2 1/4
-u+1/2  -u+l/4 3/4
u+1l/4 -u+3/4 1/2

19

Fd3m OZ (#227)
face-centered cubic

Moments
1 -1
-10-1
1 1
o-1 1
-1 1
-1 -1
1 1
1 .o-1
1 -1
-10-1
1 1
-1001 i
-1001
1 1
-1 -1
1 -1
1 -1
1 1
-1 -1
-1 .1
-1001
1 1
-1 -1
1 -1
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Canonical structure: 34. out of 44

Space group
Centering
Wyckoff orbit
Magnetic moment irrep 1~

Fd3m OZ (#227)
face-centered cubic
48f

Positions Moments
u 1/8 1/8 1
-u+3/4 1/8 5/8 -1 .
1/8 u 1/8 .1
5/8 -u+3/4 1/8 |
1/8 1/8 u ) )
1/8 5/8 -u+3/4 ) -1
7/8 u+l/4 3/8 1
7/8 -u 7/8 .-l
u+3/4 3/8 3/8 1
-u+1/2 7/8 3/8 -1 ) )
7/8 3/8 -u+l/2 ) ]
3/8 3/8 u+3/4 ) o1

Canonical structure: 35. out of 44

Space group
Centering
Wyckoff orbit
Magnetic moment irrep [~

Fd3m OE (#227)
face-centered cubic
32e

Positions Moments

u u u 11 1
-u+3/4 -u+1/4  u+1/2 -1 -1 1
-u+1/4  u+1l/2 -u+3/4 11 -1
u+1/2  -u+3/4 -u+l/4 1 -1 -1
u+3/4  u+l/4  -u+1/2 1 1 -1
-u -u -u -1 -1 -1
u+1/4 -u+1/2 u+3/4 1 -1 1
-u+1/2  u+3/4  u+l/4 -101 1

20
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Canonical structure: 36. out of 44

Space group

Centering
Wyckoff orbit 969
Magnetic moment irrep 1~
Positions
1/4 u -u
. -u+3/4  -u+1/2
1/2  u+l/2  u+l/4
3/4 -u+l/4  u+3/4
-u 1/4 u
-u+1/2 -u+3/4
u+1/4 1/2  u+1/2
u+3/4 3/4 -u+l/4
u -u 1/4
-u+3/4  -u+1/2 .
u+1/2  u+l/4 1/2
-u+1/4  u+3/4 3/4
3/4 -u u
.ut+l/4 u+41/2
1/2  -u+1/2 -u+3/4
1/4  u+3/4 -u+l/4
u 3/4 -u
u+1/2 u+1/4
-u+3/4 1/2  -u+1/2
-u+1/4 1/4  u+3/4
-u u 3/4
u+1l/4  u+1/2 .
-u+1/2  -u+3/4 1/2
u+3/4 -u+1/4 1/4

21

Fd3c Oﬁ (#228)
face-centered cubic

Moments
.1 -1
-10-1
1 1
o-1 1
-1 1
-1 -1
1 1
1 .o-1
1 -1
-10-1
1 1
-1001 i
-1001
1 1
-1 -1
1 -1
1 -1
1 1
-1 -1
-1 .1
-1001
1 1
-1 -1 .
1 -1 .



Canonical structure: 37. out of 44

Space group Im3m O} (#229)
Centering body-centered cubic

N ~NO 0P WwN

NNMNNNNRRPRPRR PR PR PR R R P2
AP OWONRPRL,OOOMNOOOPA,WNRFE OO

Wyckoff orbit 48i
Magnetic moment irrep 1~

Positions Moments
1/4 u -u+1/2 1 -1
3/4 -u -u+1/2 -10-1
3/4 u  u+tl/2 1 1
1/4 U utl/2 S |
-u+1/2 1/4 u -1 1
-u+1/2 3/4 -u -1 -1
u+1/2 3/4 u 1 1
u+1/2 1/4 -u 1 |

u -ut1/2 1/4 1 -1

-u -u+1/2 3/4 -1 -1

u o utl1/2 3/4 1 1
-u u+l/2 1/4 1001 .
3/4 -u o utl/2 -1001
1/4 u  utl/2 1 1
1/4 -u -u+1/2 -10-1
3/4 u -u+1/2 o1 -1
u+1/2 3/4 -u 1 -1
u+1/2 1/4 u 1 1
-u+1/2 1/4 -u -1 -1
-u+1/2 3/4 u -1 o1

-u u+l/2 3/4 1001

u o u+1/2 1/4 1 1

U -utl/2 1/4 1041

u -u+1/2 3/4 1 -1
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Canonical structure: 38. out of 44

Space group
Centering
Wyckoff orbit

Magnetic moment irrep

Positions

1 u u
2 -u u
3 u -u
4 -u  -u
5 u u
6 u -u
7 -u u
8 -u -u
9 u u
10 -u u
11 u -u
12 -u -u

Im3m O} (#229)
body-centered cubic
24h

r-
Moments
1 1
-101
1 -1
.o-1 -1
1 o1
1 -1
-1 o1
-1 .o-1
1 1
-101
1 -1
-1 -1

Canonical structure: 39. out of 44

Space group
Centering
Wyckoff orbit

Magnetic moment irrep

Positions

1 u 1/2
2 -u . 1/2
3 1/2 u

4 1/2 -u )
5 1/2 u
6 1/2 -u
7 u 1/2
8 -u o 1/2
9 u 1/2

10 -u 1/2 )
11 1/2 -u
12 1/2 u
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Im3m O} (#229)
body-centered cubic

244
r-
Moments
1
-1 )
1
-1
1
oAl
1
-1 .
-1
1



Canonical structure: 40. out of 44

Space group Im3m O} (#229)
Centering body-centered cubic
Wyckoff orbit 16f

Magnetic moment irrep 1~

Positions Moments
1 u u u 1 1 1
2 -u -u u -1 -1 1
3 -u u -u -1 1 -1
4 u -u -u 1 -1 -1
5 u u -u 1 1 -1
6 -u -u  -u -1 -1 -1
7 u -u u 1 -1 1
8 -u u u -1 1 1

Canonical structure: 41. out of 44

Space group Im3m O} (#229)
Centering body-centered cubic
Wyckoff orbit 12e

Magnetic moment irrep 1~

Positions Moments
1 u 1
2 -u ) -1
3 u
4 -u - )
5 u 1
6 -u -1
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Canonical structure: 42. out of 44

Space group
Centering
Wyckoff orbit
Magnetic moment irrep 1~

la3d Of° (#230)
body-centered cubic

48g

Positions

1/8 U -ut1/4
3/8 U -u+3/4
7/8  u+l/2  u+l/4
5/8 -u+1/2 u+3/4
-u+1/4 1/8 u
-u+3/4 3/8 -u
u+1/4 7/8  u+1/2
u+3/4 5/8 -u+1/2
u -u+l/4 1/8

-u -u+3/4 3/8
u+1/2  utl/4 7/8
-uF1/2  u+3/4 5/8
7/8 -u  u+t3/4
5/8 u  u+l/4
1/8 -u+1/2 -u+3/4
3/8  utl/2 -u+l/4
u+3/4 7/8 -u
u+1/4 5/8 u
-u+3/4 1/8 -u+1/2
-u+1/4 3/8  u+1/2
U ut3/4 7/8

U utl/4 5/8
-u+1/2  -u+3/4 1/8
u+1/2 -u+1/4 3/8
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Moments
1 -1
-10-1
1 1
o-1 1
-1 1
-1 -1
1 1
1 .o-1
1 -1
-10-1
1 1
-1001 i
-1001
1 1
-1 -1
1 -1
1 -1
1 1
-1 -1
-1 .1
-1001
1 1
-1 -1
1 -1
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Canonical structure: 43. out of 44

Space group la3d Of° (#230)
Centering body-centered cubic
Wyckoff orbit 48f

Magnetic moment irrep 1~

Positions Moments
u . 1/4 1
ut1/2 . 3/4 1.
1/4 u . o1
3/4 -u+1/2 . .1
1/4 u . .
3/4  -u+1/2 T |
3/4  u+l/4 . o1
3/4 -u+3/4 1/2 .
u+3/4 1/2 1/4 1
ut1/4 . 1/4 S
1/4 -u+1/4 S |
1/2 1/4  u+3/4 L1
-u . 3/4 -1
u+1/2 . 1/4 1 .
3/4 -u . -
1/4  u+1/2 . A
3/4 “u A |
1/4  u+1/2 : .
1/4  -u+3/4 . o1
1/4  u+l/4 1/2 o1
ut1/4 1/2 3/4 -1
u+3/4 . 3/4 1. .
3/4 u+3/4 . |
1/2 3/4 -u+l/4 A |
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Canonical structure: 44. out of 44

Space group la3d Of° (#230)
Centering body-centered cubic
Wyckoff orbit 32e

Magnetic moment irrep 1~

Positions Moments

1 u u u 1 1 1

2 -u+l/2 U u+l/2 111

3 - uHl/2 —u+1/2 101 -1

4 u+1/2  -u+1/2 -u 1 -1 -1

5 u+3/4 u+1/4 -u+l/4 1 1 -1

6  -ut3/4 -u+3/4 -u+3/4 1 -1 -1

7 u+1l/4 -u+1/4  u+3/4 1 -1 1

8 -u+l/4 u+3/4 u+l/4 -101 1

9 -u -u -u -1 -1 -1

10 u+l/2 u o -ut1/2 1 1 -1
11 u o -ut1/2  utl/2 1 -1 1
12 -u+l/2  u+1/2 u 101 1
13 -u+1/4 -u+3/4 u+3/4 -1 -1 1
14 u+1/4 u+1/4 u+l/4 1 1 1
15 -u+3/4  u+3/4 -u+1/4 101 -1
16 u+3/4 -u+1/4 -u+3/4 1 -1 -1
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