SG No. 214 O® 14,32 [ cubic]

* plus set: +10, 0, 0], + [%7 %7 %}

* Wyckoff site: 8a, site symmetry: .32

Table 1: Wyckoff bond: 8a@8a

No. vector center mapping
1 X, X, X]  [§ 5 5] [1,5,9,-14,-19,-24]
2 =X, -X,X] [§ 3] [2,7,12,-13,-17,-21]
3 [-X,X,-X] [% 3,4 13,8,10,-15,-20,-22]
4 X, =X, -X] [3 % 5] [4,6,11,-16,-18,-23]

Table 2: Wyckoff bond: 24b@8a

No vector center mapping
1 X, X, Y] [§ 33 [1,-14]
2 [-X,-x,v] [§ L 2] [2,-13]
3 [-X, X, -Y] [L 2% [3,-15]
41X, -X,-Y] [2, % 1] [4,-16]
5 v, X, X] [§ 4 3] [5,-24]
6 [Y,-X,-X] [2 2% 1] [6,-23]
Ty, =X, X)) [3 L8] [7,-21]
8 [-Y,X,-X] [L 23] [8,-22]
9 XY, X]  [§ 55 [9,-19]
10 [-X,Y,-X] [L 3. 3] [10,-20]
11X, =Y, -X] [2 21 [11,-18]
12 [-X,-v,X] [3 1.3 [12,-17]

Table 3: Wyckoff bond: 24c@8a

No. vector center mapping
1 [X,-X,0  [§ 58] [1,14]

2 X, X, 0 [3 L2 I[2,13]

3 [-X,-X,00 [f 2,8 [8,15]

4 X, X,00 [5 3, %] [4,16]

5 [0,X,-X] [i % %] [5,24]

6 [0,-X,X] [2% 1] (6,23

700, -X,-X] [% %3] [7,21]

8 [0, X, X] [Z.2,3] [8,22]

9  [-X,0,X] (53 %] [9,19]

10 [X,0,-X] [%2,2] [10,20]
11 [-X,0,-X] [2, 2, 1] [11,18]
12 [X,0,X]  [3 1.3 [(12,17]




Table 4: Wyckoff bond: 48d@8a

No. vector center mapping

1 (X, Y, Z] (3, %, 1] [1]

> [(Xvg (33l @

3 [-X,v,-Z] [ 2% (3]

4 viez Bl @

5 Z, X, Y] (3% 2] [5]

6 [z -x,-Y] [54% 1] (61

7 -z -Xx,Y] [%1 %] [71

8 [-Z X,-Y] [L 28] (sl

9 Y, Z, X] (3, %, 1] [9]

0 [-Y,z -x] [L 23] [10]

1y, -z-x; [321 1

12 [-Y,-zZ X] [3L.3] (2]

13 v,x -z [3 L3 3]

4 -y, -X,-7] [t LY (4l

15 v,-X,z] [L. 3.3 (8]

16 [-Y, X, Z] (2,2, 7] [16]

17 X,z -yl [3 L3 07l

18 [-X,zY] [33 % (s8]

19 [-X,-Z -Y] [§ L4 [191]

20  [X,-z VY] [L3.3] [20]

21 [Z2,Y,-X]  [3L.3] [21]

22 Zz,-Y, X]  [% 3,3 o[22

23 [-Z Y, X] [3%I]  [23]

2 [Z v, -X] [Li1] 24

* Wyckoff site: 8b, site symmetry: .32
Table 5: Wyckoff bond: 8a@8b
No. vector center mapping

1 [X, X, X] (%, %, %] T11,5,9,-14,-19,-24]
2 =X, =X, X] (%4 3] [2,7,12,-13,-17,-21]
3 [-X,X,-X] [§ %3] [3,8,10,-15,-20,-22]
4 X, -X,-X] [§ 3, 5] [4,6,11,-16,-18,-23]

Table 6: Wyckoff bond: 24b@8b

No. vector center mapping
1 X, x, vl [ L %] [1,-14]
2 [-X,-X, Y] [5, %8 [2,-13]
3 X, X,-Y] [§ %, 2] [3,-15]
4 X, -X,-Y] [ 53 1] [4,-16]

continued ...



Table 6

No. vector center mapping
5 v, X, X] [ % %] [5,-24]
6 [v,-X,-Xx] [ 2% [6,-23]
7Y, =X, X] [3, L %] [7,-21]
8 [-Y,X,-X] [§ 2%, 2] [8,-22]
9 X,v,x] [§ L% [9,-19]
10 [-X,Y,-X] [§3,2] [10,-20]
1 [X, =Y, -X] [$ 3.4 [11,-18]
12 [-X, -V, X] [%4,8] [12,-17]

Table 7: Wyckoff bond: 24c@8b
No. vector center mapping
1 [X,-Xx,0 [§ & 5] [1,14]
2 [-X,X,00 [3 42 [2,13]
30X, -X,00 [§ 2,3 [3,18]
4 X, X, 00 [3 3 8] [4,16]
5  [0,X,-Xx] [L LI I] I5,24]
6 [0,-X,Xx] [£2 %] 6,23
7000, -X,-X] [2, 43 [7,21]
8 [0, X, X] [£.2,8] [8,22]
9  [-X,0,X] [§ L %] [9,19]
10 [X,0,-X] [§, 3, 8] [10,20]
11 [-X,0,-X] [2, 2,4 [11,18]
12 [X,0,X]  [3. %3] [12,17]

Table 8: Wyckoff bond: 484@8b

No vector center mapping
L vz [BLE w
2 XY,z [543
3. [-X,v,-Z] [} % 2] (3]

4 [x,-Y,-z] [& 2 1] [4]

5 Z, X, Y] [Z, %, 7] [5]

6 z,-Xx,-Y] [% 24 [6]

T -2, -X,Y] [3 %3 [7]

8 -z, X,-Y] [} 23] (8l
9 Y, Z, X] (%, %, %] [9]
0 [-Y,z -Xx] [L 3] [10]
1y, -z -x] [3 33 [l
12 [-Y,-Z X] [3. %3] (2]
13 V,X, -z [3%3] (3]
“ -y, -X,-7] [LLI] (4]

continued ...



* Wyckoff site: 12¢, site symmetry: 2.22

Table 8

No. vector center mapping
15 [v,-X,7] [: 23] (8]
16 [-Y,X, 7] [33.%4] (18]
17 X, Z, Y] [2, %, 8] [17]
18 [-X,zY] [33.% (s8]
19 [-X, -z -Y] [L LI [19]
20 X, -2, Y] (5.2, 5] [201]
21 [Z,Y,-X]  [3. L 3]  [21]
2 [z-v.X]  [L33] 22
23 [-Z,v,X] [33Y (23]
24 [-Z,-Y,-X] [LLI] [24]

Table 9: Wyckoff bond: 12a@12c

No. vector center mapping
1 0, X,X] [30,1] [1,-4,18,-19]
2 [0,-X,X] [3,03 [2,-3,-17,20]
3 [X,0,X] [} 34,0 [5,-8,-14,15]
4 [X,0,-X] [3,2,0] [6,-7,13,-16]
5  [X,X,00 [0,1, %] [9,-12,21,-24]
6 [-X,X,0 [0,2 3] T[10,-11,-22,23]
Table 10: Wyckoff bond: 12b@12c
No. vector center mapping
1 0,X,-X] [$,0,4] [1,-4,-18,19]
2 [0,-X,-x] [§.0,3] [2,-3,17,-20]
3 -X,0,X] [§ % 0] [5,-8,14,-15]
4 [-X,0,-X] [3, 20 [6,-7,-13,16]
5 (X, -Xx,0] [0,% 4] [9,-12,-21,24]
6 [-X,-X,00 [0,2 %] T[10,-11,22,-23]
Table 11: Wyckoff bond: 12c@12¢
No. vector center mapping
1 [X,0,00 [3,0, 4] [1,4,-18,-19]
2 [-X,0,0 [0 2] [2,3,-17,-20]
3 [0,X,0 [ 30 [58,-14,-15]
4 0,-x,00 [3 230 [6,7,-13,-16]
continued ...



Table 11

No. vector center mapping

5 [0,0,X] [0,% 4] [9,12,-21,-24]

11
47 8
6 [0,0,—X] [0,%, 2] T[10,11,-22,-23]

Table 12: Wyckoff bond: 24d@12¢

No. vector center mapping
1 Y, X, X] [$0 %] [1,-19]
2 Y, =X, X] [303] [2,-17]
3 [-v,X,-X] [3,0,3] [3,-20]
4 Y,-X,-Xx] [§0, 3] [4,-18]
5 [X,Y, X] [1, %, 0] [5,-14]
6 [X,-Y,-X] [2 20 [6,-16]
7T [-X,-Yv.X] [3, %0 [7,-13]
8 [-X,V,-X] [} 10 [8,-15]
9 X, x, Y] [0, L 1] [9,-24]
10 [-X,X,-Y] [0,3 3] [10,-22]
11 [X,-X,-Y] [0, 3 2] [11,-23]
12 [-X,-X,Y] [0,3, 4] [12,-21]

Table 13: Wyckoff bond: 24e@12¢

No. vector center mapping
1 [v, X, —X] [5,0, 4] [1,-18]
2 [-Y,-X,-X] [%0 3] [2,-20]
3 [-Y, X, X] [2,0,2] [3,-17]
4 [Y,-X,X] [$0, 3] [4,-19]
5 -X,Y,X] [} 4,0 [5,-15]
6 [-X,-Y,-X] [% %, 0] [6,-13]
7 X, -Y, X] [2,%,0] [7,-16]
8 [X,Y, —-X] [, %4,0] [8,-14]
9 X, -Xx,Y] [0, % 8] [9,-21]
10 [-X,-X,-Y] [0,3, 2] T[10,-23]
11 X, X, =Y] [0,3, 2] [11,-22]
12 X, X, Y] 0,1, %] [12,-24]

Table 14: Wyckoff bond: 24f@12c

No. vector center mapping
1 [0, X, Y] [é, 0, %] [1,-4]
continued ...



Table 14

No. vector center mapping
2 0,-X, Y] [203 [2,-3]
3 [Y, 0, X] [+, 3.0 [5,-8]
4 v,0,-X] [3,%0 [6,-7]
5 [(X,v,0 [0, 5] [9,-12]
6 -X,v,0 [0, % 2] f[10,-11]
7 1X,0,-Y] [% %0 [13,-16]
8 [-X,0,-Y] [} % 0] [14,-15]
9 0,v,-Xx] [%02] [17,-20]
10 [0Y,X] [io0 L] [18,-19]
11 [v, X, 0] [0, 4, 2] [21,-24]
12 [v,-X,0 [0,3 2] [22,-23]

Table 15: Wyckoff bond: 48g@12c

No. vector center mapping
1 X, Y, 7] [£,0, 4] [1]
2 X, -Y,Z] [%02 [2]
3 X, v,-2] [2.0, % (3]
4 X, -v,-Z] [0 4] [4]
5 [Z, X, Y] (1, %, 0] (5]
6 [z, -X,-Y] [3 %0 (6]
7 -2z, -X,Y] [3 2 0] [7]
8 [-Z X,-Y] [} 10 (8]
9 [Y, Z, X] [0, 1, 1] [9]
10 [-Y,Z -X] [0,3 3] [10]
1Y, -z -x] [0,3 2] [11]
12 [-Y,-Z X] [0} 1] [12]
13 v, x,-z] [% 2 0 [13]
14 [-Y,-X,-2Z] [} %0 [14]
15 [Y,-X,Z] [3, %0  [15]
16 -y, X,z]  [3 20] [16]
17 X, Z, Y] (2,0, 2] [17]
18 X,z Y] [Lo0 3] (18]
19 [-X,-2Z -Y] [0 1] [191]
20 X, -Z,Y] [2,0, 2] [20]
21 [Z,Y,-X] 0,3 1] [21]
22 [z, -Y, X] [0, 3, 2] [22]
23 -Z,Y, X] [0, 3, 2] [23]
24 [-Z,-Y,-X] 0,3 1] [24]

* Wyckoff site: 12d, site symmetry: 2.22



Table 16: Wyckoff bond: 12a@12d

No. vector center mapping
1 0,X,X] [20%] [1,-4,18,-19]
2 [0,-Xx,Xx] [%0,3] [2,-3,-17,20]
3 [X,0,X] [§,2,0] [5,-8,-14,15]
4 [X,0,-X] [3, %0 [6,-7,13,-16]
5 (X, X, 00 [0,%,2] [9,-12,21,-24]
6 [-X,Xx,0 [0, 3 %] T[10,-11,-22,23]
Table 17: Wyckoff bond: 12b@12d
No. vector center mapping
1 0, X, -X] [%0 % [1,-4,-18,19]
2 [0,-X,-X] [£ 0, 3] [2,-3,17,-20]
3 -X,0,X] [4 5,00 [5,-8,14,-15]
4 [-X,0,-X] [% L0 [6,-7,-13,16]
5  [X,-X,00 [0,% 3] [9,-12,-21,24]
6 [-X,-X,0 [0,3 I] T[10,-11,22,-23]
Table 18: Wyckoff bond: 12c@12d
No. vector center mapping
1 [X,0,00 [20 %] [1,4,-18,-19]
2 [-X,0,00 [f,0 3] [2,3,-17,-20]
3 [0, X,0 [§ 2, 0] [5,8,-14,-15]
4 [0,-X,0] [3, %0 [6,7,-13,-16]
5 [0,0,X] [0, 3] [9,12,-21,-24]
6 [0,0,—X] [0,3 ] T[10,11,-22,-23]
Table 19: Wyckoff bond: 24d@12d
No. vector center mapping
1 [Y, X, X] [3,0,4] 1[1,-19]
2 [-Y, =X, X] [£,0,3] [2,-17]
3 [-Y,X,-X] [L,0 3] I[3,-20]
4 v,-X,-X] [%0 1] [4,-18]
5 X, Y, X] [§, 5,0 [5,-14]
6 [xX,-Y,-X] [3,10 [6,-16]
7 [-X,-Y,X] [3, L0 [7,-13]
8 [-X,v,-X] [} %0 [8,-15]
9 [X, X, Y] [0, 4, 2] [9,-24]

continued ...



Table 19

No. vector center mapping
10 [-X,X,-Y] [0,3 %] [10,-22]
1 [X,-X,-Y] [0,3 %] [11,-23]
12 [-X,-X,Y] [0,1, 2] [12,-21]

Table 20: Wyckoff bond: 24e@12d

No. vector center mapping
1 v, X, —X] [2,0,1] [1,-18]
2 [-Y,-X,-X] [L,0 3] [2,-20]
3 -V, X, X]  [%,0, %] [3,-17]
4 Y, =X, X] [2,0,1] [4,-19]
5 X, Y, X] (1, 2,0 [5,-15]
6 [-X,-Y,-Xx] [5%,0] [6,-13]
7 X, -Y, X] [2,%,0] [7,-16]
8 X, Y, -X] [} 2,0 [8,-14]
9 X, -X, Y] [0, 1, 3] [9,-21]
10 [-X,-X,-Y] [0,3, %] [10,-23]
11 X, X, -Y] [0, 3, 7] [11,-22]
12 [-X, X, Y] [0, 1, 3] [12,-24]

Table 21: Wyckoff bond: 24f@12d

No. vector center mapping
1 0, X,v] [203% [1,-4]
2 0,-X,Y] [30,2] [2,-3]
3 [Y; 0, X] [3,2,0] [5,-8]
4 [v,0,-Xx] [% %, 0] I6,-7]
5 [X, Y, 0] [0, %, 2] [9,-12]
6 -X,v,0 [0,% ] T[10,-11]
7 (X,0,-Y] [3 L 0] I[13,-16]
8 [-X,0,-Y] [} 2,0] T[14,-15]
9 [0,Y,-X] [% 0 2] T[17,-20]
10 [0,Y, X] [3,0,4] [18,-19]
11 Y, X,00 [0, 1, 5] [21,-24]
12 [Y,-X,0 [0,3 I] [22,-23]




Table 22: Wyckoff bond: 48g@12d

No. vector center mapping
1 X, Y, Z] (2,0, %] [1]
2 [-X,-Yv,Z] [ 03 (2]
3 [-X,Y,-Z7] [L 0% [3]
4 [X,-Y,-Z] [0, 1] [4]
5 [Z, X, Y] [, 2. 0] [5]
6 [Z,-X,-Y] [3 L0 (6]
T [z, -x,Y] [3 10 (7]
8 [z Xx,-Y] [ 20 (8l
9 Y, Z, X [0, 1, 2] [o]
10 [-Y,Z -Xx] [0,3 ] [10]
11 [Y,-z -x] 0,2 1] [11]
12 [-Y,-Z X] [0} 3] (2]
13 [v,X, -z [3 %0 (3]
14 [-Y,-X,-Z] [} %0 [14]
15 Y, - X, Z) (1, 2.0] [15]
16 v, X, 2] [% 10 [16]
17 X,z -yl [Lo3] 07l
18 X, Z,Y] (3,0, %] [18]
19 [-X,-Z -Y] [3,0,3%] [19]
20 X, -Z,Y] [%,0, 2] [20]
21 Z,Yy,-X] [0, %, 3] [21]
22 [Z,-Yv,X] 0,3 I] @[22
23 -Z,Y, X] [0, 3, I] [23]
24 [-Z,-Y,-X] [0, 1, 2] [24]

* Wyckoff site: 16e, site symmetry: .3.

Table 23: Wyckoff bond: 16a@16e

No. vector center mapping
1 X, X, X] (@, x, 2] [1,5,9]
2 [-X, -X, X] [3 -2 -z, 2+3] [2,7,12]
3 [-X, X, —X] [z, z+ 3,  — ] [3,8,10]
4 X, -X, —-X] [z-l—%, %—x, —I] [4,6,11]
5 X, X, -X]  [z+5 e+, 1—a] [13,17,21]
6 [-X,-X,-X] [B-a,3-23-2] I[14,19,24]
7 X, -X,X]  [z+{ 51—, 2+3] [15,20,22]
8 X, X,X] [f-=z2o+3 2+%] [16,18,23]




Table 24: Wyckoff bond: 48b@16e

* Wyckoff site: 24f, site symmetry: 2. .

No. vector center mapping
1 X,Y, Z] [z, z, ] [1]
2 -X, -Y, Z] [3-2 -z, z+1] [2]
3 [-X,Y, -Z] [z, 243, 5 — =] (3]
4 X, -Y, -7 [+3, 2 -z, —2] [4]
5 Z, X, Y] [z, z, ] (5]
6 (2, -X,-Y] [z+1i i-= —a] f6]
7 -2, -X, Y] -2 -z, z+1] [7]
8 [-Z X, -Y] [z, x+3%, 5 —1] (8]
9 Y, Z, X| [, 2, x [9]
10 [-Y, Z, —X] [z, z+ 3,  — ] [10]
11 Y, -7, -X] [z+3, 4 -z, —1] [11]
12 [-Y, -Z, X] [3—2 -z, 2+13] [12]
13 [Y, X, 7] [r+2, 241, + -] [13]
4 [-Y,-X,-Z] [3-23-232-2] [14]
B Y,-X,2] [z+i i-wx+i] (18]
16 [-Y,X,2] [f-zx+3z+l]  [16]
17 X, Z-Y] [z+%c+4,1-2] [17]
18 [-X,ZY] [f-zz+3z+%] (18]
19 [-X,-Z-Y] [B-23—-ga3-2] [19]
20 [X,-ZY] [z+4, iz o+3]  [20]
21 2, Y, —X] [r+2, 241, 1 — 1] [21]
2 [Z,-Y,X] [z+4,i-w o+ [22]
23 [-Z,Y,X] [f-waz+3a+i]  [23]
24 [-Z,-Y,-X] [2-2,3-23-2] [24]

Table 25: Wyckoff bond: 24a024f
No vector center mapping
1 [0, X, Y] [z, 0, 1] [1,-4]
2 0, -X,Y] [}-=032] [2,-3]
3 [v, 0, X] [L, 2, 0] [5,-8]
4  [Y,0,-X] [, i-2,0 [6,-7]
5 (X, Y, 0] [0, 1, 2] [9,-12]
6 [-X,Y,0] [0,3 1-2] [10,-11]
7 [X,0,-Y] [, z+10] [13,-16]
8 [-X,0,-Y] [3,3-2 1] [14,-15]
9 [0,Y,-X] [z+32 11 [17,-20]
10 [0,Y,X] [f-301] I[18,-19]
11 Y, X, 0] [0, 1, ¥ —x] [21,-24]
12 [Y,-X,0] [§ i o+3] [22,-23]

10



* Wyckoff site: 24g, site symmetry: . .

2

Table 26: Wyckoff bond: 24b@24f

No. vector center mapping
1 (X, 0, 0] [z, 0, 1] [1,4]
2 [-X,0,0 [$-2,03] [2,3]
3 [0, X, 0] [1, 2, 0] [5,8]
4 0,-X,00 [3,i-=0 [6,7]
5 [0, 0, X] [0, 1, z] [9,12]
6 [0,0,—X] [0, 2 I—2] [10,11]
7 00,X,00 [32+10 [13,16]
8 [0,—-Xx,0 [3 3—= 1] [14,15]
9  [X,0,00 [r+3% 3 4] [17,20]
10 [-X,0,0 [3-2,0 %] 1[18,19]
11 [0,0,-X] [0,4,1—2] [21,24]
12 (0,0, X] [i L 2+3] [22,23]

Table 27: Wyckoff bond: 48c@24f

No vector center mapping
1 [X,Y, Z] [z, 0, 1] [1]
2 -X,-Y,Z] [$-=2,03] [2]
3 -X,Y,-Z] [$-=,0 3 [3]
4 X, Y, -7 [z, 0, 1] [4]
5 Z, X, Y] [%, z, 0] (5]
6 [z -X,-Y] [3L1-20] (6]
T [-Z-X,Y] [} 3-=0 (71
8 -2, X, Y] [%, =, 0] (8l
9 Y, Z, X] [0, 1, 2] [9]
10 [-Y. 2 -X] [0,2 32 [10]
1 [Y,-7Z -X] [0,% 32 [11]
12 [-Y, -Z, X] [0, 1, 2] [12]
13 [Y, X, —-Z] [3,z+1 0] [13]
“ -y, -X,-7] [33-21] (4
15 [Y,-X,2]  [3,3-2 i 18]
16 [-Y, X, Z] 3,2+ 1, 0] [16]
17 (X, Z-Y] [z+% 3% 017
18 X, Z, Y] [ -=0 1] [18]
19 [-X,-Z -Y] [f-2,0 1] [19]
20 [X,-2Y] [z+3 1%  [20]
21 Z,Y, —X] [0, 1, 1 — ] [21]
2  [Z-V,X] [Liaz+2] (22
23 [-Z Y, X] [iLo+3] (23]
24 [-Z,-Y,-X] [0,%, 3 —2] [24]

11



Table 28: Wyckoff bond: 24a024g

No. vector center mapping
1 v, X, —X] [, v, y+13] [1,-18]
2 LY, =X, -X]  [& -y y+2] [2,-20]
3 [-Y, X, X] [T y+3 -y [3,-17]
4 v, - X, X] 2, -y, 3—-y] [4,-19]
5 -X, Y, X] [y+1 5 9] [5,-15]
6 [-X,-Y,-X] [y+3. 3 -y [6,-13]
7 X, -V, X] [1-v %, y+3] [7,-16]
8 X, Y, —X] [%fy, %, %fy} [8,-14]
9 (X, -X, Y] [y, y+ 1, 4] [9,-21]
10 [-X,-X,-Y] [-wy+3 2 [10,-23]
11 X, X,-Y]  [y+3 3-v % [11,-22]
12 X, X,Y] [3-y3-y 3] [12,-24]

Table 29: Wyckoff bond: 24b@24g
No. vector center mapping
1 [0, X, X] E R [1,18]
2 0,-X,X] [ -yy+3]  [2,20
3 0 X -X] [Ly+3 3-y [3,17]
4 0,-X,-X] [, 5-v.2-y (4,19
5 (X, 0, X] [v+1 % 9] [5,15]
6  [X,0,-X] [y+3 3 -y [6,13]
7 -X,0,X] [f-yIy+3] [7,16]
8 [-X,0,-X] [2-y 2, 3-y [8,14]
9 (X, X, 0] [v, v+ 1. 1] [9,21]
10 [-X,X,00  [-yy+3 3] [10,23]
11 [X,-X,0 [y+3 -y Z] [11,22]
12 [-X,-X,0 [§-y, 53—y 3] [12,24]
Table 30: Wyckoff bond: 48c@24g
No. vector center mapping
1 [X, Y, Z] (5 ¥ ¥+ 1) [1]
2 [X,-v.7  [Lowytd] 1
3 -X,Y,-2Z] [Ly+i 31—y [3]
4 X -V, -7 [§3-wi-y 4
5 [Z, X, Y] [y+1, %, 4] (5]
6 [z, -X,-Y] [y+2, 2, -y (6]
7 -2 -XY] [f-y I y+13] [7]
8 [-ZX,-Y] [2-y 3 1-y (8]
9 [V, Z, X] [v, y+ 1, 3] [9l
continued ...
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Table 30

No. vector center mapping
10 [-Y,Z-X]  [-yy+3 3 [10]
11 [Y,-Z -X] [y+3L-y 1] [11]
12 [-Y,-Z X] [{-wy. 35—y 3] [12]
13 v, X, —Z] [y+2, 2, —y [13]
4 [-Y,-X,-2Z] [3-y 21—y [14]
15 v, -X, Z] [v+ 1. % 9] [15]
16 [V, X,7]  [f-y Ly+i] [16]
17 X, Z, -Y] [Z,y+3 32—y [17]
18 [-X,Z,Y] (3 v v+ 1] [18]
19 [-X,-Z,-Y] [2 i-y 32—y [19]
20 X, -Z,Y] [g, —y, Y+ ﬂ [20]
21 Z,Y, —X] [y, y+ 1, 3] [21]
2 [Z-Y,X] [y+3i-v g [22]
23 -Z,Y, X| [7y, y+ %, %} [23]
24 [-Z,-Y,-X] [f-y 32—y ] [24]
* Wyckoff site: 24h, site symmetry: . .2
Table 31: Wyckoff bond: 24a@24h
No. vector center mapping
1 [Y, X, X] (5. v, 51— [1,-19]
2 Y, =X, X] [E -y, 2y [2,-17]
3 [V X, -X] [fy+g,y+g] [3,-20]
4 Y, -X,-X] [5i-yy+3] [4,-18]
5 [X,Y, X] [5—v % 9] [5,-14]
6 [X,-Y,-X] [3-y 3 -y [6,-16]
7 [-X,-Y, X] [y+31 Ly+3i] [7,-13]
8 [-X,Y,-X] [y+2 21—y [8,-15]
9 [X, X, Y] [v, T —v, %] [9,-24]
10 [-X,X,-Y] [~y 3-y & [10,-22]
11 [X,-X,-Y] [y+iy+3i 1] [11,-23]
12 [-X,-X,Y] [f-wy+3 2] [12,-21]
Table 32: Wyckoff bond: 24b@24h
No. vector center mapping
1[0, X, —X] B [1,19]
2 [0,-X,-Xx] [% -y 32—y [2,17]
3 0, X, X] [LZy+3y+3] [3,20]
4 [0,-X,X] [Zi-wy+3] [a,18]
5 [-X, 0, X] [5-v % 9] [5,14]
continued ...
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Table 32

No. vector center mapping
6 [-X,0,-X] [§-u 2 -yl [6,16]
7 (X, 0, X] [+ L y+3] [7,13]
8 [X,0,-X] [y+3% 2 5-y] [8,15]
9 (X, —X, 0] [y, + —v, 3] [9,24]

11 (X, X, 0] [y+3,y+5% 1] [11,23]
12 [-X, X0 [3-yy+3 2] [12,21]

Table 33: Wyckoff bond: 48c@24h

No vector center mapping
1 [X,Y, Z] B [1]
2 [-X, Y, Z] [2, -y, 3 —y] [2]
3 -X,Y,-Z] [Ly+iy+1] [3]
4 X, -Y,-2] (& i-y y+3 (4]
5 [Z, X, Y] [-v % 9] (5]
6 [z, -X, —Y] [2—y, 3, —y [6]
7T -2 -XY] [y+i I y+1] (7]
8 [-Z,X,-Y] [y+3 31—y (sl
9 Y, Z, X] [v. 1 -y 5] 2
10 [-Y, Z, -X] [y, 8-y, 2] [10]
11 Y, -2 -X] [y+iy+i I [11]
12 Y, -Z X] [i-yy+3 3 [12]
B Y,X, -2 [y+31 Ly+s]  [13]
14 [-Y, -X, —Z] [3-v % 9] [14]
15 Y,-X,2]  [y+3, 23—y [15]
16 [-Y, X, Z 32—y, 2 -y [16]
17 X, Z, -Y)] (2, -y, 2 —y] [17]
18 [-X.ZY] [§i-yy+d] (18]
19 [-X, -Z, -Y] (5 ¥ -] [19]
20 [X,-2,Y] [Fy+iy+i] [20]
21 [Z,Y,-X] [3-wy+3.3] (2]
22 2z, -Y, X] [y, 32—y, 2] [22]
22 [-ZY,X] [y+3.y+i g [23]
24 [-Z, -V, -X] [v, - 3] [24]
* Wyckoff site: 481, site symmetry: 1
Table 34: Wyckoff bond: 48a@48i
No. vector center mapping
1 X,Y, Z] [z, y, 2] [1]

continued ...
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Table 34

No vector center mapping
2 [-X,-Y, 7z  [}-=z -y z+1] [2]
3 [-X,Y,-Z] [z, y+ 35, 3 — 7] [3]
4 [X,-Y,-Z] [z+3, 3 -y, —2] [4]
5 Z, X, Y] [z, z, y] [5]
6 (2, -X,-Y] [z+3 i-x -y (6]
7 [-Z,-X Y] [-z -z, y+i] [71
8 [-Z.X,-Y] [-zz+i iy (8]
9 Y, Z, X] ly, 2, ] [9]
10 [-Y,2 -X] [~y 2+ 2—2] [10]
11 Y, -2, -X] [y+1,3—2 -2 [11]
12 [-Y,-Z X] [f-y -z z+3] [12]
13 Y, X, -2] [y+3,2+31 37 [13]
U [-Y,-X,-Z] [3-y 3-a 32 [14]
15 [Y,-X,Z] [y+3i-=22+3] (18]
16 Y, X,Z)  [3-wz+3 2+13] [16]
17 (X, Z,-Y]  [z+3 2411y [17]
18 [-X.ZY] [f-azz+3y+1] 18]
19 [-X,-Z,-Y] [B-2,2-23-y] [19]
20 [X,-2Y] [z+3ii-zy+3] (20
2L 2V -X] [+iy+ii-e] (21
22 [Z,-Y,X]  [z+ii-ya+3]  [22]
23 [-Z,V,X] [f-zy+3 a+i] (23]
24 [-Z,-Y,-X] [2-z3%-y 3-2] [24]
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