MSG No. 138.519 P4y/nem | Type I, tetragonal |

Table 1: Wyckoff site: 4a, site symmetry: 2.22

No. position mapping

1 [§,5,0] [1,6,7,8]

2 [1.43] [2,3,4,8]

3 [3.3.0] [9,14,15,16]
4[24 1] 110,11,12,13]

Table 2: Wyckoff site: 4b, site symmetry: -4. .

No.  position mapping
1 [3,%3] 11,6,10,11]
2[4 231 12,3,9,14]
3 [ 3.3 [4,5,15,16]
4 [3,1 4] 17,8,12,13]

Table 3: Wyckoff site: 4c, site symmetry: ..2/m

No. position mapping

1 [0,0,3] [1,8,9,16]

2 [30,0] [2,4,10,12]
3 [0,3,0] [3,5,11,13]
4 [3,3, 4] [6,7,14,15]

Table 4: Wyckoff site: 44, site symmetry: ..2/m

No. position mapping

1 [0,0,0] [1,8,9,16]

2 [3,0,%] [2,4,10,12]
300,44 13,5,11,13]
4 [3,%40] [6,7,14,15]

Table 5: Wyckoff site: 4e, site symmetry: 2.mm

No. position mapping

! 112 [1,6,15,16]
2[4 3 z2+1] [2,3,12,13]

continued ...



Table 5

No. position mapping

» [hi-d G0
[3,3,—2]  [7.,8,9,14]

Table 6: Wyckoff site: 8f, site symmetry: 2. .

No.  position ~ mapping
1 [2, 1. 7] [1,6]
2 [§,3,2+4]  [2,8]
3 [ 21-2] I[a,08]
4 [3, 1, —2] [7,8]
5 [33 -2 [9,14]
6 [3, 11—z T[10,11]
7 (312435 [12,13]
8 5 3 2] [15,16]

Table 7: Wyckoff site: 8g, site symmetry: ..2

No. position mapping
1 z, -, 3] [1,8]
2 [z+ 3,z 0] [2,4]
3 [7% % -, O] [3,5]
4 [f-=za2+3, 3] 6,71
5 [,% x, %} [9,16]
6 [ -2, —2,0] [10,12]
7 [z, z+ 3, 0] [11,13]
8 [r+3, 3—= 3] [14,15]

Table 8: Wyckoff site: 8h, site symmetry: ..2

No. position mapping
1 [z, —z, 0] [1,8]
2 [z+ 3, 2, 3] [2,4]
3 [z, 3 — =, 3] [3,5]
4 [%—m,x—&-%,O] [6,7]
5 [—z, z, 0] [9,16]
6 [3—-= -z 3] [10,12]
7 [z, 2+ 3, 3] [11,13]
8 [z+3,1-2,0 [14,15]




Table 9: Wyckoff site: 81, site symmetry: .

No. position mapping
1 [z, z, 2] [1,16]
2 [3-2 = 2+ 1] [2,12]
3 [z, 3 —=, 2+ 1] [3,13]
4 [rz+1, -2 2-2 [4,10]
5 [~z ao+3,4-2 [5,11]
6 [%—z,%—x, z] [6,15]
7 [z+ia+i, -2 [7,14]
8 [—z, —z, —7] [8,9]

.m

Table 10: Wyckoff site: 163, site symmetry: 1

No. position mapping
1 [z, v, 2] [1]
2 [%,% x,er%] [2]
3 [y, 2 — 2, 2+ 3] [3]
L frhoni-d @
5 [-zy+i i-2] [5]
6 [-75-v7 (6]
7 [y+§7m+§,—z} [7]
8 [~y, —x, —2] [81
9 —x, —y, —2] [9]
10 [y+3, -z 5—2 [10]
1 [~y e+3,3-2 [11]
12 [f-zy 2+1] [12]
13 [z, t-y, 2+1] [13]
4 [z+3,y+35, -2 [14]
15 3-v 3—= 7] [15]
16 ly, z, 2] [16]




