MSG No. 85.63 P4'/n’ | Type IlI, tetragonal |

Table 1: Wyckoff site: 2a, site symmetry: -4. .

No. position mapping
1[5 30 11,2,3,4]
2|

a1
, L0 [5,6,7,8]

B0 | =

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

No. position mapping
3] [1,2,8,4]
%] (5,6,7,8]

13
47 40
3 1
2 4

Table 3: Wyckoff site: 2c, site symmetry: 47 ..

No. position mapping
1 (3,1 2]  11,2,5,6]
2 [3, 4, -2 [3,4,7.8]

Table 4: Wyckoff site: 4d, site symmetry: -1°

No. position mapping

1 [0,0,0 [1,7]

2 110 2,8
3 [3,0,0] [3,5]
4 [o,3,0] [4,6]

Table 5: Wyckoff site: 4e, site symmetry: -1’

No. position mapping

1 [0,0,3] 1,7
2 [533] (2.8
3 [303] [3,8]
4 [0,4,3] [4,6]




Table 6: Wyckoff site: 4f, site symmetry: 2. .

No.  position  mapping
1 [L, 3, 7] [1,2]
2 [323—2]  [3,4]
3 (3,1, 7] [5,6]1
4 [3,4,-2 [7,8]

Table 7: Wyckoff site: 8g, site symmetry: 1

No. position mapping
1 [z, y, 2] [1]
2 [%—x,%—y, z] [2]
3 [y+1i, —= —7] [3]
4 [y, z+3, —7] [4]
5 [3—v 2 7] (5]
6 [y, % —x, z] [6]
7 [—z, —y, —2] (7]
8 [z+i,y+i —7] (8l




