MSG No. 116.294 P4'c2" [ Type III, tetragonal |

Table 1: Wyckoff site: 2a, site symmetry: 2.2°2°

No. position mapping
1 [0,0,%4] 1[1,2,5,6]
2 [0,0,2] 1[3,4,7,8]

Table 2: Wyckoft site: 2b, site symmetry: 2.2°2°

No. position mapping
1[5, 5,5 [1,2,5,6]
2 [3,3.3] [3,4,7.8]

Table 3: Wyckoff site: 2c, site symmetry: -4’ ..

No. position mapping
1 [0,0,0 [1,2,7,8]
2 [0,0,3] [3,4,5,6]

Table 4: Wyckoff site: 24, site symmetry: -4’ ..

No. position mapping
1 [3,40 [1,2,7,8]
2[5 3, 3] [3,4,5,6]

1
2
1
29

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

No. position mapping
1 [z, 2, §] [1,5]
2 [z, -2, 1] [2,6]
3 [-=, =, 8] [3,8]
4 [13 -z, %} (4,7]




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

No. position mapping
1 [1', x, %] [1,5]
2 [—% -z, %] [2,6]
3 [fx, x, ﬂ [3,8]
4 [:c, —x, ﬂ [4,7]

Table 7: Wyckoff site: 4g, site symmetry: 2. .

No. position mapping
1 [0, 0, 2] [1,2]
2 [0,0,z+1%] 3,41
3 00,0, %2—2] (5,61
4 [0, 0, —2] [7,8]

Table 8: Wyckoff site: 4h, site symmetry: 2. .

No. position mapping
1 (3, % 7] [1,2]
2[4 3,243 13,4
3 3114 58
]

, z
1 —7] [7,8]

Table 9: Wyckoff site: 41, site symmetry: 2. .

No.  position  mapping
1 [0, 3, 2] [1,2]
2 [0,3,2+3] [3,4]
3 [3,0,4—2] [5,6]
4 (3,0, —2] [7,8]

Table 10: Wyckoff site: 83, site symmetry: 1

No. position mapping
1 [z, v, 2] [1]
2 [—z, —y, 7] [2]
3 [z, y, =+ 1] [3]
4 [z, —y, z+ 1] [4]
continued ...



Table 10

No. position mapping
5 [y, z, 3 — 7] Y
6 [-y, -z 3—7] (6]
7 ly, —z, —2] [7]
8 [y, z, —2] (8]




