MSG No. 118310 P4'n2" [ Type III, tetragonal |

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

No. position mapping
1 [0,0,0 [1,2,7,8]
2 (3. 5.3 [3,4,5,6]

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

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

Table 3: Wyckoff site: 2c, site symmetry: 2.2°2°

No. position mapping
1[0, 4,1 [1,2,5,6]
2 [50

1
4
3] [3,4,7,8]

Table 4: Wyckoff site: 24, site symmetry: 2.2°2°

No. position mapping
1[0, %] [1,2,5,6]
2 [40,4] [3,4,7,8]

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

No. position mapping
1 [0, 0, 2] [1,2]
2 (3 %.2+3] 08,4
3 [LLl- i (5.6
4 [0, 0, —2] [7,8]




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

No. position mapping
1 [z i-23] [1,6]
2 [~z ax+3,17]  [2,5]
3 [% —x, —x, %} [3,7]
4 [z+3, 2, 3] [4,8]

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

No. position mapping
1 [za+3, 4] [1,5]
2 [~z 3-21] [2,6]
3 [%fx, z, 3 [3,8]
4 [z+3, -z, 3] 4,7

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

No. position mapping
1 [0, 1, 7] [1,2]
2 [3,0,z2+3%]  [3,4]
3 00,3, 5-2 5,6
4 [3.0, —2] [7,8]

Table 9: Wyckoff site: 81, site symmetry: 1

No. position mapping
1 [z, y, 2] [1]

2 [—z, —y, 7] [2]

3 [3-muy+i z+13] [3]

4 [r+1,3-y z+13] [4]

5 [y+%7x+%7%fz} [5]

6 [2-v i-=3-2] [6]

7 ly, —z, —2] [7]

8 [y, z, —7] [81




