MSG No. 86.71 P45/n" [ Type 111, tetragonal |

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

No. position mapping
i] [1,2,3,4]
3] 15,6,7,8]
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47 40
3 3
2 [}

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

No. position mapping
1 [1 43 [1,2,3,4
2 [3,4,1] [5,6,7,8]
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Table 3: Wyckoff site: 4c, site symmetry: -1’

No. position mapping
1 [0, 0, 0] [1,7]
[3.%,0] [2,8]
0.11] (3,8
2.0, 5] (4.6

(=]

)

| e |
O (W=

)

Table 4: Wyckoff site: 44, site symmetry: -1’

No. position mapping

1 [003 01,7

2[4 34 (2.8
3 00,30/ [3,5]
4 [1 0,00 [4,6]

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

No. position  mapping
1 [2, 1, 2] [1,2]
2 [32,4-2] [3,4]
3 [H5e+3] 5.6
4 [£, 3, —2] [7,8]




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

No. position mapping

[%, %, 7] [1,2]

, % — z] [3,4]

z+3] [5,6]
] [7,8]
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Table 7: Wyckoff site: 8g, site symmetry: 1

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

2 [3-2 -y, 7] (2]

3 [y, 2 —=, § — 2] (3]

4 [3-y, 2, 3-2] [4]

5 [y, o+iz2+1] [5]

6 [y+3 -z 2+3] (6]

7 [—z, —y, —2] (7]

8 [z+i,y+i —7] (8l




