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Table 1: Wyckof site: 4a, site symmetry: -4. .

No. position mapping
1 o,

2[5

] [1,2,7,8]

11
4’ 8
1. 3] 13,4,5,6]

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

No. position mapping
1 o,

2[5

3] 11,2,7,8]
Il [3,4,5,6]

1
41
1
1

Table 3: Wyckoff site: 8c, site symmetry: -1

No. position mapping

1 [0,0,00] [1,5]
2 [3.0,3] [2,6]
3 [, 4.4 3.7
t By e

Table 4: Wyckoff site: 8d, site symmetry: -1

No. position mapping

1 [0,0,3] [1,5]
2 [4,0,00 [2,6]
3 [l 7
4 3,311 [4,8]

Table 5: Wyckoff site: 8e, site symmetry: 2. .

No. position mapping
1 [0, 1, 2] [1,2]
2[4 1241 13,4
3 [0, 3, —2] [5,6]
4[5 332 [7,8]




Table 6: Wyckoff site: 16f, site symmetry: 1

No. position mapping
1 [z, v, 2] [1]
2 [3-= -y, 2+ 1] (2]
3 [B-ya+iz+13] [3]
L i i-matd @
5 [—z, —y, —2] [5]
6 [r-l—%,y,%—z] [6]
7 [y+1 8- 37 [71
8 [f-ya+i 1] [8l




