MSG No. 58.398 Pnn'm’ [ Type III, orthorhombic |

Table 1: Wyckoff site: 2a, site symmetry: ..2°/m’

No. position mapping

1 [0,0,0] [1,3,6,8]

2 (4,4, 3] [2,4,5,7]

Table 2: Wyckoff site: 2b, site symmetry: ..2°/m’

No. position mapping

1 [0,0,%4] 1[1,8,6,8]

2[4 10 [2,4,5,7]

Table 3: Wyckoff site: 2c, site symmetry: ..2°/m’

No. position mapping

1 [0,4,0] 1[1,3,6,8]

2 [40,%] [2,4,5,7]

Table 4: Wyckoff site: 24, site symmetry: ..2°/m’

No. position mapping
1 [0, %, 3] 11,3,6,8]
2 [5,0,0] [2,4,5,7]

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

No. position mapping
1 [0, 0, 2] [1,6]
2 [i3,4-72]  [2,8]
3 [0, 0, —2] [3,8]
4 (33213 [47]




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

No. position mapping
1 [0, 3, 2] [1,6]
2 [3,0,1—2 [2,5]
3 [0, 2, —2] [3,8]
4 [3,0,z+1]  [4.7]

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

.27

m’

No. position mapping
1 [z, y, 0] [1,8]
2 [z+i,3-vy 3] [2,7]
3 [—z, —y, 0] [3,6]

4 [%fr,y+%, %} [4,5]
Table 8: Wyckoff site: 8h, site symmetry: 1
No. position mapping
1 [z, y, 2] [1]
> +bi-vi-dg 0
3 [z, —y, —2] [3]
4 -z y+i 2+13] (4]
5 [f-zy+i i-7] [5]
6 [—z, —y, 7] [6]
7 z+i -y 2+ 3] [7]
8 [z, y, —2] [8]




