MSG No. 53.327 Pmn'a’ | Type II1, orthorhombic |

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

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

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

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

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

No. position mapping
1 [3,30] [1,2,3,4]
2 [0,3,3] [5,6,7,8

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

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

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

No. position mapping
1 [z, 0, 0] [1,2]
2 [z, 0, 0] [3,4]
3 [3-%03] [5,6]
4 [z+3,0,3] [7,8]




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

No.  position ~ mapping
1 [z, 1, 0] [1,2]
2 [—z, 1, 0] [3,4]
3 [i-=3 4 5,6l
4 [z+3,3 4 (7.8

Table 7: Wyckoff site: 4g, site symmetry: .27.

No. position mapping

[1y3]  [.8]

[i. v & (2.6
31 18,71

—_

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

No. position mapping
1 [0, y, 2] [1,4]
2 [0, —y, —2] [2,3]
3 (3, vy, 2 —2] [5,8]
4 |3, -y, 2+1i] [6,71

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

No. position mapping
1 [z, y, 2] [1]
2 [z, —y, —7] [2]
3 [—z, —y, —2] [3]
4 [—z, v, 2] [4]
5 [%fx, y,%fz] [5]
6 [3-= -y z+13] (6]
7 [z+3 -y a2+ 3] [7]
8 x+%,y,%fz] (8]




