MSG No. 57.380 Pbc'm | Type 111, orthorhombic |

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

No. position mapping

1 [0,0,0  [1,7]
2 [0,3,4] [2,8]
3 [o, 3,0 [3,8]
4 [0,0,3] [4a,6]

Table 2: Wyckoff site: 4b, site symmetry: -1’

No. position mapping

1 [400 11,71
2 [533] [28
3 [3,3,0] [3,8]
4 [30,3] (a6l

Table 3: Wyckoff site: 4c, site symmetry: 27 ..

No. position mapping
1 [mio0] 0,8
2 [-w§.3] (2.6
3 [~z 3,00 (3,71
4 [z, 14 [4,8]

Table 4: Wyckoff site: 4d, site symmetry: ..m

No. position mapping
1 [z, y, 1] [1,4]
2 [-zy+i 3] [2,8]
3 [z, 3 -y, 2] [5,8]
4 [-z, —y, 3] [6,7]

Table 5: Wyckoff site: 8e, site symmetry: 1

No. position mapping
1 [z, vy, 2] [1]
2 [-zy+i 3-~] [2]
continued ...



Table 5

No. position mapping
3 [fz, y+ %, z} [31]
4 [567 Y, % - z] [4]
5 [x, % -y, fz} [5]
6 [—x, —y, z+ %] [6]
7 [—z, —y, —2] (71
8 [z, 5 -y, 2+ 1] (sl




