MSG No. 56.368 Pcen’ [ Type 111, orthorhombic |

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

No. position mapping

1 [0,0,00 [1,7]
2 [3,3,0]  [2,8
3 [3,0,3] [3,8]
4 0,3, 1] 4,61

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

No. position mapping

1 [0,0, 3] [1,7]
2 [533] [28
3 [3,0,00 [3,8]
4 [0,4,0 [4,6]

Table 3: Wyckoff site: 4c, site symmetry: ..2

No. position mapping
1 L1 1,2
2 [Li:+d] (3.4
3 [3.3 12 5.6
4 [3, 2, -] [7,8]

Table 4: Wyckoff site: 4d, site symmetry: ..2

No. position mapping
13

[Z’ el Z] [1y2]
3244 8,4
1-2] [5,6]
—z] [7,8]
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Table 5: Wyckoff site: 8e, site symmetry: 1

No. position mapping
1 [z, vy, 2] [1]
2 [3-2 -y, 7] [2]
continued ...



Table 5

No. position mapping
3 [%fac, y,er%] [3]
4 [z, -y 2+3] [4]
5 [z+3i, -y -2 (5]
6 [—m,y-&—%, %—z} (6]
7 [—z, —y, —2] [71
8 [t+3,u+3, —2 (8l




