SG No. 54 DS, Pcca [ orthorhombic |

* plus set: + [0, 0, 0]

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

No. position mapping
1 [0, 0, 0] [1,5]
10,00 [2,6]
0,0,3] [3,7]
101 [a,8]

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

No. position mapping

1 [0, £, 0] [1,5]
2[5 10 [2,6]
3 [0,4,3] 3,71
4 534 4.8

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

No.  position  mapping
1 [0, y, 1] [1,3]
2[5 -y, 1) [2,4]
3 [0,-y, 3] 571
4 [ty 3] (6,8]

Table 4: Wyckoff site: 44, site symmetry: . .2

No.  position  mapping
1 (4,0, 7] [1,2]
2 [3,0,1-2] [3,4]
3 [3,0,—2] (5,61
4 [30z+1] 17,8

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

No. position mapping
T
continued ...



Table 5

No. position mapping
2 [3,3,4-2 3,4
3 3,1, - [5,6]
1 [ty ma

Table 6: Wyckoff site: 8f, site symmetry: 1

No. position mapping
1 [z, y, 2] [1]
2 [3 -2, -y, 2] [2]
3 [z, vy, 3 -] (3]
4 [z+3, -y 37 [4]
5 [—z, —y, —2] (5]
6 [z+ 3, v, —2] (6]
7 [z, —y, z+ 3] [7]
8 [%fz, y,er%] (8l




