MSG No. 68.516 Cecda’ [ Type 111, orthorhombic |

Table 1: Wyckoff site: 4a, site symmetry: 22°2°

No.  position mapping
r[o 4, 1] [1,2,5,6]
2 [3,43]  [8,4,7,8]
3[4 3,1] 19,10,13,14]
4 Jo0,%,3] [11,12,15,16]

Table 2: Wyckoff site: 4b, site symmetry: 22°2°

No.  position mapping
1[043 [1,2,5,6]

2 [311]  [8,47.8

3 [4,2,23] [9,10,13,14]
4 [0, 3, 4] 111,12,15,16]

Table 3: Wyckoff site: 8c, site symmetry: -1

No. position mapping
1 [43,00 11,31
2 [353] 24
3 [543 57
4 [3,%3, 0] [s,8]
5 [3,5,0] [9,11]
6 [3,1 3] [10,12]
7 [1 1 3] [(138,18]
8 [§ 1,0] [14,16]

Table 4: Wyckoff site: 8d, site symmetry: -1

No. position mapping
1 [0,0,0] [1,11]
2 [0,3, 3] [2,12]
3 [3,3,0] [3,9]
4 [30,3] [4,10]
5 [0,0,3] [5,15]
6 [0,3,0 [6,16]
7[435, 4] (7,131
8 [5,0,0] [8,14]




Table 5: Wyckoff site: 8e, site symmetry: 2. .

No position mapping
1 [z, 1, 1] [1,2]
2 [f-2 13 18,4
3 [~z %, 1] (5,61
4 [z+3,%,3] (7.8
5 [z+3, % 1] [9,10]
6 [-= 2,2 [11,12]
7 [3-a 3 5] [13,14]
8 [z, 2, 3] [15,16]

Table 6: Wyckoff site: 8f, site symmetry: .2°.

No. position mapping
1 [0, y, 1] [1,5]
2 [0,34-y, 4] [2,6]
3 [a-wil BT
4 (3, v, 3] [4,8]
5 [3,y+3i,4] [9,13]
6 [3, -y, 3] [10,14]
7 [0, =y, 3] [11,15]
8 [0,y+3, 3] [12,16]

Table 7: Wyckoff site: 8g, site symmetry: ..2’

No. position mapping
1 [0, 1, 7] [1,6]
2 (0,3 1-2] [2,8]
3 (3. 3, —2] [3,8]
4 [hha+d] a7
5 [3, 3, 7] [9,14]
6 [33,1-2] [10,13]
7 0,2, —2]  [11,16]
8 (0,3, 2+3] [12,15]

Table 8: Wyckoff site: 8h, site symmetry: ..2°

No. position mapping
1 [4.0, 2] [1,14]
2 (185 3-2 [2,13]
3 (%, 3, —7] [3,16]
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Table 8

No. position mapping
4 [3.0,z+3] [4,15]
5 [3,0,5—2] [5,10]
6 [2, 3, 7] [6,9]
7 [ 4243 [7,12]
8 (2,0, —2] [8,11]

Table 9: Wyckoff site: 16i, site symmetry: 1

No. position mapping
1 [z, v, 2] [1]
2 T, 3 —y 32 (2]
3 [% —x, % —y, fz} [3]
4 [%—x, y,z-i—%] [4]
5 [—m, Y, % — z} [5]
6 [—z, % -, z} [6]
7 [z+i -y 2+ 3] (71
8 [z+ 3.y, —2] (8]
9 [z+1 y+3, 2] [o]
10 [z+3, -y, 3 — 7] [10]
11 [—z, —y, —2] [11]
12 [-z,y+3i 2+ 3] [12]
13 [A-zy+3 i-7] [13]
14 [% —xz, —y, z} [14]
15 [z, —y, 2+ 3] [15]
16 [z, y+ 3, —2] [16]




