SG No. 130 D}, P4/ncc | tetragonal |

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

Table 1: Wyckoff site: 4a, site symmetry: 2.22

No. position mapping
1[5 54 [1,2,7,8]

2 (341 (3,4,5,6]

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

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

No.  position mapping
1[40 11,2,11,12]
2 [L%,0] [3,4,9,10]
3 [ 3, 1] Is,6,15,16]
4[24 1] 17,8,13,14]

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

No. position mapping
1 (3 1, 2] [1,2,3,4]
2 [3,%,4-2] [5,6,7,8]
3 [3,3, 2] [9,10,11,12]
4[4 1241 [13,14,15,16]

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

No. position mapping
1 [0,0,0] [1,9]
2 [3,35 0] [2,10]
3 [300 [3,11]
4 [0,3,0 [4,12]
5 [0,3,35] [5,13]
6 [3,0,3] [6,14]
7[435, 4]  [7,18]
8 [0,0,%] [8,16]




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

No position mapping
1 (3,1, 7] [1,2]
2 [1, 3, 7] [3,4]
3 [ 3,1-2] [5,6]
4[24, 1-2] [7.,8]
5 [£, 3, —2] [9,10]
6 3,1 —2] [11,12]
7 (34244 (18,14
8 [ 3 z+1] [15,16]

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

No. position mapping
1 [z, —a, ﬂ [1,8]
2 [j-za+3, 3] [2,7]
3 [+ 3, =, 1] [3,6]
4 [—z, % —x, ﬂ [4,5]
5 [~z 2, 3 [9,16]
6 [r+3 53— % [10,15]
7 [3 -2 -z 3] [11,14]
8 [z, x+ 5, 3] [12,13]

Table 7: Wyckoff site: 16g, site symmetry: 1

No. position mapping
1 [z, y, 2] [1]
2 [3—= -y, 7] [2]
3 [3—v z 7] [3]
4 [y, % -, z] [4]
5 [~oy+3. 57 [s]
6 [z+3 -y 57 el
7 [y+3a+i L7 [71
8 [y, —=, 3 — 7] [8l
9 [—z, —y, —2] [9]
10 [z+3,y+3 —2 [10]
11 ly+ 35, —x, —2] [11]
12 [y, 2+ 1, —2] [12]
13 [, 3 -y, 2+ 3] [13]
14 [1 z,y, 2+ 1] [14]
15 [3-w3-22+3 [15]
16 [y, x, 2z + %] [16]




