SG No. 104 C%  Pdnc | tetragonal |

* plus set: + [0, 0, 0]
* Wyckoff site: 2a, site symmetry: 4. .

Table 1: Wyckoff bond: 2a@2a

No.  vector center mapping
1 [0,0, Z] [0, 0, 2] [1,2,3,4]
2 [0,0,7] [4 4 2+3] [5,6,7,8]

Table 2: Wyckoff bond: 4b@2a

No. vector center mapping
1 (X, Y, 0] [0, 0, 2] [1,-2]
2 Y, X, 0] [0, 0, 7] [3,-4]
3 X, -v,0 [: 3, 2+3] [5,-6]
4 [V, =X 0 [55.2+3] [7,-8]

Table 3: Wyckoff bond: 8c@2a

No. vector center mapping
1 X,Y, Z] [0, 0, 2] [1]
2 [-X,-Y, Z] [0, 0, ] [2]
3 Y, X, Z] [0, 0, z] [3]
4 Y, -X, Z] [0, 0, 2] [4]
5 X.-Y,z] [i L z+1] [5]
6 [-X,v,2] [i31 243 (6]
7Y, -X, 2] [i L z2+1] (71
8 v, X, Z] (3,3, 2+ 3] (8l
* Wyckoff site: 4b, site symmetry: 2. .
Table 4: Wyckoff bond: 4a@4b
No. vector center mapping
1 (X,7, 0] [0, 1, 7] [1,-2]
[-Y, X, 0] [3. 0, 7] [3,-4]

+3] [5,-6]
[_Y7 _X7 0} [07 %7 z+ %} [7)_8]




Table 5: Wyckoff bond: 4b@4b

No.

vector center mapping
1 [0,0, Z] [0, 1, 7] [1,2]
2 0,0, Z] (3,0, 2] [3,4]
3 00,02 [Lo0,z+1] [5,6]
4 [0,0,2] [0,% 2+3] [7,8]

Table 6: Wyckoff bond: 8c@4b

No.

vector center mapping

1 X, Y, Z] [0, 1, 2] [1]

2 [-X,-Y, 7] [0, 1, 2] [2]

3 [-Y, X, Z] [3,0, 2] [3]

4 Y,-X, 7] (3.0, 2] [4]

5 [X,-Y,Z] [0, z2+1% (5]

6 [-x.Y 27 [io0z+1] le]

Ty, =X, 2] [0, 3, 2+1] (7]

8 Y, X,2] [0, % 2+3] (8]

* Wyckoff site: 8c, site symmetry: 1
Table 7: Wyckoff bond: 8a@8c
No. vector center mapping

1 X,Y, Z] [z, y, 2] [1]
2 [-X, -Y, Z] [—z, —y, 7] [2]
3 -Y, X, Z] [~y, =, 2] [3]
4 Y, - X, Z] ly, —x, 2] [4]
5  [X,-Y,Z] [z+3 i-y z+1] (51
6 [-X,V,2 [f-azy+3 2+3] te]
7Y, X, 2] [y Loz 241 (71
8 Y, X, 2 [y+5 243 2+3] (8]




