SG No. 95 D] P4322 | tetragonal |

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

Table 1: Wyckoff bond: 4a@4a

No. vector center mapping
1 (X, 0, Z] [0, y, 0] [1,-5]
2 [_X7 07 Z} [07 -y %} [2:_6]
3 [0, X, Z] [fy, 0, ﬂ [3,-8]
4 [07 7X7 Z] [% 07 %] [4:_7]

Table 2: Wyckoff bond: 4b@4a

No. vector center mapping
1 [0, X, 0] [0, v, 0] [1,5]
2 [07 7X7 0] [Oa Y, %] [2,6]
3 [-X,0,0 [0 3] (3,8
4 [X,0,00 [y,0, 3] [4,7]

Table 3: Wyckoff bond: 8c@4a
No vector center mapping

1 X, Y, 7] [0, y, 0] (1]

2 [-X,-Yv,Zz] [0, -y }] [2]

3 Y, X,2] [y 0 3] [3]

4 [Y’ _X7 Z] [y7 07 i} [4]

5  [-XY, -7] [0, y, 0] (5]

6 [Xa _Y: _Z} [07 -9, %] (6]

T WX -7 [yp03] M

8 [-Y,-X,-Z] [-y,0, 3 [8]

* Wyckoff site: 4b, site symmetry: .2.
Table 4: Wyckoff bond: 4a@4b

No. vector center mapping
1 [X7 07 Z] [2’y7 0] [1,_5]
2 [_Xa 0, Z] [%7 -Y %] [2,-6]
3 [07 X7 Z] [72/7 %7 %] [3:_8]
4 [07 X7 Z] [Z,h %7 i} [4,_7]




Table 5: Wyckoff bond: 4b@4b

No. vector center mapping
1 0,X,00 [3 90 [1,5]
2 [07 _Xy 0] [%7 -Y, %} [2’6]
3 [7X7 0> 0] [7y7 %a %} [3,8]
4 [Xy 07 0] [?/7 %’ %] [4)7]
Table 6: Wyckoff bond: 8c@4b
No vector center mapping
1 (X, Y, Z] [%, Y, 0} [1]
2 -X,-Y, 2] [} —v 3] [2]
4 v, -X, Z] v 5 1) [4]
5  [-X,Y, -7 (3,9, 0] (5]
7 [Y7 X7 72} [yv %7 i] [7]
* Wyckoff site: 4c, site symmetry: ..2
Table 7: Wyckoff bond: 4a@4c
No. vector center mapping
1 (X, X, Z] [% x, %] [1,-7]
2 X, X, Z] [-x - %] [2,-8]
3 X, X, Z] [—:v, x, %] [3,-5]
4 [-X,-X, 7] |z —w, I [4,-6]
Table 8: Wyckoff bond: 4b@4c
No. vector center mapping
1 X, X, 0] [:c, z, %} [1,7]
2 [-X,-X,0] [-z, -z, ] [2,8]
3 X, X0 [z w2 [3,5]
4 (X, =X, 0] [m, —x, %] [4,6]




Table 9: Wyckoff bond: 8c@4c

No. vector center mapping
1 [X,Y, Z] [z, z, 2] [1]

2 [-X,-Y, 7] [-x - 3] [2]

3 -Y, X, Z] [~ o, 2] (3]

4 v, -X, Z] [z, -z, ] (4]

5 X Y.,-Z2]  [-w a8 (5]

6 [X,-Y,-Z] [z, -2, % (6]

7 v, X, -7 [z, z, 2] (71

8 [-Y,-X,-Z] [~z —=, %} [8]

* Wyckoff site: 8d, site symmetry: 1

Table 10: Wyckoff bond: 8a@8d

No. vector center mapping
1 [(X,Y, Z] (@, y, 2] [1]
2 X, -Y, 2] [~z -y, 2+ 3] [2]
3 [-Y, X, Z] [y, 2, 2+ 3] [3]
4 v, —X, Z] ly, —z, z + 1] [4]
5 -X,Y, -Z] [—z, y, —2] [5]
6 [X,-Y,-Z] [z, -y, 3—7] (6]
7 v, X, -7 [y, 2, 3 —2] (7]
8 [-Y,-X,-Z] [-y, -z 3—7] [8l




