SG No. 86 Cj, P4o/n | tetragonal ]

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

Table 1: Wyckoff bond: 2a@2a

No.  vector center mapping

114 11,2,-7,-8]
2 [07 07 Z} [%’ %9 %} [3)43_5)_6]

Table 2: Wyckoff bond: 4b@2a

No. vector center mapping
1 (X,v,0]  [§, % 1) [1,-2]
2 v, X0 [3,%%] 8,74
3 [-X,-Yy,0 [3,33] [5,-6]
4 Y,-X,0 [$ 31 [7,-8]

Table 3: Wyckoff bond: 8c@2a

No. vector center mapping
1 X, Y, 7] [ 1 3] [1]

2 [-X,-v,z] [} 11 [2]

3 -y, X,z [3,3 3] [3]

4 v-xz [} 13

5 [-X,-Y,-Z] [3, 3, 3] [5]

6 X, v,-2] [3 3, 3] (6]

7 Y.-x,-2] [i 11 [7]

8 [V, x, -z [i 13 (8]

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

Table 4: Wyckoff bond: 2a@2b

No.  vector center mapping
1 [07 07 Z} {%’ %9
2 [07 07 Z} [%7 %7

3] [1,2,-7,-8]
i1 [3,4,-5,-6]




* Wyckoff site: 4c, site symmetry: -1

* Wyckoff site: 4d, site symmetry: -1

* Wyckoff site: 4e, site symmetry: 2. .

Table 5: Wyckoff bond: 4b@2b

No. vector center mapping
1 x,v,0 [543 3] [1,-2
2 [y, x,0 [3 3 1] [8,-4]
3 X, =Yy, 0 [3,314] [5,-6]
4 Y,-X,0 [$.3 2] [7,-8]

Table 6: Wyckoff bond: 8c@2b

No. vector center mapping
1 [X,Y, Z] (4,1, 2] [1]
2 [-X,-Y,z] [} 18] [2]
3 [-Y, X, Z] (3,3, 4] [3]
4 v-xz [§i1 4
5 [-X,-Y,-Zz] [§ 3 1] (5]
6 [X,Y, 7] [3,2,1] [6]
7Y, -X,-2] [i 18] [7]
8 Y, X, -2] [1 1.3 (sl

Table 7: Wyckoff bond: 4a@4c
No. vector center mapping
1 [X,Y, 7] [0,0,0]  [1,-5]
2 [-X,-Y,z] [4 40 [2,-6]
3 -Y,X,2z] [0,3, 3] [38,-7]
4 [Y,-X,7] [} 03] [4,-8]

Table 8: Wyckoff bond: 4a@4d

No. vector center mapping
1 X, Y, Z] [0,0,4] [1,-5]
2 [-X,-Y, Z] [5 4L [2,-6]
3 [-v,X,z] [0,%0 [3,-7]
4 v,-X,2] [5,00 [4,-8]




Table 9: Wyckoff bond: 4a@4e

No. vector center mapping
1 [X,Y, 0] (3,1 7] [1,-2]
2 -y, X,0 [332+3] [3,-4
3 [-X,-v,0 [} 3 [5,-6]
4 [v,-X,0 [} 31—z 17,-8]

Table 10: Wyckoff bond: 4b@4e

No. vector center mapping
1 [0,0, 7] (3,1 7] [1,2]
2 0,02 [ 4 2+%] 13,4
3 [0,0,-2] [i 3 -] [5,6]
4 [0,0,-2] [} 3, 1-2] [7,8]

Table 11: Wyckoff bond: 8c@4e

No. vector center mapping
1 X,Y, Z] [3, 1 7] [1]

2 [-X,-Y, 7] (3,1 7] [2]

3 Y, X,2] [ 1 2+1] (3]

4 Y, -x,2z] [3 1 z2+1] (4]

5 [-X,-Y,-z] [} 3, 2] [5]

6 [X,Y, —-Z] [3. 3, —7] (6]
7T, -X,-Z] (3312 (7]

8 [-V,X, -2Z] [}.%3-7] (8l

* Wyckoff site: 4f, site symmetry: 2. .

Table 12: Wyckoff bond: 4a@4f

No. vector center mapping
1 (X, 7, 0] (3,1, 7] [1,-2]
2 [V, x, 0 [332+41] [3,-4]
3 [=X,-v,0  [3, 3, — [5,-6]
4 [v,-X,0 [} 11—z [7,-8]




* Wyckoff site: 8g, site symmetry: 1

Table 13: Wyckoff bond: 4b@4f

No vector center mapping
1 [0, 0, Z] [3, % 7] [1,2]
2 0,0,2] [3 2 z2+1] (3,4
3 [0,0,-2] [332 —2] [5,6]
4 [0,0,-2] [3, 32—z I7.8]

Table 14: Wyckoff bond: 8c@4f

No vector center mapping
1 X,Y, 2] (3.1 2] (1]

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

3 [-Y, X, Z] [3,3,2+1 [3]

4 Y, -X,2] [3 3 2+1] (4]

5 [-X,-Y,-Z] [4 3, ] (5]

6 X,Y, -Z] [3, 3, —2] (6]
Ty, -X,-Z] [} 1 3-7] (71

8 [V, X,-21 [} % 3-7] (el

Table 15: Wyckoff bond: 8a08g

No. vector center mapping
1 (X, Y, 7] [z, y, 2] [1]
2 [-X,-v, 2] [i-zi-y 7] [2]
3 [-Y, X, Z] [y, z+3, 2+ 1] [3]
4 v, —X, Z] [y+3, —a 2+ 3] [4]
5  [-X,-Y, -Z] [—z, —y, —2] [5]
6 X,Y, -2 [+3, y+3, —7] [6]
7 Y, -X, —Z] [y, £ —z, 1 2] [7]
8 [-V\X,-Z] [3-vy = 5—2] (8]




