SG No. 85 (3, P4/n [ tetragonal |

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

Table 1: Wyckoff bond: 2a@2a

No.  vector center mapping
1 [0,0,2] [} 2,0 I[1,2,-7,-8]
2 0,0,z [3 %0 I[3,4,-5,-6]

Table 2: Wyckoff bond: 4b@2a

No. vector center mapping
1 X,v,0  [§ 3.0 [1,-2]
2 Y, Xx,0 [3 %0 [3,-4]
3 [-X,-v,0 [3, %0 [5,-6]
4 Y,-x,0 [} 3,0 [7,-8]

Table 3: Wyckoff bond: 8c@2a

No. vector center mapping
1 (X, Y, Z] (1. 2.0] [1]

2 [-X,-Y,Z] [} 20 [2]

3 Y, X,z [3 10 (3]

4 v,-x, 2] [5 10 [4]

5 [-X,-Y,-Z] [3 10 (5]

6 X, v,-21 [ 1,0 (61
7T, -X,-2Z] [} 20] (7]

8 [-V,X,-Z] [} %0 (8]

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

Table 4: Wyckoff bond: 2a@2b

No.  vector center mapping

] [1,2,-7,-8]

] [3,4,-5,-6]




* Wyckoff site: 2c¢, site symmetry: 4. .

Table 5: Wyckoff bond: 4b@2b

No. vector center mapping
1 x,v,00  [3 23] [1,-2
2 Y, x,0 [3 1,4 [3,-4]
3 [-X,-v,0 [3,1.4] [5,-6]
4 Y,-X,0 [£.3. 3] [7,-8]

Table 6: Wyckoff bond: 8c@2b

No. vector center mapping
1 X, Y, Z] (4,3, 1] [1l
2 [-X,-Y,z] [} 3 1] [2]
3 Y, X,z [331 4 [3]
4 v-xz7 [f33] M
5 [-X,-Y,-2] [4 1 1] (5]
6 x.v,-z] [5 % 1] [6]
7Y, -X,-2] [i 2 1] (71
8 [V, x,-z] [} 3 1] (8]

Table 7: Wyckoff bond: 2a@2c
No. vector center mapping

1 [0, 0, Z] [, % 2] [1,2,3,4]

2 [0,0,-2] [3,2 -2 I[5,6,7,8]

Table 8: Wyckoff bond: 4b@2c

No. vector center mapping
1 (X, Y, 0] (1. 3. 72]  [1,-21
2 [y, x,0 [ 3iz]  [3,-4
3 [-X,-v,0 [5 3 -] [5,-6]
4 v,-x,0] [3,3 -2 [7,-8]

Table 9: Wyckoff bond: 8c@2c

No. vector center mapping
1 [X,Y, Z] (4, % 7] [1]
continued ...



Table 9

No. vector center mapping
2 [-X,-Yv,z] [} 17 [2]
3 [-Y, X, Z] [1. % 7] (3]
4 v, - X, Z] [4. 1 2] [4]
5 [-X,-Y,-Z] [3, 3 —4 (5]
6 X, Y, -2] [3, 2 —] (6]
7 Y, -X, -Z7] [%, %, 7z] [71
8 -V, X, -Z] [3 2 -4 (8]

* Wyckoff site: 4d, site symmetry: -1
Table 10: Wyckoff bond: 4a@4d
No. vector center mapping
1 (X,Y, Z] [0, 0, 0] [1,-5]
2 [-X,-Y,z] [5, 40 [2,-6]
3 [-v,x,z] [5,0,0] [3,-7]
4 [v,-X,2] [0,3%0] [4,-8]

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

Table 11: Wyckoff bond: 4a@4e

No. vector center mapping
1 X,Y, Z] [0,0,1] [1,-5]
2 [-X,-Y,Z] [5 11 [2,-6]
3 [-Y,X, 7] [Lod] (3,-7
4 [Y,-X,Z] 0,3 3] [4,-8]

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

Table 12: Wyckoff bond: 4a@4f

No. vector center mapping
1 [X.Y, 0] (13,2 [1,-2]
2 Y, X0 [3,1z]  [8,-4]
3 X, =Y, 0 [3,% 2] I5,-6]
4 [Y,-X,0 [4 3 —2] [7,-8]




Table 13: Wyckoff bond: 4b@4f

No. vector center mapping
1 [0, 0, Z] [3, 3, 7] [1,2]
[Ov 07 Z] [%7 %7 Z] [3,4]

1 —z] [5,6]
%’ _Z] [7)8]

Table 14: Wyckoff bond: 8c@4f

No. vector center mapping

1 X, v, 2] (3.3, 7] [1]

2 -X, -Y, Z] [i, %, z} [2]

3 [-Y, X, Z] [3, 1 7] [3]

4 Y, -X, Z] (3, 1. 7] [4]

5 [-X,-Y,-Z] [3,1, -] (5]

6 [X,Y, -Z] [2, 1, —2] [6]

7Y, =X, -2] [} 3 -] (71

8 Y, X,-Z] [3, 3, ] (8l

* Wyckoff site: 8g, site symmetry: 1
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] [3 -y 2 7] [3]
4 Y, -X, 7] [y, &+ — =z, 7] [4]
5  [-X,-Y, -Z] [—z, —y, —2] [5]
6 X,Y, -2 [+3, y+3, —7] [6]
T, -X, -2  [y+i -z ] (7]
8 [-VX,-Z] [y z+i 2 (8]




