SG No. 122 DJ2 T142d | tetragonal |

* plus set: +10,0,0], +[3, 3, 1]
* Wyckoff site: 4a, site symmetry: -4. .

Table 1: Wyckoff bond: 4a@4a

No. vector center mapping
1 [0, 0, Z] [0,0,0 [1,2,-3,-4]
2 [0,0,-2] [3,0,3] TI5,6,-7,-8]

Table 2: Wyckoff bond: 8b@4a

No. vector center mapping
1 (X,Y, 0] [0, 0, 0] [1,-2]
2 Y, —-X, 0] [0, 0, 0] [3,-4]
3 [-X,Y,0] [0 23] [5,-6]
4 [-Y,-X,0 [:03] [7,-8]

Table 3: Wyckoff bond: 16c@4a

No vector center mapping
1 (X, Y, 7] [0, 0, 0] (1]
2 [-X,-Y,Z] [0,0,0] [2]
3 |Y,-X,-Z] [0,0,0] [3]
4 [-Y,X,-Z] [0,0,0] [4]
5 [-X,Y,-2] [0, 3 (5]
7Y, -X,2] [0 3 [7]
s vxZ h0d  ®

* Wyckoff site: 4b, site symmetry: -4. .
Table 4: Wyckoff bond: 4a@4b
No. vector center mapping

1 [0,0,27] [0,0, 3] T[1,2,-3,-4]
2 [0,0,-2] [},0,1] [5,6,-7,-8]




Table 5: Wyckoff bond: 8b@4b

No. vector center mapping
1 [X, Y, 0] [0,0,1] [1,-2
2 [Y,-X,0 [0,0,%] [3,-4]
3 [-xv0 [iol] 5,6
4 [-Y,-X,0 [50%] [7,-8]

Table 6: Wyckoff bond: 16c@4b

No vector center mapping
1 (X.Y,2] [0,0, %] [1]
2 [-X,-Y,Z] [0,0, 3] [2]
3 [v,-Xx,-2] [0,0, 3] [3]
4 [V, X,-Z] [0,0, 3] [4]
5 [-X.Y,-Z] [0} [5]
6 [X,-Y,-Z] [} 03] (6]
7Y, -X,2] [4,0 3% (7]
8 [Y, X, Z] [3.0, %] (8l
* Wyckoff site: 8c, site symmetry: 2. .
Table 7: Wyckoff bond: 8a@8c
No. vector center mapping
1 [X,Y, 0] [0, 0, 2] [1,-2]
2 Y, —X, 0] [0, 0, —z] [3,-4]
3 =X, Y,00 [5032-2] [5,-6]
4 [-Y,-X,0 [30,2+3] [7,-8]
Table 8: Wyckoff bond: 8b@8c
No. vector center mapping

10,0, 7] [0, 0, 2] [1,2]
2 [0,0,-2Z] [0,0, —£] [3,4]
3 [0,0,-2] [:0,2-2] 5,6
4 0,02 [502+3] [7,8]




* Wyckoff site: 8d, site symmetry:

2.

Table 9: Wyckoff bond: 16c@8c

No. vector center mapping
1 (X,Y, Z] [0, 0, ] [1]
2 [-X,-Y, 7] [0, 0, 2] 2]
3 Y, -X, -7 [0, 0, —2] (3]
4 [-Y, X, -Z] [0, 0, —2] [4]
5 [-X,Y,-2] [5,0,3—2¢] (5]
6 [X,-Y,-Z] [3,0 3—2¢] (6]
7T [-Y,-X,Z) [0, 2+3 (7]
8 Y, X,2] [3,0,2+3] (sl

Table 10: Wyckoff bond: 8a@8d
No vector center mapping
1 [0, X, Z] [z, 4, 3] [1,-6]
2 0, -X,2] [~z 3% [2,-5]
3 [X,0,-2] [} -z %] I[3,-7]
4 [-X,0,-2] [3,a %] [4,-8]
Table 11: Wyckoff bond: 8b@8d
No. vector center mapping
1 [X, 0, 0] [z, 1, 3] [1,6]
2 [-X,0,0 [-= 2 %] [2,5]
3 [0,-Xx,0 [3 -2z [3,7]
4 0,x,0 [3a 1] [4,8]
Table 12: Wyckoff bond: 16c@8d
No. vector center mapping
1 [X,Y, Z] [z, %, 3] [1]
2 [-X,-Y,Z] [z, 3} [2]
30 [Y,-X,-Z] [§ -u & [3]
4 [V X, -2 [3 ] (4]
5 [-X,Y,-Z] [~ 3 3] [5]
6 [X,-Y,-Z] [z, % 4] (6]
7Y, =X, 7] [3 -a I [71
8 Y, X, 7] [2, 2, 1] [8]




* Wyckoff site: 16e, site symmetry: 1

Table 13: Wyckoff bond: 16a@16e

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

2 [-X,-Y, 7] [—z, -y, 2] [2]

3 Y, -X, -7 ly, —z, —2] (3]

4 [-Y, X, -Z7] [y, z, —7] [4]

5 [-X,Y, —Z] % -z, Y, % - z} [5]

6 [X,-Y,-Z] [z+3, -y 22 (6]
7Y, -X,Z] [i-y -z, 2+3] (7]

8 [v, X, Z] [y+3, 2, 2+ 3] (8l




