SG No. 96 D} P43212 | tetragonal |

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

Table 1: Wyckoff bond: 4a@4a

No. vector center mapping
1 [X7 7X7 Z] [J), Z, 0} [1’_7]
2 X, X, Z] [—x, —x, %} [2,-8]
3 X, X,Z] [$-=z3+3% 2] [8,-5]
4  [-X,-X, Z] [er%, %fz, %] [4,-6]
Table 2: Wyckoff bond: 4b@4a
No. vector center mapping
1 (X, X, 0] [z, z, 0] [1,7]
2 =X, -X,0 [z, —=, %] [2,8]
3 X, X, 0] [%—x,m—&-%, %] [3,5]
4 [X,-X,00 [z+3,i-2,3] [4,6]
Table 3: Wyckoff bond: 8c@4a
No. vector center mapping
1 [X,v.7 [z, 2, 0] [1]
3 -Y, X, Z] [%fx,er;,%] [3]
4 Y,-X,2]  [z+3 5-2 4] (4l
5 [-X,Y,-2] [f-z a2+ (5]
6 X, =Y, -Z] [ac—&-%, %—x, i] [6]
7 Y, X, —Z] [z, z, 0] (71
8 [-Y, -X, 7] [~z, -, %} (8l
* Wyckoff site: 8b, site symmetry: 1
Table 4: Wyckoff bond: 8a@8b
No. vector center mapping
1 X.,Y, Z] [z, y, 2] [1]
3 [-Y, X, Z] -y, z2+3 2+3] [3]
4 Y, -X, 2] [y+3 3w oz+i] (4]
5 -X,Y,-Z] [§-zy+3 3-7] (5]

continued ...



Table 4

No. vector center mapping
6 [X,-Y,-Z] [z+3% 3-vy -7 le]
7 Y, X, —Z] ly, =, —2] (7]
8 [-Y,-X, -Z] [y, —=, & — 2] (8]




