SG No. 70 D3} Fddd [ orthorhombic |

* plus set: +[0,0,0, +[0,3, 3], +[303], +[3 3]

* Wyckoff site: 8a, site symmetry: 222

Table 1: Wyckoff bond: 8a@8a

No. vector center mapping
1 [07 0> Z] [%a %7 é
2 [07 07 _Z] [%7 %7 %] [536’_73_8]

] [1,2,-3,-4]

Table 2: Wyckoff bond: 8b@8a

No. vector center mapping
1 [0,v,0] [4
2 [07 _Y7 0] [%7

] [1,-2,3,-4]

)

1
8
Il [5,-6,7,-8]

00|11 | ool—=

Table 3: Wyckoff bond: 8c@8a

No. vector center mapping
1 [X7 07 O] [%7 %7 é} [1:_2:_3,4]
2 [_X7 O) 0] [%) %7 %} [5)_6y_7:8]

Table 4: Wyckoff bond: 16d@8a

No. vector center mapping
1 [X,Y, 0] [, 4 5] [1,-2]
> [(Xv. [Li1 a4
3 [-x,-v,0 [5LI] [5,-6]
4 X, -v, 0 [§ 5% [7,-8]

Table 5: Wyckoff bond: 16e@8a

No. vector center mapping
1 (X,0,2]  [: 4 3] [1,-3]
> (X027 i1 @4
3 [-Xx,0,-2] [§ LI [5,-7]
4 [X,0,-2 [§ LI [6,-8]




* Wyckoff site: 8b, site symmetry: 222

Table 6: Wyckoff bond: 16£@8a

No vector center mapping
1 oY,z [§ 3% [1,-4]
2 [0,-Y.72] [§ 4% 4] [2,-3]
3 00,-v,-2] [% %, %] [5,-8]
4 Y. -7 [§§ 3§ [6,-7

Table 7: Wyckoff bond: 32g@8a

No. vector center mapping
1 X,V Z] (3. %, 3] [1]
2 XV [pwsl (2
3. [-x.Y,-2] [i %3] [3]
4 [x,-v,-z] [L i3] [4]
5 [-X,-Y,-2] [% %1 (5]
6 x,v,-2z]  [L L %] [6]
7 X, -Y, Z] [%, L, 1] [7]
8 -X,v,72]  [% L 1] [8]
Table 8: Wyckoff bond: 8a@8b
No. vector center mapping
1 [0,0,2] [} % 2] 01,2,-3,-4]
2 [0,0,-2] [% %3] I5,6,-7,-8]
Table 9: Wyckoff bond: 8b@8b
No. vector center mapping
1 0,Y.0 [ggg5 [1,-2,3,-4]
2 [0,-Y,0] [% %3] I[5,-6,7,-8]
Table 10: Wyckoff bond: 8c@8b
No. vector center mapping
1 [Xy 07 O] [%) é: g} [1)_2y_3:4]
2 [-x,0,0 [I I 3] T[5,-6,-7,8]




Table 11: Wyckoff bond: 164@8b

No. vector center mapping
1 x,v,00  [:41 3] [1,-2
2 [-X,Y,00 [ 3%.3] [8,-4]
3 [-X,-v,0] [L. L, 2 [5,-6]
4 [X,-Yv,0 [% L 2] [7,-8]

Table 12: Wyckoff bond: 16e@8b

No. vector center mapping
I X0z (L3 e
2 [-Xx,0,2] [ %2] [2,-4]
3 [-Xx,0,-2] [% L% [5,-7]
i o072 [LhY te8

Table 13: Wyckoff bond: 16£@8b

No. vector center mapping
1 0,vY,z [§ 3.3 [1,-4]
2 [0,-v,Z] [} 352 [2,-3]
3 [0,-Y,-2] [L.L,% I5,-8]
1 0v.-Z (L3 (6

Table 14: Wyckoff bond: 32g@8b

No. vector center mapping
1 X, v,z [5s5 W
2 -X,-Y,Z] [§ %, 2] [2]

3. XY, -7 [55.3] [
4 Xvi-2 5wz W
5 [-X,-Y,-2Z] [L I %] [5]
6 x.v,-2] [L I, %] (6]
7 x,-v,z]  [L I, %] [7]
8 [-X,Y, 7] (%, %, 8] (sl

* Wyckoff site: 16c¢, site symmetry: -1



Table 15: Wyckoff bond: 16a@16¢

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

* Wyckoff site: 16d, site symmetry: -1

Table 16: Wyckoff bond: 16a@16d

No. vector center mapping
1 X,Y,Z]  [5 53] [1,-8]
2 [-X,-Y, 7] [3. %% [2,-6]
3 XY, -7 [1.51] [8,-7
4 X, -Y,-2] [$ 43 [4,-8]

* Wyckoff site: 16e, site symmetry: 2. .

Table 17: Wyckoff bond: 16a@16e

No. vector center mapping
1 [0,Y, 7 [z, £, 3] [1,-4]
2 0.v.z) [i-wil] -9
3 [0,-Y,-2] [~ L% [5,-8]
4 0,V,-2] [z+3% 2 1] 6,-7]

Table 18: Wyckoff bond: 16b@16e

No. vector center mapping
1 [X, 0, 0] [z, £, 3] [1,4]
2 [-X,0,00 [2-a 22 [2,3]
3 [-X,0,0 [~z % F] [5,8]
4 [x,0,0 [z+3 211 16,71

Table 19: Wyckoff bond: 32c@16e

No. vector center mapping
1 X,V Z] [z, %, ] [1]
2 [X vz [-+3l @
continued ...



Table 19

No. vector center mapping
3 XY, -2 [2-ux% 1 (3]
4 (X, -Y,-Z] [z, 3, 3] (4]
5 [-X,-Y,-Z] [~ %% (5]
6 X,Y,-2]  [z+31 8 1] 6]
7 X,-Y, 2] [z+1 3 1] (7]

8 [-X,Y, Z] [-=, I, %] (8]

* Wyckoff site: 16f, site symmetry: .2.
Table 20: Wyckoff bond: 16a@16f

No. vector center mapping
1 (X, 0, Z] (3, v: 3] [1,-3]
2 [-X,0,2] [ 3-y i [2,-4]
3 [-X,0,-2 [ -w i [s5-7]
4 [X,0,-2] [3y+1 1] [6,-8]

Table 21: Wyckoff bond: 16b@16£

No. vector center mapping
1 [0,Y, 0] (% ¥ 3] [1,3]
3y, 1] [2,4]
] (5,71
0, v,00 [2y+1 1] s,8]

Table 22: Wyckoff bond: 32c@16f

No. vector center mapping
1 [X,Y, 2] (%, v 1] [1]
2 -X,-Y,Z] [5 3—-y % [2]
3 X, Y, -Z] (%, v, & [3]
4 X, -Y,-2] [3,2-y ¢} [4]
5 [-X,-Y,-2] [} -u & [s]
6 X, Y,-2] [ y+3 %] [6]
7 (X, =Y, Z] (%, -y, 1] [7]
8 -x. Y,z  [3y+3i ] [8l

* Wyckoff site: 16g, site symmetry: ..2



Table 23: Wyckoff bond: 16a@16g

No. vector center mapping
1 [X,Y, 0] (3, %, 7] [1,-2]
2 [-X, Y0 [543z [3,-4]
3 [-X,-v, 00 [L I, -] [5,-61
4 [X,-v,0 [ L 241 [7,-8]

Table 24: Wyckoff bond: 16b@16g

No. vector center mapping
1 [0, 0, Z] (3. 3, 7] [1,2]
2 0,0,-2] [2 3% 3-2] 3,4
3 00,0,-2] [ I, -] [5,6]
4 0,02 [2 % =+3%] 17,8

Table 25: Wyckoff bond: 32c@16g

No. vector center mapping

1 X,Y, 7] [3, % 7] [1]

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

3 [-X,Y,-2] [3 % 3-2] (3]

4 X, -Y,-Z] [3 4 32 [4]

5  [-X,-Y, 7] [%, %, —z] (5]

6 X, Y, -Z] [%, L, —2] (6]

7 X, -v,z] [ % 2+1] [71

8 XY,z [3 L 2+1] (8l

* Wyckoff site: 32h, site symmetry: 1
Table 26: Wyckoff bond: 32a@32h
No. vector center mapping

1 (X, Y, Z] [z, y, 2] [1]
2 X, =Y, Z] [% -z, % -, z] [2]
3 [-X,Y, 7] [3 -2,y 2-2] [3]
4 [X,-Y,-Z] [z, 3-y, 22 [4]
5 [-X,-Y, 7] [z, —y, —2] [5]
6 X, Y,-2]  [e+iy+1 2] (6]
7 X, =Y, Z] [+ 1 -y, 2+ 1] [7]
8 -X.Y, 2] [~z y+3i 2+13] (8]




