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

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

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

* Wyckoff site: 4c, site symmetry:

2.

SG No. 60 DJ! Pben [ orthorhombic |

Table 1: Wyckoff bond: 4a@4a

No. vector center mapping
1 X,Y, Z] [0, 0, 0] [1,-5]
2 [-X,-Y, Z] [31%] [2,-6]
3 [-X,Y,-2Z] [0,0,%4] [3,-7]
4 X Y, -7 [3,50] [4,-8]

Table 2: Wyckoff bond: 4a@4b

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

Table 3: Wyckoff bond: 4a@4c

No. vector center mapping
1 [X,0, Z] [0, y, 1] [1,-3]
2 -X,0,2] [331-v3] I[2,-4
3 [-XxX,0,-2] [0, -y, ] [5,-7]
4 [X,0,-2] [ty+i L] I6,-8]

Table 4: Wyckoff bond: 4b@4c

No. vector center mapping
0. v, 0 [0,y 4] [1,3]
2 [0,-Y,0 [33-y 3] [2,4]
3 [0,-v,00 [0,—y, 2] [5,7]
4 0,70 [5v+3 1] [6,8]

—_




Table 5: Wyckoff bond: 8c@4c

No vector center mapping

1 X,Y, Z] [0, y, 1] [1]

2 [-X,-v.7 [335-v3i] [

3 [-X,Y, -7 [0, 1] (3]

4 X Yo-z] [Bs-wil M

5 [-X,-Y,-Z] [0, -y, 3] [5]

6 X, Y,-2]  [iy+3 3] (6]

7 (X, =Y, Z] [0, —y, 2] (7]

8 -Xx,v,2)  [Ly+3i Y (sl

* Wyckoff site: 8d, site symmetry: 1
Table 6: Wyckoff bond: 8a@8d
No. vector center mapping

1 X,Y, Z] [z, y, 2] [1]
2 X, -V Z] [3-wm3-yz+3] [2]
3 [-X,Y, -2 [z, vy, 3 — 7] [3]
4 X, -Y, -2 [z+3, 31—y 2] (4
5 -X, =Y, —Z] [z, —y, —2] [5]
6 (X,Y,-Z] [e+%y+3 37 (61
7 (X, -Y, Z] [z, —y, 2+ 3] [7]
8 [-X,Y, Z] [3-2y+13, 7] [8l




