MSG No. 80.29 [I4; [ Type [, tetragonal |

Table 1: Wyckoff site: 4a, site symmetry: 2. .

No. position mapping
1 [0, 0, 2] [1,4]
2 [0.3.2+3] [2,3]
3 [53,24+3] [5,8]
4 [3,0,2+3]  [6,7]

Table 2: Wyckoff site: 8b, site symmetry: 1

No. position mapping
1 [z, y, 2] [1]

2 [—y,xﬁ—%,z—i—ﬂ [2]

3 [y, 2 —z, 2+ 1] [3]

4 [—z, —y, 7] [4]

5 [z+3,y+3 2+13] (5]

6 3 -y 2,2+ 3] (6]

T 4k szt

8 [f-z i-y z+13] (8l




