MSG No. 121.331 [142'm/ [ Type III, tetragonal ]

Table 1: Wyckoff site: 2a, site symmetry: -42°m’

No. position mapping

1 0,0,0 [1,2,3,4,5,6,7,8]

11 1
2[5 3, 3] [9,10,11,12,13,14,15,16]

Table 2: Wyckoff site: 2b, site symmetry: -42°m’

No. position mapping

1 [o,0, %] [1,2,3,4,5,6,7,8]

1 1
2 [5,3%,0] [9,10,11,12,13,14,15,16]

Table 3: Wyckoff site: 4c, site symmetry: 22°2°.

No. position mapping
1o, 3,0] [1,2,5,6]

2 [50,0] (3,4,7,8]

3 [40,1] [9,10,13,14]
4 0,3, 4] [11,12,15,16]

Table 4: Wyckoff site: 4d, site symmetry: -4..

No. position mapping
1o, L 4] r1,2,11,12]
2 [5,0,3] [3,4,9,10]
3 [0,1,2] TI5,6,15,16]
4 [§,0,3] [7,8,13,14]

Table 5: Wyckoff site: 4e, site symmetry: 2.m’m’

No. position mapping
1 [0, 0, 2] [1,2,7,8]
2 0,0, %] (3,4,5,6]
3[4 1,2+1] [9,10,15,16]
4[4 4 12 111,12,13,14]




Table 6: Wyckoff site: 8f, site symmetry:

No position mapping
1 [z, 0, 0] [1,5]
2 [—z, 0, 0] [2,6]
3 [0, —a, 0] [3,7]
4 [0, z, 0] [4,8]
5 [z+3. 33 [9,13]
6 [3-= 3 1] [10,14]
7 [ 5-= 3] [11,15]
8 [sz+3, 5] [12,16]

Table 7: Wyckoff site: 8g, site symmetry:

No. position mapping
1 [z, 0, 5] [1,5]
2 [-=, 0, 1] [2,6]
3 [0, —z, 1] (3,71
4 [0, z, 3] [4,8]
5 [z+3, 3,0 19,13
6 [2-=2 3,0 [10,14]
7 [3,3-=0] [11,15]
8 [32+3,0 [12,16]

.27,

.27,

Table 8: Wyckoftf site: 8h, site symmetry: 2. .

No. position mapping
1 [0, 3, 2] [1,2]
2 (3.0, —2] [3,4]
3 [0, 3, —2] [5,6]
4 (3.0, 2] [7,8]
5 [3.0,z+3] [9,10]
6 [0,3, 85—z [11,12]
7 [3,0,5—2] [13,14]
8 [0,5 z2+3] [15,16]

Table 9: Wyckoff site: 81, site symmetry: ..m’
No. position mapping
1 [z, z, 2] [1,8]
2 [—z, —z, 2] [2,7]
3 [z, —z, —2] [3,5]
continued ...



Table 9

No. position mapping
4 [—z, z, —Z] [4,6]
5 [z+iz+1z [9,16]
6 [%fx,%fx,z [10,15]
7T r+g 573 [11,13]
8 [F-=a+i 3 [12,14]

Table 10: Wyckoff site: 16j, site symmetry: 1

No. position mapping
1 [z, v, 2] [1]
2 [—z, -y, 2] [2]
3 ly, —z, —2] [3]
4 [y, z, —2] [4]
5 [z, —y, —7] [5]
6 [—z, y, —7] [6]
7 [y, —z, 2] [71
8 ly, z, 2] [8]
9 [r+3,y+31 = (9]
10 [f-2,3-y2 [10]
11 [y+35 5—-= 3 [11]
12 [f-ya+id [12]
13 [z+3.3-v 3 [13]
4 [f-zy+id [14]
15 [f-yi-z2z [15]
16 [y+3,z+1 2 [16]




