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Setting Transformation

Initial structure

Initial Setting: Pna24 (33)

0.000000
0.375000
-0.500000
-0.125000

0.000000
-0.375000
0.500000

33

5.8500000000 6.7600000000 5.5800000000 90.0000000000 90.0000000000 90.0000000000
4

Zn 1 4a 0.083500 0.125000
N 1 4a 0.083500 0.125000
Sn 1 4a -0.083500 0.375000
N 2 4a -0.083500 0.375000
Final structure

Final Setting: Pbn24 (33)

33 #Pbn21l

6.7600 5.8500 5.5800 90.00 90.00 90.00

4

Zn 1 - 0.125000 0.083500
N 1 - 0.125000 0.083500
Sn 1 - 0.375000 -0.083500
N 2 - 0.375000 -0.083500

Transformation matrix (P, p): b,a,-c; 0,0,0

0.125000

Matrix form:
[ 0 1 01 [ 0]
(P, p) = [ 1 0 011 0]
[ 0 0 -1 11 0]
Atoms Data:
AT.| wp |ss Initial setting Final setting
’ Atomic Orbit Atomic orbit
(0.083500,0.125000,0.000000) | (0.125000,0.083500,0.000000)
7n1la 1 (0.916500,0.875000,0.500000) | (0.875000,0.916500,-0.500000)
niljdaxyz (0.583500,0.375000,0.000000) | (0.375000,0.583500,0.000000)
(0.416500,0.625000,0.500000) | (0.625000,0.416500,-0.500000)
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(0.083500,0.125000,0.375000) | (0.125000,0.083500,-0.375000)
’ 4 | (0.916500,0.875000,0.875000) | (0.875000,0.916500, -0.875000)

N1 j4axy,z (0.583500,0.375000,0.375000) | (0.375000,0.583500,-0.375000)
(0.416500,0.625000,0.875000) | (0.625000,0.416500,-0.875000)
(0.916500,0.375000,0.500000) | (0.375000,0.916500,-0.500000)

S (0.083500,0.625000,0.000000) | (0.625000,0.083500,0.000000)

n114ax.y.z| 1 | 5. 416500,0.125000,0.500000) | (0.125000,0.416500,~0.500000)
(0.583500,0.875000,0.000000) | (0.875000,0.583500,0.000000)
(0.916500,0.375000,0.875000) | (0.375000,0.916500,-0.875000)

N2 |4 4 | (0-083500,0.625000,0.375000) | (0.625000,0.083500,-0.375000)

ax\y.z (0.416500,0.125000,0.875000) | (0.125000,0.416500,-0.875000)
(0.583500,0.875000,0.375000) | (0.875000,0.583500,-0.375000)
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Setting Transformation

Initial structure

Initial Setting: Pca24 (29)

0.000000
0.375000
-0.500000
-0.125000

0.000000
-0.375000
0.500000

29

5.8500000000 6.7600000000 5.5800000000 90.0000000000 90.0000000000 90.0000000000
4

Zn 1 4a 0.083500 0.875000
N 1 4a 0.083500 0.875000
Sn 1 4a -0.083500 0.625000
N 2 4a -0.083500 0.625000
Final structure

Final Setting: Pbc21 (29)

29 #Pbc21

6.7600 5.8500 5.5800 90.00 90.00 90.00

4

Zn 1 - 0.875000 0.083500
N 1 - 0.875000 0.083500
Sn 1 - 0.625000 -0.083500
N 2 - 0.625000 -0.083500

Transformation matrix (P, p): b,a,-c; 0,0,0

0.125000

Matrix form:
[ 0 1 01 [ 0]
(P, p) = [ 1 0 011 0]
[ 0 0 -1 11 0]
Atoms Data:
Initial settin Final settin
AT.| WP |[SS
’ Atomic Orbit Atomic orbit
(0.083500,0.875000,0.000000) | (0.875000,0.083500,0.000000)
7n1la 1 (0.916500,0.125000,0.500000) | (0.125000,0.916500,-0.500000)
niljdaxyz (0.583500,0.125000,0.000000) | (0.125000,0.583500,0.000000)
(0.416500,0.875000,0.500000) | (0.875000,0.416500,-0.500000)
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(0.083500,0.875000,0.375000) | (0.875000,0.083500,-0.375000)
’ 4 | (0.916500,0.125000,0.875000) | (0.125000,0.916500, -0.875000)

N1 j4axy,z (0.583500,0.125000,0.375000) | (0.125000,0.583500,-0.375000)
(0.416500,0.875000,0.875000) | (0.875000,0.416500,-0.875000)
(0.916500,0.625000,0.500000) | (0.625000,0.916500,-0.500000)

S (0.083500,0.375000,0.000000) | (0.375000,0.083500,0.000000)

n114ax.y.z| 1 | (5. 416500,0.375000,0.500000) | (0.375000,0.416500,~0.500000)
(0.583500,0.625000,0.000000) | (0.625000,0.583500,0.000000)
(0.916500,0.625000,0.875000) | (0.625000,0.916500,-0.875000)

N2 |4 4 | (0-083500,0.375000,0.375000) | (0.375000,0.083500,-0.375000)

ax\y.z (0.416500,0.375000,0.875000) | (0.375000,0.416500,-0.875000)
(0.583500,0.625000,0.375000) | (0.625000,0.583500,-0.375000)
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