
Th6Mn23 (D8a) Structure:
A23B6 cF116 225 ad2f e-001
This structure previously used the label(s) A23B6 cF116 225 bd2f e. Calls to these addresses will be redirected here.
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Prototype Mn23Th6

AFLOW prototype label A23B6 cF116 225 ad2f e-001

Strukturbericht designation D8a

ICSD 104987

CCDC 1662886

Pearson symbol cF116

Space group number 225

Space group symbol Fm3m

1

http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/W8MF
https://aflow.org/prototype-encyclopedia/A23B6_cF116_225_ad2f_e-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=104987&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1662886&DatabaseToSearch=Published


AFLOW prototype command aflow --proto=A23B6_cF116_225_ad2f_e-001

--params=a, x3, x4, x5

Other compounds with this structure
Co23Zr6, Fe23Er6, Fe23Ho6, Fe23Sm6, Fe23Tb6, Li23Sr6, Mg23Ba6, Mg23Dy6, Mg23Er6, Mg23Gd6, Mg23Ho6, Mg23Lu6, Mg23Nd6,
Mg23Sr6, Mg23Tb6, Mg23Th6, Mg23Tm6, Mg23Y6, Mn23Th6−xYx, Mn23Th6, Mn23Y6, Fe3Zn, Ge13Fe10Ti6

• We have moved the ternary compounds with this structure to the Mg6Si7Cu16 page.
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position

Atom
type

B1 = 0 = 0 (4a) Mn I

B2 = 1
2 a1 = 1

4a ŷ + 1
4a ẑ (24d) Mn II

B3 = 1
2 a2 +

1
2 a3 = 1

2a x̂+ 1
4a ŷ + 1

4a ẑ (24d) Mn II

B4 = 1
2 a2 = 1

4a x̂+ 1
4a ẑ (24d) Mn II

B5 = 1
2 a1 +

1
2 a3 = 1

4a x̂+ 1
2a ŷ + 1

4a ẑ (24d) Mn II

B6 = 1
2 a3 = 1

4a x̂+ 1
4a ŷ (24d) Mn II

B7 = 1
2 a1 +

1
2 a2 = 1

4a x̂+ 1
4a ŷ + 1

2a ẑ (24d) Mn II

B8 = −x3 a1 + x3 a2 + x3 a3 = ax3 x̂ (24e) Th I

B9 = x3 a1 − x3 a2 − x3 a3 = −ax3 x̂ (24e) Th I

B10 = x3 a1 − x3 a2 + x3 a3 = ax3 ŷ (24e) Th I

B11 = −x3 a1 + x3 a2 − x3 a3 = −ax3 ŷ (24e) Th I

B12 = x3 a1 + x3 a2 − x3 a3 = ax3 ẑ (24e) Th I

B13 = −x3 a1 − x3 a2 + x3 a3 = −ax3 ẑ (24e) Th I

B14 = x4 a1 + x4 a2 + x4 a3 = ax4 x̂+ ax4 ŷ + ax4 ẑ (32f) Mn III

B15 = x4 a1 + x4 a2 − 3x4 a3 = −ax4 x̂− ax4 ŷ + ax4 ẑ (32f) Mn III

B16 = x4 a1 − 3x4 a2 + x4 a3 = −ax4 x̂+ ax4 ŷ − ax4 ẑ (32f) Mn III

B17 = −3x4 a1 + x4 a2 + x4 a3 = ax4 x̂− ax4 ŷ − ax4 ẑ (32f) Mn III

B18 = −x4 a1 − x4 a2 + 3x4 a3 = ax4 x̂+ ax4 ŷ − ax4 ẑ (32f) Mn III

B19 = −x4 a1 − x4 a2 − x4 a3 = −ax4 x̂− ax4 ŷ − ax4 ẑ (32f) Mn III

B20 = −x4 a1 + 3x4 a2 − x4 a3 = ax4 x̂− ax4 ŷ + ax4 ẑ (32f) Mn III

B21 = 3x4 a1 − x4 a2 − x4 a3 = −ax4 x̂+ ax4 ŷ + ax4 ẑ (32f) Mn III
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B22 = x5 a1 + x5 a2 + x5 a3 = ax5 x̂+ ax5 ŷ + ax5 ẑ (32f) Mn IV

B23 = x5 a1 + x5 a2 − 3x5 a3 = −ax5 x̂− ax5 ŷ + ax5 ẑ (32f) Mn IV

B24 = x5 a1 − 3x5 a2 + x5 a3 = −ax5 x̂+ ax5 ŷ − ax5 ẑ (32f) Mn IV

B25 = −3x5 a1 + x5 a2 + x5 a3 = ax5 x̂− ax5 ŷ − ax5 ẑ (32f) Mn IV

B26 = −x5 a1 − x5 a2 + 3x5 a3 = ax5 x̂+ ax5 ŷ − ax5 ẑ (32f) Mn IV

B27 = −x5 a1 − x5 a2 − x5 a3 = −ax5 x̂− ax5 ŷ − ax5 ẑ (32f) Mn IV

B28 = −x5 a1 + 3x5 a2 − x5 a3 = ax5 x̂− ax5 ŷ + ax5 ẑ (32f) Mn IV

B29 = 3x5 a1 − x5 a2 − x5 a3 = −ax5 x̂+ ax5 ŷ + ax5 ẑ (32f) Mn IV
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