ThgMnys (D8,,) Structure:
A23B6_cF116.225_ad2f e-001

This structure originally had the label A23B6_cF116_225_bd2f_e. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, E. Gossett, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library
of Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: 10.1016/j.commatsci.2018.10.043

https://aflow.org/p/W8MF

https://aflow.org/p/A23B6_cF116_225_ad2f_e-001

Prototype Mnso3Thg

AFLOW prototype label A23B6_cF116_225_ad2f_e-001
Strukturbericht designation Dg,

ICSD 104987

Pearson symbol cF116

Space group number 225

Space group symbol Fm3m

AFLOW prototype command aflow --proto=A23B6_cF116_225_ad2f_e-001
--params=a, T3, T4, L5


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/W8MF
https://aflow.org/p/A23B6_cF116_225_ad2f_e-001

Other compounds with this structure
Coo3Z16, FeasErg, FeasHog, FeasSmg, Feo3Thg, LisgSre, MgasBag, MgosDye, MgasErg, MgosGds, MgasHog, MgasLug, MgesNdg,
Mgo3Srg, MgosThg, MgasThg, MgosTmg, MgasYe, MnozThe_, Y., MngsThg, Mno3Ye, FesZn, GeizFejoTig

e We have moved the ternary compounds with this structure to the MggSizCuys page.

Face-centered Cubic primitive vectors
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a; = %aer%ai | *'
as = %afi + %a Z
ag = gzaX+3ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Mn I
B, = 1a; = 109+ taz (24d) Mn II
B; = las+1a; = lax+ tay+ taz (24d) Mn II
B, = 1a, = ja%k+ jaz (24d) Mn II
Bs $ai+ jas = jaX+ 309 + a2 (24d) Mn II
Bg = 3 ag = 1aX+%ay (24d) Mn II
B, = %al +%a2 = %achriaer%ai (24d) Mn II
Bsg = —T3a; + r3as + xr3as = ars X (24e) ThI
By = T3a; — Tr3as — T3 as = —ax3 X (24e) Th1
By = r3a; — r3as + r3as = ax3y (24e) ThI
Bi1 = —x3a; +r3a9 — r3a3 = —ar3y (24e) Th I
B, = T3z a; + T3ay — 3 as = ars z (24e) Th1
Bz = —x3a; — r3as + r3as = —ax3Z (24e) ThI
By = T4a1 + T4a0 + 2433 = arsX+aryy + axry z (32f) Mn III
By = r4a; + 1489 — 3r4a3 = —axs X —arsy +axsz (32f) Mn III
Big = Taa; — 3T4as + T4a3 = —arsX+axsy —aryz (32f) Mn III
By = —3x4a1 +x4a0 + 1483 = aryX —aryy — axy Z (32f) Mn III
Bis = —r4a; — Tga9 + 314 a3 = axsX+arsy —axy (32f) Mn III
Bis = —Iga; — X483 — Tqa3 = —ar X —axsy —ax4 Z (32f) Mn III
By = —z4a; +3zT4a0 — T4 a3 = arysX —axyy + axy (32f) Mn III
By = 3r4a] — T4a — T4 a3 = —ars X+ arsy + axyz (32f) Mn III
By = T5a; + T5as + T5as = ars X+ axrsy + axs 2 (32f) Mn IV
Baz = rsai + r5as — 3rsas = —axs5X —arsy + axsZ (32f) Mn IV


https://aflow.org/p/A16B6C7_cF116_225_2f_e_ad-001

By = Tsap — 3r5as + T5ag = —axsX+arsy —axsz (32f) Mn IV

Bos = —3rsa; +x5as + x5 as = axsX —arsy — axsz (32f) Mn IV

Bog = —T5a; — T as + 35 ag = ars X + arsy — ars Z (32f) Mn IV

Byr = —Zsa] — Ty as — Ty as = —arsX —axrsy — arsz (32f) Mn IV

Bos = —x5a; + 3r5as — x5 ag = axsX —arsy + axsz (32f) Mn IV

By = 3r5a; — r5as — Ty as = —axsX+arsy +axsz (32f) Mn IV
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