MosFeBsy Structure:

A2BC2 tP10.127 ¢ a h-002
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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

https://aflow.org/prototype-encyclopedia/5SWM

https://aflow.org/prototype-encyclopedia/A2BC2_tP10.127_g_a_h-002

B2 FeM02

A2BC2.tP10-127_g_a_h-002
0431

1593493

tP10

127

P4/mbm

aflow --proto=A2BC2_tP10_127_g_a_h-002

--params=a, c/a, Ta, T3

Other compounds with this structure
AIQCYBQ, AIQFQBQ, AIQNiBQ, CGQInPdQ, DyQCdeQ7 DyQInPdQ, EI‘QCdeQ, EI"QIHPdQ, GdQCdeQ, GrdQIHPdQ7 HOQCdeQ,
HOQIDNiQ, HOQInPdQ, LaQInCug, LagInPdg, LU.QCdeQ, LuQInPdQ, 1\/[OQCI'BQ7 MOQNiBQ, NbgFeBQ, kfngHPdg7 NigSanz, PI‘QCdeQ,
PrQInsz, SmngPdg, SmQInPdg, T‘ELQ]Z?QBQ7 T‘bQCdeQ7 szInPdg, TthnPdg, TigCI‘BQ, TigFeBg, TigNiBg, TmQCdez,
TmQIHCUQ, TmQIDPdQ, UQPthQ, YbQPthQ

e This is the ternary form of the Si;Us (D5, structure).
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Simple Tetragonal primitive vectors

all a3
a; = ax
az = ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Fe 1
B, = %al +%ag = %ai+%ay (2a) Fel
B; = Toag + (xg—i—%) ay = angc—i—a(xg—l—%) Na (4g) B1I
B, = —Toa; — (ch — %) as = —arsX—a (mz - %) v (4g) B1
Bs = - (xZ - %) a; + T2 a = —a (xQ - %) X+aryy (4g) B1
Bg = (m2+%) a; — T ag = a(:cng%) X—arey (4g) B1
B, = .’L’gal—‘r(.%'g—f—%) ag—&—%ag = angc—i—a(xg—i—%)y—i—%ci (4h) Mo I
Bs = —T3a; — (1:3—%) ag—i—%ag = —(ll‘3§(—&($3—%) y—i-%ci (4h) Mo I
By = —(1'3—%) a1+x3a2+%a3 = —a(zg—%)i+a:c3y+%ci (4h) Mo I
B = ($3+%) al—xgag—k%ag = a(:vg,—i—%) f(—angf-i-%ci (4h) Mo I
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