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Prototype FegGegHE

AFLOW prototype label A6B6C_hP13.191_.i_cde_a-002
ICSD 632038

Pearson symbol hP13

Space group number 191

Space group symbol P6/mmm

AFLOW prototype command aflow --proto=A6B6C_hP13_191_i_cde_a-002
--params=a, c/a, 24, 25

Other compounds with this structure

DyCrgGeg, DyFegGeg, DyMngGeg, ErCrgGeg, GdFegGeg, GdMngGeg, HfFeg Geg, HoCrgGeg, HoFegGeg, HoMngGeg, LuFegGeg,
LuMngGeg, MgCogGeg, MgFesGeg, NbFegGeg, NdMngGeg, ScFegGeg, ScMngGeg, ScMngSng, ThCrgGeg, ThbFegGeg, ThMngGeg,
TbMngSng, TiFegGeg, TmFesGeg, TmMngGeg, YCrgGeg, YFesGeg, YMngSng, YbFegGeg, YbMngGeg, ZrFegGeg, DyFegSnyGes,
ErFegSnyGeo, GdFegSnyGey, HoFegSnyGes, ThFegSnyGes, YFegSn,Ges
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e (Zyubrik, 1982) originally determined the structure of HfFesGeg. While we do not have a copy of this paper, we were
able to extract the data from the ICSD entry.

e This structure is related to the |D2, TiBejs structure. That structure, however, is probably not the actual TiBejo
structure, so we designate HfFegGeg as the prototype for the ternary form.

Hexagonal primitive vectors

a; = %afc — ?a y
ag = %afc + @a vy
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1la) Hf I
B = ta;+ 2ay = saXk+ %ay (2¢) Ge I
By — 2a;+tay = %aA—éa“ (2¢) Gel
B, = la +2a,+ Lag = lag+ Bay + Lea (2d) Ge II
Bs — 2a,+Lta, + Lay = lag— Bag+ Lez (2d) Ge II
Bg = z4 a3 = cz4 7 (2e) Ge III
B, = —z4 a3 = —Cz4 2 (2e) Ge III
Bs = la; +z5a3 = iax — %ay+cz52 (61) Fe I
By = fas+ 25a3 = %afc—&—?ay—i—c%i (61) Fe I
Bio = sa;+ a4 25a3 = 30X+ 252 (61) Fe I
By, = las —z5 a3 = lax+ YEay —czs 2 (61) Fe I
B2 = la; —z5 a3 = 1ax— B2ay —cz 2 (61) Fe I
Biz = fa;+ia;— 2543 = lax —cz52 (61) Fel
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