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A6B6C_hP13.191.i_cde_a-002
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Prototype FegGegHf

AFLOW prototype label A6B6C_hP13_191_i_cde_a-002
ICSD 632038

CCDC 1754769

Pearson symbol hP13

Space group number 191
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Space group symbol P6/mmm

AFLOW prototype command aflow --proto=A6B6C_hP13_191_i_cde_a-002
--params=a, c/a, z4, 25

Other compounds with this structure

DyCrgGeg, DyCogGeg, DyFesGeg, DyMngGeg, DyVgSng, ErCogGeg, ErCrgGeg, ErFegGeg, ErMngGeg, ErVgSng, GdCogGeg,
GdCrgGeg, GdFegGeg, GAMngGeg, GdVgSng, HfCogGeg, HfFegGeg, HfMngGeg, HfMngSng, HoCogGeg, HoCrgGeg, HoFegGeg,
I‘ION[H(;GEE(;7 }101\/111681167 I{OVGSD(;7 LiCoGGeg, LuCoGGee, LuFegGee, LuFeGSnf;, LuMngGe(;, LUVGSHG, MgCO6G66, MgNigGef;,
MgNiGSi(;, MgFeﬁGeﬁ, NbFe5GeG, NdMHﬁGG(}, SCCOgGQG7 ScCr6Ge6, ScFegGe6, SCMHﬁGe@', SCMH(;SHG, SmMn6Geﬁ, TbCoﬁGeg,
TbCrgGeg, ThFesGeg, TbMngGeg, ThMngSng, ThbNbgSng, TiCogGeg, TiFegGeg, TmCogGeg, TmFegGeg, TmFegSng, TmMngGeg,
TmMn(;SnG, TmVGSnﬁ, UCOGGeg, YCIGGQG, YFGGGQG, YMDGGGG, YMn6Sn67 YVGSDG, YbCO@Ge(j, YbFee,Geﬁ, YbFegSn67
YbMngGeg, YbMngSng, YbVgSng, ZrCogGeg, ZrFegGeg, ZrMngSng, DyFegSnyGes, ErFegSnyGes, GdFegSnyGes, HoFegSn,Ges,
TbFeG SH4 Geg, YFe6 Sn4 Geg

e (Zyubrik, 1982) originally determined the structure of HfFegGeg. 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

al
393
a3 = %afc — ?ay
ap = %af{ + ?ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = 0 = 0 (1la) Hf I
B, = ta;+ Zap = lax+ ?ay (2¢) Gel
Bs = 2a; + tay = %aA—%aA (2¢) Ge I
B, = laj+2a,+ Llag = lag+ Bay + Lea (2d) Ge II
By = Za,+Llag+ Lag = lag— Bay+ Lea (2d) Ge II
Bg = Z4 A3 = cz4 % (2e) Ge III
B, = —z4 a3 = —C24 Z (2¢) Ge III
Bs = 1a; + 2543 = lax — @ay—kc%i (61) Fe I
By = 1as+ 25a3 = iai—«—%ay—f—c%i (61) Fe I
Bio = fa;+ias+ 2543 = tax+ cz5 2 (61) Fe I
B, = 3as — 25 a3 = Tax+ ?ay—c%i (61) Fe I
B, = l1a; — 2543 = iax — @ayfc%i (61) Fel
Bis = l1a;+1a;— 2543 = lax —cz5 2 (61) Fel
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