FesGeTes Structure:
A3BC2_hP12.194 ce_d {-001
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Prototype FesGeTeq

AFLOW prototype label A3BC2_hP12_194 _ce_d_{-001
ICSD 415616

CCDC 1729580

Pearson symbol hP12

Space group number 194

Space group symbol P63 /mmc
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AFLOW prototype command aflow --proto=A3BC2_hP12_194_ce_d_£f-001
--params=a, c/a, z3, 24

Other compounds with this structure
FezGaTes, NizGeTes

e (Deiseroth, 2006) note that the Fe (2¢) site has 83% occupancy, and Ge (2d) 99%. The nearly isostructural compound
NizGeTes is identical to the parent structure with nickel on the iron sites, except that the Ni (2¢) site is split: the (2¢)
site is 70% occupied, and the (2a) (0,0,0) site contains 25% nickel.

Hexagonal primitive vectors

a; = %afc — @ay
a; = gaX-+ @ay
ag = cZ
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = laj+2a,+Lag = lax+ Y2ay + fez (2¢) Fe I
B, = Za,+Lay+ 3ay = lax— Y2ay + 3ez (2¢) Fe 1
B; = a1+ 3ay+ 2ag = %a)‘c—k?ay—l—%cz (2d) Ge I
B, = 2a;+iax+ ag = lax— Lay + ica (2d) Ge I
Bs = z3 a3 = cz3% (4e) Fe 1I
Bg = (z3+3) as = c(zs+3) 2 (4e) Fe II
B, = —z3a3 = —cz32 (4e) Fe II
Bs = —(23—3) a3 = —c(s—3) 2 (4e) Fe II
By = a1+ 3a+zag = %a&+?ay+cz4i (4f) Tel
Bio =  Zatlat(u+i)ay = jax—Payte(u+i)a (4f) Te T
By = Fa+iay—zag = %afc—%ay—caz (4f) Tel
B2 = sar+2ay— (24— 3) ag = sa%+5ay —c(a—3) 2 (4f) Tel
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