FesTh; (D10y) Structure:
A3B7 hP20 186 _¢ b2c-001

This structure previously used the label(s) A3B7_hP20_186_c_b2c. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: |10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450,

https://aflow.org/prototype-encyclopedia/ VGVG

https://aflow.org/prototype-encyclopedia/A3B7_hP20_186_c_b2c-001
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Prototype Fe3Thy
AFLOW prototype label A3B7_hP20.186_c_b2c¢-001
Strukturbericht designation D10,
ICSD 108477
CCDC 1666138
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Pearson symbol hP20
Space group number 186
Space group symbol P63mc

AFLOW prototype command

aflow --proto=A3B7_hP20_186_c_b2c-001

——params=a, C/av 21,X2,22,T3,23, T4, 24

Other compounds with this structure

BchRhG, B3FeRh6, BgNi7, B3R87, Bg].:{h77 B31QU77 B3TC7, C3Fe7, CO?,qu7 COgTh7, IrgCe77 11"3]—_/877 II’3P1“7, Il”3Th7, 1\Ii3Ce77
NigL&’y, I\Iigl\1d77 I\IigPI'77 l\H?,’I‘h77 OS?,’I‘h77 PdgCe7, Pdng7, Pd3La7, PdgNd’y, Pd3PI‘77 Pd38m7, Pdg’I‘b'y7 Pdg’I‘h77 PtgL&q,

Pt3Nd7, Pthh7, Rthey, Rh3Dy7, Rh3Gd7, 1%h311077 1{}131_43477 Rh3Nd7, RthI‘7, 1%}138Hl77 Rh3Tb7, R,hgTh7, RU3Th7

Hexagonal primitive vectors

L as
a; = jzak-— @ay
az = %afc + éay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = za;+ 2as+ 2 a3 %ai—&—%ay—i—czli (2b) Th I
B, Zai+iast (21 +1) ay lag—Bagte(a+1)2 (2b) Th I
B; = Toal] — XTpasg + 22 a3 —V3azs§ + 202 (6¢) Fel
B, = Toay + 2x9 as + 29 ag %axg X+ ?awz V+c20Z (6¢) Fel
Bs —2r9a; — Toag + 29 as —%aacg X+ @axg ¥V +c2az (6¢) Fel
Bsg = —x2a; +x2a2 + (2'2 + %) as V3axs§ + ¢ (22 + %) Z (6¢) Fel
By = —zsa; —2max+ (22+13) as —Samy %k — @cwcgy +c(2+1i)2 (6¢) Fel
Bs = 2r0a; + Toas + (zg + %) as %aazg X — @amz y+ec (zg + %) Z (6¢) Fel
By = Tza; — T3 as + z3a3 —V3ax3y + cz32 (6¢) Th II
B = r3a; + 2xr3as + 23 a3 %aaig X+ @azg ¥ +cz32 (6¢) Th II
Bi1 —2x3a; — x3ay + 23 a3 —%angc—k ?axgy—kcz‘gi (6¢) Th II
B = —T3a; +x3ay + (23 + %) as V3azs§ + ¢ (23 + %) Z (6¢) Th II
Biz = —zza;—2z3ax+ (23+3) ag —Sarz % — @axgy +e(z+3)2 (6¢) Th II
Bis = 2z3a; + 3@ + (23 + 3) as Sarz %k — @ax3y+c(23+ 1)z (6¢) Th II
By = Tga] — XTgao + 24a3 —V3Bax, § + cz4 z (6¢) Th III
Bis = zaay + 214 a5 + 2 a3 Saza X+ Lazs§ + cuz (6¢) Th 11T
By = —2x4a1 — X480 + 24 a3 —%au X+ %au ¥ +czaz (6¢) Th III
Bis = —zga; +2qas + (21 + 3) as V3azs g +c(za+3) 2 (6¢) Th III
By = —x4a] —2z4a0 + (24 + %) as —%am X — @am y+ec (24 + %) 2 (6¢) Th III
By = 2rsa; +z4ag + (24 + %) as %am X — @am y+e (24 + %) Z (6¢) Th III
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