EulroPy Structure:
AB2C2_hP15.154 a_ab_c-001

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/3CT8

https://aflow.org/prototype-encyclopedia/AB2C2_hP15_154_a_ab_c-001

Prototype EulryPy

AFLOW prototype label AB2C2_hP15_154_a_ab_c-001
ICSD 73530

CCDC 1634316

Pearson symbol hP15
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Space group number
Space group symbol
AFLOW prototype command

154
P3521

aflow --proto=AB2C2_hP15_154_a_ab_c-001
—Tparams=a, C/Cl, T1,T2,X3,T4,Y4,24

Other compounds with this structure
CaIrQPQ, SI‘II‘QPQ

e We shifted the origin used by (Lux, 1993) so that the europium atoms are on a (3a) Wyckoff position.

Trigonal (Hexagonal) primitive vectors
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PR
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + % as = %axl X — ?awl v+ %ci (3a) Eul
B, = T1ag + %33 = %azl}‘(—k @azly—k %ci (3a) Eul
By = —ria; — T as = —ar1 X (3a) Eul
By, = Toag + %ag = %am‘gi— @axgy—i— %ci (3a) IrI
B; = Toag + %a3 = %angc—l— ?amgy—i— %ci (3a) IrI
Bg = —Tga; — Tgas = —arg X (3a) Ir I
B, = r3a; + %ag = %angc— ?a;vgy—f— %ci (3b) Ir IT
Bgs = T3as + %ag = %amgi—i— @ascgy—i— %ci (3b) Ir II
By = —x3a; —T3a + 3 ag = —azr3X + 3c2 (3b) Ir IT
Bio = Tgay +Ysaz + 2433 = % (r4 +ya) X — §0($4 —Y4) ¥ +c24 2 (6¢) P1I
B = —ygay + (4 —ysa) a2 + = %a (x4 — 2y4) X+ i aryy+ = c(3z4 +2)z (6¢) PI
(14 2) g
B = — (24 —ys) a1 — g8 + = —sa(2wy—ys) X ‘fay4 v+ec (24 + ) (6¢) PI
(z4+ %) a3
Bz = Ysa) + w480 — 2483 = % (xg+ysa) X+ @a(m — Y)Y — 242 (6¢) PI
By = (za—wys)ai—yax—(zu—3)as = sa(zs—2y) X @amy —c(z—3) 2 (6¢) PI
Bis = —xga; — (T4 —yq) A — = —§a (2m4 —yy) X+ Lay;;y — (6¢) PI
(24— 2) a3 1c(324—2) 2
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