Hexagonal PuAlsg Structure:
A3B_hP24 194 hk _bf-002

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 4. In preparation.

https://aflow.org/p/E109

https://aflow.org/p/A3B_hP24_194_hk_bf-002
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Prototype AlzPu

AFLOW prototype label A3B_hP24_194_hk_bf-002
ICSD 58141

Pearson symbol hP24

Space group number 194

Space group symbol P63/mmc

AFLOW prototype command  aflow --proto=A3B_hP24_194_hk_bf-002
--params=a, c¢/a, 22, T3, T4, 24

e PuAl; can also be found in a rhombohedral form which is isostructural with BaPbs. (Runnals, 1965)

e Hexagonal PuAl; and [VCogs| have the same AFLOW prototype label, A3B_hP24_194 hk _bf. They are generated by the
same symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.


https://aflow.org/p/E109
https://aflow.org/p/A3B_hP24_194_hk_bf-002
https://aflow.org/p/AB3_hR12_166_ac_eh-001
https://aflow.org/p/A3B_hP24_194_hk_bf-001

Hexagonal primitive vectors

a = jak - Pay Y N e N
ag = cZ N
Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = 1aj = 1ck (2b) Pul
B, = 3 ag = 3¢z (2b) Pul
By = laj+2a,+2a; = lagk+3ay + ez (4f) Pu II
B, = %a1+%a2+(22+%) as = %aif§ay+c(zz+%) Z (4f) Pu Il
B; = %al—i—%ag—zQag = %ai—?ay—czgi (4f) Pu Il
Bg = %al—l—%ag—(zg—%) as = %a&—f— %ay—c(zg—%) Z (4f) Pu II
B, = r3a + 2rzas + iag = %axg)‘c—k @amgy—i— ici (6h) All
Bg = —2x3a; — T3as + %ag = *%(11'3 X+ §GI3 v + %cﬁ (6h) All
By = rza; — r3as + i as = —V3azxs§y + ici (6h) All
B = —r3a; — 2zr3as + %ag = —%amg X — ?aatg v + %ci (6h) All
B,y = 2r3a; + r3as + %ag = %angc— TSamgy—l— %ci (6h) All
B2 = —zza; +a3as + Sag = V3azs§ + 3c2 (6h) All
Bz = Taa; + 2x4as + 24 a3 = éax4 X+ @au V+czaz (12k) Al Tl
By = —2x48; — X4 + 24 A3 = —Saw X+ fax4 V+c2z (12k) AlTI
By = Tqay — Tgao + 2483 = —V3axsy + cz4 2 (12k) Al Il
Big = —z4a; — 2x4a9 + (24 + %) as = f%aui - @auy +c (24 + %) A (12k) Al Il
By = 2z4a; + 420 + (Z4 + %) as = %ami — @amy +ec (z4 + %) 2 (12k) Al Tl
Bis = —wga; +xgas + (24 + 3) ag = V3azs§ +c(za+3) 2 (12k) AlTI
B = 2r4a) + T4a9 — 24 a3 = %au X — @au Y —cz42 (12k) Al Tl
By = —r4a1 — 2x4a9 — 24 a3 = —%au X — ?am V—czi (12k) Al Tl
By = —x4a] + T4ay — 24 A3 = V3ax, § — cza 2 (12k) Al Tl
B, = —2x4a] — T4 a9 — (24 — %) as = “;’amx + ‘{amy —c (2:4 — %) Z (12k) Al Il
Bos = T4a; + 2z4a9 — (24 — %) as = %ax4x + icLSC4y - c( 24 — %) A (12k) Al Il
Boy = Tad] — Tadg — (24 — %) as = —V3Baz,§ —c (24 %) A (12k) Al Tl
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