Hexagonal PuAlsg Structure:
A3B_hP24 194 hk _bf-002
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Prototype Al3Pu

AFLOW prototype label A3B_hP24_194 _hk_bf-002
ICSD 58141

CCDC 1622170

Pearson symbol hP24

Space group number 194

Space group symbol P63/mmc

AFLOW prototype command aflow --proto=A3B_hP24_194_hk_bf-002
~Tparams=a, C/a, 22,X3, L4, 24


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/E109
https://aflow.org/prototype-encyclopedia/A3B_hP24_194_hk_bf-002
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=58141&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1622170&DatabaseToSearch=Published

e PuAl;z can also be found in a thombohedral form which is isostructural with BaPbg. (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.

Hexagonal primitive vectors

a3
a3 = %afc - ?ay
az = %afc + @ay
ag = cZ
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1a; = ick (2b) Pul
B, = 3 aj = 3ca (2b) Pul
B; = %al—l—%ag—i—zQag = %afc—&—%cf—i—czgi (4f) Pull
B, = Zai+lag+ (22 +1) as = lag—Bagte(n+i)a (4f) Pu II
By = %314*%&2*2233 = %aiféayfczQZ (4f) Pu Il
Bg = %al—l—%ag—(zg—%) as = %afc—i— ?a&—c(zz—%) Z (4f) Pu Il
B, = z3a; + 2z3a + 1 ag = Sawsk + Parsy + ez (6h) All
Bs = —2rza; — r3as + %ag = —%aargfc—k 73a173§f—|— %ci (6h) All
By = x3a17x3a2+%a3 = f\faxgeri Z (6h) All
Bio = —r3a; — 2zr3as + %ag = —%ax;; X — ?axg + % (6h) All
By = 2r3a; + r3ax + 2 ag = Sarzk — @axgy—i— Scz (6h) All
B2 = —zza; +a3as + Sag = V3azsy + 3c2 (6h) All
Bz = T4a1 + 2x4a9 + 24 a3 = éam4 X+ ﬁau V+czz (12k) Al Tl
By = —2r4a; — x4as + 24 a3 = —§ax X+ ‘faas4 V+czz (12k) Al Tl
Bis = Taa] — Tgan + 24 a3 = —V3Bax, § + cz4 2 (12k) Al Tl
B = —z4a; — 2x4a9 + (24 + %) as = f%ax45< - @a‘uy +c (24 + %) Z (12k) Al Il
By = 2r4a; +T4as + (24 + %) as = %aui - @amy +c (24 + %) Z (12k) Al Tl
Big = —T4a; +x4a0 + (24 + %) as = V3azx,§ + ¢ (z4 + %) Z (12k) Al Tl
By = 2r4a; + T4 — 24 a3 = %am X — ?au V—cz42 (12k) Al Tl
By = —r4a1 — 2r4a9 — 24 a3 = —%ax4 X — §GI4 V—cziZ (12k) Al Il
By = —T4a; +T4ay — 24a3 = V3ax,§ — cza 2 (12k) Al Tl
B, = —2x4a] — T4a — (Z4 — %) as = —%ax;;fc + ﬁamy —c (24 — %) Z (12k) Al Tl
Bos = T4y + 2x4 a9 — (24 - %) as = gamx + \Qfamy —c (24 - %) Z (12k) Al Tl
Boy = Tad] — Tadg — (24 - %) as = —V3az,§ — ¢ (24 - %) A (12k) Al Il
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