LuyCoGag Structure:
AB3C2_hP24 194 f k bh-001

This structure originally had the label AB3C2_hP24_194 f k bh. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/0GA4

https://aflow.org/p/AB3C2_hP24_194_f k_bh-001

Prototype CoGagLug

AFLOW prototype label AB3C2_hP24_194 f k_bh-001
ICSD 300248

Pearson symbol hP24

Space group number 194

Space group symbol P63/mmc

AFLOW prototype command aflow --proto=AB3C2_hP24_194_f_k_bh-001
--params=a, ¢/a, 23, T3, T4, 24


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/0GA4
https://aflow.org/p/AB3C2_hP24_194_f_k_bh-001

Other compounds with this structure
DngoGag, ErgCoGag, EI"QRhSig, GngdSig,, HOQCOG&37 NdQPdSig, TbgCOGag,, ngCoGag, YQCOGag,, YbQCOGag

e Although (Gladyshevskii, 1992) refers to these compounds as |“new members of the AlBs structure family”|and this
structure is related to AlBs, the two are not isostructural.

e The original data was presented in (Gladyshevskii, 1986). We do not have a copy of that publication, so we use the data
given in (Gladyshevskii, 1992).

e The ICSD entry for this paper is for the isostructural compound EryRhSis.

Hexagonal primitive vectors

a; = %afc — éay
ag = %af( + @ay
ag = cZ
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1aj = 1ck (2b) Lul
B, = 3 ag = 3cz (2b) Lul
B; = za;+ 2as+ 2 a3 = %ai—&—%aA—i—czgi (4f) Col
B, = 2ai+iar+ (224 %) as = %ai—?a}‘ﬂrc(@qt%)i (4f) Col
By = %al—i—%ag—zQag = %ai—?ay—czgi (4f) Col
Bg = %al—l—%ag—(zg—%) as = %a&—l—%ay—c(z&—%)i (4f) Col
B, = r3za; + 2zrzas + i as = %axs X+ @CL.T?, v+ ici (6h) Lu II
Bg = —2x3a; — Tr3as + %ag = f%azgﬁJr @amger %cﬁ (6h) Lu Il
By = rza; — rzas + i as = —V3azs§ + ici (6h) Lu Il
Bio = —r3za; — 2zr3as + %ag = —%amg X — ?amg v + %ci (6h) Lu II
B,y = 2r3a; + r3as + % as = %axg X — TSClJ?g v+ %ci (6h) Lu Il
Bix = —zza; +a3as + S ag = V3axzs§ + 3c2 (6h) Lu II
Bz = Taa; + 2x4as + 24 a3 = %ax4§(+ @auy—i—cai (12k) Gal
B4y = —2x4a1 —T4a + 2423 = —%ax4 X+ @am V+czz (12k) Gal
Bis = Tpa] — Tgan + 2443 = —V3axsy + cz4 2 (12k) Gal
Big = —z4a; — 2x4a9 + (24 + %) as = f%aui - @auy +c (24 + %) Z (12k) Gal
By = 2rx4a1 + T4a9 + (Z4 + %) as = %ami — ?amy +c (z4 + %) Z (12k) Gal
Bis = —wga; +xgax + (24 + 3) as = V3azs§ +c(za+3) 2 (12k) Gal
B = 2r4a) + T4 — 24 a3 = %au X — @au Y —c242 (12k) Gal
By = —r4a1 — 2x4a9 — 24 a3 = f%au X — ?am Y —cz42 (12k) Gal
By = —24a] + T4ay — 24 A3 = V3ax, § — cza z (12k) Gal
B, = —2x4a] — T4 a9 — (24 — %) as = —%amfc + ?amy —c (2:4 — %) Z (12k) Gal


https://aflow.org/p/AB2_hP3_191_a_d-001

B23 = rgay + 2174 ags — (24 — é) as = %ax4§( + \éga:c4§f —C (24 - %) Z (121{) Gal
Boy = Tad] — Tadg — (24 — %) as = —V3az,§ —c (24 — %) Z (12k) Gal
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