VCog Structure:
A3B_hP24 194 hk bf-001
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AFLOW prototype label A3B_hP24_194 hk_bf-001

ICSD 102718

CCDC 1660688

Pearson symbol hP24

Space group number 194

Space group symbol P63/mmc

AFLOW prototype command aflow --proto=A3B_hP24_194_hk_bf-001
--params=a, ¢/a, 22, T3, T4, 24
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Other compounds with this structure
NbRhg

e (Saito, 1959) states that this is the hexagonal analog of the cubic CugAu (L1s) structure. He placed it in space group
P6m2 #187, but (Cenzual, 1991) showed that the given structure actually is in space group P63/mmc #194.

e VCojs and hexagonal PuAls| 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
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = Lag - leg (2b) VI
B, = 3 aj = 3c2 (2b) VI
Bs = ja+3a+zmag = %G’A“L?GA"FCZQZ (4f) Vi
By, = %al—l—%ag—i—(zg—&—%) as = %a&—%ay—i—c(z&—i—%)i (4f) VII
Bs = Zai 4+ Lay —zay = lag—Bay —cz2 (4f) V11
Bsg = %314*%&27(227%) as = %a}“{Jr%ayfc(fo%)z (4f) VII
B, = z3a; + 2z3as + § as = Saws % + ?axgy—i— ick (6h) Col
Bg = —2x3a; — T3as + %33 = %GCI)?, X+ ‘f v+ %ci (6h) Col
By = xgal—x;gagﬁ—%ag = —\faa:g,y—ki Z (6h) Col
B = —x3a; — 2r3as + %ag = *§a$3 X — ﬁaxg v+ % Z (6h) Col
By = 2z3a; + x3ax + 2 ag = Sawz %k — @a%y—i— 3¢z (6h) Col
B = —x3a] +x3as + %ag = V3azxs§ + fcz (6h) Col
Bz = r4a; + 2x4as + 24 a3 = gau X+ faaf4 V+cza2 (12k) ColII
By = —2r4a; — x4a + 24 a3 = f%au X+ %au y+cza2 (12k) Co II
By = Taa] — Tgan + 24a3 = —V3Bax, § + cz4 z (12k) CoII
Big = —z4a; — 2x4a0 + (24 + %) as = —%amfc - @amy +c (z4 + %) Z (12k) CoII
By = 2r4a; +x4as + (24 + %) as = %aui - @amy +c (24 + %) Z (12k) CoII
Bis = —T4a; +T4a0 + (z4 + %) as = V3ax,§ + ¢ (24 + %) Z (12k) CoII
Big = 2rx4a1 + T4a9 — 24 A3 = %a:m X — ?am Y —cz4Z (12k) CoII
By = —z4a; — 2x4a9 — 24 A3 = —%ax4 X — @am V—czz (12k) CoII
By, = —r4a; +x480 — 2483 = V3aray —cza 2 (12k) CoII
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B22 = 721‘4 a] — Tr4qgag — (24 — %) as = 7%0,.%4))\( + @am;ly —C (Z4 - %) Z (121{) CoII
Bos = Taa; + 2z4ay — (24 — %) as = %aui + @amy —c (24 — %) Z (12k) CoII
Boy = Tqa] — Tga9 — (24 — %) as = —V3Baz,§ — ¢ (24 — %) 2 (12k) Co II
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