C02A15 (DSH) Structure:
A5B2_hP28_194_ahk_ch-001

This structure originally had the label ABB2_ hP28_194_ahk_ch. Calls to that address will be redirected here.
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Prototype Al5Coq

AFLOW prototype label A5B2_hP28.194_ahk_ch-001
Strukturbericht designation D811

ICSD 57597

Pearson symbol hP28

Space group number 194

Space group symbol P63 /mmc
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AFLOW prototype command aflow --proto=A5B2_hP28_194_ahk_ch-001
--params=a, c/a, 3, T4, Ts5, 25

Other compounds with this structure
RhoMgs, PdaMgs

e (Newkirk, 1961) puts the Co I atoms at the (2d) Wyckoff sites. We have shifted the origin by 1/2 ¢ 2, which shifts the Co
atoms to the (2c) sites.

Hexagonal primitive vectors
a3

al

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

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) AlT
B, = 1a; = ica (2a) All
B; = %al—l—gag—&—iag = %afc—i— %ay—i—ici (2¢) Col
B, = 2aj+itay+3ag = sax— ¥ayg+3cz (2c) Col
By = r3za; + 2zrzas + iag = %aa@gfc—k @axgy—k ici (6h) Al Tl
Bsg = —2x3a; — Tr3as + %ag = f%angcqt @axger %02 (6h) AlIl
B, = Tza; — T3ag + i as = —V3Bazs§ + ici (6h) Al Tl
Bs = —wza; —2x3ay + 5 ag = —Sawzk — ?axg, y+3cz (6h) Al TI
By = 2z3a; +r3az + %33 = %amg X — @axgy + %ci (6h) AlIl
Bio = —zza; +a3as + S ag = V3azs§ + 3c2 (6h) Al Tl
Bi1 = Taay + 2z4as + iag = %ami—i— @amy—i— ici (6h) Co II
B = —2z4a; —T4a0 + iag = —%ami—i— ?amy—l— ici (6h) Co 11
Bis = zia; — 2480 + Lag = —V3azy§ + ick (6h) Co II
By = —z4a; — 2z4a9 + % as = —%am X — @am v+ %02 (6h) CoII
Bis = 2r4a1 + 1480 + %ag = %ami— @auy—i— %ci (6h) Co II
Bis = —z4a; +x4a9 + % as = V3azx, § + %ci (6h) CoII
By = Tsa; + 2x5 as + 25 as = %aa?5 X+ @a% V+czz (12k) Al IIT
Bis = —2x5a; — x5as + 25 as = —%G,ZL'5 X+ @axg, V+czz (12k) Al IIT
Big = Tsa] — Tsas + 25 as = —V3Baxs§ + cz52 (12k) Al TII
By = —x5a; — 2r5as + (z5 + %) as = —%ax5 X — ?axg, y+ec (z5 + %) Z (12k) Al IIT
Boy = 2zsaitasas+ (4 1)ay = Sars®k — Larsy+c(zs+ 1) 2 (12Kk) Al TIT
By, = —T5a; + x5as + (z5 + %) as = V3axs§ + ¢ (25 + %) Z (12k) Al 111
By = 2r5a; + T5as — 25 as = %aw5 X — ?CME{) V—cz 2 (12k) Al III



V3

Boy = —Tsa; — 2r5as — 25 as = —%ax:; X—%arsy —c25 2 (12k) Al IIT

Bos = —Zsa) + Tsas — 25 as = V3axs§ — cz5 2 (12k) Al IIT

Bog = —2r5a; — T5as — (25 — %) as = —%aacg)f( + @ax;)y —c (25 — %) 2 (12k) Al II1

Byr =  asa;+2r5as— (55— 1) a; = Sars %+ Lawsy —c (25— 1) 2 (12k) ALTII

Bos = T5a] — T ag — (25 — %) as = —V3Bazs§y — ¢ (25 - %) Z (12k) Al IIT
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