CosWyCy Structure:
A2B3C3_hP32.194 _cg_2h k-001
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Prototype C4Co3Wy

AFLOW prototype label A2B3C3_hP32.194_cg_2h_k-001
ICSD 16888

CCDC 1597407
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Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

hP32
194
P63 /mmc

aflow --proto=A2B3C3_hP32_194_cg_2h_k-001

--params=a, c/a, 3, T4, T5, 25

e The (6h) sites we have labeled Co-I and Co-II are actually a 50-50 mixture of cobalt and tungsten, giving the observed

Co3WyCy stoichiometry.

Hexagonal primitive vectors

533
a; = 1a%-— @ay
as = %afc + @ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = laj+2a;+1ag lag+ Bay + Lea (2¢) CI
B, = %a1+%ag+%a3 %afcf%ayqtﬁci (2¢) CI
Bs = 3a jax—Pay (6g) cl
By = 1a lagk+Lay (62) ClI
By = Lla;+La 30% (Ge) cl
B = l1a;+1a; %aifgayqtéci (6g) cII
B, = %ag—f—%ag iafc—i— %ay—i-%ci (6g) CII
Bs = jartgastga 0% + 302 (Ge) cl
By, = z3a; + 2z3as + S as Saxs % + @CLZE;} y+1 (6h) Col
Bio = —2x3a; —x3as + 1 as —Sazzx+ @axgy—k (6h) Col
By1 = rza; — r3as + iag —V3azs § + ici (6h) Col
B2 = —w3a; —2x3ay + 5 ag —Sawzk — @axg v+ (6h) Col
Bz = 2z3a; +r3az + %ag %amgﬁf @axqut %ci (6h) Col
Bis = —zza; +azas + Sag V3azs§ + 3c2 (6h) Col
Bis = Taay + 2z4as + i as %am X+ @au v+ ici (6h) Co II
Big = —2x4a] —x4a9 + % as —%am X+ @am v+ ici (6h) CoII
By = Taa; — Tqag + % as = —V3az,§ + %cﬁ (6h) CoII
Bis = —z4a; — 2z4a9 + %ag = —%amf( — ?am v+ %CZ (6h) CoII
Big = 2r4a; + w429 + % as = gam X — @am v+ %ci (6h) Co II
By = —zqa; +asas + Sag = V3azs g + 3c2 (6h) Co II



By, = Tsa; + 2x5as + 25 as = %a% X+ @am ¥ +cz52 (12k) WI
By = —2x5a; — x5as + 25 as = —%QZL';; X+ @(mg, y+czsi (12k) WI
Bos = Tsa) — Tsas + 25 as = —V3Baxs § + cz5 2 (12k) W1
Boy = —T5a; — 2x5as + (25 + %) as = —%ax55< - @aagy +c (2’5 + %) Z (12k) WI
Bos = 2z5a; + Tsas + (Z5 + %) as = %axsi— §Qx5§f+c(25+ %) Z (12k) WI
Bog = —Zsa; +Tsas + (z5 + %) as = V3axs§ + ¢ (25 + %) Z (12k) WI
Boy = 2r5a; + Tsas — 25 as = %a:lc5 X — ?aa% ¥ —cz 2 (12k) WI
B2s = —rsa; —2r5a — 25 a3 = —Sas % — ?a% y—czz (12k) WI
Boy = —Tsa) + Tsas — 25 as = V3axs§ — cz5 2 (12k) WI
By = —2r5a] — Tsag — (z — %) as = —%ax5>‘< + @axg,y —c (25 — %) Z (12k) WI
B3, = Tsa; + 2zsay — (z5 — %) as = %ax55<—|— @a%y —c (z5 — %) Z (12k) WI
Bs, = zsa; —x5a; — (25 — 3) as = —V3Bazsy —c (25— 3) 2 (12k) WI
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