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Prototype C5Vs
AFLOW prototype label A5B6_hP33_151_3a2b_3c¢-001
ICSD 654841
CCDC 1765779
Pearson symbol hP33
Space group number 151
Space group symbol P3,12

AFLOW prototype command aflow --proto=A5B6_hP33_151_3a2b_3c-001
~Tparams=a, C/a) T1,T2,T3,%4,Ts5,T6,Y6,265L7,Y7,27, L8, Y8, 28
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e This is the CuPt (L1;) structure with one of every six carbon atoms removed. Placing carbon atoms on another (3a) site
with & = 1/9 will restore the L1; structure.

e (Venables, 1968) put this structure in space group P3; #144 or its enantiomorph P3; #145. (Cenzual, 1991) showed

that with the given coordinates the space group is actually P3112 #151.

Trigonal (Hexagonal) primitive vectors
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a; = %afi — @a&
a; = gaX-+ @ay
as = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = ria; —rias + %33 = —\/§a$1y+ %Ci (3&) CI
B, = r1a; + 2z, ay + %ag = %axliJr gaxler %ci (3a) CI
B; = —2z1a; — 1 as = —%axli—i— @axly (3a) CI
By, = Toay — Toas + %83 = —V3azs § + %ci (3a) CII
B5 = Troal + 21‘2 as + % as = %al‘g X + @CLIQ 5’ + %CZ (3&) CII
Bg = —2x9a; — To ay = —%axg X+ @aacg y (3a) CII
B, = T3a; — Tgag + % as = —V3Bazs § + %ci (3a) C III
Bg = r3a; + 2xzas + % as = %al‘g X+ @al‘g v+ 202 (33) C III
Bg = 721‘3 a] — Tzag = 7§CLI3 X+ iaxg Yy (38,) CIII
Bio = r4a; — Tgas + % as = —V3az, ¥ + fcz (3b) CIv
Bi1 = T4ay + 22429 + %ag = gamx—l— ‘fasc4y+ ZcZ (3b) CIv
B, = —2x4a; —T4a9 + %ag = —%amx—i— %amy—k 5C% (3b) CIvV
B13 = Tsay — Tsag + %ag = 7\/3&1355"4’ %cﬁ (3b) cV
By = Tsa + 2xs as + %ag = %aazs)‘(—i— ?axg)y—f— %ci (3b) cVv
Bis = —2x5a; — Tsas + %ag = —%aa%i—i— @a%y—i— %ci (3b) CcCV
Big = Tgay + Y as + 2 as = % (6 +ys) X — ?a (6 — yg) ¥ + c26 Z (6¢) VI
By = —Yg a1 + (5136 — y6) as + = % (1’6 — 2y6) X+ ‘[a:cgy +c (Zﬁ + ) (6(?) VI
(2 +3) a
Bigs = — (76 — y6) a1 — T a2 + = —5a (226 — ys) X — ?a%f’ + (6¢) Vi1
(ZG + %) as *0(32’5 + 2) Z
Bis = —Yea1 — Tgaz — (26 - %) as = —5a(ze +ys) X — @a (r6 —y6) § — (6¢) Vi
1c(326—2) 2
Bay = — (¢ — ys) a1 + Yo ag — = %a (—x6 +2y6) X+ ‘fax(; v—c (z6 — %) Z (6¢) Vi
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B2y = reay + (6 — Ys) az — 2z a3

By = T7ay +yraz + 27 a3

Bz = —yray + (x7 —y7) ag +
z7 + %) as

Bay = —(x7 —y7) a1 —xrag +
(27 +3) a3

Bes = —yra) —x7ay — (27 — %) a3

B2s = — (w7 —y7) a1 +yra —
(27— 3) a3

Byr = rray + (v7 —y7) a2 — zrag

Bas = Tgay + ysas + zgas

By = —ysai + (s — ys) az +
(s +3) a3

B3y = —(xg —ys) a1 —wgap +
(4 3) o

Bs1 = —yga; —rgas — (23 — 2) a3

Bsx = — (w3 —ys) a1 +ysaz —
(s —3) a3

Bsz = rgay + (r3 — yg) az — zzaz
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