VCs Structure:
A5B6_hP33.151_3a2b_3c-001
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Prototype C5Vs
AFLOW prototype label A5B6_hP33_151_3a2b_3c¢-001
ICSD 654841
Pearson symbol hP33
Space group number 151
Space group symbol P3,12

AFLOW prototype command aflow --proto=A5B6_hP33_151_3a2b_3c-001

—~params=a, C/C%931,$2;3737$47$5,936,y67 26, L7,Y7, 27,8, Y8, 28

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 P35 #145. (Cenzual, 1991) showed
that with the given coordinates the space group is actually P3;12 #151.
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Trigonal (Hexagonal) primitive vectors

al

a2

a; = %a)‘c — éay
as = %afc + ?ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; — T a2+%a3 = —\faxly—i—lci (3a) CI
B, = r1a; + 2z as + %ag = %amlx—i— ‘faxly—i— zc (3a) CI
B; = —2z1a; — 1 as = —%aajl X+ %aml y (3a) CI
B, = Toa; — Tpas + é as = —V3azs ¥ + %cﬁ (3a) CII
By = Toay + 2zoag + %ag = %axgi—k @axgy—i— %ci (3a) CII
Bg = —2x9a] — Toas = —%al’g X+ ?al‘g y (Sa) CII
B = rza; — r3ag + % as = —V3azs§ + %ci (3a) C III
Bgs = r3a; + 2zr3as + % as = %axg X+ §a$3 v+ %ci (3a) CIII
By = —2x3a; — x3as = —%axg X+ @axg vy (3a) C 111
B = T4a1 —Tgag + % as = —\/3@1‘4 y+ %Ci (3b) CIv
By = rqa; + 2x4ag + % as = %au X+ @am v+ lci (3b) CIV
Bix = —2x4a1 — T4ag + %ag = —%am X+ ‘[am v+ cz (3b) CIv
Bis = Tsa; — T ag—&—%ag = —V3Bazs§ + 2 scZ (3b) CcCV
By = Tsap + 2xsas + % as = %le‘g) X+ @al‘g’, v+ éci (Sb) cV
B15 = 721‘5&1 7!175&24’%&3 = 7%0,1‘55(%’ @az5y+lci (Sb) cV
Bis = Teal + Y az + 26 a3 = la(ws+ys) X— §G($6 —Y6) § + c26 2 (6¢) VI
Bir = —ysas + (6 — yg) az + = la(ws—2ys) X+ Lazgy +c(%+1) 2 (6¢) VI
(26 + %) as
Blg = — (1‘6 — yﬁ) a] — Teg Az —+ = —%a (2176 — yg) X — Lay(;y + (6(3) V I
(2’6 + %) as %0(326 + 2)
By = —yoar —zgas — (26 — 2) as = —ta(zg+ye) X — @a (r6 —y6) ¥ — (6¢) VI
3 (32’6 — 2) Z
By = — (26— yo) a1 + Yo az — = za(—wze+ 2ye) %+ Barey—c(x—3) 2 (60) VI
(26— 3) as
B2y = reay + (6 — Ys) a2 — 2z a3 = 3a(2x6 — ys) X — ﬁa%i’ — 26 Z (6¢) \A!
B2 = T7ay +Yyrag + z7as = sa(zr+yr) X — ?a (7 —y7) § +czr 2 (6¢) VI
B2s = —yray + (v7 —y7) as + = %a (x7 — 2y7) X+ %aawy +c(zr+3) 2 (6¢) V1
(27 +3) as
Boy = — (7 —yr) a1 —wrax + = —la@rr —yr) & — Layr§ + (6¢) vi
(27 + %) as l c(327+2) z
Bxs = —Yrai —xrraz — (27 - %) asg = (567 + y7) X — @a (96‘7 - y7) y- (60) vi
1c(327—2) 2
Bag = — (27 — y7) 811)+ Y7 ag — = la(-a7+ 2y7) X+ fayc7y —c(er—3%) 2 (6¢) VII
z7 — 3 as



B27 = Tr7ay + (JC7 — y7) Az — Zyas = %CL (21‘7 — y7) X — §Gy7y — CzZ7 Z (GC) VII
Bas = rgar +ysaz + 2z a3 =  la(ws+ys) X— ?a(wg —ys) § + 2 2 (6¢) VI
By = —ygai + (:1:81— ys) as + = %a (xg — 2ys) X+ @ascgff +ec (28 + %) 2 (6¢) V III
(28 + g) as
B3y = —(xg —ys) a1 — xgas + = —%a (225 —ys) X — @aygy + (6¢) V III
(Zg + %) as %0(328 + 2) Z
_ 2 - 1 & _ V3 S
Bs: = —yga; — Tgag — (Zg — 5) as = —za(rg+ys) X — 5a(xs —ys) ¥ — (6¢) V 111
3c(325 —2) 2
B3z = —(rs —ys) a1 +ysaz — = ja(—zg+2ys) X+ @axgy—c(%; -3) 2 (6¢) V111
(s —3) as
B3z = rga; + (rs — ys) az — zz as = sa(2xs — ys) X — ?aysi’ — c28 % (6¢) VI
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