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AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

A5B3_hP48_186_3cd-3c-001
58922

1622912

hP48

186

Pb6smc

aflow --proto=A5B3_hP48_186_3cd_3c-001

——params=a,c/a,x1, 21,X2,22,X3,23,T4,24,T5,25,L6,26,L7, Y7, 27

Hexagonal primitive vectors

L,
a; = jzak-— ?ay
ap = %af{ + éay
ag =— cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a] — 21 ag + 21 a3 = —V3Bax1§ +cz 2 (6¢) Cal
B, = r1a; + 2z as + 21 a3 = gaxl X+ fa:zrl V+ecxniz (6¢) Cal
By = —2r1a; —x1as + 21 a3 = —%awl X+ %awl y+cz 2 (6¢) Cal
By, = —xr1a] +x1a + (21 + %) as = V3az, § + ¢ (zl + %) Z (6¢) Cal
B; = —r1a] — 2z as + (21 + %) as = —%axl X — @awl y+ec (z1 + %) Z (6¢) Cal
Bg = 2r1a; +r1as + (21 + %) as = %axli— §Qx1y+c(zl+%) Z (6¢) Cal
B, = Toal] — XTpag + 22 a3 = —V3azs§ + 202 (6¢) Ca Il
Bg = Toay + 2x9 as + 29 ag = gaxg X+ ‘faacg V+c20Z (6¢) Ca II
By = —2r9a; — Toag + 29 as = —éaas X+ faatg ¥+ c2aZ (6¢) Ca II
B = —Z2a; +x2a2 + (22 + %) as = V3axs§ + ¢ (22 + 5) Z (6¢) Ca Il
Bii = —ma —2zsar+ (22+1)ay = —Samy %k — @amy +c(2+1)2 (6¢) CaII
Bix = 2z9a; + Toas + (zg + %) as = %axg X — @axg y+ec (zg + %) Z (6¢) Ca II
Bz = T3a] — r3ag + z3as = —V3ax3y + cz32 (6¢) Ca III
B = r3a; + 2x3as + 23 a3 = §a:zrg X+ faxg ¥ +cz32 (6¢) Ca III
By = —2x3a; — x3as + 23 a3 = —%amg X+ %axg y+cz3z (6¢) Ca III
Big = —x3a] +x3as + (23 + %) a = V3azs§ + ¢ (z3 + %) Z (6¢) Ca III
By = —x3a; — 2w3as + (23 + %) as = —%Cw?g X — @axg y+ec (23 + %) Z (6¢) Ca III
Bis 2z3a; + x3as + (23 + 3) as = Sarz %k — @axg J+c(z+i)2 (6¢) Ca III
Big = Tpa] — XTga0 + 24a3 = —V3Bax, § + cz4 Z (6¢) Pb1
By = Taay + 2x4 a9 + 24 a3 = %au X+ fau V+czz (6¢) Pb1
By, = —2r4a; —x4ap + 2483 = —%au X+ ‘[ax4 y+czz (6¢) Pb1
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By, = —x4a1 + 2420 + (24 + %) as = V3ax,§ + ¢ (24 + %) Z (6¢) Pb1
Bes = —mia; — 2482+ (z+1)ay = —Sazy %k — @amy +c(aat+i) 2 (6¢) Pb1
Boy = 2r4a1 + T4a0 + (24 + %) as = %am& — @amy +ec (Z4 + %) Z (6¢) Pb1
Bas = Tsa] — T as + 25 as = —V3axs § + cz5 2 (6¢) Pb II
Bog = Tsa; + 2x5 as + 25 as = §a:175 X+ fa:z:5 ¥ +cz52 (6¢) Pb II
Bor = —2x5a; — x5as + 25 as = —%axg) X+ %G&Lﬁ y+czsz (6¢) Pb II
Bos = —Z5a] + r5as + (25 + %) as = V3azxs§ + ¢ (Zr + %) Z (6¢) Pb 11
Boy = —r5a; — 2T5as + (Z5 + %) as = —%aaj5 X — Laﬂ?g, y+ec (2’5 + ) (6¢) Pb II
B3y = 2z5a; + w5ax + (25 + 3) a3 = Sars % — @a% J+c(z+i)z (6¢) Pb II
B3, = Tga] — XTgas + 2g as = —V3Baxe§ + cz6 2 (6¢) Pb III
B3, = Tga + 2z as + 2 as = 3 axeX + faacg ¥+ c26Z (6¢) Pb 111
Biz = —2xga; — Tgas + 2 as = —%axg X+ %axg y+cziz (6¢) Pb III
Bss = —zga; +xeas + (2 + 3) as = V3aze§ + ¢ (26 + 3) 2 (6¢) Pb III
Bss = —zpa;—2a¢ax+ (z+1) a3 = —Sarek — Pawey +c (2 + 1) 2 (6¢) Pb III
B3 = 2z a1 + Tgas + (26 + %) as = %angi — @a%y +ec (Zﬁ + %) Z (6¢) Pb 111
B3y = T7a; + yras + z7ag = %a (x7 +y7) X — @a (x7 —y7) §+czr (12d) CalV
Bss = —yrai+(z7—yr) az+27a3 = sa(z7 —2yr) X+ ﬁaﬁ y+exiz (12d) Ca IV
B3y = —(z7 —yr) a1 —x7ax + z7 a3 = —3a(2x7 —y7) X — ay7y +cz7 2 (12d) Ca IV
By = —zra; —yras+ (27 + 1) as = —3a(zr +y7) X+ § a(rr —y7) ¥+ (12d) Ca IV
c (z7 + 5) Z
Bu = yrai—(v7—yr) ast(zr+3)as = La(—ar+2y) &~ Lazrg+e(zr+3)2  (12d) CalV
By = (z7—yr) aitaras+(zr+3) a3 =  3a(2zr—yr) X+ L ayry+c(zr+3) 2 (12d) Ca IV
By = —y7a; — T7as + 27 as = —%a (x7 +y7) X — ? (x7 —y7) §+czr 2 (12d) CalV
By = —(z7 —y7) a1 + yras + 27 a3 = la(—z7 +2y7) X+ fam V+cexi (12d) Ca IV
Bys = rra; + (v7 —yr7) az + zr ag = la(2wr —yr) X — Layr § + czr (12d) Ca IV
By = yray +aras + (27 + 3) ag = ta(zr+yr) X+ @a (7 —y7) ¥+ (12d) CalV
c(z+3) 2
Byr = (7 —yr7) ai—y; a2+(z7 + %) ag = %a (x7 — 2y7) X — Laawy +c (27 + ) (12d) CalV
By = —rra; — (v7 —yr) az + = laQur—y) x+ Layrg+e(r+L) 2z (12d) Ca IV
(z7 + %) as
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