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Prototype CasPbs
AFLOW prototype label A5B3_hP48.186_3cd_3c-001
ICSD 58922
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Pearson symbol
Space group number

Space group symbol

AFLOW prototype command

hP48
186
P6smc

aflow --proto=A5B3_hP48_186_3cd_3c-001

——para.ms=a,c/a,m1, 21, 2,22, T3,23,T4,24,T5,25,L6,26, L7, Y7, 27

Hexagonal primitive vectors

a; = %af( — @ay
az = %afc + §a§f
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; —x1as + 21 a3 —V3az1y + e 2 (6¢) Cal
B, = r1a; + 2z as + 21 as %ax1>“<+ @azlerczli (6¢) Cal
B; = —2x1a; — 1 as + z1 a3 —%axl X+ @axl Y+cni (6¢) Cal
B, = —riai+ria+ (214 3) a V3az1§+c(z1+3) 2 (6¢) Cal
B = —xr1a; — 2T a0 + (21 + %) as —%axl X — @axl y+c (z1 + %) Z (6¢) Cal
Bs = 2z1a; + 1@ + (21 + 3) a3 Sam % — @axlyﬁ—c(zl—k%) Z (6¢) Cal
B, = Toa] — Toag + 2o a3 —V3Bazs § + cz0 2 (6¢) Ca II
Bg = Toay + 2z ag + 29 as gamg X+ f(ll‘g Y+ c20Z (6¢) Ca II
By = —2r9a; — o ayg + 29 as *%Ql‘g X+ %axg V+cani (6¢) Ca Il
By = —zoa;+aoar+ (22+3) a V3aza g +c(22+3) 2 (6¢) Ca Il
By1 = —Toay — 2wgas + (Z2 + %) as —%aacgf( — @axgy +ec (22 + %) 2 (6¢) Ca II
B, = 2r9a; + o as + (22 + %) as %axg X — @axg y+ec (22 + %) A (6¢) Call
Bz = T3a; — r3as + zzas —V3axs§ + cz3 2 (6¢) Ca III
By = r3a; + 2x3as + 23 a3 §axg X+ ﬁaxg ¥+ cz32 (6¢) Ca III
Bis = —2x3a; — r3as + 23 a3 —§ax X+ f(l.’l?g v+ c23Z (6¢) Ca III
Big = —x3a] +x3ay + (23 + %) as V3axs§ + ¢ (23 + 5) Z (6¢) Ca III
By, = —r3a; — 2w3as + (23 + %) as *%CLIEg X — @axg y+ec (23 + %) Z (6¢) Ca III
Bis = 2z3a; + xzax + (23 + 3) as Saws %k — @axg J+c(zs+3)2 (6¢) Ca III
By = Tya] — Tgag + 2483 —V3Bax, § + cz4 2 (6¢) Pb1
By = r4a; + 2x4as + 24 Az gau X+ faaf4 V+cza2 (6¢) Pbl
By = —2r4a; — x4a + 24 a3 —%am X+ %am y+czz (6¢) Pb1
Boy = —zga; +xqas + (24 + 3) ag V3azs g +c(za+3) 2 (6¢) Pb1
By = —x4a1 — 2z4a9 + (24 + %) as —%amfc — @amy +ec (z4 + l) /7 (6¢) Pb1
By = 2zqa; +xgas + (2 + 1) ag Sarg %k — iam J+ce(aa+i)z (6¢) Pb1
Bos = Tsa) — Tsag + 25 ag —V3axsy + cz5 2 (6¢) Pb II



B26 = Is ay +21‘5 as + 25 as = EQI5X+ fax5y+c,25z (GC) Pb II
By = —2x5a; — x5 as + 25 as = —%QZL';; X+ %(11’5 ¥+ czz (6¢) Pb II
Bys = —w5a; +asax + (25 + 3) as = V3azs§ +c(zs+3) 2 (6¢) Pb II
By = —m5a;—2z582+ (25+3) a3 = —Saws % — @a%y +c(zs+3) 2 (6¢) Pb1I
B3y = 2z5a; +z5a2 + (Z5 + %) as = %axs X — ?am y+ec (25 + %) Z (6¢) Pb II
B3, = Tga) — Tgag + zg ag = —VBaxe§ + cz6 2 (6¢) Pb III
B3>, = Tgay + 2xg as + 2 as = Samg X + ‘faacg ¥+ c2Z (6¢) Pb III
B3z = —2xga; — xgas + 2g ag = gaarf; X+ \gaxﬁ y+cziz (6¢) Pb III
B3y = —Zgay + Teaz + (26 + %) as = V3azg§ + ¢ (26 + 5) (6c) Pb III
B3s = —xga; — 2Tgas + (26 + %) as = —%ax(;)‘( — @a%y +c (26 + %) Z (6¢) Pb III
B3 = 2z a1 + Tgas + (26 + %) as = %angi — @a%y +c (ZG + %) Z (6¢) Pb 111
B3y, = T7ay + yras + z7ag = %a (x7 +y7) X — @a (x7 —y7) ¥ +czr (12d) Ca 1V
Bss =  —wyrai+(z7 —yr) az+2zraz3 = la(zr —2y7) &+ Lazr §+czr (12d) CalV
Bsy = —(z7 —y7) a1 — z7as + 27 a3 = —%a (2z7 —y7) X — ‘fay7y +cz7Z (12d) CalV
By = —r7a; —yras + (27 + %) as = —%a (x7+y7) X+ % a(xr —y7) §+ (12d) CalV
c (z7 + 5) Z

B _ e — 1 — l4(— & _ L 1) 5

a1 = yrai—(r7r —yr) a2+(z7 + 2) a3 = ga(—x7+2y7) X ar7y+c (Z7 + ) z (12d) Ca IV
By = (z7—y7) a1+ay a2+(z7 + %) az = %a (227 —y7) X+ L ayry +c (27 + ) (12d) CalV
By = —yra; — Tyag + 27 ag = —%a (x7 +y7) X — ? (x7 —y7) §+czr 2 (12d) Ca IV
By = —(x7 —y7) a1 + yras + z7ag = %a (—x7 +2y7) X+ fam y+caiz (12d) CalV
Bys =  wrai+(vr—yr) ast+zray = ja (27 —yr) %= Payry + ezt (12d)  CalV
By = yray +aras + (27 + 3) ag = La(zr +yr) K+ La(er —yr) §+ (12d) Ca IV

c(er+3) 2
Byr = (z7r—yr) ai—yras+(zr+3) a3 = sa(z7 —2y7) X — LGJC?}’ +c(zr+3) 2 (12d) Ca IV
Bys = —z7ay — (v7 —y7) ag + = —la@ur—y) X+ Layryt+e(z+i) ez (12d) Ca IV
(27 +3) 2
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