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AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

AT7B3C3_hP26.186_3a4b_2ab_a2b-001
14400

1595784

hP26

186

Pb6smc

aflow --proto=A7B3C3_hP26_186_3a4b_2ab_a2b-001

—~params=a, C/av 21,22, %3, R4, %5, 26,27, 28, 29, 210, Z11, £12, Z13

Other compounds with this structure

(Aly_Siy)(0,C-Ng_y_-)

o (Jeffrey, 1963) place the structure in space group P63mc #186, but give the structure in a pseudo-hexagonal cell in space
group Cmc2; #36. With the help of FINDSYM we converted this to the hexagonal structure.

o (Jeffrey, 1966) uses the P63mc space group exclusively, and we list the ICSD entry associated with that paper.

Hexagonal primitive vectors

a; = %afc — @a vy
a: = lax+ Lay | ediasvwer sy
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 21 a3 = cz1 Z (2a) All
B, = (zl + %) as = c (21 + %) Z (2a) All
B; = zo as = 20 Z (2a) Al Il
B, = (2’2 + %) as = c (22 + %) Z (2a) Al Tl
Bs = z3 a3 = cz3% (2a) Al IIT
B = (23+3) as = c(z3+3) 2 (2a) Al TII
B, = z4 A3 = cz4 % (2a) CI
Bg = (24 + %) as = c (24 + %) Z (2a) Cl
By = 25 a3 = cz5Z (2a) CII
Bio = (25 +3) as = ¢(z+3) 2 (2a) ClII
Bi1 = 26 a3 = cz6 Z (2a) Nil
Biz = (26 + %) a3 = c(z+13)2 (2a) Ni I
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Bis = %a1+%32+27a3 = %aﬁ+?3aA +oezr (2b) ATV
By = jart+gas+t (o7 +3) as = y0X = Gay+e(x+3)2 (2b) ALY
Bis = a1+ 3ax+2sag = 30X+ ay +czsz (2b) ALV
Bis = Jar+zas+ (s +3) a = sak—tay+c(zms+3) 2 (2b) ALV
Bz = %a1+%az+2’933 = %ai+?3aA +czoZ (2b) ALVI
Bis = jart+gas+ (2 +3) as = y0X = Gay+e(n+3)2 (2b) ALVI
Big = sar+3ay+zpa3 = 30X+ %a y + cz10Z (2b) AlVI
B2 = 2ay+3ay+ (210 +3) a3 = %a;‘c—%ay+c(zlo+%) z (2b) ALVII
B2:1 = ta;+2ay+ 2 a3 = sa%+Fay +ca 2 (2b) C I
By =  Zar+iar+(m+3)as = jax—Fayte(a+3) (2b) ¢
B2z = sar+3ay+zppa3 = 30X+ Fay + ez 2 (2b) NIl
Bay =  Zar+iart(r+i)ay = jax—Paytec(az+3) 2 (2b) Nl
B2s = ta;+ 2ay+z3a3 = saX+5ay +cz32 (2b) Ni I
Bz = 2aj+3ar+ (213 +3) a3 = %ai—%ay—kc(zm—ké) z (2b) Ni I
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