AuF;3 Structure:
AB3_hP24 179 b_ac-001

This structure originally had the label AB3_hP24_179 b_ac. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, E. Gossett, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library
of Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: [10.1016/j.commatsci.2018.10.043

https://aflow.org/p/45S0

https://aflow.org/p/AB3_hP24_179_b_ac-001

3
giz

Prototype AuF3

AFLOW prototype label AB3_hP24_179_b_ac-001
ICSD none

Pearson symbol hP24

Space group number 179

Space group symbol P6522

AFLOW prototype command aflow --proto=AB3_hP24_179_b_ac-001
—~params=a, C/av x1,T2,T3,Y3,23

Other compounds with this structure
Agls

) these compounds also exist in the enantiomorphic space group P6,22 #178. That page describes the more recent
(Zemva, 1991) determination of the structure.
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Hexagonal primitive vectors

a3 = %afi — ?ay
a; = gaX-+ ?ay
ag =— cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B T a = %axl X — @aaxl N (6a) FI
B, T as + %ag = %axlir fa:cly+ 2c7 (6a) FI
Bs —r1a; — T as + % as = —ar1 X+ gcz (6a) FI
B4 —x1a; + %33 = —%amli—i— ﬁaxly—l— lci (6a) FI
Bs —x1as + %33 = —%aa:l X — ‘égax v+ cz (6a) FI
Bg ria; + 11 a2+%a3 = ar1 X + gcz (6a) FI
B~ Toay + 2z as + %ag = %axgi—i— ﬁaxgy—i— §ci (6Db) Aul
Bs —2x0a; — Toag + % as = —%axg X+ ‘faxg v+ 1202 (6b) Aul
By T ag —x2a2—|—$a3 = —faxgy—t—ﬁcz (6Db) Aul
Bio —x9a; — 2wpag + i as = —%amz X — @a;@ v+ ici (6Db) Aul
B1: 2z9a; + T2 2 + 15 a3 = Saws X — @axgy—&— Lz (6b) Aul
Bi» —T2aj +rgag + T72 as = \/gaxg v+ %Ci (6b) Aul
B13 T3 ay +y3 a2+23 as = % (I3+y3) )A(* @a (173 7y3) y+62’32 (120) F II
B4 —ysay + (3 —y3) az + = Zla(zs—2y3) X+ @axg y+3c(323+2) 2 (12¢) F1I
(24 2) g
Bis — (w3 —y3) a1 — w32 + = —la(2w3—y3) % @ayg y+c(zs+i)2 (12¢) F II
(23 +3) as
Bis —Zza; —ysaz + (23 + %) as = —sa(z3 +y3) X+ ?3@ (r3—y3) ¥+ (12¢) F I
c (zd + 5) Z
Bir ysa;—(z3 — ys3) a2+(Z3 + %) ag = %a (—x3+2y3) X — ?aatg v+ec (23 + %) Z (12¢) F II
Bis (333 - yg) al+x3 a2+(2’3 + %) as = %a (2$3 — yg) X+ @ayg v+ %C 623 + 5) Z (120) FII
Big Yzay +Tzaz — (Z3 - %) as = 50 (3 + ys) X+ @a (r3 —y3) ¥ — (12¢) F I
Boo (x3 —y3) a1 — ysas — z3 ag = %a (3 —2y3) X — §Qx3 y—c237% (12¢) F II
Ba1 —zga; — (x3 —y3) as — = —%a (2z3 —y3) X+ ?aygy —c (z - %) Z (12¢) FII
(23— 3) as
B2 —Yyza;p —Trzag — (23 - %) as = —3a (73 +y3) X — LBa (r3 —y3) § — (12¢) F I
c(z —21 Z
53— ¢) 2
Bas — (23 — y3) a1 +ysaz — = Ja(—w3+2ys) X+ ?Cms y—c(s3—3) 2 (12c) F1I
(23— 3) a3
By xzar+(zs — y3) a27(23 — %) ag = %a (225 —ys3) X — 73ay3 y— %0(62’3 -5z (12¢) F II
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