Hexagonal Au;Pqol Structure:
A7BC10_hP18_189_ceg_a_hi-001
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Prototype Au;IPqg

AFLOW prototype label A7BC10_hP18.189_ceg_a_hi-001
ICSD 12162

Pearson symbol hP18

Space group number 189

Space group symbol P62m

AFLOW prototype command aflow —-proto=A7BC10_hP18_189_ceg_a_hi-001
--params=a, ¢/a, 23, X4, 25, L6, 26

e There is some controversy about the structure of AuyPiol. (Binnewies, 1978) put it in the hexagonal |P62m #189 space
group, but (Jeitschko, 1979) place it in the trigonal P31m #162 space group. The structures are distinct, and to our
knowledge the dispute has not been resolved, so we present both structures.
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e We have shifted the origin, moving the iodine atoms from the (1b) to (la) Wyckoff positions.

Hexagonal primitive vectors

a; = jzak-— @ay
az = %afc + éay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) 11
B, = laj+2a, lak+Lay (2c) Aul
B; = 2a;+sap %aif?ay (2¢) Aul
By, = z3 a3 cz3% (2e) Au II
By = —2z3 as —c23 % (2e) Au I
Bg = T4y + % as %am X — @am v+ lci (3g) Au III
B, = T4as + % as lau X+ fau v+ cz (3g) Au IIT
Bsg = —rga; —Tgas + % as —ars X+ fcz (3g) Au III
By = %al—l—%ag—i—%ag % x+fay+cz5i (4h) PI
Bio = ta;+Zay — 2523 lax+ iay—cz;,i (4h) PI
Bi1 = %a1+%a2725a3 %ai %ayfcz52 (4h) PI
B, = %a1+%a2+25a3 %ai—?ay—i—c%i (4h) PI
Bz = Tgal + z as %amg X — ?axg v+ czz (61) PII
By = Tgas + zg as éaxﬁ X+ famﬁ ¥+ cz2 (61) PII
Bis = —Zga] — Tg Az + 26 Az —axg X+ cz62 (61) PII
Big = Tga] — 26 A3 %axG X — @axG ¥ —cz2 (61) PII
By = Tgap — 26 A3 20,1}6 X+ \{axg ¥ —cz2 (61) PII
Bis = —Xga] — Tgay — 26 A3 —argX — 262 (61) PII
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