YgCUg (OH) 19C18 Structure:
ASBIC24D19E3 hR63 148 cf df 4f a3f be-001
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Prototype Cl3CugH19019Y3

AFLOW prototype label A8B9C24D19E3_hR63-148_cf_df_4f_a3f_bc-001
CCDC 1532410

Pearson symbol hR63

Space group number 148

Space group symbol R3


https://aflow.org/p/GGPS
https://aflow.org/p/A8B9C24D19E3_hR63_148_cf_df_4f_a3f_bc-001

AFLOW prototype command aflow --proto=A8B9C24D19E3_hR63_148_cf_df_4f_a3f_bc-001
—~params=a, C/a7 T3, T4,T6,Y6,26,L7,Y7,27,T8,Y8, 28, L9, Y9, 29,10, Y10, 210, L11, Y11,
211,212, Y125 212, T13, Y13, 213, L14, Y14, #14

e Only 1/6 of the sites allocated for H-I (18f) are occupied. These H-I hydrogen sites are arranged in hexagons around the
oxygen O-I atoms. As the separation between them is only 0.82A it is likely that the atoms are all in one of the two
possible isosceles triangles surrounding each oxygen.

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

a; = %ai—%ay—i—%cz
a; = %ay + %ci
ag = —%ai—%ay—i—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) 01
B, = %al—l—%ag—f—%ag = %ci (1b) YI
B; = r3ay + rzag + r3as = cr3Z (20) ClI
B4 = —Tza] —T3aA — T3as = —CI3 Z (2(3) ClI
By = T4a1 + T4a0 + 1483 = cx4Z (2¢) Y II
Bg = —Z4a] — T4 — T4 a3 = —cx4 2 (2¢) Y II
B, = %al = iafc— 1—‘/2§ay+ %cz (3d) Cul
By = la, = oyt lez (3d) Cul
By = 1aj = —%ai—%ay—kéci (3d) Cul
By = Tgay + Ygas + 2¢ as = %a (6 — 26) X — ‘/Tga(xg —2ys+26) ¥+ (61) Cl1II
$c (w6 + yo + 26) 2
Bi1 = Zeg a1 + Tegaz + Yg as = —%a (y6 — 26) X+ ga (226 —ys — 26) ¥ + (61) ClII
%C(ffﬁ + Y + 26) 2
B2 = Yo &1 + 26 a2 + Z¢ a3 = —sa(zg—ye) X— ?a (z6 + Y6 — 226) §+ (6£) Cll
2c (w6 + yo + 26) 2
By = —Teal] — YAz — Zp A3 = —%a (1‘6 - Zﬁ) X+ ?a (.736 — 296 + ZG) y— (6f) ClII
%C(Iﬁ + Y6 + 26) 2
Bis = —Zsa1 — TeAz — Y6 a3 = %a (Y6 — 26) X — ?a (226 — Y6 — 26) § — (6f) i
tc(w6+ yo + 26) 2
Bis = —Y6 &1 — 26 A2 — T6 A3 = ja(ze —ys) X+ %a (w6 + Y6 — 226) § — (6f) ClII
%0(956 +ye + 2) Z
Big = T7a + yras + 27 as = %a (x7 —2z7) X — %ga(:m —2yr+27) ¥+ (6f) Cull
sc(zr+yr+27) 2
Bir = zray + x7az + yras = —3alyr—z7) X+ %a (227 —yr —27) §+ (6f) Cull

sc(zr+yr+27) 2
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Bss

B34

Bss

B36

Bsr

yra; + zrag +x7as

—Tr7a; —Yragz —z7rag

—Z7a; —Tyaz — Yras

—Yray —zraz —T7ag

rga) + ysas + zgag

zga) + rgaz + ysg as

ysa + zgag + rgas

—Zgap —YsaAz —z8asg

—Zga; —Tgaz —Ysas

—Ysa1 —zgaz —Irgag

Tgai + Yo az + 29 ag

Zgal + Tgag + Yo as

Yo a1 + zg az + xg ag

—Tgal —Ygaz — Zgag

—Zga1 —Tgaz —Ygasz

—Yga1 —Zgaz — Tgas

T10a1 + Yioa2 + 210 a3

z1pa1 + T1p a2 + Y10 a3

Y101 + z10@2 + T10 a3

—T10aA1 — Y10a2 — 210 A3

—Zzi10a1 —T10aA2 — Y10a3

)Ef%a(x7+y7—227) v+

)
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))A(—f'\/§ ($7—2y7+27)
c(@7 +yr + 27) 2

%@(97—27)5(—%0(2937—297—27) v -
C

(x7 +yr + 27)
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Bss = —Z13@1 —Yi3a2 — 21333 —%a (z13 — 213) X + (6£) O I
?a (13 —2y13 + 213) § —
sc(z13 4 y1s + 213) 2
Bse = —Z13a1 — 1342 — Y1343 % (y13 — 213) X — (61) O I
ia (2213 — 913 — 213) § —
sc (13 + Y13 + 213) 2
Bsr = —y13a1 — Z13 82 — T13a3 30 (213 — y13) X+ (6f) O I
%a (713 +y13 — 2213) § —
s¢(z13 + Y13+ 213) 2
B5s = T14 Q1 + Y14 A2 + z14 a3 %a (£E14 — 2’14) X — (6f) o1V
ia (14 — 2y14 + 214) § +
3¢(z14 +y1a+ 214) 2
Bsy = z14a; + T4 A2 + Y14 A3 —3a(y1q — z14) X+ (6f) 01V
‘éga (2214 —y1a — 214) § +
te(x1a 4 y1a + 214) 2
Beo = Yiaa1 + z14 a2 + T14 a3 —ta(zig —yia) X — (6f) o1V
V30 (214 + Y14 — 2214) § +
s¢(z1a+y1a+214) 2
Bg1 = —T14Q1 — Y14y — Z14 a3 —%a (-7314 - 214) X+ (6f) O1v
?a (14 — 2y14 + 214) § —
te(x1a 4 y1a + 214) 2
Bgx = —Z14@] — X14 Q9 — Y14 A3 (y14 - 214) X (6f) o1V
ia (2714 — Y14 — 2’14) y -
%C (14 + Y14 + 214) 2
Bes = —Y14@1 — Z14 83 — T14 A3 30 (14— y1a) X+ (6£) 01V
V30 (214 + Y14 — 2214) § —
$C (2144 y1a + 214) 2
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