Solid Cubane (CgHg) Structure:
AB_hR16_148 cf ¢f-001

This structure previously used the label(s) AB_hR16_148_cf_cf. Calls to these addresses will be redirected here.
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Mineral name
CCDC

Pearson symbol
Space group number
Space group symbol

AFLOW prototype command

cubane

1132082

hR16

148

R3

aflow --proto=AB_hR16_148_cf_cf-001
--params=a, c¢/a, 1,2, T3, Y3, 23, Td, Y4, 24

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

Rhombohedral primitive vectors

‘a3
a; = %a&—%ay—i—%ci NP A
as = %ay + %ci
ag = —%a&—?ay+éci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tia; +x1ay +xas cx1 % (2¢) CI
B2 = —X1QA1 — 1Az —X1aAg —CI1 Z (20) CI
B; = Toay + Toag + o as CToZ (2(}) HI
B, = —Zoa] — Topag — To a3 —cxo Z (2¢) HI
Bs = rzaj +Yysas + zzas %a (3 —23) X — ‘/Tga (rs —2ys + 23) ¥ + (6f) CII
sc(ws+ys+23) 2
B = z3a1 + r3as +ys as —3a(ys — z3) X+ ?a(%g —y3—23) ¥+ (6f) cn
%0(173 +ys + 23) 2
Br = yzar + zzaz + x3 as —3a(x3 —ys3) §_§G($3+y3—223) v+ (6f) cn
tc(ws+ys+23) 2
Bg = —Trza; — Ysas — z3as —%CL (1‘3 — 2’3) X+ ?(l (33‘3 — 2y3 + 2:3) y— (6f) CII
%0(903 + Y3 + 23) 2
By = —z3a; — T34z — Yz as %a (ys — 2z3) X — %a (23 —ys —23) ¥ — (6f) CII
sc(zs+ys+23) 2
Bio = —Y3a; — z3az — T3 ag sa(z3 —y3) X+ ?a (r3 +ys —223) § — (6f) cn
sc(z3+ys+ 23) 2
Bix = Tgar +Ysaz + 2423 sa(zy — 24) X — \/Tga(m —2ys+21) y+ (6f) HII
sc(Tatys+24) 2
B2 = zga; + x4 + ysas —3a(ys — z4) X+ %a (224 —ys — 24) Y+ (6f) HII

=

3¢ (g +Ya + 24) 2
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B13 = y4a1 +Z4 ag +CC4 as = 7%& (1‘4 7y4) )A(*%a (l‘4+y4 722’4) 5’+ (Gf) H II
%0(14 +ys+24) Z

Bis = —Zga; — Y4z — 2z483 = —ja(wy—z) R+ %a (T4 —2ys +24) § — (6f) HII
%c(m +ys+24) Z

B15 = —Z4a1 —TgaA2 — Ygqas = %0, (y4 — 24) X — ?a (2334 — Yq — 2’4) y — (6f) HII
%c (x4 +ya+24) 2

Bis = —Ysd; — zg@ — T4 a3 = ja(zs—ys) X+ %a (T4 +ys —224) § — (6f) HII
sc(za+ysa+21) 2
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