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

This structure originally had the label AB_hR16_148_cf_cf. Calls to that address will be redirected here.
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Prototype

AFLOW prototype label
Mineral name

ICSD

CCDC

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

CgHg

AB_hR16.148_cf_cf-001

cubane

none

1132082

hR16

148

R3

aflow --proto=AB_hR16_148_cf_cf-001
--params=a, c/a, X1, Ta, T3, Y3, 23, Td, Y4, 24


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/8Z24
https://aflow.org/p/AB_hR16_148_cf_cf-001

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

Rhombohedral primitive vectors

(xa+ys+ 24) Z

ai = lax—LBay+lez
az = % ay + % Z
ag = —lagk—Bay+lea
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ri1a1+xri1ay +x1as cT1Z (20) CI
B2 = —Xi1A]p —X1Ay — X1aAs —cxli (2(3) CI
B = Toay + Toas + Toas cxo Z (2¢) HI
By, = —X9a] — Ty ag — To A3 —cxo 2 (2¢) HI
Bs = Trzay +ysaz + 23 as ta(ws — 23) X — \/Tga(333—2y3+23) v+ (6f) cn
sc(w3+ys +23) 2
Bs = zza; +xzas + ysas *%a(y3*Z3)X+\[ (2w3 —y3 —23) ¥+ (6f) ClI
*C(xzs + ys +23) 2
Br = Yys a1 + z3az + r3ag sa(xs —ys) X— —a (3 +y3 —223) §+ (6f) cn
%0(903 + ys +23) 2
BS = —T3za] —Yzag — z3as — (1‘3 — 23) (Ig — 2y3 + 23) y (Gf) CII
%C(fﬂs + Y3 + 23) 2
By = —Zza; —Xzaz —Yszag %a (ys —23) X — %a (223 —y3 —23) ¥ — (6f) cn
sc(w3+ys +23) 2
B10 = —Y3 a] —ZzaAz —T3ag %a (1‘3 — yg) )A( + ?a (ZZ?3 —+ Yys — 22’3) y — (6f) C II
%0(51”3 +ys +23) 2
Bix = Tgar +Ysaz + z4a3 3a(zg — 24) X — \/Tga(u —2ys+2) 3+ (6f) HII
tc(wa+ys+24) 2
B = Zga1 + Tgan + Ygas —%a (y4 — 24) X+ ‘fa (2.134 — Y4 — 2’4) y+ (6f) HII
10(174 +y4 +24) 2
Bis = Yysay + 248z + 2183 —5a (x4 —ya) 5(—% (T4 +ys —224) I+ (6f) HII
sc(zatys+24) 2
B4 = —Tga1 —YsAz — 2483 —5a(Ts — 24) R+ \éga (T4 —2ys + 24) §— (61) HII
sc(Ta4ys+21) 2
Bis = —Zga1 —Tga2 —Y4a3 %a (ya — 24) X — %a (224 —ys—21) § — (6f) HII
sc(Ta+ys+24) 2
Big = —Yga1 — 2489 — T4 a3 %a (-'174 - y4)1 X+ ?a (1‘4 + Y4 — 2,24) y - <6f) HII
gC
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