Simple Cubic Cgy Buckminsterfullerene Structure:
A_c¢P240.205-10d-001

This structure originally had the label A_cP240_205_10d. Calls to that address will be redirected here.
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Prototype C

AFLOW prototype label A _cP240-205-10d-001
Mineral name buckminsterfullerene
ICSD 66729

Pearson symbol cP240

Space group number 205

Space group symbol Pa3
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e This is the experimentally determined structure of Cgy buckminsterfullerene (aka “buckyballs”) below 249K. Above that
temperature the Cgg molecules are orientationally disordered and set on a face-centered cubic lattice. For computational

purposes that structure is approximated by the [FCC Cgo buckminsterfullerene structurel

Simple Cubic primitive vectors

a; = ax
az = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + yias + 21 a3 = ar1X+ay1y+az z (24d) CI
B, = —(ml—%)al—ylag—i— = —a(xl—%)fi—ayly—l—a(zl—l—%)i (24d) CI
(z14+3) a
B; = —r1a; + (y1 + %) as — = —ax1X+a (y1 + ) —a (z1 - %) Z (24d) CI
(21— 3) as
B, = (xl—l—%) al—(yl—%) asp—ziaz = a(:rl—ﬁ—%))“(—a(yl—%)y—azli (24d) CI
B; = z1a; + i as + 1y as = a1 X+ar1y +ay 2 (24d) CI
Bsg = (zl—i—%) —(ml—%) as—yjaz3 = a(zl—k%) i—a(ml—%) v —ay (24d) Cl
B, = —(zlf%)alfxlang = —a(zl—%)ifaxlera(ler%)ﬁ (24d) CI
(1 +3) as
Bsg = —z1 a1 +(1+%)a2— = —azlfc—i—a(xl—i-%)y—a(yl—%)i (24d) CI
(91 —3) as
By = y1 a1 + 214 + 1 as = a1 X+any+ar,z (24d) CI
Bio = —ypaj + (21 + %) ap — = —ay1 X +a (z1 + ) —a (xl - %) Z (24d) CI
(w1 - 3) a3
Bi1 = (y1+%) alf(zlf%) ar—riaz = a(ler ) X — (zlf%) y—ax,Z (24d) CI
B2 = —(y1—3) a1 —zmas+ = —a(pp—3)X—any+a(zi+1i)2 (24d) CI
(:cl + %) as
Bz = —ri1a; — Yy as — 21 a3 = —arX—aypy —az z (24d) Cl
Buu = (zi+3)ai+ypa—(x—3%)a = a(zi+3) k+apy—a(xn—13)2 (24d) Cl
By = xlal—(yl—l) a2—|—(zl—|—%) a3 = axlfc—a(yl—f)y—l—a(zl—l— ) (24d) CI
Big = —-(mi-a+pm+i)a+ = —al@—3)%+tay+3)y+ant (24d) Cl
21 a3
By = —z1a1 —T1as — Y1 a3 = —aznX—ar1y —ay1 Z (24d) CI
Bis = (21—*)314-(1'14-%)324- = a(zl—f)x—ﬁ—a(wl—ﬁ— )y+ay12 (24d) CI
Y1a3
By = (zl—i—%) al—i—xlaz—(yl—%) ag = a(zl—l—%) fc—i—axly—a(yl—%) Z (24d) CI
By = zlal—(ml—f) a2—|—(y —|—%) az = azl)‘(—a(zl—f)y—ka(y —|—%)2 (24d) Cl
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