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AFLOW prototype label A _cF32.227_e-001
ICSD 689215
Pearson symbol cF32
Space group number 227
Space group symbol Fd3m

AFLOW prototype command  aflow --proto=A_cF32_227_e-001
--params=a, 1

e This was predicted by (Sheng, 2011) and found experimentally by (Xu, 2020) and others.

e The ICSD entry is from (Kang, 2020), who gave the atomic positions in terms of setting 1 of space group Fd3m #227.
We used FINDSYM to change this to the standard setting 2.

Face-centered Cubic primitive vectors
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a1
a; = %a v+ %a Z
as = %afi + %ai
ag = gzaX+3ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a] + 1 ag + x1 as = ari X+ ar1y + ax Z (32¢) CI
B, = x1a1+x1a27(3x17%) as = fa(:clf%)f(fa(xlf%)eraxlz (32e) CI
B; = xlal—(3$1—%) as + x1 ag = —a(xl—i)i—i—axly—a(xl—z)z (32e) CI
By, = —(3$1—%)31+$1ag+$183 = axlx—a(xl—i)y—a(xl—z)i (32¢) CI
B = —xlal—x1a2+(3m1+%) as = a(xl—&—z)x—ka(xl—k%)y—axlz (32e) Cl
Bg = —x1a] — T1as — 21 a3 = —ar1X—ar1y —ax1Z (32e) CI
B, = —x1a1+(3x1+%) ap — 71 as = a(ﬂcl—&—i)f{—axly—i—a(wl—i—i)i (32e) CI
Bg = (3:51—1—%) a; —ri1ay — T as = —axlfc—l—a(xl—l—i)y—l—a(xl—l—i)i (32e) CI
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