Ti,C Structure:
AB2 cF48 227 ¢_e-001

This structure originally had the label AB2_cF48_227 c_e. Calls to that address will be redirected here.
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Prototype CTig

AFLOW prototype label AB2_cF48_227_c_e-001
ICSD 77473

Pearson symbol cF48

Space group number 227

Space group symbol Fd3m

AFLOW prototype command aflow —-proto=AB2_cF48_227_c_e-001
--params=a, Ty

Other compounds with this structure
Ca33Ge, Ti82

e Some sources consider the real prototype of this system to be CagzGe, with the (32e) sites occupied by calcium atoms
and the (16¢) sites randomly occupied by calcium and germanium atoms.
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Face-centered Cubic primitive vectors

a; = %ay + %ai
az = %afc + %ai
ag = gzaX+3ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (16¢) CI
B, = 1ag = 10X+ tay (16¢) CI
B; = 1 ay = 0%+ jaz (16¢) CI
B, = 1a = 1ay+taz (16¢) ClI
By = Toa + Toas + T2 as = aroX + arey + axrqg z (32e) Til
Bg = T9ay +$2a2—(3x2—%) as = —a(xg—i)f(—a(x —i)y—l—axgi (32¢) Til
B, = $2a1—(3x2—%) ap + a3 = —a(xg—i)fc—kaxgy—a(x —i) Z (32e) Til
Bs = 7(3@7%) a; + a0 as + xoas = axg)‘cfa(:cgf%)yfa(ng%)i (32e) Til
By = —aa;—zpay+ (3z2+1)a; = a(za+3) &+a(za+3)§—azi (32e) Til
B = —Tgaj — Tyay — Tp as = —aToX —axey — ars Z (32¢) Til
B = —Toaj + (3%2 + %) ap; — Ty as = a (332 + i) X—axoy +a (x2 + %) Z (32e) Til
B = (324 1) a1 —xpas — 2023 = —azsX+a(za+ i) y+a(za+1i)2 (32e) Til
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