Ti4Coo0 Structure:
A2BC4 cF112 227 e_c_df-001
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Prototype Coo0Tiy

|AFLOW prototype label A2BC4_cF112.227_e_c_df-001
ICSD 139679

CCDC 096

Pearson symbol cF112

Space group number 227

Space group symbol Fd3m

AFLOW prototype command aflow --proto=A2BC4_cF112_227_e_c_df-001
--params=a, T3, T4

e This is an ordered form of the n-carbide (E93)| structure.
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e AFLOW shifts the origin from the Ti I site to the O I site.

Face-centered Cubic primitive vectors

2
a; = 3ay+jaz
ag = %afc + %ai
ag = %afc—i— %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (16¢) 01
B _ Jag+ Jog a6 o1
B; = L ay = lax+ taz (16¢) Ol
B, = 1a = 10y + taz (16¢) 01
B; = %314‘%32—’-%33 = %ai—l—%ay—i—%ai (16d) Til
Bg = sa;+zap = jaX+ a9 + 302 (16d) Til
B; = fa+iag = jaX+ ay + taz (16d) Til
Bs = l1as+1a; = lax+ tay + taz (16d) Til
By = Tr3a; + r3as + r3as = arsX +arsy + arsz (32¢) Col
B = r3a; +r3ay — (3x3 — %) as = (xg — f) X — (J;g — f) ¥ +axsz (32e) Col
B,y = T3a; — (3x37 %) a, + r3as = (13, 7) X+ a:vgyfa(ng i) Z (32e) Col
Bi» — (3903 — %) a; + x3as + r3as = arsX —a (xg — 7) —a (mg — %) Z (32e) Col
Bz = —x3a; — Tr3as + (31‘3 + %) as = a (xg + Z) X+a (xg + ) —ar3z (32¢) Col
Bis = —x3a] — T3ay — T3 a3 = —ar3X —ar3y —ar3z (32e) Col
Bis = —zsa;+ (3z3+1)ay—az3a3 = a(zs+3i) k—arsy+a(zs+1)2 (32e) Col
Big = (3z34+ 1) a1 —xgay — w323 = —arsX+a(zs+3)y+a(zs+1)2 (32e) Col
By = —(z4— ) a1 + z4a2 + w4 a3 = ars X+ fay + saz (48f) Ti IT
Bis = mjai—(za— 1) ax—(za—1)ay = —a(zs— 1) %+ Lay + az (48f) Ti 11
Big = Taa; — (:c4f i) as + x4 a3 = éai+ax4y+ Loz (48f) Ti Il
By = — (x4 — i) a; +x4a0 — = %ax —a (ac4 — 7) v+ az (48f) Ti II
(o1 1)
By = z4a; +xga; — (x4 — 1) a3 = taX+ tay +arsz (48f) Ti IT
By, = —(x —%) al—(a:4—%) as+ = %af(+éay—a( —Z)z (48f) TiII
Tgag
By = (334 + %) a;—T4 a2+(x4 + %) ag = %afc + (ac4 + %) v+ 2az (48f) Ti II
Boy = —x4a; + (a:4—|— %) ar — 14 a3 = %ax—amy—i— az (48f) Ti II
Bas = —zgar+ (z4+3) ap + = a(za+3) %+ 2a9+2az (48f) TilI

(wa+3)a



Bog = (x4+%) a; — x4a9 — T4a3 = fax4)‘c+%ay+%a2 (48f) Ti II

By = —T4a; — Tqag + (m4 + %) as = gai{ + %ay —ax4Z (48f) Ti II
Bos = (m—i—%) aﬁ—(m—i—%) ar—xT4a3 = %af:—i—%ay—i—a(m—i—%) 2 (48f) Ti II
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