Ti3O (Room-Temperature) Structure:
AB3 hP24 149 acgi 31-001

This structure originally had the label AB3_hP24_149_acgi_31. Calls to that address will be redirected here.
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Prototype OTis

AFLOW prototype label AB3_hP24_149_acgi_31-001
ICSD 36055

Pearson symbol hP24

Space group number 149

Space group symbol P312

AFLOW prototype command aflow --proto=AB3_hP24_149_acgi_31-001
~Tparams=a, C/a7 23,24, L5, Y5, 25, L6, Y6, 26, L7, Y7, 27

Trigonal (Hexagonal) primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B: = 0 0 (1a) o}
B, - bt 2 o+ Yas 1o om
B; = z3 a3 cz3Z (2g) O III
B4 —z3 a3 —C23% (2¢) O III
By = Zai+lay+zay pak = Fay +eul (20) O
Bs = Za; +La, — za lag—Bay —cz2 (21) 01V
B, = ZTsai + ys as + 25 as ta(zs+ys) X — La(zs —ys) § + ez 2 (61) Til
Bsg —ysa; + (5 — y5) a2 + z5 ag %a (x5 —2y5) X+ 73ax5 vV +cz52 (61) Til
By = — (5 — y5) a1 — x5 ax + 25 a3 —5a(2x5 —ys5) X — ?ay5y+cz52 (61) Til
Bio = —Ysap —Tsaz — 25 a3 —%a(az5+y5) X - 73a(x5 —Ys5) ¥ —ca5 2 (61) Til
Bix = — (25 —y5) a1 + ys a2 — 25 a3 %a (x5 +2y5) X+ ?CWCS y—czz (61) Til
B = zsaj + (x5 —ys) as — z5 a3 %a (2z5 —y5) X — ?a%y —cz5 % (61) Til
Biz = Tgal + Yeas + 2¢ as %a(:ce +ys) X — @a(za —y6) ¥+ cz2 (61) Ti II
Bia —ysar + (zg — ye) A + 26 as La (g — 2ys) X + Lawey + c262 (61) Ti 11
Bis = —(x6 —yYs) a1 — Tg a2 + zp a3 —1a(2z6 — ys) X — ?ayg ¥+ czz (61) Ti II
Bis = —Ye a1 — Tgaz — Z6 A3 —%a (z6 + o) X — @a (w6 —ys) ¥ — c26 2 (61) Till
Bir = — (w6 — ys) a1 + Yo a2 — 26 a3 La(—x6 +2y6) X+ ga:c(; Y —czz (61) Ti II
Bis = zeal + (z6 — ys) az — zg as %a (226 — yg) X — ?ayg,y —czZ (61) Ti II
Bis = Tray +yrag + z7ag sa (7 +y7) X — ?a (27 —yr) § +czr i (61) Ti I
Bao = —yray + (v7 — y7) a2 + 27 a3 sa (w7 —2yr) X+ ?am V+ci (61) Ti 11T
By, = —(x7 —y7) a1 — x7ay + z7as —ta(2z7 —y7) X — @agﬁy +c27Z (61) Ti III
Be2 = —Yrai1 —Traz —zrag —%a (z7+y7) X — @a(m —yr) ¥ —czri (61) Ti 111
Bas = —(v7—y7) a1 +yras — z7as Ta(—x7 +2y7) &+ Lazr § — ez 2 (61) Ti III
Boy = zral + (x7 —y7) as — zrag %a (2z7 —y7) X — ?agﬁy —czr 7 (61) Ti III
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