TiSiy (C54) Nowotony Chimney-Ladder Structure:
A2B 0F24 70 e a-001

This structure originally had the label A2B_oF24_70_e_a. Calls to that address will be redirected here.
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Prototype SioTi

AFLOW prototype label A2B_0F24_70_e_a-001
Strukturbericht designation Ch4

ICSD 1089

Pearson symbol oF24

Space group number 70

Space group symbol Fddd

AFLOW prototype command aflow --proto=A2B_oF24_70_e_a-001
--params=a, b/a,c/a, o

Other compounds with this structure
RuAls, RuGas, TiGes, ZrSny

e This is the simplest example of a “Nowotny chimney-ladder structure” (Pearson, 1970), T,,X,,, where “T” is a transition
metal, “X” is a row III or IV metal (or semiconductor), and 1.25 < m/n<2. The transition metal atoms are arranged
similarly to the atoms in the |5-Sn (A5).
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Face-centered Orthorhombic primitive vectors

a3 = %by + %ci
ag = %afc + %ci
ag = %afc + %by
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al—l—%ag—&—%ag = éa&—l—%by—i—%cz (8a) Til
B, = %al—i—%ag—&—%ag = %ax—l—%by—i—gcz (8a) Til
B; = f(ng%) a; + xgas + a0 a3 = axg)‘ch%bwaéci (16e) Sil
B, = x2a1—(m2—i) ag—(xQ—Z) a3 = —a (xg—i) )“(—Q—%by—l—%ci (16e) Sil
Bs = (x2+%) a; — Tpas — T as = —awzi—i—%bgf—i—%ci (16e) Sil
Bg = —x2a1—|—(x2—|—%) as + = a(m—!—%) i—i—%by—l—%ci (16e) Sil
(w2 +3) as
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