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Prototype (Y%

AFLOW prototype label A2B_t124_87_2h_h-001
ICSD 51214

Pearson symbol t124

Space group number 87

Space group symbol I4/m

AFLOW prototype command aflow —-proto=A2B_tI24_87_2h_h-001
--params=a, ¢/a, T1, Y1, T2, Y2, T3, Y3

e While the ground state of VOq is similar to baddeleyite (C43) (Villars, 2018), there are several metastable states (Oka,
1998), including this structure, seen at 473K, and [another tetragonal structure seen at 298K.

e It has also been seen in the arsenopyrite F07 structure.

Body-centered Tetragonal primitive vectors
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a3 = —%af{—!— %a yV + %ci
az = faX—jay+ jc2
ag = %ai—i— %ay — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = yrar+x1az + (v1 +y1) as = ar1X+ayr1y (8h) Ol
B, = —y1a; —x1az — (x1 +41) a3 = —ariX—ay1y (8h) Ol
B; = ria; —y1az + (1 — Y1) as = —ay1 X +an y (8h) 01
By, = —ma+tya—(n-y)a = ayr X —axr1 y (8h) Ol
Bs = yoay +x2az + (w2 +y2) a3 = are X+ ays ¥ (8h) on
B = —y2a1 — T2ay — (v2 +y2) a3 = —axo X —ays ¥ (8h) on
Br = mpa;—ypray+(r2—y2)az = —ay2 X + a2 § (8h) Ol
Bs = —majt+ypar—(r2—y)a3 = ayz X —axe y (8h) ol
By = ysay +xzag + (v3 +y3) az = ar3X + aysy (8h) VI
Bio = —ysa; —r3as — (x3 +y3) as = —ax3X —aysy (8h) Vi
By = r3a; —yzaz + (3 —y3) a3 = —aysX +axzy (8h) \A!
B2 = —r3a; +ysas — (r3 —y3) az = aysX —arsy (8h) A\
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