BaSs (original D0;7) Structure:
AB3 0P16_18_ab_3c-001

This structure originally had the label AB3_oP16_18_ab_3c. Calls to that address will be redirected here.
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Prototype BaS;

AFLOW prototype label AB3_0P16_18_ab_3c-001
ICSD 26765

Pearson symbol oP16

Space group number 18

Space group symbol P2,2,2

AFLOW prototype command  aflow --proto=AB3_oP16_18_ab_3c-001
--params=a, b/a, c/a, z1, 22, T3, Y3, 23, T, Y4, 24, L5, Y5, 25

e (Gottfried, 1938) identified this as the D0;7 structure, but (Parthé, 1993) gave that designation to |[P42;m #113 BaSs.

Simple Orthorhombic primitive vectors
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a; = ax

az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = c Z (2a) Bal
B, = %314—%&2—2133 = %a&—!—%by—czli (2a) Bal
B; = % ar + zp a3 = %by +czoZ (2b) Ba II
B, = % a; — 2o as = %ai —c29% (2b) Ba IT
Bs = T3a; +y3zas + 23 as = arsX +bysy +cz3Z (4c) S1I
Bg = —r3za; — ysas + z3as = —ar3X —bysy +cz32 (4¢) SI
By = —(m-Ya+(pt+i)a- = —a(z3— ) X+0b(ys+3) §—cz2 (4c) S1
Z3as
Bs = (x;;—l—%) al—(y —%) a,—z3az = a(xg—&—%)fi—b(y —%)y—cz;),i (4c) S1I
By = Tga; + ygas + 24 a3 = ary X+ by, y + cz4 Z (4¢) S1II
By = —rga; —ygas + 2483 = —ar X —bys ¥ +czaz (4c) S1I
Biu = —(m—3)ai+(ya+t3)a— = —a(wg— ) X+b(ya+3) 9 —cuz (4c) SII
z4 a3
B2 = (x4—|—%) al—(y —%) as—z4a3 = a(u—&—%)i—b(y —%)jf—cz4i (4¢) S1I
Bz = Tsai + ysas + 25 as = axs X+ bys ¥ + cz5 (4c) S III
By = —z5a; — Ysas + z5as = —ax5X —bysy +cz52 (4c) S III
Bis = —(m5—%) a1—|—(y5—|—%) a— = —a(x5—%)5<+b(y5+%)§f—cz'5i (4c) S III
z5as
B = ($5+%) alf(y5f%) as—z5a3 = a(x5+%) )‘(fb(y5f%) y—czi (4¢) S III
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