BaSs (original D0;7) Structure:
AB3 0P16_18 ab_3c-001

This structure previously used the label(s) AB3_oP16_18_ab_3c. Calls to these addresses will be redirected here.
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Prototype BaSs

AFLOW prototype label AB3_0P16_18_ab_3c-001
ICSD 26765

CCDC 1602149

Pearson symbol oP16

Space group number 18

Space group symbol P2,2,2

AFLOW prototype command aflow --proto=AB3_oP16_18_ab_3c-001
—T-params=a, b/a7 C/Cl, 21,%22,%3,Y3,23,T4,Y4,24,T5,Ys5, 25
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o (Gottfried, 1938) identified this as the D07 structure, but (Parthé, 1993) gave that designation to P42;m #113 BaSs.

Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 as = cz1 Z (2a) Bal
B, = %al—k%ag—zlag = %a:‘c—k%by—czlz (2a) Bal
B = % ar + 2 a3 = %by + 202 (2b) Ba I
By, = % a; — zz a3 = %ai — 27 (2b) Ba II
B; = T3a; +y3zas + 23 as = arz3X +bysy +cz32 (4c) SI
Bsg = —r3za; —ysas + z3as = —ar3X —bysy +cz3% (4¢) S1I
By = —(m-Ya+(pt+i)a- = —a(z3—3)%X+0b(ys+3) §—cz2 (4c) S1I
Z3as
Bg = (1‘34—%) al—(y —%) as—z3ag = a(xg—&—%)fi—b(y —%)9—0232 (4c) SI
By = Tga1 + ygas + 24 a3 = ars X +bysy + cz4 (4¢) S1I
Bio = —x4a] —Ygag + 24 a3 = —ax X —bys ¥y +cz4 2 (4¢) S1II
Bin = —(ma—3)ai+(mu+s)a—- = —a(zs—3) X+b(ya+3)y—cuz (4c) SII
Z4a3
B, = (1:4—|—%) al—(y4—%) ag—z4az3 = a(x4+%))‘<—b(y4—%)$f—cz4i (4¢) S1I
Bz = Tsai + ysas + 25 a3 = axs X +bys ¥ + cz5 (4c) S IIT
B4 = —T5a; — yYsas + 25 ag = —arsX —bysy + cz5 2 (4c) S III
Bis = —(zs—3)ai+(ys+3)a— = —a(ws— %) X+b(ys+3) §—cz52 (4c) S III
%5 as
B = (x5+%) alf(y57%) as—z5a3 = a(x5+%) )‘cfb(y5f%) y—czZ (4c) S III
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