BaZnSh, Structure:
AB2C t116.139_e_ce_d-003
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Prototype BaShbsZn
AFLOW prototype label AB2C_tI16_139_e_ce_d-003
ICSD 52694
CCDC 1617425
Pearson symbol tI16
Space group number 139
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Space group symbol I4/mmm

AFLOW prototype command aflow --proto=AB2C_tI16_139_e_ce_d-003
--params=a, c/a, z3, 24

Other compounds with this structure
BaCdBis, BaCdSby, BaMnSbs, BaZnBis, SrCdBis, SrZnBis

e Many authorities designate SrZnBis as the prototype for this structure.

Body-centered Tetragonal primitive vectors

a; = —zaX+3ay+jci
as = %ai—%ay—&—%ci %'
ag = %aiJr%ayf%ci o
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = la;+3a; = lay (4c) Sb 1
B, = fay+ jag = sax (4c) Sb I
B; = %al—&—%ag—&—%ag = %ay—i—ici (4d) Zn 1
B, = ial—s—%ag—&—%ag = %ai—i—ici (4d) Zn 1
Bs = zzap + 23 ap = cz3% (4e) Bal
Bg = —z3a; — z3as = —C23% (4e) Bal
B, = zgay + z4 Qs = cz4 % (4e) Sb II
Bg = —z4a] — 24 a9 = —cz4 2 (4e) Sb II
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