Barringerite (Revised FeoP, C'22) Crystal Structure:
A2B_hP9_189 _fg ad-001

This structure originally had the label A2B_hP9_189_fg bc. Calls to that address will be redirected here.
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Prototype Fes,P

AFLOW prototype label A2B_hP9_189_fg_ad-001
Strukturbericht designation C22

Mineral name barringerite

ICSD 200529

Pearson symbol hP9

Space group number 189

Space group symbol P62m
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AFLOW prototype command aflow --proto=A2B_hP9_189_fg_ad-001

--params=a,c/a, T3, T4

Other compounds with this structure
COQAS, MggID, 1\/[112137 NiQP, szAS, PdgGe7 PdQSl7 PtgGe, PtQSl (HT)

e This is not the structure given in (Hermann, 1937) Strukturbericht Vol. II, 95. As noted by (Wyckoff, 1963), that
structure was “generally accepted for years, [but] has recently been shown to be incorrect.” This is the corrected
structure, as given in Wyckoff and (Villars, 1991). See the loriginal FeoP (C22) page| for the Strukturbericht version of this
crystal.

e This is the binary version of the structure. The two iron sites are independent, and can be replaced by different atoms.
We put the resulting ternary structures under the |ZrNiAl prototype.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) PI
B, = laj+2a,+1ag = lax+Lay+lca (2d) PII
B; = 2a;+iax+1ag = tax—Yay+ ez (2d) P1II
B, = T3 a = %axg X — @axg y (3f) Fel
B; = T3 a = %angi—i— 73ax3§1 (3f) Fel
Bg = —r3a; — T3 as = —ax3 X (3f) Fel
B, = Taa; + %ag = %auif @a:c4y+ %ci (3g) Fe II
Bsg = T4as + %33 = %am)‘(—i— ?amy—i— %ci (3g) Fe II
By = —r4a; —T4az + ;a3 = —azs X+ $ci (3g) Fe 11
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