Haussmannite (MngO,) Structure:
A3B4 t128 141 ad h-001

This structure previously used the label(s) A3B4_tI28_141_ad h. Calls to these addresses will be redirected here.
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Prototype Mn3Oy

AFLOW prototype label A3B4_t128_141_ad_h-001
Mineral name haussmannite

ICSD 68174

CCDC 1630114

Pearson symbol t128

Space group number 141

Space group symbol T4y /amd

AFLOW prototype command aflow —-proto=A3B4_tI28_141_ad_h-001
--params=a, ¢/a, Y3, Z3
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Body-centered Tetragonal primitive vectors

a3 = —%ai—i—%a”—f—%ci
as = %ai—%a&—i—%ci
ag = %ai—f—%ay—%ci

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Taj+tay+2ag = 309+ tcz (4a) Mn I
B, = éa1+§a2+%a3 = %aif%aer%cﬁ (4a) Mn I
B; = fa;+jap = 3c2 (8d) Mn II
B, 1as+ 1ag = lax (8d) Mn IT
Bs = 1a = —taX+tay+ ez (8d) Mn II
B = laj+lay+1lag = lax+tay+icz (8d) Mn II
By = (ys + 2z3) a1 + z3a2 + ys as = ay3y + c23 % (16h) OI
Bg = (—yg—i—zg—i—%) a; + z3ag9 — = —a (y —%) V+c23z (16h) (O]
(=)
By = zai+(-ys+2+3)a—ysa; = —a(yg—z)i—iaA—t—c(zg—F%)i (16h) (O
Bio = zai+(ys+z3) act(ys+3)as = alys+ %) X+ tay+c(zs—1) 2 (16h) 01
B = (y3—23+%) a; — zzag + = a(y;;—l—%) y—cz32 (16h) Ol
(ys+3) as
Biz = —(y3s+23)a—23ax—ysa3 = —aysy —cz3Z (16h) Ol
Bis = -—zzai+(ys—23+3)artysag = alys+3)&k—%ag—c(zs—13) 2 (16h) Ol
By = —zzay — (ys + 23) as — = —a(ys— Y x+tag—c(z+13)2 (16h) 01
(y3 - %) as
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