SrMn-0Oq, Structure:
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Prototype Mn;0Oq5Sr

AFLOW prototype label ATB12C_hR20_148_ade_2f_b-001
ICSD 252386

CCDC 1717711

Pearson symbol hR20
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Space group number 148
Space group symbol R3

AFLOW prototype command aflow --proto=A7B12C_hR20_148_ade_2f_b-001
—~params=a, C/a7 T5,Ys5,25,T6, Y6, 26

Other compounds with this structure
CaMn7012, CdMn7012, PbMH7012, PPMH7012

We use the data for StMn;O15 taken at 295K. Below 265K it undergoes an incommensurate structural transition. (Belik,
2016)

Some authors use CaMn;012 as the prototype.

At high temperatures CaMn;QO15, PbMn;O12 and PrMn;O7 transform into the NaMn;O15 structure.

Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

Va2
a; = %afc % y—i-%ci ”
ax = % 5"*‘% z
ag = —%a)‘c L y—i-%ci )
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Mn I
B, = %al + %ag + %ag = %ci (1b) Srl
Bs = 3 a; = ja%—ay+ ez (3d) Mn II
B, = 1 a = Loy +Lea (3d) Mn II
Bs = 1ag = ~lax—Bay+ica (3d) Mn II
Bs = lay+1ia, = ~lax+ Y3ay + Lez (3e) Mn 111
B, = 3ai+ jas = —ay+ ica (3e) Mn 111
Bs = %al +%a2 = %achr T;’ayqtéci (3e) Mn III
By = Zsay + Ys ag + 25 as = fa(zs—25) X— ‘/Tga(m —2ys +25) ¥+ (6f) 01
tc(ms+ys +25) 2
Bio = Z5a1 + Tsaz + Y5 as = —5a(ys — 2) A‘*‘%a(?xs —ys —25) ¥+ (6f) 01
%C($54*y54*25)2
By, = Ysar + zsaz + x5 as = —3a(zs _yfi) X— \ég (r5 +ys — 225) ¥+ (6f) 01
zc(xs +ys + 25) 2
B, = —T5a; — ysas — 25 a3 = —ia(ws—25) X+ ‘éga (x5 — 2ys + 25) § — (6f) 01
sc(s +ys + 25) 2
Bis = —Zsa1 —Tsaz —Ysag = %a (ys — 25) X — %a (225 —ys —25) § — (6f) 01
sc(zs+ys+25) 2
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B = —Ysa1 — Zsaz — T's A3 = sa(zs *95)15(+ ?a (w5 +ys —225) § — (6£) Ol
zc(ws5 +ys +25) 2

Bis = Tgay + yYg as + 2 as = %a (6 — 26) X — \/Tga(xg —2ys+26) ¥+ (6f) Ol
3¢ (6 + y6 + 26) 2

B16 = Zg a1 + Tg a2—|—y6 as = —%a (y6 —26) )A(—‘r ?a (2336 — Ve —Zﬁ) y+ (6f) OlIl
%C(Iﬁ + Y6 + 26) 2

Bz = Y6 a1 + 26 a2 + T A3 = —ja(zg—ye) X— ?a (z6 + Y6 — 226) §+ (6f) O1I
3¢ (26 + y6 + 26) 2

Bis = —Ze¢a1 — Ye A2 — 26 A3 = —%a (w6 — Z?) X+ ?a (z6 — 2ys + 26) ¥ — (6f) Ol
3C (176 + Y6 + 26) Z

By = —Z6a1 — TgA2 — Y6 A3 = Sa(ye—26) X — %a (2w —ys — %) § — (61£) OlII
3¢(z6 +ys + 26) 2

By = —Ys A1 — Zeg Ay — T a3 = %a (xG - yﬁ) X+ ?a (IG + Ys — 226) y - (6f) ol
3¢ (z6 + Yo + 26) 2
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