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Prototype Mn;0O15Sr

AFLOW prototype label A7B12C_hR20_148_ade_2f_b-001
ICSD 252386

Pearson symbol hR20

Space group number 148

Space group symbol R3

AFLOW prototype command aflow --proto=A7B12C_hR20_148_ade_2f_b-001
~Tparams=a, c/a, Ts5,Ys5,25, L6, Y6, 26


https://aflow.org/p/5YFD
https://aflow.org/p/A7B12C_hR20_148_ade_2f_b-001

Other compounds with this structure
CaMn7012, CdMn7012, Pan7012

We use the data for StMn;O12 taken at 295K. Below 265K it undergoes an incommensurate structural transition. (Belik,
2016)

e Some authors use CaMn7;0O;5 as the prototype.

At high temperatures CaMn;O15 and PbMn;0O15 transform into the NaMn7;O;5 structure.

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

Rhombohedral primitive vectors

a; = %a&—?ay—kéci
as = %ay + %62
ag = —%ai—%ay—i—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
By, = 0 = 0 (1a) Mn I
B, = %al + %ag + %ag = %ci (1b) Srl
By = Ta = ja% — §a9+ icz (3d) Mn II
By = la, = oyt les (3d) Mn I
Bs = lay = ~lagx— Y3ay + Lea (3d) Mn II
Bs = La, + 1ag = ~lax+ Lay+ lez (3e) Mn 111
B, = laj +1ay = By + Lez (3¢) Mn 111
By = laj+1ia, = lag+LBay+lez (3¢) Mn 11T
Bg = Tsal + Ys as + 25 as = %a(m5—2’5) )‘(—%ga(x572y5+25) y+ (Gf) Ol
%C(% +Ys + 25) 2
Bio = zZs a1 + x5 az + ys as = —3a(ys — =) X+ %a(%s —ys —25) ¥+ (6f) 01
zc(zs +ys +25) 2
B11 = y5a1+25a2—|—:c5 as = —%a (1‘5 —y5) ﬁ—%a (1‘5+y5—225) 5’+ (6f) O I
%0(15 +ys + 25) 2
B2 = —Zsa1 — Y52 — 25 a3 = —ja(ws—25) R+ %a (5 —2ys +25) § — (6f) 01
tc(ms+ys + 25) 2
B13 = —Zza] —Tzaz — Ysas = %&(y5 —25) X — ?a (2335 — Y5 —2’5) }7— (6f) Ol
%C(Is +ys + 25) 2
By = —Ysa1 — Zsaz — T5ag = %a (x5 —ys) X+ ?a (5 +ys —225) § — (6f) Ol
s¢(z5+ys + 25) 2
B15 = Tga] + Y6 A2 + z2g az = %a (.’L‘G - 26) X — % (.136 — 2y6 + 26) S’ + (6f) O1II
%C(xﬁ + Y6 + 26) Z
Bis = Zgar + Teaz + ys a3 = —3a(ye — z) R+ %a(2x6 — Y6 —26) ¥+ (6f) ol

%C(ZL‘G +ys + 26) Z


https://aflow.org/p/A7BC12_cI40_204_bc_a_g-001

Bz = Yo a1 + 26 a2 + T ag = —ja(re—ys) R — %a (z6 + Y6 —226) ¥+ (6£) on
%C(IEG + Yo + 26) 2

Bis = —Tgal — Y Az — 26 A3 = —la(we—2) %+ %a (x6 —2ys + 26) ¥ — (6f) oIl
3¢(6+ys + 2) 2

B19 = —Zga1 — Tgay — Yp A3 = %a(yﬁ —Zg) X — ?a(QaZG—yG —2’6) y— (6f) Ol
%C(Iﬁ + Y6 + 26) 2

By = —Yg a1 — 26 A2 — Te A3 = %a (x6 —ys) X+ ?a (r6 +y6 —226) ¥ — (6f) ol
3¢ (6 + y6 + 26) 2
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