Manganite (7-MnO(OH), EQg) Structure:
ABC2 mP16 14 e e 2e-004

This structure originally had the label ABC2 . mP16_14_e_e_2e. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/E23Q

https://aflow.org/p/ABC2_-mP16_14_e_e_2e-004
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Prototype MnHOs
AFLOW prototype label ABC2.mP16_14_e_e_2e-004
Strukturbericht designation EQg
Mineral name manganite
ICSD 109600
Pearson symbol mP16
Space group number 14
Space group symbol P2 /c

AFLOW prototype command aflow --proto=ABC2_mP16_14_e_e_2e-004

--params=a,b/a,c/a, 5, x1,y1, 21, T2, Y2, 22, T3, Y3, 23, T4, Y4, %4

Other compounds with this structure
LiBO,

e (Buerger, 1936) originally determined the positions of the manganese and oxygen atoms using the B2;/d setting of space
group #14. This structure was given the Strukturbericht designation EQg in (Gottfried, 1938). Much later, (Kohler, 1997)
found the positions of the hydrogen atoms, and presented the data in the standard P2;/c setting of space group #14.

e Manganite has the same AFLOW label as KNOy (III), ABC2.mP16_14_e_e_2e. The structures are generated by the same
symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.
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Simple Monoclinic primitive vectors

a 2
i‘513
a; = aX
az = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + yas + 21 a3 = (axy +cz1co8B) X+ by1 § + ¢z 8in S 2 (4e) HI
B, = —zia; + (y1 + %) ag — = - (awl +c (21 — %) cos ﬁ) X+ (4e) HI
(zl—%) as b(yl—l—%)y—c(zl—%)sinﬁi
B; = —ri1a; — Yy as — 21 a3 = —(ax1+czrcosf) X—by1§ —cz1sin Bz (4e) HI
By = ma—(pn—3)at+(n+i)as = (az1 +c (21 + 3) cos B) X — (4e) HI
b(y1 — %) y—|—c(z1 +%)sinﬁi
By = Toaj + ypas + 29 a3 = (axe + czocos B) X+ bya § + czos8in S 2 (4e) Mn I
Bg = —x9a; + (yg + %) as — = — (axg +c (22 — %) cos B) X+ (4e) Mn I
(22— 3) a3 b(y2+3) 9 —c(22—3)sinB2
B, = —Toa; — Yz as — 22 a3 = —(axg+czpcosf) X —bys § — czosin Bz (4e) Mn I
BS = :L"Qal—(y — %) a2+(22+%) as = (aI2+C(ZQ+%) COSﬂ) X — (46) Mn I
b(ygf %) erc(zQJr%)sinﬂﬁ
By = r3a + yzas + 23 as = (axs + czzcos B) X+ bys§ + cz3sin Sz (4e) Ol
Bio = —xsa; + (y3 + %) as — = — (axg +ec (23 — %) cos B) X+ (de) 01
(23—%) as b(yg-f—%)y—C(Zg—%)Sinﬁi
By = —r3za; — ysas — 23 a3 = —(axz+czzcosf) X —bysy — cz3sin Bz (4e) Ol1I
B = :vgalf(ygf %) a2+(23+%) ag = (ax3+c(23+%) cosﬁ) X — (4e) (OB
b(ys—3) §+c(zs+3)sinBz
Bis = Tga1 +ysag + 24 ag = (axy + czqcosB) X+ bys§ + cz4sin 2 (4e) OII
B4y = —x4aq + (y4 + %) as — = — (ax4 +ec (2:4 — %) cos B) X+ (4e) O1II
(24—%) as b(w—l—%)&—c(zg—%)sinﬁi
Bis = —Tga; —ysas — z4a3 = —(axg+czqgcosf) X —bys§ — czqsin Bz (4e) on
Big = z4a;— (y4 - %) as+ (24 + %) a3 = (ax4 +c (24 + %) cosﬁ) X — (4e) O1II

b(ya—3) y+c(za+3)sinBz
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