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

This structure previously used the label(s) ABC2_ mP16_14_e_e_2e. Calls to these addresses will be redirected here.
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Prototype MnHOs
AFLOW prototype label ABC2.mP16_14_e_e_2e-004
Strukturbericht designation EQg
Mineral name manganite
ICSD 84949
CCDC 1644919
Pearson symbol mP16
Space group number 14
Space group symbol P2y /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
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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 KNO, (ITI), manganite (MnOOH), and |3-LiErOs| have the same AFLOW label, 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.

Simple Monoclinic primitive vectors

a2
La1
a3
a; = aX
az = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +yias + 21 as = (axy +czico8B) X+by1 §+cz1sinfz (4e) HI
B2 = —r1a; + (yl + %) ag — = — (CLJCl +c (2’1 — %) COS 6) X + (46) HI
(1~ 3) o b+ 2) 9 (21 - 3)sing
B; = —x1a; — Yy ag — 21 a3 = —(ax1+czrcosf) X—by1§ —czisinfBz (4e) HI
By, = xlal—(yl—%) ag+(21+%> ag = (aml—i—c(zl—i—%) cosﬁ) X — (4e) HI
b(yl — %) y—l—c(zl —i—%)sinﬁi
B = Toa + ysas + 2o as = (axe + czoco8 B) X+ bya § + czo8in B2 (4e) Mn I
Bg = —zoa; + (yg + %) as — = - (axg +c (22 - %) cos 6) X+ (4e) Mn I
(2 3) o o+ 2) 9 (22 - 3)sin g2
B, = —Iga; — Yz as — 22 as = —(axg+czacosf) X —bys § — czosin Bz (4e) Mn I
Bs = xgal—(yg — %) ag—l—(zQ—l—%) az = (axg—l—c(zg—i—%) cosﬁ) X — (de) Mn I
b(y — %) y—l—c(zQ—l—%)sinﬁi
Bg = T3 ay +y3 as + z3as = (a.Tg + cz3 COSB) )2+by3$’+023 sinﬂi (46) Ol
B = —x3a; + (y3 + %) as — = — (axg +c (23 — %) cos ﬁ) X+ (4e) (OB
(23— 3) a3 b(ys+3) ¥ —c(zs—3)sinfz
By, = —Tza; —Ysaz —z3ag = —(axz+czzcosfB) X —bys ¥ — czzsin B2 (4e) Ol
B = a:g,al—(yg— %) ag—i—(z*g—i-%) ag = (aa:3—|—c(23+%) cos,B) X — (4e) OI1I
b(y — %) y—i—c(zg—l—%)sinﬁi
Bz = Tgai + ygas + 24 a3 = (axg + czgcos8B) X+ bys § + cz4sin Sz (4e) O1I1
By = —zsa; + (y4 + %) ag — = — (a:r4 +c (24 — %) cos ﬁ) X+ (4e) O1II
(24— %) a3 b(ya+3) 9 —c(za—3)sinBz
Bis = —T481 — Ys Az — 2483 = —(awg+czycos ) X —bys ¥ — czasinf2 (4e) oI
Bie = miai—(ya—3) as+(zu+3)ay = (azs +c (24 + 3) cos B) X — (4e) 01l

b(ys—3) §+c(za+3)sinfz
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