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Prototype AgMnQOy

AFLOW prototype label ABC4.mP24 14 _e_e_4e-001
Strukturbericht designation HOg

Mineral name silver permangnate

ICSD 30932

Pearson symbol mP24

Space group number 14

Space group symbol P2y /c

AFLOW prototype command aflow --proto=ABC4_mP24_14_e_e_4e-001

__params=a’7b/avc/a757x17y17 21,%2,Y2,22,T3,Y3, 23, T4, Y4, 24, L5, Y5, 25, L6, Y6, 26

Other compounds with this structure
CaSO4, SI‘CI‘O4, IHVO4, CSSO4, (NH4)SO4
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e The structure of AgMnO4 was originally determined by (Sasvéri, 1938) and refined by (Boonstra, 1968). In particular,
Boonstra found that the actual positions of the Ag and Mn atoms were switched compared to the structure found by
Sasvari. As the lattice constants remain approximately the same and there was no change in the space group or the
occupied Wyckoff positions, we use the Boonstra structure to define Strukturbericht designation HO0g.

e Boonstra gave the structure in setting P2 /n of space group #14. We used FINDSYM to translate the structure to the
standard P2;/c setting. This included a redefinition of the primitive vectors of the lattice.

e This structure has the same AFLOW label as|GaPSy. 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

a; = aX
az — by

ag = ccosfBX+csinfz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + Y1 ag + 21 as = (axy +cz1co8B) X+ by1 §+cz18in bz (4e) Agl
B, = —zia; + (y1 + %) as — = — (axl +c (z1 — %) cos B) X+ (4e) Agl
21— 3) a3 b(yi+3) 9 —c(z1—3)sinfz
B3 = —riap —Yyiaz —z1as = — (CLSCl + ¢z1 cos 5) X — byl y — Cz1 sinﬂﬁ (46) Ag I
By, = z;a;— (y1 - %) as+ (zl + %) a3 = (axl +c (z1 + %) cosﬁ) X — (4e) Agl
b(y1 — %) y—i—c(zl —i—%)sinﬁi
Bs = Toa + ysas + 2o as = (axg + czacosB) X+ by2§ + czosin 5z (4e) Mn I
Bg = —I9aj + (yg + %) as — = — (CLJ?Q +c (2’2 — %) cos 6) X+ (48) Mn I
%= 3) a3 b(y2+3) §—c(20—1)sinpz
B, = —Toa] — Yo ag — 2o a3 = —(axg+czacosf) X —bys § — czosin Bz (4e) Mn I
Bs = x9a;— (yg — %) as+ (22 + %) a3 = (axg +c (22 + %) cosﬁ) X — (4e) Mn I
b(y— %) §+c(z2+3)sinB2
By = T3a; +y3as + 23 as = (axs + czzcos B) X+ bys§ + czgsin 5z (4e) OI1I
BlO = —r3a; + (y3 + %) ag — = - (CLCC3 +c (23 - %) COS 6) X+ (46) Ol
(2375) as b(ngr%)yfc(Zg,f%)sinﬁi
B.1 = —x3a; — ysas — 23 as = —(axs+czgcosf) X —bysy — czzsin Bz (4e) OlI
B2 = z3a;— (y3 — %) as+ (23 + %) ag = (amg +ec (23 + %) cosﬁ) X — (4e) (0N
b(ys—3) ¥ +c(zs+3)sinfz
Bz = T4a1 +ysas + 24 ag = (axy + cz4co8B8) X+ bys § + cz48in B2 (4e) oIl
By = —zia; + (y4 + %) as — = - (ax4 +c (24 — %) cos 6) X+ (4e) O1I1
(1 1) 2 b+ 3) 7 - c(oa— ) sin gz
Bis = —Tqa1 —YsA2 — 2483 = —(azg+czycosfB) X —bys ¥ — czysin B2 (4e) O 11
Big = zpai—(ya—3) ax+(za+3)as = (azg+c (24 + 5) cosB) % — (4e) oIl

b(y —%) y+c(Z4+%)sin,82
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B17 = I5 ay +y5 ao +Z5 as = (CLI5 +CZ5 COSB) )2+by5$’ +CZ5 sinﬂi (46) O III

Bis = —rsa; + (y5 + %) as — = — (amg, +c (z5 — %) cos ﬁ) X+ (4e) O III
(25— %) a3 b(ys+3) 9 —c(25—3)sinB2

Big = —Tsa; — yYsas — 25 ag = —(axs+czscosf) X —bys§ —czssin Bz (4e) O III

B = zsa;—(ys—3) as+(z+3) a3 = (axs + ¢ (25 + 5) cos B) % — (4e) O III
b(y5— %) y+c(z5+%)sinﬁ2

By, = Tgai + Ygas + 26 as = (axe + czgcos B) X+ bys ¥ + czgsin 5 Z (4e) (OB

By, = —zga; + (yG + %) ag — = — (cwc6 +c (26 — %) cos ﬁ) X+ (4e) o1V
(26 — %) as b(ys+3) ¥ —c(z—3)sinB2

By = —Tga; — Ygas — 2¢ A3 = —(axg+czgcosf) X —bygy — czsin Bz (de) o1V

Bos = zgai—(ys— 1) as+(z+3)as = (aze +c (26 + 3) cos B) X — (4e) o1V

b(ye —3) §+c(26+ 3)sinfz
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