Mg(ClOy4)9-6Ho0 (H441) Structure:
A2B6CD8 0P34 31 2a_2a2b_a_4a2b-001

This structure originally had the label A2B6CD8_oP34_31_2a_2a2b_a_4a2b. 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.
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Prototype Cag(H20)6MgOg

AFLOW prototype label A2B6CD8_0P34_31_2a_2a2b_a_4a2b-001
Strukturbericht designation H444

ICSD 24250

Pearson symbol oP34

Space group number 31

Space group symbol Pmn2q

AFLOW prototype command aflow --proto=A2B6CD8_oP34_31_2a_2a2b_a_4a2b-001

——params=a,b/a,c/a,y1, 21,Y2,22,Y3, 23, Y4, 24, Y5, 25, Y6, 26, Y7, 27, Y8, 28, Y9, 29, 10, Y10,
210, T11, Y11, 211, T12, Y12, 2125 L13, Y13, £13

Other compounds with this structure
CO(CIO4)2-6H20, FG(CIO4)2-6HQO7 Mn(ClO4)2-6H207 NI(CIO4)26H20, ZH(CIO4)2'6H20, Mg(BF4)2-6HQO, CO(BF4)2-6H20,
FG(BF4)2-6HQO, 1\/II1(BF4)2-6H2()7 1\II(BF4)26HQO7 Zn(BF4)26H20

o (Gottfried, 1937) writes 213 = 0.408 for the coordinate of the (HyO-II) molecule, but the value given by West is 213 = 0,
which gives a symmetric arrangement of water molecules around the chlorine atom.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
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Simple Orthorhombic primitive vectors
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a; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Y1 as + 21 az by1y +cz1 2 (2a) Cal
B, = %al—y1a2+(z1+%) as %ai—byly—i—c(zl—i-%)i (23) Cal
B3 = Y2 a2 + 20 a3 byg 5’ + czo Z (28,) Call
B, = %al—y282+(22+%) as a&—bygy—f—c(zQ—i—%)Z (2a) Ca Il
B; = Y3 as + 23 az bysy + cz3 2 (2a) HI
Bg = %al—y3a2+(23+%) as %af{—bygy—i—c(zg—l—%)i (23) HI
B7 = Yg A2 + z4 a3 by4 y +czy Z (28,) HII
Bsg = %al—y4a2+(24+%) as 1a§<—by4y+c(24—|—%)2 (2a) HII
By = Y5 as + 25 as bys ¥ + cz5 Z (2a) Mg I
B10 = %al—y5a2—|—(z5+%) as lai—by5§7+c(z'5+%)i (23,) MgI
B11 = Ye A2 + 2g Az by6 y + czg Z (2&) Ol
B, = %al—ygag—i—(z(;—i—%) as 1a§<—by6y+c(26—|—%)i (2a) Ol
Bz = Y7 as + z7 as by: ¥ + czr Z (2&) OII
B14 = %al—y7a2—|—(z7+%) as 10,)2—()2,/75’4—(3(274—%)2 (23) oIl
B15 = Ygaz + zgas byg y + czg Z (2&) O III
Big = %al—ygag—i—(Zg—i—%) as 1a§<—bygy+c(zg+%)i (2a) O III
By = Yg &g + 29 A3 byg§ + cz9 Z (2&) o1V
Bis Tai—yoar+ (20 + 1) as tak—byey+c(zo+3i)2 (2a) o1V
By = T10a1 + Y10 a2 + 210 a3 ax10X +by10 ¥ + cz102 (4b) H III
Bz = - (5610 - %) a; —ypaz + —a (9610 - %) X—byoy +c (210 + %) z (4b) H III
1
(210 + 5) ag
_ 1 1\ & - 1\ 5
Bz = (z10+ 3) a1 — yroaz + a(zio+3) X—byoy +c(zi0+3) 2 (4b) H III
(Z10 + %) as
Bzz = —X10 A1 —+ Y10 A2 —+ Z10 A3 —ario )A( —+ ble y —+ CZ10 2 (4b) H III
Bz = T11a1 +Yi1a2 + 211 a3 ar11 X +byn ¥ +cz1 2 (4b) HIV
B2y = —(r11—3) a1 —ynnax + —a(z11—3) X—byn§+c(zn+3) 2 (4b) HIV
1
(211 + 5) as
B — 1 _ 1y o S 1) 5
25 = (z11+3) a1 —ynas+ a(zii+3) X—byny+c(zn+3) 2 (4b) HIV
1
(211 +3) a3
B2 = —Ti1a1 +y11a2 + 21143 —az11 X +byn ¥ +cz1 2 (4b) HIV
By = Tizai +yi2az + 212 a3 ar12X +by12§ +cz122 (4b) ov



Bas = — (712 — 3) a1 —yr2az + =  —a(ma—3) R—byay+c(zat+3)2 (4b) oV
(212 + 3) a3

Bog = (:vlg—i— %) a; —yizaz + = a($12+%) i—by125’+0(212+%) z (4b) oV
(212 + %) az

B3 = —T12a1 + Y1282 + z12 a3 = —az12X +by12y + cz122 (4b) oV

B31 = Tri3ai + Y13 a2 + z13a3 = aris ple + by13 5’ +cz13 Z (4b) O VI

Bs, = —(r13—3) a1 —y1zay + = —a(r3—3) X—byisy +c (213 +3) 2 (4b) O VI

1
(s13+ 3) as
_ 1 _ 1 A~ -~ 1\ -~

Bsz = (13 +3) a1 —y1zaz + = a(riz+3) XR—byisy+c(zs+35) 2 (4b) O VI
(213 +3) a3

B3y = —T13a1 + Y13 a2 + 213 a3 = —az13X +by13y + c213 2 (4b) O VI
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