RbsMo,O~ Structure:
A2B7C2_0C88_40_abc_2b6c_a3b-001

This structure previously used the label(s) A2B7C2_0C88_40_abc_2b6c_a3b. Calls to these addresses will be redirected here.
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Prototype Moy0O7Rbs

AFLOW prototype label A2B7C2_0C88_40_abc_2b6c_a3b-001
ICSD 249126

CCDC 1715487

Pearson symbol 0oC88

Space group number 40

Space group symbol Ama?2
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AFLOW prototype command

aflow --proto=A2B7C2_oC88_40_abc_2b6c_a3b-001
—~params=a, b/a7 C/a7 Z1,%22,Y3,23,Y4,%4,Y5, 25, Y6, 26, Y7, 27, Y8, 28, L9, Y9, 29, 10, Y10,

210, T11, Y11, 211, T12, Y12, 2125 L13, Y13, £13, L14, Y14, 214, 15, Y15, 215

Base-centered Orthorhombic primitive vectors

a; = aX
az = %by — %ci
ag = %by + %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —z1az +z1a3 = cz1 2 (4a) Mo I
B, = l1a;—zax+2 a3 = 34X +cz1 2 (4a) Mo I
By = —za3 + 2223 = 222 (4a) Rb1
B, = sa; —zay + 2 as = 3aR+ 22 (4a) Rb1
Bs = lai+(ys—z)as+(ys+23)a; = lak +bys ¥+ cz32 (4b) Mo II
Be = 32a—(y3+23)ax—(ys—23) a3 = 3a% —bys§ + cz32 (4b) Mo II
Br = lajt(yi—z)a+(yatz)a; = 10X +bys§ +ca (4b) Ol
Bs = fai—(ya+z)as—(ya—z)az = Sak —bys§ + cza 2 (4b) Ol
Bo = lai+(ys—2) a2+(y5+25) = 10X+ bys § + 252 (4b) on
Bio = Jai—(ys+25) ax—(ys —25) a3 = SaRk —bys § + cz5 2 (4b) O 11
By = %al—f—(yﬁ 26) as+ (ys + 26) a3 = %a&—l—bygy—i—cz(gz (4b) Rb II
Biz = 2a;—(ys+2)as—(ys— 26) a3 = Sa%k — by ¥ + cz6 2 (4b) Rb II
Bis = fai+(yr—27) as+(yr+27) a3 = laX+byr§+cer2 (4b) Rb III
Bia = 2a—(yr+zr)as—(yr—27) a3 = 3a% —byr§+cer2 (4b) Rb III
Bis = ial-f—(ys zg) as+(ys + 23) a3 = iai—i—bysy-i—czs;z (4b) Rb IV
Bie = 2a;—(ys+2s) as—(ys—2s) a3 = 3a% —bys§ + ces (4b) Rb IV
Biz = z9a1+(yo — 29) az+(yo +29) a3 = argX +byoy + czg (8¢) Mo III
Bis = —x9a; — (Yo + 29) ag — = —argX — by y + cz9Z (8¢) Mo IIT
(yo — 20) a3
Big = (z9+3) a1 — (yo + 29) a2 — = a(zg+3) X—bye§ +czo2 (8c) Mo III
(Yo — 20) a3
By = —(m9—3)ar+(yo—20)ax+ = —a(zo—3) X+ by y +cz02 (8¢c) Mo III
(o + 20) a3
B2y = r10a1 + (Y10 — 210) Az + = arioX +by10 ¥ + cz102 (8¢) O I
(Y10 + 210) a3
By, = —z10a1 — (Y10 + 210) A2 — = —az10X — by10 ¥ + cz102 (8¢c) O I

(yw - Z10) ag



Bz =

Bay =

Bzs =

B26 =

Bzr =

B28 =

By =

B3O =

B31 =

B3, =

B33 =

Bsys =

B35 =

Bs3s =

Bsr =

Bss =

B39 =

B41 =

By =

B4z =

By =

References

[1] Z. A. Solodovnikova and S. F. Solodovnikov, Rubidium dimolybdate, Rbs Moo O7, and caesium dimolybdate, Cso Moy Oy, Acta

(110 + %) a; — (y1o + z10) az —
(ylo - 210) as
- ($10 - %) a; +
(Y10 — 210) a2 + (Y10 + 210) a3
z11a1 + (Y11 — z11) ag +
(y11 + 211) a3
—z11a1 — (Y11 + z11) ag —
(yu - Z11) ag
(mn + %) a; — (y11 + 2z11) a2 —
(yn - 211) as
- ($11 - %) a; +
(y11 — 2z11) a2 + (y11 + 211) a3
Ti2ay + (Y12 — 212) a2 +
(y12 + z12) a3
—z12a1 — (Y12 + z12) g —
(y12 - 212) as
($12 + %) a; — (y12 + 2z12) a2 —
(y12 - 2’12) as
- (1712 - %) a; +
(Y12 — z12) a2 + (y12 + 212) a3
i3y + (Y13 — z13) a2 +
(y13 + 213) as
—z13a1 — (Y13 + z13) Az —
(yls - 213) as
(9013 + %) a; — (Y13 + z13) az —
(y13 - 213) ag
(o - 1) A+
(y13 — 2z13) a2 + (y13 + 213) a3
z1aa1 + (Y14 — 214) 2z +
(Y14 + 214) a3
—w14a; — (Y14 + 214) Az —
(y14 - 214) as
(»’514 + %) a; — (Y14 + 214) ag —
(y14 - Z14) ag
— (214 —3) a1 +
(y14 — 214) A2 + (Y14 + 214) a3
Tisay + (Y15 — 215) ag +
(y15 + 215) a3
—z15a1 — (Y15 + 215) Az —
(y15 - 215) as
(1’15 + %) a; — (Y15 + 215) az —
(y15 - 215) as
(15— 4) an +
(Y15 — z15) a2 + (Y15 + 215) a3

a(ri0+3) X—byioy +cz102
1\ A ~ ~
—a(z10—3) R+by1o§ +cz102
ar1 X +byn ¥ +cz1 2
—ar11 X —byny +cz12
1\ - ~ ~
a (1‘11 + 5) X—by1y +cz112
1\ ~ ~ ~
—a ($11 - 5) X+byny +cz1z
ari2 X +by12§ +cz122
—azr12X —by1o ¥ +cz122
1\ =~ ~ ~
a(z12+3) R—by12y +cz122
1\ =~ ~ ~
—a (l”12 - 5) X+by12y +cz122
ar13X +by13y +cz132
—ar13X —by13y + 2132
1\ A ~ ~
a(z13+3) R—byizy +czi32
1\ ~ ~ ~
—a (13— 3) K+ by1z§ + 2132
ar1a X +by14 ¥ +cz142
—ar14 X — by14§ +c2142
1\ ~ ~ ~
a(z1a+3) X—byuy +cz142
1\ ~ ~ ~
—a (x4 —3) R+ by +cz142
aris X +by15 ¥ +czi52
—azri5X —by15 ¥ +cz152
1\ =~ ~ ~
a ($15 + 5) X — by15y +cz152

—a(z15— 3) R+ by1s§ +c2152

Crystallogr. Sect. C 62, i53-156 (2006), doij10.1107/S0108270106014880.

O III

O III

O1v

o1V

O1v

o1V

oV

oV

oV

ov

O VI

O VI

O VI

O VI

O VIl

O VII

O VII

O VII

O VIII

O VIII

O VIII

O VIII


https://doi.org/10.1107/S0108270106014880

First cited in

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


http://dx.doi.org/10.1016/j.commatsci.2021.110450

