RbsCs04-HsO Structure:
A2BC4D2 mC36_15.f e 2f £-001

This structure originally had the label A2BC4D2 mC36_15_f e_2f _f. Calls to that address will be redirected here.
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Prototype C2H205Rb2
AFLOW prototype label A2BC4D2_.mC36_15_f_e_2f_f-001
CCDC 1247457
Pearson symbol mC36
Space group number 15
Space group symbol C2/c

AFLOW prototype command aflow --proto=A2BC4D2_mC36_15_f_e_2f_f-001

__params=a7b/a7c/aaﬁvy17$27y2a 22,T3,Y3,23,T4,Y4,%4,T5,Y5, 25

Base-centered Monoclinic primitive vectors

a; = %afc—%by
Lo 1pg

as = iax+§by

ag = ccosfX+csinfz
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1 a; +y1a2—|—ia3 = %ccosﬁf{—kbyly—i—icsinﬁi (4e) HI
B, = ylalfylang%ag = %ccosﬁifbyler%csinﬂi (4e) HI
B; = (x2 —y2) a1 + (2 + y2) as + = (axe + czacos B) X+ bya § + czo8in 5z (8f) CI
Zg asz
By = —(zot+y)a—(xa—y2)az— = —(axg—&-c(z'g—%)cosﬁ) X+bys ¥ — (8f) CI
(22— 3) a3 c(z2—3)sinBz
Bs = —(z2—wy)a—(z2+y2)az— = —(axa+czacosf) X —byz§y — czosinfBz (8f) CI
Z2 as
Bg = (x2+y2) a1 + (22 — y2) a2 + = (axg +ec (22 + %) coS 5) X—bys ¥+ (8f) CI
(z2+%) az C(Zz—f'%) sin 3z
B, = (x3 —y3) a1 + (3 + y3) as + = (axs + czzcos B) X+ bys § + cz3sin B2 (8f) OI1I
Z3ag
Bs = —(v3+y3)a—(23—y3)a— = — (az3+c (23 — 3) cos B) X+ byz § — (8f) 01
1 1 . ~
z3— 3) as c(z3— 3)sinfz
By = —(z3—ys)ar—(r3+ys)as— = —(awg+czzcosP)X—bysy —czzsinfz (8f) Ol
Z3 as
Bio = (r3+ys3) ar + (x5 —y3) aa + = (axs +c(z3+ %) cosB) X —bys§ + (8f) Ol
(Z3+%) az 0(23+%)sin52
Bii =  (va—ys) ar+(va+ys) aa+ = (azq + czqco8 ) X +bys § + czasin B2 (8f) 01l
Z4 Ag
Bio = —(r4+uys)a—(rg—wys)ag— = — (ax4+c(24 — %) cosﬁ) X+bysy — (8f) OII
1 1 . N
z4—§) as c(z —§)s1nﬁz
Biz = —(za—ys)ar—(vat+ys)az— = —(axy+czpcosf) X —bysy — czysinfBz (8f) on
Z4 a3
B4y = (x4 +yq) a1 + (x4 — y4) a2 + = (ax4 +ec (24 + %) coS 5) X—bysy + (8f) O1II
(z4+%) az c(z;;—i—%) sin 3z
Bis = (x5 —ys5) a1 + (5 + y5) as + = (axs + cz5c08 8) X+ bys § + cz5sin B 2 (8f) Rb1
Z5 a3
Big = —(z5+ys)a;—(v5—ys5)ag— = — (az5 4+ c (25 — 1) cos B) X+ bys § — (8f) Rb I
1 1 . ~
z5— 3) as c(z5 — 3)sinfz
Bir = —(x5—ys)ar—(x5+ys)aa— = —(axs+czscosf) X—bysy —czssinfz (8f) Rb 1
Z5 Ag
Blg = (175 + y5) a; + (.Z‘5 — y5) as + = (ax5 +c (2’5 + %) COS B) X — by5 y + (8f) Rb 1
(25+%) az c(Z5+%)sin52
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