v-Y 951507 Structure:
A4BC mP24 14 4e e e-001

This structure originally had the label A4BC_.mP24_14 _4e_e_e. 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.

https://aflow.org/p/3TA1
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Prototype 0O7Sis Yo
AFLOW prototype label A4BC_mP24_14 4e_e_e-001
ICSD none
Pearson symbol mP24
Space group number 14
Space group symbol P2, /c

AFLOW prototype command aflow --proto=A4BC_mP24_14_4e_e_e-001
—Tparams=a, b/a7 c/a, Bv T1,Y1,%21,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26

Other compounds with this structure
’y—EI‘QSiQO7, ’Y—HOQSiQO'r

e The O-III site is only 50% occupied. The jmol plot shows the two possible sites as a pair of very closely spaced oxygen
atoms.

o (Christensen, 1997) refer to this as D-Y5SioO7, but we follow the classification of the RE3SisO7 structures in (Becerro,
2004) and refer to this as v-Y2SisO7.

Simple Monoclinic primitive vectors
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a; — aX

asg = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + Yy as + 21 as = (a1 +cz1cos8B8) X+ by1 § + ¢z sin B2 (4e) Ol
B, = —zia; + (y1 + %) as — = - (axl +c (21 — %) cos 6) X+ (4e) Ol
(1) b +1) § e (- D) sing
B; = —r1a; — Y1 az — 21 a3 = —(axy+czicosf) X—by1 § —czsinfiz (4e) Ol
By = ma—(y1—3) at+(zn+3)a; = (az1 + ¢ (21 + 3) cos B) % — (4e) OI1I
b(y1 — %) Sf—l—c(zl —i—%)sin,@i
By = Toaj] +Yysaz + z2as3 = (azg + cz9 CcOs B) X+ byz ¥ +czosin 5z (46‘) O1II
B = —zoar+ (y2+3) a2 — = —(azgy 4+ c (22 — 3) cos B) X+ (4e) O1Il
(2 3) o o+ 2) 9 (22 - 3)sin g2
B = —Iga; — Yz as — 2 as = —(axa+czacosf) X —bys§ — czasin 2z (4e) OII
Bs = z9a;— (y — %) as+ (22 + %) az = (axg +c (22 + %) COS,B) X — (4e) O1II
b(yg— %) y—l—c(zg—l—%)sinﬁi
Bg = T3 ay —+ Y3 az —+ Z3 as = (alL'g —+ Cz3 COS B) f( —+ byg S’ + CzZ3 Sinﬂ 2 (46) O III
Bio = —z3a; + (y3 + %) as — = — (axg +c (23 — %) cos ﬁ) X+ (4e) O III
(23— 3) a3 b(ys+3) ¥ —c(zs—3)sinB2
B = —x3a; — Yz az — z3 a3 = —(axz+czzcosf) X —bysy —czzsin B2z (4e) O III
B = z3a;— (y3 — %) as + (2’3 + %) as = (Cll‘g +c (23 + %) COSﬁ) X — (4@) O III
b(yg— %) S’+c(z3+%)sinﬁ2
Bz = Tga) + ygas + 243 = (axg + czgcos8B) X+ bys § + czasin Sz (4e) o1V
B4 = —x4a; + (y4 + %) as — = — (ax4 +c (24 — %) cos B) X+ (4e) o1V
(24— 3) a3 b(ya+3) 9 —c(za—3)sinB2
Bis = —Tga; —yqas — 24 A3 = —(axg+czqgcosf) X —bys§ — czqsin Bz (de) o1V
B16 = :1:4a1—(y — %) a2+(24+%) as = (a:z:4+c(z'4+%) COSﬂ) X — (46) o1V
b(y4f %) y+c(24+%)sinﬂ2
By = Tsay + ysas + 25 as = (axs + cz5co8 8) X+ bys § + cz5sin 52 (4e) Sil
Bis = —x5a; + (y5 + %) as — = — (ax5 +ec (25 — %) cos 6) X+ (4e) Sil
(z5—%) as b(y5+%)}7—c(z5—%)sinﬁi
By = —T5a; — ysag — 25 as = —(axs+czscosf) X —bys§ — cz5sin Bz (4e) Sil
Boy = x5a1— (y5 - %) ar+ (z5 + %) ag = (axg, +c (z5 + %) cosﬂ) X — (4e) Sil
b(ys —2) §+c(z5+3)sinB2
By = Tgay + yg as + 2 as = (axg + czgcos B) X+ bys ¥ + czgsin 5 2 (4e) Y1I
By = —Tgay + (yg + %) as — = — (ax(; +ec (ze — %) cos 6) X+ (4e) Y1
(ZG—%) as b(ye—l—%)}?—c(z(;—%)sinﬁi
B23 = —Tegal — Ye ag — Zg Ag = — (CL.’,E(; —+ CZg COS 5) )A( — by6 y — CZg sinﬁ 2 (46) Y I



B24 = Te alf(yﬁ — %) a2+(z6 + %) as = (az6+c(26+ %) COSﬂ) X — (46) YI
b(y f%) S’Jrc(zﬁJr%)sinﬁﬁ
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