v-Y9SioO7 Structure:
ATB2C2.mP22 11 3e2f 2e_ab-001

This structure originally had the label A7B2C2_mP22_11_3e2f _2e_ab. 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/3RSG

https://aflow.org/p/A7TB2C2_mP22_11_3e2f 2e_ab-001

Prototype 07Sis Yo

AFLOW prototype label A7B2C2_.mP22_11_3e2f 2e_ab-001
ICSD 28004

Pearson symbol mP22

Space group number 11

Space group symbol P2;/m

AFLOW prototype command aflow --proto=A7B2C2_mP22_11_3e2f_2e_ab-001
--params=a, b/a, c/a, 3,3, 23, T4, 24, T5, 25, T6, 26, T7, 27, T8, Y8, 28, L9, Y9, 29

e (Becerro, 2003) found that the NMR spectrum of y-Y2SioO7 showed only one peak for yttrium. If that is the case, then
this crystal structure is incorrect.

Simple Monoclinic primitive vectors
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a; — aX

az = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Y1
B, = 1ay = iby (2a) YI
Bs; = 1a = %ax (2b) Y II
B, = fa;+ 1 a = X+ 3by (2b) YII
B = r3a; + i as + zz ag = (axs + cz3 cos ﬁ) iby + cz3sin Bz (2e) Ol1I
Bsg = —z3a; + %32 — 23 a3 = —(aws+czzcosfB) X+ éb —cz3sinfBz (2e) (OB
B, = T4ay + iag + z4 a3 = (azy4 + czgcosfB) X + Zby—i—ca sin B z (2e) O1II
Bsg = —x4a1 + %ag — 2433 = — (axq + cz4cos B) X + %by—024sinﬁi (2e) O1II
By = Tsag + %ag + z5 as = (axs + cz5cos B) X + iberczs sin 8 Z (2e) O III
By = —z5a; + %32 — 25 as = —(ams+czzco8f) X+ %by—czg sin 8 Z (2e) O III
By1 = Tga + iag + 26 a3 = (axg + czgcos B) X + iby—i—cz(; sin B (2e) Sil
B, = —zga; + 5 a; — zg a3 = —(azg+czgeos B) X+ 3by — czesinf2 (2e) Sil
Bz = r7a + %ag + 27 as = (ax7 4 cz7cos B) X + iby+c27 sin 8 Z (2e) Si II
By = —z7a; + %32 — 27 a3 = — (ax7 4+ czrcos B) X + %by— czrsin Bz (2e) Si Il
Bis = Tgay + ysas + 2g as = (axs + czgcos B) X+ bys§ + czgsin 5z (4f) o1V
Bio =  caat(nbda-smm = —(watesesf)xHb(m+d v 4D OW
czgsin 8 Z
B¢y = —xga; — ygas — 2gas = —(axg+czgscosf) X —bysy — czgsin Bz (4f) (ONAY
Bis = Tga, — (yg — %) as + zg as = (axs + czgcosf) X — b (yg — %) v+ (4f) o1V
czgsin Bz
B = Tgaj + yg as + 29 as = (axg + czgcos B) X+ byg § + czg sin 5 Z (4f) ovVv
By = —Tgay + (yg + %) az — zgas = —(awg + czgcos B) X+ b (y9 + %) y- (4f) oV
czgsin B 7
By = —Tgay — yYgas — 29 A3 = —(axg+czgcosf) X —bygy — czgsin Bz (4f) ovVv
By, = z9a; — (yo — 3) as + 20 a3 = (amg + czgcos B) X —b(yo — 3) ¥ + (4f) oV
czgsin Bz
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