Yttrialite (y-Y9SioO7) Structure:
ATB2C2 mP22 11 3e2f 2e ab-001

This structure previously used the label(s) A7B2C2_mP22_11_3e2f 2e_ab. Calls to these addresses will be redirected here.
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Prototype 0751 Y5

AFLOW prototype label A7B2C2_mP22_11_3e2f_2e_ab-001
Mineral name yttrialite

ICSD 28004

CCDC 1603154

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/a7 C/a7 67 X3, 23, L4,24,X5,25, L6526, L7, 27, L8, Y8, 28, L9, Y9, 29
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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

a; = aX
az = by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Y1
B, = 1ay = iby (2a) YI
B = 1a = lax (2b) Y II
By, = sa;+3ap = saX+3by (2b) Y II
B = r3a; + %a2+23 as = (axs + czzcos B) X + iby+cz3 sin 3 Z (2e) Ol1I
Bsg = fx3a1+%a2723a3 = —(axs + cz3cos ) )Ach%byfcz;;sinﬁi (2e) (OB
B, = T4ay + iag + z4 a3 = (azy4 + czgcosB) X + %by—i—ca sin B (2e) OII
Bsg = —x4a1 + %ag — 2433 = — (axg + czqcos B) X + %by—024sinﬁi (2e) O1II
By = Tsag + %ag + z5 as = (axs + cz5cos B) X + iby—l-czs sin 8 Z (2e) O III
B = —z5a; + %32 — 25 as = —(ams+cz5co8f) X+ %by—cz5 sin 8 Z (2e) O III
By1 = Tga + iag + 26 a3 = (axg + czgcos B) X + iby—i—cz(; sin B z (2e) Sil
B = —xgag + %ag — 26 a3 = — (axg + czg cos B) X + %by— czgsin Bz (2e) Sil
Bz = r7a + %ag + z7 as = (ax7 4 cz7cos B) X + iberczw sin 8 Z (2e) Si II
By = —z7a; + %ag — 27 a3 = — (ax7 4+ cz7cos B) X + %by— czrsin Bz (2e) Si I
Bis = Tgay + ys as + 2g as = (axs + czgcos B) X+ bys§ + czgsin 5z (4f) o1V
Bio =  caat(nbdam-smm = —(watemesf)xHb(m+d v 4D OW
czgsin 8z
By = —xga; — ygas — 2gas = —(axg+czgscosf) X —bysy — czgsin Bz (4f) (ONAY
Bis = Tga; — (y — %) as + zg as = (azs + czg cos B) fc—b(y — %) v+ (4f) o1V
czgsin B Z
By = Tgaj + yg as + 29 as = (axg + czg cos B) X + byg § + czg sin 5 Z (4f) oV
By = —Tgay + (yg + %) az — zgas = —(awg + czgcos B) X+ b (y9 + %) - (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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