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Prototype Ery07Si,

AFLOW prototype label A2B7C2_.mP22_14_e_a3e_e-001
ICSD 16049

Pearson symbol mP22

Space group number 14

Space group symbol P2 /c

AFLOW prototype command aflow --proto=A2B7C2_mP22_14_e_a3e_e-001
~Tparams=a, b/a? C/CL, B? T2,Y2,22,23,Y3, 23, T4, Y4, 24, T5,Y5,25, L6, Y6, 26

Other compounds with this structure
H028i207, YQSiQO7

o (Felsche, 1970) refers to this as the “D-RESi;O7 structure, where “RE” is a rare-earth element.

e Some authors use HoySisO7 as the prototype structure, but (Smolin, 1970) only gives lattice parameters for that
compound, while giving full structural information for ErySioO7, so we use this as the prototype.

e (Smolin, 1970) give the structure in the P2;/b setting of space group #14 with a unique c-axis. We used FINDSYM to
transform this to the standard P2;/c setting with unique axis b.

Simple Monoclinic primitive vectors
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a; = aX
az = by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) o}
B, = %ag—i-%ag = %ccos,@fc—l—%by—kécsinﬁi (2a) OI1I
B; = Toay + ysas + 20 as = (axe + czaco8 B) X+ bya § + czo8in S 2 (4e) Erl
B, = —zoar + (y2+3) a2 — = — (azg 4+ ¢ (22 — 3) cos B) X+ (4e) Erl
(2 1) o b(sa+ 1) 9 - c (a2 — 3) sin 2
Bs = —Iga; — Yz as — 22 as = —(axg+czacosf) X —bys § — czosin Bz (4e) Erl
Be = ma—(2—1)a+(x+i)ay = (axg + ¢ (22 + 3) cos B) % — (4e) Erl
b(yg— %) y—i—c(zg—l—%)sinﬁi
B, = T3a; + yzas + 23 as = (axs + czzcos B) X+ bys § + cz3sin S 2 (4e) OlII
Bsg = —z3a; + (y3 + %) ag — = — (cwcg +c (23 — %) cos ﬁ) X+ (4e) O1II
(23— 3) a3 b(ys+3) ¥ —c(zs—3)sinB2
By = —r3a; —yzas — 23 as = —(ax3+czzcosf) X —bysy — czz3sin Bz (de) O1II
Bio = zzai—(ys—3) as+(zs+3)as = (axs +c (23 + 3) cos B) X — (4e) O1II
b(ys—3) §+c(z3+3)sinfz
B = Tga) + ygas + 24 a3 = (axg + czgcos8B) X+ bys§ + cz4sin Sz (4e) O III
Bix = —x4a; + (y4 + %) as — = — (ax4 +c (24 — %) cos 6) X+ (4e) O III
(24— 3) a3 b(ya+3)y—c(za—3)sinBz
Bz = —Tga; —ygas — 24 A3 = —(axg+czqgcosf) X —bys§ — czqsin Bz (4e) O III
B14 = T4 al—(y — %) a2+(24+ %) as = (a:z:4+c(z'4+ %) COSﬂ) X — (46) O III
b(y4f %) y+c(24+%)sin62
By = Tsay + ysas + 25 as = (axs + cz5co8B8) X+ bys § + cz5sin 5 2 (4e) o1V
Big = —x5a; + (y5 + %) as — = — (ax5 +ec (25 — %) cos B) X+ (4e) o1V
(25 1) 2 b(us+ 1) 9 - c (s - 3) sin 2
Bir = —T5a; — ysas — 25 a3 = —(axs+czscosf) X —bys§ — cz5sin Bz (4e) o1V
Bis = x5a1— (y5 - %) ar+ (z5 + %) ag = (axg, +ec (z5 + %) cosﬁ) X — (4e) (ONAY
b(ys —2) §+c(z5+3)sinB2
By = Tgay + yYg as + 2 as = (axg + czgcos B) X+ bys ¥ + czgsin 5 (4e) Sil
By = —Tgay + (yg + %) as — = — (ax6 +ec (ze — %) cos B) X+ (4e) Sil
(ZG—%) as b(ye—l—%)}?—c(zﬁ—%)sinﬁi
le = —TgaAl — Yg A2 — Zg A3 = - (CL.’,EG + czg COS 5) X — by6 y — Ck¢ sinﬂ Z (46) Sil
Bos = aga;— (yG - %) ar+ (zG + %) ag = (axG +c (z6 + %) cosﬁ) X — (4e) Sil

b(ys—3) §+c(z+3)sinB2
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