Possible 0-Y 551,07 Structure:
ATB2C2 0P44 62_3c2d_2¢_d-001

This structure previously used the label(s) A7B2C2_oP44_62_3c2d_2c_d. Calls to these addresses will be redirected here.
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Prototype 07515 Y5

AFLOW prototype label A7TB2C2_0P44_62_3c2d_2c¢_d-001
ICSD 33721

CCDC 1606463

Pearson symbol oP44

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A7B2C2_oP44_62_3c2d_2c_d-001
—~params=a, b/a7 C/a7 T1,21,X2,22,T3,23,T4,24,T5,25,L6,Y6,26,L7,Y7,27, T8, Y8, 28

Other compounds with this structure
5-HOQO7Si2, 5-Dy207812, (5—Y207Si2, LiQSQO7

e (Diaz, 1990) found that some structures of RE2O7Sis (RE = Ho, Dy, Gd, Y) were in the centro-symmetric orthorhombic
Pnma #62 space group, in which case this would be the prototype of §-RE207Siy (Becerro, 2004).
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(Smolin, 1970) found [5-Gd207Sis| to be in the non-centro-symmetric Pna2; #33 space group.

(Becerro, 2004) found only one yttrium site in the d-structure, supporting (Diaz, 1990).

In addition if we allow a small amount of uncertainty (O.QA) in the atomic positions in the Pna2; structure findsym
places this structure in the Pnma group.

Nevertheless we have found no work explicitly stating that the structure of (Smolin, 1970) is in error, and indeed
(Christensen, 1994) found §-Y207Sis in space group Pna2;. Given this ambiguity, we list YoO7Sis only as a possible
prototype for the d-phase pyrosilicates.

Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = a:lal—l—iag—i—zlag = asclf(—i—iby—i—czli (4c) (0N
B, = —(xl—%) al—s—%ag—&— = —a(ml—%)ﬁ—l—%by—kc(zl—i—%)i (4¢) Ol
(21 +3) as
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(z5+ %) a3
By = —x5a; + %ag — 25 as = —axs X + %by —cz5 2 (4c) Si II
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By = (z5+%)a1+ia27(z5f%)a3 = a(x5+%)§<+%byfc(25f%)2 (4¢) Si II

Bs1 = Tea] + Yg az + Zg as = axgX +bys ¥ +cze2 (8(21) (ONAY
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Bas = —(z6—3)ai+(we+3)as+ = —a(ze—3)%+b(ys+3)I+c(z+3)2 (8d) (ONAY
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Boy = Tray + yras + 27 a3 = axr7 X+ by ¥ + cz7 Z (8d) oV

B3 = —(m—%) a; —yrag + = —a(m—%)fc—by?y-i-c(zv—l—%)i (8d) ovVv
(Z7 + %) as

B31 = —rra; + (y7 + %) ag — zZ7asg = 7CLI7}A( +b (y7 + %) y - 6272 (Sd) (OY

Bs: = (x7+3) a1 — (yr—3) a2 — = a(zr+3)%x—byr—3)y—c(xr—13)2 (8d) ov
z7 — 3 as

B3z = —r7a; — Yrag — 27 ag = —ax7X —byry —czr 2 (8d) oV

B3y = (337—|-%) a1+y7a2—(z7—%) ag = a(m—&—%) )2+by7§f—c(27—%) Z (8d) ov

B35 = x7a1—(y7—%) as + z7as = a:z:7)“<fb(y 7%)y+0272 (Sd) (OY

Bsg = —(zr—3)ai+(yr+3)as+ = —a(zr—3)%+b(yr+3)9+c(zr+3)2 (8d) ORY
(oo 3) a0

B3y = Trgaj +Yygaz + zgas = argX +bysy + cz8Z (8d) YI

B3s = _(338_%) a; —yYsag + = —a(xg—%)fc—bygjf—kc(zé;—k%)i (8d) YI
(25 +3) a3
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zZ8 — 3 as
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B42 = (:Egﬁ*%) a1+y8a2—(zs—%) as = a(x8+%) )AchbySy—c(sz%) Z (Sd) YI

Bss = xgal—(yg—%) as + zg ag = a:vgfc—b(y —%)y—f—czgi (8d) YI

Bu = —(oa- Dt (ntDat = —alo-d)xeblstd) yrc(ai )z ) VI
(Zg + 3) as
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