NayCrOy (H1g) Structure:
AB2C4 _0C28_63_c_ac_tg-001

This structure previously used the label(s) AB2C4_0C28_63_c_bc_fg. Calls to these addresses will be redirected here.
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Prototype CrNagOy

AFLOW prototype label AB2C4_0C28_63_c_ac_fg-001
Strukturbericht designation Hlg

ICSD 76001

CCDC 1636639

Pearson symbol 0(C28

Space group number 63

Space group symbol Cmcem

AFLOW prototype command aflow --proto=AB2C4_o0C28_63_c_ac_fg-001
--params=a, b/a, c/a,y2, Y3, ya, 24, T5, Y5
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Other compounds with this structure
LiQSO4, LiFeP4, NagFeO4, NaQSO4 (III), NaCaVO4, NaMnPO4, NaVCdO4, TlgSeO4

e This structure was originally determined by (Miller, 1936), who placed it in space group Pnna #52, and (Gottfried,
1938) uses this data for Strukturbericht H1g. Subsequently (Niggli, 1954) rather acerbically pointed out that Miller’s
coordinates were consistent with the more compact C'mem #63 space group. This does not change the positions of the
atoms in the conventional cell, so we use the compact structure as our prototype for Strukturbericht designation H1g.

e This structure is stable up to 413°C. (Amirathanlingam, 1982)

e AFLOW shifts the origin so that the Na I atoms, previously on th (4b) Wyckoff sites, are now on the (4a) sites, including
an atom at the origin.

5’-LiFePQy, is the quaternary form of this structure.

Base-centered Orthorhombic primitive vectors

a; = sax—3iby s
as = saX+iby /
ag = cZ >
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Nal
B, = 3 ag = ica (4a) Na I
B; = —y2a; +ypas + 5 ag = by2 § + tc2 (4c) Crl
B, = yaa1 —y2 a3 + 5 ag = —bys § + 3c2 (4c) Crl
Bs = —ysai + yszas + § a = bys§ + ¢z (4c) Na II
Bs = ysay —ysas + 5 ag = —bys§ + 3c2 (4c) Na II
Br = —ysa; +ysaz + 2483 = bys § +cz4 2 (8f) Ol1l
Bs = yaay —ysaz + (21 + 3) as = —bysy+c(za+i) 2 (8f) 01
By = —ysa; +ysas — (24 — 3) as = bys ¥ —c(za—3) 2 (8f) OI
Bio = Ysa1 —Ysaz — 2483 = —bysy —cza 2 (8f) Ol
Bin = (25 —ys) art(zs +y5) aztjas = ars R+ bys § + jc2 (8g) O1I
Biz = — (5 —ys) a13— (5 tys) a2+ = —azs X —bys ¥ + 3c2 (8¢) on
193
Biz = —(z5+¥s) a1 — (x5 —ys) ag + = —azs X +bys ¥ + Lez (8g) O1II
13
Bia = (z5+ys)ai+(zs —ys) avt+fay = axsX —bys § + 3c2 (8g) o1l
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