Approximate High Temperature MogOs3 Structure:
A8B23 . mP62_13 4g_allg-001

This structure previously used the label(s) A8B23_.mP62_13_4g_c11g. Calls to these addresses will be redirected here.
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AFLOW prototype command  aflow --proto=A8B23_mP62_13_4g_allg-001
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Ys, 28, %9,Y9, 29,10, Y10, 210, 11, Y11, #11, T12, Y12, 212, T13, Y13, 213, T14, Y14, Z14, L15, Y15, Z15,
T16, Y16, 216
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e Above 285K the structure exhibits an incommensurate charge density wave. This data was taken at 370K, so the
structure given here is only approximate. Below 285K the CDW is locked in, leading to the low temperature MogOs3
structure.
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B7 = r3al + Y3 az + z3 as = (a.Tg + cz3 cos B) X+ byg 5’ + cz3 Sinﬂ Z (4g) Mo II
Bs = —x3a; +ysas — (23— %) as = — (ax3+c(23— %) cosﬂ) X+bysy — (4g) Mo II
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Bi: = Tga) + ygas + 24 a3 = (axg + czgcos8B) X+ bys § + cz4sin Sz (4g) Mo III
B, = —x4a; +ygag — (24 — %) as = — (am4 +c (24 - %) cos /3’) X+bysy — (4g) Mo III
c (Z4 — %) sin Bz
Bz = —Tga; —ygas — 24 a3 = —(axg+czqgcosf) X —bys§ — czqsin Bz (4g) Mo III
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c(za+ 3)sinfBz
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Bis = —asai+ysaz—(m—4)a; =  —(aws+c(zs—1)cosB) k+bysy — (4g) Mo IV
c (25 — %) sin Bz
Bir = —Tsa] —Ysaz — 25 as = —(azs+cascosfB) X —bys § — cassin B2 (4g) Mo IV
BlS = Tsay — Ysag + (2'5 + %) as = (CLT5 +c (2’5 + %) COS B) X — by5 '5’ + (4g) Mo IV
c (2'5 + %) sin 8z
Big = Tgai + yYgas + 26 as = (axe + czgcos B) X+ bys § + czgsin 5z (4g) O1II
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By = —miza;+yizaz — (213 - %) a3 = - (a$13 tc (Zl3 - %) cos 5) X+by13y — (4¢) 01X
c (213 - %) sin 8z

By = —T13a1 — Y1322 — 213 A3 = —(ax13 + cz13c08 f) X = by13§ — (4g) 0 IX
cz138in Bz
Bso = @3ar—yisax+ (213 +3) a3 = (aw13 +c(z13 + 3) cos B) X — by1s§ + (4g) 01X
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c (214 — %) sin 8 Z
Bss — —T1481 — Y14 A9 — 214 A3 = —(ax14 + czracos B) X —by1a § — (4g) 0 X
CZ14 sin ﬁ Z
Bss = 2ua—yuas+ (214 +3) a = (az14+c (214 + 3) cos f) X — byra § + (4g) 0X
C (2’14 —+ %) Sinﬁi
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6(216 + %) sin 8z
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