Low Temperature MogQOs3 Structure:

A8B23 mP124 7 16a 46a-001

This structure previously used the label(s) A8B23_.mP124_7_16a_46a. Calls to these addresses will be redirected here.
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AFLOW prototype command aflow —-proto=A8B23_mP124_7_16a_46a-001
—~params=a, b/a7 C/a7 67 T1,Y1,%21,%2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25,L6,Y6,26, L7,
Y7, 27,28,Y8, 28, L9,Y9, 29, 10, Y10, 210, L11, Y11, 211, L12, Y12, 212, L13, Y13, 213, L14, Y14, 214, L15,
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Y15, 215, L16, Y16, 216, L17, Y17, 217, 18, Y18, 2185, £19, Y19, Z19, 20, Y20, 220, L21, Y21, 221, L22, Y22,
222,23, Y23, 223, T24, Y24, 224, L25, Y25, 225, L26, Y26, 226, L27, Y27, 227, L28, Y28, 228, T29, Y29, 229,
Z305 Y30, 230, 31, Y31, 231, L32, Y32, 232, L33, Y33, 233, L34, Y34, 234, L35, Y35, 235, L365 Y365 2365 L37,
Y37, 237, X385 Y38, 238, 39, Y39, 239, L40, Y40, 2405 LAl Y41, 241, 42, Y42, 242, 43, Y43, 243, T44, Y44,
244,145, Y45, 245, T46, Y465 246, TAT, YAT, 247, T48, Y48, 2485 T49, Y49, 249, T50, Y50, 2505 L51, Y51, 251,
T52, Y52, 252, L53, Y53, 2535 L54, Y54, 254, L55, Y55, 255, L56, Y56, 256, L57, Y57, 57, L58, Y58, 258, L59,
Y59, 259, 60, Y60, 260, L61, Y61, 261, L625 Y625 262

e This data was taken at 100K. Above 285K the structure exhibits an incommensurate charge density wave, which is
approximated by the high temperature MogOs3 structure.

Simple Monoclinic primitive vectors

Llaz
a; — aX
asg = by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + Y1 as + 21 as = (axy +cz1cosB) X+ by1 §+cz18infz (2a) Mo I
B, = z1a; —yraz+ (214 3) ag = (ax1 +c (214 5)cosB) K—byr1 § + (2a) Mo I
c (21 + %) sin 8z
B; = Toaj + yYp as + 29 a3 = (axe + czacos B) X+ bya § + czo8in S 2 (2a) Mo II
B, = Toa; — Yopag + (22 + %) as = (axg +c (22 + %) cos ﬂ) X—byy + (2a) Mo II
c (22 + %) sin Bz
Bs = T3a; +y3as + 23 as = (axs + czzcos B) X+ bys§ + czgsin 5z (2a) Mo III
Bs = zza; —ysas + (23 + 1) as = (azs +c(z3+ %) cosB) X —bys§ + (2a) Mo III
¢(z+3)sinfz
B, = Tga) + ygas + 24 a3 = (axg + czgcosB) X+ bys§ + czasin Sz (2a) Mo IV
Bgs = r4a; —Yygas + (24 + %) as = (aac4 +c (24 + %) cos B) X—bysy + (2a) Mo IV
c (24 + %) sin Bz
By = Tsa; + ysas + 25 as = (axs + czscos B) X+ bys§ + czssin 5z (2a) Mo V
BlO = Tsay — Ysag + (25 + %) as = (ax5+c(25 + %) COSB) )A{*by5y+ (2&) Mo V
c (2'5 + %) sin 8z
B = Tgai + Ygas + 2¢ as = (axe + czgcos B) X+ bys § + czgsin Sz (2a) Mo VI
B = Tgay — Ygag + (z6 + %) as = (axg +ec (z(; + %) cos 5) X—bysy + (2a) Mo VI
c (z6 + %) sin 8z
Bz = T7a; +yras + 27 as = (ax7 + czrcos B) X+ byr § + czrsin S 2 (2a) Mo VII
B = T7a; — yras + (27 + %) as = (ax7 +c (27 + %) cos B) X—by:y+ (2a) Mo VII
c (27 + %) sin 8 Z
Bis = Tgay + ysas + 2g as = (axs + czgcos B) X+ bys ¥ + czgsin 5z (2a) Mo VIII
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Bis

Bir

Bio
Bao

B21

B3
Baa

Bss
Bas

Bar
B28

Bag

B31
B32

Bss
B3y

B35
B36

Bsr
Bss

Bsg
Byo

B41
B42

By

B45

$831*y882+(z’8+%) as

Tgai + Yo az + 29 ag

$9a1—y932+(29+%) asz

T1p0a1 + Yi0a2 + 210 a3

1
Tipa1 — Yoz + (210 + 5) as

r11a1 + Y11 a2 + 211 a3

1
ri1a1 —yi1ag + (211 + 5) as

Ti2 a1 + Y122 + 212 a3

1
Ti2a1 —Yizaz + (212 + 5) ag

r13a1 +Yyi13az2 + 213 a3

1
Ti3a1 — Y1z az + (213 + 5) ag

T14a1 + Y1422 + 21433

1
Ti4a1 — Y4 a2 + (214 + 5) az

Tisa1 + Yi15a2 + 215 a3

1
Tisa1 — Y152 + (215 + 5) as

T16 a1 + Y16 A2 + 216 A3

1
Tiea1 — Yieaz + (216 + §) as

Ti7a1 + yiras + 21743

1
Ti7ar — Yir Az + (217 + §) as

T1ga1 + Y18 a2 + 218 a3

1
ZTigal — Yigaz + (Zl8 + 5) as

Ti9a1 + Y19 az + 219 a3

1
Tigar — Y9z + (219 + 5) as

ZToo @1 + Y20 A2 + 220 A3

1
Ta0@1 — Yz0a2 + (2’20 + 5) az

To1 a1 + Yo1 a2 + 221 A3

1
To1a1 —Y21a2 + (221 + 5) ag

ZToz a1 + Y22 a2 + 292 a3

1
Tog a1 — Y222 + (222 + 5) ag

Toz a1 + Yoz a2 + 223 a3

(angrc(zS + %) cosﬁ) X—bysy +
0(28 + %) sin 8z
(axg + czgcos B) X+ byg § + czgsin Sz
(awg 4 ¢ (20 + 3) cos ) X — byo § +
c(zg + %) sin 8 Z
(ax10 + cz10 €08 B) X + by10§ + cz108in 5 2
(axlo +c (210 + %) cosﬂ) X—byoy +
c (210 + %) sin 8 Z
(ax11 + cz11c088) X+ by11§ + cz11sin 5z
(aw11 +c (211 + 3) cosB) X — by § +
c (211 + %) sin 8z
(ax12 + cz12c08 B) X+ by12§ + cz128in 5 2
(GSU12 +c (212 + %) COSB) X—by2y +
c (212 + %) sin 8 Z
(ax13 + cz13c08 B) X+ by13§ + cz13sin 5
(le‘13 +c (z13 + %) cosﬂ) X —bysy +
c (z13 + %) sin 8z
((ISC14 + cz214 COS ﬂ) b'e + by14 y + cz14 sinﬂ Z
(aw1s +c (214 + 3) cosB) X —by1a § +
c (214 + %) sin 8 Z
(ax1s + cz15c08 B) X+ by15§ + cz158in 82
(aw1s +c (215 + 5) cos B) X — by15 § +
c¢(z15+ %) sin B2
(ax16 + cz16 €08 B) X+ by16 ¥ + cz168in 5 2
(aw16 +c (216 + 5) cos B) X — by § +
c (216 + %) sin Bz
(ax17 + cz17c08 B) X+ by17§ + cz178in 5 2
(azn +c (217 + %) cosﬂ) X—byry +
c (217 + %) sin 8z
(ax1g + cz18co8 B) X+ by1s§ + cz18sin 5 Z
(aw1s +c (218 + 5) cos B) X — by1s § +
c (218 + %) sin 8z
(ax19 + cz19 €08 B) X+ by19§ + cz198in 5 2
(az19 + ¢ (210 + 3) cos B) X — by1o § +
c (219 + %) sin 8 Z
(amap + cz20 €08 B) X + by § + czo0sin 5 Z
(axgo +c (z20 + %) cosﬁ) X —byny +
c (2:20 + %) sin Bz
(CL{E21 + cz91 COS ﬂ) b'e + by21 y + cz91 sinﬁ Z
(ale +c (221 + %) cosﬁ) X—bya1 ¥+
c (2121 + %) sin 8 Z
(amos + czo2 €08 B) X 4+ by2o § + czoosin S Z
(axgg +c (222 + %) cosﬁ) X —bypy+
¢ (202 + 3)sin B2

(awas + cz23 €08 B) X + byas § + czo3sin 5 2
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Bus

Byr

Byo
Bso

B51

Bss
Bsa

B55

Bs~
B58

Bso

B61
B62

Bes
Bey

B65
B66

Ber
Bss

Beo
Bro

B
Brs

Bra

Brs

1
Tozal — Y23 A2 + (223 + 5) as

Toq a1 + Y2422 + 224 a3

1
To4@1 — Y4 @z + (224 + 5) as

To5 a1 + Yo5 a2 + 225 A3

1
Tos a1 — Y25 A2 + (225 + 5) as

ZToe &1 + Y26 A2 + 226 A3

1
Toe a1 — Y26 a2 + (226 + 5) as

To7 a1 + Yor a2 + 227 A3

1
Tor a1 — Yo7 A2 + (227 + §) as

ZTog A1 + Yog A2 + 2o A3

1
Tog Al — Yog Az + (228 + 5) ag

Tog a1 + Y29 A2 + 229 A3

1
Tog a1 — Y29 @2 + (229 + 5) az

T30 a1 + Yso a2 + 230 a3

1
T30 a1 — Yo A2 + (230 + 5) as

r31 a1 + Y31 a2 + z31a3

1
T31ap —ysiag + (231 + §) as

T32 a1 + Y32 s + 232 a3

1
T3z a1 — Y3z A2 + (232 + §) as

T33 a1 + Y3z a2 + 233 as

1
ZT3zal — Yz ag + (233 + 5) as

T34a1 + Y342 + 234 a3

1
T34a1 — Yza A2 + (234 + 5) as

T35 a1 + Y35 a2 + 235 A

1
T3z a1 — Yssag + (2’35 + 5) az

T3 a1 + Y36 A2 + 236 A3

1
T36 a1 — Y36 A2 + (236 + 5) ag

Tgra + Ysraz + 237 as

1
T37ar — Yysraz + (237 + 5) as

T3g a1 + Ys3g Az + 238 A3

(113623 +c (223 + %) COSﬁ) X —bysy +
c (223 + %) sin 8z
(aaq + cz24 €08 B) X+ by2a § + czo4sin 5 Z
(aa:24 +c (224 + %) cosﬁ) X—byaay+
c (224 + %) sin Bz
(awos + 295 €08 B) X + byas § + 295 sin 5 2
(azas + ¢ (225 + 5) cos B) X — byas § +
c (225 + %) sin 8 Z
(aag + cz26 €08 B) X + by § + czo6sin 5
(azas + ¢ (226 + 5) cos B) X — byas § +
c (226 + %) sin 8z
(awar + cz97 €08 B) X + byar § + czo7sin 5 2
(awo7 + ¢ (227 + 3) cos B) X — byar § +
c (227 + %) sin 8 Z
(awag + czog cos B) X + byag § + czogsin S Z
(axgg +c (228 + %) cosﬂ) X —byss ¥ +
c (Zgg + %) sin 8z
(a:c29 + czo9 COS ﬂ) X+ by29 y + Ccz29 sin B Z
(a$29 +c (229 + %) 6055) X —by2¥ +
c (229 + %) sin 8 Z
(awsp + cz30 cos B) X + bysg ¥ + cz30sin 52
(awso + ¢ (230 + 3) cos B) X — by § +
¢ (230 + %) sin B2
(axsy + cz31c088) X+ bys1 ¥ + cz318in 52
(awsy +c (231 + 3) cos B) X —bys1 § +
c (z31 + %) sin Bz
(awze + cz32 €08 B) X + bysa § + cz32sin 52
(aws2 + ¢ (232 + 3) cos B) X — bys2 § +
c (232 + %) sin 8z
(awss + cz33co8 B) X + byss § + cz33sin 5 2
(Cm?gg +c (zgg + %) cosﬁ) X —byssy +
c (233 + %) sin 8z
(w34 + cz34c08 B) X + bysa § + cz348in 2
(ax34 +c (234 + %) cosﬂ) X—bysay +
c (,234 + %) sin 8 Z
(axss + cz35c08 B) X + byss § + cz35sin 5 Z
(aa:35 +c (z35 + %) cosﬁ) X —byss ¥ +
c (2:35 + %) sin Bz
(CL{E36 —+ Cz3g COS ﬂ) )A( + by36 y —+ CZ36 sin B 2
(ax36 +c (236 + %) cosﬁ) X—byssy +
c (236 + %) sin 8 Z
(axs7 + cz37cos B) X+ bys7 § + czarsin S
(aa:37 +c (237 + %) cosﬁ) X —bys7ry +
c (237 + 3)sin B2

(awsg + cz3g cos B) X + byss ¥ + cz3gsin 5 Z

O VII

O VIII
O VIII

0 IX
O IX

00X
0X

O XI
O XI

O XII
O XII

O XIII
O XIII

O XIV
O XIV

O XV
O XV

O XVI
O XVI

O XVII
O XVII

O XVIII
O XVIII

O XIX
O XIX

0 XX
0 XX

O XXI
O XXI

O XXII



Bre

Br7

Brg
Bso

B81

Bss
Bsa

B85

Bgr

B88

Bso
Bgo

B91

Bos
Boa

B95

By~

B98

Bog

BlOO

BlOl =

Bio2

1
T3gal — Ysg Az + (238 + 5) as

T39 a1 + Y39 A2 + 239 A3

1
Tzgal — Yzgag + (239 + 5) as

T40 a1 + Y40 A2 + 240 A3

1
T40 a1 — Yao A2 + (240 + 5) as

Tq1 @1 + Y41 A2 + 241 A3

1
T41@1 — Y41 Q2 + (241 + 5) as

T2 @1 + Y42 a2 + 242 A3

1
Tg2@1 — Ys2 @2 + (242 + 5) ag

T43@1 + Ya3 a2 + 243 A3

1
T4z @1 — Y43 a2 + (243 + 5) ag
T4qa a1 + Yaa A2 + 244 A3

1
T44@1 — Y44 @z + (244 + §) as

T45 a1 + Y45 A2 + 245 A3

1
T45 a1 — Ya5 A2 + (245 + 5) as

T46 A1 + Y46 A2 + 246 A3

1
T4 @1 — Y46 A2 + (246 + 5) as

T47 A1 + Y47 A2 + 247 A3

1
Ta7 A1 — Ya7 A2 + (247 + 5) as

T4g A1 + Yag A2 + 248 A3

1
T4g A1 — Yag a2 + (2’48 + 5) ag
Tq9 A1 + Ya9 A2 + 249 A3

1
T49 @1 — Y9 Az + (249 + §) as
Zs0 @1 + Ys0 A2 + 250 A3
1
Ts0 a1 — Ys0 A2 + (Zso + 5) ag

Ts1 @1 + Ys1 a2 + 251 a3

1
Ts1 @1 — Ys1az + (251 + 5) ag

(a$38 +c (238 + %) COSﬁ) X —byssy +
c (238 + %) sin 8z
(awsg + cz39 cos B) X + bysg ¥ + cz3gsin 5 Z
(aa:39 +c (239 + %) cosﬁ) X—bysoy +
c (239 + %) sin Bz
(awgo + cz40 €08 B) X + byso ¥ + cz408in 5 2
(ax40 +c (240 + %) cosﬂ) X—bysy +
c (240 + %) sin 8 Z
(axq1 + cz41c088) X+ bys1 § + cza1sin 5 Z
(azar +c(za1 + 3) cosB) X —byn § +
c (241 + %) sin 8z
(ago + cz42 €08 B) X+ byso § + cz428in 5 2
(awas + c (242 + 3) cos B) X — bysn § +
c (242 + %) sin 8 Z
(awqs + czq43c08 B) X+ byss § + czazsin S Z
(ax43 +c (z43 + %) cosﬂ) X —byssy +
c (z43 + %) sin 8z

(agq + cz44 €08 B) X+ bysa § + cz448in 5 2

(aa:44 +c (244 + %) cosﬁ) X—byuy+
c (244 + %) sin Bz
(awygs + cz45 €08 B) X + byss § + cz45sin B 2
(azss + ¢ (245 + 3) cos B) X — byss § +
c (245 + %) sin 8 Z
(ags + cz46 €08 B) X+ byss § + czapsin 5
(awas + c (246 + 3) cos B) X — bys § +
c (246 + %) sin Bz
(awq7 + cz47c08 B) X+ bysr § + cza7sin 5 2
(azs7 + ¢ (za7 + 5) cos B) X — bysr § +
c (247 + %) sin 8 Z
(awsg + cz48cos B) X+ byss § + czagsin S Z
(ax4g +c (z48 + %) cosﬁ) X —byssy +
c (z4g + %) sin 8z

(CLSC49 + cz49 COS ﬂ) X+ by49 y + Cz49 sin ﬂ Z

(awag + c (249 + 5) cos B) X — byso § +
c (249 + %) sin Bz

(axso + cz50 cos B) X + byso ¥ + cz50 sin 5 2

(axg,o +c (250 + %) cosﬁ) X—bysoy +
c (250 + %) sin 8 Z
(axs1 + cz51c088) X+ bys1 ¥ + cz518in 5
(aa:51 +c (251 + %) cosﬁ) X—bys1y +
(251 + 3)sin B2

(2a)
(2a)

O XXII

O XXIII
O XXIII

0 XXIV
0 XXIV

0 XXV
0 XXV

O XXVI
0 XXVI

O XXVII
O XXVII
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B106 -

Bior =

Bios =

B109 -

Biio =

B113 =

Bi1a =

Biis =

B116 =

Bii7 =

Biis =

B119 =

B120 =

Bi21 =
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Ts2 a1 + Ys2 A2 + 252 A3

1
Ts2 @1 — Ys2az + (252 + §) as

Tszal + Ys3az + 253 as

1
Tsz a1 — Ys3 A2 + (253 + 5) ag

Ts41 + Ysq A2 + 254 A3

1
Ts4a1 — Ysa A2 + (254 + 5) as

Ts5 a1 + Ys5 a2 + 255 A3

1
Tss a1 — Ys5az + (255 + 5) az

Ts6 A1 1 Y56 A2 + 256 A3
1

Ts6 a1 — Ys6 A2 + (256 + §) ag

Tsral + Ysraz + 257 as

1
Ts7 a1 — Ys7 a2 + (257 + 5) as

Tsg A1 + Ysg A2 + 258 A3

1
Tsgal — Ysgag + (258 + 5) az

Tsg &1 + Ys9 A2 + 259 A3
1

Tsg a1 — Ys9 A2 + (259 + 5) as

Teo A1 + Y60 A2 1 260 A3

1
ZTeo a1 — Yeo Az + (ZGO + §) as

Te1 a1 + Ye1 A2 + 261 A3

1
Te1 a1 — Ye1 A2 + (261 + 5) as

ZTez &1 + Ye2 A2 + 262 A3

1
Te2 a1 — Y2 Az + (262 + 5) as

(CL{E52 + cz59 COS ﬂ) X+ by52 y + cz52 sin B Z

(awsz +c (252 + 3) cos B) X — bys2 § +
c (z52 + %) sin Bz

(awss + cz53 cos B) X + byss § + cz53sin 52

(aws3 + ¢ (253 + 3) cos B) & — byss § +
c (253 + %) sin 8 Z

(awsg + cz54c08 B8) X+ bysa § + cz5asin Sz

(azss + ¢ (254 + 3) cos B) X — bysa § +
(254 + %) sin B2

(azxss + cz55 cos B) X + byss § + cz55sin 5 Z

(aa:55 +c (z55 + %) cosﬁ) X—byss ¥ +
c (255 + %) sin 8z
(CL{E56 + cz5g COS ﬂ) X+ by56 y + cz56 sin B Z
(aws6 + ¢ (256 + 3) cos B) K — byse § +
c (256 + %) sin 8 Z
(axs7 + cz57c08 B) X+ bys7 § + czs7sin S
(awsy + c (257 + 3) cos B) X — bys7 § +
c (z57 + %) sin B8z
(ax58 + cz5g8 COS ﬂ) X+ by58 y + cz58 sin B Z
(aacg,g +c (258 + %) cosﬁ) X—byssy +
c (258 + %) sin 8 Z
(axsg + cz59 co8 B) X + bysg ¥ + cz59 sin 8 2
(azs9 + ¢ (250 + 3) cos B) X — byse ¥ +
¢ (250 + 3)sin B2
(azxeo + cze0 cos B) X + byeo ¥ + cze0 sin 5 Z
(aweo + ¢ (260 + 3) cos B) X — byeo § +
c (260 + %) sin Bz
(awe1 + cz61 €08 B) X + bye1 § + cz61 8in 5 2
(azgl +c (Zﬁl + %) COSB) X — by61 5’ +
c (261 + %) sin 8z
(axe2 + czp2 €08 B) X + bys2 § + czp2sin 5 Z
(awez + ¢ (262 + 5) cos B) X — bye2 § +
c (262 + %) sin Bz

Chem. 60, 4046 (1987), doi:10.1016/0022-4596(87)90218-0.

First cited in

D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of

O
XXXVI

O
XXXVI

O
XXXVII

(0]
XXXVII

O
XXXVIII

O
XXXVIIIT

(0]
XXXIX

O
XXXIX

0O XL
O XL

O XLI
O XLI

O XLII
O XLII

O XLIII
O XLIII

O XLIV
O XLIV

O XLV
O XLV

O XLVI
O XLVI

Crystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.


https://doi.org/10.1016/0022-4596(87)90218-0
http://dx.doi.org/10.1016/j.commatsci.2021.110450

