CsgW1103¢ Structure:
A6B36C11_mC212.9_6a_36a_11a-001

This structure previously used the label(s) A6B36C11.mC212_9_6a_36a_11a. Calls to these addresses will be redirected here.
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AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

A6B36C11_.mC212_9_6a_36a_11a-001
80133

1640359

mC212

9

Ce

aflow --proto=A6B36C11_mC212_9_6a_36a_11a-001

--params=a,b/a,c/a, ,x1,y1, 21, T2, Y2, 22, T3, Y3, 23, T4, Y4, 24, T5, Y5, 25, L6, Y6, 265 L7
Y7, 27, %8,Y8, 28,19, Y9, 29, 10, Y10, 2105 L11, Y11, #11, L12, Y12, 212, £13, Y13, 213, L14, Y14, 214, L15,
Y15, 215, L16, Y16, 216, L17, Y17, 217, L18, Y18, 218, L19, Y19, 219, L20, Y20, 220, L21, Y21, 221, 22, Y22,
222,123, Y23, 223, L24, Y24, 224, L25, Y25, 225, L26, Y26, 226, L27, Y27, 227, L28, Y28, 228, L29, Y29, 229,
T30, Y30, 230, T31, Y31, 231, L32, Y32, 232, L33, Y33, 233, L34, Y34, 234, L35, Y35, 235, L36, Y36, 236, L37,
Y37, 237, L38, Y38, 238, L39, Y39, 239, L40, Y40, 240, L41, Y41, 241, T42, Y42, 242, T43, Y43, 243, L44, Y44,
244, 45, Y45, 245, T46, Y465 246, LAT, Y47, 247, T48, Y48, 248, 49, Y49, 249, L50, Y50, 250, T51, Y515 251,
T52, Y52, 252, T53, Y53, 253

e (Okada, 1978) placed this in the monoclinic space group Cc #9. (Marsh, 1995) determined that their data fit in space

group R3c #167.

e We changed the atomic coordinates just enough to maintain the Cc space group. [The symmetrized version may be found

here.

e (Okada, 1978) gave the data for
to the standard Cc setting.

this structure in the Aa setting of space group #9. We uesed FINDSYM to transform it

Base-centered Monoclinic primit

ive vectors

a3 = %afc — %by
az = %afc + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (x1 —y1) a1 + (z1 +y1) as + = (ax1 +cz1co88) X+ by1 § + cz18in 2 (4a) Cs1
Z1as
B, = (x1 +y1) a1 + (z1 —y1) as + = (axl —|—c(z1 —&—%) cosﬁ) X—by1y+ (4a) Cs1
(21+3) a3 c(z1+43)sinBz
B = (xo —y2) a1 + (2 + y2) as + = (axe + czocos B) X+ bya § + czo8in S 2 (4a) CsII
Zo as
By, = (x2+y2) a1 + (22 — y2) a2 + = (ascg +ec (22 + %) coS 5) X—bys ¥+ (4a) Cs II
(Z2+%) az C(Zg—f—%) sin 32


https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=80133&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1640359&DatabaseToSearch=Published
http://aflow.org/prototype-encyclopedia/A6B36C11_hR106_167_3c_6f_cef-001
http://aflow.org/prototype-encyclopedia/A6B36C11_hR106_167_3c_6f_cef-001
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By

Bio

Bll

B2

Bis

Bia

B16

Bir

Bis

B19

B21

B22

B3

B24

B25

Bas

Bar

(3 —y3) a1 + (w3 +y3) az +

Z3 as
(z3 +y3) a1 + (z3 —y3) az +
(23 + %) as
(x4 —ya) a1 + (x4 +y4) a2 +
Z4 A3
(4 +ya) a1 + (14 — ya) a2 +
4+ 3) 20
(x5 —ys) a1 + (x5 + y5) az +
Z5 asg
(x5 +ys) a1 + (z5 — ys5) a2 +
(25 +3) a3
(6 — y6) a1 + (w6 + yo) az +
Zg as
(z6 +y6) a1 + (6 — ys) a2 +
(o +3) 2
(7 —y7) a1 + (w7 +y7) a2 +
Z7as
(7 +y7) a1 + (w7 —y7) az +
(27 + %) as
(s —ys) a1 + (vs +ys) az +
Zg as
(8 +ys) ar + (v8 — yg) az +
(s +3) as
(9 — yo) a1 + (z9 +yo) az +
Zg ag

(z9 +yo) a1 + (z9 — yo) az +
(20 +3) a3
(z10 — y10) a1 +
(10 + Y10) A2 + 210 a3
(z10 + y10) a1 +
(210 — y10) a2 + (210 + 3) as
(11 —y11) a1 +
(x11 + y11) az + 211 a3
(x11 + y11)<a1 + )
- 2
(11 —y11) ag + (211 + *) ag
(12 — y12) a1 +
(x12 + Y12) ag + z12 a3
(12 + y12) a1 +
(12 — y12) a2 + (212 + %) az
(13 —113) a1 +
(z13 +y13) a2 + z13a3
(z13 +113) a1 +
(13 — 913) a2 + (213 + %) as

(14 — y14) a1 +
(14 + Y14) A2 + 214 a3

(axs + czzcos B) X+ bys § + cz3sin S 2

(a$3+0(23+%) cosﬂ) X—bysy +
c(z;;,—i—%) sin Bz

(axq + czacosfB) X+ bys§ + czasin B2

(axs+c(z4+ 5)cosfB) X —bys§ +
c (24 + %) sin 8 Z

(axs + czscos B) X+ bys§ + cz5sin 5 2

(axs +c(z5+ %) cos B) X —bys § +
c(z;,—l—%) sin 8 Z

(axe + czgcos B) X+ bys § + czgsin 5 Z

(awg 4 ¢ (26 + 3) cos ) X — bys § +
C(Z6+ %) sin 8z

(ax7 + czrcos B) X+ byr § + czrsin S 2

(ax7 4 c (27 4 3) cosB) X —byr § +
c(Z7+ %) sin Bz

(axs + czgcos ) X+ bys§ + czgsin 5z

(axs +c(zs+ 3) cos B) X —bys§ +
c(Zg+ %) sin 8 Z

(axg + czgcos B) X+ byg ¥ + czosin 5 2

(azg + ¢ (29 + 3) cos B) X —bye § +
¢(z0+3)sinf2

(ax10 + cz10c08 B) X+ by10§ + cz108in 5 Z

(aw10 +c (210 + 3) cos B) X — by ¥ +
c (210 + %) sin 8z

(ax11 + cz11c088) X+ by11 ¥+ cz118in 52

(GﬂUu +c (211 + %) COSﬁ) X—byny +
c (z11 + %) sin 8 Z

(ax12 + cz12 €08 B) X+ by12§ + cz128in B2

(afﬂu +c (212 + %) COSﬂ) X—by2y +
c (212 + %) sin 8 Z

(ax13 + cz13c08 B) X+ by13§ + cz13sin 5 Z

(aﬂflg +c (2’13 + %) COSﬁ) X—bysy +
¢(z13+ %) sinpB2

(ax14 + cz14c08 8) X+ by14§ + cz148in 5 2

Cs III

Cs II1

Cs IV

Cs IV

CsV

CsV

Cs VI

Cs VI
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oIl
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O III

o1V
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ov

oV

O VI

O VI

O VII

O VII

O VIII



Boas

B29

Bso

Bs:

B32

Bsg

Byo

B4

B42

Bys

B44

B45

Bys

Byr

Bys

Byo

B50

(14 +y14) a1 +
(14 — y14) a2 + (214 + %) as

(z15 —y15) a1 +
(15 + y15) a2 + z15 a3
(x15 +y15) a1 +
(15 — y15) a2 + (215 + %) asz
(z16 — y16) a1 +
(16 + Y16) A2 + 216 a3

(w16 + y16) a1 +
(716 — Yy16) A2 + (Zl6 + %) ag

($17 - y17) aj; +
(x17 + y17) ag + z17 ag

(z17 +y17) a1 +
(17 — y17) Az + (217 + %) az
(18 — y18) a1 +
(x18 + y18) a2 + z13a3
(z18 +y18) a1 +
(18 — y18) a2 + (Zl8 + %) as
(z19 — y19) a1 +
(19 + Y19) a2 + 219 a3
(z19 +y19) a1 +
(719 — y19) A2 + (219 + %) az

(220 — y20) a1 +
(20 + Y20) a2 + 220 a3

(220 + y20) a1 +
(720 — Y20) az + (2’20 + %) ag
(1‘21 — y21) a; +
(x21 + Y21) ag + 221 a3
(xo1 +y21) a1 +
(21 — y21) a2 + (221 + %) asz
(w22 — y22) a1 +
(@22 + y22) a2 + 222 a3
(r22 + y22) a1 +
(22 — y22) Az + (222 + %) as
(223 — y23) a1 +
(223 + Y23) A2 + 223 a3
(w23 + y23) a1 +
(723 — y23) A + (223 + %) asz
(x24 — y24) a1 +
(24 + Y24) a2 + 224 a3

(724 + y24) a1 +
(T24 — Y24) a2 + (2’24 + %) ag

($25 - y25) a; +
(x25 + Y25) ag + 2zo5 ag

(w25 + y25) a1 +
(m25 — y25) a2 + (225 + %) asz

(111314 +c (2’14 + %) 0055) X—bynay+
c (214 + %) sin 8z

(ax15 + cz15c08 8) X+ by15§ + cz15sin 5 Z

(am15 +c (z15 + %) cosﬁ) X—bysy +
c (z15 + %) sin 8z

(CLSClﬁ + cz16 COS ﬂ) X+ bylﬁ y + cz16 sinﬂ Z

(aw16 +c (216 + 3) cos B) X — by § +
c (216 + %) sin Bz

(ax17 + cz17c08 B) X+ by17§ + cz178in B 2

(aw17 + ¢ (217 + 3) cos B) & — by17 § +
c (217 + %) sin 8 Z

(ax1g + cz18cos B) X+ by1s§ + cz18sin S Z

(al’lg +c (218 + %) COSﬁ) X—bypnsy +
c (2’18 + %) sin 8z

(ax19 + cz19c08 B) X+ by19§ + cz198in 5

(amlg +c (z19 + %) cosﬁ) X—byoy +
c (2’19 + %) sin Bz

(CLSCQO + cz90 COS ﬂ) X+ bygo y + czo9 sin ﬂ Z

(awao + ¢ (220 + 3) cos B) X — by § +
c (z20 + %) sin Bz

(awo1 + 291 €08 B) X + bya1 § + 221 sin 5 2

(GSU21 +c (221 + %) COSﬁ) X—byny+
c (221 + %) sin 8 Z

(aos + czo2 €08 B) X 4+ by2o § + czoosin S Z

(awas +c (220 + 3) cos B) X — byaa § +
c (222 + %) sin 8z

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

(awos + c (223 + 3) cos B) X — byas § +
c (2:23 + %) sin Bz

(CL{E24 + Ccz294 COS ﬂ) b'e + by24 y + czo4 sin B Z

(awos +c (224 + §) cos B) X —byau § +
c (z24 + %) sin Bz

(awos + 295 €08 B) X + byas § + 295 sin 5 2

(CLSU25 +c (225 + %) COSﬁ) X — by25 y +
c (225 + %) sin 8 Z

(4a)

O VIII

0 IX

0 IX

0X

0X

O XI

O XI

O XII

O XII

O XIII

O XIII

0O XIV

O XIV

O XV

O XV

O XVI
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O XVIII

O XVIII

O XIX
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Bs:

B52

Bss

B54

B55

Bss

Bs-

Bss

B62

B63

Bea

B65

Be~

B68

Beo

Bro

B

B2

Brs

(26 — y26) a1 +
(226 + Y26) a2 + 226 a3

(w26 + y26) a1 +
(726 — Y26) Az + (2’26 + %) ag

($27 - y27) a; +
(w27 + y27) a2 + 27 a3

(27 +y2r) a1 +
(w27 — yor) a2 + (227 + %) asz
(w28 — yog) a1 +
(@2 + y28) a2 + 228 a3
(og + y28) a1 +
(w28 — yog) a2 + (228 + %) as
(229 — y20) a1 +
(229 + Y29) A2 + 229 a3

(@29 + y20) a1 +
(w29 — y20) a2 + (229 + %) asz
(30 — y30) a1 +
(30 + y30) a2 + 230 a3
(230 + y30) a1 +
(T30 — Y30) az + (Z30 + %) ag
($31 - y31) a; +
(x31 + y31) ag + 231 ag

(z31 +y31) a1 +
(731 — y31) az + (231 + %) az
(32 — y32) a1 +
(32 4 y32) a2 + 232 a3
(32 +y32) a1 +
(32 — y32) a2 + (232 + %) as

(33 —y33) a1 +
(33 + y33) Az + 233 a3
(33 +y33) a1 +
(733 — y33) ag + (233 + %) ag

(r34 — y34) a1 +
(34 + Y34) A2 + 234 a3
(34 + y34) a1 +
(T34 — y34) a2 + (2’34 + %) ag
(35 — y35) a1 +
(w35 + y35) az + 235 a3
(35 +y35) a1 +
(735 — y35) Az + (235 + %) az
(36 — y36) a1 +
(236 + y36) a2 + 236 a3
(236 + y36) a1 +
(736 — Y36) a2 + (236 + %) as
(37 —ys37) a1 +
(237 + y37) Az + 237 a3

(CL{E26 + Cz9g COS ﬂ) X+ by26 y + Cczo6 sin B Z

(awas + ¢ (226 + 5) cos B) X — by § +
c (z% + %) sin 8 Z

(awa7 + cz97 €08 B) X + byar § + czo7sin B2

(amar + ¢ (227 + 3) cos B) & — byar § +
c (227 + %) sin 8 Z

(awag + czog cos B) X + byag § + czogsin S Z

(ames + ¢ (225 + 3) cos B) X — byas § +
¢ (208 + %) sin B2

(awag + cz29 €08 B) X + by2g § + czo9 sin 5 Z

(awag + ¢ (220 + 3) cos B) X — byao § +
c (229 + %) sin 8z

(CL{E30 + cz30 COS ﬂ) X+ by30 y + cz30 sin B Z

(awso + c (230 + 3) cos B) X — byso § +
c (z30 + %) sin 8 Z

(awsy + cz31 €08 8) X+ bys1 § + cz31 8in 82

(axgl +c (231 + %) COSB) X—bys1 ¥ +
c (231 + %) sin 8 Z

(axse + cz32c08 B) X+ bysa § + cz3asin S Z

(ams2 + ¢ (232 + 3) cos B) X — bys2 § +
(232 + %) sin B2

(awss + cz33co8 B) X + byss § + cz33sin 5

(awss + c (233 + 3) cos B) X — byss § +
c (233 + %) sin 8z

(awsq + cz34 €08 8) X+ bysa § + cz3asin 52

(awss +c (234 + 3) cos B) X —bysa § +
c (z34 + %) sin 8 Z

(awss + cz35 €08 B) X + byss § + cz35sin 5 2

(ax35 +c (235 + %) Cosﬂ) X—byss ¥ +
c (,235 + %) sin 8 Z

(awse + cz36 cos B) X + bysg § + cz3psin 5 Z

(a3336 +c (2’36 + %) cosﬁ) X —byss ¥y +
c (236 + 3)sin B2

(axs7 + cz37cos B) X+ bys7 ¥ + cz3rsin 5 2

O XX

0 XX

O XXI

O XXI

O XXII

O XXII

O XXIII

O XXIII

O XXIV

0 XXIV

0 XXV

0 XXV

0O XXVI

O XXVI

0O XXVII

O XXVII
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0 XXIX
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Bry

Brs

Brs

BSO

B81

Bsz

B83

Bss

B86

Bsr

BSS

B89

Bogo

B91

Bo2

Bos

Boa

Bos

B96

(37 +y37) a1 +

(w37 — y37) az + (237 + %) as

(38 — y3s) a1 +
(238 + y3s) a2 + 23z a3

(38 +y3s) a1 +

(w38 — y38) Az + (238 + %) as

(39 — y39) a1 +
(39 + Y39) a2 + 239 a3

(239 + y39) a1 +

(739 — y39) ag + (239 + %) ag

($40 - y4o) aj; +
(x40 + Ya0) Az + 240 a3

(x40 + ya0) a1 +

(740 — ya0) a2 + (240 + %) ag

(a1 —ya1) a1 +
(41 + ya1) a2 + 241 a3

(a1 +ya1) a1 +

(41 — ya1) @z + (241 + %) as

(42 — ya2) a1 +
(242 + Ya2) A2 + 242 a3

(a2 + ya2) a1 +

(42 — ya2) a2 + (2’42 + %) as

(43 — ya3) a1 +
(43 + Ya3) a2 + 243 a3

(a3 + ya3) a1 +

(T43 — ya3) ag + (2’43 + %) ag

(1‘44 — y44) a; +
(44 + Ya4) Az + 244 a3

(44 + yaa) a1 +

(T44 — Yasa) a2 + (244 + %) ag

(45 — yas) a1 +
(@45 + yas) a2 + 245 a3

(a5 + yas) a1 +

(45 — ya5) a2 + (245 + %) as

(46 — ya6) a1 +
(246 + Ya6) A2 + 246 a3

(a6 + ya6) a1 +

(746 — ya6) a2 + (246 + %) ag

(a7 — yar) a1 +
(247 + Ya7) Az + 247 a3

(a7 + yaz) a1 +

(Ta7 — yar) ag + (2’47 + %) ag

(w48 — yag) a1 +
(48 + Ya8) Az + 243 ag

(48 + yag) a1 +

(748 — yag) az + (248 + %) ag

(az37 +c (237 + %) COSﬁ) X—bysry +
c (237 + %) sin 8z

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

(awss + ¢ (238 + 35) cos B) X — byss § +
c (2’38 + %) sin 8z

(CLSC39 + cz39 COS ﬂ) X+ bygg y + Ccz39 sin ﬂ Z

(awsg + c (239 + 3) cos B) X — byse § +
c (239 + %) sin Bz

(awqo + cz40 €08 B) X + byso ¥ + cz408in 5 2

(aws0 + ¢ (240 + 3) cos B) X — byso § +
c (240 + %) sin 8 Z

(axq1 + czq1c088) X+ bys1 § + cza1sin 5z

(111‘41 +c (2’41 + %) COSﬁ) X—byny+
c (241 + %) sin 8z

(ago + cz42c08 B) X+ byso § + cz4osin 5 2

(aa:42 +c (z42 + %) cosﬁ) X—bypy+
c (2’42 + %) sin Bz

(CLSC43 + cz43 COS ﬂ) X+ by43 y + Ccz43 sin ﬂ Z

(awas + c (243 + 5) cos B) X — byas § +
c (z43 + %) sin Bz

(awgq + cz44 €08 B) X+ bysa § + cz448in 52

(azas + c (244 + 3) cos B) X —byas § +
c (244 + %) sin 8 Z

(ags + cz45c08 B) X+ byss § + cza5sin S

(azas + c (245 + 3) cos B) X — byas § +
c (245 + %) sin 8z

(awge + cz46 €08 B) X + byss ¥ + czapsin 5

(awas + c (246 + 3) cos B) X — bya § +
c (2:45 + %) sin Bz

(CL{E47 + cz47 COS ﬂ) X+ by47 y + czq7 sin B Z

(awa7 + c (247 + §) cos B) X — byar § +
c (247 + %) sin Bz

(awqs + cz48 €08 B) X + byss § + cz4g sin B 2

(a:U4g +c (248 + %) COSﬁ) X —byss ¥ +
c (248 + %) sin 8 Z
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O
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0 XXXV
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Bor =

B98 =

Bgoy =

BlOO -

BlOl -

Bio2z =

B103 -

Bios =

References

(49 — yao) a1 +
(49 + Ya9) Az + 249 a3

(219 + yao) a1 +
(T49 — Ya9) Az + (Z49 + %) ag
($50 - y50) a; +
(50 + ys0) a2 + 250 @3
(50 + ys0) a1 +
(50 — Y50) A2 + (250 + %) asz
(x51 — ys1) a1 +
(51 + ys51) a2 + 251 a3
(r51 +ys51) a1 +
(r51 — ys1) a2 + (251 + %) as
(52 — ys2) a1 +
(52 + Ys2) a2 + 252 a3
(52 + ys2) a1 +
(752 — Ys52) Az + (252 + %) ag
(x53 — ys3) a1 +
(53 + ys53) a2 + 253 a3

(753 + ys3) a1 +
(753 — ys3) ag + (Z53 + %) ag

(CL{E49 + Cz49 COS ﬂ) X+ by49 y + Cz49 sin B Z

(awag + c (249 + 5) cos B) X — byso § +
c (z49 + %) sin Bz

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

(aws0 + ¢ (250 + 3) cos B) & — byso ¥ +
c (250 + %) sin 8 Z

(axs1 + cz51c088) X+ bys1 ¥ + cz518in 5 2

(azs1 + ¢ (251 + 3) cos B) X — bys1 § +
(251 + %) sin B2

(axse + cz52c08 B) X+ bysa § + cz52sin 5 2

(awsz +c (252 + 3) cos B) X — bysa § +
c (252 + %) sin 8z

(CL{E53 + cz53 cOS ﬂ) X+ by53 y + cz53 sinﬁ Z

(awss +c (253 + 3) cos B) X — byss § +
c (z53 + %) sin 8 Z
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W VIII

W XI

W XI
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