CsgW1103¢ Structure:
A6B36C11_mC212.9_6a_36a_11a-001

This structure originally had the label A6B36C11.mC212_9_6a_36a_11a. Calls to that address will be redirected here.
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Prototype CsgO36 W11

AFLOW prototype label A6B36C11_.mC212_9_6a_36a_11a-001
ICSD 80133

Pearson symbol mC212

Space group number 9

Space group symbol Ce

AFLOW prototype command aflow --proto=A6B36C11_mC212_9_6a_36a_11a-001
—~params=a, b/a, C/a, 6, X1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7,

Y7, 27,%8,Y8, 28,19, Y9, 29, L10, Y10, 210, 11, Y11, 211, L12, Y12, 212, 13, Y13, 213, L14, Y14, 214, L15,
Y15, 215, L16, Y16, 216, L17, Y17, 217, 18, Y18, 218, L19, Y19, 219, 20, Y20, 220, L21, Y21, 221, L22, Y22,
222,23, Y23, 223, L24, Y24, 224, L25, Y25, 225, L26, Y26, 226, L27, Y27, 227, L28, Y28, 228, 29, Y29, 229,
2305 Y30, 230, L31, Y31, 231, L32, Y32, 232, L33, Y33, 2335 L34, Y34, 34, L35, Y35, 235, L36, Y365 2365 L37,
Y37, 237, L38, Y38, 238, L39, Y39, 239, 40, Y40, 2405 T41, Y41, 241, 42, Y42, 242, L43, Y43, 243, T4, Y44,
244, X455 Y455 245, 465 Y465 2465 4T, Y47, 247, 48, Y48, 2485 49, Y49, 249, 50, Y50, 2505 L51, Y51, 2515
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, and we present their analysis here.
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Base-centered Monoclinic primitive vectors

a; = lax—iby
a; = %afc + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (x1 —y1) a1 + (z1 +y1) as + (a1 +cz1co8B8) X+ by1 § + ¢z sin S 2 (4a) Cs1
Z1 a3
B, = (x1+y1) a1+ (z1 —y1) as + (axl—i—c(zl —&—%) cosﬂ) X—bny+ (4a) Cs1
(21+3) a3 c(z1 4 3)sinBz
B; = (x2 —y2) a1 + (22 + y2) a2 + (axg + czacosB) X+ by2§ + czosin 5z (4a) Cs 11
Z9 as
B, = (2 +y2) a1 + (z2 — y2) ag + (a:cg +c (zz + %) Cosﬁ) X—byy + (4a) CsII
(22+3) a3 c(z2+ 1) sinBz
By = (x3 —ys3) a1 + (3 + y3) as + (axs + czzcos B) X+ bys§ + cz3sin Sz (4a) Cs II1
Z3 as
Bg = (3 +y3) a1 + (v3 — y3) as + (axg +c (z3 + %) cos B) X—bysy + (4a) Cs III
(Z3+%) as C(Z3+%) sin 32
B, = (x4 —ya) a1 + (x4 +y4) az + (axg + czgcosB) X+ bys § + cz4sin Sz (4a) Cs IV
Z4 a3
Bg = (x4 +yq) a1 + (x4 — y4) a2 + (ax4 +ec (z4 + %) cOS 5) X—bysy + (4a) Cs IV
(Z4+%) as c(z;;—i—%) sin 32
By = (x5 —ys) a1 + (5 + y5) as + (axs + cz5c08 8) X+ bys § + cz5s8in S Z (4a) CsV
25 a3
Bio = (x5 +ys) a1 + (5 — y5) as + (ax5 +c (z5 + %) cosﬁ) X—bysy + (4a) CsV
(25 +3) a3 c(z5+ %) sinBz
Bi1 = (x6 —ys) a1 + (x5 + ys) a2 + (axg + czgcos B) X+ bys ¥ + czgsin 5z (4a) Cs VI
Zg A3
B2 = (w6 +y6) a1 + (76 — yo) az + (aze + ¢ (26 + 3) cos B) X — by § + (4a) Cs VI
(ZG+%) az C(ZG+%)SiH52
Bis = (w7 —y7) a1 + (w7 +y7) a2 + (az7 + czrcos B) X+ byr § + cz7sin B2 (4a) Ol
Z7as
B4 = (JJ7 + y7) a; + (337 — y7) as + (cw:7 +c (27 + %) cos B) X—by;y + (43) Ol
(Z7+%) as C(Z7+%) sin 32
Bis = (73 —ys) a1+ (vs+ys) ag + (axs + czgcos ) X+ bys § + czgsin 32 (4a) oI
zZgag
Bie = (23+ys)ai+(r3—ys) az+ (aws 4 c (28 +3) cos ) X —bys§ + (4a) ol
(Z8+%) as C(Zg—f—%) sin 32
By = (xo —yo) a1 + (w9 + yo) as + (axg + czg cos B) X+ byg § + czg sin B Z (4a) O III
29 ag
Bis = (@9 +yo)ar+ (xg —yo) az + (azg + c (29 + 3) cos B) X —bye § + (4a) O III
(20 +3) a3 c(z0+ %) sinBz
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(10 — y10) a1 +
(x10 + Y10) a2 + z10 a3

(z10 + y10) a1 +

(710 — Y10) a2 + (2’10 + %) ag

(11 —y11) a1 +
(x11 +y11) az + 211 a3

(11 +y11) a1 +

(11 —y11) az + (211 + %) asz

($12 - y12) a; +
(x12 + y12) a2 + z12a3

(r12 + y12) a1 +

(12 — y12) Az + (212 + %) as

(z13 —y13) a1 +
(x13 + y13) a2 + z13 a3

(z13 +y13) a1 +

(13 — y13) ag + (213 + %) ag

(14 — y14) A1 +
(14 + Y14) a2 + 214 a3

(14 + y1a) a1 +

(T14 — y14) a2 + (Z14 + %) ag

($15 - y15) a; +
(z15 +y15) a2 + 215 a3

(x15 + y15) a1 +

(715 — y15) a2 + (215 + %) az

(x16 — y16) a1 +
(16 + y16) A2 + 216 a3

(z16 +y16) a1 +

(r16 — Y16) a2 + (216 + %) as

(17 —y17) a1 +
(x17 + y17) Az + z17 a3

(17 +y17) a1 +

(17 — y17) ag + (2’17 + %)

(z18 —y18) a1 +
(x18 + y18) Az + 213 a3

(z18 +y18) a1 +

ag

(718 — y18) a2 + (2’18 + %) ag

($19 - y19) a; +
(z19 + y19) a2 + 219 a3

(x19 + y19) a1 +

(19 — y19) A2 + (219 + %) az

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

(20 + y20) a1 +

(w20 — y20) a2 + (220 + %) asz

(o1 — y21) a1 +
(221 + Y21) Az + 221 a3

(CLZElO + cz19 COS ﬂ) X+ ble y + cz10 sinﬁ Z

(az10 +c (210 + 3) cos B) X — by § +
c (zm + %) sin 8 Z

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

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

(ax12 + cz12c08 B) X+ by12§ + cz12sin 5 Z

(az12 + ¢ (212 + 3) cos B) X — by § +
¢(z12+ %) sin B2

(ax13 + cz13c08 B8) X+ by13§ + cz13sin 5 2

(aw13 +c (213 + 3) cos B) X — by1s§ +
c (213 + %) sin 8z

(ax14 + cz14c088) X+ by14§ + cz148in 5 2

(aw1s +c (214 + 3) cosB) X —by1a § +
c (z14 + %) sin 8 Z

(ax1s + cz15c08 B) X+ by15§ + cz158in 8 2

(aw15 + ¢ (215 + 3) cos B) & — by15 ¥ +
c (215 + %) sin 8 Z

(ax16 + cz16 €08 B) X+ by16 ¥ + cz16sin 5 2

(az16 + ¢ (216 + 3) cos B) X — by ¥ +
¢ (216 + %) sin B2

(ax17 + cz17c08 B8) X+ by17§ + cz17sin 5 2

(az17 +c (217 + 3) cos B) X — by17 § +
c (217 + %) sin 8z

(ax1g + cz18cos B) X+ by1s ¥ + cz18sin 5 2

(aw1s +c (218 + 3) cos B) X — by1s § +
c (z18 + %) sin 8 Z

(ax19 + cz19 €08 B) X+ by19§ + cz198in B2

(aw19 + ¢ (210 + 3) cos B) X — by1o ¥ +
c (219 + %) sin 8 Z

(amag + cz20 €08 B) X + by2n § + czo0sin 5

(aﬂfgo +c (2’20 + %) COSﬁ) X—byny +
¢ (220 + %) sin B2

(awa1 + cz21 €08 B) X+ by21 § + cz218in 5 2
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(xo1 +y21) a1 +

(21 — y21) a2 + (221 + %) as

(222 — y22) a1 +
(@22 + y22) a2 + 220 a3

(22 + y22) a1 +

(22 — y22) a2 + (2’22 + %) as

(23 — y23) a1 +
(223 + Y23) a2 + 223 a3

(@23 + y23) a1 +

(723 — y23) ag + (223 + %) ag

(1‘24 — y24) aj; +
(24 + Y24) Az + 224 a3

(224 + y24) a1 +

(24 — y2u) a2 + (224 + %) ag

(25 — y25) a1 +
(@25 + y25) A2 + 225 a3

(ro5 + y25) a1 +

(w25 — yo5) a2 + (225 + %) as

(226 — y26) a1 +
(226 + Y26) A2 + 226 a3

(w26 + y26) a1 +

(726 — Y26) a2 + (226 + %) az

(w27 — y2r) a1 +
(227 + y27) a2 + 227 a3

(o7 + y2r) a1 +

(w27 — y2r) ag + (2’27 + %)

(3328 - y28) a; +
(28 + Yo28) as + 2zog ag

(x2s + y28) a1 +

ag

(T28 — yo8) Az + (228 + %) ag

($29 - y29) a; +
(@29 + y29) a2 + 229 @3

(29 + y20) a1 +

(29 — y29) Az + (229 + %) as

(230 — y30) a1 +
(30 + Y30) A2 + 230 a3

(30 + y30) a1 +

(w30 — y30) A2 + (230 + %) ag

(x31 —y31) a1 +
(31 + y31) Az + 231 a3

(31 +y31) a1 +

(731 — y31) ag + (2’31 + %) ag

($32 - y32) a; +
(x32 + y32) as + 232 ag

(32 +y32) a1 +

(732 — y32) az + (232 + %) ag

(111‘21 +c (2’21 + %) 0055) X—byny+
c (221 + %) sin 8z

(amas + cz92 €08 B) X + by2o § + czo0sin 5 Z

(am22 + ¢ (222 + 5) cos B) K — by § +
c (222 + %) sin 8z

(CLSC23 + cz93 COS ﬂ) X+ by23 y + Ccz23 sinﬂ Z

(awas + c (223 + 3) cos B) X — byas § +
c (223 + %) sin Bz

(awoq + c294 €08 B) X + by § + cz248in 52

(awos + c (224 + 3) cos B) X — byas § +
c (224 + %) sin 8 Z

(awes + czo5 €08 B) X + byas § + czo5sin S Z

(az25 +c (2’25 + %) COSﬁ) X—byss ¥ +
c (225 + %) sin 8z

(amag + cz96 €08 B) X + by § + czo6sin 5

(aa:% +c (z26 + %) cosﬁ) X —bysy +
c (2’25 + %) sin Bz

(CLSC27 + czo7 COS ﬂ) X+ by27 y + czo7 sin ﬂ Z

(awor + c (227 + 3) cos B) X — byar § +
c (z27 + %) sin Bz

(awog + c298 o8 B) X + byag ¥ + c2og sin 52

(amas + ¢ (225 + 3) cos B) X — byas § +
c (228 + %) sin 8 Z

(awag + czo9 cos B) X + byag § + czo9sin 5 Z

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

(axsp + cz30 cos B) X + byso ¥ + cz30sin 5z

(awso + c (230 + 3) cos B) X — byso § +
c (2:30 + %) sin Bz

(CL{E31 + cz31 cOS ﬂ) X+ bygl y + cz31 sinﬁ Z

(awsy +c (231 + 3) cosB) X —bys1 § +
c (z31 + %) sin Bz

(awzs + cz32 €08 B) X + bysa § + cz328in B2

(ax32 +c (232 + %) Cosﬁ) X—bys ¥ +
c (232 + %) sin 8 Z
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(33 —y33) a1 +
(33 + y33) ag + z33a3
(233 +y33) a1 +
(733 — y33) ag + (2’33 + %) ag
($34 - y34) a; +
(234 + Y34) a2 + 234 a3

(34 +y34) a1 +
(T34 — y34) a2 + (234 + %) ag
(35 — y35) a1 +
(@35 + y35) az + 235 a3
(35 + y35) a1 +
(735 — y35) Az + (235 + %) as
(36 — y36) a1 +
(36 + Y36) A2 + 236 a3
(36 + y36) a1 +
(736 — y36) a2 + (236 + %) as
(x37 —y37) a1 +
(37 + y37) az + z37 a3
(37 +y37) a1 +
(737 — y37) ag + (Z37 + %) ag
($38 - y38) a; +
(w38 + y3s) a2 + 23z a3
(38 +y3s) a1 +
(738 — y38) az + (238 + %) az
(39 — y39) a1 +
(@39 + y39) a2 + 239 @3

(739 + y39) a1 +
(739 — y30) a2 + (239 + %) as

(240 — ya0) a1 +
(40 + Y10) A2 + 240 a3

(@10 + yao) a1 +
(240 — Ya0) a2 + (za0 + 3) as
(a1 —ya1) a1 +
(41 + Ya1) Az + 241 a3

(41 +ya1) a1 +
(T41 — ya1) az + (2’41 + %) ag

($42 - y42) a; +
(T42 + Ya2) ag + 242 a3

(x42 + ya2) a1 +
(42 — ya2) az + (242 + %) az
(%43 — ya3) a1 +
(@43 + ya3) a2 + zaz a3
(ra3 + ya3) a1 +
(43 — ya3) a2 + (243 + %) as
(Ta4 — yaa) a1 +
(44 + Ya4) A2 + 244 a3

(CL{E33 + cz33 coS ﬂ) X+ by33 y + cz33 sin B Z

(awss +c (233 + 5) cos B) X — byss § +
c (z33 + %) sin 8 Z

(awsq + cz34 €08 B) X+ bysa § + cz348in 52

(aw3s + ¢ (234 + 3) cos B) R — bysa § +
c (234 + %) sin 8 Z

(awss + cz35c08 B) X+ byss § + cz3ssin 5

(az3s + ¢ (235 + 3) cos B) X — byss § +
c (235 + %) sin B2

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

(awss + c (236 + 3) cos B) X — byse § +
c (236 + %) sin 8z

(CL{E37 + cz37 coS ﬂ) X+ by37 y + cz37 sin B Z

(awsz + c (237 + 3) cos B) X — bysr § +
c (237 + %) sin 8 Z

(awss + cz3g cos B) X + byss ¥ + cz3g sin 52

(axgg +c (238 + %) COSB) X —byssy +
c (238 + %) sin 8 Z

(awsg + cz39 cos B) X + bysg § + cz3gsin 5 Z

(awsg + ¢ (230 + 3) cos B) X — byse ¥ +
c (230 + %) sin B2

(awgo + cz40 €08 B) X+ byso ¥ + cz40sin 5

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

(awq1 + cz41c088) X+ bysyy § + cz418in 52

(azay +c (241 + 3) cosB) X —byn § +
c (z41 + %) sin 8 Z

(awgo + cz42 €08 B) X+ byso § + cz428in B2

(awas + c (242 + 3) cos B) X — bysn § +
c (,242 + %) sin 8 Z

(awgs + cz43c08 B) X+ byss § + czazsin S Z

(ax43 +c (2’43 + %) COSﬁ) X —byssy +
(243 + %) sin B2

(agq + cz44c08 B) X+ bysa § + cz4asin 5 Z
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(46 — yas) a1 +
(46 + Ya6) A2 + 246 a3

(a6 + yas) a1 +

(Ta6 — Ya6) Az + (246 + %) ag

($47 - y47) aj; +
(x47 + ya7) g + 247 a3

(247 + ya7) a1 +

(a7 — yar) az + (247 + %) ag

(11?48 - y48) aj; +
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(111344 +c (2’44 + %) 0055) X—bysuy+
c (244 + %) sin 8z

(ags + cz45c08 8) X+ byss § + cza5sin 5 2

(aa:45 +c (z45 + %) cosﬁ) X—byss ¥+
c (2’45 + %) sin 8z

(CLSC46 + Cz46 COS ﬂ) X+ by46 y + Cz46 sin ﬂ Z

(awas + c (246 + 3) cos B) X — byas § +
c (246 + %) sin Bz

(awq7 + cz47c08 B) X+ bysr § + cz478in B2

(amar + ¢ (247 + 3) cos B) & — bysr § +
c (247 + %) sin 8 Z

(awsg + cz48cos B) X + byss § + czagsin S

(az4g +c (2’48 + %) COSﬁ) X —byss ¥ +
c (248 + %) sin 8z

(aag + cz49cO8 B) X+ bysg § + cz49sin 5 2

(aa:49 +c (z49 + %) cosﬁ) X—bypy+
c (2’49 + %) sin Bz

(CLSC50 + cz50 COS ﬂ) X+ by50 y + cz50 sin ﬂ Z

(awso + ¢ (250 + 3) cos B) X — byso § +
c (z50 + %) sin Bz

(axs1 + cz51 €08 8) X+ bys1 ¥ + cz518in 52

(aws1 + ¢ (251 + 3) cos B) & — bys1 § +
c (251 + %) sin 8 Z

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

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

(axss + cz53c08 B) X+ byss § + cz53sin 5 2

(awss +c (253 + 3) cos B) X — byss § +
c (2:53 + %) sin Bz
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