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ICSD 54023

Pearson symbol mC152

Space group number 15

Space group symbol C2/e

AFLOW prototype command aflow --proto=A2B3C12D2_mC152_15_2f_3f_12f_ aef-001
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Other compounds with this structure
Cs3Cu2(MoQy)s

Base-centered Monoclinic primitive vectors

a; = %ai—%by
ax = %a“—k%by
ag = ccosfBX+csinfz

Basis vectors
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Lattice
coordinates

0
1
233

1
—Yy2ar +y2az + 7as

3
Y2a1 —Yzaz + 7as

(3 —y3) a1 + (z3 +y3) az +
Z3 as

—(z3+y3) a1 — (z3 —y3) az —
zZ3 — %) as

—(v3 —y3) a1 — (v3+y3) az —

Z3 as
(z3 +y3) a1 + (z3 — y3) az +
(23+3) as
(1‘4 — y4) a; + (134 + y4) as +
Z4 a3

— (4 +ya) a1 — (24 — ya) @z —
Z4 — %) as

— (4 —ya) a1 — (24 +ya) a2 —

Z4 A3
(4 +ya) a1 + (14 — ya) a2 +
(4 + 1) 20
(x5 —ys) a1 + (v5 +ys) az +
Z5 asg

—(z5 +ys) a1 — (x5 — ys) az —
zZ5 — %) as

— (w5 —ys) a1 — (5 + y5) az —

Zy asg
(x5 +ys) a1 + (z5 — ys5) az +
(25 + 1) 20
(6 — y6) a1 + (z6 + ys) a2 +
Zg A3

— (26 +y6) a1 — (z6 — Y6) A2 —
zZg — %) as

— (w6 —ys) a1 — (6 + y6) a2 —

Z6 a3
(w6 + ys) a1 + (26 — Ys) az +
(26 +3) as
(7 —y7) a1 + (w7 +y7) az +
27 as

—(z7 +y7) a1 — (z7 —yr) az —
zZ7 — %) as
— (w7 —y7) a1 — (w7 +y7) az —
Z7as

(w7 +yr) a1 + (w7 — y7) az +
(e 3) a0

Cartesian
coordinates

0
%ccosﬁfc—l— %csinﬁi
%ccosﬂfﬂ—bygjw— icsinﬂi
%ccosﬁ)‘(—bygy—l— %csinﬂi

(axs + czzcos B) X+ bys§ + czzsin 52

— (azs +c (23— 1) cos B) X+ bys § —
0(23— %) sin 8 Z

—(azs 4+ czgcos B) X —bysy — czzsin Bz

(aws 4 c (234 3)cosB) X —bys§ +
6(23—|— %) sin Bz

(axg + cz4co8B8) X+ bys § + cz48in S 2

—(am—&-c(z;;—%)cosﬁ) X+bysy —
c(z4— %) sin Bz

—(axg + czgco8B) X —bys § — cz4sin Bz

(aws+c(z4 4+ 3)cosfB) X —bys§ +
c (z4 + %) sin 8 Z

(axs + czscos B) X+ bys§ + cz5sin 52

— (azs +c (25 — 1) cos B) X+ bys § —
0(25 — %) sin 8 Z

—(azs 4+ cz5cosB) X —bys § — czssin Bz

(aws 4 c (25 4+ 3) cos ) X —bys § +
0(25 + %) sin Bz
(axe + czgcos B) X+ bys § + cz6sin 5 Z

—(amﬁ—&-c(zG—%)cosﬁ) X+bysy —
0(26— %) sin Bz

—(axg + czgcos B) X —bygy — czsin Bz

(aze + ¢ (26 + 3) cos B) X —bys ¥ +
c(zGJr %) sin 8 Z

(axy + czrcos B) X+ byr § + czrsin 5z

— (az7 +c (27 — 1) cos B) X+ byr § —
C(Z7— %) sin 8z

—(az7 + czrcosB) X —byz § — cz7rsin Bz

(aw7 4 c (274 3) cos ) X —byr § +
C(Z7+ é) sin 8z

Wyckoff
position

(4a)
(4a)
(4e)
(4e)
(81)
(81)
(81)
(81)
(81)
(81)
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(81)
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(81)
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type
Rb1
Rb 1
Rb II
Rb II
Cul
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Cul
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Cu II

Cu II

Cu II

Cu II
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Mo IT

Mo II

Mo II

Mo II

Mo III
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Bas

B26

Bar

B28

B29

Bso

B31

Bs:

B41

Byo

Bys

B44

Bys

Bus

Byr

(8 —ys) ar + (w3 +ys) az +

Zg as

—(ws +ys) a1 — (v3 — ys) az —

(- 1) 2

—(vg —yg) a1 — (x8 +ys) az —

Zg as

(8 4+ ys) a1 + (g — yg) az +

(Zg + %) as

(g —yo) a1 + (w9 + o) az +

Zg as

— (29 +yo) a1 — (z9 — yo) az —

297%) as

— (w9 —yo) a1 — (w9 +yo) az —

29 ag

(w9 +yo) a1 + (w9 — yo) az +

(20 + 3) a3
(10 — y10) a1 +
(x10 + Y10) a2 + 210 a3

— (210 +Y10) a1 —

(710 — Y10) a2 — <Z10 - %) az

— (210 — y10) @1 —
(x10 + Y10) a2 — z10 a3

(x10 + y10) a1 +

(710 — y10) A2 + (210 + %) az

(11 —y11) a1 +
(11 +y11) a2 + z11 a3

—(z11 +y11) a1 —

(x11 —y11) a2 — (211 - %) as

- (5511 - yu) a; —
(11 +y11) a2 — 211 a3

(11 +y11) a1 +

(11 —y11) a2 + (2’11 + %) ag

(r12 — y12) a1 +
(x12 + y12) az + z12 a3

— (212 +y12) a1 —

(T12 — y12) ag — <Z12 - %)

—(T12 —y12) a1 —
(x12 + Y12) Az — z12 a3

(x12 + y12) a1 +

a3

(12 — y12) a2 + (212 + %) az

(x13 —y13) a1 +
(z13 +y13) a2 + z13a3

—(z13 +y13) a1 —

(r13 — y13) Az — (213 - %) as

- (3913 - y13) a; —
(x13 + y13) a2 — z13 a3

(axg + czgcos B) X+ bys § + czgsin S Z

—(amg—&-c(zf;—%)cosﬁ) X+bysy —
C(Zg— %) sin Bz

— (axg + czgcos B) X —bys§ — czgsin Bz

(ax8+c(28+%) cosﬁ) X—bysy +
C(Zg + %) sin 8 Z

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

— (azo + c (29 — 1) cos B) X+ byy § —
0(29— %) sin 8 Z

—(azg + czgcos B) X —bygy — czgsin Bz

(awg 4 ¢ (20 + 3) cos ) X — byo § +
C(Zg+ %) sin 8z

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

— (az10 4+ ¢ (210 — ) cos B) X+ byi1o § —
c (zm - %) sin 8 Z
—(az19 + cz10c08B) X — by10y —
cz108in Bz
(az10 + ¢ (210 + 3) cos B) X — by § +
c (2’10 + %) sin 8 Z

(ax11 + cz11c088) X+ by11§ + cz11sin 5z

— (az11 4+ ¢ (211 — ) cos B) X+ by § —
c(z11 — %) sin 8z
—(az11 + cz11c088) X —by11 y —
cz118in B2
(aw11 +c (211 + 3) cosB) X — by § +
c (211 + %) sin 8z

(ax12 + cz12c08 8) X+ by12§ + cz128in 5 2

— (az12 4+ ¢ (212 — 3) cos B) X+ by12 9 —
c (zlz - %) sin 8 Z
—(ax12 + cz12c08B) X — by12y —
cz128in Bz
(afﬂu +c (212 + %) COSﬂ) X—by2y +
c (212 + %) sin 8 Z

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

— (az13 4+ ¢ (213 — 3) cos B) X+ by13§ —
c (z13 — %) sin 8z
— (az13 + cz13co8B) X — by13y —
cz138in B2
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oIl

oIl
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Bus

B49

Bso

Bs:

B52

Bsg

B60

Be:

B62

B63

Bey

B65

Bes

Be~

B68

Beo

Bro

(r13 +y13) a1 +

(13 — y13) Az + (213 + %) az

(14 — y14) a1 +
(14 + y14) a2 + 21183

— (214 +y14) a1 —

(14 — y14) A2 — (2’14 - %) ag

- (5614 - y14) a; —
(14 + Y14) A2 — 214 a3

(14 + y14) a1 +

(T14 — y14) a2 + (214 + %) ag

($15 - y15) aj; +
(x15 + Y15) Az + 215 ag

—(z15 +y15) a1 —

(15 — y15) A2 — (215 - %) az

- (5615 - y15) a; —
(x15 + y15) a2 — z15 a3

(r15 + y15) a1 +

(r15 — y15) a2 + (215 + %) as

(z16 — y16) a1 +
(16 + Y16) A2 + 216 a3

— (216 + Y16) a1 —

(3316 - y16) az — (2’16 - %)

- (3316 - y16) a; —
(z16 + Y16) A2 — 216 a3

(z16 + y16) a1 +

ag

(716 — Y16) A2 + (2’16 + %) ag

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

—(z17 +y17) a1 —

(r17 — y17) Az — (217 - %) az

- (5617 - y17) a; —
(x17 +y17) a2 — z17 @3

(17 +y17) a1 +

(z17 — y17) @z + (217 + 3) a3

(z18 — y18) a1 +
(x18 + y18) a2 + 213 a3

— (18 +y18) a1 —

(18 — y18) a2 — (218 - %) az

- (xls - ylS) a; —
(x18 + y18) a2 — z18 a3

(z18 +y18) a1 +

(718 — y18) a2 + (2’18 + %) ag

($19 - y19) a; +
(x19 + Y19) Az + 219 a3

—(z19 +y19) a1 —

(19 — Y19) A2 — (219 - %) az

(a1313 +c (2’13 + %) COSﬁ) X — bylg y +
c (213 + %) sin 8z

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

— (aw1s + c (214 — 3) cos B) X+ by14§ —
C (2’14 — %) sinﬁi
— (CLI14 + CZ14 COS 6) )A{ — by14 y —
cz148in B2
(aw1s +c (214 + 3) cos B) X —by1a § +
c (214 + %) sin Bz

(ax1s + cz15c08 B) X+ by15§ + cz158in 5 2

- ((Z,CL'15 +c (215 — %) CoS ﬁ) X+ byisy —
c (215 — %) sin 8 Z

—(ax15 + cz15c088) X —by15§ —
CzZ15 sinﬁi

(az15 +c (2’15 + %) COSﬁ) X—bysy +
c (215 + %) sin 8z

(ax16 + cz16 €08 B) X+ by16 ¥ + cz168in 5 Z

— (aw16 + c (216 — 3) cos B) X+ by16 Y —
Cc (2’15 — %) sinﬁi
— (axlﬁ —+ CzZ16 COS 6) )A( — by16 y —
cz168in Bz
(aw16 +c (216 + 5) cos B) X — by § +
c (216 + %) sin Bz

(ax17 + cz17co8 B) X+ by17§ + cz17sin 8 2

— (az17 + ¢ (217 — 3) cos B) X+ byr7 § —
c (217 — %) sin 8 Z
— (az17 + cz17cos B) X —by17y —
Cz17 sinﬁi
(az17 +c (217 + 3) cos B) X —by17 § +
c (217 + %) sin 8z
(ax1g + cz18co8 B) X+ by1s ¥ + cz18sin 5 2
— (axlg +c (218 — %) oS 6) X+ byisy —
Cc (218 — %) sinﬁi
— (axls + Cz18 COS 6) )A( — by18 y —
cz188in Bz
(awis +c (218 + 5) cos B) X — by1s § +
c (z18 + %) sin Bz

(ax19 + cz19 €08 B) X+ by19§ + cz198in B 2

— (afclg +c (219 — %) cos ﬁ) X+byoy —
c (219 — 5) sin 8 Z
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B = — (19 — Y19) @1 — = — (az19 + czigcos ) X — by19 § — (8f) O XII

(719 + Y19) a2 — 219 @3 cz19 8in B Z
Brz = (z19 +y19) a1 + = (az19 + ¢ (210 + 5) cos B) X —by1o 9 + (8f) O XII
(210 — Y19) a2 + (210 + 3) as c(z19+ 3)sinfBz
Brs = (220 — yo20) a1 + = (awoo + czo0cos B) X + by ¥ + czopsin B Z (8f) Rb III
(w20 + y20) a2 + 220 a3
Brys = — (w20 + y20) a1 — = - (aiﬂzo +c (Z2o - %) cos 5) X+byny — (8f) Rb III
(220 — Y20) a2 — (220 — 3) a3 (220 — 3)sinpz
Brs = — (LL'QO — yQQ) a; — = — (ax20 + cz90 CcOS ﬁ) X - byQO 5’ - (Sf) Rb HI
(720 + y20) a2 — 220 a3 czo08in 2
Brg = (Izo + ygo) a; + = (al‘go +c (Zgo + %) Ccos ﬁ) X — by20 v+ (8f) Rb III
(z20 — Y20) a2 + (220 + 3) a3 ¢(z20+ 1) sinpz
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