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Other compounds with this structure
CS?,CGQ7 CSKQCGO, CSN&QCGO, CSRbQCGO, KNaQCGO, RbgCGO, RbCSQC(;(), RbNagCﬁo

e All of the carbon sites are occupied only 50% of the time.

e (Stephens, 1991) put the K-I atom on the (4b) Wyckoff position, (1/2,1/2,1/2). We shifted this so that the atom is at
the origin, the (4a) Wyckof! site.

Face-centered Cubic primitive vectors

a; = %ay + %ai
az = %afc + %ai
ag = %ai—l— %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) K1
B, = la;+1a+1a; = jaX+ a9+ jaz (8¢) K II
Bs %al—f—%ag—f—%ag = %ai—l—%a&—i—%ai (80) KII
By, = (y3 + 23) a1 — (y3 — 23) as + = ay3§ + az3 z (96j) ClI
(ys — 23) a3
Bs = —(y3—=zm)ar+(yzt+z3)a— = —ay3y + az3 z (965) ClI
(ys + 23) ag
B = (ys — 2z3) a1 — (y3 + 23) az + = ay3§ — az3 z (96j) CI
(ys + 23) a3
Br = —(ys+z3)ar+(ys—z3)as— = —ay3y — az3 z (963) CI
(ys — Zs) ag
Bs = (y3 — 23) a1 + (y3 + 23) az — = azz3X + ays Z (96j) ClI
(y3 — 23) a3
By = —(ystz)ar—(ys—23)az+ = az3X — ays z (96]) ClI
(ys + 23) a3
Bio = (ys + 2z3) a1 + (y3 — 23) ag — = —az3 X+ ay3 Z (96)) ClI
(ys + 23) a3
Biis = —(ys—=z23)a;—(ys+23)as+ = —az3X —ay3 (963) Cl
(ys — 23) a3
Bi2 = —(p3—z)ar+(yz—23) ax+ = ayz3X +az3y (967) ClI
(ys + 23) a3
Biz = (ys +23) a1 — (y3 + 23) a2 — = —ays X +az3§y (967) CI
(ys — 23) a3
Biu = —(ys+z)ar+(ys+z23)as+ = aysX —az3y (96j) CI

(y3 - 23) ag



Bis

B16

Bi~

B18

Bio

B20

B2,

B22

B23

B24

B25

Bas

Bar

Bas

B29

Bso

Bsy

(93 - 23) a; — (y3 - 2’3) ag —

(y3 + 23) a3
—(ys+23) a1+ (y3 — 23) as +
(y3 + z3) a3
(ys — 23) a1 — (y3 + 23) ag —
(ys - 23) as
—(ys —23) a1 + (y3 + 23) as +
(?Js - 23) ag
(y3 +23) a1 — (y3 — 23) ag —
(ys +23) a3
—(ys —23) a1 — (ys + 23) az +
(ys + 23) ag
(y3 +23) a1 + (y3 — z3) az —
(ys - 23) ag
—(ys +23) a1 — (y3 — 23) az +
(93 - 23) as
(y3 — 23) a1 + (y3 + 23) az —
(y3 + 23) a3
(ys — 23) a1 — (Y3 — 23) a2 +
(y3 + 23) a3
—(ys+23) a1 + (y3 + 23) as —
(y3 - 23) ag
(y3 + 23) a1 — (y3 + z3) ag +
(y3 - 23) as
—(ys — 23) a1 + (y3 — 23) az —
(ys + 23) a3

(=4 +ys+24) a1 +
(x4 — ya + 24) ag +
(T4 +ya — 24) a3

(T4 —ya+ 21) a1 +
(=44 ya + 24) ag —
(x4 +ys + 24) a3
(T4 +ya — z4) a1 —
(x4 +ya + 24) ag +
(—Za+ya + 24) a3
—(za+ys+2z4) a1 +
(x4 +ys — 24) A2+
(x4 —ya+ z1) ag
(X4 +ya — 24) a1 +
(244 ya + 24) a2 +
(T4 —ya + 24) a3
— (x4 4+ ya+ 2z4) a1 +
(x4 — ya + 24) ag +
(—Z4 +ya + 24) a3
(=24 +ys+ 24) a1 +
(x4 +ys — 24) a2 —
(x4 +ya+ 24) a3

—ayzX —az3y

aysX — az3 Z

—ays3X —az3 z

aysX + az3 z

—aysX +az3Z

azsy —aysz

az3y +aysz

—az3y —aysz

—az3y +aysz

azz3X +aysy

azzX —aysy

—azz3X+aysy

—azzX —aysy

axsX+aysy +az4 2

—araX —aysy + az4

—ars X+ aysy —az4 z

axsX —aysy —az4 2

az4X+axysy +ays

az4X —axyy — ays z

—az4X —axs ¥ +aysz

(1921)

(1921)

(1921)

(1921)

(1921)

ClI

Cl

Cl

ClI

ClI

CI

ClI

ClI

Cl

ClI

Cl

Cl

ClI

ClII

CII

CII

ClII

cII

ClII

ClII



Bss

B39

B40

B4

Byo

Bys

Bya

B45

Bus

B48

Byo

B5O

B51

(x4 — Ya + z4) a1 —
(x4 4+ ya + 24) ag +
(24 +ys — 24) a3

(T4 —ya+ 21) a1 +
(x4 4+ ya — 24) ag +
(—Z4 +ya + 24) a3

(—Z4 +ya+ 24) a1 —
(24 4+ ya + 24) ag +
(a4 —ya+ z1) a3

(—%4 +yYa + 24) @z +

)
—(za+ys+24) a1 +
)

(r4 +ys — 24) a3

(g +ys — 21) a1 +
(T4 —ya+ 24) Az —
(x4 +ys + 24) a3

(364 —Ya — Z4) a; —
(4 —ya + 24) Az +
(x4 +ya+ z1) a3

— (24 —ya+24) a1 +
(I4 —Ya *24) az —
(T4 +ys — 24) a3
— (24 +ys — 2z4) ay +
(T4 + ya + 24) Az —
(x4 —ya+ z1) ag

(T4 +ys+ 21) a1 —
(w4 +ys — 24) Az +
($4 — Y4 — 24) A3
— (g +ya — 1) a1 +
(T4 —ya — 24) Az +
(x4 +ya+ 24) a3

(x4 +ya+ 24) a1 —
(T4 —ya+ 24) @3 —
(T4 +ya — 21) A3

(I4 — Y4 — 24) a; —
(x4 4+ ya — z4) ag —
(24 —ya + 24) a3

— (4 —ya +21) a1 +
(x4 +ys+24) as +
(1‘4 — Y4 — Z4) as
— (24 —ys +24) a1 —
(T4 +ys — 24) a2 +
(x4 +ya + 24) a3

(T4 —ys — 24) a1 +
(x4 4+ ya + z4) ag —
(x4 4+ ya — 21) a3
(g +ya+ 21) a1 +
(934 —Ys — 24) az —
(x4 —ya+ z1) ag
—(za+ys—24) @1 —
(4 —ya + 24) Az +
(334 —Ya — 24) ag

—az4X+axyy —ays

ays X+ az4 ¥ +aryz

—aysX+az4y —axyz

aysX —azyy —axg z

—ays X —az4§ + axy z

ays X+ arsy —az4 2

—aysX —arsy —azq Z

aysX —aryy +az4 z

—aysX+arsy +az, z

axsX+azyy —ays Z

—ara X+ azyy + ay, z

—axysX —azyy —ays

axsX —azy ¥ +aysz

az4X+ays ¥ —ary z

azaX —aysy +axs z

—azy X+ aysy + axy z

—azy X —aysy — axy z

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

CII

ClII

cII

ClII

ClII

cII

ClII

ClII

CII

ClII

CcII

CII

ClII

CcII

ClII

ClII

ClII



Bs2

B56

Bsr

Bss

B59

Beo

Be1

B62

Bss

Ber

B68

(I4 — Y4 — 24) a; —
(x4 — ya + 24) ag —
(24 +ys — 24) a3

— (a4 —ya+2z1) a1 +
(x4 — ya — 24) ag +
(x4 4+ ya+ z1) ag

— (T4 +ys — 2z4) ay +
(T4 +ys + 24) a2 +
($4 — Y4 — 24) a3
(T4 +ys +24) a1 —
(T4 +ys — 24) Az —
(24 —ya + 24) a3

— (x4 +ys— z1) a1 +
(934 — Y4 — 24) az —
(x4 —ya+ z1) ag
(x4 +ya + 24) a1 —
(4 — ya + 24) Az +
(334 — Y4 — 24) ag
(374 — Y4 — 24) a; —
(x4 4+ ya — 24) ag +
(x4 4+ ya+ z1) ag

— (s —ya+2z4) a1 +
(T4 +ya+ 24) Az —
(x4 4+ ya — z1) ag

— (24 —Ya +24) a1 —
(w4 +ys — 24) Az +
($4 — Y4 — 24) a3
(T4 —ys — 24) a1 +
(T4 +ys + 24) a2 —
(4 —ya + 24) a3

(T4 +ys + 24) a1 +
(334 — Y4 — 24) az —
(T4 +ya — 24) a3
— (24 +ys —24) a1 —
(T4 —ys + 24) Az +
(r4 +ys+ 24) a3

(24 +ys+24) ar +
(x4 — Ya + z4) ag —
(x4 4+ ya+ z1) ag

(T4 —ys + 24) a1 +
(—24 +ys+24) az +
(T4 +ya — 24) a3
(x4 +ya — z4) a1 —
(w4 +ys + 24) a2 +
(4 —ya + 24) a3

— (s +ya+2z1) a1 +
(T4 +ys — 24) @2 +
(—x4+ys + 24) a3

(x4 +ya — 24) a1 +
(=4 +ya + 24) @2 —
(x4 +ya+ z1) a3

—axry X —ays ¥y —azq

axsX+aysy —az4z

arsX —aysy +az4 2

—axgsX+ays ¥y +azq 2

—azy X —arsy — ays z

—azyX+aryy + ay, z

az4X+axsy —ays Z

az4X —axsy +ays

—ays X —az4y — axys z

aysX —azy ¥ +arysz

—aysX+az4y+axyz

aysX +azy ¥ —axyz

—ays X —aryy +az4 2

ays X +axryy +az4 2

—aysX+arsy —azq

aysX —arsy —az4Z

—ars X —azy §+ ay, z

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

ClII

ClII

cII

ClII

ClII

cII

ClII

ClII

CII

ClII

CcII

CII

ClII

CcII

ClII

ClII

CII



Beg

Br;

B2

Brs

Bra

Brs

Brs

Brr

Brs

Brg

Bgo

Bsa

BS5

—(za+ys+24) a1 +
(x4 — ya + 24) ag +
(24 +ys — 24) a3

(=24 +ys+ 24) a1 +
(x4 +ys — 24) a2 +
(x4 —ya+ z1) ag

(4 —ya + 24) a1 —
(24 4+ ya + 24) ag +
(—Za+ya + 24) a3

(x4 — ya + 24) a1 +
(x4 + ya — z4) ag —
(r4 +ys+ 24) a3

(—Ta+ya+ 24) a1 —
(T4 +ys+ 24) a2 +
(xa+ys— 2

(—T4+ys+ 24

)
—(za+ys+2z4) a1 +
)

(T4 — Y4 + 24)

(x4 +ya — 24) a1 +
(x4 — ya + 24) ag +
(=4 + ya + 24) a3

(=25 +ys +25) ar +
(r5 —ys + 25) ag +
(x5 +y5 — 25) a3
(r5 —ys + 25) a1 +
(—25 +ys + 25) az —
(x5 +ys5 + 25) a3

(x5 +ys — 25) a1 —
(w5 +ys + 25) az +
(=25 4+ ys + 25) a3

—(z5+ys +25) a1 +
(x5 +ys — 25) as +
(x5 —ys + 25) as
(x5 +ys — 25) a1 +
(=5 +ys + 25) az +
(x5 —ys + 25) as
— (@5 +ys + 25) a1 +
(x5 —ys + 25) az +
(=25 +ys + 25) a3
(=5 +ys + 25) a1 +
(x5 +ys — 25) ag —
(x5 +ys + 25) as
(x5 — ys + 25) a1 —
(x5 +ys + 25) az +
(x5 +ys — 25) ag
(x5 — Y5 + 25) a1 +
(1‘5 + Y5 — 25) as +
(=x5 4+ ys + 25) a3

(x5 +ys + 25) a1 —
(x5 +ys + 25) ag +
(x5 —ys + 25) as

arsX —azyy —ays

axsX+azy ¥ +aysz

—araX+azyy —ay, z

—azaX—ays ¥ +axs z

—azy X+ aysy —axy z

az4X —aysy —arys z

azaX+aysy +axs z

axrsX +aysy +azsZ

—arsX —aysy + azs z

—arsX+aysy —azs z

arsX —aysy —azsZ

azs X+ axsy + ays 2

azsX —axsy — ays Z

—azs X —arsy + ays

—azs X+ axrsy —ays Z

ays X+ azs ¥ +axrs Z

—ays X+ azsy — axs z

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

CII

ClII

cII

CclII

ClII

cII

ClII

C III

CIII

CIII

CIII

CIII

CIII

C1II

CIII

CIII

CIII



Bss

B90

B91

Bo2

B93

By

Bos

B96

By~

B99

Bioo

BlOl =

B102

— (x5 +ys +25) ar +
(=5 +ys + 25) az +
(x5 +ys — 25) as

(x5 +ys — 25) a1 +
(x5 — ys5 + 25) as —
(x5 +ys + 25) as

(x5 —ys — 25) a1 —
(x5 —ys + 25) ag +
(x5 +ys + 25) as

— (w5 —ys + 25) a1 +
(r5 —ys — 25) Az —
(x5 +ys — 25) a3
— (w5 +ys — 25) a1 +
(5 + ys5 + 25) az —
(x5 —ys5 + 25) a3

(x5 +ys + 25) a1 —
(x5 +ys — 25) ag +
(335 —Ys — 25) ag

— (w5 +y5 — 25) a1 +
(r5 —ys — 25) ag +
(5 +ys5 + 25) a3
(r5 +ys + 25) a1 —
(x5 — ys + 25) ag —
(x5 +y5 — 25) a3

(1’5 —Ys — Zs) a; —
(x5 +ys — 25) ag —
(x5 —ys + 25) a3
— (x5 —ys +25) a1 +
(x5 +ys + 25) az +
(I5 —Ys — 25) as
— (25 —ys + 25) a1 —
(x5 +ys — 25) as +
(x5 +ys + 25) as

(x5 —ys — 25) a1 +
(w5 +ys + 25) ag —
(x5 +ys — 25) as

(x5 +ys + 25) a1 +
(x5 —y5 — 25) ap —
(x5 —ys + 25) ag
— (x5 +ys — 25) a1 —
(x5 —ys + 25) ag +
(375 —Ys — 25) ag
(x5 —ys5 — 25) a1 —
(x5 — ys5 + 25) ag —
(x5 +ys — 25) a3
— (x5 —ys + 25) a1 +
(x5 —ys — 25) az +
(x5 +ys + 25) as
— (25 +ys — 25) a1 +
(x5 +ys + 25) ag +
(335 —Ys — 25) ag

ays X —azs ¥ —axs Z

—ays X —azs ¥y +arsz

ays X+ arsy —azsz

—ays X —arsy —azs 2

ays X —arsy + azs 2

—ays X+ arsy + azs z

axrsX+azsy —ays Z

—ars X+ azsy + ays z

—arsX —azsy — ays z

axrsX —azs ¥ + ays Z

azsX +ays ¥ —arsz

azsX —ays ¥ + axs Z

—azs X+ ays ¥y +arsz

—azsX —aysy — axs z

—arsX —aysy —azs z

axsX +aysy —azsZ

arsX —aysy +azsz

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

CIII

CIII

C1III

CIII

CIII

C1III

CIII

C III

CIII

CIII

CIII

CIII

CIII

C 11

CIII

CIII

CIII



Bios

Bios

B105

Bios

Bio~

B108

Bioo

BllO

B111

Bii2

B113

B114

Bi17

B118

B119

(x5 +ys + 25) a1 —
(x5 +ys — 25) ag —
(x5 —ys + 25) as
— (@5 +ys — 25) a1 +
(x5 —ys — 25) ag —
(x5 —ys + 25) ag
(x5 +ys + 25) a1 —
(x5 —ys + 25) ag +
(xs —Ys — 25) ag
(x5 —ys — 25) a1 —
(x5 +ys — 25) az +
(x5 +ys + 25) ag

— (x5 —ys + 25) a1 +
(x5 +ys + 25) as —
(x5 +ys — 25) a3
— (x5 —ys +25) a1 —
(x5 +ys — 25) ag +
(335 —Ys — 25) ag
(x5 —ys — 25) a1 +
(x5 +ys + 25) as —
(x5 —ys + 25) a3

(w5 +ys + 25) a1 +
(535 —Ys — Zs) az —
(x5 +y5 — 25) a3
— (@5 +ys — 25) a1 —
(r5 —ys + 25) az +
(x5 +ys5 + 25) a3

(—z5+ys + 25) a1 +
(x5 — ys5 + 25) as —
(x5 +ys + 25) as
(x5 —ys + 25) a1 +
(—z5+ys + 25) as +
(x5 +ys — 25) a3
(x5 +ys — 25) a1 —
(w5 +ys + 25) az +
(x5 —ys + 25) as
— (@5 +ys +25) a1 +
(x5 +ys — 25) az +
(=25 +ys + 25) a3
(z5 +ys5 — 25) a1 +
(=25 +ys + 25) az —
(w5 +ys + 25) a3
— (x5 +ys +25) a +
(x5 — ys5 + 25) az +
(x5 +ys — 25) ag
(—1‘5 + Y5 + 25) a; +
(1‘5 + Y5 — 25) as +
(x5 —ys + 25) a3
(x5 —ys + 25) a1 —
(x5 +ys + 25) ag +
(=25 +ys + 25) ag

—axsX+aysy +azs Z

—azsX —axs5y —aysZ

—azs X+ arsy + ays z

azs X+ axsy — ays 2

azsX —axsy + ays Z

—ays X —azsy — axs z

ays X —azs ¥ + axs Z

—ays X+ az5y + axs Z

ays X+ azs ¥ —arsz

—ays X —arsy + azs Z

ays X+ arsy + azs 2

—ays X+ arsy —azs 2

ays X —arsy —azsZ

—arsX —azsy + ays z

arsX —azsy — ays Z

axsX +azs ¥ + ays 2

—arsX+azsy — ays z

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

(1921)

CIII

CIII

C1III

CIII

CIII

C1III

CIII

C III

CIII

CIII

CIII

CIII

CIII

C1III

CIII

CIII

CIII



Bi2o = (r5 —ys + 25) a1 + = —azsX —ays ¥ + ars z (1921)
(75 +ys — 25) ag —
(x5 +ys + 25) a3
Bi21 = (—x5+ys +25) a1 — = —azs X+ aysy —arsz (1921)
(75 +ys + 25) az +
(x5 +y5 — 25) a3
B122 = — (.’E5 —+ Ys =+ 25) ap —+ = azs f( — ays y — axs 2 (1921)
(=5 +ys + 25) az +
(r5 —ys + 25) a3
Bi2s = (x5 +ys — 25) a1 + = azsX +aysy + ars (1921)
(5 —ys + 25) az +
(=25 +ys + 25) a3
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