CsCg Structure:
A8B_hP27 18021k _d-001
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Prototype CgCs
AFLOW prototype label A8B_hP27_180_2ik_d-001
Pearson symbol hP27
Space group number 180
Space group symbol P6,922

AFLOW prototype command aflow --proto=A8B_hP27_180_2ik_d-001
--params=a, c¢/a, Ta, T3, T4, Y4, 24
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e This is the ambient pressure structure structure of CsCg. Above 1.2 GPa it transforms into an orthorhombic structure
which was not determined by (Rey, 2008). Further transitions occur at higher temperatures.

e This compound can also be found in the enantiomorphic space group P6422 #181. To make this transition, reflect the
structure through the z = 0 plane.

e We found no entry in the ICSD or the CCDC for this structure.

Hexagonal primitive vectors

a3 = %a}“{ - @ay
ag = %afi + ?ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = la;+3ias = lag—¥3ay + Lea (3d) Cs I
B, = fas+ gag = 1a%x+ @ay—k%ci (3d) Cs1
B; = %al—k%ag—i—%ag = %afi—i—%ci (3d) Cs1
B, = Toa; + 2x5 ay = %axg X+ 73ax2 N (61) Cl
B5 = 721’2 a; —roas + %ag = 7%(11'25(%’ @azger %02 (61) CI
Bg = Toa; — Toas + %ag = —V3aza ¥ + %ci (61) CI
B, = —29a; — 229 an = —%awz X — @azz v (61) CI
Bs = 2r9a; + xoas + %8.3 = %angc— @a@m %ci (61) Cl
Bg = —Zoa) + X2 az + % as = \/gaxg y + %CZ (61) CI
Bl() = r3a] + 2(E3 ag = %axg X + @aﬁg 5’ (61) CII
Bi1 = —2x3a; — T3as + %ag = —%GI35(+ ?ax3y+ %ci (61) CII
B12 = Tr3ad] — IT3a + % as = —\/gaxg y + %Ci (61) CII
B13 = —Tzayp — 21’3 as = 7%a$3i - @al‘gy (61) CII
By = 2z3a; +x3a + 3 ag = Sars %k — @axgy—i— 2c2 (61) CII
Bis = —x3a; +r3a + 1 ag = V3azs§ + ici (61) CII
B16 = T4 ag +y4 as + 24 as = %OJ (1‘4 +y4) X — @a (1‘4 —y4) y+CZ4Z (121{) C III
By = —ysa; + (x427 ys4) a2 + = %a (x4 — 2y4) X+ @am v+ %c 324+ 2) 2 (12k) CIII
(2’4 + §) as
_ - 1 & V3 5 1\ 5
Bigs = —(.’L‘4—y4) a; —rgas + = —za(2x4—y4)x— 5 ay4y—|—c(z4—|—3) Z (12k) C III
(21 +3) as
By = —rga; —ysaz + 2423 = —za(zs+ys) X+ §G($4 —Ya) ¥ +czai (12k) C Il
Bzo = wysar—(z4—ys) axt+(za+3) a3 = fa(—z4+2ys) X — @amy + (12k) C 111
3c(324 +2) 2
Bor = (za—wya) artagas+(za+3) a3 =  ga(2wy—yg) X+ @a?ﬂ y+c(ats)2 (12k) C III



Bex = ysar +xgay — (24— 3) ag = ta(zs+uys) X+ @a (xg—ya) ¥ — (12k) C1III
1c(324—2) 2

B2z = (T4 —ya) a1 —ysaz — zs a3 = sa(zy —2ys) X — @am Vy—cziz (12k) C I

Boy = —xga, — (x41— y4) as — = —%a (21‘4 — y4) X+ ?ayély —C (24 — %) Z (121{) C III

(2a—3) as

Bos —yga; — Tg4ay — (z - %) as = f%a (xg +ysa) X — @a (x4 —ya) ¥ — (12k) CIII
$c(324—2) 2

B = — (4 —ys4) a1 + ys a2 — 24 a3 = %a (—xq4+2yq) X+ éam Y —cziZ (12k) CIII

B27 = T4 8.1—|-($4 — y4) aQ—(Z4 — %) as = %a (2.134 — y4) X — @ayély —C (24 — %) Z (121{) C III
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