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Prototype CgCs

AFLOW prototype label A8B_hP27_180_2ik _d-001
ICSD none

Pearson symbol hP27

Space group number 180

Space group symbol P6522

AFLOW prototype command aflow --proto=A8B_hP27_180_2ik_d-001
--params=a, ¢/a, Tz, T3, T4, Y4, 24

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.
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Hexagonal primitive vectors

a3 = %afc - ?ay
az = %afc + ?ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, %al—i-%ag = iai—%ay—i—fcz (3d) Cs1
B fas+ ¢ ag = ja%+ @ay—l—%ci (3d) Cs1
B; fay+3ay+ 2ag = lak+ ez (3d) Cs I
B4 Toa; + 2x5 ay = %axg X+ @amz y (61) CI
Bs —2r9a; — Toas + %ag = —Saza % + ?aatgy—i— cz (61) CI
Be Toa] — T ag + %33 = —\/§a$2y+ %Ci (61) CI
B, —T9a; — 229 ay = *%CL.’EQ X — @axz y (61) CI
Bs 2r9a; + xoas + %a = %axgi— @axgy—i— %ci (61) CI
Bo —z2a; +T2a + 1 ag = V3azs § + ici (61) CI
Bio r3a; + 2z3as = acwsg X+ \QfCLJUg y (61) CII
B —2x3a; — Tr3as + %ag = —%am X+ faxger 2cz (61) CII
B2 Tza; — T3ag + %ag = —V3azs § + 3CZ (61) CII
B13 —Trza] — 21‘3 ag = —%axg X — ?a.ﬁg S’ (61) CII
B14 2:133 a; +rzax + %33 = 5aT3 X — @a:ﬂgy + %CZ (61) CII
Bis —w3a; + w38y + 5 a3 = V3azs§ + 3c2 (61) CII
Bis Tgay +ysag + 24 ag = %a (x4 +ys) X — ? (x4 —ya) §+c24% (12k) C III
By —Yga; + (33‘4 — y4) as + = %a (1‘4 — 2y4) X+ f aryy+ 3 6(32:4 + 2) Z (121{) C III
(24 +3) a3
Bis — (24 —ysa) a1 —wga2 + = *%a (274 —ya) X — f ays ¥ +c (Z4 + ) z (12k) CII
(24 + %) a
Big —T4a1 —Ygas + 24 a3 = —%a (rg +ys) X+ ?a (.’L‘4 - ) Z (12k) CIII
B20 Ya al—(x4 - y4) a2+(z4 + %) as = %0, (—334 + 2y4) X — §a1‘4y (121{) C III
%c (324 +2)
Bo: (x4 — ya) a1+24 a2+(z4 + %) a3 = %a (224 —ya) X+ L aysy +c (24 + ) (12k) CIII
Boo ysa +xgag — (z — %) as = %a (xa+ys) X+ @a (xa—ya) §— (12k) C III
1c(324—2) 2
B23 (1’4 — y4) a] —Ygag — zZ4 a3 = %a (134 - 2y4) X — §GI4 S’ — CZ4 Z (121{) C III
Bay —z4a; — (T4 —yq) A2 — = —%a (2z4 —ys4) X+ ‘[ay4y —c (24 — %) Z (12k) CIII
(2a—3) as
Bos —Yysa; —Tga — (24 — %) as = (1}4 + y4) X — 5 a (3;‘4 — y4) y— (121{) C III
0(324 )
Bg — (x4 —y4) a1 + ysaz — z4 a3 = % (—x4 +2yq4) X+ \{am y—cziz (12k) CIII
By, rgar+(xs — yq) ag—(24 — % = %a (224 —yq) X — @ay;;y —c (24 — Lls) Z (12k) C III
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