Cs70 Structure:
A7B_hP24 187_ah2j2kn_j-001

This structure previously used the label(s) A7B_hP24_187_ai2j2kn_j. Calls to these addresses will be redirected here.
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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

Cs;0
A7B_hP24_187_ah2j2kn_j-001
111

1590731

hP24

187

P6m2

aflow --proto=A7B_hP24_187_ah2j2kn_j-001

—-params=a, C/av 22,L3, L4, L5, L6, L7, L8, 28

e This structure is composed of Cs1103 molecules, similar to the building blocks of the (Cs;11 03 structure, interlaced with
cesium atoms which have approximately the same spacing as in bece-Cs.

e Lattice constant data was given at —150°C, while the atomic positions were given at —175°C.

Hexagonal primitive vectors

L
a; = jzak-— @ay ‘h
az = %a}“{ + @ay g
ag = cz Vn
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Cs1
B, = laj+2a,+2a; lax+Lay+cni (2h) Cs II
B; = %alﬁ—%ag—zgag % —&—iay—czgi (2h) CsII
B4 T3a; — T3 a —V3azs § (3j) Cs 111
B = r3a; + 2z3as gaxg X+ \Qfaxg vy (3j) Cs 111
Bg = —2x3a; — T3 as fgaxngr iasc?)y (3j) Cs III
B, = T4a; — T4as —V3azsy (3j) Cs IV
Bsg Taay + 2z4 an %am X+ @am v (3j) Cs IV
By = —2x4a] — X4 a9 ;’am X+ ‘Q[am y (3j) Cs IV
Bio = Tsar — Tsaz —\faac5 y (3J) Ol
Bi1 = Tsa; + 2x5 as %ax X+ ﬁaQCg,y (3j) Ol
Bi2 —2r5a; — T as —%axg)x—I— i(13&5y (3j) OI1
Bz = Tga) — Tgag + % as —V3azg§ + §cz (3k) CsV
Bis = zgar + 2z¢as + 5 as Sawe X + @angﬂr lcz (3k) CsV
Bis = —2x6a; — Tgas + %ag —%awﬁfc—i— ?axgy—l— %ci (3k) CsV
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Big = Tra; — T7as + % as = —V3azr § + %ci (3k) Cs VI
By = r7a + 2x7as + %ag = %axﬂ‘(—i— ?a@w}“f—f— %ci (3k) Cs VI
Bis = —2x7a; — r7as + %ag = —%amﬂi—i— ?aaﬁy—l— %ci (3k) Cs VI
By = Tga] — Tg g + zg a3 = —V3Baxs § + czs 2 (6n) Cs VII
By = rgay + 2xgas + 2z as = %axs X+ @azs ¥+ c22 (6n) Cs VII
By, = —2rga; — xrgas + 2z as = —%axg X+ ?G&L’s ¥+ ez (6n) Cs VII
By = Tga] — Tg Ay — Zg A3 = —V3Baxs § — czs 2 (6n) Cs VII
Bos = rga; + 2xrgas — 2z as = %aarg X+ ?azs v —czi (6n) Cs VII
Boy = —2rga; — rgas — 2z as = *%al’g X+ @CLIS Y —c22 (6n) Cs VII
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