OP4-LiNaCo,0,4 Structure:
A2BC2D4 hP18.194 f a_cd_ef-001
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Prototype CosLiNaOy

AFLOW prototype label A2BC2D4_hP18.194 _f a_cd_ef-001
ICSD 250826

Pearson symbol hP18

Space group number 194

Space group symbol P63/mmc

AFLOW prototype command aflow --proto=A2BC2D4_hP18_194_f_a_cd_ef-001
--params=a, c/a, z4, 25, 26

e The Li (2a) site is 74% occupied, the Na (2¢) site 39%, and Na (2d) 23%.

e This structure was used by (Yabuuchi, 2013) to prepare O2-LiCoOs), 03-LiCoOs in the a-NaFeOq structure, and
04-LiCo0Os.
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Basis vectors
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = 0 0 (2a) Lil
B, = %33 %ci (2a) Lil
B; = ta;+2ay+ fag lax+ ?ay+%ci (2¢) Na I
B, = 2a;+3ax+ 3ag %ai—%ay—i—%ci (2¢) Nal
By = la 4+ 2a,+ 2ay lag+ Lay+3ca (2d) Na II
B — 2a,+La,+ Lag lag— Bag + Lea (2d) Na II
B, = Z4 A3 c24 Z (4e) Ol
Bs = (za+ %) a3 c(za+1i)2 (4e) Ol
By = —z4a3 —C24 % (4e) OI
Bio = — (24— 3) a3 —c(za—3) 2 (4e) Ol
Bix = tar+Zay+ 2523 %GX+§GY+0252 (4f) Col
B2 = Zaj+lay+ (s5+1) as lax—Bag+c(s+1)z (4f) Col
Bis = 2a;+ta; — 2543 tax— ay —cz 2 (4f) Col
B4 = %814—%&2—(2’5—%) ag 3 5(—|—?3ay—c(z5—%)i (4f) Col
Bis = %a1+%a2+26a3 %af{+73a“+czﬁi (4f) oIl
Big = %a1+%a2+(26+%) ag i i—%ay—l—c Z6+3) 2 (4f) oIl
By = 2a;+ ta; — 2543 sax—ay — cz2 (4f) on
Bis = %al—k%az—(z@—%) ag %af{—k %ay—c(zf;—%) Z (4f) oIl
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