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Prototype Baliy

AFLOW prototype label AB4.hP30.194_h_athk-001
ICSD 409902

CCDC 1726212

Pearson symbol hP30
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Space group number 194

Space group symbol

AFLOW prototype command

P63 /mmc

aflow --proto=AB4_hP30_194_h_afhk-001

--params=a, c/a, z2, T3, T4, T5, 25

Hexagonal primitive vectors

a2

al’
a3 = %afc — éay P°
ag = %afc + ?ay g
ag = cZ y
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) Lil
B, = 1ag icz (2a) Lil
B; = Tai+Zay+ zas lag+ Lay +cni (4f) Li 1T
B, = %a1+%a2+(22+%) as %aif§ay+c(zz+%) Z (4f) Lill
B; = %al—i—%ag—zQag %ai—?ay—czgi (4f) LiII
Bs = laj+2ay— (22— 1) as lak+Lag—c(—1)2 (4f) LiII
B, = r3a; + 2zr3as + iag %CLQZ‘gf{—F ?amgy—i— ici (6h) Bal
Bg = —2x3a; — T3as + %ag f%azg)“(Jr @azger %02 (6h) Bal
By = rza; — rzas + i as —V3azs§y + ici (6h) Bal
Bio = —x3a; — 2x3as + %ag —%amg X — ?aatg v+ %ci (6h) Bal
Bi1 = 2z3a; + x3as + %ag %angc— TSamgy—l— %ci (6h) Bal
B2 = —zza; +a3as + S ag V3azs§ + 3c2 (6h) Bal
Bz = Taa; + 2z4ag + iag %am X+ @am v+ ici (6h) Li III
By = —2z4a; —x480 + Lay “Bax, %+ Lazyy + Lea (6h) Li 1T
Bis = Tia; — 248 + L ag —V3azy§ + ick (6h) Li IIT
Big = —z4a; — 2x4a9 + %ag f%auf( — @am v+ %02 (6h) Li III
By = 2z4a; +xg4an + %ag %am X — @am v+ %ci (6h) Li II1
Bis = —zya; + a8 + 3 ag V3azy§ + 3c2 (6h) Li III
By = rsay + 2x5as + 25 ag %aa% X+ @a% ¥ +cz52 (12k) LiIV
By = —2x5a; — x5as + 25 as —%a% X+ ?awg, y+czsi (12k) LiIV
By = Tsa, — T ag + 25 as —VBaxs § + cz5 2 (12k) Li IV
By = —wsa; — 2582+ (25 + 1) a3 —Saws % — @a%y +c(zs+3) 2 (12k) Li IV
Bos = 2z5a; + T5as + (25 + %) as %CL.’,E5 X — §a$5 y+ec (25 + %) Z (12k) LiIV
Boy = —Zsa; +x5as + (z5 + %) as V3axs§ +c¢ (25 + %) Z (12k) LiIV
Bos 2r5 a1 + T5as — 25 as %ax5 X — ?a% v —c257Z (12k) Li IV
Bog = —Tsa; — 2xr5as — 25 ag —%aasg, X — ?aﬂ?g) ¥ —cz2 (12k) LiIV



Bar = —x5a; + T5ay — 25 as = V3axs§ — cz5 2 (12k) LilVv

Bos = —2z5a; —a5a2— (25 — 1) a3 —Sazs %+ @axg,y —c(zs—1) 2 (12k) LilV

Boy = z5a; 4+ 2z5as — (25 — 3) ag Saws % + @axs y—c(x—13)2 (12k) Li IV

B30 = Trsa] — Tsag — (2’5 — %) as = —\/ga.ljg,y —C (2’5 — %) Z (121{) LiIV
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