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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

Aly3Vy

A23B4_hP54.194 _th3k_ah-001
174002

1688895

hP54

194

P63 /mmc
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AFLOW prototype command aflow --proto=A23B4_hP54_194_fh3k_ah-001
—~params=a, C/a7 22,T3,T4,T5,25,T6,26,L7, 27

e (Smith, 1957) gives zz = 0.167 for their Als (our Al II) (4f) site, but the ICSD entry sets this to 0.617. The later value is
consistent with the interatomic distances in the paper, so we use that value.

Hexagonal primitive vectors

a; = %af{ — ?ay
as = %afc + @ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) VI
B, = 1a; = 3c2 (2a) VI
B; = %al—i—%ag—l—zgag = %a&—&—%ay—i—czgi (4f) All
B, = %al—l—%ag—i—(zg—&—%) as = %a&—%ay—i—c(zg—i—z)z (4f) All
Bs = 2a, 4+ Lay —zay = lag—Bay —cz2 (4f) Al'l
Bs = laj+2a,— (22— 1) ay = lag+Bayg —c(n—1)2 (4f) AlT
B, = r3a; + 2zrzas + i as = %axg, X+ ?axg v+ %ci (6h) Al Tl
Bgs = —2r3a; — r3as + %33 = —%amg X+ 73ax3 v + ici (6h) Al Il
By = Tza; —zza + ;as = —V3az3§ + ica (6h) AlTI
B = —x3a; — 2w3as + %ag = *%(IZ:; X — @axg v + %02 (6h) AlIl
Bi1 = 2z3a; + r3as + %ag = %angc— @axgy—i— %ci (6h) Al Tl
Bi2 = —z3a; +x3ax + 3 ag = V3azs§ + 3c2 (6h) AlTI
Bis = Tia) + 248y + L ag — Saxs &+ Laz, g+ e (6h) VI
By = —2z4a; —x483 + 5 a3 = —Sazsx+ @am y+icz (6h) VII
B = Tia; — Tqag + i as = —V3az,§ + ici (6h) VII
Big = —zga; — 248y + 5 ag = —Sawgk — ?am y+3cz (6h) VII
Bir = 2r481 + T4as + 2 a = Sarsk — Laxyy+ 3¢k (6h) VI
Bis = —zga; +x48y + S ag = V3azs§ + 2c2 (6h) VI
By = T5a; + 2x5as + 25 as = %(IZIJ{) X+ ?axg) v+ c252 (12k) Al IIT
Boy = —2z5a; — 758 + 25 a3 = —Bazs R+ Lars§ + cz5 2 (12K) Al TIT
By, = Tsa, — Tsag + 25 as = —V3axsy + cz5 2 (12k) Al IIT
By = —r5a; — 2x5as + (25 + %) as = —%axsi - @axg,y +c (25 + %) Z (12k) Al IIT
Bos = 2r5a; + T5as + (25 + %) as = %aws X — @ams y+e (z5 + %) Z (12k) Al III



Boy = —Tsa) + rsas + (25 + %) as = V3axs§ + ¢ (25 + %) Z (12k) Al IIT
Bos = 2r5a; + o5 as — 25 as = %aac5 X — @a% ¥ —czZ (12k) Al IIT
Bog = —x5a; — 2r5as — 25 as = —%ax5 X — ?axg) v —c257% (12k) Al II1
By = —Zsaj + x5 as — 25 ag = V3axs § — cz5 2 (12k) Al III
Bos = —2x5a; — Tsas — (25 — %) as = *%CLT{,)A( + @a‘rsy —c (25 - %) Z (12k) Al IIT
Boy = Tsa) + 2x5as — (25 — %) as = %aw X+ ﬁaifg, y—c (25 - %) Z (12k) Al IIT
B3y = Tsa] — Tsag — (z — %) as = —V3azs§ — c( 25 — l) Z (12k) Al III
B3, = Tear + 2xg as + 2¢ as = gaarg X+ faxﬁ Y +czi (12k) Al TV
B3, = —2xga; — Tgas + 2 as = 7%@1’6 X+ %CLI(} Y+ cz2 (12k) AlTV
Bz = Tea] — Tgag + 26 A3 = —VBaze§ + cz6 2 (12k) Al IV
B3y = —Tga; — 2xgas + (26 + %) as = —%axgx — ﬁaazey +c (2’6 + ) (12k) Al TV
Bss = 216 a; + Tgas + (26 + %) as = %ax(; X — iaxf; y+ec (26 + ) (12k) AlTV
B3 = —Tgal + rgas + (26 + %) as = V3axgy + ¢ (26 + 5) Z (12k) AlTV
Bs; = 2x¢a) + Tgas — 2 as = %axﬁ X — @axG ¥ —cz2 (12k) Al IV
B3z = —Tga; — 2T Az — 2 A3 = —%axg X — %axg ¥ —czZ (12k) Al TV
B3y = —Xgal + xgas — zg Az = V3azgy — cz6 2 (12k) AlTV
By = —2x6a; — Tgas — (26 — %) as = *%CL.’K(;)A( + @a%y —c (26 — %) Z (12k) AlTV
By = Tgay + 2xgas — (26 — %) as = %awgi + ﬁa%y —c (zG — %) Z (12k) Al TV
By = z6a; — rgaz — (26 — 3) as = —V3Bazey —c (26 — %) 2 (12k) Al TV
By = r7a; + 2z ay + 27 as = %aaw X+ %a:m ¥ +czr 2 (12k) AlV
By = —2x7a; — x7as + 27 as = —%aw X+ ?am y+czrz (12k) AlV
Bss = Tray — T7ag + zras = —V3Bax7 § + czr 2 (12k) AlV
B = —z7a; — 2x7as + (27 + %) as = —%ax7x - ﬁaawy +c (2:7 + ) (12k) AlV
By, = 2z7a; + x7as + (27 + %) as = %axﬂ“{ — ga:wy +c (27 + 5) Z (12k) AlV
Bis = —z7a; +x7as + (,27 + %) as = V3axz§ + ¢ (27 + %) Z (12k) AlV
By = 2x7a; + 7 ag — z7 as = %a:m X — ?am V—czri (12k) AlV
Bso = —x7a; — 2x7as — 27 ag = —%aaw X — ?aaﬁ y—czz (12k) AlV
Bs: = —x7a) + x7ag — 27 as = V3ar7y —czr 2 (12k) AlV
Bs, = —2x7a; — xT7ag — (27 — %) as = —%axﬂ‘( + @aamjr —c (27 — %) Z (12k) AlV
Bss = T7a; + 2z7ay — (27 — %) as = %aazﬂi—i— ﬁaawy — c( 27 — %) Z (12k) AlV
Bss = zra; —xray — (27 — 3) as = —VBazry —c(2r— %) 2 (12k) AlV
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