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Pearson symbol hP26

Space group number 176
Space group symbol

AFLOW prototype command

P63/m

aflow --proto=A10B3_hP26_176_bcfi_h-001
—~params=a, C/av 23,T4,Y4,T5,Ys5, 25

e We have shifted the origin by 1/2¢Z from that used by (Lenz, 1971).

e This is designated as the ¢ phase in the Cu-Sn system. (Massalski, 1990)

Hexagonal primitive vectors

a1 = lagx- Bay
as = %af{ + éay
ag =— cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 - 0 (2b) Cul
B, = 1ag = ica (2b) Cul
B = %a1+§a2+%ag = %aiJr %ayqtﬁci (2¢) Cu Il
By, = %al—l—%ag—f—%ag = %ai—%ay—i—%ci (2¢) Cull
B; = za;+ 2as+ 23a3 = %ai—&—%cf +cz32 (4f) Cu III
Bs = Zai+tar+ (23 +1) as = lax— Bag+ec(s+l)z (4f) Cu 11
B, = §a1+%a2—23a3 = %ai— %ay—czigi (4f) Cu III
Bg = %al—l—%az—(z;g—%) as = %ai—i— %ay—c(z;),—%) Z (4f) Cu III
By = T4ay +ygag + iag = %a(x4+y4) x— @a(m—y@ 5/—&—%02 (6h) Snl
Bio = —ysgay + (x4 —ys) a2 + %ag = 50 (x4 —2ys) X+ @auy + %CZ (6h) Sn I
Bi1 = — (x4 —ys) a1 — x40+ iag = 50 (2r4 —ys) X — @ayg‘ y + ici (6h) Sn I
Bix = —rga; —ygas + %ag = —%a (x4 +ys) X+ ?a (ta—ya) ¥+ %ci (6h) Sn I
Bz = ysa; — (x4 —yq) az + %83 = %a (—x4 +2y4) X — 73aa:4y + %ci (6h) Snl
B = (x4 —ys4) a1 + T4a0 + %ag = %a (2x4 —ys4) X+ @ay;;ff + %02 (6h) Sn I
By = Tsay + ysas + 25 as = %a(:rg, +ys) X — @a (x5 —ys) ¥ + c252 (12i) CulV
Big = —ysaj + (5 — ys) az + 25 az = Ta(ws —2ys) X+ ?a% V+czsz (12i) Cu IV
Bz = — (x5 —y5) a1 — x589 + z5a3 = —%a (225 —y5) X — ?a% y+czsZ (12i) Culv
Bis = —Zsa; —Ysaz + (Zs + %) as = —%a (75 +ys) X+ %a (r5s —ys) ¥ + (12i) CulV
c (z5 + 5) Z



Big = ysai—(z5—ys) ax+(z5+3) a3 = ja(—z5+2y5) K—Larsy+c(z+3) 2 (12i) CulV

B2 = (25 —ys5) aitas a2—|—(z5 + %) a3 = %a (225 —ys5) X+ T3ay5 y+ec (z5 + %) Z (12i) CulV

By, = —I5a; — Ys5as — 25 as = —%a(wss +ys) X+ 73(1(335 —ys) ¥ —cz5 % (12i) Culv

B22 = Ysag — (.T5 — y5) Ay — Zras = %a (—],‘5 + 2y5) X — 73ax5 y — CZ5 Z (121) CU. IV

B2z = (rs —ys) a1 + w522 — 2523 = 30 (2z5 —ys5) K+ Lays § — cz5 2 (12i) CulV

Bay = Tsap +Yysaz — (Z5 - %) as = %a (5 +ys5) X — 730 (x5 —ys) ¥ — (12i) CulV

clzs — %) Z

Bos = —ysa; + (5 —y5) az — = %a (x5 — 2y5) X+ ?axt—,y —c (25 — %) Z (12i) Culv
5 — %) as

Bog = — (x5 —y5) a1 — x5a9 — = f%a (2z5 —y5) X — 73ay5 y—c (z5 — %) Z (12i) CulV
(25— 3) as
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