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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

a; = %af{ — éay
ag = %afc + ?ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 0 = 0 (2b) Cul
B 1ag = ica (2b) Cul
Bs %al—l—%ag—i-%ag = %afc—i—%ay—i—%ci (2¢) Cull
B4 %al—i—%z@—i—%ag, = %a&—%ay—i—%ci (2¢) Cu II
Bs %a1+%a2+23a3 = %ai+§a“ + cz3 7% (4f) Cu III
Bs 2a;+3ax+ (23+ 3) as = %ai—?ay—kc(zg—f—%) Z (4f) Cu III
By 2a, 4 Lay —zay = lagx —Lay —czi (4f) Cu I
Bs %al—k%az—(zg—%) as = %afc—!— %ay—c(z;g—%) Z (4f) Cu III
By zia; +ysas + :ag = la(za+uys) X— La(va—ys) §+ iez (6h) SnI
Bio —ygay + (x4 —ys) a2 + iag = %a (g —2y4) X+ @amy + ici (6h) Snl
B — (4 —ys4) a1 — g2y + %83 = —%a (224 —yq) X — TSayz;y + 3cZ (6h) Sn I
B2 —z4a; —ysas+ S ag = —la(zatuys) X+ Pa(zy—ya) §+3c2 (6h) Sn I
Bis yaar — (T4 — ya) a2 + 3 a3 = fa(—z4+2ys) X — ?amy + 3¢z (6h) Sn 1
Bia (x4 —yq) a1 + 482 + %3.3 = %a (224 —yq) X+ 73ay4y +5cZ (6h) Sn I
Bis Tsa; + ysas + 25 as = %a(% +ys) X — 73a (x5 —ys) ¥+ cz52 (121) Culv
Bis —ysa; + (v5 — ys) az + 25 ag = %a (x5 — 2y5) X+ éa:&; y+ceziz (12i) CulVv
Bir — (x5 —y5) a1 — x5 a3 + z5 a3 = —%a (2z5 —y5) X — 73ay5 V+cziz (12i) CulV
Bis —r5a; — ysas + (25 + %) as = —%a (x5 +ys) X+ ?30, (x5 —ys) ¥+ (12i) Culv
c (25 + 5) Z
Bio ysa;— (x5 — ys) a2+(25 + %) as %a (—x5 + 2y5) X — 73111:5 ¥+e (25 + %) Z (12i) CulVv
Bog (x5 —ys) a1+as a2—|—(z5 + %) as %a (225 —ys5) X+ @a% y+ec (z5 + %) Z (12i) CulV
Bo; —Tsa; — yYsas — 25 as = —%a(ws +ys) X+ ?a(.’lﬁ{) —ys) ¥ —cz5 % (12i) Culv
Bao ysa; — (x5 —y5) az — 25 a3 = 50 (—x5 +2ys) X — @a% ¥ —cz5% (121) CulVv
Bos (x5 —ys) a1 + x5 as — 25 a3 = %a (2z5 —y5) X+ 73ay5 y—cziZ (12i) CulVv
Bas Tsap +Ysaz — (Z5 - %) az = 50a (5 +ys5) X — 730 (x5 —ys) ¥ — (12i) CulV



Bas = —ys a1 + (v5 — y5) ag — = sa(ws —2ys) X+ Fazsy —c (25— 3) 2 (12i) CulV

Z5 — %) as
B = —(z5 —ys5) a1 — x5 a9 — = —%a (2x5 —ys) X — 73ay5 vy—c (z5 — %) Z (12i) Culv
(25— 3) as
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