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Prototype CugSns

AFLOW prototype label A6B5_.mC44_15_ae2f_e2f-001
ICSD 106530

Pearson symbol mC44

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=A6B5_mC44_15_ae2f_e2f-001
--params=a, b/a, c/a, B, Y2, Y3, T4, Y1, 24, T5, Y5, 25, L6 Y65 265 T7, Y7, 27

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

Base-centered Monoclinic primitive vectors
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a; = %afc — %by
az = lax+iby
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 0 = 0 (4a) Cul
B 1a; = lccos B+ esinpz (4a) Cul
B3 —ysa; + yoas + iag = iccosﬁi—l—bygy—l— icsinﬁi (4e) Cull
B4 Yo ay — Yo ag + %ag = %ccosﬁ&—bygy—l— %csinﬁi (4e) Cull
Bs —yzaj +ysag + iag = iccosﬁi+by3y—|— icsin,@i (4e) Sn I
Bsg y3a17y3a2+%a3 = %ccosﬂ)‘(fbyger%csinﬂZ (4e) Sn I
B~ (x4 —ya) a1 + (z4 + y4) a2 + = (axqg + czacosB) X+ bys§ + cz4sin Sz (8f) Cu III
Z4 a3
Bsg —(xa+tys) a; — (v4—ys) ag — = — (ax4 +c (24 — %) cos ﬁ) X+bysy — (8f) Cu III
1 1 . N
(21 — 3) a3 c(z—3)sinBz
By —(x4—ys)a; — (xat+ys) aa— = —(axg+czgcosf) X—bysy —czqsinfz (8f) Cu III
Z4 A3
Bio (x4 +ys) a1 + (x4 — y4) a2 + = (asc4 +ec (24 + %) coS 5) X—bysy + (8f) Cu III
(Z4+%) az c(z;;—i—%) sin 32
Bi1 (x5 —ys5) a1 + (5 + y5) as + = (axs + cz5c08 8) X+ bys § + cz5sin S Z (8f) Culv
25 a3
Bi: — (w5 +ys) a1 — (v5 —ys) aa — = — (azs +c (25 — 3) cos B) X+ bys § — (8f) CulV
1 1 . ~
25— 3) ag c(z5 — 3)sin B2
Bis — (w5 —ys) a1 — (w5 +ys) aa— = —(axs+czscosfB) X —bys § — cz5sin S 2 (8f) Culv
Z5 Az
B4 (r5 +ys) a1 + (x5 —y5) a2+ = (axs +c(z5+ 3) cos B) X —bys § + (8f) CulV
(Z5+%) az C(Z5+%)Sinﬂ2
Bis (6 — y6) a1 + (w6 + yo) az + = (aze + cz cos B) X + bys § + cz6sin B 2 (8f) Sn IT
Z6 A3
Bi6 —(z6 +ys) a1 — (6 —ys) a2 — = — (awg 4+ c (26 — 3) cos B) X+ by § — (8f) Sn II
1 1 . N
26—5) as c(z6—§)sm,6z
Bir —(z6 —ys) a1 — (z6 +ys) a2 — =  —(axe+czecosff) X —bys ¥ — czesin B2 (8f) Sn IT
26 A3
Bis (6 +ys) a1 + (x5 — ys) a2 + = (a:cg +ec (26 + %) coS 5) X—bysy + (8f) Sn II
(z6+%) az c(za—i—%) sin 32
Bio (x7 —y7) a1 + (z7 + y7) as + = (ax7 + czrcos B) X+ byr § + czrsin B2 (8f) Sn III
Z7ag
B2o — (w7 +yr)ar — (w7 —yr) aa — = — (az7 4+ c (27 — %) cos B) X+ byr § — (8f) Sn IIT

27—%) as

c(zv—%) sinfBz



By = —(zr—yr)ar—(zr+yr)aa— = —(axy+czrcosf) X—by;§ — czrsin Bz (8f) Sn II1

Z7as
Ba: =  (mrtyr)art(er—yr)ax+ = (az7 +c (27 + %) cos B) X —by; § + (8f) Sn III
(27 +3) a3 c(z7+ %) sinBz
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