a-Sm3Ges (High-temperature) Structure:
A5B3_hP16.190_bch_g-001

This structure originally had the label A5B3_ hP16_190_bdh_g. Calls to that address will be redirected here.
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Prototype GesSmg3

AFLOW prototype label A5B3_hP16.190_bch_g-001
ICSD 416581

Pearson symbol hP16

Space group number 190

Space group symbol P62c

AFLOW prototype command aflow --proto=A5B3_hP16_190_bch_g-001
--params=a, c/a, T3, T4, Ya
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Hexagonal primitive vectors

a; = %a)‘c — éay
as = %afc + ?ay
ag = cZz
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1a; = ica (2b) Gel
B, = 3 ag = 3ca (2b) Gel
B; = %al—k%ag—i—%ag = %afc—i—%ay—i—%ci (2¢) Ge II
B, = %al+%a2+%a3 = %a)‘c—%”ay—i—%ci (2¢) Ge 1T
Bs = T3 a1 = %axg X — 73119:3 y (6g) Sm 1
Bg = T3 as = %axj X+ @aﬁg y (6g) Sm I
B, = —x3a; — X3 as = —ax3 X (6g) Sm I
Bg = T3a + %33 = %angc— @amgy—l— %ci (6g) Sm I
By = T3as + %ag = %angch @a:cger %ci (6g) Sm 1
Bio = —T3a; — T3as + % as = —axr3X + %ci (6g) Sm I
By1 = T4 +ysaz + 1 as = a(zs+y) X— ?a (x4 —ya) §+ 2 (6h) Ge ITI
B2 = —ysay + (v4 —ys) a2 + ;a3 = 30 (T — 2ya) X + @au g+ jcz (6h) Ge III
Bz = — (x4 —ya) a1 —24a0 + L ay = —2a(2my —ys) X — @ay;ly + 1c2 (6h) Ge ITI
By = ysa; +z4as + S ag = fa(zs+uys) X+ @a (x4 —ya) §+ 3c2 (6h) Ge ITI
Bis = (x4 —ya) a1 —ysaz + 3 ag = sa(wy —2ys) X — ?GM}A’ +3cz (6h) Ge 11T
Big = —z4a; — (T4 —y4) Az + %ag = —%a (224 —ys4) X+ @am}‘f + %ci (6h) Ge III
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