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

This structure previously used the label(s) A5B3_hP16_190_bdh_g. Calls to these addresses will be redirected here.
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Prototype GesSmg
AFLOW prototype label A5B3_hP16_190_bch_g-001
ICSD 416581
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CCDC 1730224

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, 3, T4, Y4

Hexagonal primitive vectors

al
23
a3 = %afc - @ay
as = %afi + §a§f
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %ag = ici (2b) Gel
B, = 3ay = 3c2 (2b) Gel
B; = ta;+Zay+ fag = lax+ %afﬂr%ci (2¢) Ge Il
B, = %al—f—%az—f—%ag = %ai—%ay—i—%ci (2¢) Ge I1
B; = T3 ay = %axg X — @axg v (6g) Sm I
Bg = T3 as = %ax;; X+ @axg vy (6g) Sm I
B, = —r3a; — r3a = —azx3 X (6g) Sm 1
Bsg = T3 a; + %ag = %angc— @axgy—i— %ci (6g) Sm I
By = T3 ag + %a3 = %angc—i— ?am‘g&—i— %ci (6g) Sm I
By = —r3a; — r3as + % as = —ar3 X+ %ci (6g) Sm 1
By, = zia; +yias + Lag = la(@aty) ®—La(rs—ya) 9+ Lez (6h) Ge 111
B2 = —ysar + (x4 —ys) a2 + T ag = la(wy —2ys) X+ @amy + 1c2 (6h) Ge 11T
Bis = —(v4 —ya) a1 —zs22 + %83 = —%a (224 — ya) X — ?ayu? + %Ci (6h) Ge IIT
Bis = yaar + z4a + % a = ga(ra+uys) X+ @a (ta —ya) § + §c2 (6h) Ge III
Bis = (x4 —ya) a1 —ysaz + 3 ag = la(zy —2ys) X — @auy +3cz (6h) Ge 11
By = —z4a1 — (x4 —y4) a2 + %ag = —%a (224 —yq) X+ ?ayzg? + %ci (6h) Ge III
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