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Prototype Ge3La4S12

AFLOW prototype label A3B4C12 hR38 161 b ab 4b-001

ICSD 2046

CCDC 1591996

Pearson symbol hR38

Space group number 161

Space group symbol R3c

AFLOW prototype command aflow --proto=A3B4C12_hR38_161_b_ab_4b-001

--params=a, c/a, x1, x2, y2, z2, x3, y3, z3, x4, y4, z4, x5, y5, z5, x6, y6, z6, x7, y7, z7

Other compounds with this structure
Ce4Ge3S12, Ce4Si3S12, Fe4C3O12, Gd4Ge3S12, Gd4Si3S12, Nd4Ge3S12, Nd4Si3S12, Pr4Ge3S12, Pr4Si3S12, Sm4Ge3S12, Sm4Si3S12

• Space group R3c #161 is polar and has no fixed origin along the z-axis. We follow (Mazurier, 1974) and put one of the
La (2a) atoms at origin, setting x1 = 0.
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(6b) S II

B25 =
(
y5 +

1
2

)
a1 +

(
x5 +

1
2

)
a2 +(

z5 +
1
2

)
a3

= 1
2a (y5 − z5) x̂+

√
3
6 a (2x5 − y5 − z5) ŷ +
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(6b) S IV

B37 =
(
y7 +

1
2

)
a1 +

(
x7 +

1
2

)
a2 +(

z7 +
1
2

)
a3

= 1
2a (y7 − z7) x̂+

√
3
6 a (2x7 − y7 − z7) ŷ +
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