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Prototype AgMgSb

AFLOW prototype label ABC tI48 120 abe i i-001

ICSD 187151

CCDC 1696271

Pearson symbol tI48

Space group number 120

Space group symbol I4c2

AFLOW prototype command aflow --proto=ABC_tI48_120_abe_i_i-001

--params=a, c/a, x3, x4, y4, z4, x5, y5, z5
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• MgAgSb is found in three forms (Kirkham, 2012; Mi, 2017):

– α-MgAgSb (this phase), the tetragonal ground state phase.

– β-MgAgSb takes on the matlockite (E01 structure, which can be considered as a ternary form of Cu2Sb (C38).

– γ-MgAgSb is in the cubic half-Heusler (C1b) structure.

• The range of stability of these structures is rather uncertain. The α-phase exists below 300◦C, the β-phase is observed in
the range 300-395◦C, and γ-MgAgSb is found at all temperatures above 27◦C.
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4c ẑ (8e) Ag III

B8 =
(
x3 +

3
4

)
a1 −

(
x3 − 3

4

)
a2 = −ax3 x̂+ ax3 ŷ + 3
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