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Prototype GeTe

AFLOW prototype label AB_hR2_160_a_a-002
ICSD 159907

Pearson symbol hR2

Space group number 160

Space group symbol R3m

AFLOW prototype command aflow --proto=AB_hR2_160_a_a-002
--params=a, c/a, 1, To

e This is a distortion of the rock salt (B1) structure, and GeTe undergoes a phase transition to the rock salt structure
above 300°C. When o = 60°(c/a = v/6) and 2z — 2; = 1/2 this becomes the rock salt structure.

e Space group R3m #160 does not specify the origin of the z-axis. Here we arbitrarily set z; = 0.

e Hexagonal settings of this structure can be obtained with the option --hex.
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Rhombohedral primitive vectors

a; = %a&—gay—kéci

ag = %a v+ %c V/

ag = —%ai—%ay—i—%ci

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type

B, = r1a; +21ax + a3 = cx, Z (1a) Gel
B, = Toay + Toas + Toas = cxo Z (1la) Te I
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