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Prototype GaSe

AFLOW prototype label AB_hP8_187_gh_gh-001
ICSD none

Pearson symbol hP8

Space group number 187

Space group symbol P6m2

AFLOW prototype command aflow --proto=AB_hP8_187_gh_gh-001
--params=a, c/a, 21, 22, 23, 24

Other compounds with this structure
InSe

o GaSe takes on a variety of structures depending on the stacking of the GagSey layers:

— B-GaSe is in space group P63/mmec #194.

— v-GaSe is in space group |[R3m #160.

— 0-GaSe is in space group |[P6smc #186.

— e-GaSe (this structure) is in space group [P6m2 #187.

e We have rotated the cell to move the published (2i) Wyckoff positions to the (2h) Wyckoff sites.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = cz Z (2¢g) Gal
B, = —2z1 Az = —cn 7 (2g) Gal
B; = Zo a3 = cz0 % (2¢) Sel
B, = —29 a3 = —Cc20 7 (2¢) Se I
By = la;+2a,+ 223 = lag+Bay + ez (2h) Ga Il
Bsg = %314-332—2333 = %ai—ﬁ—?ay—cz;;i (2h) Ga II
B = %a1+%a2+z4a3 = %afc—&—%ay—i—czzli (2h) Se II
By = laj+2a,—za; = lagk+Bay — ez (2h) Se II
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