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Prototype GaSe

AFLOW prototype label AB_hP16_186_2a2b_2a2b-001
ICSD 2002

Pearson symbol hP16

Space group number 186

Space group symbol P63mc

AFLOW prototype command aflow --proto=AB_hP16_186_2a2b_2a2b-001
—-params=a, C/CL, 21y 22,23, 24y R55 %65 275 28

e GaSe takes on a variety of structures depending on the stacking of the GasSey layers:

— [-GaSe is in space group P63/mmc #194.

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

— 0-GaSe (this structure) is in space group P63mc #186.
— e-GaSe is in space group [P6m2 #187.

e The origin of the z coordinates is arbitrary in space group P6smc #186.
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = z1 a3 = cz Z (2a) Gal
B, = (21 + %) as = c (21 + %) Z (2a) Gal
B; = 2z a3 = 20 7 (2a) Ga II
B, = (22 + %) as = c (22 + %) Z (2a) Ga Il
Bs = z3 as = c23Z (2a) Se I
Bsg = (23 + %) as = c (23 + %) Z (2a) Sel
B, = Z4 A3 = 24 7 (2a) Se 11
Bs = (z4 + %) as = c (z4 + %) Z (2a) Se 11
By = %a1+%a2+z5a3 = %ai#—%ay—i—c%i (2b) Ga III
Bio = fai+3ar+ (55 +3) as = sax—Lag+c(z+3)2 (2b) Ga 111
Bi1 = a1+ 3a +2a; = sa%+ G ay +cz2 (2b) Ga 1V
B, = Farf+zar+ (26 +3) as = saX—Yag+c(z+3) 2 (2b) Ga IV
Bz = %al + %a2+Z7a3 = %afﬂ— %ay+cz72 (2b) Se III
By = Z2aj+ias+ (27 + 3) as = fax—Yay+c(ar+3)2 (2b) Se I11
B = %al—l—%ag—l—zgag = %ai—&—%ay—i—c,@i (2b) Se IV
Bis = Jar+zar+ (s +3) as = ja%k—Yayg+c(s+3)2 (2b) Se IV
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