d0-GaSe Structure:
AB _hP16_186_2a2b _2a2b-001

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: |10.1016/j.commatsci.2024.112988.
e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/W6UW

https://aflow.org/prototype-encyclopedia/AB_hP16_186_2a2b_2a2b-001

Ga

Prototype GaSe


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/W6UW
https://aflow.org/prototype-encyclopedia/AB_hP16_186_2a2b_2a2b-001

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AB_hP16.186_2a2b_2a2b-001

2002
1591958
hP16
186
Pb6smc

AFLOW prototype command

aflow --proto=AB_hP16_186_2a2b_2a2b-001

—~params=a, C/av 21, %2, %3, R4y R5, %6, 27, %8

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

— (B-GaSe is in space group P63/mmc #194.
— ~-GaSe is in space group |[R3m #160.

e-GaSe is in space group P6m2 #187.

0-GaSe (this structure) is in space group |[P63mc #186.

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

Hexagonal primitive vectors

a; = %a X — éa vy
as = %a X+ @a vy > s A
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 cx % (2a) Gal
B, = (z21+3) a3 c(zn+13)2 (2a) Gal
B; = 20 a3 20 7 (2a) Ga II
By, = (22 + %) as c (22 + %) Z (2a) Ga II
B; = z3 a3 cz3 % (2a) Sel
Bs = (z3+3) a3 c(zs+1)2 (2a) Se I
B, = z4 Q3 24 7 (2a) Se 11
Bg = (24 + %) as c (24 + %) /7 (2a) Se I1
By = %al —|—%a2—|—z5a3 %ai—s—%ay—i—c%z (2b) Ga III
Bio = 2aj+ias+ (25 + %) as fax—Yay+c(s+3)2 (2b) Ga III
Bi: = %314-3324-2633 %a&—&—?‘?’ay—f—czgi (2b) Ga IV
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Bix = 2a;+iax+ (26 + %) as = fax—Yay+c(w+3i)2 (2b) GalvVv

Bz = %al + %ag + z7 a3 = %ai + %ay +c27 Z (2b) Se 111

By = 2ai+3as+ (27 +3) a3 = tax—Lag+c(x+3) 2 (2b) Se III

Bis = %al —|—%a2—|—zga3 = %ai—&—%ay—i—czfgi (2b) Se IV

Bis = Zai+3ar+ (25 +3) as = sax—Lag+c(s+3)2 (2b) Se IV
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