YO(OH) Structure:
ABC mP6 11 e e e-001

This structure previously used the label(s) ABC_mP6_11_e_e_e. Calls to these addresses will be redirected here.
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Prototype HO,Y

AFLOW prototype label ABC._.mP6_11_e_e_e-001
Pearson symbol mP6

Space group number 11

Space group symbol P2y /m

AFLOW prototype command aflow --proto=ABC_mP6_11_e_e_e-001
--params=a, b/a, c/a, 3,1, 21, T2, 22, T3, 23

Other compounds with this structure
HoO(OH), ErO(OH), YbO(OH)

e For this prototype, the OH molecules are centered on the (2e) Wyckoff position.

Simple Monoclinic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a) + iag—i—zl as = (az1 + cz1 cos B) i—i—iby—i—czl sin B (2e) (0N
B, = —1‘1314—%32—21&3 = — (azq + cz1 cos B) 5(—|—%b§7—czlsinﬁi (2e) Ol1
B; = Toa; + iaerzQ as = (axg 4 czocos B) X + iberczQ sin 8 Z (2e) OH1
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B = —m3a1—|—%a2—z3a3 =  —(ax3 + cz3cos ) i+%by—czgsinﬁi (2e) Y1

References
[1] R. F. Klevtsova and P. V. Klevtsov, The Crystal Structure of YOOH, J. Struct. Chem. 5 (1965), doi:10.1007/BF00744232.

First cited in

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 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.


https://doi.org/10.1007/BF00744232
http://dx.doi.org/10.1016/j.commatsci.2021.110450

