FeOCl (EQ5) Structure:
ABC_0P6.59_a_b_a-001

This structure originally had the label ABC_oP6_59_a b_a. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, E. Gossett, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library
of Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: [10.1016/j.commatsci.2018.10.043

https://aflow.org/p/DN69

https://aflow.org/p/ABC_oP6_59_a_b_a-001

ocCl

o N [
i h,r\ 'Y r d
N

Prototype ClFeO

AFLOW prototype label ABC_oP6.59_a_b_a-001
Strukturbericht designation EOs

ICSD 40963

Pearson symbol oP6

Space group number 59

Space group symbol Pmmn

AFLOW prototype command aflow --proto=ABC_oP6_59_a_b_a-001

--params=a, b/a,c/a, z1, 22, 23

Other compounds with this structure
AlOCI, CrOCl, CrOF, CrSBr, HfNBr, HINCI, HfNI, IOBr, IOCI, TiNBr, TiNCl, TiNI, TiOCl, VOCI, ZrNBr, ZrNCl, ZrNI

Simple Orthorhombic primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = Jar+das +zas = JaX+ 30y + e 2 (22) i
B, = %314*%&2*21&3 = %af{Jr%byfczli (2a) Cll
B; = ial—i—iag—l—zgag = iaf{—i—iby—i—czgi (2a) (O
By, = %al—i—%ag—zgag = %afc—i—%by—czgi (2a) (0N
B = i1a;+3a)+ 2343 = 1ax+3b§ +cz 2 (2b) Fe I
Bsg = %314*%&2*2333 = %af{Jribyfc%Z (2b) Fel
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