B-Hg, Pt Structure:

A4B 110229 ¢ a-001

This structure previously used the label(s) A4B_cI10_229_c_a. Calls to these addresses will be redirected here.

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.

Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

Hg4Pt

A4B_cI10-229_c_a-001
150772

1667910

cI10

229
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Other compounds with this structure

Hg4Ni, Hg4Pd, HgsU

e (Bauer, 1953) give the lattice constant in kX units. We convert this to Angstréms by multiplying that number by 1.00202

(Wood, 1947).


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/78LF
https://aflow.org/prototype-encyclopedia/A4B_cI10_229_c_a-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=150772&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1667910&DatabaseToSearch=Published

Body-centered Cubic primitive vectors

a3g;21

a; = —i1a%+3iay+3iaz

as = %ak—%ay—i—%ai

azg = %aﬁ—i—%ay—%ai

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Pt 1
B, = za+ga+;a; = jo%+ 10y + jaz (8¢) Heg 1
By - - L%+ 10y~ a2 () Hgl
B, = %ag = iai—%ay—f—iai (8¢) Hg I
By = Ta = —1aX+ tay + taz (8c) HgI
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