Pd,Se Structure:
A4B tP10.114 e a-001

This structure originally had the label A4B_tP10_114_e_a. Calls to that address will be redirected here.
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Prototype Pd4Se

AFLOW prototype label A4B_tP10-114_e_a-001
ICSD 23864

Pearson symbol tP10

Space group number 114

Space group symbol P42,c

AFLOW prototype command aflow --proto=A4B_tP10_114_e_a-001
--params=a, c/a, T2, Y2, 22

Other compounds with this structure
Pd,S

Simple Tetragonal primitive vectors
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ay; = aX

as = aSr
ag = CZ
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Se I
B, = %al—f—%ag—i—%ag = %ai—l—%ay—i—%ci (2a) Sel
B; = Toaj +Y2as + 22as = axoX +ays§ +czo 2 (86) Pd1I
B, = —Tza; —Y2az + 22as = —areX —aysy + czo Z (8@) Pd 1
By = Yo a] — Tp Ay — 29 a3 = ays X —aroy — c29 % (8e) Pd1I
Be = —Yoa; +2oax — 22 a3 = —ays X+ axay — 20 (8e) Pd1
B, = —(1‘2—%) a; + (yQ—I—%) a— = -—a (.1‘2— %) X+a (yg—I—%) v—c (22— %) Z (8e) Pd 1

(22— 3) as
Bg = (9324’%)31*(]427%)&127 = a(xQJr%)f(fa(yf%)yfc(zf%)i (8e) Pd1I

(22— 3) as
By = —(p—-3a—(2-3a+ = —a(y—3) %-a(z2—3)9+c(2+3)2 (8e) Pd1

1

(22+3) a3
Bio = (pp+3)a+(z+i)at = ape+i)fta(m+d)y+c(atsi)z (8e) Pd I

(22 + %) as

References

[1] F. Grand E. R, The crystal structures of PdySe and PdyS, Acta Cryst. 15, 11-13 (1962), doi:10.1107/S0365110X62000031.

[2] 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-S1011 (2019), doi:10.1016/j.commatsci.2018.10.043.

Found in

[1] P. Villars and K. Cenzual, Pearson’s Crystal Data — Crystal Structure Database for Inorganic Compounds (2013). ASM
International.


https://doi.org/10.1107/S0365110X62000031
https://doi.org/10.1016/j.commatsci.2018.10.043

