Li2RuOs Calculated EXAFS Spectra on Selected Paths

Li2PtOs Calculated EXAFS Spectra on Selected Paths
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LizRuOs Input File for Atoms

Name |Li2Ru03 | Lattice constants
Space Group | 12 | & |516332 | B |8g2043 | C 502192 |
Edge |13 v/ Style [Feff6-clem v o [g0 | B 10075900 | v [0 |

Self-consistency Ricf | 5.0

Radial distances
Polarization vector

| I I I | ] Cluster size Longest path
0 0 0

Shift vector
[0 | [0 | o | [ insen
Core | EL x y z Tag

1 | O |t 0000000 |0.000000 10.000000 Li2
2 | O L 0000000 0.809600 0.500000 ] ‘ _
3 | O L 0000000 0500000 0500000 Li4 fddasie
4 | A Ru  |0.000000 0.333220 0.000000
5 | O o 025400 0316100 0759200 o1
6 | [] O 025500 0000000 0788300 02

Li2PtOs Input File for Atoms

Name | Li2Pt03 | Lattice constants
Space Group | 12 | (® |516332 | B 82043 | C [502192 |
Edge [13 | Style [Feff6-elem v| o [90 | B [1097590 | v [90 |

Self-consistency  Rscf
¥, Recf 88 Radial distances
Polarization vector

I l I l ‘ l Cluster size Longest path
0 0 0

Shift vector
) »

O = ‘r
0 0 0 o N A‘\
[ \ [ \ [ | w [ @‘Q\\‘ Y (% ‘\\‘\I

Core | E. X y z Tag
1. 0 L 0000000 10:000000 0.000000 2
2 | O L |0.000000 0.809600 0.500000 Li3 _
3 | O L 0000000 0.500000 0500000 Li4 Add asite
4 Pt 0000000 0333220 10.000000
5 | O o 0252400 0316100 0759200 o1
6 | 00 O 0256500 0.000000 0.788300 02




