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Figure S1. AICD isosurface (isovalue = 0.05) of three valence MOs sets of BisFeLi, on the view from Li-
Fe-Li axis (Oz axis) including a) localized set, b) tangential set and c) radial set. The external magnetic field
vector is placed along the Oz axis with the direction out of the paper plane (Z+). The clockwise current
density vectors are plotted on the AICD isosurface are highlighted by the arrows with red glow while the
anti-clockwise current density vectors ones are highlighted by the arrows with orange glow. The right
figures are the view of the left figures after an 80° rotation of Ox axis.
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Fig. S2. Dimeric, trimeric and tetrameric forms of Li2FeBia4.
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Figure S3. The HOMO of (1) BagFezLi2Mg, (I1) Bsa2FesLi2Mga, (111) BssFesLi2Mgs, and

(1V) B7oFesMgaL iz nanowires in antiprism and prism forms.
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Table S1: Cartesian Coordinates (angstrom) of some lower-lying isomers of LizFeBia.
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