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Theoretical investigation on the electronic and geometric structures of
tribromotrioxotriangulene magnetic crystals for organic batteries by ab-initio

calculations.
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Fig.1 Total energies of three spin
states of Br3-TOT with
different molecular distances.

Fig.2 Cristal structures of Brs-

TOT. (a) Lithium inserted

structure and (b) Sodium
inserted structure.



