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FePO, + xLi* + xe — Li FePO,

_ E(FePO,)+xE(Li)- E(Li FePO,)
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Li FeOg/\E{A PO,MME{A
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AE, = E(Li,FePO,) - [xE(LiFePO )+ (1-x)E(FePO,)]

Two-phase form

Nonstoichiometric form
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V (x=0.5) [V] V(x=1)[V] AE,s(eV/fu.)
SHEfE (LDA)  3.54 (3.719)  3.07 (3.20%) -0.23
STE{E (GGA)* 3.12 2.81 -0.15
EERIE 3.50
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W) = 20 ST IFS(es — e — hw) ;
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€i €y Orbital energies of initial and final states
[t) |f) One-electron initial and final states
F Perturbation by photon in one-electron hamiltonian
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— Total (1eV Lorentz broadening)
— E1 transition (1s = 4p)
— E2 transition (1s - 3d)
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