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This study focused on Li;.,Nb,Fe;-»,0, with a rock-salt structure as a positive electrode
material for lithium ion batteries, and investigated in detail the atomic configurations of
samples that had been amorphized by a ball milling. The composition dependence of the
atomic configuration was also investigated to gain a comprehensive understanding of the
structures. Total scattering measurements of the samples revealed that the crystal distortion
increased with increasing Li and Nb compositions. In particular, the ball-milled sample had a
significant distortion around Fe, suggesting that suppression of the distortion is necessary
for improving the positive electrode properties.
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Fig.1 Discharge capacities of Li; 3Nbg.3Feo 402

as a function of cycle number. Circles,
Pristine; Triangles, Ball-milled; Squares,
Heat-treated.
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Fig.2 Structure factors (a) and total correlation
functions (b) of Li;..Nb,Fe;-»,0,: red,
x=1.10; blue,x=1.20; green, x = 1.25;
purple, x =1.30.
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