Analysis of Spin state of SrCoO.2s+x by DFT Calculation
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Fig. 1. (a) Perovskite structure (b) Brownmillerite structure.
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Structure FM G-AF
Energy(eV/fu.) | - 0.225
SrCo0s3 Magnetic
Moment(ug/Co) 2.12 285
Energy(eV/f.u.) | 0.2
Octaheral  Site
Magnetic 2.18 2.732
SrCo0z2s Moment(ug/Co)
Tetrahedral Site
Magnetic 2.73 2.668
Moment(pug/Co)
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Fig. 2. SrCo032] total density of state(up)<} projected density
of state(down)
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Fig. 4. SrCo0259] total density of state(top)$} octahedral
site2] projected density of state(middle), tetrahedral site<]
projected density of state(bottom)
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CONCLUSION
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