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Firg Principles Sudy on Hectronic Sructure o KTag sNbg 503
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Abgract The full potentiad linearized augmented plane wave method within the generalized gradient gpproximetion
was used to calculate eectronic gructure of ferroelectric and paragectric KTay, sNbg s0s. We calculated the densty of
dates and band gructure. From the dendty of gates analyds, it is shown that the hybridization between B(Ta, Nb)
d and O p isvery inportant to the ferrodectric gability of KTay sNbg 503. Thisis consggent with the anadyssof band
Sructure.
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Figure 1 DOSdf paradectric (a) and ferrodectric (b) KTay sNhy 503
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Figure 2 Band dructure of paraglectric phase (a) and ferrodectric phase (b)
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