VA ol V5 5/ 5les o&tils / Ol J&s esle il a8 pmns 2
af =

adsl J gl Slawloen 3l oslid b Zng,CuyO oS 5 Sis oS ol 5

\-\:?.u ‘M-J‘f‘ eé‘j d@._.&‘ﬁ' f\JA.>| “éwf\m%ﬂ;@v}f\wu‘bbjj)f\uvfjgjbﬁ ‘Sﬁr.;

=.. , =
Ao g3 ,5 oKD Kb 09,8

eu\&

Gor/orne /00X /1 X0 o /IAVO) 2N Cit,O slaS 5 (5 e G 5 bacdle IS i il slsi sllor aloar I _Sis oSl ol ot sz onl 3

23 FP-LAPW)_L> oud Cysi Cof ol JolS ol s 0 Slslons. Can] 0l oy Lol S 5 s0ls Sl 15 s o] I 5 tslms

Cewdy O/AEVJAB S ./l;\-«-\j/ L;/jJ r:-i:mv" AJKJ/JJ:" el ol }A[>u/ (GGA)&JQ mw" g_,.;wf: g_,.:vjd:"J/ oalazl b @FT)QJLQ- ;;vU ogjb bfj’:j[’:

b o S SIS ] s oy il 58 L 4S ok

Electronic properties of Zn,_Cu,O by ab-initio calculation
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! Department of Physics, Ferdowsi University of Mashhad, Mashhad

Abstract
In this work the electronic properties including band structure energy, density of states and band gap are
calculated for Zn;.Cu,O;(x=0.0000,0.0625,0.1250,0.1875) and the effect of Cu atom on band structure and
density of states are studied. the calculations were performed in the framework of density functional
theory(DFT), using the full potential-linearized augmented plane wave(FP-LAPW)method with the generalized
gradient approximation(GGA).We obtained direct band gap 0.8¢V for pure ZnO that with increasing Cu

concentration, the band gap decreese.
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