A.SUi.anﬂl &Jg J‘oul JL<>— osle JJI«.\S Cpea B e P

FETIP JolS s g8 oS 5 omabline 5 33200 (s ke 5o S5y (o)

Loy g o £ heam (e g A5
Ao o i o oLs "ijG oA ‘&J.:J ojj_(

GJ.&

sl 65 ) a5 abos 1 el 0ls oy p IS il 4 s a5 F@TIP s sn oS5 nblide 5 s oS0 gl sla Sos callio ol s
(ol Sl s S ol S s e DL s ST slacdl IS mmie ol bl CUHGLTH o sl & i FTIP o5 AICUMN ¢,

oS S peblide 58 atalie oS5 ol Sl ol (ol Sl 53 OB Y s s (ole SIS G e 100 ] kS b sl S

5 b liin sla Shs Seoly ooy il o Joil = il alaly b il 5 45 ol Coits Jgo i oy 3L g b ol (B0 = 565 A) st el s
.ﬂy.&b—b;f&jbﬁgw55/55—5/85)&&,ﬁ@b‘aj;“f);FezTiP CS a8 3 Ol S ol i 4 s ST

Investigation of Structural, Electronic and Magnetic Properties of Fe, TiP Full-Heusler
Compound

Goharimanesh, Hamid; Sarhaddi, Reza

Department of Physics, Faculty of Sciences, University of Birjand, Birjand

Abstract

In this paper, the structural, electronic and magnetic properties of Heusler compound Fe,TiP in the framework
of density functional theory (DFT) were investigated. The AlCu,Mn-type structure of the Fe,TiP compound is
more energetically stable than that of the CuHg,Ti-type structure. The density of states (DOS) curve indicates
that this compound at equilibrium state is a half-metallic (HF) with 100% spin polarization. A band gap about
0.53 eV was observed in the minority spin band structure of this compound. The total magnetic moment of
compound at equilibrium state (a,=5.65 A) was obtained 1 ugl/f.u. which is in agreement with Slater-Pauling
rule. The study of dependency of the magnetic and electronic properties on the lattice constant showed that
Fe,TiP compound remains its half-metallic character at the lattice constant range of 5.55-5.85 A.

PACS No. 70.00, 71.00, 71.15, 71.20
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