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The present paper considers ferromagnetic ordering in the Hubbard mod-
el generalized by taking into account the inter-atomic exchange interac-
tion and the correlated hopping in a partially filled narrow band. Expres-
sions for the magnetization and for the Curie temperature as functions of
model parameters and band filling are obtained in the case of weak intra-
atomic Coulomb interaction. The condition of ferromagnetic state realiza-
tion is found. The results obtained indicate the important role of correlated

hopping.
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1. Introduction

In spite of great attention paid to the investigation of ferromagnetism in nar-
row energy bands [1-7], where the same system of electrons is responsible both for
conductivity and for magnetic ordering (the transition 3d-metals, ferromagnetic sul-
phides, oxides and selenides with a metallic type of conductivity) the problem still
remains open [8,9].

There are some experimental results for the disulphides of transition metals
which can be interpreted on the basis of an itinerant mechanism of ferromagnetism.
In these compounds the dependence of the Curie temperature on the number of
magnetic moments is non-typical from the point of view of the exchange mechanism
of ferromagnetism. In Fe,Co;_,Ss [10] where the electron concentration n changes
from 0 to 1 in the doubly degenerate e,-subband the Curie temperature increases
with the decrease of the electron concentration at 0.75 < n < 1.

Although the consistent theory of ferromagnetic ordering in transition metal
compounds can be constructed only in a model including the orbital degeneracy of
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the band, the qualitative character of the observed properties can be interpreted in
the framework of a generalized model of a non-degenerate band [11].

2. The Hamiltonian

The simplest model for describing magnetic properties of narrow-band materials
is the Hubbard model [12], but this model contains only diagonal matrix elements
of the Coulomb interaction in the site representation, which do not give rise to
metallic ferromagnetism except in special situations such as a single hole in a half-
filled band [13] or a special lattice geometry [7]. The importance of the non-diagonal
matrix elements of the Coulomb interaction was pointed out in references [9,14].

We write down the Hamiltonian of a system of electrons in the following form [15,
16]

H= — p) alfa,+ Z/tij (n)af ajy
0 ijo
I Z’ (TQ(ij)a;ajania + h.c.) + UZ”Z‘T”N
ijo i
+ %J > /a;;a;ra,aw/aja, (2.1)

.. /
ijoo

where a, a;, are creation and destruction operators of the electron on the site 4,
o =t 1, ni, = af ai,,n = (nip+n;)), pis the chemical potential, ¢;;(n) = t;;+nTy(ij)
is the effective hopping integral between the nearest neighbours, ¢;; is the hopping
integral of an electron from site j to site ¢, T1(ij) and T»(ij) are the parameters of
correlated hopping [16] of the electron, U is the intra-atomic Coulomb repulsion and
J is the exchange integral for the nearest neighbours. The primes on the sums in
equation (2.1) signify that i # j.

The peculiarities of the model described by the Hamiltonian (2.1) take into con-
sideration the influence of the site occupation on the electron hoppings (correlated
hopping), and the exchange integral. The correlated hopping, firstly, renormalizes
the initial hopping integral (it becomes concentration- and spin-dependent) and,
secondly, leads to the shift of the band center independent on the quasiimpulse but
dependent on magnetic ordering. Taking into account the quantity of the second
order J is in principle necessary to describe ferromagnetism in this model [9,14,17].
In this paper we do not take into account the inter-atomic Coulomb interaction,
which is important in the charge ordering state (this ordering type goes beyond this
article).

To characterize the value of the correlated hopping we introduce dimensionless
parameters 7, = 11(47)/|ti;], 72 = T2(25)/|ti;]-
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3. Ferromagnetism in the case of weak intra-atomic interaction

The single-particle Green function satisfies the equation

(E = m){apolay,)) e = 52,)_7,: + 2 tip(n) {{aiolay,)) e

(2

+ Z To(1p) ((ayy apotic|asy)) & + Z To(ip){(a:h iz tic|as,))

+23 To(ip){(ap,0intio|ay,)) B + Ul(Npstpela,)) s
1
+ 59 Y (Ut aprasolafio)y e = (@ Giotpr|afin))E) (3.1)
jo’

Let us consider the system at weak intra-atomic Coulomb interaction (U <
|tij(n)]). Then we can take into account the electron-electron interactions in the
Hartree-Fock approximation:

<<a¢+aaz‘6aja|a$a>>E = <a;¢r?ai6><<aj0|a;a>>Ea
(a5 ajeaiclay,)) e = (a5050)((tic|ay,))E- (3.2)
We assume that averages (a;[,aw> = n, are independent of the number of the site, i.e.
we limit ourselves to a uniform charge and electronic magnetic moment distribution
(the problems of antiferromagnetic and charge orderings will be studied elsewhere).
The approximation (3.2) corresponds to the condition of weak electron-electron
interaction, where doubly occupied states can be taken into account by the effective
mean field depending on the electron concentration and correlated hopping integral.
After the transition to a Fourier representation we obtain for the Green function

1 1

slat = 3.3
<<ap |a’p 0'>>k 27T E . E0<k)7 ( )
where the energy spectrum is
E,(k) = —p+ B, + nsU — zn,J + t(no)vy(k), (3.4)
here the spin-dependent shift of the band center is
2 .
Ba = N Z TZ(Z])<a'z—%a'j6>7 (35)
ij
v(k) = 3" e*® and the spin and concentration dependent hopping integral is
R
t(no) =t(n) + 2nsT1s. (3.6)
The concentration of electrons with spin o is
+00
Ny = / p(€) f(€)de. (3.7)
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Here p(e) is the density of states, f(e¢) is the Fermi distribution function. Let us
assume the rectangular density of states:

ole) = %gé(e (k) = ie(g —w?). (3.9)

Then in the case of zero temperature we obtain:

n, :ZOp(e)H(—Eo(e))de _ %Z 0(—E,(€))de %4 de, (3.9)

where €, = w(2n, — 1). The value ¢, is the solution of the equation F,(¢) = 0 from
which we obtain €, = p,/a,, where p, = 1t — By + 2n,J —nzU and o, = 1 —219n5.
The system parameters are related by the equation

m(zJ +U) + B, — By = 2m(1l — 7). (3.10)

The shift of the band center is obtained from

€o

2 .. T2
Bo = N %:Tz(zj)(a;;aj(,} = —%/ ede = —mwng(n; —1). (3.11)
One can see that
By — B+ = 2emaw(l — n). (3.12)

From (3.10) and (3.12) we obtain the condition of ferromagnetic ordering real-
ization:

Z‘];u_} Uiro—n)>1. (3.13)
Here we use the notation
w=w(n) = z|to|(1 — mn), (3.14)

where t, is the band hopping integral, z is the number of nearest neighbours, 7 =
To/(1 — n1y).

In the figures 1, 2 the critical value of exchange integral at which the ferro-
magnetic ordering occurs is plotted as a function of correlated hopping. The values
above the line correspond to the ferromagnetic state of the system, below the line
correspond to the paramagnetic state. One can see that in the less than half-filled
band, correlated hopping leads to the stabilization of ferromagnetism as well as
inter-atomic exchange interaction and intra-atomic Coulomb interaction; the larger
the electron concentration n, the smaller the critical value of the exchange integral
for the occurrence of ferromagnetism. These results of ours are in accordance with
the results of reference [9].
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Figure 1. The critical value of the exchange integral as a function of 7 = 79 at
correlation strength U/w = 0.2 and 71 = 0: lower curve corresponds to n = 1.5;
upper curve corresponds to n = 0.5.
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Figure 2. The critical value of the exchange integral as a function of 7 = 79 at
electron concentration n = 0.5 and 7; = 0.5: lower curve corresponds to U = 0.5;
upper curve corresponds to U = 0.2.
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Figure 3. The dependence of Curie temperature on electron concentration mn;

71 = 12 = 0.5. The lower and upper curves correspond to U/wg = 0.6 and 0.9
respectively.

In the case of non-zero temperatures the equation for magnetization is

ox —mJe _ sh [(1 — np)ayw/6] sh ooy w/6)]
p ( 0 ) Sh[(l — ni)aiw/‘g]Sh[HTOéTW/e] ) (315)

where the effective exchange integral is
Jot = 2J + U + 2215(1 — n). (3.16)

The expression for Curie temperature can be obtained from equation (3.15) at
m — 0. If 74 = 7 = 0 then we obtain

Wo 1 2w0 )
0o = —arcth —_— . 1
C = e (zJ +U (3:.17)

Ile =Ty = 1/2 then

won(2 —n) 1 wo
0c = ————= arcth . 1
¢ 4 e z2J +U + (1 — n)wy (3.18)

The concentration dependence of Curie temperature given by the last equation
is plotted in figure 3. It is important that at some values of parameters the Curie
temperature can increase with the decrease of the electron concentration.
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4. Discussion and conclusions

The analysis obtained in this paper for the energy spectrum (3.4) shows that
both the intra-atomic Coulomb repulsion U and the exchange integral J favour spin
polarization. Furthermore, accounting for the correlated hopping leads to a spin-
dependent shift of the band center and to a band narrowing, which also give rise to
ferromagnetism. These results are in accordance with the results of reference [9].

The peculiarities of the energy spectrum (3.4) lead to a concentration dependence
of the Curie temperature. In particular, the concentration dependent shift (3.12) of
the band centers at n < 1 is positive, at n > 1 is negative. According to this
fact the Curie temperature at decreasing n from 1 can increase and at n > 1 can
decrease. The obtained dependence qualitatively agrees with the experimental data
on Fe,Co;_,S, [10]. The proposed approach can be extended to all values of n, and
the peculiarities of ferromagnetic ordering in Co,Ni;_,Ss where the concentration
changes from 1 to 2 can be explained.

In conclusion, taking into consideration both correlated hopping and inter-atomic
exchange interaction essentially modifies the properties of the model and favours
ferromagnetic ordering.
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depomarHeTuam B y3aranbHeHi mogeni Ma66apna

N.Oinyx, O.Kpamap, K0.CkopeHbkunin

TepHONiNbLCbKNM AepXaBHNM TEXHIYHUI YHIBEPCUTET iMeHi I. [yniog,
kadenpa disnkm, 46001 TepHoninb, ByNn. Pycbka, 56

OtpumaHo 14 cepnnsa 2000 p.

B po60oTi po3rnapgaeTbCa MOXIMBICTb peanidauii pepomarHiTHoro Brno-
paakyBaHHS B y3aranbHeHii mogeni fabbapaa 3 KopenboBaHUM nepe-
HocoM. OBrpyHTOBaHa HeOOXiAHICTb BpaxyBaHHS MiXkaTOMHOI OOMiHHOT
B3aEMOMii €IEKTPOHIB, WO € BaxIMBMM $akTopoM npu po3rnagi ¢de-
pOMarHeTU3My y By3bKO3OHHUX MaTtepianax. Y BuUnaaky cnabkoi BHYT-
PilLHLOATOMHOI B3aEMOZji 3HANLEHO YMOBW peanidauii pepomarHiTHO-
ro BNOpsaKyBaHHSA, OTPUMaHO BMpasu A1 HaMarHi4eHocCTi, Temnepary-
pn Kiopi, 3anexHi Big napamMmeTpis cuctemn. BkazaHO Ha BaXIMBY POsb
KOPEbOBaHOIO NEPEHOCY, KN CYTTEBUM YHOM MOANGDIKYE YMOBU BU-
HUKHEHHS HepOoMarHiTHOro BNOPSAKYBaHHS.

KniouoBi cnoBa: ¢pepomarHitHe BriopsigkyBaHHSs, KOPEbOBaHW
nepeHoc, 0bMiHHa B3aemMozisl, HamarHi4eHicTs, Temrnepartypa Kriopi

PACS: 71.10.Fd, 71.30.+h, 71.27.+a
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