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Abstract. A theory which can easily be used to discuss the competition between ferromagnetic
order and the Kondo effect is presented in this paper. The magnetic order parameters of
conduction and localized electrons as well as the hybridization term describing the Kondo
effect are introduced simultaneously in a Kondo lattice model using the functional integral
method. At zero temperature, quite a complete phase diagram of ferromagnetic and paramagnetic
(Kondo) states is obtained in the static saddle-point approximation. At finite temperatures, the
dependences of the Curie temperatdie and the total magnetizatiom, on the exchange-
coupling strength J| for various concentrations, of conduction electrons, are also given by

the theory. The main results are in qualitative agreement with experimental observations in
heavy-fermion ferromagnets.

1. Introduction

It is generally agreed that the heavy-fermion (HF) systems can be classified into four broad
groups according to their ground-state properties: superconducting, insulating, magnetically
ordered or enhanced Pauli paramagnetic. The duality between the latter two cases is
concerned with the weak stability of paramagnetic HF metals against HF magnets. As to
the HF materials with magnetically ordered ground states, early experimental observations
indicated that HF magnets usually exhibit some antiferromagnetic type of order [1].
However, there is n@ priori reason to exclude ferromagnetism in HF systems, and a
series of HF ferromagnets have recently been discovered, e.g., @eSi 1.85 [2],
CeNi,Pt;_, (x < 0.9) [3], CePdSb [4] and CeRB, [5]. These Ce compounds constitute

a ferromagnetic Kondo-lattice (FMKL) system in which the RKKY exchange interaction
competes with the Kondo effect; their low-temperature properties upon doping or under
applied pressure (i.e. the variations Tg and m, with changing|J| or n.) attract great
interest but are not well understood so far [5]. This is still an active field in current research
on the HF systems.

Theoretically, the Kondo lattice model (KLM) is a generalization of the single-ion
Kondo system to the concentrated case of a lattice with one Kondo ion at each lattice
site. Doniach [6] first examined a ‘Kondo necklace’ (one-dimensional Kondo lattice (KL))
problem in the mean-field approximation (MFA) and concluded th&t at0 a second-order
phase transition separates the antiferromagnetic ground state from the non-magnetic (Kondo)
state at a critical value of/| = |J,|, and that for|J| < |J.| the ground state consists of
antiferromagnetic ordered but partially compensated f spins. On the basis of this result,
he proposed a schematic phase diagram inTthg/| plane where the magnetic-ordering
temperature as a function pf| resembles a bell-shaped curve [7]. The subsequent study on
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a three-dimensional (3D) KL given by Lacroix and Cyrot [8] indicated that antiferromagnetic
and ferromagnetic ground states are both possible, depending on the extent of band filling,
i.e. on the number, of conduction electrons per site. Fazekas andl®t-Hartmann [9]
used a variational method to investigate the phase diagram of the FMKL for arbjittaapd
n.. At zero temperature, they obtained phase boundaries between non-magnetic (Kondo)
and different magnetic states including saturated and RKKY ferromagnetic states (RFSs);
they are similar to those given by Lacroix and Cyrot [8] in the whglglJ| plane. The only
difference is that in [9] the ferromagnetic—Kondo phase boundary has been pushed down
to lower but more reasonable values|df than in [8] owing to the lattice enhancement of
the Kondo effect. However, a coexistent phase where magnetic order and the Kondo effect
are present simultaneously was neglected in both [8] and [9]; it might be a stable phase
between pure Kondo and pure magnetic phases. Following closely the work of Lacroix and
Cyrot [8], Li and Qiu [10] have included the coexistent phase initheJ| plane atT = 0
by taking into account the competition between the Kondo effect and ferromagnetic order.
In [10], two new phase boundaries, including the boundaries between the coexistent phase
and the Kondo phase or saturated ferromagnetic phase, have been obtained, but we failed
to get the boundary between the coexistent phase and RKKY ferromagnetic phase because
the Fermi level was inattentively restricted only in the lower hybridization bands for both
up and down spins. In fact, the Fermi level of the coexistent phase can shift consecutively
from the lower band through the gap to the upper band of up (or down) spin with increase
in n. at a definite value ofJ| or by changing|J| at a definiten. [11,12]. Therefore,
a systematic study on the magnetic—non-magnetic phase boundaries of the FMKL in the
n.—|J| plane atT = 0 and the extension t§ > 0 so as to obtain a microscopic derivation
of T.—|J| curves for various:, is still needed.

In this paper, we attempt to investigate the paramagnetic—ferromagnetic phase diagram
of a FMKL by adopting the functional integral formalism with four auxiliary Bose fields
in analogy to [13, 14], which can provide a simple description of the competition between
magnetic ordering and the Kondo effect. The rest of the paper is organized as follows.
In section 2, we introduce the functional integral formalism of a FMKL and deduce the
effective Hamiltonian and its self-consistent mean-field (SCMF) equations in the static
saddle-point approximation. In section 3, we present a rather complete ground-state phase
diagram (GSPD) in the.—|J| plane atT" = 0 based on comparing the ground-state energies
(GSEs) of different phases. It also includes a detailed analysis of:thg/| curves for
arbitrary concentratiom.. In section 4, the bell-shapeti-—J| curves and their variation
with n. are carried out by solving the SCMF equationsTat- 0. Finally, we summarize
the main conclusions of this paper in section 5, where an attempt to compare our theoretical
results with experimental observations in HF ferromagnets is also included.

2. Theoretical model and related formulae of the ferromagnetic Kondo lattice

2.1. Kondo lattice model

In the KLM, there is a one f spin on each site of the lattice; it interacts with conduction
electrons through s—f exchange interaction. Usually, a periodic s—f exchange Hamiltonian

H = ZGkC‘Lackg —-J ZC};C,'/S(O'WS . Sl) (1)
ko iaf

is adopted to describe the KLM. Heré(< 0) is the strength of s—f exchange coupling,

S; is the f-spin operator of the rare-earth ion on the sjter,g are the elements of Pauli
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matrices,ey, is the band energy of conduction electrons, ab(;tcjg) creates a conduction
electron with spiro and wavevectok (or on the site).

In the spin% case, one can use the so-called pseudo-fermion representation for the
localized f spins:

S =33 flowfs 2
ap
provided that we work in the subspace such that
0= flfio=1 (i=1....N) ®3)

where N is the number of lattice sites. Physically, constraint (3) denotes that the number
of f electrons at each siteis strictly one. In terms of the pseudo-fermion representation
(2), we can rewrite the KL Hamiltonian (1) as

H = Zekcjmckg + %J Z[(Cijm + fizcii)z + (Czlfii + fiTTCiT)Z]
ko i
—fl;] Z{[(CJTC"T - C,Zcu) + (f,-TTfm - filfil)]z
_[(CJ-TCI'T - Cj-icu) - (f,-TTfm - fitfii)]z} (4)

WherefiL and f;, are the creation and annihilation operators, respectively, in the Wannier
representation for the localized f electrons. It is worth noting that in (4) the interaction
terms with pre-factor%] represent the processes of s—f hybridizations which favour the
Kondo effect, and the others, with pre-facte%J, are responsible for the magnetizations
of conduction and f electrons which describe the magnetic ordering effect. Therefore, the
expressions for interaction terms given in (4) are convenient for us to study the competition
between the two effects.

The partition function of the KL Hamiltonian (4) subject to the constrgintcan, using
the technique introduced by Read and Newns [15], be expressed in the form

in/B B di:
Z= f ' Tr(expl—BLH () — N1} (5)
—in/p H 2 g
with
H(A):H+in<2ﬁt,ﬁg—1> (6a)
and

No=> oo + Y 1 fio- (6b)
ko io

The advantage is that the trace (1) can still be calculated in whole Hilbert space, and
then the constraint will be imposed by the final integrations over alithga the standard
formula for a Kbnecker delta function.

2.2. Functional integral formalism

In the functional integral formalism, the partition function of the KLM is written as

in/B ) 8
Z=/_ Hﬁ;jl /DHCL%J‘,-ZJ%U eXp<—/0 dtﬁ(r)) @)

in/B "
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with
d d
_ T T
L(t) = kEU Co (O) g o () + Eia fio@ g fie @+ HO,T) = N, (8)

wherecy, () and fi,(r) are anticommutating Grassman variables. H&¢][, ci, ... is
the shorthand fof ., dc/_(7)....

The interaction term can be reformulated through introducing auxiliary Bose field with
the well known Stratonovich—Hubbard transformation

400
explaA?) = [%]1/2 dx exp[—(ax? 4+ 20 Ax)]. 9)

For the interaction terms of/ (1) expressed in equations (4)-(6), we can introduce
four auxiliary Bose fields: two ‘internal magnetic fieldsi;;(z) and m;(r), which are
responsible for the occurrence of magnetic ordering; a real Bosexfiglyl which describes

a fictitious s—f hybridization and gives the Kondo effect [8](r), which originates from

the parametei, of the constraint (3) and becomes an auxiliary Bose field now owing to
a gauge transformation given by Read and Newns [15]. The partition function (7) is then

written as
B
7 = /Dl—[ C}LGCI‘U fi];ﬁa)\iximismif eXp( — / dfﬁ(f)) (10)
io 0
where
d d
L) =D ey (1) g ko (D) + Z Jir(©) g fio (0) + Hegp (1) = N, (1)

ko
with the imaginary time-dependent effective Hamiltonian

Her(7) =Y enchcro + ZA;(T)(Z f fio — 1)
- ‘
x.J le (D ficio + Cly fio) + 37 me(n(ZoﬁLﬁg)
-3 Zm,fm(Zacmcm) —J sz(r) 3 mi(mmp(r) - (12)

which is similar to that proposed by Lacroix [14]. In the effective Hamiltonian (12), the
interaction terms containing four fermion operators in (4) have been linearized, but the
Bose fields are site and time dependent. On the basis of the above formulae, one can easily
study both magnetic ordering and the Kondo effect on the same footing by using a static
saddle-point approximation.

2.3. Static saddle-point approximation

The simplest approximation to equations (10)-(12) is the static approximation, which is to
neglect the time dependence of auxiliary Bose fields. For a FMKL system, we can also
make a uniform approximation to neglect the site dependence of the fields. Within these
approximations, the four auxiliary Bose fields are replaced by

xi(t) =x Ari(t) = Eo mig(T) = my mip(T) = my. (13)

Here the parameters, Eo, m; andm, are independent of imaginary time and sitei,
and their values are determined by a minimization of the free energy in the saddle-point
approximation.
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Substituting (13) into (12), one obtains a mean-field Hamiltonian of the renormalized
hybridization band problem ik-space as

Hyr = Hepp(x, Eg, mg, my)
= Z{(ekacliacka + Efo fro fro) + Jx(fli(,cka + C;E,Ufka)}
ko

—N(Jx*+ YImgmys + Eo) (14)
with

€po = € — %(f]mf (15)
and

E¢y = Eg+ %UJmS (16)

representing the renormalized energies of conduction and f electrons, respectively. Now
that Hy r (14) becomes quadratic in fermion operators, it can be diagonalized exactly. The
guasi-particle energy obtained is of the form

w0y = H(ewo + Epo) £/ (€rs — Ego)? + 4(J)2). (17)

According to the Green function (GF) theory, the density of states (DOS) for the
conduction electrons, denotef, (w), and the DOS for the f electrons, denotegd, (v),
in the MFA are

1
Pco (w) = 5[0(6‘) — €45)0(€ps — @) + 9(0) — €0 )0 (€40 — w)] (18)
J2x2
pro(@) = m[e(w — €40)0(€ps — @) + 0(w — €c5)0 (€40 — )] (19)

if the unperturbed DOS for conduction electrons takes the form
1
p9(w) = Spl@+ DD - (20)

wheref (w) is the step function an@ the half-width of the conduction band. Thg,, €.,
€.c andey, are the edges of hybridized bands with spinwhich are given by

€10 = %{—D +Efo — %Jmfa - \/[—D —Epe — %mfa]2 +4(Jx)?} (21a)

o = 3{D+ Efo — 3Jmso — \/[D — Epy — 3myo]?2 + 4(Jx)%} (21b)

€rw = %{—D +Epo — %Jmfo + \/[—D —Epe — %mfa]2 +4(Jx)?} (21c)

€do = %{D ~|— Efg —_ %Jme' + \/[D — Efﬂ — %I’)’lfO’]2 ~|— 4(Jx)2} (Zld)

Now, we can calculate the free enerfyin the static saddle-point approximation (MFA)
directly from the partition function of a free-electron gas without using the functional integral
representation foZ, the result is

F(my.mq.x, Eo) = B~ (In{1+ exp[-Bwy, — w]} + {1+ exp[-B(w;, — w])
ko

—N(Jx*+ 3Jmgmys + Eo). (22)



7946 Zheng-zhong Li et al

The values of the parameters;, m,, x and Eg can then be determined by the static
saddle-point equations for FMKL through minimizidgwith respect to those parameters:

+00 1
my = Za/ F(@)pro (@) do = = > ot feo)r (23)
o —00 ko
+00 1
my =Y (—0) /_ _f@re@lo=g kZ(—a><c,iackg>T (24)
oo Jxf(w)peo (@) 1 t
=X [ TRy D -
+o0 1
1= [ r@pp@do = YU folr =1y (26)
o —00 ko

where the GF method has been used. From equations (23)—(26), it is cleas, thatim

are the magnetizations of conduction and f electrons, respectively, representing the magnetic
order parameters of the system;is an order parameter describing the Kondo effeg;

is determined by the condition, = Za(f; fie)r = 1, which shows that the constraint

(3) is now satisfied in an average way. The chemical poteptjalvhich enters into the

Fermi distribution functionf (w) = {exp[8(w — )] + 1}7%, has to be obtained from the
conservation of the total electron number-n, per site. In cooperation with equation (26),

we have an additional equation for fixing the chemical potential:

+00
ne=y / (@) pes () doo. (27)

Equations (23)—(27) constitute a set of fundamental mean-field equations, which will be
used to determine the parameters my, x, Eg andu in a FMKL self-consistently.

3. Ground-state phase diagram

We now turn to construct the GSPD of the mean-field Hamiltonian (14) for arbitrary values
of the exchange coupling’|/ D and of the conduction band filling.. There are three types

of phase that can arise in the ground stateédgfr. They are a pure Kondo phase, a pure
ferromagnetic phase and the ferromagnetic—Kondo coexistent phase. The relative stabilities
of these phases will be obtained by comparing their GSEs. The GSE of the FMKL per unit
cell can be derived fronty,r at T = 0:

E, = Z /jt Wpeo (@) dw> — %nC(nc —-3D (25)

whereu is the chemical potential & = 0, i.e. the Fermi level. The origin of the GSE is
taken to be the energy of the paramagnetic phase withm, = m; = 0. The results are
as follows.

3.1. Pure Kondo phase

For the pure Kondo phase, we hamg = m; = 0. In this limiting case, the conduction
electron DOS reverts to its unperturbed form equation (20), and equation (19) for the f DOS
reduces to the simpler form

J2x2

m[e(w —€)0(ep —w) +0(w —€)b(eq —w)]  (29)

Pfo () =
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with the band edges

€0 = =D+ Eo— /(D + Eo)? + 4(Jx)?) (30a)
e = 3D + Eo— /(D — Eo)? + 4(Jx)?) (300)
€. = H=D+ Eo++/(D + Eo)? + 4(Jx)?) (30c)
ca =D + Eo+ (D — Eo)? + 4(Jx)?2). (30d)

The order parametery and GSEE can be easily obtained using the fundamental mean-
field equations (23)—(27) and equation (28) as

Ixg\o ncexp(—D/|J|)
( ) ) = [~ exp(—D/ /DI (1)
EK _ _ncD qu_D/"”) (32)

1—exp(=D/|J)

3.2. Pure ferromagnetic phase

For the pure ferromagnetic phase witty = 1 andx = 0, we find that the hybridized f
bands degenerate into f levels with an energy splittingJof:, between the spin-up and
spin-down levels, and the f DOS becomes a delta function:

pre =8(w — Eo+o|J|my/2). (33)

At the same time, there is no hybridization gap in conduction bands, but only a band splitting
of |J] exists between different spin directions. Its conduction electron DOS can be written
as

Peo (@) = (1/2D)0(w + D — o|J|/2)0(D + 5]J|/2 — w). (34)

The magnetization of the conduction electrons and the GSE are given by

{nc (n. < |J1/2D)
s = (35)
|J1/2D (n. > |J1/2D)
and
—3nc(|J|/D = n)D = Esps (n < |J1/2D)
M= ) (36)
—|J| /8D=ERFS (l’lc>|f|/2D)

We note that, fom. < |J|/2D, only the spin-down band is occupied by the conduction
electrons and the magnetization of conduction electrons approaches the saturation value
my = n., which is called the saturated ferromagnetic state (SFS) [10]. Otherwise, in the
case where:, > |J|/2D, both spin-up and spin-down bands are occupied partially, and we
then have the usual RFS.

3.3. Coexistent phase

We now discuss in detail the ferromagnetic—Kondo coexistent solutionsewittd, m; # 0
andmy # 0. Generally speaking, for & n. < 1 there are three cases corresponding to the
different positions of Fermi level in hybridization bands.
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(1) The Fermi level lies in lower hybridization bands for both spin projections.

(2) The Fermi level moves into the gap of spin-up bands but still lies in the lower
spin-down band with increasingd |/ D for fixed n..

(3) The Fermi level may enter the upper hybridization band for spin up and the lower
band for spin down in the same region|df/D as for case (2).

However, as shown in [11, 12], case (3) is believed to be energetically unfavourable for
0 < n. < 1. This has also been confirmed numerically by comparing its GSE with that of
case (2). Therefore, we shall abandon case (3) and deal only with the coexistent solutions
of the first two cases in the following discussion.

3.3.1. Case (Ve,s < 1 < €p,- Here,e,, ande,, are the edges of lower hybridization
bands for spino given by equations (Z) and (2b). In this case the following exact
formulae for the order parameters are derived:

J1 —n2J
m? = T2 (37a)
Jv— 2N
J1—n2.J2
2 c
_ 37b
s = 1T (370)
Ixc\o (A ned2)? — (my + mgJp)?
=J 37c
( D ) ! (1— J1Jp)2 (37¢)

by solving T = 0 mean-field equations (23)—(27) self-consistently. The dimensionless
parameterg/, Ji and J, introduced in equation (37) are found to be

J1

2 2

= - = 38a
14 1— bt ) YMRs (382)

171\ 171\
Ji=— ) -1l 1+ —— 38b
! (20) 2\t 5p (380)
2D

which are independent of the concentratignin accordance with [10]. As a result, we

find that with increase inJ|/D the magnetizatiom:, for a fixed n. is reduced by the
enhancement of the Kondo effect, and the system enters into the pure Kondo state as shown
in curve (1) of figure 1(a). So, we call it the moment-reduced state (MRS). The phase
boundary between the MRS and the pure Kondo state can easily be obtained as

ne =+/J1/J» (39)
by settingm,; = m; = 0 in equation (37).

3.3.2. Case (2)g,y, < u < €y andeyy < u < €. Since the Fermi level in this case lies
in the gap region of spin-up electrons, i.e. the lower spin-up bands for both conduction and
f electrons are fully occupied, the following relation can be established:

Ny + ey = 1. (40)

From the mean-field equations (23), (24) and (27), we also have the relatior=
ngy —ngp,mg = ne, —ney andngy +npy = 1. With these relations, we find that the
total magnetization

my=my—ms;=1—n. (41)
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Figure 1. (a) The f-electron magnetizatioms; versus|J/|/D atn. = 0.5, where curves 1 and

2 denote the two cases of ferromagnetic—Kondo coexistent states. (b) The absolute values of the
GSEs|E,| for the pure Kondo state (curve K), the RFS (curve RFS) and the coexistent states
of case 1 and 2 (curves C(1) and C(2)) vary with/D atn. = 0.5. Here, the solid curves are

the stable ground states, and the broken curves represent the energetically unfavourable states.

is independent ofJ|/D and takes the saturation value-k.. On the other hand, if we set
my = ym; as in case (1), we can obtain the analytical expressions: forn, andx. as

my = A—n)/A—y) (422)

mg=y1L—n)/1-7y) (420)

(ch‘)Z: 1(1+ncj2)2_(mf+ms-,2)2 (420)
D (1 — J1Jo)?

wherex, satisfies the same form of expression as equation)(®ut the parameterg, J;
and J, must be determined by the following new relations:

_(1/2D)YA — Jido) — A1+ Jp)
T 1t k- (J12D)A— Iy VO (433)
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Figure 2. (a) The dependence ai; on |J|/D for variousn.. (b) The dependence af, on
|J|/D for variousn,.

-]1_2 ”cy_l

R LA 430

JZ ne+vy -2 ( )
2D

J1Jo = exp <—|J|> . (43c)

Obviously, the dimensionless parametersJ/; and J>, nhow become functions of both,

and |J|/D, distinguishing themselves from case (1). The magnetization of f electrons as

a function of|J|/D for a fixedn,. has also been plotted in curve (2) of figure 1(a), where

my is determined by equation (4P and found to be approximately a linear function of
|J/1/D which is different from the SFS witm; = 1 andm, = n.. Meanwhile, the total
magnetizatiorvn, for a fixed n. shows a plateau (see figure 2(b) below) and takes the
saturation valuen, = 1 — n. similar to the SFS. Therefore, the coexistent solution shown

in equation (42) behaves like quasi-saturation, and we can name it the quasi-saturated state

(QSS).
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The analytical expression of the GSE for the above two cases is obtained from
equation (28) as

1+n.b m2 1
E.=—|n. 1)+ %D+ Zmy(Ep, — E 44
: |:n (1_J112 >+ 2] +2m( Fl F1) (44)

where Ery and Er, denote the energy levels which correspond to the upper occupation
limits of spin-up and spin-down electrons, respectively. Here, we ve= Er, = u
for case (1) (MRS), but tak&r; = €5+ and Erp, = p in case (2) (QSS).

3.4. Ground-state phase diagram

So far, we have obtained the possible solutions of all cases for a FMKL. In order to get
the stable GSPD, we should further compare their GSEs by using equations (32), (36) and
(44). The GSEs of the pure Kondo state, the RFS and the ferromagnetic—Kondo coexistent
state of cases (1) and (2) far = 0.5 are sketched in figure 1(b), where the solid curves
represent the stable ground states after comparing their energies. We find that on decrease
in |J]/D the system changes gradually from the Kondo state with= 0 to the coexistent
states (MRS and QSS) withy < 1, and finally it jumps to the RFS with, = 1 (see
figure 1(a)), which means that there exists a first-order transition between the QSS and RFS.
The f-electron magnetizatiom, and the total magnetizatiom, versus|J|/D for
different values of the concentration are given in figures 2(a) and 2(b), respectively.
With these results and after comparing their GSEs, we obtainithé—. phase diagram
atT = 0 K as figure 3, that is the GSPD. The GSPD contains five states, i.e. the pure
Kondo state, the MRS, the QSS, the SFS, and the usual RFS. The phase boundary between
the Kondo and the MRS state is determined by equation (39), the boundary between the
MRS and the QSS byurs = yoss, the boundary between the QSS and the RFS by
E.ossy = Errs and the boundaries between the SFS and the RFS, QSS and MRS are given
by n. = |J1/2D, n. = ypss andn. = ymgs, respectively. Furthermore, one can easily find
from figure 3 that the changes in the ground state on increagg|iD at a fixedn, are
as follows. For high concentratioris. > 0.15), the ground state goes consecutively from
RFS— QSS— MRS — Kondo state as mentioned above, while for the low concentrations
(n. < 0.15), the SFS occurs instead of the QSS, and the ground state of the system then
changes according to the following way: RFS SFS— MRS — Kondo state. These
indicate that the system evolves gradually into the Kondo phase with incregging,
which is one aspect of the competition between the Kondo and ferromagnetic phases. On
the other hand, the results that the—| J|/ D andm,—|J|/ D curves move down with increase
in n., as in figures 2(a) and 2(b), show us another aspect of the competitions due to the
enhancement of Kondo screening as the concentratiai conduction electrons increases.

4. Te—|J|/D phase diagram

For a comprehensive understanding of the competition effects, in this section we shall extend
our discussion on the phase diagram of a FMKL to finite temperatures. We shall first derive a
formula which determines the Curie temperatilireof the ferromagnetic—Kondo coexistent
phase, and then the dependencelefon |J|/D for differentn. is calculated by solving

the T > 0 mean-field equations (23)—(27) self-consistently.
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Figure 3. Zero-temperature phase diagram of the FMKL model: curve 1, Kondo phase; curve 2,
coexistent ferromagnetic phase; curve 3, pure ferromagnetic phase.

4.1. Tc equation of the coexistent phase

The Curie temperaturelc here represents the transition temperature between the
ferromagnetic—-Kondo coexistent phase and the pure Kondo phase. It is determined by
the conditionsn; = m, = 0 andx # 0. In the region neaf: wherem, andm, approach

zero, one can expand the band edges shown in equation (21) only to first orderaind

my. To this order of accuracy,

€ao Zea+U(|J|u+/4)mf+U(|J|”—/4)ms (45&)

€o =€y — o ([ J|v_/Bms — o (|J|vy/Bm; (450)

€o =€ —o(|Jlu_/Bmy — o (| uy/Hm; (45¢)

€io = €4+ o (|Jvy/Bmy + o (| |v_/B)my (45d)

where
D+ Eg

= 469

“7 /(D + Eo)? 1 4(Jx)? e

v D-Eo +1. (46h)

/(D= Ep)2+4(Jx)?
Heree,, €, €. ande; are the band edges of the Kondo phase which have been given in
equation (30). Substituting equations (45) and (46) into the mean-field equations (23) and
(24), we obtain the following linear equations af; andm, for temperatures just below
Tc:

my = amys + Py (47a)

ms = Emys + nmg. (470)
The T¢ equation of the ferromagnetic—Kondo coexistent phase is then found to be

1-a)A—1n) = p& (48)
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with
IR fle) fle) f(e) [l
= 2D <(ed —E2 " T (€= Eo2 T (- E02 T (eq— Eo)2u+) (4%9)
b 12 2 ( f(ea) PACY flep) flea) )
(es — Eo)? '~ (Gc—Eo);( : T e —Eo2 " (ea— Eo2
€4 w
_2|J|</ / )(w FoAE do (4%)
1
= E[f(ea)m + flep)v- — fleu_ — f(eq)v4] (49c)
1
= E[f(ea)u_ + flep)vy — fleuyr — feg)v_] (49d)

where f(w), f(€,), ... and f(e;) are the Fermi distributions & = T¢.

To find the dependence @i on |J|/D at a fixedn., we have to perform numerical
calculations of equations (48) and (49), in which the quantities, and . must be obtained
self-consistently from the following mean-field equationsat T¢:

-7 2(/ / )(wji(ago>2 do =1 (5%2)
—(/ +/ )f(w)dw (500)
. |J|x</ / ) g, 500

In a similar way, the transition temperatummy of the pure ferromagnetic phase can
also be derived from the mean-field equations with the use of equations (33) and (34) as
the f DOS and conduction electron DOS, respectively. The result takes the usual form

kpTrxky = |J12/8D = |Egps| (51)

which is equal to the absolute value of GSE in the RFS. In order to clarify the competition
between ferromagnetic order and the Kondo effect in the coexistent phase, we still have to
introduce the Kondo temperatuf® . As an energy scalez Tk is usually defined by the
difference between the GSEs of the pure Kondo phase and the paramagnetic phase with
x = 0 [15]. Thus we have

kgTx =ncDexp(—D/1J])/[1 —exp(—D/|JD] = |Ek]| (52)
which is just the absolute value @y in equation (32).

4.2. Tc—|J|/ D phase diagram for different,

Our theoreticall—|J|/ D curve for a fixed concentratiom. = 0.2 is shown in figure 4(a),
whereTrgxy andTk are also sketched. Itis clear that figure 4(a) contains the basic informa-
tion of Doniach’s bell-shaped phase diagram. In the weak-coupling region Whegg >

Tk, the variation inT with |J|/D coincides with that of z ¢ xy Which is proportional to/?,

and the system stays in the RKKY ferromagnetic phase. In the intermediate-coupling region
whereTy increases rapidly with increasingd|/D, it approaches and even goes beyond the
value of Trgky. In this case the competition between the Kondo effect and ferromagnetic
order comes into force, which makes the system change from the RKKY ferromagnetic
phase to the coexistent phase. As a result, the incremeR¢ @fith increasing|J|/D is
lowered andl- arrives at a maximum whefix >~ Trk xy, Which reflects the behaviour of
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Figure 4. (a) The Curie temperaturg: of the ferromagnetic-Kondo coexistent phase versus
|J|/D atn. = 0.2, whereTggky is the Curie temperature of the RKKY ferromagnetic phase
and Tk is the Kondo temperature. (b) THe—|J|/D curves for various values of..

the QSS. With further increasing coupliri; becomes a decreasing function &f/ D when
Tx > Trx gy, Where the coexistent MRS comes into being because of suppression of ferro-
magnetic order by the Kondo effect as mentioned above in section 3. In the strong-coupling
region whereTx > Trixky, Tc drops rapidly, and finally the system moves into the non-
magnetic Kondo phase. Therefore, the schematically bell-shaped phase diagram proposed
by Doniach [7] is reproduced from a 3D FMKL model using the functional integral method.
The numerical results of thE-—|J|/D curves for different concentratioms have also
been obtained and are shown in figure 4(b), which can give us further information about the
phase diagram in th&-—|J| plane. Note that thd-—|J|/D curve in the intermediate-
coupling region moves downwards increasingly with increasing Physically, the
enhancement of the Kondo screening with increase in the conduction electron concentrations
is responsible for this interesting result. The corresponding resiiltal0 has already been
obtained in figure 2(b), where the,—|J|/D curve also shown a downturn behaviourias
increases, for the same reason. Both the results are of use for the HF ferromagnets.
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5. Conclusions and discussion

Now we conclude this paper with some discussion, attempting to compare our theoretical
results with the experiments on HF ferromagnets. We have presented a SCMF theory
to investigate the phase diagram of a FMKL model by adopting the functional integral
formalism with four auxiliary Bose fields. In this formalism both the Kondo effect and
ferromagnetic order can be studied on the same footing. The ferromagnetic—paramagnetic
(Kondo) phase diagrams including the ferromagnetic—Kondo coexistent ph@se atand

T > 0 have been obtained. The main results which are useful for qualitatively explaining
the experiments are as follows.

(1) For a fixed concentration., the dependence of the Curie temperatiireon the
exchange-coupling strengtli|/ D given in figure 4(a) behaves according to the bell-shaped
phase diagram proposed by Doniach [7], which is thought to be a universal phase diagram
of the HF magnets [5].

(2) As shown in figure 4(b), the bell-shap&d—|J|/D curve shifts downwards with
increasing conduction electron concentration

(3) The total magnetizatiom, versus|J|/D also shows a consecutive downturn with
increase im,, as sketched in figure 2(b).

All in all, the magnetic properties of a FMKL system are determined by héthD
and n., which are controlled experimentally by chemical substitution and the application
of pressure. The application of pressure is known to increase the valug /@) in Ce
compounds [16]. However, there are at least two cases for chemical substitution in HF
ferromagnets, e.g. in the ternary Ce compound GBRh The first case is the change in
|71/ D at afixed value of. in the CeRB(B1_,Si,)» series by substituting Si for B to expand
the lattice, and the expansion of the lattice would be expected to decrease the magnitude of
|J|/D [5,17]. Note that the coupling/| in CeRhB; is proportional th|§f, whereVy; is
the strength of f—d hybridization between the f electrons of Ce and the conduction electrons
from the 4d band of Rh [17]. Obviously, Si substitution does not change the conduction
electron concentration. of the 4d electrons in Rh, and the only change is the suppression of
|J|/D due to the cell-volume expansion by doping with Si in CeRh[5]. The second case
is concerned with the substitution of Ru for Rh in the(Rle,_,Ru,)3B, series, where the
increase in the concentration of the 4d conduction electrons has been observed directly
by XPS measurements, but the cell volume remains unchanged upon doping of Ru [5, 18].
Thus we have the case of increasimgwith a fixed value oflJ|/D in the Ru substitution
system.

We now compare our theoretical results with the experiments on §B2Ris follows.

(1) As pointed out by Cornelius and Schilling [5], the results for both pressure
measurements on Cefy and Si substitution experiments are in good agreement with
each other. Both data roughly follow a bell-shapgg-|J|/D curve which resembles
the schematic phase diagram presented by Doniach. It is seen to be in reasonably good
agreement with our theoretical curve Gf—|J|/D for a fixed value ofa,.

(2) For Ru substitution in the @Rh_,Ru,)3B, series, one can find thdt. drops
vertically at a fixed value ofJ| with increasing doping concentration from the data
collected in [5]. We caution that this can be considered as the second case of chemical
substitution mentioned above. In this case the Curie temper@tuied the system has to
go downwards along the vertical line with a fixef] owing to the enhancement of Kondo
screening as:. increases. Therefore, the results for(Rl_,Ru,)3B>, which had been
considered as an exception to Doniach’s phase diagram in [5], can now be explained by
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the theoretical results given in figure 4(b). In fact, it is an extension of Doniach’s phase
diagram (i.e. thef'—|J|/D curve) to cases with variable..

(3) The saturation moment of the G4, Ru,)3B> system shows a similar downward
behaviour with increasing. [5], which is also in qualitative agreement with the results
shown in figure 2(b), where tha,—|J|/D curve shifts downwards as the concentration
increases. The results of both (2) and (3) can be explained by the competition between the
Kondo effect and ferromagnetic order, which have been given in sections 3.4 and 4.2.

It is perhaps interesting to compare our results with the previous theoretical works [8, 9].
Because of neglect of the competition between the pure Kondo and the pure ferromagnetic
states, it was impossible to obtain the ferromagnetic—Kondo coexistent solutions in [8, 9].
After taking this point into account, we obtained a rather complete phase diagram. Apart
from the pure Kondo state and pure RFS, it also includes the coexistent states, namely the
MRS and the QSS, which play important roles in the finite-temperature properties of the
system.

Finally, we would like to mention that, although the above discussion is valid only in the
framework of the SCMF approximation, we have succeeded in reproducing the schematic
phase diagram proposed by Doniach and also in obtaining its extended version for the cases
with variablen. from a 3D FMKL model. These are of practical use for qualitatively
explaining the experimental observations in HF magnets.
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