PHYSICAL REVIEW B VOLUME 2,

NUMBER 7

1 OCTOBER 1970

Inelastic Neutron Scattering from Itinerant Electron
Antiferromagnets: Theory*

S. H. Liu
Institute for Atomic Reseavch and Department of Physics, lowa State University, Ames, Iowa 50010
(Received 11 May 1970)

Inelastic neutron scattering cross section for a simple model of itinerant electron antiferro-
magnets is calculated in both the ordered and the disordered temperature regions. The de-
pairing effect due to impurity and phonon scattering is taken into account in terms of a phenom-
enological electron level width. It is found that at low temperatures, where the electron life-
time is long, the neutrons interact with spin waves as described by earlier theories. As the
temperature is raised, the spin-wave lines broaden continuously with very slight change of
velocity. Near, but below the Néel temperature, the energy gap vanishes, and the spin-wave
lines become ill-defined peaks having a flat top centered at the magnetic reciprocal-lattice
point. Finally, above the Néel temperature, the excitations are the well-known paramagnons.
The Stoner type of mode is found to be extremely broadened even at low temperatures (T =0.5Ty),
so that they are not observable by means of neutrons. The electron mass enhancement due
to magnon and paramagnon interactions is also discussed.

I. INTRODUCTION

Chromium and some chromium-rich alloys are
found to be antiferromagnetically ordered at low
enough temperatures but possess no localized mag-
netic moment above the ordering temperature. ="
These are classified as itinerant electron antiferro-
magnets because the magnetic ordering comes about
as a condensed quantum state of the conduction
electrons (spin-density-wave state) very similar
to the superconducting state in metals. *~7 Con-
sequently, one expects the collective excitations
in these metals to be quite different in nature from
the spin waves in Heisenberg-type antiferromagnets.
The most powerful method to use in studying these
excitations is the inelastic neutron scattering tech-
nique, and experimental results for CrMn alloys
have been reported by Als-Nielsen and Dietrich'®
and by Sinha ef al. '® In this paper we follow up Ref.
19 and report the details of our theoretical study
on this subject.

The fact that the ordered state of chromium is
a static spin-density wave of the conduction elec-
trons was first recognized by Overhauser. *® Lomer!®
pointed out that the spin-density-wave state should
be energetically more stable than the paramagnetic
state because the Fermi-surface structure of
chromium allows different pieces of flat surfaces
to nest into each other. A mathematical model
utilizing the nesting of Fermi surfaces was worked
out by Fedders and Martin. ! In this model one
assumes two parabolic bands, one for electrons
and one for holes. The Fermi surfaces of these
bands are identical spheres which nest into each
other at every point. As a result of the exchange

)

interaction between the electrons, the electrons of
one band move coherently with the holes in the
other band and form a condensed state with long-
range order. An energy gap develops at the Fermi
level, and the thermodynamic and magnetic proper-
ties of the system are expressible in terms of the
energy gap. Thus, the gap may be regarded as an
order parameter. A number of subsequent papers
deal with more realistic energy-band and Fermi-
surface models. 1>~1¢ Zittartz'” showed that the
coherent motion of the electron-hole pair can be
broken up by scattering with phonons or impurities.
In fact, when the scattering is sufficiently strong,
the energy gap may disappear even though the
system is still in the ordered state. Therefore, a
realistic theory must distinguish between the energy
gap and the order parameter, a situation analogous
to the theory of gapless superconductivity. 202!

The collective excitations of the spin-density-
wave state have been discussed by Fedders and
Martin!! on the basis of a two-band model and by
Sokoloff!® in terms of the Hubbard model. The
purpose of this work is to carry out the spin-wave
calculation at finite temperatures and to include
the scattering effects. We use the diagrammatic
technique to evaluate a double-time nonlocal sus-
ceptibility function for the electron gas and then
relate this function to the neutron cross section.
The method is very similar to that for calculating
the transport coefficients of superconductors, 2°-%7
except that we must generalize the calculation to
include the wave-vector dependence. One should be
able to use this method to calculate the nonlocal
response functions for superconductors as well.
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II. MODEL

We choose to work with a one-dimensional energy-
band model as shown in Fig. 1. We assume that
there are two straight bands for electrons and holes
and that the band energy depends only on the z com-
ponent of the wave vector, i.e.,

ElE =v , kzl
for electrons, and

Eg=2u-v|k,-3g| (2.1)
for holes, where p is the Fermi energy and g is
the length of the reciprocal-lattice vector ¢ in the
z direction. The bands are cut off somewhere in
the x, y directions. The entire band structure re-
peats itself in the z direction with the periodicity
g, and the wave vector of the spin-density wave is
15, Although this model is very simple, it israther
close to reality because the nesting portions of the
Fermi surface in chromium are very flat and the
separation between the surfaces is nearly one-half
the reciprocal-lattice vector. Adding a few percent
of manganese makes the magnetic structure com-
mensurate with the lattice structure, and the mag-
netic periodicity is exactly as described by our
model.

The Hamiltonian of the system is taken as

H=Hy+H,+H,,

where
st A T
Hy= ,Z (B iclisciis+EsiCisCais)
ks
which is the band energy of the electrons,
1 1. -
H1=%V..Z, C1iksC1,k-3,sC2k’,-sC2,k’ +d,-s
kk‘qs

which is the exchange energy between the elec-
trons, and

_ t. ik-k)-R;
Hz—uZ ....Z‘ CnksCnEk’s€ !
i nkk's

(2.2)

which is the scattering interaction. The exchange
interaction is truncated to allow only the terms
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One-dimensional band model for the suscep-
tibility calculations.
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which are relevant to the antiferromagnetic cou-
pling, i.e., the repulsive interaction between elec-
trons with opposite spins in different bands. The
scattering is from a random set of fixed impurities,
although, in the end, the scattering lifetime will
be treated as a temperature-dependent quantity in
order to include also the phonon scattering. The
assumption of elastic scattering makes it possible
to sum up certain diagrams in a straightforward
manner.

We define a two-component spinor operator

C:lis
bis= ' , (2.3
N (Cz,h u/m,-s> )
and a 2X 2 Green’s function
Gia(rs) = T ()0} (0)) (2.4)
where
Vs (1) = TN Yo @ TRN"H)
S ’
(2.5)
N=2 chcus
nks

which is the number of particle operator, 7 is the
imaginary time, and T is the imaginary time-or-
dering operator. The symmetry between up and
down spin implies that Gj4(7) is independent of the
spin. The Fourier transform of G(7) is defined by

Gi(n=(1/8) 23,G(k, v)e™r, (2.6)
where v;= (2] +1)7/B, B=1/kgT, and ! is an integer.
In the absence of scattering we can write down the
zeroth-order Green’s function

30 (1 a_ [ €-in A

(GO, v)] -( R —6;—1'1/;)’ (2.7)
where

€i=Egg-b=v(|k,] - kp) , (2.8)

and %5 is the Fermi wave vector defined by vkp
= . A self-energy correction due to the exchange
interaction is ignored because this term should be
regarded as a part of the band energy. The energy
gap 2A is given by
A=V2iC1isClis asora,-s) - (2.9)

The expectation values on the right-hand side of
Eq. (2.9) may be related to the off-diagonal ele-
ments of the Green’s function. One then obtains an
integral equation for A, and this reproduces the
Fedders-Martin theory.

When the scattering interaction is included, we
find in general, with a proper choice of the phase
of A,
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G(i;, Vl) F(E, Vl)

Gl v)=( . N ., (2.10)
F&,v,) -Gk -v)
where the relationship between G and G? is
Gr=(¢M1t-2% (2.11)

and T is the self-energy due to scattering. Fol-
lowing the work of Abrikosov and Gor’kov® and
Zittartz!” we write the self-energy as

i(ﬁ, Vz)=nilul22;: G‘(ﬁ’, Vz), (2'12)

where n; is the density of scatterers. Then, the
matrix £ has the form
Zik, ) Zak, vp)

. . (2.13)
ok, v) - Zik, —vy)

(&, v,) =
If we define two new functions Z and A,

21(1.{’, IJ;) =iV;[Z(V1) - 1] ’
(2.14)

Zg(ﬁ, Vl) =A-A (V;) Z(Vz) ’
then we can solve Eq. (2.12) and find
Z(Vl)=1+1"/2E, s

A(v)=4[1+T/E,] , (2.15)

1 € +iy;
Z(v,) V?+€E+A2(V,) ’

G, v,)

1 Z(y,)
Z(v,) V,?+<_§ +A%(y,)

F(E’ Vl) =

where
gk = E/Z(VI) ’

E,=[2 +R%()]% (2.16)

I'=2mn;|u|*N(0) ,

n; is the density of scatterers, and N(0) is the
density of states for one band and one spin at the
Fermi level. The value of N(0) depends on the
cutoff wave vectors of the energy bands, in x,y
directions. However, there is no need to specify
these cutoff wave vectors because we will use
N(0) as a parameter in the theory. The quantity

I' is the width of the electron level. The self-con-
sistent equation for the order parameter has the
form

A=NO)V(r/B)2 ,[AW)/E,] ,

or equivalently

1=N(O)V(7/B)27,1/(E,+T) . (2.17)
To solve this equation one must analytically con-
tinue the equation into the real frequency domain
and solve the resulting integral equation numeri-
cally as done in Ref. 21. If we set v;=-iw +0"
and define

A(—idw +0%) = 84 (w) +i8z(w)

then 24,(0) is the energy gap of the system. The
condition for gaplessness is I'2 A.

In our numerical analysis, we choose I" as a
function of the temperature

T=Ty+aT , (2.18)

where I'y="7.8 meV is the line broadening due to
impurity scattering as estimated from the residual
resistivity and a =0.13 meV/K is the temperature
coefficient for the phonon scattering broadening as
estimated from the McMillan formula. 2® This
formula for I should be reliable for high temper-
atures, but is not valid below the Debye tempera-
ture, where I'(T) should obey a higher power law.
In this study we are interested only in the behavior
of the material at room temperature and above.
The quantity N(0)V=0.43 is chosen to fit the ob-
served Néel temperature of 515 K for an alloy con-
taining 2% Mn, and the Fermi level p is taken as

1 eV. The results of solving the gap equation are
plotted in Fig. 2, where the order parameter A,
the half-gap A,(0), and the electron level width T’
are shown as functions of the temperature. The
magnetic moment per ion is proportional to the
order parameter. The linear drop of A at lowtem-
peratures results from the assumed linear tem-
perature dependence of I'. If we use a higher power
law for I' we would get a more gradual drop of the
order parameter with increasing temperature. The

250 T T T T T T
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FIG. 2. Order parameter, energy gap, and electron
linewidth for the model of CrMn alloy.
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energy gap at low temperatures is calculated to
be 310 meV compared with the measured value of

370 meV for a comparable alloy. 2® The discrepancy

may be partly due to the crude assumption of I'(7)
and partly due to the band model, because imper-
fect nesting of the real Fermi surfaces always in-
creases the ratio 24,(0)/%;Ty. ** The energy gap
disappears at about 35 K below the Néel tempera-
ture.

III. CALCULATION OF THE SUSCEPTIBILITY FUNCTION

The differential scattering cross section of

neutrons by a magnetic system is of the form?3!

dz I o )
(de(Zu) @2 (Das=duds) Y?Lﬁ(gmi (3.1)

where J and w are, respectively, the momentum
and energy transfer from the neutron to the elec-
tron gas (#=1), B=1/k5zT, and we have omitted
factors which are slowly varying in the neighbor-
hood of the magnetic reciprocal-lattice point. For
an electron gas the susceptibility function X 4(d, w)
has the form 223!

XaB(q_.’ w) = Xaa(qy (U,,)l Wy = - iw+ 0+ ’

12 2 f (19}, (1)0"

Ks k's’

XaB q’ w )
XV (1)}, (000U 1. 5,4(0)
(8.2)

where ¢® (¢ =1, 2, 3) are Pauli spin matrices, w,
=27n/B, and n is an integer.

In the Hartree-Fock approximation, we contract
the electron operators in pairs and obtain

XA, wp) = - 5 2.2 oG, kv,)

ijor k1

x 05,G,i&+d, v, +0,), (3.3)

where G ;; are components of the matrix G. Because

of the exchange and scattering interactions, we
must make two sets of corrections to this result.

Consider first the scattering from impurities.
By examining the structure of the Hartree-Fock
term, we may infer that, after the scattering cor-
rection is made, we should get

22 %G ,08 . (3.4)

X0 (q, w,)=- 43 Z 2
ijpr

Then the matrix @ must satisfy the equation

aji,pr(q, Wn, V) = (Bji,pr(a’ Wy V1) +72; |u | 2

>eiw,,-rd7_ ,

X Zt: (Bji,st(a> Wy, Vt)ast.pr(a, Wy, Vz) , (3~ 5)
s

where

(Bii,pr(q, Wy, Vl) :ZEGjp(_];, Vz)Gri(E“’a, V; +w,,) . (3- 6)

Equation (3. 5) is diagrammatically represented in
Fig. 3. The matrix @ is solved by a simple inver-
sion.

It can be verified that, after considering the
translational and spin symmetries,

a; by cp 4,

~ b, a, d, c

®= "t " 3.
¢, d; a; b ’ 3.7

d ¢, b, a

where the rows and columns of the matrix are
labeled by the pairs of indices 11, 22, 12, 21, and
the matrix elements

a,=Z§G(E, V,)G(gﬂi, vitw,)
by=2 ; Fl, v)Fk+d, v,+w,)

c,:Z;c(iE, u,)F(EHI, vi+w,) (3.8)
d,:ZgF(E, V,)G(l:+(i, v +w,)
The matrix g is found to be
- pl 51 77; gz
a_l & p: & m
= 3.9
Mmoot P & ’ (3.9)
& M & oy
where
__a;xbytc,xd,
p’ig’in’igl—l—n,ﬂulz(a,ib,ic,id,) ’
(3.10)

There must be an even number of minus signs in
Eq. (8.10).

Now we consider the exchange interaction whose
basic diagram is shown in Fig. 4. We want to
emphasize that only electrons with opposite spins
are coupled by the interaction. Hence, of all the
possible terms of x\%, only those involving a spin

flip are enhanced. These terms are

i — —p j P j —op
= + M
[— —r i r i—-?'— r
= = e 2 e =
Giji,pr Bii,pr o onjlul szi Bjist Gstpr

FIG. 3. Diagrams for scattering correction to the
unenhanced susceptibility function.
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FIG. 4. Basic diagram for
exchange interaction.

X0, w,)=x0@, w,) =~ 1/B)2,p, . (3.11)

The ladder diagrams for X, _ are shown in Fig. 5.
We denote

Xl(qr wn)=X+-(q9 wn)= Z .[(;B < TCkI - ‘(T)Ci!(T)
Kk’ +Qy

X c;,,(O)c;,,\;,.(O)} etndr |

8 (3.12)
Xe(q, w,) =2 fo (Tel. ()epi(n)
Kk’ +q
X €4n(0)Cprpg,(0)Y e “n"dr .
Without the exchange interaction, we find
) (= -
X0 w) ==1/B)Z p
1 \d, Wy 1P (3.13)

xé“’@ w,) = ‘(I/B)Zz £,

Then we can sum the diagrams in Fig. 5 by solving
the equations

Xp=Xx{" + OV +x Vxe

Ko = X + X3 Vg + X{® Vxs (3.14)
From these we find

1 {0 4 x O = 30
72 (1 VT TV - x§°’)) ’
(3.15)

where

Z( a,tb,+c,xd;

1
(0, (0 _ _ 2
X1 xXp = 28 1—ni!u{2(a,i:b,+6‘zidt)

1

n a,+b;,-c,;¥d,;
1-n;|u|%a,2b,~c,#d,) ) ' (3.16)

Thus, the susceptibility function that is needed for
computing the neutron cross section is completely
determined.

As mentioned earlier, the susceptibility function

X2z is not enhanced in our calculation. This apparent
violation of rotational symmetry arises from the
assumed form of H;. If we assume a rotationally
invariant exchange of the form §-5, we would have
to enhance the zz component of the susceptibility
by summing a set of bubble diagrams.

We now return to Eq. (3.8) and evaluate the sums
over k. To excite spin waves the neutron wave
vector § must be close to the magnetic wave vector
;g.* We define Q=§ - 1¢ and denote the z component
of Q simply by @. The condition |Q |<<ky is valid

S. H.
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in the actual experiment; so, if K is in the electron
band, E+§ must be in the hole band and vice versa.
Hence, in the expression for @¢;, we may put €3
=vlk,| - b and €g,3=1 ~v |k, +@Q| in the Green’s
functions. For k,>0, we have €g=vk, — U, €i,3
=—€z—vQ. Then, the contribution to a, is

1N(0) [* dezG K, v) GE +d, v +w,)

We replace the limits by +« and close the contour
above the real axis. The integration over €; yields

_T v (18 1
VO [<1+E, ) (1+E,. )—in TE,+E,.+T

AT —
E, E, )ivQ+E,+E; . +T

where v;.=v;+w, and E,.= [v?,+8%(y,;.) /2. For the
part 2,<0, we have €3=—vk,— U, €3,;=—€z+0Q.
The contribution to «; is given by a similar expres-
sion except for a change of sign of . Therefore,

a,=-31NO)1+v,v,/E,E;)F(Q, v w,) ,
(3.17)
where

F@Q, v, w,)=1/(vQ+E,+E,.+T)+c.c. (3.18)

In a similar manner we find

bl:%ﬂ'N(O)[Z(Vz)K (Vz')/Ethl]F(Qy 147 wn) s
Cx‘—‘i‘é"ﬂ'N(O)[VzZ (Vz')/ElEt']F(Q: 147 wn) )
(3.19)
d, = i%ﬂN(O)[K (Vl)yl '/EIEI']F(Q’ Vi, w,,) .
In the next step we convert all the quantities in
Eq. (8.15) into the real frequency domain. As

shown by Ambegaokar and Tewordt?® the unenhanced
susceptibilities have the spectral representations

t * t oot t t
4:@:; l l"t ¢ 4
t ‘

‘v f=

-?

4 4 4
- B

+ By v
¢ = vt 3 }
e (e
v t + v

+ 12 4
B
v 4 !

Diagrams for exchange enhancement
calculation.

FIG. 5.
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B *(w;, wz)

- - dw
XI(.O)(qywn)iXéo)(q’ (0,,) Z“/’_——J— f‘i;‘%z' (

We write Eq. (3.16) in a condensed form as

X$2(q, w) £ x5 (q, W) ==(1/B 2P, (vy, v, +w,) ,
1
(3.21)

then the spectral densities A, and B, are related to
P, by

= A (wg, W) =P (= iwy +0% ~iw,+0% = P(=iw,+0%,
—iwy+07) = P(~iw,+07, —iw,+0%)
+P(-iw,;+07, —iw,+0),
B (wy, w3) = 0. (3.22)

It follows after summing over [ that

dw dw w w
KO £ 0 = f 1 [ 2 A (w0 )u{f ai)a{(w;) ’
n

where f(w) is the Fermi distribution function. Now
we put in iw,=w +¢0" and find the imaginary parts
of the unenhanced susceptibility functions to be

1@, w) = Im[x{”(q, @) £ xs”(q, w)]

=_f A0y 0) [f@) - fl@,+@)] -
(8.23)

The real parts may be obtained from the dispersion
relation

Re [X;(q, ) + x5, w)]

© - ’
:1J' L@ w]) 4
u - w -w

The above integral can be made to converge much
faster by making a subtraction

R,(d, w)=

- - 2 I - ’ ,
RGw=RG 0 -5 7 ey au
0 (3. 24)
where
Ri(q’ 0)= - (I/B)Zl P*(Vl, Vl) (3. 25)

When the sum is converted to an integral, we find
R, 0)=(G/2n) [~ [P
-P(~iw+0,

{=iw+0%, —iw+0%

—iw +07)] tanh3Bw dw .

(3. 26)
Finally, the expressions

X1 £ X:” = R(G, ) +i1.(d, ©)

Y s 3 +
(wy=iv)(wy—iv, —iw,) (v

) _ (3.20)

1= i) (W, — wy+iw,)

i

are put into Eq. (3.15) to compute the enhanced
susceptibility. In the actual calculation, the steps
from Eq. (3.21) on are carried out on a computer.

For the paramagnetic phase we can find the
expression for the susceptibility function from Eq.
(3. 16) by putting A(y)=0. This gives

1
azz—TTN(O) (in+1Vllr+[Vz+wn—l T +C.C. )
(3.27)

for v;(v,;+w,)>0, and a,=0 otherwise. Similarly
we have b;=c,=d,;=0. The subsequent steps of the
calculation are entirely parallel to those for the
ordered phase.

It is interesting to examine the structure of the
susceptibility function in the antiferromagnetic as
well as the paramagnetic phase. One can easily
show that, in the antiferromagnetic phase,

1-V(x{® - x{™=0 (3.28)

at @ =0 and w =0, and that this condition is equiv-
alent to the gap equation [Eq. (2.17)]. For a
small but finite @, Eq. (3. 28) can be satisfied by
a small complex w. In other words, the enhanced
susceptibility has a complex pole, and this pole
defines the spin-wave mode with wave vector Q.
So the stability of the antiferromagnetic state and
the elementary excitations of the system are both
determined by the second term on the right-hand
side of Eq. (3.15). Sokoloff!® pointed out that, in
absence of scattering, the first term has a pole
at @ =0 and w=2A. This is a Stoner-type mode
directly across the energy gap. It will be shown
in Sec. IV that this mode is very strongly damped,
so that it is probably unobservable. In the para-
magnetic phase we have x{ =0, so the two terms
become equal. The temperature at which the en-
hanced paramagnetic susceptibility diverges for
Q=0, w=0 is the Néel temperature of the system.

IV. RESULTS OF NUMERICAL ANALYSIS

We have calculated the imaginary part of the
enhanced susceptibility for the model defined in
Sec. II in the antiferromagnetic phase at 300, 400,
and 500 K, and in the paramagnetic phase at 530 and
600 K. The results are plotted in Figs. 6-10,
where in the line-shape plots, the susceptibility
function is normalized by the unenhanced static
susceptibility X, at T=0. (X, is a constant whose
value depends on the material.) Aside from a boson
distribution factor, the curves represent the in-
elastic neutron cross section for constant energy
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FIG. 6. Magnon line shapes at a low temperature.

scans with infinitely sharp resolution. As is clearly
seen in Figs. 6 and 7, there are well-defined mag-
non peaks at w ~v@ at 300 and 400 K. So the mag-
non velocity is very close to the band velocity,
except that the temperature and scattering cause

a downward shift of the order 5-10%. The magnon
lines remain well defined until the magnon energy
reaches the gap energy 24,(0), and thereafter they
broaden very rapidly as shown in Fig. 8. This is
easy to understand because below the gap energy
the magnons decay due to electronic viscosity, but
above the gap energy they decay by electron-hole

T=400K

2x103 i
Tw =20 meV

o
x

X

3

e

x 103

E

(o]
HvQ IN meV
FIG. 7. Magnon line shapes at an intermediate

temperature.
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pair production. At 500 K, which is 15 K below the
Néel temperature, the lines have a flat top centered
around @ =0, i.e., the magnetic reciprocal-lattice
point (Fig. 9). In Fig. 10 we show the line shape

at 530 K, 15 K above the Néel temperature. The
lines are now peaked at @ =0, and represent short-
ranged short-lived excitations called paramag-
nons. 343 The lines at 600 K are very similar but
much broader. Thus, the transition from magnons
to paramagnons takes place gradually over a range

T =500K

2x10% - (Ty -15K) _

Im X (Q,w)/ Xo
OM

| |
o 50 100
TivQ IN meV

FIG. 9. Magnon line shapes just below the Néel
temperature.
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FIG. 10. Paramagnon line shapes just above the
Néel temperature.

of temperature around Ty. For example, with re-
alistic momentum resolution one can not experi-
mentally detect the difference in line shapes at
500 and 530 K.

At low energies and temperatures the unenhanced
susceptibility is well approximated by

Rex?(Q, w) =Rex (0, 0) - a"*(w? - c?Q?) ,
Imx (@, w)=7r'w ,

where @', ¥/, and ¢ are constants. It is more con-
venient to work with the quantity Vx‘?(Q, w) be-
cause it is dimensionless. We define

a:(\fV)a', y=W ;

then o and y have the dimension of inverse energy.

Thus, the enhanced susceptibility has the imagi-
nary part

Imx(Q, w) = vw/{V[aet(w? - c?Q?%+2w?]} . (4.1)

It is found that the theoretical line shapes at 300
K for the model described in Sec. II can be closely
fitted by @ =2.13%x1073(meV)~1,7=1.36x107° (meV)~},
and ¢ =0. 96y, with v as an adjustable parameter.
This formula resembles very closely the result
derived from the Heisenberg model except for the
broadening. ** The magnon linewidth at 300 K is
¥/a?=3 meV. Since this value is very small com-
pared to the instrumental resolution, it is a good
approximation to treat the line shape as a 6 function
as we did in Ref. 19. Therefore, the intrinsic line-
width of the magnons does not affect our analysis
of magnon velocity at room temperature.

The line shapes at 400 K can be fitted individually
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by Lorentzian functions, but the fitting parameters
depend on the energy. The lines at 500 K cannot
be fitted by any simple formula.

The present theory predicts that the damping rate
of very long-wavelength magnons is finite. This
conclusion is in disagreement with the predictions
of the hydrodynamic theory of spin waves, which
predicts a damping rate proportional to the square
of the wave vector.% However, the hydrodynamic
theory is developed for a uniform spin system
where the magnon damping arises entirely from
magnon-magnon interactions. The system consid-
ered in this paper is inherently nonuniform because
of the impurity and phonon scatterings, and the
magnon damping mechanism is also totally differ-
ent. Therefore, there is no real conflict between
the two theories.

Above Ty we find

2(1-¢) bro
NO)V? [e+a?(w?+ Q¥ P+ b%w? (4.2)

where € =1n(T/Ty), and a, b are functions of scat-
tering and temperature. ® At 530 K, we find €
=0.029, a=2.73x10"3(meV)~!, and b=4.25%10"°
(meV)~!, for the model of Sec. II.

For fixed neutron energy transfer w, the inte-
grated intensity of the neutron line is

Toc (1 —e™®) ! J_: Imy(Q, w)dQ. (4.3)
The integral can be estimated by using Eqs. (4.1)

Imx(Q, w)=

or (4.2). The result is
- p-Bw)-1 _17_ 1
I o (1 e ) ca Re -\/(szz — i'yw) (4. 4)
for T< Ty, and
2m(1—¢€) 1
_ p-Bwy-1
Lo (1-e™) vaN(0)V lm V(€ + a®w? — ibw)
(4.5)
for T>Ty. If we take the line for w=20 meV, we
find

1(530 K)/I1(300 K)=0.6.

This shows that when the temperature is increased
from the antiferromagnetic region to the paramag-
netic region, the neutron line merely broadens with
very little loss of intensity.

For a fixed momentum transfer @, the differen-
tial neutron cross section is given by

do Imy(Q, w)
EUI*]{_—g‘:ﬁw—dw. (4.8)

In the paramagnetic phase, the integration may be
carried out for small @ with the result

do KT

PN D @7
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Since € (T = Ty)/Ty, it follows that Eq. (4.7) is
of the same form as that derived from the Heisen-
berg model in the quasistatic approximation, 3
However, the analogy with the Heisenberg model

breaks down when one studies the dynamical effects.

For example, Eq. (4. 2) is totally different from

the result of the spin-diffusion theory.3® There-
fore, the paramagnon mode is a different dynamical
phenomenon from spin diffusion. It is also very
easy to find the first and second moments of the
neutron line in the paramagnetic phase:

(w)=0, (w2 =€/aP+ Q2

where €/a? T - Ty. For the Heisenberg model the

first moment is nonvanishing, and there exists no
second-moment formula in the vicinity of the crit-
ical temperature.

As was mentioned in Sec. III, there exists in
itinerant electron antiferromagnets a Stoner-type
mode, i.e., excitations directly across the energy
gap. However, when the gap is broadened by scat-
tering, this mode becomes strongly damped. We
show in Fig. 11 the quantity lmy(Q, w) for w near
the gap energy at 300, 400, and 500 K. The curves
diverge sharply at low energies as a result of the
slightly diffused magnetic Bragg peak. The Stoner
mode gives rise to a peak at w =280 meV at 300 K,
very close to 24,(0)=300 meV. At 400K, the
Stoner peak is at 190 meV, which is closer to 2A
=240 meV than the gap energy 24,(0)=55 meV. At
500 K, where the gap disappears altogether, the
Stoner peak also disappears. However, a compar-
ison of the vertical scale of Fig. 11 with those of
Figs. 6, 7, and 9 makes it clear that the Stoner
mode is too weak to be detectable by neutron dif-
fraction,

In Sec. V, we will compare these calculated line
shapes with the experimental results for CrMn al-

H. LIU 2

loys. The Fermi surfaces of these metals resem-
ble two cubes, so they may nest into each other at
a vertex after a translation along a (1, 0, 0) axis.
The Fermi velocities of the two surfaces are along
(1,1,1) directions. Thus, if a magnon is excited
along (1,0,0), the band velocity that enters into
the theory should be the component of the Fermi
velocity in this direction, i.e., v=vz/v3. That
the magnon velocity is close to vz/v3 also holds
for the Fedders-Martin model. ! In reality, the
band velocity is further modified by mass enhance-
ment effects due to electron-phonon and electron-
magnon interactions. The latter interaction is dis-
cussed in Sec. V.

V. ELECTRON MASS ENHANCEMENT BY MAGNON
AND PARAMAGNON INTERACTION

The electron mass enhancement due to electron-
magnon and electron-paramagnon interactions in
ferromagnetic systems has been discussed by many
authors, 32:33:37=%9 We will show here that this in-
teraction also leads to a small mass shift in itin-
erant electron antiferromagnets. The self-energy
diagram for the itinerant system is shown in Fig.
12. In mathematical terms we have

Sk, v)=iv? [ [d®qdw/(27)1x(@, w)Gk-q, v=-m).
(5.1)
To obtain a first estimate of the effect, we calcu-
late the integral under some simplifying approxi-
mations. We use the spherical Fedders-Martin
model for the electron bands, and the spin-wave

propagator

x(@, w)=[4a%/NO)V?]/(w? - 2P , (5.2)

as found from the collisionless model. The elec-
tron propagator is, in real-frequency representa-
tion,

- €,+V - A
Gk, V)”?;EE__VZ’ F(k, V)~E§+Az_ya ’

where €, is measured from the Fermi level. Sub-
stituting these into Eq. (5. 1) and integrating over
w, we obtain

A% d%q 1 €pg 1
Zults V1=50) | @ < [<1+Ek_q > V=E4q-cq

X(q,w)
@ FIG. 12. Self-energy
v i v diagram due to paramagnon
- l | interactions.
Z(ky)= ;‘:———-‘
G(k-qv-w)
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1Sk 1
( Ek-q> V+Ek-q+ cq ’ (5.3)

where E=(€2+A%)!/2, We write this result as

A2 1 € 1
S e (o P

€ 1
+(1-E)m}”€m <,

where

J
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3
Fle,, e'):f _(221.17%—3 5(e —€,.,) 6(€' = cq).

For small ¢, we find
. €pq=€p— VpgCosh .,

Then the integrations in F can be easily carried
out. Thus,

F(e,, e'):# u[l —<~€—:—€;-L>a] s

s€
where s= vy/c, and u(x) is the unit step function

which vanishes for negative values of x. After in-
tegrating over €’ we find

v+ E = 2A

AZ 2As €
Zull, g2, (175

where we assume a spin-wave cutoff energy of 2A.
Near the Fermi energy we may expand

Y 9Z1;
Zn(k, V): Eu(kF, 0)+€k <-8€k )+ V( 3€k )0 ’

where the first term gives rise to a shift of the
Fermi energy, and the other terms lead to a mass
correction

oo (5] ()]

The derivatives are quite easy to evaluate. The
results are

3211 _ A2 [ 2 .
( 4 )o T4rN(O)vpc? L s?-1 In(4s®-3)
(B8]
\/-3 23_\/—3 y
(5.6)

) _ Az 2 ,
<a€k>0_ T4rNO)vpc? sT-1 In(4s%-3).

(5.5)

In the following, we estimate the size of the mass
correction. The density of states of Cr is*® 0.09
electrons/a.u. Ry=30x10* electrons/erg cm®.
About half of these states will go into the condensed
state, so the effective density of states per spin
per band is N(0)=4 x 10® per erg cm®. We use the
experimental values A=200 meV, ¢=1.3%10" cm/
sec, and the calculated v,=5.1%10" cm/sec for
paramagnetic Cr (with phonon enhancement in-
cluded). Then we find A2/47N(0)vc®=0. 07 and
s=3.9. These values lead to m™*/m=1.2, or that
there is a 204 mass enhancement in the antiferro-

v—E-le—€,l/s

€
+ <I_E>ln

] . 6.4)

v+E=le—¢€,l/s

magnetic state. This would give a theoretical spin-
wave velocity

c(theory) = (vp/V3)(m/m*)=2.5 % 10" cm/sec,

which is almost a factor of 2 too high compared
with the measured value. The discrepancy is prob-
ably due to subtle band effects not accounted for in
this simple model. *!

In the paramagnetic phase, we use Eq. (4. 2) for
X. A similar calculation leads to

1-¢€ azvquznax
taEN s ™ (1+ € ) ’

*
m
= =1
m

where ¢.,., is the cutoff wave vector for paramag-
nons. It is reasonable to take a?v%¢%,,~€. To-
gether with v=v/V3, we find

m*/m=1.14.

So the effective Fermi velocity which determines
paramagnon line shape is

vp(theory) = vp(m/m*)=4.5 % 10" cm/sec.

This is in reasonable agreement with the measured
value of 3.8 X107 cm/sec.
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