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Abstract. We study the collective excitation spectrum of/a= 3 site-disordered Anderson—
Hubbard model at half-filling, via a random-phase approximation (RPA) about broken-symmetry,
inhomogeneous unrestricted Hartree—Fock (UHF) ground states. We focus in particular on the
density and character of low-frequency collective excitations in the transverse spin channel. In
the absence of disorder, these are found to be spin-wave-like for all but very weak interaction
strengths, extending down to zero frequency and separated from a Stoner-like band, to which
there is a gap. With disorder present, a prominent spin-wave-like band is found to persist
over a wide region of the disorder—interaction phase plane in which the mean-field ground
state is a disordered antiferromagnet, despite the closure of the UHF single-particle gap. Site
resolution of the RPA excitations leads to a microscopic rationalization of the evolution of the
spectrum with disorder and interaction strength, and enables the observed localization properties
to be interpreted in terms of the fraction of strong local moments and their site-differential
distribution.

1. Introduction

Central to the understanding of any system with long-ranged order is a description of its
collective excitations. If the Hamiltonian has a continuous symmetry which is broken in the
ground state, their spectrum is gapless (as implied by the existence of Goldstone modes)
and they dominate low-temperature thermodynamic properties.

One of the most familiar examples of such a system is the Heisenberg model, whose
collective excitations are pure spin waves. Wkh= % antiferromagnetic (AF) nearest-
neighbour interactions and on a bipartite lattice, the ground state of the Hamiltonian has
long-ranged magnetic order in three dimensiadnfl]. While no exact solution exists for
d > 1, a successful and longstanding approach to the ground state and collective excitations
of the model is given by linear spin-wave theory (LSW) [2], in which particle—hole pairs
created out of the Bkl mean-field ground state are treated as bosons. The theory becomes
exact in the limitd — oo, and ¥d corrections can be systematically incorporated [3, 4];
but even ford = 2, LSW estimates for the sublattice magnetization, spin-wave velocity and
ground-state energy are in good agreement with quantum Monte Carlo calculations (QMC)
(see e.g. reference [3] for a comprehensive review).

It is well known that the AF Heisenberg model represents the strong-coupling limit
of the half-filled Hubbard model [5]. At finite interaction strengtbls the mean-field
ground state remains theéll state (albeit with self-consistently determined local moment
magnitudes) and gives a qualitatively sound description of the true ground statexf@r
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The collective excitation spectrum is however considerably more complex than that of the
Heisenberg model, since its low-frequency spin-wave excitations are mixed with incoherent,
Stoner-like processes, leading t@X¥) particle-hole excitations in contrast to thespin
waves which alone survive in the strong-coupling limit.

The generalization of LSW to finite interaction strengths is given by the random-
phase approximation (RPA) about the fully unrestricted Hartree—Fock (UHF) saddle point.
Although naively thought of as a weak-coupling theory, it reduces precisely to LSW in the
strong-coupling limit, an observation which has led a number of authors to conclude it to
be a sound way of probing the collective excitations of the Hubbard model over a wide
range of interaction strengths: for example, such an approach has been successfully used
to investigate the transverse spin excitation spectrum of the Hubbard model bath=far
[6] and ford = 2 (see e.g. references [7-9]).

In the present work we consider initially the collective excitation spectrum of the
Hubbard model on a simple cubic lattice. This is shown to possess two distinct bands
for all interaction strength&/: a low-energy spin-wave-like band corresponding primarily
to orientational fluctuations of the local moments, extending down to zero frequency and
containing two Goldstone modes; and an upper band of Stoner-like excitations, to which
there is a gap due to Fermi-surface nesting in the corresponding single-particle spectrum [10].
The latter involve a significant degree of charge-transfer character (site double occupancy)
and are projected out in the large-imit, leaving solely the low-frequency excitations,
which become the pure spin waves of the Heisenberg model. It is found that, despite
mixing between the two bands at finité, the low-frequency excitations retain a strong
degree of spin-wave character down to weak interaction strengths.

A problem about which very little is known, even at a qualitative level, is the effect
of disorder on the collective excitation spectrum. In a disordered system, the collective
excitations are governed by the interplay of a number of complex processes, including
strong correlations of particle—hole pairs, Anderson localization of the underlying single-
particle states, and the non-trivial statistics associated with the distributions of local charges
and magnetic moments arising from inhomogeneity in the site environments.

Even at the mean-field level of UHF, the combined effects of disorder and electron
interactions in leading to strongly inhomogeneous ground states yield rich behaviour, as
shown by a recent study of the zero-temperature UHF phase diagram of a site-disordered
Anderson—Hubbard model [11] (AHM). Further, at RPA level, these ground states in turn
give rise to strongly inhomogeneous magnetic response properties [12, 13]. In particular,
disorder is found to lead to a significant enhancement in local static susceptibilities over
those in the pure system, this enhancement being strongly site differential.

The behaviour of static and dynamic susceptibilities in both the spin and charge channels
ultimately reflects the character and distribution of collective excitations about the ground
state. The observed site-differential enhancements mentioned above naturally raise questions
both of how disorder affects the excitation spectra of the model and of the spatial distribution
and localization characteristics of the excitations. In addition, the stability of the long-ranged
order present in the mean-field ground state towards zero-point spin fluctuations, and the
low-temperature properties of the model, are also governed by the RPA excitations.

We here investigate the RPA spectrum ola= 3 Anderson—-Hubbard model with
Gaussian site disorder, throughout the disorder—interaction phase plane. In section 2, we
discuss generic properties of the model and describe the procedure for calculating and
characterizing the collective excitation spectrum at RPA level. After a brief discussion of
the pure Hubbard model in section 3, we focus in section 4 on the AHM, concentrating on
the distribution, character and localization properties of the low-frequency excitations, with
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particular emphasis on the existence or otherwise of a spin-wave-like band in the transverse
excitation spectrum at finite disorder. We conclude in section 5 with a discussion of the
extent to which a recently developed mapping of the excitations of the Hubbard model
[14, 15] onto those of an effective spin model can be applied to the disordered system.

2. Collective excitation spectrum at the RPA level

The Hamiltonian we consider is given by

H = Zéinw —t Z C;r”ng + %U Znig}’li,(f (21)

i,0 (ij),o i,o

wheret is the hopping matrix element/ is the (repulsive) on-site Coulomb interaction
and the(ij) sum is over nearest-neighbour sites od & 3 simple cubic lattice. The site
energies{¢;} are drawn randomly from a common Gaussian distribugén) of variance
A? which, together with equation (2.1), specifies the Anderson—Hubbard model considered
here; and we focus exclusively on half-filling. Making a spin-rotationally invariant UHF
approximation to the interaction term in equation (2.1) allows the Hamiltonian to be
expressed a#l = Hy + H; with

Hy = Zéiﬂm —t (; ci,cj(T +U Z{%ﬁini —25;- S} (2.2)
i,o ij),o t

wheresS; is a spin% operator and the overbar denotes an expectation over the UHF ground
state. The zero-temperature phase diagraiiyah the (A /¢, U/r) plane has been discussed
extensively in reference [11]; aspects of this study necessary for the present work will be
summarized briefly in section 4.1. Here we note that, while a rich variety of phases arise,
all mean-field magnetic ground states are found to be Ising-like (i.e. fully collinear local
moments, withS;, = 0= §;, for all sitesi), with St = 3", §;, = 0. Collective excitations

about these ground states, obtained via the RPA, then decouple into two sets [12]: for
frequenciesw > 0 there existN?/2 spin excitations transverse to the local moment

axis, andN?/2 longitudinal spin and charge excitations. In the non-disordesgtt & 0)
Hubbard model there is a gap to longitudinal spin excitations fot/atl [12], reflecting the
presence of a gap in the single-particle density of states (DoS). By contrast the transverse
excitation spectrum is gapless (as reflected by the presence of Goldstone modes). With
disorder present, the dominant low-energy collective excitations are again found in the
transverse spin channel. We thus focus here on the transverse spin spectrum, since it
is these excitations which govern measured susceptibilities (the existence of a spin-flop
transition implying that only transverse excitations are in practice probed [13]), and which
are dominant in determining low-temperature thermodynamic properties.

2.1. Determination of the transverse excitation spectrum

The equations of motion for the RPA particle—hole excitations are straightforwardly derived
(see e.g. reference [16]). However, solution of these equations requires diagonalization of a
2N? x 2N? non-Hermitian matrix, a procedure limited to impractically small system sizes.
An alternative—and viable—procedure is to exploit the fact that, because the interaction
term H; contains only on-site terms, expressions for the RPA dynamic susceptibilities
(derived either diagrammatically or via linear response theory [12]) involve only matrices
of order N. Specifically, the transverse spin susceptibility

X (@) = / dr € (OIT (S} (1)S] }O)pa (2:3)
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is given by
X @) = X @ [1-U% @] (2.4)

where theN x N matrix °x~*(w) is the corresponding UHF transverse susceptibility
obtained by replacingD)rpa by |0)unr in equation (2.3). This is in turn given explicitly by

AigrAjgrAdiplAj Aig|Aj | AiprAj
i@ = 3 { iatdjat dip L djp) iarl ja diptdjpt } 2.5)

a>F=p EaT—Em—a)—in Ea¢—Eﬂ¢+a)—in

Here F is the Fermi level;y = 0+ and the{E,,} are the UHF single-particle energies,
with eigenvectorgW,,) = Y. dieo |¢is) €Xpanded in a site basis (and which are pure spin
orbitals for Ising-like UHF solutions [11]). We add in passing that the Fermi energy is
pinned atEp = %U for all disorder strength® > 0, since the familiar particle—hole
symmetry characteristic of the non-disordered limit is preserved fonal 0 with the
symmetric Gaussiag(e¢) [11].

Equation (2.5) is just the Lehmann representation for the retarded polarization propagator
appropriate to the UHF ground state, with poles at the Stoner excitation energies. When
o does not coincide with a pole, this real symmetric matrix is diagonalized by an
orthogonal matrixV(w) with eigenvaluegi, (w)}. Most importantly, as is evident from
equation (2.4), this transformation also diagonalige$ (w) with corresponding eigenvalues
Ay (w)/[1 = Uk, (w)], namely

Ay (@
X (@) = Zmlghwy (26)
RPA transverse collective excitations correspond to dhgoles of x~(w), which thus
occur at 1- Ui, (w) = 0, i.e. whenever an eigenvalue B¢+ (w) crosses LU. Further,
since Xij‘(w) = Xjf(—w), a knowledge of the (positive and negative) polesxoft ()
alone is sufficient to determine the full transverse spin excitation spectrum.

Two final points concerning the polgs () should be made before proceeding. First,
the broken symmetry of any magnetic UHF state implies the presence of a zero-frequency
Goldstone mode in botly™" and x*~, ensuring that the transverse excitation spectrum
is gapless. Second, the-poles occur correctly on the real axis only if the UHF ground
state is fully stable against particle—hole excitations (see e.g. reference [17]). An eigenstate
of Hp which is not a true minimum on the UHF total energy surface leads to imaginary-
excitations which carry the system away from the saddle point, rendering it unstable. In this
regard, and even when the mean-fistdutionsare Ising-like, use of a fully unrestricted and
spin-rotationally invariant Hartree—Fock approximation is an essential prerequisite, since it
ensures that the mean-field states are minima.

In studying collective excitations at RPA level, a pole searchyort (w) (equations
(2.4) and (2.5)) is powerful, since it allows study of much larger system sizes than direct
solution of the RPA equations. We now outline this procedure. From equation (2.5),
Ox~*(w) itself has poles at the UHF excitation energies but, in the intervals between the
poles, the eigenvalueg., (w)} of Ox~*(w) are continuous functions ab. For a given
disorder realization, we thus determine the excitation spectrum as follows.

(i) Solution of the UHF problem yields the UHF excitation energies and hence the
intervals over which the eigenvalugs(w) are finite.

(i) Diagonalization of%~*(w) for » at the beginning and the end of each interval
yields the number of eigenvalues which have crossdd-+and hence the number of RPA
poles—in each interval.

(i) Finer resolution may then be obtained using, for example, a bisection technique.
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2.2. Character of the transverse excitations

Important information concerning the character of a given excitation of frequepaan
be obtained from the eigenvector coefficie(s, (w))}.

In the strong-coupling limit//t — oo, the resultant AF Heisenberg model contais
transverse particle—hole excitations, corresponding to linear combinations of solely on-site
spin flips. These are just the familiar pure spin waves. At fiitg, off-site spin-flip
excitations also contribute to the transverse spectrum, such that while there is spin—charge
separation (in the sense that the transverse spin and longitudinal/charge channels decouple
[12]), the transverse excitations themselves possess some charge-transfer character. It is
particularly instructive to evaluate the on-site spin-flip (or spin-wave) contribution to a
given excitation, as is now considered.

The Lehmann representation for the diagonal elements of the RPA susceptibility is given
generally by

_ 1(018;|n)]? 1(018;"|n)|2
ot = ‘ ! 2.7
Xii (@) Zc‘:no—w—in+5no+w—ifl @)

where|0) and|n) are RPA ground and excited states @hglare the RPA excitation energies.
From equation (2.6)x;; " (w) is expressible in terms of the eigenvalues and eigenvectors of
O H(w):

Ao (@)
1-Ury(w)’
To compare equations (2.7) and (2.8), we analytically continue equation (2.8) by making
the replacement, (w) — A, (@ + is), wheres is an infinitesimal. Consider any particular
pole, w,, of equation (2.8), such that, (w,) = 1/U. For frequencies >~ w,, x;; " (w) is
dominated by ther = y term and is given to leading order by

Xi (@) =) Vi) (2.8)

Xii (@ = 0p) = [0y, @y — @ —15)’ (2.9)
Comparison of equations (2.9) and (2.7) implies

sgr(?ﬂf)ég} = sgnw,) (2.10)
and I

Sgn(s) = sgnw,) (2.10)

(in order that the poles gf~"(w) occur in the correct half-plane), together with the central
result that, for the given pole,

1017 1m)I? V2 () (2.11)

T U2[0hy /00,
wherep = —sgnw,). Further, since the eigenvector coefficie(¥s, (w)} are by construct
normalized, the sum rule
1
oS’ ImP= ——— 2.12

2 MO = G, (232
follows. That this sum is not unity simply reflects the fact that, at fibife, RPA transverse
spin excitations have finite weight outside the on-site spin-flip subspace, i.e. matrix elements
of the form (O|lech|n) with i # j are non-zero; for example, it may be shown that the
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general RPA normalization expressed in a site basis impliesE)gt(0|chjT|n)|2 =1

for RPA excitations corresponding to positivepoles. Only in the strong-coupling limit
U/t — oo are these off-site excitations effectively projected out of the transverse spin
spectrum.

The interpretation of the eigenvectd®, (w)} is therefore clear: from equations (2.11)
and (2.12) the set of coefficien{d;, (w,)} corresponding to a particular, (w,) = 1/U
describe the spatial distribution of the on-site spin-flip component of the collective excitation,
while the prefactoi2 (w,) = 1/(U2|8)Ly/8a)|wp) gives the weight of the RPA excitation in
the subspace of on-site spin flips. Excitations witliw,) ~ 1 are predominantly spin
waves, while those witlf2(w,) <« 1 have significant off-site ‘charge-transfer’ character.
(Note that, to generalize to a disordered system, we use the term ‘spin wave’ to denote any
excitation withQ ~ 1, regardless of itg-resolution.)

The above interpretation may also be exploited to define an inverse participation ratio
(IPR) for the collective excitations, in analogy to the familiar IPR employed in the study
of localization of single-particle states [18], via

L(wp) = Y _ Vi (@p). (2.13)
Using equation (2.12), this may be expressed as

2
L(wp) = [0S ) / (Z |<0|Sf|n>|2> p=—Sgnw,). (2.14)

L(wp) is on the order of the inverse of the number of sites overlapped by the excitation
at w,: for an excitation receiving uniform contributions from sites, L(w) ~ 1/m. In

the thermodynamic limitL (w) is thus zero for a delocalized excitation and non-zero for a
localized excitation. For a finite-sized systdin> 0 necessarily, requiring the estimation

of a threshold IPR, appropriate to a given system size. While for the single-particle
excitations of the (non-interacting) Anderson model, such a threshold IPR can be addressed
via finite-size scaling [19], we have no information on tkiescaling of L(w) in the present
system. In section 4, however, we argue that a qualitative understanding of the localization
characteristics of transverse spin excitations may nonetheless be obtained.

3. Excitation spectrum of the pure Hubbard model

Before discussing the effects of disorder on the transverse excitation spectrum of the
Anderson—Hubbard model, we first consider briefly the important non-disordered limit. In
this case, for all//¢ > 0, the UHF single-particle spectrum(E) = % Y wo S(E—E4) has

a band gap of magnitud€|u|, with || the self-consistent UHF local moment magnitude,
and in which lies the Fermi levety = %U [10]. Consequently, the pure UHF particle—
hole excitation spectrum consists of a single Stoner band beginniag=atU ||, with

a maximum atw ~ U. The full RPA spectrum of collective transverse spin excitations
consists, by contrast, of two distinct components (we congiderO throughout, since the
spectrum is symmetric im). First, there is a low-frequency band containing precigély
excitations of predominantly spin-wave character (discussed below), and extending down to
o = 0 as implied by the presence of the Goldstone modes fav 4l > 0. Second, there

is a high-frequency band containing//2)(N — 2) Stoner-like excitations, which closely
resembles the corresponding pure UHF transverse spin spectrum: it begins &tju|—

the gap in the UHF single-particle spectrum—and has maximum spectral density-far.

This Stoner-like band is effectively eliminated &8s— oo. For all U/t > 0, however, it
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may be shown to be separated from the top of the low-frequency band by a spectral gap,
i.e. there is a persistent separation of scales between the low-energy spin-wave-like band and
higher-energy Stoner-like excitations. For this reason we focus exclusively on the low-
component of the spectrum.

30

0.0 02 0.4 0.6

Figure 1. Density of low-frequency RPA excitationSy (w) for the pure Hubbard model with
U/t = 20 (solid line), compared to the linear spin-wave spectrum of the pure AF Heisenberg
model with nearest-neighbour = 4:2/U (dashed line).

The prescription of section 2, reformulated in a two-sublattice basis [7] appropriate to
the half-filled, non-disordered model, allows the RPA spectrum to be determined; in practice
we find that a lattice of 32¢-points (corresponding t& = 32 768) is required to give a
sufficiently dense spectrum. Figure 1 shows the resultant density of the Ideahsverse
spin excitations, given by

Nr@)=N"1 Y §-w) (3.1)
W) <Wmax
wherewmax is the frequency of thé&/th excitation, for large couplingy /¢t = 20. Also shown
is the corresponding spectrum for the AF Heisenberg model with solely nearest-neighbour
(NN) J = 4:2/U, given by Ni®W(w) = N7t )" 8(w — g) with [2]

wg = £37,/1— 2 (3.2)

wherey, = %Zgzl cogg.a) anda is the lattice constant. The spectrum of low-frequency
transverse spin excitations of the Hubbard model thus closely resembles that of the NN
Heisenberg model at large/r —as expected, since @&/t — oo the former maps exactly

onto the latter— although as seen there is a not inappreciable quantitative difference even
for U/t = 20.

Less predictably, this qualitative similarity persists down to weak coupling. However,
as U/t is decreased, the energy scale for low-frequency RPA excitations rapidly deviates
from that of the NN Heisenberg model with = 4:?/U. Figure 2 shows the effects of
gradually decreasin@//¢r down to U/t = 2. Initially, the spin-wave band is pushed to
higher energy, consistent with the strengthening of NN exchange couplings and reflecting
also the increasing importance of beyond-nearest-neighbour couplings as shown in a recent
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1

Figure 2. Density of theN lowest-frequency RPA excitation87 (w) for the pure Hubbard
model for increasing interaction strengthig/: = 2 (a), 3 (b), 4 (c), 6 (d), 8 (e), 12 (f), 20 (g).

paper [14]. Below//t ~ 5, however, this band starts to migratddwer energies, reflecting
an increasing repulsion with the approaching Stoner-like band.

Table 1. Spin-wave character of low-RPA excitations for the non-disordered and disordered
Hubbard models. FoA/r = 0, © = Q(wmax); 2 is the average of2(w) over the lowestV
excitations.

A/t =0 A/t =3.0 U/t =12

U/t Q U/t Q A/t Q

1.0 0.02 30 0.05 0.0 1.00
20 0.39 45 020 15 1.00
3.0 071 6.0 033 3.0 0.98
4.0 0.86 9.0 075 45 0.89
>5.0 1.00 120 098 6.0 0.88

To investigate quantitatively the spin-wave character of the excitations, we calculate
Q(wp) = 1/(U2|8A/8w|wp) for w, < wmax. The lowest excitation is of course the Goldstone
mode corresponding to a global spin rotation, and is a pure spin wave féf/alt> 0:

Q(w, = 0) = 1. Since excitations at the upper edge of the spin-wave-like band are
naturally most strongly influenced by the encroaching Stoner-like band, it is found that
Q(wp) > Q(wmay for all w, < wmax. The first column of table 1 thus shows the
(U/r)-dependence of2(wmax). From this it is seen that fot//r > 3 the excitations

are predominantly spin waves—in fact for/r = 5 they are in essence pure spin waves,

Q = 1—commensurate with a significant gap between the spin-wave and Stoner-like bands.
For U/t < 2-3, this gap diminishes rapidly and there is a substantial loss of spin-wave
character for excitations withh >~ wmax. NoOnetheless, as is evident from the above, the
low-energy transverse spin excitations of the Hubbard model remain predominantly spin
waves for all but the lowedt//t.
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4. The Anderson—-Hubbard model

Before considering the effects of disorder on the RPA spectrum, we first briefly outline

relevant properties of the inhomogeneous UHF ground state, since it is particle—hole
excitations out of this state which form the basis for the RPA collective modes; a full

account of the mean-field phase diagram is given in reference [11].

4.1. Mean-field ground state

On the introduction of disorder, UHF solutions remain Ising-like, witff = 0. Three
distinct magnetic phases are found: disordered paramagnetic (P), antiferromagnetic (AF)
and spin-glass-like (SG) phases. Both metallic (M) and insulating (I) phases also occur,
with the dominant metal—insulator transition (MIT) M gapless |, driven by Anderson
localization of single-particle states at the Fermi enefgy—= %U. We now consider two
specific paths across the disorder—interaction phase plane, which will be employed in the
next section to illustrate the combined effects ofand U on the RPA transverse spin
spectrum.

(4) (B)

D(E)é L(E)

Q.0

Figure 3. For U/t = 12 andA/t = 3, (A) disorder-averaged density of UHF single-particle
statesD(E) versusE/t (solid line), where the unperturbed (= 0) bandwidth is 12 and the

IPR L'(E) for N = 512-site systems (dashed line); (B) the corresponding site-resolved local
moment distributiorju(¢)| versus site energy/t (solid line, left-hand scale), anl (¢; Er) as
defined in the text (dashed line, right-hand scale).

First, consider fixingU/tr = 12 and varying the disorder\/r. As A/t is increased
from zero, disorder leads to broadening and eventual overlap of the Hubbard bands in the
UHF single-particle spectrum, such that lies within a pseudogap in the total DAXE).
Studies of the IPRL'(E) = ), laies |* for single-particle states of enerdy,, = E, with
E ~ E [11], imply that the system passes directly from a gapped to gapless insulator in this
region of the(A /¢, U/t) phase plane (at /¢ >~ 2.5). Figure 3(A) showd (E) and the IPR
profile L'(E) averaged oveN = 512-site disorder realizations f@n /¢, U/t) = (3, 12).
A pronounced pseudogap is evidenti{E), in which Er lies. CorrespondinglyL’(E)
shows a maximum aE = Er and minima for states in the centre of the Hubbard bands
where D(E) is maximal. Using a threshold IPR appropriate to the chosen system size
[11] shows that Fermi level states are localized: the system is a gapless Mott—Anderson
insulator (and remains thus with increasing'+ at the choser//r = 12). Analysis of the
Fourier transform of the local momest(k) = N1 > w; €% shows however that the
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system remains antiferromagnetically ordered: although increasingly ‘dirtied’ by disorder,
|S.(m)| =~ || (where the mean moment per site| = N-1Y". |w;]), with little weight
at otherk-vectors. Note however that while the phases of the moments remain locked
in AF alignment, the distribution of local momembagnitudesover the sites is highly
disordered. This is evident from the site-resolved distribution of local moment magnitudes,
ln(e)| = N1 Zi:e;:e |i|, with N, the number of sites with; = ¢; as shown in figure 3(B),
again for(A/t, U/t) = (3,12). Sites with energieg;| < %U, disposed randomly on the
lattice, carry strong atomic-like moments, while sites with lower or higher site energies
have |u1;| >~ 0, being respectively largely doubly occupied by electrons or empty. This
profile is found to vary little with disorder for fixed/ /¢t = 12, aside from minor erosion
of local moment magnitudes: the primary effectoft is to determine, via the site-energy
distribution g (¢), the fraction of sites (around = 0) which carry strong local moments.

Also shown in figure 3(B) is a measure of the distribution of quasiparticle states of
givenenergyE over the sites:H (¢; E), given by [11]

o 8(€)D(€; E)
H(E, E) — W (4.1&)
where
D(e: E)=3N" Y > |tiao*8(E — Eao) (4.10)

is the partial density of states for sites of bare site energf (¢; Er) is thus the quantum
probability density that electrons in Fermi-level quasiparticle states will be found on sites of
bare site energy. As discussed in reference [11], and exemplified in figure 3{B)k; Er)
is peaked strongly at the boundaries of the local moment distrib{#jan %U; i.e. sites with
strong local moments participate but weakly in Fermi-level quasiparticle states, which are
in contrast dominated by sites with bare site energies close to the local moment boundaries.
Sites with strong local moments, arouad= 0, are in turn found to contribute mainly to
guasiparticle states witlh ~ 0 andE ~ U, i.e. around the maxima in the single-particle
spectrum.

The second path considered is fixing the disordenngt = 3, and decreasing the
scaled interaction strengtti/¢ from U/t = 12. Note that, since th&//t — oo limit of
the disordered Hubbard model for amy/r is the non-disorderedAF Heisenberg model,
decreasingU/t may be thought of as effectively increasing (by ‘switching on’) the role
of disorder. AsU/t is reduced, the fraction of sites at the local moment boundaries
~g(ﬂ:%U)—which give the dominant contribution to Fermi-level states (figure 3(B))—
increases. The system is ultimately driven metallic at a critical ~ 7.2 [11]. However,
magnetic ordering remains characterized by a strong pesikin) atk = = until U/t >~ 2.5,
whereupon a sharp [12] transition occurs to a spin-glass-like state, Sai#) receiving
essentially uniform @L/N) contributions from manye-vectors; see reference [12]. In this
phase, although the mean local moment per [giteis typically small ¢0.05), relatively
strong local moments are in fact found on a small fraction of sites with< %U for a
given disorder realization. As discussed in reference [11], this reflects the disorder-induced
production of statistically rare local environments in which atomic-like moments are not
significantly eroded by electron hopping processes.

4.2. Collective excitation spectrum of the Anderson—Hubbard model

We now turn to the effects of disorder on the transverse RPA excitation spectrum. The
principal questions that we seek to address are:
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(i) What is the effect of disorder on the density of transverse spin excitations? Does a
low-energy spin-wave-like band exist for finite disorder, and what is the character of the
associated excitations?

(i) What is the effect of disorder on the localization characteristics of low-lying
collective excitations?

(iif) What is the distribution of transverse spin excitations of given energy over the
sites, and how does this relate to the inhomogeneous distribution of local moments in the
mean-field ground state?

With disorder present, there are no simplifying symmetries which allow very large
system sizes to be studied, as in the= 0 case. However, this lack of symmetry—
specifically, the absence of degeneracies in the UHF spectrum—enables reasonable statistics
to be gained by sampling many disorder realizations for system sizes much smaller than those
required forA = 0. Numerical evaluation of the entire transverse excitation spectrum—
including the Stoner-like excitations—remains nonetheless a large problem: a full pole
search for a system a¥ sites requires diagonalization ofd x N matrix in the vicinity
of %NZ poles, and is therefore @*) for each disorder realization, an ensemble of which
needs subsequently to be sampled. For calculations of the full transverse spin spectrum we
have thus choseW = 64-site systems, which are found to be sufficient for reproduction
of its general features; while for more detailed study of the low-energy poNien216 is
employed.

(a)

W/ B n @

Figure 4. The full transverse excitation spectrum for the Anderson—Hubbard model at RPA level
(solid line) for N = 64 averaged over many disorder realizations, compared to the corresponding
UHF Stoner spectrum (dashed) for fixed disordetr = 3 andU/t = 12 (a), 9 (b), 6 (c), 3 (d).

For fixed disorderA /¢t = 3 and various values of the interaction stren@thr < 12,
figure 4 shows the full RPA density of transverse spin excitations, together with the
corresponding UHF particle-hole excitation spectrum (the ‘pure Stoner’ spectrum). At
U/t = 12, where the mean-field ground state is a gapless AF insulator, a pronounced
spin-wave-like band is again evident in the RPA spectrum at dgwas for the non-
disordered limit (although the pure Stoner spectrum now extends down o0 0); the
remainder of the RPA spectrum closely resembles the Stoner spectrum. On decreasing
U/t, the pure Stoner spectrum shifts to lower energy, since the separation between the
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maxima in the corresponding single-particle spectrDifE) decreases and the pseudogap
at Er is gradually eliminated. As a result, the spin-wave-like band is gradually shifted
to lower energy (‘softened’) by, and ultimately absorbed into, the Stoner-like band. By
U/t = 3, close to the AF—SG border, the pure Stoner and RPA spectra appear virtually
indistinguishable.

— (a)

(b)

Figure 5. As figure 4, but with fixed interaction strength/r = 12 andA/t = 1 (a), 2 (b),

3 (c), 4.5 (d), 6 (e) and 7.5 (f). Note the persistence of a spin-wave-like band for all disorder
strengths.

1.0+

A/t

Figure 6. Uniform RPA static transverse susceptibility for fixed U/t = 12 as a function of
disorderA /t.

On fixing U/t and increasing disorder, a somewhat different picture emerges. Figure 5
shows the RPA and pure Stoner spectra fofr = 12 and various values oh /¢. At
low disorderA/t = 1, for which the UHF ground state is an AF Mott—Hubbard (gapped)
insulator, a spin-wave-like band, well separated from the remainder of the excitations,
is clearly distinguishable. Closer inspection shows that this band is in fact shifted
to slightly higher frequency compared to the non-disordered case, despite the intuitive
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expectation that disorder should lead to a ‘softening’ of the spin waves. This upward
shift is correspondingly manifest in an initial decrease in the uniform static susceptibility
Xu = N71 DT XJ*(O) upon the introduction of disorder: as follows from the Lehmann
representation of the susceptibility equation (2.7), a decrease in density of low-frequency
excitations with significant weight in the on-site spin-flip subspace leads to a decrease in
x«- On increasing disorder further, the UHF single-particle gap closes and the pure Stoner
spectrum acquires weight down to = 0; see figure 5. The maximum in the Stoner-
like band in the RPA spectrum—occurring @t~ U—changes little with disorder, but its
disorder-induced broadening increasingly repels the spin-wave-like band which is thus by
contrast shifted tdower frequency (see figure 5). This is the ‘softening’ of spin waves
with disorder, which in turn is reflected in an increase in the uniform static susceptibility
x.- Figure 6 shows the disorder-averaggd versusA/¢ for U/t = 12 (and we add

that in the non-disordered limit, the resultant for the N = 64-site system reproduces
accurately theV — oo value, which can be obtained analytically). The above behaviour
is clearly demonstrated: after an initial slight decreagge,progressively increases with
increasing disorder as the spin-wave-like band moves to lower frequencies. Note further
that increasing disorder for fixetf/r has a considerably less pronounced effect on the
spin-wave-like band than decreasitig: for fixed disorder: decreasing interaction strength
shifts the maximum in the Stoner-like band to lower energy (figure 4), while increasing
A/t by contrast merely broadens the band, as shown in figure 5.

The effect of disorder on the position of the spin-wave-like band also provides a natural
explanation for the strongly site-differential enhancements of local susceptibilities with
disorder, as found in a recent RPA study of the present model [13]. Specifically, the
total uniform susceptibility is deconvoluted via

Xu = /de g€)x(e) 4.2)

where x(e) = N7' Y- _ xi with i = 3=, xi;(0). x(e) is thus the mean local suscepti-
bility for sites of given site energye. In reference [13] (figure 2) it was found that an
increase in disorder leads to a strong enhancememt(of for sites in the local-moment
rangele| < %U, while sites outside this range, whose susceptibilities have typical Pauli-like
values, are by contrast only weakly affected by disorder. A site-differential analysis of the
RPA excitations forming the spin-wave-like band, in analogy#t@; E) for single-particle
states (equation (4.1)), shows that these excitations have weight almost exclusively on the
strong local-moment-carrying sites, and receive little contribution from sites outside the
local moment range (consistent with their interpretation as ‘spin-wave’-like). As discussed
above, the principal effect of increasing disorder is ultimately to shift the spin-wave-like
band to low frequency, while the Stoner-like band is merely broadened. The disorder-
induced ‘softening’ of the spin-wave-like band therefore manifests itself almost exclusively
in x (e) for strong moment-carrying sites, as found in reference [13], and has little effect on
susceptibilities outside the local moment range, which are instead dominated by Stoner-like
excitations.

4.3. Character of the transverse excitations

From the preceding section, it is clear (figures 4 and 5) that a low-energy feature in
the density of RPA transverse spin excitations does indeed exist in the AF region of the
(A/t,U/t) phase plane. However, the preceding analysis by itself gives no information on
the spin-wave-likecharacterof the excitations which form this band, or with which sites
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they are associated. To probe the nature of these low-energy excitations, we have performed
pole searches usiny = 216 sites for many disorder realizations at a selection of points in
the (A/t, U/t) plane, focusing (as in the non-disordered limit) on the loweésixcitations,

with Q(wp) = 1/(U2|8A/8w|w:wp) evaluated at each RPA pole. For illustration, the second
and third columns respectively of table 1 sh&(w) averaged over the lowes{ RPA
excitations for: (a) fixedA /¢t = 3 and various interaction strengtlig/¢; and (b) fixed

U/t = 12 as a function of disorder.
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Figure 7. A scatter diagram showing IPR for low-frequency RPA excitations versug/t for
fixed interaction strengt//r = 12.0 and varying disorderA/r = 1.5 (A), 3.0 (B), 4.5 (C),
6.0 (D).

For fixed U/t = 12, it is seen that while increasing disorder leads to a diminution
of spin-wave character, the effect is relatively weak and the low-energy transverse spin
excitations retain strong spin-wave character. This is consistent with the fact that the system
remains an AF insulator, and with the persistence (figure 5) of the pronounced low-energy
spin-wave-like band in the transverse spin spectrum. By contrast, redUgingt fixed
disorder leads to a more pronounced reduction in spin-wave character, consistent with the
progressive erosion of the spin-wave-like component in the RPA transverse spin spectrum
(figure 4) discussed above. Again, this is physically natural: with decreasing interaction
strength the system undergoes a (gapless) insulatanetal transition at//r ~ 7.2 and
an increase in off-site character in the low-energy spin excitations is thus to be expected.
Note however that, even at o/ ¢, the RPA excitations have substantially more spin-wave
character than pure Stoner excitations in the same frequency range, as may be verified by
considering the weight of the latter in the on-site spin-flip subspace, given by

Que(@)) = > > d?,a% ,8(w) — [Ews — Ep_s)). (4.3)

ic a>f

This is found to be an order of magnitude smaller than the correspoitling for low-
frequency RPA excitations.
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4.4, Localization characteristics of low-excitations

Loss of translational symmetry on the introduction of disorder is expected to lead to
localization of some or all collective excitations, in analogy to Anderson localization of
single-particle states. Consider the IRRw,) of a collective transverse spin excitation of
energyw,, as defined in equation (2.13). To distinguish between localized and delocalized
excitations a threshold IPR appropriate to a given system size should be established, such
that excitations below (above) this value are deemed extended (localized). In principle, this
could be obtained by finite-size scaling, but in practice we are limited to system sizes of the
order of N = 216. For single-particle states of the non-interacting Anderson model, finite-
size scaling yields a threshold IPR ~ 0.1 for N = 216 sites. We correspondingly adopt

a thresholdL, ~ 0.1 for collective excitations of the Anderson—Hubbard model. This value
itself should not of course be taken very seriously; it simply serves as a useful qualitative
guide in the following discussion.

Figure 7 shows the IPR (w) of the lowest energy excitations féf/+ = 12 and various
values of the disorder. For weak/r = 1.5 (figure 7(A)), the majority of excitations are
delocalized, as expected, with a localized ‘tail’ at high Increasing disorder ta /¢t = 3
and 4.5 leads to the occurrence of further sparse, localized excitations at very, low
superimposed over a background of delocalized excitations (figures 7(B), 7(C)), and the
density of localized excitations rises on further increasing disorder (figure 7(D)).

0.5

P(L)

0f3 Figure 8. Probability distribution of IPRsP(L) for
U/t = 12 andA/t = 1.5 (solid), 3.0 (dashed), 4.5
(chain) and 6.0 (dotted).

The above behaviour is clarified by considering the corresponding IPR probability
distributions, P(L) (figure 8). This shows a peak at lo#, corresponding to the
‘delocalized’ backbone, with a long tail to high, reflecting the presence of localized
excitations. For lowA /¢t = 1.5, the peak is sharp and centred well within our approximate
criterion for delocalized excitations. A&/t is increased, the distribution broadens and the
most probable value of shifts to higher values.

To understand the above behaviour, we site resolve excitations of given.JHAR
analogy to the site distribution of quasiparticle statBSe¢; E) (equation (4.1)), via the
guantity

g(€)Nrpale; L)
Hgpa(e; L) Neea(L) (4.4)
(such that/ de Hgrpa(e; L) = 1). Here,Nrpa(L) = N2>, 8(L — L(w))) is the density
of excitations of fixed IPRL, and Ngpa(e; L) is the partial pdensity of such excitations on
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Figure 9. Probability distributionHrpa(e; L) (equation (4.4)) of the lowesY RPA excitations
with IPR L over sites of energy, averaged over excitations with > 0.3 (solid line) and
L < 0.3 (dotted line) forU/r = 12 andA /¢t = 3.

sites of given site energy, given by

Nepa(e; L) = N71 Y73 " |Vig (@) P8(L — L(w,)). (4.5)
iej=€ wp

Hrpa(e; L) then gives the overlap of excitations of given IRRon sites of different site
energies. ForA/t,U/t) = (3,12), figure 9 shows the-dependence oHgrpa averaged
over allL < 0.1 andL > 0.3, to illustrate the site-differential character of extended and
localized excitations respectively. Localized excitations are seen to be dominated by sites
close to the local moment boundarigs ~ U/2, while sites in the rang¢| < U/2,
which carry large moments, make the dominant contribution to delocalized excitations. As
expected, sites outside the local moment regime, which possess very small moments, do
not contribute significantly to any of the low-energy excitations; rather, they participate in
Stoner-like excitations of significantly higher energy.

The origin of the localized and delocalized low-energy transverse spin excitations is then
readily rationalized. Sites with site energies in the rafige< U/2, which possess large
local moments, contribute most significantly to single-particle states within the Hubbard
sub-bands. Since these states are the most delocalized, collective excitations involving
them will likewise be delocalized. At UHF (‘pure Stoner’) level, transverse spin excitations
between single-particle states within the Hubbard bands incur an energy cost of/otaler
in the RPA spectrum, via inclusion of particle—hole correlations, this energy is renormalized
down to a spin-wave-like scale on the order of an exchange coupling. This is the origin of
the delocalized low-energy transverse spin excitations. By contrast, sitegeyith U /2
close to the local moment boundaries participate dominantly in single-particle states close
to the Fermi level, or an energyU above or below it. Foi//tr = 12 such states are
strongly localized, and hence so too are collective excitations involving them. Again, such
excitations are renormalized to a low-energy scale via the particle—hole interactions inherent
in the RPA. Both localized and delocalized transverse spin excitations thus arise at low
energies, reflecting the underlying localization characteristics of single-particle states over
a very wide energy range in the associated single-particle spectrum. Note further that these
arguments do not imply coexistence of localized and extended transverse spin excitations
at the same energy in the spin-wave-like band; and the apparent occurrence of such in
e.g. figure 7(D) is largely a consequence of sampling different disorder realizations. While
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the present, qualitative considerations do not of course permit identification of mobility
edges in the spin-wave-like band, it is at least plausible from figure 7 that such exist.

From the above, the system can thus be regarded as composed of two essential
components: an AF large-moment component which gives rise to the backbone of
delocalized excitations, and a set of sites carrying smaller moments which give rise to
localized excitations. As disorder is increased, the fraction of sites in the former category
decreases, leading to a shift in the peakpPiL) (figure 8) to higherL and a concomitant
broadening of the distribution. The probability of sites wjth ~ U/2 correspondingly
increases, and hence localized excitations ultimately become the dominant theme.

The above discussion is confined to a region of theé« U/t) phase diagram in which
the mean-field ground state is an AF insulator. What of the metallic AF and SG phases?
Fixing A/t = 3 and decreasing//t progressively fromU/t = 12 down toU/t = 6
leads (atU/r ~ 7.2) to a transition from an AF insulator to an AF metal. However, the
IPR profile of the low-energy transverse spin excitations shows essentially no qualitative
change from that fol//r = 12: a backbone of delocalized excitations remains present,
with localized excitations superimposed at low and high¢r. In the metallic region,
however, the localized excitations now arise principally from transfer of a spin between a
delocalizedUHF state near the Fermi level tolacalized UHF state~U above or below
Er. The localized state overlaps only a few sites, while the delocalized state has weight on
a finite fraction of sites. The excitation thus appears localized in the IPR profile since the
on-site spin-flip contribution (which is of course the component of the excitation probed;
see equation (2.14)) can occur only from sites overlapped by the localized state.

On decreasind//¢ further toU/t ~ 2.5, the mean-field ground state becomes a SG
metal. Here, the RPA and pure Stoner excitation spectra appear virtually identical (see
e.g. figure 4). It is indeed found that the majority of low-energy RPA excitations are little
more than weakly renormalized Stoner excitations, as expected from the low valuof
table 1. However, at very low energies £ 0.3¢), this is not the case. As in the AF metal
regime, low-energy localized modes appear in the RPA spectrum, while the pure Stoner
spectrum at such low energies is composed of entirely delocalized modes (since the system
is metallic). These localized excitations are found to have dominant weight on those rare
sites in the spin glass that possess substantial local moments, flips of which would incur
an energy cost of-U within UHF, but occur at significantly lower energies in the RPA
spectrum.

5. Discussion

In recent papers [14, 15], we have described an approximate mapping of the low-frequency
transverse spin excitations of the non-disordered Hubbard model at #ijiteonto those
of an effective underlying Heisenberg model. Té/r)-dependent effective exchange
couplings are not restricted to purely nearest-neighbour interactions; they follow solely
from a knowledge of the RPA excitations about the broken-symmetry UHF state at
zero temperature. The mapping becomes exact/ &4s — oo and, conjoined with an
Onsager reaction field approach, enables extraction of thermodynamic properties in the
thermal paramagnetic phase. The resultagelNemperatures, spin-correlation functions
and magnetic susceptibilities were [14, 15] found to be in good agreement with quantum
Monte Carlo calculations over a wid#//¢)-range from strong to weak coupling. We now
assess the extent to which the present findings support application of such a mapping to the
Anderson—Hubbard model.

As discussed in references [14, 15], the mapping is accurate provided that there is
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a persistent separation between low-energy spin-wave-like excitations and higher-energy
Stoner-like excitations; i.e. provided that in practice a discernible spin-wave-like band,
comprising excitations with an appreciable degree of on-site spin-flip character, is present
in the full RPA transverse spin spectrum. As shown in section 3, this does indeed hold for
the pure Hubbard model for all /¢ = 2-3. For the Anderson—-Hubbard model, figure 5
and table 1 show that this also holds for all disorder strengths studied, at relatively large
U/t = 12. Thus, the mapping should certainly be accurate well within the disordered AF
phase of the model. On fixing disorder and reducing interaction strength towards the AF-SG
boundary, the spin-wave character of the low-frequency band decreases significantly and
the band itself is ultimately absorbed by the Stoner-like portion, such that for= 3 the
mapping would not be quantitatively accurate tdyr ~ 4 and below. Not unexpectedly,
therefore, the mapping would not be applicable to the dw- SG phase; but we do
anticipate it to be accurate throughout the major part of the disordered AF phase in the
(A/t, U/t) plane, wherein the effect of disorder on, for example, tléelNemperature can

be investigated. This is the subject of a forthcoming paper [20].
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