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Impact of Retardation in the Holstein-Hubbard Model: a two-site Calculation
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Eliashberg theory provides a theoretical framework for understanding the phenomenon of super-
conductivity when pairing between two electrons is mediated by phonons, and retardation effects

are fully accounted for.

However, when a direct Coulomb interaction between two electrons is

also present, this interaction is only partially accounted for. In this work we use a well-defined
Hamiltonian, the Hubbard-Holstein model, to examine this competition more rigorously, using ex-
act diagonalization on a two-site system. We find that the direct electron-electron repulsion between
two electrons has a significantly more harmful effect on pairing than suggested through the standard

treatment of this interaction.

I. INTRODUCTION

Migdal-Eliashberg (ME) theory' " represents the
state-of-the-art methodology for computing supercon-
ducting properties of various so-called electron-phonon,
or conventional'' superconductors. The theory builds on
the pairing formalism of the Bardeen-Cooper-Schrieffer
(BCS) theory of superconductivity'’ and shares a num-
ber of common traits with BCS, but also differs in some
significant aspects.

Both formalisms are mean field theories, although BCS
is also a variational wave function at zero temperature.
They are both based on electron pairing; however BCS
theory is based on a pairing wave function, while ME the-
ory is based on an anomalous pairing Green function.'’
BCS theory relies on an underlying normal state Fermi
liquid; ME also does this, but a further justification is
provided by the Migdal approximation,’ which is often
cited as a “theorem”. It turns out that electron-phonon
interactions in the normal state can and do lead to po-
laron and bipolaron effects,'* whereby the electrons ac-
quire large effective masses. Alexandrov and coworkers'*
repeatedly argued since the 1980’s that polaron effects
would overwhelm the Migdal Fermi Liquid and nonethe-
less lead to superconductivity. His was a lone voice in
the wilderness.'®

Early Quantum Monte Carlo (QMC) studies of a sim-
ple local model for the electron-phonon interaction, the
so-called Holstein model,'® in one'” and two'®*? dimen-
sions demonstrated a propensity towards superconduc-
tivity, and even found quantitative agreement with ME
calculations, provided the renormalized ME theory was
used. Here, “renormalized” means that a phonon self
energy is included in the calculation; this was not the
practice in the preceding three decades of calculation
since the phonon spectrum required in ME was usually
taken from tunnelling experiments,”® and therefore al-
ready contained renormalization effects.

While the positive aspects of the QMC calculations
were generally emphasized in these papers, little was said
about the fact that

(a) generally only very weak coupling strengths were
reported (A & 0.25, where A will be defined below

and roughly corresponds to the dimensionless mass
enhancement parameter).

(b) the phonon energy (hwg) used was always of or-
der the hopping parameter, t, rather than the more
physical regime, hwgr << t, and

(c) the competing effect of the Coulomb repulsion, rep-
resented for this local model by the Hubbard U,**
was typically ignored.

These choices could have various reasoning behind
them; from our point of view (a) was necessary to get
reasonable results that had a chance of agreeing with
ME (this therefore constituted “confirmation bias” for
the present author), (b) was required so the sampling al-
gorithm would remain ergodic; having two very different
energy scales for the electrons and the phonons would
lead to very different equilibration times in the simula-
tion of these two degrees of freedom, and therefore made
it very difficult to attain accurate results, and (c) we did
look into the effect of the Hubbard U, and it immediately
squashed all hope of superconductivity. For this latter
point, the present author rationalized that this occurred
because of the relatively high phonon frequency we were
forced to adopt [because of point (b)], and therefore we
left for another day the demonstration of the so-called
pseudopotential effect.?”?0

The pseudopotential effect results in an effective
Coulomb potential that is much smaller than the bare
Coulomb repulsion because electron-electron correlations
induced by the electron-phonon interactions keep two
electrons apart at the same time. This retardation ef-
fect is at the heart of ME theory, but is also minimally
contained in BCS theory through the presence of a cutoff
in the interaction in wave vector space. To our knowledge
nobody at the time of these early QMC studies reported
the inability to see this pseudopotential effect in their
numerical work.

Since these early QMC studies, a number of follow-up
studies on the Holstein-Hubbard model have been pub-
lished. Niyaz et al.”” focused on the charge-density-wave
(CDW) instability at half-filling, and von der Linden and
coworkers”® used a projector-QMC technique to bench-
mark self-consistent Green function calculations that in-

© 2022 by the author(s). Distributed under a Creative Commons CC BY license.


https://doi.org/10.20944/preprints202205.0165.v1
http://creativecommons.org/licenses/by/4.0/

Preprints (www.preprints.org) | NOT PEER-REVIEWED | Posted: 12 May 2022

clude the effect of the Coulomb repulsion, U. Hohenadler
and coworkers also developed a QMC method””*" based
on the Lang-Firsov transformation, and were able to
more accurately explore regimes (wg < t) that were pre-
viously inaccessible.

More recently there has been a resurgence in QMC
studies’' ™° and in self-consistent Migdal-Eliashberg
calculations®”*® of the Holstein model; moreover, sev-
eral of these references have incorporated the Hubbard
interaction as competition. A summary of some of the
Monte Carlo work is provided in Ref. 39; the conclusion,
based on work over the past three decades is that, while
a “breakdown” of Migdal-Eliashberg theory clearly oc-
curs for fairly weak electron-phonon couplings, a hope
remains that Migdal-Eliashberg theory can still describe
superconductivity. Part of this argument is by analogy
(see the Discussion section in Ref. 39), and partly it is
because there remain effective couplings (called Xaﬁ and
A in Refs. [19,20] and Ref. [39], respectively) that can
exceed the bare coupling considerably. However, this re-
quires considerable phonon softening over a wide temper-
ature range, and this has not been properly subjected to
testing in materials like Pb and Nb.*0=**

In addition a number of DMFT studies* *° have
specifically addressed the role of the Coulomb repulsion;
we will return to this reference later, as the present pa-
per will address the role of Coulomb interactions as well,
but by using a simple two-site model for the Holstein-
Hubbard model, and performing an exact diagonalization
study.

Exact diagonalization studies for the Holstein-
Hubbard model began with Ranninger and Thibblin.""
Subsequently Ref. [17] provided an exact demonstra-
tion (see Fig. 7 of that paper) of the pseudopoten-
tial effect previously determined through “back-of-the-
envelope” type calculations.””>?° It is the purpose of this
paper to quantify the strength of the pseudopotential ef-
fect. Because they are so straightforward, we will utilize
numerical solutions (as in Refs. [17-19]), and bypass the
more elegant analytical solutions (for the two-site prob-
lem alone) given in Refs. [50,51]. We also make note of
the very powerful solution for one or two electrons pro-
vided in Refs. [52,53] which allows for an exact numerical
solution for the single polaron and bipolaron problems
on an infinite lattice; as noted previously,”' the two-site
solutions seem to capture many aspects of the infinite
lattice solution.

The outline of this paper is as follows. We define the
Hamiltonian in the next section. Diagonalization can be
performed for any number of electrons (N. = 1,2,3 or
4) and any number of phonons on each of the two sites,
subject to some cutoff. However, more efficient results
are obtained by transforming both the phonon and elec-
tron operators’® as demonstrated in the Appendix. We
then present results for various electron-phonon coupling
values and phonon frequencies, and demonstrate the dev-
astating effect of the Hubbard U. We make the connec-
tion of these two-site results with those for an infinite
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system,”” and then draw conclusions.

II. THE HOLSTEIN-HUBBARD MODEL
A. The Hamiltonian

The Holstein-Hubbard model is written as a sum of
different contributions in real-space,

H = Hel + th + Hefph + Helfela (1)
where
Hel = Z [tijcggcjd + h,Ci| (2)
(ij),0

represents the electron-hopping term for an electron with
spin o from site ¢ to site j with amplitude ¢;; and vice-
versa. Electron creation (annihilation) operators with
spin o at site ¢ are represented by c}o (¢jo), and the elec-

tron number operator is given by n;, = c}acjg. Typ-
ically, nearest-neighbour hopping only is included, so
t;j = —t for 4,j nearest neighbours with lattice spac-
ing ¢. Often periodic boundary conditions are used to
speed convergence to the thermodynamic limit; in this
work, even though we utilize just two sites, we will still
use periodic boundary conditions, as we find these so-
lutions allow us to match various parameters with the
known infinite solutions.

All other terms are diagonal in real space. This lattice
model assumes that an atom occupies each site, and is
in its equilibrium position, except for small vibrations
about each position, represented by the operator z;. In
a real solid, these displacements are connected with one
another, but in the Holstein model it is assumed that
the vibrations are completely local. Hence the phonon
Hamiltonian is given by

Hpn =Y

2

P 1
J 2.2
Tﬂr + 2MwExj1 y (3)

where P; is the momentum operator for the ion of mass
M at site j; this operator is the conjugate variable to x;.
We have also introduced the Einstein oscillator frequency,
wg related to the spring constant k by k = Mw?%. Be-
cause this model is local we can introduce Dirac raising
(a;-) and lowering (a;) operators in real space,

h . hMOJE
= o (6 +) 2= ).
(4)

in terms of which (leaving out the vacuum energy) the
phonon part of the Hamiltonian is simply

Hy, = hwEZa;r-aj. (5)
J
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The electron-phonon coupling is taken to linear order
in the displacement, resulting in the minimal model,

He ph = —a Y _(njt +n,,)7;. (6)
J

In terms of the phonon raising and lowering operators,
this can be written as

He ph = —gwe »_(njr +n5,)(al + a;), (7)
5

where a new (dimensionless) coupling constant ¢ is intro-
duced in terms of the original coupling constant «:

h

JWE =«

In fact in the superconducting literature, a dimensionless
coupling constant A is generally used. Here it is defined
by

where W is the electronic bandwidth and 1/W represents
an average electronic density of states. Since we are using
two sites with periodic boundary conditions, we use W =
4t.

Finally the electron-electron repulsion is described by
the simple Hubbard model,

Hcl—cl = Uzanan,a (10)
J

with relevant energy scale U, representing the on-site
Coulomb repulsion for two electrons in the same orbital.

Further simplifications specifically for the two-site
Hamiltonian are found in the Appendix. For example,
total momentum is conserved, and the Hilbert space can
be divided into sectors with different total momentum;
for two sites, these are g0t = 0 and g0t = 7/¢.

B. One electron

Following the procedure outlined in the Appendix, the
eigenstates and eigenvalues are calculated in the one-
electron sector. Figure 1 shows the ground state en-
ergy (always in the gyt = 0 subspace) as a function
of the electron-phonon coupling strength, A, for a vari-
ety of phonon frequencies. Also shown are the adiabatic
approximations for two sites from Ref. 47. Note that
the strong coupling approximation differs slightly for two
sites from the result obtained with open boundary con-
ditions.

Also note that to properly converge the results near
A = 2 and for small phonon frequency requires ~ 2000
phonons. While we cannot calculate the effective mass,
for example, with these two-site calculations, we know
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FIG. 1. Single particle ground state energy, with total wave
vector gior = 0 vs. A = 292hwE /W for a variety of values
of hwg, starting from hwg = 2.0t (lower-most (red) curve
at A = 2) and progressing upwards as fiwg decreases. Re-
sults are shown for Awg = 2t, 1¢, 0.5¢, 0.1¢, 0.01¢, and
0.005t. The curves corresponding to the latter three values
of hwg are barely distinguishable from one another, show-
ing that the adiabatic limit has been achieved. Also shown
are weak and strong coupling results’” with dashed and dot-
ted curves, respectively. The weak coupling result (with
wg — 0) is EY*** = —2¢ — t\, and the strong coupling result
is E5"°"8 = —2tA —t/). As discussed in Refs. [54-56] a weak
coupling regime does not actually exist in 1D (it does in 2D
and 3D) and exists here only because we use two sites. Note
the very good accuracy of the strong coupling approximation
for A 2 1 for small phonon frequencies — it covers the exact

numerical results for the three lowest phonon frequencies for
this range of coupling.

from many other studies now that at the very least the
regime A > 1 should be excluded from further consid-
eration, as it results in highly polaronic single particle
states.”” As discussed further below, in the present study
this breakdown is signalled by an abundance of phonons
in the ground state.

C. Two electrons

Following the Appendix, we now revert to the two-
particle subspace. Figure 2 shows the ground state
energy (always in the gior = 0 subspace) as a func-
tion of the electron-phonon coupling strength, A, for a
variety of phonon frequencies. Note the results con-
verge to the strong coupling result for all frequencies,
B3 ~ —8)\t — t/), and the weak coupling limits for
low phonon frequency, Ey°® ~ —4t — 4\t (wp << t) as
indicated. For high phonon frequency, Eyk ~ —4t— 6\t
(wg >> t) (not shown)."” As was the case in the one-
electron sector, these results differ slightly from the result
for two sites with open boundary conditions.

Because we have restricted our calculations to two
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FIG. 2. Two-particle ground state energy with total wave
vector ot = 0 vs. A = ZgzhwE/W for a variety of values of
hweg, starting from hwg = 2.0t (lower-most red curve) and
progressing upwards as hwg decreases. Results are shown
for hwg = 2t, 1t, 0.5¢, 0.1¢, 0.01¢, and 0.005¢. For Az 1

the curves for the lowest four frequencies are barely distin-
guishable from one another. Also shown are weak and strong
coupling results’” with dashed and dotted curves, respec-
tively. The weak coupling result for low phonon frequency
is Ey°®® = —4t(1 + )\), and the strong coupling result is
E5™°"8 ~ —8At — t/\. The strong coupling result is very ac-
curate for A 2 0.8, and essentially covers the numerical results

for all phonon frequencies. U = 0 in all cases.

sites, the effective mass is not readily accessible. How-
ever, a proxy for the effective mass is the number of
phonons in the ground state — both this quantity and the
effective mass will increase rapidly as polaronic effects be-
come dominant. In Fig. 3 we show the number of phonons
in the ground state for both the one-electron and two-
electron sectors. Note that for phonon frequency of order
the hopping parameter the number of phonons is reason-
ably low as a function of the coupling strength. How-
ever, for more realistic phonon frequencies, wgp << t, the
number of phonons, particularly in the two-particle cal-
culation, grows rapidly with increasing coupling strength.
In practice, for superconducting materials where polaron
effects are not observed, this observation constrains the
range of reasonable coupling strengths.

III. THE BINDING ENERGY

The binding energy A for two electrons is given by the
simple relation

A= 2E1 — EQ, (11)

where F; and E5 are the single- and two-particle ground
state energies as calculated above. A negative result for
A indicates no binding. The significance of the bind-
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FIG. 3. The total number of phonons, corresponding to the
difference coordinate (df. and d, in the Appendix) in the
ground state wave functions for one electron (curves) and for
two electrons (curves with square symbols) vs. A. Results are
shown for various values of hwpg as indicated, and for U = 0.
As the phonon frequency decreases more phonons are present
in the ground state, particularly for two electrons. When the
average number of phonons exceeds Ny, = 5 the state is very
polaronic.

ing of two electrons on a two-site lattice has been dis-
cussed previously,”' and in particular a careful delin-
eation of on-site (S0) and neighbouring site (S1) type
pairing was made.””"® Here we wish to emphasize the
extent to which any binding persists in the presence of an
on-site Coulomb interaction. The basic idea dating back
to Refs. [25,20] (see also Ref. [59]) is that the Coulomb
interaction is effectively reduced due to the much slower
pairing induced by the electron-phonon interaction. The
idea is that the bare interaction U will be reduced to

U*(wg), where””

_ U
1+ Fn (52)

where W = 4t is the electronic bandwidth. One of
the important consequences about this approximate for-
mula is that a significant reduction occurs, even as
U — oo. This limit has undoubtedly contributed to the
widespread adoption of a quasi-universal value for this
value, p*(wg) = U*(wg)/W = 0.1 in dealing with su-
perconductors; moreover, more recently researchers have
generally neglected that this value has a dependence on
the reduced frequency scale, wg, and so for much larger
wg (as expected in systems involving hydrogen vibra-
tions, for example), the reduction from U should be sig-
nificantly less.

In Fig. 4 we show the binding energy A vs. U/t (curves
without symbols) for various phonon frequencies for (a)
A =0.5and (b) A = 1.0. Also shown (curves with sym-
bols) are average number of phonons in the two-particle
ground state (right scale) so that one can get a feel for

U*(wg) (12)
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the degree of polaronic effects. Figure 4(a) corresponds
to the weak coupling regime, while Fig. 4(b) exempli-
fies the more strongly coupled regime. In each case, four
different curves are shown, corresponding to different val-
ues of wg/t as described in the caption. As expected, the
binding energy goes to zero (no binding) for sufficiently
large U/t. Clearly binding is present at U = 0, but actual
values of U in such a model are expected to exceed 4\t
for stability reasons, i.e. U/t > 2 in (a) and U/t > 4 in
(b). Binding ceases to occur for sufficiently large values
of U in either case.

Regardless of the legitimacy of the magnitude of U, the
figure does make clear the effect of retardation. While
no binding is present in Fig. 4(a) for U > 2¢, and in (b)
for U > 4t for a very (unrealistically) high phonon fre-
quency, wg = 10t, it is clearly present for lower phonon
frequencies, as illustrated by the result for wg = 0.01%,
particularly in (b). Also note that the binding changes its
character, as has been well described in Refs. [53,51]. In
particular, focussing on (b), note the kink in the binding
energy curve (for wg = 0.01¢), accompanied by the pre-
cipitous change in the two-particle phonon occupation at
U/t =~ 2.7. The bound pair below this value is primarily
on-site (50), while above this value of U it is primarily a
nearest neighbor pair (S1). These are designated as S0
and S1 bipolarons, respectively.”'>”*"® The S0 bipolaron
has a very unrealistically large effective mass; here this
property is manifested in the large number of phonons
in the ground state, which rapidly becomes small as the
bipolaron transitions to the S1 type.

There is a prolonged region of non-zero binding be-
yond this S0 — S1 crossover point, provided the phonon
frequency is sufficiently low to allow retardation effects.
An additional complication with increasing values of \ is
that the single-particle phonon occupation becomes very
large, indicative of a very polaronic material. Therefore
unless these polaronic effects are present in the mate-
rial in the normal state, this model would be ill-suited
to describe such a material. Moreover, if this were the
case, then the superconductivity would be unconven-
tional, and have attributes better described by Alexan-
drov’s prescription'’ than by Migdal-Eliashberg theory.

As already mentioned, for reasons of lattice stability,
the minimum expected value of U is W\ where W = 4t is
the one-dimensional electronic bandwidth.”” In Fig. 5 we
show the binding energy as a function of A, with U = 4\t
5At, 6At, and TAt as indicated. This figure uses hwgp =
0.1¢, which is sufficiently small that one can take full
advantage of retardation to overcome the direct Coulomb
repulsion represented by U. The result for U = 8\t is
zero as expected from Fig. 4 and as determined already
in Refs. [53,51]. We also display the number of phonons
in the ground state for the single-electron sector (curve
with symbols, using right-side scale). Note that already
at A =~ 1.3 the number of phonons present exceeds 4,
which indicates the ground state as a highly polaronic
character with a very heavy effective mass.””

d0i:10.20944/preprints202205.0165.v1

() |

0.0 2.0 4.0 6.0 8.0

Ut

FIG. 4. The binding energy A/t vs the on-site Coulomb re-
pulsion U/t for various values of wg as indicated and for (a)
A = 0.5 and (b) A = 1. Retardation (hwr << t) clearly al-
lows binding even when U > W, as is especially evident in
(b). Also shown (right side scale) are the number of phonons
present in the two-particle ground state (curves with sym-
bols); these best indicate the crossover from S0 to S1 type
bipolaron ground state. Note that in both cases, binding
ceases at some point below the U = 8\t estimate.””

IV. DISCUSSION

51

As pointed out already by Berciu,”" comparison with
calculations for infinite systems indicates that this two-
site calculation is relevant for bulk systems. There are
several qualitative features, however, that we want to
emphasize and undoubtedly would remain if a full bulk
calculation were possible,

First, it is clear from our calculations that Eq. (12)
overestimates the impact of retardation. This point was
already made in Refs. [44,45] through a combination of
nonperturbative Dynamical Mean Field Theory (DMFT)
and perturbative calculations. The present calculations
suggest that no pairing occurs for large values of the
Coulomb repulsion, in contrast to what Eq. (12) would
predict. In Ref. [53] a strong coupling argument was
made to show that binding was limited to U < 8\t. We
find that in practice binding ceases at values of U even
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FIG. 5. The binding energy A/t vs A, with U also increasing
as A increases, i.e. U = zAt, and x = 4, 5,6 and 7 as indicated.
Note that the binding peaks as a function of A. Also shown
(right side scale) is the number of phonons in the one-particle
ground state, which exceeds 4 for A 2 1.3, indicating large

polaronic effects.””

lower than this estimate, as the examples in Fig. 4 illus-
trate.

A second feature is the non-monotonicity of the bind-
ing as a function of A (with U o Af). Again this is in
contrast to what Eq. (12) would predict, where the bind-
ing would continue to increase as A is increased, even if
U x At, since the pseudopotential argument would even-
tually render the large U to be relatively harmless. Also,
unlike standard Eliashberg calculations, the binding here
is zero for sufficiently small values of A, as shown in Fig. 5.

A third feature is the polaronic nature of the single-
particle ground state. Unless such characteristics are
present in the system of interest (for most known su-
perconductors they are not), then the parameter regime
is further restricted in this regard. This is evident here
because we have been able to access more realistic low
phonon frequencies, where such polaronic tendencies are
enhanced.

On the other hand, with such a small system, we
are unable to make an assessment of the competi-
tion for antiferromagnetic and charge-density-wave order.
Other researchers have weighed in with regards to this
competition.’'»**! We note that the primary issue inves-
tigated here, retardation, appears to favor antiferromag-
netic correlations (see for example, Fig. 2 of Ref. [31]).
As mentioned in the introductory discussion, however,
the quantum Monte Carlo method used there made it
difficult to explore the wg << t regime. We are also
unable to say anything about the Migdal approximation,
since we obviously cannot assemble a Fermi sea to achieve
the desired goal of iwg << Ep, where Er is the Fermi
energy.

d0i:10.20944/preprints202205.0165.v1

V. SUMMARY

The main message of this paper, already noted to
some extent in previous work,>*%*°15% is that the
Bogoliubov-Morel-Anderson pseudopotential renormal-
ization suggested by Eq. (12) is not very accurate. In
particular this equation does not contain the notion of a
maximum value of Coulomb repulsion, beyond which no
pairing occurs. The two-site calculations presented here
highlight this deficiency.

Beyond this message our calculations, while exact, can
only be suggestive of what will actually occur in the bulk
limit in higher dimensions, and with a macroscopic num-
ber or particles. We hope to provide further progress on
some of these issues in future work.
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Appendix A: The two-site Hamiltonian and Hilbert
space

We can now gather up the various contributions to
Eq. (1) and write them down for the two-site model:

H=-2t [CITCQT + chclT + CLCQi + cacu}
+ hwg [a}al + agaz}

— ghwg [(nm +n1y)(a] + ay) + (nar + n2y)(al + ay)

+ U [ni4n1y + naynayl, (A1)
where the 2t occurs in the first line (rather than merely
t) because of the periodic boundary conditions. One
can straightforwardly solve this problem with a Hilbert
space consisting of enumerated electron states, with fixed
electron number N, (N, = 0, 1, 2, 3 or 4), in a direct
product with the phonon Fock states on site 1, Npp1 =
0,1,2,...Nmax and on site 2, Nppa = 0,1,2,...Npax,
where Ny.x represents a truncation at Npax + 1 phonon
Fock states at each site. This number is to be increased
until the results of interest are converged.
A more efficient procedure’” is to define operators

_ a1+ a2 a1 — az
dOZ )

V2 V2

and similarly for dzr) and df. For the electron operators,

dr = (A2)
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we define and similarly for cgg and ¢l . Then, straightforward al-

_ Cio + C20 Clg — C20

o= = = ro = ) A3
Co \/5 C \/? ( )

J

H=-2t {C(T)TCOT + c&cu — CjTTCﬂ'T — cjwcm}
+ hwg [dgdo + djrdﬂ}
ghwg

V2

U
+ 5 [notnoy + NatNr ) 4+ Notiay, + NrpNo), + PoxtPorl + ProtPro) + PortProy + ProtPory] s

gebra yields

[Ne(dg +dg) + (ehrenp + chacor + b eny + ek o ) (dh + dﬂ)}

(A4)

where p, .. = cLack,a represents a wave vector transfer from k' to k (we set the lattice spacing £ = 1). In the third
line, N, is a constant, so this term can be combined with the first term of the second line via

gNe

(i()Ed()—\/§

so now the Hamiltonian becomes

2N2
H=— hwp?d e

i i i i
— 2t {COTCOT + CoyCoy — CrpCrt — CWCWJ
+ hwg |dhdy + did, |

_ ghwge |+

and Jg = dg; -

gNe
V2

(A5)

(corCrp + C;TCOT + C&CN + CLLCoﬂ(d;rr +d,)

V2

U
+3 [nornoy + NrtNr ) 4+ NotRry, + NrpNo), + PoxtPorl + ProtProl + PoxtProy + ProtPory] s

(A6)

and only the antisymmetric phonon degree of freedom (d,) needs to be treated numerically, and a constant (binding)
energy results from the coupling of the electron and symmetric mode degrees of freedom. Moreover, this Hamiltonian
is parity-conserving, and is therefore block-diagonal in total parity. Each phonon degree of freedom (d,) carries wave
vector 7, so the two sets of Hilbert space have total wave vector 0 or m, respectively.

a. One electron

In the one electron spin-up sector, for example, the
basis states are enumerated as

Gtot =0 Gtot = T
100 = ¢}, [0) 0 = cf1[0)
1)o = el 1) D) = clyl1)
12)0 = ey 12) 2)r = el ]2)
13)0 = cl[3) 13)x = chel3)

|Nmax>0 = C$T|Nma,x>

where a total of Ny,.x + 1 states are used for each sector,
one with ¢;ot = 0 and one with ¢t = m. For the case

(

listed Npax is even, and in each sector the ket |n) (with-
out a subscript) enumerates the number of phonons. The
normalized set has

1
Vnl

and |0) is the phonon vacuum, while each set overall is
enumerated by the kets with subscript 0 and 7, respec-
tively.

Then we simply expand the one electron wave function
in terms of this basis (say, for gyt = 0),

n) = —=(dl)"0), n=0,1,2,...  (A8)

max

N,
[$1e,0) = D bnoln)g

=0

(A9)

and the Schrodinger equation becomes the eigenvalue
problem,

Nmax
Z Hpymbmo = Ebpg

m=1

(A10)
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where the matrix H,,,, is given simply as the tri-diagonal
form,

OO OO

0 () €(2) v
0 0 v(2) €3) v(3) . |(A11)
0 0 0 v(3) e(4) v(4)
where
9*hwp
eo(n) = — 5 + (=)™ 2t + nhwg
ghwg
v(n) = — n+ 1. Al12
(n) 7z v (A12)
For giot = 7, one simply replaces Eq. (A9) with
Nmax
(A13)

‘¢16,7T> = Z bn‘n’|n>ﬂ—
n=0

and replaces €p(n) with e;(n) in Eq. (A11) where

g*hwg
2

ex(n) =— + (=1)"2t + nhwg. (A14)

b. Two electrons

The two-electron states with total S, = 0 are enumer-
ated similarly to those of the one electron spin-up sector.

d0i:10.20944/preprints202205.0165.v1

They are
Gtot = 0 Qtot = T
[1)o = chyeh 0) |1)r = byl 10)
12)0 = cfpef | |0) 12) = Lyl 10)
13)0 = chpel 1) 13)x = e, 1)
[4)0 =l 1) [4)r = el 1)
15)0 = chc0¢|2> 5)x = C(T)chr¢|2>
16)0 = cf.cf | 12) 16)r = clicd,12)
7)o = chycl 13) 7)r = chych, 13)
180 = cf ol 13) 18)r = clicl [3)

|Nam = 1)r = chpch | [ Ninax)
[Nom)r = CLTCS¢‘NmaX>
(A15)

where now each sector has a total of Nao,,, = 2Nmax +
2 states (here Np.x is assumed to be even), and again
the ket |n) without a subscript denotes the normalized
phonon state given in Eq. (A8). The kets with a subscript
simply enumerate the states; we have used the convention
that they begin at unity, whereas the single particle basis
states given in Eq. (A7) used the convention that they
begin at zero. Now for the gio; = 0 subspace we use an
expansion with coeflicients f,

|N2m - 1>0 = C$T02)¢|Nmax>

|Nam)o = CIrTer¢|NmaX>

Nam

[V2¢,0) = Z froln)o (A16)
n=1

and the two-particle Schrédinger equation becomes the
eigenvalue problem,

Nopm,

Z HQ[n,m]me = Ean

m=1

(A17)

where the matrix elements are either diagonal or in-
volve one phonon creation or annihilation. In addition
the Hubbard U interaction is off-diagonal in this ba-
sis between states with the same number of phonons.
For example, states of the type chcg ,In) have diago-
nal matrix elements Hojgyq1,4n41] = —4¢ + nhwg + U/2.
States of the type c;rrchT Un) have diagonal matrix ele-
ments Hojgni24n42) = +4t + nhwg + U/2, while either
C(JSTCL In) or CLTCE; ,In) have the same diagonal matrix el-
ements Houp 3 4n+3) = Hajanta,an44) = nhiwg + U/2.

For the Hubbard interaction, Haupyi14ni2) =
Houny2anr) = U/2, and similarly Hopuny3ana =
Hopunta,4n4+3) = U/2. Finally, states differing by one
phonon have non-zero matrix elements, and these are
given by the usual square-roots generated by the phonon
creation and annihilation operators. For a given maxi-
mum number of phonons the two-electron Hamiltonian
matrix has double the dimension of the single particle
matrix. As in the one-particle sector, an identical proce-
dure applies to the g = ™ subspace.
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