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Abstract. We have studied the Hubbard model with bond—charge interaction on a triangular
lattice for a half-filled band. At the point of particle-hole symmetry the model could be analysed

in detail in two opposite regimes of the parameter space. Using a real-space renormalization group
(RG) we calculate the ground-state energy and the local moment over the whole parameter space.
The RG results obey the exact results in the respective limits. In the intermediate region of the
parameter space, the RG results clearly show the effects of the non-bipartite geometry of the lattice
as well as the absence of symmetry in the reversal of the sign of the hopping matrix element.

1. Introduction

In spite of extensive efforts over the last few years, the problem of electronic correlation in
low-dimensional systems remains to be clearly understood. Models of interacting electrons are
difficultto handle in one and two dimensions owing to strong fluctuations. While there are afew
exact solutions for one dimension (1-D) [1] and infinite dimensions [2], the situation is worse
for two dimensions (2-D). Standard techniques like mean-field approximation or perturbative
calculations are of very limited use in treating the intermediate-to-strong correlation in
low-dimensional systems which are typically dominated by strong fluctuations. Numerical
simulations and exact diagonalizations are also limited to small cluster sizes, because the
dimension of the Hilbert space soon becomes too large to be handled as one goes from one
to two dimensions. Therefore, it seems a worthwhile enterprise to apply an approximate
real-space renormalization group (RG) known as the block RG (BRG) [3, 4] in this context.
This works reasonably well for 1-D systems [5—7] and over the whole range of the coupling
constants. This method employs a truncation of the Hilbert space, retaining a few low-lying
states only, to bring out the essential ground-state properties. Although the efficacy of the
truncation procedure is much more satisfactorily handled in a recently developed RG scheme
known as the density-matrix RG (DMRG) method [8], the latter is yet to be developed for a
truly 2-D system. The BRG method has already been applied to interacting electrons in 2-D [9]
but only for bipartite lattices. Itis interesting to see how it works in the case of a non-bipartite
lattice like the triangular one. On the other hand, the problem of interacting electrons on a
triangular lattice has been addressed for a long time [10-13] in view of the rich phase structure
including the possibility of frustration [14]. In particulaiie on graphite was considered to

be a good example of the Hubbard model [15] on a triangular lattice [10]. Recent work on
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organic superconductors likeBEDT-TTF compounds also investigates the phase diagrams
of interacting-electron models on anisotropic triangular lattices [16].

In the present work we study a generalized Hubbard model with bond—charge interaction
on the 2-D triangular lattice at half-filling by using the BRG. In section 2 we present the
model and the renormalization scheme as suitably adapted to the present problem. Section 3
summarizes some of the exact solutions of this problem in limiting cases. In section 4 we focus
on our results obtained from the RG study and make comparisons with the exact solutions.
Section 5 concludes the present work.

2. The model and the RG scheme

The generalized Hubbard model with bond—charge interaction is defined as follows:
H=—t Z C;-rUng + X Z CZTO,CJ'G(H[_J +nj_o') — /LZH, +U annil (1)
(ij)o (ij)o i i

Wherec;rg (cis) creates (annihilates) a particle with spinin a Wannier orbital located at the
sitei; the corresponding number operatonjs = c;racm. Heren; = n;, +n,_,. The sum
over (ij) denotes contributions from distinct nearest-neighbour pairs of sites on a triangular
lattice. i is the chemical potential. We focus our attention on the special case&Xwith for
which the present model becomes particle—hole (p—h) symmetric even on the triangular lattice.
In fact it has been shown that for some realistic syst&ms ¢ [17]. Furthermore, the choice
X =t results in some simplification in implementing the RG scheme and fpreed//2 for
half-filling. Moreover, at this special value &f we have some exact results for comparison.
One should remember, however, that there is re —r symmetry due to the non-bipartite
nature of the lattice.

Now, for X = ¢ and for a half-filled band(f;) = 1) one can puix = U/2 and rewrite
the Hamiltonian (2) as follows:

t 1 1 U
H = t(%cmcm(l Ni—g nj,g)+UlZ (2 nm)(z nw) +DIZL + 2N
2)
where the constand = —u /2 will account for the renormalization of the vacuum energy.
Here we have added a constant teviti /2 to the Hamiltonian given by (1) to compensate for
the chemical potential term subtracted therefrom. We just keep aside this constant term for the
purpose of renormalizing the parameters in the Hamiltonian and then add the same constant
to the ground-state energy at the end. The Hamiltonian has several conserved quantities: total
number of particles, total spinS and thez-componentS, of the total spin, besides the p-h
symmetry pointed out earlier. We divide the 2-D lattice wihsites intoN /3 triangular
blocks of three sites each (figure 1). The block Hamiltonian is then diagonalized for the
three-site block. Since we are interested in the ground-state properties of the system we
truncate the Hilbert space for the three-site blocks and retain only four low-lying states of the
block Hamiltonian governed by the symmetries mentioned above together with the point group
symmetry of the block. It is easy to see that the block Hamiltonian is block diagonalizable
in terms of the good quantum numbersS andS,. The states witHy = 2, § = §, = 0},
(v=35=S8=1/2,{v=3,5 =-S5, =1/2} and{v = 4, S = S, = 0} are considered
for this purpose. Of these, the states in the first and the fourth group are connected by the
p—h symmetry while those in the second and third are connected by spin-reversal symmetry.
However, the point group symmetry in the 2-D lattice imposes further restriction on the choice
of the states [9].
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1

Figure 1. Two neighbouring triangular blocks used in the BRG method. The sites are numbered in
an anticlockwise direction. Broken lines show the two connecting paths between the two blocks.
One has to calculate contributions (identical for symmetry-adapted blocks) from both of the bonds
in calculating the renormalized hopping (3).

To resolve this point we consider the symmetry group [28] of the basic triangular
block. We take our eigenstates of the block Hamiltonian to also be the eigenst&eS;of,
the matrix representations of the group elementsf @/hen choosing the four states to be
retained, we simply take one from each of the four groups, so that all of them lie in the same
representation of &, such that the contribution to the ground-state energy be the minimum.
This leads to the following RG equations which relate the renormalized parameters (primed
quantities) to the original parameters (unprimed ones) in the Hamiltonian:

U =2(E; — E3)
D' =3D +(Ez+E3)/2 3)
t'=2Rep*(x — 20)]¢
where E; and E3 are the lowest eigenvalues in the subspdees= 2, S = S, = 0} and
{v=23,8§=_5, =1/2}, respectively; and
A=(v=25=8=0clv=35=5 =3
ey 2§ — 2 e 1 4)
V=@Ww=2_8=S,=0cpnp lv=3,5 =8, =3).
A* is the complex conjugate afand Re denotes the real part. Here the subskrigfers to the
site index of oundarysite of the block. For a triangular block, however, this could be any of
the three sites. The factor of 2 appears in the renormalization of the hopping due to there being
two connecting paths between the two neighbouring three-site blocks (figure 1). We illustrate

the scheme of the RG calculations using the recursion relations (3) in the appendix.
Using these recursion relations, one can find out the ground-state diefigym

Eo= lim D™W+NU/2
n—oo
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where the superscriptrefers to it stage of iteration. The terMiU /2 inthe above expression
comes from the constant term added in (2). One could study the recursion of any suitable
operator to calculate any other physical quantity within this approximation. For example, we
calculate the local mometity given by

Lo= )2

= —\ny, —n .

0= 70 ’

The recursion relation fak g turns out to be
Lo=A+BL

whereA andB are numbers depending on the components of the basis states retained in course
of basis truncation. Since all three sites in the basic triangular block are in the same status
(after adapting the & symmetry), one can use any of them for finding the recursiayof

Table 1. The energies of the eigenstates of the block Hamiltonian corresponding=t@ and

v = 3areE; andEs, respectively. These are tabulated for different possible combinations of states
belonging to different irreducible representations @f.CWe adopt standard group theoretical
notation [18] (A for 1-D irreducible representations and E for the 2-D one).

Combination given by

irreducible representation E» E3 E>+ E3

A1 —2r—U/4 U/4 —2r

A1 3U/4 U/a U

E r—U/4 —3U/4 1—U

E t—U/4 —V3t+U/A  (V3+ Dt
E t—U/4 J3t+U/4 —(/3- 1yt
E 3U/4 —3U/4 0

E 3U/4 —V3t+U/4 J3+U

E 3U/4 JV3t+U/4 V3+U

It is interesting to note that due to the group theoretical restriction on the choice of the
truncated basis it is not possible, in general, to select the lowest-energy states from all of the
four groups at a time. The states with the lowest energies in all four groups do not necessarily
belong to the same irreducible representationgf @ such states are retained, then the matrix
element. defined in (4) will be zero. So instead of the states with lowest energy one targets the
states belonging to the same irreducible representation. This problem did not arise in the 1-D
cases. Therefore, it is possible here to choose any of the possible combinations of four states
(from the four groups) compatible with the symmetry group. Again, from (3), one can see that
the contribution to the ground-state energy from each iteratiaikist E3. Thenitis natural to
seek for the combination which gives the lowest value of this quantity. However, one should be
careful about the value of the renormalized hoppirtus generated, because this in turn will
seriously affect the contribution to the energy in the subsequent iteration. We have, therefore,
taken into consideration all of the possible channels permitted by the symmetry group up to
three subsequent iterations and then considered the energetically most favourable ones for
the next iterations. For example, consider the case in which we have an optimum choice of
five distinct channels (each with a unique set of four states belonging to a given irreducible
representation) to start with. In three successive iterations it gives rise te=R2% b x 5)
channels out of which we retain the best 25 for the next step. This is an optimized way to
achieve the true ground state. Different possible combinations of the two- and three-particle
states are shown in table 1 in terms of the irreducible representation, as are the corresponding
energies; andEs. Itis evident from the table that the contributi@f, + E3) /2 to the constant
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term D in the Hamiltonian (2) makes just a few combinations advantageous in constructing
the RG scheme.

3. Exact results for the model

The exact ground-state energy could be calculated for the present model (2) in two opposite
extremal ranges of the parameter spadg jim. To do this, we try to match a variational upper
boundE,, to the exact energy to a lower boug,. To find the upper bound',, we choose

a trial statgWyiy) and calculate, by the variational principle,

_ (\Ijtrial|H|‘I"trial)
P (Wl W)
To calculate the lower bounH,,, we break up the Hamiltonian (2) into a sum of the cluster

Hamiltonians corresponding to the smallest triangular clusters. These could be exactly
diagonalized. Then, again by the variational princifg,is given by

Ep=) Egn,+C
o

whereE?, is the lowest eigenvalue for theth cluster andC is the constant term, if there is
one, appearing in the Hamiltonian. To find the lower bound, we rewrite the Hamiltonian (1)
in the following form:

Ny + U | U
H=Zl ~3 Z Cigcja(l—ni—a—'l_/—a)"'EZ(niT—nu) +EN

(ij)ea,o ica
2N U

= Z Hystedar) + EN (5)
a=1

where we have used = U/2 and compensated for this by adding a te¥ity /2, N being

the number of lattice sites. So, hete,= NU/2. In the above form of the Hamiltonian we
have summed over all possibleN2n number) triangular clusters. The fractional numbers
appearing withr andU are due to the over-counting of the bonds (twice each) and the sites
(each being shared by six adjacent trianglés).stel(«) is the cluster Hamiltonian of theth
cluster for which we have to find the lowest eigenvalifg, .

Table 2. Eigenvalues of the cluster Hamiltoniafy,sie{«) as givenin (5) corresponding to different
number () of particles.

v Energy

0,6 O

1,5 —t-U/12,t/)2-U/12

2,4 0,-+—-U/6,t/2—-U/6

3 +r—-U/12,-U/4,+t/2 - U /12

We categorize the results into two regimes as follows:

(@) U > 0: for very large positive values @f the system is expected to go over to a phase
with singly occupied sites [17]. We choose the trial wavefunction as

)y =[] [T 10 (6)
iel jeL
where|0) is a site vacuum ang and £’ are arbitrary disjoint sets of lattice sites, each
containingN /2 lattice points, which together build up the whole lattice. Using [tiig
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we obtain an upper boungl,, = 0. We find the different energy eigenvalues belonging
to different values ob in a basic triangular plaquetteto be as shown in table 2. Now
the lowest of thesef?. | willbe —U /4 if

—U/A<Min[£f — U/12,£t/2 — U/12, —t — U/6,t/2 — U/6,0]. (7)

This is true forU > 12|¢t|. ThenEnin, = —U/4. ConsequentlyE), = 2N x (—U/4) +
NU/2=0= E.
So, in theU > 0 sector, the exact ground-state enefgy—= 0 for U > 12|¢| and the
ground state becomes a paramagnetic insulator with all sites singly occupied.
(b) U < 0: here we choose the trial wavefunction as follows:
(W) =[]clel 10 ®)
iel
where£ denotes a set of arbitrarily choséfy2 sites. This choice giveB,, = NU/2.

Now using the possible values of the lowest energies in a triangular plaquette as listed in
table 2, we find thaE i, = O if

0 < Min[+f — U/12, +1/2 — U/12, —t — U/6,1/2 — U/6, —U /4] . 9)

This corresponds t& < —12|¢| and consequentlffi, = NU/2 = Ep.
So, intheU < 0 sector, the exact ground-state enefgy= NU/2 for U < —12|¢t| and
the ground state becomes an insulator composed/af‘doublons’.

Figure 2. A plot of Eg/N, the ground-state energy per site, as a functioti offor (a)z > 0 and
(b) # < 0. The dotted lines correspondy = NU/2forU/t < 0andEg =0forU/t > 0 and
thus show the asymptotic exact results in the respective limits.
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4. Results obtained in the RG scheme

The ground-state energy as a function of the coupling conéfgnt calculated in the RG
scheme, is shown in figures 2(a) and 2(b) for the two case® and: < 0, respectively. It
appears that the curves agree completely with the asymptotic solutions given above. In fact,
Eq reaches the zero value well before the threshold valué,@f,, = 12|¢|, as one increases

the value ofU/¢. However, there appears a difference between the two valués twr r > 0

andr < 0. This merely reflects the lack o~ —r symmetry owing to the tripartite nature of

the lattice. Also, on the other side bf/r = 0 the energy curves are in complete agreement
with the available exact results. Here alé®,takes the valu&vU /2 at a much higher value

of U compared to the threshold valég, = —12|¢| as the value ot//¢ is decreased. It
appears that the wide region in the parameter spatg|{| < U < 12|¢|) for which the exact
solution could not be obtained is much narrower in reality. The energy curve obtained in the
RG calculation smoothly interpolates between the two exactly solvable opposite limits. In the
intermediate region we find that> 0 always gives the lower energy. This can be checked
against a naive calculation for any reasonable size of a cluster having a triangular geometry.

0.75 T T \

t>0
0.5 (a) 1
0.25 |
L 0 1 1 1 1 1 1 1
0 OT:) T T T T T T T T
t<0
0.5 (b) 1
0.25 1

0
U/t
Figure 3. A plot of the local momenLg as a function ol//7 for (a)t > 0 and (b)s < 0.

The local moment, which measures the proliferation of ‘doublons’ in the ground state,
is plotted against//¢ for r > 0 andt < 0 in figures 3(a) and 3(b), respectively. As we can
readily see, the singly occupied insulating phase given by the wavefunction (6) corresponds to
Lo =3/4=0.75forU > 12¢t|. Similarly, forU < —12|¢|, the wavefunction (8) corresponds
to Lo = 0. These are reproduced in the RG scheme in accordance with the energy curves.
The parameter space in between these two insulating phases shows a non-trivial discrepancy
between the cases> 0 andr < 0. A large plateau ako, = 0.5 appears for > 0 which is
totally absent in the case of< 0. For the latter we find a wide plateaulat = 0.25. Other
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S
e

Figure 4. The energetically most favourable configurations in a three-site cluster for a typical
point in the metallic regionl/ = || = 1. (a) Configurations witlv = 2, 4 dominate for > 0.

Such configurations corresponditg = 0.50. (b) Configurations witlh = 3 dominate for < 0,
corresponding td.o = 0.25. In this schematic figure, () stands for an electron with ‘up spin’
(‘down spin’) at a given Wannier orbital> denotes an empty site.

small structures in the local moment curves may be consequences of finite-size effects. The
plot of the local moment clearly shows that the extents of pairing (in the form of doublons)
are different in the two cases, although both of them possibly correspond to a metallic ground
state. It is important to note that such a metallic phase in the same model on a 1-D chain
gives a free-fermionic local momefy, = 0.375 [6]. These plots also show that the phase
transitions occurring at/,, andU,, are abrupt as in the 1-D case [6]. The departure from
Lo = 0.375 in the metallic case is a consequence of the lattice geometry. To naively illustrate
this point, let us consider the specific casd/of |t| = 1.0. As one can readily check from
table 2, the lowest energy in each triangular plaquettemes fromv = 2, 4 if ¢ > 0; typical
configurations corresponding to this are shown in figure 4(a). Clearly, such configurations
will dominate in the global wavefunction and the valuelgfwill be pushed towards.B8. On
the other hand, a similar observation reveals that in cage-<of0, the lowest contribution
comes from the = 3 sector with configurations similar to those shown in figure 4(b). These
obviously lower the value of.o towards 025. In reality, howeverLg is slightly greater than
0.25 at this point for < 0, as one can see from figure 3(b). This is because of the mixing of
other configurations for optimization of the hopping process between different clusters. Also,
there might be finite-size effects.

The difference between the valuesigf, for r > 0 andr < 0 is distinctly visible from
the plots of the local moment. Thus the local moment plot very clearly captures the lack of
t — —t symmetry which is essential for the lattice under consideration.

5. Conclusions

Summarizing, we have studied the Hubbard model with the bond—charge interaction on a
triangular lattice at the special point of particle—hole symmetry. At this point we obtain exact
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results in two opposite limits of the parameter space. The system behaves as a paramagnetic
insulator above a certain valu&., of the on-site correlation. Below the critical valdg,

it undergoes a transition to an insulating state of disordered doublons. To explore the full
parameter space we employ a real-space version of the RG. The RG scheme is suitably adapted
for this purpose. The ground-state energy and the local moment values calculated in the RG
scheme reproduce the exact results as they did in the 1-D case [6] too. This lends some support
to the present RG approximations. In the intermediate range of the parameter space, where
no exact solution has been available, the RG results indicate that the degree of pairing (in
terms of the formation of local doublons) is different from that in the 1-D counterpart of this
problem. The triangular geometry plays a crucial role there. Moreover, in this region, both
the energy and the local moment plots show up the effect of losing the —r symmetry.

The parameter space betwen andU,,, corresponding to a possible metallic phase (as it

did in the 1-D counterpart [6, 19]), appears to be less wide in the RG calculations compared
to the exact solution. The present study gives an indication that the RG scheme used here
could be successfully applied to other cases in 2-D. Extension to the cases withseems
interesting, although it is well known that the lack of particle—hole symmetry creates some
problem with the present form of the RG on a non-bipartite lattice. Itis interesting to look for
the short-ranged correlations, if any, in the intermediate region of the parameter space. It is
also interesting to know the effect of the finite block size on the satellite plateaus in the local
moment plot; this requires a larger block in the RG analysis (a body-centred hexagon is the
next choice after a triangle). However, the convergence of the RG results to the exact ones is
often slow with increasing block size, and the effect of the discarded states may be important
in determining the global wavefunction [8, 20]. Therefore, a better way of supplementing the
present study is to use the DMRG algorithm, which can take into account a larger number
of configurations within a block in a controlled and systematic way. Of course, the DMRG
algorithm has to be suitably adapted (to a 2-D lattice in the thermodynamic limit) for this
purpose.
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Appendix

In the present appendix we give a brief sketch of the derivation of the recursion relation (3)
quoted in the text. We have retained a suitable state of low energy in each of the subspaces
(1=285=8=0,{1=3S5=8=3},{v=3S=-S.=3land{v=4,5=S5. =0}

These states are designal@d, [1), |{’) and|t]’), respectively. Letthe corresponding energy
eigenvalues b&y/, Ey, E |/, E4 |, respectively. As we have mentioned earlier, the first and
the fourth states are connected by the particle—hole symmetry while the second and the third
are connected by spin-reversal symmetry. It follows, therefore,Apat= E4,,, = E» and

Ey = Ey = E3. These four states closely resemble the single-site si@ites'), ||) and

[11) in that the spin quantum numbers are the same and there is a one-to-one correspondence
between the total number of electrons,in such a state and the occupation number of the
corresponding single-site state (they differ by two). We, therefore, identify a three-site block
as a ‘renormalized’ site in the scaled lattice and the retained states of the three-site block as
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the ‘renormalized’ single-site states [3, 4].
The intrablock Hamiltonian could be written within the subspace of the truncated basis in
terms of the new block-fermion operators:

1 1 1
Hy = §(E2+E3) +2(E2 — E3)<§ _”T/) (E —”i/) (A-1)

where the prime denotes the renormalized block-fermion operators. Comparison of this
‘renormalized’ block Hamiltonian with the single-site part of the Hamiltonian (2) leads to
the renormalization formulae fdf and D in (3).

To obtain the interblock part of the Hamiltonian, we calculate the matrix elements of the
old fermion operators at the boundary sitec,y andc,yn;,;, connecting the states that we
have retained. This leads to the renormalization &g follows:

=205 = A F =A%) (A.2)
which is equivalent to the last relation in (3).andA’ were already given in (4).

Let us now illustrate the scheme of calculation of the renormalized parameters as given by
equation (3). We refer to a specific case with a choice of states belonging to the E representation
(table 1) from all of the subspaces. We find from table 1 that there could be several sets of
states from the subspaces with= 2 andv = 3, i.e. with eigenvalueg’, and E; respectively.

For example, we pick up the case with = ¢+ — U /4 andE3 = —3U /4.

The block statdQ’) (with S, = 0 andv = 2), which is an eigenvector of the block
Hamiltonian belonging to the eigenvaliie = + — U /4 and is simultaneously an eigenvector
of the rotation operatorB(Csy), is given by

1
10) = Te [101}) =10 1) —2[104) + 21101) +[1]0) — [{10)]

76
i
——[I0M)) — 104 1) — [140) +]0 . A3
+2J§[| M) —1011) = 1110) +]041)] (A.3)
Similarly, the block statét’) (with S, = 1/2 andv = 3), which is an eigenvector of the block
Hamiltonian belonging to the eigenvalita = —3U /4 and is simultaneously an eigenvector
of the rotation operatorB(Csy), is given by
wo L _ ! _
1) = o /3 (P4 =2 + DT+ > (131 — M. (A.4)

Here we have expressed a given configuration of the triangular blocléb§) (where
B,y,8 = 0,1, ] or 1]) such that the configuration obeys the ordering of the site indices
1— B,2— y and 3— 4§ (see figure 1 for the site indices).
For the choice of these particular sets of states,
; , 1 i
A= (Oleppt) = ——F2+—

2V2 26

while

A = (0cypngy 1) = 0.
)/ may have a non-zero value for other sets of states. Instead oft4giagdn1,, one could
use operators belonging to site No 2 or No 3 to finish up with the same result. This is because
all three sites are ‘boundary sites’ (as pointed out earlier) and, therefore, equivalent to each
other. These lead to the following RG equations:

U =2E;—E3) =2t +U

D' =3D+(Ey+E3)/2=3D+1t/2—-U/2 (A.5)

' =2Rep*(x — 2\t = &t.
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The renormalized parameters could be easily calculated in a similar way for any other
choice of states shown in table 1.
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