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The 2p, tight-binding model has been used to investigate the electronic properties of ribbon-graphene
hybrid systems. This system is constructed by zigzag graphene nanoribbons aligned periodically on mono-
layer graphene. It was found that for such systems the electronic properties would be strongly influenced
by the geometric structure of graphene nanoribbons, such as the width and the period of the ribbons. In
addition, the stacking arrangement between graphene nanoribbons and monolayer graphene also plays

a dominant role in determining the band structures in the low-energy region. These geometric structure
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effects can be well understood through the density of state calculations. Such hybrid structures lead to
interesting novel features, dissimilar from those of single layer graphene, and could serve as a platform

for the studies of device applications.
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1. Introduction

Graphite is a carbon-related material with three-
dimensionality. The most common form of graphite, known
as Bernal graphite, is of hexagonal symmetry and is layered in
ABAB-manner stacking. For these graphitic-based structures,
many studies have been reported in both experimental [1-3] and
theoretical [4-7] aspects. As for the few-layer graphenes, they
are candidates for the studies of two-dimensional (2D) physical
phenomena. Theoretical investigations into the electronic prop-
erties of such a system have been made using the tight-binding
model [8,9] and density functional theory [10,11]. It is found that
the energy dispersion near the Fermi level (Ef) is sensitive to the
stacking arrangement as well as the layer number. Recently, the
few-layer graphenes are discovered through mechanical friction
[12,13] and thermal decomposition [14,15]. Moreover, monolayer
and bilayer graphenes also display unconventional quantum Hall
effects in transport properties [16,17].
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A quasi-one-dimensional (Q1D) graphene nanoribbon can be
constructed by cutting the monolayer graphene along a specific
direction, and it is essentially a trim of graphene with a finite width
in nanometer size. The zigzag and armchair graphene nanoribbons,
which have been usually investigated, are a graphene nanoribbon
with zigzag and armchair shaped edges, respectively. Such fascinat-
ing materials could be produced by many physical treatments and
chemical synthesis [18-21], and have gained much attention due
to their novel electronic structures. For a zigzag ribbon, its band
structures own the partial flat bands due to the contributions of
the carbon atoms on the ribbon edge, while for an armchair ribbon,
the electronic properties depend on its width. Besides, their mag-
netic and optical properties have also been studied and reported
theoretically [22-25].

The hybrid systems of the carbon-related material could present
a platform to study the influences of the interface states. Very
recently, the carbon nanotube-graphene hybrids have been made
to fabricate [26]. Q1D carbon nanotubes are distributed on the 2D
graphene. It would be desirable to replace carbon nanotubes by
graphene nanoribbons because of the unique edger structures in
graphene nanoribbons. In this work, we investigated the electronic
properties of zigzag ribbon-graphene hybrid systems through the
2p, tight-binding model. The interlayer interactions are taken into
account, and the effects for ribbon with various widths and periods
are also studied and presented.
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Fig. 1. (a) The geometric structure of zigzag ribbon-graphene hybrid system. N, and R, represent the ribbon width and period, respectively. (b) The ribbon is projected onto
the graphene with the thick black lines in the AB-stacked hybrid system. y, is the intralayer interaction and y;’s indicate the interlayer interactions. (c) Same plot as (b), but
shown for the AA-stacked hybrid system.

2. Theory denote the numbers of the zigzag lines. The carbon atom on the edge
of zigzag ribbon is terminated by a hydrogen atom, and it is stable
The geometric structure of zigzag ribbon-graphene hybrid sys- at extremely low hydrogen concentrations. The sp2-bonding con-

tem is sketched in Fig. 1(a). The ribbons with a width Ny are aligned figuration on the graphene layer keeps unchanged. The C-C bond
on the graphene with a period Ry along the y-axis, where Ny, and Ry length is b=1.42 A, and the interlayer distance between ribbon and
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Fig. 2. The energy dispersion of the zigzag ribbon-graphene system (N, =10, R, =40) at (a) ky =0 and (b) k, =7/I,. The independent and AB-stacked systems are represented
by open and solid circles, respectively. (c) and (d) are the same plots as (a) and (b), but with (N, =10, R, =80). The insets in (a) and (c) show the energy gap near Er.

graphene is assumed to be 3.35A, which is the same as that of
the graphite. The unit cell of such a system has (2Ny + 2Ry ) carbon
atoms, where its periodical lengths along the x-axis and y-axis are
Iy = +/3b and I, =(3b/2)R,, respectively. The first Brillouin zone is
defined by —7/Iy <kyx <m[Iy and —m[ly <ky <7/l.

Under the tight-binding model with the 2p,-orbitals of the car-
bon atoms, the Hamiltonian matrix could be represented as

hy h12>
H={ " .
(hlz h,

The block hy is a 2Ny x 2Ny Hamiltonian matrix of the zigzag
graphene nanoribbon, whereas h, is a 2Ry x 2R, Hamiltonian
matrix of the monolayer graphene. The elements of the h; and h;
are given by

V6 if j=i, i is even;
2ype~kvb/2cos(v/3bky/2) if j=i+1, i is odd;

(hij)1: ikvb e s s . (1)
yoe kv if j=i+1, i is even;
0 others.

and
Ve if j=i, i is odd, i<2Ny+2;
2yoe~kvb/2cos(v/3bky/2) if j=i+1, i is odd;

(hy), = { yoe~ikvb if j=i+1, i is even; (2)
yoelkyb if i=1, j=2Ry;
0 others.

respectively. In this study, the zigzag graphene nanoribbon and
monolayer graphene are arranged according to Bernal (AB) stack-
ing, as shown in Fig. 1(b). There exists a different value ys between
the on-site energy of A atom and that of B atom due to such a AB
manner. In the ribbon (graphene), the A atom corresponds to the

ith atom, in which i equals even integer (odd integer).

Furthermore, hy, describes the interactions of the 2p, orbitals
between the graphene nanoribbon and monolayer graphene with
AB-stacking. They can be expressed as

yaelky if j=i, i is odd;
yselkvb/2cos(v/3bky/2) if j=i+1, i is odd;
yae~&vb/2cos(v/3bk,/2) if j=i+2, i is odd;
yaeiky if j=i, i is even;
Y if j=i+1, i is even;
yae~kvb/2cos(y/3bky/2) if j=1+2, i is even;
0 others.

Yo and y;’s indicate the intralayer interactions and the inter-
layer interactions, respectively, which correspond to the values of
the AB-stacked graphite [5,6]. They are yg=2.598 eV, y1 =0.364 eV,
y3=0.319eV, y4=0.177 eV, and yg=—0.026eV.

Another arrangement in this hybrid system is the simple hexag-
onal (AA) stacking, as plotted in Fig. 1(c). In such a AA-stacking, all
carbon atoms of the ribbon are projected directly onto those of the
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graphene. The corresponding intralayer and interlayer Hamiltonian
elements can be expressed as follows:

if j=i+1, i is even; (4)

2a0e~*vb/2cos(v/3bky/2) if j=i+1, i is odd;
(hU)] — ageikyb

0 others,

2a0e *vP/2cos(v/3bke/2) if j=i+1, i is odd;

(hy), = aoe‘*”‘yb ff ]:=i+1,. i is even; (5)
agelv? if i=1, j=2Ry;
0 others,
and
o if j=it2,
azelkyb if j=i+1, i is odd;
(e = ase~kyb/2cos(v/3bk,/2) if j=i+3, i is odd; 6)
v azekvb/2cos(v/3bky/2) if j=i+1, i is even;
azetkyb if j=i+3, i is even;
0 others.

The hopping integrals g, ¢, and a3 are taken from the simple
hexagonal graphite in Ref. [5]. Through diagonalizing the Hamil-
tonian matrix, energy dispersion E©V can be obtained, where the
superscripts ¢ and v represent the conduction 7* band and valence
7 band, respectively.

Eels/ T

Fig. 3. Same plot as Fig. 2, but shown for the AA-stacking.

3. Results and discussion

Fig. 2(a) shows the band structures of the zigzag
ribbon--graphene hybrid system (N,=10, R,=40) at k,=0.
We only consider the band structure against kx with I, greater than
Ix. For the independent system (open circle), the low-energy band
structures consist of the linear bands and partial flat bands. The
linear bands, which intersect at Er=0 and kyx=2m/3Iy, belong to
the monolayer graphene, while the zigzag ribbon owns partial flat
bands, which are dispersionless over kyx ~0.857/Ix. In the zigzag
ribbon case, their eigenfunctions for such partial flat bands are
located on the outmost carbon atoms of the ribbon. With the
consideration of the interlayer interactions of AB-stacking (solid
circles), the band structures are drastically changed. Obviously, the
liner bands change into the parabolic bands with an energy gap
(~3x1073yp) emerging at ky=27/3ly, as shown in the inset of
Fig. 2(a). In addition, their wavefunctions are also modified by the
interlayer interactions. For the parabolic band at kyx =2m/3I above
the Er=0, the contributions for eigenfunctions still come from the
graphene, mainly the B atoms, whereas the B atoms of ribbon and A
atoms of graphene dominate the band below the Er =0 (the inset of
Fig. 2(a)). As ky shifts slightly away from 2/3I, the band structures
are gradually influenced by the ribbon. For instance, at kx ~ 0.77/Iy,
the intersection of the two bands from graphene and ribbon above
the Er is broken because of the interlayer interactions. It is found
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Fig. 4. Density of states (DOS) is calculated for N, =10 zigzag ribbons with AB-stacking for the period (a) R, =40 and (b) Ry =80. (c) and (d) are the same plots as (a) and (b),

but with AA-stacking. The independent system is also shown.

that the lower band is contributed mostly by the ribbon, especially
the edge carbon atoms, while the contributions for the higher
band come from the ribbon and from the atoms of graphene which
are away from the overlap of ribbon and graphene. Moreover, the
partial flat band will also be separated. This is because that the
B atoms at the edge of the ribbon are projected to the center of
hexagon in the graphene, whereas the A atoms are projected on
the A atom of graphene, as presented in Fig. 1(b).

Fig. 2(b) shows the system with different band structures at
ky =m[I,. Without interlayer interactions, one can see that the par-
tial flat bands from the ribbon do not disappear. For the low
energy region, doubly degenerate parabolic bands appear, which
are contributed from the graphene. With the consideration of
the interlayer interactions, the degenerate parabolic bands are
separated and new band-edge states occur. As ky increases, the con-
tributions of the parabolic band nearest Er from the ribbon would
gradually rise, while those from graphene decrease. In contrast, the
other parabolic band is hardly affected and its contributions are
mostly from the graphene.

Now, consider the effect of the period of ribbons on the graphene
in this hybrid system. The energy dispersions with double period
Ry =80 are calculated along the ky at ky, =0 as well as ky =mn/Iy, as

shown in Fig. 2(c) and (d), respectively. Since the period becomes
larger, band structures are folded into smaller first Brillouin zone,
which results in more degenerate states at ky =0 and ky = 7/I,,.. Such
degeneracies are further destroyed by the interlayer interactions
so that many band-edge states appear at larger R,. Moreover, the
energy gap is also affected by the period of the ribbon. For exam-
ple, in the inset of Fig. 2(c), Eg (~ 1.6 x 10~3y;) is smaller than that
with Ry, =40. Meanwhile, the energy spacing between the valence
and conduction parabolic bands at k, =7/I, decreases as the Ry
increases, as illustrated in Fig. 2(d).

In Fig. 3(a), the low-energy band structures of the AA-stacked
hybrid system are different from those of the AB-stacked one. It is
found that not only the partial flat bands could not be separated but
also the intersection of the linear bands could not be destroyed by
the interlayer interactions. However, the partial flat bands would
be shifted upwards a little bit and cause a slight shift of the Eg
from the intersection of the linear bands, as shown in the inset of
Fig. 3(a), where the intersection of the linear bands does not locate
at 27/3Ix. On the other hand, the tight-binding functions of the lin-
ear bands mainly come from the overlapping carbon atoms of the
ribbon and graphene. In Fig. 3(b), the degeneracy of parabolic bands
is also destroyed. The parabolic band, which is hardly affected by
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Fig. 5. The R,-dependent energy gaps of the hybrid system with (a) N, =10 and (b)
Ny=12.

the interlayer interactions with AB-stacking, would be changed and
their contribution from ribbon would increase with ky rising. With
the period doubles, the wavevector of the intersection of the linear
bands would get closer to 27/3Ix, and more band edges occur at
ky =0 and ky = /I, as shown in Fig. 3(c) and (d).

From the density of states (DOS) point of view, the properties
of the band structures for such a hybrid system can be well under-
stood. The definition of DOS is given by

lely Z/ dkydky r
2(Ny +Ry) 1wz AT [(Ef(ky, ky) — w)* + I72]

I' (=10%y;) is the phenomenological broadening parameter. In
the independent system, the DOS is symmetrical at @ =0 (Fig. 4(a)).
There exists a delta-function-like peak, which originates from the
partial flat bands in the ribbon. However, the strength of DOS has
a linear dependence on the frequency except around w =0, which
results from the single-layer graphene. When the interlayer inter-
actions are taken into account for AA- and AB-stacking, the DOS
(Ny=10, Ry =40) would be drastically changed, and the symmetry
of the peaks at w =0 could be broken. The delta-function-like peak
would be split into two lower peaks in the inset of Fig. 4(a), and an
energy gap would occur between the two peaks. As a result, many
quasi-1D peaks appear due to the parabolic subbands, and their
peak frequencies correspond to the state energies of the band-edge
states. More peaks would appear because of the expansion of the
ribbon period and the occurrence of more band-edge states in the
energy dispersions, as shown in Fig. 4(b). These small peaks near the
Er could provide more new excitation channels and are expected
to affect the low-energy optical absorption peaks. In Fig. 4(c), the
delta-function-like peak at Er=0 could not be altered. Besides,
the peaks at 0.2y < |w| <0.4y, are very similar to 1D behavior in
comparison with AB-stacking, and it could be concluded that the
AA-stacked energy dispersions along ky are weaker than the AB-
stacked ones. When Ry increases, more Q1D peaks appear at low
energy, which is similar to the case of Fig. 4(b), as presented in
Fig. 4(d).

Fig. 5(a) and (b) shows the energy gap of the AB-stacked hybrid
system against Ry/N, with Ny=10 and N, =12, respectively. In

D(w) =

Fig. 5(a), E; has strong dependence on ribbon period Ry. As Ry
increases, Eg decreases sharply at first and then gradually slow
down the descending speed. For such a case, the energy gap occurs
at ky=2m/3Ix and ky =0, which is the same location as that of the
linear bands intersecting without the interlayer interactions. More-
over, the expansion of the ribbon period would lead to different
influences on the two parabolic bands near Eg = 0. The band above Ep
is not relevant to the ribbon, but the band below Ef can be affected
by Ry and Ny. As Ny =12, a similar tendency toward Fig. 5(a) can
be observed, as shown in Fig. 5(b). As a result, the energy gap
could be effectively modulated by the width and period of the
ribbon.

4. Conclusions

Our results show that such a hybrid system is closely related to
the edge structure, the width and the period of ribbon, as well as the
stacking types. Although the zigzag ribbon possesses the partial flat
bands at low energy, the AB-stacking could separate the partial flat
bands from the ribbon, break the intersection of the linear bands
from the graphene, and induce an energy gap. Moreover, Eg could be
modified by varying Ny and Ry. In contrast, the AA-stacking would
only slightly shift the partial flat bands, make the Fermi level leaving
the intersection of the linear bands, and thus the free carriers could
exist at Er. The enlargement of the ribbon period induces the fold-
ing of the first Brillouin zone, which makes more band-edge states
appear in the reduced first Brillouin zone. The above-mentioned
changes in the band structures could also be observed in DOS, for
example, the split of delta-function-like peak and the occurrence of
more peaks. The stacking type of the hybrid system would modify
the optical and transport properties. Our findings would open up
more possibilities in designing nanoelectronic and nanomechanical
devices.

Besides, in the pure zigzag graphene nanoribbon without
hydrogen, the carbon atoms near the edge would undergo rear-
rangement and their C-C bonds have the z-axis component. In
other words, there exist the sp2-bonding and sp3-bonding configu-
rations simultaneously. The effect of rearrangement on electronic
properties is worth investigating further. On the other hand, the
spin-wavefunction calculations will be predicted to influence the
low-energy band structures. The similar changes can be observed
from the previous study on the graphene nanotube-nanoribbon
system [27]. When the width of the ribbon increases, the effect of
the spin-spin interaction gradually reduces.
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