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Abstract. On the basis of our former work and by means of the decomposition-decimation method, we
study the splitting rules for the second hierarchy of the electronic energy spectra for two-dimensional
Fibonacci-class quasicrystals with one kind of atom and two bond lengths. It is found that every line of the
sub-spectra for n x n and (n+1) x (n+1) clusters of FC(n) (n > 2) splits according to the type Y{, _)_»_;
and type Y,_2_1 respectively. The one for n X (n + 1) clusters of FC(n) consists of three sub-subbands
when n < 2, and five sub-subbranches when n > 3. The general formulae of the number of energy levels
for the spectra of the second hierarchy are obtained. The analytical results are confirmed by numerical

simulations.

PACS. 71.23.Ft Quasicrystals — 63.90.+t Other topics in lattice dynamics (restricted to new topics
in section 63) — 33.70.Jg Line and band widths, shapes, and shifts

1 Introduction

There have been a large number of studies on the prop-
erties of quasicrystals and quasiperiodic systems since
the leading experiment made by Schechtman et al. [1] in
1984, which demonstrated the existence of quasicrystals
and opened up an interesting field of solid-state physics—
quasicrystal physics. The one-dimensional (1D) Fibonacci
chain [FC(1)] has attracted much attention from both
physicists and mathematicians, because its structure is not
only relatively simple but also possesses the main charac-
teristics of quasicrystals. Huang and co-workers [2] pro-
posed a so-called intergrowth quasiperiodic model [FC(2)]
in 1992. In 1997 based on research concerning FC(1)
and FC(2), Fu et al. [3] designed a class of flawless
quasiperiodic models, which contain FC(1) and FC(2) and
have been called as Fibonacci-class quasilattices [FC(n)].

For 2D FC(1) with one kind of atom and two bond
lengths, Ueda et al. [4] investigated the energy spectrum
and conductance numerically. Ashraff et al. [5] have ana-
lytically studied the energy spectrum, density of states
and the dynamical response function. By means of a
decomposition-decimation (DD), Fu et al. [6] studied the
splitting rules. Yang et al. [7] have found the branching
rules for spectra of 2D FC(1) with three kinds of atoms
and one bond length. For 2D FC(n) with one kind of atom
and two bond lengths Yang et al. [8] recently obtained the
rules for the first hierarchy of the spectra. However, the
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studies of the properties of the second hierarchy, as far as
we know, have not been reported yet.

The DD method was created by Liu and Sritrakool [9]
on the basis of researches of Niu and Nori [10], and it al-
lows one only to calculate the influence between resonant
couplings of the same kind of atoms in the same state in
each hierarchy. So it is possible to compute very large clus-
ters to obtain the electronic energy spectra structure of
higher hierarchies without the difficulty that plagues high-
order perturbation calculation. By means of this method,
in this paper, we have focused our study on the splitting
rules for the spectra of the second hierarchy of 2D FC(n)
with one kind of atom and two bond lengths, and obtain
general formulae for the number of energy levels and some
splitting types. In Section 2, the construction of 2D FC(n)
is introduced. The splitting rules for the second hierarchy
of the spectra are given in Section 3. In Section 4, the influ-
ences of different clusters on the positions of sub-spectra
are studied analytically. Section 5 is a brief summary.

2 Construction of 2D FC(n)

In reference [8] it is proposed that a 2D FC(n) with one
kind of atom and two bond lengths can be composed as
follows: (1) create one FC(n) chain in a horizontal direc-
tion by the substitution rules

Sy =B,B—B" A, A—-B" ' AB, (1)
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which shows the following sequence:

B.--... BA-..... B BAB
N——— ——
n—1 n—1
B BA-..... . (2)
| —
n—1

(2) make “B” units in equation (2) such that there are
“short” bond lengths between atoms for the horizontal lat-
tices, and order “A” units to define “long” bond lengths,
respectively; (3) by the same step as that for horizontal
chains, we can obtain a vertical sequence with the same
order of bond lengths; from which the 2D FC(n) can be
obtained.

Figures 1 and 2 show a 2D FC(2) and a 2D FC(3),
respectively.
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3 Splitting rules for the spectra of the second
hierarchy of 2D FC(n)

3.1 Spectra for the second hierarchy of 2D FC(2)
3.1.1 Numerical simulations

In the framework of the single-particle tight-binding trans-
fer model, atomic orbits are all located at the center of the
cell, and the single-site energy €; is a constant for all of
the atoms; then the Hamiltonian can be simply written as

=Y elil + Y it Gl ®)

where [i) is the ith Wannier state, Zi,j/ is the sum over
the nearest-neighbor atoms, and ¢;; is the transfer-matrix
element, which contains two kinds of elements t, (strong)
and t,, (weak) corresponding to short and long bonds, re-
spectively. In order to solve the problem simply, we assume
ts = —1.0,t, = —0.1, and ¢; = 0.0 for all . The numerical
results for the spectra of FC(2) illustrated in Figure 1 are
shown in Figure 3, where from top to bottom we refer to
the subbands as E; to Ej3, respectively.

3.1.2 Analyses of the spectra

Making use of the DD method [9], we presume that

(a) in the zeroth approximation there exists no interaction
among the atoms (i.e., t;; = 0), the 2D FC(2)’s are
broken into isolated atoms, and there is only one highly
degenerate energy 0.0 in the systems;

in the first approximation only the interactions be-
tween the nearest-neighbor atoms are calculated and
weak bonds are absent (i.e., t;j = tnearest—neighbor =
—1.0 and ¢;; = tothers = 0.0), then the 2D FC(2) con-
tain only three kinds of isolated clusters: nine-atom
clusters, four-atom clusters, and six-atom clusters, and
its spectra consist of thirteen subbands. In Figure 3,
(1) subbands FEi, Ey, F19, and Ej3 are for the nine-
atom clusters, (2) E5 and Fj; are for the four-atom
clusters, (3) Fa, Es, Eg, Eg, Fg, and Ej2 are for the
six-atom clusters, and (4) E7 consists of degenerate
energy levels of nine-atom clusters and four-atom clus-
ters. Thus there only exist four splitting types for the
second hierarchy sub-spectra;

in the second approximation, the interactions between
the nearest-neighbor atoms and those between the
next-nearest-neighbor atoms are taken into account.
The interactions between atoms with the same energy
are the dominant factors affecting the spectra splitting
of the sub-subbands; the interactions between atoms
with different levels can be regarded as perturbations.

(b)
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(a) Nine-atom clusters’ spectra (E1, Ey, F1o, and Eq3)

For the nine-atom clusters in Figure 1, in the second
approximation, there exist three kinds of isolated sub-
clusters: four nearest-neighbor nine-atom sub-clusters,
six nearest-neighbor nine-atom sub-clusters, and nine
nearest-neighbor nine-atom sub-clusters. The structure of
the nine-atom sublattice is that of a FC(2) and each of
its spectra (E1, Ey, E19, and E13) splits into thirteen sub-
subbands as type Ya_o_1 [8]. The picture of the sub-
spectra for level Ey3 is shown in Figure 4.

(b) Four-atom clusters’ spectra (Es and E11)

For the four-atom clusters in Figure 1, in the second
approximation, the structure is different from that of
2D FC(1) though there exist three kinds of isolated
sub-clusters: one nearest-neighbor four-atom sub-clusters,
two nearest-neighbor four-atom sub-clusters, and four
nearest-neighbor four-atom sub-clusters. The sub-spectra
(E5 and Eq;) split into five branches, and we denote this
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Fig. 5. Sub-spectra E11 of 2D FC(2).

kind of structure as type F’. The branch F; is shown in
Figure 5.

(c) Siz-atom clusters’ spectra (Ea, Es, Eg, Eg, Fy,
and E12)

For the six-atom clusters in Figure 1, the case is more
complicated than the aforementioned ones and there exist
six kinds of coupling interactions as shown in Figure 6.
If the mth molecular denotes the six-atom cluster with
atoms 1, 2, 3, 4, 5, and 6, and the nth one the six-atom
cluster with atoms 1/, 2/, 3/, 4/, 5/7 and 6 . The mth state
for the two six-atom sub-clusters in Figure 6a is

6

where C; is the coupling interaction coefficient for every
atom and for atom 1 we have

6
By, = ZBjtljwja (5)
=1

where B; is the coupling interaction coefficient for atom 1.
Then one can obtain

T—th— tw2T—tiT—tiT—0T—0
1= 2; 2 = 2t57 3_3t57 4_3t§7 5 — Y, 46 — Y.

(6)
Formula (6) shows that |T5|,|T5| and |T4| < |T1|, and
so Ty, T3 and Ty can be ignored, then every line of the sub-
spectra (Ea, E5, Es, Es, Eg and E13) will divide into three
sub-branches whereas the splitting type is unknown. The
graph for the sub-spectra of Fjs is illustrated in Figure 7.

(d) The middle spectrum (Er) of FC(2)

In the second approximation, because the interactions be-
tween nine-atom clusters are much weaker than those be-
tween four-atom clusters, the splitting rules for the middle
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Fig. 7. Subband E12 of 2D FC(2).

subband F; are mainly controlled by four-atom clusters,
and E7 splits into five sub-subbands. The figure for the
sub-spectra of Fy is illustrated in Figure 8.

3.2 Spectra of 2D FC(3)

The numerical results for the spectra of FC(3) illustrated
in Figure 2 are shown in Figure 9, where from top to bot-
tom we refer to the twenty-five subbands as F; to Fos,
respectively. By means of the DD method and in the first
approximation there exist three kinds of isolated clus-
ters: sixteen-atom clusters, nine-atom clusters, and twelve-
atom clusters. Here we only present the results for the sub-
spectra (E2, Es, Eg, Ei0, E11, E12, Ei4, Eis, Ei6, Eoo,

Fig. 8. Sub-spectra E; of 2D FC(2).

Es1, and Eoy) of twelve-atom clusters in detail. In the
second approximation, there exist six kinds of coupling
interactions as shown in Figure 10, and the corresponding
six renormalized transfer-matrix elements are obtained as
follows

_tw2
T17T3 = ST)T4 - 5

tw .1

le_)TQ \/5

3

T5 =0,T6 =0. (7)
It shows that |Ts|and |T4| < |Ti| and |T3|, and so T3
and T} can be ignored. The sub-spectrum for twelve-atom
clusters divides into five branches. Figure 11 shows the
picture for the sub-spectra of Fo;.
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3.3 Spectra of 2D FC(n) sub-spectra lines with different energy values is given by
1 ’
3.3.1 (n+1) x (n+ 1) clusters’ spectra lnt1)x (n+1) = Npogmy» (8)

In the second approximation the structures of (n +1) X anq the total number of this kind of sub-spectra is
(n+1) clusters for FC(n)(n > 2) are that of FC(n). From

reference [8], one knows that every line of the sub-spectra I s 9 x N
splits according to the type Y;,_o_1 and the number of the (n+1)x(nt1) = (27 =1 +2) X FC(n): 9)



480

The European Physical Journal B

-2.00 . , . ,

-2.01 -

-2.02 -

-2.03 -

FC(3)

-2.04 -

of

-2.05 -

21

E

-2.06 -

21-4  qo0000°®
ee0000°®

-2.07 E

T T T T Tooes
”......nooo»o“ St |
21-1

21-2  gqve0e®®
ee0000%®

21 3e0ev00e®®

320 340 360

380 400 420

Number of Atoms

Fig. 11. Subband Es; of 2D FC(3).

3.3.2 n x n clusters’ spectra

Similarly, it is found that the sub-spectrum for n x n
clusters of FC(n)(n > 2) splits according to the type
Y(/n—1)—2—1 and the number of lines with different energy
values is given by

lnxn = N;:c(n,1)7 (10)
and the total number is
Lysxn=2(n—1) % NFC(n_l). (11)

3.3.3 n x (n+ 1) clusters’ spectra

In the second approximation, when n > 3 there exist only
two kinds of relatively strong coupling interactions for n x
(n+1) clusters of FC(n), and the sub-spectrum splits into
five branches. In conclusion, the number of the sub-spectra
with different energy values for FC(n) can be given as

follows:
3, n<2
lnx(nt1) = {5, n>3 (12)
and the total number is
Lovnsn) — {3 x (n?+n), n<2 (13)
5x (n?+mn),n>3.

3.3.4 The middle spectrum of FC(n)

It can be demonstrated that the interactions between nxn
clusters are the most significant effects for the sub-spectra

splitting of the middle line and the number of the sub-
spectra can be obtained as follows:

’

FC(n—1) (n=2). (14)

Inriddie Line =

3.3.5 Total spectra number for the second hierarchy
of 2D FC(n)

By means of equations (9), (11), (13) and (14), one can
obtain the following formula for the total number of the
second hierarchy sub-spectra of FC(n) (n > 2):
Lrcm) = Lint1)x(n+1) + Luxn + Lnx (1)
+niddie Line
= (n* =n+2) x Npen)
+(2n — 1) X Npg(po)
+Ln><(n+1) (TL Z 2)
(a) When n = 2 the total number is

(15)

Lrcm) = (0 —n+2) x (2n° + 2n+ 1) + 3(n” + n)
+2n—1)[2(n—1)*+2(n — 1) +1]
= 85. (16)
(b) When n > 3 the number of the levels is
Lrpcm) = (n2 —n+ 2) X (2n2 +2n+ 1) + 5(n2 + n)
+(2n—1)[2(n— 1) +2(n— 1) +1]
=2on* +4n® +2n% + 120 + 1. (17)

The number of the sub-spectra for the second hierar-
chy of FC(n) and some splitting types are also shown in
Table 1.
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Table 1. The number and some splitting types of the sub-spectra for the second hierarchy of FC(n) (n > 2).

FC(2)

item

FC(3) FC(n)

n X n cluster 5 (type F')
(n+1) x (n+ 1) cluster
n X (n+ 1) cluster 3 (Unknown)
5 (Unknown)

85 (Unknown)

nxné& (n+1) x (n+ 1) clusters

quasilattice

13 (type Ya—2_1)

NFC(nfl) (type Y—(,nfl)7271)
Npcm) (type Yn—2-1)
5 (Unknown)

13 (type Y3_51)
25 (type Yz—2-1)
5 (Unknown)

13 (Unknown)
325 (Unknown)

N’Fc(n,l) (Unknown)
Lrc(n)y (Unknown)

4 Influences on the positions of energy
spectra

In the first-order approximation, the number and the po-
larities of the three kinds of clusters for FC(n) are quite
different. Although the volume of n X n clusters is nearly
equal to that of n x (n+1) clusters, the former is nonpolar
and the later is polar. On the other hand, the number of
(n+1) x (n+ 1) clusters is much smaller than that of the
two kinds of aforementioned clusters and is also nonpolar.
So we think that the interactions of n x (n + 1) clusters
are the most dominant effect influencing the sub-spectra.

The center [8] of the subband with the lowest energy
values for nine-atom clusters is located at Ej3 = —2v/2 ~
—2.828, but the realistic range for Fj3 values as shown
in Figure 4 is from —2.849 to —2.835. It shows that in
practice spectrum shifts downward obviously because of
the repelling actions of the polar six-atoms clusters. For
the symmetry, the line Eq will shift upward. For FC(n)
the same conclusion can be drawn out.

5 Summary

We have investigated the spectra for the second hierarchy
of 2D FC(n) (n > 2) with the DD method. In the
first approximation, there exist three kinds of isolated
clusters: n x n, n x (n + 1), and (n + 1) x (n + 1)
clusters, and the sub-spectra split into four types. The
sub-spectra for n x n and (n 4+ 1) x (n + 1) clusters
split according to the type Y(/nf1)7271 and Y, o 1,
respectively. The one for n x (n + 1) clusters splits from
one to three when n < 2, and one to five when n > 3.

The number of the sub-spectrum of the middle line is the
same as that of type }/(1'1’171)7271 but the structure is un-
known. We also obtain the number of the total spectra
for the second hierarchy of 2D FC(n) (n > 2) and analyse
the influences of the number and polarities of clusters on
the positions of the sub-spectra. The analytical results are
confirmed by the numerical simulations.
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