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Abstract. It is well known that in the graph theory the adjacency matrix is an important
invariant [5]. Especially, the adjacency matrix is also very important in the theory of chemical
graphs, for example, in obtaining graph energy. In this paper, the general form of the adjacency
matrices of some hexagonal systems will be determined.
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1 Introduction

Suppose M is a molecule and X is the set of all atoms of M. Two members of X
are assumed to be adjacent, if there is a chemical bond between them. This gives us a
simple graph which is called the chemical graph of M. This simple graph is the main
object of chemical graph theory. A hexagonal system(benzenoid graph) H, is a finite
connected plane graph without cut vertices in which every interior region is bounded
by a regular hexagon. It is well known that benzenoid graphs possess very natural
chemical background.In particular, the skeleton of carbon atoms in a benzenoid hydro-
carbon is a benzenoid graph, [4]. For systems with a large number of atoms and with a
dense network of bonds, determining the topological invariants of chemical structures
in many cases provides a basis for understanding difficult theoretical problems. With
the knowledge of topological descriptors, a better qualitative understanding of differ-
ent molecular aspects in their chemistry and physics can be obtained [3]. Ann x n
matrix A = [ai,j] is called symmetric if a;; = a;; and centrosymmetric when its entries
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satisty a;; = ay_jy10jr1 for 1 <i,j<nm.

Let X be an n—vertex simple graph containing n vertices 1, uy, ..., u,. The adjacency
matrix A(X) = [ti]-] is a matrix for which t; =0,1 <i<n,and t;; = 1,1 # j, if and only
if u; and u; are adjacent. We use the famous book of Biggs [5] for important properties
of this matrix.

Determining the adjacency matrix in graph theory is always important. If this ma-
trix is available, the graphical parameters of a graph can be calculated, including the
characteristic polynomial, Wiener index, eigenvectors, etc. The authors have presented
an algorithm similar to this method to obtain the adjacency matrix of a set of hexagonal
systems. See [6] for more details. Our other notations are standard and our chemical
graphs are drawn with the aid of ChemDraw [2]. In this article, Chemdrow software
is usid to drow graphs [2], and matrices are written under the pattern presented in
this article using Mathematica software, [7]. Now by having the adjacency matrix and
reusing the mathematica software, it is possible to obtain invariants such as determi-
nant, permanent , energy, etc.

The purpose of this article is to provide a general method for determining the adja-
cency matrix of some hexagonal systems, where the adjacency matrix of six of them is
given here.

2 Adjacency matrices of Pr(2,n)

n-1

Figure 1. Pr(2,n);n=20+8(k—1);k=1,2,....

In [1] a set of regular 3- and 4-tier benzenoid strips was presented. The aim of
this section is to calculate the adjacency matrices of these benzenoid strips in general.
Suppose that A« = [a;j],1 <1i,j < n, is the adjacency matrix of pr(2,n). To calculate
the adjacency matrix of pr(2,1), we have to determine all entries which are equal to
one. To determine the adjacency matrice, we will do as follows: consider the values
tast=[g] —2and m = [§] — 1, where [x] denotes the integer part of x and gives the
largest integer less than or equal to x. We have shown the labeling in Figure 1 that the
(i,i+1);1<i<n—1,i #12+8(k — 1);1 < k < m pairs of their value in the adjacency
matrice is equal to 1.

Pairs (18,25),(26,33),... whose components are arithmetic sequences with the first
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sentence 18 and the common difference of 8 and their second component are also form-
ing arithmetic sequences with the first sentence 25 and the common difference of 8,
whose value in the adjacency matrice is equal to 1, i.e pairs:

(18 +8(k+1),25+8(k—1)), 1<k<t.

In all pairs provided, the common difference is 8, which we have refused to repeat.
Pairs (15,24), (23,32),..., the first component of which is the formation of an arithmetic
sequence with the first sentence 15 and the second component, also form an arithmetic
sequence with the first sentence 24, whose value in the adjacency matrice is equal to 1,
ie.

(15+8(k+1),24+8(k—1)), 1<k<t

Pairs (19,28), (27,36), ..., the first component of which is the formation of an arithmetic
sequence with the first sentence 19 and the second component, also form an arithmetic
sequence with the first sentence 28, whose value in the adjacency matrice is equal to 1,
ie.

(1948(k+1),28+8(k—1)), 1<k<t.

Pairs (21,30),(29,38),..., the first component of which is the formation of an arith-
metic sequence with the first sentence 21 and the second component, also form an
arithmetic sequence with the first sentence 30, whose value in the adjacency matrice is
equalto 1, i.e.

(21 +8(k +1),30 + 8(k — 1)), 1<k<t.

Otherwise, we have (i,j) = 0.

In Table 1., some pairs for which the corresponding entries of the adjacency matrix
are one are given. Since only the upper (lower) ends (main diameter) are specified and
the adjacency matrice is symmetric, we replace the above matrice with A = A + A”.

Table 1. Some entries whose values in the adjacency matrix are equal to 1.

712) (517) (12,16) (1L,13) (1,6) (47) (6,20)

OO OCOORRROROOODODODOOOO
QOO OROOOOROOOROOOODOOO
OO OROOROOOOOOODOOOO
OO OrROROOOOOOOOOOOO
[elelslel ol jeleleleleleleleloleleolol]
OO ORrROORROOOOOOOOOO0O
[slel el Jolelelelelelelelelel elelele]
(o)l el jelelelelelelelelelolelelelelo ]
=l elelelelelelelelelelelelelolelole)
(o) Jelelelelelelelelelelelo]jeolelel ]

[elelslslsleleleleleleleleleol jeolelel Y]
OO0 OOOROF
[elelslelslelelelelelelelelolelol jol Y]
OO OO0 OOORrRORrROROO
[elelel deleleleleleleleleleol ol jolwel]
RFOOOOOOOOOOOOOO—ROOO
[elololololololeol Helolol Jololol oo}
[elelelelelelsleleleleol ol Jelelelolel)
[elololololalolaleleolilellolelelelolelo]
QOO OOROROOOODOOOO
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3 Adjacency matrices of M(3,n)

In this section we present the adjacency matrices of the class M(3,7) in general.

1 22

Figure 2. Parallelograms ,M(3,n),n =22+ 8(k—1);k=1,2,....

Let B xy = [a,-,]-],l <i,j < n, be the adjacency matrix of M(3,n). We first present a
labeling of the graph which is important in our calculations.

To calculate the adjacency matrix of M(3,n), we have to determine all entries which
are equal to one. Define t = [§{] —2 and m = [§] — 1. If 1 <k <t then all entries
corresponding to the following four sets of ordered pairs are equal:

(19 +8(k +1),28 4 8(k
(17 +8(k +1),26 4 8(k
(16 + 8(k +1),23 4 8(k
(21 + 8(k +1),30 4 8(k

Furthermore, a;(;,1) = 1, for all integers i such that 1 <i <7 —1and i # 14 + 8(k —
1);1 <k < m. Since the adjacency matrix of a graph is symmetric and all entries on the
main diagonal is zero, our process completes our calculations for the adjacency matrix
of M(3,n). In Table 2., some pairs for which the corresponding entries of the adjacency
matrix is one are given. We have also written the matrix B2, as an example.

Table 2. Some entries whose values in the adjacency matrix are equal to 1.

(1,14) (4,13) (12,200 (6,11) (10,18) (9,15) (14,22)
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S
I
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4 Adjacency matrices of ch(2,2,n)

This section is devoted to presenting the ch(2,2,n) adjacency matrix. Suppose that
Cuxn= [ai,j], 1 <1i,j <m, is the adjacency matrix of ch(2,2,n). To calculate the adjacency
matrix of ch(2,2,n), we have to determine all entries which are equal to one. Define
t =[5l —2and m = [g] — 1. For 1 <k < t, all entries corresponding to the following
four sets of ordered pairs are equal to one:

(20 +8(k +1),27 + 8(k — 1))
(17 + 8(k +1),26 + 8(k — 1))
(16 +8(k+1),23+ 8(k — 1))
(21 +8(k +1),30 +8(k — 1))

Figure 3. ch(2,2,n);n=224+8(k—1);k=1,2,....

For all 1 <i <n —1 such that i # 14 + 8(k — 1);1 < k < m by the symmetry of
the adjacency matrix, we have a;; 1) = 4(;;1); = 1, Some of the pairs for which the
corresponding entries of the adjacency matrix are one are given in Table 3.. We have
also written the matrix in . We have also written the matrix Cp4.24 as an example.
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Table 3. Some entries whose values in the adjacency matrix are equal to 1.

(1,14) (312) (6,11) (1422) (13,19) (9,15) (10,18)

BN

I
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e leleoleleleldelelelelelelelelelelelelolelole)
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5 Adjacency matrices of S(n)

Figure4. S(n);n=24+12(k—1);k=1,2,....

In this section, we will introduce the adjacency matrix of graph S(1) By x, = [a;,],1 <
i,j < n, First, we label the graph in such a way that a more suitable representation for
this matrix can be obtained.

We need to specify only the entries that are equal to one. Consider ¢ = [{5] — 2 and
m = [{5] —2. If 1 <k <t then all entries corresponding to the following five sets of
ordered pairs are equal:

(17 +12(k — 1),26 + 12(k — 1))
(314 12(k —1),36 + 12(k — 1))
(214 12(k —1),36 + 12(k — 1))
(20 +12(k — 1),25 + 12(k — 1))

(25 4 12(k — 1),30 + 12(k — 1)).

Also, aji11) =a(iy1) =1 foralll <i<n—Tlandi#24+12(k—1),i #14;1 <k <m.In
Table 4. some pairs for which the corresponding entries of the adjacency matrix are one
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are given.

Table 4. Some entries whose values in the adjacency matrix are equal to 1.

(12,18) (11,15) (19,24)

(14,24)

(1,14) (5,10) (4,13)

I 1
OO OOOOOOOO—OOOO—HOOO—O
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OO OO0 OOOOOOOOOO—O—O
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COOCOOCOOOOOO—HOOOO—HO—HOOOOO
COOCOOCOOOOOOOOOO—HO—TOOOOOO
OCOOCOOCOCOOOOOCOOO—HO—HOODODDODODOO
COOCOOCOOOOOT—TOOOOT—OOODODOOOO
—HOOOOOOOOOOO—HOOOOODODOOOOH
OCOO—HOOOOOOO—HOTHOOOODOOOOOO
COOCOOCOOOOO—O—OOOO—OOOOOO
OCOOCOOCOOCOO—HOTHOO—HOOOOOOOOO
OCOO0CO—OOO—Or—OOOOOOODODOOOOO
OCOOCOOCOOTHOTTHOOOOOODODDODDODDODOOOO
COOCOOOT—Or—TOOOOODODODODDODODDODOOOO
OCOOCOOTHOTTHOOOOODOODDODODDODDODDODOOOO
OCOO0CO—HOT—TOOOOOOOODODODODODOOOOO
OCOO—HO—HOOO—OOOOOODODODODODOOOO
OCOr—HOr—TOOOOOOO—HOOODODODDODODOOOO
Or—1Or—T1OOOOOOOOOOOOCOODOOOOOOO
—HO—OOOOOOODODOODOODOOODODOOOOO

OO OO OOOOOOOOT—HOOODDODODDODODOOO
L ]

Il
<

6 Adjacency matrices of Z(4,n)

—
'
=

Figure5. Z(4,n);n =28+4+10(k —1);k=1,2,...

Suppose that Byxn = [a;;], 1 <i,j < n, is the adjacency matrix of Z(4,n). We first

present a labelling of the graph which is important in our calculations. To calculate the

adjacency matrix of Z(4,n), we have to determine all entries which are equal to one.

ponding to the

— 2. If 1 <k <t then all entries corres

0]

[

| —2and m

B
10

[

following five sets of ordered pairs are equal to one:

Define ¢

(26 +10(k — 1),35 + 10(k — 1))

(23 +10(k — 1),34 + 10(k — 1))

(22 +10(k — 1),31 + 10(k — 1))
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(27 +10(k —1),38 + 10(k — 1))
(10 + 10(k),19 + 10(k)).

For the entries, iiy1), 1 <i<n—1 and i # 18 + 10(k — 1);1 < k < m. Since the adja-
cency matrix of a graph is symmetric, we have a;;,) = 4(;41); = 1. In Table 5., some
pairs for which the corresponding entries of the adjacency matrix are one are given.

Table 5. Some entries whose values in the adjacency matrix are equal to 1.

6,15) (7,12) (3,16) (1,18) (11,19) (17,25) (14,24)(1321) (18,28)

[elelslelslelelelelel jolelelelelelelelelolelololelo) )
[elelelelelelelelelelelolelolelololololelololololella]
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OO0 OROROOOOOOOROOOOO
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[eleleol jelelelelelel ol dolelelelelelelolelolelelolelo)
RFOOOOOOOOOOROOOCOOOOOOOOOOOO
[elelslelslelelel Jelelelelelelelel jolelelelololelole )
OO OOROROOOOOODOOODOOODDODOOOOO
OO OROROOOOOOHROOOOODODODODOOOO
[elelslslel ol jelelelelelelelelolelolelololololelolel)
[slelslel el Jelelelelelelelelelelelelelolelolel ol el)
[slelel el Jolololslelelsleollelslelelelelelelelelelelo)
[slel el Helslslelelel Jeleleleleleleleleleleleleololel)
(el el jelelelelelelelelelolelelolelolelololeololelolel)
=l elelelelelelelelelelelelelelelelelelolelelelolel]
(el Jelelelelelelelel jolelelelelelelolelolelele el l)

[clololololololololololeol Hololololololololelelel ol )
[elelelelelelelelelolelolelelelelolelolelolelo]l ol lel)
[elelslelslelelelelelelelelelelelelelelelolel o) jelel)
[elelslelslelslslelslelslel Helelelelelelel ol ol elw)
[elololololololololololololeololeol Holaolol ol o lolo o)
OO OOOOOOOOOOOOOOROrROOOOOO
[elelslelsleleleleleleleleleleleleleol ol jelolwelelole )
OO0 OOOOOROROOOOOOOO
[elelslelslelslslel delolelelelel ol jelelelelelelole )
[elelelelelslslelelelelslelsleol ol Jelelel el o)
[elolololololeol Holololololeol ol Jolololololololololo o)
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