AIMS Mathematics, 7(11): 19629-19640.
DOI:10.3934/math.20221076
AIMS Mathematics Received: 13 July 2022

Revised: 24 August 2022

Accepted: 29 August 2022
http://www.aimspress.com/journal/Math Published: 06 September 2022

Research article

Double total domination number in certain chemical graphs

Ana Klobuéar Barisi¢""* and Antoaneta Klobuéar?

! Faculty of Mechanical Engineering and Naval Architecture, University of Zagreb, Zagreb, Croatia
2 Faculty of Economics, Josip Juraj Strossmayer University of Osijek, Osijek, Croatia

* Correspondence: Email: aklobucar@fsb.hr.

Abstract: Let G be a graph with the vertex set V(G). A set D C V(G) is a total k-dominating set
if every vertex v € V(G) has at least k neighbours in D. The total k-domination number y,(G) is the
cardinality of the smallest total k-dominating set. For k = 2 the total 2-dominating set is called double
total dominating set. In this paper we determine the upper and lower bounds and some exact values
for double total domination number on pyrene network PY(n), n > 1 and hexabenzocoronene XC(n)
n > 2, where pyrene network and hexabenzocoronene are composed of congruent hexagons.
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1. Introduction

Graph dominations are important since they occur in various applications such as dominating
queens, computer network, school bus routing, social networks problems and in chemistry [1-9].
Chemical structures can be represented by graphs. Vertices represent atoms, while edges represent
chemical bonds. Because of such similarity, many physical and chemical properties of molecules
are connected with graph theoretical invariants. One such invariant is the total (double) domination
number [1-3,5,6, 10-16].

We explore double total dominations on pyrene network and hexabenzocoronene, and we give upper
bounds for double total dominating number on pyrene network and upper and lower bounds for double
total dominating number on hexabenzocoronene. Also, we give some exact values for the double total
domination number on these graphs. This work is connected with our previous work [16] where we
have also studied total and double total dominations, but on the hexagonal grid. At the moment there
are only a few publications on total and double total domination on chemical graphs [1,2, 5,6, 16].

Pyrene networks and hexabenzocoronene are benzenoid hydrocarbons [2, 8, 17]. Benzenoid
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hydrocarbons and their derivates are an important class of organic compounds that have, apart from
their chemical importance, big technical and farmaceutical importance as well and belong to the group
of the most serious polluters of the environment. Pyrene has interesting photophysical properties and
it is used to make dyes, plastics and pesticides.

Apart from this introduction, the rest of the paper is organized as follows. Section 2 lists
preliminaries about the total and double domination, dominating sets and hexagonal systems. Section 3
gives an upper bound for the double total domination number y,, on pyrene network PY(n) dimension
n > 3 and the exact value for the double total domination number on PY(1) and PY(2).

Section 4 gives the upper and lower bound for the double total domination number on
hexabenzocoronene XC(n) dimension n > 3 and the exact value for the double total domination number
on XC(2).

2. Preliminaries

Let G be a graph with the vertex set V(G). A set D C V(G) is a dominating set of a graph G if
every vertex y in V(G) \ D has neighbour in D. The domination number y(G) is the cardinality of the
smallest dominating set. Total domination is the stronger version of domination. A set D C V(G) is a
total dominating set of a graph G if every vertex y in V(G) has a neighbour in D. The total domination
number y,(G) is the cardinality of the smallest total dominating set.

A set D C V(G) is a k-dominating set, if every vertex v € V(G) \ D has at least k neighbours in D.
The k-domination number y,(G) is the cardinality of the smallest k-dominating set. A set D C V(G) is
a total k-dominating set if every vertex v € V(G) has at least k£ neighbours in D. In such case, it must be
k < 6(G) where 6(G) is the minimum degree of vertices on G and |D| > k + 1. The total k-domination
number 7y, (G) is the cardinality of the smallest total k.-dominating set. For k = 2 the total 2-dominating
set is called double total dominating set.

Each vertex in hexagonal system is either of degree 2 or of degree 3. It follows that on a hexagonal
grid there is no total k-dominating set for £ > 3.

3. Double total domination number of pyrene network

Benzenoid graphs are geometric figures that are composed of congruent hexagons. The hexagons
are arranged according to certain rules. We denote by PY(n) pyrene network of dimension n. Pyrene
network PY(n) is a simple connected 2-D planar benzenoid graph. PY(n) has 3n® +4n— 1 edges, where
n is the number of rings in the center of the graph. See Figure 1 for n = 3.

Pyrene network of dimension 1 has just a single hexagon. In PY(n) any zigzag line not containing
vertical edges is called horizontal zigzag line. The set of horizontal zigzag lines of PY(n) are denoted
by L;, 1 <i < 2n. More precisely, L; is the subgraph of PY(n) formed by the i-th horizontal zigzag line
of PY(n) and V(L) is its set of vertices, with 1 < i < 2n.

Vertices on L; are

{vi,l > V[’Z, ] vi,2i+]} lf i < n,
V(L) = . .
{Vi,la Vidgenns vi,4n—2i+3} if n+1<i<2n.
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2i+1 if i<n,
4n-2i+3 if n+1<i<2n.

V(L) = {

Figure 1. Horizontal zigzag lines and vertices on PY(3).

Lemma 3.1. For pyrene network of dimension 1 and 2 it holds
Y2u(PY(1)) =6, 7yu(PY(2)) = 14.

Proof. Because we consider double total domination, each vertex adjacent to a vertex with degree 2
must be in any double total dominating set 7.

Let T be double total dominating set on PY(n). For n € {1, 2} all boundary vertices from PY(n) must
be in T because each boundary vertex is adjacent to at least one vertex with degree 2. See Figure 2.
There is 8n — 2 boundary vertices on PY(n) (3 on L;, 3 on L, and 4 on each remaining 2n — 2 zig zag
lines).

Figure 2. Double total dominating set on PY(1) and PY(2).
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It follows that y,,(PY(1)) > 6, v»(PY(2)) > 14. On the other hand, boundary vertices double total
dominate all vertices on PY(1) and PY(2). Then y,,(PY(1)) < 6, y»,(PY(2)) < 14. O

Theorem 3.1. For pyrene network PY(n), n > 3 it holds

2(n+1)? if n=1mod 2,

PY(n) <
Y2PY(n) {%n(n+2)+4 if n=0mod 2.

Proof. First, we will consider case n = 1 mod 2. Graph PY(n) is axially symetric. See Figure 3 for
double total dominating set on PY(5).

Figure 3. Double total dominating set on PY(5).

) ign
For i is odd we define

. 2i+ 1
T; = {Vi,1+4j, Viowajs Vizeajs J = 0,... ,L J}

For i is even

. 2i—1
T = {Vi,2+4j,Vi,3+4j,Vi,4+4j; j=0,... ,[ J}

) n+1<i<2n
For i is odd we define
dn—-2i+ 1
1=

T; = {Vi,2+4j, Viz+aj, Via+ajs ] = 0,...
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For i is even
dn - 2i+3
=
T; c V(L;) and it holds |T;| = |T,+1-il, i < n. Because of symmetry, we will consider lines i < n and
multiply the result by 2.
Hence, fori < n, |T}| = 3[%] = 3(%) if i i1s odd and |T}| = 3[2"4—’1] = 3(%) ifiiseven. T =

T\ UT,...UT,...UT,, is double total dominating set on PY(n) and

T; = {Vi,1+4j’Vi,2+4j’Vi,3+4j; j=0,...

IT| = 2((IT1| + |T3| + ... +|T,]) + (T + |Tsl + ... +|T=1))
n+1 n—1
:2((3+6+...+3T)+(3+6+...+3—))

2
m+Dn+3) _(m+Dn-1)
= 2(3 g +3 z )

3
= i(n + D(n+1).

Now, we consider the case n = 0 mod 2. The same as for the previous case, the graph is axially
symetric. So, we will consider lines i < n and multiply the result by 2. See Figure 4 for the double
total dominating set on PY(6).

Figure 4. Double total dominating set on PY(6).
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(1) For i is odd we define

. 2i+ 1
Ti = {Vi,1+4j, Vio+ajs Vid+ajs ] = (), e, [ J}

It follows that |T;| = 3(%).

(i) Foriisevenand2 <i<n

. 2i—1
T; = {Vi,2+4j,Vi,3+4j,Vi,4+4j; j=0,... ,[ J}

Thereby |T;| = 3(%). But

) ey IV -

T, = {Vn,2+4j,vn,3+4j, Vnasajs J=0,. ..
Therefore |T,| = 3(5) + 2.
T=T,UT,..UT,...UT,,is the double total dominating set on PY(n) and
IT| = 2T\ + |T5| + ... +[Twa]) + (ITo| + [Tal + ... +|Tul)
:2((3+6+...+3g)+(3+6+...+3g+2))
nn+2)

=2(6 +2)

= %n(n+2) + 4.

4. Double total domination number of hexabenzocoronene

We denote by XC(n) hexabenzocoronene of dimension n > 2. This graph is also called a ring type
benzenoid graph R(n). XC(n) has 27n> —33n+ 12 edges, where n is the number of rings from the center
of the graph to the bottom or top. See Figure 5 for n = 2 and Figure 6 for n = 5.

Again, any zigzag line in XC(n) not containing vertical edges is called a horizontal zigzag line.
The horizontal zigzag line of XC(n) are denoted by L;, 1 < i < 4n — 2. More precisely, L; is the

subgraph of XC(n) formed by the i-th horizontal zigzag line of XC(n) and V(L) is its set of vertices,
with 1 <i<4n-2.

From definition of hexabenzocoronenes it follows that

6i — 3 if 1>i>n,
V(L) = {6n -3 ifn+1>2i>3n-2,
3+6(4n—-2)—1) if3n—-1>2i>4n-2.
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Figure 5. Double total dominating set on XC(2).

Figure 6. Double total dominating set on XC(5).
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Theorem 4.1. For hexabenzocoronene of dimension n > 2 it holds

y2(XC(n)) > 24n — 18.

Proof. Because we consider the double total domination, each vertex adjacent to a vertex with degree 2
must be in any double total dominating set D. From this follows that all boundary vertices on XC(n)
must be in D.

On XC(n) there are two lines with 3 boundary vertices (L; and Ly,_,), 2n — 2 lines with 8 boundary
vertices (L,,...,L, and Ly,_3,..., L4,_,—1) and on all remaining 2n — 2 lines there are 4 boundary vertices
on each. Therefore at least

6+82n—-2)+4(2n—-2)=24n-18

vertices must be in D. If there were only 24n — 18 boundary vertices in the double total dominating
set D on XC(n), inner vertices on this graph distance > 2 from boundary would not be double total
dominated. Thus

v2(XC(n)) > 24n — 18.

Lemma 4.1.
Y2(XC(2)) = 36

Proof. Let set T contain all marked vertices from Figure 5. T is double total dominating set and
|T'| = 36. It follows
Y2(XC(2)) < 36.

From the previous theorem it follows that all boundary vertices must be in 7" and |7| > 30. If we
take only boundary vertices in 7, all vertices on XC(2) are double total dominated except vertices
{v34,V35, V36, Vas, Vas, Vaa}. These vertices make one hexagon PY(1) and none of them is adjacent to
vertices from 7. To double total dominate them from Lemma 3.1 we need at least 6 more vertices.
Hence

Y2(XC(2)) > 36.

Theorem 4.2. For hexabenzocoronene of dimension n > 3 it holds

(n—1)(9n—3)+§(9n+10)——l if n=1mod 2,

2
(n-1)On-2)+50On+10) -6 if n=0mod 2.

Proof. First, we will consider the case n = 1 mod 2,n > 3. The graph XC(n) is axially symmetric. So
we will consider the lines i < 2n — 1 and multiply the result by 2 as there are 4n — 2 zigzag lines.

By T; we denote the subset of the double total dominating set 7 on the L;. See Figure 6 for the
double total dominating set on XC(5).

Yu(XC(n)) < {

T, = {V1,1,V1,2,V1,3}, 7] = 3,
Ty ={vy1,V22,V23, V24, V26, V27, V28, Vao}, |12 =8,
15 = {V3,1,V3,2,V3,3,V3,4,V3,5,V3,6,V3,7,V3,9,V3,1o,V3,11,V3,12,V3,13,V3,14,V3,15}, T3] = 14.

For 4 < i < n we consider 2 subcases, i is even and i is odd.

AIMS Mathematics Volume 7, Issue 11, 19629-19640.
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(1) i1s even
Because n is odd it follows that 4 <i < (n — 1). We define

T; = {Vi,l > Vi2, Vi3> Vid, Vi5, Vi6s Vi6i-85 Vi6i-75 Vi6i-65 Vi,6i—55 Vi 6i-4» Vi,6i—3}

U {Vi,8+4javi,9+4jaVi,10+4j;j =0,..., [6i :1 17J}'

Then

6i_17J+1):12+3(g—[17

3i 9i
; l ): 1

—]+1):12+3(3—5+1

IT)| = 12 + 3([ 7

ok

(i1) i1is odd
Because n is odd we have 5 < i < n. We define

T; = {Vi,l » Vi2s Vi3, Vids Vi5, Vi6s Vi75 Vi6i-95 Vi6i-85 Vi,6i—7> Vi,6i—65 Vi6i-5> Vi,6i—4» Vi,6i—3}

Y {vi,9+4j’Vi,10+4j’Vi,11+4j;j =0,..., [6i —_ 19J}.

4
Then
|Ti|:14+3([6i_19j+1):14+3(6i_2—[%]+1):14+3(§—%—5+1):% %

Forn+1 <i<2n-1 wedefine

) 6n-3
T; = {Vi,1+4js Vio+ajs Vi3+ajs ] = 0,..., [ J}

Then
6n—3-‘_33n—1 _9n—3

4 2 2
T,UT,UT5U...UT,,_; double total dominates all vertices on L; U L, U L3 U ...U L,,_;. Therefore
forn =1 mod 2,n > 3 follows

Tl =3

Y2 (XC(n)) < 2(|T,| U Tl U T3] U ... U [Ty, 4]) = |T].
Forn=1mod2,n>5

171 =2(T1| + |T2| + 1T5]) + (\Tsl + |Te| + ... +1T5iD) + (T5| + T3] + ... +|T5D) + (Tyia| + . + | T2p-1 D)
9-4 9n-1) 9-5 1 On 1 (n—1)On-73)
:2(25+(T+"'+ 5 )+(( 5 +§)+ +(7+§))+ > )

:50+9(4+...+n)+¥+(n—1)(9n—3)

:50+9((1+...+n)—6)+¥+(n—l)(9n—3)

— (- 1)9n—3)+ g(9n +10) - %

AIMS Mathematics Volume 7, Issue 11, 19629-19640.
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And forn =3

T =2(T| + |T5| + T3] + (|T4] + ... + |T2-11)

(n - 1)(9n — 3)
:2(3+8+14+f)

= (n-1)On-3)+ g(9n+ 10) — %
= 03.

Now we consider the case n = 0 mod 2,n > 4. Again, the graph XC(n) is axially symmetric. So we
will consider the case i < 2n — 1 and multiply the result by 2.

By T; we denote the subset of the double total dominating set 7 on the L;. We define T}, ...T, the
same as for nis odd. Then |T;| =3, |T5| = 8, |T3| = 14 and for 4 < i < n,if iis even |T;| = %, and if i 1s
odd |T}| :%+%.Forn+1 <i<2n-1 wedefine

T; = {vi, 15 Vi25 Vi35 Vids Vi6i-65 Vi6i-55 Vi6i-4> Vi,6i—3} U {Vi,6+4 j» ViT+ajs Vigeajs J = 0,..., {611 ; = J} )
Then
|Ti|:8+3([6n_13J+1):8+3(64—n—[14—31+1):8+3(%n—4+1): 97”—1.

TiUT,UT5;U...UT,,_; double total dominate all vertices on L; U L, U L3 U ... U L,,_;. Therefore for
n=0mod 2,n > 4 it follows

Y2u(XC(n) < 2(TH[ U T VT3 U ... U T ]) = T,

IT| = 2((IT1| + |T2| + |T3]) + (T4l + |T6| + ... +|T]) + (Ts| + |77 + ... + |Tpi]) + (| Tput| + ... + |T20-11))
9n 9.5 1 9(n—1) (n—1)On-2)
)+ (( )+t )+ )

2 2 2 2

_4
:50+9(4+...+n)+nT+(n—1)(9n—2)

1
+_

:2(25+(¥+...+ > >

:50+9((1+...+n)—6)+#+(n—1)(9n—2)

= (n=1)9n—2) + g(9n +10) 6.
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