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Abstract. Recently, Shigehalli and Kanabur [17] have put forward for new degree based topological
indices, namely geometric-arithmetic index (GA1 index), SK index, SK1 index and SK2 index of a
molecular graph G. In this paper, we obtain the explicit formulas of these indices for polyhex nanotube
without the aid of a computer.

Keywords. chemical graph, degree-based topological indices, polyhex nanotube.

1 Introduction

A topological index of a chemical compound is an integer, derived following a certain
rule, which can be used to characterize the chemical compound and predict certain physio-
chemical properties like boiling point, molecular weight, density and refractive index and so
forth [2, 19].

A molecular graph G = (V, E) is a simple graph having n = |V| vertices and m = |E|
edges. The vertices vi ∈ V represent non-hydrogen atoms and the edges (vi,vj) ∈ E represent
covalent bonds between the corresponding atoms. In particular, hydrocarbons are formed
only by carbon and hydrogen atom and their molecular graphs represent the carbon skeleton
of the molecule [2, 19].

Molecular graphs are a special type of chemical graphs, which represent the constitution
of molecules. They are also called constitutional graphs. When the constitutional graph of a
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molecule is represented in a two-dimensional basis it is called structural graph [2, 19].
All molecular graphs considered in this paper are finite, connected, loopless, and without

multiple edges. Let G = (V, E) be a graph with n vertices and m edges. The degree of a vertex
u ∈ V(G) is denoted by du(G) and is the number of vertices that are adjacent to u. The edge
connecting the vertices u and v is denoted by uv [5].

2 Computing the topological indices of polyhex nanotube

Motivated by previous research on polyhex nanotube [4, 6, 8–10, 12, 15–17], here we com-
pute the values of four new topological indices of polyhex nanotube.

2.1 Geometric-arithmetic (GA1) index

Let G = (V, E) be a molecular graph, and du is the degree of the vertex u. Then GA1 index
of G is defined as

GA1(G) = ∑
u,v∈E(G)

dG(u) + dG(v)
2
√

dG(u).dG(v)
,

Where GA1 index is considered for distinct vertices. The above equation is the sum of the
ratio of the arithmetic mean and geometric mean of u and v, where dG(u) (or dG(v)) denotes
the degree of the vertex u (or v).

2.2 SK Index

The SK index of a graph G = (V, E) is defined as

SK(G) = ∑
u,v∈E(G)

dG(u) + dG(v)
2

,

where dG(u) and dG(v) are the degrees of the vertices u and v in G.

2.3 SK1 Index

The SK1 index of a graph G = (V, E) is defined as

SK1(G) = ∑
u,v∈E(G)

dG(u).dG(v)
2

.

where dG(u) and dG(v) are the product of the degrees of the vertices u and v in G.

2.4 SK2 Index

The SK2 index of a graph G = (V, E) is defined as

SK2(G) = ∑
u,v∈E(G)

(
dG(u) + dG(v)

2

)2

,

where dG(u) and dG(v) are the product of the degrees of the vertices u and v in G.

48



V. S. Shigehalli and R. Kanabur / Journal of Mathematical Nanoscience 6 (1-2) (2016) 47–55

3 Main Results

3.1 Armchair polyhex nanotubes

Consider the armchair polyhex nanotubes G = TUAC6[m,n], where m denotes number of
hexagons in first row and n denotes the number of rows. The number of vertices/atoms of
armchair polyhex nanotubes is equal to

|V (TUAC6 [m,n])| = 2m (n + 2) ,

and the number of edges/bonds is

|E (TUAC6 [m,n])| = 3mn + 4m.

There are three different kinds of edges of G depending on the degree of terminal vertices
of edges.

Figure 1. Graph of armchair polyhex TUAC6[5,9] nanotube.

(da, db) where a,b ∈ E(H) (2,2) (2,3) (3,3)
Number of edges 2m 4m 3mn − 2m

Table 1. Edge partition of 2D-lattice of H-naphtalenic nanotubes based on degrees of end vertices of
each edge.

Theorem 3.1. Consider the graph of TUAC6[m,n] nanotubes, then its GA1 index is equal to

GA1(TUAC6[m,n]) =
(

3n +
10√

6

)
m.

Proof. Consider the TUAC6[m,n] nanotube. The number of vertices in TUAC6[m,n] are
2m(n + 2) and the number of edges of the nanotube of edges of the nanotube is 3mn + 4m.
Now using different type of edges corresponding to the degrees of terminal vertices of edges
of G given in Table 1 we compute the geometric-arithmetic index of G which is expressed as

GA1(G) = ∑
u,v∈E(G)

dG(u) + dG(v)
2
√

dG(u).dG(v)
.
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This implies that

GA1(TUAC6) = (2,2)
(

2 + 2
2
√

4

)
+ (2,3)

(
2 + 3
2
√

6

)
+ (3,3)

(
3 + 3
2
√

9

)
= 2m (1) + (4m)

(
5

2
√

6

)
+ (3mn − 2m) (1)

= 3mn +
10m√

6

=

(
3n +

10√
6

)
m.

Theorem 3.2. Consider the graph of TUAC6[m,n] nanotubes, then its SK index is equal to

SK(TUAC6[m,n]) = (9n + 8)m.

Proof. Consider the TUAC6[m,n] nanotube. The number of vertices in TUAC6[m,n] are
2m(n + 2) and the number of edges of the nanotube of edges of the nanotube is 3mn + 4m.
Now using different type of edges corresponding to the degrees of terminal vertices of edges
of G given in Table 1 we compute the SK index of G which is expressed as

SK(G) = ∑
u,v∈E(G)

dG(u) + dG(v)
2

.

This implies that

SK(TUAC6[m,n]) = (2,2)
(

2 + 2
2

)
+ (2,3)

(
2 + 3

2

)
+ (3,3)

(
3 + 3

2

)
= 2m (2) + 4m

(
5
2

)
+ (3mn − 2m) (3)

= 4m + 10m + 9mn − 6m

= (9n + 8)m.

Theorem 3.3. Consider the graph of TUAC6[m,n] nanotubes, then its SK1 index is equal to

SK1(TUAC6[m,n]) =
(

27n
2

− 7
)

m.

Proof. Consider the TUAC6[m,n] nanotube. The number of vertices in TUAC6[m,n] are
2m(n + 2) and the number of edges of the nanotube of edges of the nanotube is 3mn + 4m.
Now using different type of edges corresponding to the degrees of terminal vertices of edges
of G given in Table 1 we compute the SK1 index of G which is expressed as

SK1(G) = ∑
u,v∈E(G)

dG(u).dG(v)
2

.
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This implies that

SK1(TUAC6[m,n]) = (2,2)
(

2 × 2
2

)
+ (2,3)

(
2 × 3

2

)
+ (3,3)

(
3 × 3

2

)
= 2m (2) + 4m

(
6
2

)
+ (3mn − 2m)

(
9
2

)
= 4m + 12m +

27mn
2

− 9m

=

(
27n

2
− 7

)
m.

Theorem 3.4. Consider the graph of TUAC6[m,n] nanotubes, then its SK2 index is equal to

SK2(TUAC6[m,n]) = (27n + 15)m.

Proof. Consider the TUAC6[m,n] nanotube. The number of vertices in TUAC6[m,n] are
2m(n + 2) and the number of edges of the nanotube of edges of the nanotube is 3mn + 4m.
Now using different type of edges corresponding to the degrees of terminal vertices of edges
of G given in Table 1 we compute the SK2 index of G which is expressed as

SK2(G) = ∑
u,v∈E(G)

(
dG(u) + dG(v)

2

)2

.

SK2(TUAC6[m,n]) = (2,2)
(

2 + 2
2

)2

+ (2,3)
(

2 + 3
2

)2

+ (3,3)
(

3 + 3
2

)2

= 2m (4) + 4m
(

25
4

)
+ (3mn − 2m)

(
36
4

)
= 8m + 25m + 27mn − 18m

= (27n + 15)m.

3.2 Zigzag-edge polyhex nanotubes

Consider the armchair polyhex nanotubes H = TUZC6[m,n], where m denotes number of
hexagons in first row and n denotes the number of rows. The number of vertices/atoms of
zigzag-edge polyhex nanotubes is equal to

|V (TUZC6 [m,n])| = 2m (n + 2) ,

and the number of edges/bonds is

|E (TUZC6 [m,n])| = 3mn + 4m.

There are two different kinds of edges of H depending on the degree of terminal vertices of
edges.
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Figure 2. Graph of zigzag edge polyhex TUZC6 [7, 5] nanotube.

(da,db) where a,b ∈ E(H) (2,3) (3,3)
Number of edges 4m 3mn − 2m

Table 2. Edge partition of 2-dimentional graph of TUZC6 nanotube with respect to degree of end
vertices of edges.

Theorem 3.5. Consider the graph of TUZC6[m,n] nanotubes, then its GA1 index is equal to

GA1(TUAC6[m,n]) = 3mn +

(
10√

6
− 2

)
m.

Proof. Consider the TUZC6[m,n] nanotube. The number of vertices in TUZC6[m,n] are 2m(n+

2) and the number of edges of the nanotube of edges of the nanotube is 3mn + 4m. Now us-
ing different type of edges corresponding to the degrees of terminal vertices of edges of G
given in Table 1 we compute the geometric-arithmetic index of G which is expressed as

GA1(H) = ∑
u,v∈E(G)

dG(u) + dG(v)
2
√

dG(u).dG(v)
.

This implies that

GA1(TUZC6) = (2,3)
(

2 + 3
2
√

6

)
+ (3,3)

(
3 + 3
2
√

9

)
= (4m)

(
5

2
√

6

)
+ (3mn − 2m) (1)

=
10m√

6
+ 3mn − 2m

= 3mn +

(
10√

6
− 2

)
m.

Theorem 3.6. Consider the graph of TUZC6[m,n] nanotubes, then its SK index is equal to

SK(TUZC6[m,n]) = 9mn + 4m.

52



V. S. Shigehalli and R. Kanabur / Journal of Mathematical Nanoscience 6 (1-2) (2016) 47–55

Proof. Consider the TUZC6[m,n] nanotube. The number of vertices in TUZC6[m,n] are 2m(n+

2) and the number of edges of the nanotube of edges of the nanotube is 3mn + 4m. Now us-
ing different type of edges corresponding to the degrees of terminal vertices of edges of G
given in Table 1 we compute the SK index of G which is expressed as

SK(H) = ∑
u,v∈E(G)

dG(u) + dG(v)
2

.

This implies that

SK(TUAC6[m,n]) = (2,3)
(

2 + 3
2

)
+ (3,3)

(
3 + 3

2

)
= 4m

(
5
2

)
+ (3mn − 2m) (3)

= 10m + 9mn − 6m

= 9mn + 4m.

Theorem 3.7. Consider the graph of TUZC6[m,n] nanotubes, then its SK1 index is equal to

SK1(TUZC6[m,n]) =
(

27n
2

+ 3
)

m.

Proof. Consider the TUZC6[m,n] nanotube. The number of vertices in TUZC6[m,n] are 2m(n+

2) and the number of edges of the nanotube of edges of the nanotube is 3mn + 4m. Now us-
ing different type of edges corresponding to the degrees of terminal vertices of edges of G
given in Table 1 we compute the SK1 index of G which is expressed as

SK1(H) = ∑
u,v∈E(G)

dG(u).dG(v)
2

.

This implies that

SK1(TUZC6[m,n]) = (2,3)
(

2 × 3
2

)
+ (3,3)

(
3 × 3

2

)
= 4m

(
6
2

)
+ (3mn − 2m)

(
9
2

)
= 12m +

27mn
2

− 9m

=
27mn

2
+ 3m

=

(
27n

2
+ 3

)
m.
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Theorem 3.8. Consider the graph of TUZC6[m,n] nanotubes, then its SK2 index is equal to

SK2(TUZC6[m,n]) = (27n + 7)m.

Proof. Consider the TUZC6[m,n] nanotube. The number of vertices in TUZC6[m,n] are 2m(n+

2) and the number of edges of the nanotube of edges of the nanotube is 3mn + 4m. Now us-
ing different type of edges corresponding to the degrees of terminal vertices of edges of G
given in Table 1 we compute the SK2 index of G which is expressed as

SK2(H) = ∑
u,v∈E(G)

(
dG(u) + dG(v)

2

)2

.

SK2(TUZC6[m,n]) = (2,3)
(

2 + 3
2

)2

+ (3,3)
(

3 + 3
2

)2

= 4m
(

25
4

)
+ (3mn − 2m)

(
36
4

)
= 25m + 27mn − 18m

= 27mn + 7m

= (27n + 7)m.

Concluding Remarks: A generalized formula for geometric-arithmetic index (GA1 index),
SK index, SK1 index, SK2 index for polyhex nanotubes is obtained without using computer.

References

[1] A. R. Ashrafi and H. Shabani, GA index and Zagreb indices of nanocones, Optoelectron. Adv.
Mater-Rapid Common. 4 (11) (2010) 1874–1876.

[2] M. V. Diudea, I. Gutman and J. Lorentz, Molecular topology, Nova Science Publishers, Huntington,
NY 2001.

[3] M. R. Farahani, Computing some connectivity indices of nanotubes, Adv. Mater. Corrosion 1 (2012)
57–60.

[4] I. Gutman, Degree-based topological indices, Croat. Chem. Acta 86 (2013) 251–361.
[5] F. Harary, Graph theory, Addison-Wesely, Reading mass, 1969.
[6] S. M. Hosamani and B. Basavanagoud, New upper bounds for the first Zagreb index, MATCH

Commun. Math. Comput. Chem. 74 (1) (2015) 97–101.
[7] S. M. Hosamani, Computing Sanskruti index of Certain nanostructures, J. Appl. Math. Comput.

(2016) 1–9.
[8] S. M. Hosamani and I. Gutman, Zagreb indices of transformation graphs and total transformation

graphs, Appl. Math. Comput. 247 (2014) 1156–1160.
[9] S. M. Hosamani, S. H. Malaghan and I. N. Cangul, The first geometric-arithmetic index of graph

operations, Advances and Applications in Mathematical Sciences 14 (6) (2015) 155–163.
[10] N. Idrees, A. Sadiq, M. J. Saif and A. Rauf, Augmented Zagreb Index of Polyhex Nanotubes (2016)

arXiv:1603.03033 [match.Co].

54



V. S. Shigehalli and R. Kanabur / Journal of Mathematical Nanoscience 6 (1-2) (2016) 47–55

[11] A. Khaksar, M. Ghorabani and H. R. Maimani, On atom bond connectivity and GA indices of
nanocones, Optoelectron. Adv. Mater-Rapid Common. 4 (11) (2010) 1868–1870.

[12] K. Lavanya Lakshmi, A highly correlated topological index for polyacenes, Journal of Experimen-
tal Sciences 3 (4) (2012) 18–21.

[13] A. Madanshekaf and M. Moradi, The first geometric-arithmetic index of some nanostar den-
drimers, Iran. J. Math. Chem. 5 (2014) 1–6.

[14] N. K. Raut, Degree based topological indices of isomers of organic compounds, International Jour-
nal of scientific and Research Publications 4 (8) (2014) 1–4.

[15] V. S. Shegehalli and R. Kanabur, Geometric-arithmetic indices of some class of Graph, J. Comp.
Math. Sci. 6 (4) (2015) 194–199.

[16] V. S. Shegehalli, R. Kanabur, New Version of degree-based topological indices of certain nanotube,
J. Math. Nanosci. 6 (1) (2016) 29–42.

[17] V. S. Shegehalli and R. Kanabur, Geometric-arithmetic indices of Path Graph, J. Comp. Math. Sci.
6 (1) (2015) 19–24.

[18] G. Sridhar, M. R. Rajesh Kanna and R. S. Indumathi, Computation of topological indices of
graphene, Hindawi Publishing Corporation Journal of Nanomaterials (2015) 1–8.
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