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Abstract. A topological index is a numeric value that can be used to characterize some property of
the graph representing a molecule. In this article, we compute multiplicative connectivity indices
namely, multiplicative version of first Zagreb index (I17), second multiplicative Zagreb index (Ilp), first
and second multiplicative hyper-Zagreb index (HII;,HIly), general first and second multiplicative
Zagreb index (MZ¢,M Zg), multiplicative sum-connectivity index (XII), multiplicative product-
connectivity index (yII), multiplicative atom-bond connectivity index (ABCII) and multiplicative
geometric-arithmetic index (GATII) for tri-hexagonal boron nanotube, tri-hexagonal boron nanotorus
and tri-hexagonal boron-a nanotorus.
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1. Introduction

Mathematical chemistry is a branch of theoretical chemistry in which chemical structure can be
predicted by using different mathematical tools. Chemical graph theory is one of the tool, which
implements graph theory to study mathematical modeling of chemical aspects. A topological
index in the chemical graph theory is used to predict bioactivity of the molecular graphs
of chemical compounds. Molecular graphs models the chemical structures of molecules and


http://doi.org/10.26713/jims.v11i3-4.1306

314 Multiplicative Connectivity Indices of Tri-Hexagonal Boron Nanotube and Nanotori: G. R. Roshini et al.

molecular compounds by considering atoms as vertices and the chemical bonds between the
atoms as edges.

We consider G(V,E) to be finite, undirected, simple graph where V and E be the sets
containing vertices and edges of G, respectively. Number of elememts in V is called the order
of G, denoted as |V| and the number of elements in £ is called the size of G, denoted as |E]|.
The degree of a vertex v is denoted by dgv. Let uv represent an edge between the two vertices
u and v. For undefined terminologies we refer to [1].

A topological index is a numeric value mathematically derived from the graph representing
a molecule. Topological indices are of two main categories, one depends on vertex distance and
the other depends on vertex degree.

In 2010, Todeshine and Consonni [7] gave two new vertex invariants which are

M1(G) = Myevdgv? and Tx(G) = Mypep(dgu x dgv).

Definition 1.1 ([7]). Multiplicative version of first and Second Zagreb index of G is
H{(G) = HuUEE(dGu + dGU), HZ(G) = HquE’(dGu x de)~

Definition 1.2 ([3]]). First and second multiplicative hyper-Zagreb index of G is
HI(G) = yep(dgu +dgv)?, HT(G) = Mypep(dgu x dgv)?.

Definition 1.3 ([4]]). General first and second multiplicative Zagreb index of G is
MZ{(G)=Tyer(dgu+dgv)*, MZ(G)=yee(dgu x dgv)®.

Definition 1.4 ([2]]). Multiplicative sum-connectivity index of G is
1

\/dGu +de .

Definition 1.5 ([2]]). Multiplicative product-connectivity index of G is
1

\/dGu X de .

Definition 1.6 ([2]]). Multiplicative atom-bond connectivity index G is

XIIG) = HquE

XH(G) =1l ek

dau+dgv—2

ABCII(G)=11
( ) uv(—:E\/ dGuXde

Definition 1.7 ([2]]). Multiplicative geometric-arithmetic index of G is

2/ dgu xdgv

GAII(G) =11
( ) uvek dGu+de

Boron nanotubes has remarkable qualities like, at high temperatures it has high resistance
to oxidation, high chemical stability and are a stable wide band-gap semiconductor. Because of
their special properties it can be used for applications at high temperatures and also in corrosive
environments such as batteries, high speed machines as solid lubricant, super capacitors
and fuel cells. The stability, mechanical and electronic properties has been discussed in [|5,9].
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In 2009, Wang et al. [8] gave a type of boron nanotube contains triangles, hexagons and was
called as tri-hexagonal boron nanotube. The three dimensional image of this is given in Figure[l]

Figure 1. Three-dimensional perception of Tri-Hexagonal boron nanotube — C3Cg(H)[p,q].

In this paper, we have computed all the above defined multiplicative topological indices for
three different nanotubes: tri-hexagonal boron nanotube, tri-hexagonal boron nanotorus and
tri-hexagonal boron-a nanotorus.

2. Main Results

In this section, we consider Tri-Hexagonal boron nanotube represented as C3Cg(H)Ip,q],
Tri-Hexagonal boron nanotorus represented as THBC3Cglp,q] and Tri-Hexagonal boron-a
nanotube represented as THBAC3Cglp,ql. Recently, ABC, ABC4,GA and GAj5 indices are
studied for tri-hexagonal boron nanotori [6], motivated by which we will compute multiplicative
connectivity indices of C3Cg(H)Ip,ql, THBC3Cglp,ql and THBAC3Cglp,ql.

In each case edge set of the corresponding graph is partitioned according to unordered
degree pairs of the end vertices of edges in the graph are used to find multiplicative connectivity
indices.

2.1 Tri-Hexagonal boron nanotube — C3Cs(H)Ip,q]

In this section, we calculate multiplicative connectivity indices of C3Cg(H)[p,ql, here p
indicates the count of hexagons in a column and ¢ indicates the count of hexagons in a row of
the two-dimensional molecular graph of G = C3C¢(H)[p,q] nanotube as given in Figure 2] Here
VI =8pq and |E| = q(18p — 1).
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Figure 2. A two-dimensional molecular graph of Tri-Hexagonal boron nanotube — C3Cg(H)Ip, ql.

Theorem 2.1. For the graph G = C3C¢(H)Ip,q],
i T1(G) = (2995529 (&)1
ii. [p(G) = (216510)2p9(30)¢
iii. HI1(G) = (259°52)424(8)%
iv. HII(G) = (216510)404(35)27
v. MZ(G) = (259852)2pa (&)

vi. MZS(G) — (216510)2apq(i_:)aq

vii. XTI(G) = (259652)—pq(8_2)

[/

viii. 1TI(@) = (21510)74( %)

N

. 3 21
ix. ABCIG) = (T8)*(¥2-)?

x. GATI(G) = (442) %P9 (52)%

Proof. Let G =C3Cg(H)Ip,ql. Edge set is partitioned into four types, based on degrees of end
vertices of edges:

Ei=Egs={uveE|dgu=3and dgv =5},
Es=Eug={uveE|dgu=dgv =4},
Es=Eu4p5={uveE|dgu=4and dgv =5}
Eys=Ess5={uveE|dgu=dgv=>5}.
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The number of edges in E1; E9; E3 and E4 are 6q; q(2p —1); 69(2p — 1) and 4pgq, respectively.
Now I17, Ilg, HIIy, Hllp, MZ$, MZ3, X1, xI1, ABCII and GAII of G is computed.

i. HI(G) = HquE(dGu + de)
=Iyeg,(dgu +dgv) x Hyper,(dgu +dqv) x Hyeg,(dgu +dgv)
x Mypeg,(dgu +dgv)

= HquE’l(S) x HquEg(S) X Huv€E3(9) X Huv€E4(1O)
— 869 , g92p-1) , g692p-1) , 14Pq

85\q
. * _ (95062242
@) = 2% )
ii. [Io(G) =yper(dgu x dgv)

= HquEl(dGu x dgv) x HuveEg(dGu x dgv) x HquEg(dGu x dgv)
x HuU€E4(dGu x dGU)

= Huv€E1(15) X Huv€E2(16) X Huv€E3(20) X Huv€E4(25)
= 1559 x 169@P~-1  9069(2p-1) , 954rq

g HQ(G):(216510)2pq(i—:)q
iii. HII(G) = yyep(dgu + dgu)?
=yper, (dgu +dgv)? x Mypep,(dgu + dgv)? x Myyer,(dgu +dgv)
x Myper,(dgu +dgv)?

= HuU€E1(8)2 X Huv€E2(8)2 X HuU€E3(9)2 X Huv€E4(10)2
_ g269) , g2¢(2p-1) . g2(69(2p-1) , 1(2(4pQ)

. HH1(G)=(259652)4Pq(§_Z)2q
iv. HIIx(G) = Mypep(dgu x dgv)?
=yyer, (dgu x dgv)® x yyep,(dgu x dgv)® x Myyeg,(dgu x dgv)?
x Mype,(dgu x dgu)?

= Myyer,(15)% x yper, (16)? x My per, (20)% x Mypep, (25)
= 152(69)  1629(2p-1)  9(2(69(2p-1) , 952(4pq)

36\2q
. _ 16 10\4
. HIl2(G) =(27°5™) pq(@)
V. MZCII(G) = HuUEE(dGu + de)a

=Iyer,(dgu +dgv)* x Mypeg,(dgu +dgv)® x ypeps(dgu +dgv)®
x Myyeg,(dgu +dgv)”

= HuUEEl(S)a x HuveEg(S)a X HquEg(g)a X Huv€E4(1O)a
— gu(69) , gaq(@p-1) , ga(6¢(2p-1)) . 1al4rq)
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85\aq
. a 506 =2\2a
 MZ3(G) = 2957 ()
vi. MZ35(G) =yper(dgu x dgv)®

=Iyer,(dgu x dgv)® x Mypeg,(dgu x dgv)® x Hypeps(dgu x dgv)®
x Myper,(dgu x dgv)?

= Huv€E1(15)a X Huv€E2(16)a x Huv€E3(2O)a x Huv€E4(25)a
= 15%69)  1629@p-1)  9a(6¢(2p-1)  9gral4pq)

36\aq
. MZ(QZ(G):(216510)2apq(4_8)

1

uvek —  ————
Vdgu+dgv

1 1
=Ilyer,(dgu +dgv) 2 x g, (dgu +dgv) 2

vii. XIG) =11

x Myver;(dgu + de)_% x yper,(dgu + de)_%

_1 _1 _1 1
= HquEl(S) 2 X HquEQ(S) 2 X Huv€E3(9) 2 % Huv€E4(10) 2
_ g~ 360) , g-%@p-1) , g-36a@2p-1) | 19-54P®)

50652 8° %
L XIG) = 2°9°5") 75
1

uUEE—
vVdgu xdgv

1 1
=yper,(dgu xdgv) 2 x I, pep,(dgu x dgv) ™2

viii. 1IG) =T1

% Mypery(dau x dgv)~? x Mypeg, (dgu x dgv) ™
= Myper, (15)2 x Mypery(16) 2 x Mypep, (2072 x Mypeg, (25) 2
_ 15369 » 16-3@p-1) , 9~356¢(2p-1) , 9r~5(4pPq)
36)‘%

L ATI@) = @157

ix. dou+dgv -2
x ABCIIG) =y eE \/ﬁ
—1I dGu+de_2xH dgu+dgv—2
= HyveE, dGuXde uveEsy dGuxde
<1 dGu+de_2xH dou+dgv—-2
uvekEs —dGuXde uvekEy —dGuXde

uUEE'1 \[ quE’g U uU€E3 \/ uv€E4 \[

@p-1) 6¢(2p-1) 4
- T ) )
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7361204 /22" \a
~ABCI@) = (—=) " (5=
10 733
2¢/d d
x. GAIIG) = e = O
gu+dgv
—1 2\/dGu><de < T 2\/dGu><dGU
uveky dgu+dgv uveky dgu+dagu
< 1 . 2\/dGu><de y 5 2\/dGu><de
uwoets dGu+de uveta dGu+de
2V15 2v/20
GAIIG) = MyveE, T x HuveEQ(l) X HquEgT x HquE4(1)
6 6g(2p-1)
- (@) 7 « (1)22P=D (@) 7ep « (1)*P4
8 9
4\/5 12pq 9\/§ 6q
L GAnG) = (2] (55
9 16
which is the required result. O

2.2 Tri-Hexagonal boron nanotorus — TTHBC3Cglp,q]

In this section, we calculate multiplicative connectivity indices of THBC3Cglp,q]l, here p
indicates the count of hexagons in a column and g indicates the count of hexagons in a row of
the two-dimensional molecular graph of G = THBC3Cglp,q] nanotorus as given in Figure
Here |V|=8pq and |E| = 18pq.

Theorem 2.2. For the graph G = THBC3Cglp,q],
i. [17(G)= (259652)2r9

ii. IIo(G) = (4455)4re

iii. HII;(G) = (259%52)*P4

iv. HIIo(G) = (445%)8rq

v. MZ%(G)=(2°9552)%aPq
vi. MZg(G):(4455)4apq
vii. XTI(G) = (259%52)~2rq
viii. yII(G) = (4*5°%)~4Pa
ix. ABCIIG) = (TX8)*4

x. GAII(G) = (448)'*1
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Figure 3. A two-dimensional molecular graph of Tri-Hexagonal boron nanotorus — THBC3Cglp,ql.

Proof. Let G =THBC3Cglp,q]l. Edge set is partitioned into three types based on degrees of end
vertices of edges:

Ei=Eus={uveE|dgu=dgv=4}, Es=Eus={uvek|dgu=4anddgv=>5},
E3 =E(5,5) ={uvek| dGu = de =5}.

The number of edges in E1; E9 and E3 are 2pq; 12pqg and 4pq, respectively.

Similar to the above theorem we can obtain the required results. O

2.3 Tri-Hexagonal boron-a nanotorus — THBAC3Cglp,q]
In this section, we calculate multiplicative connectivity indices of THBAC3Cglp,ql, here p

indicates the count of rows and g indicates the count of columns of the 2D molecular graph of
G =THBAC3Cglp,q] nanotorus as given in Figure[d] Here |[V|=4pq/3 and |E| = Tpq/2.
Theorem 2.3. For the graph G =THBAC3Cglp,q],
i 3@ = (VIO 112)P
ii. Io(G) = (5°6%)P1
iii. HII;(G) = (V10 112)%9
iv. HII5(G) = (5°6%)2P1
v. MZ(G)=(V10°112)%P
vi. MZ3(G) = (5°62)%P1
vii. XTI(G) = (VI0°112)"74
viii. yII(G) = (5°62)~P4
ix. ABCIIG) = [(12)? x3]7
x. GATI(G) = (2/20)%P¢
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Figure 4. A two-dimensional molecular graph of Tri-Hexagonal boron-a nanotorus — THBAC3Cglp,ql.

Proof. Let G=THBAC;3Cglp,ql. Edge set is partitioned into two types based on degrees of end
vertices of edges:

Eq =E(5,5) ={uvek| dGu = de = 5}, Es =E(5,6) ={uvek| dGu =5and de = 6}.
The number of edges in E; and Ey are 3pq/2 and 2pq, respectively.

Similar to the first theorem we can obtain the required results. O

3. Conclusion

Topological indices have their own significance in the study of chemical graph theory. In this
study, we compute various degree based multiplicative topological indices of tri-hexagonal boron
nanotube and tri-hexagonal boron nanotori.
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