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RESEARCH ARTICLE

Some Types of Zagreb Indices for General
Caterpillar Graph and Their Application
in Property Predictions of Molecules
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Muhammad Kamran Jamil® 2, Ahmed Mohammed Ali® 3

1 Nineveh- Gifted School Directorate of Education in Nineveh, Mosul, Iraq
2 Department of Mathematics, Modern College, Riphah International University, Lahore, Pakistan
3 Department of Mathematics, College of Computer Science and Mathematics, University of Mosul, Mosul, Iraq

ABSTRACT

Topological indices in graph theory are considered a very important topic because of its practical importance in
some branches of sciences, especially in chemistry, physics and networks, because they are closely related to chemical
properties and physical properties, including boiling point, melting point, vapor pressure, molar volume etc. There
are several types of topological indices, the most important of which are the indices that depend on the degrees of
vertices, especially adjacent or non-adjacent vertices. The Zagreb indices for adjacent vertices and non-adjacent vertices,
multiplicative and eccentricity for adjacent vertices in a connected simple graph are considered topological indices
that have an impact on knowing many chemical and physical properties. In this paper, we discussed the Zagreb type
topological indices of generalized caterpillar graphs, as well as for the molecules alkanes with formula C,H(p+2), which
is a special case of the statement caterpillar graph and studied some of its properties. In the application section, we
presented that the first and second Zagreb coindices (corresponding indices) give high correlation among other Zagreb
indices when predicting entropy and ascent factor of alkanes.

Keywords: Caterpillar graph, Chemical compounds, Eccentricity Zagreb indices, Multiplicative Zagreb indices, Zagreb
indices and coindices

Introduction

Let G be a finite connected simple graph with vertex set V = V(G) and edge set E = E(G). The cardinality of
the vertex set (order) and the edge set (size) are |V(G)| = p and |[E(G)| = q respectively. The degree of a vertex
v in a graph G is the number of edges incident on v, and is denoted by degs(v) or simply deg(v). If a vertex has
degree one, then it is called an end vertex, or a pendant of G.'! The distance between any two distinct vertices
u and v, d(u,v) in a connected graph G is the cardinality of edges in a shortest path connecting them. Let v
be any vertex in a set of vertices in a connected graph G, the eccentricity of a vertex v, e(v) is the maximum
distance between a vertex v to all other vertices in G. Almost 50 years ago, two types of topological indices
were found, which are symbolized by M; and M, and named the first Zagreb index and the second Zagreb
index.?® The first Zagreb index was defined in 1972, by Gutman and Trinajsti¢,? while the second Zagreb
index was found in 1975, by Randi¢,® where each obtained a formula related to the total energy of electrons
and molecules, where the first and second Zagreb indices can be considered to be topological indices based on
the degrees of adjacent vertices, as the emergence of these two indices followed the emergence of the Wiener
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index,* and the Hosoya. z—index.” Researchers investigated two Zagreb indices for many families of graphs,
as well as for graphs that resulted from knowledge operations on the graphs and other indices.®” The species
were also used as indices of Zagreb in some chemical structures to determine some of their properties.'°
But in 2008, Doslic presented two indices, the first and second Zagreb coindices, since these two topological
indices depend on the degrees of non-adjacent vertices.'! The first and second multiplicative Zagreb indices are
presented by Todeschini and others. '? There are other topological indices that do not depend only on degrees,
but rather depend on the distances between two vertices in simply connected graphs, Schultz and Modified
Schultz indices.'® Azari is introducing some other kinds of Zagreb indices for a connected graph G which is
called the eccentricity indices. '

Topological indices, particularly degree-based ones such as Zagreb indices, are widely used to correlate
molecular structure with physicochemical properties, and many studies have demonstrated their effectiveness
in QSPR analysis. However, the literature still lacks general formulas for Zagreb-type indices of generalized
caterpillar graphs and their special case representing alkane molecules, cap C sub p, cap H sub, 2 p plus
2 end subscripts. Moreover, the predictive ability of nonadjacent vertex Zagreb coindices, especially for
thermodynamic properties such as entropy and ascent factor, has not been adequately explored. To address
these gaps (that is, our aim in this study), this study derives general expressions for several Zagreb indices and
coindices for generalized caterpillar graphs and applies them to alkanes. A systematic statistical analysis is then
performed to evaluate which indices offer the strongest predictive performance. The novelty of the work lies in
demonstrating that the first and second Zagreb coindices provide the lowest prediction errors for entropy and
ascent factor, and in presenting general formulas that enable the prediction of the properties of new alkane
compounds.

Here are some types of topological indices that will be studied in this article.

Definition 1: The first and second Zagreb indices are defined as follows:

M; (G) =) (degg (v) + degg () ,

vueE

M, (G) =) (degg (v) x degg ().

vueE

where degs(u) and degs(v) represent the degrees of the adjacent vertices u and v, of a graph G.

Definition 2: The first and second Zagreb coindices are defined as follows:

M5 (G) = ) (degg (v) + degg () ,

Vu¢E

M5 (G) =) (dege (v) x degg (u)) ,

vug¢E
where degs(u) and degg(v) are represent the degrees of the nonadjacent vertices u and v of a graph G.

Definition 3: The first and second multiplicative Zagreb indices are defined as follows:

M7 (G) = [ ] (degc (v) + dege (w)) .

vueE

MZ(G) = ]’[ (deg (v) x degg (1)) -

vueE

Definition 4: The first and second eccentricity Zagreb indices are defined as follows:

Ecci (G) = Z (e +e(),

vueE

Eccy (G) = Z (e() x e)).

vueE
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Definition 5: A general caterpillar graph GCG(p, ]_[f:1 a;) is a tree obtained from a (v; —v,)— path P,:
V1,V2,...,Vp, p > 3 by attaching a;, q; > 1, foralli=1,2,..., p, end vertices to each vertex in P,, as shown
in Fig. 1. For simplicity, the general caterpillar graph will be indicated GCG(p, [}, a;) with a symbol
7_[.15

my Uy, H31UZD U3, Upl Hp2 Up o

Uyl Uy Upg U4 42 HUag, Up11Up-12

Fig. 1. General Caterpillar Graph GCG(p, ]_[f:1 a;).

Some Properties of General Caterpillar Graph H = GCG(p, ]_[f:1 a;)

1. The vertex set V(H) =V(P) U{uj:1 < j<a; foralli=1,2,...,p}.

2. Theedgeset E(H) = {vyiy1:i=1,2,...,p—1}JU{vy;j: 1 < j<aq; foralli=1,2,...,p}.
3. The order and size: |V(H)| =p+ Zle agiand [E(H)| =p+ Zle a; — 1.

4. The degrees of the vertices in a general caterpillar graph H are

degyvi=a;+1,i=1,p.
degyvi=a;+2,i=2,3,...,p—1.
degyu;j =1, 1<j<aforalli=1,2,...,p.

5. FromFig. 1,e(u;;) =e(v) +1,j=1,2,...,qforalli=1,2,..., p,suchthate(v;) =e(vp;1-) =p+1—1i,
foralli=1,2,...,[£].

Ifaq=2foralli=2,3,...,p—1,and g; = 0,i = 1, p, molecules known as alkanes with the chemical formula
CpHyp.2, are obtained, see Fig. 2.

Fig. 2. Alkanes formula CpHzp.2.

The study was designed to investigate the relationship between selected types of Zagreb indices and the
physicochemical properties of a defined set of alkane chemical compounds. C,Hzp 2, p € Z*. The dataset
was first compiled from reliable literature references, ensuring that all compounds met the inclusion criteria
regarding structural clarity and data completeness. The Zagreb indices were used to characterize the molecular
structures of compounds by modeling and analyzing these indices using integrative correlation to illustrate the
strength of their relationships and to study their physical properties in addition to their chemical properties.
These indices were then compared to determine which provided the highest accuracy based on their studied
characteristics using statistical functions, such as coefficients of determination and error measures. All analyses
were performed using well-established computer and statistical software to ensure methodological accuracy.
The overall design provides a methodological framework for assessing the effectiveness of topological indices
in predicting the physical and chemical behavior of a set of alkane chemical compounds.
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Results and discussion

In this section, the main results are also presented with some important corollaries. In the next theorems, the
general formula for the Zagreb indices for a general caterpillar graph is given. H = GCG(p, [[%_, a;) is obtained.

Theorem 1: Forallp>3anda;>1,i=1,2,...,p, then:

1. Mi(H)=4p—6—2(a1 + ap) + Y~ a;(a; + 5).
2. Mo(H) = 4p —3(a1 + ap) — (@2 + ap-1) — 8+ Y2 @ar1 + YF, aila; + 6).

Proof: From Definition 1, then:

_ » ‘
1. Mi(H) = Z(degVi + degvii1) + Z Zjl:l (degv; + degu; ;)
i— i=1

p—2
=@+1+a+2)+) (@+aa+4+ (a1 +2+a,+1)
i=2

-1 g
+Z(a1+1+1)+ZZ(al+2+1)+Z(ap+1+1)
j=1 i=2 j=1 j=1
—3+Z(al+al+1)+421+3— 21— Zl+ZZ(al+3)

i=1 j=1

14
=4p—6-2(m +ay)+ Y ai(a+5).
i=1

p-1 p _
2. My(H) = Z(degvi x degvii1) + Z Zjl:l(degvi x degu; ;)
i= i=1

p—2
= (a1 + (a2 +2)+ ) _(a;+2)(@i1 +2) + (ap1 + 2)(ap + 1)
i=2

p-1

+Z(a1+1)+ZZ(al+2)+Z(ap+1)
i=2 j=1
p-1
= 4p -3 (@ +ap) — (a2 + ap1) 8+Zalam+2al(al+6). n
i=1 i=1

Corollary 1: Forallp>3anda;=a>0,i=1,2,...,p, then:

1. Mi(H) = pla+1)(a+4) —2(3 + 2a).
2. My(H) =2p(a+ 1)(a+ 2) — (a® + 8a + 8).

Proof: From Theorem 1, then:
1. Mi(H)=4p-6—-2(a+a)+>F ala+5)
=pla+1)(a+4)—2(3+2a).
2. Moy(H) =4(p—2a—2)+ Y ®+Y? ala+6)

=2p(a+1)(a+2)—(a®*+8a+8). ]
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Theorem 2: Forallp>5anda;>1,i=1,2,...,p, then:

p
1 M{(H) =2(p* —4p+4+am+a)+@p+a+a,- 9 q

j=1
p-1 p

—i-ZZa]al—i-ZZ Zaral.
i=2 j=1 i=1 r=i+1

2. M§(H) = 2p® + 2p(2a; —5) + 13 — 2(a} + a3) — a1(6 + a2 + 2ap) —az — ap 1

p-3 p-1

_ap(6+ap 1)+2(a1 +ap_]- Za] +22 Z(al+a1+ala])
j=1 l 2 j=i+2
——Zal(al+1)+ZZa](al~l—2)+Zal+1al

i=1 j=1

Proof: From Definition 1, then:

1. Mi(H) = Z Z (degv; + degv;) + Z Z X:(degv1 + degu; ;)

i=1 j=i+2
P -1 q
— Z Z(degvl + degul]) + Z Z (degulj + degulr)
i=1 j=1 i=1 j=1r=j+1
-1 a
+ZZ Z Z(degul] + degurh)
i=1 j=1r=i+1 h=1
p—3 p-1
= Z(degvl +d€gVJ) + Z Z (degv; + degV])
j=3 i=2 j=i+2
p—2 p g
+ Z (degv; + degv,) + Z Z(degm + degu; ;)
i= 2 j=1r=1
+ Z Z Z(degvl + degu;,) + Z Z(degvp + degu; ;)
i=2 j=1r=1 j=1r=1
-1
_ Z(degvl + deguy ;) — Z Z(degvi + degu; )
j 1 i=2 j=1
p a-1 a
— Z(deng + degup ]) + Z Z Z (degul] + degulr)
j=1 i=1 j=1r=j+1
p-1 a

+ Z Z Z Z(degul] + degur h)

i=1 j=1r=i+1 h=1

p—1 p—3
=@ +3)P-N+) aj+(@m+aq+2)+4) (p-i-2)
j=3 =2
p-3 p-1 ’ p—2 l
+Y Y @+a)+ (4 +3) -3+ ) a
i=2 j=it+2 i=2
p-1 p p
+(a1+2)Zaj DY aj(@+3)++(ap+2) Z
j=1 i=2 j=1 j=1
p-1

—(@+2)a - ) ai(@+3)— (5 +2)ap
i=2
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p a-1 -1 q
+ZZZ a —j) —i-ZZZZar
i=1 j=1 i=1 j=1r=i+1

=2(p*—4p+4+a+ap)+(4p+ai+ap—

SN—
LM
k..g

p-1 p p-1 p
+22ajai+22 Z a,a; .
i=2 j=1 i=1 r=it+1
p—2
2. M§(H) =) Z (degv; x degv;) + Z Z Z(degvl x degt;;)
i=1 j=i+2
p P a-1 gq
- Z Z(degvl x degu; ;) + Z Z (degu; j x degu; )
i=1 j=1 i=1 j=1r=j+1
-1 a
+>°3 Z Z(degul,- x degty )
i=1 j=1r=i+1 h=1
p—3 p-1
= Z(degvl x degv;) + Z Z (degv; x degv;)
j=3 i=2 j=it+2
p—2 p g
+ > (degvi x degvp) + > > (degvr x degu;,)
i= 2 j=1r=1
+ZZZ(degvl x deguj,) + ZZ(degvp x degu; )
i= 2 j=1r=1 j=1r=1
-1 a
— Z(degvl x deguy ;) — Z Z(degvl x degu; ;)
J 1 i=2 j=1
P -1 g
— Z(degvp x deguy, ;) + Z Z (degu; j x degu;,)
j=1 i=1 j=1r=j+1
-1 q
+ZZ Z Z(degul] x deguy )
i=1 j=1 r=i+1 h=1
p-1
=@+1D) g+2@+DP-3)+ (@ +1)(g+1)
p-3 pfi’:3 p—2
+> ) (@aj+2a;+2a;+4) + (qp+1) Y _ai+2(a,+1) (p—3)
i=2 j=i+2 i=2
p—1 p
+(a1+1)2a1 +ZZa,(al+2) +(gp+1)) g
j=1 i=2 j=1 j=1
p-1
—a; (a1 +1) — Zai (ai+2)—ap(ap+1)
p a-1 =2 p—1 q
FE ) + LY D a
i=1 j=1 i=1 j=1r=i+1

=2p? +2p(2qy —5)+13—2(af+a2)—a1 (64 az + 2ap) —az —
P

3 p-1
—ap (6 +ap-1) + 2 (a1 +a, — 1) Za, +2> > (e +aj + aay)
l 2 j=it+2

——Zal(al+1)+ZZa] (al+2)+Zal+1al

i=1 j=1
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Corollary 2: Forallp>3anda;=a>0,i=1,2,...,p, then:

1. M§(H) = 2p*(a+1)? — pla+1)(a+8) +4(a+2).
2. M§(H) = 2p*(a+1)*> — R(a+1)(a+4) +a2 +10a+13.

Proof: From Theorem 2, then:
1. M§(H) = 2(p?> — 4p+ 4 + 2a) + (4p + 2a — 9ap + a®p(p — 2) + a®>p(p — 1).
=2p%(a+1Y2 -pa+1)(a+8)+4(a+2).

2. M§(H) = 2p? + 2p(2a — 5) + 13 — 4a® — a(6 + 3a) —

P p—3 p-1
—a(6+a)+2(2a—1)2a 222 (2a + @?)
]1 l=2]=12
p—
——Z:a(aJr1)+z:Z:a(a+2)+Z:a2
11]1 i=2
=2p (a+1)2—?(a+1)(a+4)+a +10a + 13. [}

Theorem 3: Forallp>3anda;>1,i=1,2,...,p, then:
1. M{*(H) = (a1 + a2 + 3)(ap-1 + ap + 3)(a1 + 2)4 (ap-1 + 3)% ' (ap +2)%

p—2
< [ ] @@+ 3)%(a; + a1 + 4.
i=2

2. M(H) = (a1 + 1% (ap + D% (ap_1 + 2)% (a2 + 2)(ap-1 + 2) x ]‘[fz‘j (a; + 2)% (a1 + 2).

Proof: From Definition 3, then:

1. M7*(H) = l_[ (deggv + deggu)

vueE
p-1
= l_[(degvl + degviy1) x l—[ ]_[(degvl + degu; ;)
i=1 i=1 j=1
p—2
=(@+1+a+2) x [[(@+ay1+4) x (qp-1 +2+a,+1)
a 117% a;
x]_[(a1+1+1)><]_[]_[(al+2+1)x]—[(ap+l+1)
j=1 i=2 j=1 j=1

p—2
=(a; +ax+3) (ap_l +a,+ 3) X l_[(ai +ai1+4)
i= 2

p-1 a
x]‘[(al+2)x]"[]"[(al+3)x]‘[(ap+2)
i=2 j=1 j=1

= (a1 +az+3) (ap-1 + ap + 3) (a1 + 2)" (ap + 2)7

p—2 p-1
X l—[(ai +aiy1 +4) x l—[ (a; + 3)%
i=2 i=2
= (@1 + a2 +3) (qp-1 +ap + 3) (@ +2)"(ap-1 +3)" " (ap +2)
p—2
x [T (@i +3)%(a; + a1 + 4.
i=2
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2. M3{(H) = l_[ (deggv x deggu)

vueE

p-1
= [ [ (degv: x degvi1) x H ]_[(degvl x degu; ;)
i=1 i=1 j=1
p—2
= (a1 + D(az +2) x [ (@ + 2) (@is1 +2) x (ap-1 +2) (ap + 1)

i=2
-1 a

x 1‘[(a1 +1) x [T] Jtai +2) ]‘[(ap+ 1)
i=2 j=1 j=1
p—2
= (@1 + (a2 + 2) (ap1 +2) (ap + 1) x [ J(a; +2) (a1 +2)
i=2
-1 a

x(ar+ 1) x [[]]Cai +2) x (qp + 1)

i=2 j=1
= (a1 + D)% (ap + 1)
p—2 p-1

x [ Tl +2) (@1 +2) x [ ] (@ +2)*

i=2 i=2

(az +2) (ap-1 + 2)

p—2
= (a1 + D) (ap + 1) (ap1 +2)"7 (@2 +2) (@p-1 +2) x [ ] (@ +2)%* (@1 +2).
i=2
Corollary 3: Forallp>3anda;=a,i=1,2,...,p, then:
1. MT"(H) = (2a + 3)*(a+ 2)**(a + 3)4P-2)(2q + 4)P-3.
2. MJ'(H) = (a + 1)2a+2(q 4 2)2(P—2)+2p-3

Proof: From Theorem 3, then:

p—2
L MP'(H) = (a+a+3)a+a+3)a+2)a+3)(a+2) x [[(a+3)(a+a+4)
i=2
= (2a+ 3)*(a+2)**(a+ 3)*? P (2a + 4>
2. M(H) = (a+ 1)*(a+ D*(a+ 2)%a + 2)(a + 2) x ]_[ Z(a+2)"*(a+2)
— (a + 1)2a+2(a + 2)a+3(a + 2)(a+1)(p73)(a+ 2)p73

— (a 4 1)2a+2(a + 2)a(p—2)+2p—3.

Theorem 4: Forall > 3, pisanoddand a; > 1,i=1,2, ..., p, then:

p-1

1 d .
1. Ecci(H) = 5(?,pz —2p—1)+(p+ 2)a% + Z(Zp —2i+ 3)(a; + apr1-i)-
i=1

1 1
2. Bey(H) = 75(7p° = 3p" = 7p+3) + 7 (p+ (P + sy

-1

=

P+1-D(P+2-1(a+ap1-) -

MN\

I\
_

Proof: From Definition 4, then:
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L Ecci(H) = ) _(e() + e(w))

vueE
p-1
= () +ey1)) + Z Z(e Vi) + e (i )
i=1 i=1 j=1
pl P;rl
—2Z(e(vl)+e(vl+1))+ZZ(e(vl)+e (i) + Z Z(e o) + e ()
i=1 i=1 j=1 l_P+3 j=1
szrl %azﬂrll
_2Z(e(vl)+e(vl+1))+22(e(vl)+e uj)) + Y Y e (Vpsii) +e(Upraij)
i=1 j=1 i=1 j=1
pl pJZrl a;
—2Z(p+1—l+p+1—l—l)—l-ZZ(p—i—l—l—i-p—i-l—l+1)
i=1 i=1 j=1
%ap-f—ll
+Y Y (p+1-i+p+l-i+1)
i= 1 j=1
p+1 %lap+ll
—ZZ(Zp 21+1)+ZZ(2p 2i+3) +Y Y (2p-2i+3)
i=1 j=1 i=1 j=1
p+l 71
_22(21) 21+1)+Z(2p 2i+3)q +Z(2p 2i+ 3) api1-i
i=1 i=1

—1

.\;‘l
e
N

=2 (2p—2i+ D+ @+2)am + Y (2p—2i+3) (@ +api1 )
1

i= i=1
-1

1 .
=§(3p2—2p—1)+(p+2)a%+Z(2p—21+3)(ai+ap+1_i).

i=1
2. Ecco(H) = Z(e(v) x e(w))
vueE
p-1
= Z(e(vl) x e (Viy1)) + Z Z(e (i) xe (ul]))
i=1 i=1 j=1
—ZPX:(e(vl) xe(vl+1))+pi2(e(vl) X e ul] ) + Xp: Z(e(vl) X e u”
i=1 j=1 l_szrz] 1
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Corollary 4: Forallp>3anda;=a,i=1,2,...,p, then:
1
1. Ecc1(H) = E(a+ 1)(3p? — 1) + p(2a — 1).

1 1
2. Ecco(H) = E(p2 —1)(7pla+1)+3(5a—-1)) + Z(p +1)(p+3)a u

Theorem 5: Forall > 4, pisanevenanda; >1,i=1,2, ..., p, then:
3 g .
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1 5 . .
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Corollary 5: Forallp>3anda;=a,i=1,2,...,p, then:
1. Ecci(H) = 3p*(a+ 1)+ p(2a — 1).

2. Ecco(H) = 15(7p(a+1) + 3p*(6a — 1) + 4p(2a — 1) + 12). [ |
Applications
From Theorems 1 to 5, whenaq; =0, i=1,panda; =2, i=2,3, ..., p— 1.The following corollaries will be

obtained respectively.

Corollary 6: For all p > 3, then:

1. M;(H)=18p - 34.

2. My(H) = 24p — 56. [ ]
Corollary 7: For all p > 3, then:

1. MS(7) = 18p? — 78p + 84.
2. M5(H) = 18p? — 93p + 123. ]
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Corollary 8: For all p > 3, then:

1. MT'(H) = 625(200)P3.
2. M} (H) = (256)P2, ]

Corollary 9: For all p > 5, p is an odd, then:

1. Ecci(H) = 1(9p*> — 22p + 9).
2. Eccy(H) = +(7p® — 23p* +17p —1). [ |

Corollary 10: For all p > 4, p is an even, then:

1. Ecc;(H) = 2p?> —11p+6.

2. Eccoy(H) = Lp(7p? — 23p + 20). [}
Alkanes are a basic class of hydrocarbons made up only of single-bonded carbon and hydrogen atoms. '®!”
The usual molecular formula for them is C,Hzp 2, where p is the number of carbon atoms. In graph theory, this
linear configuration of carbon atoms can be represented as a particular class of caterpillar graphs. A caterpillar
graph has all of its vertices situated within a single distance from a central “spine,” which is similar to the
structure of alkanes, which are made up of hydrogen atoms as branches and carbon atoms as the backbone.
Table 1 gives the information about 18 alkanes, their ascent fact, and entropy. Further columns in Table 1
represent their Zagreb-type topological indices. With the help of this information, mathematical models were
investigated to predict entropy and ascent factor by using Zagreb-type indices. These mathematical models and
their behaviors are shown in Figs. 3 and 4. From Table 1, it was also observed that the second Zagreb coindex
gives the best result when predicting the entropy with a standard error of 1.39, while the other Zagreb-type
indices have a greater standard error, meaning they have less power to predict entropy. From Figs. 3 and 4, it
is clear that all the Zagreb-type indices are good to predict the ascent factor of the alkanes, but the first and
the second Zagreb coindices give the lowest standard error. Hence, these two indices can be used to predict
the ascent factor of alkanes.

Table 1. Alkanes with molecular structure, ascent fact, entropy and Zagreb type indices.

Ascent.

Name Isomers structure Fact Entropy M; M MT Mg‘ M{ Mg Ecci  Eccy
1 Octane 0.397898 111.67 26 24 9216 4096 72 61 74 200
2 Methylheptane I 0.377916 109.84 28 26 15360 6912 70 58 65 154
3 3-Methylheptane I 0.371002 111.26 28 27 14400 6912 70 57 63 144
4 Methylheptane I 0.371504 109.32 28 27 14400 6912 70 57 61 136
5 3-Ethylhexane ! 0.362472 109.43 28 28 13500 6912 70 56 54 105
6 2,2-dimethylhexane T 0.339426 103.42 32 30 36000 4096 66 52 56 113
7  2,3-Dimethylhexane I 0.348247 108.02 30 30 23040 11664 68 53 54 105
8 2,4-dimethylhexane I 0.344223 106.98 30 29 24000 11664 68 54 54 105

(Continued.)
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Ascent.

Name Isomers structure Fact Entropy M; M, M7 M7 M§ M§  Ecci  Ecco
9 2,5-Dimethylhexane I 0.356830 105.72 30 28 25600 11664 68 55 56 113
10 3,3-Dimethylhexane ] 0.322596 104.74 32 32 32400 16384 66 50 52 97
11  3,4-Dimethylhexane I 0.340345 106.59 30 31 21600 11664 68 52 52 97
12 3-Ethyl-2-methylpentane { 0.332433 106.06 30 31 21600 11664 68 52 43 66
13 3-Ethyl-3-methylpentane ‘ 0.306899 101.48 32 34 29160 16384 66 48 41 60
14  2,2,3-Trimethylpentane l 0.300816 101.31 34 35 52500 27648 64 46 43 66
15 2,2,4-Trimethylpentane I 0.305370 104.09 34 32 60000 54000 64 49 45 72
16 2,3,3-Trimethylpentane I 0.293177 102.06 34 36 27648 50400 64 45 41 60
17  2,3,4-Trimethylpentane I 0.317422 102.39 32 33 36864 19683 69 49 43 66
18 Tetramethylbutane 0.255294 93.06 38 40 125000 65536 60 39 34 40
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Fig. 3. Mathematical Models for entropy via Zagreb type indices.
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The proposed method offers several advantages over existing approaches, including analytical tractability,
predictive accuracy, strong chemical correlation, and broad applicability.

The proposed method offers several advantages over current methods: ease of analysis, predictive accuracy,
strong chemical correlation, and general applicability.

Conclusions

The analysis shows that the Zagreb index M, achieves the highest accuracy in predicting entropy among the
studied indices, registering the lowest error = 1.39, as shown in Table 1 and Fig. 3 also shows that the two
indices M; and M- exhibit the lowest standard errors in estimating the uplift factor, supporting their adoption
as reliable predictive indices. Furthermore, general formulas for these two indices and their caterpillar graph
analogs have been derived, providing a practical framework for efficiently calculating the topological indices
of alkanes and predicting the properties of unstudied compounds. The approach can be extended in the future
to include broader classes of graphs and evaluate additional indices within more diverse molecular structures,
thus enhancing the applications of structure — property relationship modeling.
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