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Abstract: Consider a unicyclic graph G with edge set E(G). Let § be a real-valued symmetric
function defined on the Cartesian square of the set of all distinct elements of G’s degree sequence. A
graphical edge-weight-function index of G is defined as 7;(G) = Ly ck () f(dc(x),dg(v)), where
d(x) denotes the degree a vertex x in G. This paper determines optimal bounds for Z;(G) in terms
of the order of G and a parameter 3, where ; is either the number of pendent vertices of G or the
matching number of G. The paper also fully characterizes all unicyclic graphs that achieve these
bounds. The function § must satisfy specific requirements, which are met by several popular indices,
including the Sombor index (and its reduced version), arithmetic-geometric index, sigma index, and
symmetric division degree index. Consequently, the general results obtained provide bounds for
several well-known indices.
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1. Introduction

For definitions of the graph-theoretical terms used in this paper but not defined here,
we refer the reader to the books [1-3]. For chemical-graph-theoretical terms, the books [4-6]
can be consulted.

We only consider nontrivial and connected graphs in this study. A graph of order n is
referred to as an n-order graph. The edge set of a graph G is represented by the notation
E(G), and its vertex set is represented by the notation V(G). The notation dg(x) is chosen
to represent the degree of x € V(G). Particularly, if dg(x) = 1, then x is called a pendent
vertex. A nonempty subset M of E(G) is said to be a matching in G if the elements of M
are pairwise nonadjacent. A matching is called a f-matching when it has precisely  edges.
A maximum matching of G is a matching that consists of the maximum possible edges. If
M* is a maximum matching of G, then |M*| (the number of its elements) is known as its
matching number.

A property of a graph that does not change with respect to graph isomorphism is
called a graph invariant [3]. The graph invariants that take only numerical quantities
are also known as topological indices or molecular descriptors in the field of chemical
graph theory [4-6]. Numerous studies, like [4,7-10], have discussed how useful these
topological indices are in predicting distinct properties of chemical compounds. Graphical
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edge-weight-function indices are particular topological indices that are expressed in the
way described below [11]:

Zi(G) = ). #(dg(s),dg(t)), 1)
)

steE(G

where f is a real-valued symmetric function defined on the Cartesian square of the set
consisting of all different members of the degree sequence of a graph G. As seen in studies
like [12-14], these indices have also been studied under the terminology “bond incident
degree indices”. The graphical edge-weight-function indices’ class is a subclass of a larger
class of certain indices known as degree-based topological indices [15].

By a unicyclic graph, we mean a connected graph with the same size and order; let G
be such a graph. The goal of this work is to find the best possible bounds on Z;(G) in terms
of the order of G and a parameter 3, under certain restrictions on the function f, where 3
is either the number of pendent vertices or the matching number. All graphs achieving
the obtained bounds are also characterized. The restrictions taken into account for f are
satisfied by a number of popular existing indices, including the Sombor index (together
with its reduced version) [16-18], arithmetic—geometric index (for example, see [19]), sigma
index [20,21], and symmetric division deg index [22,23]. Consequently, the obtained general
results yield bounds on several well-known existing indices. In other words, the obtained
results generalize many existing results and provide particular new cases for many existing
indices. As there are a lot of particular graphical edge-weight-function indices and, in many
cases, the extremal results with respect to them, including their proofs, are considerably
similar to one another; it is natural to adopt a unified technique to obtain those results and
hence generalize them. The present paper is a contribution to this research direction.

2. Preliminaries

In this section, the basic concepts and notations that will be used in the next sections
are given.

The n-order cycle graph is represented by C,. Given a subset S C V(G), the graph
obtained by deleting all the elements of S and their corresponding incident edges from
G is represented by G — S. In the case when S consists of a single vertex, say S = {x},
the notation can be simplified to G — x for ease of reference. An edge xy in G is said to
be pendent if either dg(x) = 1 or dg(y) = 1. Define Ng(x) := {v € V(G) : vx € E(G)};
particularly, the vertices of N (x) are referred to as neighbors of x.

Table 1 gives some special cases of Equation (1) considered in this study. The topologi-
cal indices given in this table will be used in the subsequent sections.

Let S;7 be the unicyclic graph formed by inserting exactly one edge in the n-order
star graph, where n > 4. Denote by U,,  the graph formed by subdividing f — 2 pendent
edge(s) of S B2/ where n > 2 > 4. The graph U,, g is depicted in Figure 1. We note that
the matching number of U, g is .

For a graph G, a vertex x € V(G) incident with an element of a matching M in G is
termed M-saturated; moreover, if all the vertices of G are M-saturated, then M is called
a perfect matching. A vertex of G that is not M-saturated is known as an M-unsaturated
vertex. One can observe from Figure 1 that for any > 2, there exists a perfect matching
in u25,‘3.
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Table 1. Some special cases of Equation (1) considered in this study.

Function (41, 42)

Z; in Equation (1) Corresponds to

Va1 + 3

Sombor (SO) index [16-18]

73+ 45+ a2

Euler-Sombor (ES) index [24]

Vi =12+ (g2 —1)?

reduced Sombor (RSO) index [16]

Qvng) g +92)

arithmetic-geometric (AG) index [19]

V@na) 1@ +a3)

modified symmetric division deg (MSDD) index [25]

(q192) (a3 + 43)

symmetric division deg (SDD) index [22,23]

(Vi — V)

modified misbalance rodeg (MMR) index [26]

(g1 — g2)?

sigma index [20,21]

2(q1 +q2) 7!

harmonic index [27,28]

(a1a2)71/2

Randi¢ index [29-31]

(a1 +ap) 172

sum-connectivity (SC) index [27,32]

n—24+1

—_——f

3-2

Figure 1. The unicyclic graph U, g.

Denote by Uy, , the unicyclic graph shown in Figure 2, where 0 < p <n — 3.

D

—

Cey

Figure 2. The unicyclic graph U,'w,.

Finally, we define R, := {(q1,42) € R? : q1 > 1and g, > 1}, where R is the set of

real numbers.

3. Results About Matching Number

We give the following known result before demonstrating the very first main result of

the current section:
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Lemma 1 (see Lemma 3.1 in [33]). If G is a unicyclic n-order graph with a matching number j,
such that G % C,, and n > 2 > 4, then G has a B-matching M and a pendent vertex x that is not
M-saturated.

Theorem 1. Let § : R2, — R be a symmetric function, such that

@ 1(q1,2) = (q1,3) +1(q2,2) = §(q2,3) +7(2,2) = (1,3) < 0for gy, 42 € {2,3},

@) q[f(1,3) +73,3)] <q1f(q1 +1,2) + (91 = 2)f(L,2) + f(q1 + 1,1) +§(2,2) for g1 = 3,

(ifi) the function g defined as ¢(q1,92) = f(91,92) — f(q1,92 — 1), is strictly decreasing in gq
forqy; >2and g > 1,

(iv) the function h defined as

h(q1) = 1(q1,2) +(q1,1) = (g1 — 1, 1) + (g1 — 2)[f(91,2) — f(q1 — 1,2)]

is strictly increasing for g1 > 2,
then the inequality

Zi(G) < Bi(B+1,2) + (B - 2)f(1,2) +§(B+1,1) +1(2,2) (2)

is valid for every 2B-order unicyclic graph G with a matching number B(> 2). Inequality (2)
becomes equation iff G = Upg g (see Figure 1).

Proof. We assume that the right-hand side of (2) is ¢(B), and we use induction on . The
result is valid for p = 2 as G € {Usp, C4} and because of condition (i) withr = 2 = s,
we have

TH(Ca) = 41(2,2) < §(2,2) +(1,3) +21(2,3) = T;(Us).

Next, suppose that f > 2 and that the result is valid for all unicyclic graphs with order
2(B — 1) and matching number  — 1. Next, let G be a 2B-order unicyclic graph with
matching number (> 2).

Case 1. The graph G contains no pendent vertex having a neighbor of degree 2.

As no two pendent edges of G can be adjacent, G has a maximum degree not more than 3;
particularly, G is the graph formed by attaching at most one pendent vertex to every vertex
of its unique cycle, say Ct, where g < t < 2. Let G* be the graph maximizing Z; among
all graphs of the present case. Then

Iy(G) < I;(G") )

Let M be the maximum matching of G* and C be its unique cycle.
If B+ 1 <t < 2B, then there exists wiwp, € M on C, such that dg« (w1) = 2 = dg«(w2).
Let Ng«(wy) = {w',wy} and Ng«(wy) = {w”,wy}. Evidently, w' # w” because p > 2.
Form a new graph G** from G* by dropping w;w’ and inserting wow’. Certainly, G** has
matching number B. As dg+(w'), dg+(w") € {2,3}, by condition (i), we have
T;(G*) = Z;(G™) = f(dg+ (w"),2) — f(dg+(w"),3) +f(de+ ('), 2) — f(dc+(w'), 3)
+7(2,2) — (1,3) <0,

a contradiction. Hence, t = f5; that is, each vertex of C has a degree 3 in G*. Therefore, by
condition (ii), we have

Iy(G") = Bli(3,3) +§(1,3)] < Bf(2 B+ 1)+ (B=2)f21) +f(B+1,1) +(2,2). (4

From (3) and (4), the required inequality follows.
Case 2. The graph G has at least one pendent vertex with a neighbor of a degree 2.
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Let x € V(G) be a pendent vertex having the neighbor y with degree two. Certainly, xy
belongs to every maximum matching of G. Because the unicyclic graph G’ := G — {x,y} is
of order 2(B — 1) and possesses matching number p — 1, we have by inductive hypothesis:

(G < 9(B—1) )

with equality iff G = Upg_1) 1. Let Ng(y) = {x,z}. Since z cannot have more than one
pendent neighbor and because it can lie on at most one triangle, we have 2 < dg(z) < f+1.
Take Ng(z) := {zo(= y),z1, - ,zi-1}, provided that z,,1, zp12, - - -, z;_1 have degree
at least 2, where p is either 0 or 1, and the degree of z; is 1 when p = 1. Because of
condition (iii), one has

Z;(G) = Z;(G") +§(1,2) +§(2,t) + p[f(1,t) — f(1,t = 1)]
-1
+ Y [f(de(zi), t) — f(dg(z), t — 1))
i=p+1

< Ii(G) +§(1,2) +§(2. 1) + plf(1L,£) = §(1, £ = 1)]
+(tE=p=1[2 1) —F2t-1)] (6)

Since t > 2, again by condition (iii), we have

f(Lt) = (Lt =1) = [{(2,t) = §(2,t =1)] >0
and hence (6) yields

Ti(G) < T5(G') +(L,2) + 2, 1) + 1(1,6) — f(1,t —1)
+ (t=2)[f(2,t) = (2t = 1)]. 7)
Since 2 < t < B+ 1, by condition (iv), one has
(2,0 11,6 = (L E— 1)+ (=22 1) — (2.t~ 1)]
<FB+L2)+HB+1,1) —f(B1)+(B-D[F2,+1) —§(2B)]. (8)
From (5), (7) and (8), one has Z;(G) < ¢(pB) with equality iff G = Upg 5. O

The following theorem’s proof is fully analogous to that of Theorem 1 and, therefore,
we omit it.

Theorem 2. Let § : R2 | — R be a symmetric function such that

@ 1(q1,2) = (q1,3) +1(q2,2) = §(q2,3) +7(2,2) = (1,3) > 0 for q1,92 € {2,3},

@) q[f(1,3) +§3,3)] > g1 f(q1 +1,2) + (91 = 2)f(L,2) + f(q1 + 1,1) +§(2,2) for g1 > 3,

(ifi) the function g defined as g(q1,q2) = §(91,92) — §(q1, 92 — 1), is strictly increasing in gq
forqy >2and g > 1,

(iv) the function h defined as

h(q1) = 1(q1,2) +7(q1,1) = (g1 — 1, 1) + (g1 — 2)[f(91,2) — f(q1 — 1,2)]

is strictly decreasing for q1 > 2,
then the inequality

Zi(G) = Bi(B+1,2) + (B - 2)f(1,2) +§(B +1,1) +1(2,2) ©)

is valid for every 2B-order unicyclic graph G with a matching number B(> 2). Inequality (9)
becomes equation iff G = Upg g (see Figure 1).
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Theorem 1 is about the n-order unicyclic graphs with a matching number (> 2) for
n = 2p. In the next result, we extend this theorem to the case when n > 28.

Theorem 3. Let § : R2 | — R be a symmetric function, such that

(i) §(s1,2) —f(s1,3) +f(s2,2) —f(s2,3) +1(2,2) — f(1,3) < 0forsy, s, € {2,3},

(ii) s1[f(3,3) +§(1,3)] <s1f(s1+1,2) + (s1 —2)f(1,2) +f(s1 +1,1) +§(2,2) for sy > 3,

(iii) the function g defined as g(s1,s2) = f(s1,52) — f(s1,82 — 1), is strictly decreasing in s,
forsy >2ands; > 1,

(iv) the function h defined as

h(sl) = f(Sl,Z) + f(Sl,l) - f(sl - 1/1) + (51 - 2) [f(sl,2) - f(sl - 1/2)]

is strictly increasing for s1 > 2,

(v) the inequality 2f(s1 +2,1) +s1f(s1 +2,2) + (s1 — 2)§(1,2) — 251 §(2,2) > 0 holds for
s1 > 2,and

(vi) the function ® defined as

D(sq,82) =F(s1 — 1, 1)+ s2[f(s1,1) — f(s1 — L, 1)] + (s1 — 52)[f(51,2) — (51 — 1,2)]

is strictly increasing in sy forsy > sy +12> 2,
then the inequality

IHG) < (n=2p+1)-f(n—p+1,1) + Bf(n — p+1,2) + (B —2)}(1,2) +§(2,2) (10)

holds for every n-order unicyclic graph G having a matching number B(> 2). Inequality (10)
becomes equation iff G = U, g (see Figure 1).

Proof. We set
¥(n,p):=m—-2B+1) -f(n—B+1,1)+Bfn—B+1,2)+(B—2)§(1,2) +§(22).

We use induction on n. For n = 28, the required conclusion holds due to Theorem 1.
This starts the induction. Now, suppose that n > 28 and let G be an n-order unicyclic
graph with a matching number 8. If G = C;, then n = 2 4 1 and, hence, we have
Z:(G) = (2B + 1)f(2,2) < ¥(2B + 1, B) because of condition (v). In what follows, suppose
that G 2 C,,. Then, due to Lemma 1, G possesses a pendent vertex x and a f-matching M,
such that x is not M-saturated. Hence, G — x also has a matching number 8. Consequently,
we apply the induction hypothesis on G — x:

(G —x) < ¥(n—1,p) a1

with equality iff G — x = U,,_1,. Let Ng(x) = {y}. We note that M has an edge incident
with y because xy ¢ M (a maximum matching). This implies that the count of those edges
incident with y that are not the members of M is dg(y) — 1, which further implies that
dg(y) —1 < |E(G)| — |M|; thatis, dg(y) < n — B+ 1. Suppose that p is the count of the
pendent neighbors of y. Then, 1 < p < dg(y) — 1. Because at least p — 1 pendent neighbors
of y are M-unsaturated and the count of M-unsaturated vertices of G is n — 2, it holds
that p — 1 < n — 28, which means that y has at most n — 2 + 1 pendant neighbors. Set
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Ng(y) == {y1(=x),y2,- - YprYpats ,Ys}, where yq, - - - ,yp are pendent vertices and
Yp+1,° " Ys are non-pendent vertices. By condition (iii), we have

Ii(G) = T;(G —x) +f(s,1) + (p — 1)[f(s,1) = f(s = 1, 1)
+ % (i) ~ i~ Lo ()
i=p+1
< T(G —x) +f(s = 1,1) + plF(s, 1) = f(s = 1,1)]
+ (5= p)(1s,2) ~ §(s~ 1,2)). (12)

As2 <p+1<s<n—pB+1,because of condition (vi), the inequality (12) yields

Zi(G) < (G —x) +f(n — B,1) + p((n — p+1,1) —f(n — B, 1))
+(n=p—p+1)(§(n—p+1,2)—j(n-p2)). (13)

Since p <n—2B+1and n — B > 2, because of condition (iii), the inequality (13) yields

Zi(G) S TG —x) +(n = B,1) + (n =28 +1) ({(n = p+1,1) = }(n — B, 1))
+B(5(n—p+1,2) —f(n—5,2)). (14)

By (11) and (14), we now have Z;(G) < ¥(n, B) with equality iff all equalities in
(11), (12), (13) and (14) hold; that is, iff G — x = U, 15, dg(Yp+r1) = -+ = dc(ys) = 2,
s =n—p+1and p =n—2+1. Consequently, wehave Z;(G) = ¥(n, B) iff G = U, g. O

As the following theorem’s proof (which utilizes Theorem 2) is completely similar to
that of Theorem 3, we omit it.

Theorem 4. Let § : R2 | — R be a symmetric function such that

(i) f(s1,2) = (s1,3) +§(s2,2) —f(s2,3) +§(2,2) —§(1,3) > 0 for 1,55 € {2,3},

(ii) s1[f(3,3) +§(1,3)] > s1f(s1+1,2) + (s1 —2)f(1,2) +f(s1 +1,1) +§(2,2) for sy > 3,

(iii) the function g defined as g(s1,s2) = f(s1,52) — f(s1,52 — 1), is strictly increasing in s,
forsy >2ands; > 1,

(iv) the function h defined as

h(sl) = f(Sl,z) + f(Sl,l) - f(sl - 1/1) + (51 - 2) [f(sl,Z) - f(sl - 1/2)]

is strictly decreasing for s; > 2,

(v) the inequality 2f(s1 +2,1) +s1f(s1 +2,2) + (s1 — 2)§(1,2) — 251 f(2,2) < 0 holds for
s1 > 2, and

(vi) the function ® defined as

D(sq,82) =F(s1 — 1, 1)+ s2[f(s1,1) — f(s1 — L, 1)] + (51 — 52)[f(51,2) — (51 — 1,2)]

is strictly decreasing in s1 fors; > sy +12> 2,
then the inequality

IyG) 2 (n=2p+1) -f(n = p+1,1) + Bf(n — p+1,2) + (B —2)}(1,2) +§(2,2) (15)

holds for every n-order unicyclic graph G having a matching number B(> 2). Inequality (15)
becomes equation iff G = U, g (see Figure 1).
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Remark 1. As all the conditions of Theorem 3 are satisfied by the functions associated with each of
the following topological indices, the conclusion of this theorem holds for all these indices: SO index,
RSO index, ES index, MMR index, sigma index, SDD index, and AG index (the definitions of these
indices are given in Table 1).

4. Results About Pendent Vertices

In the present section, we derive two optimal bounds on Z;(G) in terms of G’s order
and its number of pendent vertices, where is G is a unicyclic graph.

Theorem 5. Let § : Rél — R be a symmetric function. Let s; > 2 and sy > 2. If

(i) the function g defined by g(s1,52) = f(s1,52) — f(s1 — 1, 52), is strictly decreasing in s,,
(ii) the function j, defined by

ja(s1) = f(1,51) + (s1 —a = 1)[f(1,51) = (1,51 = )] +a[f(2,51) = §(2,51 = 1)],

is strictly increasing for sy > 3, where a € {1,2}, and
(iii) the strict inequality (2s3 —1)f(s3 +1,1) — (s3 — 1)f(s3,1) + 3f(s3 +1,2) — f(s3,2)
—2f(s3+2,2) —s3f(s3+2,1) < 0 holds for every positive integer s3,
then
IyG) < pf(p+2,1) + (n = p = 2)§(2,2) + 2(p +2,2) (16)

for every n-order unicyclic graph G possessing p pendent vertices, such that 0 < p < n — 3. The
equality in (16) holds iff G = U;,,p (see Figure 2).

Proof. We use induction on n. For n € {3,4}, we have the required conclusion, because
for any case, the graph must be Uy, ,. Assume that n > 5 and suppose that the theorem
is valid for every (n — 1)-order unicyclic graph having p’ pendent vertices provided that
0<p <(n—-1)-3.

Let G be an n-order unicyclic graph possessing p pendent vertices, provided that the
inequality 0 < p < n—3holds. If p = 0, then G = U, , and thus we are done. In the
following, we assume 1 < p < n — 3. Let C be the unique cycle of G and let ¢, ca, ..., ci be
all vertices of C. Fori € {1,2,...,k}, let P(c;) be the class of all those paths of G whose
one end vertex is ¢; and the other end vertex is a pendent vertex of G, such that none of
these paths contain any vertex from the set {cy,ca, ..., ¢} \ {c;}. It is possible that P(c;) is
empty for some j. We suppose, without loss of generality, that P(c;) is non-empty. Let w be
the pendent end vertex of a longest path in P(c1). Let v € V(G) be the unique neighbor of
w, and take Ng(v) := {w,v1,0vp,- -+ ,v4_1}, such thatdg(v1) > dg(vy) > -+ > dg(vg_1).
Case 1. The vertices v and ¢ are the same.

In this case, d > 3. We observe that v; and v; are the only non-pendent vertices in Ng(v).
Because of condition (i), we have

i1
Z;(G) - L;(G —w) = §(1,d) + ; [f(dg(vi),d) — f(dg(v;),d —1)]
<§(1,d)+(d-3)[f(L,d) —§(1,d - 1] +2[f(2,d) —f(2d—-1)] (17)

where the equality in (17) holds iff d(v1) = dg(v2) = 2. Asd < p+ 2, because of condition
(ii) with a = 2, the inequality (17) yields

Zi(G) — (G —w) <f(Lp+2) + (p - D[f(Lp+2) — (1, p+1)]
+2[§(2,p+2) =2, p+1)] (18)

where the equality in (18) holds iff d5(v1) = dg(v2) = 2 and d = p + 2. In the present
case, the graph G — w has exactly p — 1 pendent vertices. As1 < p < n — 3, we have
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0 <p-—1<(n—1)—3and thus we are allowed to apply the induction hypothesis on
G — w, and, therefore,

(G —w) <(p=Df(p+1,1) + (n—p—-2)f(22) +2f(p +1,2), (19)

where the equality in (19) holds iff G — w = U]

n—1p—1° Now, (16) follows from (18) and (19).

Case 2. The vertices v and ¢ are not the same.

In the current case, we observe that dg(v;) > 2 and dg(v;) = 1when2 <i <d—1. Also,
2<d<p+1.

Subcase 2.1. d = 2.

In the present subcase, the inequality p < n — 4 holds. We also note that, in the current
subcase, the graph G — w has p pendent vertices. As1 < p < (n — 1) — 3, the induction
hypothesis is applicable on G — w:

Zi(G —w) < pf(p+2,1) + (n—p —3)f(2,2) +2f(p +2,2), (20)

where the equality in (20) holds iff G — w = U;hl,p. On the other hand, by condition (i),
we have

Z;(G) — Z;1(G —w) = §(1,2) + f(2,dg(v1)) — §(1,dc(v1)) < §(2,2) (21)
with the right equality iff d5(v;) = 2. By (20) and (21), we obtain
HG) < pfp+2,1) + (n—p = 2)§(2,2) + 2f(p +2,2),

with equality iff G — w = U,’q_llp and dg(v1) = 2; particularly, these two constraints do not

hold simultaneously, and hence in the current subcase, we have
Ziy(G) < pf(p+2,1) + (n — p = 2)}(2,2) + 2f(p + 2,2).

Subcase 2.2. d > 2.
By condition (i), we have
d—1
Zi(G) = Z;(G —w) = §(1,d) + ; [F(dg(v:),d) — §(dg(vi),d — 1)]
<§(Ld) + (d=2)[f(1,d) —§(Ld = )]+ [§(2,d) —f(2d -1)] (22)

where the equality in (22) holds iff dg(v1) = 2. Asd < p + 1, by condition (ii) witha =1,
the inequality (22) yields

i (G) = TG —w) <f(Lp+ 1) + (p = D [f(L, p+1) — (1, p)]
+ 2 p+1) —§(2p)l. (23)

In the present case, G — w has exactly p — 1 pendent vertices. As0 <p—1<(n—1)—3,
the induction hypothesis is applicable here, and, therefore,

(G—w) < (p=Df(p+ L1+ —-p—-2)§22)+2f(p+1,2), (24)
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with equality iff G — w = U;_Lp_l. Now, because of condition (iii), from (23) and (24)
we obtain

Li(G) < (n—p—-2)f(22) + 2p - Df(p+1,1) = (p = Df(p, 1)
+3f(p +1,2) — f(p,2)
<pflp+21)+(n—p—2)§(2,2) +2f(p+22),

as required. This completes the induction and, thus, the proof. O

Because the proof of the following result is completely similar to that of Theorem 5,
we omit it:

Theorem 6. Let § : R2, — R be a symmetric function. Let sy > 2 and sy > 2. If

(i) the function g defined by g(s1,s2) = f(s1,52) — f(s1 — 1,2), is strictly increasing in s,
(ii) the function j, defined by

ja(s1) = f(1,51) + (51 —a = 1)[f(1,51) — §(1L, 51 — 1)] +a[f(2,51) — (2,51 = 1)],

is strictly decreasing for s; > 3, where a € {1,2}, and
(iii) the strict inequality (2s3 —1)f(s3 +1,1) — (s3 — 1)f(s3,1) + 3f(s3 +1,2) — f(s3,2)
—2§(s3+2,2) —s3§(s3 +2,1) > 0 holds for every positive integer s3,
then
Li(G) = pi(p +2,1) + (n — p = 2)(2,2) + 2(p +2,2) (25)

for every n-order unicyclic graph G possessing p pendent vertices, such that 0 < p < n —3. The
equality in (25) holds iff G = Uy, ,, (see Figure 2).

Remark 2. As all the conditions of Theorem 5 hold for each of the functions corresponding to
the following topological indices, the conclusion of this theorem holds for all these indices: SO
index, RSO index, ES index, MMR index, sigma index, SDD index, MSDD index, AG index (the
definitions of these indices are given in Table 1).

Remark 3. As all the conditions of Theorem 6 are satisfied for each of the functions associated with
the following three topological indices, the conclusion of this theorem holds for these three indices:
harmonic index, SC index, Randi¢ index (the definitions of these indices are given in Table 1).

Remark 4. One of the referees asked to check whether Theorem 5 or Theorem 6 is applicable to the
first Zagreb index Zy or second Zagreb index Zy, where Equation (1) gives Zy or Z; if one takes
(91, 92) = g1+ g2 or §(q1, 92) = q14q2, respectively (see the survey [34], for details on these Zagreb
indices). We observe that neither of the aforementioned theorems is applicable to either of these
Zagreb indices. By Theorem 2 of [35], the graph attaining the greatest possible value of Z1 among all
fixed-order unicyclic graphs with a given number of pendent vertices is not generally unique; such
extremal graphs include U'IW (see Figure 2) in addition to other graphs. Similarly, by Theorems 1
and 2 of [36], none of the sets of extremal graphs with respect to Zy over the aforementioned graph
class is equal to {Uy, , }.

5. Conclusions

In this paper, we have addressed the question of establishing the best possible bounds
on the topological index Z; of unicyclic graphs in terms of their order and an additional
parameter 3, under certain restrictions on the function f, where 3 is either the number of
pendent vertices or the matching number. All graphs achieving the obtained bounds are
also characterized. The restrictions taken into account for | are satisfied by a number of
popular existing indices, including the Sombor index (together with its reduced version),
arithmetic—geometric index, sigma index, and symmetric division deg index (see Table 1 for
the definitions of these indices). Consequently, the obtained general results yield bounds on
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several well-known existing indices. In other words, the obtained results generalize many
existing results and provide particular new cases for many existing indices. As there are a
lot of particular graphical edge-weight-function indices and, in many cases, the extremal
results with respect to them, including their proofs, are considerably similar to one another;
it is natural to adopt a unified technique to obtain those results and, hence, generalize them.
The present paper is a contribution to this research direction.

There are many existing (particular) graphical edge-weight-function indices for which
our results are not applicable; for instance, the first and second Zagreb indices are not cov-
ered by our results (see Remark 4). Therefore, it is natural to extend the present study to ob-
tain similar results that cover additional (particular) graphical edge-weight-function indices.

Author Contributions: Software, T.S.H.; Validation, A.A., AM.A,, T.S.H. and Y.S.; Formal analysis,
Y.S.; Resources, A.M.A.; Writing—original draft, A.A.; Writing—review & editing, A.A.,, AM.A,,
T.S.H. and Y.S. All authors have read and agreed to the published version of the manuscript.

Funding: This research received no external funding.

Data Availability Statement: The original contributions presented in the study are included in the
article, further inquiries can be directed to the corresponding author.

Conflicts of Interest: The authors declare no conflicts of interest.

References

1.  Bondy, J.A.; Murty, U.S.R. Graph Theory; Springer: Berlin/Heidelberg, Germany, 2008.

2. Chartrand, G.; Lesniak, L.; Zhang, P. Graphs & Digraphs; CRC Press: Boca Raton, FL, USA, 2016.

3. Gross, J.L.; Yellen, J. Graph Theory and Its Applications, 2nd ed.; CRC Press: Boca Raton, FL, USA, 2005.

4.  Devillers, ].; Balaban, A.T. Topological Indices and Related Descriptors in QSAR and QSPAR; CRC Press: Boca Raton, FL, USA, 1999.

5. Trinajsti¢, N. Chemical Graph Theory, 2nd ed.; CRC Press: Boca Raton, FL, USA, 1992.

6.  Wagner, S.; Wang, H. Introduction to Chemical Graph Theory; CRC Press: Boca Raton, FL, USA, 2018.

7. Desmecht, D.; Dubois, V. Correlation of the molecular cross-sectional area of organic monofunctional compounds with topological
descriptors. J. Chem. Inf. Model. 2024, 64, 3248-3259. [CrossRef] [PubMed]

8. Gutman, I; Furtula, B. Novel Molecular Structure Descriptors-Theory and Applications I; Univ. Kragujevac: Kragujevac, Serbia, 2010.

9. Leite, L.S.G.; Banerjee, S.; Wei, Y.; Elowitt, J.; Clark, A.E. Modern chemical graph theory. WIREs Comput. Mol. Sci. 2024, 14, €1729.
[CrossRef]

10. Raza, Z.; Akhter, S.; Shang, Y. Expected value of first Zagreb connection index in random cyclooctatetraene chain, random
polyphenyls chain, and random chain network. Front. Chem. 2022, 10, 1067874. [CrossRef] [PubMed]

11. Li, X;; Peng, D. Extremal problems for graphical function-indices and f-weighted adjacency matrix. Discret. Math. Lett. 2022, 9,
57-66.

12.  Adiyanyam, D.; Azjargal, E.; Buyantogtokh, L. Bond incident degree indices of stepwise irregular graphs. AIMS Math. 2022, 7,
8685-8700. [CrossRef]

13.  Wei, P;; Liu, M.; Gutman, I. On (exponential) bond incident degree indices of graphs. Discret. Appl. Math. 2023, 336, 141-147.
[CrossRef]

14. Ali, A,; Gutman, L; Saber, H.; Alanazi, A. On bond incident degree indices of (1, m)-graphs. MATCH Commun. Math. Comput.
Chem. 2021, 87, 89-96. [CrossRef]

15. Gutman, I. Degree-based topological indices. Croat. Chem. Acta 2013, 86, 351-361. [CrossRef]

16. Gutman, I. Geometric approach to degree-based topological indices: Sombor indices. MATCH Commun. Math. Comput. Chem.
2021, 86, 11-16.

17.  Liu, H.; Gutman, L; You, L.; Huang, Y. Sombor index: Review of extremal results and bounds. ]. Math. Chem. 2022, 60, 771-798.
[CrossRef]

18. Shang, Y. Sombor index and degree-related properties of simplicial networks. Appl. Math. Comput. 2022, 419, 126881. [CrossRef]

19. Zheng, R.; Su, P; Jin, X. Arithmetic-geometric matrix of graphs and its applications. Appl. Math. Comput. 2023, 442, 127764.
[CrossRef]

20. Ali, A,; Albalahi, A.M.; Alanazi, A.M.; Bhatti, A.A.; Hamza, A.E. On the maximum sigma index of k-cyclic graphs. Discret. Appl.
Math. 2023, 325, 58-62. [CrossRef]

21. Furtula, B.; Gutman, L; Vukicevi¢, Z.K.; Lekishvili, G.; Popivoda, G. On an old/new degree-based topological index. Bull. Acad.
Serbe Sci. Arts 2015, 40, 19-31.

22.  Alj, A,; Gutman, L; Redzepovi¢, I.; Albalahi, A.M.; Raza, Z.; Hamza, A.E. Symmetric division deg index: Extremal results and
bounds. MATCH Commun. Math. Comput. Chem. 2023, 90, 263-299. [CrossRef]

23.  Vukicevi¢, D.; Gasperov, M. Bond additive modeling 1. Adriatic indices. Croat. Chem. Acta 2010, 83, 243-260.


http://doi.org/10.1021/acs.jcim.3c01787
http://www.ncbi.nlm.nih.gov/pubmed/38528706
http://dx.doi.org/10.1002/wcms.1729
http://dx.doi.org/10.3389/fchem.2022.1067874
http://www.ncbi.nlm.nih.gov/pubmed/36688029
http://dx.doi.org/10.3934/math.2022485
http://dx.doi.org/10.1016/j.dam.2023.04.011
http://dx.doi.org/10.46793/match.87-1.089A
http://dx.doi.org/10.5562/cca2294
http://dx.doi.org/10.1007/s10910-022-01333-y
http://dx.doi.org/10.1016/j.amc.2021.126881
http://dx.doi.org/10.1016/j.amc.2022.127764
http://dx.doi.org/10.1016/j.dam.2022.10.009
http://dx.doi.org/10.46793/match.90-2.263A

Mathematics 2024, 12, 3658 12 of 12

24.
25.

26.
27.

28.
29.

30.
31.

32.
33.
34.

35.

36.

Tang, Z.; Li, Y.; Deng, H. The Euler Sombor index of a graph. Int. J. Quantum Chem. 2024, 124, e27387. [CrossRef]

Albalahi, AM.; Ali, A.; Alanazi, A.M.; Bhatti, A.A.; Hamza, A.E. Harmonic-arithmetic index of (molecular) trees. Contrib. Math.
2023, 7, 41-47.

Milovanovi¢, LZ.; Ali, A.; Raza, Z. On the modified misbalance rodeg index. Contrib. Math. 2024, 9, 33-37. [CrossRef]

Ali, A.; Zhong, L.; Gutman, I. Harmonic index and its generalization: Extremal results and bounds. MATCH Commun. Math.
Comput. Chem. 2019, 81, 249-311.

Fajtlowicz, S. On conjectures of Graffiti-II. Congr. Num. 1987, 60, 187-197.

Nadeem, I; Siddique, S.; Shang, Y. Some inequalities between general Randi¢-type graph invariants. J. Math. 2024, 2024, 8204742.
[CrossRef]

Randi¢, M. Characterization of molecular branching. J. Am. Chem. Soc. 1975, 97, 6609-6615. [CrossRef]

Swartz, E.; Vetrik, T. Survey on the general Randi¢ index: Extremal results and bounds. Rocky Mt. |. Math. 2022, 52, 1177-1203.
[CrossRef]

Zhou, B.; Trinajsti¢, N. On a novel connectivity index. J. Math. Chem. 2009, 46, 1252-1270. [CrossRef]

Yu, A,; Tian, F. On the spectral radius of unicyclic graphs. MATCH Commun. Math. Comput. Chem. 2004, 51, 97-109.
Borovicanin, B.; Das, K.C.; Furtula, B.; Gutman, I. Bounds for Zagreb indices. MATCH Commun. Math. Comput. Chem. 2017, 78,
17-100.

Tache, R.-M.; Tomescu, I. General sum-connectivity index with « > 1 for trees and unicyclic graphs with k pendants. In
Proceedings of the 2015 17th International Symposium on Symbolic and Numeric Algorithms for Scientific Computing (SYNASC),
Timisoara, Romania, 21-24 September 2015; Volume 47, pp. 307-311.

Yan, Z.; Liu, H.; Liu, H. Sharp bounds for the second Zagreb index of unicyclic graphs. J. Math. Chem. 2007, 42, 565-574.
[CrossRef]

Disclaimer/Publisher’s Note: The statements, opinions and data contained in all publications are solely those of the individual
author(s) and contributor(s) and not of MDPI and/or the editor(s). MDPI and/or the editor(s) disclaim responsibility for any injury to
people or property resulting from any ideas, methods, instructions or products referred to in the content.


http://dx.doi.org/10.1002/qua.27387
http://dx.doi.org/10.47443/cm.2024.005
http://dx.doi.org/10.1155/2024/8204742
http://dx.doi.org/10.1021/ja00856a001
http://dx.doi.org/10.1216/rmj.2022.52.1177
http://dx.doi.org/10.1007/s10910-008-9515-z
http://dx.doi.org/10.1007/s10910-006-9132-7

	Introduction
	Preliminaries
	Results About Matching Number
	Results About Pendent Vertices
	Conclusions
	References

