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Abstract Topological indices are graph-invariant numerical parameters that characterize the
topology of a graph. Numerous topological indices have been developed and many of them have
played an essential role in forecasting the chemical, pharmacological, and other characteristics
of molecular graphs. In early 2022, a new topological index was introduced depending on the
degree of end vertices of an edge in a graph and was named the (a,b)-Nirmala index. In this
paper, we formulate the (a, b)-Nirmala index in terms of M-polynomial of a graph x and present
its correlation with several related previously defined well-known degree-dependent topological
indices of y. Moreover, we derive the value of the (a, b)-Nirmala index for some standard graphs.
Additionally, we determine some general bounds for the (a, b)-Nirmala index of x.

1 Introduction

Let x = (V(x), E(x)) be a connected, simple and finite graph, where V() signifies the vertex
set and E(x) signifies the edge set. The order and size of graph y are generally the cardinalities
of V(x) and E(x), respectively. The number of edges of a graph y that are incident to the
vertex ¢ € V(x) is known as the degree of a vertex t and is represented by d(t). If two vertices ¢’
and t” of a graph x are connected with each other by an edge then we denote it by ¢t'¢"’ (or t"'t').
We denote the maximum and minimum degree of a graph y by A and §. A graph assembled from
disjoint replicas of x| and x; by joining every vertex of x; to every vertex of x» is called a join
of two graphs x; and x» and is denoted by x; V x2. The Cartesian product of graphs x; and x»
is a graph, represented by x;[x» has the vertex set V (x10x2) = V(x1) x V(x2) = {(t,t') : t €
x1,t" € x2} and the edge set E(xi10x2) = {(¢],t5)(t],t5) : t| =t} and t)t] € E(x2), ort) =
t4 and t1t{ € E(x1)}. For more details, please see [1,2].

The subfield of mathematical chemistry that has a significant impact on the advancement
of the chemical sciences is known as Chemical Graph Theory (CGT). A topological index for
a molecular structure is a single number that reveals the structural properties of a molecular
graph. Several molecular descriptors, also known as topological indices, have seen usefulness
in theoretical chemistry, particularly in QSPR!'/QSAR? research [3]. QSPR modeling was per-
formed in [4, 5] to predict the physico-chemical properties of several COVID-19 drugs through
regression analysis. Very recently, the chemical applicability of different novel degree-based
topological indices was tested in the articles [6,7]. In Table 1, we assemble some familiar
degree-dependent topological indices with their notations and formulas.

!Quantitative structure property relationship.
2Quantitative structure activity relationship.
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Table 1. Some familiar degree-dependent topological indices of a graph .

Sl Topological Index Notation | Formula of Topological Indices
No.
1. First Zagreb Index [8] M;i(x) > d() +d(t")
t't" €E(x)
2. Harmonic Index [9] H(x) t/t/%:E(X) W
3. Sum- tivity Index [10 S —l
um-connectivity Index [10] (x) ) VAT
4. Inverse Sum (Indeg) Index [11] ISI(x) WEE N %
5. Sombor Index [12,13] SO(x) > d(t)? + d(t")?
't €B(x)
: m 1 E—
6. Modified Sombor Index [14] SO(x) t,t”;E(X) TR
7. p-Sombor Index [15] SO,(X) | Zinmenp(dt)? + d(t"\p)1/p
Ky Index [16 K ST/ S—
1 Index [16] I(X) t’t”%:E(x) At )2 +d ()
9. Misbalance Prodeg Index [17] MPI(x) S (VA®) + /d))
t't"€E(x)
10. | Nirmala Index [18] N(x) Pvvenp VaAt') +di”)
11. | First Inverse Nirmala Index [19] IN{(x) Dt n(y) \/ﬁ + ﬁ
12. | Second Inverse Nirmala Index [19] | INx(x) D otreE(x) ﬁ
A A’
13. | Forgotten Index [20] F(x) Siimeni At +d(t")?
14. | Hyper-Zagreb Index [21] HM(x) Zt’t”eE(X)(d(t/) +d(t"))?
15. | Dharwad Index [22] D(x) Yirenn) V) +d(t")?

Very recently, the M-polynomial based derivation formulas for Nirmala and GQ-QG indices
are determined in [23,24]. The Nordhaus-Gaddum-type inequalities for the Nirmala Indices were
investigated in [25]. A comparative study between Nirmala and Sombor indices based on their
applicability, degeneracy and smoothness were spuervised in [26]. Furthermore, the Nirmala
indices-based entropy measure for silicon-carbide network was studied in the paper [27].

In early 2022, Nandargi and Kulli introduced a new degree-dependent topological index
known as the (a,b)-Nirmala index [28] for a graph x and is defined as

Nap(X)= > (W). (1.1)

2
t't”EE(X)

Usually, we estimate the topological indices by using their respective mathematical formu-
las. At present, the algebraic approach in the calculation of topological indices is more notable
and beneficent. Several graph polynomials in the literature of CGT were introduced for the
computation of different classes of topological indices. The M-polynomial [29] is one of those
polynomials which was developed by Deutsch and Klavzar in 2015 for determining the degree-
dependent topological indices.

Definition 1.1 ([29]). The M-polynomial of a graph x is expressed as

M(x;r,s) = Z my ;s

§<i<j<A

where 6 = min{d(¢)|t € V(x)}, A = max{d(t)|t € V(x)} and m, ; is the number of edges
t't" € E(x) suchthatd(t') =4,d(t") = j (i,j > 1).

In 2011, Deng et al. [30] defined the degree-dependent topological index as a graph invariant,
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abbreviated as I(x) and described it as

)= > f d(t")), (1.2)

t't" €E(x

where f(r,s) > 0 is a real function of  and s such that f(r,s) = f(s,r) and it essentially
depends on the mathematical formula of the corresponding topological index. Therefore, I(x)
can also be rewritten as

I(x) = > mi;f(ij). (1.3)

i<j

Different graph polynomials are estimated for several graphs and molecular structures [31-40].

Our Contributions

In this article, we focus on estimating significant results on a recently introduced degree-dependent
topological index, named the (a, b)-Nirmala index [28] for a graph x. In Section 2, we propose
the M-polynomial based formula of the (a, b)-Nirmala index by introducing some new operators.
There are numerous well-known degree-dependent topological indices in the literature which are
listed in Table 1. We endeavour to establish a correlation between the (a, b)-Nirmala index and
the tabulated degree-dependent topological indices of a graph . Section 3 deals with com-
puting the (a,b)-Nirmala index for different types of graphs such as path graph, cycle graph,
complete graph, complete bipartite graph, wheel graph, star graph, book graph, ladder graph and
friendship graph by using our proposed (in Section 2) M-polynomial based formula of the (a, b)-
Nirmala index. Moreover, in Section 4, we put forward some bounds on the (a, b)-Nirmala index
in terms of the order, degree and size of a graph y, and also in terms of the degree sequence and
size of the graph. Lastly, we conclude in Section 5.

2 Derivation Formula for the (a, b)-Nirmala Index From M-polynomial and
Its Relation With Other Indices

In this section, we formulate the M-polynomial based compact derivation formula for finding
the (a, b)-Nirmala index of a graph x. For this purpose, we require one of the previously defined
operators J(f(r,s)) = f(r,r), which was introduced in [29]. Besides, we propose some more
operators that are needed to establish the above formula. They are

VA(f(rt,s7) = f(r'7, 87),

VA (f(rt,s))) = £, 8%,

i s1)\? RN
wa 200 5) = (v )

where i, 7 € NU {0}, «, 8 € R, and N, R are the set of natural and real numbers, respectively.

Theorem 2.1. Let x = (V(x), E(x)) be a graph, then the expression of the (a, b)-Nirmala index
in terms of its M-polynomial M (x;r,s) is given by

1
Nap(X) = 2bTerVaVa (GT,8)|r=1

Proof. From the definition of M-polynomial, we have

1(x;r,s) E mwrsj

1<j
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Let us now calculate the following term,

1 aysapns aysa 7.7
ﬁTfJV VAM(x;r,s) = ?T;)JV VLS “mygrts?
1<j

1 o
=5 ZTf]VS‘IVﬂ{mmr’sj}

i<y
1 s
= ? ZT:‘)JVS(L{’ITLZ',]‘TZ S]}
i<y
1 ,L-a e
= ?ZT:)J{TTLI‘JT s7 }

i<j

o0 ZTb{mwrz Ty

i<j
1 8 L L b %45 1-b
=% 2 {rar (mi,jr I )} -{mi,jr + }
i<y
1 o a)b 1-b
= ?Z{(ia +j )ymy gt } '{mi,ﬂﬂ o }

1 - -q ey
- LS

1<j

@ an b
_Z<’ 42_] ) ma jri" " @1

i<j

We can now rewrite the mathematical definition of the (a, b)-Nirmala index, by using Equa-
tions 1.2 and 1.3, as

Nop() = Y (W)LZ(W?QY% 2.2)

t't" € E(x) 1<j

where, m; ;(x) is the number of edges 't € E(x) such that d(t') = i, d(t") = j (¢,5 > 1).
Therefore, from Equations 2.1 and 2.2, we have

1
Nup(x) = ?TUV“V”M(X;r,s)\T:l.
O

Now, we propose some correlations between the previously known standard degree-dependent
topological indices (as reported in Table 1) and the (a, b)-Nirmala index for a certain set of values
of a and b. The results mentioned in the following corollary are immediate from the mathemati-
cal definitions of the indices mentioned in Table 1, Equation 1.1 and Theorem 2.1.

Corollary 2.2. The well-known degree-dependent topological indices are linked with the (a,b)-
Nirmala index for a certain set of values of a and b, as

(l) M[(X>:2N11( ):levlle(X;T S)‘rzl,
(ii) H(x) = Ni—1(x) =27, ' JVIVIM(x;7,8)|r=1,
(iii) S(x) = N _

(iv) ISI(x) = AN_1 _1(x) = T IV 'V M (7, 8) e,

(x) = T 2IVIVIM (x: v, 8) | ret,

(v) SO(xX) = V2N, 1 (x) = T2 JV2VEIM(x: 7, 5) 1,
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(vi) "SO(x) = J5 Ny _y (x) = Tr 2IVIVEM (i, 8) -1,
(vii) SO,(x) = 2PN, 1 (x) = TP IVEVIM (7, 8) =1,
(viii) Ki(x) = Ny_y (x) = V2T PIVEVAM (i, 8) o,

(ix) MPI(x) = 2N, ,(x) = T} TV M (i r, 8) |t

(x) N(x) = V2N, 1 (x) = T2 IVIVIM (7, 8) i,

(xi) INi(x) = V2N_, 1 (x) = T2 IV WV M (xG 7, 5) e,
(xii) IN2(x) = J=N_y 3 (x) = T 2V WV M ) e,
(xiii) F(x) = 2N2,1(x) = T, JVVZM(x;, )| =1,

(xiv) HM(x) =4Ni2(x) = T2JVIVIM (x;r, $)|r=1s

() D(x) = V2N, 1 (x) = T2 IVIVIM(xi 7y 8) o=

3 Computing the (a, b)-Nirmala Index for Certain Standard Graphs

In this section, we calculate the (a, b)-Nirmala index for certain standard graphs using our pro-
posed derivation formula (mentioned in Theorem 2.1) through their respective M-polynomials.
The following theorem lists all such M-polynomials of our interest.

Theorem 3.1 ([41,42]). Let x be a graph. Then the expression of the M-polynomials for the
graphs are as follows.

(i) If x = P, is a path graph, then M (P, ;r,s) = 2rs> + (n — 3)r2s?,
(ii) If x = Cy, is a cycle graph, then M (C,,;r,s) = nr’s?,
(iii) If x = K, is a complete graph, then M (K ;r,s) = @r”flsnfl,
(iv) If x = Ky, n, is a complete bipartite graph, then M (K, n,;7,s) = njnyr™s™,
(v) If x = W, = C,, V K| is a wheel graph, then M(W,;,s) = nr3s’ + nr3s",
(vi) If x = S, = K\ ,, is a star graph, then M (S,;r,s) = nrs",

(vii) If x = B, = S,0P, = K, ,00K, is a book graph, then M (By;r, s) = nr?s? +2nr?s" 1 +
,rr7.JrlSn+l7

(viii) If x = L,, = P,0P; is a ladder graph, then M (L,;7,s) = 2r*s> + 4r%s> + (3n — 8)r’s?,
(ix) If x = F,, = K1 V nK, is a friendship graph, then M (F,;r,s) = nr?s> + 2nr?s™.

Theorem 3.2. Let M (x; 7, s) be the M-polynomial of a graph x. Then the (a,b)-Nirmala index
of x is

b
(i) Nap(x) = 2(1220) + (n —3)2%  for the path graph x = P,

(ii) Nap(x) =n2%,  for the cycle graph x = C,,
(iii) Nap(x) = in(n— 1)+ for the complete graph x = K,,

b
(iv) Nap(x) = nina (W) ., for the complete bipartite graph x = K, n,,
b
(v) Nap(x) =n3% + n(SQZ"Q) ., for the wheel graph x = W,, = C, V K,

b
(vi) Nap(x) = n(”zna) ., forthe star graph x = S,, = K| ,,
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(vii) Nop(x) = (n+1)ab+zn<2“+<g+w

b
) +n2%,  for the book graph x = B,, = S, (0P, =

Kl,nDKZs

b
(viii) Nap(x) =2 x 29 —|—4<2a;3a> +(3n—28)3,  for the ladder graph x = L,, = P,(0P,

b
(ix) Nap(x) = n2% + 2n<2a+(227’)a> ,  for the friendship graph x = F,, = K| V nK).

Proof. We derive the value of the (a, b)-Nirmala index for the graph  under consideration using
the M-polynomial based derivation formula of the (a, b)-Nirmala index

LT gvevan

Na,b(X) 2T

M(x;7,8)|r=1.

The M-polynomial expressions of the respective graphs are listed in Theorem 3.1.

(i) For the path graph P,,: M(P,;r,s) = 2rs> + (n — 3)r’s?

1
—TPJVAVEM

Nop(P,) = 2w Lr M(Py;7,8)|r=1
1 a a
?TfJV VA (2rs® + (n — 3)1%s%)] =
1 a a
ngJ(ZTSZ +(n=3)r* s )]
1 wina
= 55 Ty 2 + (= 3)r )y
5 (200420 4 (n - 3)(20 4 22
2b r=1
b
1429
:2( + ) + (n — 3)2°.
2
(ii) For the cycle graph C,,: M (C,,;7,s) = nr’s?
1
Nop(Cp) = ?TerV“V“ (Crs 2, y)|r=1
1 a a
?TfJV Ve (nr?s?)|,—1
1 b
?T J(nr?" 8¥)| e
1 a a
ng( ey |

1 a_ya
§n<2a+2a>b 2942 | -

_ nzab

(iii) For the complete graph K,,: M (K,;r,s) = WT"_IS"”
1 a a
Nop(K,) = ?TfJV VAM (K7, 8)|re
1 b aysa (n_l) n—1_n—1
= S TLIVEV, (Zr )|
n(n —

1
— o )TbJVaVa( n— ISH_I)|T:1
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- n(;b;*l)TfJ(T("q)aS("*l)a)|r:1
= %Tf( 2= w)\r:l

- n(;b;*l) 2(n = 1)*)or2n=D,
= —n(n— 1)%*L

2
(iv) For the complete bipartite graph K,,, ,,: M(K,, »,;7,s) = ninar™ s™

1
Na,b(Knl,nz) = 7Tijava ( np, nz;rys)‘rzl

27T
= %TfJV“V“(mnz?""‘S"Z)Ir:l
- ”'2?2Tb,]vava( ™M™ |y
— n;;z TP T (r™ s™ )|
= Ty
_ ngz( 1 +n2)b n1+n2| -

b
na+na
:n1n2< 12 2) .

(v) For the wheel graph W,,: M (W,;r,s) = nr’s® + nris”

N P
%TfJV“V“(nT3S3 + 175" o
%Tﬁ( SRR Y | M
= (3 3 (3 )y
- +n<3a —zkn“)b.

(vi) For the star graph S,,;: M (S,;r,s) = nrs”

1
Nop(S,) = sz”Jvava (Sn;7,8)|r=1
1
?TbJV“Va(nrs ezt
1 b na
?T J(nrs™ )|r=
1 b l+na
?Tr( )‘7‘:1
1

= S5 a1+ )

B 1+ n® b
=n 5 .
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(vii) For the book graph B,,: M(B,;r,s) = nr?s? + 2nr?s™t! 4 prtlgntl

1
Navb(Bn) ?T'rb‘]vava (Bn’ T, S) ‘7‘:1
1

ﬁTfJV“V“(mls + 2nr25n+1 + rn+lsn+1)|T:1

1 a a
ﬁTTbJ(nr 52 —0—2717"2 5(n+1) +r(n+1) (n+1)° )|T .
1 a a a
ﬁTf( 2 +2 +2nr2 +(n+1) +r 2(n+1)* )IT |
1

2(,( (2a+2a)b 29429 +2n(2a (n+ 1)a>b,,,2a+(n+l)a +<2(n+ 1) )b 2(n+1)¢ )|r |

b
2@ 1)e
—n2ab—|—2n(+ (;+ ) ) —|—(n+1)ab

(viii) For the ladder graph L,,: M (L,;r,s) = 2r’s®> + 41253 + (3n — 8)r3s

1
NolLn) = g TEIVEVEM (L)

1

= GTPIVEVE2rPS 447" + (3n = 8)°s”) |-

= inJ(Zrzasza +4r2 s> 4 (3n — 8)r¥ %) |,

1 « 30
= TP+ 4 4 (Bn - 8)r ),y

1 a ayga ayza
2b (2(2a_|_2a)b 2942 _|_4(2a_|_3a)b 2943 (3%—8)(3a+3a)b7“3 +3 )|r:1

b
20 4 3@
— gabil | 4<;> + (3n — 8)3%.
(ix) For the friendship graph F,,: M (F,;r,s) = nr’s> + 2nr?s*"

1
Nop(Fp) = =T IVAVEM (Fp; 7, 8)|rm1

2b

%TbJV“Va(nT s+ 200757 )| =

%T"J(nr s 202" 5P|
= Lt f gy,
_ %<n<za+za>br2“+2“ +2n(2" + (20)") )y
g Y,

4 Some Results on the Bounds of the (a, b)-Nirmala Index

This section deals with certain interesting outcomes regarding the bounds of the (a, b)-Nirmala
Index of a graph y in terms of some of its graph-theoretic parameters.
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4.1 Bounds in Terms of Order, Degree and Size of a Graph x

Theorem 4.1. Let x be a connected, simple, undirected graph with n vertices and m edges. If 6
and A are the minimum and maximum degrees of a vertex of a graph x. Then

(i) m(8)* < Nap(x) < m(A)*,
(ii) Fn(8)™H < Nop(x) < gn(a)!
and equality (left and right) occurs if and only if x is a regular graph.

Proof. (i) Since by definition,

t't" €E(x)
we have
b b b
6a+5a d(t/)a—f—d(t”)a Aa +Aa
< _ <
> () s ¥ () s ¥ (%5
t't"" €E(x) t't" €E(x) t't" €E(x)

e Y (MY e

2
t't"€E(x)

From the definition of the (a,b)-Nirmala index (see Equation (1.1)), we have

m(8)™ < Nup(x) < m(A)*. (4.1)

(i1) Also, the handshaking lemma states that

Z d(t) = 2m.

teV(x)

Observe that,
nd < Z d(t) < nA
teV(x)

= nd <2m < nA. 4.2)

Therefore, from Equations 4.1 and 4.2, we obtain

%n(5)ab+l < Na,b(X) < %n(A)abJrl.

Furthermore, if x is a regular graph then d(t) = § = A,V t € V(x), for which the equality
holds for both upper and lower bounds of the (a, b)-Nirmala index of the graph x. O

4.2 Bounds in Terms of Degree Sequence and Size of a Graph x

Theorem 4.2. Let x be a connected graph of size m with n vertices having degree sequence
(d(t1),d(t2),d(t3),...,d(tn)), where d(t1) > d(tp) > ... > d(t,). Let w be the number of
vertices of degree d(t,,), and m’ be the size of the subgraph induced by these w vertices. Then

a a b
m’ x (d(t))™ + (m — wd(ty) +m') x (d{tnw))™ + (wd(ty) — 2m') x (d(t”) +2d(t”*w) )

S Na,b(X) <

d(t,)e + d(tl)“>b
e B

m' % (d(ta))™ + (m — wd(t,) +m') x (d(t1))* + (wd(t,) — 2m') x (
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Proof. Let Y be the induced subgraph of x having w vertices of degree d(t,,) and size m’. For
any edge t't" in the graph , the following cases arise:

« CaseIL: If ¢'t” € E(Y), then

(d(t’)@ : d(t”)@)” _ (d(tm + d(tn>a>b _ ()

and note that |E(Y)| = m/.

« CaselIL: If t't” € E(x — V(Y)), then

(d(tn_ww + d(tn_u»a)b

IN

2

a "M\ a b
= (o) < (T < gy

and observe that in this case |[E(x — V(Y))| = m — wd(t,) + m/'.

e Case IL: If t't” € E(x) with ¢/ € V(Y) and t" € V(x) — V(Y),ort' € V(x) —
V(Y) and t" € V(Y), then

(d(tn)a i d(tnw)a)b . <d(t’)a z d(t”)“)b - (d(tn)“ 42' d(tl)“>b7

2

and it follows that the number of edges from the vertex set V(Y) to V (x) —V(Y) is wd (¢, ) —2m’.
Hence, using the above three cases we can write that

Na,b(X)

S (d(t’)a;du'/)a)b

t't" €E(x)

Remark 4.3. Observe that the above bounds of the N, ; () are sharp. It can be easily noted that
both the upper and lower bounds of the IV, ;(x) in Theorem 4.2 are coinciding with the value of
the (a, b)-Nirmala index for the path graph x = P, that is,

142
2

Nop(Pn) = 2( )b +(n—3)2%,

as determined in Theorem 3.2(a).

In fact, the above remark can be generalized as follows.
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Theorem 4.4. Let x be a connected graph having n vertices and size m with the degree of any of
its vertex being either A or 6. Let w be the number of vertices of degree 6, and m’ be the size of
the subgraph induced by these w vertices. Then, the (a,b)-Nirmala index of such graph is given
by

a a b
Nap(x) =m' x (8)* + (m —wd +m') x (A)*?® + (wé — 2m’) x (5 ;A > .

Proof. To prove this equality, let us take Y as the induced subgraph of y having w vertices of
degree 4 and size m/'. For any edge ¢'t” in the graph Y, the following cases arise:

« CaseI: If t't” € E(Y), then

(d(t’)“ +d(t”)“>b _ (5a +5a)” _ o),

2 2

and as assumed that, we have |E(Y)| = m/.

« CaselIL: If t't” € E(x — V(Y)), then

(d(t’)ﬂ : d(t”)“)” _ (A“ ;AL‘)” _ (A,

and see that for this case, we have |[E(x — V(Y))| = m — wd + m/.

« Case IIL: If t't” € E(x) with ¢’ € V(Y) and t" € V(x) — V(Y),ort' € V(x) —
V(Y) and t" € V(Y), then

(d(t’)“ + d(t”)“)b _ <5a + A“>b7

2 2

and note that the number of edges from the vertex set V(Y) to V(x) — V/(Y) is wd — 2m/.

Therefore, combining the above three cases we can write that

t't" €B(x)

5“+A“>b

:m’x(d)“b—l-(m—w&—i—m’)x(A)“b+(w5—2m’)><( 3

O

The result in Remark 4.3 is also immediate from the results in Theorem 4.4 by taking m’ = 0,
o=1,A=2,w=2,m=n-—1.

Another variant of Theorem 4.2 can be stated as follows. Its proof is left as an exercise for
the interested reader.

Theorem 4.5. Let x be a connected graph of size m with n vertices having degree sequence
(d(t1),d(t2),d(t3),...,d(tn)), where d(t1) > d(tz) > ... > d(t,). Let w be the number of
vertices of degree d(t), and m' be the size of the subgraph induced by these w vertices. Then

d(t)) +d<tn>a>b

m’ x (d(t1))® 4 (m — wd(t;) +m') x (d(t,))® + (wd(t;) — 2m’) x ( 3

S Na,b(X) S

d(t)) + d(tw+1)“>b
5 .

m’ x (d(8)™ + (m — wd(t) +m') x (dtws))® + (wd(tr) — 2m") x (
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5 Conclusion

In the present study, we propounded some remarkable results on the (a,b)-Nirmala index of
a connected, simple and finite graph. We first established the M-polynomial based formula
of the (a,b)-Nirmala index and thereafter related this index with the already existing standard
degree-dependent topological indices. Furthermore, we have calculated the value of the (a, b)-
Nirmala index for several well-known graphs. Additionally, we have generated some bounds on
the (a, b)-Nirmala index of a graph in terms of some of its graph-theoretic parameters.

The importance of the (a, b)-Nirmala index derives from the fact that their particular cases
coincide with the large number of hitherto introduced degree-dependent topological indices for
suitably chosen values of the parameters a and b. Hence, by imposing the acquired relation on
the bounds of the (a, b)-Nirmala index, we can incorporate these bounds for all the indices which
are correlated with the (a,b)-Nirmala index.

Data Availability Statement

My manuscript has no associated data.

Disclosure Statement & Competing Interests

No potential conflict of interest was reported by the authors. All authors have contributed equally.

References

[1] F. Harary, Graph theory. Addison-Wesley Publishing Co., Reading, Mass.-Menlo Park, Calif.-London,
(1969).

[2] D. B. West, Introduction to graph theory, Prentice Hall Upper Saddle River, 2nd edition, (2001).
[3] N. Trinajsti¢, Chemical graph theory, 2nd Edition, CRC Press, (1992).

[4] S. Das, S. Rai, M. Mandal, M-polynomial and correlated topological indices of antiviral drug
Molnupiravir used as a therapy for COVID-19, Polycyclic Aromatic Compounds, 43(8) 7027-7041,
(2023).

[5] S. Das, S. Rai, V. Kumar, On topological indices of Molnupiravir and its QSPR modelling with some
other antiviral drugs to treat COVID-19 patients, Journal of Mathematical Chemistry, 62 (10), 2581—
2624, (2024).

[6] V. Kumar, S. Das, Comparative study of GQ and QG indices as potentially favorable molecular descrip-
tors, International Journal of Quantum Chemistry, 124(3), e27334, (2024).

[7] V. Kumar, S. Das, On structure sensitivity and chemical applicability of some novel degree-based topo-
logical indices, MATCH Communications in Mathematical and in Computer Chemistry, 92(1), 165-203,
(2024).

[8] I. Gutman, N. Trinajstié, Graph theory and molecular orbitals. Total m-electron energy of alternant hy-
drocarbons, Chemical Physics Letters, 17(4), 535-538, (1972).

[9] O. Favaron, M. Mahéo, J.-F. Saclé, Some eigenvalue properties in graphs (conjectures of Graffiti-1l),
Discrete Mathematics, 111(1-3), 197-220, (1993).

[10] B.Zhou, N. Trinajstié¢, On a novel connectivity index, Journal of Mathematical Chemistry, 46, 1252—1270,
(2009).

[11] D. Vukicevi¢, M. Gasperov, Bond additive modeling 1. Adriatic indices, Croatica Chemica Acta, 83(3),
243-260, (2010).

[12] 1. Gutman, Geometric approach to degree-based topological indices: Sombor indices, MATCH - Com-
munications in Mathematical and in Computer Chemistry, 86, 11-16, (2021).

[13] Z. Wang, Y. Mao, Y. Li, B. Furtula, On relations between Sombor and other degree-based indices, Journal
of Applied Mathematics and Computing, 68, 1-17, (2022).

[14] V. R. Kulli, I. Gutman, Computation of Sombor indices of certain networks, SSRG International Journal
of Applied Chemistry, 8, 1-5, (2021).

[15] T.Réti, T. Doslic, A. Ali, On the Sombor index of graphs, Contributions to Mathematics, 3, 11-18, (2021).

[16] V.R.Kulli, K and K> indices, International Journal of Mathematics Trends and Technology, 68(1), 43-52,
(2022).



1388 Shibsankar Das and Shikha Rai

[17]

(18]

[19]

[20]

[21]

[22]

[23]

[24]

[25]

[26]

[27]

(28]

[29]

[30]

[31]

[32]

[33]

[34]

[35]

[36]

[37]

[38]

[39]

[40]

[41]

[42]

V. R. Kulli, I. Gutman, On some mathematical properties of Nirmala index, Annals of Pure and Applied
Mathematics, 23(2), 93-99, (2021).

V. R. Kulli, Nirmala index, International Journal of Mathematics Trends and Technology, 67(3), 8-12,
(2021).

V. R. Kulli, V. Lokesha, K. Nirupadi, Computation of inverse Nirmala indices of certain nanostructures,
International Journal of Mathematical Combinatorics, 2, 3340, (2021).

B. Furtula, I. Gutman, A forgotten topological index, Journal of Mathematical Chemistry, 53, 1184-1190,
(2015).

G. H. Shirdel, H. Rezapour, A. M. Sayadi, The hyper-Zagreb index of graph operations, Iranian Journal
of Mathematical Chemistry, 4(2), 213-220, (2013).

V. R. Kulli, Dharwad indices, International Journal of Engineering Sciences & Research Technology, 10,
17-21, (2021).

S. Das, S. Rai, On closed derivation formulas of Nirmala indices from the M-polynomial of a graph,
Journal of the Indian Chemical Society, 100(6), 101017, (2023).

S. Das, V. Kumar, Investigation of closed derivation formula for GQ and QG indices of a graph via
M-polynomial, Iranian Journal of Mathematical Chemistry, 13(2), 129-144, (2022).

V. Kumar, S. Das, The Nordhaus-Gaddum-type inequalities for the Nirmala indices, Turkish World Math-
ematical Society (TWMS) Journal of Applied and Engineering Mathematics ((Article in Press). 2024).

V. Kumar, S. Das, Comparative study between Nirmala and Sombor indices based on their applicability,
degeneracy and smoothness, The European Physical Journal Plus, 139(11), 995, (2024).

V. Kumar, S. Das, On Nirmala indices-based entropy measures of silicon carbide network, Iranian Journal
of Mathematical Chemistry, 14(4), 271-288, (2023).

M. R. Nandargi, V. R. Kulli, The (a,b)-Nirmala index, International Journal of Engineering Sciences &
Research Technology, 11, 37-42, (2022).

E. Deutsch, S. Klavzar, M-polynomial and degree-based topological indices, Iranian Journal of Mathe-
matical Chemistry, 6(2), 93-102, (2015).

H. Deng, J. Yang, F. Xia, A general modeling of some vertex-degree based topological indices in benzenoid
systems and phenylenes, Computers & Mathematics with Applications, 61(10), 3017-3023, (2011).

R. A. Mustafa, A. M. Ali, A. M. Khidhir, m.,—polynomials of theta and wagner graphs, Palestine Journal
of Mathematics, 11(1), 74-86, (2022).

S. Das, V. Kumar,On M-polynomial of the two-dimensional Silicon-Carbons, Palestine Journal of Mathe-
matics, 11 (Special Issue II), 136-157, (2022).

Y. C. Kwun, M. Munir, W. Nazeer, S. Rafique, S. M. Kang, M-polynomials and topological indices of
V-phenylenic nanotubes and nanotori, Scientific Reports, 7(1), 1-9, (2017).

S. Rai, S. Das, Comparative analysis of M-polynomial based topological indices between poly hex-derived
networks and their subdivisions, Proyecciones (Antofagasta, On line), 43(1), 69 — 102, (2024).

M. Munir, W. Nazeer, S. Rafique, S. M. Kang, M-polynomial and degree-based topological indices of
polyhex nanotubes, Symmetry, 8(12), (2016)

S. Rai, S. Das, On Nirmala indices of some hex-derived networks of type three and their subdivision
networks, Scientific Annals of Computer Science, 33(2), 193-242, (2023).

E. Deutsch, S. Klavzar, On the M-polynomial of planar chemical graphs, Iranian Journal of Mathematical
Chemistry, 11(2), 65-71, (2020).

S. Das, S. Rai, On the Hosoya polynomial of the third type of chain hex-derived network, Journal of the
Belarusian State University. Mathematics and Informatics, 3, 67-78, (2022).

S. Das, S. Rai, Topological characterization of the third type of triangular hex-derived networks, Scientific
Annals of Computer Science, 31(2), 145-161, (2021).

S. Das, S. Rai, M-polynomial and related degree-based topological indices of the third type of hex-derived
network, Nanosystems: Physics, Chemistry, Mathematics, 11(3), 267-274, (2020).

B. Basavanagoud, A. P. Barangi, P. Jakkannavar, M-polynomial of some graph operations and cycle re-
lated graphs, Iranian Journal of Mathematical Chemistry, 10(2), 127-150, (2019).

B. Basavanagoud, P. Jakkannavar, M-polynomial and degree-based topological indices of graphs, Elec-
tronic Journal of Mathematical Analysis and Applications, 8(1), 75-99, (2020).



MP-Based Mathematical Formulation of the (a, b)-NI and Its Bounds 1389

Author information

Shibsankar Das and Shikha Rai, Department of Mathematics, Institute of Science, Banaras Hindu University,
Varanasi-221005, Uttar Pradesh, India.
E-mail: shib.iitm@gmail.com, shib.cgt@gmail.com and shikharai48Qgmail.com

Received: 2023-08-07
Accepted: 2024-02-01



	1 Introduction
	2 Derivation Formula for the (a,b)-Nirmala Index From M-polynomial and Its Relation With Other Indices
	3 Computing the (a,b)-Nirmala Index for Certain Standard Graphs
	4 Some Results on the Bounds of the (a,b)-Nirmala Index
	4.1 Bounds in Terms of Order, Degree and Size of a Graph 
	4.2 Bounds in Terms of Degree Sequence and Size of a Graph 

	5 Conclusion

