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Abstract: A topological index is a number that is connected to a chemical composition in order to
correlate a substance’s chemical makeup with different physical characteristics, chemical reactivity,
or biological activity. It is common to model drugs and other chemical substances as different forms,
trees, and graphs. Certain physico-chemical features of chemical substances correlate better with
degree-based topological invariants. Predictions concerning the dynamics of the continuing pandemic
may be made with the use of the graphic theoretical approaches given here. In Networks, the degree
entropy of the epidemic and related trees was computed. It highlights the essay’s originality while
also implying that this piece has improved upon prior literature-based realizations. In this paper,
we study an important degree-based invariant known as the inverse sum indeg invariant for a
variety of graphs of biological interest networks, including the corona product of some interesting
classes of graphs and the pandemic tree network, curtain tree network, and Cayley tree network. We
also examine the inverse sum indeg invariant features for the molecular graphs that represent the
molecules in the bicyclic chemical graphs.

Keywords: mathematical chemistry; chemical graph theory; topological invariants; networks

MSC: 05C30; 05C90

1. Introduction

Euler presented the graph theory, a subfield of discrete mathematics, for the first
time in 1736. It has been utilized in a variety of other fields, including physics, biology,
chemistry, etc. The chemical graph theory is the mathematical description of chemical
events in conjunction with graph theory. It focuses on invariants that have a strong
correlation to a molecule’s or chemical compound’s characteristics; see details in [1-4]. Ali
et al. also presented the euler graph theory in [5-8]. In the QSAR/QSPR modeling [9,10],
topological invariants are employed worldwide to forecast the physico-chemical and
bioactivity features of a molecule or molecular compound. The topological invariant [11,12]
is an original graph invariant of a chemical compound’s topological structure. The physical
characteristics of paraffin were determined using the Wiener invariant [13], which was
initially made public in 1947.

A molecular graph [14,15] is a straightforward connected graph with atoms and chem-
ical bonds acting as its vertices and edges, respectively; see more details in [16,17]. Many
topological invariants have been generated as a result of extensive work on computing the
invariants of various molecular graphs and networks. These indices are based on surface,
degree, and distance [18-24]. The degree-based invariants(DBI) are more appealing to
anticipate the characteristics of a molecule or a compound. Inverse sum indeg invariant
(IS) is a prominent degree-based invariant that is defined for a molecular network () as
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IS()= L = L M, where A (u) is a degree of a vertex u
uveE(Q) /\Ql(u)J“AQl(U) woeE(Q) Aq(u)+Aa(v) &

in Q).

One of the discrete Adriatic TIs explored in [25] is the IS invariant, whose predic-
tion abilities were assessed against the benchmark datasets of [15] from the International
Academy of Mathematical Chemistry. In [26], extreme values of the IS were found for a
variety of graph types, including linked graphs, chemical graphs, trees, and chemical trees.
The boundaries of a descriptor are crucial data for a molecular graph since they define the
descriptor’s approximate range in terms of molecular structural characteristics. In [22],
some precise constraints for the linked graphs’ IS are provided. In [27], the IS of specific
kinds of nanotubes is calculated. In [28-30], the relationship between the IS invariant and
the vertex-edge corona product of graphs is found. For various graphs of biological interest
networks, including pandemic tree networks, curtain tree networks, Cayley tree networks,
and corona products of some interesting classes of graphs, we study one of the significant
DBI in this work, known as the IS invariant. We also examine the IS invariant features for
the molecular graphs that represent the molecules in the bicyclic chemical graphs.

2. Pandemic Tree Network

The reproduction number or S?, evaluates the pandemic’s intensity in epidemiology
and is defined as the number of people who can become infected from a vulnerable
population set. Figure 1 displays a pandemic tree for an epidemic with a S° (value of
4) epidemic.

——Stage O Begin)
™~

—Stuge

A ﬁ\\
i @Aixii Il

Figure 1. A pandemic tree with an eqidemiological R? value of 3.

The reproduction number of a pandemic, rounded to the closest integer, is S0 and a
pandemic tree is a full S-ary.

A rooted tree with no more than k offspring at each vertex is said to be k-ary. This
vertex’s descendants include all of a node’s offspring. The height of a k-ary tree is defined
as the greatest distance / from the leaf to the root vertex. Level 0 is referred to as the root
vertex. According to induction, the offspring of vertices at level 7 are also at level i 4 1.
If every internal vertex on a k-ary tree has precisely k descendants, the tree is said to be
complete. A pandemic tree is a full k-ary tree that has the epidemiological S° value of k.
rounded. This tree is represented by the letter QF, where [ indicates its height k,I > 2.
Figure 2 depicts the pandemic tree levels 5 and 6.
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Figure 2. A 5-level pandemic tree 2 and 6-level pandemic tree Q.

Theorem 1. Let Qk stand for an epidemic tree with [ levels and k reproductions. Then, 1S (Qf‘) =

K(k+1) | K(k+1) 2 k- Z(k+1)
) s iy o) +E

Proof. For i, 0 < i < 1, the number of vertices of Qé‘ with level i is k. Hence, we can

V(Qé‘)‘ = kl,i;l and

easily calculate the total number of vertices and edges in Q)F, that is,

‘E(Q;‘) ‘ = klli;l — 1. Now, we analyze the degree of any vertex x in Qé( as follows;

(i) If xis aleaf of QOF, then )LQ;((x) =1

(ii) If x is a root of QOF, then /\Qf (x) =k.

(iti) If x is an internal vertex of Qf, then AQ? (x) =k+1.
O

Let us consider the following edge partitions of a tree Q;‘ based on its degrees of a
edge. Let P;; be the set of all edges with degree of end vertices i, j, that is, P; = {xy €
E(QF) |AQ;< (x) =1, )\Qlk (y) = j} and let p;; be the number of edges in P;;. From the structure

of Qé‘, itis clear that py 1 =k, p1xs1 = k! and Pk+1j+1 = Z k=i, Thus,

i=1

A (¥) A (v)
Aqi(¥) +Aqi(y)

Agg(X) A (v) Ay (¥)A e (y) Aqr(¥)Aqr(y)
= Pk+1,k(AQk(x) +/\Qk(y)) +Pri1 (A k(x) T /\Qk(y)) + Pk+1,k+1(AQlk<x) +)\Qlk (y))

- k(%% (Ek"‘l +1)+ikl i (k+1)><(k+1))

xyeE(TF)

(k+1)+k k+1 (k+1)+ (k+1)
R(k+1) kl(k+1)+"2kl*’(k+1)
o 2k+1 k+2 2 '

i=1

3. Curtain Tree Network

Let C; represent a branch of a tree () created by connecting i pendant paths of length 2
to the vertex x in such a way that x has degree i + 1 in (). The curtain tree network, shown
by Q(r, C}) in Figure 3, is created by joining s branches of Cy to each vertex of path P,.
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Figure 3. A 5-level pandemic tree 2 and 6-level pandemic tree Q.

Theorem 2. Let 7,5,k be three positive integers such that r > 3k > 2 and s > 1. Then,

>
IS(0(r, 7)) = 25309 4 s(k +1) (A5 + 2y ) + 25PGH 2 4 LR,

Proof. We have rs of branches Cy based on the curtain tree network’s Q)(r, C}) structure.
We shall first mark all of the branches’ edges as follows:

(i) 2k edges make up the branch of Cy, and k of those edges have two vertices: the first of
degree one, and the second of degree two. Two vertices can be found on other k edges
as well, the first of degree two and the second of degree k + 1.

(if) The same is true for the rs edges connecting the vertices of the route and the branches
of Cy, 2s of which include two vertices, the first of degree s + 1 and the second of
degree k + 1. Two vertices are also present on the remaining (r — 2)s edges: one of
degree k + 1 and the other of degree s + 2.

(iii) Only the path’s edges are left at this point. This path has edges that are » — 1. The first
has a degree of s + 1, and the second has a degree of s + 2. Two of them have two
vertices. Additionally, there are two vertices with the same degree s 42 on the
remaining r — 3 edges.

O

Let P’ be the set of all edges with the degree of end vertices i, j, thatis, P, = {xy €
E(Q(r, CS))|)LQ V'Ci)( x) =i, AQ(r,CS)( ) = j} and let pl] be the number of edges in P’.
From the structure of O)(r, C}), it is clear that p' , = krs, Pk+1,2 = krs,]okﬂlerl = Zsr,karLs =
$(r—2),pey1540 =2and pg o o =7 —3. Thus

Aagrcy) (X)Aa,cy) (v)

xy€E(Q(r,C})) )\Q(r,Cf;) (x) + /\Q(r,Ci) (]/)

Aares) (X) Ao, (V) Aares) (X) Ao, (v)

/ + !
pl'z(/\()(r,c,f)(x)+)‘Q(rCS)< )) pkﬂz(/\n( 5 (%) + Aap,c) ()

Aarcs) (X)Aag,cp) (v)

, (/\Q(r,c;)(x)Ao(r,c;)(y)
Ao,y (%) +Aag,cs) ()
Aag,cy) () Aap,c) (v)

Aacs) () Aaecs) ()
Q(r,C; ) Q(r,C )
£ £ ) + P§+2,s+2<
Aagres) (X) + Aag,c) (v)

a(rc)(¥) + Aag.c) (v)

krs(lx )—I—k (Zx(k+1))+zs<((s+1)(k+l) )

1+2 (k+1)+2 s+1)+ (k+1)

+s(r—2)( s(k+1)))+2(((s+1)(s+2) )+r_3(((s+2)(s+2) )

s+ (k+1 s+1)+(s+2) s+2)+(s+2)
2(s+1) 5(7—2)) 2(s+1)(s+2)  (r—3)(s+2)?

s+k+2 s+k+1 2543 2(s+2)

E 13 +s(k+1)(
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4. Cayley Tree Network

A k-Cayley tree CN(k, 1) with levels ] is a tree where all vertices have the same degree
k except the leaves. Figure 4 depicts the Cayley tree’s structure, which has a degree of 3
and a level of 6.

Figure 4. A 3-Cayley tree CN(3,6) with 6 levels.

Theorem 3. For a Cayley tree CN(k, 1), with k,1 > 3, we have IS(CN (k,1)) = % +
K2 (k—1)!

(k+1) -

Proof. Note that the number of vertices and edges in CN(k, [) are, respectively, %

and % — 1. Let Pi’]( be the set of all edges of CN(k,I) with a degree of end vertices i, j

I
and let p:; be its cardinality. Then, by the structure of CN(k, 1), we have p)/, = k(]]{(i)T;k;l

and py, = k(k — 1)'~1. Hence,

AeN) () Aengn ()
wer(Cnkn) Menten (%) + Aenin (v)

IS(CN(k, 1)) =

s AeNwn () Aenn () » o Aenin (DA (v)

SFAenen )+ Aengen W) T A (8) + Hengen (v)
_ 1)\ =

_ k(k—1) k+1x(ka)Jrk(k—l)l_lx(le)

kz —3k+2 k+k k+1
_ k(k(k—1)F —k+1) | K*(k—1)!
2(k2 — 3k +2) (k+1) °

O

5. Christmas Tree Network

If a graph can be created from a Meyniel graph by eliminating every edge between
any two nodes, it is said to be slim graph. A tree, also known as a linked acyclic undirected
graph, is an undirected graph in graph theory in which any two vertices are connected by
precisely one route. Thus, we can gain a slim tree in graph theory. For s > 2, a Christmas
tree CTN(s) is composed of an s slim tree ST(s) = (Vi,Ey,u1,1l4,71) and an (s + 1)
slim tree ST(s + 1) = (Va, Ea, up, I, 12) together with the edges uquy,l11; and Ipr1, where
ST(s) = (V,E,u,l,r), with V as the node set, E as the edge set, u € V as the root node,
I € V as the left node, and r € V as the right node defined below:

(i) ST(2) is the complete graph K3 with its nodes labeled with u,/ and r.
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(ii) The s slim tree ST(s), with s > 3 is composed of a root node u and two disjoint
copies of (s — 1) slim trees as the left subtree and right subtree, denoted by ST!(s — 1) =
(V1,Eq,u1, 1y, 1) and ST" (s — 1) = (V, Ep, up, Iy, 12), respectively, and ST(s) = (V,E, u,l,r)
isgivenby V = VUV, U{u},E = Ey UE, U{(u,uq), (u,uz),(r1,12)},1 = l,r = rp. For
illustration, the Christmas tree CT(3) is shown in Figure 5.

Figure 5. A Christmas tree CTN(3) with 3 levels.

Theorem 4. For a Christmas tree CTN(s), IS(CTN(s)) = (9 x 2° — 6) x 3.

Proof. The number of vertices and edges of CTN((s) are (3 x 2°) — 2 and %, respectively.
As CTN(s) isa3-regular, E33 = {xy € E(CTN(s))|Acrn(s)(x) =3 and Acpys)(y) = 3}is
a only edge partition of CTN(s) and its number of edges is %. Hence,

Acrns) (D) Acrns) (v)
wyeE(CIN(s)) AT (%) +Actngs) (¥)
3><3> _(O9x2°—6) 9

Bsal(375 7 X OxTe)x

IS(CTN(s)) =

Hk\()-)

O

6. Corona Product of Graphs

Graph operations facilitate decomposition of a graph (2 into two or more isomorphic
subgraphs. The corona product (21 ® () of two graphs ()1 and (), is defined as the graph
obtained by taking a copy of Q) and |V (Q;)| copies of ), and then joining the i** vertex of ()
with edges to every vertex in the i copy of (). It easily shows that |V (Q & Q)| = |V(Qy)| +
VOQDIIV(Q2)] and [E(0q © Q)] = [E(Q1)] + V(1) [E(©Q2)| + [V(Q1)[ V(). Now,
we obtain the value for ISI of corona product of Christmas tree CTN(S) and a path graph P,.

Theorem 5. If CTN(S) @ P, is a tree with s,n > 2, then IS(CTN(S) ® P,) = (3 x 2° —

2l + BecZles) o 2z,

Proof. The number of vertices and edges of CTN(S) @ P, are 3 x 2° =2+ (3 x 2° —2)n
and 9X2§ 6 4 ((3 x 2%) —2)(2n — 1), respectively. From the structure of the corona product
of CTN ( ) and P,, we have the following five edge partitions based on degrees of vertices;
Pyi3nt3 = {xy € E(CTN(S) & Pn)MCTN(s)@P,,(x) =n+3 and Acrnsyep, (¥) =n+3},
Pyi32 = {xy € E(CTN(S) ® Py)|Acrn(s)ap, (x) = n+3 and Acrnis)op, (v) =2},
Pyi33 = {xy € E(CTN(S) & Py)|AcTn(s)ap, (x) = n+3 and Acry(s)ep, (v) =3},

Po5 = {xy € E(CTN(S) @ Pu)|AcTns) EBP ( ) =2 and Acrns)ep,(y) = 3}, and

P33 = {xy € E(CTN(S) ® Py)|Acrn(s)ap, (x) = 3 and )‘CTN(S EBP,,( )=3}. O

One can observe that p, 13,43 = =5 _6,pn+3/2 =203%x2°=2),ppy33 = (n—2)(3 x
—2),p23 =2(3x2°—2)and p33 = (n—3)(3 x 2° — 2). Hence
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A xX)A
IS(CTN(S) & Py) crn(s)or, (X)Acrn(s)op, (v)
yeE(CTR(S)ap,) ACTN(S)ep, (¥) +Actn(s)ep, (V)
I9x2—-6/(n+3)x (n+3) . M
2 <W+ﬁ)+o«+m>+2axz 2)((n+3)+2)
(n+3)x3 2x2 3%3
s s B .
+(n—2)(3x 2 - )Q +$+3)+%3x2 ~2)(355) + =3 x 2 -2)(355)
3(3x2~2) ((n+3) s oy (2(n+3)
> ( )+23x2 m n+5)
_ s _
+(n ZX3xzﬁfn(“”+3))+2@xzs 2 =3B X2 -2)
+6) 5
s oy (6n+22 3(n-2)(n+3) 9(n-1)
(3x2 a(n+6 2 —U)y,
Theorem 6. The IS invariant of the corona product of two paths is IS(Pr @ Ps) = 3%1;) 4

24(s—2)(s-+1)+16(r—2)(s+2) |, 2(s+1)+2(r—3)(s+2)+67( A(s+1)(s+2) | 6(s+2)(s—2)(r—2)
(s+4) 2 ’

s=3) | 34
+ 5t T (5+5)

Proof. One can observe that the number of vertices and edges of the graph P, @ Ps are,
respectively, r+rsand 2rs — 1. Let P; be the set of all edges with the degree of end vertices
i, j, thatis, P;j = {xy € E(Pr ® Ps)|Apap,(¥) = i,Apap (v) = j}. Let p;; be the number of
edges in P;;. From the structure of P, ® P, it is clear that

0 ifr>2

Pst12 = 4 Psi13 = 205 = 2), per1sh = .
1ifr=2

~ foifr=2 ~ foifr=2 _ foifr=2
Pet2s2 =\ sifr>2 P2 T N2> P2 T 20 -2) ifr > 2

0ifr=2 rifs =2 0ifs=2 q
= ; = ’ = an
Ps2s (r—2)(s—2) ifr>2 ' 0ifs>2 ¥ 2r ifs > 2

_foifs=2
P35 = r(s—3) ifs >2

e Ifr=s=2then

Apapr,(X)Ap,ep, ()
XyGE( ))\Pr@Ps( )+AP7@P5( )

_ 4((ﬂs+1) ( 3(s +1) ) (6s+1Xs+1>)

IS(P; & D)

s+1)+2 s+1)+3 s+1)+(s+1)
2(s+2) 2x2
+2“‘2)Qs+2)+2)+¢(2+2)
_ 8(s+1) 6(5—2)(s+1)+(s+1) 4(s+2)(r—2)+r
(s+3) (s+4) 2 (s+4)
8(s+1) (s+1) 6(s—2)(s+1)+4(r—2)(s+2)
- ((s+3))+( 2 )+r+( (s+4) )

e Ifr=2ands > 2, then
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IS(P, @ P,)

2(s+1) 3(s+1) (s+1)(s+1)
Is(hok) = 4((s+1)+2>+2(S_2)((s+1)+3>+<(s+1)+(s+1))
2(s+2)
+2(r72)((s+2)+2)

w2 (555) +re-a(55)

8(s+1)  6(s—2)(s+1) (s+1) 4(s+2)(r—2)
(s+3) (s+4) 2 (s+4)
12r  3r(m —3)
st
e Ifr=s=2then
2(s+1) 3(s+1) (s+1)(s+2)
IS(P, & P;) = 4(7(5—1—1)—}-2)+2(S_2)(7(s+1)+3)+2((s+1)+(s+2))

(s+2)(s+2) 2(s +2)
G ern) P2 (G )

3(s+2 2x2
+(r—2)(s—2)((siz)+)3) +r<2+2)
8(s+1)  6(s—2)(s+1) 2(s+1)(s+2)+(r—3)(s+2)
(s+3) (s+4) (25 +3) 2
4(r—2)(s+2) 3(r—2)(s—2)(s+2) e
(s+4) (s+5)

e Ifr>2ands > 2, then

s s s (s
4(<52(+1+>1+)z) +2(s _2)<(53§-1—§:—>3) +2<(s(+—;)1)+ (:5)2))

(s+2)(s+2) 2(s+2) 3(s+2)
+<r_3)((s+z)+(s+z)) +2(“2)((5+2)+2) +(7‘2)(S_2)((s+2)+3)
3x2 3x3
+2r(3755) +16-3)(573)
8(s+1)  6(s—2)(s+1)
(s+3) (s+4)
4(r—2)(s +2)
(s+4)

2(s+1)(s+2) L (r—=3)(s+2)
(25 +3) 2

3(r—2)(s—2)(s+2) 12r 3r(s—3)

(s+5) R

- +

Theorem 7. The IS invariant of the corona product of two cycles is IS(C, & Cs) = w +
3rs(s+2)
(s+5) -

Proof. Clearly, the number of vertices and edges of the graph C, ® C; are, respectively,
r+rsand r + 2rs whenr,s > 2. Let P;; be the set of all edges with the degree of end vertices
i, j, thatis, Pj = {xy € E(C; ® Cs)|dc,ac,(x) = i,dc,ac,(y) = j}- Let p;; be the number
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IS(K, ® P,)

of edges in P;;. From the structure of C, © Cs, it is clear that ps 12542 = 7,ps123 = rs and
p33 = rs. Thus,

Acac (Y)Acac, (v)
weECacy) Maac (X) +Acac (v)
s+2)(s+2 3(s+2 3x3
- r<(s(+2) Zf (s+)2)) +rs((s(+2) +)3> +15(373)
r(s+2)>  3rs(s+2) 3sr
26+2) " s45) 2
r(s+2)+3rs  3rs(s+2)
2 (s+5)

IS(C, & Cy) =

O

Theorem 8. The IS invariant of the corona product of a complete graph K, and a path graph P; is

I5(k; 0 ) = LD B S | M g

Proof. One can observe that the number of vertices and edges of the graph K, & P; are,
respectively, r +rsand rs +r(s — 1) + @ Let P;; be the set of all edges with the degree
of end vertices i, j, thatis, P;j = {xy € E(K; © Ps)|dk,qp, (x) = i,dk,ap,(y) = j}. Let p;j be
the number of edges in Pl-]-. From the structure of P, ® P;, it is clear that

-1 0ifs>2
Pr4s—1r+4s—1 = w/PrJrsfl,Z = 27,Pr+sfl,3 = T(S - 2)1]92,2 =

rifs=2
0 ifs =2 0 ifs =2
= and = . Hence
pas {Zr if s > 2 P33 {r(sS) if s> 2
e Ifr>2ands =2, then
IS(K,®Ps) = AAKr@Ps (x)/\ir@Ps (y)
xy€E(K, ®P;) K, ®Ps (x) + K, ®Ps (y)
_or(r=1)7 (r4+s—1)(r+s—1) 2(r+s—1)
-2 ((”+5_1>+(”+5—1))+2r((1’+s—1)+2)

r(s _2)(M) (2

or(r=1)(r+s—-1)  4r(r4+s—1) 3r(s—2)(r+s—1)+r
N 4 (r+s+1) (r+s+2) '
e Ifr>2ands > 2, then
r(r—=1) 7 (r+s—1)(r+s—-1) 2(r+s—1)
2 ((r+s—1)+(r+sfl)>+2r<(r+sfl)+2)
3(r+s—1) 3x2 3x3
+r(572)((7+s—1)+3)+2r(3+2)+r(573)(3+3>
r(r—=1)(r+s—1) 4r(r+s—-1) 3r(s—2)(r+s—1) 12r 3r(s—23)
4 rrst1 r+s+2 R

O

It is easy to see that ()1 @ (), is not in general isomorphic to )y @ . Thus, the
following theorem gives the value for ISI of P, ® K.

472(r+1) | 272 (r+1)+2(r+1)+(s+2) (s—3) + 2(r+1)(r+2) + 2 (r+2)(s—2)
2+ 2 2r+3 2(r+1)

Theorem 9. IS(P, ® K;) =
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Proof. One can observe that the number of vertices and edges of the graph P, @ K; are,
respectively, r +rsand rs + (s — 1) + @ Let P;; be the set of all edges with the degree
of end vertices i, j, thatis, P; = {xy € E(Pr ® Ks)|dp,ak, (x) = i,dpak, (v) = j}. Let p;; be

the number of edges in Pl-]-. From the structure of P, ® K, it is clear that

sr(r—1) 0ifs>2 0ifs=2
Pry = 5 Prp+1 = 271Pr+1,r+1 = s Pr+1r42 =

1ifs=2 2 ifs>2
_J0ifs=2 and _J0ifs=2 Hence
Proar =\ 1s = 2) ifs > 2 Pream2 =\ (s_3) iftm>2
e Ifr>2ands =2, then
IS(Pr@Ks) — Apr@Ks(x)/\Pr@Ks(y)

syeE(Paky) Praks (¥) + Ap ek (¥)

(r+1)(r+1) +sr(r—1)(rxr) +2r( r(r+1)))

(r+1)+(r+1) 2 r+r r+(r+1
7"21’— 7’27’
= D+ (2 . 22£++11)
e Ifr>2ands =2, then
sr(r—1) /rxr r(r+1) (r+1)(r+2)
I5(h&Ks) = 2 (m)+27(r+(r+1))+2<(r+1)+(r+2))
(r+2)(r+2) r(r+2)
+=3(g5n2059) T 2G5 05)
A (r=1)  22(r+1)  2(r+1)(r+2)  (s=3)(r+2) r*(s—2)(r+2)
o E]2 + 2r+1 2r+3 + 2 + 2r +2

Theorem 10. The value of IS of the corona product of two complete graphs is IS(K, & K;) =

2(s—1 2(r4s—1 —1)(r4s—1
S e e,

Proof. One can observe that the number of vertices and edges of the graph K, © K; are,

respectively, r +rs and rs 4 (s — 1) + @ Let P;j be the set of all edges with degree

of end vertices i, j, that is, P;; = {xy € E(K, ® K)|Ag,ak, (x) = i, Ak, (y) = j}. Let
pij be the number of edges in Pjj. From the structure of K, @ K;, it is clear that pss =

rs(s—1 r(r—1
(2 )rps,r+sfl =rsand pris—1,4s-1 = % Hence,

Ak ek (¥) Ak ek, (V)
IS KF®KS — rDKs rOKs
( ) xyeE%@Ks) AKr@Ks (x) +/\Kr@l<s (y)
B NS s(r+s—1) rir—=1)/ (r+s—-1)(r+s—1)
= s 1)54—5—’—7’5(54-(1“1—5—1))+ 2 ((r+s—1)+(r+s—1))
s2(s—1) rsz(r+s—1)+r(r—1)(r+s—1)
2 r+2s—1 4

O

Corona products occasionally appear in chemical literature as plerographs of the
typical hydrogen-suppressed molecular graphs known as Kneographs. For example, for
a path P;, the graph K; @ P is called the bottleneck graph of Ps. Let C; be the cycle with ¢
vertices and define the molecular graph T, 3 = G,(Cs,v1), which is the corona product of P,
and Kj. The fan graph F;1 = K; @ Ps. By using above theorems, we obtain the following:

(i) ISI(Ky @ Ps) = (s+1s)i53+19) i 12(52?5”” IRESTY
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1S(Q%%(r,s,t))

(i) ISI(K; @ P) s+2+ G-2) 4 15e-m1

(ifi) ISI(P, @ Kp) = #3041 4+ 2“*2}1;*2) (r+ 1) +1) -2

and

7. Bicyclic Graphs

The generic formula for the IS invariant of various bicyclic graphs is given in this
section. To start, we have the following assumption related to the jellyfish graph Q¢ (r,s, t).
A linked graph is said to be bicyclic if there are one more edges than vertices in the graph.
The Jellyfish graph is created by connecting two cycles of length r and s by a path of length
t, then adding branches of length Ck to each vertex in the two cycles and path (except from
the terminal vertices in the path where we add one of Ck), as illustrated in Figure 6.

1T ";‘

N \\uwmk NSNS RS2
D “\, VNV DE
TR /\I [ - |/\ s
i s I'.- T | s Ih“ﬁ:;.::;
. AN A ;-'\—\ {':f

/Iﬂ llr\\ | | | | | || /h JI\\ ﬁ\\

fff\\* Uf\\\\\\

Figure 6. The graph Q% (7, s, t).

Theorem 11. Let r, s, k be positive integers such that v > 3k > 2and s > 1. Then, 1S (Qck (r,s,1)) =

2+ m+ 7 —3)(BEE + B 4 %) 2(n 4+ —1),

Proof. We have 2(r + s + t — 3) of branches Ck based on the Q% (r,s,t) structure of the
Jellyfish graph. We shall first mark all of the branches’ edges as follows:

(i) 2k edges make up the branch of Ck, and k of those edges have two vertices: the first of
degree one, and the second of degree two. Two vertices, the first of degree two and
the second of degree k + 1, may be found on another k edge of them.

(ii) Additionally, there are 2(r + s + t — 3) edges connecting branches of Ck that each
contain two vertices, the first of degree 4 and the second of degree k + 1.

(iii) We also have r + s+t — 1 edges with degree 4 vertices in them.

O

Let ng be the set of all edges with the degree of end vertices i, j, that is, Q;; =
{xy € E(Q(r, Cf())MQck (rs t)( x) =1, /\Qck(r,s,t) (y) = j}- Let q;; be the number of edges
in Q;j. From the structure of Q% (r,s,t), it is clear that 1o = 2k(r + s+t —3), grr12 =
2k(r+s+t—3),gkr14 =2(r+s+t—3)and g44 = r +s+t — 1. Thus,

- ¥

xy€E(QCk (r,5,1)) )\Qck(rzszt)(x) + )\Qck(r,s,t) )

- qm(g) + qk+1/2<M> + a1 (W) + P4,4(ﬁ)

Ak (r,51) (¥)Aac (r,5.) (v)

2 (k1) +2 k+1)+4 114
= 2k(r+s+t—3)<§> +2k(r+s+t—3)(2((kk:31))>

4(k+1)
(k+5)
2k(k+1)  4(k+1) 2k

— T +3>+2(r+s+t—1)

+2(r+5+t-3)( )+2(r+s+t-1)

- 2(r+s+t—3)(

In order to discover a generic formula for IS, we will now examine applications of
the bicyclic graph in chemistry, such as polycyclic alkanes, as seen in Figure 7. In order to
produce numerous rings, two or more cycloalkanes are linked together to form polycyclic
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alkanes, which are molecules. The carbons of cycloalkanes are organized in the shape of a
ring, making them cyclic hydrocarbons. Additionally, saturated cycloalkanes have single
bonds between all of the carbon atoms that make up the ring (no double or triple bonds).

Figure 7. Molecular graph of polycyclic alkane.

Classes of alkanes with one hydrogen atom removed are referred to as the group of
alkyl or branches of alkyl. Its main equation is C,,Hy, 1. It will include the branches of
alkyl if n is larger than or equal to 1. A novel kind of bicyclic chemical graph is created
when two separate chemical compounds are joined as cycloalkanes by an alkyl branch.

The molecular graph for the bicyclic chemical graphs is given by the symbol C,If, s
where 1, m and r are the number of carbon atoms. The IS invariant connected to bicyclic
chemical networks C,If, 'n is given by the following theorem.

Theorem 12. Let n,m,r be a positive integer such that n,m > 3,r > 1. Then IS(C,IS,%) =
18(n+m+r—1)
5

Proof. There are two different kinds of edges in the bicyclic chemical graphs C,Ifl in. In this
graph, we will first mark each edge as follows:

(i) In the first kind, there are two vertices with the same degree of four on each of
n+m+r—1edges.
(if) In the second kind, there are two vertices of degree one and degree four that are
incident on edges with the value 2(n +m +r —1).
O

Let ng be the set of all edges with the degree of end vertices i, j, thatis, ij = {xy €
E(CR)IA & (x) =i, Acr; (y) = j}. Let qu be the number of edges in Q;j. From the

structure of Ci,, it is clear that Qpqs=n+m+r—1landq), =2(n+m+r—1). Thus,

/\Cyliim (x))LCrII{,im (y)

R; —
IS(Cn,m) - ACRi (X) +ACRi (y)

R
xy€E(Cp/im)

14 (%) + 414 (%)

18(n+m+r—1)
z .

Let CXs ,, be a bicyclic graph connected to a certain class of chemical compound’s
molecular graph. This class’s molecular structure is created by combining two distinct
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cycloalkanes of lengths 1 and m with an alkyl branch of length r. We create a new class of
bicyclic chemical graphs and the molecular graph C,If},m that represents them by adding
branches of alkyl Rs to each hydrogen atom.

Theorem 13. Let r and s be positive integers such that r > 3 and s > 1. Then, IS(C,If},m) =
2(2557“)(9(;1+m+r) —105+1).

Proof. We have 2(n + m + r — 1) branches in the bicyclic graph CRs when we consider its
structure. First, we shall designate each branch’s margin as follows:

(i) The branch of Rs has 3s edges, 2s + 1 of which have two vertices, the first of degree 1
and the second of degree 4. Two vertices of degree 4 are also present in the remaining
s — 1 edges.

(i) We also have branches of Rs with vertices of two cycles and a connecting route,
each with two vertices of the same degree 4, and 2(n + r + m — 1) edges linking
those branches.

(iii) The connecting path for all of the edges in this instance has two vertices of the same
degree 4. We also have n + m + r 4 1 of edges that formed two cycles.

O

Let Qi be the set of all edges with the degree of end vertices i, j, that is, Qji =
{xy € E(C,fsr,m)MCRS (x) =i, Acre (y) = j}. Let q; be the number of edges in Q.

From the structure of C,lfh, it is clear that g/, = (4s+2)(n+m+r—1) and q;, =
(2s+1)(n+m+r) —2s+ 1. Thus,

Ack ,(DAcr: (¥)
xyeE(Crll{,Sr,m) /\C}l{jﬁm (x) + /\Cflf,i,m <y)
, (1x4 , (4x4

= T4 (m) + a4 (m)

2s+1 -1
_ 8@t Nntmitr )+2(25—|—1)(n+m+r)—4s—|—2

5
= @(9(714—1714—1’)—1054—1).

1S(CXs

n,r,m) =

8. Conclusions

To create quantitative structure—activity relationships (QSAR), quantitative structure—
property relationships (QSPR), and quantitative structure—toxicity relationships, topological
indices (TT) are often utilized as molecular descriptors (QSTR). We have demonstrated in
the present study that the TIs created are crucial for assessing the network data present
in pandemic trees. The graph theoretical methods described here can also help with a
variety of predictions about the dynamics of the ongoing epidemic. Last but not least, we
calculated the degree-based entropy of the pandemic trees and the associated networks.
These results significantly increased our understanding of how serious the continuing
COVID-19 pandemic scenario is.
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