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Abstract

Although the notion of geometric-arithmetic index has been introduced in the chemical
graph theory these past years, it has already proved to be useful. The objective of the
work we present here is twofold: First, obtaining new relations connecting the geometric-
arithmetic index with other topological indices; second, to characterize graphs which are
extremal with respect to those relations.
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1. Introduction

A single number (or a set of numbers) which represents a chemical structure in graph-
theoretical terms via the molecular graph is called a topological descriptor; besides, if
it correlates with a molecular property, it is called topological index and it is used to
understand physicochemical properties of chemical compounds. The interest of topological
indices lies in the fact that they synthesize some of the properties of a molecule usually
into a single number, or, in some occasions, a few numbers. With this in mind, hundreds of
topological indices have been introduced and studied so far; it is worth noting the seminal
work by Wiener in which he used the sum of all shortest-path distances of a (molecular)
graph in order to model physical properties of alkanes (see [47]).

Topological indices based on end-vertex degrees of edges have been used for 40 years
and some of them are recognized tools in chemical research. Probably, the best known
among such descriptors are the Randié connectivity index (R) and the Zagreb indices.

The first and second Zagreb indices, denoted by M; and M respectively, were intro-
duced by Gutman and Trinajsti¢ in 1972 (see [23]) as

M(G)= > dz, My(G) = Y dudy,
ueV(G) weE(G)
where uv stands for the edge of the graph G connecting vertices v and v and d, is the
degree of the vertex wu.
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Research on the Zagreb indices is abundant. In the works [19-21] and the references
therein one can find details of their mathematical theory and chemical applications.
One can define the first and second variable Zagreb indices as (see e.g. [26,27,30])

M (G) = Z dys M3 (G) = Z (dudy)®,
ueV(G) uweE(G)
with o € R.

Variable molecular descriptors were proposed not only as a new way of characterizing
heteroatoms in molecules (see [32,33]), but also as a method to assess the structural
differences. For further information see e.g. [34] and [30].

Gutman and TosSovi¢ [22] tested the correlation abilities of 20 vertex-degree-based topo-
logical indices used in the chemical literature for the case of standard heats of formation
and normal boiling points of octane isomers. It is noteworthy that the second variable
Zagreb index M§' with exponent w = —1 (and to a lesser extent with exponent o = —2)
performs significantly better than the Randi¢ index (R = M, %?).

When it comes to the second variable Zagreb index, it has proved to be useful to model
the structure-boiling point of benzenoid hydrocarbons (see [31]). Another use of variable
Zagreb indices seems to be deriving multi-linear regression models [14]. Several papers
discuss the relations between these indices and various properties (see, e.g., [4,26, 28,40,
48,49)).

Note that M? is the first Zagreb index Mj, Ml_1 is the inverse index ID, M3 is the
forgotten index F, etc.; also, M, /2 i the usual Randié index, M3 is the second Zagreb
index Mo, My 1 is the modified Zagreb index, etc.

The general sum-connectivity index was defined by Trinajsti¢ and Zhou in [51] as

Xa(G) = Z (du + dy)™.
weFE(G)

Observe that x, coincides with the first Zagreb index M;, 2x_, with the harmonic index
H, x_, /2 with the sum-connectivity index y, etc.
The (first) geometric-arithmetic index GA; = GA is defined in [45] as

Vdyudy
2.

weB(a) $(dy +dy)

GA1(G) = GA(G) =

Although GA was defined roughly ten years ago, it has been the object of study of many
papers. (see, e.g., [L0-12,37,45] and the references therein). In fact, it is an object highly
present in current research (see e.g. [5-7,9,18] and [24]). There are other geometric-
arithmetic indices, like Z, , (Zp1 = GA), but the results in [12, p.598] show that the GA
index gathers the same information on the molecule under study as other Z, , indices.

The number of possible benzenoid hydrocarbons is huge, although only about 1,000
of them have been identified so far. As an example, there are as many as 5.85 - 102!
benzenoid hydrocarbons with exactly 35 benzene rings [43]. Therefore, the ability to model
their physico-chemical properties can be most helpful in order to foresee characteristics
of currently unknown species. When comparing Randi¢ index to the predicting capacity
of the GA index the latter is reasonably better (see [12, Table 1]). There is a good
linear correlation between the heat of formation of benzenoid hydrocarbons and GA as
the graphic in [12, Fig.7] (from [12, Table 2], [41]) shows (with a correlation coefficient
equal to 0.972).

Furthermore, in the case of standard enthalpy of vaporization, GA index improves the
performance of Randié¢ index by more than 9%. This leads to the belief that one should
consider GA indices when researching QSPR/QSAR.

A main topic in the study of topological indices is to find bounds of the indices in-
volving several parameters. The objective of this paper is twofold: First, to obtain new
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relations connecting the geometric-arithmetic index with other topological indices; second,
to characterize graphs which are extremal with respect to the relations obtained.

Here and hereafter, G = (V(G), E(G)) will denote a (non-oriented) finite simple (with-
out multiple edges and loops) graph such that each connected component of G has, at
least, an edge. Also, the notation A, 9, n, m for the maximum degree, the minimum degree
and the cardinality of the set of vertices and edges of G, respectively will be used.

2. Main results

The following result relates the geometric-arithmetic and the first Zagreb indices.

Recall that a (A, d)-biregular graph (or simply a biregular graph) is a bipartite graph
for which any vertex in one side of the given bipartition has degree A and any vertex in
the other side of the bipartition has degree 9.

Theorem 2.1. If G is a graph with maximum degree A and minimum degree §, then

GAG) > i MG, if 6/A > to,

2.1)
2v A0 (
GA(G) > ——= M (G if 0/A <t
( )_(A+5)2 1( )7 Zf / < o,
where tq is the unique solution of the equation t3 + 5t + 11t — 1 = 0 in the interval (0, 1).
The equality in the first bound is attained if and only if G is reqular; the equality in the
second bound is attained if and only if G is a bireqular graph.

Proof. Since the function h(t) = t3 + 5t2 + 11t — 1 is increasing on the interval [0, 1],
h(0) < 0 and h(1) > 0, there exists a unique solution of the equation 3 +5t> + 11t —1 =0
in the interval (0,1). Thus, to is well-defined. Since the coefficients of the polynomial h(t)
are rational numbers, and the coefficients of #3 and t° of the polynomial h(t) are 1 and
—1, respectively, we have that ¢y ¢ Q.

We are going to compute the minimum value of the function f : [§, A] x [0,A] — R
given by

f(a:,y)Zﬂ

(z+y)*
By symmetry, we can assume that x < y. We have
g(w ) B w71/2y1/2($ + y)Q o 2x1/2y1/22($ + y>
gz Y = (x4 y)*
_ x_1/2y1/2(x ty)— 4z /212
(z +y)?
_ 121ty —dw
Y Ta
_—1/2 172 YT 3z
A R e
af _ . —1/2_1/2 xr—3y

Since y > = > 0 > 0, we have 0f /0y < 0. Thus, the minimum value of f is attained on
the set {(z,A)|d <z < A}.

If A <30, then 0f/0x(z,A) < 0 for every x > 4.

If A > 39, then 0f/0x(x,A) > 0 for every § < x < A/3 and 9f/0x(x,A) < 0 for every
A/3 < x <A.
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Thus, we have in both cases

1 2V AS

f(@,y) > min {f(A, A), f(6,A)} = min { A (A+0)2 2
Hence,
W/ dudy 1 2VAG
i +d, me{ﬂ’ m}(du+dv),

1 2V A
S g JM(G).
2A7 (A +9)
In order to prove (2.1), it suffices to show that the inequality

1 2V A6
TN (22)

GA(G) >

min {

holds if and only if §/A > ty.
Inequality (2.2) is equivalent to the following statements

2
(A +6)% < AAVAS, (1+%) g4,/£,

4 4 3 2
(1+%) < 16%, %+4%+6E—12%+1§0.

Since 0 < /A < 1, let us consider the function g(t) = t* +4t3 +6t2 — 12t 41 for ¢ € (0, 1].

Since g(t) = (t — 1)(t® + 5t2 + 11t — 1) = (t — 1)h(t), we have g(t) < 0 if and only if

t € [to,1]. Hence, inequality (2.2) holds if and only if §/A > ¢y. Note that this condition

is equivalent to §/A > tg, since ty ¢ Q; therefore, the equality in (2.2) is attained if and

only if § = A.

Therefore, (2.1) holds.

If 6/A > tp, then the previous argument gives that f attains its minimum value just at
the point (A, A). Thus, the equality in (2.1) is attained if and only if (dy,d,) = (A, A)
for every uwv € E(G), i.e., G is regular.

If 6/A < tp, then f attains its minimum value just at the points (0, A) and (A,0).
Therefore, the equality in (2.1) is attained if and only if {d,,d,} = {J,A} for every
wv € E(G), i.e., G is biregular. O

We need the following particular case of Jensen’s inequality.

Lemma 2.2. If f is a convex function in an interval I and x1,..., 2z, € I, then

) < (fn) e+ Flam).

Theorem 2.3. If G is a graph with m edges, maximum degree A and minimum degree ¢,

f(:c1+---+a:m

m

then
m? ,
GA(G) > AH(G)’ if 6/A > to, 0
4/ A5 m? . '
GA(G) = (A +02H(G)’ if 6/A <to,

where tq is the unique solution of the equation t3 +5t> + 11t — 1 = 0 in the interval (0,1).
The equality in the first bound is attained if and only if G is reqular; the equality in the
second bound is attained if and only if G is a bireqular graph.

Proof. The argument in the proof of Theorem 2.1 gives

du + dy gL 2VAS (1]
2m§(mm{ﬂ’@+5)2}) dy +dy’
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for every uv € E(G). Since f(x) = 1/x is a convex function in Ry, Lemma 2.2 gives

m B m < l Z du + dv
GA(G) Y weE(G) deuiud‘iv - m weB(G) 2v/dyd,
v/ —1
éiz(min{zi’(ifadﬁ}) d id
weB(G) Y v
1 i 1 2V A -1
The argument in the proof of Theorem 2.1 gives
1 2v Ad 1
. . —_ 3 >
mm{2A’7(A+6)2} A if /A > tp,
) 1 2V A6 2V A6 )
min{ 5% aaeE ) = agep  THA<t

Thus, (2.3) holds.
If the graph is regular or biregular, then we have, respectively,

m2 m2
AHG) ~ Amja ~ M= GAG),
AVAS m? AV m?  2V/AS

(A+0)2H(G)  (A+0)22m/(A+d) A+ "

If the equality in the first bound in (2.3) is attained, then the argument in the proof of
Theorem 2.1 gives that G is regular.

If the equality in the second bound in (2.3) is attained, then the equality in the proof

of Theorem 2.1 gives that G is biregular. O

= GA(G).

Theorem 2.4. If G is a graph with m edges and minimum degree &, then
Mi(G) - 2M,"*(G)
24 ’
and the equality is attained if and only if G is reqular.
Proof. We have

GA(G) > m —

2\/dudv + (\/CTU_ \/E)Q -

dy + dy dy + dy =1
2
dy — V/dy
cay+ Yy Whiovd)
dy + dy
weFE(G)

Since

wEE(G) weE(G) 20
we conclude 1/2
M —2M.
GAG) > m — ME) T @)
If G is regular, then
_ 1/2 _
m— MUG) Z2M,T(G) L 2m—2m ),

20 20
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If the equality is attained, then d,, + d, = 26; thus, d,, = ¢ for every u € V(G), and G
is a regular graph. O

Remark 2.5. Since M;(G) — 2M1/2(G) = Ywer@)(Vdu — \/T)) , we have M;(G) —
2MYA(G) > 0.

Theorem 2.6. If « > 0 and G is a graph with m edges and minimum degree §, then
GA(G) > 20metV/ey ()=,
and the equality is attained if and only if G is reqular.

Proof. Let us define p = (o + 1)/a > 1. Holder inequality gives

Vdydy \1/P sdy, + dy\1/P
m= Y ()

weE(G) du + do Vdudy
Vdud, \1/p dy + dy\1/(e=1)\ (p=1)/p
(uvg du + dy ) (quZE(G) \/m) ) ’

1 p—1 -1
m < o Laa (m o (c) % GAG)x, . (G,

The result follows from this inequality and the equality p — 1 = 1/a.
If the graph is regular, then

25m @ty (G = 25m e m ((20)°m) " = m = GA(G).

If the equality is attained, then the previous argument gives /d,d, = § for every
wv € E(G). Thus, d, = ¢ for every u € V(G), and G is a regular graph. O

As a consequence of Theorem 2.6, we obtain the following result appearing in [36,
Theorem 3.7].

Corollary 2.7. If G is a graph with m edges and minimum degree §, then

26m?
GAG) > —r,
(@) = AE
and the equality is attained if and only if G is reqular.
Theorem 2.8. If p > 2 and G is a graph with m edges and minimum degree §, then
GA(G) > 251/2mpM1(2p_1)/(2p_2) (G)lfp.
Proof. Holder inequality gives

Vdudy NP rdy + dy\1/P
WEZE(G) du+dv> (\/M>

1/p dy, @ 1/(p=1)\ (p—1)/p
SR AR s TS R M

Since p > 2, we have 0 < 1/(p — 1) <1 and so

» Vd.d, du\1/2p=2)  ,d,\1/(2p=2)\\P—1
m S( 2. 3 +d>( 2 (<dv) +(du) ))

weB(G) ¥ v weE(G)

m =
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Since
duy\Y/(2p=2)  rdy\1/(2r—2) —1/(2p—2) 1/(2p-2) | 41/(2p—2)
S () () < s e
weFE(G) weER(QG)
— 51/ (2p—2) Z dy/Cr=2q,
ueV(G)
_ 571/(2p72)M1(2p—1)/(2p—2)(G)
we have
mP < % GA(G) (5 2y Br /D (GDP*I
_ %5—1/2GA(G>M1(217_1)/(217_2) (G)p—l.

0

We will need the following elementary result. We include a proof for the sake of com-
pleteness.

Lemma 2.9. Let f : [a,b] — R be a C? function such that f' = gh for some C* functions
g, h with g > 0 and h' > 0 on [a,b]. Then maxcp,y f(t) = max{f(a), f(b)}.

Proof. If h > 0, then f' >0 and maxc(,p) f(t) = f(b) = max{f(a), f(b)}.

If h <0, then f' <0 and max,cpay f(t) = f(a) = max{f(a), f(b)}.

Otherwise, h(a) < 0 and h(b) > 0 since h/ > 0 on [a,b]. Thus, there exists ty € (a,b)
such that h(tg) = 0. Since A" > 0 on [a,b], we have h < 0 on [a,t] and h > 0 on [tg,b].
Hence, f is non-increasing on [a,tp] and non-decreasing on [to,b], and the conclusion
holds. U

Theorem 2.10. Let G be a graph with maximum degree A and minimum degree §, and
a €R. Then

GA(G) > 07 MMNG),  if a < —1/2,

[ a 2 N )

GA(G) > min {5 20 AR TS }MQ (@), if —1/2<a<0,
[ A2 2 o .

GA(G) > min {A 20 (B0)172(A 1 0) }MQ (G), if 0 <a<1/2,

GAG) > A2 M(G),  if a>1/2.

Every bound is attained for every reqular graph G. Furthermore, the bounds in the first
and fourth cases are attained if and only if G is regular.

Proof. We are going to compute the maximum value of the function f : [0, A] x [§, A] - R
given by

€z ¢ — « a— o— (0%
Fz,y) = (\/?% = (zy)® 1/2(x+y) — +1/2y 1/2 4, 1/2y +1/2.
z+y

If @« < —1/2, then f is a decreasing function in each variable, and so, f(z,y) < f(4,0) =
262 and

M$(G) < §**GA(G).
If « > 1/2, then f is an increasing function in each variable, and so, f(z,y) < f(A,A) =
2A2%* and
ME(G) < A**GA(G).
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Let us consider the case —1/2 < a < 1/2. We have

g(x,y) _ (Oé + 1/2)xa71/2ya71/2 + (Oé N 1/2)xa73/2ya+1/2

Ox
= 2232012 (0 4+ 1/2)x + (a — 1/2)y),

gi(% y) =y* 3 Peo 2 (a4 1/2)y + (o — 1/2)).

By symmetry, we can assume that x < y.

Assume now —1/2 < a < 0. Thus, (a+1/2)z+ (a—1/2)y < (a+1/2)y+(a—1/2)y =
2ay < 0 and so, df/0z < 0. Therefore, the maximum value of f is attained on the set
{r=94,06<y<A}

Since the function (a+1/2)y+(a—1/2)4 is increasing on y € [, A] and 9f/dy(d,y) and
(a+1/2)y+(a—1/2)0 have the same sign, Lemma 2.9 gives f (6, y) < max{f(0,9), f(d,A)}.
Thus,

fz,y) < max {262, (A§)*V2(A +6)).

Finally, assume 0 < o < 1/2. Thus, (a+1/2)y+(a—1/2)z > (a+1/2)x+(a—1/2)x =
2az > 0 and so, 0f/Jy > 0. Therefore, the maximum value of f is attained on the set
{y=A47,0 <z <A}

Since the function (a+1/2)z+(a—1/2)Ais increasing on = € [§, A] and 0 f /0z(x, A) and
(a+1/2)z+(a—1/2) A have the same sign, Lemma 2.9 gives f(z, A) < max{f(0,A), f(A,A)}.
Therefore,

flz,y) < max {2A%% (A5)*~V2(A +0)).
This finishes the proof of the inequalities.

If the graph is regular, then

2

— 5—204 — A—Qa
(A6)*172(A +0)

and
ATMY(G) = AT22A?*Ym = GA(G).
The properties of the function f give that, in the first and fourth cases, each equality
is attained if and only if either d,, = d,, = § for every uv € E(G) or d,, = d, = A for every
uwv € E(G), and so, G is regular. O

Theorem 2.10 has the following consequence for the Randié¢, second Zagreb and recip-
rocal Randi¢ indices.

Corollary 2.11. Let G be a graph with maximum degree A and minimum degree §. Then
GA(G) =z 6R(G),
GA(G) > A2My (@),
GA(G) > A MY (@),

The equality in each bound is attained if and only if G is regqular.

Note that the first inequality in Corollary 2.11 appears in [39, Theorem 6].

3. Other bounds

The Albertson index is defined in [2] (see also [3]) as
ABG) = > |dy— dol.
weE(G)

This index is also known as third Zagreb index (see [16]) and misbalance deg index (see [46]
and [44]). This is a significant predictor of standard enthalpy of vaporisation for octane
isomers (see [46]). This index is much used as a measure of non-regularity of a graph.
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Theorem 3.1. If G is a graph with m edges and minimum degree §, then

GA(G) >m — 275 Alb(G),

and the equality is attained if and only if G is reqular.
Proof. We have seen in the proof of Theorem 2.4 that

(Vi — \ﬁ)
We have
[V =y [|Vdu =y | < |Vdy = Vo |(Vdu + Vo),
Z (\/CTu_\/%fS Z ‘du_dv’:Alb(G)
weF(G) weE(G)
Hence,
(Vi = V)
GA(G) = —_
( ) uUEZE(G) dy + do
sm- L S (WE Va2 m- L ane)
weE(G)

If G is regular, then GA(G) = m and Alb(G) = 0 and so, the equality is attained.
If the equality is attained, then d, + d, = 26 for every wv € E(G); thus, d,, = § for
every u € V(G) and so, G is a regular graph. O

Theorem 3.2. If G is a graph with mazximum degree A and minimum degree &, then
A2 _ 52
2V AS

and the equality is attained if and only if G is a regular or bireqular graph.

Proof. We have

AIb(G) < GA(G),

dy — dy|  |dy—dy|(dy+dy) % —d2| 1 d3 3
Yhd 2v/dyd, B 2\/W T2 dy
( 5 )
< |{/=-1=]=
Alb(G) < " GaG
( )7 2F ().

If G is a regular or biregular graph, then
A% — 52 A% — 62 2V/A
A0 GAG) = 0" 2vA0
2V AS 2WAS A+

If the equality is attained, then the previous argument gives that {d,,d,} = {A,d} for
every uv € E(G); thus, G is a regular or biregular graph. O

(A — 8)m = AIb(G).

The following well-known result provides a converse of Cauchy-Schwarz inequality (see,
g., [29, Lemma 3.4]).

Lemma 3.3. Ifa;,b; > 0 and wb; < a; < Qb; for 1 < j <k, then

()" (35) ”g;(\f [)éajbj.
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If aj > 0 for some 1 < j < k, then the equality holds if and only if w = ) and a; = wb;
for every 1 < j <k.

Multiplicative versions of the first and the second Zagreb indices, II; and Ils, were first
considered in [42], defined as

@)= [[ d, M@= ][] dud.
ueV(G) weE(G)
Also, the multiplicative sum-Zagreb index II7 was introduced in [15] as
HT(G) = H (du + dv)'
weE(G)

Theorem 3.4. If G is a graph with m edges, maximum degree A and minimum degree §,

then m
GA(G) > X I1, (G)%/(4m),

and the equality is attained if and only if G is reqular.
Proof. The multiplicative version of the first Zagreb index satisfies
2/6
mG) = [ @= [[ d/™a*<( ] dud)" .
ueV(G) weE(G) weE(G)

Using the fact that the geometric mean is at most the arithmetic mean, we obtain

1 1 20/ d,d, 2y/dydy, \1/m
E GA(G) - E uveZE(G) dy + d, > uvel;[(g) dy + dy )
1 1/m 1 2/6\ 6/(4m)
> (an I V) =5 (( I dut) )
weE(G) uweE(G)

If the equality holds, then d, + d, = 2A for every uwv € E(G); hence, d,, = A for every
u € V(G) and the graph is regular.
If the graph is regular, then

@Hl(G)(S/(ZLm) — %( H AQ/AAQ/A

=m = GA(G).
A weE(G)

>A/<4m>

O
Theorem 3.5. If « > 0 and G is a graph with m edges and mazximum degree A, then
m(2a+1)/(2a)
> )
=AM, (C)1/C)

and the equality is attained for some a if and only if G is regular.

GA(G)

Proof. Using the fact that the geometric mean is at most the arithmetic mean, we obtain

1 1 2v/d,d, 2V dyd, \1/m
SGAG) =~ ¥ >( 11
m M wem(q) Gt dv ( ciq) Gt dv )
1 1/m
> (5 I V).
weF(G)
1/m

aa@® = (") (I (dud)?)

weE(G)

|
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Using the fact that the harmonic mean is at most the geometric mean, we deduce

ca@ = () I )

m 2e m my\2e  m
& (Z) > wen(@)(dudy) = N (Z) My(G)

If the equality holds, then d, + d, = 2A for every uwv € E(G); hence, d,, = A for every
u € V(G) and the graph is regular.
If the graph is regular, then

m(2a+1)/(2a) ml/(2)

A M, “(G)/@a) ~ A(A-20q)1/(20)

=m = GA(G).

We need the following result in [35, Theorem 3.3].

Lemma 3.6. If G is a graph with mazimum degree A and minimum degree §, then

5~ A
- MIH(G) < M3 (G) < = MPTHG)  if a>0,
A 5

S M) < M) < T MG i a<o,
and the equality holds for some a if and only if G is regular.

Corollary 3.7. If a > 0 and G is a graph with m edges, maximum degree A and minimum
degree 9, then

91/(20) §1/2,,(20+1)/ (201)
>

GA(G) = AMllfa(G)l/(2a) 9

and the equality holds for some « if and only if G is regular.

Proof. Theorem 3.5 and Lemma 3.6 give

(2a+1)/(2a) (2a+1)/(2a) 1/(2a) §1/2,,, (20+1)/(2c)
GAG) > mi > m :2 61_m
AL (G 7 A (Lg-anrio(cy) @) AMI(G)E)

If the graph is regular, then

91/(20) §1/2,,(2041)/(20)  91/(20) §1/2,,1/(20),,  91/(20) §1/2,,1/(20)

AMllfa(G)l/(Qa) o 5(5—a(§n)1/(2a) - 55—1/2(2m)1/(2a) =m= GA(G)
If the equality holds, then we have the equality in Theorem 3.5, and thus the graph is
regular. ]
Theorem 3.8. If G is a graph, then
oMy (G)?
GAG) > —2—— |
@)= My (G)
and the equality is attained if G is a reqular or biregular graph.
Proof. Cauchy-Schwarz inequality gives
dydy)'* 2 dydy
e = (8 AN, a2 < (8 > (du+dy)
(quE(G)<du T dv) / ) (uveE(G) dy + dy ) (quE(G) )

- %GA(G)Ml(G).
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If G is regular or biregular, then

oMy (G2 2((A6)*m)®  2v/AS
Mi(G) — (A+tom A+

m = GA(G).

The following technical result appears in [36, Corollary 2.3].
Lemma 3.9. Let g be the function g(z,y) = 2@,@ with 0 < a <z,y <b. Then

+y
2v/ab
< <1.
Ty =9y <
The equality in the lower bound is attained if and only if either x = a and y =b, orx =b

and y = a, and the equality in the upper bound is attained if and only if x = y. Besides,
g(x,y) = g(2',y') if and only if x/y is equal to either 2’ [y ory' /2.

As a consequence of Lemma 3.9 we obtain the following bounds for the geometric-
arithmetic index [10] (see also [12, p.609-610]).

Proposition 3.10. If G is a graph with m edges, maximum degree A and minimum degree

0, then
2mv/AS
A+
The equality in the first inequality is attained if and only if G is reqular or biregular. The
equality in the second inequality is attained if and only if G is reqular.

< GA(G) <m. (3.1)

The forgotten topological index (or F-index) was introduced in [23], at the same time
as Zagreb indices. There, it was defined as

FG) = > d.

ueV(G)

As the first Zagreb index it was used when finding the total m-electron energy (see [23]).
It was thought to assess the extent of the branching of the carbon-atom skeleton of the
associated molecule. Recently, when Furtula and Gutman ([17]) showed that the acetic
factor and the entropy could be predicted similarly by either the F-index or the first Zagreb
index, attention was finally given to the former. Both of them yield correlation coefficients
greater than 0.95. Besides, [17] pointed out that the F-index could be employed to predict
the logarithm of the octanol-water partition coefficient (see also [1]) very accuarately. For
more bounds of the F-index see, e.g., [1,8,38].

We report a mistake in the lower bound of GA in [39, Theorem 5]. By using the
argument in the proof of that theorem, we obtain the following inequality involving the
forgotten topological index.

Theorem 3.11. If G is a graph with mazimum degree A and minimum degree &, then

4N252,/(F(G) + 2My(G)) My (G

CAG) > VF(G) +205(G)) My ).
(A +0)%(A2 +62)

and the equality is attained if and only if G is reqular.

Proof. We have by Lemma 3.9

4A0 < 4d,d, <1
(A+6)? = (dy+dy)? — 7
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for every uv € E(G). Hence,

2/ dud, ANS  dy + dy CAG) > ) > dutdy
dy+dy = (A+022ydud,’ (A +6)2 2V/dud,

EE(G)
Moreover,
Yo (dutdy)?= D (di4di)+2 > dudy
weE(G) weE(G) weE(G)
> dd 4 2My(G)
ueV(G)
= F(G) + 2M>(G).
Since

dy+dy)/2 dy+d,
¢ Gt Gl i < %

Lemma 3.3 gives

Z dy + dy > (ZU’UGE(G) (du‘tldv)Q)l/Q ( EquE(G) ﬁ)1/2
weE(G) QM B %(% + i)

A8\/(F(G) +2M(G)) M5 (G)

and the desired inequality follows.
If the graph is regular, then

40202\ [(F(G) +2Ma(G)) M5 H(G) ) (2A%m + 2A%m)m /A2
(A4 6)2(A2 + 62) B 2
If the equality is attained, then Lemma 3.3 gives 6> = A? and G is a regular graph. [

=m = GA(G).

Theorem 3.12. If G is a graph with mazximum degree A and minimum degree §, then

F(G) (A —8)AI(G)
GAG) 2 5r7 ~ 2A6 ’

and the equality is attained if and only if G is reqular.
Proof. Since

Gady B dd  2dudy (= dy)? 28VEd, | (dy —d,)?

D S ditdy  dytdy | dutdy C datdy | dytdy
for every uwv € E(G), we have
FG) _ Aca) (dy = dw)*
24 o e,
Since )
> DR 20 S g - a) =5 an),
weB(G) Y v weE(G)

we conclude

(A — 6) Alb(G)

FG) _ AGA(G) + 2

2A

If the graph is regular, then
F(G) B (A -0)AIL(G)  F(G) 2A%m

2A2 2A0 2A2 0 2A2

=m = GA(G).
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The previous argument gives that if the bound is attained, then d,, + d,, = 2A for every
wv € E(G). Thus, d, = A for every u € V(G) and G is regular. O

The following Kober’s inequality appears in [25] (see also [50, Lemma 1]).
Lemma 3.13. Ifa; >0 for 1 < j <k, then

(g@) >Za]—|—k -1 (Haj>1/k.

A family of degree-based structure—descriptors, named Adriatic indices, was put for-
ward in [44,46]. Twenty of them were selected as significant predictors. One of them, the
inverse sum indeg index, I.S1, was singled out in [44] as a significant predictor of total
surface area of octane isomers. This index is defined as

ISIG) = )| d +d >

weE(G weE(G) du + dy

1

In the last years there is an increasing interest in the mathematical properties of this
index.

Theorem 3.14. If G is a graph with m edges and mazimum degree A, then

HQ(G)l/m
N

and the equality is attained if and only if G is a regular graph.

GAG) > \/ % (1S1(G) + m(m - 1)

Proof. Lemma 3.13 gives
I, (G)l/m
I (G)/m
=Y dudy + m(m —
weE(G) dy + dy

R 2Wdyd, (d, 2
- \/EUUEZE‘(G) dy + do ( )

ISI(G) +m(m — 1)

dyd, \1/m (dudv)l/2 2
<( > s
dy ) (uveE(G) (dy + dy)1/2>

AL,
+d)

+dy
2 aa
2

IN

GAG).
If G is regular, then
2 HQ( m

2 /Am (AQm)l/m
=35 min 1 (i) = m= 0411

If the equality is attained, then the previous argument gives d, + d, = 2A for every
w € E(G), i.e., d, = A for every u € V(G) and so, G is a regular graph. O

We need the following Diaz-Metcalf inequality [13].

Lemma 3.15. If a; and bj are real numbers such that ha; < b; < Haj for 1 < j < m,
then

S V+hHY a < (h+H)> ajbj,
j=1 j=1 j=1

where equality holds if and only if b; = ha; or b; = Ha; for 1 < j < m.
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Theorem 3.16. If G is a graph with mazimum degree A and minimum degree &, then
- My (G) + 4A%5%x_,(G)

- A2 +§2 ’

and the equality is attained if and only if each connected component of G is d-reqular or

A-regular. In particular, if G is connected, then the equality is attained if and only if G
is reqular.

Proof. If we define

GA(G)

, bj = 2/ dyd, ,

then
46 < bj/aj = 2v/dydy, (dy + dy) < 4A%
and so, Lemma 3.15 gives

1 2/d,d
4 dyd, + 16A%52 < (4A% + 442 uv
2 * 2 (du+dv)2—( 45 D dy +dy,’

weEE(G) weE(G) weE(G)
Mo(G) +4A%5%x_,(G) < (A? + §)GA(G).

By Lemma 3.15, the equality is attained if and only if 2v/dyd, (dy + d,) = 462 or
2v/dyd, (dy + d,) = 4A2? for each uwv € E(G), and this is equivalent to d, = d, = 6 or
dy, = d, = A for each wv € E(G), i.e., each connected component of G is d-regular or
A-regular. O
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