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Abstract

We consider the problem of maximizing the distance spectral radius and
a slight generalization thereof among all trees with some prescribed degree
sequence. We prove in particular that the maximum of the distance spectral
radius has to be attained by a caterpillar for any given degree sequence. The
same holds true for the terminal distance matrix. Moreover, we consider a
generalized version of the reverse distance matrix and also study its spectral
radius for trees with given degree sequence. We prove that the spectral
radius is always maximized by a greedy tree. This implies several corollaries,
among them a “reversed” version of a conjecture of Stevanovi¢ and Ili¢. Our
results parallel similar theorems for the Wiener index and other invariants.
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1. INTRODUCTION AND PRELIMINARIES

Let G be a connected graph whose vertices are vy, v, ..., v,. The distance matrix
of G, denoted by D(G), is the symmetric matrix whose ij-th entry is the length
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of the shortest path from vertex v; to vertex v;; it is one of the classical matrices
associated with a graph. Its study in the context of spectral graph theory traces
back to the work of Graham and Pollak [13]. Among other things, they proved
a very elegant formula for the determinant of the distance matrix of a tree: we
have

det(D(T)) = (n — 1)(=1)" 1272,

where n is the number of vertices. Notably, the determinant depends only on
the number of vertices of the tree, but not its structure. This was generalized
in several different directions. Collins [10] and Bapat [2] (the latter for matrix
weights) extended the result to a weighted tree T" on n vertices with edge weights
a; (i=1,...,n—1). They proved that the determinant of the distance matrix
(where distance is now defined as the sum of the edge weights along the shortest
path) is given by

n—1 n—1
det(D(T)) = (—1)""1on2 (H ai) (Z Oéz‘> )

which is still independent of the tree structure and the assignment of the weights
to the edges, but depends on the edge weights and the number of vertices.

Furthermore, Bapat, Kirkland and Neumann proved in [4] that for a weighted
tree T' on n vertices with edge weights «; (i = 1,...,n— 1) and any real constant
¢, the determinant of the matrix H.(T) = D(T) + ¢J, where J is a matrix with
all entries equal to 1, is

n—1 n—1
(1) det(H,(T)) = (—1)" 122 (H ai> <2c +) ai> .
In particular, if all weights are equal to 1, then we have
det(H.(T)) = (-=1)" 12" 2(2c + n — 1),

which again is independent of the structure of the tree.
In analogy to the matrix H.(T), let us also consider the matrix M.(T) =
c¢J — D(T). By a simple substitution, one finds that
det(M.(T)) = (—=1)" det(D(T) — ¢J)
(=)™ ((=1)" 12" 2(=2c + (n — 1)))
2""2(2c —n+1)

for every tree T' with n vertices, which is also independent of the structure of
the tree, but only depends on the constant ¢ and the number of vertices n. The
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reverse distance matrix is usually defined as the matrix diam(7")J — D(T'), where
diam(7') is the diameter of 7' [1]. This is clearly a special case of the matrix M.,
where ¢ = diam(7"). Note that diam(7") is also the smallest possible choice of ¢
for which we obtain a matrix with non-negative entries.

The spectrum of the distance matrix only depends on the graph G, not the
ordering of its vertices, as it is the case for other classical matrices (e.g. adjacency
matrix, Laplacian matrix). Since D(G) is symmetric, all its eigenvalues are real,
and they sum to 0 since the trace of D(G) is 0. Moreover, all entries except for
those on the diagonal are positive, so by the Perron-Frobenius theorem there is
a unique eigenvalue with an eigenvector whose entries are all positive, and this
eigenvalue is also equal to the spectral radius of D(G), which is also called the
distance spectral radius of G. When G is a tree, the spectral radius is in fact the
only positive eigenvalue, all the others are negative [3, p. 104].

The Perron-Frobenius theorem also applies to H.(G) if ¢ is non-negative, and
to M, as long as c is greater than or equal to the diameter, so that all entries are
positive. In this paper, we will be interested in the spectral radius of matrices of
the form H.(G) or M.(G), specifically its maximum value for trees with a given
degree sequence. The spectral radius of H.(G) will be denoted by 1.(G), and
the spectral radius of M.(G) by pu.(G). Clearly, the distance spectral radius is
precisely the special case 19(G).

The distance spectral radius is closely related to other distance-based graph
invariants, the Wiener index being a notable example. The Wiener index of a
graph is defined as the sum of the distances between all (unordered) pairs of
vertices, which is exactly half of the sum of all the entries in the distance matrix.
The following inequality is a consequence of this fact.

Theorem 1 [17]. Let p(G) be the distance spectral radius of a graph G of order
n. Then
2W(G)

p(G) > -

The proof of this theorem is based on the concept of a Rayleigh quotient,
which will also play a major role in this paper.
Recall that the Rayleigh quotient of a vector f with respect to a matrix A is
the quotient
frAf
r
If £ is a unit vector, this simply reduces to f7 Af. It is well known that the largest
eigenvalue of a symmetric matrix is the maximum of the Rayleigh quotient, taken

either over all nonzero vectors or just all unit vectors. Thus the spectral radius
of D(G) is bounded below by the Rayleigh quotient associated with the vector 1
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whose entries are all equal to 1:

1"D(E)1  2W(G
ey > LDGL_W(@)

Equality in Theorem 1 holds if and only if the total distance ), d(v, w) has the
same value for every vertex v of G; for example, this is trivially the case for all
vertex-transitive graphs. With this connection in mind, it is not surprising that
the results we obtain in this paper also have known analogues for the Wiener
index.

As mentioned before, the matrices we are dealing with here are non-negative
matrices to which the Perron-Frobenius theorem applies: each such matrix has a
unique non-negative unit eigenvector, which is associated with its spectral radius.
This unit eigenvector is called the Perron vector.

There is already a large amount of literature on the problem of maximizing
or minimizing the distance spectral radius in some family of graphs. Trees are a
fundamental and natural family of graphs to consider, and indeed there are many
results on various types of trees, such as trees with given matching number [16,22],
domination number [29], number of leaves [22, 23], number of odd vertices [18],
maximum degree [19-21,25], or diameter [31] and some particular classes of trees
[30]. See also [6-8,28].

As mentioned earlier, our main focus in this paper will be on trees with a
prescribed degree sequence. There is a simple characterization of finite sequences
that are degree sequences of trees: the trivial identity that stems from the hand-
shake lemma is both necessary and sufficient.

Proposition 2. A sequence (di,ds,...,d,) of positive integers is a degree se-
quence of a tree of order n if and only if

i=1

We will call a sequence that satisfies the condition of Proposition 2 a tree
degree sequence. For such a tree degree sequence, we are interested in the trees
that maximize the spectral radii n. and p.. Greedy trees and caterpillars will
play a major role in our study. Let us first present their formal definitions.

Definition [27]. The greedy tree G(«), also known as BFD-tree [5], is a rooted
tree obtained from a degree sequence a by the following ”greedy algorithm”:

(i) assign the largest degree to the root r;

(ii) label the neighbors of r as v1,va, ..., vg(), from left to right, and assign the
largest degrees available to them such that d(vi) > d(ve) > -+ > d(vg());
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(iii) label the neighbors of vy (except r) as v11,v12,..., and assign degrees as in
(ii);
(iv) repeat (iii) for vg,vs, ..., v4(, then the vertices at distance 2 from the root,

and so on, from top to bottom and left to right; at each step, the next vertex
is assigned the largest degree in the sequence that has not been assigned yet.

Example 3. We construct a greedy tree for the degree sequence:
a=(4,3,3,2,2,2,1,1,1,1,1,1).

The degree of the root r is 4, and it has the neighbors vy, v9, v3,v4. We therefore
assign the next largest available degree, which is 3, to v; and repeat the procedure
for the other vertices. Following the algorithm yields Figure 1.

T

V11

V111
Figure 1. A greedy tree G(a).

The greedy tree is known to maximize, among others, the spectral radius [5]
and Laplacian spectral radius [32]. It is also known that the minimum of the
Wiener index among all trees with degree sequence « is the greedy tree G(«),
see [27]. An important special case is the so-called Volkmann tree. In [11], it is
shown that the Volkmann tree minimizes the Wiener index among trees with n
vertices and maximum degree A.

Definition. The Volkmann tree V,, A is a special case of a greedy tree; it is
characterized by its order n and maximum degree A. Its degree sequence is o =
(A,...,Ar1,...,1), where r € {1,2,...,A — 1} satisfies r =n — 1 mod A — 1.

Figure 2 shows the Volkmann tree Vg 3, whose degree sequence is

a=(3,3,3,3,3,3,3,3,3,1,1,1,1,1,1,1,1,1,1,1).
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A conjecture of Stevanovi¢ and Ili¢ in [25] states that among all trees with
order n and maximum degree A, the Volkmann tree minimizes the spectral radius
of the distance matrix. A special case was proven by Luo and Zhou [21] and Lin
et al. [20]. See also [12]. While we will not be able to prove this conjecture, we
will add evidence in its favour by proving a “reversed” version (see Corollary 20).

Figure 2. The Volkmann tree Vaq 3.

It is harder to characterize the trees for which the maximum is attained, but
one can show that they are always so-called caterpillars.

Definition. A caterpillar is a tree with the property that removing its leaves
yields a path. This path will be called the backbone of the caterpillar. In partic-
ular, a path is also a caterpillar (and we will even consider a path with only one
or two vertices a caterpillar).

Figure 3 shows an example of a caterpillar whose degree sequence is a =
(5,4,3,1,1,1,1,1,1,1,1).

Figure 3. A caterpillar.

In the following section, we prove that the maximum distance spectral radius
among all trees with a given degree sequence is always attained by a caterpillar,
paralleling similar results e.g. for the Wiener index. In fact, we prove a slightly
more general statement on the spectral radius of matrices of the form H.(T') =
c¢J + D(T). While we cannot describe the precise shape of this maximizing
caterpillar in general, a partial characterization can be given.

Thereafter, we look at a “reversed” problem. For a fixed real number c,
we consider matrices of the form M.(T) = ¢J — D(T). For sufficiently large c,
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this is still a non-negative matrix, and we will show that the maximum spectral
radius of M.(T), given the degree sequence of T, is always attained by a greedy
tree. One can also deduce results on trees with a given number of leaves or given
maximum degree from this general theorem by a technique based on majorization
of sequences.

2. THE SPECTRAL RADIUS OF A GENERALIZED DISTANCE MATRIX

In this section, we consider the problem of maximizing the distance spectral
radius (and more generally the spectral radius of H.(T)) of trees whose degree
sequence is given. Our main result reads as follows.

Theorem 4. Let ¢ > 0 be a constant, and let o be a fized tree degree sequence.
Let Timax be a tree that maximizes the spectral radius of H.(T) = ¢J + D(T)
among all trees with degree sequence a.. Then Thax s a caterpillar.

The proof will follow the lines of [24] (which dealt with the Wiener index and
other distance-based graph invariants) in many ways; however, there are some
subtleties that require us to modify the argument. Before we begin the proof, let
us state a few definitions.

Definition. A caterpillar branch of a tree T' is a maximal induced subgraph B
of T that is a non-trivial caterpillar (i.e., a caterpillar with more than one vertex)
and has the property that 7'\ B is still a tree.

The proof of Theorem 4 is by contradiction: for every non-caterpillar, we
construct a tree with the same degree sequence for which the spectral radius is
greater. To this end, we consider the Perron vector f and show that the Rayleigh
quotient of the same vector with respect to the newly constructed tree is greater.

Let us consider ¢ as fixed in the following. The Rayleigh quotient of the
matrix H.(T) = ¢J + D(T) of a tree T on a unit vector f, which we denote by

Ry (f), is given by
Rr(f)= Y. > (c+dr(u,v))f(u)f(v)

ueV(T)veV(T)

2
:C< Z f(u)> +2 Z dT(U,U)f(U)f(U),
)

where f(u) is the entry of f associated with the vertex u. If f is the Perron
vector of H.(T) (which is what we will generally assume in the following), then
we have 7.(T) = Rr(f). For a subset S of the vertices of T', we set

Slp =" f(u)

u€esS
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and call it the weight of S (with respect to f). Since f has only positive entries,
it is clear that |S|y > 0 for every nonempty vertex set S.

Proof of Theorem 4. Let Ty, be an optimal tree (i.e., a tree that maximizes
the spectral radius of H.(T") for some fixed ¢) among all trees with some prescribed
degree sequence, and let f be the associated Perron vector. Suppose that T ax
is not a caterpillar. We consider pairs By, By of caterpillar branches in T}« that
are attached to the same vertex v (see Figure 4); such pairs must always exist
if the tree is not a caterpillar. To see why this is the case, consider the tree
Tieq that results when all leaves are removed. Since the original tree is not a
caterpillar, the result is not a path. Now fix any leaf and consider the branching
vertex (vertex of degree at least 3) in Ty.q whose distance is greatest. At least two
of the branches going out from this vertex are paths in T;.q and thus caterpillar
branches in T},,.x, since there would otherwise be a branching vertex at a greater
distance.

B

4N

By

Figure 4. By, B> and A in an optimal tree Ty,.x that is not a caterpillar.

Among all such pairs of two caterpillar branches attached to the same ver-
tex, we choose the pair Bi, By for which |Bi|f + |Ba|f is minimal. Let P =
vwiwy - - - wy, and P’ = vujug - - - uy be the longest paths (backbones) of the cater-
pillar branches B; and Bs respectively, as indicated in the figure. Furthermore,
we denote Tax \ (B1U B2) by A. Without loss of generality, we can assume that
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|Ba|g > |Bi|g. Note that |A|f > [Ba|s by our choice of the pair By, By. If this
was not the case, then we could reach a contradiction in one of two ways:

e If A\ v is a caterpillar branch, then consider the pair By, A \ v instead of
B, By; since |Bi|g + |A\ v|g < |Bi|g + |Alf < |Bil|f + |B2|f, we would have
a contradiction to the choice of By, Bo.

e Otherwise, we can find a pair Bj, B of caterpillar branches inside of A, and
their combined weight would be |B]|f + |Bs|¢ < |Alf < |B1lf + | B2, again
with a contradiction.

We form a new tree T" from Thax by exchanging Bs and wy. That is, we
remove the edges wi_1wy and vuq, and add the edges wy_quq1 and vwy. Clearly,
this does not change the degree sequence. Note that this operation only changes
the distance between two vertices z and y if x € A or x € By \ wi and y € By or
y = wy, (or vice versa). Let us now compute

Rri(f) — Ry, (f) = 2( > (drv(w,y) — dn,,, (=, y))f(fv)f(y)> -

{2y} CV (Timax)
There are four different cases to consider for x and y.

Case 1. One of the two lies in A, the other in Bs. The contribution of all
such pairs to Ry (f) — Ry, (f) is

25" (dpo(,y) — dry (2.9)) F(2) F(y)

€A
yEB2

= 2 Z (dTmax (1'7 U) + dTmax (v7 wk) + dTmax (u17 y)

T€EA
yEB2

= 10 (0,0) = iy (0,01) = iy (01,) ) F(@) £ (9)

=2 Y (A (v,w) = 1) f(2)f(y) = 2(k = 1)| Al ¢| Ba -

z€A
yEBy

Case 2. One of the two lies in A, the other is wg. The contribution of all
such pairs to Ry (f) — Rr,,,. (f) is

2 " (dpr(x, wi) — dpy, (2, wr)) £ () f (wp)

z€EA

=23 (g (2,0) + 1 = dry (2,0) — dr,,,, (v, w3)) (@) f (wr)

€A
= 2(1 — F)| Al f (w).
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Case 3. One of the two lies in By \ {wy}, the other in By. The contribution
of all such pairs to Ry (f) — R, (f) is

2 S (dr(ey) — d, (@.y) (@) ()

$€B1\{wk}
yEDB>

=2 Yo [dr (@ wn) +dr,, (u,y) = dr,,, (2,0) = 1= dr,,, (u1,9)) f(2) f(y)

z€B \{wk—1,wk}
yEB>

+2 Z (1+d,,. (w1,y) — dr (Wi—1,0) = 1 = dr,,, (u1,9)) f(we—1) f(y)
yEB2

=2 > (A7 (@, wy) — dr, (2, 0) = 1) f(2)[Ba|g 4+ 2(1 — k) f(wk—1)| B2
z€B \{wk—1,wr}

Case 4. One of the two lies in By \ {wy}, the other is wg. The contribution
of all such pairs to Ry/(f) — Ry, (f) is

2 Z (dpr (@, w) — dpy, (2, we)) f (@) f(wg)

x€B1\{wy}
=2 Y (dnn(@0) + 1 —dp, (2, wp) f(2) f(wy)

xEBl\{wk_l,wk}

+ 2(dppa (We—1,v) + 1 = 1) f(wp—1) f (wg)

— 9 > (AT (#,0) + 1 = drp (z,wi)) f(2) f (W)

z€B1\{wg_1,wk }
+ 2(k = 1) f(wg—1) f(wg).

Combining the last two cases, we obtain

2 > (AT (1, w0k) — dryy (,0) = 1) f(2)(| B2l g — f(wg))

z€B1\{wk_1,wi}
+ 2f(w—1)(1 = k)(| Bzl — f(wg))-

Observe that |Ba|f — f(wi) > |Ba|g — |Bi|f > 0 by the assumption that |Ba|¢ >
|Bi|g. Note also that dr,, (z,wy) > 2 for all x € By \ {wg—1,wr}. Moreover,
dr,..(x,v) <dg,,. (wg,v) =k for all x € By \{wy}. Using these simple estimates,

max

we find that the contribution of Cases 3 and 4 to Rp/(f) — Rrp,,.. (f) is greater
than or equal to

2 > f@)2 =1 =k)(|Belg — f(wr)) + 2f (wi—1)(1 = k) (| Ba|g — f(wr))

z€B1 \{wr—1,wr}
= 2(1 = kB)[Bi \ {wi }|#(|Ba2ls — f(wr)).
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Together with Cases 1 and 2, we obtain
Ry (f) — R ()
> 2(k = 1)(|Al#(|Balg — f(wr)) = [Bu\ {wi} (| B2l g — f(wr)))

= 2(k = 1)(|Al — [B\ {wi}g) (1B2lr — f(wr)),
which is positive since |A|g > |Ba|f > |B1|f > f(wy). Hence we have

nC(T/) Z RT’(f) > RTmax(f) = nC(TmaX)'
This contradicts the optimality of Ti.x. [ |

Example 5. Figure 5 shows the respective extremal trees for the degree se-
quences

=(5,4,3,2,1,1,1,1,1,1,1,1),

=(8,5,3,2,1,1,1,1,1,1,1,1,1,1,1,1),

=(10,4,3,2,2,1,1,1,1,1,1,1,1,1,1,1,1, 1),
a4—(8 4,4,4,3,1,1,1,1,1,1,1,1,1,1,1,1,1,1,1).

a

C 3. T4

Figure 5. Extremal trees 711,753,735 and Tj.

Note that Theorem 4 does not uniquely determine Ty,,x except for some very
special cases (e.g. trees whose vertices only have degree 1 or d for some fixed
d). Characterizing Tihax in general appears to be a difficult problem, and even
the analogous problem for the Wiener index does not have a simple solution (an
efficient algorithm is available, however—see [9]).

However, we can prove the following general statement about the shape of
the extremal caterpillar: its vertex degrees form a “V-pattern”.
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Theorem 6. Let ¢ > 0 be a constant, and let o be a fized tree degree sequence.
Let Tinax be a caterpillar that mazimizes the spectral radius of H.(T) = ¢J+D(T)
among all trees with degree sequence «, and let the degrees of the internal vertices

along its backbone be dy,ds, ..., dy, in this order. There exists an index m such
that
(2) di>dy> - >dpy <o <dpoy < dp.

Proof. Let f denote the Perron vector as in the proof of Theorem 4, and let S;
be the subtree induced by the i-th vertex on the backbone and its leaf neighbors
(1 <i < k). Clearly, the S; are disjoint, and their union is the entire tree Tyax-
Choose j to be the largest index for which

Z’Si|f <Z\Si|f-

1<J 1>7

Since this inequality is trivially satisfied for j = 1, and trivially not satisfied for
j =k (unless k = 1, in which case there is nothing to prove), such an index must
exist.

We claim that the degrees satisfy the inequality (2) either for m = j or for
m = j + 1. Let us assume for contradiction that d; < d;;; for some ¢ < j, and
consider the tree T” obtained by moving d; 1 —d; leaves from S;11 to S;. This set
of leaves will be denoted by L. Observe that 7" and Tj,.x have the same degree
sequence. We also note that the only distances that change are those between
the leaves in L and the other vertices, and that all these distances change by
precisely 1. Now consider the difference

Ryi(f) — Ry (f) = 2( > (dr(zy) — dr. (e, y))f(%)f(@/))

{xay}gV(Tmax)

of the Rayleigh quotients. This difference simplifies to

Ry (f) =R (F) =2 > f@fw)=2>" > f@)f)

€L ye(S;4+1\L)US;42U--USk reL yeS1U---US;
k 3
=2|L|¢ <|S¢+1f —[Llg+ Y ISl =D, |Shf>
h=i+2 h=1
k j—1
> 2|L|f( RETEDY |Sh|f>»
h=j+1 h=1

which is positive by our choice of j. Thus we have

WC(T/) > Ry (f) > R (F) = 1e(Tinax),
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contradicting the choice of Ti,.x. So we can conclude that
dy > dg > --- > dj.

By maximality of j, we have

do1Sile > Y 1Sy

i<j+1 i>j+1
So repeating the same argument, we find that
djt1 < djpo <o < dy.

Combining the two chains of inequalities, we obtain (2), either with m = j or
with m = j + 1. [ |

It is worth pointing out that the results of this section also apply to a slightly
different matrix known as the terminal distance matrix (see [15] for some recent
results on the spectral radius of the terminal distance matrix of trees). Its formal
definition reads as follows.

Definition. Let P(T) = {wi,wa,...,wi} be the set of leaves of a tree T'. The
terminal distance matrix (or reduced distance matrix) T'D(T) is a symmetric
matrix whose ij-th entry is d(w;, w;).

Theorem 7. Let ¢ > 0 be a constant, and let o be a fized tree degree sequence.
Let Thax be a tree that maximizes the spectral radius of ¢J + TD(T) among all
trees with degree sequence a. Then Tyax is a caterpillar, and its vertex degrees
follow the pattern described in Theorem 6.

Proof. The proof is analogous to the proofs of Theorems 4 and 6. [

3. THE SPECTRAL RADIUS OF A GENERALIZED REVERSE DISTANCE MATRIX

It is natural to also consider the minimization problem for the distance spectral
radius or generally the spectral radius of H.(T'). Indeed, as pointed out in the
introduction, there are concrete conjectures in this regard, and since greedy trees
are often extremal with respect to distance-based graph invariants (such as the
Wiener index), one would expect that this is the case for the distance spectral
radius as well. While this appears to be the case, we have been unable to prove
it, but we provide evidence in this direction. Minimizing the spectral radius of
D(T) is similar to maximizing the spectral radius of a “reversed” matrix of the
form M.(T) = c¢J — D(T), as defined earlier. For the latter problem, we succeed
in proving that the greedy trees are extremal.
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The matrix M.(T') has only non-negative entries if ¢ is greater than or equal
to the diameter of 7. If we let v denote the number of internal vertices (non-
leaves) of T', then the diameter is at most equal to v+ 1, since any diametral path
starts and ends at a leaf and otherwise only contains internal vertices, thus at
most v+ 2 vertices in total. For a caterpillar, this value is actually attained. If the
entries of M.(T') are non-negative, then the Perron-Frobenius theorem applies,
which will be important for us in our analysis of the spectral radius. Let us now
formulate the main theorem of this section.

Theorem 8. Let o be a tree degree sequence, and let v be the number of entries
greater than 1 (number of non-leaves) in «. For every constant ¢ > v + 1, the
greedy tree G(«) is the unique tree with degree sequence o that mazimizes the
spectral radius of the matrix M (T) = c¢J — D(T).

The proof of Theorem 8 is based on similar results for the Wiener index as
obtained by Wang in [27]. The basic idea is to analyze the behaviour of the
spectral radius of M.(T) under certain operations on the tree 7. We first need
some definitions and lemmas. The following lemma gives a characterization of a
greedy tree.

Lemma 9 [27]. A rooted tree T is a greedy tree if
(i) the root r has the largest degree;

(ii) the heights of any two leaves differ by at most 1; here, the height hr(v) of a
vertex v is the distance from v to the root r;

(iii) for any two vertices v and w, if hy(v) < hy(w), then d(v) > d(w);

(iv) for any two vertices v and w of the same height, if d(v) > d(w), then d(v") >
d(w'") for any successors v' of v and W' of w of the same height;

(v) for any two vertices v and w of the same height, if d(v) > d(w), then d(v') >
d(w') and d(v") > d(w") for any siblings v' of v and W' of w or successors
v of v/ and w” of w' of the same height.

Now let T be a tree of order n with vertex set V(T'), and let f be an n x 1
unit vector. The Rayleigh quotient of M.(7T") on the vector f is given by

T
Rep) =Tl = = Y emdnw) i),
weV (T) veV (T)
where f(u) is the component of f associated with the vertex u. We know that the
spectral radius p.(T") of M.(T') is the maximum of Ry (f) over all unit vectors,
and this maximum is attained when f is the Perron vector, which is the unit
eigenvector corresponding to p.(7"). In the following, we assume that T' = Tiax
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is a tree with degree sequence « that maximizes the spectral radius of M.(T),
and we will always let f denote the Perron vector of M.(Tiax)-

Next, we describe a decomposition of a tree T' taken from [27] which will aid
us in the proof of some technical lemmas that will lead us to Theorem 8. Consider
two vertices x and y in the tree T'. Let the path Pr(z,y) from the vertex x to
the vertex y be given by

Pr(z,y) = xpTr—1 - T2T1Y1Y2Y3 - - Y—1Yk

when its length is odd, or

Pr(z,y) = opxp_1 - T2212Y1Y2 - - Yh—1Yk

when its length is even, where x;, = z, yr = y. Furthermore, we let X;,Y; and
Z denote the components that contain z;,1y; and z respectively when the edges
of the path Pr(xz,y) are removed. Also, we let X5 (respectively, Y~x) be the
subtree of the tree induced by the vertices in X411 U Xgy0 U--- (respectively,
Yit1UYgyoU--+). This decomposition is shown in Figure 6 for odd path length.
As in the previous section, we set

S5 = flu)
u€esS
for every set S of vertices. Since f has only positive entries, we have [S|¢ > 0

for all nonempty sets S again.

Xo X1 1 o

Tyl Tk Tk-1 T2 T1 Y1 Y2

Figure 6. Labelling of a path and the components.

Lemma 10. Let Tinax be decomposed as depicted in Figure 6. If | X;|¢ > |Yilf
fori=1,2,....k =1 and | Xsp—1|g > |Ysr—1|g, then d(xr) > d(yk)-

Proof. We assume (for contradiction) that d(zx) < d(yk), so that d(yx)—d(zy) =
a > 0. Welet u; (¢ =1,...,a) be neighbors of y; other than yx_1 and ygi1
(chosen arbitrarily). We increase the degree of xj by removing all the edges
yru; (i = 1,...,a) and adding all edges xxu; (i = 1,...,a) instead. Note that
this operation does not change the degree sequence; we want to show that it
increases the Rayleigh quotient Ry, (f). Let 7" be the new tree obtained after
performing this operation and A be the set of vertices in the components of
Tmax \ {yru; : i =1,...,a} that contain uy,us, ..., u,.
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We compute the difference Ry (f) — Rr,,... (f):

Rpo(f) = Rr(f) =2 Y (c—dr(u,0)f(w)f(v)

{u,v}CV (Tmax)

Y (e (n )0
{u,v}CV (Tmax)

=2 Y (dn(u0) = dpr(u,0) f(u) f(0).

{u,0}CV (Tmax)

We observe that the distance between two vertices u and v only changes if u € A
and v € Tiax \ A (or vice versa). We will consider the case when the path shown in
Figure 6 has odd length, the other case being similar. There are four possibilities
for the vertices u and v.

Case 1. One of the two lies in X; for some ¢ < k — 1, and the other lies in A.

In this case, the distance between the vertices decreases by 2i — 1 in T”. Thus we
get

k—1
2 (A (u,v) = dpr(u,0)) f(u) F(0) =2 flu) Y (20 — 1)|Xily
=1

u€A ucA
veEX;
k—1
=2 (2i — 1)|Xi[¢] Al
=1

Case 2. If one of the two lies in Y; for some i and the other lies in A, the
distance increases by 2¢ — 1. This gives us

k—1
2> (A (1, 0) = i (u,0)) (W) f(0) = =2 Fu) Y (20— 1)|Vi¢
=1

u€A uEA
veY;
k—1
— 23 (20— 1)YilylAly.
i=1

Case 3. One of the two lies in X~ _1, and the other lies in A. In this case,
the distance between the vertices decreases by 2k — 1. Thus we get

2 Y (A (,0) — e (u,0)) (W) f(0) = 2> Fu)(2k — 1) Xspaly
u€EA ucA
vEXs k1

=2(2k — 1)| Xsp—1lglAly

Case 4. If one of the two lies in Y51\ A and the other lies in A, the distance
increases by 2k — 1. This gives us
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2 S (A () — dpo(, ) FW) S (0)
vEYqiiill\A

=2 fu)(2k = 1)([Yorls — |4l¢)

u€cEA
= —2(2k — 1)|Al¢ ([Ysr-1ly — |Alf)-

Combining the four cases, we find that Ry (f) — Ry, (f) is equal to

k—1
2|Als (Z(Qi = D(Xily = [Yilg) + Ck = D Xorals = [Yorly + IA!f)>
i=1

if the length of the path Pr(x,y) is odd, and similarly equal to

k—1
2|A|f(2(2i)(Xz|f — Yilg) + 2E) ([ Xsk-1ly — [Ysr-als + |A\f)>
=1

if the length of the path is even.
We are assuming that |X;|p > |Yj|p for 1 < i < k—1 and [Xsp—1|f >
|Ysk—1lf, so Ry (f) — Ry, (f) > 0. It follows that

NC(T/) > RT’(.f) > RTmax(f) = Mc(Tmax)y

which contradicts the assumption that T,,x maximizes the spectral radius of
M. (T). |

Lemma 11. Let P be a path of an optimal tree Tiax whose end vertices are leaves.
If the length of P is odd (21 — 1), we label the vertices of P as ujuy_1 - - - ujwiws
---wy and denote by U;, W; the components that contain wu;,w; respectively (i €
{1,2,...,1}), when the edges of P are removed. Assume (without loss of gener-
ality, reversing the labelling if necessary) that |Uj|g > |[Wj|¢ for the first index j
for which |Uj| ¢ # |Wj|g. Then we have

Uly = Whly = |U2lg 2 [Walp = -+ 2 [Ully = Wil

If the length of P is even (21), we label the vertices as ujpquju—1 - - - U wWiwW2
---wy. Again, we have

Uily = Wiy 2 |U2lg = [Walg = -+ = [Wilp = [Unly,

reversing the labelling if necessary.
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In order to prove Lemma 11, we first find an equivalent representation for
the Rayleigh quotient of M.(T') on its Perron vector f.

Proposition 12. For every tree T, we can write
@ ) dwffe= ) ) f) ) fw
{uw}CV(T) weE(T) u'eC(u,v) v'eC(v,u)

where E(T) is the set of edges of T and C(u,v) is the set of all vertices closer to
the vertex u than to the verter v.
Therefore the Rayleigh quotient of M.(T') on its Perron vector f can be writ-

ten as
-y Z ef(u > drlu ) f(wf()

weV(T)veV(T {u,v}QV(T)
(Zf )—22 o) DD fe
ueV (T weE(T) u'eC(u,v) v'eC(v,u)

Proof. We only have to prove equation (3); the second statement follows im-
mediately. Firstly, the right hand side of the equation, when multiplied out, is
equal to the sum over unordered pairs of vertices {u’,v'}, each with its weight
f()f(v"), such that the unique path between u' and v’ contains the edge wv,
where v’ is closer to u and v’ is closer to v (v’ might coincide with u, and v’ might
coincide with v). Therefore, for each pair {u’,v'} the weight f(u')f(v) occurs
precisely d(u/,v") times in the sum, which means that the sums coincide. ]

For our next step, we need a general inequality on rearrangements, see the
book of Hardy, Littlewood and Pdlya [14]. For a sequence s of the form

S_1,85—1+1y-+-,5-1,50,51y---,51—1, S,
we obtain the sequence s™ by rearranging the elements so that
+ + + + + + +
Sg =281 281128 =28 =228 =8,

Theorem 13 (see [14], Theorem 371). Let p,q, and r be non-negative sequences.
Suppose the sequence r is symmetrically increasing, that is

ro STy =7r_1 <rpg=r_9 < < Trop=T_gk,
and the sequences p and q have no prescribed order. Then the bilinear form
k k
Z Z Ta—bPadb
a=—kb=—k

attains its minimum among all possible orders of p and q when p is p™ and q
o ot
isqT.
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Proof of Lemma 11. We will only prove the statement for odd path length;
the proof for even path length is similar. We set
S—ip1 = |Uilg, S—ig2 = [Ui-alg, - -, So = |[Unl,
Sl = |W1|f7S2 = |W2|f7"'7Sl = |VVl|f
We look at all possible permutations of the branches Uy, ..., U, W1,..., W,
and show that a permutation for which the maximum value of the Rayleigh quo-
tient Ry (f) is attained must have the property stated in the lemma. We now con-
sider the total contribution C' of all edges of the path P to the Rayleigh quotient
Rr(f) as described in our Proposition 12, because the contribution of all other
edges remains the same when the order of the branches Uy,...,U;, Wq,..., W} is
changed. We get
C=85 1185142 +---+95)
+ (S—i41 + Sig2)(S—ig3 + -+ 50)

+ (S_i41+ S_iqo + -+ 51-1)80.

It can be seen that the summands of C' are all of the form S,Sp, it remains to
count how often each such term occurs. To obtain a specific product S, Sy, we
must have S, and S, occurring in different parentheses, which happens |a — b|
times. Thus we define coefficients as follows:

|a —b|
Ta—b = Tb—a = 9 -

Moreover, we add S_; = 0 as a dummy variable to achieve symmetry (this is not
needed in the case where the path length is even). Then we have

l l l !
C = Z Z Ta—pSaSp = Z Z Ta—bSaSb,

a=—Il+1b=—1+1 a=—lb=-1
where 7 is symmetrically increasing, namely

1
’I“OZOS’I“l:7“71:§§"'§T2l:7“—2l:l'

Therefore, by Theorem 13, C attains its minimum if S is ST, so
+ + + + + + + + _
SO ZSI 25_1252 ZS_QZ"'ZS,ZJA ZSI ZS,I—Oa
or in other words

(4) \Utly > Wiy > |Ua|g > [Walg > - > [Ullg > [Wily.
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Note that the right hand side of (3) attains its minimum under permutations
of the branches Uy, ..., U, Wq,...,W; when C does. Equivalently, the Rayleigh
quotient Rp(f) attains its maximum value by Proposition 12. Therefore, the
optimal tree has to satisfy (4). |

Lemma 14. Let Ty« be an optimal tree. For a path P with labelling as described
in Lemma 11, we have

d(ur) > d(w1) > d(u2) > d(w2) > -+ > d(w) = d(w;) =1
if the path length is odd and
dur) > d(wr) > d(ug) > d(wz) > - > d(wr) > d(wy) = d(u1) = 1
if the path length is even.

Proof. Again we will show the proof for odd path length, the other case is treated
in a similar manner. From Lemma 11 we have

(Uil =2 Wilg = |U2lp = [Walg = -+ > [Ullg = [Wily-
We will now apply Lemma 10, each time with an appropriate choice of the vertices
y; and x;.

Step 1. Let ; = u; and y; = w; for i = 1,2,...,1; then we obtain d(u;) > d(w;)
by Lemma 10.

Step 2. Let y1 = uit1,y2 = Ujy2,... and T1 = u;, T2 = Uj_1,...,T; = U1, Tiy1 =
wi,.... Then we get

l

l i—1
YVorlp= > [Ukly and [ Xoalp =D [Wilg + > [Ukly,
k=i+2 k=1 k=1

implying |X>1|f > |Y>1]f, so by Lemma 10 we get d(z1) = d(w;) > d(y1) =
d(u;+1). That is, we have

Step 3. Let y1 = wy, y2 = wi—1,...,Yit1 = U1,... and T1 = Wit1, T2 = Wi42,. - ..
Then we get

l

l i—1
(Xoalp = D Wilp and  [Yarlp =D |[Uklp + > [Wily,
k=it2 k=1 k=1
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implying [X>1|f < [Y>1lf, so by Lemma 10 we get d(y1) = d(w;) > d(x1) =
d(wit+1). That is, we have
d(wy) > d(wg) > d(ws) > -+ > d(wy).

Step 4. Let z = uy and y; = w41, 2, = w; for i =1,2,...,1. Since

l l
[ Xsilg = Y Wilp and  [Yailp = D [Ukly,
k=i+1 k=i+2

we have | X5 > |Y54|p and thus d(z;) = d(w;) > d(ui+1) = d(y;) by Lemma
10. Combining all these results, we get

d(ul) Z d(wl) 2 d<UQ) Z d(wg) Z R d(ul) = d(wl) =1. [ ]
Definition. We say that a function g defined on the vertices of a path x129 - - - 2
is concave if g(zx+1) — g(zx) < g(xk) — g(xg—1) for all k.

Lemma 15. Let T be a tree, and let f be the Perron vector corresponding to
M.(T). For a vertex u, we set

Niw = 3 (e dr(u,0)f(0),
veV(T)

which is the coordinate corresponding to u in M.(T)f, thus equal to p.(M)f(u).
This expression is concave along paths. It follows that the mazimum of Ny is
attained either at one or two adjacent points (vertices) in the tree T

Proof. Let P = x1x2---2; be a path in a tree T and let A<; and B>;11 be
the components of 7'\ x;x;4; that contain the vertices x; ---z; and zj41 - - -y,
respectively. We have

Nf(xiH) — Nf(:c,) = Z (dT(«Tz‘;U) - dT(xi—l—laU))f(U)

veV(T)
= > (=Df)+ D f) =—|Aglf + |Bitals.
UEASi UEBZi+1

It is easy to see that when 7 increases, | A<;| ¢ increases and |B>;41|f decreases and
hence Ng(zi11) — Nyg(x;) decreases. So N is concave, thus reaches its maximum
either at one vertex zy, or two adjacent vertices zj, xx1 along the path P;.
Now, let y, z be any two distinct vertices in the tree T' for which N¢(y) and
N¢(z) are both equal to the maximum of N¢ in the tree. We know that Ny is
concave along the path that passes through the two vertices y and z, so they
have to be adjacent. It is important to note that there cannot be more than two
vertices where the maximum of Ny is attained since they would form a triangle,
which is impossible in a tree. Therefore we obtain that the maximum of Ny is
attained either at one or two adjacent vertices in the tree T'. [
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Now, using all the auxiliary results, we prove Theorem 8 by showing that the
optimal tree satisfies all the properties of the greedy tree as in Lemma 9. Again,
the steps are essentially following [27].

Proof of Theorem 8. Consider a path as described in Lemma 11. We have

Ng(u1) = N(ug) = > (dr(ug,v) — dr(ug,v)) f(v)

veV(T)
= > D@+ Y f)=—|Usilg + W1 Uy,
’UEU>1 ’UGWZIUUl

which is greater than 0 by Lemma 11. It follows that Ng(u1) > Nyg(uz). Also,

Ny(u1) = Np(wr) = > (dp(wy,v) — dr(u,v)) f(v)

veV(T)
= > f+ Y (Df(@) = |Usilg — [Waily,
’UGUZI U€W21

which is greater than or equal to 0 by Lemma 11. Thus Ng(u1) > Ng(wy).

From Lemmas 11 and 14, we know that for an optimal tree labelled as in
those lemmas, d(u1) and |Ui|¢ are the respective maxima among all vertices
along the path. We also know that the function Ny is concave along the path,
Ng(ur) > Ng(ug) and Ng(u1) > Ng(wr), so Ng(ur) is the maximum along the
path.

We recall from Lemma 15 that Ny is maximal at either only one vertex,
which we then label 7 (this vertex will become the root), or two adjacent vertices
in the tree Tiyax, which we then label r and v;. We will present the proof for
the case when Ny is maximal at only one vertex r, and otherwise it follows in a
similar manner.

Now we consider the optimal tree T ax to be a rooted tree with root r, so
since Ng(r) > Nyg(z) for every vertex z in Tihax by assumption, r must be the
vertex uq in any path containing it, and thus have the largest degree by Lemma
14. Thus (i) in Lemma 9 is satisfied.

Suppose we have a path from a leaf u passing through r to another leaf v
in Tiax such that the only ancestor of v and v is r. By Lemma 11 we have
|dr(u,r) — dr(v,r)| = 0 if the path length is even and |dr(u,r) — dr(v,7)| =1
if the path length is odd. This remains true if the first common ancestor of «
and v is a vertex s other than the root: since Ny is concave along paths with its
maximum at r, it must be decreasing along the paths from r to uw through s and
from 7 to v through s. Thus the maximum of Ny on the path from u to v occurs
at s, and Lemma 11 applies again. Hence the heights of any two leaves differ by
at most 1, which yields (ii) in Lemma 9.
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Let hr,,. (y) and hr,, (z) be the heights of two vertices y and z for which
hr,..(y) < hr,..(2). These heights are with respect to the root vertex r of the
optimal tree. If z is a successor of y and we consider the path from a leaf u to a
leaf v passing through y, z, then we get d(y) > d(z) by Lemma 14. Now, suppose
z is not a successor of y. We consider a path from a leaf 3/ to a leaf 2’ passing
through the vertices vy, s, z, where s is the first common ancestor of y, z.

Since Ny is concave along paths and attains its maximum at 7 by our choice
of r its values are decreasing on the paths from r to ¢’ and to 2, respectively. In
particular, it decreases on the paths from s to 3 and 2/, which means that the
maximum of N on the path from 3 to 2 is attained at s. Thus we can set s = u;
in Lemma 11 when the path from ¢’ to 2’ is considered. Let i = hy,_, (y)—h1,.. (5)
and j = hp,,. (2) — hy,,.(s) be the heights of y and z with respect to the vertex
5. We get two possible labellings of the path, namely either y = u;41,2 = w; or
Yy = w;, z = ujyq1. If we consider the first labelling then we get ¢ + 1 < j, which
by Lemma 14 implies that d(y) > d(z). Note that this is also true for the second
labelling. Thus (iii) in Lemma 9 is also satisfied.

Next, let y, z be on the same level, thus hr,_. (y) = hp,.. (2), such that d(y) >
d(z), and let 3/, 2’ be their respective successors such that hr,, (v') = hr,.. (2).
Consider the longest path that passes through v/, v, s, z, 2/, where s is the first
ancestor of y and z. Again we can set s = u; in Lemma 11 with y = w;,y’ =
wj, 2 = Uit1,2 = ujy1 where i = hy,, (y) — b (8),J = b (V') — by, (5).
Then by Lemma 14, we see that d(y) > d(z) implies d(y’) > d(z’). This yields
(iv) in Lemma 9.

Finally, let y1, 21 be the respective parents of y, z, let ¢/, 2’ be their respective
siblings and y”, 2" successors of 3/, 2" at the same level. We let Y denote the
subtree induced by the vertices v € V(Tiax) for which Pr, . (v,r) contains y and
hr,..(v) > hr.. (y); Y1, Z, Z; are defined in an analogous way. Assuming again
that d(y) > d(z), we consider a path from one leaf to another that passes through
y, z and their common ancestor s. Applying Lemma 11 and Lemma 14 (where s
becomes 1) to this path now shows that

Y[ >|Zf and [Yi\Y|f>|Z1\ 2]y,

thus |Yi|¢ > |Z1]¢. Applying Lemmas 11 and 14 once again, now to a path from
one leaf to another that passes through ", v, y1, s, 21, 2/, 2 in this order, we find
that d(y') > d(z') and d(y"”) > d(2"). Thus (v) in Lemma 9 is also satisfied. In
conclusion, we have proven the optimal tree T,,x to be the greedy tree. [

In the following we compare the greedy trees associated with different degree
sequences, paralleling results on other graph invariants (such as the Wiener index,
see [33]). We first introduce the concept of majorization for this purpose.
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Definition. Let X = (z1,...,2,) and Y = (y1,...,yn) be sequences of non-
negative numbers with > x; = ", y;. If for all 1 < k < n we have

k k
Z x; < Z Yi
i=1 i=1

then we say that Y majorizes X. Let S, be the set of all permutations of
{1,...,n}. If for any o € S,, the sequence Y still majorizes (a:(,(l), . ,xa(n)),
then we write X <XY.

The set .S, consists of n! permutations. However, one does not need to check
all of them in order to show that X < Y. This is because, if we let o € S,, be a

permutation for which z, (1) > -+ > 24(,), then we can see that (xgl(l), ceey :J:J/(n))
is majorized by (azg(l), ey l‘g(n)) for all other ¢’ € S,,. So proving that X <Y
is equivalent to showing that (a:a(l), . ,x(,(n)) is majorized by Y.

Remark 16. It is important to note that majorization is transitive. That is, if
X <Y andY < Z, then we also have X < Z.

The following lemma on majorizing degree sequences has been used repeat-
edly in similar contexts, see for instance [33]. We present its proof for complete-
ness.

Lemma 17. Let X = (x1,...,2,) and X' = (2,...,2}) be two non-increasing
tree degree sequences. If X =< X', then there exists a sequence of k tree degree
sequences X1,..., Xy such that X < X1 < -+ = Xy =< X', where exactly two
entries of X; and X;41 differ by 1. Namely, for two indices p > q, the entries

Ty, xq of X; and the entries xy, xy of Xit1 satisfy x,, = xp — 1,25 = x4 + 1.

Proof. Suppose X < X' and X # X’. Now, we let p be the first index for which
x, > x5, and let ¢ be the last index less than p for which x, < 7, so that z,, = ),
for all ¢ < r < p. Note that by the definition of majorization such positions exist.
Now we construct the sequence X3 from X' by replacing 7, by x7, — 1 and x;, by
z, + 1. So we get Xy = (27,..., 25— 1,..., 2, +1,...,2,), which is still a valid
degree sequence of a tree. We have X < X, < X’. Now, we can apply the same
procedure to X and Xj to obtain Xj;_ 1. Repeated application of this process
yields the result. [

Lemma 18. Let G(«) be the greedy tree for the degree sequence . Let x and
y be two vertices of G(a) satisfying the inequality dga)(v) > dg)(y) = 2. If
da(a)(7) = dga)(y), we assume that y comes after x in the ordering of vertices
in the greedy tree. Let s be a successor of y and let T' be the tree obtained from
G(«) by deleting the edge ys and adding the edge xs. Then

1e(G(@)) < pe(T),
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Proof. We consider a longest path that contains the vertices x,y, z such that
z is the common ancestor of x and y. We will present the proof for odd path
length, the other case is similar. We can set z = u; in the labelling described in
Lemma 11. In view of our assumption that d(z) > d(y) (and that x comes first
in the ordering in case of equality), we can set = u,, y = w,, where p < g, or
T = wp, Yy = uq, where p < ¢ (depending on whether the part of the path from z
to a leaf through x or the part from z to a leaf through y is the longer one). We
only consider the first possibility, the calculations in the second case are similar.

Let S be the subtree induced by the vertex s and its successors, and let f
be the Perron vector of G(«). It can be observed that the distance between two
vertices v and w will only change from G(«) to 7" if v € S and w € G(a) \ S
(or vice versa). We compute Ry (f) — Rga)(f) by distinguishing the following
cases.

Case 1. The contribution to the difference between R (o) (f) and Ry (f) of
vertex pairs where one vertex is in S and the other in some U; is

l
2) > ((e—dp(v,w) = (¢ = dgay (v, w))) f(0) f (w)

i=1 vES
weU;

_ QZ 3 (o) — di(v,)) £ (0) f )

l
Z SlE Y (i+q—li—pl—1)f(w)
=1 weU;
p l
=2> (2i—1+q-p)Sly > fw)+2 > (p+q-DISlf Y f(w)
i=1 welU; i=p+1 weU;
p
=2 (2i—1+q—p)|Uils|S| +2 Z (p+q—D|Uilf|S]¢.
i=1 i=p+1

Case 2. The contribution to the difference between R (f) and Ry (f) of
vertex pairs where one vertex is in S and the other in some W; (but not in S if

i=4q)is
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l
7Y (daey(v,w) = dpr(v,w)) f(v) f(w)
= wevﬁ/‘?\s

q—1

=2 (=2i+1+q—p)|[Wilg|S|s
i=1

[\)

!
—2p+q—D)(Wylg = ISIpISIF =2 DY (p+q— 1)[Wil£lS|s.
i=q+1

Summing the two cases, we get

Ry/(f) — Ro(a) (f)

P
= 23 (2i - 1)( |ny—yW)|f)\S\f+2Zq p)(IWily +|Uilf)IS|

=1 =1
q—1 qg—1

+2 ) (p+a—1(|Uls = Wilg)lS|s +2 Y (2q - 20)|Wils|S]y
i=p+1 i=p+1

l
+2 ) (p+q—1)(Uls — [Wilg)lS|y
i=q+1

+2(p+q = DUl — [Wylg + |S]£)IS]#-

By Lemma 18, we have |U;|¢ > |W;|¢ for all ¢, and we also note that ¢ > p and
2q > 2i for i < q — 1. Therefore, each term in the summation is non-negative.
Also, we know that |S|z > 0, so Rp(f) — Rga)(f) > 0 because of the term
2(p+q— 1)]5@ Therefore,

/‘LC(G(O[)) = RG(a)(f) < RT’(f) < /’LC(T/)' [ |

Theorem 19. Let X and Y be two tree degree sequences of the same length.
Suppose X =Y then

11e(G(X)) < pe(G(Y)),
with equality only if X =Y.

Proof. In view of Lemma 17, it is sufficient to prove the statement in the case
that the degree sequences differ in exactly two places, with a difference of 1 in each
place. The general case follows inductively. So take two non-increasing sequences
X = (z1,22, ..., Ziy ..., Tj, ..., xp) and Y = (z,22,...,2+1, ... x—1, ... ).
Let v,w be two vertices in the greedy tree G(X) such that dg(x)(v) = z; and



DISTANCE SPECTRAL RADIUS OF TREES WITH GIVEN DEGREE SEQUENCE 521

da(x)(w) = x;. We have z; > x; > 2. If ; = x;, we can assume (without loss of
generality) that w comes after v in the ordering of vertices in the greedy tree. If
x; > xj, this follows from the definition of a greedy tree. Let s be a neighbor of
w. If we remove the edge ws and add the edge vs to G(X) then we obtain a new
tree T with degree sequence Y. From Lemma 18, we obtain p.(17") > p.(G(X)).
Also, by Theorem 8, we have u.(T") < u.(G(Y)). So

1(GOY)) 2 e(T') > 1ol G(X)).
This completes the proof. [

We obtain the following corollaries using Theorems 8 and 19.

Corollary 20. Among trees of order n with mazrimum degree A, the Volkmann
tree V, A mazimizes the spectral radius of M.(T') for every constant ¢ > n—A+1.

Proof. 1t is easy to see that the degree sequence (A,... A7 1,...,1) of the
Volkmann tree majorizes the degree sequence of every other tree with the same
number of vertices whose maximum degree is A. Therefore, the statement follows
from Theorem 8, combined with Theorem 19. Note here that the maximum
number of internal nodes in a tree with n vertices and maximum degree A is
n — A, so the diameter is at most n — A + 1. [

Corollary 21. Among all trees of order n with k leaves, the greedy tree corre-
sponding to the degree sequence a = (k,2,...,2,1,...,1) mazximizes the spectral
radius of M.(T) for every constant ¢ >n —k + 1.

Proof. This corollary follows in the same way as the previous one, by observ-
ing that the sequence (k,2,...,2,1,...,1) majorizes every other possible degree
sequence of a tree with the same number of vertices and the same number of
leaves. ]

One might ask whether a result analogous to Theorem 8 also holds when
we replace the distance matrix D(T') by the terminal distance matrix TD(T).
For comparison, it is known that the greedy tree has minimum terminal Wiener
index (sum of distances between leaves), see [26]. Goubko [12] considered the
problem of minimizing the terminal distance spectral radius for trees with given
degree sequence and provided evidence that the greedy tree is always extremal.
However, this is not always the case for the maximum spectral radius of M.(T),
as the following examples show.

Example 22. Let us consider the matrix My(T) = 4J —TD(T). Figure 7 shows
the respective extremal trees for the degree sequences

a1 = (37 27 27 17 17 1)7

az = (3,3,2,1,1,1,1).
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(a) Ty. (b) Tx.
Figure 7. Extremal trees T and T5.

It can be observed that the extremal tree T, is the greedy tree, but 17 is
not. Hence the greedy tree is extremal for some, but not all possible tree degree
sequences.
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