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LOCATING AND COMPUTING ALL THE SIMPLE ROOTS AND EXTREMA OF A
FUNCTION *

DIMITRIS J. KAVVADIAS ¥ AND MICHAEL N. VRAHATIS f

Abstract. This paper describes and analyzes two algorithms for locating and computing with certainty all the
simple roots of a twice continuously differentiable functifn(a, b)) C R — R and all the extrema of a three times
continuously differentiable function i, b). The first algorithm locates and computes all the simple roots or all the
extrema, while the second one is more efficient in the case where both simple roots and extrema are required.

This paper also gives analytical estimation of the expected complexity of the algorithms based on the distribution
ofthe roots in(a, b). Here only the case of uniform distribution is examined, which is also the approach to be followed
when no statistical data are available for the function at hand.

The algorithms have been implemented and tested. Performance information for a well-known Bessel function
is reported.
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1. Introduction. Itis well known that information concerning all the roots and/or all the
extrema of a function

(1.1) fia,b) CR—>R

is of major importance in many different fields of science and technology.

An immediate method to accomplish this task suggests scanning the interbaland
applying some rootfinding method for each consecutive root. The method that is employed
here is heavily based on the knowledge of the total number of roots wihis. In order
to obtain this information we use results from topological degree theory and especially from
the theory of the Kronecker—Picard integral [24, 25]. This theory gives a formula for the
computation of the total number of roots of a system of equations within a given region. With
this tool in hand one can construct a procedure for the localization and isolation of all the roots
by dividing the given region successively and applying the above formula to these subregions
until the final domains contain at most one root. To our knowledge, the first method to this end
was introduced by Hoenders and Slump [10, 11, 28], who recently reconsidered and applied
Kronecker—Picard theory to calculate the total number of simple roots of a system of nonlinear
equations as well as to calculate the total number of multiple roots of a single equation of any
multiplicity.

Other approaches that have been used successfully to find all solutions of systems of
equations as well as the global optimum of a function are based on interval analysis (see, for
example, [1, 7, 8, 9, 15, 16, 17]). The corresponding existence tool of these methods is the
availability of the range of the function in a given interval, which can be implemented very
efficiently using interval arithmetic, though accuracy problems must be resolved. This tool,
however, reports with certainty only the negative case, i.e., when no roots are in the interval.
The positive case proceeds by subdividing the interval into two halves and employing additional
criteria. This case is common when the function has many extrema but few roots in the interval
of interest. In addition, this tool provides the existence of a root and not their exact number,
which means that more sophisticated decisions (than merely subdividing) cannot be made.
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In this paper we implement Kronecker—Picard theory and give a method for locating
and computing all the simple roots of a twice continuously differentiable function and all the
extrema of a three times continuously differentiable function in an intéaval). In addition,
we give analytical expressions of the tatapectedvork needed in achieving the isolation and
computation of all the roots of (1.1) under certain assumptions that we present in the sequel.
This may prove to be very useful in real life applications since very early estimations of the
total running time of the algorithm are available, contrary to other methods which are totally
unpredictable. Nevertheless, it is important to notice that our analytical results and techniques
also apply to any method that proceeds by repeated subdivisions, giving the expected depth
of the subdivision under the same assumptions. Moreover, the main computational burden of
our method comes from the need of an integration, a problem that has been studied extensively
and for which numerous methods exist.

The rootfinding portion of our method employs a modification of the well-known bisection
method. Alternatively, any one of the one-dimensional rootfinding methods (see [23, 20, 21,
26, 2]) can be used. We use the bisection method for several reasons which we explain in
§2.2, among which is its known behavior concerning the number of iterations required when
we seek the root with a predetermined accuracy.

Here we study the one-dimensional case only. The reason for this restriction is that the
corresponding analysis of our methoditdimensions seems to be quite different.

2. Theoretical aspects.Our algorithms are separated in two phases: (1) the phase of the
localization and the isolation of all the roots, and (2) the rootfinding phase for the computation
of all the roots within a predetermined accuracy.

For the localization phase we use a method of determining the total number of simple
roots of a single equation within a given interval. To this end we briefly exploit degree
theory for determining the exact number of roots of a single equation by computing the value
of topological degree using Kronecker’s integral [19, 3, 29, 22, 13] on Picard’s extension
[24, 25, 10, 28, 11].

For the rootfinding phase we have chosen the bisection method for reasons to be explained
later.

2.1. The topological degree for the computation of the total number of roots and
extrema. Let us first define the notion of the topological degree. Suppose that the function
F,=(f1,..., f,):D, Cc R" - R" is defined and two times continuously differentiable in a
bounded domaif, of R” with boundary(D,). Suppose further that the roots of the equation
F,(x) =0, (0, =(0,...,0) denotes the origin dk") are not located oh(D,) and they are
simple; i.e., the Jacobian determinantFfat these roots is nonzero. Then togological
degree ofF, at ©, relative toD,, is denoted by dedi,, D,, ®,] and can be defined by the
following sum:

(2.1) deglF,. Do, @] = Y sgnJ, (x),

x€F, H(6,)

whereJg, denotes the determinant of the Jacobian matrix and sgn defines the sign function.
The above definition can be generalized whEnis only continuous [23]. In this
case, Kronecker’s theorem [3, 23] states thatx) = ©, has at least one root i, if
deg[F,, D,, ©,] # 0. Furthermore, iD, = D}UD? whereD! andD? have disjoint interiors
andF, (x) # O, for all x € b(D}) U b(D?), then the topological degree is additive.
Several methods for the computation of the topological degree have been proposed in the
past few years [29, 22, 13, 14, 30, 31, 4]. Also, deg[D,, ©®,] can be represented by the
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Kronecker integral, which is closely tied with facts used later and is defined as follows:

I'(n/2 " Aidxy...dxi_1dxisq .. .dx,
(22) deglF,. Dy, ,] = (n,,//z) / /f Dica : X1 : Xi_1 x+; : X ’
21 (fi"+ 2o+ ...+ i)Y

b(Dy)
whereA; is defined by the following determinant:

oF, oF, 3F, 3F,
dx1 ax;i_1 xi41 ax, |

(23)  Ai=D"YIE,

Now, since degf,,, D,, ©,] is equal to the number of simple roots Bf(x) = ®, which

give positive Jacobian minus the number of simple roots which give negative Jacobian, then
of course the total numbev™ of simple roots off;, (x) = ©, can be obtained by the value of
deg[F,, D,, ©,] if all these roots give the same Jacobian sign. To this end Picard considered
the following extensions of the functiaf, and the domaiD,,:

(2.4) Fup1=(f1.-.- fu. fus1): Dygr C R - R

where f,11 = y Jg,, R x1, x2, ..., x,, y, andD, . is the direct product of the domain
D,, with an arbitrary interval of the real-axis containing the point = 0. Then the roots of
the system of equations

fitx1,x2,...,x,) =0, i=1...,nm,

2.5
(2.5) yJg(x1,x2,...,x,) =0

are the same simple roots Bf(x) = ®, providedy = 0. On the other hand, it is easily seen

that the Jacobian of (2.5) is equal(tdiﬂ (x))z, which is always positive. Thus, we conclude
that the total numbeN™ of roots of F,,(x) = ®, can be given by the following relation:

(2.6) N' = deg[F, 11, Dut1, Onial].

We consider now the problem of calculating the total number of simple rogtéwf= 0,
where f: (a,b) C R — R is twice continuously differentiable in a predetermined interval
(a, b), wherea andb are arbitrarily chosen such th#ta) f(b) # 0. According to Picard’s
extension we define the functidn = (f1, f»): P € R? — R? and the corresponding system

filx,y) = f(x) =0,
folx,y) =yf'(x) =0,

where the prime denotes differentiation and wh@rés an arbitrarily chosen rectangular
parallelepiped in thé&x, y)—plane given byy < x < band—y < y < y with y a small
positive constant.

Now, since the roots are simple, which meafigx) # 0 for x € f~%(0), it is easily
seen that the roots of (2.7) in the above-defined region are the same roots as (1.1). Also, since
Jr, = f’z, the total number of simple zer@é" of the function (1.1) ina, b) can be given by

2.7)

(2.8) N = deg[Fz, P, @2].

Now, forn = 2, by applying (2.1) and using the relatiodg, = g—ﬁdxl + %d)@, where
j = 1,2, we can easily obtain
1 fdfo— fadfs 1 /2

(2.9) N = — T darctan() .
2t Jupy AP+ 1 21 Jop) 1
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Replacingf; and f, by virtue of (2.7) and performing the integration in (2.9) we finally get

[ @ - £ yF'(b) yf'@
o [y o P20+ 2200 d”arCta”( o) >_amta”< f@ ) '

(2.10)
It has been shown by Picard [24, 25] that the relation (2.10) is independent of the vaue of

Of course the total numbeX of the extrema off € C3, i.e.,x € (a, b) such that
f'(x) = 0, can be obtained by setting in (2.8)= f' and fo = yf”.

Remark2.1. Using (2.10) it is possible that in many applicatidvs can be computed
analytically. If not, one can use numerical integration [26].

The Kronecker—Picard integral can also be applied for the determination of the total
number of multiple roots [5, 32]. Along these lines, Hoenders and Slump gave in [11] a method
for the determination of the total number of multiple roots of a single function. According to
their method, iff: (a, ) ¢ R — R is ak times continuously differentiable function, then
the total number of zero¥ of f(x) = 0 with multiplicity m or higher wheren < k can be
obtained by the value of the topological degree calculated in a parallelepipgdusing in
(2.7) asfy and f>

m dlf 2
(2.11) f=ri4+ ; (d;/) :
fa=yfi.

2.2. A modified bisection method.Notation2.1. Throughout this paper the notation
[-] refers to the smallest integer not less than the real number gugigdndicates the length
of the intervall.

It is well known that a solution off (x) = 0 where the functionf is continuous is
guaranteed to exist in some interval p] if the following criterion is fulfilled:

(2.12) fla) f(b) <0.

This criterion is known as Bolzano’s existence criterion. Instead of Bolzano’s criterion one
may also use the value of the topological degre¢ af origin relative taa, b), which in this
case can be defined as follows:

1
(2.13) deg[f, (a, b),0] = > (sgnf(b) —sgnf(a)).

Now, if deg[f, (a, b), 0] is not zero, we know with certainty that there is at least one root in
(a, b). Note thatif degf, (a, b), O] is not zero, then Bolzano’s criterion is fulfilled. The value
of deg[f, (a, b), 0] gives additional information concerning the behavior of the solutions of
f(x) = 0in (a, b) relative to the slopes of [35]. For example, if degf, (a, b), 0] = 1,
which means thaf (b) > 0 andf (a) < 0, then the number of solutions at points whé¢i(e)
has a positive slope exceeds by one the number of solutions at points at fikichas a
negative slope.

Using the value of the topological degree (or, alternatively, Bolzano’s criterion) we are
able to calculate a solution ¢gf(x) = 0 by bisecting the intervdy = (a, ). So we subdivide
Ip into two intervals(a, c], [c, b) wherec = (a + b)/2 is the midpoint of(a, b) and we
keep the subinterval for which the value of the topological degree is not zero relative to itself
by checking the information on the boundaries. In this way we always keep at least one
solution within a smaller interval. We can continue this procedure in order to approximate
a solution until the endpoints of the final subinterval differ from each other by less than a
fixed amount. This method is called thesection metho@dnd can be generalized to higher
dimensions [33, 34].
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The main idea in order to locate all the solutionswherej = 1,..., N" of f(x) =0
in (a, b), is to subdivide the intervals, b) and find V" subintervala;, b;) for which the
relation (2.12) is fulfilled. Now, for each one subinterval, b;) we can apply any method
to compute the root which is included {a;, b;). Here we shall use the above-mentioned
bisection method which has been modified to the following simplified version described in
[33, 34]:

(2.14) x;41 = x; 4+ Sgnf (xo) SQNf (x;) £(Ip) /2 +2, Xo=a, i=01,....

The sequence (2.14) converges to a voat(a, b) if, for somex;, sgnf (xo) sgnf (x;) = —1.
Also, the number of iterations, which are required in obtaining an approximate ngasuch
that|r — r*| < ¢ for somee € (0, 1), is given by

(2.15) v = [log,(£(Io) 6 ™H)1.
Instead of the iterative formula (2.14) we can also use
(2.16) xj41 = x; — SgNf (xo) SGNf (x;) £(1p) /21, xo=b, i=01,....

The bisection method always converges within the given intéenal) and it is a global
convergence method. Moreover, it has a great advantage since it is optimal; i.e., it possesses
asymptotically the best possible rate of convergence [27]. Also, using the relation (2.15) it
is easy to have beforehand the number of iterations that are required for the attainment of an
approximate root to a predetermined accuracy. Finally, it requires only the algebraic signs of
the functions values to be computed, as is evident from (2.14) or (2.16); thus, it can be applied
to problems with imprecise function values.

3. The algorithms. The algorithms are a sort of “guided” form of the bisection method.
They use the outcome of relation (2.10) in order to isolate the roots or extrema by dividing the
initial interval (a, b) into smaller intervals. Algorithrfind roots, described below in “pseudo
Pascal,” first determines the number of roots in the interval by applying (2.10) (step 8) and,
if there are more than one, it divides the interval intpequal-size subintervals (steps 6 and
7) and proceeds recursively to each of the subintervals. We propps$e be equal to the
number of roots though there are several issues to be considered here. We discuss this subject
later on.

ALGORITHM find_.rootYa, b, S);
{comment This algorithm locates and computes all the roots or all the extrenfiaxyf= 0
in (a, b). Itexploits (2.10) and (2.14). For (2.10) itrequirgsf’, f”, andy while for (2.14)
it requiresf ande}

01. procedureroots@, b, N7); {comment adds to sef the N roots of the intervala, b)}

begin

02. if N7 = 1 then find the single root using the bisection (2.14), sft<— S U {r}
else
begin
03. Jj <— 1; {comment this counts the subintervals = (a;, b;)}
04. k <— 0; {comment this counts the computed ropts
05. whilek < N do
begin
06. aj <—a+(j— 1)%; {comment m, is the number of subintervals
" in which we choose to dividez, b)}

07. bj «—a+ jbm;a;
08. Find/\/j’, the number of roots i; using (2.10);

09. if N7 > Othenroots@;, b;, N7);
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10. k <—k+ Nj’;
11. j<—j+1
end {while}
end
end {rootg

begin {find_rootg
12. inputa, b; {comment f(a) f(b) must be nonzero
13. S «— ¢; {comment S is the set of roots ifa, b)}
14. Find A, the number of roots i, b) using (2.10);
15. roots@, b, NY);
16. outputS

end. {find_rootg

Remark3.1. The case where only the extrema are required can be handled by the same
algorithm by replacing the functiofi by its first derivativef”.

In the case where both roots and extrema are required, we can certainly apply the above
method twice forf and f’, respectively. But since the extrema lie between consecutive
simple roots which are discovered by the first rurfiofl_.roots (for f), we now choose to
divide initially at exactly the points of the roots. We next apfityd.roots for f’ for each
subinterval between two consecutive roots. A high-level description of this algorithm follows.

ALGORITHM roots extremda, b, S');
{comment This algorithm locates and computes all the roots and all the extreryigxof
in (a, b). It uses (2.10) and (2.14). For (2.10) it requirgsf’, f”, f”, andy while for
(2.14) it requiresf, f', ande}
begin {roots extrema
01. Find V¢, the number of extrema i, b) using (2.10);
02. Apply algorithm findroots; LetS = {r4, ..., r,, } be its sorted output.
03. Construct the subintervals = (a;, b;) = (rj_1,7;), j=1,...,N" +1,rg =a,
Ty =D
04. E — N —1; {comment E counts the number of verified extrejna
05. if f'(a) f'(r1) <Othen E «— E +1;
06. if f'(r,) f'(b) <OthenE «— E +1,;
07. if E = N* then apply bisection (2.14) (using’) in all /;. Let S’ the set of the extrema.

else
begin
08. S «~— @;
09. Jj <— 1; {comment this counts the subintervals = (a;, b;)}
10. k <— 0; {comment this counts the computed extrema

11. whilek < N* —E+ j —1do
{comment whenk + E — j + 1 = N*, itis assured that
only one extremum exists in each remaining interval

begin
12. Apply algorithmfind rootsin ; using f’; Let S} be its output;
13. Set§ «— S'U ij; {comment ij will be the set of the extrema ilta;, b;)}
14. k <—k+ISil;
15. j—j+1
end {while}
16. Apply bisection (2.14) (using”) inall ; forl = j +1,... ,N";set§ «— S'U S,
end
17. outputs’

end. {rootsextrema
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Returning to algorithnfind rootsand assuming that the number of roots in a subinterval is
always available (say itis given by an “oracle”), itis clear that the computational complexity of
the algorithm is determined by (1) the total number of calls to the oracle and (2) the iterations
required by theV" bisection calls which will compute the isolated roots.

4. The expected complexity of the algorithm.In this section we study the expected
complexity of algorithnfind_roots First, we focus our attention on the number of times the
number of roots has to be found in a given interval, i.e. gherage number of oracle calés
this is the most demanding step of the localization phase. The rootfinding phase is dominated
by theaverage number of iteratioraf the bisection method.

4.1. Preliminaries, definitions, and notations. The study presented here follows certain
assumptions:
(i) The size of the problem is the total number of rootsf@f) in (a, b).
(ii) We view each root off (x) as a random variable having a given distribution in
(a, b). All roots are considered as pairwise independent variables having the same
distribution. In this paper we assume that the distributiamigorn i.e., itis equally
likely for any point in the interval to be a root.
(i) The study of the expected complexity of the algorithmoiger all possible inputs
to the algorithm that is, over all possible sets afpoints in the intervala, ) and,
consequently, independent of the given function.
Assumption (iii) implies only partial knowledge of the properties of the specific function
(the distribution of its roots), which may vary from complete ignorance as to whether the roots
lie (our case) to full knowledge of the roots if the properties of the function are known. Hence,
the analysis is independent of the specific function which merely serves (through Picard’s
integral) as an “oracle” that reveals the number of roots in a specific interval. This models
real life applications where some physical quantity is of interest whose zeros are statistically
independent with known (or suspected) distribution. Itisindeed intermediate cases of the form
“the roots are expected around the center of the interval” that are really the most interesting
since this type of knowledge may “tune up” appropriate algorithms that take into account the
additional information and perform better. It is also worthwhile mentioning that the same
analysis applies to any method that isolates the roots by repeated subdivisions of the intervals,
independently of how the oracle isimplemented (a good example is interval analysis techniques
for which the main result df4.2 is a lower bound). In this paper we completely ignore possible
properties off (x) and solve the following combinatorial problem, leaving the more complete
study for future research:
Find the expected number of oracle calls that algoritfimd_rootswill require in order to
isolate alln points which are randomly and independently chosen with uniform distribution.
In other words, we want to find the expected vaﬂoeer all possible patterns of appear-
ances of: roots in the intervaly = (a, b)) of a function H which, given a specific pattern
of roots in the interval, returns the number of oracle calls required to isolate each root in a
subinterval (a formal definition follows). Since, however, this function is noncontinuous and
we want to avoid integrating in subintervals, we adopt a simpler approachetizingthe
interval Ip = (a, b) and summing instead of integrating.
We begin by giving a list of symbols and definitions that we shall need later.
Notation4.1. Let|S| denote the cardinality of the s8t Let [-] denote the integer part of
the number quoted. Notice that,[y] refers to the closed interval with endpoint@ndy.
DErFINITION 4.1. We call resolutior$ of the algorithm a small positive real such thakif
is a root in(a, b), any point in the intervajx — $, x + 3] is considered to be the roat
This definition means that as far as the algorithm is concerned, any two roots less that
§ apart are considered to be one and, as one, are reported by the oracle in (2.10). We next
considerl, to be divided into a large number of consecutive subintervals of lehgthich



LOCATING AND COMPUTING ALL THE ROOTS AND EXTREMA 1239

we callelementary Any subdivision ofl, into small intervals (as stated in steps 6 and 7 of
the algorithm, as well as any subdivision thereof) is considered to take place at points that
areinteger multiples of§. Going one step beyond, we consider (for simplicity reasdgs)

to be rounded to the smallest integer multipleSpbay i, such thate + ué > b. Clearly,

uw= f”%“}. Consequently, ifn roots are reported by the oracle at step 14 of the algorithm,

steps 6 and 7 will dividéy with length€(1p) intom intervalsl;, i =1, ..., m such that
L(1 £(1
I, = <a+8[(i—1)(0)]a+5[i(o)ﬂ, i=12...,m.
mé méd

In the above we adopt the convention that all subintervals be open from the left and closed
from the right, thus avoiding a point belonging in more than one subinterval at each level
of subdivision. Unifying these conventions, we consider the initial intefyab be Ip =

(a,a+ ud].

The above discretization suggests a more convenientway of representing intervals, namely,
as sets of the elementary consecutive subintervals which are included in them. More specif-
ically, consider assigning to each elementary subinterval an integer from 1 tqu in
increasing order from left to right. This suggests represenfjriny the set of consecutive
integersTy = {l € N:1 <[ < u}. The representation of a subintervals

T, = {1 e Ty [(i - 1)6(10)] +1<i< [im(’)“,

mé méd

Analogous relations hold for any subintervallgf For our study[y is the sample space with
each of its points a candidate of being a root. In the sequel we shall use the term “interval”
both for a standard intervdland its correspondingj set when no confusion arises. Similarly,
extending Notation 2.1, we denote b¢T') the length of the corresponding standard interval
1.

In the analysis that follows we shall denote Xya variable representing a set of integers
(or, for our purposes, a set of roots).XfC 7;, X is any set of elementary subintervals, i.e.,
a set of integers iff;. In the context described above, the probability of a¥sef cardinality
k, denoted by ProfX}, is the probability of choosing the elementary subintervals that
correspond to thé roots. For example, if the distribution of the roots is uniform, then the
probability of a specifick set is(&l)*l. Using the above, we are now ready to formally define
the functionH.

DEFINITION 4.2. Let S be the set of all subsets @). The functionH:X € § - N
mapsX to the number of oracle calls that the algorithm will do in order to isolate the roots
represented by the s&t Similarly, we define th& function relative to an interval’ denoted
by Hr (X) and which gives the number of oracle calls that the algorithm will do in the specific
interval T'; that is, in the latter case we only count oracle calls required for roots ingide

Remarld.1. Ifthe intervally is divided inm,, subintervals?;,i = 1, ..., m,, the number
of oracle calls inTp is clearly Hy, = 1+ Y/, Hr, — 1 = )i, Hr.. The “1” comes from
the initial oracle call which returns the number of rootgjand the “-1” from the fact that
no oracle call is required to obtain the number of roots of the last interval since this can be
obtained by subtracting from the total number the sum of the roots in the rest af thel
subintervals. The same relation holds for the value offihfunction of any interval. Note
that here we assume that ad, — 1 oracle calls will be required in the while loop of step 5.

4.2. Theoretical results. We now study the expected behavior of our algorithm begin-
ning from the first stage, where the roots are isolated each in aninterval by its own. Specifically,
we study theexpected number of oracle catlsquired for this task as a function of the number
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of rootsn. Observe that the number of intervals into which we choose to divide can be either
constant or a function of. By n we denote the total number of roots in the given intervas(
the V] of step 14 of the algorithrfind roots) In any case, deciding the valuessf, is based
only onn, and this is the reason why we denoted the number of subdivisions subscribed by
As stated in Remark 4.1, the approach that follows assumes that alll calls are required
in an interval which is divided inte:, subintervals. This is equivalent to replacing the while
statement of step 5 by the statemesile j < m, do. This is done for simplicity reasons and
it is removed after the next theorem is proved.

THEOREM4.1. Suppose that the algorithm findots divides any intervely with n roots
intom, subintervalsT;,i =1, ..., m,. Then the expected number of oracle calls required by
the algorithm to isolate alk roots is given by the formula

(4.1) Ey(n) =m,*" " (’;) (my — 1" Ey (k)
k=0
or, equivalently,
n! n
“2)  Eam= N o™ (Eutko) ++ -+ Eutn,)),

whereEy (0) = Ex(1) = 1.

Proof. We shall show first (4.2). Clearly; 5 (0) = Ex (1) = 1 since, when no root or a
single root is inTy, then only one oracle call is required. ko 2 letX;,i =1,...,m, be
the set of roots that lay in intervé]. Clearly,|X1| + - - - + |X,,,| = n. The distribution of the
corresponding vector of the cardinalities of tigs (| X1, ..., | X, 1) is polynomial; that is,

|
(4.3) Prob|X1| = k... [ X | =k} = .
' Pkl ey,

This is immediate since Prédome specific root lies iff;} = m,~* because of the uniform
distribution of the roots iria, b).
LetX =X;UX,U---UX, . ByRemark4.1we have

H(X) = Hr,(X1) + Hp,(X2) + - - + Hz,, (Xn,)-
Taking the expectation [6] of both sides of the above we have

(4.4) E(H(X)} = E{H7p,(X1) + Hr,(X2) + - + Hr, (X»,)}

mp

=F {E{HTl(Xl) + Hr,(X2) + -+ -+ Hy, (Xon,) | 1 X1]l = kg, oo, [ X, | = km,,}} )
where the outer expectationis over all séts- X;U- - UX,,, suchthatX| = k1, ..., | X, | =
kp, With k1 + - - - +k,,, = n. Now, the expectation affy, (X;) whereX; runs over all possible
choices of setsif; with | X;| = k; depends only on the cardinalityof X;. We may, therefore,
simplify our notation and denote by (k;) the expectatiorE { Hr, (X;)}. Note that we have
also dropped the subscrift since the expectation does not depend on the specific interval
either, as the distribution is uniform. Using linearity in the inner conditional expectation and
the above observation we get

Ey(n) =E {EH(kl) + -+ Enthn,) | X1l = ki, oo [ X, | = kmn} .
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Using (4.3) we finally obtain

n!

Enmy = 3 i (Enko) o+ Enhn,)).
kil ok !

byt ki, =n " M

In order to show (4.1), observe that the above equation may be written as

" (n B n—k o
Eg(n) = Z (k)m" k Z (kl, Lk ,km)mnk Ey (k)

k=0 kqt-tki_1 i—1, ki+17 cee
ki 41k =n—k

n n\ [/ 1 1\"*
=Zmn"‘<)<+~-~+> En (k).
k=0 k my mpy

wherem, — 1 fractions are added. Equation (4.1) now follows easily. [
Remarkd.2. Solving (4.1) with respect tBy (n) results in the following formula which
can be used to obtain numerical values £y (n):

n—1
(4.5) Ey(n) = (m," * — 1)‘1 Z <"> (m, — 1" FEy (k).

k=0 k

An interesting question is raised as to whether we can remove recursion from (4.1). It
turns out that recurrences of the above form are very difficult to handle. We were unable to do
so in the general case, that is, wheris a function ofx, or even in the case = n, which is
particularly interesting. However, whenis constant, we reduced (4.1) to a known recurrence
solved in [18] by the use dfinomial transformationsThis is done by finding a recurrence
for the sequencg), (k) = Ex(k) —1, k =0, 1, ... . By employing the techniques described
in [18, p. 501] we can show that far> 2

n N k-1
(4.6) Eym=m-1) (") D"k = Dm
k=2

k mk=1 -1

Observe thain is referred to without a subscript since the above hold whésa constant.
We conclude the study of the first phase by examining the complexity of the algorithm

find_roots as stated originally, that is, when step 5 includes the conditien\/". Then we

may be able to save several oracle calls if all the roots fall into the first few intervals and,
consequently, it is unnecessary to call the oracle for the rest of the intervals. In order to
calculate how much we overestimated the expected complexity in Theorem 4.1, observe that
in (4.4) the expectation is over every possilliavith cardinalitys. But if X totally falls in
intervalsT; to T;, algorithmfind rootswill not require oracle calls for the last, — i intervals.

So the expectation was overestimateddy — i) x Prob{X totally falls in intervalsT; to 7;}.

For example, whei is totally included in the first interval, then atel(ljgﬁ)”(mn — 1) must

be subtracted. Similarly, an addition@t, — 2)((;%)" — (;1)") must be subtracted when
is totally included in the first two intervals. The subtract%%l)” is the probability ofX to

fall totally in the first interval and was already counted in the tefjin)"(m,, —1). Hence, we
must decrease (4.1) by

(G - () =26

We, therefore, have the following theorem.
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THEOREM4.2. The expected number of oracle calls of algorithm fiadts is given by

my,—1

N (1 e i\"
(4.7) Ep(n) =m, Z<k>(mn—1) PGEDY <m> _

k=0 i=1 n

Proof. The proof follows immediately from Theorem 4.1 and the above discussionl

We next proceed to the study of the second phase of the algorithm when all the roots have
been isolated, each in its own interval. This second phase consists of a number of bisections
that are applied in those intervals. Our task, therefore, requires the definition of a complexity
function that will capture the actual work of the second phase, liketHanction defined
above. A promising approach might be to use dierage lengtlof then intervals that are
searched by bisection. (Note here that we are talking about the average length of the intervals
of a specificrun of the algorithm and not over every possible run. Should we accept this
approach, we must next calculate thepected average lengttithe intervals.) But there is a
subtle point here. The actual average case work of the bisection is logarithmically related to
the length of the interval in which it is applied (s§3). This means that if we want to estimate
the work of the second phase, the average (the arithmetic mean, to be precise) length of the
intervals is not the best measure. In fact, it is not difficult to see thag¢loenetric meais
a quantity proportional to the total number of iterations required. Seeking for an appropriate
complexity measure we give the following definition.

DEFINITION 4.3. Let X be the set of roots an@ any subinterval off. We denote by
SHT; X] the set of subsets &f into which the algorithm will dividg” and that include one
element ofX.

In other words, SH[; X] is the set of subintervals df produced by the algorithm each
containing a single root and to which bisection must be applied. Observe now that the total
number of iterations IT, involved in phase two, is given by

IT = Z log, (¢(T)e7Y).
TeSP[Iy; X]
The above formula has the disadvantage that it involves the absolute length of the intervals
that remains after phase one, which makes it inappropriate for a recursive relation. By a slight
modification we get the following relation which, contrary to the above, involves the relative
(with respect to the initial intervaly) lengths of the intervals:

(4.8) IT= Z Iogzm + nlog, (£(To) e ).

T eSP[ly: X] |Tol

Observe that if we manage to estimate the average value of the sum, then finding the expected
number of iterations is a trivial task. Therefore, we focus our attention to this sum which we
call the “characteristic complexity function of phase two” and define it as follows.

DEFINITION 4.4. Let X be a set of roots in a specific instance of the problem. The
“characteristic complexity function” of phase two is defined by

= T
B(X) = Z log,—.
S Tl
ESP[T[),X]
Similarly, we define the functiaB relative to an intervall”” and denote it byB7 to be
> T
Br(X) = Z ) |092W-
TeSPIT"; X]

Our next task will be to calculate the expected value of
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THEOREM 4.3. Suppose that the algorithm divides an interfglwith n roots intom,,
subintervals. Then the expected value of the characteristic complexity function is given by the
formula

@9) B =m 23 () on, = 14 Ea(h) = nlogym,
k=0
or, equivalently,
n!
(@20) Exm= 3 T m (Estka) + -+ Eplkn,)) = nlogymy,
kyteeth, =n " M

whereEz(0) = Eg(1) = 0.

Proof. First observe thatz(0) = 0 since SPI; ¥] = @. Also, Ez(1) = 0 since
when only one root is in an interval, the whole interval must be searched by the bisection.
For anyn > 2 let, as in Theorem 4.1X;,i = 1,...,m, be the set of roots in intervals

T;,i =1,...,m,, respectively. Also, leK be the total set of roots ifp. Then
= IT| IT| IT|
T eSP[lp; X] 0 T eSP[I1; X1] 0 T €SP, X, | 0
T T
= > Iogz% —kilogym, +---+ Y |092% — ky, 10G, My,
TeSP[; X1] 71| TeSP[T,: Xm, ] | Ton, |
whereks, ..., k,, are the numbers of roots in intervels, ..., 7, , respectively. Conse-

guently, under the above assumptions

(4.11) B(X) = Br,(X1) + Br,(X2) + -+ + Br, (X)) —nlogym,.
The key observation in (4.11) is, once again, that the expectations d@ foactions are
independent of the intervals in which they are applied and depend only on the cardinalities
of the corresponding set. Moreover, the subtracted tenrtog, m, is independent of th&
sets. Hence, by taking the expectations of both sides of (4.11) we may apply the same line of
thought as in Theorem 4.1 and obtain (4.10). Proving (4.9) is then completely analogous to
proving relation (4.1). O

Remark4.3. Solving (4.9) with respect tz(n) we get the following formula which
may be used to obtain numerical values By (n):

1 = n n—k n—1

COROLLARY 4.4. The expected number of iterations required by the algorithm in order
to compute alk roots is given by the formula

(4.13) IT = Eg(n) +nlog, (¢(To) 1) .

Proof. The proof follows from (4.8) and Theorem 4.Z.; (n) must be computed from
(4.12). 0
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Fic. 1. The function5.1)for ¢ = 0, a = —100, andb = 100

5. An example and numerical applications.We illustrate our method and analysis on
a parametric problem based on a well-known function also studied in [10]:

(5.1) f(x) = Jo(x) + J1(x) +c,

whereJy andJ; indicate the zero-order and first-order Bessel functions [26], respectively, and
¢ a constant, where

_ o0 B k(x/2)2k+n
(5.2) Ja(x) = Z( 1 m»

k=0

n=01,....

Function (5.1) was selected as this and related functions attract the attention of several re-
searchers. Moreover, it possesses some nice properties which make it especially suitable for
our purposes. It has a large number of roots which means that arbitrarily large rootfinding
problems may be generated, restricted only by the boundaries of the interval. Also, the roots
of the function are within a small neighborhood almost equally spaced, which, in turn, results
in a performance of the algorithm close to that predicted by the analytical estimations. Finally,
as it is obvious from Figure 1, by varying the constamte can, in effect, raise or lower the
function relative to thec—axis and, consequently, “move” the roots toward one end of the
interval and study the results in the performance of the algorithm. We applied the algorithm
find_rootsfor various intervals in order to compute the corresponding roots. The behavior of
the algorithm for the extrema is analogous.

Using the relations
Jo(x) = —J1(x),
(5.3) , 1
J1(x) = Jo(x) — ;Jl(x),

we are able to find the derivatives used in (2.10) as functiong@f) and J1(x) which, in
turn, may be computed using, for example, the routines of [26].
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TaBLE 1
Computer runs and behavior of the algorithm firabts for various instances of the problem.

Function a b N" OC IT EOC EIT
Jo(x) + J1(x) —1000 1000 636 636 26712 1027.9 25438.4
Jo(x) + J1(x) —100 100 63 63 2646 101.1 2521.5
Jo(x) + J1(x) 0 100 31 31 1302 49.3 1241.9
Jo(x) + J1(x) — 0.125 —100 100 50 67 2194 80.0 2018.0
Jo(x) + J1(x) — 0.125 0 100 25 32 1205 39.6 1009.4
Jo(x) + J1(x) — 0.125 0 200 25 40 1611 39.6 1034.4
Jo(x) + J1(x) — 0.125 0 300 25 43 1760 39.6 1049.1
Jo(x) + J1(x) — 0.15 —100 100 34 50 1522 54.2 1392.4
Jo(x) + J1(x) — 0.15 0 100 17 25 933 26.7 696.2
Jo(x) + J1(x) — 0.15 0 200 17 29 1202 26.7 713.2
Jo(x) + J1(x) — 0.15 0 300 17 31 1302 26.7 723.1

Using bisection for this kind of problem has the advantage that only signs need to be
computed, which can be achieved by considering relatively few terms of (5.2).

The results for locating and computing all the zeros are summarized in Table 1. The
columns labeled andb indicate the endpoints of the searched interval; the columns labeled
N7, OC, and IT show the number of computed roots witlinb), the number of oracle calls,
and the number of iterations required by the algorifind roots respectively. The two final
columns EOC and EIT indicate the values of (4.7) and (4.13) for the same parameters.

As itis evident from Table 1, the predictions from (4.7) and (4.13) are closer to the actual
performance in the cases where the pattern of the roots has a certain degree of “asymmetry”
that captures the possible variations from uniformity.

6. Discussion and open problemsLet us now focus our attention on the result$éf
and discuss the expected behavior of the algorithm as described by (4.7) and (4.12). The first
equation describes the behavior of phase one of the algorithm as a functipthefnumber
of roots. In Figure 2 we plot (4.7) for various valuesmf, the number of subintervals in
which we divide. Itis clear that the expected number of calls decreases when we decrease the
number of subintervals with a minimum reached#gr= 2. An interesting choice seems to
bem, = n since the curve for this case remains close to the curwe,ot 2.

The reverse holds for the number of iterations of phase two which is plotted in Figure
3. There we plot (4.12) since this is actually the expected number of iterations “saved” by
this method (this is represented by the negative sign ofBpevalues) compared with
bisections on the intervdly. When the actual number of iterations is desired, then the term
nlog, (E(To) s‘l) must be added. It is clear, therefore, that what we save must be compared
with this last term. Figure 3 shows that the saved iterations grow roughly-ik@: (for
m, = 2). The added term depends on the quantitib) e~1. Assuming a value of 18
reasonable for this term, i.e., 12 significant digits (this corresponds to 12 decimal digits for
the normalized cas&Tp) = 1), we see that the added term grows likee 4Blence, we save
about 25% of the iterations. Less demanding accuracy, for examplé(Tgre—* = 10°,
results in a savings of about 50%. (At this point one may wonder whether the negative part of
(4.13) exceeds, in absolute value, the positive part for suitdlflg ande. This is not the case
since the analysis above presumes that each subinterval is greatertthedesired accuracy.
Hence, (4.13) holds for sufficiently small)

It is clear, therefore, that the total complexity of the algorithm is a combination of the
complexities of phases one and two. A central issue is the choieg:obhase one requires
smallm,,, if possible two, but phase two requires largg A reasonable choice (which is also
the one proposed in the algorithms) seems toipe- n.
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Every “real life” estimation, however, heavily depends on the way the “oracle” is imple-
mented. The central part of (2.10) is clearly the integral. If the integral can be implemented
in a nontime-consuming way (for example, when the analytical form can be found or an effi-
cient numerical method can be applied), then phase one will be less demanding and we must
concentrate on phase two by increasingrihevalue. If, however, this is not the case, then
probably small values ofi, would be preferred. In any case, the integral must be computed
with an error of, at most, 0.5 since it is known that (2.10) returns an integer. This suggests
that relatively few function evaluations will be necessary. And, most importantly, the imple-
mentation of the oracles for the subintervals can take into account the function evaluations
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that have already been computed for the oracle of the divided interval. This last observation
suggests that numerical values should be stored and reused for the oracles of higher levels
of subdivision. Such an approach could dramatically reduce the total number of function
evaluations for the oracles implementation. The full exploitation of this idea and the trade-off
between phases one and two will be presented in a future publication.

Several other open problems remain to be examined in different directions. A first direc-
tion is to apply the method for more general distributions of the roots. This will, first of all,
broaden the class of problems for which the analytical estimations apply. Next, one may apply
the same techniques and derive complexity bounds for other methods on the same problem
along the lines of Theorems 4.1 and 4.3. But we also feel that there are several things to be
examined here in the algorithm itself. For example, if we expect the roots to be concentrated
around the middle of the interval, then clearly more refined subdivisions must take place there,
while close to the boundaries the subdivision can be sparser. That is, we believe that the al-
gorithm itself can be guided if the distribution of the roots is known, in order to improve its
performance. Results on this direction will be reported in [12].

Furthermore, preliminary investigations suggest that the algorithms can be generalized
to higher dimensions to locate and compute with certainty all the simple roots of equations
F(x) = (0,0,...,0) whereF = (f1, f2,..., fu):(a,b)" C R* — R", as well as all the
extrema of functiong’: (a, b)" C R* — R.

Finally, we would like to point out the possibilities of efficient parallelization of the
algorithm, thus exploiting the tremendous capabilities of modern parallel computers. This
opens a totally new subject where all the discussed problems should be reexamined in the light
of massive parallelism.
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