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Deutsche Kurzfassung

Hoch oszillierende Phénomene treten in einer Vielzahl naturwissenschaftlicher
Modelle aus den verschiedensten Bereichen auf, wie z.B. in der Elektrodynamik,
in der Akustik, bei der Modellierung von Molekiilen, beim Plasmatransport, bei
der Computertomografie oder in der Quantenmechanik. Diese Arbeit konzen-
triert sich auf die numerische Losung von hoch oszillierenden Problemen, die
mittels Systemen linearer gewohnlicher Differentialgleichungen (Dgl) beschrie-
ben werden koénnen.

Es sei € > 0 eine Konstante und V: R — R eine glatte Funktion. Auf dem
Intervall [a,b] C R betrachtet man das skalare Anfangswert-Problem (AWP)

V@) + V@ eE) = 0, (@) @)” = b ()

Die (skalare) Dgl (1) wird auch (1D) stationire Schrodingergleichung (Sgl) ge-
nannt. Bei geeigneter Wahl des Parameters ¢, der Funktion V' und der Anfangs-
bedingungen ist das AWP ein einfaches quantenmechanisches Modell fiir ein
eindimensionales Elektron im thermodynamischen Gleichgewicht (cf. [4]).

Ist V' > 0 konstant, so ist ¥(z) = &1 sin(@ac) + ¢ cos(@x) eine allge-
meine Losung von (1). Fiir ¢ < 1 ist ¢ also eine hoch oszillierende Funktion,
mit Schwingungsamplituden der Ordnung O(1). Dieser Charakter der Losung
bleibt auch fiir nicht konstante V' > 0 erhalten. Je kleiner € wird, desto starker
oszilliert . Lost man das AWP (1) mit einem Standardverfahren, wie z.B. der
klassischen Runge-Kutta-Methode, so benétigt man sehr fein auflosende Gitter
(mit Ortsschrittweite h < &), um verlidssliche Resultate zu erzielen. Fiir ein ein-
zelnes AWP dieser Art ist dies mit Sicherheit ein praktikabler Zugang. In vielen
Anwendungen, wie z.B. bei der Modellierung von Halbleitern, ist man allerdings
darauf angewiesen, sehr viele solcher Systeme zu losen (siche z.B. [4]). Dies fiithrt
zu einem immensen Rechenaufwand und folglich besteht Interesse an moglichst
effizienten Losungsmethoden fiir (1) und verwandte Systeme.

Das AWP (1) ist dquivalent zu einem System erster Ordnung der Gestalt

u'(z) = %L(z)u(x) + B(x)u(x), u(a) = wug € C?, (2)

mit einer reellen Diagonalmatrix L(z) und einer (evtl. komplexen) Matrix B(x)
(siehe §2.2). Wie in [4, 54, 27] beschrieben, ldsst sich das AWP (2) bzw. (1)
derart in ein System von Dgl erster Ordnung iiberfiithren, dass die dominan-
ten Oszillationen mit Amplituden der Ordnung O(1) eliminiert werden. Das
resultierende System aus [4] z.B. hat die Gestalt

J(x) = eA(x)z(x),  z(a) = z€C?. (3)

Der Preis, den man fiir die positive Potenz von ¢ in (3) zu zahlen hat, sind hoch
oszillierende Eintrige in der Systemmatrix A(z). Dennoch eignet sich das AWP
(3) wesentlich besser fiir die Numerik als das dquivalente System (1), da die
Amplituden der Schwingungen nun von der Ordnung O(g) sind.

Im ersten Teil der Arbeit werden Ideen aus [4, 54] fiir die “analytische Vor-
bearbeitung” von (1) aufgegriffen und auf Systeme von linearen Dgl des Typs
(2) ausgedehnt. In § 3.3 wird gezeigt, dass es unter bestimmten Voraussetzungen
moglich ist, das AWP (2) auf die Gestalt (n € N)

Z(x) = e"An(x)z(x), z(a) = z €C? (4)



zu transformieren. Hierbei sind die Oszillationen der Eintridge von A, (z) von
der gleichen Art wie in der Systemmatrix A(x) von (3).

Die Losung der stationiiren Sgl (1) besitzt eine asymptotische Entwicklung.
Diese wird oft als WKB-Entwicklung® bezeichnet. Da (1) in ein #iquivalentes Sys-
tem der Gestalt (2) iiberfithrt werden kann, ist es naheliegend, auch hierfiir ei-
ne solche Entwicklung der Losung zu suchen. In §3.5 wird gezeigt, dass eine
WKB-artige asymptotische Entwicklung der Losung von (2) existiert. Die hier-
bei abgeleiteten expliziten Formeln lassen dariiber hinaus den Zusammenhang
der WKB-Entwicklung mit dem Transformationsansatz erkennen. Es stellt sich
heraus, dass die dominanten Oszillationen im Wesentlichen dadurch eliminiert
werden, dass man die WKB-Losung ,, heraus dividiert®.

Nachdem das Ausgangsproblem analytisch ,,aufbereitet® ist, werden spezielle
Einschrittverfahren entwickelt, um das dquivalente AWP zu l6sen. Hier werden
zunéchst endlich viele Schritte der Picard-Iteration verwendet, die zur approxi-
mativen Losung von AWP genutzt werden kann. Da allerdings die Matrix A, ()
von (4) stark oszillierende Eintrége hat, benstigen man spezielle Quadraturfor-
meln, um die entstehenden hoch oszillierenden Integrale geeignet zu approxi-
mieren. Es wird kurz auf einige Methoden zur Berechung solcher Integrale ein-
gegangen und eine detaillierte Fehleranalyse des verwendeten Ansatzes durch-
gefiithrt. Obwohl die benutzte Quadratur schon in der Literatur diskutiert wird
(siehe [60, 61]), sind die hergeleiteten Fehlerabschétzungen neu. Die genannten
Arbeiten behandeln hauptséchlich das asymptotischen Verhalten beziiglich des
kleinen Parameters €, sodass Abschédtzungen des Quadraturfehlers in Bezug auf
die Léange des Integrationsintervalls fehlen. Diese Liicke wird in § 5 geschlossen.

Die hergeleiteten Einschrittverfahren sind aufgrund der speziell gewédhlten
Diskretisierungstechniken asymptotisch korrekt. Das heifit im Grenzfall ¢ — 0
geht der Konvergenzfehler der numerischen Methoden gegen Null. Dabei kann
in manchen Fillen die asymptotische Ordnung des Fehlers O(£2"*1) betragen.
Sowohl die Konvergenzfehler als auch die Quadraturfehler werden anhand von
numerischen Beispielen veranschaulicht. Zudem werden Diskretisierungen des
Transformationsansatzes und eine Schrittweitensteuerung diskutiert.

Im letzten Teil der Arbeit (§10) geht es um Ansétze fiir die Diskretisierung
von Einweg-Wellengleichungen (Ewgl), die im Zusammenhang mit der skala-
ren Helmholtz-Gleichung (Hgl) stehen. Unter bestimmten Voraussetzungen ist
eine Losung der Ewgl eine Losung der Hgl. Die Ewgl ist eine Evolutionsglei-
chung, deren ,,ortsabhéngiger“ Teil die Wurzel eines Differentialoperators bein-
haltet. Dies fiihrt zu Problemen bei der numerischen Behandlung. Es werden
einige dieser Probleme kurz skizziert und anschliefend einen Funktionalkalkiil
fiir selbstadjungierte Operatoren bewiesen, wie er in [71] entwickelt ist. Dieser
Ansatz scheint gut zur numerischen Berechnung von Funktionen selbstadjun-
gierter Operatoren geeignet zu sein. Die Grundlage dieses letzten Teils der Ar-
beit ist im Wesentlichen ein ausgearbeitetes Vorlesungsmanuskript des Autors.
Somit ist dieser Abschnitt hauptséichlich als Literaturarbeit einzustufen. Trotz-
dem finden sich auch eigene Resultate des Autors, wie etwa eine Variante des
Darstellungssatzes von Riesz oder Formeln fiir die Berechnung der Wurzel eines
selbstadjungierten Operators und eine (formale) Losungsformel fiir die Ewgl.

IBenannt nach den Physikern Wentzel, Kramers und Brillouin.
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Chapter 1

Introduction

Highly oscillatory phenomena occur in a multiplicity of scientific models of very
different fields, e.g. in electrodynamics, acoustics, molecular modeling, plasma
transport, computer tomography, quantum mechanics. In this work we focus on
the numerical solution of problems, which can be described by systems of linear
ordinary differential equations. One famous representative of the class of equa-
tions we have in mind is the one-dimensional (scalar) stationary Schridinger
equation (SE) (1.1).

Let € > 0 be a real constant and let V: R — R be a smooth function. On
the interval [a,b] C R we consider the initial value problem (IVP)

V) Ve = 0, (@) @) = el (L)

For a suitable choice of the parameter ¢, the function V', and the initial condition
1o the IVP (1.1) is a simple quantum mechanical model for a single electron in
a stationary or scattering model (cf. [4]).

Is V > 0 constant, then ¢(z) = ¢; sin(@x) + e cos(@x) is the general
solution of the ordinary differential equation (ODE) (1.1). Hence, for ¢ < 1 the
solution ¢ is a highly oscillatory function with amplitude of order O(1) with
respect to €. This character of the solution is preserved also for non constant
V >V, > 0, with V5 € RT. The local wave length A\ of the solution ¢ is

approximately proportional to % The smaller € gets, the more oscillates

1. For V < 0 the solution ¢ shows a (very) different behavior compared to
the oscillatory part. In this regime we observe an (e—dependent) exponential
growth and decay instead of oscillations. In quantum mechanical models this
phenomena is known as tunneling. Here, 1) is the solution of a stiff ODE. Hence
a numerical solver for an arbitrary function V' must be able to deal with high
oscillations and (rapid) exponential growth and decay. The transition from one
(growth) behavior to another takes place in the neighborhoods of the zeros of
V. Due to this, these points are called turning point. An “optimal“ integrator
also has to be quite accurate in this parts. In this work we shall only focus on
the oscillatory regime. The connection to the stiff part, where the solution can
be computed with already existing methods, is dedicated to future work.

If one solves the IVP (1.1) with a standard solver, like the classical Runge—
Kutta method, then one has to use spatial grids which resolve the oscillations.
Otherwise the results are not reliable. In Figure 1.1 we see what can happen

1
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Figure 1.1: Exact solution (thin lines) of the IVP (1.1) for the function V(z) =
(z + 1)? and the initial conditions ¥(0) = 1,9/(0) = 0 for ¢ = 10711072
Furthermore the numerical approximation of the IVP with the classical Runge—
Kutta method (dots) is plotted.

if one uses to few grid points. We plot the exact solution (thin lines) of the
IVP (1.1) for the function V(z) = (z + 3)? and the initial conditions 1(0) =
1,4(0) = 0. Furthermore we see the numerical approximation of the IVP with
the classical Runge-Kutta method (dots). For e = 107! there are enough points
to resolve the oscillations and the (interpolated) result matches quite well with
the exact solution. However this is not the case for e = 1072. Here we use the
same number of grid points as before. But this time there are to few abscissas
to resolve the oscillations, which results in a totally wrong numerical solution.

To solve just a single IVP of type (1.1), even if it is highly oscillatory, is not a
numerical challenge. One can of course use the standard solvers with a very fine
grid. But in some applications, e.g. the modeling of semiconductor devices (cf.
[4] for more details and references), one has to solve a large number of highly
oscillatory systems in parallel or iteratively. This yields a tremendous numerical
effort and hence one is interested in efficient solvers for (1.1) and related system.

It is well known that the solution of the stationary SE (1.1) has an asymptotic
expansion (as € — 0), which is often called! WKB-expansion [32]. A basic idea
to derive numerical solvers for (1.1) in the oscillatory regime (i.e. V > 0), is
to use information of the asymptotic behavior of the solution as € — 0. In [57]
the author suggests a finite element method (FEM), which uses elements built
upon the WKB-approximation of ¥. Let a = z1 < 9 < --- < xxy = b be the
grid used for the FEM and let h := max{z,4+1 —an,|n=1,..., N —1}. Then the
(general, first order) WKB-approximation of ¢ on the subinterval [2,,, X 41] is
given by (¢p1,¢n,2 € C)

,l/)XVKB(z) = 7o) (cnylei‘ﬂ"(z) + 67172(3—£<,07l(z))7

with ¢, () := fzn V'V (s) ds. Tt holds for all x € [z, Zp41]:

7/}7YVKB(5E) = ¢7\iVKB(zn)wn(x) + wXVKB(szrl)Un(x)-

INamed after the physicists Wentzel, Kramers and Brillouin.




The functions w,,, v, are defined as follows:

Vix,) V(zni1)
P 4 = ¢
Wh, (:L') = (:L') V(l‘) s wn(x) ﬂn( ) V(l‘) )
sin £o1(2) sin £2(2)
e _ &
O‘n(‘r) T sin Pn(Tny1) ’ ﬁn(l') ’ sin Pn(Tni1)
c €

“The functions «,, and 3,, are the so—called WKB basis functions. They oscil-
late with a frequency close to that of the unknown wave function and actually
permit solving the problem on coarser grids. In the limit h — 0, these WKB
basis functions reduce to usual linear interpolation functions” [57]. Due to con-
struction of the WKB basis function we have to ensure, that W does not
get close to a multiple of w. This yields an (unnatural) artificial restriction for
the grid. Despite the fact that the method works, this is the motivation for us
to develop here a marching method for problem (1.1).

The IVP (1.1) can be transformed into an equivalent first order ODE system
of type

ug € C?, (1.2)

W) = LL@ue) + Bau(),  ula) =
with a real diagonal matrix L(x) € R¥¢ and B(z) € C4*? (cf. §2.2). For the
IVP (1.1) we have of course d = 2. As discussed in [4, 27, 39, 40, 54, 59| it is
possible, with a further transformation, to eliminate the dominant oscillations
with wave length ~ 1 and amplitude of order O(1) with respect to e. Therefore
one has to remove the negative powers of ¢ from the right—hand side of the ODE
(1.2). For example, the resulting system from [4] has the form

Z(x) = eAx)z(x), z(a) = 2z €C?. (1.3)

The price we have to pay for obtaining non negative power of € on the right—hand
side of (1.3) (also in the other approaches from literature) are highly oscillatory
entries of the matrix valued function A. Nevertheless, the IVP (1.3) is much
better suited for numerical treatment than the equivalent systems (1.1) or (1.2).
The reason for this is that the solution z of (1.3) oscillates around the initial
condition zy with amplitudes of order O(g).

In the first part of this theses we shall seize the ideas from [4, 39, 40, 54] of
the analytic preprocessing of problem (1.1) or (1.2). The article [4] only deals
with the special case of the scalar IVP (1.1), but presents a transformation
which results in a positive power of ¢ on the right-hand side of (1.3). On the
other hand, in [39, 40, 54] the authors discuss a vector valued version of (1.1),
but the used transformation approach only removes the negative powers of € and
yields a right-hand side that is O(1) with respect to €. Thus the asymptotic
behavior with respect to € is not as accurate as in [4]. In §3.3 we shall prove
that it is possible (under certain assumptions) to transform the IVP (1.2) into

J(x) = e"An(x)2(z),  z(a) = z € C, (1.4)

with some n € N. Also A, (x) has highly oscillatory entries, which are of the
same frequency as those in A(z) of (1.3). We shall prove that our transformation
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ansatz is an extension of the ansatz presented in [4, 54]. Tt combines and extends
the ideas of both articles. The transformation ansatz in [27] is called super—
adiabatic transformation. It is built on a similar strategy/philosophy as our
approach and yields comparable results. In §3.3.2 we shall compare it to our
approach and point out the differences. The preprocessing discussed in [59]
seems to be similar to our lowest order transformation.

Since (1.1) is equivalent to a system of type (1.2), it is quite natural to
search also for an asymptotic expansion of the solution of (1.2). In §3.5 we
shall show that a WKB-type asymptotic expansion of the solution u exists.
The derived, explicit formulas also reveal the connection between the WKB—
expansion and the transformation approach from §3.3. Let Uwkp be a WKB—-
type approximation of a fundamental system of solutions of (1.2). It turns out,
that the dominant oscillations of the exact solution u from (1.2) are (essentially)
removed by multiplying u with the (pointwise) matrix inverse of Uwkp.

Once the analytic preprocessing is finished, we shall start deriving specially
designed one-step methods to solve the equivalent IVP of type (1.4). At first
we make a finite number of Picard iterations, which yields an approximate (an-
alytic) solution of the IVP. This is also the basis for the methods in [4, 27, 54].
Afterwards we have to find a suitable discretization of the derived expression.
Since A,, from (1.4) is a matrix valued function with highly oscillatory entries,
we need special quadratures to approximate the occurring highly oscillatory
integrals of the form

8 .
I = /f(x)e—%W) dz . (1.5)

Here f, are smooth, real valued functions with |¢/| > 6 > 0. In [27, 54]
integrals of type (1.5) are approximated by replacing f, ¢ by their Taylor ap-
proximations up to a certain order. Since this procedure does not take into
account the asymptotic nature of I as ¢ — 0, the method is not very efficient
compared to most quadratures discussed in §5. A more sophisticated method
is used for the schemes in [4], the so called shifted asymptotic method. The
presented quadrature is based on the asymptotic method, which can be found
n [38, 37]. Essentially, it describes the asymptotic expansion of I as ¢ — 0.
We continue the work from [4] and derive an even improved version of the
shifted asymptotic method. Nevertheless, it is still slightly less efficient than
the method, we finally use for our one-step methods. Our quadrature, which
we shall call modified Filon—type method, can be extracted from [60, 61]. It uses
an interpolation approach for f, such that the benefit of the asymptotic method,
i.e. the asymptotically correctness of the quadrature as ¢ — 0, is gained. Since
the focus of these articles is on the behavior of I (respectively the quadrature)
as € — 0, there is no error analysis which takes the length of the integration
interval into account. This gap shall be closed in §5.

The combination of analytic preprocessing (WKB-type transformation) and
sophisticated quadratures for highly oscillatory integrals yields a “zoo* of one—
step methods, which are asymptotically correct as ¢ — 0. I.e., even on a fixed
spatial grid we obtain the right limit as ¢ — 0. Here we can observe (for certain
methods) a convergence error of order O(g?"*1). In the literature we find this
desirable feature for the methods discussed in [4]. The integrators constructed
in [39, 54, 27] only show uniform (spatial) error estimates with respect to e, but
the error is O(1) as ¢ — 0.



This thesis is organized as follows. In chapter 2 we start with two examples,
which originate from quantum mechanical models of one dimensional semicon-
ductors. We further discuss a procedure to transform (a certain class of) sin-
gularly perturbed second order IVP to first order systems of type (1.2). It is
a slight modification of an approach from [54], which is also presented. The
goal of the following chapter §3 is the derivation of the analytic preprocessing
of (1.2), see §3.3. Beside this, in §3.5 we also derive a WKB—type asymptotic
approximation for the solution of our model problem from §3.2. Furthermore
we discuss the connection of the derived WKB-type transformation from § 3.3
with the approach from [4] and the super—adiabatic transformation from [27].

The basic idea for the numerical integration procedure of (1.2) is, at first,
to apply the WKB-type transformation and afterwards use the specially de-
signed integrators from § 6. Thus we discuss in chapter 4 a way to (numerically)
approximate the analytic WKB-transformation. We shall not discuss it in its
most general form. We rather fix one set of parameters, which are used for the
numerical experiments in § 7, and derive a discretization for an equidistant and
non—equidistant spatial grid. Additionally we give some remarks on the error
inflicted by the discretized transformation.

If the eigenvalues of L from (1.2) approach each other but do not cross
(avoided eigenvalue crossing), or if the norm of B gets very large compared to
those of %L, then the one—step methods may yield poor results. In this situation
it is necessary to use a step size control strategy. One such algorithm shall be
derive in §4.4. It is motivated by a similar approach from [27].

Chapter 5 is devoted to the approximation of highly oscillatory integrals of
type (1.5). We start with a brief review of some method in §5.1. For more
methods and references we refer to the review article [35]. Afterwards, in §5.2
we specify the quadrature we shall use for the one—step methods and derive
error estimates. Since the quadrature can be transformed such that is looks like
the Filon—type method from [38, 37|, we shall call it modified Filon—type method.
Then in §5.3 we review the shifted asymptotic method from [4] and derive an
improved version of it. The performance of the modified Filon—-type method
and the shifted asymptotic methods are illustrated in §5.4 by some numerical
experiments.

In chapter 6 we derive and discuss the one—step method for equations of type
(1.4). We shall give a detailed analysis of the local error and prove convergence
of the schemes as the (maximum) spatial step size tends to zero. The theo-
retical results are compared with numerical experiments in chapter 7. Chapter
8 contains a collection of technical results from the author, which are used in
different parts of the thesis.

The last chapter 10 has an exceptional position in the whole thesis. Here we
(briefly) discuss ideas to discretize (special) one way wave equations (OWWE).
This equations are connected with the (scalar) Helmholtz equation (HE). In
certain situations the solution of the OWWE is also a solutions of the HE.
Hence it is of interest to have numerical solvers for them. The OWWE is an
evolution equation, whose “spatially dependent part“ contains a square root of
a partial differential operator. This causes some problems for the numerical
treatment. We shall discuss some of the problems in §10.2. In the following
section § 10.3 we introduce a functional calculus for self-adjoint operators. It is
a non standard approach from [71], which is based on the following idea. Let
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f be a Schwartz function (rapidly decreasing function) and let fbe its Fourier
transform. Then it holds for all a € R:

fo) = F= [ FOu@dr, (e = e

The oscillatory part u of the integrand solves the IVP v/ = idau, u(0) = 1.
Hence (formally) replacing a by a self-adjoint operator A and w by the unitary
group U, with

U = iAU, U0) = Id,

yields a formula for f(A). The functional calculus may be well suited for the
numerical computation of functions of self-adjoint operator. We give a (more
or less) self-consistent proof. Therefore we collected and added a lot of results
from literature, which are only mentioned in [71]. For the proof we also derive
a version of Riesz’ representation theorem, which we were not able to find in
literature. The same holds for the main result from §10.3.4. In §10.4 we use the
results from the previous section § 10.3 to (formally) derive explicit formulas for
the square root of an self-adjoint operator and a solution of the OWWE. Fur-
thermore we deduce from our (formal) solution formula a well known transfor-
mation, which connects the solution of the HE with the solution of a Schrodinger
type equation.



Chapter 2

Highly oscillatory ODEs in
application

In this chapter we introduce and briefly discuss some examples of highly oscil-
latory problems. Here the focus lies on the application to quantum mechanics.
In §2.1 we introduce the Kane-model and k - p-model (two simple multi-band
approaches for 1D semiconductors), along with their open boundary conditions
that are needed in quantum transport applications. These boundary value prob-
lems are then transformed into equivalent initial value problems. The strategy
of transforming the governing equation (2.10) for the two—band k- p model from
§2.1.2 to a first order system is generalized in §2.2.

There are of course much more applications and problems. For example
in [39, 40] the authors discuss integrators for singularly perturbed Schrédinger
equations, where the time dependent Hamiltonian is modeled a by a finite-
dimensional real symmetric matrix. This type of equations “arise as a compu-
tationally critical subproblem in mixed quantum-classical models of molecular

dynamics [...], in the quantum—classical Liouville equation [...], or in the equa-
tions known as Ehrenfest or QCMD (quantum-—classical molecular dynamics)
model [...]” [40]. For more details we refer to the references cited in [39, 40].

In §2.3 we derive a method to compute and store the Greens function for
linear second order boundary value problems in an efficient way.

2.1 Two—band Schrodinger models

“For several novel semiconductor devices (like resonant interband tunneling
diodes, see [55, 45]) single-band effective mass models become insufficient to
simulate the quantum transport through such a device. Hence, it is getting
ever more important to include realistic band structures in quantum transport
models. In this section we shall discuss two independent, stationary two—band
Schrédinger models (Kane-model and two—band & - p-model) that are used for
simulations of one dimensional semiconductor devices like a resonant tunnel
diode. We assume that the considered semiconductor structure occupies the
interval [a,b] and is connected to reservoirs at © = @ and x = b. We also as-
sume that both reservoirs are homogeneous and extend to z = +oco. So all
material (and energy) parameters are constant in each reservoir, which is hence

7
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populated only by traveling plane waves.

In analogy to [4] we shall discuss in this paper only the numerically challeng-
ing oscillatory regime of traveling waves. The evanescent regime with tunneling
is of course equally important for quantum transport, but the numerical treat-
ment of those smooth wave functions is simpler (and need different tools), and
will not be discussed here. However, WKB-based discretizations of the cou-
pled oscillatory—evanescent situation are currently under investigation, and will
be the topic of an upcoming work. In [46], transparent boundary conditions
(TBCs) for the Kane—model and two—band k - p-model were derived, as well as
discrete TBCs for finite difference schemes. However, such classical schemes are
numerically expensive in the oscillatory case. So it is the goal of this work to
develop a more efficient alternative.” [25]

2.1.1 The Two—Band Kane—Model

A simple multi-band approach is the two—band Kane-model (cf. [43, 46]). This
is an inter-band model, describing the coupled electron transport in the conduc-
tion and the valence bands. Here the vector valued “wave function” v (x) € C?
is a solution of the ODE

Hy = Evy (2.1)
with
_ V(z) —iep(x) 4
= < —iep(x) & V(»’C)*E: z) )

We denote by E > 0 the prescribed (constant-in-z) injection energy of the
electrons. Here, the potential V is the band edge of the conduction band, and
E, > 0 is the (2-dependent) band gap between the conduction and the valence
band. The function p > 0 is related to the Kane-parameter. Furthermore, the
real parameter € > 0 is a small constant, which is often (depending on the model)
proportional to the reduced Planck constant . Hence € shall be assumed to be
very small. The dispersion relation of this Kane model is discussed in detail in
3.1 of [46].

We want to model a finite semiconductor device on the bounded interval
[a,b]. In order to have unique solutions (if we prescribe initial conditions) we
assume:

Assumption 1. The functions V, E,, and p are continuous on R and contin-
uwously differentiable on [a,b]. Furthermore they are constant on the exterior
domains (—oo,a] and [b, 00).

Remark 2.1.1. To ensure unique solvability of the IVP we could establish
weaker assumptions, for example piecewise' Lipschitz continuity. Since we shall
transform the derived IVP, such that it fits in a more general framework, we
need more reqularity.

!Here, piecewise Lipschitz continuous means that there are finitely many (non trivial)
pairwise disjoint intervals I1,..., I such that [a,b] C U7:1 I; and the functions are globally
Lipschitz continuous on each single interval I1,...,In.
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We rewrite the ODE (2.1) in the more convenient form

W(z) = é( ﬂ?x) QE):C) )Qp(x)’ (2.2)
with

E—-V(z)+ E4(x) . 2 E—-V(zx)
(@) d Blz) = ———=—

We shall consider here a scattering model, subject to a given, incoming plane
wave. Hence, we shall need transparent boundary conditions (TBCs) at both
(artificial) boundary points a, b (as derived in §3.2 of [46]). It will be an in-
homogeneous TBC at the influx boundary of the quantum structure, and a
homogeneous TBC on the opposite side. Let us denote the system matrix of
(2.2) by A. Hence the eigenvalues of A(z) are given by

M) = Ve

i
ep(x)
If the given injection energy is larger than the conduction band edge, i.e.F —
V(z) > 0 holds on the whole interval [a,b] (and thus on the whole real line),
the eigenvalues A = +ik are purely imaginary and hence we only have traveling
waves?. Let v () be (real valued) eigenvectors corresponding to the eigenvalues

Ax) = tik(z). Then the general solution ¥ of (2.2) in the exterior domains
reads

a(x)

VE = V(@) + Ey@)(E - V(z)) = +ik().

Yol(x) = cee® D@Dy (q) + dye”*@DE=a)y(g) (2.3)
for x < a and
Up(z) = e @0y (5) + dye”*kOE=by_(p) (2.4)

for x > b with constants cg, ¢p, dq, dy € R. From the right exterior domain [b, 00)
we now inject a left traveling electron wave with prescribed amplitude d # 0.
Since it has to pass the semiconductor structure (in general) a part of the wave
is reflected. Thus (we expect) ¢, # 0 holds too. Once (a part of) the electron
has passed the semiconductor and reached the constant regime (—oo, al, it will
not be reflected there. Hence there is no right traveling part of the wave at
(=00, al, i.e.c, = 0. This yields

Yo(x) = dae* @@=y ().

We denote the solution in the interior domain [a, b] simply by ¢. Due to Assump-
tion 1 the (global) solution on the whole real line is continuously differentiable
in certain open neighborhoods of the boundary points a,b. Hence we get the
homogeneous boundary condition®

ba) = va(a) Espan(v_(a) © (A(a) +ik(a)1d)i(a) = 0
& '(a) +ik(a)yp(a) = 0.
20ne also gets purely imaginary eigenvalues if the energy is smaller than the valence band
edge, i.e. E—V(z)+ Eg(z) < 0. This energy corresponds to holes in the valence band, and

the situation would be analogous to the case discussed here.
3span(v) denotes the vector space spanned by v.
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At the right boundary we combine the first derivative ¢’ with v to eliminate a
the reflection constant ¢;. From (2.4) we obtain the inhomogeneous right TBC

(b)) — ik(b)Y(b) = ik(b) (cyv4(b) — dyv—(b))
—ik(b) (cyv4(b) + dyv— (b))
= —2ik(b)dyv_(D).

Thus our BVP with TBC for a left traveling plane wave coming from the exterior
domain [b, oo) with prescribed ”amplitude® dj, # 0 reads

P (x) — A(x)p(x) = 0, x € |a,b], (2.5)
¢'(a) +ik(a)Idep(a) = 0 .
' (b) —ik(b) Idyp(b) = —2ik(b)dyv_(b). (2.7)

In §3.3 of [46] existence and uniqueness of a solution ¢ of (2.5)—(2.7) is discussed.
Thus we state without a proof

Lemma 2.1.2. The BVP (2.5)—(2.7) has a unique solution in (W2*°°(a,b))2.

Remark 2.1.3. Since the function ¢ satisfies the ODE (2.5) even on the bound-
ary, we can use it to reformulate the boundary conditions (2.6), (2.7): It holds

(A(a) + ik(a)Id)(a) = O,
(A(b) —ik(b)Id)y(b) = —2ik(b)dpv—(D).
We shall now reformulate the BVP (2.5)—(2.7) as an IVP, which is easier to

solve numerically (particularly for our highly oscillatory regime). To this end
we first solve (using the left boundary condition) the IVP

Vi(x) = Al@)pp-(z),  z€lal], (2.8)
Y _(a) = wv_(a)e C?.
Due to Assumption 1, any IVP of ODE (2.5) is uniquely solvable. Since 1 has to
fulfill (2.6) (which is equivalent to 1 (a) € span(v_(a))), there exists a constant
c— € R such that ¢(a) = c_v_(a). Hence we get ¢ = c_1_. To determine

the unknown factor ¢_ we use the remaining boundary condition (2.6). From
Remark 2.1.3 we get

c— (A(b) —ik(b)Id)y_(b) = —2ik(b)dpv_(b).
The inner product of this equation with v_(b) yields

2kl B2 2k®dle P
(O (AQ) — ih(B)TA)6_(5)  o-(0)T (4/_(b) — k(b (b))

Analogously we get for a right traveling plane wave in the left exterior domain
(=00, a] with prescribed ”amplitude” ¢, # 0:

V() = A(z)p(x) = 0

W' (a) +ik(a)Id¢p(a) = 2ik(a)cavy(a)
¥ (b) —ik(b)Id¥(b) = 0.

C_ =
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It holds ¢ = c414+, where 14 solves
Ui(a) = Al@)yi(z),  ¢4(b) = vi(b) €C?.
and

L 2ik(a)eav- ()| _ ok@aln@P
T T @A)+ k@ )i (@) o) () (a) T k(o) (@)

Recall from (2.2) that the system matrix A(z) is proportional to 1 and off-
diagonal. We now aim to transform out the dominant oscillations in the IVP
(2.8). Therefore we have to diagonalize the matrix function A. A simple calcu-
lation yields

= (VF8) o - (EB).

Thus we have A(x) = 1Q(x) ' L(x)Q(x) with

ot = () s = (0 5.

Note that the matrix valued functions @ and L are actually independent of e.
Since it holds

o = W) () - (0)

the ansatz u := Qv _ yields the IVP

éL(x)u(ac) + B(x)u(x), x € [a,b], (2.9)

u(a) = (?)

with B := Q'Q~'. The same transformation also works for the other case of a
right traveling plane wave with prescribed amplitude ¢, in (—oo,a]. We only
have to replace the initial condition by u(b) = (1,0)%.

2.1.2 The two—band £ - p—model

In this section we discuss a slightly more involved inter-band model for the
coupled quantum transport in the conduction and the valence bands (cf. [5, 45]).
A different inter-band k - p—model is analyzed in §4 of [46]. And for extended
multi-band & - p—models (including the intra-band coupling of heavy and light
holes within the valence band) we refer to [42], §6 of [45], and §5 of [46]. In
our two-band model, the “wave function” 1 = (¢1,92)T € C? solves a 2 x 2
Schrédinger boundary value problem

H(x)y(z) = Ei(x), x € (a,b) (2.10)
V'(a) = Ko(E)Y(a) = 0 (2.11)
' (b) — Ky(E)p(b) = reC?, (2.12)
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with the Hamiltonian

02 0 V(zx) 0

and

The real parameter € > 0 is a small constant, which is often (depending on the
model) proportional to the reduced Planck constant h. By E we denote the
given injection energy of the particles. The potential V' (z) is the band edge of
the conduction band, and E,(z) > 0 is the energy gap between the conduction
and the (light hole) valence bands. Further, p(z) > 0 is the coupling coefficient
(related to the Kane-parameter) between the two bands. We remark that (2.10)-
(2.12) is a scattering problem with given F, and not an eigenvalue problem. As
for the Kane model in §2.1.1 Assumption 1 should hold.

The matrices K,, Kj, € C?*? and the vector 7 in (2.11), (2.12) constitute the
TBCs for the two—band k& - p-model. (2.12) models the injection of plane waves
at © = b. Their derivation follows the same strategy as for the Kane model in
§2.1.1. But for the more involved details we refer to [5].

The self-consistent potential V is the solution of the following Poisson prob-
lem:

V'(z) = n(z), z € (a,b),
V(ie) = V>0,
V() = 0.

The charge density n is defined by

n(z) = /Omf(E)lw(w,E)IQdE,

for a prescribed function f that models the semiconductor statistics. Well-
posedness of this nonlinear BVP is established in Th. 2.2 of [5].

If one is interested in a numerical approximation of n(z) or of the current
density

i@ = / T HE) (— Tl ) + 29 Re(Byin) (2, E) dE

one has to use an iterative scheme, like the Gummel method, to solve the non-
linear problem. In each step one has to calculate a suitable approximation for
the charge density n, and hence one has to solve (2.10) for a large number of
(discrete) energies. Since 0 < &€ < 1 is a small constant the wave function v is
highly oscillatory for E > ||V|s. In order to speed up the calculations it is very
useful to have a numerical scheme that produces an accurate approximation for
1, without having to resolve all oscillations of the wave function.

It is often more convenient to solve, instead of a BVP, an equivalent initial
value problem. As we will see in a moment, it is possible to determine the
solution ¢ of the BVP (2.10)—(2.12) from just one matrix valued IVP-solution.
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Due to Assumption 1, the functions p, V and E, are Lipschitz continuous on
[a,b]. Hence the IVP 4 for a matrix-valued wave function ®(z) € C?*2,

H(x)®(z) = E®(x), x € (a,b), (2.13)
Ba) = Id, (2.14)
() = K., (2.15)

has a unique solution. Further, it holds for every vector valued solution ¢ of

H(z)p(x) = E¢(x), x € (a,b), (2.16)
¢'(a) = Kag(a) = 0,

that ¢(z) = ®(x)¢(a). Since the solution ¢ of the BVP (2.10)—(2.12) solves
(2.16), we can write (x) = ®(x)1(a). Hence we get from the remaining right
boundary condition (2.12)

('(b) — Kp®(b))w(a) = r.

Since the BVP (2.10)—-(2.12) is well-posed (cf. [45], Prop. 2.1), the above
equation has a unique solution which yields ¢ (a) and consequently .

As we have seen, the solution v of the BVP (2.10)—(2.12) is (uniquely)
determined by the solution ® of the IVP (2.13)—(2.15). Thus in the sequel we
shall derive and discuss an efficient numerical method to solve the IVP for the
(vector valued) equation (2.16). Since each column of ® is a solution of (2.13) we
further restrict ourself to vector valued solutions, in order to simplify notation.
All results derived below also hold for matrix valued solutions.

The ODE of the IVP (2.13) Equation (2.16) for ¢ € C? takes the form

e2¢ —eP(x)¢' + A(x)p = 0, (2.17)
with A(z) := diag(E — V(x), E — V(z) + E4(z)). For E > ||V the matrix

A(x) is positive definite for all € [a,b]. Now we want to rewrite (2.17) as a
first order IVP, with the same form as (2.9). To this end we set

1
vy = A2¢), vy =@,

which yields for v(x) = (vi(), vo(x))T € C*:

;o 1 0 Az A%IA_% 0
v 5<Aé P )”+< 0 o) (2.18)
A%(a)
v(a) ( eK, )

Let us denote by L the first matrix of (2.18). Since P(x) is skew-symmetric
for all z € [a,b], the same holds for L. Hence there exists a matrix function
Q: [a,b] — C***, such that for all z € [a, b] it holds (cf. §2.1.2)

L(z) = iQ"(x)L(z)Q(x),

4Simply rewrite the IVP as a first order IVP to prove existence and uniqueness of .
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with L(z) real and diagonal. Finally we set

which yields
u = éLu + Bu,  wu(a) =ug, (2.19)

with
1

Bla) = Q@@+ (4T WA 0 g,

Of course, the above transformation procedure is not limited to the special case
(2.10). One can apply it to any ODE of type (2.17) with P(x) skew—symmetric
and A(x) positive definite (see §2.2).

The matrix ) for the two—band k% - p—model

For the two band k - p-model we can explicitly compute the transformation @
and the eigenvalues of L (cf. (2.18)). The matrix L is given by

0 0 VEI 0
P 0 0 0 VB
- ~VEi 0 0o ip |-

where we set By = E —V and E; = E -V 4+ E,. We use Maple 14 to derive
the characteristic polynomial x and get

x(\) = A+ (p2 + F1 +E2)5\2 + B Es.

Hence the eigenvalues are

V2

Again with Maple 14 we compute a corresponding eigenvector vy for the eigen-
value A, which is

S < i/ ErpEs vE, ipEy 1)T
A XX +p2+E) A AN +p2+E)] '

A= £ \/p2+E1+E2i\/(p2+E1+E2)2—4E1E2.

Since A is a root of x we get
NN +pP+B) = —E(\N+E),

which yields

A (ip\/El VE:  ip) 1)T
A X+B N N+ B ] '
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Let i\, ..., i)\ be the four pairwise different eigenvalues of L, e.g.
1
A= E\/p2 +Ei+ By +/(p? + By + E»)? — AE B>
1
Ay = —\/p2+E1+ng\/(p2+E1+E2)274E1E2
V2
1
)\3 = 7ﬁ\/p2+E1+E2+\/(p2+E1+E2)274E1E2
1
Mo = e\ By 1+ By - P Bt B - 4B,
V2
and let v1, ..., v4 be the corresponding eigenvectors, i. e.v; = v;y;. Then it holds
L = iQ'LQ,

with L = diag(A1, ..., ) and

*
U1 V4

@ = (i)
[[on]] [[oa]|

2.2 Singularly perturbed second order ODE

Let g9 > 0 and let [a,b] C R be a non—trivial bounded interval with zy € [a, b].
Further let Q := [a,b] x (0,e0) be the domain of the matrix valued functions
A, P:Q — C¥™? and the vector valued function g: © — C?. We assume that
P(z,e) is skew symmetric and A(x,e) is positive definite for all (z,e) € Q.
Additionally we assume that A is uniformly coercive on its domain €2, i. e. there
exists a constant ¢4 > 0 such that it holds for all (z,¢) €

v*A(x,e)v > cqavtv  for all veCt.

The reformulated Kane— and two—band k - p-model from §2.1.1 and §2.1.2 re-
spectively are the motivation for our Model Problem 1 from § 3.2. As announced
in the end of §2.1.2 the transformation procedure used for the two—band k - p—
model is not limited to that special case. In this section we extend the ansatz
to the larger class of singularly perturbed (vector valued) second order IVP of
the form

2 —ePyY + Ay = g, (2.20)
P(zo) = 1o €C?,
¥'(x0) = ¢ eC.

Here we assume that for fixed € € (0,£¢) the matrix and vector valued functions
P, A, f are smooth (with respect to z) and all their a—derivatives are uniformly
bounded with respect to €. For the applications we have in mind (e. g. the two—
band & -p model from §2.1.2), ¢ is a very small positive constant. The following
transformation is constructed such that the % part of the resulting system ma-
trix is skew—symmetric. This term determines the dominant oscillations, of the
solution of the transformed and ’original’ problem (2.20) respectively, with fre-
quency ~ ¢ and amplitudes of order O(1) as ¢ — 0. For the case P = 0 we
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present a modified version of a reformulation strategy, which is already discussed
in [54].

Since A(z,¢e) is positive definite the Cholesky decomposition exists, cf. [67,
68]. I e. there exists a unique upper triangular matrix® L(z,¢) with positive
diagonal elements, such that

A(xz,e) = L(x,e)"L(z,e).

The entries of L(x, ) are constructed row by row as follows (cf. [67]):

e for i = j set
i—1 1
Ly = (Au' - Z |Lki|2)
k=1
e then successively compute for i < j
1 i—1
Lij = Lf(z‘lij - L ij) :
i et

Due to construction of L(z,e), we deduce that the matrix valued function L
has the same smoothness properties as A. Further L(z,¢) is regular for all
(x,¢) € Q. Hence we can make the ansatz:

’ELl = L’L/), ’ELl = E’L/)/, (221)

which yields

L, 1/ 0 LY. (LL'o0\. 1[0
o= ol p)itl 0 o)ttty ) 22

a(zo) = do = (H;Tflo ) (2.23)

Since P(z,¢) is skew symmetric, the same holds for the first matrix of (2.22),
which we denote by L. Hence there exists a unitary matrix Q(z,¢) and a real
diagonal matrix L(x,¢) such that

L(z,e) = Qz,e)"iL(x,e)Q(x,e).

If (for fixed €) A is differentiable this also holds for the matrix valued function
L. Unfortunately this does not have to hold for the matrix valued function @,
as the following example illustrates.

Example 2.2.1. Let z € (—1,1) and let M: (—1,1) — R**2 defined by

M(z) = (IIQ xf—4>'

5Here we changed the classical notation for the Cholesky decomposition A = LLLL* in order
to simplify the notation of the transformed equation.
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The matriz valued function M is obviously differentiable, with even analytic
components. Furthermore M(x) is symmetric and hence diagonalizable with
eigenvalues

M(z) = 43— V1+22, Xo(x) = ¢4+ 3+ V1422

and corresponding eigenvectors®
R N
w@ = (V)L w = (T ).

To get a diagonalization of the matriz M (x) = Q(x)*A(x)Q(xz) with a unitary
transformation Q(x) we simply have to set

_ (m) w@ \
Q) = (|v1<z>|’ ||v2<:c>||) '

Unfortunately the first component of vi(x) has a pole at © = 0. With the rule
of de UHospital (cf. [23]) one gets

li = - li = 0.
Jimy v11(2) 00, Jim v11(2) 00

Hence the first component of m has a jump at x = 0 and is consequently not
continuous:

. U1,1(ZE) . . Ul,l(x)
lim ———— = -1, lim ————
N0y Jup ()2 + 1 70 S (2)? + 1

In this example the problem for @ can be fived by piecewise definition. With vy
also —vy s an eigenvector with respect to the eigenvalue 1. Hence we can set

) = sgn(vy (& vi(2) 2(2) *
Qr) - < gn (v ))||v1(:c)|\’ ||v2(x)||> '

This matriz valued function is continuously differentiable.

As we have seen in the above Example 2.2.1, where we start with analytic
components and get a discontinuous transformation @, the smoothness of L
does not automatically guarantee smoothness of (). Hence, in order to continue
with a further transformation we need

Assumption 2. The matriz valued function Q) has the same smoothness prop-
erties as A.

Thus, now we can make the ansatz u := Q@ and the IVP (2.22)—(2.23) trans-
forms into

u/ = éLU + Bu + éf’ ’LL(ZCO) = Q(:I;O)ao’
with
m—=1
b e a( B ) wi s = o)

The negative e—order of the inhomogeneity is no drawback of the method. It
can be replaced in a constructive way (with an additional transformation), such
that the new inhomogeneity is of positive order with respect to €. For the details
we refer to §3.4.

SComputed with Maple 14.
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2.2.1 A special case discussed by Lorenz et al. [54]

In this section we consider the special of (2.20), where we set P = 0. Since A is
positive definite, there exists a unique positive definite square root of A. Hence
we can replace the first transformation (2.21) by

i = AU, @y = eV, (2.24)

which yields

o1 0 Az _ (A2)A=3 0 -
a = 5<A§ 0 )u+< 0 0 )@ (2.25)

To compute” Az one can use a diagonalization of A. Since A is real and sym-
metric we can write A = U*AU with U unitary and A diagonal, e. g.

A(z) = diag(M(z)Id,,,. .., o (2)1d,, ).

We denote the vector of geometrical multiplicities (g1, ..., s) by p. Since it

B EDEDRIES

Qz) = E< o )@U(:c) (2.26)

the matrix

diagonalize the first matrix of (2.25), which we denote L. Further it holds

() Go) () = (5

and hence the variable transformation u = Qu yields

;o i (AT 0 1.,/(0
v 5( 0 Aé)UJrBUJrEQ(g)’

with

1 0 A 1 1 7 Ly o1y
B = (0 ) )®(UU)+ §< i1 )@(U(Az)A 2U%). (2.27)
An advantage of this approach is that one can use the diagonalization of A
to diagonalize the matrix L, i.e. L = iQ*LQ. The vector v of geometrical
multiplicities for the eigenvalues of L is given by v = (i1, .., floy i1y - -5 flo)
and consequently s = 20.

Up to know (beside the adaption of notation) we followed the discussion
from [54]. In the article the authors consider the case where the multiplicities
of the eigenvalues are equal to one. Since we allow larger eigenspaces, we have

1

"It is also possible to compute A2 without knowing the diagonalization of A. For example
the Matlab function sqrtm is based on an algorithm which uses the Schur form of A. See [11]
for more details.
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to invest some additional work to adapt the approach from the article to our
slightly more general setting. This is done in the following paragraph which
results in Remark 2.2.3.

The v—diagonal part of B plays an important role for the WKB—type trans-
formation in §3.3 (cf. Remark 3.3.2). It determines the 0'"' order of the trans-
formation with respect to . The following consideration shows that we can
choose the matrix valued function U, such that the r—diagonal part of B is a
simple diagonal matrix. For a moment let us go back to the diagonalization of
A and let W be a unitary matrix, which commutes with A, i.e. diag, (W) = W.
Hence we can write

A = U'AU = U'W'AWU.

Thus we can also use WU instead of U to construct @ (see (2.26)). If we do so,
we have to deal with the matrix

(wuywu)s = WWwW*+ WU'uw*
to construct the matrix B. Since W commutes with A it holds
diag,, (WU)ywu)*) = WWw* + W diag,, (U'vryw*.
Furthermore we observe that
0 =1d = (UYU+UU & UU = —UU = —(UU)

which means that U*U’ is skew symmetric. Hence diag,, (U ! U*) is skew sym-
metric too.

Remark 2.2.2. Let M: I — C¥? be a skew symmetric matriz and let W be
the unique solution of the IVP

W' (x) = W(z)M(x), W(xg) = Id.
Then W (x) is unitary for all x € I.
Proof. Tt holds

WW*) = WW*+ WW* = WMW* + W(WM)*
WMW* + WM*W* = WMW* — WMW* = 0.

Hence WIW™ is constant and due to the initial condition it is WW* =1d. O
Due to Remark 2.2.2 we can choose W to be the solution of the IVP
W' = —Wdiag#(U'U*) , W(xg) = 1d, (2.28)
which yields
diag, (WU) (WU)*) = 0.

Remark 2.2.3. Thus, without restriction of generality, we can choose the ma-
triz valued function U such that

diag, (U'U") = 0. (2.29)
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Now we come back to the matrix B. Due to (2.29) the u—diagonal part of B is
determined by the second matrix of (2.27). It follows

U(ARYATRU* = UU'ARU)UA™®
= UU*) + (AT)A™% + ASU'UA™:
= —U'U* + LNA 4 AZUUA 2 (2.30)
and we get
: 10 _
) = (5 9)e )

Hence the IVP for the quantity 7 from Remark 3.3.2 reads

0 1
T(wo) = Id,

T = <1 0)®(iA’A1)T,

and has the unique solution

T() = ((1) ?)@(A

If all geometric multiplicities of the eigenvalues of A are equal to one, then
diag, (B) = diag(B). Since A is real, we can always choose U to be a real,
orthogonal matrix. As we have seen before U'U* is skew symmetric and con-
sequently the diagonal of it must be zero. Thus, in this case we (even) do not
have to solve an IVP (cf. discussion above that lead to (2.28)) to get a correct
transformation U. Hence the accuracy of the 0*"—order transformation is (only)
determined by the accuracy of the diagonalization of A.

1

(£)A™ % (20)) - (2.31)

N[

2.3 Linear second order BVPs

As we have seen in §2.1.2, we can construct the solution of the two—band k - p—
model, which is a BVP, from the solution of an appropriate IVP. This procedure
is not limited to this special example. In this section we present a method to
construct the solution of a special class of BVPs from corresponding IVPs. This
is an extension of the procedure described in [63], p. 111 ff. for the scalar case.

Let K¢, K$, Kb Kb € C"*™ and let A, P: [a,b] — C"*" and f: [a,b] — C".
We consider the following vector valued Robin—, mixed or third type boundary
value problem (BVP):

You(2) + P(@) yu(z) + A(x) y(z) = flz), x€(ad) (2.32)
K{yla)+ K§yy(a) = r*eC”, (2.33)
KPy(b) + Kby, (b) = rPecCm. (2.34)

In this section we do not discuss solvability conditions for the BVP (2.32)—(2.34).
Thus we need

Assumption 3. The system (2.32)—(2.34) has a unique solution and we assume
that A, P, f and the boundary data are such that the subsequent BV Ps and IV Ps
in §2.3.1 are uniquely solvable.
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In this case it is quite obvious that we can write

y(@) = y@) +y°@), welal],
where y2, y° are the unique solutions of
Ypo(®) + P(2) yo () + Ax) y®(x) = 0,  w€(ab) (2.35)
KiyP(a) + K§y; (a) = r°,
K1yP(b) + K3y, (b) = r°.
and
Ve (@) + P(@) yo () + A(2) y° () = f(x), x€(ab) (236)
K{y®(a) + K5 y3(a) = 0,

Ky (b) + K3y (b)

The solution of (2.36) can be constructed as follows. Let G: [a, b] x [a, ] — C™*™
be continuous such that for every & € (a, b) it holds (in the classical sense)

Goa(@,8) + P(2)Ga(x,§) + A(2) G(2,§) = 0, =€ (a,b)\{¢} (2.37)
K{G(a,§) + K3 Gy(a,§) = 0 (2.38)
K{G(b,6) + K3Go(b,€) = 0 (2.39)
Gu(£,€0) — Gu(€,64) = IdeC™ . (2.40)
Then (if G exists) y° is pointwise given by

(@) = / G, €)1 (€) dt

The map G is the Greens function of the BVP with homogeneous boundary
conditions.

Formal proof. Let A, P and f be continuous. Hence G(-, ) is a classical solution
of (2.37) on the intervals (a,§) and (£,b). This yields

L) = %( /;G(:c,g)f(f) dé + / 6050 d§>

b
— (Glao-) = Glo)) fla) + [ Gulwn€) 5(6) de
Since G is continuous the first summand is zero which yields

F ) = %( /:Gz(z,g)f(é) dé + /:Gz(z,é)f(é) d&)

b
= (Gm(x’x—)_GZ(‘T’x+))f($)+/ Gaa(z,€) f(£) dE.

Hence 3° is two times continuously differentiable and we get
Yu(7) + P(2)ys (z) + A(z) y° (@)
- (GI(SC,SC,)*G:E(Z',ZZF)) f(l')
b
# [ (Guale.8) + P)Ga(,6) + A@)G(2,0)) ) de
flz).
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Since
b
(@) = / Go(z,€) F(€) de

we immediately see that y° fulfill the homogeneous boundary conditions (2.38)
and (2.39) . O

Another possible decomposition of y is as follows: Let y° be the unique solution
of the IVP

Yo (@) + P(z)yS (2) + A()y®(z) = f(z), z€(a,b)
y?(a) = 0,
Y3 (a) 0

and let y® be the solution of

Yo (x) + P(x) yl (z) + A(z)yP(z) = 0, z € (a,b)
K{yP(a)+ K yPa) = r*,
Ky yP(b) + K3yl () = "= K{yS(b) — K32 (b).

Obviously y = y* + y® solves the inhomogeneous differential equation (2.32) on
(a,b) and fulfills the boundary conditions (2.33), (2.34).

In the following sections §2.3.1 and §2.3.2 we show how to compute y? and
the Greens function G from the solutions of suitable IVPs.

2.3.1 Deriving y” from IVPs

Let us define the vectors p := y®(a) and ¢ := yZ(a). Then the boundary
condition of (2.35) at x = a, i.e.

Kip+ K¢q = r*eC", (2.41)

can be rewritten as
e (1) = (kelkp)(0) = (2.42)

Let us forget for moment that p and ¢ are connected with the solution y of the
BVP (2.35). Since M® € C"*?" it has a non trivial kernel. Let us assume that

the vectors
() (o)
ql ) ) qm

are a basis of the kernel of M®, which we can compute (e.g.) with Gauss
elimination. Furthermore let
(%)
q

be an inhomogeneous solution of (2.42), which can be computed together with
the basis of the kernel. Hence the general solution of (2.42) is given by

(5) = (5)=(hlz]em) -
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with ¢ € C™. Since (y®(a),yZ(a))T is a solution of (2.41) there exists a unique
vector ¢ € C™ such that
m
- ‘ Zm > B

() = (5)+(

A priori we do not know the data of y® at z = a, but we can compute the
vectors on the right-hand side. Let ¢, y',..., 4™ be the unique solutions of the
following initial value problems:

Joo(@) + P(2) Uu(2z) + A(2) g(z) = 0,  z€(ab)
jg(a P,
gz(a) = ¢
and for j =1,....,m
Yio(2) + P(2)yi(z) + A(z)y’ () = 0,  x€(a,b)
Y@ = 1,
yi(a) = ¢

We define
Y(@) = (y'@)]|... |y ).

By Assumption 3 y? is the unique solution of (2.35) and hence

y? o= g+YcP,

with the not yet known vector ¢?. Since y? also has to fulfill the boundary
condition at x = b we get

&t (50 + YO L) + K3 (3.0) + o)) =

This is a linear equation for ¢® which has a unique solution since y? is the
unique solution of (2.35).

2.3.2 Deriving the Greens function from IVPs

With the same ideas as in §2.3.1 we shall construct the Greens function G,
which is the solution of the BVP (2.37)—(2.40). Therefor we have to solve a
suitable set of IVP. Let

1 Ma 1 mp
ptll y ottty p;lna ’ pll) s ottty p’lr)nb € (C2n
qa qa qb qb

be corresponding kernel bases of the matrices

(K| Kg )eC” and ( K}|K))CHer.

Furthermore let y®!, ... y®™as and y*1, ..., y»™ be the (corresponding) unique
solutions of the IVPs
yed (x) + P(a) yg? (x) + A(@)y™/(z) = 0,  z€(a,b)
y*(a) = pi,

yl(a) = 4
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and
yod(z) + P(x) y2i (x) + A(x) y™I () = 0,  z€(a,b)
yi(a) = pp,
yoia) = q.

We define for all x € [a, D]
Y x) = ( Yy (x) | | y»ma(z) ) € CrXma
Vi) = (v ) |...|y>™e(z) ) e Cm.

Since G(+, &) solves the homogeneous boundary conditions at = a we deduce
from the unique solvability that there exists a matrix® C¢(¢) € C™*" such
that

G, g = Y(2)CE).
Analog we get from the right boundary a matrix C?(¢) € C™»*"™ such that
Gz, 8)ler = Y'(x)Ch(E).

Since G is assumed to be continuous on [a,b] X [a,b] and fulfills the jump con-
dition (2.40) we get the following linear system

Y | =Y cr 0
(eerte) (&) = (ar)- (243)
Hence the matrix valued functions Y%, Y contain the whole information one
needs to construct G.

Remark 2.3.1. In application it can be of interest to store the values of the
Greens function at certain grid points x1,...,x;. Since the Greens function has
two arguments and maps to R™*™ or C™*™, one has to store 1°n? scalar complex
or real numbers. Of course, the storage cost may be (approximately) reduced by
a factor one half, if the Greens function is symmetric in its arguments, but it
stays quadratic in [.

On the other hand side, as we have seen above, we can construct the Greens
function from the matriz functions Y, Y. Hence the amount of storage we need
to construct the Greens function for l grid points is given by l(mg,+mp)n scalar
complex or real numbers. This is only linear in the crucial variable | instead
of quadratic as for the storage of the whole matriz. Here we trade storage for
computational speed.

8FEach column of G(-,z’) solves the vector valued IVP and hence is a linear combination
of the kernel bases vectors.



Chapter 3

Analytic preprocessing:
WKB—-type transformations

The WKB method, named after the physicists Gregor Wentzel, Hendrik An-
thony Kramers [47], and Leon Brillouin, is an approach to determine the asymp-
totic behavior (as € — 0) of the scalar stationary Schrédinger equation

w"(:c)+€i2a(x)w(x) _ 0. (3.1)

For a(z) # 0 one gets the first—term approximation of the general solution
from (3.1) (cf. [32] p.162f)

b(x) ~ a(x)*i(cle?fio o) ds | e e ) “<S>d8). (3.2)

Thus, if a(z) > 0, the solution is oscillatory and the local wave length tends to
zero as € — 0. Hence 1 gets more and more oscillatory. The high oscillations
are due to the O(¢72) term in the ODE (3.1). Hence our aim is to find a
reformulation of the ODE, such that these (or equivalent terms) are eliminated
in the gained ODE. In the sequel we are only interested in the highly oscillatory
case, i.e. a(z) > 0.

Equation (3.1) can be transformed, such that it fits into the setting of §3.2
(cf. §2.2). Thus we expect to find an asymptotic expansion of our Model
Problem 1, which is the vector valued analogon (or at least very closely related)
to the classical WKB method. For vector valued systems of form (3.1) (replace
a(x) by a positive matrix A(z)), we shall find an expansion similar to (3.2)
(cf. Remark 3.5.8). This work is done in §3.5. The transformation derived in
§3.3 could also be established with the WKB-type expansion from §3.5 (see
Remark 3.5.12). This is the reason why we call it WKB-type transformation. It
transforms a linear first order ODE with a system matrix of O(s71) to a linear
first order ODE with a system matrix of O(e™) for some n € N. The price we
have to pay for this are highly oscillatory entries in the gained system matrix.
Due to this we shall need specially designed quadratures to derive our efficient
marching methods in 6.

In § 3.4 we briefly describe an approach to transform an inhomogeneous ODE
to a more convenient form in the spirit of §3.3. It is based on the WKB-type

25
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transformation. Since dealing with matrix equations needs a lot of notation, we
assign the first section §3.1 to this topic. There we also prove some technical
results, which we shall use in the later upcoming discussions. Finally we give in
§3.6 a (very) brief introduction to asymptotic approximations, as done in [32].

3.1 Notation and technical results

We use this section to introduce our notations and shall prove some technical
results.

The natural numbers including zero are denoted by Ny, i.e. Ny := N U {0}.
By RT we denote the strict positive real numbers, i.e. Rt = {z € R|z > 0}.
Furthermore R = R* U {0} denotes the nonnegative real numbers. The real
and complex numbers excluded 0 are denoted by R* and C* respectively.

By || - || we denote the Euclidean norm on C¢ and the subordinated matrix
norm on C%* respectively. Let I C R be a closed non empty bounded interval.
For continuous maps M: I — C? or M: I — C?*? we define

[Mloc = SléI;IIM(fE)H- (3-3)

The space C7(I,C%?) of j-times continuously differentiable matrix valued
functions M: I — C%*? is also denoted by C7(I). Further we set

[Mlory = max, M9 .

.....

Lemma 3.1.1. Let I C R and let M: I — C¥? be regular for all x € I. If M
is differentiable at x € I, then M~ is differentiable at = too and the following
holds:

(MY () M(2) = —M~(z)M' () (3.4)

Proof. Tt is det M () # 0 for all £ € I and hence (det M (£))~! is differentiable
in z. By Cramer’s rule (cf. [7]) we get the differentiability of M ! at z. Hence
we can apply the product rule on M ~'M which yields

0 =I1d = (M'M)(z) = M~ '(2)M(z) + M~ (z)M'(z).
O

Corollary 3.1.2. Let the matriz valued function M: I — C¥? be regular for
allw € I. If M € C"(I,C%*%) the same holds for M~1. Furthermore

(M~ = —M'M'MT'. (3.5)

Proof. From equation (3.4) we immediately get (M ') = —M~'M'M~'. Us-
ing this formula and Lemma 3.1.1 we inductively see that M ~! is n-times con-
tinuously differentiable. O

For the upcoming computations it is important that the involved quantities
are bounded independent of the small parameter ¢.

Definition 3.1.3. Let eg > 0 and r € N. The function M: I x (0,&q) — C3*4
is called C™—bounded independently of ¢ if and only if
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(i) Ve e (0,e0): M(,e) e C™(I),
(ii) e >0Ve € (0,50) Vi €{0,...,n}: [MD(,e)|e < e
Remark 3.1.4. The second condition of Definition 3.1.3 can also be written in

the shorter form

Jc>0Vee€(0,60): [[M(e)lleny < c.

Next we specify the notation for matrices. By Id; we denote the identity matrix
acting on C%. For M € C™*" we denote by M* € C**™ its adjoint and by M T
its transposed matrix. The (i, j)—th component of M is labeled by M;;, unless
noted otherwise.
The Kronecker product (or tensor product) of A € C™*™ and B € CP*9 is
denoted by A ® B and is defined as the block matrix
AllB . AlnB
A®B = : : € cmrxne, (3.6)
AmiB ... Ap.B
For our applications the most important properties are the linearity in both
components of A ® B and the multiplication rule

(A® B)(C®D) = AC®BD

for A,C € C™*™ and B, D € CP*4. For more details and a proof of the above
mixed-product property we refer to [34].
The Hadamard product of A, B € C"™*™ is denoted by A ® B and is defined
by the entry—wise multiplication, i.e.
AubBi1 ... ABis
AGB = : : eCcmrm. (3.7)
Amlel oo Amann

We refer to [34] for more details. Obviously, the ones matrix 1™*" defined by

1 =

b , for 1<i<m,1<j<n (3.8)

is the neutral element of the ®—product on C™*". If n = m, we shortly write
1,, instead of 1™*™. Furthermore we set

A@O —  mXn

and inductively define the ®—powers of A by
Aentl  — A Ao,

Let d,s € N, such that s < d and let v € N°® with Z;:l vj = d. For
arbitrary matrices M; € C*7*%i j =1,...,s, we denote by diag(My,..., M)
the following block diagonal matrix:

My 0
diag(My, ..., M;) = e Cdxd,
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Conversely, for given M € C%*¢ we denote by diag, (M) the following block
diagonal matrix:

diag, (M) := diag(1,,,...,1,.)® M. (3.9)
Furthermore we define
MY = diag, (M),  M°T = M- MY, (3.10)
Ezample. Let v = (2,1,3) and hence d = 6 and let

351 6 26 19 24
3 32 7 21 23 25
319 2 22 27 20

M = 8 28 33 17 10 15
30 5 34 12 14 16
4 36 29 13 18 11
Then
MY = diag (M) = diag(ls,11,13) O M
L 35 1 6 26 19 24
1 1 3 32 7 21 23 25
- 1 o 31 9 2 22 27 20
- 11 1 8 28 33 17 10 15
1 1 30 5 34 12 14 16
1 1 1 4 36 29 13 18 11
3 1 0 0 0 0
3 32 0 0 0 O
B 0 0 2 0 0 O
= 0 0 0 17 10 15
0 0 0 12 14 16
0 0 0 13 18 11
and consequently
0 0 6 26 19 24
0O 0 7 21 23 25
31 9 0 22 27 20

MOHU _ M o Mdia,,

30 5 34 0 0 O
4 3 29 0 0 O

O

Sometimes it is simpler to estimate each coefficient of a matrix M instead of
the norm || - ||. Therefore we define for M € C4*4

[Mlsup = sup [Mi]. (3.11)

i,j€{l,....d}
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It is easy to check that || - ||sup is @ norm on C¥*<. Tt holds for all A, B € C?*4
[A© Bllsup < [|Allsup [| Bllsup - (3.12)

In the upcoming computations we have to deal with matrices that have a
special block structure. Since computations with block matrices are often very
similar to that of ordinary matrices we define

Definition 3.1.5. A matriz M € C?*? is called v-block diagonal if and only
if

M = diag,(M).

A segmentation of X = (Xij)1<ij<s € C¥* into block matrices X;; € CVi*Vi
foralli,je{1,...,s} is called v—segmentation of X.

In the following Lemma 3.1.6 we prove that the (ordinary) matrix multiplication
carries over to v—segmented matrices.

Lemma 3.1.6. Let the matrices A, B € C¥*¢ and C := AB. Furthermore let
(Aij), (Bij), (Cij) be v—segmentations of A, B, and C respectively. Then

Cij = i Air Byj
r=1

hold for all 1 <i,j <s.

Proof. In the proof we shall denote the matrix components by lower—case letters,
e.g. a;; is the ij* entry of A. For 1 <m < s we define

Y(m) = iui.

Let 1 <i,j<sandlet 1 <k <wy;, 1<1<w;. Then for any matrix X € Cdxd
with v—segmentation (X;;) we get

(Xij)u = Ts@tr @)+ €C.

This yields

n=1 k

Z(AinB"j)kz = Z
l n=1 n=1
= Z Z as3(i)+k, o(n)+m bZ(n)er,E(j)Jrl
n=1m=1
d
= Zaz(i>+k,rbr,z(a‘)+z = CE()+k, 20+

r=1

= (Cij)kl :

Vn

. (Ain) km (B"j)ml

m=
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Lemma 3.1.7. Let A, B € C™?. Then

diag,(AB) = diag,(A) diag,(B) + diag, (A°T» B°fv)
and

diag, (A°T» B°fv) = diag, (A B°T) = diag, (A°""B).

Proof. Let A = (Aij)1<ij<s, B = (Bij)i<i,j<s, (Cij)1<i,j<s be v—segmentations
of A, B, and C := AB. By Lemma 3.1.6 it holds

Ci = Z AisBsi = AuBii + Z AisBsi -
=1 i#i
This yields the first claim. Let X € C"*™ and let (X %ﬁ”) be a v—segmentation of
Xoffv | Hence X;-’;f" =0 for j =1,...,s and thus the second identity holds. O

3.1.1 The Sylvester equation

Some crucial points in the upcoming computations are a solvability condition
and existence of regular solutions X € C%*? of the Sylvester equation (cf. [13])

AX - XB = C (3.13)

for given matrices A, B,C' € C?*?. To be more precise we have to deal with the
two following special cases

AX - XA = C and AX — XB = 0,

where the matrices A, B are diagonalizable. As mentioned in [34] it is often very
useful to reformulate the equation by independent similarity transformations.
Let S, T € C?*9 be regular. Then equation (3.13) is equivalent to

(SAS™Y)SXT — SXT(T™'BT) = SCT
which may be written as
AX — X'B" = (.
Hence we can assume without loss of generality that
A = diag(ay,...,aq) and B = diag(by,...,bq) (3.14)
are diagonal matrices. From [34, Theorem 4.4.6] we deduce that

(3.13) has a unique solution if and only if o(A) N o(B) = 0, where
o(A),o(B) denotes the spectra of A and B respectively.

Thus for C' = 0 a necessary condition for the existence of a regular solution
is that A and B must have at least one common eigenvalue. Additionally it
follows that A, B,C' cannot be arbitrarily chosen. In literature usually the
unique solvability of (3.13) is discussed. But the existence of regular solutions
of the homogeneous Sylvester equation (3.13) is not covered by the consulted
literature. Hence we shall prove a necessary and sufficient condition for it in
Lemma 3.1.8.

In the proof of Lemma 3.1.8 we use the following notation: Let M € C%*¢
be a quadratic matrix and let A € C be an eigenvalue of M. Then we denote
by w(\, M) the geometrical multiplicity of A with respect to M.
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Lemma 3.1.8. Let the matrices A, B € C*? be diagonal. Then the following
two statements are equivalent:

(i) The matriz equation AX — XB =0 has a regular solution

(i) There exists a permutation matriz' P such that A = PBP*.

Proof. The implication (ii) = (i) is almost trivial since the permutation matrix
P is a regular solution of AX — XB = 0.

To prove (i) = (ii) it is enough to show that o(A) = o(B) and for all
Aeo(A)itis

wAA) = p(\B).

Since A, B are diagonal, the algebraic multiplicity coincides with geometrical
multiplicity of the eigenvalue .
We define for a given matrix M € C%*? the vector

—

M = (mu,...,mdﬁl,mlg,...,mdyg,...,mdl,...,mdyd)TE(Cd .
Hence the equation AX — X B = 0 is equivalent to (cf. [34])
[dg®A — BT @1d4)X = 0.
Thus the j—th column X of the regular solution X satisfies
(A—b;1dg)X; = 0.

Since X is regular, X; # 0 holds and hence b; is an eigenvalue of A and conse-
quently o(B) C o(A).

Let A € o(B) and assume p := p(A, B) > p(A, A). Then there exist indices
Jis---,Ju such that

(A-AIdg)X,;, = 0, for s=1,...,u.

Since Xj,,..., X}, are eigenvectors of A, they have to be linearly dependent,
which is a contradiction to the regularity of X. Hence it is pu(\, B) < u(A, A).
From the characteristic polynomial we get

d = > p\B) < D ouNA) < Y p\A) = d.

Xeo(B) A€o (B) Aeo(A)
Hence it has to be u(\, B) = p(\, A) and o(B) = o(A). O
Lemma 3.1.9. Let A = diag(A\1d,,, ..., \s1d,,) € C¥*? with pairwise distinct
Aj and let v = (v1,...,vs)" with 3-,v; = d. The matriz equation
AX - XA = C (3.15)

'From [33]: A quadratic matrix P is a permutation matrix if exactly one entry in each
row and column is equal to 1, and all other entries are 0. P is regular and P~! = P*.
In the context of linear equations with coefficient matrix A the coordinate transformation
A — PAP* corresponds to a renumbering of the variables.
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has a solution if and only if diag,(C) = 0. In this case the general solution is
given by

X = D,60C+ M,
with arbitrary v-block diagonal matriz M € C¥*¢. The matriz D is defined by
_ L 0 ,AiifAijO,
(DA)U T { (A” — Ajj)il, else.

Proof. Let X = (Xij)1<ij<s, C = (Cij)1<i,j<s be v-segmentations of X and
C. We compute for i,j € {1,...,s}

Ci' (AX — XA)ZJ = /\Z Idyl Xij — Xw‘)\j Id,/]. = ()\z — )\])Xw .

Thus diag, (C) = diag(Ci1,...,Css) = 0 is a necessary condition for the solv-
ability of (3.15). Since A1, ..., Ay are pairwise distinct we have for i # j
1 1

X, = —— Cii =
X — A X =\

]lViXVj @ Clj

Hence, if diag, (C') = 0, then
X, = D,oC

is a particular solution of (3.15) where D, is defined via the v—segmentation

(D7) = {Wm‘%z‘%j }ﬂ

0 , else
Analog to D, we define D4 via
(Da)ij = (A = A) 177

Hence (3.15) is given by D4 ® X = C. Since this is an inhomogeneous linear
equation in X all solutions are given by

X = X, +M
with Dg ® M = 0, which is equivalent to M is v—block diagonal. [l

Remark 3.1.10. Sylvester’s matriz equation (3.15) shows up in the proof of
Proposition 3.3.1. Due to its importance for the proof we shall collect some re-
sults associated with the quantities of Lemma 3.1.9. Let A € C**? be a diagonal
matriz.

(1) From Lemma 8.1.9 we deduce (set C =0)
[A,M] = 0 < M isv-block diagonal.
(ii) From the proof of Lemma 8.1.9: for arbitrary M € C4*? it holds
[A,M] = DsOM.
The matriz D 4 is defined by the v—segmentation
(Da)ij = (N —Xj) 17X, (3.16)
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(iii) By definition of Da and D7 it holds
DAQDZ = ]ld—diag(]ll,l,...,]ll,s).

(iv) Let B = (B;;), M = (M;;) € C™9 be v—segmentations of B, M. Further-
more let M be v-block diagonal. Then (i # j)

(DA @ (BM)),, = (Ni—X\)" 175 © (By; Mj;)
= (N =N)7'By)My; = ((D3)ij © Bij) Mj;
and hence we get

D; o (BM) = (D;®B)M.

3.1.2 The matrix £}

A further notation concerned with the (entry—wise) matrix product © arises
from the similarity transformation used in §3.3 (see (3.25)—(3.24)).

Let v € N® with 377, v; = d and let ® = diag(\; Id,,, ..., A\s1dy,) € Cdxd
with pairwise distinct eigenvalues A;. For € > 0 we define the matrix Ej
componentwise by

(E:%)rs = e_é(q)”_q)“) . (317)
It is easy to check that for any B € C**? it holds

exp(—1®) Bexp(i®) = FE3®B. (3.18)

i
e
The matrix E§ can also be generated by the formula
By = expo(—iDa).

where Dg is given by (3.16). Here ® indicates to apply the exponential function
componentwise, in contrast to exp(—% ) where we use the matrix exponential
function.

The following properties of the oscillatory matrix Eg are used to derive the
finite difference methods in chapter 6.

(i) Let ®(z) be a smooth x—dependent diagonal matrix. It holds

d .
%Eé(x) = —1 Dg(x)0 Eg(x).

(i) Let A, B,® € C*9 be arbitrary quadratic matrices. Furthermore we

assume that @ is diagonal. It follows with E := exp(£®) and (3.18) that
(E5 0 A)(E5 ®B) = E'AEE'BE = E'ABE
= E3©(AB).

(iii) Let ® be a real valued diagonal matrix. Hence exp ( — %q)) is unitary and
it holds for all B € C%*¢

IBIl = llexp(—1®) Bexp(L®)| = [E5oB|. (3.19)
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(iv) Let A\1,...,As € CY(I,C) such hat A\i(z),...,\s(z) are pairwise distinct
for all z € I. Furthermore let

x

Ba) = [ dingO() My A1) de

0

and let M: I x (0,&9) — C%*¢ be C'-bounded independently of & such
that diag, M (z,e) =0 for all z € I x (0,&). It holds:

—~

/I E5(s) ® M(s,¢) ds ) i€ /1 (Eg(s))/ ® (Dq:,(s) ® M(s,s)) ds

= ieE3(s) ® Dy (s) © M(s,e)|

S=To

—ie /m E5(s) © (Dg(s) ® M(s,e))" ds.

Zo

Hence there exists a constant ¢ > 0 such that foralle >0 and all x € I

H / E5(s) © M(s, <) ds

< ce. (3.20)

3.2 Formulation of the problem

The IVPs (2.9) and (2.19) derived in §2.1.1 and §2.1.2 respectively have the
same structure. Since this are only two examples of a much larger class of prob-
lems which can be transformed to equations of similar form, we shall continue
our discussion for a more general problem (of the form (2.19)).

Model Problem 1. Leteg > 0 and let [a,b] C R be a bounded non—trivial inter-
val. We define Q := [a,b] x (0,£¢). Further let vy,...,vs € N with 22:1 vi=d
and let ly,...,ls: Q — R. We set

L(z,e) = diag(li1d,,,..., I, 1d, )(z, ) € R4 c ¢dxd
where 1d,, denotes the identity matriz of C**¥i. For xg € [a,b] and (fized)
e € (0,2¢) we shall consider the initial value problem for u(x,e) € C%:
u'(ze) = éL(:c,E) u(z,e) + B(z,e)u(z,e), x€la,b], (3.21)
u(ro,e) = wuo(e) € CY, (3.22)
and make the following assumptions:

(A1) For every fized € € (0,e0) the matriz valued functions L: Q — R and
B: Q — C™4 gre smooth (in the spatial variable x) and B, L and all their
x—derivatives are uniformly bounded on [a,b] with respect to €.

(A2) There exists a positive constant § > 0, such that for all (z,e) € Q and all
admissible indices i # j it holds

[li(z,e) = 1i(z,e)] > 4.

(A3) The map ug: (0,20) — C? is bounded.
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Remark 3.2.1. Assumptions (A2) exclude the case of crossing eigenvalues.
This case will be the content of future work.

Since L is diagonal and real valued, the solution u of the IVP (3.21)-(3.22)
is (highly) oscillatory. Its norm is bounded by a constant independently of e.
In order to prove this we introduce a smoother, “adiabatic” variable n, which
coincides with the “n” from [40, 54, 27]. This can be interpreted as the lowest
order WKB-type transformation in the context of §3.3.

Lemma 3.2.2. Let u be the unique solution of the IVP (3.21)—(3.22) and let

E.(x) = exp (é /I L(s,e) ds) e qdxd,
o
Then the new quantity n(z) = EX(z) u(x) solves the IVP
n' = (BIBE:)n,  n(zo,e) = mole) = uol(e).
There exists a constant ¢ > 0, such that it holds for all (z,e) € Q:
u(z, ) = ln(z,e)l < c.

Proof. Since L(x,¢) is diagonal and real valued E(z) is unitary. Differentiation
of the ansatz n = E}u yields the IVP. By Corollary 6.1.5 it holds

In(z,e)| < elrmrellBBOaEd~ ()]
Since E. is unitary it follows
lu(z,e)ll = ln(ae)| < el*=olPCAle ug(e)] .

Due to Assumption (A1) of our Model Problem 1 the matrix valued function
B(-,¢) is bounded independently of €. By (A3) the same holds for ug(e). O

3.3 Reformulation of the initial value problem

If ¢ <« 1, then the solution u of the Model Problem 1 (p. 34) is highly oscillatory
with (local) wavelength ~ ¢. Hence standard integrators need a very fine grid
(with step sizes h < ¢) in order to produce reliable results. The goal of this
thesis is to derive a marching method which does not have this restriction, i.e.
which can use (in the best case) ¢ independent grids. The first step to achieve
this goal is an analytical preprocessing of the initial value problem (3.21)—(3.22),
which is discussed in the sequel.

Our transformation ansatz (3.25) is mainly inspired by [54] and [4]. In
the first article we find an analytic preprocessing for a vector valued second
order initial value problem (IVP), which is almost identical to our zeroth order
transformation (n = 0). The procedure discussed in the second article for the
special case of a scalar second order equation shows that more sophisticated
transformations (compared to [54]) are possible, which yield system matrices
of order O(g). The combination of the results in both articles has been our
motivation to search for a generalization of the ansatz from [4] for the more
general setting in [54].
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A result comparable to our approach presented in this thesis can be found in
[27]. There a product ansatz for the transformation T (see (3.25)) is used which
is called super—adiabatic transformation (cf. §3.3.2). Another ansatz, which
seems to have a similar structure as our transformation (3.25), is (independently
from this work) discussed in [17]. A major difference of our method compared
to the mentioned articles and books is the incorporation of the case of multiple
eigenvalues of L with constant multiplicity on the interval I.

The following transformation ansatz is designed to get rid of the e~ !-term
in (3.21). This is done such that the gained system matrix is of order O(e®)
for some a > 0. Let the assumptions of our Model Problem 1 from §3.2 hold
and let Q := T x (0,ep). Furthermore let u be the (unique) solution of the IVP
(3.21)-(3.22), i.e.

u(z) = éLu—i—Bu, u(zg) = wup, (3.23)

with L, B: Q — C%? and
L(z,e) = diag (h(z,e)Idy,,...,l(z,e)1d,, ) € R

The matrix valued functions L, B are C"—bounded independently of . Let
the matrix valued functions Tp,...,T,:  — C%¥*? be (at least) C'~bounded
independently of €, such that

T.(z) = > & Tj(x,e) (3.24)
j=0

is regular for all (x,¢) € Q. In order to eliminate the dominant oscillations with
frequency ~ % and amplitude O(1) as ¢ — 0 we make the following transforma-
tion ansatz:

y(x) = E7Y2)T7'(z)u(z), (3.25)

where we set

F.(x) = exp (f/jL(s,g) ds). (3.26)

€ 9

Since L(z,¢) is real for all (z,e) € Q the matrix E.(x) is unitary, i.e.

. T
E-'z) = EXz) = exp ( - 3/ L(s,e) ds) .

€ Juo
The following Proposition 3.3.1 states that we can determine the matrix valued
functions Ty, ..., T, such that the new variable y is the (unique) solution of an
IVP, whose system matrix is bounded by a constant times £”. The matrix 7.1
is implicitly defined by its inverse in order to point out the connection between
the WKB-type approximation of u as discussed in § 3.5 and the transformation
here.

Proposition 3.3.1 (WKB-type transformation). Let L, B:  — C%*9 pe C"~
bounded independently of € and let r > n € N. Then there exists an g > 1 > 0
and matriz valued functions Ty, ..., Tp: Q := 1 x (0,e1) — C*? such that T;
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is CTIT1 —bounded independently of € for j =0,...,n. Furthermore the matriz
T.(x) is regular for all (x,€) € Q and the new variable y satisfies the IVP (for
all0<e<ey)

y = "ElSpE.y,  y(xo) =vo- (3.27)
The function Sy: Q — C¥*4 js C"="—bounded independently of e.
Proof. The proof consists of three parts:
(i) formal derivation of conditional equations for Ty, ..., T,

(i) solving the conditional equations yields an explicit recurrence relation and
regularity for T, ..., T, on €2

(iii) restriction to (0,e1) C (0,g0) yields regularity of 7! and justifies (i)

(i): Formal differentiation of the above ansatz (3.25) yields

€

* [12 — — -1/ — sp—1\—
y = EI[LT'L - LT7Y) 4+ T8 + T2'B] (BEXT-Y) 'y (3.28)

Since 7! is implicitly defined by its inverse it is not easy to derive condi-
tional equations for the matrices Ty, . .., T, from the differential equation (3.28).
Hence we reformulate the right-hand side such that the terms between the
squared brackets only contains 7.. We can write

T-'L—- LTt = 1L, 1T,
which yields with Lemma 3.1.1 (and E? being unitary)
y = ET'(YL,T.) - T! + BT.)E.y

and hence we get (1. = Y &7T})

y = EXT.(L[L, To) +i[L, Th] + ... + " N[L, T,)]
+ BTy+ ...+ e 'BT, ,+e"BT, (3.29)
- Th—...— et T, ,—¢c" T))E.y.
Now the idea is to choose Ty, ..., T, such that the coefficients of e71,..., "~}

in equation (3.29) vanish, which leads to the following system of equations

i[L,T;] + BTj—1 — T]{_1 = 0, j=0,...,n (3.30)
where we set T_; := 0. Provided there exists a solution of the above system,
we get

y = " E’S,E.y with S,=T-YBT,-T.). (3.31)

(ii): Lemma 3.1.9 yields that (3.30) has a solution for j = 0,...,n if and only if
diagy(T;_l - Bijl) = 0, (332)
which is equivalent to

(T2 )

diag, (B) T;™ + diag, (BT T9Y) . (3.33)
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Here we use notation (3.10) and Lemma 3.1.7 to expand diag,, (BTj_l). Let T
be the unique solution of the homogeneous linear IVP (on the interval I)

T = diag,(B)T, T(xo) = Idg. (3.34)
Hence by variation of constants (3.33) is equivalent to
T;i_iaf (x)
= T (T o)+ [ T ding, (BT de) - (3:3)
g

Again by Lemma 3.1.9 we see that (3.30) uniquely determines the matrix T;’ff",

while T;“a” is arbitrary. Hence for j = 0,...,n we find that the order equation
(3.30) and the solvability condition (3.32) are equivalent to the following system

% = iDp © (BTj—1 —Tj_,) (3.36)
T () = T >(Td‘a” / T(€)™" diag, (BT T7™) (€) d”c)'

Since Ty = 0 fulfills the solvability condition (3.32) we derived an explicit
recurrence relation for the matrices TJF’H“,TJQ"“”. This yields the existence of
To,...,Ty. Due to T_; = 0 we also find

To(z) = Ty™(2) = T(2)Ty™ (o).

We additionally deduce from the above construction that 7 is C"*!-bounded
independently of €. Since we want Ty, ..., T, to be bounded independently of £
we have to choose bounded integration constants g™ (zo,¢), ..., T3 (zg,¢).
Hence we deduce by induction from (3.36) for j =0,...,n:

T; = T{"™ + 79" is C"*'/-bounded independently of .

It follows from the definition of 7. (cf. (3.24)) that T. is C"~"*!~bounded in-
dependently of e.

(iii): Since T:(z) has to be regular for ¢ € (0,e1), for some not yet deter-
mined ; > 0, we choose a regular initial condition TS'™ (xg,e) such that
(T2 (2, )~ 1|| is bounded independently of €. Hence To(x,s) is regular on
I and the norm of its inverse is bounded by a constant ¢y > 0 independently
of €. Since all 7} are at least C"~"~bounded independently of ¢ there exists a
constant ¢ > 0 such that it holds for all (x,¢) € T x (0,e1)

IT5(z,€)T5 (z,0) < e,

which yields for all y € C? (with the lower triangle inequality)

T ()y|| H(Id —l—EZEJ e E)Tol(ac,s))To(x,E)yH

(

For 0 < & < ¢ := min(eg, 15 TTe ~) with 7 € (0, 1] the right—hand side is positive for
all y # 0 and hence T, (x) is injective and consequently regular (cf. [19]). Since

v

3
. ) (To(a <)ol
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To, ..., T, are continuously differentiable and T} is regular on I for € € (0,&1),
the above formal derivation of the system (3.30) is a posteriori justified.

It remains to show that S, is C"~"—bounded independently of . Since this
trivially holds for 7)), T,, B we simply have to show that the same is true for
T'. From Corollary 3.1.2 we get 7' € C"~"(I). Furthermore

1— e
T = sup llyll < sup £ llyll < 1T " (z, )l < Q.
v20 | T=y| y20 1 = (1 + c)e | Toyll T T

Since T. is C"~"*! bounded independently of e, we inductively deduce with
equation (3.5) from Corollary 3.1.2 that ||(T- 1)@, for j € {0,...,7 —n}, is
bounded independently of e. O

In the proof of Proposition 3.3.1 we derive an explicit recurrence relation for
the matrices T;. For the numerical approximation we choose (except for j = 0)
all integration constants equal to zero (i.e. T;ﬁa” (x0) = 0). For this special case
we summarize the computation procedure in

Remark 3.3.2. Let Ty be the unique solution of the IVP

Furthermore define the matriz valued functions Th, ..., Ty: Q — C¥*4 by the
explicit recurrence relation

% = iDp o (BT — 1)), (3.38)

T (x) = To(x) / ITO(@*diagy(B‘)f“T;’“”)(e) e (3.39)

0

By Lemma 3.1.7, we can replace diagV(BOH”T;’H”) by diag, (B T;’H”) in the
integrand of (3.39). Additionally let

n

o) - [ ‘L© A, T = I,

0 =0
Then the ansatz (3.25) y = EXT- 1w yields
y = " (BISyE)y = " (B OS5y (3.40)
y(zo) = T (wo)uo
with B from §3.1.2. The matriz valued function S,, is given by
S, = T BT, -1T)). (3.41)

It is not necessary to compute the v—diagonal part of T,, with the above relation.
Here one is free to choose it, such that the whole problem gets simpler.

The IVP (3.21) can be reformulated such that the system matrix of the
equivalent TVP (3.27) is of order O(¢™). We can express the unique solution y
of (3.27) by the limit of the Picard iteration (cf. Lemma 6.1.4). This shall be
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discussed in more detail in §6.1. Let us briefly point out the idea. Integration
of the linear first order IVP (here A is a wild—card character for E*S, E;)

Yy = "Alx)y,  ylwo) =yo (3.42)

yields the integral equation

sa) = o+ [ A ds. (3.43)

zo

Now we can replace? y(s) in the integrand by the integral equation (3.43) and
hence

y(x) = yo + <" /ﬂ: A(s)yo + " /Zj /z: A(r)y(r) dr.

We continue with this procedure and get an (infinite) sum of y independent,
multiple integrals. We shall call them iterated integrals and they shall be de-
noted by ZJ  (cf. Remark 6.1.2). It holds

x

70 = Id and ZZM'(z) = / A(z)T] (s)ds for all j € N.

o
zo

Proposition 3.3.3. Let the assumptions of Proposition 3.3.1 hold. Then the
IVP (3.27) admits a solution y € C"~"+1(I,C%) with the expansion

y(x) = Y "I (@) yo, (3.44)
j=0

where the iterated integrals I%U are given by Definition 6.1.1 with M = E!S, E..
Moreover we have for all x € T

||y($) - yO” S ce™ s ||y(.7) (x)H S CEn_j+1 ’
forj=1,...,r—n+ 1 with a constant ¢ independently of ¢.

Proof. From Proposition 3.3.1 we get that S, is C"~"—bounded independently
of . Thus we deduce from ODE (3.27) that the solution y € C"~"T1(I,C%).
Since E. is unitary

[(EZSnEe) ()| = (1S ()]l

(cf. §3.1.2) and hence we can apply Lemma 6.1.4 which yields the series repre-
sentation of y. Therefor we use that Z,, is linear in M, in order to write /™ in
front of the integrals.

In order to prove the first estimate we use the series representation (3.44).
It holds that

y(@) —yo = e”zg(zsjnzgo<x>yo) = (Tly)(a).
=0

2We can also use the fundamental theorem of calculus and the IVP (3.42).
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By Lemma 6.1.3 we immediately get

ly(2) =yl < " = zoll[Snllooll¥lo -

From Corollary 6.1.5 we deduce that ||y||e is finite and uniformly bounded in
e. Due to || EL|| = O(2) the other estimates inductively follow from the first one
in connection with ODE (3.27). O

The estimates in Proposition 3.3.3 are a direct consequence of the series
representation of y and the e—order of the system matrix of (3.27). Since the
series summands are highly oscillatory integrals, at least on the v-off diagonal
blocks, it is possible to improve the first estimate of Proposition 3.3.3. This is
done by an additional (final) transformation. The following Corollary 3.3.4 is
an adaption of [4, Proposition 2.2].

Corollary 3.3.4 (Arnold, BenAbdallah, Negulescu [4]). Let the assumptions
of Proposition 3.3.3 hold and let R: I — C%¥*? be the unique solution of the IVP

R = " diag,(S,) R, R(zo) = Id. (3.45)
If y is the unique solution of (3.27) then z := R™'y solves the IVP
7 = " (EIS,E:) 2, 2(z0) = 20, (3.46)
with S, := R™'S°®v R. Furthermore z admits the improved estimates
() — 20l < ce™, B (@)] < cenit
forjg=1,....r —n+1 with an € independent constant 0 < ¢ < co.

Proof. Since R(zg) = Id, it holds R = diag, (R), which yields [E., R] = 0.
Hence differentiation of the ansatz for z yields the IVP (3.46). Furthermore
from S,, € C"~"(I) we deduce R € C"~"T1(I). This yields z € C"="*1(I). Let
€™ M be the system matrix of (3.46), i.e.

M = E!R'SS™RE. = E;0 (R'SJ™R).

As in the proof of Proposition 3.3.3 we use the series representation to write
down the following identity:

2(r) — 29 = £&" Z e™(Z1, Ty, ()20 -
7=0
It holds diag, (M) = 0 and hence we get from (3.20)

Iz, @)l =

s”[E;Q(RSan)(g) dgH = 0",

0

With Lemma 6.1.3 it follows
lz(x) — 20| < eme IMllrmaol 70 ()| < cem .

The other estimates directly follow from the differential equation for z. [l
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Figure 3.1: The left picture shows the real part of the first component of u (i. e.
Re(u1)) for the numerical problem from § 7.1 for five values of & (1071,...,107°).
In the middle, the absolute value of Re(n — n}) is plotted with semilogarith-
mic axis. The function Re(n]) is the black line in the upper part of the left
picture. The right picture shows a semilogarithmic plot of the absolute value
of Re(z1(x) — z1(x0)). The legend from the 7 plot in the middle is valid for all
three plots.

Remark 3.3.5. Since S,, is at least CO~bounded independently of € we get from
(3.45) and the Gronwall Lemma 8.4.3, that R is C°~bounded independently of &
too. Using once again the ODE, we further find that R is at least C'~bounded
independently of €.

In Figure 3.1 we illustrate the effect of the discussed transformations for the
vector valued example from § 7.1, which is also used to illustrate the performance
of the one-step methods derived in §6. For our WKB-type transformation
that finally yields the variable z we set n = 1. We plot the real part of the
first component of u (left) (cf. (3.23)) and the absolute values of Re(n; — n7)
(middle) (cf. Lemma 3.2.2) and Re(z1(x) — z1(20)) (right) (cf. Corollary 3.3.4).
For the last two quantities we choose a semilogarithmic representation. We
see that w is highly oscillatory. The variable 7 is oscillatory too (even with a
higher frequency than u), but the amplitude of n —n* decreases with decreasing
€. Here n* is a smooth function, which is the solution of the adiabatic limit
equation as discussed in [54, §2.5]. As derived in the article, we see oscillations
of O(e) around n*. Since we choose n = 1 we expect, due to the estimates of
Corollary 3.3.4, that z oscillates around its initial condition with amplitudes of
O(g?). And indeed this can be observed in the right picture of Figure 3.1.

3.3.1 Application to a scalar second order IVP discussed
by Arnold et al. [4]

In [4] the authors discuss an efficient numerical method for the integration of
the following linear scalar second order IVP (which is a special case of the IVPs
discussed in §2.2):

e2p"(x) + a(x)p(z) = 0, (3.47)
(o) = o €C,
ep'(xg) = ¢1€C.



3.3. REFORMULATION OF THE INITIAL VALUE PROBLEM 43

They use a single transformation to get an equivalent first order system. The
gained system matrix splits into a diagonal matrix of order O(¢~!) and a re-
mainder of order O(¢). In order to remove the (diagonal) O(e~!) term they use
a final transformation, where the variable is multiplied with a highly oscillatory
matrix. This matrix is defined as E. from (3.26).

In order to see the connection between our approach and the method dis-
cussed in [4], we shall apply our WKB-type transformation to the IVP (3.47).
First we have to rewrite it as a first order system. To get a comparable result
we set n = 1 with respect to Remark 3.3.2. Since no first derivative is present
in (3.47), both approaches from §2.2 (the ansatz with Cholesky decomposition
and the transformation from [54]) are equal. Additionally we do not have to
diagonalize the matrix valued function a(z), i.e. U = 1 which yields U’ = 0.
Hence the new quantity

solves the IVP
1 1
;i1 0 1 1 4 (a2)a™>
“ _5<01)“2“+<i1> 5
u(zg) = wup.

Thus we have

L) = <(1) N >a%(z) and B(z) — (_12 i)Za((Z))

From (2.31) of §2.2.1 we know that the quantity 7 = Ty is given by

Tole) = T() = ((1) g) at(z)

To simplify the computations we set

to(z) = . (3.48)

Furthermore

This yields (cf. Remark 3.3.2)

TP (z) = iDp(x)

I
7N
\
R
(=20

Since we do not consider 75 and higher order coefficients we are free to choose
arbitrary diagonal elements of T}. The following choice is made, such that the
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determinant of 7% is equal to t3. This significantly simplifies the formula for the
inverse matrix 7. '. We set

—1

Ty(z) = to(x)tl(z)< ) 1) with t(e) = —

It follows

o 1+ iEtl —ctq
TE - tO ( 75151 1-— iEtl ’

which yields (det T. = t3)

_ 1/ 1—iet et 1 ety ([ —i 1
1 o - 1 1 I =01
" = to( ety 1+i5t1) o T ( 1 z)
Remark 3.3.6. Due to our special choice of the diagonal elements of Ty, the

matriz Te is always reqular independently of €. Hence the restriction in Propo-
sition 3.3.1 to a smaller e—interval (0,£1) can be neglected.

Now we can compute the matrix valued function S; from Remark 3.3.2:

Si(@) = T (2)(B@)Ti(w) - T{(x)) .

In order to make the computations more traceable we start with the expression

in the brackets:
BT, - T
— 1 a \’
5 . tO 3
2a2 1 4 8az
3 ak

(L)
(60 o o e

From Remark 3.3.2 or from the definition of ¢y in (3.48) we deduce

which yields

—i 1 4a"a—5(a’)?
BTy -T] = t A i\ SV
o ’ < Lo ) 32a%
Let us denote the last scalar factor of the above equation by £, i.e.
" 7\2
ﬁ — 4a a—z(a) _ —la_i(a_%)”.
32a2 2

Since

(T i) =(oa)

i.e. the matrix is nilpotent, we immediately compute

7

Sia) = T E@TE -Tiw) = s ] )
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Furthermore we get (see Remark 3.3.2)

/ja (t)dt(é _01)

Hence the transformation (E.(x) = exp(£®(z)))

i
€

N

D(x)

y(x) = EX(a)T7(z)u(x)
yields the IVP
v o= B (] | ) B,
y(zo) = wo-

Now we can compute the (last) transformation from Corollary 3.3.4. The vari-
able R solves the IVP

and thus

R(z) = exp(a/ B(t)dt( _8 (z) ))
o
Hence, z = R~y is the unique solution of
Y = eR(@)'EX(z)Ax) ( ;

z(xg) = 20 = Yo-

PECLEH

By construction it holds

E.(x)R(z) = exp (é /:a%(t)s%(t) dt< - >)

0

We set ¢°(z) := [ az(t) —e2B(t) dt. This yields

e
0o ) (), (3.49)

() 9

I
™
™
—
8
N~—
N
[
S
L)
&

z(xg) = 20

The ODE (3.49) is exactly the reformulation of the problem which is discussed
in [4]. To find out how our approach is related to that discussed in the article,
let us have a look on our transformation that connects y and ¢, ¢’:

_ _ 1 ’L 1 a%(‘p
_ 1 = 1 -
v = e (1))
- 1 ety ((—i 1 1 (i1 a3
- R'E—Td+ ) )= , v
BBt U1 i)l e
- 1 i1 ety (=i 1 2 0 azo
_ 1 % —_
=g )t (0 )08 9%

_ 1 i1 azy )
= R'E? _ . .
© V2t ( L ) ( (¢’ + 2tiazp)
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Since it holds

'+ 2tia? = ¢ + Ly =
50 1 50 90 40/90 a1/4

o = -y )1 ()

Up to the constant factor a’ (zq) this is exactly the transformation established
in [4]. Hence our WKB-type approach is a generalization of the transformation
discussed in the article to the vector valued case.

In order to reproduce the ansatz from [4] with our WKB-type transforma-
tion, we make a special choice of the diagonal values of T;. The result is a
transformation matrix 7.1, which has a simple structure, is easy to compute,
and regular for all ¢ € C. However, in Proposition 3.3.1 (which holds for the
(general) vector valued case) ¢ is restricted to the interval (0,e1) in order to
guarantee regularity of 7.. Hence, naturally the question arises, if it is also
possible in the (general) vector valued case to choose the diagonal, such that
the matrix 7. is regular independently of €7 We shall discuss this in sequel for

T. = To+ ey = (Id+eTT; T
where the diagonal of T; is arbitrary. Motivated by the above discussion (for
the problem from [4]) we shall make the ansatz

(Id —eM)™t = Zsj M;
j=0
where M is a wild card for leTO_l with an arbitrary diagonal part. Multipli-
cation with (Id —eM) yields

Id = (istj)(IdsM)

=0

Mo + Y& (M — M; M) + "' M, M . (3.50)
j=1

The limit € — 0 yields My = Id. Since all the remaining coefficients of the ¢
powers have to be zero, we inductively deduce

M; = M7, j=1,...,n and M"*' = 0. (3.51)

This means M is nilpotent, which cause the Neumann series to terminate after
a finite number of summands. We record the essence of the above calculations
in the following

Lemma 3.3.7. Let M € C¥™? be a quadratic matriz. It is equivalent

(i) For all € € C the matriz Id —eM is regular,
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(ii) M is nilpotent.

Proof. (ii)=-(i): If M is nilpotent, then the matrix Z?:o e/ M7 is the inverse of
Id —e M, as shown above.
(i)=(ii): For € # 0 we write

Id—eM = ¢(11d-M).

Since Id —e M is regular, % cannot be an eigenvalue of M. Hence 0 is the only
eigenvalue of M. Thus the characteristic polynomial of M is xas(A) = A%. This
yields M¢ = 0, which means M is nilpotent. O

Now one can argue that we only have € € (0,e9) C R. But also in this situation
it is true that the inverse of the matrix (Id —eM) is a polynomial in ¢, if and
only if M is nilpotent.

Proposition 3.3.8. Let eg > 0. For M € C¥? it is equivalent:

(i) For all e € (0,e0) the matriz (Id —eM) has an inverse of the form

n

(Id—eM)™t = Zsij ;
§=0
with ¢ —independent matrices By, ..., B, € C*% and a fized n € N.

(ii) There exists a constant ¢ € C, such that for all € € (0,e9) it holds

det(Id —eM) = c.

(iii) There exists a constant ¢ € C and d+ 1 pairwise distinct complex numbers
C1,...,Cay1 € C, such that

det(Id—¢M) = ¢, j=1,....d+1.

(iv) det(Id —eM) =1 for all e € C.
(v) (Id—eM) is regular for all e € C.
(vi) M is nilpotent.

Proof. Obviously it holds (iv) = (ii) = (iii). To prove (iii) = (iv) we remark
that det(Id —e M) = p(e) is a polynomial in ¢ of degree d. Hence the polynomial
p(e) — ¢ has degree d too, but d 4+ 1 pairwise distinct roots. Thus (due to the
Fundamental Theorem of Algebra, cf. [64]) it has to be zero. Hence p(e) = ¢
holds for all ¢ € C. Since p(0) = det(Id) = 1 we get ¢ = 1. By Lemma 3.3.7
and (3.50) (with the discussion that leads to (3.51)) we get (iv) = (v) < (vi)
< (i). Finally we prove (v) = (iv). Since (Id —eM) is regular, the polynomial
p(e) = det(Id —e M) has no roots in C. By the Fundamental Theorem of Algebra
it has to be constant. O

Remark 3.3.9. Hence the matriz T. is reqular independently of €, iff T1T0_1
is nilpotent. The cases in which the diagonal of Ty can be chosen such that this
holds are still not characterized. But for special situations Proposition 3.3.8 can
be an additional criteria for the determination of diag(T).
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3.3.2 Comparison with the Super—Adiabatic Transforma-
tion by Hairer et al. [27]

In [27] the authors (briefly) discuss a transformation ansatz similar to (3.25) for
a special case of our setting, as we shall see in a moment. In the textbook the
authors start with the first order system (v(z) € C%)

where A(z) € C%*? is skew—hermitian for all € [a,b]. Furthermore they
assume that A and its derivatives are bounded independently of . Since A(z)
is skew—hermitian, there exists a unitary matrix Q(«) and a real valued diagonal
matrix L(x), such that A(z) = iQ(x)*L(z)Q(x). Additionally it is assumed that
A(z) has d distinct eigenvalues for all € [a, b]. Hence the transformation ansatz
u = Qu yields (provided that @ is differentiable)

V@) = D) + Q@Qw ul).

This is a special case of (3.21) from § 3.2, with B := Q'Q*. By Lemma 3.1.1 we
get that Q'Q* is skew—hermitian.

For all z € [a,b] let ®1(z),...,®,(r) € C4*? be real diagonal matrices and
Xi1(x),..., Xn(z) € C™¢ skew—hermitian. They shall be determined in the
sequel (at least ®1,X; to point out the procedure) in order to reproduce the
transformation from [27]. We define the matrix valued function

~

T. = exp(e"X,)exp(ie" '®,)...exp(e' X1) exp(ic’®;) .

Since each factor is a unitary matrix, so is fg. The super—adiabatic transforma-
tion (SAT) ansatz now reads

7 = ETru. (3.52)
Here the matrix valued function E. is given by (3.26). We slightly changed the
notation with respect to [27]. The matrix X;(z) in the textbook is equivalent to
—X,(x) here. In [27] we find the following relations between X;, ®; that have
to be fulfilled for the SAT:

—i[L,Xj] + ’L(I); = =1 j = 1, ey (353)

The matrix valued function Wy is equal to B = Q'Q*. For j > 1 the variables
W; are not specified in the textbook. It is only mentioned that W; can be built
up from the variables up to the index j — 1. Hence the linear system (3.53) can
recursively be solved. If {¢;, X;, j =1,...,n} is a solution of the linear system,
then the system matrix of the gained equivalent IVP for 7 is of order O(¢"). In
the textbook this fact is briefly described by the relation ' = O(e™).

For n = 1 we shall derive the matrices ®; and X; from the ansatz (3.52),
instead of using (3.53). This (hopefully) yields a better understanding how
(3.53) can be derived and additionally we get the IVP for the transformed
quantity y. Afterwards we shall compare the y—IVP and SAT variables to our
WKB-type approach.
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If one passes to n > 2, the equation that determines X, ®; (i.e. (3.53) for
j = 1) remains unchanged. Hence the results from the subsequent computations
are valid also for higher order SAT. The following discussion is an elaborated
version of the computations from the textbook. Let us denote the (unitary-)
matrix valued functions exp(i®;) and exp(eX;(z)) by Ty and T} respectively.
Hence the ansatz (3.52) reads for n = 1:

J(z) = E.(2) To(z)* Ti(z)* u(z). (3.54)
Furthermore we set
Fi(z) = igjlel(z)j and Fy(z) = isjszl(mj
Jj=1 j=2

For all € [a, b] the matrices F}(x), Fx(z) are O(1) as € — 0. Since E.(z) and
To(x) are diagonal matrices they commutate. Thus, differentiating equation
(3.54) yields (with Lemma 3.1.1)

§ o= ETy(—iLTy — i@ Ty + () + T (L + B))u
= BT~ iTLTY — i@y Ty + Ty(Ty) + iL + B)T\ToE-§
= BT (L[L,Th] — i@, — T{ + BT\)ToE.§.
The matrix valued function between the brackets (in the last line) is denoted
by S1. Now we use the identities 77 = Id +eF} andATl = Id4+eX; + £2F, to
separate the lowest order terms with respect to € of S;. We get

~

Si = i[LId+eX) +F] — i(1d+eF)®)

—eF] + B(Id+eF)
= i[L,X1] —i®) + B
+e(BF, — iy ®) — F{ +i[L, F»]) .
Hence S is of order O(¢), if and only if
[L,Xi] = iB+®,. (3.55)

By Lemma 3.1.9, there exists a solution of (3.55), if and only if diag(¢ B+®}) = 0
and thus @) = —i diag(B). Furthermore we deduce that

X, = D;o(iB+®) = iD; 0B

is a (partial) solution. Since B is skew—hermitian, X is skew—hermitian too.
We choose the integration constant for ®1, such that ®;(z¢) = 0, which yields

To(z) = eXp( / Zdiag (B(s)) ds).

xo

Hence fo solves the IVP

T, = diag,(B) Ty,  To(zs) = Id.
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which coincides with (3.37) from Remark 3.3.2 (v = (1,...,1)T € C%). Thus
our quantity 7 from Remark 3.3.2 and fo from the SAT are equal. Since B is
skew—-hermitian, its diagonal has to be purely imaginary. Hence Ty is unitary
as assumed. We also find that 77 from Remark 3.3.2 and X; are equal. But
the ODE system matrices for the variables y (WKB—type transformation) and
U (SAT) differ. For § we get the quite lengthy term

e BXTX (BFy — iF1®, — F{ +i[L, F5)) Ty E- ,
while the system matrix for y reads (cf. Remark 3.3.2)
e BXT' (BT, — TY)E- .

The structure of the equations that determine the variables X;, ®; of the SAT
(cf. (3.53)) and the equations determining the variables T of our WKB-type
approach (cf. (3.30) in the proof of Proposition 3.3.1) are very similar. From
this point of view the computational effort is the same. But for higher orders,
the right—hand side of (3.53) (i.e. W;) gets more and more involved, while for
our approach it is of the same (simple) type for all stages (cf. Remark 3.3.2).

The advantage of the SAT compared to our transformation is that fg is
unitary. Hence (as long as X7, ..., X,, are skew hermitian) one does not have to
solve a linear system in order to compute the system matrix for y. Furthermore,
errors on the 7 level are not enhanced when transforming back to u. However,
this advantage is lost, if one extends the SAT to our more general setting from
§3.2. Here B(z) does not have to be skew hermitian. The generalization of the
SAT to this case is straight forward. One has to replace * by ~!in the previous
discussion. Since we have not used that Ty, T} are unitary, the equations that
determine ®; and X7 remain unchanged.AThus, if B is not skew—hermitian, X
is not skew-hermitian either and hence T; is not unitary. Furthermore (for ¢
small), the matrix inverse of our transformation matrix 7. (z) is given by a von
Neumann series. To be more precise it holds

T.(z)"' = (To(z)<1d+€T0_1i1€j1Tj>)_1
- (g(—s)k(%1igj—1Tj)k)To(x)—1.

Hence errors of our WKB—type transformation variable y are only moderately
amplified when transforming back to u.

The exclusive usage of unitary matrices for the SAT has the (very little)
drawback that one has to compute the matrix exponential exp (¢X1(z)) (which

is the variable 71 (z) in our notation). If one simply truncates the series, the
result is not unitary. In this case one implicitly uses an ansatz similar to our
approach. Thus, one could have directly started with our transformation. Other
methods, like the Matlab function expm, have to solve a linear matrix equation
(cf. [30]). Thus also in this case the computational advantage of the SAT
(compared to our approach) is significantly reduced. Moreover one has to find
suitable approximations for Fj(z) and Fy(x). One can either use a truncation
of the series or the formulas

1
=2

F o= %(ﬁ_m), B = (T ~1d—eX1).
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The disadvantage of the formulas is that the error made while deriving T, is

enhanced with a factor £~ 2.

From the computational point of view our approach is much simpler for the
more general problem from § 3.2, yielding a comparable result to the SAT. Even
in the special case of skew—hermitian B (which is considered in [27]) there seems
to be no significant draw back of our ansatz compared to the SAT.

3.4 The inhomogeneous case

Let m € Z and let Q := I x (0,eq), with g > 0 and I C R a bounded open (non
trivial) interval. In this section we shall consider the inhomogeneous equation

W' = LLu+ Bu+e™f.

with the assumptions of Proposition 3.3.1 for the matrix valued functions L, B.
Additionally it has to hold

Assumption 4. The functions L: Q@ — C%*% and f: Q@ — C?% are CT— ™~
bounded independently of €.

Assumption 5. There exists a constant ¢; > 0 independently of €, such that
for all (z,e) € Q=1 x (0,e9) it holds

llj(z,e)] > a, forj=1,...,s.
A consequence of Assumption 5 is

Lemma 3.4.1. The matriz valued function L is regular for all (z,e) € Q.
Furthermore, L™1 is C"~bounded independently of €, with r' = max(r,r —m).
Proof. Since the eigenvalues of L are bounded away from zero, L is obviously
regular for all (z,¢) € Q and it holds |[L7|] < 2. From Corollary 3.1.2 we get
for every fixed ¢ € (0,g¢), that L=1(-,&) € C". Furthermore it holds

=T = =27 LY < L]

Since L is C"-bounded independently of ¢, we get (L~!)" is bounded inde-
pendently of . By induction (using (3.5)) it follows that (L 7)) is bounded
independently of € for j =1,...,r. O

Now we can prove the main result of this section.

Proposition 3.4.2. Let the assumptions of Proposition 3.3.1 hold and let
To, ..., Ty, Sy be the matriz valued function from the Proposition. Additionally
let Assumption 4, 5 hold. Then there are vector valued functions gm+1,-- -, Gn,

such that the new variable y defined by (cf. (3.25)—(3.24))

n
y = BT Yu—g) with g = Z e’g;
j=m+1

solves the inhomogeneous ODE

o~

y = e"E!S,E.y+ e"EXf. (3.56)

The function ]”\ is C" "™ —bounded independently of €.
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Proof. Let E.,T. be given by Remark 3.3.2 in §3.3. It holds
(BT + EXT-YAL+ B) (BT )™ = e"EXS.E.
and the ansatz y = EXT(u — g) yields
y = (BT (u—g) + (EXT7Y)((ZL+ Blu+e™f —4)
= " BISoBey + (BIIZY)(E™f+ (LL+B)g—4).
To increase the e-order of the inhomogeneity we make the ansatz?

n

glx) = Y g,

Jj=m-+1
which yields with g,+1 :=0

e"f+(iL+Blg—g = "(f+ilgmp) + Z e/ (Bg; — gj + iLgjt1) -
Jj=m+1

We set g1 =iL~'f and for j =m +2,...,n
9i = iL7Y(Bgj-1—gj_1)-
This yields
y = e"EIS.BE.y+ e"EXT- (g, — Bgn).

By Lemma 3.4.1 L~ is C"" bounded independently of €. Hence g,,+1 is C" 7"~
bounded independently of e. This yields (by induction) that g; is C"—7T!-
bounded independently of e for j = 1,...,n. Hence the (non oscillatory) vector
valued function

[o= Tail(g;z_Bgn)
of the inhomogeneity in ODE (3.56) is C"~"-bounded independently of e. O

Remark 3.4.3. From the proof of Proposition 3.4.2 we get that the functions
gj are constructed as follows: We set gpi1:=4L™ f and for j=m+2,...,n

g = iL7'(Bgj_1—gj ).

The function ffrom (3.56) is given by f: T (9!, — Bgn)-

3.5 WKB approximation

The WKB-Method or Phase Integral Method is a technique which became pop-
ular with the rise of the quantum mechanics. It was used by Wentzel, Kramers
and Brillouin in the 1920s to find approximate solutions of the Schrédinger
equation (cf. [32]). The basic idea is the assumption that the fast variation of

3For m > n we have an empty sum and hence g = 0.
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the solution of a linear singular perturbed ODE?, like the stationary one dimen-
sional Schrodinger equation in the oscillatory regime, is of exponential nature.
For more than a century the WKB-Method is used in different fields of physics
like quantum or solid mechanics to approximate solutions of singular perturbed
linear ODE. Hence it is not surprising that one finds two different definitions of
it in literature. One definition (cf. [6, 48]) for the scalar problem

ey (@) + V(@)d(x) = 0 (3.57)

is given by an expansion of the form
va) ~ e (£D o). (3.59)
j=0

The (formal) ansatz ¢ = e* /47 leads to the Riccati equation
ied) = ¢’ —a.

Hence the above given expansion for ¢ corresponds to an asymptotic approxi-
mation of the nonlinear first order ODE.

Another approach (cf. [32]) is to find a phase function ¢ and an asymptotic
expansion® of 1 in the sense of § 3.6, i.e.

(x) ~ (Zej cj(z)> exp (é(b(z)) . (3.59)
§=0

We call the second ansatz (3.59) WKB-Method and the first one (3.58) physi-
cal WKB-Method, due to the appearance of this ansatz in almost all physical
textbooks dealing with this topic.

In §2.2 we present a technique to transform the ODE (3.57) to a first order
system of the form

u'(r) = éL(z)u(x) + B(z)u(x).

Hence, also u has a WKB approximation and it is quite natural to ask if for more
general matrix valued functions L, B an asymptotic approximation of u exists.
There is of course a positive answer. In the sequel we shall derive a WKB-type
approximation for a fundamental system of solutions U of ODE (3.21) on the
bounded interval I = [a,b]. I.e. the (square) matrix valued function U solves

U'lz) = éL(z)U(x)JrB(:c)U(z) (3.60)

and is regular for all = € 1.
As in the previous sections, the matrix L is diagonal with

L = diag(l1Id,,,...,ls1d,,)

4At least the highest derivative is multiplied by a small parameter, which significantly
changes the behavior of the ODE if set to zero.

7
5 : ; —z9 j
To be more precise this means e €% ~ Zj ele;
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with pairwise distinct I;(x) for every x € I. Furthermore the matrix functions
L, B are assumed to be smooth and we set v = (vq,...,v5)7 € N*. Since
two fundamental systems of solutions are equal up to the multiplication with a
regular constant matrix from the right—hand side we focus, without restriction
of generality, on a solution with U(zg) = Id for some z( € I.

Since the WKB-ansatz (3.59) can directly be generalized to the vector case
and structurally yields the same equations (for the second order ODE) to solve
as in the scalar case its our method of choice. The physical WKB-ansatz yields
more problems, since generally exp(A)" # A’ exp(A) for a matrix valued function
A € CYI,C"*¥). How it can be applied or modified for the vector case is
not yet clear, but it seems to be connected to the so called super—adiabatic
transformations briefly discussed in [27] and §3.3.2.

The basic strategy to find an approximation for U is based on the variation
of constants principle. Assume we have given two matrix valued functions Uy
and S, such that it holds for all z € I:

wkb = éLkab + BUwkb + S, Uwin(zo0) = U(xo),

for some zy € I. Hence Uyyp — U solves the same inhomogeneous IVP as Uiy,
but with trivial initial data. Since U is a fundamental system of solutions of
the homogeneous equation, we get by variation of constants (cf. Lemma 8.4.1)

Ui(z) ~ U(x) = Ula) /zU*(osg(s) e

With Lemma 3.5.2 we deduce from the previous equation

Ui = U < cllSell, (3.61)

with a constant ¢ independently of e. If ||S:|| < 1, e.g. || S:|| = O(e®) with
a > 1, then Uy is a good approximation for U.

Remark 3.5.1. Due to the estimate (3.61) we shall use the following strategy
to determine a suitable approximation Uiy .

(i) make a suitable ansatz for Uy, (motivated by (3.59))
(i) insert it into the homogeneous ODE (3.60)

(iii) determine the free parameter from the ansatz function such that the re-
mainder Se is getting small

In the next Lemma 3.5.2 we collect some properties of U in order to get an idea
what are natural assumptions for the desired WKB approximation Uyyp.

Lemma 3.5.2. Let U be a fundamental system of solutions of the IVP (3.21).
Then it holds:

(i) U is reqular on I and U,U~" are continuously differentiable.

(i) 3 ¢ > 0 independently of e, such that: |U||, U7 < c.
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Proof. (i) U is regular on I (cf. [2]) and hence we can apply Corollary 3.1.2.
(ii) To derive a bound of U we introduce a new quantity ¥ := E*U with

E = exp <- /sz(g) dg) .

Y' = —1LY + E*({L + B)EY
= E*BEY.

Differentiation yields

Integration of the differential equation yields

Y (@) < |Y0||+‘/I|E*(§>||B(§)||||E(§)|| dg| .

Since L is real, E is unitary and hence |E*|| = ||E|| = 1. By a Gronwall
argument (cf. Lemma 8.4.3) we get

V(@) < [Yo| e IB@ldsl

The smooth matrix B is bounded independently of . Since I is a bounded
interval, there exists a constant ¢ > 0 independently of e, such that for all x € T

@I < 1T @IE@INY @] < .

To show the existence of an € independent bound for ||U(x)~!|| we use the fact
that U~ is differentiable. Equation (3.5) yields

™y = -U'(iL+B).
Hence a similar calculation as done for U yields a bound for U 1. (|

In the following Definition 3.5.3 we specify our WKB ansatz. Since we
want to approximate a fundamental system of solutions of ODE (3.60), we shall
demand similar properties for the ansatz function as listed in Lemma 3.5.2.

Definition 3.5.3. Let n € N and let Cy, ..., Cy,, ®: I — C*¢ independently of
e with ®(x) € R™4 diagonal for all x € 1. Then the matriz function

W(z) = (Zsj Cj(z)) E.(x) with (3.62)
j=0
E.(z) = exp(L®(x)) (3.63)

is called a WKB ansatz function of degree n for the ODE (3.60), if and only if
(i) all quantities are continuously differentiable on I,
(il) W is regular on I,

(iii) 3¢ >03egp >0Ve e (0,50): [|[WY <e.
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From Corollary 3.1.2 we know that W ™! is differentiable and hence we do
not have to claim it additionally. Due to (i) and since ® is a real diagonal
matrix, we easily see that ||| is bounded independently of € € (0,¢q) for some
g0 > 0. Since W is assumed to be regular, the same holds for Y~ &/C;. It is well
known that a sufficient condition for the sum being regular is that Cy is regular
and € small. By the following Lemma 3.5.4 this is also necessary for a WKB
ansatz function.

Lemma 3.5.4. Let W be a WKB ansatz function of degree n. Then the fol-
lowing conditions are equivalent

(i) 3e>03egg>0Ve € (0,e0): W <e.
(i) Co(x) is regular for all x € I.

Proof. (ii) = (i): Let Cy be regular on I and 0 # v € C%. For any regular
matrix M € C?*? it holds

_ 1
loll = 1M~ Mol = || Mo]| > WHUH, (3.64)

which yields

e 2 (jgayy —e S 101 e

Since @ is real, E. is unitary and hence ||E-(x)v|| = ||v]|. Since all quantities
are continuous on the compact interval I, there are constants 9,7 > 0, such
that the right-hand side is strictly positive for all € € (0,¢p), i.e

[W(z)ol = o]l
Hence W (z) is injective and consequently regular. Furthermore we compute

- o]l 1
W=t @)l = sup < -
w0 [[W (z)0]] T

The boundedness of ||[WW(x)]| is clear due to the definition of W.

(i) = (ii) is proven by contradiction. Assume there exists an « € I, such that
Co(z) is not regular and let v € C?. Since W (z) is regular, we can find for any
prescribed v a vector u, such that W (z)u = v. It follows with Co(z) = TJT !
(Jordan normal form)

W(zu = v & T 'w = Jw+eBuw,
with
B = Y d7'T7'C;T and w=T""u.
j=1

Since Cp(x) is assumed not to be regular, we can assume without restriction
that the last row of J is identically zero. Let ¢ € (0,&¢) and choose v, such that



3.5. WKB APPROXIMATION o7

T~ v =(0,...,0,1)T € C% Since Cy(z) does not depend on ¢, the same holds
for the vector v. Hence we get

d
E Bajw
=0

N
_ i1 _ _ _
e c|ITllIT 1II(Z€6 |cj|)|T Wl < ee W

=0

1 = ¢

< e |[Blloollwl]loo

IN

Here we denote by || - ||o the co—norm on C¢, which is at once replaced by the
euclidean norm due to the equivalence of norms on C? (cf. [68]). Since c is an
e—independent constant, |[WW~!(z)|| cannot be bounded as ¢ — 0, which is a
contradiction. O

If L, B are sufficiently smooth, the following Lemma 3.5.5 guarantees the
existence of a WKB ansatz function, such that (3.60) is solved up to a remain-
der of order O(e™). But without prescribing initial conditions. Our strategy to
construct an approximation Uy, for an IVP is as follows: From the construc-
tive proof of Lemma 3.5.5 we extract a special set of WKB ansatz functions
Wy, ..., W,, of orders 0,...,n (cf. Corollary 3.5.7). Afterwards we prove in
Lemma 3.5.9 that there exists a unique linear combination W which approxi-
mates the IVP up to a remainder of O(e™). The function W is in general not a
WKB ansatz function.

Lemma 3.5.5. Let m > n and L,B € C™(I,C%4). Then there exists an
€0 > 0 and a WKB ansatz function W of degree n, such that

W' — éLWfBW = e"SE..
The matrixz function S is given by
S = C/ - BC,

and hence is independently of €. Furthermore there exists a permutation matriz
P, such that it holds for all x € I:

®'(x) = P*L(z)P. (3.65)

The matrixz coefficient functions are smooth. To be more precise it holds for
j=0,...,n: C; € C"=I+([,C¥) which yield S € C™™,

Proof. We formally compute:
W' —1LW - BW = Y (C)+iC;® —LLC; — BC;)e’ E.. (3.66)
j=0

Now the idea is to determine Cy,...,C,, such that the coefficient matrix in
front of the factor &/ is zero up to e"~!. This yields for j € {0,...,n}

’L'qu)l — iLCj + Cj/;l - BCj_l = 0, (367)
where we set C_; := 0. For j =0 we get

Co® —LCy = 0.
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Due to Lemma 3.5.4 Cy has to be regular, which yields with Lemma 3.1.8 that
®'(x) = P*L(x)P, (3.68)

with an arbitrary permutation matrix P which has to be constant; otherwise
we would get a discontinuous jump on the diagonal of @'.
Multiplying (3.67) from the right—hand side with P* yields for j =0,...,n

i[L,C;] + BC;_y — Ci_, = 0, (3.69)

J

where we set @- = C;P*. A comparison of equation (3.69) with (3.30) from
the proof of Lemma 3.3.1 yields that both systems of equations are equal, i.e.
Cj=T,forj=0,...,n. Hencefor j =0,...,n

o = iD; © (BCjo1 —Cjy), (3.70)
Clitv(e) = Tl )(Cd‘a” o) / T(€)~" diag, (B CoM)(¢) dg),(3.71)
where 7 is the unique solution of the IVP
T = diag,(B)T, T(z) = Id.

Since C_y = 0, we have Co(z) = T (z )Cd““’ (x0) and hence (due to Lemma 3.5.4)

Cd‘d” (x0) has to be a regular matrix. Thus we have an explicit recurrence

relation for CO, cee C,. And by construction it is 7 € C™*1(I) and hence

éj € C™JTH(I). Thus there exists an g9 > 0, such that Zsjaj is regular on

I for all € € (0,ep). For the rest of the proof let £ € (0,2¢). Since all quantities

are continuously differentiable, the formal derivation of (3.67) is justified.
Going back to equation (3.66) we get

W' — LW — BW = £"(C), — BCy,)E:.
and hence
S = CJ - BGC,.

The matrix function S is (obviously) e-independent and S € C™ "™, which
completes the proof. [l

In the above proof we derived an explicit recurrence relation for the matrix
functions Cy, ..., C,,. As we have seen the matrix valued functions Cy,...,C),
as well as the permutation matrix P are not unique. In order to characterize
all WKB ansatz functions and derive an approximation for U we shall choose a
special set Cy, . ..,C,, of matrix coefficient functions.

Definition 3.5.6. Since L was already assumed to be diagonal, we shall set
P =1d and let T be the unique solution of the IVP

T = diag,(B)T, T(x) = Id, (3.72)

and let

D(z) = /Z L(€) de. (3.73)
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Furthermore we set Cy :=T and define Cy,...,C, by the following recurrence
o™ = iDp © (BCi-1—C)_y) (3.74)
Ci@) = T [ TO g, (BN de. (37)

With these definitions we get from the proof of Lemma 3.5.5

Corollary 3.5.7. Let ®,T and Cy,...,Cp, be given by equations (3.72)—(3.75).
Then the special WKB ansatz functions

Wy(z) = iajcj(x) E.(x), k=0,....,m
7=0
satisfy
W) — LWy, — BW, = e"SpE., (3.76)
with

Sy = Ch— BCy.

Remark 3.5.8. If (3.60) originates from a second order ODE as discussed in
§2.2.1, then T from Definition 3.5.6 is given by

T(x) = L(z)¥L(xo) 7.

This factor corresponds to the non oscillatory “amplitude” in the first—term
WKB approzimation (3.2).

As stated in the beginning of this section the basic idea to derive an approx-
imation Uykp of U is to find an approximate solution for the ODE (3.60) with
suitable initial conditions. Since the ODE is linear we can use a linear combi-
nation of the special WKB ansatz functions to construct Uyyp. Lemma 3.5.9
is even a stronger result. Every approximate solution of ODE (3.60) (with re-
mainder of order (9(5"/ )) can be uniquely approximated by a linear combination
of Wy, ..., W,,, up to a remainder of order O(smin(mvnl)).

Lemma 3.5.9. Let the matriz valued functions L, B € C™(I,C%%) and let
9 € 1,0 >0 and n' € N. Further let V: I x (0,g0) — C¥*? be continuously
differentiable in the first variable for every fized € € (0,20) and let

’

V(zg,e) = ZsjVj exp (£0g) + O™,
§=0
with matrices Vo, ..., Vy € C4 and &y € R¥*? diagonal. Furthermore we

assume that there exists a constant ¢’ > 0, such that for all (x,e) € I x (0,¢&0)

’

IV'(z) = tL(2)V(z) = B@)V ()| < e .

Then there exists unique matrices Xo, ..., X, and a constant ¢ > 0 indepen-
dently of € such that

[V-wl < ce"
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with n := min(m,n’) and

W(x) = Y " FWi(z) Xy exp (L) (3.77)
k=0
Proof. We start with determining the matrices Xo, ..., X,. The approximation

W has to coincide with V' at g up to order O(e™) which leads to

n n n

ZEj‘/j = ZEn_ka(xo)Xk = ZE‘j(ZCjS(Z'())XnS).

j=0 k=0 j=0 s=0

Since this has to be true for all € € (0,e(), we get the following linear system
where we write C; instead of C;(x):

CO Xn ‘/0
Cn ... Co Xo Va
By definition Cy(xo) = Id and hence there exists unique solutions Xo, ..., X,.

Let Ry be the remainder of ODE (3.60) with respect to V. Due to the assump-
tions it is ||[Ry || < /€™ . This yields

(W—=V) = LLW-V) = BW-V) = ") SiE.X; + Ry
k=0

and we get with variation of constants

V=W < ce"||D> SuBXi|| + e .
k=0
To finish the proof we remark that n < n’. O

A direct consequence of Lemma 3.5.9 is that any WKB ansatz function can
uniquely be represented by a ”linear combination” of Wy,..., W,,. For our
fundamental system of solutions U we derive

Corollary 3.5.10. Let U be a fundamental system of solutions of (3.60) such
that U(xzg) =1d. Then there exists unique matrices Xo, ..., X such that

U= Unnll < ce™,
with a constant ¢ independently of & and Uy, given by (3.77).

Vice versa, there exists for any WKB ansatz function W a fundamental
system of solutions U such that the difference between W and U is of the same
order as the residuum of W with respect to the ODE (3.60).

Corollary 3.5.11. For any WKB ansatz function W of degree n < m with
W' — iLW — BW = £'SE.,
there exists a fundamental system of solutions U to (3.60), such that
[U-W][ <ce",

with a constant ¢ > 0 independently of €.
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Proof. The fundamental system of solutions is determined by the following con-
dition:

U(.To) = Z EjCj (,7:0) .
3=0
By Definition 3.5.3, W is regular on I which yields that U(z0) is regular too. O

Finally we discuss the connection between the WKB approximation W and
the derived transformation 77 in §3.3. In the proof of Lemma 3.5.5 we already
observed that the matrix functions 7} and C; solve the same equations.

Remark 3.5.12. Let u be the unique solution of the IVP (3.23) and let the
matriz valued function W € CY(I) be regular for all x € I and satisfy

W = LW + BW + S
with a matriz valued function S. Then the new quantity
y = W lu
is the unique solution of the IVP
y = —WS)y,  ylz) = W (xo)uo- (3.78)

Is W a WKB ansatz function, then W= is bounded independently of ¢ and
hence the norm of the system matriz of ODE (3.78) is of order O(||S]]).

Since the matriz valued functions Ty, ..., T, from Remark 3.3.2 coincide
with Cy, . ..,Cy from Definition 3.5.6, we get for the special choice W = W,, the
IVP (3.40) from §3.3, i. e. we have

y = e"EIS.E.y,  y(zo) =wyo-
Thus in §3.3 we constructed W,, = T. E..

Proof. Differentiation yields with (W=1)" = —-Ww=tw'w !

y = —-WI'WW lu + WA+ B)u
= W (tA+BW + S]Wu + W (LtA+ B)u
= —(W19)y.

Since Ty, ..., T, from Remark 3.5.12 coincide with Cop,...,C, it is T-F. = W,
and hence we get from Lemma 3.5.5

~W, 1S

*(TsEs)ilen(C;z - BCH)EE
e"EXT-YBT, —~T))E. = €"E:S,E..
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3.6 Asymptotic expansions

In §3.5 and in the numerical part about the oscillatory integrals we come close
to the field of asymptotic analysis. Due to this we follow the textbook of Holmes
[32] and use this section to give a brief introduction of the basic definitions and
give some simple examples to illustrate the concept.

To warm—up we start with the repetition of the order symbols. Therefor
we define the term neighborhood. In the sequel a neighborhood of z € R
always denotes an open subset of R which contains x. Since we want to define
the order symbols also for +oo, we have to define neighborhoods for them. A
neighborhood of oo is an open set U C R, such that U contains an interval
(a,00) with some a € R. Analogously we define neighborhoods of —oc.

In the sequel I C R denotes a non empty open interval and T its closure with
respect to the euclidean topology.

Definition 3.6.1 (Order Symbols). Let eg € I and f,¢: I — C.
(i) We write f = O() as € — €, if and only if

3¢ >0 3U C R neighborhood of eg Ye € INU: If(e)] < clo(e)] -

(ii) We write f = o(¢) as € — eq, if and only if

Ve>0 3 U CR neighborhood of eg Ve € INU: lf (&) < clole) .

Since ¢ can be a boundary point of I the above definition includes the one—sided
convergence of € to gg.

The following Lemma 3.6.2 gives a sufficient criteria for f being of order
O(¢) or o(¢), which can be more useful then Definition 3.6.1.

Lemma 3.6.2. Let f,¢: I — C be functions, such that

A = lim ()l € RU{o0}

=0 [p(e)]

exists. It holds
(i) If A < o0, then f = O(o).
(il) f=o0(d), if and only if X =0.

Proof. Let A\ < co. Hence it holds:

Ve>0 3U C R neighborhood of ey Ve € INU: Hgg;; f)\‘ <ec.

From the inequality we deduce, with the lower triangle inequality, that

[f @) < A +e) o)l -

Hence the existence of the finite limit A is a sufficient condition for f to be
of order O(¢) as € — eg. Is A = 0 we additionally deduce from the above
calculation that f is of order o(¢) as € — . O
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Remark 3.6.3. In Chapter §5 and §6 we derive error estimates, e.g. of a
quadrature rules for highly oscillatory integrals in §5.2 or the local error of one
step integrators in §6.6, that depend on two small parameters € and h. Hence
we shall give a precise definition of the order symbol O in the presence of two
variables. Here we restrict ourself to the special situations that appear in this
thesis.

Let B be a vector space with norm || - || and let «, 8 € R. Furthermore let
€x, he > 0 and let the function f: (0,e4) X (0, he) — B. Analogue to Definition
3.6.1 we write

f(e,h) = OE*R®) as (s,h) =0,
if and only if there exists a constant ¢ > 0, such that
V (g,h) € (0,e4) x (0, hy): If(e,h)|| < ce*hP.

Since € and h are small positive numbers, we skip the adjunct (¢,h) — 0 and

(often) only write f(e,h) = O(e*h?).

Our next goal is to characterize the behavior of a function as e — 9. The
suitable term for our applications is the so called asymptotic expansion, which
is defined in Definition 3.6.6. In order to give a precise definition of it, we shall
first define an asymptotic approximation (Definition 3.6.4) and an asymptotic
sequence (Definition 3.6.5).

Definition 3.6.4. Let f,¢: I — C. The function ¢ is an asymptotic approxi-
mation to f as e — eo, if and only if f — ¢ = o(@) as e = €o. In this case we
write f ~ ¢.

The following example from [32] illustrates the meaning of asymptotic approxi-
mations. Let g = 0 and f(g) = sin(e). From the power series of sin(¢) at £ =0
we get

fle) = e—32+0(E%).
It is easy to check that f ~ ¢; holds for
p1(e) =¢c, ¢a(e) = +1000e?, ¢s(e) =e — 2e3.

Hence we do not have a unique asymptotic approximation, since all of the above
given functions serve as an approximation of f as ¢ — 0. Obviously, ¢3 is a
better approximation of f than ¢o for || small. To take also the comparative
accuracy into account we proceed with

Definition 3.6.5. A sequence of functions {¢;: I — C}jcn is called an asymp-
totic sequence as £ — gq, if and only if for all n € N it holds that ¢, = o(¢dm,)
as € — € for allm < n.

A simple example of an asymptotic sequence is ¢;(g) = (€ —¢¢), where {7;}jen
is a (real) strictly monotone increasing sequence. Since 7, — ¥, > 0 for m < n,

and hence ¢, = o(¢y,).



64 CHAPTER 3. WKB-TYPE TRANSFORMATIONS

Definition 3.6.6. We say that f: I — C has an asymptotic expansion to n
terms at ¢, if and only if there exists an asymptotic sequence {@;};en ase — €
and (constant) complex coefficients {ax}ren, such that for allm <n

> ajd; + o(dm) ase—eo. (3.79)

i=1
In this case we write f ~ Z?:l a;o;.

We deduce from (3.79) and Lemma 3.6.2 that for all m <n

Fle) =X asgs(e) -

e —ay,m — 0.

Hence a,,, and consequently the asymptotic expansion is unique for a prescribed
asymptotic sequence.

One way to derive an asymptotic expansion for real-valued functions is to
use Taylor approximation. Let g € I and f: I — R be in C"T(I). Due to
Taylor’s theorem

Z (EO (e —€0) + Rnya(e),

7=0

with the remainder R,,11(¢) being of order o((e —&¢)™). Since we have proven
that ¢j(¢) = (¢ — €9)? is an asymptotic sequence, the Taylor polynomial is an
asymptotic expansion of f as € — ¢¢. Hence, for our example we immediately
see that

f(e) = sin(e) ~ Zajqu(s)
7=0

for all n € N and a; = %

Nevertheless a function can have multiple asymptotic expansions. It is only
unique for a prescribed asymptotic sequence. For example take the Taylor
polynomial and add an exponentially small function to ¢;, e. g.

¢i(e) = (e—c0)" + ¢je 7.

We know that for all j € N Scan:] 2% 0 and hence the set {¢;} is an

(e—c0)?
asymptotic sequence and

Z f(])(Eo)

Since ¢; € R can be arbitrary numbers the asymptotic series

o0

Z J)(EO

7=0
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Figure 3.2: The left plot shows the relative error of the asymptotic expansion
(3.81) (red diamond) compared to the power series (3.80) (blue cross) of f for
€ = 0.1 and v = 0. The values are given as functions of the number of terms
used. In the the second figure the order of J, is increased to v = 14.

generally does not converge for € > g¢, even if the function f can be represented
by its Taylor series. The reason why an asymptotic expansion does not neces-
sarily converge as n — oo lies in the fact that an asymptotic expansion only
makes a statement about the behavior as € — &g.

Thus, for a problem whose solution has an asymptotic expansion the series
itself is (in general) not a reliable way to find an appropriate approximation
for a fixed € > 9. The derived expansion might be divergent and an increas-
ing number of terms could lead to increasing errors. Nevertheless it can be a
powerful tool to simplify a given problem, as done in §3.3.

The following illustrative example about accuracy versus convergence of an
asymptotic expansion is an extended example from [32]. Let

oo _1 k P v+2k
J(z) = Zﬁ(ﬁ (3.80)

k=0

be the Bessel function of first kind v—th order. In [51] it is shown (for integer
v) that f(e) := Jl,(%) has an asymptotic expansion as € — 0 of the form

with

I
NE

(1" <H12k1(4’/22k(211)2)>€2k + 022,

(2k)! 8
k=0
n )k TR 42 (91 1)2 n
p o= 3 (I e | panes)
k=0

It is not hard to check, at least for v = 0, that the above given expansions
for aw and (8 are divergent for all nonzero €. Nevertheless, as we can see in the
right plot of Figure 3.6 for f(g) = Jo(1), an asymptotic expansion can yield a
sufficient good approximation for a small number of terms taken into account,
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but it does not have to. The left plot shows the relative error of the asymptotic
expansion (3.81) (red diamond) compared to the power series (3.80) (blue cross)
of f(e) for e = 0.1 and v = 0. The values are given as functions of the number
of terms used. In the plot on the right—hand side the order of J,, is increased to
v = 14. As we expect from theory, the power series always yields very accurate
results for a large number of terms taken into account. However the asymptotic
expansions are divergent and hence the approximation errors starts to grow
monotonously for increasing number of terms.

Thus for the numerical treatment of a problem, e.g. solving an ODE, the
asymptotic structure of the desired solution can be a powerful tool. But it
should always be supported by additional techniques that guarantee that the
approximation error can be decreased below a certain bound. An example for
this procedure is discussed in § 5.2, where the approximation of highly oscillatory

integrals of the form f; f(x)e§¢(m)dx is discussed.



Chapter 4

Computing the WKB-type
transformation of §3.3

The ODE integrators (one-step methods) from § 6.4 are designed to (efficiently)
approximate the solution y or z of the IVP (6.2) or (6.16) respectively. For the
variable z the IVP reads

2 = e" E!S,E. 2, z(x0) = 20 (4.1)

In general, the problems we want to solve do not have this nice form. Usually
on starts (possibly after a further preprocessing, e. g. as described in § 2.2) with
the quantity u which solves

W = ‘Lu+ Bu, u(zo) = wo. (4.2)
€

Thus, if we want to derive the solution of the IVP (4.2) (using the one-step
methods from §6.4), we firstly have to compute the WKB—type transformation
(3.25)—(3.24) from § 3.3 (see also Proposition 3.3.1). In this chapter we discuss a
discretization approach for it. It is incorporated in the fully discretized schemes
used in §7.2.

In §3.3 the variable n denotes the polynomial degree of the transformation
matrix T, (z) with respect to €. It is also the exponent of € in the transformed
IVP (4.1). Since in this chapter n is reserved to mark quantities at the (numer-
ical) grid points and subintervals, we use 91 to denote the order of 7T instead.
This is a consistent notation with respect to §6.6.1

As in [54] we shall only use values at the grid points to compute the variables.
Only for some quantities close to the boundary of the integration interval I (e. g.
® (1)) we compute additional values, in order to guarantee a certain accuracy
with respect to h.

In §4.1 we shall derive approximation strategies on equidistant grids for
91 = 1,2. The diagram shown in Figure 4.1 sketches the variables we have to
compute (for 1 = 2) and there interdependence. A variable at the beginning of
an arrow appears in the formula used to compute the variable the arrow points
to. For example (only) Ty shows up in the formula for 7} (beside the given
matrix valued functions L, B, which are not included in the diagram). From the
diagram we get the order in which the variables have to be approximated. We

67



68 CHAPTER 4. COMPUTING THE WKB-TYPE TRANSFORMATION

/\/\

\/

Figure 4.1: The diagram shows the interdependence of the variables, which show
up in the transformation (3.26), (3.24) from § 3.3. A variable at the beginning of
an arrow appears in the formula used to compute the variable the arrow points
to. For example we need Ty to compute T7.

start with the discretization of Ty (p.69f). Afterwards we discuss the strategy for
Ty, 51 (and Ts, Sa) (p.70ff), followed by a section which deals with the remaining
variables R, Sy, (p.73f). All the discretizations are designed for equidistant
grids. How they can be modified for non equidistant discretizations is discussed
in §4.2. In §4.3 we discuss the error which originates from the WKB-type
transformation or rather its numerical approximations. Furthermore we identify
the crucial part of the transformation, which shall be the matrix valued phase
function & = f L dzx. In §4.4 we sketch an idea to construct a step size control
algorithm for the computation of the WKB-type transformation, which does
not use a local error estimator. It is based on ideas from [27, VIIL.2]. We also
construct an algorithm based on the mentioned approach for the WKB-type
transformation from §3.3.

4.1 Equidistant grid

In the sequel let h > 0 and zp € R. For j € Z we define x; = z¢ + jh.
Independent of Ty, T} and the related quantities (see Figure 4.1) we additionally
have to compute the (matrix valued) phase function ®. We start our discussion
with its discretization.

Computation of &

We start with the approximation of the matrix valued function

Therefor we use the well known Simpson rule (cf. [28, 29, 68]). In the sequel we
denote the numerical approximation of a quantity at the grid point x,, by the
quantities name with subscript n, i.e. ®,, is our approximation of ®(x,,).

(i) Set &y = 0.

(ii) Compute Lo = L(wo), L1 = L(*F%), Ly = L(z1) and set

h
o, = E(LO +4L% +Ly).
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(iii) for n=2: N
compute L, = L(z,) and

h
q)n = (I)n72 + g (Ln72 + 4Lnfl + Ln) .
end

This yields a local quadrature error of O(h*). The Simpson rule can be obtained
by integrating the differential equation ® = L with the classical Runge-Kutta
(RK)! method (cf. [63, 68]). Its update routine from y,, + y,+1 for the (non-
linear) ODE v/(z) = f(z,y(z)) reads (with hy, = 2p41 — 2p):

kl = f('rna yn) 9

ke = f(onL%hna yn+%hnk1)a

ks = f(zn+ 3hn, Yo + 2hoko),

k4 = f(.’L'n + hna Yn + hnk3) s
Ynt+1 = Yn + %(kl +2k2+2]€3+k4).

Hence we shall use the RK method also for the upcoming IVP we have to solve.

Computation of Tj

Since we implicitly use the classical RK method for @, there is no reason? why
we should not use it to solve the IVP (3.37) for Ty, i.e.

Té - diagV(B)To, TQ(,CEo) = Id.

We only want to use values at the given grid. Since the RK method needs an
evaluation of the flow function (right-hand side of the ODE) at an intermediate
point, we cannot directly use the integration method. Instead we apply the
RK method with the step size 2h on the sub—grids xg, x2, x4, ... and x1, 3, .. ..
Thus we solve (alternating) two (original) Runge-Kutta problems. Only for
the first step (i.e. for the computation of Tp 1) we compute an additional value
for B% and apply the formula from the textbooks [63, 68]. For the remaining
computations we have to replace h by 2h.

(1) Set T0,0 =1Id.
(ii) Compute By = B(xg), B

K, = diag,(Bo)To0,

K, = diag,(By)(Too+ %K),

K3 = diag,(B1)(Too + 5K>),

Ky = diag,(B1)(To,0 + hKs),

Top = Too + %(Iﬁ + 2K+ 2K3+ Ky) .

IThe abbreviation RK always denotes the classical Runge-Kutta scheme and do not mean
the whole class of integrators.

2If one is interested in the construction of a symmetric solver for u, one has to be more
careful and may use a symmetric solver for Ty too. Since this is not our aim an explicit
method is enough.
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for n=2: N
compute B, = B(z,) and

Ky = diag,(Bn-2)Ton-2,
K2 = diagu(Bn—l)(TO,n—Q + hKl) ;
Kg = diagU(anl)(TO,n72 + hKQ) s
K4 = diagU(Bn)(TO,n72 + 2hK3) s
h
To.n = Ton—2 + §(K1 + 2K+ 2K5 + Ky).

end

As for ® we get a local error of O(h?).

Computation of 77 and S; and optional T5, S5

Next we compute the matrix valued functions Ty, S, and Ts, S respectively.

()

By (3.38) from Remark 3.3.2 it holds
T = D, ®(BTy—Tp).

Since T} = diag, (B)Ty, we do not have to approximate T]. We replace it
by using the ODE. This yields

% = iD; ®((Bn —diag,(By)Ton) = iD; ©(ByTonm).

For the last equality we used diag, (D} ) = 0 and diag, (Tp) = Tp. Since B,
is already computed to derive T ,, we can incorporate the computation
of Tlo, iff in the loop for Tp. Obviously, the approximation error for Tﬁ I;I;“
is of the same order as for Tj.

If ¥1 =1, i.e. we do not have to compute T>, we set T} = Tfﬁ” and can
skip (iii). From Remark 3.3.2 we deduce

S = T-'(BTy - T7).

Now we could directly use the finite differences from § 8.1 to approximate
(T?)!(2,,). In this case the accuracy of the finite difference approxima-
tion is limited (in the worst case) by the data error (of Tp) divided by h.
Thus, if we want to guarantee the same spatial convergence behavior for
S1 as for Ty and T3, we have to proceed in a different way. However, if Ty
is exactly given, e.g. for the problem in §2.2.1, we can directly use the
finite differences, since in this case T} is more or less exact.

To compute the (exact) derivative of T°" we differentiate (3.38) with
respect to z. This yields?
(™) = (iDL o (BTy)
= i(D}) ®(BTy) + iD; ® (B'Ty + BTp)
= iD; @ (iDp @ 7™ + (B' + Bdiag, (B))Tp) -

3By Lemma 3.1.9 (D7 )ij = (Lii — ij)’l. Hence the first derivative with respect to = is
given by (D7)}, = —(Lis — Lj;);;>(Ll; — L), which yields (D}) = —(D)®? ® Dy



(iii)

EQUIDISTANT GRID 71

Here we use ODE (3.37) to replace the derivative of Tj in the second line.
Since diag, Dy, = 0 we can also replace 17 y by T in the last line.
Let us denote numerically computed derivatives with respect to the spatial
variable z by T, i.e. ff(x) is a numerical approximation of f’(z). If the
derivative is approximated at a grid point x,,, we simply write f} instead
of f1(x,). With this notation we get from the previous calculation

(T9%)" = iDp, © (B} + Badiag, (By)Ton + iDyy ©Th)

Thus it remains to derive suitable approximations for L’ and B’. Since it
holds

TO,n - TO(xn) + O(h4) ) Tl,n = Tl(‘rn) + O(h‘4) ’

we shall use the finite differences from Definition 8.1.5 of § 8.1, which yield
an approximation error of O(h%).

Otherwise, if 93 = 2 and hence we have to compute T5, we firstly have
to determine the v—diagonal part of T7. By (3.39) from Remark 3.3.2 it
holds

T (z) = Ty(x) /z To(¢)™" diag, (BT™)(€) d¢.

o

As before the Simpson rule is our method of choice to approximate the
integral.

(a) In order to apply the Simpson rule on the interval [zg, 1] we have to
evaluate the integrand at x1 = zo+ 35 L Since B 1 is already computed
to approximate Ty 1, it remains to derlve a suitable approximation
for T ( 1) and To(x 1) respectively. Therefor we consider two ap-

proaches.

(1) We make one RK step to derive Tj 1. Since By and B, are
already computed, it remains to determine B 1= B (:co + %)
Then we compute

K1 = diagl, (Bo) TO,O y
Ky = diag,(B1)(Too + K1),
K3 = diag,(B1)(Too + §K>),
Ky = diag,(B1)(Too + 5K3),
h
Toé = Too + E(Kl +2K9+2Ks5+ Ky).

(2) Another idea is to use the interpolation approach from §8.3.
This is a bit less accurate, but it does not need an additional
function evaluation. Since we use an equidistant grid we deduce
from Lemma 8.3.1 (6; =0, = %)

TO,% = i [2 Id + %hn diagu (Bo)} T070
1[21d — $h, diag,(B1)] To,1 -
Here the approximation error of T, 1 with respect to Tp(z
of order O(h*).

%) is
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(b) Now we set Tﬁioa" =Ir ,=0and
T = iDy, ©(ByT, ).
2
Next we compute the first Simpson approximation
h . — off, — off, — off,
I, = g disg, (Ty0 BoTYo" + 4T0éB%TL% + Toi BiTyYY)

and set Tﬁila" =Toq1 I, -
(c) for n=2: N
h : —1 off ,
Ip,,, = Inpn-o2+ 3 dlagv( TO,n72Bn*2T1,n72
+ 4T07,7171Bn71T10,ii1

—1 off,
+ TO,nB"Tl,n )’
dia,  __
Tl,n = TO,HITl,n'

end

The data we use for the Simpson rule have an error of O(h*). Thus
in each step we add an error term (with respect to the Simpson rule
with unperturbed data) of order O(h%). Summing up these defects
yields an accuracy of Iz, , of O(h*). Hence the perturbation of the
data is small enough, such that it does not influence the asymptotic
behavior of the Simpson rule.

(d) Once the v—diagonal part of T3 is computed, we us Remark 3.3.2 to
derive T5. Since we do not compute T3, we can set the r—diagonal
part of T equal to zero. This yields

Tg,n = ZDZn @ (BnTl,n — T{(mn)) .

Since the v—diagonal part of Dy is zero, we do not have to compute
the derivative of the v—diagonal elements of 7;. This yields

Ty, = iDZn ® (BnTl,n - (Tfﬂy)/(‘mn)) .

We use the approximation procedure from (ii) to compute (7%’

This yields an approximation error for Ty, of O(h%).
Now we have all quantities to compute Ss. By Remark 3.3.2 it holds
Sy = T Y (BT —T3).

For simplicity we use the finite difference schemes from § 8.1 to determine
Tj. This yields (at most) a local error of O(¢°h?) for Ss.
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Computation of R and Sy,

The last transformation step is to remove the v—diagonal part of Sy,. This is
done as in Corollary 3.3.4. Therefor we have to find the solution of

R = " diag,(Sy,) R,  R(z) = Id
and set z := R~ 'y which yields
2= &M (BrSo,E)z,  2(zo) = y(zo) = TS *(xo) u(zo),

[
with Sy, = R71S5™ R.

Notation. In the sequel we simply write S,S instead of Sy, and Sy, respec-
tively. Thus if we write S;, we mean Sy, (x;) (or an appropriate approzimation)
and not the matriz valued function Sy,—;.

Again we apply the Runge-Kutta method to derive an approximation for R.
Since the system matrix of the R-ODE is not oscillatory and of order O(¢”1),
we expect the RK method to be very accurate for the first steps. Hence, this
time we do not compute an additional value S 1 for the first integration step.
Instead we use the interpolation approach from §8.3 to approximate R;. In
detail this means:

(i) Since R(xg) = Rp = Id we immediately get Sy = Sp — diag,,(Sp).
(ii) Compute an approximation of R(x2) with the RK method, i.e.
K, = &% diag,(So)Ro,

K, "t diag, (S1)(Ro + hK1),
K3 = &% diag,(S1)(Ro + hK>),
Ky = &” diag,(S2)(Ro + 2hK3),
h
Rs Ro + g(K1+2K2+2K3+K4)

and set Sy = R;l(Sz — diag,, (S2)) Ra.
(iii) With Lemma 8.3.1 (6; = 0, = 3, h, = 2h) we get
Ri = j[21d +he” diag,(So)] Ro
+1[21d —h eh diag, (S2)] Rz
Than we set S; = Ry *(S1 — diag,,(S1))Ry.
(iv) for n=3: N

K, = " diag,(Sn_2)Rn 2,
Ky, = &% diag,(Sn_1)(Rn 2+ hK,),
K3 = &% diag,(Sn_1)(Rn_2 + hK>),
K, = e"diag,(S,)(Rn_2 + 2hK3),
h
R, = R,_o+ §(K1 + 2K+ 2K5 + Ky),
S, = RS, —diag,(S,))Rn

end
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The data we use to approximate R,, are perturbed. The error of S,, is of order
O(h*) for ¥; = 1 and (at least) O(h?®) for ¥; = 2. Hence in each RK step we
get, beside the unavoidable defect from the RK method, an additionally defect
of order O(e'h®) or O(e?h*) respectively. Summing up these errors yields an
accuracy of R,, with respect to R(z,) of O(ch?) or O(2h?) respectively. Hence
the approximation error of S, is dominated by the accuracy of S,,.

4.2 Non—equidistant grids

If we only want to use values at a given arbitrary grid (not necessary equidis-
tant), we cannot directly apply the Simpson or Runge-Kutta method as in
§4.1. But we also do not want to derive an entire new scheme to approximate
the transformation. We rather want to make slight modifications of the ideas
presented in §4.1. To solve the (inhomogeneous) linear IVPs which show up to
compute the transformation, e. g.

(b/ — L, @(.’EO) = 0;
T, = diag,(B)To, To(zo) = 1d,
R = c'diag,(S1)R, R(zo) = 1d,

we still want to use the RK method. Unfortunately the needed intermediate
points are (in general) not at the grid. Hence we have to approximate them
using the available data at the given nodes. What is the accuracy we should
demand of this approximations?

To answer this question let us consider the IVP (on [a, b])

y'(x) = A@)y(@) + f(@),  ylxo) =wo- (4.3)

We assume that the matrix valued function A and the vector (or matrix) valued
function f are C([a,b]). This yields y € C®)([a,b]). Furthermore let Y be
the unique fundamental system of solutions that solve

Y'(z) = A(x)Y (z), y(zo) =1d .

From literature (cf. [68]) we know that the convergence error of the RK method
is O(h*), where h is the maximum step size of the used prescribed spatial grid
a =, < <z, =b In each step one has to evaluate A and f at the
intermediate point

Tn1 — Tn
x 1 = .

Now assume that we only have perturbed values A, +15fny 1 at @, 1, such that
(c independent of the grid)

IAny — Al )l < ehdhy gy — o)l < ehd. (44)

As usual we set h,, := xp411 — x,. Applying the RK method with the perturbed
intermediate data A, , 1 and f, 1 yields a sequence {y,}. The update routine
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reads (cf. [68] p.438)

K1 = Anyn+ fu,
Ko = A1 o+ 5haK1) + fry1,
Kz = Apyr G+ 5hako) + frps,
Ky = Api1 (Un +hEK3) + fogr,
Untl = Un + %(K1+2K2+2K3+K4).

This can be written in the form
Unt1 = (Id +h, Kn)ﬂn + h, F, (4.5)

with suitable K,, and F,. By assumption (4.4) and since the matrix valued
function A is uniformly bounded, there exists a constant cx > 0, such that for
all n it holds ||K,| < ¢k.

Now we construct an initial value problem, which is “well*“ approximated
by {7»} and whose exact solution ¥ stays close to the desired solution y of the
IVP (4.3). Therefor we define the functions AA and Af piecewise on each
subinterval [z, Z,,4+1] by

16(z — 20)? (Tng1 — )2

AA(‘T) = hA (An-i-% - A(‘Tn—i-%))’
o 2 N2

Af(e) = PEEIPEn DO (L)),
It holds

AA(z,) = AA(zpy1) = AA/(:En) = AA'(szrl) = 0,

Af(zn) = Af(anrl) = Af/(xn) = Af/(szrl) = 0,
and

AA('rn—i-%) - n+s A(zn-l-%) ’

Hence the functions

~ o~

A(z) = A(xz) + AA(z) and f(x) = f(z) + Af(z)

are C1([a, b]) and coincide with A, f at the grid. Furthermore they coincide with
A,y 1 and f, 1 at the intermediate points. Thus, if one uses the RK scheme
to solve the IVP (on [a, ])

V(@) = Al)gx) + fl@),  Glao) = o, (4.6)

one gets the sequence {y,}. Now let us make one step with the RK method,
starting at x,, with the exact solution y(z,) and denote the result by g,1.
Since A and ]?are only C([a, b]) we cannot directly benefit from the convergence
results of the RK method. But for smooth data the RK scheme has convergence
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order O(h%). Hence the local error (and locally A and f are C™® (2, 2pp1])) is
of order O(h3), which yields

|7(@nt1) = o1l < enhd.

The constant depends on the forth derivative of the functions A and f on the
interval [z, z,+1]. By assumption (4.4) we get (and analog for f)

16 - 4!
AW () + 0

sup AV @) = sup

TE[Trn Tnii] TE[Trn , Tnt1]

< sup  [|AW ()| + &.

TE[Tn,Tnt1

The constant ¢ is independent of A, f, n and the grid. Hence there exists
a constant c,, such that for all admissible n it holds ¢, < c¢.. Thus we get
the same local error for the RK scheme as we would get for globally smooth
functions A, f. Furthermore, the sequence {gy(x,)} solves the inhomogeneous
difference equation (cf. (4.5))

Y(@nt1) = (Id+hKp)y(xn) +hnFy + Ry,

with || R,|| < chl. Hence A, := §(x,) — ¥n is a solution of the inhomogeneous
difference equation

An—i—l = (Id +hnKn)An + Ry, Ao = 0,
which yields

[Ansall < L+ Rl Anll + [Rall < (14 hner) | Anll + chs

By induction it follows:

n—1 n—1

n—1
1AL < JT@+hjer) 180l + > TT (4 + huck) ehl.
=0 7=0 I=j+1

Since h,, < h and H?;Jlﬂ(l + hick) < ek @n=25) it holds

n—1
1A, < CKh4€CK(bia) Z h; < CKh4€CK(b7a)(b —a).
=0

Hence ||(x) — Unl| < ch?, with a grid and n independent constant c. Further-
more u := y — y solves the inhomogeneous IVP

u'(z) = A(z)u(z) + AA(@)y(z) + Af(z),  ulwg) =0.

Using Variation of constants

G- = ) = Y@ [ YO (AAG + AF)(E) dt

0

This yields

Y oo llY ~H llocla = b1 AAllso[1Flloe + 1AF]loo)
Y oY Hloola —bl(1 + [[71]) -

ly = Ulloo
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Thus the difference of the exact solution y and the solution of the modified
problem is of order O(h%).

Now let us consider a sequence of grids {X,,}, which admits (4.4). Let h,,
be the maximum step size of the grid X,,. For every single grid we construct
functions A,,, fm, which yields a solution g, of (4.6). Further we get a sequence
{Ym.n }n of a corresponding solution of the RK method. If h,, — 0 the functions
Em, fm uniformly converge to A and f. Hence it is possible to derive an upper
bound for ||gm, ||, which is independent of the currently used grid (but of course
may depend on the family of grids). For this purpose one can use a Gronwall
argument (cf. Lemma 8.4.3). Thus we get

1y = Gmlloe < chin,

with ¢ > 0 independent of m. This yields

ly(@n) = Gmall - < My(@a) = G (@) + [Gm(@n) = Gmnll = O(hy,).

Remark 4.2.1. If we use perturbed (intermediate) data with an error of O(h*)
we preserve the asymptotic nature of the RK method.

The missing intermediate value shall be approximated by the finite difference
approach from §8.1. In this case one has to solve a 4 x 4 linear system in
each step. An alternative approach is to use polynomial interpolation instead.
Here one can use Neville’s algorithm (cf. [68]). But using computer algebra
programs like Maple14 (or carrying out the tedious computations by hand) one
can a priori solve the linear system. Hence the approximation procedure via
the finite difference ansatz requires only the evaluation of four scalar algebraic
expressions, four scalar—matrix multiplications and three matrix summations.
This is much less effort compared to Neville’s algorithm?.

We want to approximate a given functions f at the point x, = %(acn +Zpni2).
If z, < x. < x,41 we use the abscissas {z,—1,%n, Tni1,Tnia}t. Otherwise
we take {z,Tn+1,Tnt2, Tnys}t. In both cases let n,...,7m4 be the relative
coordinates with respect to x., i.e.

Tp, = Tx + hpn; with Ry, = 2p40 — 2 .

J
This yields the ansatz
4
foo =D vif (@ + hanj) .
j=1
By Lemma 8.1.2 and Remark 8.3 we get that
If(@) = full < chn,

if and only if v solves the linear system

11 , )

mo.om Y o

: : a 0
V.

no ! 0

40ne needs twelve scalar-matrix multiplications and six matrix summations
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The unique solution of this linear system of equations is given by

_ Mk
(e —n5) (0 — ) (i —m)

vy =

with 4, 7, k,1 € {1,2, 3,4} pairwise distinct.

Remark 4.2.2. The coefficient v; can also be obtained by evaluating the corre-
sponding Lagrange polynomial at x., 1. e.

(T — ) (s — x1) (T4 — 1) (=) (=nr)(=m)

(@i — ) (@i — ) (@i —m) =) — ) —m) v

Hence the finite difference ansatz is (in this case) equivalent to polynomial in-
terpolation.

4.3 Crucial part of the transformation error

In this section we shall discuss the numerical approximation of the IVP (3.21)
from the introduction of §3. For this purpose let us mark the numerically
derived quantities with ™, i. e. if f is a given analytical quantity its approximation
coming from the algorithm is denoted by f.

Let ¥ € N. In order to reformulate the IVP, such that it fits into the setting
of §6.2, we use the WKB—type transformation (3.25) from §3.3. Let us briefly
summarize the approximation procedure for F., T, and R as discussed §4.1.

(i) Fix a grid a = @y, < Tp,4+1 < -+ < &, = b and let

h = max (Tn, — Tns1)

be the maximum step size.

(ii) If ® is not analytically given, derive an approximation ® with an ordinary
quadrature, like Trapezoid or Simpson rule. This yields the local estimate

[®(zn) — Bnl| < ch™.

(i) Solve the IVP (3.37)
Té = dlagl,(B) 7107 To(l‘o) = 1Id

on the fixed grid with an ordinary ODE solver. This yields a numerical
approximation Ty with the local error estimate

|To(zn) — Tonl < ch™.
The exponent 79 > 0 is prescribed by the integrator used to solve the IVP.

For some problems, e.g. the second order equations from §2.2, the IVP
for Ty is analytically solvable and hence there is no approximation error.
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(iv) For j = 1,...,7; use Remark 3.3.2 to compute an approximation of 7},
i.e. one has to approximate

Toff,  _ . p— T I
I = iDp(n) © (BT — T,)

@?::%J‘mmmﬁwo@

Zo

For the v-diagonal part use a suitable quadrature with order ;. By
induction we see that the local error is always at most of order O(h).
This yields

T (xn) = Timll < ch™ + ch.

If Ty is exactly given, i.e. fo = Tp, it also holds flo, ifl" = Tﬁ I;I;”. Hence
for 91 =1 there is no approximation error for 7, since the diagonal part
Tﬁ‘j” has no influence of the asymptotic order and thus can be arbitrarily
chosen.

(v) Compute Sy, with Remark 3.3.2.
(vi) Solve the IVP

R = £" diag,(Sy,) R, R(zy) = Id
on the grid with an ordinary ODE solver.

(vii) Compute S = Sy, from Corollary 3.3.4.

Even if the outstanding computations would be exact, we make some errors
in the transformation that leads to (3.46) (see Corollary 3.3.4). Let us collect
them. The quantities L, B of the original IVP for u (see §3.2) are assumed to
be given. Of course, also they might be inaccurate, but this is not yet of interest
and hence we neglect this possibility here. Thus the first approximation occurs
while computing the WKB-type transformation from § 3.3 (combine (3.25) and
Corollary 3.3.4)

i(z) = T.(x)E-(2) R(z) 2(x),

with

EX(z) = exp(—%@(m)) and T. = Zzsjfj.

Here &5, fg are suitable interpolation functions which coincide with the derived
numerical values at the grid. We assume

. d(z) = B(x) + Ad(z),
R.(z) = R.(x) + AR.(x),

() = To(x) + AT (x),

T.
E.(z) = E.(z) + AE.(z).

Let z,u be the exact solutions of (3.46) and (3.23) respectively. It holds

li(e) —u(z)|| < |Te(2)Ee(2)R(x) - To(z) Ee(2)R(x)| || 2(2)] .
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In order to get an estimate for the first norm we rewrite the matrix by adding
certain ”zeros“. L e.

T.E.R — T.E.R T.E.R — T.E.R + T-E.R — T-E.R
=  (T.E.)(R—R) + (T.E. ~ T.E.)R
- (1.E.)(R-R)
+(T.E. —T.E. + T.E. — T.E.)R
- (1.E.)(R-R)

)
)
)

This yields
IT:E-R — TeER|| < |TEAR] + [T RITAE + [|ATE(IR] -
Here we used that E. is unitary and hence || E.| = 1. Since E., E. are diagonal,

the norm of AE. is the maximum absolute value of its eigenvalues. Let ¢, ¢ € R.
A straight forward calculation shows that

ete _ot?|2 2(1 — cos(ﬁa—;@)) = 4sin® (%@) :
This yields
IB—E)l = 2 swp s (2222}
J=1,....d 2e

From Lemma 3.3.1 and Remark 3.3.5 we deduce that 7. and R. are at least
C%-bounded independently of €. Hence there exists a constant ¢ > 0, such that

@) = u@)| < c(sup|sin (A%E)[ + AR + JAT)]l=()]]-
J

By Proposition 6.2.2 we know that ||z(z)|| is bounded independently of €. Thus
the crucial part of the numerical transformation is the approximation of the
phase function. Even if AT, = 0 (e.g. for the second order ODE from §2.2.1
with 97 = 1) and ||AR.|| = O(e"h"), the error is still of order O(e || Ag]|).

Remark 4.3.1. The crucial part of the transformation error originates from the
approzimation of the matriz valued phase function ®. It is of order e[| A®|.
This has two consequences:

(i) To compute ® we should use a quadrature with a very high accuracy.

(ii) Step size restriction. Let vo be the order of the quadrature used to approz-
imate D, i. e.

[ — ®los < ch®.
If we want to construct a scheme with convergence order T, i. e.

Ju—ullw < chT,
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we have to compensate the factor e =1 with powers of h. This means

hYe—T

¢,

€

with a constant ¢ independently of €. Hence we get an € dependent upper
bound for h, i. e.

1
ho = (ce)re—.
Furthermore we observe that vo > T + 2 has to hold, if we want to use
step sizes h > .

If @ is not exactly given, we should choose the grid dependent on ® and ¢, in
order to control the error of the primal quantity w.

4.4 Step size control

In this section we briefly discuss an approach to construct a step size controller
for the computation of the WKB-type transformation. It is based on ideas from
[27], which are adapted to our setting. With the strategy described in the sequel
we hope to achieve an approximation error for the quantity z (approximated
with the one-step methods (OSM) from §6.4), which is at most as large as for
an equidistant grid with the same number of abscissas. If the quantity B (cf.
(4.7)) or its derivatives are very large (at some points in the interval), we expect
that our step size control approach is much more accurate than an equidistant
grids.
The transformation

z(x) = R Y2)EX(2)T ' (x)u()
maps the solution u of
u'(xz) = éLu + Bu, u(zg) = wuo, (4.7)
to the solution z of (3.46), i.e.
7= " (EIS,E:)z,  z(zo)=z. (4.8)

As discussed in § 4.3, the crucial part of the transformation is the approximation
of matrix valued function ®. Instead of ® let us rather compute ®. := %(I). This
yields

F.(x) = expli®.(z) with ®.(z) = %L(m).

The OSM from § 6 used to compute z can yield poor results, if the eigenvalues
of L get close to each other, i.e. § < 1. Another problem can be that the
norm of the matrix B is getting large at a certain point (cf. §7.3). Both events
cause a growth of the norm of Sy,. Hence we should take also this into account.
Our approach is an adaption of ideas from [27, §VIII.2]. Let us make a space
transformation of the whole system, i.e.

o) = P(w®), () = z(w(t),
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with some differentiable strictly monotone function w. Differentiation yields
(where * denotes the derivative with respect to t)

-
—~
~
=

o) 2 L),
() = 0" (B8, B w()C(0).

In order to control the norm of the system matrix for ¢, i.e. the norm of Sy,
we simply demand

-
1S, (@D

Since the IVP for ¢ still fits to our Model Problem 2, we assume that we can
use rather coarse grids to get a sufficient numerical solution. Hence the IVPs
for ¢ and w shall define the used grid. Thus one approach could be

w(t)

(i) Use a standard integrator like the embedded Runge—Kutta routine ode45
from Matlab to solve the nonlinear IVP

J0) = G L), ) = 0, (49)
‘ S S w =2
S PR )T R o

with a prescribed accuracy. Hence we use the step size controller of the
standard routine to generate our grid. But we have to save a lot of data
at every grid point.

(ii) Use the stored data to solve the IVP

) = w(t)e” (BISy E)w®)C(®),  ¢(0) = z(wo).
with the OSM derived in §6.

This is of course a non optimized method, but easy to implement, provided Sy,
is explicitly known. And if the method works, one can combine the standard
ODE solver and the OSM, such that less data has to be stored in each step.

If the problem for u has conserved quantities, e. g. if it comes from a second
order system, it should be possible to construct a reversible controller as sug-
gested in [27]. For a first try one should think about the Crank-Nicolson like
scheme. It is symmetric, if the supporting abscissas and multiplicities for the
interpolation problems are symmetric with respect to the integration interval.

Since the IVP (4.10) for w is independent of the used OSM, it is not necessary
to transform the z IVP (4.8), i.e. we do not have to introduce a new variable
¢. Let 29 =wp < wy < -+ < wn = b be approximate solutions of (4.10). Hence
we set ; = w; and solve the IVP for z on this non equidistant grid. In the
following subsection we present one approach, which solves (4.10), such that
only one evaluation of Sy, is needed per step. Once w and Sy, are known, one
can directly apply the OSM. The grid is only determined by w. We do not take
the phase function ® into account.
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Computation of w for ¢; = 1 and exact T

In this subsection we develop a program to approximate w for ; = 1. We want
to test this approach for the second order problems from §7.3. Thus we assume
that Tp is explicitly computable. We remark that one can extend this ansatz
also to the case where Tp is not (explicitly) known.

Since the IVP (4.10) is highly nonlinear, we shall use an explicit integrator to
speed up the calculations. Furthermore, this enables us to use only one function
evaluation (i.e. computation of L, B) per step. Our method of choice (for the
first try) is the following Adams—Bashforth (AB) scheme [63, 68], which is a
multistep integrator.

Definition 4.4.1. Let f: R x R — R and let t; = to + jAt with At > 0 and
7 € N. For given values yo,y1 we define the AB2 update routine for n > 1 by

A
Ynt1 = Yn + {(3% — fn-1) (4.11)

Here we use the notation f; = f(tj,vy;). If yo,y1 are properly chosen, then the
sequence (yn) approzimates the solution y of the IVP

y'(t) = fltyt),  ylto) =vo-

Remark 4.4.2. The multistep scheme AB2 (4.11) has a convergence order of
2 with respect to At. This shall be enough to find an appropriate solution of
(4.10). To determine the first value y1 we simply use the explicit Euler scheme,
which yields an error of order O((At)?). If one wants to invest more in the
accuracy of y1, one may use the method of Heun (4.12) or the modified Euler
method (4.13). Since these methods have a convergence order of 2, the (local)
error of y1 is of order O((At)3).

The advantage of the multistep approach AB2 (4.11) compared to second order
Runge-Kutta methods like the method of Heun

kl = f(tnv yn) ’
ko = f(tn + At, UYn + Atk/’l) R
Yni1 = Yn + Atg(ks + k), (4.12)

or the modified Euler method

kl == f(tnv yn) )
ky = flta+ 304 y+ SALf (b, yn))
Yn+l = Yn + At k/’g, (413)

(cf. [68] for both methods) is that we only have to evaluate the function f
at the grid points. Hence we only need one function evaluation per time step.
Especially for the TVP (4.10) we save a lot of computational effort, since the
evaluation of Sy, is expensive.

To increase the accuracy one can extend the AB2 scheme to a predictor
corrector scheme. This is done by using the value y,, 1 as a first guess (which
should be quite good) for an implicit scheme of Adams—Moulton type and just
make the first iteration to get a correction of y,11 (cf. [63]). However, this
yields an additional evaluation of f.
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In the sequel we simply write S instead of Sy,. Let us fix an increment
At > 0. Furthermore let Az > 0 be our initial spatial step size. We use it for
the finite difference approximation of T} at xy = a. Hence it should be small
with respect to At. The crucial variables we have to approximate are S, R¢, 7.
They are needed for the OSM. In contrast, w is just an auxiliary variable, which
is only used to determine the grid.

The function ||S|| (which determines the ODE for w) can have very high,
sharp peaks (cf. Figure 7.13, 7.14 for the example of §7.3). If the step size
gets very large, it can happen that the peaks (the crucial parts) of the function
||S||7* are not resolved. In this case the determined variables may have large
approximation errors. Thus, in order to avoid insufficient (large) step sizes,
we fix a maximum step size hpax for the OSM-grid zyp < --- < xy. For the
computation of S we need R.. Since R. is given by an IVP (cf. (3.45) of
Corollary 3.3.4), we make one RK step in each loop to determine R.. Thus we
set ro, = wy, and To,41 = % (the intermediate point for the RK method).
Hence the distance between w, and w,_1 has to be smaller than 2h,.x. Also,
we establish a lower bound A, in order to avoid that the computation stalls.
The (first try) program reads:

(i) Compute Ty, T1,T: at § = xo + jAz, j=0,...,4.
ii) use the values of T7 at &, ..., &4 to approximate TY at zg.
) ) pPp 1

(a) compute the relative coordinates (h = 1)
770::07 77315]*50, ]:1574

(b) solve the linear system (8.3) from Remark 8.1.3 with r = 1

(¢) approximate T} with the Finite Differences from Definition 8.1.1
(iii) compute S at 29 = & (Remark 3.3.2)
(iv) set R. o =Id and compute Sy (Corollary 3.3.4)

(v) Set wp := x¢p = a and use the explicit Euler method to compute w1, i.e.

At
w1 = Wo + min (thax, m) .
0

set ©1 = %(wl —2p) and 22 = wy
if wy —wo < Az set Az = 1 (w; — wp) and restart

)
(viii) else continue and compute Ty, Th, T at x1, 2
) compute approximations of T} at x1, x9

(a) choose the four nearest neighbors y1,...,y4 of the abscissa x; from
the set {&o,..., &, 2}
(b) compute the relative coordinates (h = 1)

770::0’ n]:y]_€05 321574
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—
o
~

solve the linear system (8.3) from Remark 8.1.3 with r =1
(d) approximate T} at 21 with the Finite Difference from Definition 8.1.1

—~
@
~

exchange x1 and z2 and repeat the procedure to approximate T} at
the abscissa zo

compute S at x1,x
use one RK step to approximate R. at xq

)
)
(xii) use interpolation to compute R, at 1 (cf. Lemma 8.3.1)
) compute S, So and set n =1

)

(xiv) compute we with the AB2 scheme (4.11), i.e.
i — . At( 3 1
inc = max (thm, min (thax, 5 (HSnH ”Sn1|))> ,
Wn+1 wy, + inc .

(xv) while wy, < b

(a) set xopt1 = wy + %(wnﬂ —wp) and T(p41) = Wil

(b) compute To, Ty, T. at T2n41, Ta(n41)

—~
o
~

use the values of T7 at @a(,_1),. .., T2(n41) 10 compute an approxi-
mation of 77 at xon 11, To(n41)

—~
o

—~
—

compute S at Ton11, Ta(ni1)
use one RK step to approximate Re at wa(p41)

use interpolation to compute R. at xa,+1 (cf. Lemma 8.3.1)

(g) compute Sopy1, Sany1y and set n =n+ 1
(h) compute wy with the AB2 scheme (4.11), i.e.
. _ . At(_3 1
inc = max <2hmin, min (thax, T(HSnII - ||Sn1||))> ’
Wn+1 = Wwp + inc.

(xvi) set wp41 = b and repeat (a)-(g) of (xvi)

It turns out that in some cases the AB2 scheme yields negative increments. Due
to the max min restriction this does not make trouble, but creates unnatural
artifacts in the grid. They are very good visible in Figure 7.17. To get rid of
this problem we exchange the AB2 integrator by the simplest explicit one step
integrator, i.e. the Euler scheme. Thus simply replace the variable inc in (xiv)
and (xv)(h) by

' B . . At
inc = max (th‘n’ min (2hmax, 1Snll )) ’

The rest of the code remains unchanged. This reduces the accuracy for w, but
since we are not interested in this variable it does not matter.
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Chapter 5

Approximation of highly
oscillatory integrals

The preprocessing as discussed in § 3.3 yields an IVP for the new variable z of
the form

2 = e"E!S,E. 2z,  z(mo) = 2. (5.1)

Thus (for £ < 1) we have to deal with highly oscillatory entries of the system
matrix. The one—step method we shall derive in chapter 6 is specially designed
to numerically integrate (5.1). A key ingredient is a sophisticated quadrature for
highly oscillatory integrals, which originate from the highly oscillatory entries of
the system matrix. The advanced quadrature shall be discussed in this chapter.

In the sequel let J C R be a closed, bounded, non—trivial interval and let
the numbers «, 5 € R, a < 3, such that

[a,8] € J C R.

The subject of this chapter is the approximation of the integral

B )
Ilf] = /f(x)e*émdz, (5.2)

where 0 < e < 1, ¢ € C*([a, 8]) strictly monotone and f a suitable smooth
function, such that I]f] is well defined.

The first idea to approximate I[f] might be to use the well understood
and discussed Newton—Cotes or Gauss—Christoffel quadratures (cf. [28]). But
it turns out, as illustrated by Iserles [36] for the Gauss quadrature, that this
approach yields sufficiently good results only for large values of e. On the
contrary, if ¢ < 1 and hence the integrand is highly oscillatory, both approaches
yield inefficient quadratures, since the number of nodes in the interval have to
increase with decreasing € in order to keep the error below a desired bound.

We shall use an interpolation approach to derive a quadrature rule for the
highly oscillatory integral (5.2). Tt is closely related to the classical polynomial
interpolation. This idea is very similar to a more general technique discussed
by S. Olver [61] in 2007, a so called ”Moment—{ree Filon—type method”.

87
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We start with a brief review of quadrature rules for highly oscillatory inte-
grals in §5.1. For more methods and references we refer to the review article
[35]. Afterwards, in §5.2 we derive the modified Filon—type method for (5.2).
Furthermore we prove an upper bound for the quadrature error. The estimates
we derive for the quadrature error explicitly depend on the length of the inte-
gration interval. This is not considered in [61]. Here the author focuses on the
asymptotic behavior with respect to the small parameter €. In §5.4 we shall
make some numerical experiments, which show even better error behaviors of
the quadrature than predicted in §5.2. We compare our modified Filon—type
method to the shifted asymptotic method presented in [4], which we shall briefly
discuss in §5.3. In this section we also derive a symmetric version of the shifted
asymptotic method, which we expect to yield better results than the original
quadrature.

5.1 Review of some quadrature rules

We start with a simple computation which leads to a fundamental property
of the integral I[f] (see (5.2) for its definition). Let f,¢: J — R be smooth
functions and let ¢ be strictly monotone. Hence |¢’| is bounded from below
by a positive constant §. We shall make one integration by parts. Ad hoc we
rephrase the integrand of I[f]:

f@)e—te@ — oL@ (e*i*"(z))l,

which yields

. B .
[ —ip(x)|B : f(z) \/  —ip(x
I[f] = ie <p’((m)) e e( )’I:a — w/a (cp’((z))) e %@ g

Since all derivatives are well defined and smooth, a further integration by parts
in the above sense shows that the remaining integral is of order O(e?). Thus
the expression
A _ —ig(z)|B
QU = e e T,
approximates I[f] with an error of order O(¢?). As long as all quantities are

smooth we can continue this procedure and obtain an approximation of I[f].
By induction we get

Lemma 5.1.1 (Asymptotic method). Let s € N, f € C*(J,C) and let the phase
function ¢ € C*TY(J,R) with |¢'(x)] > & > 0 for all x € J. We inductively
define for j € {1,...,s}

o= f.  fy = <fj,1) ,

4
and set
s—1 B
f[f] - _ (—ig)i Tt M —z¢(@)
= ¢'(@) s=ar
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Then it holds

If] = QMfl + (—ie)*Ifs]. (5.3)

The approximation Q4[f] is the asymptotic method presented by Iserles and
Ngrsett [37, 38]. Since ¢ is strictly monotone on J and since f; is a continuous
function, it holds:

B v »(B) . ;
18 = [ rweta — [ e e
@ o(a

Due to the Riemann-Lebesgue Lemma [58] the last integral is of order o(1) as
€ — 0. Hence we get for the quadrature error:

1= QA = e HIfl = ole).

Since an asymptotic expansion, like Q2[f] for I[f], does not have to converge
(cf. §3.6) it is not ensured that for fixed € and a given bound ¢ > 0 there exists
an index S € N, such that

111 - Q5lf]| < c.

In [4] the authors establish the shifted asymptotic method, which is (as the
asymptotic method) only based on integration by parts. The presented approach
additionally yields a “spatial“ expansion of the integral, i.e. an expansion with
respect to the length of the integration interval. We shall derive a symmetric
version of the shifted asymptotic method in §5.3 and thus refer to this section
for more details.

To overcome the shortcoming of the asymptotic method we generalize the
method with an ansatz based on the ideas of Filon (1928) [18].

Let &1,...,& € J with §& < --- < &, such that there are indices jq, jg with

§jo = a and &, = f.

The complex valued function f is approximated by a Hermite interpolation

polynomial! p at the pairwise distinct nodes &1, .. ., &, with corresponding mul-
tiplicities myq, ..., m, € N, yielding a quadrature of the form
F
Qs [f1 = Ilpl, (5.4)

where s is equal to min{m;,_,m;, }. This is the Filon-type method by Iserles and
Ngrsett [37]. The quadrature error of this approach depends on the accuracy
of the Hermite interpolation. Additionally it has the asymptotic property of
the asymptotic method, since p and f coincides up to the s-th derivative at the
boundary points of the integral. Unfortunately, the moments I[z7] have to be
known, which generally are not exactly computable.

To remove also this disadvantage we follow an idea of Sheehan Olver [60]. In-
stead of approximating f by a linear combination of the monomials 2%, z!, 2, . ..
we rather use a set of functions g, 11, %2, ... for which the oscillatory integrals
can be computed explicitly.

Lcf. [68]: p is the unique polynomial of degree m = (325-1m;) — 1 which satisfies the
interpolation condition: f(k)(:vj) = p(k)(mj) forj=1,...,k0<k<m; -1
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One possibility (cf. [60]) to construct these functions is a simplified ansatz
of Levin’s approach [52]. Let ¥ and v be functions, such that

N (5.5)

Multiplication of (5.5) with the integrating factor et yields

%(\p(x)e—éw(w)) — () e te@

and hence we immediately find by simply integrating that

I = W()e @7 (5.6)
Thus for ¢ we know how to compute I[¢)] and hence we can use this relation
to derive a set of functions which are exactly integrable. Let Wq, ..., ¥,,_1 be
smooth functions and define for j =0,...,m —1

v = U = LY

g
Since I[-] is a linear map, we also know how to compute the integral of

@) = 3 i), (5.7)

Jj=

with some cq,...,¢n_1 € C. Thus we can write

1f] = Ilp] + I[f =l

and hence p is a good candidate for an approximation of f. If we use for given
support abscissas x1,...,2z, and corresponding multiplicities m,...,m, the
generalized Hermite interpolation approach

p(k)(zl) = f(k)(zl), k=0,....m—1, [=1,...,K,

then we get the Levin—type method? of [60]:

m—1
QUA = Il = D eIyl (5.8)
j=
For ¢ = ¢'¢*, k € NU {0} it is possible to derive ¥, explicitly. This choice
yields® the moment—free Filon—type method from [61]. We shall use this basis
for our quadrature, which is discussed in §5.2.

What properties should p have in order to yield a good quadrature? First
of all it is clear that we get an error estimate which is proportional to the
approximation error f — p. Hence we should choose p, such that this is small.
Furthermore the integral I[f — p] has an asymptotic expansion and hence it is
also a good idea to take this into account. How to do this shows the following
Lemma 5.1.2, established by the author of this thesis.

2The functions 1, in the article corresponds to our function W
3Therefor we (formally) have to set r = 1 in Lemma 2.1 from [61]
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Lemma 5.1.2. Let the assumptions of Lemma 5.1.1 hold and let p € C*(J,C)
be given by (5.7), such that for k=10,...,s —1

p®(a) = fP(e) and p(B) = fP(B). (5.9)
We set g := f — p and inductively define for j =1,...,s

i
L Nj—1
O ( o' ) '

Then the quadrature (5.8) induced by p yields the error estimate

[11f] = Q"I < k:H&inss’“U[nkH. (5.10)

.....

If p, f,¢' are even in C*T(J,C), then it additionally holds

1[f] = Q"[f]] < Es“(wrr:lg?%

B 1 [ga]])

Proof. From Lemma 5.1.1 we get for* k=0,...,s

1] = Q™S = IIf —p = QLlf —p] + (—ie)*I[m].
Due to definition it is n{” (¢) = --- = 55" (¢) = 0, which yields with (5.17)
from Lemma 5.2.3 that n9(¢) = -+ = ns-1(¢) = 0 for ( = «, 8. Hence we get

for all k € {0,...,s}
Qelf—»l = 0.
This yields
[1[f] = Q"If]| < &*|Ilm]]-
For p, f, ¢’ € C*T1(J,C) we additionally get from Lemma 5.1.1:
1) = QHAl = —(cie) By (i)t ).
(|

Remark 5.1.3. The estimate (5.10) is not only a statement about the asymp-
totic accuracy of the quadrature rule. Since ng = f —p, it also takes the approz-
imation error of p with respect to [ into account.

5.2 The modified Filon—type method

The quadrature we shall use for our one-step method (see §6) is based on
the Levin-type method presented in §5.1. Hence we have to specify how the
functions W, ..., ¥,,_; and respectively vy, ..., 9m,—1 should look like. In [61]
Olver derives a basis for the more general problem of highly oscillatory integrals
with a single stationary point, i.e. M (x) > 0 for z € [a, f]\{¢} and

eD()=0, 0<j<r—1, () >0,

4Q4[f] = 0 by definition, since it is an empty sum.
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with ¢ € (a, 8). In our setting we have r = 1 and deduce from [61] that
Ur(z) = o (x) " (x), keNp. (5.11)

The generalized moments I[1);], and hence the functions Wy, can exactly be
computed with repeated integrations by parts (see Lemma 5.2.2).

The Levin—type approach with the special set of functions from (5.11) was
suggested to the author by Claudia Negulescu in 2006. In 2008 we became
aware of the cited references [60, 61] due to a discussion with Markus Melenk.
The articles only contain quadrature error estimates in terms of the small pa-
rameter €. Since we want to use the quadrature for our one—step method, we
are interested in estimates of the quadrature error with respect to the length of
the integration interval. Hence we shall establish new results, which can not be
derived from the articles. However, the quadrature coincides exactly with the
moment—ree Filon—type method from [61] for our special choice of functions.

The following Proposition 5.2.1 is the main result of this section. Since we
want to apply Lemma 5.1.2 and benefit from the asymptotic structure of I[f],
the boundary points «, 8 have to be support abscissas. Let Q := J x (0,&1).

Proposition 5.2.1. Let f: Q — C and ¢: Q — R, such that f,o" are C*-
bounded independently of € and such that |¢'(z,e)] > 0 > 0 for all (x,e) € Q.
Furthermore let &1,...,&: € J be support abscissas with corresponding multi-
plicities 1 < my,...,m,; < s+ 1, such that there are indices jo,jg with

§jo = a and &, = f.

Then there exists a unique function

—_

m—

p(r,e) = ¢(@e) Y cile)pla,e) (5.12)
j=0
with m := 37 m; and co(€), ..., cm-1(€) € C, such that

pP(j,e) = fP(E ) for k=0,...,m;j—1, j=1,....k. (5.13)

If s > m, then the quadrature

=
[

m—

Qlf) = 1] = et S (3 el )ele o

k=0 1= ’ r=a

B

induced by p yields the error estimate

I -QUIl < cla—pA™ min <1, 7(%)#+1> |

with
p:=min(myj, ,m;,) and h:=max (|{ —af,[& - F]) .

The constants v,c > 0 depend on 6, |[¢||cm+1cyy and || f|lcmry, but not on &.
Furthermore the constants tend to infinity as 6 — 0.
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Lemma 5.1.2 Lemma 5.2.2 Lemma 5.2.3 Lemma 5.2.5
Levin—type [ ] computation Hermite inter-
method of I[)g] polation error

Lemma 5.2.8 Lemma 5.2.4 Cor. 5.2.6
i 2 equivalent int- uniform error

g T 1. conditi i
pol. condition estimate

+ +

Lemma 5.2.7

equivalent inter-
polation problems

+

Proposition 5.2.1

Figure 5.1: The arrows indicate the direction of dependence.
Corollary 5.2.6 follows from Lemma 5.2.5.

For example

Before we give a proof of Proposition 5.2.1 (see p.98) we derive some auxiliary
results that help us to keep it more readable. The relations of these lemma are
sketched in Figure 5.1.

We start with the derivation of an exact formula for I[t)] which is the con-
tent of Lemma 5.2.2. Next we prove the technical Lemma 5.2.3. With this
we derive Lemma 5.2.4. The main idea of this result is that the interpolation
problem (5.13) is equivalent to a Hermite interpolation problem in the ordinary
polynomial sense. Lemma 5.2.5 gives an exact representation of the interpola-
tion error for the ordinary Hermite interpolation problem for polynomials. This
yields Corollary 5.2.6, which gives an uniform error estimate of the interpolation
error. Then we establish Lemma 5.2.7, which already proves half of Proposition
6.3.1. Lemma 5.1.1 is already discussed in §5.1.

Lemma 5.2.2. Let ¢ € C1(J,C) and k € N and let vy, as in (5.11). It holds

8
1] = - (5.14)

k
je e~ =) Z ’;—,' (—ig)k_lgo(l’)l
=0

Proof. Due to (5.5), (5.6) we have to prove that W) — 1o/W; = ¢, with

k
Up(z) = ie Z B (—ie)"lp(x)t.
1=0
It follows
U — Lo/,
k k
_ (p/z (lf&)! (7i€)k*(l71)<pl71 + (p/z %(71'6)]97%0(1')[
=1 1=0
_ s0/ Sﬁk-
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As we will see in the sequel, the interpolation problem (5.13) is closely related to
ordinary polynomial interpolation. In order to prove existence and uniqueness
of p and to derive an error bound let us rewrite the quadrature error. The
change of variable x = p~1(¢) yields

o [P SETNO) el Q) s
W= = /«:(oo ¢ (=€) e
»(B) .
= [ e-me et
@(or)
with
) e S e
9(&) = (o 1(9)) d &) - kz:% L&Y (5.15)

In the following Lemma 5.2.4 we prove that the interpolation conditions (5.13)
are equivalent® to

™) = g®g), k=0,...,m; -1, j=1,...,k, (5.16)

where we set & := ¢ 1((;) for j = 1,...,k. Hence 7 is the unique Hermite
interpolation polynomial of degree m — 1 with respect to (5.16). Thus we get
existence, uniqueness and error bounds from the ordinary Hermite interpolation
theory.

To prove Lemma 5.2.4 we need

Lemma 5.2.3. Let n,¢ € C°(J,C) such that |p(z)| > 6 > 0 for all x € J. We
set ng :=n and inductively define for j =1,...,s

It holds for all k € {0,...,s}

k—1
1 1 .
=GR ™ + % > w0 (5.17)
j=0
The functions yi; are multivariate polynomials in 6O .. o™ and independent

of .

Proof. Obviously, equation (5.17) holds for k = 0. Assume that the claim holds
for k. We compute

1, ¢
Me+1 = Enk - gm
1D gk — B (phy 1 kL D\ /
_ 577 ¢¢2kn (¢") +EZ(%;Z€ ) _%Uk
j=0
k—1 ; ;
_ oM kD ™ s (g )6 = 2k + 1Dy 0
- k+1 k+2 2k+2 :
Prt Prt i Pt

5Here ”equivalent” means that both interpolation problems yield the same set of constants
COy ey Cr—1-
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Here we used two times (5.17) in order to write 7, in terms of n©@, ... .n®. By
assumption 7; is a multivariate polynomial in &, ... ¢ Hence the coeffi-
cients of n), U+ in (y4; 7)) are multivariate polynomials in ¢, ... ¢(F+1),
This completes the induction. O

Lemma 5.2.4. Let the functions f € C*(J,C) and ¢ € C5T1(J,R), such that
| ()| > 6 >0 for all x € J. Further let p, m and g be given by (5.12), (5.15).

(i) Let ¢ € J. It is equivalent

(a) Y ke {0,...,u}: p™ () = FF(Q),

(b) Vke{0,....u}: 7™ (p(0)) = g (#(C))-
(ii) It holds for all € € [p(a), 0(B)] and k =0,...,s

Wy _ Je@1(E) Oy prle' ()
970 = o) © = Sl Te)

where we inductively define for j=1,...,s

for=f, fi=(5)" and poi=p, pji= (2

Proof. Since ¢’ is continuous and bounded away from zero,  is strictly mono-
tone. Hence the inverse ¢! is well defined on J and it holds =1 € C*T1(J,C).
Due to definition of g (see (5.15))

(1) _ d fle™'(©) _ d ([ f(x) d
@ = (St dw<so'(x>>m_wg>de*0 ©
_ file™'(©)
(e 1(&)
By induction we deduce
(k) _ fk(‘:pil(g)) or _ s
g7 ) @' (p7H(E)) for =0
From (5.12), (5.15) we get
_ pe'(9)
"O = S

This yields (ii).
Let ¢ € J and set & := (). Since ¢’(¢) # 0 we deduce form (ii) that (i)(b)
is equivalent to

pr(Q) = fe(¢) for k = 0,...,p. (5.18)
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Since |¢'| > § > 0, we can use Lemma 5.2.3 and deduce for k = 0,..., p that
pi(¢) = fr({) is equivalent to
k—1
PP =P = (@) X m Q) -p(0) -
j=0

Hence we get by induction with respect to k that the above statement (5.18) is
equivalent to (i)(a). O

Since our approximation relies on Hermite interpolation, we need an estimate
for the approximation error. The following Lemma 5.2.5 is a result from [44].

Lemma 5.2.5 (Error representation). Let J' = [(1,(x] C R and let the function
g€ C*(J,C) and let (1 < -+ < (,; be supporting abscissas in J' with multiplici-
tiesmy,...,ms € N and m := 2;21 m; < s. Further let ™ be the corresponding
unique Hermite interpolation polynomial of degree m — 1, i. e.

™) = g™, k=0,....m;—1, j=1,....,5. (5.19)

Let 0 < r < m. Then there exist ({,...,( _,. € J', such that for each x € J
there exists a (" = (" (x) € J' with

9" (@) — 7N (z) = (x—¢). (5.20)

We immediately deduce from the previous Lemma 5.2.5

Corollary 5.2.6. Let the assumptions of Lemma 5.2.5 hold and let 0 <1 < m.
Then for all x € [o', B'] C [C1,Cx] the following uniform estimate holds:

h™m= m
g™l

M () — 2 (z e
O

Here h :=max (|G, — B8], |G — /).

As in Proposition 5.2.1 let © := Jx(0,&¢). The first part of the Proposition’s
proof is covered by

Lemma 5.2.7. Let f: Q — C and ¢: Q — R, such that f, o are C*—bounded
independently of € and such that |¢'(z,e)| > 6 > 0 for all (x,e) € Q. Further-

more let &1,...,& € J be support abscissas with corresponding multiplicities
1<my,...,mu < s+ 1. Then there exists one and only one function
m—1
p(r,e) = ¢(@e) Y cile)pla,e)
j=0

with m := 3% m; and co(e), ..., cm-1(€) € C, such that for all e € (0,¢0):

p®P (&, e) = fP(E,e) for k=0,...,m;j—1, j=1,....k. (5.21)

Let o, B] C [€1,&x]. If additionally s > m, then there exists a constant ¢ > 0
independent of € and the support abscissas, such that for all x € [a, f]:

|P(k)($,€) — f(k)(x,€)| < chmk,

with h == max (|&c —al, |& — B). The constant ¢ > 0 depends on 8, ||¢||cm+1(s)
and || f|lcm gy, but not on §. Furthermore it tends to infinity as 6 — 0.
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Proof. Let ¢ € (0,ep) fix. For simplicity of notation we drop the second argu-
ment in all functions. I.e. whenever we write f, we mean f(-,¢).

Since ¢’ is (uniformly) bounded away from zero, ¢ is strictly monotone.
Thus we can define g by (5.15). The points ¢; := ¢(§;) for j = 1,...,k are
pairwise distinct. Hence the Hermite interpolation problem

™) = gW(¢g) for k=0,...,mj—1, j=1,...,r, (5.22)
has a unique solution 7(z) = Z’T:Ol cjz? [68]. From Lemma 5.2.4 we deduce
that the (polynomial) interpolation problem (5.22) is equivalent to (5.21). This
yields existence and uniqueness of p.

Let z € [a, f], ¢ := ¢(x) and let fi,px as in Lemma 5.2.4. Further we define
the function 7 := f — p. Then

(@) = ful@) —p(@) = ¢'(@)(g™(Q) —M().

This yields with Corollary 5.2.6% and the mean value theorem

@] < ¢l [99(0) = 7 M (0)
o max (Jo(&e) — (@)l le€) = o™ ™" |
< ¢l ) g™l
o Il max (16 — al, 16 = B)™ " || fm
< ¢l - |

Since |¢'| > d, we deduce from Lemma 5.2.3 that there exists a constant ¢ > 0
independent of 4, such that

fm c
? 52m+1 "
o0
Hence we get a constant ¢ > 0, such that
I ol &
|77k(x)| = 62m+1 E);n — k)' S ch™ .

Furthermore we get from (5.17)

k—1 .
> il 19 ()] -

0 =0

O@ < )] + H;%

For k = 0 this yields |(*)(z)| < c¢h™ and by induction we conclude that there
exists a constant ¢ > 0, such that

[P (@) —pP (@) = (@) < ehm*
holds for £ =0,...,m. (|

Now we come to the last result before proving Proposition 5.2.1.

6Since ¢ is strictly monotone, it follows either p(¢1) < p(a) < p(B) < @(£x) or the reverse
relation ¢(€1) > p(a) > 9(8) > p(Ex).
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Lemma 5.2.8. Let n,m € Ny with n < m. It holds for all x € RT:

m | 1

min ﬁ — %7z§(%)mw
j=n,...,m j! o z" T > (ﬂ‘)min
n!?" = \n!

The following proof is a revised version of our (more lengthy) previous one,
where we act on a suggestion by Anton Arnold.

Proof. For | € Ny we set f(l) := 22:1 Ink. Let € RT and define for j € No:

; j
9(j) = In (j—:) = jlnx — Zlnk = jlnz — f(j).
) k=1

For 7 € N it holds:

fG=D+fG+1) Inj+1In(j +1)

—f(5) = =L "M 7 nj

5 1) 5 nj
In(j+1)—Inj

_ ww_

Thus L£(j — 1) + 3G +1) > £(j) = F(2( — 1) + 1 + 1)), which can be
interpreted as locally strict (midpoint) convexity of f. Since g is the sum of a
linear function (jInx) and —f it holds

g -1 +g(G+1) < 29(j). (5.23)

This means ¢ is (in a discrete sense) strictly concave. Let n < k < m. Due to
(5.23) it holds g(k) > g(k — 1) or g(k) > g(k + 1). In the first case it follows

g(k—2) —g(k) <29(k—1) & g(k—2) < g(k—1)— (9(k) —g(k - 1)).

Hence g(k—2) < g(k—1) and by induction we get g(n) < g(n+1) < --- < g(k).
Analog we derive from g(k) > g(k + 1) that g(k) > g(k+1) > --- > g(m).
Hence min;—,,....m g(j) = min (g(n), g(m)). It holds

g(m)—g(n) = (m—n)lnz — (Inm!—1Inn!)

= e (2)77).

1
Thus g(m) > (n), if and only if z > (Z )™ and consequently g(m) < g(n)
for z < (ﬂ,') men

n

O

Proof of Proposition 5.2.1. By Lemma 5.2.7 we get existence and unique-
ness of p. From Lemma 5.2.2 we deduce with Remark 6.2.8:

QU] = dee” Em)kz:o (chl% is)!~ k) ()"

. . o — ﬂ
= e ice 9@ Z 716!(73?” l(p(x)l

1=0 r=a

B

r=u«

3

b
Il
=]

3
L

- cellr] = Ilp].

el
Il
=)
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Hence it is

If] = QY = If] = Ipl = Ilf —pl.

Let p := min(my,,m;,). Since it holds s > m > 2u, we can set s = p+ 1 in
Lemma 5.1.2, which yields

ming—o,....,. €' 1[m]],

1I1f] = QIfll < (5.24)

et (maxg—a,g ‘Z)”,((i)) | + T [nusall) -

The functions 1o, ...,nu+1 are inductively defined by setting 19 :=n:= f —p
and

/
oo () e

By Lemma 5.2.3

k—1
o= ﬁ;w .
Thus, by Lemma 5.2.7, for each k = 0, ..., m exists a polynomial g, in h with
positive coefficients, such that for all z € [a, 3]
Ink(z,e)] < qr(h) Rk,

Hence for hg > 0 exists a ¢ > 0, such that for all 0 < h < hg and all z € [«, 5]

me(z,8)] < e ™R
This yields with (5.24)

1 - QU < min la—plarm

=0,...,p
and
c _ .
] = Qlfll < E”H(“TH =D o — Bl cuqa b (u+1))
< cpri (R +|a—Bl) ettt pmo et

Combing both estimates yield (with a new constant ¢, 1 > 0)

] = Qlfll < |a—6|l:0{?§3+1clslhm_l.

By Lemma 5.2.8 we can restrict the min to the lowest and highest index. (|

Remark 5.2.9. Let us summarize the basic idea of the quadrature from Propo-
sition 5.2.1. Since ¢ is continuously differentiable and strictly monotone, it

holds

B ; ©(B) . ;
[ 1wt g - [O et
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Since the phase function of the right-hand side is linear, we can exactly compute
the moments. This enables us to replace

I (3]
9&) = ey

by a Hermite interpolation polynomial. Hence we use the Filon—type method to
approximate the integral

»(B) s
/ 9(€) e 1€ de.
@(or)

Thus, we can interpret the quadrature as a modified Filon—type method.

5.3 The symmetric shifted asymptotic method

In [4] the authors establish a quadrature for highly oscillatory integrals, which
is called shifted asymptotic method (SAM). Tt is (as the asymptotic method)
only based on integration by parts. Let us briefly point out the underlying idea.
Therefor we make one integration by parts:

/ﬁ i f( ) i
f@)e <@ dp = )(e co(@) _ g 590(@)) dx  (5.25)

(( )) (e~ 26(8) _ o= ol
e <i> (=290 _ e=10(@) g

/

Hence the integral in the last line (including the factor ie) is of order O(|a— |?)
and

SAM; o TB) i) (e
Gy = ie (et - o) (5.20
is a quadrature of order O(|a— 3]?). Further integration by parts leads to higher
orders in |a — B]. Thus the idea of the SAM is as follows: Use the asymptotic
method (as described in Lemma 5.1.1) up to order n and then use integration
by parts (as above) to approximate the remaining integral up to the desired
order m in |a — S|. This yields estimates of order O(e"|a — 5|™).

In §5.4 we shall (numerically) compare the SAM to our modified Filon—type
method (MFM). There we shall use a SAM version, which has a quadrature
error of at most O(|a— B|3). To derive it we have to make one more integration

by parts in the above sense. Let fj := —, and f1 := Jl Then

B v .
[ sy (o) —em2ete) o
B gt ) ) _ .
= izs/ % (e—§90(w) —erel@) é(cp(x) _ (p(a))e—glp(a))/ da
a PT

i€ f1(B) (e7918) — 754 1 1((8) — pla))e” FA) + ..
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For simplicity of notation, in the sequel we use the abbreviation” ga, g for g(a)
and g(B) respectively. This yields®

QPMelf] = e fop(eTER — eTER)
_ (i5)2 fl,ﬁ (e—ﬁwa — e t¥a + é(%ﬁﬁ _ @a)e_i%) )

We arbitrarily choose the (added) constants, such that we (only) have to eval-
uate fo, f1 at x = 8. But we also could have used other constants, such that
we have to evaluate the functions at x = «. Thus let us repeat the previous
calculations, but replace o by 8 in the added constant terms. This yields

B . . .
/ f@)e =?@ dz = —iefo(a) (eii“”(a) — eféw(ﬁ)) (5.27)

B v )
—ie/ fo(x) (efi“o(x) — efﬁw(ﬁ)) dx .

One more integration by parts of the remaining integral yields
B i i
/ fo(x) (e—gw(l) _ e—gw(B)) dr

B g1 ) ; e
— iE/a % (e72¢@ — 729 4 L(p(x) — p(B))e”#¢D) du

= —ie fi(a) (e — 722D 4 L(p(a) — p(B))e D) 4 ...

€

Hence we define
QIMMI[f] = defoo (€% — em %) (5.28)
and
QME(f] = e foa(eTEP — o)
— (i)? fr,a (€757 — €759 + L(pg — pa)e™ 7).

In general, both quadratures (QSAM, Q%AM) are equal. Hence, we expect that a

symmetric® version of the SAM, which we shall call symmetric shifted asymptotic
method (SSAM), yields a smaller approximation error than the SAM from [4].
For the lowest order we take the mean of (5.26) and (5.28) and define

QSN = Efoa+ fog) (720 — ez

Taylor expansion shows that this quadrature is of order O(e~!a — 8|?), while
the non symmetric versions (5.26), (5.28) from [4] are of order O(Ja — 3]?).

To derive a symmetric quadrature based on two integration by parts, we
could take the mean of Q5AMz2[f] and Q54M2[f]. This scheme is denoted by

"Here g is of course a wild card the functions fo, f1,¢.

8The index 2 is the number of integrations by parts used to derive the quadrature.

9nterchanging the integration boundaries of an integral is equal to multiplying it by —1.
Hence, here symmetry of the quadrature means that if we interchange o and (3, than we get
the negative quadrature.
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mean shifted asymptotic method (MSAM). In §5.4 we shall see that this yields
only a slight improvement of the constant compared to the original quadrature.
Instead we take the mean value of (5.25) and (5.27) and thus

/ Fa)e 290 da = Z(fo(B) + fola)) (e7 ) — 70l
8 ) 1_ i
fz's/ fo(z) (e_zw(z) _ %(e—g‘ﬂ(ﬂ) + e—glp(a))) dr .
We proceed with integration by parts:
6 ) i i
/ folw) (€72 — g (e7##07) - em2#())) du

. ﬂf/(ac) i i Ciule
TR ST

B g /
L L(gmie(B) 4 o iela) fo(x) o) o(B) + p(a) .
2( + ) o 90/(:6) ((,0( ) ) d

= E (0 + hi@) (O - et 4
— (e 4 em 1) (£1(8) + fi(a)) (2(8) — @(a)) + ...

Thus we can define the (with respect to «, §) symmetric quadrature

QMU = T Uostfoa) (7597 — enE%0) (5.29)
s \2 ) .
- (ZZ) (frp + fra) (€759 —e=%0)
- \2 _ —te —i¢a
— (z;) (fi6 + fra) 2(98 — ¢a) #

We shall call this quadrature revised shifted asymptotic method (RSAM). It has
a bit better approximation properties than the MSAM and hence the SAM, but
is still of third order as h — 0.

Now let us compare the quadrature error of QiAMQ, QEAMZ and QEABMZ. For
this purpose we shall use Taylor expansion of the approximation error for all
three methods. Let

I(h) = /th(x)eiw(r) dz. (5.30)
With Maple14 we derive (with = a + h)
Ih) — QM) = Lo FOR 4 oY),
I(h) — QSM™©[f] = %ce—%ﬂa) h? + O(hY),
1) — QAN = —osee RS 4 O,

The constant ¢ depends on f, ¢ and their derivatives. Furthermore it is equal in
all three equations. Hence we can combine the three methods to a quadrature



5.4. NUMERICAL EXPERIMENTS 103

which is symmetric (with respect to «, 8) and of higher order with respect to
the interval length h. The SSAM (with two integration by parts) is defined by

(@5AM2[] + 4Q3 (] + Q3M(£1)
= % (fos + fo.a) (€7597 — e7E%0)
(ie)?

[

QN1

(fl,ﬁ + fl,a) (eié.('pﬂ — efé‘»oa)

((pﬂ - ‘pa) (fl,B + fl,a) (6_5(’% + e_%‘/’a)

2
+i5
6

{ i _i
+ 5 (08 — Pa) (fra€ =92 + f1pe"=%").
The structure in the first line reminds us to the Simpson rule. And in fact

Taylor expansion (with the aid of Maple 14) shows
I(h) — Qu5™[f] = OE*).

Thus our SSAMs is of fifth order with respect to h, while the SAMs is of third
order. However, both quadratures use the same set of data. Hence we expect
our SSAM to be much more efficient then the SAM from [4].

The SAM is a way to derive an asymptotic expansion of (5.30) with respect to
h (the interval length) of an arbitrary order (cf. [4]). In the previous discussion
we have restricted ourself to the special case, where we use only two times
integration by parts. Here we are able to (significantly) improve the asymptotic
order (with respect to h) of the SAM. However, a systematic way to construct
symmetric versions of the SAM of ”maximal” order (as our derived SSAMs) for
arbitrary numbers of integration by parts is not yet available.

5.4 Numerical experiments

In this section we shall illustrate the approximation accuracy of our modified
Filon-type method (MFM) from Proposition 5.2.1 and the quadratures dis-
cussed in §5.3. Furthermore we shall test the classical trapezoidal rule on two
highly oscillatory examples. Mainly, we are interested in the convergence be-
havior of the quadrature error as the step size (interval length) tends to zero.
Thus, for the SAM from [4] we shall not apply the asymptotic method, which is
usually the first step and increases the asymptotic properties with respect to ¢.
We want to test the spatial approximation abilities of the quadratures. Therefor
we shall also use different values of ¢ in order to visualize the dependency of the
quadrature errors on this small parameter.

Let f,¢: [a,b] — R, such that the assumptions of Proposition 5.2.1 hold on
the whole interval. For N € N we set h = b_T“ and x,, = a + nh. Thus

b _ N=1 _ N-1
I = / f@)e =@ dz = Z / f(@)e =?@ dp = Z I,.
@ n=0 v ¥n n=0

Now each integral I, is approximated with a quadrature @,, based on Proposi-
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tion 5.2.1. We set Q := 22;_01 Qn and get

= Nl ptl
1-Q < Y |[L-Qu < Zchm“min(l,y(%) )

n=0 n=0

e\
cla—blh™ (1,7(5) )

Hence the h—order of the composed quadrature @) is reduced by one with respect
to those of Proposition 5.2.1. Nevertheless, the asymptotic behavior with respect
to € remains unchanged. Thus the composed version ) of the quadrature is
suitable for our purpose.

Now we specify the version of our MFM we shall use for the numerical
experiments. We choose the interpolation abscissas & = z,, {& = x,4+1 and
the corresponding multiplicities mq = mo = 1. This is the simplest admissible
setting. Thus m = 2, u = 1, and (for the subinterval [z,,, z,+1])

f(mn) _ f(szrl)
©'(@n) ' (@nt1) _ Sl

C1 , Co = — sﬁ(zn)
@(zn) — P(Tnt1) ¢ (zn)
This yields
QMM = e em %@ (cy —iger + crp(a)) [T

Hence, from Proposition 5.2.1 we get the (theoretical) upper bound for the

(absolute) quadrature error of QMFMi:
2\ 2
[T — QMM < ¢la —b| h? (1, 7(%) ) : (5.31)
In Figure 5.2 we plot for e = 107,...,107° the absolute quadrature error of

the MFM; (circles) for the integral I = fol log(1 + x)e~ %% dz. The exact value
of the integral can be written down in terms of exponential integrals. They are
evaluated with the Matlab function mfun. Additionally we plot the theoretical
error bound (5.31) with fitted constants ¢ = 0.02, v = 0.7 (solid line). The color
code we use here to mark the different £ values shall be used in the sequel for
all plots.

We observe that the error estimate (5.31) from Proposition 5.2.1 (solid line)
is close to the numerical results in the constant regime (h > ¢). Also the
predicted convergence error of order two with respect to the spatial step size
h is visible. However, the bound of Proposition 5.2.1 over estimates the error
when it starts to decrease monotonously (h < ). In this regime, where the
second order nature with respect to h dominates, the numerical error seems to
decay when e — 0. Contrary, (5.31) predicts an e-independent quadrature error
here. This phenomena is also observed in the following examples.

Before we start to compare our MFEM; with the SAM from [4] and the new
SSAM from §5.3, we shall test the performance of the classical trapezoidal
rule (TR) for an highly oscillatory integral. In Figure 5.3 we plot the absolute
approximation error of the composed MFM; (triangle) and the composed TR
(circle) for the integral I = fol cosz et (@D’ dx. The exact value of the integral
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Figure 5.2: Error of the MFM (circles) and the estimate from Proposition 5.2.1
(solid line) with fitted constants (¢ = 0.02,y = 0.7) for I = fol log(1+2)e™ =% dx.
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Figure 5.3: Absolute quadrature error for the TR (circles) and the MFM; (tri-
angle) for I = fol cosz e~ £@+D? gz The black reference line has slope i
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can be written down in terms of error functions. They are evaluated with the
Matlab function mfun.

For small values of h (h < &) the TR (circle) shows its predicted second
order behavior with respect to h. Instead, for large values of h (i.e. h > ¢)
we observe only a slight decay of the quadrature error, almost independently
of . The dashed black line in the upper part of the plot has slope % and it
seems to be a good upper bound, at least for this example. The point where the
(smooth) second order behavior kicks in is proportional to . There we see (for
fixed €) a very steep descent with decreasing h. The height of this transition
seems to increase when ¢ — 0. Furthermore the error curves show an O(e~h?)
behavior in the smooth regime, i.e. h < e. However, the MFM; has a much
better performance. We observe that the error is proportional to €2 for h > «.
Additionally for h < e the quadrature error is monotonously decreasing with
second order in h. Furthermore we get from the plot that (for small i) the error
of the MFM; is approximately 2 times smaller than the quadrature error of
the TR, while using the same data. This is an amazing result, which shows how
powerful our sophisticated quadrature is.

It is also remarkable that the error curves for both quadratures seem to have
similar shape. At least the points where the oscillatory parts of the curves turns
into a smooth monotone increasing line lie almost at the same position (for both
quadratures). For the integral [ = fol log(z + 1)e~=%dx the similarity of the er-
ror curve shapes is even stronger. For this example, in Figure 5.4 we plot the
quadrature error of the TR (circle) for e = 107%,1072,1073 and h € [1073,1].
We compute the results for all (1000) equidistant subdivisions of the interval
[0,1], with subinterval length greater or equal to hpi, = 1073, Furthermore we
plot the quadrature error of the MFM; (triangle) multiplied by the (approxi-
mate) factors 5.57-101, 8.61-103, 7.85-10° for e = 1071,1072, 103 respectively.
We choose the factors, such that the corresponding curves coincide at h = 1073,
Here we numerically observe that the error of the TR is (approximately) ce =2
larger than that of the MFM;. The vertically shifted error curves of the MFM;
almost coincide with those of the TR. Differences of the curves are visible in the
plot only for large values of h. We also observe this interesting coincidence for
the integrals I = fol cosze =%dx and I = fol xz3e~#%dz, which we do not plot
here. For the example from Figure 5.3 the curves do not fit as good as in the
cases with linear phase. However, if we create in [ = fol cosz e~ t@+D? gy alin-
ear phase by the substitution y = (x+ 1)? and afterwards apply the quadrature
rules, then we also get quite good (in shape) matching error curves.

Now let us consider the SAM!C. In Figure 5.5 we plot the absolute quadrature
error of the SAM; (solid line) and our SSAM; (circle). Both quadratures use the
same set of data. We observe that the SAM; is of first order as h — 0, while our
SSAM; shows a second order behavior. The error curves for both quadratures
are oscillating for A > ¢ and it seems to be, that the error of SSAM; is bounded
from above by that of SAM;. However, the point where the oscillatory nature
turns into a smooth, monotonously decreasing line is (approximately) the same
for both quadratures and the graphs almost coincide at this position. Despite
the SAM;’s asymptotic behavior of O(eh) (which we deduce from the plot),
the SSAM; is much more effective, even with its e-independent convergence
behavior.

10See §5.3 for the definition of the SAM, MSAM, RSAM, SSAM.
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h

Figure 5.4: Absolute quadrature error of the TR (circles) a_und the vertically
shifted error of the MFM; (triangle) for I = fol log(x + 1) e =% da.
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Figure 5.5: Absolute quadrature error of the SAM; from [4] with one integration
by parts (solid line) and SSAM; from § 5.3 (circle) for I = fol log(z+1) e~ = dz.
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Figure 5.6: Absolute quadrature error of the SAMy (4) and MSAM (solid line)
for I = fol cosz e~ +@+D? gz, The black dashed reference line has slope %

In Figure 5.6 we plot the absolute quadrature error of the SAM, (4) and
the MSAM (solid line) for I = fol cosz et dz. Both quadratures use the
same set of data. For h <« ¢ the error curves (almost) coincide. They show
an O(eh?) behavior in this part. As observed for the MFM;, SAM;, SSAM;
and TR, also the SAMy and MSAM are oscillatory for A > . However, the
oscillations of the MSAM line are less distinct. Furthermore the MSAM shows
a smaller error compared to the SAMs. Except for a part where the oscillatory
behavior turns into a smooth monotone growth, the MSAM quadrature error
seems to decay (in the mean) with second order in A on the whole interval. For
the SAM; instead we see a slower decay for h > ¢. The thin black dashed line
has slope % which seems to be close to the decay rate. Since the MSAM shows
less oscillatory error curves (compared to the SAMs), we shall use it instead
of the SAM, for further considerations. In all upcoming plots the error of the
SAMs is always greater or equal than those of the MSAM.

Next we shall compare the MFM; with the MSAM. Furthermore we shall
plot the quadrature error of the RSAM. In Figure 5.7 we plot the absolute
quadrature error of the three methods for I = fol cosz et @+D* g The same
setting for I = fol log(z +1) e~ =% dx is plotted in Figure 5.8. We start with the
discussion of Figure 5.7.

In the oscillatory part (h > ¢) the error of the RSAM (circle) decays faster
than that of the MSAM (dashed line). Also in the smooth regime the error of

the RSAM has a smaller constant compared to the MSAM. For large h (i.e.
h > ¢) the MFM; yields the best performance. In this part the error is at
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Figure 5.7: Absolute quadrature error of the MSAM (dashed line), RSAM (cir-
cle) and MFM; (solid line) for I = fol cosz e t@HD? gy

most of order O(g?), even for (fixed) h = 1. Here the RSAM decays a bit
faster than the already known O(eh?) behavior of the MSAM. Both methods
show the described h—dependent decay until they reach the curve of the MFM;.
Nevertheless, in the transition region all three curves almost coincide. The
three methods show an O(ch?) convergence behavior as h — 0. The error of
the RSAM and MFM; almost coincide for (very) small h.

In Figure 5.8 we see that the error curves do not always coincide at the tran-
sition region. Here the MSAM error shows a different shape compared to that
of the RSAM and MFM;, which are almost identical. The other observations
from Figure 5.7 also hold here.

The RSAM and MSAM use the same data and hence yield comparable results
with slight advantages for the RSAM. However, we do not need first derivatives
of f for the MFM;, contrary to the MSAM and RSAM. Hence the MFM; has
the least numerical effort (of the three methods), while yielding the smallest
approximation errors and the same asymptotic order when h — 0.

In Figure 5.9 we plot the absolute quadrature error of the SAMy (from [4])
and our improved symmetric version SSAMy (derived in §5.3) for the integral
I = fol cosze™ £ (@*D* gz Both methods use the same set of data. We observe
the predicted forth order of our SSAMs as h — 0. On the whole interval the
new method shows smaller approximation errors than the SAMs. Consequently,
due to the difference of two orders in the h—asymptotic, the error of the SSAM,
is significantly smaller for h < . Furthermore we plot the error of the MFM;
(dot). In the transition area the MFM; and SSAM yield comparable results.
Nevertheless, for h > ¢ the MFM; once again shows the best performance.
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Figure 5.8: Absolute quadrature error of the MSAM (dashed line), RSAM (cir-
cle) and MFM; (solid line) for I = fol log(z + 1) e™=% du.

In Figure 5.10 we have the same setting as for Figure 5.9, except for the
integral which is I = fol logze™<* dx here. The previously described obser-
vations from Figure 5.9 also hold for this Figure. In both Figures we observe
oscillations of the SAM; curves in the lower left corner. A reason for this may be
the machine precision of Matlab (which is approximately 1071¢). Furthermore,
also the accuracy of the reference solution may be reached in this regime.

In Figure 5.7 and Figure 5.8 we observe that the RSAM and and MFM;
have a similar asymptotic behavior as h — 0. Using Taylor expansion (which is
done with Maple 14) we (locally) get

Qi — QY™ = cem e T 1 O,

Hence we expect that the difference QEABM — QMFMi 5 of order O(e~th?). In

Figure 5.11 we plot its absolute value for the integral I = fol cosze @Dy,
For large values of € (1071, 1072, 1073) we observe the predicted forth order
behavior with respect to h. However, the e~! behavior is not present for small h.
Here the lines almost lie on each other. A reason for this may be that summing
up the local quadrature errors yields a highly oscillatory sum. As discussed in
[4, §3.3] this may yield a higher order in € as locally predicted. The oscillations
in the lower left corner may be do to machine precision.

In the previous examples we always used 1000 abscissas to create the error
plots. The resulting curves show (for large h) an oscillatory behavior, which
is more or less good resolved. We can use such a high resolution, because
the approximation of one integral is quite fast. However, the solution of the
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10
Figure 5.9: Absolute quadrature error of the SAM; (solid line), SSAM; (4) and

MFM; (dot) for I = fol cosz e~ @+D)? gg.
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Figure 5.10: Absolute quadrature error of the SAMj (solid line), SSAMs (4)
and MFM; (dot) for I = fol logze™=® da.
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Figure 5.11: Absolute value of QMFM1 — QiABMZ for I = fol cosze @+ gp.

numerical examples in chapter 7 is much more involved and hence much slower.
Hence, there we shall use only a few grid points (approx. 13) to create the error
plots (cf. Figure 7.2— 7.10). The MFM; is used by the schemes to approximate
the occurring highly oscillatory integrals. To get an idea, how the error plots
look like with only a few abscissas, we shall once more plot the examples from
Figure 5.7 and Figure 5.8. Now we use only 17 grid points. As for the error plots
in § 7, the subinterval lengths are given by h = (b —a)2™" (here n = 0,...,16),
which yields an equidistant distribution on the logarithmic axis. The results
are plotted in Figure 5.12 for I = fol cos(ac)e_i(””"rl)2 dr and Figure 5.13 for

1= fol log(z + 1)e™=% dz. Hence we may identify effects in the error plots of
the numerical integrators derived in § 6, which probably originate from the used
quadrature.

In the end of this section we shall summarize the results. Let us start with
the methods, which only uses values of f and no derivatives. These are the
classical trapezoidal rule, the SAM; from [4], our new SSAM; derived in §5.3
and the MFM; discussed in §5.2. The numerical effort of this four methods is
comparable. We have observed that the SAM; is only of first order as h — 0,
while the other three methods are of second order with respect to h. Further-
more, the TR is not well suited for highly oscillatory problems as we have seen
in Figure 5.3. Comparing the error, especially for large A > & non of the other
three methods is competitive to the MFM;. The asymptotic accuracy with
respect € of the MFM; is to dominant here. Shortly we can write (for the error)

MFM; < SSAM; < SAM; .

Allowing also the use of the first derivatives yields the SAMs from [4] and
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Figure 5.12: Absolute quadrature error of the SAM2 (dashed lines), MFM;
(solid lines), and RSAM (circles) for I = fol cos(z)e™ £@TD? gy,
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Figure 5.13: Absolute quadrature error of the SAMs (dashed lines), MFM;
(solid lines), and RSAM (circles) for I = fol log(1 + x)e™ =7 da.
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Figure 5.14: Absolute quadrature error of the SSAM; (dashed lines), and the
hybrid method HQ (solid lines) for I = [ log(1 + z)e™ % da.

MSAM, RSAM and SSAMs from §5.3. While the first three methods are of
second order as h — 0, the SSAMs> shows its predicted fourth order behav-
ior. The SAMs, MSAM, and RSAM are less efficient for h > ¢ compared to
the MFM;, which is (surprisingly) the method with the least numerical effort.
Shortly we could summarize our experience in the following relations:

MFM; < RSAM < MSAM < SAM,.

Since the SSAM, is of fourth order with respect to h, it is a bit complicate
to directly compare it to our favorite method, the MFM;, which is of second
order and use a different set of date. But we could compare them, if the nu-
merical effort of the two methods would be similar. Hence we shall make one
7step“ of the asymptotic method and than use our MFM;. The resulting hybrid
quadrature (HQ) now use the same data as SSAMs and SAMs. We plot the
absolute quadrature error of the HQ and SSAMs in Figure 5.14 for the integral
I= fol log(1 + z)e~* dx. We observe a third order accuracy with respect to e
of the HQ. Hence the HQ is much more efficient for h > ¢ than the SSAMs. The
point, where the fourth order behavior of the SSAMy beats the second order
accuracy of the HQ (i. e. where the two curves cross), rapidly decreases with e.



Chapter 6

Efficient one—step methods

As motivated in chapter 3 by the two—band k - p-model, we are interested in an
efficient scheme to approximate the solution of the IVP (3.21)

v = tLu+ Bu,  u(wo)=uo. (6.1)

The matrix valued functions L, B: I x (0, &) — C?*? are C"~bounded indepen-
dently of e. Furthermore L(x,¢) is real and diagonal for all (x,¢) € I x (0,eo).
Here ”efficient” means that the numerical method do not have to resolve all
oscillations of the solution w in order to yield a good approximation. I.e. that
the used discretization grid is (in the best case) independently of .

By Proposition 3.3.1 (WKB-type transformation) and Corollary 3.3.4 we
know that (6.1) is equivalent to (r > n)

2 = e"E!S,E. 2, z(xg) = 20 . (6.2)

This ODE has a system matrix of order O(e™). Hence it is possible to get an
approximation error of at most the same order. Since E§ is a highly oscillatory
matrix function, a naive discretization of this problem will lead to a reduced (or
negative) error order with respect to .

The first discretization step consists of truncating a series representation
(limit of the Picard iteration) for the solution z of (6.2). This is discussed in
§6.1 for a general linear first order initial value problem. Here we derive a (semi
discretized) pre—version of our one-step method (cf. p.119f). In the following
section §6.2 we focus on the special case (6.2) and attune the “pre-method”
from §6.1 to it. The result shall be a raw version of our efficient one—step
method (see p.127f). Subsection §6.2.1 is of interest for programming. Here we
reformulate the derived coefficients of the one—step method, such that it is more
convenient to implement them in the code. In §6.3 we derive the quadrature for
the oscillatory integrals as well as upper bounds for the quadrature defect. These
are the missing ingredients, which makes the raw version of §6.2 a completely
discretized one—step method. We merge the results of §6.2 and §6.3 in §6.4 and
get an explicit description of our one-step method. It is summarized in the end
of the section on page 137ff.

In order to prove convergence of our one—step method we show two things.
First we prove in §6.5 that the matrices and vectors, which determine the
method, are bounded independently of £ and the spatial step size. Further-
more the derived bound guarantees stability of the scheme. Secondly, in §6.6,

115
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we derive an upper bound for the local error. It is of the form 6(e, h, )R H!,
where 0(g, h,,) — 0 as ¢ — 0. How to construct methods with maximum asymp-
totic order with respect to the small parameter € is discussed in §6.6.1. With the
results from §6.5 and §6.6 we shall prove convergence of the one—step method
in 6.7. For this purpose we use standard arguments.

6.1 Picard iteration: truncation error and iter-
ated integrals

Let I := [a,b] be a non—trivial compact interval and let A: I — C?*¢ and

f: I — C? be continuous. The goal of this section is the derivation of (“pre)
one-step methods (OSM) for the linear initial value problem

y(r) = pAl)y(x) + Mf(x), wxel (6.3)
y() = we-

with £ € I and p, A > 0. It is given in (6.11).
We use the objects from the following Definition 6.1.1 to write down an exact
series representation of y (cf. Lemma 6.1.4).
Definition 6.1.1. Let ¢ € I and let M € C(I,C%*?). We define a linear map
I¢e: CI,CPm) — CHI, C™™) by
(ZU)(x) = / M(s)U(s) ds.
¢

We denote the j—times application of Zs to U by IZU. As usual Ig 18 the identity
operator. For constant U = Id we use the notation

(Z21d)(x) = Ti(x).

Remark 6.1.2 (Tterated integrals). We call (IZU) the j* iterated integral.
Due to Definition 6.1.1 it holds for all r,s € Ny and all x € I:

(IZIZ)(x) = IZJFS(.T).

We will frequently use the iterated integrals and therefore we need a priori
estimates.

Lemma 6.1.3. Let the assumption of Definition 6.1.1 hold. Then we get for
all j e NU{0} and for all x € I:

j@) < Bsle= g (6.4)

Proof. By definition it is (IgU)(z) = U(z). Hence estimate (6.4) holds for
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j = 0. We proceed by induction. Let (6.4) hold for j € NU {0}.

(EH0) @) = H /< " M(s) (T (s) ds
son(xr — ’ M(s IjU s)|| ds
< sen( o/g M) @) (s)
j+1 ¢ (S*C)j j
< sgn(e - O Ml /< <2 ds 1) 101

_ ||M||£—1|x_c|j+1 ||U||
B j+1 >

O

The unique solution y of the linear IVP (6.3) is given by the limit of the
Picard iteration. As we will see soon, the Picard limit y can be represented as
a von Neumann series.

Lemma 6.1.4 (Series Representation). In Definition 6.1.1 let M = A. Then
the unique solution y of the IVP (6.3) is given by

y(z) = ij (T (ye + Mo)(x), (6.5)

with fe(x) = f; f(s) ds. Here we interpret ye as a constant function on the
interval 1.

Proof. Let

yh(@) = @) = Yo (T (ye + Me)) ().

=0
Due to Lemma 6.1.3 we get
S I (ye + M)l < M= (lyell £ A felloo) = ¢ < oo
j=0
and
STOl@ e+ 1) |, < pllAlsce + M el < o0
j=0

This yields uniform convergence of both sequences (cf. [23] ”Konvergenzkri-
terium von Weierstraf8”), i.e. y, — v and y/ — y'. Hence y is continuously
differentiable with 3’ = y' (cf. [49, XIII, §9]). It holds for n € N

uh(@) = pA(z)yn-1(z) + Mf(2). (6.6)

Passing on both sides of (6.6) to the limit finishes the proof. O
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From the series representation of y in Lemma 6.1.4 we directly deduce, with
the estimate from Lemma 6.1.3,

Corollary 6.1.5. Let y be the unique solution of the IVP (6.3). Than it holds
forallz el

ly@)l < ertrmelitl=jlye + Afe|.

Hence y continuously depend on the data of the IVP. From the ODE it directly
follows that

Iy @)1 < pllA@)y @) + All fe()]] -

For our highly oscillatory model problem 2 in §6.2 this means, that z is C' -
bounded independently of e, since the function A(x) = Ef(x)S(x,e)E.(x) is at
least C°—~bounded independently of e.

Remark 6.1.6. Lemma 6.1.4 is a tool that helps us to derive our OSM in
§6.1. But it is also useful to get another point of view of the difficulties (highly

oscillatory behavior, exponential growth and decay of the solution) of the second
order IVP

e + A(z)yp = 0,
w(f) = wO )
P'E) = .

We can rewrite it as a first order IVP by setting u1 = 1, us = &', which yields

1 0 Id
! — —=
u(x) = [—;(A(:C) 0 )u, U(g) ug -
For the following consideration the structure of the system matriz is not relevant.
Hence we shall generalize the first order system as follows. Let z € C\{0} and
let M be a continuous matriz valued function. By Lemma 6.1.4 the solution of
the IVP (on the interval I)

W) = SM@u,  u€) = u,

is given by

u(z,z) = Z (Ig(x)uo) P

J

Hence, for every fized x € I each component f; of the function f(z) := u(z, z) is
analytic in z. Further it is obvious that it has an essential singularity at z = 0.
Now the complex analysis yields an explanation for the difficulties u makes when
approaching z = 0. Due to the theorem of Casorati-Weierstraf3 (cf. [64]) we
know, that the image of any origin-neighborhood under f; is dense in C. Hence
the function f; shows a lot of different behaviors depending of the direction one
approaches z = 0. Consequently the nature of the IVP solution u sensitively
depends on the matriz M and on the parameter z =& > 0. It can (e.g.) easily
switch from highly oscillatory to exponential growth depending on M.
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Now let a =, < Tp,+1 < -+ < T, = bbeagridon [a,b] with n, <0 <mn
and xo = £ and let y be the unique solution of (6.3). From the above Lemma
6.1.4 we immediately get (with & = x,,)

Y(Tny1) Zp] y(xn) + )‘fmn))(xn-i-l) . (6.7)
We can also integrate ’backwards’ in  which yields
= D AT W) + M) (@) (6.:8)

k=0

A linear combination of both equations is the starting point for our numerical
method. Before we proceed with this we introduce some notation.

Notation.
U, = I} (¥ap1), T

Tn

(Iin fﬂcn) (mn-i-l) )

me = Ia]ccnﬂ(zn)v GZ = (Ia]ccnﬂfmnﬂ)(zn)'

With this notation equations (6.7) and (6.8) read

Y(Xnt1) Zp]]lj (xn) + )\ijIFfl, (6.9)
j=0
y(n) = Zpkﬂﬁ y(@nt1) + A pFGL. (6.10)
k=0 k=0

Assumption 6. Let o.,0; € [0,1] with 0. + 0; = 1.
Due to (6.9), (6.10) it holds
(ae Id 4-0; Z kaZ) Y(Tpi1) = (oi Id +o, Z pj]lfl) y(xn)
k=0 §=0

+ Ao ipj]Ffl — Ao; ikaZ.

=0 k=0

Numerical Method 1. To get a numerical method we truncate the series at
both sides after the same number of summands. By Assumption 6 o, + o; = 1
and it holds JO =19 =1d. This yields the one-step method

<Id+0i2pjjﬁ) Yni1 = <Id+oezpfﬂg;> Yn (6.11)
k=1 j=1

Jr)\Zpk(JeIFZ *O’iG,Z)
k=0
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For the exact solution y of (6.3) it holds

(10403 P38 ston) = (140308 ) (o)

k=1 j=1

-
£\ Z o (e F* — o Gﬁ) + errgiine

k=0
with
oo oo
errpa L= Oc Z P y(xy) + Aoe Z pPF (6.12)

j=7+1 j=7+1

o0 oo
— 0 Z PFI y(@ni1) — Ao Z PGy
k=71+1 k=7+1

For 0; = 0 we get an explicit and for o, = 0 a 'pure’ implicit scheme. Due to
JL = —I} we get for 7 =1 and 0. = 0; = 1 a Crank-Nicolson like Scheme.

Lemma 6.1.7. The local truncation error (6.12) of (6.11) can be written as
e = P (0T Y (@nt1) = oi(ZTF y)(za)) . (6.13)

Furthermore it holds

T+1 HAHT+1 hT+1

|| eI‘rtrunc || — (7_ 4 1)| ||y||00 . (614)

with hy, = Tpy1 — Ty

Proof. In (6.13) we simply replace y(x) by its series representation (6.5). We do
the calculation only for one term. The other one is analogously treated. With
Remark 6.1.2 we compute:

pTHZI ) ()

<;::12 BETRUTE () + Azzn+1fzn+l))<xn>

oo
_ pk+r+1I§::r1( D y(@nst) +/\Zpk+‘r+1 If::rlfmnﬂ)(zn)
k=0
oo
= > AT y(@ag) + A Z PGl .
k=741 k=7+1

The error estimate is a consequence of Assumption 6, Lemma 6.1.3 and (6.13).
O

It is well known that the Crank—Nicolson scheme has a local error of third
order (cf. [28]). In §6.2 we will see that I2 has a highly oscillatory integrand.
Hence the trapezoid rule, which would give us the exact Crank—Nicolson scheme
from literature, should not be applied.

The explicit expression for the constant ¢ in the following Lemma is needed
in the upcoming section, in order to determine the asymptotic error behavior.
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Lemma 6.1.8. Let A € C*([a,b],C%*9). For the local truncation error of the
Crank—Nicolson like scheme (i.e. 7 =1 and o, = 0; = %) it holds:

H errtrunc H S Cthi ’
with

IIAII2 [olIIAIE + 2] Alloo | A"l
= [flloe + 1 [9lloo -

Proof. Due to Lemma 6.1.7 it is

Z atime = (T2 9) (@) = (T2, 9) ()

/:n+j4(x) /: A(s)y(s) ds — /ﬂ:iiq(x) /35j+14(8)y(s) s

n n

Using the fundamental theorem of calculus we get:

2 n,1l
p2 erI‘trunc

- /zn+1 A(ﬂcn)(/: A(zn)y(z,) ds—f—/:L+1 A(zn)y(zn) ds) de +
/z$n+1/z Al(s ds(/ A(xn)y(zn )ds—i—/zl:‘l(xn)y(xn) ds) dz +
Funl [ [onrose [ Foose)s

Since the first integral is zero we get
2
‘p‘Q || errtrunc ||

Tn+1 [T T Tl

< |\A’||oo||A||oonyHoo/ /d(/ ds+/ ds> dz| +
Tn41 In+4+1 [S

1 A]soll(Ay) ||oo‘/ </ /dtds+/ /dtds)dz

= [ Allsc(IA oo llylloc + I(Ay)’ Hoo)

To finish the proof we remark that (Ay)' = A’y + p A%y + \Af. O

6.2 The highly oscillatory case: raw version of
the method

While the setting in the previous section §6.1 is quite general, we now focus
on the highly oscillatory problem as mentioned in the introduction. We use the
results from §6.1 and a special strategy for the highly oscillatory integrals to
derive a numerical scheme. In this section we do not approximate the iterated
integrals. Instead we rewrite them in a favorable way, which is motivated by
the quadrature technique from §5. This procedure results in Lemma 6.2.5 and
Lemma 6.2.6 and finally yields the Numerical Scheme 2 (cf. 127).



122 CHAPTER 6. EFFICIENT ONE-STEP METHODS

Now let us specify the oscillatory TVP. Let [a,b] C R be a non—empty
bounded interval and let Q := [a,b] x (0,e1) for some £; > 0. Further let the
matrix valued function ® : Q — R¥*? C C?*4 be, such that for all (z,e) € Q:

®(z,e) = diag(pi(z,e)Idy,,..., 0, (7,6)1dy,) € RP*?,

where Id,,; denotes the identity matrix on C*. The number ¢ € N is assumed
to be constant on €. Since ®(z,e) € R™9 it has to hold v +---+ v, = d. We
denote the vector of the geometric multiplicities of the eigenvalues by

v o= (v1,...,vy)7 €N,
Further we define on €2 the matrix valued function E. by

E.(z) = exp(i®(z,¢)). (6.15)
The matrix E,(z) is unitary for all (z,e) € Q. Due to the definition of E. we
call ® the phase function.

Assumption 7. The eigenvalue functions @1, ..., p, are C51 ~bounded inde-
pendently of €. Further there exists a constant § > 0, such that for all (x,e) € Q
and k # j

ok (z,6) — @j(@,e)l = 4.
Now we can write down the initial value problem we are interested in.

Model Problem 2. Let S: Q — C™? gnd f: Q — C¢ be C*-bounded indepen-
dently of € and let Assumption 7 hold. Furthermore let E. be given by (6.15).
The IVP we want to approximate for fivred € € (0,e1) and x € [a,b] is given by

2 (we) = pEX(x)S(x,e)E-(z) 2(z,€) + N\EX(z)f(z,e), (6.16)
2(%,e) = 22eC?,

with T € [a,b] and p, A > 0.

From Corollary 3.3.4 we know that it is always possible to remove the v—
block diagonal part of S with a C*~bounded linear transformation. Since the
v—block diagonal entries of the system matrix are not highly oscillatory, one can
use a standard integrator, like Runge-Kutta methods, to solve this problem. The
integrator can use an € independent grid. In some special cases the integration
can be done by hand (cf. p. 18 ff). Hence we assume that diag, (S) = 0.

Assumption 8. For all (z,e) € Q it holds: diag, (S(z,£)) = 0.

Due to Lemma 3.3.1 the IVP (6.1) can be reformulated, such that it fits in the
above setting. Hence we should keep in mind that p is a very small constant.

In § 6.3 we derive the quadratures for the highly oscillatory iterated integrals.
These quadratures are designed for phase functions which do not have stationary
points. Since this has to hold also for the inhomogeneity we make

Assumption 9. If f # 0, then we additionally assume
[P, e)l = 6

forall (x,e) € Qand all j=1,...,q.
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Remark 6.2.1. There are also quadratures for highly oscillatory integrals with
stationary points. If one wants to neglect Assumption 9 one can use for example
the method of Olver [61]. For simplicity we restrict ourself to the non—stationary
point case.

Before we continue with numerics let us have a look on the behavior of the
solution z as € — 0.

Proposition 6.2.2. Let p(e), A(€): (0,1) — RT be bounded functions and let
ze = z(+,€) be the unique solution of (6.16). There exists a constant ¢ > 0, such
that

| B2 —,2:0||OO < ce.

0

Here we interpret the initial condition z° as a constant function.

Proof. This proof is based on the series representation of z. from Lemma 6.1.4.
Let £ :=7. It holds for all (x,¢) € Q

2(w,e) —2° = ij(fé (e + Afe))(x)

= (BT e+ M) @) = p(Eza).

Jj=0

Using integration by parts we get

(Iézs)(z) = /;(E;SEE)(T) dr ze(x) — /:/5 (EXSE:)(r) drz.(t) dt.

Furthermore diag, (S) = 0 and hence we deduce from §3.1.2 (especially (3.20)),
that there exists a constant ¢ > 0 such that

< e,

H /;(E:SEE>(T) dr

for all x € I. With the triangle inequality we conclude
[2(2,e) = 2°% < peellz@)] + |z =€l 112]l) -

Since p, A are bounded we get from Corollary 6.1.5 that z is C'~bounded inde-
pendently of €, which finishes the proof. O

Remark 6.2.3. The relevance of Proposition 6.2.2 for the upcoming construc-
tion of the numerical integrators is as follows. Since the exact solution z. of our
Model Problem 2 tends to a constant as € — 0, the numerical schemes we con-
struct shall have this behavior too. I.e. the convergence error of the integrators
are at most of O(ehl), for some T € N. Hence in the limit ¢ — 0 these schemes
yield the exact (constant) solution, even for a fized spatial grid.

In §6.1 we have derived a family of semi discretized one—step methods for
linear first order IVP. The only missing part is a suitable quadrature for the it-
erated integrals, which are highly oscillatory now. Due to the highly oscillatory
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integrands we cannot efficiently apply standard quadratures like Trapezoid or
Simpson rule (cf. [37]). In this section we do not directly discretize the oscilla-
tory integrals. In Lemma 6.2.5 we prove an exact representation for Z!, where
we set M = EXSE. in its Definition 6.1.1. From the derived formula one can
get a quadrature by dropping the error terms. Before we continue with Lemma
6.2.5 we need

Definition 6.2.4. Let ¢ € [a, b)].
(i) For F € C°[a,b],C¥*?) we define

I[F(z) = /; EX(s)F(s)E:(s) ds. (6.17)
(ii) For g € C°([a,b],C?) we define
Rl = [ ) ds (6.15)

The following considerations are a motivation for Lemma 6.2.5. The first iter-
ated integral Z! can be written as

Ii(z) = IL[S)(x) = L[Pl(2) + L[S — Pi(x),

with an arbitrary matrix function P;. The basic idea for the quadrature of
Igl is to choose Pi, such that the integral I¢[P;] can exactly be integrated and
such that the remainder is small. As we will see in §6.3 the function P; can be
chosen, such that

x

I[P](x) = BI(s)PP(s)Be(s)|,_

(6.19)

where the matrix function P{ is C*~bounded independently of ¢ and can explic-
itly be computed. We iteratively apply the above idea to the iterated integrals
and set

S1 =8, C¢ = BIHP(EE(S)
and denote the quadrature error by
Err%(z) = I[S1 — P(x).
Thus we have
Igl(x) = I[P])(z) + Erré(m), (6.20)

which yields with (6.19)

Zw) = [ EOSOEOL
= I[SP})(x) — L[S)(@)CE + (T Bt ) (2)

We set
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and choose a suitable P, with

x

L[P)(x) = EZX(s)P5(s)Ee(s)|,_,,
which yields

Ti(z) = Ig[Pa)(z) — I[P](2)Cg
+ errg(ac) - Err%(m)Cé + (Igl Erré )(@).

Obviously it is possible to continue with this procedure.

Lemma 6.2.5. Let Py,..., P, € C°(Q,C%™9), such that for j =1,...,7

x

s=&?

~
.
=
8
N~—
I

EZ(s)P; (s)Ex(s)]

where PP, ..., P° are C°~bounded independently of €. Further we set Cg = 1d,
P :=1d and inductively define for j=1,...,7

¢l = -y Freec,

Ci = EI(CLE.(¢),
Sj(x) = S(x)P,(x),
Errl(z) = IS, — Pj](x).

With this definitions it holds for j =1,... 7
T(x) = Y I[P CI" + Y3 (T Ent)(@)CE' . (6.21)
k=1

Proof. We prove (6.21) by induction. For j = 1 the right-hand side of (6.21)
reads

I[P)(2)C¢ + (Z¢ Errg ) (2)CE

which is equal to Z}(z) due to (6.20) and Cf = Id. To simplify the following
computations we set
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Hence we get
() = /5 (B2 S E.)() TL(t) dt

— Z/ (EzSE. I¢[P)) (t) dt CI7" + (e Xj) ()

I
M”

<
I

(Ze[Sks1)(2) = Le[S)(@) (BIPRE)(€) CLF + (Ze2)) (x)

k=1
J+1 ‘ ‘
= D L[S(@) CITTF 4+ I[Si])(2) CL + (Ze X)) (x)
k=2
J+1 J+1
= > L[PJ@) CITF + Y Enf(a) LT 4+ (Te5) (2)
k=1 k=1
J+1 ‘ J+l ok ‘
= I¢ [Pyl (x) Cg+1_k + ZZ (I§+1_k Erré)(:{:) Cg_l :
k=1 k=1 1=1

With a similar ansatz we can rephrase Ig fe.

Lemma 6.2.6. Let the assumptions and definitions of Lemma 6.2.5 hold and
let ug, . ..,u, € CO(Q,C%), such that for j =0,...,7T

L)) = EXu(s)[, .
where u, ..., uS are C°~bounded independently of e. We set for j =0,...,7T

= E*(E) 3(€),
= S@uj_i(x), (G=1)
= I{[s; —ugl(@)

and sg := fe. With this definitions it holds for j =0,...,7

e

sj(x

NN

erré(x

(T fe)@) = Flul) - Y @) " (6.22)

Here 22:1 is the empty sum and hence zero.

Proof. For j = 0 equation (6.22) holds by definition. To simplify the following
computation we set

j
Z Ij kerrg (x)

k=0
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and proceed by induction.
@@ = (Z(Rl - SR+ 5))

= ISull(x) — > TE (@) + (Ze;) ()

k=0
j+1
v +1—k
= lsjrl@) = Y TE@) 77" + (Ze5) (@)
k=1
Jj+1 Jj+1
= Rluale) = 3 H@ e+ 3 (7 ent)(@).

k=0
O

Now we combine the results of Lemma 6.2.5 and Lemma 6.2.6 with (6.11) from
§6.1 to write down a one—step method for our Model Problem 2.

Notation.
Ql(x) = Y I[R)@)C™", (6.23)
k=1
ik
) = Y D> (F"Enf)(@)CE. (6.24)
k=11=1

From Lemma 6.2.5 we immediately get
Ti(z) = Qi) + &(x).
Numerical Method 2. Let n € {ng,...,n, — 1} and let the assumptions and

definitions of Lemma 6.2.5 and Lemma 6.2.6 hold. Let z be the unique solution
of (6.16). We set

An = )0 QL (wn4) (6.25)
=1

By = ) 0 QL (xn) (6.26)
j=1
T T J

o= Y P I (@) = Y0 DO (@) (6.27)
j=0 j=1 k=1

w" = ij Iy Tuk]( Zp Zan+1 Ty c;nfl (6.28)
Jj=1

and

erre (z ZpJEJ ( £ — )\Zpk c’g) (6.29)
k=0
+)\Zp Z err?)(z).

7=0 k=0
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Than the one step method (OSM) is given by

(Id Jr(n-Bn)z"""1 + Aoy w” (Id +06An)z" + Ao o™, (6.30)

22 = z(x).
For the exact solution z it holds
(Id Jraz-Bn)z(szrl) + Ao w, = (Id +06An)z(zn) + Aoe v, (6.31)
+ err”,

with
err” = errya,. + errm (6.32)

and
errfy 1= 0O ety (Tpy1) — 05 €Ty, (Tn) (6.33)
It remains to specify the functions Pi,..., P, and uo,...,u,, which is part of

§6.3. Let us summarize the properties that these functions are supposed to
have:

Remark 6.2.7. For the functions Py, ..., Pr and ug, ..., ur it holds

1 €re extsts matrixr vatue: unclions goeey —boundaea tmaepenaentey
i) th sts matriz valued tions PP P? C°-bounded independentl,
of €, such that

x

s=¢

~
v
=
8
~—
I

EZ(s)P; (s) Ex(s)]

(ii) there exists vector valued functions ug,...,uS C°~bounded independently
of €, such that

x

luj)(x) = BZ(s)uf(s)[

(iil) the error terms Erré, e 7Elrrg and errg, ...,errg are “small”.

Since the error integrals Errg (x) are of the form

It[S — Pl(z) = /;(E;‘S’PEE)(S)ds = /;E(%(S)@(SP)(S)ds

and since they do not contain a matrix multiplication and all off,—diagonal
entries can be written as (cf. §3.1.2)

B )
I[f] = /f(x)efé“o(x)dz,

we deduce that it is enough to find an appropriate approximation rule for the
above scalar valued integral. Then the derived quadrature can be applied one—
to—one to the integral matrix.
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6.2.1 Reprocessing of the raw version

We use this section to reprocess the quantities A,,, By, v", w™, such that it

is more convenient to implement the numerical scheme. The following Remark
6.2.8 helps us to do manipulations of multiple sums.

Remark 6.2.8. Let (G,+) be a commutative monoid and let 0,7 € 7 with
0 < 7. Furthermore let {A;; € G| j=0,...,i,i=0,...,7}. Then

S A = D> Ay (6.34)
i=0 j=0 j=0 i=j

Proof. On the left—-hand side of (6.34) one sum up the row sums and on the
right—hand side one adds together the column sums of the following scheme:

AT,O AT,9+1 AT,9+2 o AT,T

Apt20 Aot20+1 Aot2.0+2
Apt10 Aot+1,0+1
Ag o

To simplify the upcoming computations we us the following
Notation.

Qr = L [P(@nsr),  af = I [us](@ng1).
Now let us start with the reprocessing.

Lemma 6.2.9. Let A,, B, be the matrices defined by (6.25) and (6.26). It
holds for all n € {ng,...,np — 1}

T T—k
k=1 =0
T T—k
B.o= —YreEY s (630
k=1 =0

Proof. Let
X(6a) = 3./ Qlw).
j=1

Due to definition of A,,, B,, we get

A, = X(xp,zpy1) and B, = X(pg1,2n).
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We further compute, using Remark 6.2.8,

X(&z) = pr Zlgpk )ci "
— Zp Zp] " I[Py (z) CL 7"

T

= Zp IEPk Zp]CJ

k=1

Replacing & by 2, and = by 2,11 yields (6.35). To get (6.36) we set & = xp41,
T = Xy, and use I, [Pi](zn) = —La, [Pe)(nt1)- O

Remark 6.2.10. Lemma 6.2.9 yields a representation of A, , B, which allows
to compute the quantities (each) with a single loop. The pseudo code reads:

X=0; I'=0;

for k=7:—-1:1 do
P=T+ pkCIF;
S=%+p*QFT

end
An = E;
If we replace x,, by x,4+1 and replace the last equation by B, = —X, then we get

the pseudo code for B,.
Similar computations can be done for the vectors v™ and w".

Lemma 6.2.11. Let v™, w™ be the vectors defined by (6.27) and (6.28). It
holds for alln € {ng,...,ny, —1}:

T T—k—1
o= Y e - ZleZpkc’“ Z P (6.37)
j=0
T ) T—k—l o
wh o= = P+ ZplQQZp’“OfM S (6.38)
7=0 =1 k=0 =0
Proof. Let us define
T ‘ 7 i
Ga) = > Y Q)
j=1 k=1
and
QE(@) = Ig[P(x).

Inserting the definition (6.23) of Qéf (x) yields

- g (Lo )



6.2. RAW VERSION OF THE METHOD 131

We reformulate X by repeated application of Remark 6.2.8 and index shifting:
T T T
D 0QL@) Y pICES et
1=1 k=1 j=k
T T T—k
= SR Y Y
1=1 k=1 §=0

l

—k—
>yl
j=0

X (&, z)

T—

T l
= > Qi) pct
=1

k=0

T

To complete the proof we have to remark that

v = Zp] q’rkz - X(wnaxn-i-l)a
=0
w" = _ijqvkz _X(xn-i-laxn)’
=0
and Qg(x)l = sz(f)l hold. O

We use the recurrence relation from the following Lemma 6.2.12 to write
down a pseudo code for the computation of v™ and w™.

Lemma 6.2.12. Forl=1,...,7 let

T—1 T—k—1
l — k 1k i J
Te = Zp Czn+1 Z pjcgcnﬂ.
k=0 j=0
It holds forl=1,...,7—1
T—1
= Sk
k=0
Proof. Let l € {1,...,7 —1}. It holds
T—1 T—k—I ]
w o= D ACE Y P
k=0 7=0
T—1-1 T—k—l )
S WRSE Y
k=0 j=0
T—(1+1) T—k—(l+1)
B S U SRR,
k=0 Jj=0
T—1—-1
+ Z pkcécp‘r—k—lcg—k—l
k=0

T—1
_ 41 1 k r—k—l
= T+ Y CEeT
k=0
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Remark 6.2.13. To compute v and w™ one can use the following pseudo
code based on Lemma 6.2.11 and Lemma 6.2.12:

X=0; v=0;
for l=7:-1:1
oc=0;

for k=0:7—1
U—a—i—Cf T l k,

end

y=9+p"lo;

D=3+ (¢, — Qh1);
end
v =3

To get the pseudo code for w™ we have to replace x,, by x,4+1 and replace the
last equation in the outer loop by ¥ =% — pl (qfl — f{y)

6.3 A quadrature for the highly oscillatory iter-
ated integrals
It remains to write down the quadratures for the matrix and vector valued

integrals

B
LL[F)(9) BEF@E @ a = [ @) o P dr,

re) = / Bl

from §6.2. Since diag,(Eg) = diag(1,,,...,1,,) is independently of ¢ and ®,
we can use standard Hermite interpolation to derive a quadrature rule for the
v—diagonal elements of I,[F]. For the highly oscillatory v—off diagonal elements
we use Proposition 5.2.1.

Proposition 6.3.1 (OSM quadrature). Let F,®: Q — C?*? be, such that F, ®’
are C*-bounded independently of € and such that for all (z,e) € Q it holds

(i) ®(z,e) = diag(pi(z,e)Idy,,. .., ¢q(z,)1d,,) € RP*4,
(i) ¥ b £ 1 16 (06) — gh(a,)| 2 6.

Further let &1, ...,&; € J be support abscissas with corresponding multiplicities
1<my,...,me <s+1, such that there are indices jo,js with

§ja = a and &, = B.
We define (cf. §3.1 for definition of Dg)
M(z,e) := Dg(x,e) + diag(l,,,...,1,, ).

There exists one and only one matriz valued function

m—1
P(x,e) = ) © K;(s) ® M(z,e)®7
7=0
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with m =375 m; and Ko(e), ..., Kpu-1(c) € C4*4 such that
PW(g;e) = FB(g,e) (6.39)

fork =0,...,m; —1and j = 1,...,5. If s > m, then there are constants
¢d, ¢,y > 0 (independently of €), such that the quadrature

1a[P)(B)

= e Eg(x) QmZ_l (’"Z—l Ki(e) Jl—',(zg)lj> ® Dg(z,€)%7 ’
— — r—ao
m—1 . ’ jszrl B
+ jgo diag, (K, (¢)) FEsu i (6.40)
induced by P yields the error estimate
[1a[F)(8) = L[PI(B)I] < cab(e,h)|a—BIA™. (6.41)

The term (g, h) is given by

i (m) pt1
O(e,h) = max (||d1agl,(F JIES , C min( c )) ,

m! L 7h#+1

with
p:=min(m;_ ,m;,) and h:=max (& —al,|& —8]) .

The constants ¢,y > 0 depend on 9§, |¢llcm+iyy and || fllem(r), but not on
&. Furthermore they tend to infinity as § — 0. cq only depend on the space
dimension d.

Proof. Let I[F) = (1[F](8))

gral matrix, i.e.

bet the (k,r)"™ matrix element of the inte-
(k,r)

8 ,
I[F)y = /sz(:c,s)e‘?(‘bkk“’f)‘q’”(“)) dz . (6.42)

By definition there exist k,7 € {1,...,q}, such that ¢; = @y and @z = D
For a v-off diagonal element it is k # 7 and hence ¢ := w5, — @i # 0. Due to
assumption (ii) it is |¢'(z,€)| > § > 0 for all (x,¢) € Q. If we set f := F,, then
f, ¢ fulfill the assumptions of Proposition 5.2.1. Hence we get a unique function
Py, with

B

)

m—1 ,m—1

. _i(p(a 0o )

I[P}y, = iee i vf>>z(2m<e>krﬁ<—w>l J)m,ev
Jj=0 l=j

=«

which is the k7" element of (6.40). The estimate from Proposition 5.2.1 yields

) e\
by = 1Pl < el glmin (1o (5) ).
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with g := min(m;,,m;,) and h :=max (|¢. — |, |& — B]). For the v—diagonal
elements we set ¢y = Yk = 0 and define ¢ := supy, ck, and v = supy, Ver-
Hence

ptl
I[Flr — I[Plir| < ckx—ﬁ“ﬂHMn(Lv(%) ).
Since || - ||sup is @ norm on C?*4, there exists a constant ¢ > 1, such that

1 ~
1Al = fAllse < €llA]

holds for all A € C?*4, If I[F], is a v—diagonal element, then it is @z = @y
(cf. (6.42)) and we obtain

B
I[Flp = / Fyr(x,e) do.
The krtt'—component of the matrix P is the uniquely determined Hermite in-

terpolation polynomial corresponding to Fy, and (6.39) (cf. [68]). Since the
krth—component of (6.40) is nothing but

B
IPlg = /Pkr(:c,s)dz,

we deduce with Corollary 5.2.6

B
[I[Flir — I[Pler] < / |Frr (x,) — Prr(x,2)| da
F(m) o
m!
i (m)
< ol g 1408 P s
m!

Hence we get

[a[F = PI(B)| < ElalF = Pllsup
: . »
< Pla—BlAm max(lldlagV(F( Nl = mi (LV(%)H ))
&

m)!

o

O

Remark 6.3.2. Let the assumptions of Corollary 6.3.1 hold. If diag, (F') is
componentwise a polynomial of order m — 1, then we get an error estimate
which is of order O(e*™1). To be more precise we have

ILIF—PIB < cla—8lh" min(l,v@)W). (6.43)

Remark 6.3.3. Since diag, (F) = diag,(F) ® E5 holds for all F € C*™4, we
can write
B

L[PI(B) = EI(2)P°(2)Ec(v)],_,, (6.44)
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with

—_

Pe(z) = e (m_ Ki(e) %(zs)lk> ® Dg(z,£)*
=

3

=
(=)

3

— $l+1
di K, .
+ 3 ding, (Ri(e) 1

(6.45)

[}
o~

The quadrature for the vector valued integral I”[g](53) is much easier to derive.
In each component we can directly apply Proposition 5.2.1.

Corollary 6.3.4. Let g: Q — C% and ®: Q — C™?, such that g, ®' are C°~
bounded independently of € and such that for all (z,e) € Q it holds

(i) ®(x,e) = diag(ei(z,e)Idy,, ..., ¢q(x,€)1d,,) c Rdxd
(i) VE=1,...,q: |¢)(z,e)] > 0.

Further let &1, ...,& € J be support abscissas with corresponding multiplicities
1<my,....mu < s+1, such that & < --- < &, and such that there are indices
Ja,Jjg with

§jo = a and &, = 5.

Then there exists one and only one function

m—1
u(w,e) = V(x,e) Y Blw,e) ¢i(e), (6.46)
§=0
with m = Z;:1 m; and co,...,cm—1 € C%, such that

u® (&) = g™ for k=0,...omj—1, j=1,...,k. (6.47)

It holds
i e i 1! o
Ru)(B) = dee ™))" @(z,s)k< > cl(s)k—'!(is)l_k> (6.48)
k=0 1=k r=a
If s > m, then the quadrature induced by u yields the error estimate
e\ Mt
Ro- ) < cla-pirmn(10(5) ). ©a9)

with
= min(my, ,m;,) and h:=max (|§K —al, & — ﬂ|) .

The constant ¢,y > 0 depend on 6, ||®|cmryy and [|gllcm(s), but not on §.
Furthermore they tend to infinity as § — 0.

Remark 6.3.5. Let u be given by (6.46). From (6.48) we deduce that
I(B) = EX(s)u(s)] (6.:50)

with
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Remark 6.3.6. Let € € C and let u, g be the functions from the previous Corol-
lary 6.3.4. Due to the linearity of the integral and the interpolation problem
(6.47) it obviously holds

rym—k
Il —ed@) < g la— o) min (Sl antet)

6.4 The one—step method

This section contains the essence of the discretization steps from §6.1, §6.2, and
§6.3, which is our one—step method (OSM).

Let a = a2, < Tp 41+ < Tpyp be a grid on [a,b], with n, < 0 < np and
let xg = £. We use the quadrature rules from §6.3 to approximate the highly
oscillatory integrals. For this purpose we have to define the support abscissas
& < - < & used for the quadrature. We only want to use elements of the
interval I = [a,b]. Hence we have to distinguish between subintervals [z, 2,+1]
in the “proper” interior of I and such subintervals which are “close” to the
boundary points a,b. To construct the support abscissas we use the following
rule.

Support abscissas. Let k°, k% k" € N and let

< ... < e €R,
0= < ... < 2o,
Ll{ < ... < Libil.
Forn € {ng,...,ny — 1} we define hy, := xp 11 — T, and set k = K°, if

Viji=1,...,k: § = mp + 5hy € 1.

Else we set
a. T, < atb
¢ = { rr =20, ko= kY
b,zn>“7+b
and define
no._ & -
& = wn o ha, j=1,... k.

Remark 6.4.1. We implicitly assume that the support abscissas constructed
above are elements of the interval I. This can always be ensured by a refinement
of the grid, if necessary. In the sequel (in the majority of cases) we drop the
marks o,a,b and simply write

&' = xn + tiha, ji=1,...,k.
But we should keep in mind that k and also 11, ..., t, depend onn. By definition
the distances between the support abscissas €T, ..., &7 tends to zero as h, — 0.

As we have seen during the discussion of the oscillatory integrals in §5.1, it is
exceedingly useful to incorporate the boundary points x,,, z,4+1 in the support
abscissas.
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Assumption 10. We assume that there exists jo,jsg € {1,...,k} with
ljn, = 0, [’jﬂ = 1.
That is &' =y and «Ej”ﬂ = Tpy1-

The only missing ingredients to use Proposition 6.3.1 and Corollary 6.3.4 are
the multiplicities corresponding to the support abscissas &7, ...,&0.

Remark 6.4.2. Since we have a hierarchy of at mazimum T + 1 (iterated)
integrals, we fix T + 1 sets of multiplicities and denote them by

MGl My, 7=0,...,7.

Here again, we implicitly define different sets of multiplicities corresponding to

the three types of support abscissas. Furthermore we set for k=0,...,7:
T
pe = min (mgj,, myj,) and |my| = kaﬁj .
Jj=1

The multiplicities are integers and hence it holds pix > 1 for k=0,...,7.
Now we have defined all quantities needed for the description of the OSM.

Remark 6.4.3. We shortly write (7, k,t,m) for the set of parameters that de-
termine the OSM, i.e. T and

K9 PR Hb
b b

o7, Sk LS, Lo Ly e Sl

a o o b b
Mp,1s » M, ko Mo, 15 » Qo Mo1s o+ Mg b

ma ma mo mo mb mb
7,10 s o ka N SR s Hor ko 7,1 » 10 kb

Numerical Method 3. The set of vectors 2", ..., 2™ € C% is called a solution

of the OSM (7, K, t,m), if and only if 2° = 2(€) and for alln € {ng,...,np — 1}
(Id +0iBn)z”+1 + Ao w" = (Id +06An)z” + Ao ™. (6.51)
The matrices Ay, B, and the vectors w™,v™ are constructed as follows:

(i) Set Sy :=S and C%a = 6075 = 02@ = Cg_ﬂ =1Id.

n
For j=1,...,7 do

(a) Compute the unique solution

1
Kji(e) © M(z,e)*

[ |—
(@) = M(z,e)®
=0

of the generalized Hermite interpolation problem

PPEmy = sey, k=0, my -1, =1, k.
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(b) Compute P{ by Remark 6.3.3, i. e.

Im;i|—1  m;|-1
Py (x) = ie Z ( Z K<7l(€),l€—!!(—ia)l_k>@Dq>($,€)®k
k=0 =k

[m;|—1

+ ) diag, (Kju(e))
1=0

(c) Compute Q) = I, [Pj](znt1) by (6.40), i.e. (cf. Remark 6.3.3)
ng = E§(Tnt1)© Pg?($n+1) - Eg(zn)© P;(xn) .
(d) Set

J

C7jl,o¢ = Z Plo(xn) C%Tof ’ 07];,& = E; (mn)ci,aEa ((En) ’
1=

J
4 - , . ,
sz,ﬁ = Z Plo(wnﬂ)cfl,g ’ sz,g = EZ(xn11)C;, g Ee(@n41) -
=1

(e) Set SjJrl = SP;}.
(f) Continue with (a).

end

(i) Set so = fe.
For j=0,...,7 do
(a) Compute the unique solution
Im;|—1

uj(z,e) = ®'(z,¢) ®(x,e) ¢ji(e),
1

Il
=]

of the generalized Hermite interpolation problem
ugk)(él) = sgk)(fl) for k=0,....m;;—1, [=1,...,Kk.

(b) Compute uj by Remark 6.3.5, i. e.

[m;|—1 [m;|—1 Il
uf(z) = ie Yy @(z,s)k< > cj,l(s)k—"(isyk).
k=0 I=k ’

(c) Compute ¢ = I? [uj](xng1) by (6.50), i.e.
tﬂ; = E:(szrl)uj(anrl) - E;(zn)uj(:cn)
(d) Set

Cha = Bilan)u®(zn), 5 = Bl(tns)u(@at1).
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(e) Set sjr1 = Suj.
(f) Continue with (a).

end
(iii) Compute A,, B, by (6.35), (6.36), i. e.
T T—k
A, o= D FQEY P, (6.52)
k=1 1=0
T T—k
Ba = = @) p'Cus. (6.53)
k=1 1=0
(iv) Compute v™, w™ by (6.37), (6.38), i.e.
T ‘ T T—1 T—k—I o
o= Y P =D ALY AT DY P,
j=0 =1 k=0 3=0

T—k—1

T T T—l
DN A VLD DA DL
7=0 =1 k=0 7=0

6.5 Boundedness of the coefficients

As we will see in the proof of Lemma 6.7.1, a sufficient criteria for existence and
uniqueness of a OSM solutions is that the matrices

Id +0;B, and Id +o0.A,
are regular for all n € {n,,...,n, — 1}. This is the case, if
A, <1 and ||B,|l <1

holds for all n € {ng,...,np — 1} (cf. [68, p.188] ). In the sequel we derive
estimates for the norm of the matrices, which enables us to ensure the above
condition. Furthermore we need these estimates to prove convergence of the
numerical scheme.

For the following discussion we fix one n € {ng,...,n, — 1} and only discuss
the estimate for the matrix A,,. The argumentation for B, is exactly the same.
From (6.52) we get

T T—k
An = YRy . (6.54)
k=1 =0

To construct the matrices Q¥ and Cflﬁa we use the Hermite interpolation based
quadratures from §6.3. Here the essential quantities are the matrix valued
coefficients K ;(¢), 1 =0,...,|m;j|—1,j =1,..., 7, which determine the matrix
valued functions Py, ..., P- and P?,..., P?.

To prove convergence of the OSM one has to refine the discretization more
and more. Hence the distances between the supporting abscissas of the inter-
polation problems are getting smaller and smaller. As the following example
illustrates it is not self-evident that the coefficients of the interpolation polyno-
mial, which corresponds to K;; in our numerical scheme, stay bounded.
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Example 6.5.1. Let f(x) = |z| and let & = —h, & = 0, {3 = h. Hence the
2

polynomial p(x) = 4~ is the unique solution of the interpolation problem

p(&) = f(&), J=123.
Obviously, the coefficient of the leading order tends to oo as h — 0.

Is the function f sufficiently smooth, which is not the case in the previous
example, we can prove that the coefficients are bounded independently of the
support abscissas. This is the content of the following Lemma 6.5.2.

Lemma 6.5.2. Let my,...,m,; € N with m = Z;”:l m; and let the function
], B] x (0,e9) — C be C™-bounded independently of . For £ € [a, B]* with
& <& <o <& we further denote by

m—1

p(x,s,«f) = ch(f,f)l'j

Jj=

the unique Hermite interpolation polynomial of degree m — 1 with!

p(k)(gjagﬂg) = f(k)(gj’g)’ kZO)"'7mj_1a jzla"w’k‘-"
There exists a constant ¢ > 0, independently of € and &, such that

|Cj(5,§)| < ¢, j=0,,m—1

Proof. Let us fix one vector £ € [, 8]% with & < --- < &, and one € € (0,&g).
Furthermore we set J' := [£1,&,]. Due to Lemma 5.2.5 (set » = m — 1) there
exists a ("' € J" and a function (™~ (z): J' — J’, such that for all z € J’ it
holds

(m—Dlemoi1(6e) = [ D(z,e) — M (2),e) (- 7).

We choose z = "' which yields

lem-1(&,8)] < (mil)! sup [[F () loqasy = e
e€(0,e0)

Since f is C™-bounded independently of €, the constant c is finite. Hence
cm—1(§, €) is bounded.

We continue by induction. Let ¢p,—1,...,¢j41 be bounded. We set r = j
and again Lemma 5.2.5 yields

j!Cj(f,E)
m—1 (m) (i =
) ) m J T 1
= fD(e) - Y alte) gyl - %_E)H (x—¢).
I=j+1 =1

Since gj € J' C [a, 8] and due to the assumptions the right—hand side is bounded
independently of € and £. Hence the same holds for ¢;(¢, ¢). O

IHere, of course, we differentiate the functions p, f with respect to the spatial variable z.
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The matrix valued functions P; from our Numerical Scheme 3 (p.137f) are
determined by a generalized Hermite interpolation problem. Hence we have to
extend the previous Lemma 6.5.2.

Lemma 6.5.3. Let my,...,m, € N with m = Z;:1 m; and let the functions
fr@': [, B] X (0,69) = C be C™~bounded independently of €. Furthermore let
|| >0 . For € € [a, B]" with & < & < --- < &, we denote by

m—1
p(x,a,f) = 90/(%5) Z Cj(EaE) (p(x,g)]
j=0
the unique function p with
p(k)(gjagag) = f(k)(gjag)a k/’:o,...,mj—l, jzla"'aﬁ'

There exists a constant ¢ > 0, independently of € and &, such that
lej(,8)] < ¢, j=0,....m—1.

Proof. Since |¢'| > 0 for all (z,2) € [, 5] x (0,20), the function (-, &) is
invertible for all € € (0,&p). Let

p(e~(z,€).6,8)
o' (7 (z,6),€)
Due to Lemma 5.2.4 the polynomial 7 solves the Hermite interpolation problem

W(k)(gﬁ(gj,E),E,g):g(k)(@(fj,E),E), k:()a"'vmjilv jil,...,K,.

Furthermore the degree of m is m — 1. By assumptions ¢ is C"—bounded inde-
pendently of € and hence we can apply Lemma 6.5.2 to 7. (|

As we have seen above, it is important that the function we interpolate has a
certain regularity.

Assumption 11. The matriz valued functions S,®’: [a,b] x (0,1) — CI*4
from Model Problem 2 are C®-bounded independently of . We assume that the
multiplicities are chosen, such that

Of course, the above inequality should hold for all three types of multiplicities.
Now we can estimate the quantities of the Numerical Scheme 3.

Proposition 6.5.4. Let Assumptions 6—11 hold. There exists a constant ¢ > 0
independent of n, €, and h,,, such that

[Anll, [|Bnl

"
3

cphy, (6.55)

<
< chy. (6.56)

"

[o" s [Jw

Furthermore it holds ||Cj, |, ”07]1 sl led, oll, ||ch sl <cforallj=0,....7.
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Proof. We give the proof only for A,, and? Cy o For the remaining correspond-
ing sets of quantities {B,,Cy 5}, {v", ¢}, o} and {w", ¢} 5} it is (completely)
analogue.

First we prove by induction that the matrices K ;(¢) are bounded inde-
pendently of € and (}',...,¢". In the following we (simply) write ¢ instead of
(SN

The matrix function

lma|—1

Pi(z,e) = M'(z,e)® Z Ki(e) © M(z,e)®
1=0

is componentwise defined by an interpolation problem, cf. Numerical Scheme
3 p. 137. By assumption the matrix valued function S; = S is C*~bounded
independently of €. Hence we can apply Lemma 6.5.3 for each component of
Py (z,¢), which yields that each component of the matrices

KL()(E), ey K1,|m1|71(€)

are bounded independently of the support abscissas ( and €. Hence there exists
a constant ¢ > 0 independently of ¢ and (, such that

HKl,leup < c, ZZO,...,|mj|*1.

Since all norms on C4*? are equivalent the same holds for | - ||.

Now assume Kj (), ..., Kj ;,|-1(€) are bounded independently of the sup-
port abscissas ¢ and €. Since Dg is C*~bounded independently of €, the same
holds for

lm;[—1 m;|—1
P?(x,e) = ie Z ( Z K‘J(E)%(—’L’E)l_‘]>@D@(ZE,E)@J
Jj=0 l=j

[m;]|—1 I+1
b Y ding, (K5009);

)

+1

with (z,€) € [a,b] x (0,e1). Thus the matrix valued function
Sj+1 - S P;)

is C*~bounded independently of . Since all norms on C%*? are equivalent
this holds in particular for || - ||sup. Hence we can apply Lemma 6.5.3 for each
component of Pji1(z,e). This yields that the Kji1,0(€), ..., Kjq1 jm,+1)-1(€)
are componentwise bounded independently of the support abscissas ¢ and e.
Again by equality of norms we find a ¢ > 0 independently of € and ¢, such that

K1) < e, 1=0,...,|m;| —1.

An immediate consequence of the previous calculation is that Py,..., PS are
C*~bounded independently of €. Inductively we deduce from the definition that

2Here ce 8 is an abbreviation for C?L FIREEE cr 8
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co C! ., are bounded independently of € and ¢. Since E.(x,) is a unitary

T, "ty n,o
matrix we get

ICRall = B (zn)Ch o Be(zn)ll < [ICnall-

Thus C’g o 1s bounded independently of € and (. By definition we have

. Tn+1
e = LPlenn) = [ E@P@oE @) dr.
If follows
1@l < ha  sup  ||EX(2)Pj(x,€)Ee(2)]
TE[Ty,Tnt1]
< hn sup  |Pi(z,e)].
TE[Ty , Tnt1]
Since Kjo(€), -+, K} |m;|—1 are bounded independently of ¢ and ¢, the same

holds for P;. Hence there exists a ¢ > 0 independently of ¢ and ¢, such that

Q4 < cha.

Finally we compute

T T—7
[Anllowp < D 1QAnlle Y pMICK LIl < cphn.
7j=1 k=0

6.6 The local error

In this section we derive an estimate for the local error of the OSM (7, k,¢,m)
from §6.4 on the interval [x,,2,41]. For the whole section Assumptions 6-11
shall hold. Let us start with a recall of the local error. By (6.32)

ert” = errime + erri,
with (cf. (6.33))

erriy. = Oc €y, (Tng1) — 05 ety (Tn). (6.57)

and (cf. (6.29))
-
erre(x ijé'] < &) — )\Zpkc’g)
T j
Jr/\Zp] Ij kerrg ().
0

7=0 k=

Furthermore we get from (6.24)
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For the definition of Errg, erlrg7 CE. and cg we refer to Lemma 6.2.5 and Lemma
6.2.6. Since we already derived an estimate for the truncation error in Lemma
6.1.7, we focus the following discussion on err],,. For this purpose we continue
to estimate errg(z). We should keep in mind that the variables £,z take the
values ¢ = x,, © = T,41 and vice versa.

Notation. In the sequel we use the notation

[Flloon = sup  [[F(z)].

TE[Tn,Tni1]

The triangle inequality yields

~

|| erre (z

<

M*

ik .
p](ZZn @ )@t (1 + A3 o 181
k=0

1 k=11=1

J

T

Ay o

j=0

MQ

+

1z errf ) ()]

o

(=}

Due to Proposition 6.5.4 there exists a constant ¢ independently of €, n, h,,, such
that [|C]|, lci|| < ¢ for j =0,...,7. By Proposition 6.2.2 [|z(¢)|| is bounded by
a constant, which is independently of ¢ an &.

Remark 6.6.1. In the sequel ¢ > 0 always denotes a constant, which is inde-
pendently of €, h,,, and n.

Hence there exists a ¢ > 0, such that (use Remark 6.2.8 to rearrange the sum)

fere@) € ¢3S 2@ Bk ) o) (6.58)

1=1 j=l k=l

Y Y P IT et @)

k=0 j=k

It turns out that the summand with [ = k = j = 1 in the first line of the right—
hand side is a crucial term. This is the only terms which is just multiplied with
p. All other summands contain a factor of O(p?) (keep in mind that p is a small
parameter, e.g. p = &%, « > 0). Thus, we need a more sophisticated estimate
for it. Also the other summands with [ = 1 have to be treated separately. From
Lemma 6.1.3 we get an estimate for the iterated integrals, which yields

T T j—1 ]
lerre(@)l| < e P Erx(@)| + ¢ D> p (T T Bard ) ()],
i=1 =2 k=1
Sl
Le ZZ Z (1€ - :c| H I ol )/~ ||Errlg .

=2 j5=I

Z i~ (1€ = 2 [IS]loc)’*
+ A E oF Pk Gk Herr?”oom.
k=0  j=k

)!
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For 0 < p < 1 it holds Z 1P’ < £ Furthermore |{ — z| = h,, < h holds for
all n. Let v := h||S]|so- In the ﬁrst hne‘we substitute i = j — 1. Further we use
Remark 6.2.8 and the estimate ) J_ j—], < e* (z € RY), which yields

T—1 1

[lerre(z)] < l—c_&pHErrg x)|| + CZZ z+1

i=1 k=1

+CZZp Z ) ||Err£|\oon

1=2 k=l jk

+)\ZP Z ) ||err£ ||oon

Jj=

15 || Brrg (2)]] + ¢ Zpk“z H (Z¢ Exrg ) ()]

(Ig Errg)( x)||,

IN

+c ZZp e’”HErrE lloon + )\Zp e’”Herr£ loo,n

1=2 k=l
15 0 | Brrg(@)|| + 555 07 11(Z¢ Errg)(x)H,

IN

T

-
=+ cle_p; p2 pl72H Errlg ||00,n + el ZPkH err? Hoo,n .

1=2 k=0
Hence there is a constant ¢ > 0, such that
leme@) < cpllBreb@)] + cp? [ (2 Exrl ) ()], (6.59)
T T
+Cp2 Z”Errl&HOOﬂ + )\czpk”erréHmm.

1=2 k=0
Remark 6.6.2. To derive (6.59) from (6.58) we assumed 0 < p < 1. This

is just for simplicity of the calculation. Since T € N is finite, the appearing
geometric sums are always finite and hence (6.59) holds for all p € R(J{.

Since we use Proposition 6.3.1 to determine the functions Py, ..., P of the OSM
(q.v. Lemma 6.2.5), the quadrature errors Err; can be estimated by (6.41).
There the error is estimated in terms of & := max (| — o, |&1 — A]), which is
related, but in general not equal to the local spatial step size h,. In order to
avoid confusion in the proofs of the following Lemma 6.6.4 and Lemma 6.6.5 we
denote the quantity h from Proposition 6.3.1 by A,,.

Remark 6.6.3. The variable & takes the values {xy, Tn11} and x € [Ty, Tpi1]-
Comparing Proposition 6.3.1 with the quantities of this section we get

a=¢, b=z or a=zxz, §=E.

Hence it is
An = max (| — €, & —al, 18 — €], 1€ —al). (6.60)
There exists a constant ¢ > 0, which only depend on® v, such that
1hy < Ay < chy. (6.61)

3The set of parameters ¢ determines the support abscissa for the interpolation problems.
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Proof. We get an upper estimate for A,, by replacing in (6.60) each ¢ and z
with x,, and x,+1. Hence we search for the maximum of eight absolute values.
Since some of the terms coincide, we have

A, < max (|§? = Zp|, [&1" = Tng|, 1§ — zal, 165 _xn-i-ll)-

Due to the definition of the support abscissas (see p.136) and Assumption 10
we get

An < max ([ =l = gl lew = il [es = ti5]) B
On the other hand side we have

¢ = b fin s £ =,
R R 1 Sl

By Assumption 10 ¢, is strictly positive and ¢; is non—positive. Hence there
exists a constant ¢ > 0 independently of the grid, such that

chn < Ay < chy.

Now we are prepared to estimate || Erré II.

Lemma 6.6.4. There are constants ¢, vgyy > 0 independently of €, hy,, and n,
such that for all € [z, Tpy1] it holds:

e p1+1
Err; (x < ch™ T min (1, v [ —
” 3 n » h ’
I(Z¢ Erg) ()| < cehymith,

and

|Errf ()| < cehmItt k=2 1.
The constants ¢, ygrr depend on § and tend to infinity as 6 — 0.
Proof. By definition (cf. Lemma 6.2.5) we get

Err%(:c) = I¢[S — Pi](z) .

Since the v—diagonal entries of the matrix function S; = S from ODE (6.16)
vanish identically and since P; is constructed as in Proposition 6.3.1%, we get
from (6.43) of Remark 6.3.2 the error estimate

p1+1
I Err;n (@nt1)|| < clTpsr — xal ALml‘ min (1 , Y1 (Ai) ) . (6.62)

Since the constants ¢,y; do not depend on & and h,, or n, the first estimate
of Lemma 6.6.4 follows with (6.61) of Remark 6.6.3. The constants ¢,v1 > 0
depend on § and tends to co as § — 0.

4replace: v+ min(z, §), B +— max(z,€), F— S1, & — ¢ and mj —mgj forj=1,...,k
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In order to estimate ||Z; Erré (2)]] let us make one integration by parts as
done in §3.1.2. This is possible, because diag, (S — P;) = 0. By construction it
holds S(§) — P1(€) = 0. Also remember that Ef BE, = E5 © B for every matrix
B € C¥?. Hence

Ii Brrg(z) = e /: (E;‘SEg)(t)/E ((E3) © Dy © (S —P)(r) drdt
= e /I (EXSE.)(t)((E3) ® D3 © (S — Pp))(t) dt
3
+z‘s/€ (ngs*Eg)(t)/E (B3 © (Dg) © (S —Py))(r) drdt
e /x (E2SE.)(t) /t (E5 © Dy © (S — PLY)(r) dr dt
3 3

It holds EXBE.(E5 ® A) = EX BAE. for A, B € C¥ (cf. §3.1.2). This yields
the estimate
|Z¢ Errg(z)| < elé — || EZS(Dg © (S = P1)) Eelloo,n
+el€ — 2P| BZSEel|oo,n || B2 (Dg) © (S = P1))Exe || .,
+elé — 2| EXSE|so,n | EX (Dg © (S — Pl)’)EEHOom .

Let Jp, = [Zpn, Tny1]. Since || - ||sup and || - || are equivalent norms, there exists
a constant ¢ > 0, such that 1||A|| < ||Allsup < €Al and hence

[A® Bl = sup [A(z) © B(z)|| < Esgg [A(z) © B(x)]|sup
S xeJn
< Esg? [ A(@) [[sup | B (@)l sup
< @ sup [A@)| sup B = (| Allonll Bllos,n -
zeJy, yEJn

The matrix F.(z) is unitary and thus

IZ¢ Erre ()l < @el€ — 2| [Sllsom [ Dgllooin 1S = Pilloc,n
+2¢l6 = 2 1Scoin (Dg) llso,n 1S = Pilloo,n
+el€ = 2 1Sl oo [1D5 lloon [1(S = P1) lloo,n

By Lemma 5.2.7 exists a constant ¢ > 0, such that

||I#;} Erré(z)” < cehy||Sllcon 1 Dglloo,n h‘nm1|
+ c&hi 1Sl o0,n ||(D<;)/||oo,n 15l s0,n hlzml‘
+cg € = 2* 1S |oo.n |1 D lloo.n A1

This yields the second estimate.
Further we get from (i)(b) of Numerical Scheme 3 (diag, (S1) = 0)

[mq]—1

[mqy]—1
P = i > (X K@ B ) © Dala o)
k=0 =1
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Hence we can write P{ = ie P¢, with P? C*~bounded independently of ¢ and
the spatial grid. This yields

Sy = SP° = ieSP’ = ieS,,
with Sy C5-bounded independently of €. Let

|ma|—1

Py(z) = M'(z,6)©® Z Ko y(e) © M(z,e)®
1=0

be the unique solution of the generalized Hermite interpolation problem

PR = 8PE), k=0 may =1 =1k

Since the interpolation problem is linear and uniquely solvable, we get
P, = iePy, Py = icPs,
and it holds

Errg(:c) = I¢[S2 — P5](z) i I¢[So — Py)(x).

Due to construction we can apply Proposition 6.3.1° for P, which yields
|Erg@)] = e |LelS: — Pl@)] < echlz—galm,

with a constant ¢ independent of ¢, ®, S5 and §. The constant 6 is given by

: ~(|m2\) p2+1
0 = max (1428, (5 )”°°,02min T _

In general diag, (S2) # 0. Hence 6 is of order O(1) with respect to € and h,,.
Again we use (6.61) of Remark 6.6.3, which yields

|Errg(z)]| < echlmeltt,

Furthermore we get from (i)(b) of Numerical Scheme 3

[m;l=1 |ma|—1
Py(x) = ie Z ( Z RQ’l(E)]lc—!!(—iE)l_k) ® Do (z,€)F
k=0 1=k

[m2| -1 ~ 1
3 i) 1

Hence it is Py = O(1) with respect to e and C*~bounded independently of e.
This yields

S3 = SPy = ieSPy =: ieSs,

with S5 C*—bounded independently of . Inductively continue this procedure
to derive the remaining estimates. O

Sreplace: a — min(z,£), B — max(z, ), F — So, &= and mj—mgjforj=1,...,k
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A similar result holds for the vector valued integrals.
Lemma 6.6.5. There are positive constants ¢ > 0 and 7o, ...,5r > 0 indepen-

dently of € and hy,, such that for all x € [xy,, Tpy1] it holds:

pr+1
||err’g(z)|\ < cef plmElF min <1,§k <i> >, k=0,...,7.

hy,
The constants depend on § and tends to infinity as 6 — 0.

Proof. By definition (cf. Lemma 6.2.6) we get for k =0
errg(ac) = I¢[so — uol(z).

Since ug is constructed as in Corollary 6.3.45, we get

po+1
err(x)]| < chnAnm“Hlmin(l,% <Ai) )

Thus (6.61) of Remark 6.6.3 yields (with a new constant ¢ > 0)

po+1
[errd(z)|| < chlmolt? mm<1,% <hi) >

Due to the used estimates the constants ¢, 7y depend on § and tends to infinity

as § — 0. Furthermore we get from the OSM or Remark 6.3.5 that

[mo|—1 [mo|—1 Ih
ug(zr) = ie Yy @(z,s)k< > co,l(s)ﬁ(z's)l—k).
k=0 ’

1=k
This yields
s1 = Suy = ieSuj =: ies,
with §; C*~bounded independently of . Let

[ma|—1

ir(z,e) = (ze) Y B(z,e) érile),

1=0
be the unique solution of the generalized Hermite interpolation problem
~ (k) =(k)
a; (&) = 5;7(&) for k=0,....m;;—1, I=1,....k.
Since the interpolation problem is linear and uniquely solvable, we get
Uy = iEﬂl, ’U,<1> = Z.E’[L(l),
and it holds

errg(z) = Is1—ul(x) = ie I{[51 — ().

Sreplace: o+ min(z, ), B — max(xz,£) g fe, & — ¢ and mj — mg; for j =1,...
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Due to construction we can apply Corollary 6.3.47 for @, which yields
€ p1+1
el < elis - wl@] < ecmal min (15 (5) ).
As before we use (6.61) of Remark 6.6.3 to estimate A, by h,. Further we get

Ima|—1 [ma|—1
@) = @Y et (X Ao,

k=0 1=k
Hence we can write u$ = (ic)? 4§, with @$ C*~bounded independently of ¢ and
the spatial grid. The remaining estimates follow by induction. O

Now we continue to estimate (6.59). By Lemma 6.6.4 and Lemma 6.6.5 we get

p1+1
ferel@)] < cpnmin (10w0 (1)) (6:63)

-
+ Cp2 c Z h"nml|+1
=1

T € pr+1
+ )\CZ pFek plmel+ min (1, Yk <h—) ) .
k=0 "

From Lemma 6.1.7 we already know that the truncation error is O(p™ Tt A7 T1).
Hence the quadratures we use should be at least of order 7 + 1 with respect to
the spatial step size h.,,.

Assumption 12. The multiplicities m; 1, ..., m; ., are chosen, such that
K
Im;| = Zmﬂ > T, i=0,...,7.
=1

Let 4 := max(¥gr, 71)- Then it holds (with a new constant ¢ > 0)

p1+1
|| erre ()| < cp (1 + Ae)hlm+1 min (1, ~ <hi> ) (6.64)

+ep?ehl ™t
po+1
+ Achlmol+t min (1, Yo (i) ) .
hn

Proposition 6.6.6. Let Assumptions 6—12 hold. Then there are non—negative
constants ¢,y1,%0 > 0, such that for all e € (0,e1)

lerre(2)| < cB(e, hn) h7T,

Hence we have proven

with 0(e, hy,) given by

c po+1
O(e,hy) = A min (1, Yo (h_) ) plmol=7

c p1+1
+ pmin (1, o (h_) ) plmail=m 4 cp?.

n

Treplace: a+— min(z,§), B+ max(z,£) g+ 51, & — (j and mj = mgj for j=1,...,k
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Combing Proposition 6.6.6, Lemma 6.1.7 and (6.57) yields the main result of
this section.

Corollary 6.6.7 (Local Error). Let Assumptions 6-12 hold. There are con-
stants ¢, 0,71 > 0 independently of € and n, such that

len™ | < e (o7 + 0(e. b)) W

po+1
e

p1+1
> > Amal=T 4 gp?.

with 0(g, hy,) given by

To

O(e,hn) = A min (1, Yo (

+ pmin (1, 71<

The constants tend to infinity as § — 0.

o

6.6.1 Schemes of maximum order

The estimate for the local error in Corollary 6.6.7 holds for the whole “zoo” of
one-step methods that fit to Assumption 6-12. In this section we shall have a
closer look on the local error in order to construct schemes with a high asymp-
totic order with respect to £. Up to now we have not specified the parameters p
and A. The form of ODE (6.16) is mainly motivated by Lemma 3.3.1 from § 3.3.
Hence (in the sequel) these constants are supposed to be non—negative powers
of €.

Assumption 13. There are constants vg, v > 0, such that
AN =% and p = eh.

Let us review the estimate of Proposition 6.6.6. It says

lerre(@)| < cOe,hn) by,

with
c po+1
9(57hn) = &% min <1, Yo <h—) ) hlnmo\*'r (6.65)
c p1+1
+5191 min (1, Y1 (h_) ) hLml‘—T + g2+l

Here we have replaced p and A with respect to Assumption 13. Since ¢ is
a small constant, we are interested in a maximal asymptotic order of 6 with
minimal (numerical) effort. Since ¥ is prescribed by the initial value problem
the maximal achievable order is O(£271+1). In an optimal case the exponents
of € coincide in all three terms of (6.65). Since we do not assume 91,92 € N, in
general equality can not hold. Instead we get the (desired) inequalities

190+,LL0+1
191+,LL1+1

20, + 1, (6.66)

>
> 20, +1. (6.67)
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Since the choice of g, 11 should not reduce the order with respect to the spatial
step size h,,, we get the additional constraints

Imo| =7 — (o +1) = 0, (6.68)
lmi| =7 —(u+1) > 0 (6.69)

From (6.66) and (6.67) we immediately derive
H1 Z 1913 Ho Z 2191 - 190) (670)

Due to definition (cf. Remark 6.4.2) it further holds
|m0| Z 2#0, |m1| Z 2/11. (671)

The values pg, i1 are defined as the minimum of the multiplicities at the bound-
ary of the integration interval (see Remark 6.4.2). Hence the numerical effort
grows with po and p, since more and more derivatives have to be approxi-
mated in order to solve the Hermite interpolation problem. Also |mg| and |mq]
should be as small as possible, since they are the degree of the generalized Her-
mite interpolation polynomials. Hence we are interested in the smallest natural
numbers, such that the above derived constraints (6.68)—(6.71) hold.

Definition 6.6.8. For x € R let [x]| € Z denote the unique integer (cf. [23]),
such that

[z] -1 < = < [x].

In some literature (and in Matlab) this map is also denoted as ceil(x). Further
we denote by || € Z the unique integer, such that

lz] < z < |z]+1.
This map is also denoted as floor(z).

Now it is simple to write down the optimal values.

Definition 6.6.9. For given 99,91 > 0 we set
po = [201—do| and pi = [dh].
Furthermore we define
m( = max (MS, T+ 1) +puy and mi = max (uf, T+ 1) + i

Remark 6.6.10. Obviously, pu, 5 are the smallest integers which solve (6.70).
Combining (6.68), (6.69) and (6.71) yields (7 =0,1)

|m;| > max (Q;L;, T+ + 1) = max (u;, T4+1)+ 1 -
Hence m§, m; € N are the optimal (minimal) integers.

With Definition 6.6.9 and the previous discussion we deduce from Proposition
6.6.6 and Lemma 6.1.7
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Corollary 6.6.11. Let (1, k,t,m) be the set of parameters of our OSM, such
that
Ho = /1/85 |m0| = My,

H1 = MT) |m1| - mla

hold for all three types of support abscissas. Than there exists a constant ¢ > 0
independently of € and h,, such that

len™ | < e Hh 4 enly,

By Lemma 6.1.7 it holds
lerrfine || < e THDRTHL

From the previous Corollary 6.6.11 we deduce that we get the maximal® possible
order with respect to e, if ¥; > 0 and

P +1
1

T+ >2h+1 & 72>

> 1. (6.72)

Remark 6.6.12. Let (6.72) hold. Since T is a natural number, it holds T > 2.

Now one can ask, what is the minimal effort in our setting to get a “maximal”
scheme with respect to €7 It is clear that we have to choose 7 as small as
possible, since 7 is also the number of interpolation problems we have to solve
in each step. Furthermore it is evident that we set (cf. Assumption 12 p.150)

|m;| =7, i=2,...,7T.

Remark 6.6.13. For ¥ € [1,00) we can choose T = 2 in order to get a scheme
with "maximal“ asymptotic order with respect to . In the case of Y1 € (0,1)

we have to set
1
= 1 —
! " L?j

to ensure an asymptotic behavior of order O(e2"171) as e — 0.

As we have seen the ”highest” asymptotic order with respect to € can be achieved
for 7 > 2. For the first order schemes, i.e. 7 = 1, the situation is a bit different.
In this case the e—order of the truncation error for the scheme from Corollary
6.6.11 is smaller than the order of the quadrature error. We get
Jert™ | < (ctrunc €2%' + cquadr €27 T2

If we want to improve the asymptotic behavior of the first order scheme, we have
to decrease the truncation error. The iterated integrals are highly oscillatory and
from §3.1.2 we get that they are of order O(e). Hence we can use integration by
parts (as done to construct the asymptotic method in §5.1) to gain an additional
€ in the truncation error estimate . Unfortunately integration by parts is a trade

8Here ”maximal” has to be understood in the context of the derived error estimates. Since
we do not know if they are sharp or not, we can not exclude the existence of one step methods
with better asymptotic order.
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off between e and the local step size h,,. This means that we get a vector y™!
(cf. Lemma 6.6.14) which is of order O(ehy,). Thus, if we want a first order
scheme, i.e. a scheme with a global convergence error of order O(£?/1+1h,,), we
have to take this vector into account.

Also the case 191 = 0 is special, since the previously derived estimates for the
truncation error only give an O(1) behavior with respect to £. But also here it
is possible to modify the schemes in order to get truncation error estimates of
order O(g). The following Lemma 6.6.14 holds for the whole “z00” of OSM.

Lemma 6.6.14. There exists a constant ¢ > 0 independently of € and n, such
that it holds for all n € {ng,...,np — 1}

fomti | < ectrHmotiy 679
[ erritne =" T < ceTHh+L pral (6.74)
with
X" = ociep™ (I L, [S(Dgy © 9)]) (wn41) 2(2n)

—oeigp™ I, (@nt1) G(ang1) 2(wn)
—oiiep T (T7 ] 1o, [S(Dg © 9)]) (@) 2(zni1)
+oiicp" TN ID (2n) G(2n) 2(Tny1)

Tn41
and G(z) = (E3 @ Dg, ©® S)(z).
Proof. By definition of the truncation error in (6.12) we obviously can write

n,7+1

T+1 , n,T
v trunc »

n,T
errtr,unc = P + err

with some vector v™7. In order to get an estimate for err?r’g:cl we do the
following integration by parts:

(Tio)x) = [(Ezesxt)z(t) dt

/5 (B2 © 8)(t) dt 2(2)
[ /;(Eg © 8)(r) dr #(2) dt. (6.75)

Property (iv) of §3.1.2 yields an ¢ independent constant ¢ > 0, such that for all
¢ € €, 2] it holds

H/:(EEQS)(t) dtH < ze.

Due to Corollary 6.1.5 the solution z of (6.16) is C*~bounded independently of
¢ and hence we get from (6.75)

H(zgzxw) < el + Jo— ] < cc.
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This yields with Lemma 6.1.3 and Lemma 6.1.7

lerriiie | < oo™ P ZE NI, 2) (@) |
+oip P II (Zs,,2) () |
< cep 2RI, (6.76)

From (6.12) we get

T = aeIgjl(an)z(xn) — UiI;::I (Xn)2(2ny1)
+0¢ )‘(I;jlfrn)(zwrl) — 04 A(I;—jjlfzn+l)(xn) .

To derive an estimate for v"™7 we shall rephrase the matrix and vector valued
integrals from the above equation. In the following computation we use x, & as
wild cards for x,,, z,1+1 and vice verse. Further we use the symbol ® to mark the
place of a functions free variable when assigned to an operator. By Definition
6.1.1 it holds (7 > 1)

7w = (7 S B0 | (ERS)) drdt) o)

Since diag, (S) = 0, we can use property (iv) of §3.1.2 for the inner integral,
which yields

®

) = (I” /g (B3 © 5)(t) iz(E5 © Dy © S)(1) dt) ()
®

- <IZ B L_ (E5 © S)(t) ie(B§ © Dgy © S)(€) dt) ()

~ <zg—1 /é * (B © 9)(t)ie /E "Ex(r) o (D ©8) () drdt) (2).

With property (ii) of §3.1.2 we can simplify the first integral. The second one
is just Igl times a constant matrix. Since we want to construct a 7"-order

scheme? with respect to the spatial step size, the remainder has to be of order
O(h7*1). Hence we can neglect the third integral. This yields

@) = e (L' E[S(Dg © 8))) ()
—ie I{ (z)(E5 ©® Dg, © S)(§) + O(e h]T). (6.77)

The vector valued integrals are similarly treated. By Definition 6.1.1 and with
the definition of f¢ in Lemma 6.1.4 we get

(Zéfe)(x) = /:(EGS)(t)L (ECDS)(T)/;f(u) du dr dt .

Integration by parts yields
x t t
(Z2f) () = /é (Eo s*)(t)/E (E® S)(r) dr/E F(u) du dt

/:(E@S)(t)/;/;(E@S)(u) du f(r) dr dt.

9Here the convergence order is meant.



156 CHAPTER 6. EFFICIENT ONE-STEP METHODS

By property (iv) of §3.1.2 we know that there exists a constant ¢ > 0 indepen-
dently of €, such that

H/T(EQS)(U) du| < ce, whichyields |[(Z2fe)(z)|| = O(eh}).
3

Since we can write

(T o)) = (ZTH(ZEfe)) (),
Lemma 6.1.3 yields the estimate
T @) < eehi™ (6.78)
Combining (6.77) and (6.78) yield
vt = oeiep T (17 1, [S(Dgy © 9)]) (wng1) ()
iz p VT (wn41) Glons) 2(an)

—oyiep ! (I;;lllznﬂ [S(Dg © 9)])(zn) 2(®nt1)
+oiicp" TN ID (1) G(zn) 2(Tny1)

Tn+1

+O(ep™ PRI

Again using Lemma 6.1.3 we deduce the estimate |[v™7| < cep™ A7, which
yields the first estimate (6.73). Furthermore, by definition of x™7, it holds

VT = T O(Epﬂ'l h:}+1).
This yields with (6.76)
errlile =TI = O™ R eIl = O(ep™ i),
which is the second estimate (6.74). O
The proof of Lemma 6.6.14 yields
Corollary 6.6.15.

ey, = Eﬁl(TH)(UeIzT:rl(an)Z(xn) — oI} (zn)z(szrl))

Tn+1
+O(eM ORI

A first consequence of Lemma 6.6.14 is a refined error estimate for the schemes
of Corollary 6.6.11

Corollary 6.6.16. For the scheme from Corollary 6.6.11 it holds
H err™ H < ¢ (6191(7'-1-1) min (C*, hi) + 621914-1) h:'l-i-l.

with non—negative constants c,c, > 0 independently of €.

Remark 6.6.17. Hence even for ¢1 = 0 the schemes from Corollary 6.6.11 are
asymptotically correct with respect to €. But with a reduced spatial order.
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Another consequence of Lemma 6.6.14 is that we have to incorporate the vec-
tor p2x™! in our first order scheme, if we want a local discretization error of
O(e?”1+1h2). 1. e. we take our first order scheme from Corollary 6.6.11 and add
an approximation of igp?x™!.

Remark 6.6.18. Since it holds T} (x) = —T,(€) and I¢[F](z) = —L[F](§), we
get fort =1

X" = e L, [S(Dg © 9)(wnt1) (gey(@n) + 0iy(Tntr)
—ig I;n (Tn41) (UeG(xn-i-l) y(@n) + 0iG(zn) y(xn+1)) ‘

The first iterated integral I;n (2n+41) is already approximated by the Corollary
6.6.11 scheme and hence we only have to find a suitable quadrature for the
other integral that shows up in x™'. Since x™! is multiplied by 2?1+ we
only need a second order approximation with respect to h,. Thus a first order
approximation with respect to h,, of the integrand is enough. Since the integral
is highly oscillatory we use the technique from §6.3 to find a quadrature.

Corollary 6.6.19 (modified first order scheme). Let (1,k,t,m) be the set of
parameters of our OSM, such that

Ho = /’LS ) |m0| = My,
M1 = MT ) |m1| = my,
hold for all three types of support abscissas and let the matrices A,,, B, and the

vectors w™, v" be given by our Numerical Scheme 3. Furthermore let (on each
subinterval [z, x,11]) the function Py € C°(Q, C¥*%) be, such that

x

I[P)(x) = EB(s)P(s)E:(s)[ .

where ﬁf is C9-bounded independently of ¢ and such that

I(S(Dg ©8)) (@) = Pi(@)]| = O@E"hy,).
Than the local error err™ of the modified first order scheme
(Id +UiB;)z”+1 + Ao " = (Id —l—aeA;)z" + Ao v,
with
AL = Ay 4 iep? (I, [P (2ng1) — QEG(znt1))
By = B, —iep*(I,, [ﬁl](‘rn-i-l) — QLG(zn)),

is of order O(e?"1+1h2). See Numerical Scheme 3 (p.137ff) for the definition
of QL and see Lemma 6.6.14 for the definition of G.

Remark 6.6.20. The simplest choice for ﬁl 1s a generalized “constant” Her-
mite interpolation polynomial, 1. e.

Pi(z) = Dar(2)© Dy (Q)© ($(Dy ©9))(0),
with ¢ € [Xn, Tpt1]. In this case it holds

I[P](z) = icE§(1)],_ © Dg/(¢) © (S(Dg ©9))(Q)-
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The first order scheme in Corollary 6.6.19 shows that it is possible to improve
the e—order of the truncation error and hence the asymptotic order of the OSM.
This is, of course, not limited to this special case and can be done for every
7 € N. Let us fix a OSM (from Corollary 6.6.11) we want to modify, which we
shall refer to as the underlying (one—step) method. In the sequel we discuss two
approaches of modifying the underlying method.

(i) As we have seen in Corollary 6.6.19, we can use a suitable quadrature for
the highly oscillatory integral

(Ze 7 L[S (D © 9))) (=), (6.79)

(where £, x are wild cards for a,,,z,4+1 and vice versa) to reduce the trun-
cation error. With the idea of Lemma 6.2.5 combined with Corollary 6.3.4
one can construct such a quadrature. Let us define

S, = S(Dy®8).

Since the integral (6.79) is multiplied by p"*le (cf. definition of x"" in
Lemma 6.6.14), we only need an O(e°h7 1) approximation. Hence it is
enough to approximate S; up to O(hy,). Thus let P; be, such that

IS1 = Pillse < cha,
with a constant ¢ > 0 independently of €, h,, and such that
I[Pi)(x) = (BIP{E:)(®)..

with ﬁf C"—bounded independently of €. For example choose the function
P, as in Remark 6.6.20. We further compute

(ZF " Ie[S1]) ()
= (TP (@) — (ZT I[Py - i) (x)
= (TTL[SP))(2) — IF M (@) E5(6) © PY(€) + O(°hrtH).

To approximate Ig _1(:13) one can use the quadrature of the underlying
OSM. Now we can repeat the previous steps to approximate the first
integral. The only difference to the first cycle is the approximation order
of P,. This has to be increased by one. Thus we can describe the whole
procedure with the following loop, where j =1,...,7.

(a) Choose the function 13j such that
1S = Pilloo < chi,
with a constant ¢ > 0 independently of € and h,,, and such that
I[P)(x) = (EZPJE)(®)|,_,

with P? C7-bounded independently of €.
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(i)

(b) Tt follows
(77 Ie[S)]) ()
(ZL 7 LP)) (x) — (T I[Py - 5)]) (@

)
= (T 7T'L[SP)) (@) — I (2) E5(6) © Pp(€) + O(°hL ).

(c) Set Sjiq = Sﬁf and continue with (i).

We see that the numerical effort to approximate x™7 growth with 7. If
one uses the quadrature form Corollary 6.3.4, one has to solve the same
number of interpolation problems as for the underlying scheme. But with
lower order of the generalize Hermite interpolation problem. Nevertheless
we only gain a little benefit from the data computed for the underlying
OSM.

Another ansatz to increase the order of the OSM with respect to € is as
follows. Corollary 6.6.15 yields

err?rﬁ—nc = 5191('r+1)(0,61-;':1(1_”_’_1)2(1_”) - UiITJrl (‘Tn)z(xn-i-l))

Tn+1
+O(eM T HOHITHLY

Thus we simply have to incorporate a suitable approximation of the right
hand side vector in our underlaying OSM. This can be done by solving one
additional generalized Hermite interpolation problem. In the sequel we use
the notation and quantities from the Numerical Scheme 3 (cf. p.137ff).
Let mry1.1,...,Mry1,, be additional multiplicities (for all three types of
intervals), such that |m,41| > 7. Than replace in Numerical Scheme 3 (i)
(the first loop) and (iii) 7 by 7+ 1. I.e. we additionally have to make the
following computations:

(a) Compute the unique solution

Imrqa|—1

Prii(z) = M'(x,6)® Z Ko11,(6) © M(x,6)
1=0
of the generalized Hermite interpolation problem

PRLEm = sWuEn,  k=0,..meay—1,1=1,...k,

with §,41 = SP?.
(b) compute P?,; by Remark 6.3.3
(c) compute Q4 = I, [Pj](xyn41) by (6.40), i.e. (cf. Remark 6.3.3)

Q) = Fi(onss) © P lonst) — Fo(ea) © P2(zn).
(d) Set
T+1
A:l _ An + pT+IZQZCT7;j;1—k
k=1
T+1

By = Bn,—p 'y Qrertih.
k=1
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Hence the modified scheme is a 74 1 scheme (provided f = 0) with a not
maximized spatial convergence order.

Remark 6.6.21. As we have seen it is possible to modify our OSM, such that
we gain the local error estimate

[ert™ || < ceitipTtt

Hence even in the “critical” case ©¥1 = 0 the modified schemes yields the right
convergence behavior as € — 0 (¢f. Remark 6.2.3). Due to Lemma 6.6.1}
this holds for all schemes of this section, but only the modified ones addition-
ally guarantee spatial convergence. For 91 > 1 there is no need to construct a
modified scheme, if T > 2.

6.7 Convergence

For this section let us fix one numerical method with parameter (7, ,¢,m). In
the sequel we refer to it as the OSM. Let a = z,,, < --- < x,, = b be a grid.
We define the global step size h as

h = max h, = max Tpil — Tn) -
nge<n<np—1 " nagngnbfl( nt n)

Furthermore, (in the sequel) we assume that the grids we consider are chosen,
such that x¢o = T. Existence and uniqueness of a solution is guaranteed under
certain (weak) assumptions on the grid.

Lemma 6.7.1. Let Assumptions 612 hold. There is a constant hg > 0 inde-
pendently of €, such that for all grids a = x,, < -+ < xp, =b with 0 <h < hy
the OSM has a unique solution. Further exists a constant cs > 0 independently
of € and n, such that

[Anll 1 Ball < csphn < csph < 1.
Hence the matrices Id +o0.A,, and Id +0,;B,, are reqular forn € {ng,...,np—1}.
Proof. The OSM (6.51) reads
(Id +0;B,)2" "™ + oyw™ = (Id +0.4,)2" + oo v™.
Assume that the matrices
Id +0;B, and Id +o.A4,

are regular for all n € {ng,,...,ny, —1}. Then we can split the coupled system
of equations into two subproblems.

(i) For n, <n <0 we write
2" = (Id +O’iAn)7l((Id +0Bp)2" T — oo™ + oy w") ,
(i) and for 0 <n <my, —1

2" = (Id +0;B,) " ((Id + 0eAn)z" + o0 — ojw™) .
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For both problems we have the initial condition z° = z(zg) = 2(¢). Since (i)
and (ii) are explicit difference equations, they have unique solutions, which are
compatible at n = 0. Hence we get existence of a unique OSM solution.

A sufficient criteria for regularity of Id +0.A,, and Id +0;B,, is that

[Aul <1 and || Ball <1

holds for all n € {ng,...,np — 1} (cf. [68] p. 188). Due to Proposition 6.5.4
there exists a constant ¢ independently of €, h,,, and n, such that for all indices
ne{ng...,np—1}

[Anll, IBnll < cphn < cph.
Hence we set hg = (cp) L. O
Proposition 6.7.2. Let Assumptions 6—-12 hold. Let z be the unique solution
of the IVP (6.16) and let a = xy, < -+ < Zp, = b be a grid with 0 < h < hyg.

Furthermore we denote the unique solution of the OSM from Lemma 6.7.1 by

Z" ..., 2™, Then there are constants ce, cs, V0,71 > 0 independently of €, such

that for alln € {ng,...,np — 1}
||Z(-Tn) o anl < eCsP(Tn—70) (||770| + e, (-Tn _ $O) G(E,h) hT) ’
with
c Ho+1
0(s,h) =  Amin <1, Yo <E> > plmol=7 (6.80)

e p1+1
+ pmin (1, " <E> > plml=m 4 ep? .

Proof. By assumptions and Lemma 6.7.1 there exists a unique solution of the
OSM and the matrices

Id +0.4, and Id-+o;B,
are regular for n € {ng,...,npy — 1}. For n > 0 we reformulate the OSM
as an explicit scheme (as in the proof of Lemma 6.7.1), i.e. it holds for all
ne{O,...,nb—l}
2T = (Id —l—aiBn)_l((Id +0.A4,)2" + o — in”).

From (6.31) of Numerical Scheme 2 (cf. p.127f) we know that for all indices
n € {0,...,n, — 1} it holds

2(rpt1) = (Id —i—O‘iBn)_l((Id +ocAn)z(xn) + ot — oyw" + err”).

Hence the quantity n™ := z(z,)—2z" solves the inhomogeneous explicit difference
equation

"t = (Id +UiBn)71((Id+O'eAn)77n + err") — A, n" + e .
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This yields (by induction)
n—1 R —
Mae+y ( il Ak) (6.81)
7=0 7j=0 “Mk=j+1
Furthermore, by Lemma 6.7.1 it holds || A4,||, | Bj|| < csphn < ¢sph < 1. This
yields (o; € [0,1])

1(d+0:B;) 7| =

<
1 —o4csph; = 1— Jicsph

Since 0. = 1 — 0y, we get the following estimate for Ej;

141 < [[Ad+0:B;) " [(1d+oe Ay
< Moeeophy o ephy g cphy
1 —oicephy 1—oicsph; — 1 —o;csph

By Corollary 6.6.7 exist ce, 70,71 > 0 independently of € and n, such that

ce O0(g, hy) KT L

et
et T———

The function 6 is given by

c po+1
0(,h,) = A min <1,70 (h—> >hnmolf

e p1+1
+ pmin <1, Y <—) ) plml=m 4 ep? .
hp

Since h,, < h, it holds (all exponents are non—negative)

0(e,ho)hT = A min (ot 4 ghot ) plmol=(uo+1)
+ pmin (AL gy gt Hl) plmal=lntl) g p2 pr
A min (R0 g gho+t) plmol=(ro+1)
+ pmin (RAF 4y gt plml=Gatl) 4 gp2 pr
— (e h)hT (6.82)

IN

Furthermore we set Cs := cs(1 — o;csph) ™! and €. := c.(1 — aycsph)~t. With
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the triangle inequality we derive from (6.81):

n—1 n-—1

H A0+ >0 T 1Al e

j=0 k=j+1

n—1 n—1

(L+2phg) I + > IT (1 +@phs) e’

IN

"I

Q
|
— O

n

IN
—

j=0 j=0 k=j+1
n—1 n—1
< HeCS”hf In°ll + Z( 11 eCsPhk)ae(g,hj)h;“
k=j+1

n—1
= OTEI P) + @ Y Ry (50T ) 0(e, ) B
j=0

By (6.82) we can replace (e, hj)h} by 0(e, h)h". Since h; = x;11 — x; it holds
Z hk = Tn — Tj+1 S Ty — Xy — Zhj
k=j+1 j=0

Thus €%P Zr=j+1 b < C=P X720 hi — ¢@p(xn=20) and hence

n—1
|| < efeplom o) (|n0||+ae<e,h>h72hj)

Jj=0

IN

eESp(In*IO) <|770|| + C. (ZL'n — :Eo) 9(5a h) hT> :

Due to definition of the grid we have zyg = Z. For n < 0 we rephrase the problem
as an explicit scheme for z™ and do the same computations as above. [l

A consequence of Proposition 6.7.2 is the pointwise convergence of the OSM.

Corollary 6.7.3. Let Assumptions 6—12 hold and let z be the unique solution
of the IVP (6.16). Additionally let £ € [a,b] and let {z": r € N} be a family of
grids, with

a=zn ;) < <Tp,my=0b, hy:= sup (x,,. —x) <ho.

ny(r
b(r) ng<n<ny

Here hg > 0 is the constant from Lemma 6.7.1. Furthermore we assume that
lim, 00 by = 0 and that for every r € N there is a N, € {nq(r),ny(r)}, such
that xn, = €.

For r € N let z7m=(") . 27m(") be the unique solution of the OSM from
Lemma 6.7.1 corresponding to the grid x”. We assume that there exists a co > 0
independently of € and r, such that

() = 2° < eoh.
Let

2(€,r) = 2N,
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There are constants ¢e,Cs, V0,71 > 0 independently of €, such that for all r € N
|2(x) — z(z,r)|]| < @ (co + C O(e, hy)) hL.
The function 0 is given by (6.80). Hence the OSM converges as h, — 0.

Proof. By Proposition 6.7.2 it holds for all r € N

12(6) = =&, )|l < ecertemo) <|Z(T) = 2(@o, )| + ce (§wo)9(€,hr)h:> '

The constants are independent of r. Thus

126) = 2(& )| < €7 (co + ce (b—a)O(e, hy)) .



Chapter 7

Numerical experiments for
the one—step method

In this chapter we present some numerical results for the efficient one—step
methods from §6.4. The first section §7.1 is dedicated for the introduction of
a reference example from [54]. In the article it is used to illustrate the perfor-
mance of certain integrators discussed there. The problems they are designed
for can be transformed, such that they fit into our setting from § 3.2. Hence the
subsequently described problem from § 7.1 is an ideal candidate to compare our
new efficient one—step methods with an existing method from literature. Numer-
ical results for an explicit and the Crank—Nicolson like setting of our one-step
method are discussed in § 7.2. They are compared with the adiabatic midpoint—
rule from [54], which is a symmetric two step integrator of order O(c°h?).

The example discussed in §7.3 is from [27]. Tt is used to illustrate the
problems of the super—adiabatic transformation of lowest order close to avoided
eigenvalue crossings of the matrix L from (3.21) (i.e. ¢ < 1). The same
problems appear for our WKB-type transformation from § 3.3. In the textbook
it is mentioned that the problem was studied by Clarance Zener [75] in 1932.
An alternative formulation (which is closer to its origin in quantum mechanics)
of the example can be found in [73]. Hence we start § 7.3 with the derivation of
the example from [27] from the more general problem stated in [73]. Afterwards
we derive a formula for 7. from §3.3 for n = 1. Furthermore we are able to
compute an explicit expression for ||Si||. This quantity is of interest, because
it is the crucial variable of the step size algorithm discussed in §4.4. In §7.4
we solve the Zener problem from § 7.3 with our step size control algorithm from
§4.4. Here we use the same setting as in [27], in order to generate comparable
results to the textbook ones.

165
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7.1 A vector valued reference example by Lorenz
et al. [54]

We use this section to introduce a reference example from [54]. Let § > 0 be a
real parameter and let

2
_ z+3 o
aw = (T80
A diagonalization A = U*AU is given by (cf. [54])
2
Ax) Su434 1va? + 462 0
0 Se43-1Va2+46% )
_ cosé(z) siné(x) . _or1 .
U(x) = ( _siné(x) cosé(x) with {(z) = T + 5arctan(gy).
Then the initial value problem we shall solve is given by
20" (z) + A(x)¥(z) = 0,
U(zg) = WoeC?,
\Ifl(mo) = P, € C?.
for some initial conditions and =z € I := [—1,1]. (For the numerical examples

we use Ug = (1,0)T and ¥; = (0,1)T.) Thus the equivalent first order IVP as
derived in §2.2.1 reads

W) = é(A%O(x) 7Ag(x) >u(z) + B2)u() (7.1)
u(mo) = J%( ol )®U(x0)(ﬁ;io), (7.2)
with
B = ( (1) (1) >®(U’U*) + %< _12 i >®(UAé’A%U*).

A straight forward calculation shows

(U'U*)(z) = g’(x)< N (1)> with €'(z) = ﬁ

Using the identity (2.30) from §2.2 we further compute:

(UA2 A=3U7)

01 : 0 (3
<( 0)“(@—9% o

~—
W=
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There exists a representation in terms of £ and A. To derive this we need the
following identities, which hold since —§ < arctan g5 < 3.

1vVa2 4402 —x

cos” &(x) §W 5
5 1vVa? +46%2+x
sin“&(x) = N el
1)
Sle(ZE) COS&(ZL') = \/ﬁ .
This yields
1 1 1)
@M @) - M@) = S = sinf(x)cosé(a).

Va2 4+ 462

1 3VaZ +462 + .
(Af) () = Ny 1 +sin?¢().

1
Analog we find (A3)' = 1+ cos? ¢, which yields
i _ 1+sin?¢ sin€ cosé -1
UA» A72U7 = ( sin€ cosé 14 cos?é A
o ( 1 +sin®¢ %sinQ«f >Aé
= 1 .- .
5sin2f 1+ cos? ¢

This is a nice compact formula which can easily be implemented in Matlab.
Furthermore we get with respect to the notation of § 3.3

L) = (1 0 )®(%x+3+%A(x) 0

leo

0 -1 0 2x+3—%A(m))’
where we set
Alz) = Va2 +462.

Using the function A we can also write

I 1 3A(x) +x 20 1
gAz AT=UT = 2A(Jc)< 26 3A($)—$)A (@)

In our Matlab code we use this representation, since also A can be built up from
the function A.
7.2 Convergence behavior

In this section! we illustrate the convergence behavior (stated in Proposition
6.7.2) of our numerical approximation to the solution z of the IVP (6.16). The

IThe author published parts of this section in [25].
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results are derived with the methods from §7.5. The procedure how to approx-
imate T¢, R, S, ® is discussed in §4. Anyhow, the numerical integration of the
phase ® usually incurs an additional error for the original, oscillatory function
u from (3.23) or (6.1) (cf. §4.3). This situation is the same also for scalar ODEs
(cf. Th. 3.1 in [4]).

We shall compare our one step method (OSM) to the Adiabatic Midpoint
Rule (AMPR) from [54]. This integrator is a space-symmetric two—step method,
which yields a convergence error of order O(¢’h?) for the function 7 defined in
Lemma 3.2.2. If we want to have the same error behavior for the original
function u, we also have to impose the step size restriction h < /g, if we use
the Simpson rule to approximate the matrix valued phase ®, see Remark 4.3.1.
Using a higher order quadrature rule for ® would weaken this restriction on h.

Let us choose a family of equidistant grids. Let ¢ € N and define for n =
0,...,29 =: N, the grid points

b—a

g9

xd :=a+nhy with hgy:=

For integers g1 < go

b—a b—a?29
— — — 992—401
h, = 291 992 9291 2 hgs

and hence it holds for all 9! withn =0,..., Ng,:

I =a+n297 I hy, =292 with m=n29"9. (7.3)

Thus the grid corresponding to g1 is a (coarser) sub—grid of the go—grid. Hence
no interpolation is needed when comparing solutions on two different grids. To
generate error plots we fix a finite number of indices, e.g. g = 2,...,16, and use
the numerical solution on the finest grid as reference solution. To illustrate the
convergence behavior of the OSM (w.r.t. the step size h, and in dependence of
¢) we shall give the relative L!—error.

Let us denote the solutions corresponding to the grid g by z9 and denote the
reference solution by z*. By (7.3) we know that zJ ~ 2, , with

.
my, = n29 9.

Hence the (discrete) relative L'-error is defined by

hg YonZo |28 — 25, |
>

Errz9 =

Ng=
with 3 = hg Y |27, (7.4)
=0

The quantity ¥ is the discrete L'-norm of z*. Since h,, is reciprocal proportional
to N, (which is approximately the number of summands in (7.4) if N, > 1),
we can also interpret Err z9 as a scaled average error.

Figures 7.2-7.11 show the relative L!-error of our OSM for z (or 7 or u)
for the example discussed in §7.1. It is already used in [54] to illustrate the
performance of the AMPR. In all Figures we plot the relative L'-error of the
AMPR (for n) as reference curve. We use an explicit scheme (ES) (i.e. o; =0)
with 7 = 2 and the Crank—Nicolson like scheme (CNS) (cf. §7.5), as well as
different stages of discretization of S.
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In Figure 7.1 we plot the theoretical error prediction of Proposition 6.7.2,
with a fitted leading constant. Due to our experience with the quadratures (cf.
§5.4) we choose an e-dependent constant ¢. This is of course not exactly the
formulation from the Proposition, but this behavior is reflected quite well in
Figure 7.2 (ES), 7.7 (CNS). Here we use almost exact values for the coeflicients
appearing in the IVP (6.16). They are derived via interpolation from the ap-
proximation of S, L, ® for the finest grid as described in §4.1. The interpolation
is done with the Matlab function interpl (with the method ’pchip’; piecewise
cubic interpolation). This is of course not necessary, but simpler to implement
then figuring out the right indices by hand. Furthermore, in Figure 7.2-7.5, we
also observe the error threshold at about 10~!%, probably resulting from the
Matlab computations in double precision.

The graphs in Figure 7.12 are the relative L!-errors of the variable z, com-
puted with the Kane model of §2.1.1. We used the following data: a = 0,
b=pl) =1 E =2 V(z) = 10z(2 — 2), E;(z) = $sin®(2rz) + 3. As for
Figure 7.2, 7.7 we use almost exact data for S.

For the simulation of Figure 7.2 (ES) and 7.7 (CNS) the coefficients S, L, ®
are approximated (as it will be done in practice) on the same grid that is used
for the solution of the IVP. We use the algorithm described in §4.1. For small
values of € one observes the influence of the approximation for rather large h.

In order to compare our results with the AMPR we transform z into n. The
resulting errors are plotted in Figure 7.4-7.5 (ES), 7.9-7.10 (CNS). Since we do
not use the exact transformation, the accuracy is reduced, but still significantly
better than those of the AMPR. For the full discretized schemes (Figure 7.5,
7.10) we lose the asymptotic correctness with respect to €. We observe quite
good the fourth order convergence of the transformation. However, if T is
exactly given (as for the considered example), then the approximation of the
variable 7 with our OSM is (globally) asymptotically correct, as we can see
Figure 7.4, 7.9.

The error of the full discretized schemes for the original variable u is plotted
in Figure 7.6 (ES) and 7.11 (CNS).

The numerical experiments confirm the theoretical results. We observe the
O(£°h?) convergence behavior for the AMPR as discussed in [54]. So, the error
of that scheme (for the variable n from Lemma 3.2.2) is uniform in €, but it does
not decrease as € — 0. However, our OSM shows an even better error behavior
than predicted in Proposition 6.7.2. While for large step sizes h the graphs of
the z—error behave like O(3hY) (which coincides with the theoretical estimate),
they seem to turn to an O(e2h?) behavior, if h gets small enough (see Fig. 7.3,
7.7, 7.12). This is a “better” convergence property than the predicted O(s!h?)
behavior from Proposition 6.7.2. This behavior is also described in §3.3 of [4],
and it is due to cancellation effects in successive integration steps. We also
observed it in the numerical examples for the quadratures in §5.4. The Figures
7.2-7.4, 7.7-7.9, 7.12 also illustrate the asymptotic correctness of our OSM as
e — 0, even for rather large values of h.

The two methods (OSM and AMPR) use the same set of data from the
original IVP (6.1) for w. Since the computation of the matrix valued functions
L, B can be computational expensive (e.g. one has to derive the eigenvalues
and eigenvectors for a large matrix in each step) compared to the computation
of ®,T., R., S, our OSM is an improvement of the AMPR on the level of the
transformed quantities z and 7.



170 CHAPTER 7. EXPERIMENTS FOR THE ONE-STEP METHOD

relative L-error in n (AMPR) and z (OSS)
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Figure 7.1: Plot of the functions 20 min(5e2h?, €3) (solid lines) and 8h? (dashed
lines) for different values of €.

Both methods, the OSM and the AMPR are subject to the fact that (in
general) the transformation back to the original variable u introduces an error
of the order O(s71), as discussed in 4.3. This is due to the multiplication of
z (and ) with the highly oscillatory matrix E.(z) = exp(£®(z)). Since ® is
approximated with the Simpson rule (which yields an error of O(h*) for ®) we
get an transformation error of O(¢~1h*). This explains the step size restriction
mentioned in the beginning of this section. But if the matrix valued phase
function ® is exactly known?, the error behavior of z, n carries over to u. In
this situation our OSM yields much better results for v than the AMPR, — with
approximately the same numerical effort. One can observe the influence of the
transformation quite good for the ES in Figure 7.6 and for the CNS 7.11. The
AMPR is not affected by the “back” transformation, because its errors are larger
then the induced transformation error.

7.3 An example of avoided eigenvalue crossing

The effects of avoided eigenvalue crossings are (shortly) discussed in [27] by
an example which was studied by Clarence Zener in 1932 [75]. It is also dis-
cussed (with different focus) in [73]. Here the author considers the second order
differential equation (« € R, § > 0)

g2 (x) + 2ieaxd(z) + 6%*Y(z) = 0. (7.5)

2E. g., piecewise linear functions V, Eg4, p in the Kane model lead to an exactly integrable
phase.
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relative L -error in n (AMPR) and z (OSS)

10 T PRl e
—e—¢ = 1.0e-01 P SSPPT L
—o—g = 1.0e-0p eeziieeT
1072 [|——& = 1.0e-03 -
£=1.0e-04
—e—¢ = 1.0e-05 _LenIl
10° F i ~
10° .
10° .
10—10 |
10—12 2
104E o___e_a_o_’—o—e/*,' : T -
—16|
10 il il Ll L
10" 107 1&’2 10" 10°

Figure 7.2: Relative Ll-error of the (explicit) OSM for z (solid lines) and the
AMPR [54] for n (dashed lines) for different values of . “Exact* evaluation of
S via interpolation is used.

We slightly changed the notation with respect to [73] in order to derive the
example discussed in [27]. A general solution (computed with Maplel) of
(7.5) can be expressed in terms of Kummer functions KummerM, KummerU
(Maplel/ notation, see also confluent hypergeometric function) by

iaz? . .
W(r) = cree” = KummerM (1+ ig—i, 3, wfz) (7.6)
iaa? . .
+cogxe” ¢ KummerU (1—|— g—i,%, 1?2) .

Now we use the approach from §2.2 to reformulate (7.5) as a first order system
of differential equations. I.e. we set

- (58)

which yields
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relative L-error in n (AMPR) and z (OSS)
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Figure 7.3: Relative L'-error of the (explicit) OSM for z (solid lines) and the
AMPR from [54] for n (dashed lines) for different values of €. The function S
is for every value of h separately approximated as described in §4.

yields

v = L0, ) = Lawta).

g

which is the example from [27, p.535f], if we set @ = 1, what is assumed from
now on. From the textbook we get A(x) = Q*(z)iL(z)Q(z), with

0w = (i) ) e o = (A0

where we set
arctan% and A(z) = Va2 +02.
This yields

Q@@ = ¢ ZImEn e ) (el e )

1 s 0 1
T 222482\ -1 0 )

Hence the new variable
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relative L -error in n (AMPR and OSS)
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Figure 7.4: Relative L'—error of the (explicit) OSM (solid lines) and the AMPR
from [54] for n (dashed lines) for different values of . T} is exactly computed
by (2.31).

relative L*-error in n (AMPR and OSS)
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Figure 7.5: Relative L'—error of the (explicit) OSM (solid lines) and the AMPR
from [54] for n (dashed lines) for different values of .
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relative L*-error in u (AMPR and OSS)
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Figure 7.6: Relative L!—error of the (explicit) OSM (solid lines) and the AMPR
from [54] (dashed lines) for u for different values of .

relative L-error in n (AMPR) and z (OSS)
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Figure 7.7: Relative L'-error of the (Crank-Nicolson type) OSM for z (solid
lines) and the AMPR [54] for n (dashed lines) for different values of e. “Exact*
evaluation of S via interpolation is used.
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relative L-error in n (AMPR) and z (OSS)
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Figure 7.8: Relative L'-error of the (Crank—Nicolson type) OSM for z (solid
lines) and the AMPR [54] for n (dashed lines) for different values of . S is
approximated as described in §4.

solves the ODE

with

Be) = Q@@ = —yxas (o )-

Let us proceed with the transformation from Remark 3.3.2 p.39 (with n = 1).
The matrix valued phase function ® can explicitly be computed. A primitive of
A is (see [8] p.309)

(zA(z) + 60°In (2 + A()))

and hence
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relative L -error in n (AMPR and OSS)
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Figure 7.9: Relative L'-error of the (Crank—Nicolson type) OSM (solid lines)
and the AMPR [54] (dashed lines) for n for different values of €. S is approxi-
mated as described in §4, but with exact Ty (cf. (2.31)).

Since L has two distinct eigenvalues we have v = (1,1)T and it follows from
(3.37) that To(z) = T (z) = Id. This yields (cf. (3.38))

Ti(z) = iD;(xz)©® B(x)

- 2Ai<w><—(1) é)®<mg<x>><—? 3)
20 0 1
4N@<10)

Thus the matrix valued function T is given by (cf. (3.24))

)

O =

M@%@+aﬁg<é?)+@%5<?

and hence

- 1 10 ise [0 1
To(z)™' = —— oo we
@ = g (o 1)~ (1)

_ 16A%(z) < 1 4Ai‘§§z)>

16AS(z) + 622 \ — 4AZ§?$) 1
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relative L -error in n (AMPR and OSS)
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Figure 7.10: Relative L'-error of the (Crank—Nicolson type) OSM (solid lines)
and the AMPR [54] (dashed lines) for 7 for different values of €. S is approxi-
mated as described in §4.

Furthermore it holds

- LS 1 0 3idx (0 1
B(z)Th(z) — Ti(z) = NIE) < 0 —1 > + D@\ 10
B id - 6z
T 8ASz) \ 6z 4
and hence we get (cf. (3.41))
Si(z) = Te(2)”'(Bx)Ti(z) - Ti(x))
_ 16A(z) 1 — 1 i6 6 6
16A5(z) + 5222\ —qasmy 1 8A5(z) \ 6z 0
__ 2i0A(@) <6Aj<> 62— 5ty )
2.2 07 ideT '
16A6(.’I]) + 6 g 61' + 4A3(I) 5 - 4A3(I)

The step size control approach from § 4.4 uses the norm of S; to determine the
grid. Hence we shall compute ||Si||. By definition (cf. Corollary 3.3.4) it holds

Si(z) = Re(2)™'(Si(x) - diag, (1)) Re (),
where the matrix valued function R, solves the IVP (cf. (3.45))

R(x) = diag(Si(z))Re(x),

RE(Z'()) = 1Id.
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relative L-error in n (AMPR) and u (AMPR and OSS)
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Figure 7.11: Relative L'-error of the (Crank—Nicolson type) OSM (solid lines)
and the AMPR [54] (dashed lines) for u for different values of . S is approxi-
mated as described in §4.

relative L*-error in z (Kane-model)
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Figure 7.12: Relative L'-error of the OSM for z related to the Kane model of
§2.1.1. “Exact” evaluation of S via interpolation is used.
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Furthermore the function diag(S1) can be written as

' o f@) +ig(x) 0
diag(S1) = < 0 f(x)—zg($)>

with real valued functions f, g. This yields

Re(x) exp ([2 f(s) +ig(s) ds) ,
€ 0 exp (fzzo f(S) — ’Lg(s) dS)
= e‘f:o f(s) ds ei meo g(s) ds | mo
0 e_lfmo g(s) ds

Hence the diagonal matrix R. factorizes into an unitary part and a strictly
positive real (exponentially increasing/decreasing) part. I.e. we can write R, =
UR with U*U = Id and R real. Furthermore R is nothing but the multiplication
with a certain scalar function r. This yields

[S1(@)l]

U (2)" R(z) ™" (S1(x) — diag, (S1)) R(x)U ()|

Ir(2) " (S1(x) — diag, (S1))r(z)]
151 (x) — diag, (S1)]|

25 A 0 6r — e
_ ‘ i6 A(x) . T~ IA3(z) _
62 + Rs(y 0

16AS(z) + 622
In order to compute the remaining “norm”—term let us have a look on the matrix

M = (9 Z) with zeC.
z 0

It is well known (cf. [68, p.186f]) that ||[M]]? is given by the largest eigenvalue
of M*M. Since it holds

e = (0)(20) - (5 5)

we immediately get ||M|| = |z|. This yields

ING: 0%\’
ISi@l = W)(ﬁw\/@@”(wf@)'

For € = 0.01 the function log,, ||Si(x)| is plotted in Figure 7.13. In order to
get a better imagination of the surface shape we plotted some cross—sections of
Figure 7.13 in Figure 7.14. We use the same values of § and ¢ for the step size
control algorithm (cf. Figure 7.15, 7.17).

7.4 Step size control

Let us test the two (Euler and AB2 based scheme) step size control algorithms
from §4.4 on the avoided eigenvalue crossing example from §7.3. We compute
the solution of (7.5) with & = 1 on the interval [—1, 1] for the values ¢ = 0.01
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Figure 7.14: Cross sections of figure 7.13 along lines with § = const. in the é—=z
plane.
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and 6 = 271,273,275 277, We choose this setting, because it is used in [27] for
the same purpose. Hence the results are comparable to the textbook ones.

We choose the initial condition for v at x = 0, such that the exact solution is
given by (7.6), with ¢; = 1,2 = 0. Since there is no standard routine in Matlab
to compute the Kummer functions, which are parts of the general solution of
our problem (cf. (7.6)), we used Maple 14 to approximate initial conditions and
the solution ¢ at x = 1.

In the following table we collect the data of the Euler (upper half) and AB2
(lower half) based algorithms.

0 At | #points | error | error (equidistant)

2-11 05 23 0.0002 0.0004

2=3 | 05 | 47 | 0.0024 0.0297 (Euler)

2751 05 85 0.0014 0.2832

27710.75| 471 | 0.0046 3.5245 (7.7)
2711 05 25 0.0003 0.0002

2731 0.5 139 0.0012 0.0175 (AB2)

2751 0.5 1093 | 0.0012 0.9445

2771 0.1 7901 0.0010 6.6888

The third column contains the number of grid points the generated (non—
equidistant) grids have. In the fourth column we present the approximation
error of the OSM, where the generated non—equidistant grid is used. As refer-
ence problem we also solve the same problem on an equidistant grid with the
same number of grid points and the same parameter set as for the OSM. The
obtained errors are given in the last column.

In Figure 7.15 and Figure 7.17 we see the step sizes as function of z, generated
with the step size control algorithms from §4.4. While in Figure 7.15 we see the
results of the algorithm based on the explicit Euler scheme to solve w, we plot
in Figure 7.17 the AB2 based scheme. For both algorithms we use the same set
of parameters. In detail for § = 271,273,27° we set At = 0.5. For § = 277
it turns out (for the Euler scheme) that At = 0.5 is to large. Hence we reduce
it to At = 0.075. For the AB2 based scheme we can use a coarser t—grid with
At =0.1. In all cases we set Az = 0.1At.

If we compare the number of grid points (cf. (7.7)) the two algorithms
generate, we observe that the FEuler scheme based algorithm is significantly
faster for small values of §. Furthermore, in Figure 7.17 we observe that the
AB2 based scheme produces unnatural peaks in the step sizes. They are the
result of negative step sizes, which are adjusted by the max—min restriction of
the algorithm to admissible increments (minimal and maximal admissible step
size). Hence at this points we find step sizes equal to huyi, = 1076.

The generated grids are used to solve the problem (7.5) or rather the related
IVP for z (cf. §3.3) with the OSM from § 7.5, for the the parameters 7 = 1 and
O = 0; = % I.e. we use the Crank—Nicolson like scheme. We compare the
numerical solution z of the OSM at x = 1 with the exact solution (approximation
from Maple 14). The maximum of the errors for z and 1 are listed in table (7.7)
(fourth column). For both algorithms they are between 0.2 - 1072 and 5 - 1073.
This are similar values as in [27], where the error (for the same problem, but
most likely different initial conditions) is between 0.5- 1072 and 2 - 1073. We
also observe that the step sizes from the approach (briefly) discussed in [27]
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Figure 7.15: Step sizes of the non equidistant grids, derived with the Euler
scheme based algorithm from § 4.4 for ¢ = 0.01 and § =271,273,275,275,
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Figure 7.16: [Origin: [27] Figure 1.2 p. 538] Step sizes as function of ¢ for
e =001 and § = 271273275 275 (increasing darkness). “In each case the
error at the end-point ¢t = 1 was between 0.5- 1072 and 2- 10737 [27] XIV.1.2
p.538.

(cf. Figure 7.16) are comparable (may be a bit smaller) to those derived with
the Euler based scheme. In contrast the relative errors for the equidistant grid
problems are competitive only for large values of § (§ = 1, cf. (7.7)). If § gets
smaller, the errors increase and yield unusable results for § = 277, In this case,

the relative difference to the exact value is at least 3.5.

We have seen that our ansatz yields comparable results with respect to
the approach from [27]. Since we did not spent much time on optimizing our
program (and ansatz) the author believes that there is still some space for
improvement.
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Figure 7.17: Step sizes of the non equidistant grids, derived with the AB2
scheme based algorithm from § 4.4 for ¢ = 0.01 and 6 = 271,273,275 275

7.5 Used schemes

For the numerical examples our OSM shall only use informations at the given
grid in order to avoid additional function evaluations of the ODE quantities.
Additionally the multiplicities at both boundary points of the considered local
subinterval [2,, Z,+1] should be equal. Hence we set x = 2 and end up with the
two supporting abscissas a 1= x, = (1 < (2 = Tp41 =: 0.

Since we want to compare our OSM with the AMPR from [54], the desired
convergence order for the one—step method is two. This yields 7 = 2 and hence
we set |m1| = |ma| = 7 (cf. Assumption 12 p.150). By definition of |my], |ma|
(cf. Remark (6.4.2)) it follows m; ; = 1 for 4, j = 1,2, which yields pq = po = 1.
Let h be the maximal step size of the used grid. Hence, by Proposition 6.7.2 we
expect that there are constants ¢,y > 0, such that

2
cp min (1,7 (%) ) h?

is an upper bound of the convergence error (for our examples A = 0).

It remains to compute the unique solution of the (generalized) interpolation
problems (see p.137, (i)(a)). Since m; = mq we have to derive only one formula.
Let? P=M'® (Ko + K1 ® M). Then the interpolation conditions read:

M'(0) ® (Ko + K1 M(a)) = F(a), (7.8)
M'(B)® (Ko + K1 ©M(B)) = F(B), (7.9)

By Assumption 7 (p.122) M(z,e);; # 0 for all 1 <4,j < d and all (z,¢) € Q.
Thus, the unique solution of (7.8), (7.9) is

K = (F@oM@e ] ) o (Ma) - M@B)°""  (7.10)
Ky = F(Oé)@M’(a)G—l_Cl@M(a)- (7.11)

SHere M(z,g) = Dg(z) + diag(1,y, ..., 1., )z, cf. Proposition 6.3.1
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We use our Matlab function fun_Pd_linear.m to compute Ky, K7. The crucial
variables for the OSM are Py («) and PP (5) (see p.137ff). These values are
returned by the function. The code reads®:

function [Pdl, Pd2] = fun_Pd_linear (L1, L2, Phil, Phi2,
F1, F2, x1, x2, epsilon)

global eins I_nu

DPhil = kron(Phil, eins’)-kron(Phil, eins’)’;
DPhi2 = kron(Phi2, eins’)-kron(Phi2, eins’)’;
M1 = DPhil + I_nu*x1;

M2

DPhi2 + I_nu*x2;

Mx1 = kron(L1l, eins’)-kron(L1, eins’)’ + I_nu;
Mx2 = kron(L2, eins’)-kron(L2, eins’)’ + I_nu;

K1 = (F1./Mx1 - F2./Mx2)./(M1-M2);
KO = F1./Mx1 - K1.%M1;

Pdl = lixepsilon*( (KO-lixepsilon*K1) + K1.xDPhil) + ...
I_nu.*x(x1*K0O + x172/2%K1);

Pd2 = lixepsilon*( (KO-lixepsilon*K1) + K1.*DPhi2) + ...
I_nu.*x(x2*K0 + x272/2%K1);
end

Now let us write down the program for the OSM. The complete Matlab Code
is written on page 185ff.

We do not replace 7 by its specified value, because the program (as written
down below) is valid for all 7 € N. Assume we have a more sophisticated
function fun_Pd.m, which solves an arbitrary generalized interpolation problem.
Then, replacing fun_Pd_linear.m by fun_Pd.m yields a program which includes
all OSM from p.137ff with A = 0.

Assume we have already computed the quantities® S,,, L,,, ®,,, E, ,, and 2"

(i) compute Spi1, Lnt1, Prt1, Eepngr and set Sip = Sp, Sint1 = Snt1
and C)) , = 62”6 =Cp .= Cg,ﬁ = Id.

(ii) For j=1,...,7 do

(a) compute P?,, P?, | with fun Pd_linear.m (Fy = S, Fo = S nt1)

(b) Q) = Eg(zns1) © P]?(anrl) - Eg(z) © Pf(zn)

4Here the variables at a and § are marked with 1 and 2 respectively.
5Here the lower index n denotes the exact quantity evaluated at the grid point .
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(¢) compute

J

Clo=—Y P(z)C,  Cl,=E(2,)C) ,Ex(wn),
=

J
_ - | . |
Cla=—Y P(n1)Cly,  C)yi=EX(wn11)C) sBe(wni1).
=1

(d) set SjJan = S’ﬂpﬁn and Sj+1,n+1 = SnJrlPﬁnJrl
end

(iii) update quantities for the next interval, i.e.
Sn — On+1, Ln - Ln+1 5 (I)n — (I)n—i-l 5 E&,n = Len+l -

(iv) compute A,, B, by (6.35), (6.36), i.e.
T T—k T T—k
neoyraSic. n--yraSio,
k=1 1=0 k=1 1=0

(v) solve

(Id + UiBn)z""'l = (Id + oeAn)z" .
If weset 7=1and o, =0; = % we get the Crank—Nicolson like scheme.

The Matlab code of the OSM

In this section we present the complete Matlab code for the OSM, which is used
to solve the numerical examples. We only erased some unimportant comments
(line 1-15) at the beginning of the file and rearranged some lines, such that the
program fits to the pages. The conversion of the program from a Matlab m-file
to ITEX is done with the “free” m-file highlight.m by Guillaume Flandin.

016 function z = fun_oss(x, Phi, L, S, nu, epsilon, rho, z0)
017

018 global Id eins I_nu

019

020 Ymmmmmmm e = e
021 7% Schemaparameter

022 Ymmmmmm e
023

024 tau = 1;

025

026 sigma 1/2;

027 sigma_i = 1-sigma;

028 sigma_e = sigma;

029

030 7% kappa“a = 2;
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031
032
033
034
035
036
037
038
039
040
041
042
043
044
045
046
047
048
049
050
051
052
053
054
055
056
057
058
059
060
061
062
063
064
065
066
067
068
069
070
071
072
073
074
075
076
o077
078
079
080

CHAPTER 7. EXPERIMENTS FOR THE ONE-STEP METHOD

2;
2;

% kappa“o
% kappa”b

% iota"a = [0 1];
% ioat”o = [0 1];
% iota"b [0 1];

hma=1[11;11
%m o =1[11;11; 1 1];
%mb=1[11; 11

N = max(size(x));

d = sum(nu) ;

Id = eye(d);

eins = ones(d,1);

0 = zeros(d,d); % hier steht der Buchstabe O
% und nicht die Ziffer O

I_nu = ones(nu(1),nu(1));

for j = 2:max(size(nu))

I_nu = blkdiag( I_nu, ones(nu(j),nu(j)) );
end
% _______________________________________________________
% Speicherreservierung
% _______________________________________________________
z = zeros(d,N);
Pdnml = zeros(d,d,tau);
Pdn = zeros(d,d,tau);
calCa = zeros(d,d,tau+1);
calCb = zeros(d,d,tau+1);
Ca = zeros(d,d,tau+1);

Cb = zeros(d,d,tau+l);

Qn = zeros(d,d,tau);
S —
% Anfangswerte
S —
calCa(:,:,1) = Id;

calCb(:,:,1)

]
H
Q.
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081
082
083
084
085
086
087
088
089
090
091
092
093
094
095
096
097
098
099
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130

Ca(:,:,1) = Id;

Cb(:,:,1) = Id;

z(:,1) = z0;

xnmi = x(1);

Phinml = Phi(:,1);

Lnm1i = L(:,1);

Snml = S(:,:,1);

Enmli = diag(exp(li/epsilon*Phinmi));

n=2:N
———————————————————————— (1)———=—————— -
xn = x(n);
Phin = Phi(:,n);
ILn = L(:,n);
Sn - S( ’ ’n)a
jSnml = Snmi;
jSn = Sn;
En = diag(exp(1i/epsilon*Phin)) ;
———————————————————————— (1i)-————————————— -
for j=1:tau
I (@) === -

[Pdm, Pd] = fun_Pd_linear(Lnmi, Ln, Phinml, Phin,
jSnml, jSn,xnml, xn, epsilon);
Pdnm1(:,:,j) = Pdm;

Pdn(:,:,j) = Pd;

fpmmmm (b) ==-—--m-m—-m o=
Qn(:,:,j) = En’*Pd*En - Enml’*Pdm*Enm1l;

hmmmmm = m e (€)=mmmmmmmmmmmmmm e
clCa = 0; % hier steht der Buchstabe O
clCb = 0; % und nicht die Ziffer 0

clCa = clCa - Pdnmi(:,:,1)*calCa(:,:,j-1+1);
clCb = c1Cb - Pdn(:,:,1) *calCb(:,:,j-1+1);
end

calCa(:,:,j+1) = clCa;
calCb(:,:,j+1) clCb;
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131

132 Ca(:,:,j+1)
133 Cb(:,:,j+1)
134

135 fpm e ()
136 Snm1*Pdm;

137 jSn = Sn *Pd;

138

139 end

140 Jfp=——————— (1ii)———=—————— -
141

142 Phinml = Phin;

143 Snm1 = Sn;

144 Lnm1 = Ln;

145 Enm1 = En;

146 xnml = Xn;

147

148 === (Av) ===
149 An = 0; % hier steht der Buchstabe

150 Bn = 0; % 0 und nicht die Ziffer O

151 Gmma =

152 Gmmb = 0;

153

154 for k = tau:-1:1

Enm1’*clCa*Enml;
En’ *clCb*En;

.
92]
5
=

]

155 Gmma = Gmma + rho~ (tau-k)*Ca(:,:,tau-k+1);
156 Gmmb = Gmmb + rho” (tau-k)*Cb(:,:,tau-k+1);
157 An = An + rho"k*Qn(:,:,k)*Gmma;

158 Bn Bn - rho"k*Qn(:,:,k)*Gmmb;

159 end

160

161 Y- (iv) ==
162 z(:,n) = (Id+sigma_i*Bn)\((Id+sigma_e*An)*z(:,n—l));
163

164 end

165 end



Chapter 8

Miscellaneous

For the computation of the WKB—type transformation from §3.3 (cf. §4) we
need numerical approximations of derivatives. Furthermore (for non—equidistant
grids) we also have to approximate certain values at of grid points. In this
chapter we shall discuss our strategies for this problems.

We choose a finite difference approach to approximate derivatives. This is
discussed in §8.1. Here we prove a quite general statement about the approx-
imation error of finite difference approximations and derive an inhomogeneous
linear system whose solution gives the “best” choice of weights for prescribed
abscissas. This approach can be used to derive approximations of derivatives
for non—equidistant spaced abscissas. In this case, one has to solve the linear
system. We also compute the formulas for equidistant finite differences for the
first derivative, which are of fourth order.

In §8.2 we make some numerical experiments with the finite differences
discussed in §8.1. Here we quite good observe a superposition of the theoretical
error bound and numerical noise which (most likely) originates from Matlabs
machine accuracy.

The section §8.3 is dedicated to the approximation of non-grid values for
the numerical solution of a first order initial value problem. We use Hermite
interpolation of the numerical solution to determine an approximation between
to grid points. As long as the integrator used to compute the solution of the IVP
has an order of four or less, the interpolation approach shall (approximately)
be as accurate as the solutions at the grid points (cf. Lemma 8.3.1).

In the final section §8.4 we collect some (frequently used) classical results
for ODEs from literature.

8.1 Finite differences

In this section we discuss the finite differences we use to approximate the first
derivative of a given function f. We start with a general setting where the
support abscissas are (in a certain framework) arbitrary. Afterwards we discuss
the special case of equidistant grids and write down the explicit formulas.

Definition 8.1.1. Let r,s € N with r < s and let ;m; < --- < ns € R and

189
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veER®. For h >0,z €R and f € C(R) we define

r 1<
FD[”],U](f’xah) = W § v f(z+mh).
=1

Lemma 8.1.2. Let s € N and let n; < --- < ns € R. Furthermore let x € R
and let hg > 0. We set

I = [min(z,z + niho), max(x,x + nsho] .

Than there exists for every r =1,...,s — 1 a unique vector v" € R®, such that
for all f € C5(I) there exists a constant ¢ > 0, such that for all (admissible)
0 < h < hg it holds

|f(T)(x) - FD[TWUT](f,x,h)ﬂ < c¢h®". (8.1)
The constant ¢ depends on p and f. More precise one finds

¢ < p) If Nl -

Proof. Firstly it is clear that x +n;h € I for 0 < h < hp and j = 1,...,s.
The proof is based (as usual) on Taylor expansion. Since f € C*(I) it holds for
r,x+0€l

s—1 k
flx+0) = Zf(k)(x)% + R(x,d,s). (8.2)

k=0
The remainder can be written down in its Lagrangian form (cf. [23]):

55
R(w,0,5) = [(E(,0),

with some £(z,9) € [min(z, z + §), max(x, x 4+ §)]. This yields

r IR
FD[n,v](faxah) = szlf(‘r—’—nlh)
=1
s s—1
1 mh)k
= 3 u Y @ R h, o
=1 k=0

s—1 s s
1 h¥ 1
= E f(k)(w)g E unp + o E v R(x,mh,s).
k=0 Ti=1 =1

Since v does not depend on h, the sum of the remainder terms is of order
O(h*~"). Hence to fulfill (8.1) it is necessary and sufficient that v solves the
h—independent linear system:

0 0
™ . 778 (%
. . . o 1(S.
: : : = n (5177“)1':17,,,75_1 :
s—1 s—1
771 [ 775 Vs

The transposed of the above matrix is known as Vandermonde matrix (cf. [33]).
Since 11 < -+ < 15 the linear system is uniquely solvable. O
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Remark 8.1.3. From the proof of Lemma 8.1.2 we deduce that the unique
vector v(r) € R™ from Lemma 8.1.2 is given as the unique solution of the linear
system

1 1 v
1 1 1
Ul Ns
. . =l (61,7")1'70 ..... s—1 (8.3)
i)\

Let A be the matriz on the left hand side and let w be the unique solution of
ATw =b. Than (cf. [33]) p(z) := Zj;é wjx? solves the interpolation problem
p(n;) = b; for j = 1,...,s. Hence finding the coefficient vector v for the fi-
nite difference scheme is (in some sense) an adjoint problem to the polynomial
interpolation problem. If wy,...,ws € R® are given such that Aij = e; for
j=1,...,5 withej = (0;;) € R® (i.e. wi,...,ws are the coefficients of the
Lagrange interpolation polynomials corresponding to the support abscissas 1),
than it holds

_ T, _ (AT, NT, _ T _ T
v = ejv = (Awj) v = wjAv = wjrle 1.

This yields v = /(W1 g1, -+, Wsrp1) L.

Corollary 8.1.4. The FD schemes from Lemma 8.1.2 are exact on the space
of polynomials of degree less than s.

Proof. For polynomials of degree less than s the remainder of the Taylor ap-
proximation in (8.2) is zero. Hence the linear system (8.3) is equivalent to the
FD. O

For certain numerical examples we use equidistant grids. Since we want to
approximate first derivatives with order O(h?), we set s = 5. We should stay as
close as possible to the point where the derivative is approximated. Hence there
shall be an index jo such that n;, = 0. This yields the following five vectors:

0 -1 -2 -3 —4
1 0 -1 -2 -3
n = 2 |, 1], o, -1 |,] -2
3 2 1 0 ~1
4 3 2 1 0

For each of them we have derived the corresponding coefficients v with Maple1/.
This yields the finite difference schemes of Definition 8.1.5.

Definition 8.1.5. Let f be continuous on [a,b] and let x,, be grid a point of the
equidistant grid a = xp, < - - < Tp, = b with n, <0 < ny and step size h, i. e.
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xj = xo+ jh for j =ng,...,ny. For (in each case) properly chosen n we define
FD(o4lfln = %( —25fn +48fnt1 — 36fni2 + 16fnis — 3fnta)
FDhofln = o (—3fact — 10fu +18f1 — 6fusa + fuss)
FD%M) [fln = %(fn 2= 8fn—1+8fnt1— fns2) ,
FD{; ) [fln o= %( Sz +6fno—18fn 1 +10fn +3fus1) -
FD%4,0) [fln = I;h (3fn—a—16fp—3+36fn_2 —48fn_1+25fn) .

Here we use the notation f; for f(x;). The index tuple describes the numerical
stencil used for the scheme. More precise (r,s) means one uses the values at
the grid points Tp_p, ..., Tyys-

8.2 Numerical experiments for the finite differ-
ences from §8.1

In this section we visualize the numerical behavior of the Finite Differences from
Lemma 8.1.2. The estimate (8.1) yields the convergence of the FD as h — 0.
But it is well known that this theoretically result breaks down for numerical
approximations on a computer, when the step size gets to small (cf. [29]). A
reason for this is the influence of the machine accuracy and the related round off
error. Hence the step size we use for the FD should not be to small or to large.
In order to get an idea of a “good” interval let us approximate some derivatives
and compare them with the exact solution. The result shall be a superposition
of the theoretical error from Lemma 8.1.2 and the effect of machine accuracy and
accuracy of solving the occurring linear system (8.3). The latter errors we call
numerical noise, which is plotted in Figure 8.1 (p.194) and Figure 8.1 (p.194)
for general FDs from Lemma 8.1.2, Remark 8.1.3, and the equidistant FDs from
Definition 8.1.5 respectively. The (theoretical) general FDs from Lemma 8.1.2
are exact on polynomials up to a degree of order s (see Corollary 8.1.4). Hence
an approximation of the first derivative of a polynomial of degree less than s
makes the numerical noise visible. Since we use second and fourth order FDs
we choose f(x) = x and approximate f'(z) =1 at z = 1.

Let f be a smooth function (for simplicity of notation on the whole real line)
and let 2 € R be a point at which we want to approximate the 7" derivative
of f. Further let & < --- < &, € R (n > r) be our support abscissas and let
fi,..., fn be the corresponding values of f. Since the largest distance from z
to the {; determines h, the abscissas should be chosen close to x. The program

to compute the general FDs is based on Remark 8.1.3:
(i) compute the relative coordinates, i.e. 7= (§; — )j=1,...n
(ii) determine h = max(abs(n))
(iii) rescale 7: n =17/h
)

(iv) compute the Vandermonde Matrix A corresponding to n, i.e. A;; = ni !



8.3. INTERMEDIATE VALUES 193

(v) solve the linear system ATy = 1 (0r41,5)j=1,...n
(vi) set FD = 7= 3" v f;.

In matlab exists the routine vander to derive the Vandermonde Matrix A from
the vector 1. But its definition differs from our. There the calculation rule is
A;j = v]"7. Hence the linear system one has to solve reads Av = 7!(d,—y ;).
The rescaling of 1 in (iii) yields moderate coefficients of A which are of order
O(1). Without rescaling the smallest (non zero) entries of A could be at machine
precision, which strongly reduces the accuracy of the linear system solution.

In order to compute the numerical noise we first fix a vector n for each
scheme. Than we derive for every value of h the corresponding abscissas &
and plug in the (needed) corresponding values in the program. The result is
compared with the exact solution f/(1) = 1. We use the following general FDs:

scheme n
4*_order symmetric 2(-2,-1,0,1,2)

4*h_order left $(—8, =5, =2, -1, 0)
4*h_order right 1(0,1, 2,5, 8)
2%_order symmetric (—1,0,1)
2th_order left 1(—4, -3, 0)
2th_order right (0,1, 3)

In Figure 8.2 and 8.2 we plot the numerical noise for non—equidistant and
equidistant FD as described before. We observe that the approximation er-
ror of the FDs from Definition 8.1.5 is a bit smaller than those of the general
FDs. This is reasonable, since one additionally has to solve a linear problem,
compared to the equidistant schemes. However, in both Figures we observe a
O(h~1) behavior of the numerical noise.

In Figure 8.3 we plot the numerical error the equidistant FDs from Definition
8.1.5. We approximate the first derivative of f(z) = Va2 4+ 62 at © = 1 with
§ = 10~7. This function appears in the § 7.3 and is denoted by A. The triangles
have a slope of 2 (upper triangle) and slope 4 (lower triangle). The (black)
dashed and solid lines are the approximate upper bounds of the numerical noise
for equidistant and non—equidistant FDs respectively, as drawn in Figure 8.1
and Figure 8.2.

Furthermore, in Figure 8.4 we plot the numerical error for FDs with equidis-
tant abscissas from Definition 8.1.5. We approximate the first derivative of
f(x) = 1/v/22+ 62 at * = 1 with § = 1077, The triangles have a slope of 2
(upper triangle) and slope 4 (lower triangle). The (black) dashed and solid lines
are the approximate upper bounds of the numerical noise for equidistant and
non—equidistant FDs respectively, as drawn in figure 8.1 and Figure 8.2.

In both Figures we observe that the FDs with support abscissas at the right—
hand side yield (for large h) the “smoothest” results. This is reasonable, since
the function A has a sharp “peak” at x = 0. Thus the other FDs use function
values beyond or close to the peak, which of course reduces the accuracy.

8.3 Intermediate values

Let y be the unique solution of the initial value problem (on [a,b] C R)
y(z) = Alx)y(@) + f(z),  ylzo) = yoeC?,
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Figure 8.1: Numerical noise for some FDs with non—equidistant abscissas. The
first derivative of f(x) = x at 2 = 1 is approximated. The solid black line has
slope —1, which indicates an O(h~!) behavior of the approximation error.
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Figure 8.2: Numerical noise for the FDs with equidistant abscissas from Defini-
tion 8.1.5. The first derivative of f(x) =« at x = 1 is approximated.
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. 4thordersymmetric
102L | - 4" order left 4
- 4" order right
104 2 order symmetric ’ ‘ - IR . ’ /|
- 2" order left
2" order right
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Figure 8.3: Numerical error the equidistant FDs from Definition 8.1.5. The
first derivative of f(z) = Va2 + 02 at # = 1 with § = 1077 is approximated.
The triangles have a slope of 2 (upper triangle) and slope 4 (lower triangle).
The (black) dashed and solid lines are the approximate upper bounds of the
numerical noise for equidistant and non—equidistant FDs respectively, as drawn
in Figure 8.1 and Figure 8.2.



196 CHAPTER 8. MISCELLANEOUS

10
1@ Ll 4" order symmetric
- 4™ order left
T 4" order right
2" order symmetric
1020 - 2" order left
2" order right

Figure 8.4: Numerical error for FDs with equidistant abscissas from Definition
8.1.5. The first derivative of f(z) = 1/vVa2+462 at x = 1 with § = 1077
is approximated. The triangles have a slope of 2 (upper triangle) and slope
4 (lower triangle). The (black) dashed and solid lines are the approximate
upper bounds of the numerical noise for equidistant and non—equidistant FDs
respectively, as drawn in figure 8.1 and Figure 8.2.
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with g € [a, b]. Further let y,, be a numerical approximation of y(x,, ), computed
with a numerical integrator on the grid a = x,, < Tp, 41+ < np, = b. We
assume that the used method is of order O(h}), i.e. there exists a constant
¢ > 0 independently of n and the grid, such that

ly(xn) —yn| < ch) with h, = Xpi1 — T .

If we want to compute values of y at a non grid abscissa T we use the following
interpolation approach.

Let T € [z, xnt1] and let p be the unique third order polynomial which
solves the Hermite interpolation problem

p(@n) = y(@n),  p(nt1) = y(Tnt1),
P(@n) =y (@n),  P(xnt1) =y (@nt1).
It holds (cf. [29, p.311{])

ple) = ylzn)Ho(z) + y(@ns1) Hota (2)
+yl($n)ﬁn(x) + y/(anrl)ﬁnJrl(z)'

~ ~

The polynomials H,,, Hy11, Hy+1, Hy41 are given by

2
H(z) = (1_2 R )("T—””"*l) : (8.4)
Ty — Tn+1 Tp — Tn+1
2
HnJrl(z) = (1 -2 T Il > < T ) ) (85)
Tn41 — Tn Tn+1 — Tn
2
7 L — Tp+t1
H, = — )| ——mm | , 8.6
@) = (- ( 2=t (5.5)
= xr—x 2
H, — — I . m ) 8.7
+1(2) (- +1)(wn+1wn> (8.7)

Hence p(T) is a suitable approximation for y().

Lemma 8.3.1. Let A € C3([a,b],C™*"), f € C3([a,b],C%) and let the relative
coordinates 0,0, € [0,1], such that*

T=x,+60h, and T=1xn+1 —O-h, .
Further let y, Yn, Yn+1 be as described in the beginning of this section and let

7 o= 02[(1420)1d +0ihy An] yn + 02010y, fr
+O7[(1420,)1d = 0rhy Apyr] Ynia — 0700hn fryr -

Here Ay, Anii1, fn, fn+1 are short notations for A(x,), A(xni1) and f(ay,),
f(@ng1) respectively. It holds

_ _ (4)Oc N
@ -7l < Wl pd (1) + 22| Allo)ch] .

The constant ¢ > 0 is (only) determined by the numerical integrator used to
compute Yn, Yn11-

ey =1—0,.
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Proof. Inserting the two representations of T in (8.4),...,(8.7) yields
H,.(Z) = (1+26,)6?, H,1(T) = (1+26,)67,

~

H,(Z) = 0;h,0?%, Hp1(T) = —0,h,07.
Hence we get,
p@) = y(ea)(L+200)07 + y(zne1) (1 + 20,)67
+ 1/ (22)00700? — 3 (2ps1)0rhnb? .
The derivatives of y can be replaced, using the ODE, by Ay + f. This yields
p(@) = O2[(1+20)1d + O, A(zn)] y(2n) + 020ihs f(20)
+07[(1420,)1d = 0,hy A(zps1)] y(@ni1) = 0700h fzni) -

Thus we get
lp@) =gl < [[(02(1 +20) Id + 0200hn A ||y () = yall
+1[(67 (1 +26,) Id + 670, hn Ana || [Y(2041) = Yt |
< (R +20)[1d ] + 620k Anl]) b3
+ (07 (1 + 20,) 1 1d | + 070, hnl| Anial]) B3,

= (02(1+20) +67(1+26,))|1d ]| ch;
+ 010, (0| Anll + 01| A1) Ch:z—i_l .

Since 0, =1 —0; and 6, € [0, 1], we get good estimates of the constants in front
of the norms. A straight forward calculation/discussion shows

sup (1—0)2(1+20) + 021 +2(1—0) = 1,
6€(0,1]

1

sup 0(1—-60) = -.

6c(0,1] 4

Hence these estimates yield (6; + 6, = 1)
lp@) =7l < (1]l + %[ Alle) chy-

Since A and f are C?, we have y € C*([a,b],C%). Thus by Lemma 5.2.5 or [29,
(6.51)] we know that there exists a & € [y, Zn41], such that

y(@) - pE) = y(4)(§)(f_x")2f!_$"“)2 — D)Lt

This yields the error estimate

lv@) =gl < ly@) —p@I + lp(Z) — ¥l
@
< Dol pd 4 (1d]] + B All)ehy -
Here we have used the estimate 6,.6; = 0,.(1 — 0,.) < i. O

Remark 8.3.2. The explicit error estimate in Lemma 8.3.1 shows that the
approzimation error of Yn,Yn+1 with respect to y(ay,),y(xnt1) is moderately
amplified. Thus the interpolation approach has some kind of robustness with
respect to the perturbed data. As long as v < 4, the data error will be the main
contribution, provided ||y™® ||« is not too large.
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8.4 Some classical results for linear ODEs

In this section we review the wvariation of constants approach and a Gronwall
estimate, which we use several times in the previous chapters.

Lemma 8.4.1 (Variation of constants). Let I C R be an open interval and
AeC(I,C"*"), be C(I,C"). The unique solution of the IVP

y = Ay+b,  y(xe) =y C”

s gwen by

y(@) = Ulz,z0)yo + /IU(z,s)b(s) ds .

Zo

The evolution operator U € CY(I x I,CV*V) fulfills for all x,s € I

%U(m,s) = A(x)U(x,s), Ul(s,s) =1d

and for all x,s € T
U(z,s)U(s,z) = Id .
This lemma is [2, Theorem 11.13].

Remark 8.4.2. Let o := sup,¢; |[|[A(z)]| < oo. Then, by a simple Gronwall
argument (cf. Lemma 8.4.3), there exists a constant 8 only depending on «,
such that for all z,s € I it holds ||U(z, s)|| < B. Hence | -LU(z,s)| < o+ B.
Since U(x,s)U(s,z) =1d and U € C}(I x I,C*9),

d d
EU(S,JC) = —U(s,x)EU(x,s)U(s,x),

which yields for all x,s € I

H%U(%S) < B(@)?(a+B(a) .

Lemma 8.4.3 (Gronwall). Let I C R be an interval, xo € I and let the func-
tions p,o, f € C(I,R) be nonnegative. Additionally, let for all x € T

f@) < uto)r | [Cotrts as
Then it holds for all x € I:

fl@) < pl@)+

/ pu(s)o(s)el 0@ el gg) |

0

This is also from [2].
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Chapter 9

Conclusion and open
problems

The two—band Schrédinger models from chapter 2 have been our motivation
to discuss numerical integrators for the highly oscillatory model problem from
§3.2, 1.e.

u'(z) = %L(Jj)u(m) + B(x)u(z), wu(a) = ugeC. (9.1)
Here L, B: [a,b] — C"*™ are smooth, such that L(x) is real and diagonal for all
x € [a,b]. We have introduced a new analytic preprocessing for the vector valued
initial value problem (9.1), which generalizes the 'reformulation’ approach from
[4]. The derived transformation removes the dominant high oscillations with
frequency ~ % and amplitude of O(1) as ¢ — 0 of the solution w. Despite
the fact that (in general) high oscillations are still present in the transformed
variable z, the gained equivalent initial value problem

Z(x) = e"An(z)z(x), z(a) = 2z e€C? (9.2)

is much better suited for numerical treatment than (9.1). Here the solution z
oscillates (also with frequency ~ %) around the initial condition zg, but with
amplitudes of O(e™) as € — 0, instead of O(1) as for u.

We have also shown that the transformation can be derived from an asymp-
totic expansion of the solution w from (9.1), which we established in §3.5.
Our expansion can be interpreted as the vector valued analogon of the WKB—
method, which is well known for the scalar stationary Schrodinger equation
(9.3). The scalar case is incorporated in our model problem (9.1) for strictly
positive potentials V' of the ODE (9.3).

In §3.3.1 we have shown that our approach is a generalization of the ansatz
used in [4]. Furthermore, in §3.3.2 we discussed the differences to the super
adiabatic transformations (SAT) introduced in [27]. Our new transformation
approach and the SAT yield very good results when staying away from avoided
eigenvalue crossing of the matrix L(x) from (9.1). Away from this points the
asymptotic expansions, upon which the methods are based, are quite accurate.
But close to an avoided crossing, a new smaller scale has to be introduced,
possibly combined with an adaptive choice of the step size for the numerical
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computations (cf. §4.4 and [27, §XIV]). However, the limiting case of an eigen-
value crossing can be understood with the Landau-Zener formula [26].

Furthermore, the transformation of the (one dimensional) scalar stationary
Schrodinger equation

V@) + V@) = 0, 93)

to (9.1) (as discussed in §2.2) and the asymptotic expansion of the related solu-
tion w from (9.1) break down, if we approach a turning point of the differential
equation (9.3). A turning point is a zero of the function V' from (9.3). Also here
it is not yet clear how to modify the discussed transformation approach and the
asymptotic expansion of the solution, such that we can deal with this situation.
For a simple turning point (i.e. a simple zero of V') there exists an asymptotic
expansion of the solution ¢ from (9.3), which is based on Airy functions. It
seems to be a globally valid asymptotic approximation, i.e. it is asymptotically
correct in the oscillatory regime (V' > 0), in the part where ¢ exponentially
growths and decays (V' < 0, also called evanescent region), and in the tran-
sition layer as ¢ — 0. An explicit formula for the expansion can be found in
[32, p.179]. Based on this one may derive a transformation approach for (9.3)
in the presence of a simple turning point. It is also worth to notice, that the
scalar second order equation for v can be transformed into a semi linear first
order differential equation, a so called Riccati equation. This can be done® by
the ansatz ¢ = eslr 4z which yields

ep +p2+V = 0. (9.4)

If is ¢ highly oscillatory, then the solution p of (9.4) has a large imaginary
part, while in the evanescent region the real part of p dominates. Beside this
difference, we expect both regions to be equal in this representation. I.e. we
expect that the function p shows a similar growth behavior for the evanescent
and oscillatory parts. Hence this may allow a uniform approximation of i via
pase—0.

In §6 we have derived efficient marching methods for the initial value prob-
lem (9.2) and proved convergence of the methods. The derived schemes are
asymptotically correct as ¢ — 0. To be more precise, the approximation er-
ror is at most of order O(e™), even for a fixed spatial grid. Moreover we have
shown that, in the whole “zoo” of one—step methods, there are integrators with
an approximation error of maximal asymptotic order (with respect to &) of
O(e?"t1p™). Here h is the maximal step size of the grid. While n is a pre-
scribed value, coming from the initial value problem, m € N is (more or less)
arbitrary. In applications € is a very small constant and hence these integrators
can use very large grids compared to the local wavelength which is ~ . In this
theses we have not considered conservative, reversible, or symplectic methods.
But since our approach is quite general, it should be possible to construct such
integrators with the discussed tools.

One essential ingredient for the construction of the efficient one—step meth-

ISince V is real valued, there exists a real valued fundamental system of solutions 1, 2

_ . . _ 1 fp dx
of (9.3). Hence 9 = 11 + )2 has no zeros and thus we can write 1) = e=



203

ods in §6 is an advanced quadrature for highly oscillatory integrals of the form

B . e (B) -1 )
- T efigp(m) r = f(sﬁ (5)) efgg
r /a f=) I /p(a) @' (1)) a. (6:5)

We have chosen an approach from literature (cf. [60, 61]). For this ansatz we
have established an error analysis, which yields error estimates in terms of the
interval length |a — 3|. As far as we know this has not yet been done. We have
also been able to improve the quadrature used in [4]. Our newly derived version
yields a much better asymptotic accuracy (with respect to the interval length)
than the original, but with the same numerical effort. However, the discussed
quadratures are not designed for integrals with stationary points, which appear if
we allow crossing eigenvalues of L in (9.1). To deal with this case other methods
have to be used, which are already available (cf. [35]). Tt is also important to
analyze this quadratures in the presence of “avoided stationary points*, which
show up when we approach an avoided eigenvalue crossing of L. One idea to
create a more robust quadrature, i. e. a quadrature which admits error estimates
which are valid for functions without and with (avoided) stationary points, is
to approximate the term ﬂ(‘ijl)) of the integrand in (9.5) by rational functions
instead of polynomials, as we have done for our method of choice.

The approximation procedures to discretize the WKB—type transformation
from §3.3, as discussed in §4, are derived in a straight forward way. Hence
we believe that there is some space for improvement. Also we have not yet
established a rigorous error analysis of the described methods. This is dedicated
to future work.
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Chapter 10

The one way wave equation

The final chapter of this thesis is not (directly) related to the previous work.
It is a collection of few results the author derived during the beginning of his
doctoral studies. The chapter heading is just a part of the topic we were dealing
with. We intended to derive (possible finite) difference schemes for a one way
wave equation (cf. (10.18)), which originates form a two dimensional Helmholtz
(~type) equation (cf. (10.14)-(10.18)). Unfortunately, it turns out that the
intended techniques and ideas do not work. Hence, this chapter mainly contains
results from literature. A large part are revised lecture notes of a short course
the author taught at the Wissenschaftskolleg Differential Equations! Summer
Camp in 2007. Nevertheless, it turns out that the numerical methods discussed
in the previous chapters may be used to derive integrators for the one way wave
equation. Due to lack of time this is not discussed in this work. We shall only
state the basic ideas.

We shall continue to point out the basic idea of a one way wave equation.
Wave phenomena in electrodynamics or acoustics are often well described by
the Wave Equation (x € R, t € R)

1 02

Apyp(z,t) — 2(z.0) o8

Yz, t) = 0.

The quantity ¢ is the local wave propagation velocity and ¢ (e.g.) describes the
strength of the electric potential (electrodynamics) or the pressure (acoustics).
If ¢ does not depend on time, the separation ansatz? ¢(z,t) = et (z) vields
the Helmholtz equation (HE)

2

o~ w o~
Let z = (w2,...,74) € R¥"! and define
A A W
(1'1, Z) = z + m .

If the waves, we are modeling, mainly propagate in x1—direction, it may be more
convenient to reformulate (10.1) as a first order evolution problem (with respect

LA PhD program of the Vienna University of Technology and the University of Vienna.
2 Alternatively one can apply the Fourier-transformation in ¢.
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to x1). This can be (formally) done by using the ansatz (2.24) from §2.2.1:

1 0
vy = Az, vy = a—xlw (10.2)

Let us denote the partial derivate with respect to x1 by ’, i.e. ¢’ = 6%11/1. Then

. 0 A [0:,,A%] 0
o= <A§ 0 >v+< 0 0 )Y (10.3)

Since zero may be part of the spectrum of the operator A, the reformulation
(10.2) may work only in one direction. However, it is well defined as long as the
square root of A and its commutator with 0., are well defined. Thus we should
regard (10.3) as a necessary condition for ¢ to be a solution of the HE.

The first operator-matrix of (10.3) can be given a block diagonal structure

by setting
_ (i
u = VAGEE v
This yields

T ( 0 iA%)u+2(i 1)@[6351,/1]“. (10.4)

A similar ansatz is described in the final part of [69, §3].
If [0,,, A2] is zero (e.g. ¢ does not depend on ), then (10.4) decouples in
the forward and backward one way wave equation (OWWE)

up = iAu; and uy = —iA%uy. (10.5)
In this case it holds A, + #i) = (0, + iA%)(aml — iA%). Hence each solution
uy,ug of (10.5) is also a solution of the HE (10.1). Thus it is of interest to
construct efficient integrators for equations of type (10.5). Furthermore, the
structure of (10.4) is similar to the problem (3.23) from §3.3. Thus, if we have
efficient integrators for (10.5), it may be possible to adapt the approach for the
matrix valued problem from §3.3 to (10.4) .

In order to get an idea at which state of model reduction the OWWE may
arise, in §10.1 we (briefly) discuss its derivation for acoustic waves in an in-
viscid, compressible fluid. Here we start with physical conservation laws and
an equation of state. During the course of discussion we shall make certain
assumptions, which simplifies the problem and shall end up with the OWWE.

Most difficulties of dealing with the full OWWE (10.5) arise from the fact
that it contains a square root of a self-adjoint, indefinite differential operator.
In literature (cf. [21, 22, 15]) it is often treated as pseudo differential or Fourier
integral operator. In §10.2 we give a (very brief) definition of pseudo differential
operators and briefly discuss some strategies to discretize the “fractional” dif-
ferential operator A%, which is sometimes called square root Helmholtz operator
(SRHO) (cf. [22, 20]).

An alternative (and from the authors point of view more natural) way to the
pseudo differential operator ansatz is the definition of Az by functional calculus.
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The drawback of the standard approach via C*—algebras is that it is not well
suited for numerical treatment. In §10.3 we establish an elegant method from
[71] for the computation of functions of self-adjoint operators. This ansatz
seems to be more useful for numerics. We try to give a self consistent prove. In
the last section §10.4 we (most times formally) apply the method from §10.3.5
for some problems arising from the OWWE; computing the square root of an
self-adjoint operator or a formal solution of the OWWE. We are also able to
deduce De Santo’s transformation [12], which is a crucial tool for constructing
the exact operator symbol (needed for the representation of A as a pseudo
differential operator) of the SRHO as described in [21].

10.1 From physics to the one way wave equation

In the sequel we formally derive a OWWE for wave propagation in an inviscid,
compressible fluid. We sketch the way from the basic equations of fluid me-
chanics to a OWWE. This in done in several model reduction steps. The whole
procedure outlined below (strongly) follow the textbook [24].

The fluid is described via the density p, pressure P, entropy S, and particle
velocity v € R3 and the governing equations:

e FEuler’s Equation (momentum balance)

dv

— = -V.P, 10.6
P (10.6)

e FEquation of Continuity (mass conservation)

% + divppv = 0, (10.7)

o Adiabatic Condition (no heat transfer)

a8
. = 10.
Ey +v-V,.S 0, (10.8)

e Equation of State

P = P(p,S). (10.9)

As usual t denotes time and = € R? is the free spatial variable. Under the
assumption, that the quantities p, P, and S vary only very little around a steady
state (with respect to time, but may be spatial dependent) it is reasonable to
make the ansatz

P(xat) :P0($)+p($at)’ p(x,t) :pO(x)""ﬁ(wat)a

The velocity v is not treated in this fashion, because we do not assume a mean
flow of the particles. Now the system of equations (10.6)—(10.9) is linearized at
po, Po, and Sy. For this we insert the ansatz into the equations and omit all
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quadratic and higher terms. Afterwards we eliminate the entropy of the linear
equations for the first order terms, which finally leads to3
1 Pp(x,t)

vmp(x,t))—ii = 0. (10.10)

Po (:E) dlvz ( 2 (1‘, t) 2

1
po(x)
This is the ”time-dependent acoustic wave equation with density and sound
velocity stratification and no sources [24]. The quantity ¢ is the sound velocity
and is given by
0P,

c2x,t =
(z,1) e

S
If ¢ is independent of time ¢, we can apply the Fourier transformation (t — w)
at (10.10), which yields the Helmholtz Equation (HE) in the following form

2

po(x)Vz( Vmﬁ(x,w)) + %ﬁ(m,w) = 0. (10.11)

_
po()

By the ansatz ¢ = % the HE (10.11) is transformed to standard form

Ap(z,w) + VEz,w)db(z,w) = 0. (10.12)
The quantity V' (total acoustic wave number, cf. [24]) is given by
w? 1 3( 1 )2
Vie,w) = + ——Apo(x) — = ——|Vpo(z .
() 2(x)  2po(x) po() 4 po(z)| po()]

We assume cylindrical symmetry (further model reduction) and introduce cylin-
drical coordinates:

r Ccos
x(r,p,z) = r sing
z

Thus the HE (10.12) reads

10 0 10%) 0% 5
W(W)WM—@*@*W =0
Due to cylindrical symmetry, i.e. ¥ = 9 (r, z), the PDE simplifies to

10y 0% 0% 9
- — — \%4 = 0. 10.13
T8T+87’2+822+ v ( )
To remove the singularity at » = 0 in front of the first derivative with respect
to r, we make the ansatz (cf. [69, 41, 24])
W(rz) = ulr.2) Hy (sr),

where x € R is a positive constant and Hél) is the Hankel function of first kind
first order. It solves the Bessel differential equation (cf. [51])

1
y//+;y/+y - 0.

3For more (but not all) details we refer to [24] p.13fF.
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Thus we deduce from (10.13)
02u 2 9HY N\ou %
g (2 o Sl e VZolu = 0.
or? + (Hél)(m,) or (kr) + T) or * 022 1 Ju
The next model reduction step is the far field approzimation (cf. [69, 24]). Here
we assume that kr > 1. From the asymptotic expansion of the Hankel function
Hél) we get [51, 69]

2 oHY 1 ) g
70 87? (m*)+; = 2ik(1 + O(x™?r7?)).

0

)
In the far field, i.e. kr > 1, we obtain ﬁ%(ﬁr) + % ~ 2ik and hence
0
0% ot 0%
a2 t2hg + a5+ KAVE-1)a = 0. (10.14)

If V does not depend on r (this is the last model reduction step) equation (10.14)
can be (formally) factorized. For this let

2

_ 0 _ > 21,2
O = o and A = P + K V4(2). (10.15)

Provided v/A exists, it holds

[0, + ik + iVA|[0, +ir —iVA] i
= [0% +2ikd, — k* + Ala — ix[0,, VAli. (10.16)

Since A commutes with 8,, the same holds for v/A. Hence the commutator
in (10.16) is zero, i.e. the right hand side of (10.16) coincides with the left
hand side operator of (10.14). Thus a solution g of the one way wave equation
(OWWE)

o9

—y(r, 2) = i(VA-R)] (10.17)
or

is also a solution of the far field approximation (10.14). The constant term —ix

can easily be removed by the final transformation

IRT >~

y(T,Z) = ¢ y(T,Z),

which yields

W) = WAG Yl 2). (10.15)

Up to now we only considered the PDE without specifying boundary conditions
(BC). Instead of discussing explicit examples we rather assume that the BC are,
such that A is self-adjoint on a suitable Hilbert space. In this case the operator
VA is defined via the functional calculus for self-adjoint unbounded operators.
In literature the operator v/A is called the square root Helmholtz operator [21].
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It is usually interpreted as a pseudo differential or Fourier integral operators
(cf. §10.2).

Since the solution y of (10.18) should be bounded for all » > 0, we have to
specify the right branch of the complex square root. Assume g is an eigenvector
of A to the eigenvalue A. Since A is self-adjoint, A is real. Further y(r) = ei‘/XTyo
is a solution of the OWWE with initial condition y. Hence we need v/z = i+/|z]
for z < 0.

10.2 Some remarks on vVA and the OWWE

In Literature the square root Helmholtz operator (SRHO)

52
A = p + k2V2(2)

is considered as a pseudo differential operator (PDO) [21, 22, 15]. An introduc-

tion to the theory of pseudo differential operators can be found in [71]. They are

defined via the Fourier transformation. Here we shall give only a brief (formal)

definition for the one dimensional case. Let Qp5: R xR — C be a given function

of class C°°, which fulfills a growth condition of the form

m—pla|+5]B8]
2

IDEDEQE(2,8)] < Csall+E)

for some p,0 € [0,1] and m € R. Then a PDO B can be defined by

1 -~ 1z
B = o= [ (a0 dc.

As usual we denote by @ the Fourier transform of u (see (10.24) in § 10.3.2). The
function Qp is called the symbol (or left symbol) of the operator B. For example
the symbol of B = 9% is Qp = —|¢|?>. There are also other representations of
PDOs. Another important one is the Weyl representation [71]

o) = o [ [a(

which is often used for the analysis of PDO. The Weyl representation is used in
[22] for a discussion of the SRHO.
If we denote by F the Fourier transformation on L?(R), then we can write

Z+Yy i(z—
; ,<>u(y>e< W< dy d,

(Bu)(z) = F~'Qp(z,)Fu,
or (with u = F~lg)
(FBF'9)(2,0) = Q5(z,0)9(¢)-

Hence the Fourier transformation (in some sense) “diagonalizes” the operator
B. If Qp does not depend on z, then Qg2 = Q% and hence Q 5 = /Qp.

In [20] one finds the outline of the exact symbol construction procedure for
the SRHO. It is based on the Greens function for the Helmholtz equation or
a fundamental solution of a related Schrodinger equation (SE) respectively. In
general both, the Greens function and the SE solution, are unknown which
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makes this construction approach not very useful for explicit computations.
Nevertheless it is successfully used in [21] to derive a uniform high—frequency
approximation of the operator symbol, using the WKB* approximation of the
SE solution.

To numerically solve the OWWE we have to derive a (finite) discretization
of the SRHO. Since we theoretically know its symbol (cf. [20]), we can use the
ansatz from [56]. The approach to approximate a PDO, as presented in the
article, is based on the following (simple) idea: Let €2, (z,() = €< for some
a € R. Then

Tou)(2) = L q(¢) eflzta) = u(z+a
) = == [ a0 i = ulz+a).

Hence, to discretize the PDO B, one seeks a good approximation of the oper-
ator symbol Q5 by trigonometric polynomials. In general 25 is not a periodic
function and thus there are two approximation steps to do. Firstly truncate the
operator symbol by multiplying it with a suitable cut—off function 7" (¢) = n(h().
Here n € C*°(R) is bounded from above an below by 0 <7 <1 and

1
o) {1,|<|<27r,

0,[¢] > %7‘(.

Hence for every fixed z € R we have supp(Qp(z,-)n") C [-3%,3%] C [-F, F].

Thus, the 2T periodic extension Q%(z,) of Qp(z,-)n" can be expressed in a
Fourier series:

(2,0 = chﬁh(z)eiéjh with ¢;n(z) = ; " Qp(z,¢) St dc .
JET Tz
This yields
1 o )
(Bu)(z) = —,—/(ch,h(z)ezgh)ﬂ(g)ezcz ¢
2m Jr \igz

= chyh(z)u(z + jh).

JEZ

Thus the operator B is approximated by a (in general non—finite) difference
operator. Hence the second approximation step is to truncate the Fourier series.
This yields a finite difference operator. Let us consider a simple example, related
to the SRHO, in order to point out possible difficulties of this approach. Let
Qp5(¢) :=1—(? be the symbol of B =1+ 92 and let

Qr(C) = x-1,17(O)V1—¢%.
Thus Qg is the real part of \/Qp = 5. Since supp(Q2r) = [~1,1] it holds for
all0<h< %
Q) = ()R = (0,

4An asymptotic approximation technique for the Schrédinger equation, named after the
physicists Wentzel, Kramers and Brillouin. See § 3.5 for the basic concept of it.
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for all ¢ € [-7, %]. Hence we can compute the Fourier coefficients c;;, of Qf
without specifying the truncation function n. We get (with Maplel)

] =

BesselJ1(jh) ..
+ Z esselJy (j )ezﬁjh-

20 = oF
) J
jez\{o}
Here BesselJ; denotes the Bessel function of first kind first order (cf. [51]). To
get a finite difference approximation we have to truncate the series. To this end
we define for N € N

N .

h BesselJi (jh) s

N = My 3 BesehGh) o
4 : 27
0#j=—N
Thus, the corresponding PDO is
h Y. Bessel] (jh)
h,N o e 1 .
(RN u)(z) = 1 u(z) + y g N72j u(z + jh).

J==

Since BesselJ; (z) — 0 as  — 0 it follows for all continuous u

: h,N _
}1L1_>n10(R u)(z) = 0.
Hence N and h have to be coupled in the right way in order to get the correct
limit as h — 0. This makes it even more difficult to use this approach, beside
computing the operator symbol.

An alternative procedure to derive an approximate solution to the OWWE
is to replace v/A by a formal Taylor or Padé approximation (see [14] for further
references). This leads to so called (wide) angle parabolic equations, which are
(ordinary) partial differential equations. In the case of first order Taylor ap-
proximation one gets an equation of Schrodinger type. How the approximation
error can be quantified in not yet clear to the author.

Another strategy to discretize the OWWE may be based on a discretization
of A. This means one firstly approximate A by a suitable finite difference
AP which yields a second order system of ordinary differential equations for
the Helmholtz equation. Afterwards one determines a square root of the finite
difference operator, which is in general a non-local difference operator, i.e. it
has an unbounded numerical stencil. Since the factorization of the discrete
Helmholtz equation is analogue to the continuous case, we only have to replace
VA by VAP in the OWWE. This yields a (probably infinite) system of ordinary
differential equations. Let us consider this approach for the partial differential
operator A = 9% + ¢?, with a fixed positive constant c. Furthermore let the
difference operator A" := D? + ¢? be a discretization of A with the central
second difference. The identity

u(z+h) —2u(z) + u(z — h) 2+ei

h? N V2T /
4 2 .
Y= / 8 gcyeics g

a(¢)e’* d¢
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yields
(VAu)(2) — (VAPu)(2)
= \/ﬁ/ <1/ CQ sin (4 )) (C)eigz d§

(32
_. » iCz
v /RA(h,C)u(C)e dc .

At the crucial points (y = %c it holds

. A(h,%c) c?
Iim ——— = ———,
h—0  c2h 2V/3
while
m2d 1<
h—0 (3h? 24 — 2

holds for ¢ € R\{%c}. Hence if £¢ ¢ supp(u), then the difference is of or-
der O(h?). Otherwise the order reduces to O(h), especially for functions @
“strongly” located at +ec.

The problem of order reduction can be fixed by using the difference operator

sin®(c2)

Ar = DZJr
(5)?

We get for all ( € R:

i 2O Ly oy

h—0 24
Hence §(h, () := % is a bounded function and for v € H?(R) it holds

[F7HA + ¢ ER28(h, O Ful 2

[ A=V,

IN

P8R, Ol (L +¢*) 22 < ch® fulls.

This uniform estimate is due to the fact that the symbol of the difference oper-
ator coincide with the symbol of the differential operator at the crucial points
¢ = +c. Thus, this last procedure (choose a discretization of 92 and then
compute the square root) is also not a reliable method with respect to the ex-
pected convergence order, as we have seen in the very simple case of a constant
potential.

Due to the described problems of the different approaches we want to derive
an approximation of v/A directly from the operator itself. Therefore we first have
to find a way to compute v/A. In the application we have in mind (OWWE)
the operator A is self-adjoint. Hence /A is defined via functional calculus.
Thus, we shall discuss in §10.3 a non standard approach (this means an ansatz
which does not use the theory of Banach algebras) for the functional calculus of
self-adjoint operators. It seems to be well suited for numerical considerations.
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10.3 Functions of self-adjoint operators

The following subsections are revised lecture notes of a short course the au-
thor taught at the Wissenschaftskolleg Differential Equations® Summer Camp
in 2007.

The aim of this section is the proof of a spectral theorem for self-adjoint
operators on a separable Hilbert space. We reproduce an approach from [71],
especially §10.3.5 is very close to the textbook. The underlying idea is as
follows. Let the continuous function f: R — R be in L!(R), such that its
Fourier transformation

fy = —= [ 1@ a

is in L'(R) too. Then for any a € R we can evaluate f at x = a by the formula

1 N 1at
f) = —= [ Foyear

The oscillatory part of the integrand
ut) = et
is the unique solution of the initial value problem
u = iau(t), u(0) = 1.

Now assume that A € R4 is a real valued, self-adjoint matrix and let U(t) be
the unique solution of the IVP

U, = iAU(t), U(0) = Id. (10.19)

Here Id denotes the identity matrix on R4*¢. Since A is self-adjoint, there

exists an orthogonal matrix @ (cf. [19, 7]), such that

A = Q'AQ.
The diagonal matrix A = diag(\1,. .., \q) contains the eigenvalues of A, which
are real. Hence it holds for all t € R
Ult) = Q*exp(iAt)Q = Q*diag(e™?,...,eM)Q.

Since Ap, ..., \q are real, U(¢) is unitary for all ¢ € R. Thus the integrals

1 - .
E/Rf(t) exp(iA;t) dt

are well defined for j =1,...,d and it follows

1 Iy * 1 iy .
Nor / fR)U(t)dt = N / f(t) exp(iAt) dtQ (10.20)
= Q@ diag(f(M),..., f(Aa)@Q. (10.21)

5A PhD program of the Vienna University of Technology and the University of Vienna.
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The right-hand side of (10.21) is nothing but f(A) as discussed in [34] §6.2.
Hence the left hand side of (10.20) yields a way to compute f(A) without
diagonalizing the matrix A, provided one can solve (10.19). As a next step one
can generalize this ansatz to bounded, self-adjoint operators. It turns out that
the main property for the approach to work is that U (¢) is a “continuous” family
of unitary operators. By Stone’s Theorem 10.3.7 any self-adjoint operator is
the generator of a Cj group of unitary operators. Thus it is not surprising that
one can extend the ideas to general self-adjoint operators.

In §10.3.1 we give a short introduction into the theory of semigroups in order
to explain Stone’s Theorem 10.3.7, which is stated without a proof. Before we
can start to prove the spectral theorem in § 10.3.5 we need some technical results
about distributions which are collected in § 10.3.2. Furthermore we shall prove a
version of Riesz—representation theorem in §10.3.3 and in § 10.3.4 we shall show
that the test—functions are dense in any LP space (1 < p < 00) corresponding
to a Borel measure on an open subset of R™. These two results are also crucial
parts of the proof of the spectral theorem.

10.3.1 Semigroups of Linear Operators

The main part of this section is based on [62].

Let A € R™*" be a quadratic matrix and for t € R let T'() := e*. Then the
unique solution of the initial value problem v’ = Au, u(0) = up € R™ is given
by u(t) = T(t)ug. The same argument holds, if A is a bounded operator on an
arbitrary Banach Space. On the other hand one can derive the operator A from
the family 7'(¢) by the formula

Tt)—1
lim L = A. (10.22)
t10 t

The theory of semigroups investigates and generalize these concepts.
In the following let (X, || - ||) be a Banach space and denote by R (RJ) the
positive real axis excluded (included) zero.

Definition 10.3.1. A set of bounded linear operators {T(t)}teRj on X is called
a strongly continuous semigroup of bounded linear operators (or simply Cy
semigroup ) if

(i) T(0) =1 (the identity operator on X )

(ii) V5,6 >0: T(s+1t)=T(s)T(t) (semigroup property)

(ili) Ve X: limyoT(t)zr = =x.
If (ii) 4s valid for all s,t € R and (iii) could be replaced by limy_,o T (t)x = x,
then T(t) is called a Cy group.

Equation (10.22) motivates the following Definition 10.3.2 of a linear Opera-
tor. As the Example 10.3.6 (see p. 217) shows, this operator is in general not
bounded, even if we consider a Cy group of unitary operators.

Definition 10.3.2. Let T'(t) be a Cy semigroup. The linear operator A defined
by

D(A) = {x eX
t10 10

lim % ea:ists} , Az =lim % ,
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is called the infinitesimal generator of the semigroup T'(t). D(A) is called the
domain of A.

In the case of a bounded operator A the norm of the semigroup 7T'(¢) is bounded
by ellAlt. A similar equation holds for a Cy semigroup.

Proposition 10.3.3. Let T'(t) be a Cy semigroup. There exist real constants
w >0 and M > 1, such that

IT@) < Mewt (10.23)
for all t € RS‘.

Proof. There exists an n > 0 such that ||T(¢)]] is bounded for 0 < ¢ < 5. If
this claim is false, then there exists a sequence of positive t, — 0, such that
| T(t,)|| > n. Thus, by the resonance theorem®, there exists an x € X such that
|7 (t5)x| is unbounded in contradiction to property (iii) of Definition 10.3.1.
Hence, ||T(t)|| < M for 0 <t <n. M > 1 is true because T'(0) is equal to I.
Define w :=n~!In M > 0. For t > 0 one computes

1T = T (nn+0)|| = IT(m)"T©)|| < MM™ = Me*™ < Me™"
with 0 < <. [l

Corollary 10.3.4. For every fited x € X the assignment t — T(t)x is a
continuous map from RSF ito X.

Proof. Let t >s>0,t—s=9.

Tz~ T(s)z| = |TET@)z—a)| < M |T(6)e—a| =20

Analogue for s >t > 0. O

The next Proposition 10.3.5 contains the main properties of Cy semigroups.

Proposition 10.3.5. Let T(t) be a Cy semigroup on X and let A be its in-
finitesimal generator. Then it holds:

(i) For z € X it holds

t+h
S
%1—>H10E/t T(s)xds = T(t)z.

(i) For x € X it holds fot T(s)zds € D(A) and

A(/OtT(s)xds) = Tt —z.

(iii) For x € D(A) it holds T'(t)x € D(A) and

d
STt = AT(t)e = T()Av.

6see [74] p. 69: Let X Banach space, Y normed space and {T, € L(X,Y)|a € A} be a
family of bounded linear operators. The set {||T4|||a € A} is bounded, if {||Taz|/|a € A} is
bounded for all z € X.
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(iv) For x € D(A)
t t
Tt)x —T(s)z = / T(r)Azdr = / AT (1)x dT .

Proof. (i) follows from the continuity of t — T'(t)x, see Corollary 10.3.47.
(ii) Let h > 0, then

0=t [ reds = 4 [ (@0t he =T ds

t+h h
= %/h T(s)zds%/o T(s)xds .

If h | 0, then the right-hand side tends to T'(t)z — x. Thus, by definition of A,
the left-hand side tends to Afot T(s)x ds.
(iii) Let h > 0, then

—T(hh)_IT(t)x = 7T(t+h,2_T(t)x = T(t)—T(hh)_Iac h=9 T(t)Ax .
Thus limy 0 %T(t)x exists and we get AT (t)x = T(t)Azx. Especially it
holds T'(t)x € D(A). The middle term also converges to %T(t)x which proves
(iii) for the right derivative. To show the same equation for the left derivative

one calculates (¢t > 0)

Tt)x—Tt—-hz (1) Az

h
= T(t—h) <% - Az> + (T(t — h) Az — T(t) Ax) .

The first term of the right-hand side tends to 0 as h — 0, since T'(t — h) is
bounded (see Theorem 10.3.3), x € D(A), and A is the infinitesimal generator
of the Cy semigroup (see Definition 10.3.2). By the strong continuity of T'(¢)
(property (iii) of Definition 10.3.1) also the second term tends to zero.

(iv) Integrate (iii). O

Point (iii) states that T'(t) maps X to D(A) and is (Frechet-) differentiable with
derivative A. This leads to an existence-result for the solution of the abstract
initial-value problem (¢ > 0)

—u(t) = Au, u(0) =up € X,

if A is the infinitesimal generator of a Cy semigroup.

Example 10.3.6. One interesting example is the group of translations in X =
LP(R), 1 <p < 400 see [9] p. 302. Foru € LP(R) define T(t)u by

Ttu(z) = wu(z+t) ae inR.

It follows Immediately that ||T(t)u|| ey = [|ullrrm), i.e. T(t) is a bounded
operator for all t € R. Moreover the properties (i) and (ii) from Definition

L [ () ds—T(0)x]| = ||+ [T (s)x —T(t)z) ds|| < supyeio p) |T(t+s)z—T(t)z]|
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10.3.1 obviously are fulfilled. In order to show that T(t) is a Cy semigroup
it remains to prove the strong continuity. If ¢ is a continuous function with
compact support, i.e. ¢ € C.(R) we haved:

t—0

IT(£)6 — dll Loy < (A(supp §))7 sup |¢(z + t) — ¢(z)] =3 0.

zeR

Because C.(R) is dense in LP(R), see [66] p. 69, there exists for a given f €
LP(R) a g € C(R) such that || f — gllrw) < 5. It follows

1@ f=fIl < ITOG =9I+ |1f =gl +T(t)g —gl| -
—_— —— ~—

=lf-gll<s <

wlo

<£ (k1)
The infinitesimal operator of the Coy group T (t) is given by (¢ suitable)

t—0 t t—0 t dx
For a more rigorous discussion see [9] p. 311.

The above example shows that unbounded operators can generate a group of
bounded or even isometric operators. A full characterization of the infinitesimal-
generator of a Cj group of unitary operators on a Hilbert-space is given by

Theorem 10.3.7. (Stone)
A is the infinitesimal generator of a Cy group of unitary operators on a Hilbert
space H if and only if iA is self-adjoint.

Proof. See e.g. [62] p.41. O

Once again consider the translation group 7'(t) on the complex Hilbert—space
L?(R). We have seen that the infinitesimal-generator is given by <. An easy
calculation shows, that the operator ¢4 := i% is self-adjoint. Hence by Stones
Theorem T'(t) is a Cy group of unitary operators.

Remark 10.3.8. Let X be a Hilbert space with the inner product (-,-) and
let U(t) be a Co-group of unitary operators with infinitesimal generator iA.
Furthermore let v,w € H, with v € D(A). Since the sequence (U(h) —Id)v —
1Av in H, we get for h,t € R:

5 LU+ h)o,w) = (U(H)o, w)]

= (+(U(h) —1d)v,U(t)"w) h=9 (1Av, U(t)*w) = (GAU(t)v,w).
Hence the map t — (U(t)v,w) is continuously differentiable for allt € R and it
holds (U (t)v,w) = (iAU (t)v, w).

10.3.2 Distributions

We refer to [1, 10] for a more detailed discussion. Let €@ C R™ be an open set
and let D(Q) be the set of test functions on Q. Le. f: Q — R is an element of
D(Q) if and only if f € C>°(Q2) and supp(f) is compact.

8Here A denotes the Lebesgue measure.
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Definition 10.3.9. A sequence (¢, )nen of elements from D() converges to
¢ € D(Q) if and only if the following conditions are satisfied:

(i) there exists a compact set K C Q such that supp ¢, C K for all n € N,
ii) for all multi—indices o € N[}, the sequence (D¢ ¢p)nen converges to D
0 T
uniformly on K.

With D’(€2) we denote the space of linear functionals on D(£2) which are point-
wise continuous with respect to the convergence concept from Definition 10.3.9.
The elements of D’(§2) are called distributions. The application of a distribution
T € D'(Q) on a test function ¢ € D(Q) is denoted by T(¢) =< T, ¢ >.

Definition 10.3.10. A sequence of distributions (T),)nen converges to the dis-
tribution T, if for every ¢ € D(Q)

<T,—-T,¢>— 0 in C, when n — oo.

Let L be a continuous linear operator on D(2) and L* its adjoint with respect
to the L2-scalar product®.
Definition 10.3.11. Let T' € D'(Q) and L as above. Then LT € D'() is
pointwise defined by
(LT)(¢) = <LT,¢>:= <T,L"¢p> .

That the extension of L is well defined is left to the reader. Some examples:

(i) Let « € N and D> = (%)a as above. The adjoint operator of D¢ is

(—=1)*D®, this means

DT(¢p) = <DT,p>=<T,(-1)*D% > .

(ii) Let @ = R™, ¢ € D(Q) and let Lo(x) = [, ¥(z — y)d(y) dy be the
convolution With 1/1 The adjoint operator of L is given by the formula
L*p(x) = [on ¥( )¢(y) dy. Denote R(¢)(x) = (—x), then

(1/1*T>(¢) =<YxT, 0> = <T,R(¢)*¢> .

Another important tool is the Fourier transformation. For a Schwartz function
0 € S(R™) (cf. [1, p.219f], [65]'°) we define

p6) = —L, / n@(x)eﬂf% dx . (10.24)

(2m) 3

The Fourier transformation is an isomorphism of S(R™) to S(R™) and continuous
with respect to the convergence concept from Definition 10.3.13.
Since any function in f € S(R™) defines a distribution T by

<To> = [ f@)é@)de, (10.25)
Rn

it is natural to define the Fourier transformation of a distribution 7" by'!
(T,¢) = (T,9). (10.26)
Another important fact is, that the set of test functions!'? is dense in D’(R").

O ¢, ¢ € D(Q): (L) = [o(Lo)Pda = [ ¢(L*P)dw = (¢, L*4).

10Tn both books the Schwartz functions are called ”Rapidly decreasing functions“.

—~ ~ .T ~
N Ty 6 >= fyn fode = g [y fun f(@)6)e™ ™V dyda = fgn fody =< Tp 6 >
2one identifies ¢ € D(R™) with the distribution T,
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The following Proposition 10.3.12 is from [53, p.147].

Proposition 10.3.12. Let T € D'(R™) and ¢ € D(R™). Then there exists a
function t € C°(R™) such that for all ¢ € D(R™)

<pro> = [ oy,

If further [g. pdy =1, then e« T — T in D'(R"™) as e = 0 and the function
e is defined by pe(r) = Zrp(L).

The proof shows that that t(y) = T'(e(y — -)).

Of course the Schwartz functions are not the only objects which define a dis-
tribution by (10.25). By the same construction one can define distributions for
f € L*™(Q) for example. Also any Borel measure  on R” defines a distribution
(on 2 =R") via

ulg) = /nﬂﬁdu-

The reverse is true for nonnegative distributions, cf. Corollary 10.3.16. This
means that for a nonnegative distribution 7" there exists a measure p such that

T(¢) = pdp .
R’n

holds for all ¢ € D(Q2). Corollary 10.3.16 is related to the Riesz’ representation
theorem (cf. [16], VIII§2).

On the set of Schwartz functions S(R™) on can establish a convergence con-
cept similar to those of the test function.

Definition 10.3.13. A sequence (¢n)nen of elements from S(R) converges to
¢ € S(R™) if and only if for all multi indices o, 8 € N§

lim 2*DP%¢;(x) = 0 uniformly on R.

Jj—o0
The dual space of the Schwartz functions (with respect to the convergence con-
cept from Definition 10.3.13) is denoted by S’(R™). Its elements are called
tempered distributions.

10.3.3 A variant of Riesz’ representation theorem

Let Q@ € R? be a non empty open set. By C.(€2) we denote the space of
continuous functions f: & — R which have compact support. In this section
we prove a variant of Riesz’ representation theorem for positive linear forms
I:V — R, with a suitable function space V' C C.(€). The main result is
Proposition 10.3.15.

Let us fix some notations and recall some definitions.

Notation. We denote by B(Q)) the Borel oc—algebra of Q, i.e. the o—algebra
generated by the open sets of Q (cf. [16, p.310] ).

By K(2) we denote the set of all compact subsets of Q. Further we denote
the characteristic function of a set A by xa. L. e. xala =1 and xa|a- = 0.
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A measure p: B(Q) — [0, 00] is called a Borel measure, if and only if u is locally
finite. L. e. for every x € () there exists an open neighborhood U C 2, such that
w(U) < oo.

Remark 10.3.14. Since Q) is locally compact, a measure p is locally finite, if
and only if W(K) < oo for all K € K(2) (see [16, Folgerung 1.2 c), p.331)).
Hence any Borel measure on €2 has this property.

Let A D B(Q2) be a o—algebra on Q. A corresponding measure p: A — [0, 00] is
called inner regular, if and only if for all A € A

w(A) = supu(K)|K CA, KeK(Q).
If additionally for all A € A
w(A) = inf{u(U)|ACU, UCQopen},

then p is called a regular measure. An inner regular Borel measure is called a
Radon measure (see [16, p.310]).

Proposition 10.3.15. Let V be a subspace of C.(2) such that D(2) C V.
Furthermore, let I: V — R be a nonnegative linear form, i.e. for all f € V
with f > 0 4t holds I(f) > 0. Then there exists a unique Radon measure p on
Q, such that

I(f) = Qfdu (10.27)

holds for all f € V.

In reference [16] different versions of Riesz’ representation theorem are given.
Most of the theorems are formulated for 2 to be a locally compact or complete
regular Hausdorff space. Hence from this point of view Proposition 10.3.15
is a special case of the results from the textbook, since we restrict ourself to
open subsets of R™. Due to the general setting of Q in [16], there exist no
test functions and hence all theorems treat linear forms I: V — K, with!?
V = C.(2),Cp(£2),C(£2). Thus our restriction to a subspace V' C C.(£2) which
contains the test functions is a refinement of the results from [16] for the special
choice of Q.
A direct consequence of Proposition 10.3.15 is

Corollary 10.3.16. Let Q C R” be open. A nonnegative distribution'* T €

D'(R2) is a Radon measure. I.e. there exists a unique Radon measure p1 on €2,
such that for all ¢ € D(Q)

T(p) = /Qsodu-

BHere Co(2) denotes the space of continuous functions f: Q@ — K which vanish at the
boundary of ©, i.e. V f € Co(Q2) Ve > 03 K C Q compact: |f\|Q\K <e.

T positive < Vo € D(Q), ¢ >0: <T,p>>0
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Example. Let A € R and let T = §x € D(R)' be the Delta—distribution with pole
in X. Obviously T is a nonnegative distribution. Hence, by Corollary 10.3.16
exists a unique measure pi, such that T(¢) = [5 ¢ du for all ¢ € D(R). As
discussed in Example 10.3.22 it holds for all A € B(R):

1, e A,
pd) = {0, else.

As we have seen, nonnegative distributions can be identified with Radon mea-
sures. The same result holds for nonnegative tempered distributions.

Corollary 10.3.17. Let W = S(R™) be the space of rapidly decreasing functions
(Schwartz functions) and let T: W — C be a nonnegative tempered distribution.
Le. forall f € W with f > 0 it holds T(f) > 0. Then there exists one and
only one Radon measure i on R, such that

T(f) = /Qfdu (10.28)

holds for all f € W. Furthermore the measure p coincides with the Radon
measure from Corollary 10.3.16, if we set ) = R".

Proof. We restrict T to the subspace V' := D(R™). By Proposition 10.3.15 exists
a unique Radon measure p on R™, such that T'(p) = fRn @ dp holds for all test
functions ¢ € V.

Let f € S(R™). By [65, Theorem 7.10, p.189] the test functions are dense
in S(R™). Hence there exists a sequence {f,} in V such that f, — f in S(R™).
Further the proof of [65, Theorem 7.10] shows, that we can use the sequence

hw) = fe(2)es@,

with ¢ € D(R™), such that 0 < ¢ < 1 and"® ¢|p, (o) = 1. If we decompose
fn in its positive and negative part, i.e. f, = f;I — f., we find that fF are
monotonously increasing. By definition the tempered distribution 7" is continu-
ous, which yields

n— 00 n— 00 n

T(f) = lim T(f,) = lim A fndu.

Due to the Monotone convergence theorem of Levi (see [16] p.124) we can in-
terchange the limit and integration. I.e..

lim fndpy = lim fFdp— lim fn du
n—o0 [pn n—oo Jpn n—o0 Jpn
= / lim £, du—/ lim f, du.
Rn MO0 Rn N0
Since lim,, fff — f* we are done. O

5Here B1(0) denotes the unit ball in R".



10.3. FUNCTIONS OF SELF-ADJOINT OPERATORS 223

Proof of Proposition 10.3.15

In order to prove Proposition 10.3.15 we mimic the proof of Darstellungssatz von
Riesz [16, VIII§2, p.331ff]. The crucial property of the space D(f2) is Lemma
10.3.19, i.e. that the characteristic functions of compact sets can be ”well“
approximated by test functions. In order to prove this we need Lemma 10.3.18
and hence shall start with it.

Let g: R — R be piecewise defined by

o) = {7 0<a
- 0 ,z<0
From [23, p.229f] we know that g is arbitrarily often differentiable. Hence
g —F e Ta? 1
g(x) = gl@)gl—z) = { ¢ 7€ ,0<z<
0 ; else

is in C*°(R), strictly positive in the interval (0,1) and zero at R\ (0, 1). Let
c(x) = / e~ Fe T ds. (10.29)
0

Obviously it holds ¢ € C*°([0, 1]), ¢(0) = 0 and ¢ is strictly monotone increasing
on the interval [0, 1].

Lemma 10.3.18. The piecewise defined function'®

0, <0
cuty(x) = EET;, 0<z<l1
1 1<z

is in C*°(R), nonnegative and bounded from above by 1.

Proof. Since it is ¢ > 0 for > 0, the function cut; is well defined. Obviously
it holds, that cut) coincides with %1) on R\{0, 1}. Thus we have to show, that

cuty is continuously differentiable at x = 0, 1.

(i) Let # < 1. Then it holds

cuty(x) —cut(0) ;{Ez”l)) ,0<x
r—0 B 0 ,z<0

By L’Hépital’s rule (cf. [23]) we deduce from the definition of ¢ (10.29)
that lim,_. Cf) = 0. This yields the differentiability at z = 0.

(ii) Let > 0. Then it holds

cuty (z) — cutq (1) { ( ()) S
- e(x) 4
r—1 Ty, 0<z <1
Again we use L’Hopital’s rule and find
c(z)
‘1 _ .

51 (z—1)

Hence cut; is differentiable at z = 1.

16Thanks to Dominik Stiirzer and Jan Sprenger.
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O

The next Lemma 10.3.19 is the essential property of the space of test functions
D(§). It states that characteristic functions of compact subsets of  can be
quite good approximated by test functions.

Lemma 10.3.19. Let Q C R™ open and let K C § be compact and let U C €2 be
an open neighborhood'” of K. Then there exists a function p € C°(Q) = D(Q),
such that ¢|r =1 and supp(p) C U, i.e. plo\v = 0.

Proof. We mimic the proof of [16, 2.1 Lemma, p.327] .
Since U is open, there exists for every x € K a radius r, > 0, such that the
open Ball

B () = {yeQlllz—yll <r:}

with center at = and radius r, is a subset of U (cf. [31]). Hence the function
(cf. Lemma 10.3.18 for definition of cuty)

pal) = cuns (2 (%= -1}

has compact support supp(p,) = Ba,, (r) C U and it holds ¢.|p, (2 = 1.
3re

Since the map y — [y — z| is C°(R™\{0}), we further deduce that ¢, €

C&(R™). Let Vi := By, (x). Since K is compact, there are finitely many

21,...,%Tm, such that K C U;n Ve,. Hence the function ¢ = Zm @z, is of

class C2°(R™) and it holds |, > 1 and supp(¢) C U. The support of § is
compact and hence it holds @ € D(2). Thus we can set ¢ = cuty(p). O

Lemma 10.3.20. Let the assumptions of Proposition 10.3.15 hold. We define
for all compact subsets K C €)

po(K) = wf{I(f)| feV, f>xx}. (10.30)
It holds:
(i) 0 < po(K) < po(L) < 0o for all K, L € K(S) with K C L.
(i) po(K U L) < po(K) + po(L) for all K, L € K(S).
(if) po(K UL) = po(K) + po(L) for all K, L € K(Q) with if KN L = 0.
)

(iv) For every K € K() and € > 0 exists an open neighborhood U of K, such
that for all compact L C U it holds

po(L) < po(K) + €.

Proof. The following proof is a (free) translation of the proof of [16, 2.2 Lemma,
p.327f]. We only replace C. by V or D(2) and add some calculations and
comments.

7We consider the topology induced by the euclidean norm on R™.
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(i): By Lemma 10.3.19 there exists a function f € D(Q), such that f > xr.
Obviously it holds xyx < xr, which yields

0 # Sp = {pcV|f>2xt} C {eeV|f>xk} = Sk
Since I is nonnegative we get
0 < po(K) = inf{I(f)| feSk} < mf{I(f)]fesSL} = nm(K).

(ii): Now let f,g € V with f > xk, g > xr. Hence it is f+ ¢ € V and it
holds f + g > xxur. This yields

WKUL) < I(f+g) = I(f) + I(g).

Passing to the infimum at the right—hand side yields (ii).

(iii): Due to (ii) we only have to show ”">¢. Let h € D(Q), such that
h > xxur. The set U := Q\L is an open neighborhood of K. By Lemma
10.3.19 there exists a function ¢ € D(Q), such that 0 < ¢ < 1, p|x = 1,
¢lowu=r = 0. Thus the functions f := he and g := h(1 — ) are of class
D(2) C V and it holds

f>xx, g>xr and f+g = h.
This yields

I(h) = I(f) + I(9) > po(K) + po(L).

Hence it holds po(K U L) > po(K) + po(L).

(iv): Let K € K(2). By Lemma 10.3.19 there exists a function f € D(Q)
with f > xx. Hence po(K) is well defined and there exists a sequence {f,} in
D(02) C V, such that po(K) = lim,,— o I(fn). Thus for every § > 0 there exists a
function f € V, such that I(f) < po(K) + 6. Theset U := {x € Q| f(z) > ﬁ}
is an open neighborhood of K. For every compact L C U it holds (140)f > x1,
which yields

po(L) < (A+0)I(f) < (1+0)(po(K)+9).
If we choose ¢, such that §(uo(K)+d+1) < e, we get (iv). O

Lemma 10.3.21. Let the assumptions of Lemma 10.3.20 hold and let py be
defined by (10.30). There exists one and only one continuation of jg to an
inner regular measure p: B(2) — [0,00]. Further it holds for all A € B(Q):

w(A) = sup{uo(K)| K C A, K eK(Q)}. (10.31)

Proof. Due to Lemma 10.3.20 we can apply [16, 2.3 Lemma, p.328]. This yields
the requirements for [16, 2.4 Fortsetzungssatz, p.329], which finishes the proof.
O

Example 10.3.22. Let V = D(R) and let I = 6x € D(R) be the Delta-
distribution with pole in A € R. For K € K(R) we get

po(K) = inf{f()\)‘fEV, [>xKk} = { (I)ZASSf,
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Now let A € B(R). We remark that the set {\} is compact. Thus if X € A there
exists a K € K(R) with A € K C A. Hence by Lemma 10.3.21 it holds

1A€A,

n(A) = sup{uo(K)| K C A K € K(Q)} = {0, else.

Now we can prove Proposition 10.3.15.

Proof of Proposition 10.3.15

We mimic the proof of [16, 2.4 Fortsetzungssatz, p.332f].

Uniqueness of p is one to one as in the proof of [16, 2.4 Fortsetzungssatz, p.

332f]. One only has to replace ” X” by 7Q“ 7 C.(X)” by ”V” and "Lemma 2.1
by ”Lemma 10.3.19¢.

Ezistence: The measure p is defined by (10.31) of Lemma 10.3.21. Hence

1 is an inner regular measure. Since R™ is locally compact (cf. [66, p.36]), the
same holds for Q. As in [16, p.332] we find that u is locally finite and hence a
Radon measure. It remains to prove (10.27).

(i) We prove: V f € V with f >0 it holds I(f) > [, f dp.

To prove the claim we also have to verify the existence of the integral.
Since f is continuous, it is Borel measurable (cf. [16, 1.4 Korollar, p.86]).
Hence there exists a sequence of step functions {u,}, such that u,, * f
(cf. [16, 4.13 Satz, p.108]). Since the integral [, f du is defined by the
limit of the integrals of these step functions (and of any other sequence
with the same convergence property), we shall derive the claimed estimate
for these u,. To be more precise we shall prove that I(f) > fQ v dp holds
for all nonnegative step functions with f > v. The function v is given by

n
vo= g aj XA; -
J=1

The numbers a; are positive and the sets A1, ..., A, € B(Q) are disjoint.
Due to v < f it holds Ay,..., A, C supp(f). Since supp(f) is compact,
Lemma 10.3.20 yields

VK € K(Q), K Csupp(f): 0 < pu(K) < p(supp f) < oo.

Thus by definition of p (cf. (10.31)) w(A;) is finite for all j = 1,...,n.
Hence for prescribed 0 < ¢ < min(ay,...,a,) there exist compact K; C
A;j, such that pu(A;) —e < pu(Kj) (j = 1,...,m). The disjoint compact
sets K, ..., K, have disjoint open neighborhoods Uy, ...,U,. Since f is
continuous the set O; := {x € Q| f(z) > a; — ¢} is open. Further it holds
K; C Aj C O;. Hence we can choose U; such that U; C O; holds. By
Lemma 10.3.19 there exists a ¢; € D(2) such that xx, < ¢; < xy,. This
yields
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and hence
I(f) = I(g) = Z(aj e)l(p;) = Z(%_E)M(KJ)
> Y (05— ) u(A) <)
= /Qv dp — {—:Z(aj + 1(Aj) —e)

Since € > 0 can be arbitrarily small it follows I(f) > [, v dp.
We prove: V f € V with f > 0 it holds I(f) = [, f du.

Without restriction of generality we can assume 0 < f < 1. From [16,
p.3101]'® we get that for every e > 0 there exists a relative compact neigh-
borhood U of K := supp(f), such that u(U) < u(K) +e. By Lemma
10.3.19 there exists a function ¢ € D(Q2) C V such that xx < ¢ < xu.
Since ¢ — f € V is nonnegative, it follows from (i):

I)=I(f) = Ie—f) = /(@—f)du

Q

_ /Q@du_/gfdu. (10.32)

Let g € V, such that g > Xsupp(p)- Hence g — ¢ > 0, which yields
I(g) > I(y). Since supp(yp) is compact, we get from (10.30):

psupp(e)) = I(g) = Ip).
This yields with (10.32) and (i)

0 < 1N~ [ rau < I(so)—/Qsodu

< p(supp(p)) — p(K) < pU) — u(K) < e.
Since € > 0 is arbitrary, we have proven (ii).
Let f € V. Since f is continuous and has compact support, it holds

¢ = ;relgf(ac)>—oo.

If ¢ > 0, then nothing is to do, since f > 0 holds.

Let ¢ < 0. As in (ii) there exists a relative compact neighborhood U of
K := supp(f) and by Lemma 10.3.19 we get a function ¢ € D(2), such
that xx < ¢ < xuy. Hence the function g := f — cp € V is nonnegative.
Thus we get from (ii)

I(f) —cl(p) = I(g) = /diu = /Qfdu—c/gwdu-

Since ¢ € V is nonnegative, it holds I(p) = [, ¢ du, which yields I(f) =
Jo fdu.

8Here the crucial part is 1.2 Folgerung g).
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10.3.4 D(Q) is dense in LP(Q, B(2), 1)
In this section we proof the following result:

Proposition 10.3.23. Let Q2 C R"™ be open and let o be a Borel measure on
B(Q). Then D(Q) is dense in LP(Q, B(Q), p) for 1 < p < co.

In the sequel we use the notation LP(Q) for L (2, B(2), p).

Remark 10.3.24. Let ) = R and let p be the measure associated with the Delta-
distribution. Hence any function on R which is continuous on a neighborhood of
x = 0 is u integrable and its LP(2) norm is finite. One might get the impression
that LP(Q) is much larger than the standard LP space where u is the Lebesgue

~

measure. But LP(Q)) consists of equivalence classes and hence LP(Q) = R.
To prove Proposition 10.3.23 we need the following results.

Lemma 10.3.25. Let (X, A, 1) be a measure space. Then
Te = span{xa|A € A, u(4) < o}

is dense in LP(X, A, p) for 1 < p < oo. T, is the linear space of simple functions
which take only a finite number of different values and whose support has finite
measure, i.e. p({z € X|f(x)# 0}) < o0.

A proof can be found in [16, Satz 2.28, p.2401f] or in [66, Theorem 3.13, p.69].

Lemma 10.3.26. Let X be a locally compact Hausdorff space with countable
basis. Then any Borel measure on B(X) is regular and in particular a Radon
measure.

For a proof we refer to [16, 1.12 Korollar, p.316]. The next result, Lemma
10.3.27, is a special case of Lusin’s Theorem as stated in [66, Theorem 2.24,
p.55]. The theorem shows the close relation between Borel measurable and
continuous functions.

Lemma 10.3.27. Let X be a locally compact Hausdorff space with countable
basis and let p be a Borel measure on B(X). Further let f € T.. Then there
exists for every § > 0 a function ¢ € C.(X), such that

p({z € Qlf(@) #p(@)}) <6 and @l < [Iflloo-

Proof. By Lemma 10.3.26 p, is a regular Borel measure on B(X) and hence the
assumptions for Lusin’s Theorem (see [66, Theorem 2.24, p.55]) are fulfilled. O

Lemma 10.3.28. Let the assumptions of Proposition 10.3.23 hold. The space
C.(2) is dense in LP(Q) for 1 <p < co.

Proof. Let f € LP(Q) and let ¢ > 0. By Lemma 10.3.25 exists a h € T,
such that ||f — hl/z» < 5. Since R™ (with the Euclidean topology) is a locally
compact Hausdorff space with countable basis, the same holds for the topological
subspace ). Hence, by Lemma 10.3.27 there exists for every 6 > 0 a g € C.(£2),
such that

p(A) <6 with A:={z € Qlg(z) # h(z)} and [[gllec < [|P]loc -
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This yields
Ih=gl0 = [ k() - g(@)? de
Q

/ h(z) - g@)P de < (2[hl]=)? 5.
A

For § = (m)p we get

If =9gllr@) < IIf =hlle) + [1h=gllre) < e
Since ¢ is arbitrary, C.(Q2) is dense in L?(Q). O

Proof of Proposition 10.3.23

The following discussion is an adaption of the proof of [1, Lemma 2.18, p.29ff].
Let J € D(R™) be a nonnegative test function, such that J(z) = 0 holds

for all 2 € R with |z| > 1 and let [, J(x) dz = 1. For r > 0 we define the

nonnegative function J,.(x) :=r="J(). Obviously J, € D(R") and satisfies

(i) Jr(z) =0 for all z € R™ with |z| > 7.

(ii) fgn Jr(z)dz = 1.

Let € > 0 and let f € LP(€2). By Lemma 10.3.28 exists an h € C.(§2), such that
Ilf = hllzr) < §. Since h has compact support in €2, there exists an R > 0,
such that for all 0 < r < R the function g, := J,. * h € C.(Q). Furthermore
gr € C*(R™) [1]. Hence g, € D(2). We compute (using [, Jr(z) dz = 1)

o) =@ = | [ o) (bi) — hG0)
- ‘ /|z_y|<r Jr(z —y) (h(y) — h(z)) dy‘

sup [h(y) — h(z)].

ly—z|<r

IN

Since h is continuous and has compact support, it is uniformly continuous on
the whole domain . Hence for every § > 0 exists an 0 < r5 < R, such that for
all z € Q

sup |h(y) —h(z)] < ¢
ly—=z[<rs
For 0 < r < R let K, := supp(g,) Usupp(h). Both functions have compact
support in Q. Hence Krp C 2 is compact and thus has finite measure (see
Lemma 10.3.20). Due to definition of g,, supp(g,) C supp(gr) for all 0 < r < R.
Hence u(K,) < u(Kg) < oo for all 0 < r < R. This yields

I =Wy < [ 1) = bl du < u(K) o7

s

If u(KRr) = 0 we can choose an arbitrary 0. Otherwise set § = §

If = grsllry < Ilf = Pllr@) + 1= grsllir@) < €.
Since € > 0 and f are arbitrary D(2), is dense in LP(£2).
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10.3.5 A spectral theorem

This part is very close to [71, p.75ff]. We only added some comments and
computations and slightly changed the notation. A further difference is the
order of argumentation. We start with Stone’s theorem (cf. Proposition 10.3.7)
and use it to directly derive the functional calculus for (unbounded) self-adjoint
operators. In contrast, in [71] the author first derives the functional calculus
for bounded self-adjoint operators, extend it to bounded normal operators and
finally derives with Neumann’s unitary trick the calculus for unbounded self-
adjoint operators. From this he derives Stone’s theorem. Nevertheless, the
following discussion is analogue to the first step from [71], which is the derivation
of the functional calculus of bounded self-adjoint operators.

Let A be a self-adjoint operator on a separable Hilbert space H. By Stone’s
theorem (cf. Proposition 10.3.7) A is the infinitesimal generator of a unitary
Cy group U(t) on H which satisfies (¢t € R)

d ,
ZU) = AU,  U0)=1.

For a given v € H the closed linear subspace H, := span{U (¢t)v|t € R} is called
the cyclic space generated by v. The vector v is called cyclic vector of a subspace
V, if and only if H, = V.

Example. Let v be a normed eigenvector of A corresponding to the eigenvalue
A. Hence v lies in the domain of A and by Proposition 10.3.5 the function
P(t) :==U(t)v solves the IVP

G = Ay = UM)Av = iNU(t)o = i\,
P(0) = wv.

Thus ¥(t) = e*v and H, is the one dimensional subspace spanned by v. From
time to time we shall consider this setting during the course of argumentation.

Further we can write H = H, ® H- (cf. [31]). Here H; is the orthogonal
complement of H, with respect to the Hilbert space structure of H. Let w € H;}-
and let (+,-) be the scalar product on H. Then it holds for all w € H, and all
teR

Ut)w,u) = (w,U)*u) = (w,U(—t)u).

Since u is an element of H,, the same holds for the vector U(—t)u. This yields
(U(t)w,u) = 0. Hence U(t)w € H;-, which means that the orthogonal comple-

v

ment of H, is invariant under U (t).

Lemma 10.3.29. H is the closure of an orthogonal direct sum of countable
many cyclic subspaces.

Proof. Let {w;}jen be a countable, dense subset of H. Set v1 = wy and Hy =
H,,. If Hy # H, let P; be an orthogonal projection of H onto Hi- and j € N the
lowest index with Pyw; # 0. Set v = Pyw; and define Hy = H,,. Continue. [

Due to Lemma 10.3.29 we shall restrict our discussion to a cyclic subspace H,
of H with cyclic vector v. Since H, is closed, it is (as H) a separable Hilbert
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space. Hence we directly could have started with a Hilbert space, having a cyclic
vector and thus (to simplify notation) we write H instead of H,. Furthermore,
we define for all t € R

v,v) . (10.33)

Example. For our eigenvector v we immediately get ((t) = \/%ei)‘t.

By the Cauchy—Schwarz inequality (cf. [31]) and since U(t) is an unitary Co
group, we immediately observe that ¢ defined by (10.33) is in C(R) N L*°(R).
Next we define a map W from the space of Schwartz functions S(R) to H via
(ct. [71, p.77])

Wi = \/%_W/Rf(t)U(t)v dt . (10.34)

Since U(t)v is a function from R to H the expression W f is defined by the
theory of Bochner integrals (cf. [1, p.178f]). It follows from Corollary 10.3.4
that ¢ — U(t)v is continuous on R. Since the Fourier transformation is a
continuous mapping from S(R) to S(R) (cf. [65]), f € S(R). Thus the integrand
fit e f()U(t)v is a continuous map from R — H. Hence f is measurable w.r.t
the Borel algebras on R and H. Thus the integral exists, if and only if ¢ — || f(¢)||
is Lebesgue integrable (cf. [1, p.179] ). Since U(t) is unitary ||f(¢)| = [f(t)||v]l,

which is integrable if and only if f € LY(R). In this case

loll 2
Wil < ml\fllu(m.

Example. Let v be our eigenvector from the previous examples and let the

function f € S(R). Then W f = \/% Je f(t)ei/\tv dt = f(\)v.

(10.35)

Let ¢: R — H be a Bochner integrable function. From [1] we know that the
Bochner integral of f is defined (as the Lebesgue integral) by the limit of in-
tegrals of simple functions. I.e. there exists a sequence of simple functions
(n €N)

Mn
Pn = Z bj,n XAjn
i=1

with!® A(4;,) < o0, bj,, € H for all j =1,...,m, and ¢, (t) = ¢(t) a.e. on R
and

n—r oo

p(t)dt = lim [ p,(t)dt = lim bjn A(Ajn) .

Since the sequence on the right—hand side converges with respect to the norm on
H, we can interchange integration with any linear continuous map. Especially

( [ewa g) - [uw.ga

19Here X is a measure on R, which is in our case the Lebesgue measure.
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holds for all g € H. Now let f,g € S(R). Then it holds

([ Fovwna, [ aeueds)
= & [ [0 w00 s
= & [ [ 0T W= p.0)deis
_ m//f C(t—s)dt ds

. / / FOFE=5)¢(s) dt ds
\/%/R/Rf(t)mei(t_s)z dwdt) ds

(Wf,wy)

= (T, f3) . (10.36)

Since ¢ € L™®(R) it defines a (tempered) distribution T¢ by (10.25) (cf. [65]).
Hence its Fourier transform (in the distributional sense) T¢ is given by (10.26)
and is a tempered distribution too. For f € S(R)

<Te,f> = <Tef>.
Example. It holds fg =0x.
In the sequel we simply write T" instead of fg. For f = g one gets from (10.36)
<T,|f?>= Wf,Wf) > 0, for all f € S(R).
With this property we can prove Lemma 10.3.30.

Lemma 10.3.30. There ezists a unique Radon measure 1 on R, such that

(T, ¢) = /Rqﬁd,u, for all g € S(R).

Proof. Let F(t,x,y) := \/ime_(if and let f(t,x,y) := \/F(t,z,y). Hence
for all fixed t > 0 and = € R we have f(t,z,-) € S(R) which yields

<T,F(t,z,)> = <T,|f(t,x,)*>= (Wf(t,z,),W[f(t,z-) > 0.

Furthermore u(t,z) :=< T, F(t,z,-) > is a solution of the heat equation (in the
tempered distributional sense)

0 0?

u(t=0) = T.
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By [70, Proposition 5.1, p.217] u(t) =9 Thus, T' is a nonnegative tempered

distribution. Hence, by Corollary 10.3.17 there exists a unique Radon measure
v on R, such that (T, ¢) = [, ¢dp holds for all ¢ € S(R). O

Up to now we have shown
WeWe) = [ fadu = (L. V¥ Lo€SE®). (1037)

Hence W: S(R) — H is an isometry with respect to the L?(R, i) scalar product
(cf. [72, Lemma V.5.4, p.234]). Since D(R) C S(R), by Proposition 10.3.23 we
get that S(R) is dense in L?(R, ). Hence there exists a unique, continuous
extension W: L3R, ) — H of W, with |[W|| = ||[W]| (cf. [72, Satz IL1.5,
p-48]). In the sequel we shall denote the extension by W.

Lemma 10.3.31. The map W: L*(R, ) — H defined by continuous extension
of (10.34) is unitary.

Example. In our example the measure p is the measure corresponding to the
Delta distribution with pole in X. As we have seen before W f = f(A)v holds
for all f € S(R). For a moment let us denote this map by Ws. By (10.37) the
L2(R, u)-norm of any Schwartz function is finite. Hence there exists a natural
embedding v: S(R) — EQ(R, 1) into the space of all functions on R with finite
L%(R, p)-norm. Further there exists a surjective map o: L*(R, u) — L2(R, ),
namely the quotient map with respect to the equivalence relation induced by
|- lL2(r,py- For our example oo is surjective and Ws = W oo ov, which means
that for any [f] € L*(R, i) there exists a representative f € S(R), such that
W(f]=Wsf = f(Nv.
Proof of Lemma 10.3.81. Since S(R) is a dense subspace of L?(R, 1) (see Propo-
sition 10.3.23), property (10.37) holds on the whole space L?(R, iz). In particular
it follows that W is injective. Hence it remains to show that W is surjective
and thus bijective (cf. [72]).

Firstly we show: Im(W) is closed. Let y € Im(WW). Hence there exists a
sequence y, — y with y, € ImW. Further we remark that {y,} is a Cauchy
sequence. Since W is injective, there exist unique x,, € L? with Wx,, = y,, and

[Zn — 2wl = [W(zn —zn)ll = Yo — ymll -

Hence {x,} is a Cauchy sequence and thus converge to a unique z € L?. This
yields (W is continuous)
Wz = lim Wz, = limy, = y.
n—r00 n— oo

Hence y € ImW and thus ImW =Im W.

Since Im W is closed, we get H = Im W @ (Im W)=+. Thus we have to show,
that Im W+ = 0. R

Let w € (Im W)+, Furthermore let s € R and let f,,(z) = ny(n(x —s)) with
o(x) = ﬁe‘ﬁ. Hence f, and its inverse Fourier transform f,, are in S(R).
Furthermore it holds for all g € C(R) N L (R):

/an(t)g(t) dt = %/}Rne_(”(t_s))zg(t) dt
- %/Reiyzg(% +35) dy.
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Since g is bounded, we can apply the dominated convergence theorem of Lebesgue
and pass to the limit n — oo. Hence (g is continuous)

lim [ fu(t)g(t) dt = g(s).

n—00 R

This yields

0 = (w,Wf) = (w,ﬁéﬁ(t)y(t)u dt)
_ #Aﬁ(t)(w,U(t)v) dt "% (w, U(s)v)

Here we use that the map ¢ — (w,U(t)v) is bounded and continuous. Since
s € R is arbitrary,

(w,U(t)v) = 0 for all £ € R.

Furthermore v is a cyclic vector of H, i.e. H = span{U(t)v|t € R}. Thus there
exists a sequence wy, € span{U(t)v|t € R}, such that w, — w in H. Since
any wy, is a finite linear combination of vectors from {U(¢t)v|t € R}, it follows
(w,wy,) =0 for all n € N. Consequently

hol? = (ww) = lm (ww,) = 0.

Here we use the continuity of the scalar product and the convergence with
respect to the norm. Thus w is zero and hence (Im W)+ = 0, which means
H=ImW. O

As we have seen, W: L?(R, ) — H is an unitary map. Let us compute its ad-
joint map. Therefore let u € span{U(t)v|t € R} C H, i.e. u= Y7, c;U(tj)v

with ¢; € C, and let g € S(R) C L?(R, ). Both subspaces are dense respec-

tively. Furthermore we define f(x) := >-7_, ¢;e’i®. It holds

(Wg,u) = \/LQ_F/R/g\(t)(U(t)U,u) dt

S /R 2 §(t)\/%(U(t)v,U(tj)v) dt

= Z/]R{Eja(Sthj)C(S) ds

j=1
= L T Y c-eitﬂ)ei“ x((s) ds
/R@/Rg”@jj o (5) d

= [ @D ds.
R
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Since g € S(R), also gf € S(R) and hence the last integral is nothing but ¢ (in
the tempered distributional sense) applied to gf. Due to the construction of
the measure p we get

(Wgau)H = <T5597> = /]Rg?d'u = (gaf)Lz(]R”u)-

Hence f = W*u = W~tu. Since H = span{U (t)v|t € R}, there are for every
u € H a countable number of points ¢; € R and coefficients ¢; € C, such that
u =73 cncU(tj)v. Hence Wru = Wlu =37y cjeti®.

Let fs(z) := € f(z). Hence for every f € S(R) it holds

}l\(t—s) = \/%_F/Rf(x)e*i(tfs)m da

- i / e f (@) da = Fi(t).

Thus we get for all Schwartz functions f
U)W = \/ﬂ/f U(t+ s)vdt

= m/f —s)Uyvdy = Wfs,

which yields
(WHUMWS) @) = fle) = e f(2).

Since S(R) is dense in L?(R, du) we have proven

Proposition 10.3.32. Let A be a self-adjoint operator on a separable Hilbert
space H, having a cyclic vector v. Then there exists a Borel measure p on R
and a unitary map W: L*(R, u) — H, such that

(WUMWf)(2) = " f(x)
holds for all f € L*(R, ).
Corollary 10.3.33. Let f € S(R). Then it holds
(WTIAW f)(z) = @ f(2).

Proof. The boundary terms of the integration by parts (see the computation
below) vanish since f is a Schwartz function. Since we do not prove that in-
tegration by parts holds for the Bochner integral, the computations are only
formal. We get

wawne = (W [ Fo avewa) @)

|
VR
3
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Let fT(z) := xf(z). Since it holds

GI0 = =g [af@e i = ~iFi),
we get
WAWH@) = W) = af().

O

By Corollary 10.3.33 we know, that A acts on S(R) C L*(R,u) via W like
the multiplication with the identity function x + x. Thus, by induction A™
is nothing but the multiplication of f with the function z — x™. Hence it is
reasonable to define

Definition 10.3.34. Let f € S(R). Then f(A): H — H is defined by

fa) = —= [ Fov .

Since f € S(R) C L*(R) and U(t) is continuous and bounded, the integral is
well-defined.

The Definition 10.3.34 is not very precise, since we do not specify the domain of
the operator f(A). In general D(f(A)) # H. The following computation lead
to an alternative definition of f(A), which also allow a description of D(f(A4)).
For f,g € S(R) it holds

W) = & [ Feue as [ geven
= & [ [ Foawu+ oo ds

RJR
— %//f(s)g(rfs)U(r)v dr ds

RJR

_ ﬁé@(r)U(r)u dr (10.38)
= W(fg). (10.39)

Applying W= to (10.39) yields W=1f(A)Wg = fg. Hence, the map f(A)
acts on L?(R, ) as the multiplication with f. This is well defined for all g €
L?(R, i), such that fg € L?(R, u). Since this is a much weaker assumption than

f,9 € S(R) or f € LY(R) (as in Definition 10.3.34) we can interpret (10.39) as
a weak definition of f(A), which makes sense for all Borel measurable functions
(as long as ¢ is sufficiently smooth).

Definition 10.3.35. Let f: R — R be Borel measurable and let
D(f(A4)) = {u=WgeH|geL*R,pn), fgc L*R,u)} C H.
Then we define f(A): D(f(A)) — H by
fdu = WEW ) = W(fg),
with g = W=tu € L3(R, p).
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Remark 10.3.36. Since U(E) is unitary, it holds ||U(&)v| = ||v|| and hence
(10.38) holds iff fg € L*(R) (see comments on the Bochner integral on p.251).
In this case

fan = 2= [ Faeuew i = wiso).

The property fg € L'(R) implies®® fg € Co(R) and || fgllp=r) < | follr1r) (cf.
[65, 7.5 Theorem, p.185]). This yields fg € L>°(R,pn). Applying (-,v) to the
equation yields

C3 (f(Auw) = /RGE)(&)«&) de = <Tefg> .

Provided fg is in the domain of the tempered distribution Tf’ then

Co(f(Au,v) = <Tgfg> = /ngdu-

Hence fg € LY(R, ) N L (R, p).

Remark 10.3.37. If f € L>°(R,u), then fg € L*(R,p) for all g € L*(R, p).
Hence D(f(A)) = H and

|f(A)ulle WEW ) = [IfW ™ ull 2,
1 oo @ IW ™ ull 2y = 11f 1l oo o el -

Thus f(A) is a bounded operator.

IN

Let us shortly discuss some properties (and quantities) of the approach for a
simple example. Let A = —id, on Hi(R) C L?(R). The operator is self adjoint
and hence (by Stone’s theorem) it is the infinitesimal generator of an unitary
group U(t). From Example 10.3.6 on page 217 we know that (U(t)u)(z) =
u(x + t). Hence

) = % /}R (U (#))(@)0(x) dz = \/% /R o(@ + t)5(x) de

Let v € S(R) C H}(R). Thus the Fourier transform of ¢ is given by

1 1 — —its
C(s) = E/RE/RU(CEth)U(x) dze dt
= L o(x L v(T)e” T3 dr dx
- 7 P07 Lo i
1 — xS ~
= \/—2_7T/Rv(ac)e dxv(s)

= () 0(s) = [o(s)|?

Hence the measure p from Lemma 10.3.30 is a density measure with respect to
the Lebesgue measure, with density [0|2. Thus L?(R, p) is a weighted L? space.
Furthermore it holds for all w € S(R) that

Uty,w) = / vz + tyu(z) de = / olyuly — 1) dy = (vxa)),

207Here Cp(R) is the supremum-normed Banach space of all complex continuous functions
that vanish at infinity.“ [65, p.185]
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with w(z) = w(—z). Hence w € S(R) and [65, 7.8 Theorem, p.188] yields
(U(t)v,w) € S(R).
For the map W: L?(R, u) — H, we get (f € L'(R))

L [Fowon@a = = [ Foeroa
755 LR as = ),

(Wf)(x)

This is a nice explicit formula of the map W.

Remark 10.3.38. During the course of the above discussion we only needed
the group properties U(t)U(s) = U(t+s), U(—t) =U(t)"! = U(t)* and that the
map t — U(t)u is continuous and bounded for all w € H, where H is a separable
Hilbert space, having a cyclic vector.

Now let Aq,..., A be commutating self-adjoint operators on H and let
Ui, ..., Uy be the corresponding unitary groups. For t € R* we define U(t) =
Ui(t1) ... Uk(ty). Since Ay, ..., Ay, commute, U satisfies U(t)U(s) = U(t+s) for
all t,s € R¥. Furthermore U(—t) = U(t)~* = U(t)* and the map t + U(t)v is
continuous and bounded. Thus we can repeat the above construction and define

f(A) for the linear map A = (Ay,..., A): H* — H*

) = — [ Fovwa

for all f € S(R¥). For example this ansatz can be used to construct a functional
calculus for normal operators. See [T1, p.78f] for more details.

10.4 Application

In this section we shall (often formally) apply the derived functional calculus
for some examples, which are connected to the OWWE. We start with the
derivation of the square root of an self-adjoint operator in §10.4.1. Next, in
§10.4.2, we formally derive a solution formula for the OWWE. In §10.4.3 we
shall show, how the transformation from [12] can be obtained from the presented
ansatz. The mentioned transformation is a crucial tool for the exact symbol
contraction procedure of the SRHO as proposed in [21].

10.4.1 The square root of a self-adjoint operator

Let A be a self-adjoint operator on a separable Hilbert space H, having a cyclic
vector v. The aim of this subsection is to derive the square root of A. It turns
out, that it is easier to compute A~7% instead of A2. Thus we shall derive a
formula for A=2 and use A2 = AA"z.

Our motivation is the OWWE from §10.1. There one has to compute the
square root of the differential operator (10.15), which reads A = 92 + 2V (¢)?.
In the first part of the thesis we derived efficient numerical tools to derive the
solution of W, + k2(V2+ &)U = f for E €R and V > 6 > 0. As we will see,
this equation appears in the construction of A3,

We start this section with a technical result and we shall define the branch
of the complex square-root we use for our purpose (i.e. we define the “right”
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branch for the OWWE). Afterwards we compute the Fourier transform of the
map x — 272 and finally derive the desired formula for A=z,

Lemma 10.4.1. Let f € L'([0,00),R) and let*! C; := {z € C|Imz < 0}.
Then f: Cy, — C, pointwise defined by

fe) = / T et dr,

is well-defined and complex differentiable on Cg. It holds for all z € C,
if(,z) = —i /oo tf(t)e = dt
dZ - 0 '

Proof. Since f € L'([0,00),R), this also holds for |f|. For z € C, it further
holds for (almost every) ¢ € [0, 00):

Ife| < [f(t)le < Jf(1)].

Hence the function |f| is an integrable upper bound for g(t,z) = f(t)e %,
which yields g(-, z) € L*([0, 00), C). Thus [ is well defined.

Now let z = a—ib € Cs, i.e. b < 0. Since for all (real) z > 0 it holds = < e”,
it follows ze~* < 1, which yields

1

te”t < )
e =3

Thus 1| f] is an integrable upper bound for the function ¢ ~ tg(t, z). Hence

fiz) = —z’/oootf(t)e—”z dt

exists. Let h € C with |h] < b= |Im z|. Hence it holds z + h € C,s. Further we
get (e.g. with the rule of L’Hospital)

lim (e~ —1) = —it.
fm e - =

Thus for every e > 0 exists § > 0, such that for all |h| < ¢ it holds:
|z —1) +it] < e

With the lower triangle inequality we conclude
[F(e™™ —1)] < e+t.

Hence |f|(e+ 1) is and integrable upper bound for (e~"" —1)g(t, z). Thus the
dominated convergence theorem of Lebesgue yields (|h| < min(d, Im z))

o~ ~

%( (z+h) — f(z)) = /OOO f(t)%(eiith —1)e " dt h=9 fT(z)

Hence fAis complex differentiable with f’ = ﬁ O

21We name the most common half planes of C (upper, lower, left, right) after the cardinal
points. With the convention that the imaginary unit 4 is in the norther plane we have fixed
the compass rose. Thus the lower index s is an abbreviation for ”south“.
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Remark 10.4.2. In the proof of Lemma 10.4.1 we only use the dominated
convergence theorem of Lebesque. Since the theorem holds for all measures p on

[0,00), the lemma holds for all f € L*([0,00), ).
Corollary 10.4.3. Lemma 10.4.1 also holds for f € L*([0, ), C).

Proof. Just split f into real and imaginary part and apply Lemma 10.4.1 to the
gained real valued functions. O

Now we define the branch of the complex square root we shall use. It has to be,
such that Im /z is nonnegative for all z € C. Since 2* (with a € C and z € C*¥)
is defined by the formula

2% = eolosz (10.40)

we have to specify the appropriate branch of the logarithm. To this end let
us restrict the exponential function to the strip D = {z € C|0 < Imz < 27}.
Hence exp|p is bijective and its inverse function reads??

log(z) = In|z| + iarg(z),
with (z = a + ib)

arctan(b) ,a>0,6>0,

a

5 ,a=0,b>0,

arg(z) = arctan (2) + 7, a <0,
arctan(g) +2m,a>0,0<0,
-3 ,a=0,b<0.

The function arg is continuous on (C\IR(J{ and jumps when crossing the positive
real line. It is also (one-sided) continuous when approaching R for the upper
half plane. Since exp is complex differentiable on D° = {z € C|0 < Im z < 27}
(the interior of D) it is biholomorphic (cf. [64, p.221]) and hence log is complex
differentiable on exp(D°) = C\R{. Hence all power functions given by (10.40)
are holomorphic on C\R{ too.

To apply the functional calculus of §10.3.5 we have to compute the Fourier
transform of the function f: R* — C, f(z) = 2~ 2. To this end we rewrite f in
the form (for z € R*)

f(l') = 1'7% — H%n(x)kd*% o ilfsg2n(x)|x|,%
= Lfa| 2 + L sgn(o)le| 2 .

Since the Fourier transform is a linear map, we only need the Fourier transform
of # — |z|72 and x — sgn(z)|z|~2. The following table is from the textbook
[50, p.86] (v & Z):

9(x) Ji 9(a) €276 4o

] —2T(v +1) sin(v5) (2rfé)) !

sen(a)[z] | —2D(v + 1) cos(v3) (2mlé)) ™" sgn(¢)

22 As usual we denote by In the real logarithm.
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Here sgn¢ is the real signum of £ and I' denotes the Gamma function. From
the previously given table one gets

/Rf(x) ey = —a-oT(3) sin(—Z) (27]¢])”
7(1+i)1“(%) cos(—%) (2m[¢])~ 2 sgn(§)
1 . . .
- W((l — i) —i(1+14)sgn¢)
= (1—d)g 2 H(E),

where H denotes the Heaviside function. We set £ = —7r which yields
fiy = L[t ) = a-artae
 Vor 2m ) .

The function J?is the tempered distributional Fourier transform of f.

Let W: L%(R, ) — H be the unitary map from Proposition 10.3.32 and let
U(t) be the group of unitary operators with infinitesimal generator A, i.e. U
solves

U, = iAU, Ut=0) = Id.

Furthermore let g € S(R) with ¢ = 0 in an open neighborhood of zero and let
u:=Wge H. For w € H we define the function h: R — C by

h(t) = (U(t)v,w).

Since U(t) is unitary, the Cauchy—Schwarz inequality yields boundedness of h.
Furthermore, by Remark 10.3.8 the function h is also continuously differentiable.
Since ¢ vanishes identically in an open neighborhood of zero and since f €
C>(R*,C), fg € S(R). By Definition 10.3.35 it holds

(FAww) = W) = F= [ FOUE.w)

_ \/LTF/R@)(t)h(t) dt.

We can interpret f as a tempered distribution. Thus, by [65, 7.19 Theorem,
p.195] it holds \/27r(fg) (f x ). Since f is a function,

dwa) = & [ (& [ Fet - a)no i

Since g € S(R), there exists a constant V2<ce R, such that for all z € R:
g(z) < c(1+ 2?)7L. Hence

/R FOla — o) de

IN

/ |f<«s>|cds+/ clglt — €] de
[=1,1] R\[—1,1]

1
1 1
2 -1 2
02/05 d“C/RH(t—&)ng

= 4c2+02/—dz = 4+7) <oo.
R

IN
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Thus, if we assume h € L'(R), then

/R</R|f(§)||§(t§)||h(t)| d§> dt

exists and we can apply Fubini’s theorem (cf. [16, 2.1 Satz von G. Fubini,
p.1731]) to interchange the order of integration. This yields

) = & [ Fio (1] ot - o ar) as.

Furthermore we assume that we can shift the Fourier transform from f to the
other factor, i.e.

G = % [ 165 [ (6 at - one ar) e ag as.

For s € R we (formally) define

<
N
w
N
I
M‘H
3
S—
3
%
Q)
L
-

\
7ax)
S~—

d
—
pny
S~—
&4
QL
=y
)
L
axY
I}
QL
~

This yields (f(A)u,w) = 3= [5 f(s)(¥(s),w) ds. By Remark 10.3.8, h is contin-
uously differentiable with A/(t) = (iAU (t)v, w). Integration by parts yields

(iAy(s)w) = = /O /R Gt — &) (IAU (t)v,w) dt e d¢
= & [ae-onwaca

_ 1 [T o9 _ies
= m/O/R T h(t) die de.

Since g € S(R), the boundary terms are zero. Furthermore ag(gt—g) =— 6@(56_ 5),

which yields with integration by parts:

iavow) = o [ [ae-onna) e a

G(t)h(t) dt

_\/%7 5
v /OOO /Rg(t — )h(t) dt (—is) e " de
_ (%27 /R GOU ) dt, w)
+ (zs \/%7 /OOO /Ra(t — & U(t)v dt et dg,w) .
By definition of W (cf. (10.34)) it holds u = Wg = —= [, G(§)U(&)v d¢. Hence

(1AY(s),w) = (—u+ist(s),w).
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Let S be the set of all w € H for which the above computations hold. If we
assume that S is dense in H, then 1) (s) is the weak solution of the inhomogeneous
linear equation

(A—sId)yY(s) = iu.
As the following discussion shows it is possible to restrict the integral
(Fw) = & [ FO0)w) ds
R
to the positive or negative real line (of course we also have to multiply it with
an appropriate constant factor). The following calculations are motivated by

[21], where a similar trick, as we shall use in moment, is used. We assume that
w € H, such that h € L*(R). Then Integration by parts yields for s € C,\{0}:

0 _ics
W) = g [ [ae- dt(’a5 o) de
= E;Ehm/ (t—¢ )dte™ igs
f\/%—/g(t)h(t) dt

m / /g (t — &)h(t) dte ¢ d¢ .

Since g’ € S(R) € L'(R) it holds

/R</OOO |§’(t§)ld§>|h(t)|dt = /R</; |§/(y)|dy>|h(t)|dt

< N9z @y 1Pl i) -

N

Hence the integral on the left hand side exists and is finite. By Fubini’s theorem

it follows
/]R (/000 g'(t = &) d£> \h(t)| dt

/ /| &)[h(t)] dt dé
< NGz 10l 2wy -

Thus there exists a constant 0 < ¢ < oo, such that for all s € C,\{0}

A

cC

(), w)] < —.

S

Furthermore we get [, §(t — £)h(t) dt € L'(R). By Lemma 10.4.1
p(s,w) = (¥(s),w)

is holomorphic on the lower half plane Cg. Since also f(s) = s~ % is holomorphic
on the lower half plane C,, we get from Cauchy’s Integral theorem (our branch
of the square root is discontinuous at the positive real line)

R
/ f(s)p(s,w) ds Jr/ lim f(s—ie)p(s,w) ds + f(8)p(s,w)ds = 0,
0 Tr

e—=04
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with R >0 and I'r = {Re™%|0 < ¢ < 7}. Let us estimate the I'g integral:

f(s)p(s,w) ds

= ‘/0 f(Re™") p(Re™" w)(—iR)e™" ds

‘FR

=

= R

/ o(Re ", w)eié@ ds
0

IN

R%/ lo(Re™ ", w)| ds
0
< WCR_%.

Hence (in the limit R — o)

0 oo
/ f(s)p(s,w) ds + / lim f(s—ie)p(s,w)ds = 0.
—o0 0

8%04,
It holds for all s € RT:

lim f(s—ie) = —f(s),

e—=04

which yields

[ sreswas = [ st as.

— 00

Finally we get
tuw) = 2 [ fe@Ew) ds = & [ fopsw) ds
0
= 2 feeswds

_ (% /_OOO F(s)p(s) ds, w> .

Let S be the set of all w € H, such that the discussion and calculations of this
section (up to this point) hold. If S C H is a dense subset, then it is reasonable
to write

ATy = %/000%1/;(5) ds (10.41)
1/~ 1
= - ; %w(s)ds. (10.42)

Let k > 0. With the substitution s = —x2¢? and ¥(§) = —i)(—k2%¢?) equation
(10.41) simplifies to
2 o0
Ay = 25 w(e) de.
™ Jo
If we set s = k262 and U(€) = ¥(k?£?), then we obtain the same integral from
equation (10.42).
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Remark 10.4.4. Assume, that
(A+R2EIDT(E) = v or (A—rRPEIDTV(E) = iu

has a unique solution for all & € Rar, and assume that S is dense in H. Then
A~2u is given (in a weak sense) by

1 2 o
Aru = ) w(e) de
T Jo
For A € Ry we get ¥(§) = 4= and?
2k [ u 1 u
- vE\dt = — | ———dé = —.
) e = L o =

Is A < 0 we have to use the other formula, which yields V(&) =
Carrying out the integration yields the right result.

___du_
[Al+r2E2"

The computations for scalar A € R indicate that the derived equations may
hold for (strictly) positive or negative self-adjoint operators. However for A =0
both possibilities do not work.

In the end let us consider a special case, which originates from the factorization
of the far—field equation as described in § 10.1. Let A = 92+ x%V (2) on L?((a, b))
with suitable boundary conditions, such that A is self-adjoint. Thus it formally
holds for f € D(A™2):

(A2 f)(z) = 27“ OOO\P(S,zM&, (10.43)
with
U..(6,2) + RAE+V()T(E2) = f(z) (+BC).  (10.44)

The solution ¥ is oscillatory (with respect to z) and can be efficiently solved
with the schemes discussed in the first part of this thesis. It remains to derive
a suitable quadrature for the integral (10.43).

From the WKB analysis we can derive good approximations of ¥ for large
values of £. This can yield an ansatz for the desired (missing) quadrature of
(10.43).

In some cases also unbounded domains may be considered with this ap-
proach. For example, if the potential V' is constant on the complement of a
compact set, then we can impose non reflecting or transparent boundary condi-
tions (TBC), to restrict the ODE (10.44) to a finite domain. Several approaches
of artificial boundary conditions for the time dependent Schrodinger equation
are discussed in the review article [3]. Even if the problems discussed in the
article are time dependent, we can learn how to construct TBC for our setting.

23(8, p.285]: [ ﬁ dr = éarctan%
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10.4.2 A formal solution of the OWWE

Let A be a self-adjoint operator on the separable Hilbert space X, having a
cyclic vector v. Our goal is to find a solution of the initial value problem

d
dz "
uwxz=0) = weH.

() = iVAu(z), reRT (10.45)

Here we use the same branch of the complex square root as in §10.4.1. If wg
is an eigenvector of A with respect to the eigenvalue a, we get u(z) = e'V*®uy.
Thus we expect that

u(z) = eVA%yq
is a solution of the IVP (10.45) for suitable ug € H. Hence let us define
floy) = evie,

Furthermore let U(t) be the Cy group of unitary operators with infinitesimal
generator iA, i.e. the function ¢ — U(t) solves the initial value problem

d
ZU) = iAU®), teR,
Ut=0) = Id.

By Definition 10.3.35 we have
u@) = fe A = g [ OUE e,

with y(z,§) = (fmg)(f) Here g := W~lug € L?(R,u), where W is the
unitary map from Proposition 10.3.32. The following Proposition is the main
result of this section.

Proposition 10.4.5. Let A be a self-adjoint operator on a separable Hilbert
space H, having a cyclic vector v and let v be the unique Radon measure from
Proposition 10.3.32. Further let g € L*(R) N L2(R, u), such that t — \/tg(t) is
in LY(R) and let ug := Wg. Is w € H, such that the map t — (U(t)v,w) € C is
in L(R), then

d

ﬁ(u(x),w) = (Z\/ZU(ZL'), w), r € RT, (10.46)
il_)mo(u(:c),w) = (ug,w). (10.47)

Proof. Since g € L'(R)

Y@,€) = % /R eV (1) e g

is well defined. Furthermore the function |g| is an integrable upper bound for
the integrand for all z € RT. Thus, by the dominated convergence theorem

limy(2,€) = F(E).



10.4. APPLICATION 247

Let w € H, such that h(t) := \/LQ—W(U(t)U,w) is in L*(R). Then, for all € R,

llgllz1(ry|h| is an integrable upper bound for £ — ~(z,£)h(£) and hence

lim(ua).w) = Jim —— / A h(e) de = —= [ (€ he) de
- <¢_/ € d, w> — (Wg,w) = (u,w).

Hence we have proven (10.47).

Let ¥(z,&,t) == f(z,t)g(t ) —i&t Since g € L'(R) it holds ¢(z,¢,-) € LY(R)
for all (z,¢) € RTx R. Furthermore 1) is differentiable with respect to x for all
(z,6,t) € RTx R x R and it holds 9, (z, &, t) = ivty(z, £, t). Since

oz, &) = Vil &) < [Villg(t)] € L'(R),

t — [V/t||g(t)| is an integrable upper bound for 9,4 (x, &, -) for all (z, &) € RT™xR.
Thus, by [16, Satz 5.7, p.146] we can interchange integration an differentiation,
which yields

%y(z,é) = \/_/z te“/_z (t)e %t dt.
Now let ¢(z,&) = v(z,&) h(§). Since h € LY(R) and |y(z,&)| < |lgllLiw)
o(z,-) € LY(R) for all x € RT. Furthermore d,¢(z,&) = h(£)0, (z, £) ex1sts
for all (z,¢) € RTx R. Additionally it holds

0:0(z,6)] = [R(EI0y(z, )| < [REOIV-9()lLr(w) -
Again we can apply [16, Satz 5.7, p.146] and hence

d 1
(u(z),w) = aﬁ/RW@ h(§) dg
- %/]R/]Rl etV g(t) e dt h(€) dE

_ \/Lz_ﬁ /R (o7 (x.-)9) (€) h() de,

where o(t) = v/t is the branch of the complex square root as defined in §10.4.1.
By Definition 10.3.35 it holds W’lu(x) = f(z,-)g. Hence

dz

) = o [ (W () () he) de

- (\/_ / oW T >)<5>U<s>vd£,w)
= (iW(eW u(z)),w)
(ivA

O

Remark 10.4.6. Let the assumption of Proposition 10.4.5 hold. If the subspace
span{w € H| (U(-)v,w) € L'(R)} is dense in H, then u is a weak solution of
the initial value problem (10.45).
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In the end of this section we prove the following estimate: |u(z)| < |luoll.
Therefore we frequently use that W is an unitary map from L?(R,u) — H.

u@)|| = If(z, Auoll = Wz, AuollL2(m.p)
= [f(z,)9lleewypy < If(@)lLeo@umllgllLze
= Wyl = |uol-

This yields

Remark 10.4.7. The evolution operator generated by iv/A is a semi group of
contractions.

The Fourier transform of ¢V

To compute the Fourier transform of ¢’V7 we define for b € C and 7 € R:

e VT . 1+Sg2n(7)e*b’/|7'|+ 1fsgn('r)€7ib Tl

2

We use the same branch of the complex square root as in § 10.4.1. The following
table is from [50]:

Fo) | e f ) e dr

e/l el (2 =50) sin( ) + (% — C(p)) cos(¢)]
sgn(t)e™ ¢ 7] 2772% [77(% — C(p)) Sin(%) — (% — S(p)) COS(%)} — wig ,

with n :=sgn(§), p := pwy 1ok and

P P
S(p) = / sin(Zu?) du, C(p) = / cos(Zu?) du .
0 0
One can extend the Fresnel functions S, C to the entire complex plane by
1 1
S(¢) = / sin(%tQCQ)g dt , c) = / cos(gt2§2)§ dt .
0 0
This yields

S(i¢) = —iS(¢) and C(i¢) = iC(C).
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Hence

= el G =50 sin(g) +1(3 — Clo) coslife)]

+ e (3 — C0) sin(gze) = (5 = S(0)) cos(e)] — 7
+ grerm | (3 560) sin(ge) + (5 — Clin)) cos(7e )]

— s (5 = Clp)sin() — (5 - S(in) cos(2e)] + 7

_ (=i 1+Sgn(§) b2 (L+i)b 1+sgn(8) o by

Sm(ﬁ) 2me/lEl D) 8ne

= b H(¢) (1 —i)sin(Le) + (1 +) cos(Ly))

\/%/Rei‘/hei” dr = ﬁi(lﬂ-)(*m) H(%)e 87or

Hence, if we use Definition 10.3.34, than the (formal) solution of the OWWE
(10.45) is given by

_ o Jis [T1L iz
u(w) = \/:2/0 o0 dr, (10.48)
with
Ui = iAY,  Pt=0) = up. (10.49)

Despite that (10.48) is derived by formal calculations, the integral on the right
hand side is well defined for a certain class of scalar functions .

Proposition 10.4.8. Let ¢ € L>®(R™T), such that 1 is continuously differen-
tiable in the semi open interval [0,¢) for some e € RT. Then

o0 1 ':::2
u(r) = ,/%g/o t—%z/z(t)e“ft dt, (10.50)

exists for all x € RY. Furthermore it holds lim, o u(x) = ¥(0).

Proof. For z € C let

D(z) = %/0 e~ dc,
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where we integrate in the complex plane along an arbitrary path which connects
0 and z. The entire function @ is called error function (cf. [51, p.36]). For
|arg z| < § we find the asymptotic representation (see [51, p.39])

_Z2

1-P(2) = £ as |z| = oo.

Tz

Let R e Rt and let 2z := R = —/—iR. Hence

1—3
V2

2 2
e~ % ezR

Vr:  Ja/—iR

Furthermore it holds ®(z) = —®(—z) and thus

1 = lim ®—vV—iR) = lim —®(V—iR).

R—o0 R—o0

=0 asR—oo = lim ®(-V=iR) = 1.
—00

Let ~(t) : \/fti be a parametrization of the path from 0 to v/—iR. Hence

Nl

2 (%)2 _a 22
~®(V/ZiR) = —— v ’t%ew dt

|
o
8
0
Wi
[N}
©

Il
=
)
N8
3
=
nN
Ew| —
a
)
2]
o8
~

which yields

1/#g/ ST dt = lim —®(V=iR) = 1.
0 2

t R—o0

Therefore it holds
P(0) ;a2

u(x) = P0) + /%% /OOo W)Te awdt (10.51)

wleo

Let g(t) := M;(O). Since v is continuously differentiable in an open neigh-

borhood of zero, it holds for ¢ small enough:

o = 2([vera).

It follows v/tg(t) — 1'(0) as t — 0 and hence g has an integrable singularity at
t = 0. Since 9 is bounded, there exists a constant ¢ > 0 and a tg > 0, such that
lg(t)] < ct=2 for almost all ¢ > to. Thus g € L*(R*") and hence the integral
in (10.50) exists. Furthermore |g| is an integrable upper bound for the absolute
value of the integrand in (10.51) and hence lim,_,o u(z) = 9(0). O

Remark 10.4.9. With Maplel4 we also find that
ef\/jz
V—iz

Hence we can use a linear combination of the functions 1, e~t to manipulate
att=0.

<1 . o
/ e telwdt = 21
o 2
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10.4.3 DeSanto’s Transformation

The key tool of constructing the PDO symbol of the SRHO from §10.1, as
suggested in [21], is a integral transformation that John A. DeSanto established
in [12]. Tt connects the solution of the Helmholtz equation

2 82
92 u(z, z) + (@ + H2V(z)>u(z, z) = 0, (10.52)
u(z=0) = wg
and the parabolic equation for sound propagation
22’/@2 (s,2) + 6—2 (s,2) + & (V(2) = 1) p(s,2) = 0 (10.53)
asp ) az2p ) p ) - ) *
p(s=0) = wo

by the integral transformation

1 22442
u(z,z) = w/%x/ —5 p(s,z)e" 25 ds. (10.54)
0o S2

In the sequel we shall briefly discuss the connection of this transformation ap-
proach with our results derived in the previous sections. Therefor let

2

_ 9 2
A = 022+H V(z)

acting on a suitable Hilbert space H, having a cyclic vector v. We assume
that A, with the not specified boundary conditions for the Helmholtz equation
(10.52), is self-adjoint on H. Now the Helmholtz equation reads

2

a—u(:r) + Au(z) = 0, u(z

6.1'2 0) = Up -

Formally we can factorize the differential operator:

(2 +ivA) (2~ ivA)uz) = o.
Hence a solution u, of the one way wave equation

0

0) = Up,

is also a solution of the Helmholtz equation. From (10.48) and (10.49) we get

1 x > 1 lﬁ
ul(r,2) = /=5 — (t,z) e dt,
o 12

with

b = iAYp = i(—+n2V(z))¢, (10.55)
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In (10.54) we substitute s = 2xt, which yields

2k
V= / 7P p(2kt, ) et i dt
\/m / p(t, 2) e4t dt,

with p = p(2kt,z)eik2t. Differentiating p with respect to ¢ and using (10.53)
yields

M

- 0
5/} = gin’t 2,%%]) +iK%p

2

i@p(%ﬁt, z)ei“zt +ik2Vp —ik’p + iKk%p

82
= (W + KJQV)

Additionally it holds p(t = 0) = ug. Hence p is a solution of the initial value
problem (10.55) and thus u = u,. Therefore is the solution u of the Helmholtz
equation, constructed by the approach of deSanto, is also a solution of the one
way way equation solution. This connection is not mentioned in [12].

For our approach the operator A only has to be self-adjoint. Hence we can
interpret our ansatz as a generalization of transformation (10.54).

10.5 Summary and conclusions

We introduce the one way wave equation (OWWE) and present one example
which gives an idea on which level of model reduction the OWWE may appear.
Afterwards, in §10.2, we discuss some difficulties occurring when discretizing
the square root Helmholtz operator (SRHO) (treated as pseudo differential op-
erator). Due to the stated problems we decide to consider the SRHO in the
framework of functional calculus of self-adjoint operators, i.e. we define it as
as function of a differential operator. In §10.3 we present a non standard ap-
proach from [71] to derive a spectral theorem. It seems to be more suitable for
numerical computations, than the ansatz by Banach algebras. This part is a
revised lecture note from the author. During the course we prove a version of
Riesz’ representation theorem, which is a special case and a generalization of
the results from [16]. Our derived version is used for the proof of the spectral
theorem. Furthermore we prove, that the space of test functions D(Q) is dense
in LP(Q, ), where p is a Radon measure on the open set 2 C R™. Since also
this result is needed for the proof of the spectral theorem, and since we have
found it only for the case where p is the Lebesgue measure, we decided to carry
out the computations.

With the functional calculus we (not completely rigorous) derive a formula
to compute the image of a vector mapped by the inverse square root of a self-
adjoint operator. It is based on the solution of a general (linear) Schrédinger
equation. In the final version the derived formula is quite simple (see Remark
10.4.4). One just has to integrate the solution of a linear system depending on
a parameter. For the special case that the operator is a linear second order
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differential operator, one may use the numerical methods presented in the first
part of this thesis to efficiently solve the linear equations, for large values of the
parameter.

Furthermore we formally prove a formula to compute the solution of the one
way wave equation. It turns out that the computational effort to compute the
solution of the one way wave equation at a certain point is comparable to just
applying the inverse square root operator to the initial condition. We are also
able to derive deSanto’s transformation from our theoretical approach. This
transformation is connects the solution of a Schrodinger type equation with the
solution of the Helmholtz equation. Due to our discussion, we find out that
deSanto’s solution is also a solution of the one way wave equation.
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