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Abstract

The GOCE (Gravity Field and steady-state Ocean Circulation Explorer) mission is dedicated to the deter-
mination of the Earth’s gravity field. During the mission period of at least one year the GOCE satellite
will collect approximately 100 million highly correlated observations. The gravity field will be described in
terms of approximately 70000 spherical harmonic coefficients. This leads to a least squares adjustment, in
which the design matrix occupies 51 terabytes while the covariance matrix of the observations requires 72 760
terabytes of memory. The very large design matrix is typically computed in parallel using supercomputers
like the JUMP (Juelich Multi Processor) supercomputer in Jilich, Germany. However, such a brute force
approach does not work for the covariance matrix. Here, we have to exploit certain features of the observa-
tions, e.g. that the observations can be interpreted as a stationary time series. This allows for a very sparse
representation of the covariance matrix by digital filters.

This thesis is concerned with the use of digital filters for decorrelation within large least squares problems.
First, it is analyzed, which conditions the observations must meet, such that digital filters can be used to
represent their covariance matrix. After that, different filter implementations are introduced and compared
with each other, especially with respect to the calculation time of filtering. This is of special concern, as for
many applications the very large design matrix has to be filtered at least once. One special problem arising
by the use of digital filters is the so-called warm-up effect. For the first time, methods are developed in this
thesis for determining the length of the effect and for avoiding this effect. Next, a new algorithm is developed
to deal with the problem of short data gaps within the observation time series. Finally, it is investigated
which filter methods are best adopted for the application scenario GOCE, and several numerical simulations
are performed.

Zusammenfassung

Die GOCE (Gravity Field and steady-state Ocean Circulation Explorer) Mission ist der Bestimmung des
Erdschwerefeldes gewidmet. Wahrend der Missionsdauer von mindestens einem Jahr wird der GOCE Satellit
circa 100 Millionen hoch korrelierte Beobachtungen sammeln. Das Erdschwerefeld wird durch circa 70000
sphérisch harmonische Koeffizienten beschrieben. Dies fiihrt zu einem kleinste-Quadrate Ausgleich, wobei
die Designmatrix 51 Terabytes benttigt wihrend die Kovarianzmatrix der Beobachtungen 72 760 Terabytes
erfordert. Die sehr grofse Designmatrix wird typischerweise parallel berechnet, wobei Supercomputer wie
JUMP (Juelich Multi Processor) in Jiilich (Deutschland) zum Einsatz kommen. Ein solcher Ansatz, bei dem
das Problem durch geballte Rechenleistung gelost wird, funktioniert bei der Kovarianzmatrix der Beobach-
tungen nicht mehr. Hier miissen bestimmte Eigenschaften der Beobachtungen ausgenutzt werden, z.B. dass
die Beobachtungen als stationare Zeitreihe aufgefasst werden kénnen. Dies ermdglicht es die Kovarianzmatrix
durch digitale Filter zu reprisentieren.

Diese Arbeit beschéftigt sich mit der Nutzung von digitalen Filtern zur Dekorrelation in grofsen kleinste-
Quadrate Problemen. Zuerst wird analysiert, welche Bedingungen die Beobachtungen erfiillen miissen,
damit digitale Filter zur Reprédsentation ihrer Kovarianzmatrix benutzt werden kénnen. Danach werden
verschiedene Filterimplementierungen vorgestellt und miteinander verglichen, wobei spezielles Augenmerk
auf die Rechenzeit fiir das Filtern gelegt wird. Dies ist von besonderer Bedeutung, da in vielen Anwendungen
die sehr grofe Designmatrix mindestens einmal gefiltert werden muss. Ein spezielles Problem, welches beim
Benutzen der Filter entsteht, ist der sogenannte Warmlaufzeiteffekt. Zum ersten Mal werden in dieser Arbeit
Methoden entwickelt, um die Lénge des Effekts zu bestimmen und um den Effekt zu vermeiden. Als Néachstes
wird ein neuer Algorithmus zur Lésung des Problems von kurzen Datenliicken in der Beobachtungszeitreihe
entwickelt. Schliefslich wird untersucht, welche Filtermethoden man am besten fiir das Anwendungsszenario
GOCE verwendet und es werden verschiedene numerische Simulationen durchgefiihrt.
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1. Introduction

1.1 Motivation

Knowledge about the Earth’s gravity field is one important component in the understanding of the Earth as
a dynamic system. The mass distribution within the Earth system shapes the Earth’s gravity field while any
mass transports cause changes of the Earth’s mass distribution. One special feature of interest is that the
Earth’s gravity field defines the geoid, a surface of equal gravity potential. This surface corresponds to the
surface of the ocean at rest, i.e. without tides and currents. After the geoid is combined with altimetry data,
which measures the actual height of the ocean surface, one can derive the ocean circulation. Besides ocean
circulation there are many other fields which benefit from the accurate knowledge of the Earth’s gravity
field. Among them are geodynamics, sea level, ice mass balance and the global hydrologic water cycle. A
good overview is given in ILK et al. (2005).

The determination of the Earth’s gravity field is a challenging task. In order to investigate the Earth’s
system on a global scale, one needs to collect precise and globally distributed observations. This can only be
achieved by satellite missions. There are currently three satellite missions dedicated to the determination of
the Earth’s gravity field: CHAMP, GRACE and GOCE.

CHAMP CHAMP has been the first of these missions. In addition to measuring the Earth’s gravity field,
it was also designed to determine the Earth’s magnetic field, ionosphere and troposphere (cf. REIGBER
et al. 2004). The CHAMP satellite was launched in Juli 2000. The measurement concept is satellite-
to-satellite tracking in high-low mode (cf. for example RUMMEL et al. 2002). Its data allows for a
resolution of the Earth’s gravity field up to degree and order 60-70 in terms of spherical harmonics
(cf. MAYER-GURR et al. 2005, REIGBER et al. 2003), which corresponds to the low frequency part of
the Earth’s gravity field.

GRACE The GRACE mission has a remarkable measurement concept: Two satellites fly 220 km apart,
one behind the other on the same orbital track. This corresponds to satellite-to-satellite tracking in
low-low mode. The gravity field is determined from measuring the distance between the two satellites,
using GPS and a microwave ranging system. The twin satellites were launched in March 2002. The
GRACE mission provides very precise measurements of the time variable gravity field as well as the
low frequency parts of the static gravity field (cf. for example MAYER-GURR 2006). Current gravity
fields derived from GRACE data are resolved up to degree and order 140-180 (cf. ITG-GRACEO03
2007, REIGBER et al. 2005, TAPLEY et al. 2005).

GOCE The GOCE mission is dedicated to the very precise determination of the high frequency part of the
static gravity field. The mission goal is to determine the Earth’s gravity field at the highest possible
spatial resolution and accuracy (cf. ESA 2000). The launch of the GOCE satellite is scheduled for
May 2008. The GOCE satellite relies on a sensor fusion concept. The core instrument is a three-axis
gradiometer, which consists of three orthogonally mounted pairs of accelerometers. This instrument
will measure the high frequency part of the Earth’s gravity field. The low frequency part of the Earth’s
gravity field will be determined by satellite-to-satellite tracking (SST) in high-low mode using the GPS
and GLONASS (cf. ESA 1999).

The GRACE and GOCE mission can be considered as complementary (cf. RUMMEL et al. 2002). While
the GRACE mission aims at the precise determination of the low frequency part of the static gravity field
and the temporal variations of the gravity field, the GOCE mission has the goal to determine the high
frequency part of the gravity field as precisely as possible. The processing of GRACE and GOCE mission
data are both computationally very demanding. One reason is the very large number of observations, which
are collected by the satellites. Another reason is the large number of parameters. Current gravity fields
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derived from GRACE data are described by approximately 33 000 spherical harmonic coefficients (cf. ITG-
GRACEO03 2007) resulting from a resolution up to degree and order 180. For gravity fields derived from
GOCE data, the number of parameters may exceed 70000 spherical harmonic coefficients, corresponding
to a resolution of higher than degree and order 270. In both cases, the spherical harmonic coefficients are
typically estimated by a least squares adjustment. The design matrices of both least squares adjustments
need tens of terabytes of memory. Thus, both least squares adjustments can be characterized as large least
squares adjustments. The computation of the design matrix is normally performed in parallel using computer
clusters or supercomputers.

Besides the size of the design matrices within the least squares adjustment, the size of the covariance ma-
trices is another problem. In case of the GOCE mission the number of observations will be approximately
100000 000 resulting in a covariance matrix which would require more than 70000 terabytes if it was fully
stored. For such large matrices, parallel computing techniques are not sufficient to handle them anymore.
Therefore, tailored algorithms are needed to incorporate the covariance matrices into the least squares ad-
justment.

In the case of the GOCE mission the SGG observations can be considered as stationary time series. Con-
sequently, their covariance matrix is a Toeplitz matrix, i.e. a matrix, in which each descending diagonal
from left to right is constant. For this reason it is possible to represent the covariance matrix of the SGG
observations by digital filters. This thesis is concerned with the modeling of covariance matrices by digital
filters and their integration within large least squares adjustments. Due to the large number of parameters,
the extremely large number of observations and their high correlations, the SGG observations provide the
best playground for this thesis. As the GOCE satellite has not been launched yet, the calculations within
this thesis are based on simulated test data, resulting from an end-to-end simulator (cf. DE SANCTIS et al.
2002).

1.2 Current State of Research

Concerning the SGG observations of the GOCE mission, there are basically two methods documented in the
literature, in which the covariance matrix is represented by digital filters: the PCGMA algorithm described
by ScHUH (1996) and the PCCG algorithm described by KLEES et al. (2003). Both use a preconditioned
conjugate gradient algorithm to determine the least squares solution. Furthermore, both use autoregressive
moving-average (ARMA) filters to model the covariance matrix. The point, where the methods differ with
respect to the use of digital filters, is the integration of the filtering into the adjustment procedure. SCHUH
(1996) follows the approach of decorrelating the system of observation equations by filtering. This requires
the filtering of the large design matrix in each iteration of the conjugate gradient algorithm. In contrast
to that, KLEES et al. (2003) avoid filtering the design matrix in each iteration of the conjugate gradient
algorithm. Here, the filtering is applied to the product of the design matrix and the parameter vector, which
corresponds to the gradient of the residual sum of squares. Because SCHUH (1996) filters the design matrix
with tens of thousands of columns and KLEES et al. (2003) the gradient, which is only a single vector,
the filtering is much less computationally demanding for the approach of KLEES et al. (2003). However,
the approach of KLEES et al. (2003) requires the design matrix to be computed twice, which is avoided by
ScHUH (1996). Which approach is less computationally demanding depends on whether the computation of
the design matrix or the filtering of the design matrix needs more calculation time.

The design of decorrelating filters is broadly addressed in the literature. In the context of the GOCE mission
KLEES and BROERSEN (2002) introduced suitable methods for estimating the filter coefficients. Further
improvements of the filter design are presented by SCHUH (2002), who introduced notch filters in order to
model peaks in the power spectral density of the measurement noise. However, the latter were not tested by
simulations with respect to gravity field recovery. In the fields of time series analysis (with the background
of econometrics) and signal processing (with the background of electrical engineering) there exists a great
deal of articles and books concerned with the determination of digital filters. The methods can be roughly
divided into time domain methods and frequency domain methods. A good overview over frequency methods
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is given by PINTELON et al. (1994) while time domain methods are discussed for example by FRIEDLANDER
and PORAT (1984) and SCHLITTGEN and STREITBERG (2001).

Besides the use of digital filters for the incorporation of the covariance matrix of the SGG observations, the
PCCG and PCGMA algorithm are equipped with several features. The PCGMA algorithm for example has
the following additional features:

Preconditioning In order to keep the number of iterations of the conjugate gradient algorithm low, precon-
ditioning is required. BOXHAMMER (2006) developed a tailored numbering scheme for the parameters,
the so-called free kite numbering scheme. By means of this numbering scheme it is possible to compute
a tailored preconditioner, the so-called kite matrix. The work of BOXHAMMER (2006) was based on
the work of SCHUH (1996) on this subject (cf. also BOXHAMMER and SCHUH 2006). BOXHAMMER
(2006) showed that a suitable choice of the kite matrix reduces the necessary number of iterations by
a factor of two compared to methods described by ScHUH (1996).

Regularization In the context of the GOCE mission, state-of-the-art regularization methods are given by
METZLER and PAIL (2005) (cf. also KocH and KuscHE 2002). Due to the sun-synchronous orbit of
the GOCE satellite there are no measurements over the polar regions while the rim of the polar caps
is characterized by a maximum data density. For this reason the zonal spherical harmonic coeflicients
are weakly determined. METZLER and PAIL (2005) developed a regularization method tailored for this
problem.

Monte Carlo variance component estimation In the case of the GOCE mission SGG and SST obser-
vations as well as the regularization information have to be combined in an optimal manner. Especially
the relative weighting of the different groups of observations is of importance. Variance component
estimation is a technique to determine the optimum relative weights (cf. KocH and KuscHE 2002).
ALKHATIB (2007) showed, how variance component estimation can by integrated into the PCGMA
algorithm based on Monte Carlo methods.

Monte Carlo estimation of the covariance matrix Besides the gravity field solution, given in terms of
a set of spherical harmonic coefficients, its accuracy is of special interest. The accuracy and correlations
of the estimated gravity field parameters are contained within the covariance matrix of the parameters,
which is the inverse normal equation matrix of the least squares adjustment. However, the computation
and inversion of the normal equation matrix is avoided by the PCGMA method, as it is computationally
very demanding. ALKHATIB (2007) developed a method for estimating the covariance matrix by means
of Monte Carlo methods, which can be integrated into the PCGMA algorithm.

In practice, one special item of concern is the handling of data gaps, which is problematic, because the
filtering relies on an uninterrupted observation time series. There are several strategies to solve this problem.
One strategy is to simply stop the filtering at each data gap and to restart the filtering after the data gap.
However, due to an effect, which is called the filter warm-up (cf. SCHUH 2003), the first observations at the
beginning of the filtering cannot be used within the least squares adjustment. If there are many data gaps
and if the filter warm-up is not short, one loses many observations in this way. Another strategy is therefore
not to stop the filtering at each data gap, which then requires to fill-in the data gaps. However, to compute
suitable fill-in values for the data gaps is problematic, as shown by KLEES and DITMAR (2004). Therefore,
KLEES and DITMAR (2004) favor another approach. Here, the problem of integrating the covariance matrix
into the least squares adjustment is reduced to the solution of a linear equation system with the covariance
matrix as equation matrix. The linear equation system is solved using the preconditioned conjugate gradient
algorithm, whereas the digital filters are used for preconditioning. However, this strategy introduces much
higher computational costs, which is confirmed by KLEES and DITMAR (2004).

1.3 The Objectives of this Thesis

This thesis addresses the use of digital filters for decorrelation within large least squares problems. The devel-
oped algorithms and methods are described from a general viewpoint rather than from narrower viewpoint
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of only adjusting the SGG observations. For the sake of generality, moving-average (MA) filters as well as
ARMA filters are considered. Furthermore, it is not assumed that a particular adjustment procedure, such
as the conjugate gradient algorithm, is used. Only basic matrix operations within least squares adjustment
operations are considered. Therefore, a general goal of this thesis is to describe problems and solutions in a
way, such that the reader is provided with guidelines, which he may use for different application scenarios.
In the chapter on the application scenario of the GOCE mission it is demonstrated, how these guidelines
lead to the decision, which of the methods for filtering should be used. Moreover, the following issues are
addressed in the chapters to follow.

1. identification of well-defined conditions for the modeling of the covariance matriz by digital filters

To identify conditions, which must be met by the observations in order to be statistically allowed to
apply digital filters for decorrelation, is important. Unless such conditions are well-defined, it is not
clear, when the methods described in this thesis may be used for some application scenario. Therefore,
this point is addressed at the beginning of this thesis in chapter 2.

2. clear exposure of the interrelation of the covariance matriz and the filter coefficients

One question to be answered is: How to design the digital filters? In order to formulate the goal of the
filter design, we have to expose the interrelation of the covariance matrix and the filter coeflicients.
This point is also addressed in chapter 2.

3. comparison and development of numerically efficient implementations of digital filters

Within this thesis we consider both recursive and non-recursive digital filters. Each in both groups
may be implemented by different methods. The methods to be compared range from straightforward
implementations of the filter equations to implementations exploiting the fact that filtering corresponds
to a convolution. Of special interest are block methods which either are well suited to make use of
optimized libraries such as the ATLAS library or reduce the computational complexity such as the
overlap-add method. The reason for this is that the large design matrix has to be filtered at least once
within a least squares adjustment procedure. The implementations are introduced and compared in
the first part of chapter 3.

4. exploration of numerically efficient integration of the filtering into least square adjustment procedures

How to implement digital filters is one question, how to integrate them into least squares adjustment
procedures is another. There are many different least squares adjustment procedures. To investigate all
of them in detail would be very extensive. However, there exists a small set of typical matrix operations,
which most of the least squares adjustment procedures make use of. Such a typical matrix operation
is for example the computation of the gradient of the residual sum of squares or the normal equation
matrix. In the last part of chapter 3 we explore numerically efficient ways of integrating the filtering
into least square adjustment procedures based on such typical matrix operations.

5. accurate investigation of the warm-up effect of digital filters

The first filtered values are not well decorrelated and must therefore not be used within the least
squares adjustment. This effect is called the filter warm-up. If there are many larger data gaps within
the observation time series, the digital filter is stopped at each data gap and restarted behind it. In
this case many observations may be lost for the adjustment due to the filter warm-up. For this reason
the filter warm-up will be thoroughly investigated in the first part of chapter 4. Furthermore, if it is
possible to avoid the filter warm-up, a numerical efficient method will be developed to do so.

6. development of a numerically efficient algorithm for computing suitable fill-in values for data gaps

The computation of suitable fill-in values for data gaps is not as simple as one might guess. We have
to take into account that the observations consist of a deterministic part and a stochastic part. A
numerically efficient algorithm for computing suitable fill-in values for data gaps is developed in the
last part of chapter 4.

7. selection and compilation of a set of suitable methods for determining the filter coefficients
The determination of the filter coefficients is already broadly addressed in the literature. Even in the
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context of the GOCE mission there exist some articles on this subject. However, there are still some
open questions. For example, by which methods the parameters of notch filter are best estimated.
Chapter 5 is dedicated to the design of digital filters.

. identification of the best filter implementation and integration for the application scenario

The application scenario of this thesis is the adjustment of the SGG observations of the GOCE mission.
In chapter 6 it will be described in detail, which of the filter implementations is most useful for this
application scenario. Furthermore, it is discussed in detail, which is the best way for integrating the
filtering into the least-squares adjustment procedure PCGMA.

. comparative study of different filter designs with respect to gravity field recovery from GOCE data

As the design of the digital filters is improved within this thesis, the question arises, how big the benefit
of the improved design is. In chapter 6 a comparative study of different filter designs with respect to
gravity field recovery from GOCE data is performed.

summary of major results and conclusions

For the sake of clarity the major results and conclusions are summarized in chapter 7. Within this
chapter it is also highlighted, which new algorithms and methods are developed in this thesis.
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In this chapter the basic interconnections between least squares problems and digital filtering are established.
We start with the well-known Gauss-Markov model which provides the theoretical basis for least squares
problems. After that, we formulate conditions for the observations, which must be met for the applicability
of the methods depicted in this thesis. We will focus on large least squares problems, i.e. problems in which
the number of observations is large and the number of parameters may be large, too. Therefore, the main
challenge is caused by the fact that, if the number of observations is large, their covariance matrix cannot
be stored.

Having discussed the Gauss-Markov model and the conditions for the applicability of the methods depicted
in this thesis, we proceed with describing three different approaches of representing the covariance matrix of
the observations:

e Toeplitz approach

e autoregressive (AR) process approach

e autoregressive moving average (ARMA) process approach
All three approaches are efficient with respect to both storage requirements and computational costs. After
that, we focus on the basics of digital signal processing. These basics provide us with the necessary theoretical
background for the following chapters. Furthermore, within the last section of this chapter, the link between
the coefficients of AR processes and ARMA processes and the covariance matrix of the observations is
established. With this knowledge, principles are formulated which must be followed during the design of

these filters, i.e. when the filter coefficients are estimated. Last but not least, some restrictions of the filter
design are investigated.

2.1 The Gauss-Markov Model

Before we start with the formulation of the Gauss-Markov model, we should clarify that we distinguish
between random variables, true values and realizations of random variables.

Random variable Random variables are used to describe the statistical properties of specific variables.
They will be denoted in capital letters such as L.

True value Normally, we do not have access to the true values of random variables. Nevertheless we use
them for modeling. We will denote true values in Greek lower case letters such as .

Realization Observations and parameters, which are derived from the observations, are considered as re-

alizations of random variables. They will be denoted in lower case letters such as [.

Using this notation, we can start formulating the Gauss-Markov model. The main reference for this section
is KOocH (1997), chapter 3.2. The Gauss-Markov model is defined by

E{L}= Az, Z{L}=3,c, (2.1)

wherein £ is the vector of observations, A is the so-called design matrix, « is the unknown vector of
parameters and X ., is the covariance matrix of the observation vector. The observations are often assumed
to follow a multivariate normal distribution (cf. KocH 1997, p. 127)

L~ N(AZC,EL;L). (22)
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The number of observations is generally larger than the number of parameters. Because of the unavoidable
measurement errors, the system of observation equations

l+# Ax (2.3)

is then inconsistent. In order to fix this inconsistency, we introduce the error vector e into the observation
equations

l=Ax+e. (2.4)

The measurement errors are then modeled by the random vector £, which stochastically describes the
deviation of the observation vector I to its true value X by

E{L} =FE{Axz+ &} = Ax + E{E}. (2.5)
Combining (2.5) with (2.1) we find
E{€} =0, X{&}=3¢¢. (2.6)

L and € both describe the stochastic properties of the measurement errors. They only differ from each other
in their expectation values. Therefore, their covariance matrices equal each other and we can abbreviatedly
write

S =Yg =3. (2.7)

One problem within this thesis is that the covariance matrix X is very large. For this reason we will model
the covariance by digital filters which mathematically corresponds to replacing it by the product of two filter
matrices. Another problem is the computation of the least squares estimates = for the unknown parameters
x. This is subject to least squares adjustment procedures. To find numerically efficient ways of connecting the
filtering and the least squares adjustment procedures poses a third problem. A direct formula for obtaining
the least squares estimates  is

T=(ATx'A) AT, ={x}=(ATzlAa)"L (2.8)

Herein, the random variable X describes the stochastic properties of the least squares estimates x. The
least squares estimates have the property to be the best linear unbiased estimator (BLUE) of the unknown
parameters x (cf. KocH 1997, p. 171). With the help of @, we then find that the adjusted observations 1
and residuals v are given by

1=Az, Z{L}=AATS='A)'AT (2.9)
and
v=I-1, Z{YV}=X-AA'S'A) A" (2.10)

Note, that the covariance matrix of the measurement errors, which we want to model by digital filters, is the
sum of the covariance matrix of the adjusted observations and the residuals, i.e.

Furthermore, it holds that
rank(Eyy) = N - M and rank(Xzz) = M, (2.12)

whereas M is the number of parameters and N is the number of observations. Formula (2.12) means that
both covariance matrices are positive semi-definite (cf. KocH 1997, pp. 174, 177), which turns out to be
problematic for the following reason. We do not know the covariance matrix 3 of the observations. However,
we have to determine the filter coefficients such that they model this covariance matrix. For this reason
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we typically use the residuals v as an approximation of the measurement errors e and estimate the filter
coefficients such that the residuals v are decorrelated. Unfortunately, this corresponds to modeling ¥y,
instead of 3, so that we systematically underestimate the covariances of the measurement errors. The reason
for this is that covariance matrices are positive definite or positive semi-definite matrices, which means for
example that the diagonal elements of 3, must be smaller or of equal size than the diagonal elements of X
in equation (2.11). However, if we have no a priori information about the covariance matrix 3 and no access
to the measurement errors e, then designing the digital filters such that they decorrelate the residuals v is
the best we can do.

In the section about the integration of the filtering into least squares adjustment procedures we will use
the term normal equations. It should be mentioned here that the normal equations can be obtained by
minimizing the residual sum of squares

v’ 'y — Min. (2.13)

(cf. KocH 1997, p. 174), which leads to the least squares estimates & in formula (2.8). The normal equations
are

AT Az = AT, (2.14)
wherein
N=A"x"'4 (2.15)

is the normal equation matrix and
n=A"%71 (2.16)

is the right hand side.

2.2 Boundary Conditions for the Observations

As mentioned in the introduction, the preferred method for the integration of the covariance matrix X into
a least squares adjustment procedure is the utilization of decorrelating digital filters. This and the other
presented methods in this thesis are not generally applicable to the Gauss-Markov model, which connects
the stochastic modeling of the covariance matrix of the observations by digital filters and least squares
adjustment procedures. In this section we will introduce the necessary conditions which have to hold for the
applicability of these methods. Furthermore, we will discuss additional conditions, which are often met for
problems in which these methods are considered. The additional conditions affect certain practical matters
like the warm-up length or the implementation of the filters.

Necessary Conditions

The following conditions for the observations must hold for the applicability of the methods within this
thesis. Some conditions are formulated for the residuals instead of for the observations. For the sake of a
clarity, we will again distinguish between random variables like £,, and realizations ,,.

Time Series A chronologically sorted series of observations lg, I, ..., [y_1, gathered in the observation
vector [, is called a time series (cf. SCHLITTGEN and STREITBERG 2001, p. 1). Often, we can imag-
ine that we could have obtained earlier observations [_1,1 o, ..., l_o or subsequent observations
INy IN$1, -y loo (cf. HAMILTON 1994, p. 25). Not to know the earlier or subsequent observations
poses a special problem, which requires an adequate handling. We will discuss this in detail in sec-
tion 4.1. In many practical circumstances the time interval between two succeeding observations is the
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same for all observations. That is the case, if ¢,, is the time of the observation /,, and ¢, is the time
of the succeeding observation /,,4; and

At =t,1 —ty (2.17)

is a constant value for all n. Though this latter property is not necessary for observations to be a time
series, we will require it as well in order to be able to do meaningful spectral analyses easily.

Normal Distribution The observations follow the multivariate normal distribution N(Az,3). In for-
mula (2.2), we have this condition already assumed to be met. Therefore, the residual time series v,
follows the multivariate normal distribution

v~ N(0,3), (2.18)

as stated in (2.6). A time series, which follows the normal distribution is said to be Gaussian. The
following conditions aim at the residual time series v, rather than at the observations time series
l,. The reason for this is, that the expectation E{L,} is not independent of the index n, since the
observations contain a deterministic trend. However, our goal is to decorrelate the observation time
series [,, and therefore only the covariance matrix X, of £, is relevant. Thus, we can switch from the
observation time series [,, to the residual time series v,,, whose covariance matrix 3y, equals X, as
stated in (2.7).

Stationarity The residual time series v, is stationary. This means, that the probability distribution of
Un+m 18 independent of the index m for all n (cf. HAMILTON 1994, pp. 45, 46). As a consequence the
moments of the probability distribution such as mean, variance, skewness or kurtosis do not chance
over time. If only the first and second moments do not change over time, the time series is said to be
weakly stationary. This is the case, if

E{V,} =v forall n (2.19)
and
E{(Vn — E{Vn}) Vaik — E{Vnsr})} = for all n and any k, (2.20)

wherein v is the expectation value and v, is the autocovariance function of the time series v,, (cf. HAMIL-
TON 1994, p. 45). As E{V,} = 0 according to (2.6), the condition (2.19) is always met for the residual
time series of a Gauss-Markov model. Therefore, equation (2.20) becomes

E{V:Vpir} =, forall n and any k, (2.21)

and poses the actual condition. If in addition the time series v,, follows the normal distribution, then
weakly stationarity coincides with stationarity (cf. HAMILTON 1994, p. 46). Thus, within this thesis
we use the term weakly stationarity tantamount to the term stationary, as we only consider Gaussian
time series.

Stationarity is important, because it forms the shape of the covariance matrix 3 of the residuals v,.
With equation (2.20) we find that 3 has a Toeplitz structure

Yo Al t YN—-2 YN-1
Y1 Y0 71 YN -2
= T C (2.22)
TYN-2 "
IN-1 IN-2 - At Yo

This structure permits the application of algorithms based on the fast Fourier transform (FFT) and
other fast algorithms.
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Ergodicity The observation time series is ergodic. Let us suppose that we possess not a single realization v,
but an ensemble of realizations v%o), ”U7(ll), ey ’U»SLJ_l). Ergodicity now means that the ensemble averages
and the time averages converge against each other (cf. HAMILTON 1994, pp. 46, 47). For example a

time series v,, is said to be ergodic for the mean if

1 N-1 1ol
im — () — lim = () —
]\}Enoo N ;) v = thr;o 5 Zovnj =E{V,}. (2.23)
n= Jj=

However, we typically possess only one realization v,. Therefore, we need a criterion which does not
depend on ensemble averages. A sufficient criterion is the following: If the time series v,, is Gaussian
and its covariance function +; is absolutely summable, i.e.

>l < oo, (2.24)
=0

then the time series v, is ergodic (c¢f. HAMILTON 1994, p. 47). This condition implies that the corre-
lations numerically decay for some index j to zero, because |y;| — 0 for j — oo (cf. FORSTER 1983,
p. 38, theorem 2 and 3). Ergodicity is important, because if a time series is not ergodic, we cannot
recover the parameters describing the underlying process.

Correlation Length The correlation length of the residual time series is smaller than the length of the
residual time series. Within this thesis, the correlation length is defined to be the smallest index, for
which the autocovariance function numerically approaches zero. Therefore, the correlation length is the
smallest value j for which

|ve| <e forall k>j (2.25)

holds, wherein ¢ a small positive number representing numerical zero (¢ is used in this sense throughout
this thesis). Thus, the condition states that N > min(j), wherein N is the length of the residual time
series and min(j) is the correlation length. It follows, that the covariance matrix X of the residuals
approximately has a banded structure.

W Ymmg O O
' Ymin(5)
0 i K Ymin(5)
: ' Ymin(j) e Yo
L 0 e 0 Ymin(5) Y

Note, that ergodicity already implies that the correlations decay to numerical zero. However, this
condition is more restrictive. This condition is also important, because if it is not met, we cannot
recover the parameters of the underlying process and the warm-up length of the filter exceeds the
length of the time series.

Additional Conditions

Number of Observations and Parameters The methods within this thesis are only considered, when
the number of the observations is large. Then, it is not possible to store the covariance matrix X of the
observations within the memory of a normal computer, even when it has a banded structure. For small
problems, where the number of observations is small, 3 can be stored within the working memory and
its integration into least squares adjustment procedures can be performed straightforward.
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Within adjustment procedures, we need to apply 3 at least once to the design matrix A, if the normal
equation matrix cannot be approximated by means of analytical formulas. If not only the number
of observations is large, but also the number of parameters, then the design matrix A is large, too.
Therefore, applying 3 to A can be a computationally time-consuming task. In this case, it is desirable
to use computationally efficient algorithms. Chapter 3 deals with this problem.

High Correlations The observations can be highly correlated. If this is the case, then the entries of the
covariance matrix X of the observations decay only very slowly to zero with increasing distance from
the main diagonal. For some methods presented in this thesis, this implies an increased computational
effort. Some methods may even be ruled out because of their also increased memory requirements.

2.3 Compressed Representations of the Covariance Matrix

Within this thesis the focus lies on least squares problems in which the number of observations is large.
Therefore, the representation of the covariance matrix of the observations in (2.1) must be chosen with care.
It has to be efficient with respect to both memory requirements and computational costs. In this section we
introduce three efficient approaches of representing the covariance matrix of the observations. These three
approaches rely on the conditions formulated in section 2.2. They are described for example by SCHUH (1996)
(chapter 3) or by DITMAR et al. (2003) or by KLEES et al. (2003). In this section we concentrate on the
relation of these approaches to the covariance matrix of the observations. How they can be implemented and
integrated into the Gauss-Markov model (2.1) will be discussed later on in chapter 3.

Toeplitz Approach

This approach exploits the stationarity of the observations. As already stated in (2.22), the covariance matrix
of the observations has a Toeplitz structure, if the observations are stationary. Therefore, the covariance
matrix can be simply represented by its first row. This is the most straightforward representation. Another
condition in section 2.2 states that the correlation length must be shorter than the number of observations.
Hence, it is possible to store only the first non-zero part of the first row of the covariance matrix, whereas
the term non-zero is regarded from a numerical point of view.

AR Process Approach

Another way of representing X is to model the stochastic behavior of the residuals V in (2.6) by a Gaussian
autoregressive (AR) process. Such a process is described by

P

Vo= ey with ¥ ~N(0,I), (2.27)
k=0

wherein I denotes the identity matrix (cf. HAMILTON 1994, p. 58). Herein, X, is tantamount to V,,. We
deliberately do not use V,, within this equation. The reason for this is derived in the following.

In principle, such a process is defined for all n € N. However, the observations are only known for n =

0,1, ..., N — 1. Therefore, we define
T T
X (X ] ]

and y = D)U e yN,1 (228)

)

whereas all X, with n < 0 in (2.27) are set to zero, which is commonly performed in practice (cf. SCHUH
1996, pp. 36,37). Hence, we find

y=HX, (2.29)
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wherein
ho 0 e 0
H = h} h.o (2.30)
: 0
hn-1 hn—2 -+ ho

As matrix H is a lower triangular matrix with Toeplitz structure, it is invertible if hg # 0 (cf. KocH 1997,
pp- 23-26). We denote the inverse of H by G, i.e.

H=G" (2.31)
According to equation (2.29) we find
X =Gy (2.32)

for the filtering (cf. BURRUS 1972), wherein

90 0 )
g=| " o (2.33)
gN-1 9gn-2 - 9o

Matrix G is also a lower triangular matrix with Toeplitz structure. How it can be computed without inverting
H, is shown in section 2.4. Applying variance propagation (cf. KocH 1997, p. 108) we obtain

X} =GZ{Y}GT =GG", (2.34)

because 3{Y} = I according to (2.27). When designing the filter, our goal is to determine the filter coeffi-
cients hy, such that

X} = GG ~2{V} =3%{L}). (2.35)

However, equality cannot be achieved, because GG does not generally posses a Toeplitz structure while
3. does. This is the reason why we deliberately did not use V), within equation (2.27). The source of this
problem is found in setting all X, to zero for n < 0. A detailed discussion of this problem and the problem’s
solution is given in chapter 4 of this thesis.

ARMA Process Approach

The third way of representing the covariance matrix of the observations is to model the stochastic behavior
of the residuals V by a Gaussian autoregressive moving-average (ARMA) process. The advantage of this
approach is, that this representation is much more compressed and therefore less memory demanding than
the Toeplitz approach or the AR process approach. The drawbacks are, that the filter design and the filter
implementation are more complicated than the implementation of the other two approaches.

A Gaussian ARMA process is defined by

P Q
Vo= bk + Y ajdn; with ¥~ N(0,T), (2.36)

k=0 j=1

wherein I denotes the identity matrix (cf. HAMILTON 1994, p. 58). As for the AR process approach, the
observations are only known for n =0, 1, ..., N — 1. Thus, we define again
:|T

X = [XO"'XNA]T and Y = [3}0"'ny1 , (2.37)
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whereas all X, and ), with n < 0 in (2.27) are set to zero. Using these definitions and rearranging (2.36),
we find

AY = BX, (2.38)
wherein
M1 0 0 0 0]
a1 bp O 0 0
: 0 0 O bp - by O - 0
A: _aQ e —a; 1 ',. : : and B: 0 _'. . (2.39)
0 oo 00 : bp - by O
: . o—ag o —a 1 0 L0 -~ 0 bp -+ bo]
L0 0 —ag - —ay 1]

As matrix A is lower triangular matrix and its main diagonal is non-zero, it is invertible (cf. Kocn 1997,
pp- 23-26). Therefore, we find

Y=A"'BXx. (2.40)
Apparently, the ARMA process approach is connected to the AR process approach by
H=A"'B, (2.41)

wherein H is lower triangular matrix with Toeplitz structure as in (2.30). If by # 0, matrix B is invertible,
because it is a lower triangular matrix with Toeplitz structure (cf. KocH 1997, pp. 23-26). Then, we find

X =B lAYy (2.42)
and it follows
G=B'A, (2.43)

wherein G is lower triangular matrix with Toeplitz structure as in (2.33). If matrix A and matrix B are
given, we can compute matrix H and if by # 0 also matrix G, which indicates that we can convert a Gaussian
ARMA process into a Gaussian AR process. These two approaches are obviously closely associated with each
other. In section 2.4 we will find more details of this interconnection. Within the filter design, our goal is to
determine the filter coefficients a; and by such that

S{X}=GG' =B 'AA'B T & 2{V} =={L}. (2.44)

As for the AR process approach, equality can never be achieved, because G is a lower triangular matrix and
therefore X{X'} does not posses a Toeplitz structure while 3X{L} does. Here, the reason for this is, that A,
and YV, with n < 0 in (2.27) are set to zero. Similar to the AR process approach, a detailed discussion of
this problem and the problem’s solution is given in chapter 4 of this thesis.

2.4 Selected Basics of Digital Signal Processing

This section provides the necessary theory of digital filters which can be found in the standard literature on
signal processing and time series analysis like OPPENHEIM and SCHAFER (1999), HAMILTON (1994), Box
and JENKINS (1970) and SCHLITTGEN and STREITBERG (2001). Only those elements are described which
are relevant for the application of the Toeplitz approach, AR process approach and ARMA process approach
in section 2.3. It constitutes the basis for the implementation of these approaches. Furthermore, this section
tries to answer the following questions.
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e What is the relationship between the filter coefficients and the covariance matrix of the observations?
The answer to this question provides the interconnections between the Toeplitz, AR and ARMA ap-
proach. Moreover, the practical computation of the matrices G in (2.33) und H in (2.30) will be
described.

e Which criterion is relevant for the design of filters?
The relevant quantity is the power spectral density which is the spectral representation of the auto-
covariance function in (2.20). Therefore, the criterion is the quality of the adjustment of the power
spectral density of the filter to the power spectral density of the residuals V. Furthermore, the process
should be stationary, because it models a stationary time series, and the filters should be stable which
means that for a bounded filter input the filter output is bounded, too.

e Which restrictions do we have to accept for the design of filters?
A high quality of the adjustment of a filter to the spectral noise characteristics of the residuals comes
along with a long warm-up of this filter. Furthermore, a high resolution of the power spectral density
of the residuals unavoidably leads to a low resolution in the time domain.

Fourier Transform

The stochastic characteristics of the residuals can be interpreted more easily in the frequency domain than
in the time domain. The Fourier transform is therefore a very important tool for analyzing the residuals.
Often, only a finite set of values xg, x1, ..., ny_1 of a time series x,, is available. After assuming that this
finite set of values is repeated periodically, i.e.

ey LQy ooy TN—1y LQy v v vy TN—1y -+« (245)

the Fourier transform becomes the discrete Fourier transform (DFT). The fast Fourier transform (FFT) is
a very efficient algorithm for evaluating the discrete Fourier transform of such periodic time series. Many
algorithms presented in this thesis make use of the FFT. Therefore, we start this section with the Fourier
transform of time series and the DFT.

The Fourier transform of a time series z,, is defined by

X(w)=Flan} = D wne ™, (2.46)

n=—oo

wherein w is the normalized angular frequency (cf. OPPENHEIM and SCHAFER 1999, p. 51). This equation is
usually evaluated for w € [—m, 7], though it may be evaluated for any interval of width 27, because X (w) is
periodical with a period of 27 (cf. OPPENHEIM et al. 1983, pp. 308, 309). The corresponding inverse Fourier
transform (cf. OPPENHEIM and SCHAFER 1999, p. 51) is defined by

17 .
T, =F HX(w)} = o /X(w)e”“”dw. (2.47)
™
In practice, the time series x,, is only given for n =0, 1, ..., N — 1. Therefore, we define
T
T = [350 1. IN_l} (2.48)

Then, the discrete Fourier transform (DFT) of the vector x is denoted by
y = F{x}. (2.49)

The application of the DFT implies, the elements x are repeated periodically as in (2.45) (cf. BRIGHAM
1988, chapter 6). Therefore it matters, whether we write F{x,} for time series x,, which are generally



2.4. Selected Basics of Digital Signal Processing

21

non-periodically, or F{x} for vectors, which implies that the corresponding time series is periodic according
to (2.45). Each element of vector y can be computed by

N-1
Y = Z Tpe ™r for k=0,1,..., N —1, (2.50)
n=0
wherein wy, = 2% (cf. OPPENHEIM and SCHAFER 1999, p. 626). The inverse discrete Fourier transform

(IDFT) is denoted by
y=F =z} (2.51)

The elements of vector & can be reconstructed by
| N1
mnzﬁkz_:oykem“’“ forn=0,1,...,N—1 (2.52)

(cf. OPPENHEIM and SCHAFER 1999, p. 626). We can compute the DFT and IDFT of vectors very efficiently
by FFT algorithms. The complexity of the computation is proportional to O(NIn N) (cf. OPPENHEIM and
SCHAFER 1999, p. 706). If N = 2%, whereas k is a positive integer value, the complexity of the computation
is proportional to O(N logy N) (cf. OPPENHEIM and SCHAFER 1999, p. 710). If desired, we can compute
the DFT or IDFT in-place (cf. OPPENHEIM and SCHAFER 1999, p. 716). It should be mentioned that FFT
algorithms can be derived for any basis, though the basis is typically the value 2.

Filter Equation

The basic equation for filtering with an ARMA filter is obtained by replacing the random variables in (2.36)
by their realizations (cf. OPPENHEIM and SCHAFER 1999, p. 37).

P Q
Yn = Z bpTy_k + Z jYn—j- (2.53)
k=0 =1

Herein, y,, is the filtered time series and can be understood as the filter output, while x,, is the filter input.
The corresponding process is described by equation (2.36), which is repeated here for convenience.

P Q
Vo= biXo i+ a;Vn ;. (2.54)
k=0 j=1

If @ = 0, then equation (2.53) describes moving-average (MA) filters and equation (2.54) describes AR
processes, respectively. If P = 0, equation (2.53) describes AR filters and equation (2.54) describes MA
processes, respectively. MA and AR filters can be regarded as special cases of ARMA filters. Therefore, we
do not need to discuss them separately. For each filter equation there exists a corresponding process equation.
Typically, we will use (2.53), when we address the application of the filter while we use (2.54) to describe
the stochastic properties of the filter.

Impulse Response

The impulse response h,, of an ARMA filter is a time series which describes certain properties of the filter.
It is obtained by filtering an unit impulse d,, which is defined by

1, if n=
g, =L tn=0 (2.55)
0, otherwise
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(cf. OPPENHEIM and SCHAFER 1999, p. 12). After filtering this time series by equation (2.53), we get the
impulse response h,, of a filter (cf. OPPENHEIM and SCHAFER 1999, p. 24).

P Q
hn = Z bkdn_k + Z ajhn_j (256)
k=0 j=1

The filters we consider are causal. That is, for calculating the filtered value y,, in (2.53), we do not use values
Yn Or T, of the future. We use only values xj and y, with & < n. As a consequence of this, the impulse
response h,, is one-sided (cf. OPPENHEIM and SCHAFER 1999, p. 251). That means, h,, = 0 for n < 0.

The time series y,, and x,, are not only connected by equation (2.53), but also by the impulse response.

Yn = Z hiTp—r = hy, * x,, (2.57)

k=—o00

Both the impulse response and the filter equation can be use to determine y,. The impulse response is
therefore an equivalent description to (2.53) of the filter.

Note, that for MA filters @ = 0. Therefore, the impulse response of MA filters is given by

P
hn =Y brdn k. (2.58)
k=0

Because only for k = n the impulse d,,_j is non-zero, we find h, = by for MA filters. It is an interesting
fact that the impulse response of an MA filter equals its filter coefficients. This also implies that the impulse
response of MA filters is finite in contrast to the impulse response of ARMA filters, which is infinite. In order
to highlight this difference between MA filters and ARMA filters we write

P
Yn = Z hkxn—k = hn * T, (259)
k=0

for the filter equation of MA filters. The term moving-average filter is motivated by the fact that each value
yn of the filtered time series is a weighted average of the values x,,, ..., x,_p. As this average moves along
the time series x,, as the index n changes, the corresponding filter is called a moving-average filter. This
principle is shown in figure 2.1.

© X2 T_1| Lo L1 IN-1| TN TN41 "

" Y2 y—ll Yo W YN-1| YN YN+1 -

Figure 2.1: Each value y, of the filtered time series is a weighted average of the values x,,, ..., x,_p. As
this average moves along the time series x, as the index m changes, the corresponding filter is called a
moving-average filter. Note, that in practice only values z,, n =0, ..., N — 1 are known and the values y,,,
n=20,..., N—1 are computed.

The fact that for MA filters the filter coefficients coincide with the impulse response, indicates that ARMA
filters can be converted into MA filters by means of the impulse response. However, the order P of the
resulting MA filter is then in principle infinite. We will investigate such conversions in more detail later in
this section.
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z-Transform

The z-transform of a time series is defined as
X(Z) = Z{l‘n} = Z xnzina (260)

wherein z is a complex variable (cf. OPPENHEIM and SCHAFER 1999, p. 179). It is the discrete counterpart of
the Laplace transform. Furthermore, if we substitute z = €', equation (2.60) becomes the Fourier transform
in (2.46). The multiplication with 27! can be regarded as time shift, because

Tz ® =24 (2.61)
holds for integer values of k (cf. HAMILTON 1994, p. 26). Therefore, z=! is often called backward shift
operator (cf. Box and JENKINS 1970, p. 8), lag operator (cf. HAMILTON 1994, p. 26) or delay operator. In
order to illustrate the values of z, we plot them in the so-called z-plane. Along the abscissa of the z-plane we

plot the real part R(z) of the complex variable z and along the ordinate of the z-plane we plot the imaginary
part $(z) (cf. OPPENHEIM and SCHAFER 1999, p. 181).

Transfer function

The transfer function of an ARMA filter is the z-transform of the filter equation, which is given by

Pk
b
H(z) = —Zk:3 S (2.62)
1= 279

(cf. OPPENHEIM and SCHAFER 1999, p. 250). This function is denoted by H (z), because it is closely connected
to the impulse response (2.57) through

H(z) = i hyz k. (2.63)
k=—oc0

Tt relates the input and output of a filter in terms of the z-transform (cf. OPPENHEIM and SCHAFER 1999,
p. 245).

Y(z) = H(2)X(2) (2.64)

Herein, X (z) and Y (2) are the z-transforms of x,, and y,,. By evaluating (2.64) for z on the unit circle in the
z-plane, i.e. z = e, we find

Flyn} = H(e)F{an}, (2.65)

wherein F{z, } and F{y, } are the Fourier transforms of x,, and y,, according to (2.46) and w is the normalized
angular frequency (cf. OPPENHEIM and SCHAFER 1999, p. 246). Therefore,

Zf:o bkefiw
1- Z?:l aje”™

H(e™) = (2.66)

describes the spectral properties of the filter, which are essential for its decorrelation capability.
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Phase Response and Amplitude Response

The Fourier transform of a time series z,, can be expressed in polar form by phase and amplitude (cf. Op-
PENHEIM and SCHAFER 1999, pp. 51, 52).

]:{xn} = |*7:{xn}|€<(}-{m"}) (2.67)

The phase is defined as

= T, }) = arctan S(FHan})
Vo (w) = <(F{zn}) tan S ) (2.68)

while the amplitude defined by
Az (w) = [F{zn}. (2.69)

The phase and amplitude of x,, and y,, are connected by the phase response

S(H(e™))

¥ (w) = arctan ————=, 2.70
and the amplitude response

A(w) = |H(e™)] (2.71)
of the filter. Because

U e R AT

= [H ()| F{a, Y<MD o) (2.72)

holds, we find

Ay(w) = |Flyn}| = [H(e™)|F{an}] = Aw)As(w) (2.73)
for the amplitude and

Uy (w) = A(Flyn}) = <(H (™)) + A(Fzn}) = ¥(w) + Vu(w) (2.74)

for the phase of z,, and y,, (cf. OPPENHEIM and SCHAFER 1999, p. 246). When designing a filter, there are
typically requirements for both phase response and amplitude response. Which one is more important for
the design of decorrelating filters, will be clarified in the following.

Power Spectral Density and Autocovariance Function

The power spectral density and the autocovariance function both describe the same properties of a filter or
a time series. For the latter, we have to switch from the realization x,, of a time series to its corresponding
random variable X),. The reason for this is that the power spectral density and the autocovariance function
are only defined for random variables. Note, that we only consider stationary time series and processes.

The expectation of a time series X, is given by
px = E{X,} (2.75)

(cf. SCHLITTGEN and STREITBERG 2001, p. 95). Since we require X, to be stationary, py is independent of
the index n. The autocovariance function of a real-valued stationary time series X, is defined by

Yxx ke = E{(X — pa)( Xtk — px)} (2.76)
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There exist two different definitions of the term autocorrelation function. The first definition
Txx,k
Pxx k= ——" (2.77)

corresponds to a normalized version of the autocovariance function. The other definition of the autocorrelation
function of a stationary time series X, is

¢XX,I@ = E{Xan+k} (278)

(cf. SCHLITTGEN and STREITBERG 2001, p. 97). Throughout this thesis, we will use the term autocorrelation
function only according to the definition in (2.78). Note, that the autocovariance function is centralized while
the autocorrelation function is not. The autocovariance and autocorrelation function are connected by

bxxk = Vaxk + - (2.79)

Note, that due to the stationarity of X, the autocorrelation function ¢, and the autocovariance function -y
are independent of the index n and symmetric around k& = 0, i.e. dxx r = dxx,—k and Yxxr = Yxx,—k
(cf. HAMILTON 1994, p. 46).

The power spectral density ® xx (w) is the discrete Fourier transform of the autocorrelation function (cf. Op-
PENHEIM and SCHAFER 1999, p. 74).

Prx(w) = Floxxr} (2.80)

After defining E{X?2} = ¢xx,0 to be the power contained in the time series &, the power spectral density
shows how much power of X, belongs to certain parts of frequencies. Therefore, %@ rx(w)dw is the average
contribution of the frequency components of &), between the frequencies w and w + dw to the total power
E{X2%} = ¢xx,0 of X,. Following this interpretation, we find for the total power E{X?} of the time series

1 ™
B{X}} = ¢xxo = Py /‘Pxx(w)dw (2.81)

(cf. OPPENHEIM and SCHAFER 1999, p. 74).

We assume that ), follows the Gaussian distribution Y, ~ N(0,1). Then, it holds that py = 0 for processes
according to (2.54). In this case ¢pxx x and yxx  are identical.

bxxk = Yxxk, i px =0 (2.82)

Thus, the power spectral density @y (w) indicates how the variance 0% = yxx o is spread over the frequen-
cies from —m to w. Let us consider a time series W,,, having a zero mean and being uncorrelated. For such a
time series we find

2 .
oy, if k=0
= . 2.83
PWW.k {0, otherwise ( )

Because ¢ i equals a scaled impulse, its Fourier transform is a constant value for all frequencies.
Dyyw (W) = F{lowwi} = oy (2.84)

In physics, one basic property of light is its frequency, perceived by humans (and other living creatures) as
the color of the light. If all frequencies contribute the same power, we perceive white light. In analogy to
that, the uncorrelated and stationary time series W, is referred to as white noise (cf. HAMILTON 1994, pp.
47, 48). All time series with a non-constant power spectral density are referred to as colored noise, also in
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analogy to the colors of light in physics. Other examples of colored noise are pink, brown and black noise.
Their power spectral densities are defined as follows (cf. CUDDINGTON and Yobpzis 1999).

k=1 pink noise
DPyx(w) ~ wk k=2 brown noise (2.85)
k=3 black noise

The autocorrelation function of a filter is defined by
a= Y hihiy=hyth_p, (2.86)

k=—o0

which corresponds to correlation of the impulse response of the filter with itself (cf. OPPENHEIM and SCHAFER
1999, p. 73). It connects the autocorrelation function of the time series X,, and the filtered time series ),
in (2.53) by

Gyyr = D bxxh-icl = dxx,*c (2.87)

l=—o00

which is a convolution of the autocovariance function of X, with the autocorrelation function of the filter.
The power spectral density of a filter is defined by

P(w) = F{a} (2.88)
(cf. OPPENHEIM and SCHAFER 1999, p. 74). It can also be computed by
P(w) = |H(e™)|? = H*(e™)H (™), (2.89)

wherein H*(e™) is the complex conjugate of H(e™). It connects the power spectral densities of X, and Y,
by

Pyy(w) = P(w)Pxx(w). (2.90)

Our goal is to design a filter, such that the time series ), corresponds to white noise. Therefore, our goal is
to chose P(w) such that ®yy(w) =1 for all w. Obviously, we have found the best filter, if

1

Pw) = 7@;\9’\?(&0)

(2.91)

holds.

We will now establish the link between the filter and the covariance matrix 3 in (2.8). Because the residual
time series V), is regarded as a stationary time series, the covariance matrix Xy, of the residual vector

V=[ WV - Yy (2.92)

has a Toeplitz structure (cf. section 2.2). Furthermore, the time series V,, has a zero mean, i.e. E{V,,} =0
(cf. section 2.1). Therefore, the covariances

VoV = E{(Vn = EVa}) Vnsk — E{Vnsi D} = v e = E{VaVotr} = dvvi (2.93)
are equal to the autocorrelation function of V,. Thus, the elements of 34y, are given by

dvv,0 dyv1 o Ovy.N-1

dvv.1 dvvo ot Ovy.N-2
Y=3yy = : : . . (2.94)

PV N—1 DV N—2 - Pyyo
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Now, the link is given by the design goal for the filter in (2.91). We have ®yy(w) = P~1(w) and
OV Vs = Gvve = F H{Oypp(w)} = FH{P ™ (W)} (2.95)

This equation is the link between the filter and the covariance matrix 3 in (2.8). Since the power spectral
density P(w) = |H(e™)|? of the filter depends only on its amplitude response A(w) = |H (e™)|, the phase
response ®(w) of the filter is irrelevant within the design of decorrelating filters.

In practical situations, we need to estimate the autocovariance function and the power spectral density from
a given time series

e R 2
A commonly used estimator for the autocovariance function yxx 1 is
| Nkt 1
Coak = 3 ; (@n = me) (Tn ik = ma) = 5 (@0 = my) * (T = Ma), (2.97)

wherein m, is the mean of z,, (cf. Box and JENKINS 1970, p. 32). Note, that this estimation is biased
towards zero.

| Nl
me = o Z Tn, (2.98)
n=0

We can estimate the autocorrelation function ¢xx 1 by

1 N—-k—1 1
fa;z,k = N Z TnTntk = N'rn *T_n. (299)
n=0

An efficient computation of f, j is given via the FFT and IFFT by

faos = P HF (@) F )} (2.100)

(cf. OPPENHEIM and SCHAFER 1999, p. 65). The power spectral density ® yx(w) can be estimated by

Pro(w) = F{foar} = %}'{xn}]—‘*{xn} = %|}'{mn}|2 (2.101)

(cf. OPPENHEIM and SCHAFER 1999, p. 888). An estimation of the power spectral density is referred to as
a periodogram. Note, that N P, (w) is equal to the squared amplitude response A2(w). Of course, there are
many other estimation methods for the autocovariance function and the power spectral density. For example
we could use a window function to reduce the spectral leakage (cf. BRIGHAM 1988, pp. 178-188) combined
with Welch’s method (cf. WELCH 1967) in order to obtain a smoother estimate of @y x (w).

Zeros and Poles

The transfer function H(z) in (2.62) can also be expressed by
_ Naebe™ Tl (- B

H(z) = Q - =bo Q 1
1—2].:1 a;z=7 szl(l—ajz* )

as any polynomial p(z) = ag + a1z + azz? + ... can be factorized into factors p(z) = (r; — 2)(ra — 2)...,
whereas the ry, are the roots of the polynomial (cf. OPPENHEIM and SCHAFER 1999, p. 250). Herein [ are
the zeros and «; are the poles off H(z). The position of zeros and poles play an important role for the design
of highpass, lowpass and notch filters. In section 3 it is shown that even the realization of an ARMA filter
is affected by the position of zeros and poles. For now, we will use the position of the zeros and poles only
as a tool to determine, whether a filter is stable or not.

: (2.102)
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Stability and Stationarity

A filter is called stable, if the poles «; of the transfer function H(z) lie inside the unit circle of the z-plane,
ie. |oj| < 1. A stable filter has the property, that for a bounded time series x,,, the filtered time series
yn is bounded, too. Furthermore, stable filters have a minimum-phase transfer function (cf. OPPENHEIM

and SCHAFER 1999, p. 255). This means, if h%min) is the impulse response of the minimum-phase transfer
function and h,, is the impulse response of any other non-minimum-phase transfer function which has the
same power spectral density, then

D lhl? <Y R (2.103)
m=0 m=0

holds (cf. OPPENHEIM and SCHAFER 1999, p. 298). Hence, the energy of the impulse response of a minimum-
phase transfer function has the highest concentration near to n = 0 in comparison to any other transfer
function. Therefore, stable filters automatically have the best possible localization property in the time
domain. Another property of a stable filter is, that its impulse response h,, decays to zero, as n approaches
infinity.

lim h, =0 for stable filters (2.104)
This follows from the fact, that
oo
> Jhal <0 (2.105)

holds for stable filters (cf. OPPENHEIM and SCHAFER 1999, p. 251 and FORSTER 1983, p. 38, theorem 2
and 3). We will make use of this property in many of the algorithms within this thesis.

A process is stable, if the zeros §, of the transfer function lie inside the unit circle of the z-plane, i.e. |G;| < 1.
Stable processes are also stationary. After defining the inverse transfer function

(2.106)

and the process corresponding to the transfer function H(z) is stable, then the impulse response g,, of G(2)
decays to zero, as n approaches infinity.

lim g, =0 for stable processes (2.107)
n—od
Analog to stable filters, this follows from the fact, that
> gnl < o0 (2.108)

holds for stable processes (cf. OPPENHEIM and SCHAFER 1999, p. 251 and FORSTER 1983, p. 38, theorem
2 and 3).

If a zero () or a pole a; of a filter lies outside the unit circle, we may stabilize the filter by changing the
transfer function H(z) (cf. OPPENHEIM and SCHAFER 1999, p. 288). We start by expressing the pole or zero
in polar form.

a; = ra].e%a' or [ =rg.e’ (2.109)
Then, we substitute the radius of the pole or the zero for its reciprocal value.
1 1
o = 76@"-7‘ or ﬂk = %8s (2110)
Taj T8y

The power spectral density of the stabelized filter will remain the same as the power spectral density of the
original filter. Thus, the decorrelation capability of the filter remains unaffected, too. Only if poles or zeros
lie on the unit circle, we cannot stabilize the transfer function without altering the corresponding filter’s
decorrelation capabilities. However, for some types of highpass filters, such as Butterworth filters, the zeros
of the filter lie on the unit circle. Though the filter is still stable, the corresponding process is not stationary.
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Localization Features of Filters

In many applications it is desirable for a filter to have good localization features in the time domain. In
our case, this means, that local phenomena such as outliers remain local after filtering. For a given filter
characteristic, a stable filter provides the best possible localization features. Furthermore, it is desirable
to keep the impulse response h, of the stable filter as short as possible in order to obtain even better
localization features. However, Fourier’s uncertainty relation states, that the product of the resolution in the
time domain and the resolution in the frequency domain must exceed a certain constant. From this it follows,
that increasing the localization features of the filter results in decreasing its decorrelating capabilities. Here,
we have two contradicting requirements. Because the decorrelating capabilities of the filter affect the quality
of the solution (2.8) of the least squares problem, they are by far more important than the localization
features of the filter.

From this discussion, we can conclude that the localization features of the filter in the time domain mainly
depend on the noise characteristics of the residuals in the Gauss-Markov model in (2.1). If the power spectral
density of the residuals contains local phenomena with respect to frequency, then the impulse response of
the filter will be long. For example, such local phenomena can be peaks in the power spectral density.

Conversions between AR, MA and ARMA Processes

Every filter is uniquely characterized by the impulse response of its transfer function. As the impulse response
of AR filters equals the filter coefficients, it is possible to convert AR and ARMA filters into MA filters only
by computing their impulse response h,, and then using these values as filter coefficients. We can obtain the
impulse response by

P Q
h =Y brdn_ + Y _ ajhn_j, (2.111)
k=0 j=1

wherein d,, is the unit impulse as defined in (2.55). The drawback is, that the impulse response of AR and
ARMA filters is in principle infinitely long. However, the impulse response h,, of stable filters will decay to
zero as n approaches infinity as stated in equation (2.104). Thus, we can approximate the AR and ARMA
filters by MA filters with arbitrary precision by choosing the order R of the MA filter, whereas R equals the
index n at which we truncate the impulse response h,,.

In the same way we can convert MA and ARMA filters into AR filters. The only difference is, that we use
the inverse transfer function G(z) defined in (2.106). With G(z) we can compute the impulse response g,, by

Q P
1
gn = %(dn - E ajdn—j - E kan—k)v (2-112)
j=1 k=1

wherein d,, is the unit impulse as defined in (2.55). If the process is stable, then the impulse response g,, will
decay to zero as n approaches infinity as stated in (2.107). Thus, we can approximate the MA and ARMA
filters by AR filters with arbitrary precision by choosing the order R of the AR filter, whereas R equals the
index n at which we truncate the impulse response g,,.

Practical Use

We will now demonstrate, how these equations can be evaluated in practice. The question we want to

answer in this subsection is: How are xg, 1, ..., zny_1 and yo, y1, ..., yn—_1 related to each other, if x,
is a time series and y, is the corresponding filtered time series? This question arises from the fact, that
the observations [,, are given for n = 0,1, ..., N — 1 and we minimize the sum of squares of the filtered

residuals also for n =0, 1, ..., N — 1 and not for —oco < n < oo. In order to keep the example simple, we



30

2. Filtering and Least Squares Methods

will consider MA filters for the filtering of x,,. The mathematical background of the following is very well
depicted in FARHANG-BOROUJENY (1998), pp. 251-255.

MA filters are defined by equation (2.59). We can compute the time series y,, by a convolution, as equa-
tion (2.59) indicates. But a convolution evaluated in the time domain is usually a computationally intensive
task, if the filter order P is not a small value. Because z,, is in practice only given for n =0, ..., N — 1 (cf.
section 2.3), we set x,, to zero for all other n, i.e.

n, [ =0,1,...,N—-1
g, = R (2.113)
0, for all other n
In this case y,, is non-zero for n =0, ..., N — 1+ P, which follows from equation (2.59).
n, I =0,1,..., N-1+P
gy = { Yno For + (2.114)
0, for all other n

With the goal to reduce the computational effort of the convolution in (2.59), we express it as a circulant
convolution. This is possible due to (2.113) and (2.114). The circulant convolution is defined as follows. If

ao bO Co Co CN—-1 e C2
a1 b1 C1 .
a= , = ) , c= ) and C=| 4 €0 ' , (2.115)
. . .- .0 cN_l
aN—1 bn-1 CN-1 CN—1 C1 Co
then
b=Ca=c®a=F {F{c}oF{a}} (2.116)

is the circulant convolution of ¢ and a. Herein, o denotes an element-wise multiplication. In order to make
use of this, we define the following vectors of length N + P.

z=[wg - a1 O - 0] (2.117)
h=1[ho -~ hp 0 - 0] (2.118)
y=[w - yv-1+r] (2.119)

In vector x, the time series x,, is padded by P zeros, while in vector h, the filter coefficients h; are padded
by N — 1 zeros. This technique is called zero-padding. Any convolution of finite length can by computed by
a circulant convolution, if zero-padding is applied. With these zero-padded vectors we find

y=h®x=F "Y{F{h}oF{z}}. (2.120)
In our application, we are only interested in the values yq, ..., yn—1. For this reason we need to set the
values yn, ..., yn—14+p to zero. This corresponds to an element-wise multiplication with the rectangular

window w,,, which is defined by

1, f0<n<N-1
T . (2.121)
0, otherwise
In order to integrate this window in equation (2.120), we define
T
w=|wy - wWn-14p] (2.122)

Multiplying equation (2.120) by the window vector w yields

1
N+ P

woy=woh®x)=woF {F{h}oF{x}} = F Y F{w}® (F{h} o F{z})}. (2.123)
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If we want to relate the spectral properties of yq, ..., yn—1 to the spectral properties of zq, ..., ty_1 by
means of the filter coefficients hg, ..., hp, we must use equation (2.123) instead of (2.120). This demonstrates
that windowing effect have to be taken into account in practice.

This example shows also that the filter equation (2.59) for MA filter can be implemented very fast by means
of FFT techniques. Which other techniques lead to fast filter implementations, is investigated in the next
chapter.
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In this chapter different methods for filtering with MA and ARMA filters are described. For the sake of
generality the methods are formulated for the application to a time series which is stored in a vector.
The methods range from straightforward implementation of the filter equation (2.53) to an implementation
which performs the filtering by a multiplication in the frequency domain. Special emphasis is put on the
block methods which perform better concerning the calculation time. We will discuss the following four
implementations.

e time domain straightforward implementation (filter a single element at a time)
e time domain block implementation (filter a block of elements at a time)
e frequency domain block implementation (filter a block of elements at a time)

e frequency domain implementation (filter all elements at once)

After that we discuss how to integrate these methods into least-squares adjustment procedures. It will be
shown that there are many possibilities of integrating the filter methods into different adjustment procedures.
Because each of the methods has its pros and cons, we will highlight under which circumstance which methods
should be preferred. Within this context we also describe the integration of the Toeplitz approach.

3.1 MA Filters

The impulse response h,, of MA filters is finite while the impulse response of ARMA filters is infinite. For
this reason, we can describe the following algorithms easier for the MA filters. As the results can be partially
transferred to the case of ARMA filters, we can regard this section also as a preparation for the section on
the implementation of ARMA filters.

Block Method (Time Domain Block Implementation)

We can implement MA filters straightforward by equation (2.59) in the time domain. Within this straightfor-
ward implementation only vector-vector products occur and any one value y,, of the filter output is calculated
at a time. In order to increase the calculation speed, we can compute not any single value y,, but a whole
block
(k) — T
Yy =k wrr+r 0 Yosvn-1) (3.1)

of the filter output at a time. Herein, we call L the block size of the filter output or simply block size while
k is the index of the block. The increase of calculation speed is achieved by switching from vector-vector
products to matrix-vector products. In numerical libraries like BLAS/ATLAS matrix-vector products are
often more effective compared to vector-vector products (cf. ANDERSON et al. 1999. pp. 56, 57). Therefore,
even if the number of arithmetic operations increases, applying the filter block-wise will be faster.

We define the filter matrix F' as a L x L + P matrix by
hp hp_1 -+ ho 0 --- 0
F = 9 he R (3.2)
. . ' hp_1 ho 0
0 0 hp -+ hi ho
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whereas P is the order of the MA filter. The time series x,, is divided into blocks x(*) of size L + P, which
overlap each other by P elements.
-
o™ = [zpp-p ThL-py1 o Teanpo1] for k=0,1,..., K -1 (3.3)

Figure 3.1 illustrates the partitioning of the time series x,, and y,.

:L-(kfl)

Yn yk=b L

overl
) a

y®

Figure 3.1: Partitioning of the time series z,, and y,, for the MA block filter method. The block size is equal
to L. The blocks x®) overlap by P values while the blocks y*) do not overlap. The overlapping values of
x,, are marked by darker gray.

We compute the filtered blocks y*) by
y® = Fz® for k=0,1,..., K —1. (3.4)
Herein, the blocks y(*) are defined by (3.1) and do not overlap each other.

As the time series x,, is only known for n =0, 1, ..., N — 1, the number of blocks is K = ceil (%) At least
within the first block () there occur values x, with n < 0. These values are simply set to zero, which is
commonly performed in practice (cf. SCHUH 1996, pp. 36,37). Within the last block x(K=1) there may occur
values x,, with n > N — 1. We can leave these values undefined, as they only affect output values y,, with
n < N — 1 which are not used for further processing.

The number of multiplications for filtering N values of the time series x,, is N(L + P). Thus, we obtain the
minimum number of arithmetic operations for L = 1 which is the smallest possible block size and corresponds
to the straightforward implementation of MA filters mentioned at the beginning of this subsection. However,
the optimum block size is typically L > 1 and we can determine it best by measuring the calculation time
of test computations for different block sizes L.

Within adjustment procedures for least squares problems, for example the conjugate gradient algorithm
(cf. SCHUH 1996), we need to filter the design matrix A at least once, if the normal equation matrix cannot
be approximated by means of analytical formulas. In this case, we replace the input blocks &*) by blocks
AR Then, the matrix-vector products within the filtering procedure become matrix-matrix products. From
the point of view of calculation speed, this is a best case scenario as matrix-matrix products are highly
optimized operations within numerical libraries like BLAS/ATLAS (cf. ANDERSON et al. 1999. pp. 56, 57).
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Overlap-Add Method (Frequency Domain Block Implementation)

There are two methods which make use of partintioning the input time series x, in order to decrease
the computational costs of filtering in the frequency domain: the overlap-save method and the overlap-
add method. Both methods are described in BRIGHAM (1988), chapter 10. As these methods are almost
equivalent concerning their computational costs, we consider here only the overlap-add method. Within this
method the input time series is divided into blocks similarly to the block implementation of the filtering in
the time domain.

20
2D

m(Kil)

Herein, K = ceil % is the number of blocks, L is the block size and
T

z) = [IkL Trr4+1 I(k+1)L—1] (3.6)

is one of the blocks. Within the last block 2 =1)_ there may occur values x, with n > N — 1. We can leave
these values undefined, as they only affect the output values y,, with n > N — 1 which are not used within
the further processing. This partition of the input time series into blocks corresponds formally to the identity

K—1
— (k) . ) _ ) ®nykr, for n=0,1,..., L—1
T, = T ,  Wherein z,"/ = . 3.7
' kz_o nokE " {0, otherwise (3.7)
The time series x,,, which we assume to be non-zero only for n =0, 1, ..., N — 1, is split into K time series

xﬁf) which are in principle defined for —oo < n < co. However, for each of these time series a?%k) only the first

L values asék), ceey :c(Lkzl are non-zero. The filtering by MA filters is according to equation (2.59) equivalent

to a convolution in the time domain. Therefore, we find

K-1 K—-1
k k
I * T = § hn*xg,,_)kL = E y,(L_)k.L, (38)
k=0 k=0

wherein yflk) is defined analog to a:gf).

K-1
_ (k) . (k) _ ) Yn+kLs forn=0,1,..., L—1
n = “.r, Wwherein = . 10
! kZ:O InokL o {0, otherwise (3.9)

According to equation (3.8), we can perform the convolution of x, and h, in small parts as the time series

x;’“) has less non-zero values than the time series z,,. After the convolution, we only have to rearrange and

add the resulting time series y,(lk). The only thing we have to be aware of is, that L 4+ P values of yflk_) LL

are non-zero and thus the non-zero elements of yT(L’i) wz, overlap by P values. This explains the name of this

method.

Each of the convolutions in (3.8) can by performed as an element-wise multiplication in the time domain
according to (2.116) and (2.120). After defining

.
x<k>:[$ék> B I 0} (3.10)

and
} T

h=1[h hi -+ hp O -~ 0 (3.11)

)
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whereas both vectors are padded with zeros, such that their length is equal to Nppp = 20611 (og2(L+P)) e
obtain

y®) = FHF(h} o Flz™}}, (3.12)
wherein
(k) k) (k) ® 1"
Yy = |:y0 Y1 o yL+P71} . (313)

Figure 3.2 illustrates the partitioning of the time series x,, and y,.

(k—1) Ln
x
y(k_l)

overl z®)
* L y®

Figure 3.2: Partitioning of the time series x, and ¥, for the overlap add method for MA filters. The block
size is equal to L, which should be chosen such that L + P = 2¥, whereas k is an integer value. The blocks
y¥) overlap by P values while the blocks (*) do not overlap. The overlapping values of y,, are marked by
darker gray. The last P values of (*) are equal to zero.

The choice of Ngpr to be equal to 2" with m being a positive integer value is due to the fact, that
FFT algorithms work fastest for this length. In order to filter a maximum number of elements within each
convolution in (3.8), we choose the block size L such that L + P = Nppr.

FFT Method (Frequency Domain Implementation)

As the filtering by MA filters corresponds according to (2.59) to a convolution in the time domain, we can
perform this convolution by an element-wise multiplication in the frequency domain according to (2.116)
and (2.120). After defining

=ty ¥ - ay_1 0 --- 0] (3.14)
and

h=[ho hi -+ hp O --- 0], (3.15)
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whereas both vectors are padded with zeros, such that they are of length Nppp = 2¢¢1 (1022 (N+P)) we find
y =F YF{h}oFlz}}. (3.16)

The first N elements of this vector contain
T
Yyin=[% i o yn-i] (3.17)

which is the desired filtered output. As for the overlap add method, the choice of Nrpr to be equal to 2™
with m being a positive integer value is due to the fact, that FFT algorithms work the fastest for this length.
We can regard the FFT method as a special case of the overlap-add method. This special case is obtained,
if the block size L is chosen large enough such that K = 1.

3.2 ARMA Filters

In this section we describe the same methods for ARMA filters as in section 3.1 for MA filters. These methods
are more complicated to develop and to apply because of two major differences between MA and ARMA
filters: The first difference is the recursion for y,, in equation (2.53). While for MA filters the derivation of the
block method is straightforward as there is no recursion within the filter equation (2.59), the block method
for ARMA filters needs to resolve this recursion at least for the block size. The second difference is, that
the impulse response of MA filters is of finite length while the impulse response of ARMA filters is infinitely
long. This affects the methods based on FFT techniques, i.e. the overlap-add method and the FFT method.
As we design stable filters, the values h,, of the impulse response decay to zero as n increases (cf. section 2.4).
The workaround is to truncate the infinite impulse response of ARMA filters such that the truncation error
is smaller than roundoff errors and therefore negligible.

Block Method (Time Domain Block Implementation)

The motivation to use a block implementation of ARMA filters is the same as for MA filters: Within
the computation the vector-vector products of a straightforward implementation of equation (2.53) are
substituted by matrix-vector products of a block implementation of equation (2.53), which can be performed
more efficiently by numerical libraries such as the BLAS/ATLAS library. Depending on the filter design,
roundoff noise in equation (2.53) can become a serious problem. In order to reduce the roundoff noise to an
acceptable level, we subdivide the ARMA filter into sections, whereas each section is again an ARMA filter.
These filter sections are then applied in a serial sequence. It should be mentioned that filter sections are also
called filter cascades. Within this thesis, the terms section and cascade are equivalent.

Formation of Filter Sections

First of all, we show how an ARMA filter can be subdivided into filter sections. After that, we investigate
under which circumstances roundoff noise becomes a problem. Finally, we realize that the sectioning of the
filter should not be performed arbitrarily, but depending on rules given by DEHNER (2003).

We can subdivide the transfer function H(z) of an ARMA filter into filter sections H(z) by

S—1
H(z) = [] Ha(2). (3.18)
s=0

Herein, each filter section

Py 3(s) —k
Hy(z) = 20 bi’? (3.19)

1 Z?;l a§-s)z*j
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is again an ARMA filter, whereas its coefficients are denoted by a§s) and bgf). For this subdivision, the filter
sections are connected in series, which also means that they have to be applied serially to the time series.
Typically, the subdivision is performed such that the filter sections are of order P; = Qs =1 or Ps = Q5 = 2.
We call such sections first order sections or second order sections, respectively. According to equation (2.102)
the transfer function of an ARMA filter can be expressed by its poles and zeros.

H(z)=1b lota (L= ez ) T2 (L —mez™ (L —mj=)
T2 (01— ) T (= A= A=)

Herein, 7, are real-valued zeros, 7, are complex zeros, k; are real-valued poles and \; are complex poles.
Note, that the poles are the roots of the denominator polynomial of the transfer function while the zeros
are the roots of the numerator polynomial of the transfer function. First order sections are commonly set up
for real poles and zeros while second order sections are used for pairs of complex poles and zeros. For the
complex case, those poles are paired, which are complex conjugate to each other and those zeros are paired,
which are complex conjugate to each other, respectively. Therefore, we find for first order sections

(3.20)

1 — 271 ~bo+ biz~!
H(z) =bg T S (3.21)

and for second order sections

(1—nz"" A —n*271)  bo+brzt +byz?
(1—=Xz=H(1 = Xz"1)  1—ajz7! —apz=2"

H(z) =bo (3.22)

Reasons for Forming Filter Sections

The main reason for forming filter sections is the quantization noise of the filter coefficients. Quantization
noise is the error, which occurs, when number are stored with finite precision, for example double precision.
In some cases, the poles and zeros of the transfer function in (2.102) are located very close to the unit circle
in the z-plane. In such cases, small changes in the location of a pole or zero can result in large changes of
the power spectral density (2.89) and thus may destroy the decorrelation capability of a filter. Therefore,
we will now investigate under which circumstances the quantization noise of the filter coefficients affects the
location of the filter’s poles and zeros. The following derivations are taken from OPPENHEIM and SCHAFER
(1999), pp. 402-411.

The filter coeflicients and are typically stored with double precision. This means that we introduce a small

quantization error for the filter coefficients. Therefore, the actual filter coefficients a; and by, in (2.62) differ

)

from the stored filter coefficients, which we denote by a;q and bg]). The superscript (¢) indicates that these

coefficients are quantized, i.e. rounded. We find
a§»q) =a; + Aa; and b,(cq) = by + Aby, (3.23)

wherein Aa; und Aby, are the quantization errors of the filter coefficients. Thus, the implemented transfer
function reads

P (9 —k
b
H@ Ek:é; L2 (3.24)
1_Zj=1 a; z™

The poles and zeros of this transfer function are not the same as the poles and zeros of the transfer func-

tion (2.62). Therefore, we denote the poles and zeros of the transfer function H(® by agq) and ﬂ,@. They
are related to the filter coefficients of the implemented filter by

(1-al?271y. (3.25)

Q Q
=1

P P
Zb,(f)sz = bgq) H(l — /6’,(;1)271) and 1-— Zaé‘nz*j =
k=0 k=1 J

1 j
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For the following derivations, we will understand the quantized poles and zeros as a function of the quantized
coefficients, i.e.

o = fo (... 0¥y and B = fs, (057, ...,0W). (3.26)
Our goal is now to express the quantization errors of the poles and zeros
Aa;=al” —a; and Ay =B - By (3.27)

in terms of the quantization errors Aa; and Aby of the filter coefficients. We begin with a single pole a;,
which we extract from the denominator polynomial of the transfer function (3.26).

SIS S X (a) @y T (a)
1 —Zajq 27 = H 7] =29 H(z—ajq ) =290 -aq?) H (z = a3") (3.28)
Jj=1 Jj=1 j=1 j=1,j#i
After solving this equation for ay;, we get
Q . @
agq) =229 (1 - Z agq)z_J) H (z — a§q))_1 = fou (agq), ce ag’)). (3.29)
=1 =1

Now we have found the function f,, in (3.26). In order to avoid a recursion, we assume that the quantized

(9)

poles a;" are constant values. In the next step, we linearize this function by expanding it in a Taylor series.

After choosing the actual filter coefficients a; as the Taylor point, we find for a(q) (3.29)

f%(a1 ,...,ag)) = fo, (a1 + Aaq,. .., aQ + Aag)
Ofa,;
= failar,. .. aq +Z f ; Aa;. (3.30)
=1 861 O (@) _
a; =a1,...,aq5’ =0qQ

(a)

Equality holds, because (3.29) is linear for the quantized filter coefficients a;"’ and thus higher derivatives

of f,, are zero. As f,, (ag‘n, . ,ag)) = ozgq) according to (3.26) and fa,(a1,...,aq) = o; analogously, (3.30)
becomes
Q
al? = Z ( N (3.31)
j=1 94; YZ):al, s ag):aQ
With (3.27) we find
Q
Ofa,
j=1 J a(l‘Z):al,...,ag):aQ

Building the partial derivatives yields

Q Q
ZzQ J H z—al(Q))_lAaj:ZzQ_jAaj H (z—al(q))_l. (3.33)

1=1,l#i j=1 1=1,i#i

This equation relates the quantization errors Aa; of the filter coeflicients to the resulting quantization errors
of the poles Aq;.

In order to investigate how the decorrelating capabilities of filters are affected by the quantization noise of
the filter coefficients, we look at their power spectral density

7,w_
bZHk 11— ﬁke_w|2 _ ZHk 16 ewﬁk|2 QHk 1‘€M Br|?
"I 1L — ajeie]? °H s U e — a2

|H (e™)|? (3.34)
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location of the zeros in the z—plane change of the power spectral density
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Figure 3.3: Effect of a small change in the location of a zero (3 on the decorrelating capabilities of an MA filter
of order one. The left panel shows the location of the zero of two filters in the z-plane. The two zeros lie both
close to each other and close to the unit circle. The effect of the small difference in the location of the zeros
on the decorrelating capabilities of the filters is shown in the right panel. The right panel illustrates that the
power spectral density of the two filters differs by a factor of four around the frequency w = <(g8) = 0.

which is here expressed by poles and zeros (cf. equation (2.102)). The value e™ describes the unit circle in
the z-plane. If a pole o or a zero 3 is located close to the unit circle in the z-plane, small changes in the
location of the pole or zero cause large changes in the power spectral density |H (e')|? around w ~ <(a;)
or w ~ <(f), respectively. Figure 3.3 illustrates the effect of a small change of the location of a zero.

Therefore, we analyze the effect of the quantization errors Aa; of the filter coefficients on the quantization
error Aq; of a pole by substituting z = ¢ in (3.33), which yields

Q Q
Aq; = Zei(Q_j)“’Aaj H (e — al(q))_l. (3.35)
j=1 I=1,1%i

We can neglect the term /9~ within our considerations, because its magnitude is equal to 1. The term
(e — al((n)*l is more interesting, because it becomes large for w =~ <I(al(q)), if al(Q) is located close to the
unit circle in the z-plane, i.e. \al(Q)| ~ 1. Then, the quantization errors Aa; are multiplied by a large value

and the quantization error Ac; of the pole «; increases. However, if only a single pole ozl(‘I) is close to the
unit circle, the effect will still be small, because the quantization error Aa; is typically much smaller than

the large value (e — al(Q))_l. Nevertheless, the situation gets much worse, if not only any single pole is close

to the unit circle, but a whole series of poles are close to the unit circle and close to each other. Then the
large values (e™ — al(q))_l are multiplied by each other in (3.35) and their product H1Q:1 l#(ei“’ - al(q))_1
can become dramatically large. In this case, we have to subdivide the filter into first or second order sections.
For first order sections, this product vanishes completely, because then @ = 1 and we find

1 1
Aay = Z 1= Agy H (e — al(q))71 = Aay. (3.36)
j=1 I=1,1£1

)

For second order sections the product reduces to a single multiplier e? — al(q , because then Q = 2 and we

find

2 2 i
o " . €¥Aar + Aay
A(){l = E e (2-9) Aaj I | (6’ - Oél(q)) .= ﬁ (337)
J=1 1=1,1#1 € Qg
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and

2 2 iw
_ (2w A iw (-1 _ €“Aar + Aay
Aas = Z e Aa; H (e o) = @ (3.38)
j=1 1=1,1#2 e Q;
The same discussion takes place for the quantization errors AS; of the zeros. Therefore we can state the
following rule:

If a series of poles or a series of zeros is located close to the unit circle and close to each other, then first
and second order sections should be used to implement the filter. In practice, this rule is followed already
in the design stage of decorrelating filters. Figure 3.4 shows the effect of disregarding this instruction on the
decorrelating capabilities of filter at the example of the aggressive filter described in section 6.4.
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Figure 3.4: If a series of poles or a series of zeros is located close to the unit circle and close to each other,
then first and second order sections should be used to implement the filter. If this instruction is disregarded,
the decorrelating capabilities of a filter can be destroyed, which is demonstrated in this figure. Missing values
in this figure are explained by the fact that negative values cannot be displayed in logarithmic scaled plots.
The figures 3.4(a) to 3.4(f) show the power spectral density of the aggressive ARMA filter described in
section 6.4 for the case that critical filter sections are successively merged to one section. In figure 3.4(b)
two critical sections are merged, which does not affect the decorrelating capabilities of the filter. However, if
three critical sections are merged, which is shown in figure 3.4(c), the power spectral density is altered and
even contains values equal to infinity.

Allocation of Poles and Zeros in Filter Sections

In the preceding subsections we have seen how to construct first and second order sections of ARMA filters.
Furthermore, we have discussed under which circumstances this is necessary. If it is necessary, we can use
equation (3.20) to factorize the transfer function H(z) into poles and zeros. After that, we can use the
equations (3.21) and (3.22) in order to group poles and zeros into first and second order sections. The
question arises, if this grouping can be performed arbitrarily. As discussed by DEHNER (2003), the grouping
of poles and zeros should not be performed arbitrarily, because otherwise the magnitude of quantization noise
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increases significantly. To find the best possible combination of poles and zeros grouped in first and second
order sections is computational very demanding task as the number of combinations increases proportional
to the factorial of the filter order. However, DEHNER (2003) gives three heuristic rules for the allocation of
poles and zeros in first and second order sections, which are repeated here for convenience:

Rule 1 Starting with the poles closest to the unit circle, in a first step those poles and zeros are combined
which are situated most closely to each other. Then without taking into account already combined
pairs, the procedure is repeated in the following steps.

Rule 2 Having assigned pairs of poles and zeros, the pairs have to be allocated in the section in a way that
both the corresponding numerator and denominator have an effect on one and the same quantization
point.

Rule 3 Poles are sorted according to their distance from the unit circle and consequently to their resonance
behavior (cf. DEHNER 2003). Within the section the pairs of poles and zeros, assembled according to
the first rule, are either put in an ascendant ("up-ordering") or in a descendant order ("down-ordering"
regarding their resonance behavior).

Note, that rule 1 just gives the instruction which poles and zeros should be combined to pairs, but not what
to do with these pairs. Rule 2 then states that each of the pairs of poles and zeros resulting from rule 1
should form one filter section. How to order these filter sections within the whole filter is then defined by
rule 3. The effect of disregarding these rules is illustrates in figure 3.5.

roundoff error of filtering white noise roundoff error of filtering white noise
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Figure 3.5: Effect of disregarding the rules given by DEHNER (2003) for forming filter sections. The simple
averaging ARMA filter described in section 6.4 has been used to create this figure. The standard deviation
of the filtered time series is normalized to one, such that this figure directly indicates the numerical precision
of the filtering. The reference time series has been computed with a precision of 40 digits using ASCII
arithmetic, which is superior to double precision, which corresponds to approximately 15 digits. The left
panel shows the effect of disregarding rule 1 and 2, which give advice for the pairing and allocation of zeros
and poles. The standard deviation of the roundoff noise for the case the these rules are obeyed is equal to
2.0-107'2. The standard deviation of the roundoff noise for the case that these rules are disregarded is equal
to 1.1-1077. Apparently, disregarding these rules has a large effect on the roundoff noise, which is increased
by a factor of 5.5 - 10%. The right panel shows the effect of disregarding rule 3, which gives advice for the
ordering of the filter sections. The standard deviation of the roundoff noise is equal to 1.6 - 1072, which is
even smaller than the standard deviation of the reference time series. This indicates that obeying rule 3 is
not very important in this example.

Block Formulation of the Filter Equation

The goal of this section is to derive a block implementation of ARMA filters. At the beginning of this section
we have discussed, that there are cases, where we have to split the filter into sections, which are themselves
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full-fledged filters. For the moment, we neglect this fact for the sake of simplicity. Later on, when we derive
the filter algorithm, we will take this fact back into consideration. The derivation of the block implementation
of ARMA filters is not as straightforward as it is for MA filters. The reason for this lies within the recursion
for y,, in the filter equation (2.53). We have to resolve this recursion at least for the desired block size of the
block implementation. In order to do so, we start by formulating the filter equation (2.53) as a state-space
model in the following.

In the literature exists a large number of different state-space models for ARMA filters (cf. for exam-
ple HAMILTON 1994, chapter 13 or SCHLITTGEN and STREITBERG 2001, pp. 144-151 ). Therefore, our
first task is to choose the best one for our purpose, which is to derive a fast block implementation of ARMA
filters with little memory requirements. The state-space formulation of our choice is the following. First, we
define

-
Yo = [Yn-Q+1 Yn-Q+2 " Yn (3.39)
and
Zn = [O - 0 Zn}—ra (340)
wherein
P
Zn =Y bkTn k. (3.41)
k=0
If now
0 1 0 0
0 0 1 0
A= : , (3.42)
0 0 0 1
aQ aQ-1 as aiq
then
Yn =AY, 1+ 2n (3.43)

holds. The last row of the equations in (3.43) contains the filter equation (2.53) while all other rows just
state that yp, =y for k =n—Q + 1, ..., n — 1, which is apparently true. Within this thesis, we refer to
equation (3.43) as the state-space equation.

With the state-space equation (3.43) as a starting point, we now derive a block formulation of the filter
equation (2.53). The procedure is in principle the same as the one of SUNG and MITRA (1986). However,
we use a different state-space equation. Shifting the index in equation (3.43) yields

Yn1 =AYy o+ Zn-1. (3.44)
With this equation, we can substitute y,,_; in the state space equation (3.43) and we find
Yp =AY, 1+ 20 = A(AY, o+ 2n 1)+ 20 = A%y, o+ Az | + 2. (3.45)

After repeating such substitutions k& — 2 times, we obtain

k—1

y, = Ary, .+ Z Az, . (3.46)
1=0

Herein, A = 1.
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We now verify equation (3.46) by induction. The basis of the induction is already given by equation (3.45).
Furthermore, we substitute y,,_; according to the state-space equation (3.43) and find

k-1

Yn = Akyn—k + Z Alz'fb—l
=0
k—1

= Ak(Ayn_k_l + zn—k) + Z Alzn_l
=0
k—1
— Ak+1yn_k_1 + Akzn_k —+ Z Alzn_l
=0

k
= AkJrlynfkfl + Z Alzn—lv (347)
=0

which proves equation (3.46).

Similarly as for the block implementation of MA filters, we define L to be the block size, i.e. in each filter
step we gain L new values of y,,. After setting k = L in equation (3.46), we find

L—-1

vo= ALy, Y Az, (3.4
=0

The last L elements of y,, contain the L new values of y,. After choosing L > @), then y,, consists of too
few elements. Therefore, we assume L < @ for the moment and discuss the necessary changes later. We
can simplify the computation, if we take into account, that only the last element of z,_; is non-zero. After
defining

D= |Aly' Al - Ag Lo (3.49)

we can write

L-1 L-1 Zn—L+1
y,=A"y, +> Az, =Aly,  +> Az =A"y, ;+D| 1 | (3.50)
=0 =0 Zn

Herein, AE,Q is the last column of A'. The next step within the derivation is to substitute z, for ,,. In order
to do so, we define

bp bp_i --- by 0 --- 0

B ? bp (3.51)

: . bp_1 -+ by O

0 - 0 bp - b b

According to equation (3.41), we find
“n—L+1 Tn—L—P+1 LTn—L—P+1 Tn—L+1
: =B : =B.1.p : + B. p+1:P+L : ) (3.52)
Zn Tn Tn—L In

where

B = [B:,lzPB:,PJrl:PJrL] (353)
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The reason for splitting matrix B is to separate the old values x,,, which were used in the previous filter step,
from the new values x,,, which were not used in the previous filter step. After combining equation (3.50) and
equation (3.52), we obtain

Tn—L—P+1 Tn—L+1
y, = A"y, ; +DB.,.p : +DB. pi1.p+1L : , (3.54)

Tn—L Tn

which is the desired block formulation of the filter equation (2.53). If L < @, then only the last L elements of
vector y,, are new. The other elements of this vector are already known from the previous filter step and are
contained in vector y,,_;. We can therefore reduce the computational effort by computing only the last L
elements of y,,. Thus, we need only the last L rows of the matrices AL7 DB.;.p and DB. p41.p+1. So far,
we omitted the case L > (). For this case we simply redefine vector y,, such that it contains more elements,
i.e. L elements instead of () elements.

T
Yn = [Un-L+1 Un-L+2  Yn-1 Yn] (3.55)
We also need to redefine matrix A such that the matrix dimensions of equation (3.54) fit each other.
0 1 0 0
0 0 1 0
A=|: : e (3.56)
0 0 0 1
ar, ar—1 e as ay
Herein, the additional coeflicients a; are zero, i.e. ag41 = ag4+2 = -+ = ar, = 0. The other coefficients
ai, ..., ag remain unchanged. In all cases, which are L < @), L = @ and L > @, only the last L rows of the

matrices AL, DB.;.p and DB, py1.pyy, are needed. For L > () the last L rows contain the whole matrices,
but this does not change the statement.

Equation (3.54) is the same block formulation, as proposed by BURRUS (1972), formula (17). However,
BURRUS (1972) aims in his further derivations at the application of FFT techniques, which we do not.
For us, the goal is to use optimized libraries for matrix multiplications such as the BLAS/ATLAS library
in order to reduce the computing time. We also chose a different derivation of the block formulation than
BURRUS (1972). The reason for this is, that our derivation provides more insight which we can exploit for
the computation of the matrices A and D. Furthermore, we are concerned about the memory requirements
which become important, if we filter not a single vector but a whole matrix. The reason for this is, that in
least squares adjustment procedures, we typically need to filter the design matrix at least once.

Fast Computation of the Filter Matrices

Before we proceed with the derivation of the actual filter algorithm, we investigate the computation of the
matrices AL and D. A straightforward computation of A” is to start with the identity matrix I and multiply
it L times by matrix A. According to equation (3.49) each intermediate product A' where [ = 0,...,L—1,
contributes one column of matrix D. But if the block size L is large, both the number of products and the
size of matrix A increase and the computations become expensive. However, there exists a very efficient way
of computing A% in place, which costs no more than one multiplication and one addition of two matrices of
the size of matrix A. Furthermore, we will see, that we can set up matrix D by simply copying when AL s
already computed. Thus the computational effort for the computation of A” and D is very low and typically
negligible in comparison to the computational costs of the actual filtering.

As already mentioned, we can obtain matrix A”, if we start with the identity matrix I and multiply it L
times by A. After defining

a=lay - a] (3.57)
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wherein
U =max(Q, L), (3.58)

we can split matrix A into two matrices, whereas each is subdivided into sub-matrices.

0 I 0
A= |U-1x1 U=1xU-1| | |U-1xU (3.59)
0 a
1x1 1xU~-1 1xU

The left matrix on the right side of the equation is called a shift matrix. This definition for A is general
in the sense that it holds for both cases L < @ and L > @, which we have treated separate so far. After
multiplying an arbitrary matrix M of size U x U by matrix A, we obtain

AM = {MgU*] - {a?\l] = {]‘a/"j\;} (3.60)

Obviously, matrix M is shifted upwards by one row and therefore we need to compute only the last row of the
product AM. Thus, the computation of A reduces to L computations of the last row of the intermediate
products. In order to avoid the shifting, we have a closer look at these intermediate products. For the first
three intermediate products we find

Iy, 2 Az.u,. Ta; 3 2 [ASy I4¢:1U,:
A:AI:{a’], A:AA:{GA’]: ?4 , A:AA:{GAQ"]: ad |- (3.61)
@ aA?
After continuing this series, we obtain for the k-th intermediate product
Ik+1:U,:
Ak71 @
AF = [aj;gjl] = af“ , (3.62)
aA’k*l

In the previous section we discussed, that we only need the last L rows of matrix AT For these rows we find

a
. aA
Ay _py1n,: = . . (3.63)

CLAL71

Hence, starting with the first row of Aé_ L+1:L,.» We can compute all other rows by

aA* =aA"1A (3.64)
for k=1, ..., L — 1. For this reason we investigate the multiplication of an arbitrary vector m by matrix
A.

mA =m | 12U = [m my| Tow:| _ 0 m | +mya (3.65)

a 1U-1 U a LU-1 U .

When we apply this formula to successively compute the rows of Ag_ L+1:L,> vector m is equal to vector a
in the first step. Because the first U — @ elements of vector a are zero, according to equation (3.65) the first
U — @ elements of the product aA are zero, too. In the second step vector m equals aA. Because the first
U — @ elements of m = a A are zero, according to equation (3.65) the first U — @ elements of the product
aA? are zero, too. After proceeding in this way, we see that the first U — @Q columns of matrix A(L]_LH:L,:
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are equal to zero while the last (Q columns are non-zero. Therefore, we need the last L rows and the last @
columns of matrix A”. For simplicity we define

FY = AkaH:L,U—QH:U— (3.66)

The size of this matrix is L x Q. When we compute FY row by row, we can leave out the first U — @
elements. Equation (3.65) then becomes

My —Q+1:UAU—Q+1.U,U-Q+1:U = [0 mU—Q+1:U—1] +myay-—Q+1:.U- (3.67)

For the computation of the k-th row of F% we use m = aA* 2. The first row of F) contains vector a.
This leads us directly to algorithm 3.1 for the in-place computation of FW,

input ai, ..., aq filter coeflicients
output | F& filter matrix of dimension L x )
initialization
(v) _
F 1,: — |:GQ a1:|
loop

fork=1,2,...,L—1

(v) _ () (v)
Fk?j-l,Q:Q = Fk‘lfu,z:@ + Fkl,jle—l

end

Algorithm 3.1: In-place computation of the filter matrix FW,

It should be mentioned that A is a companion matrix (cf. MEYER 2000, p. 648). There are also other
ways of efficiently computing powers of companion matrices, cf. for example KAUFMAN (1969). However,
algorithm 3.1 is easy to implement and works very fast.

In equation (3.59) matrix A is defined to be of size U x U, where U = max(Q, L). This definition affects the
definition of matrix D in (3.49), which now becomes

D= Ayt AL? Ay Lyl (3.68)

From equation (3.60) we know that multiplying an arbitrary matrix M by matrix A results in shifting that
matrix M one row upwards. Therefore, matrix D has a Toeplitz structure, as its columns are obtained by
successive multiplications by matrix A. The size of matrix D is U x L. Like for matrix A" only the last
L rows of matrix D, i.e. Dy_r41.v,:, are needed to obtain L new values of y,. Thus, we only need to set
up Dy _p41.v,; which is of size L x L. Because the last column of Dy_1 1., equals the last column of an
identity matrix and because of the Toeplitz structure of D, the upper triangular part of Dy _r41.p,: is equal
to the upper triangular part of an identity matrix. The lower triangular part of Dy _ 1.y, without its main
diagonal is a shifted version of the last column of matrix A”. Hence, we find

ro1 0 0 07 1 0 0 0
() : :
AlL,U 1 FLQ 1
= - = (v) (v)
Dy_r+10,: ALy Aly .0 0 Fy, F, 0 0 (3.69)
' : 1 0 : : 1 0
AfffLU Ay o AlL,U L _ngll,Q ngzz,Q ng%? 1]
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Obviously, we can set up matrix Dy _r11.y,; by simple copying, if matrix FW s already computed.

Filter Algorithm

Equation (3.54) is the block formulation of the filter equation (2.53). It is the starting point for the derivation
of the filter algorithm. The computation of the matrices A* and D in the block formulation (3.54) can be
expensive, if it is performed in a straightforward manner and L is not a small value. Therefore we described
in the previous subsection, how these matrices can be computed very efficiently. However, we left out the
possibility that the filter can consist of more than one section. At the end of the following derivations, we
take the filter sections back into consideration.

For the implementation of the block-wise filtering, we need to modify the block formulation of the filter in
equation (3.54). First we define

F" = Dy_pi1v:B.p and F=Dy_pi1.0,.B.pitpir (3.70)

In each filter step we compute L new values of y,. Therefore, we only need to compute the last L rows of
equation (3.54), which are

Yn—L+1 ynfoQ%»l Tp—L—P+1 Tpn—L+1
—FW + F® +F ) (3.71)
Yn Yn—L Tn—L Tn
Herein, matrix F' is the actual filter matrix. It connects the current block z,_r41, ..., ©, of size L of the
time series with the current block ¥,,—ry1, - .., yn of the filtered time series. Therefore, it connects the input

and output of the filter. The matrices F@ and FW are associated with values of z,, and Yn, Which were
already used in the preceding filter steps. We could say that the filter has to remember these values for the
current filter step. Thus, we call y,_r—g+1, ---, Yn—r and Tn_r_p41, ..., Tn—r the memory of the filter
and F® and F%) memory matrices.

For the sake of simplicity in the following derivations, we define
Tn—L—P+1 Yn—L—-Q+1 Tn—L+1 Yn—L+1
m@ = , m® = , xT= and y = . (372)
Tn—L Yn—L Ln Yn

One major goal of this section is to derive a fast block implementation of ARMA filters. Therefore, we use
the BLAS/ATLAS library for matrix multiplications. Because the BLAS routines work more efficiently for
bigger matrices, we combine

()
m T
m = {m@)} and E=[F® FW]. (3.73)

With these definitions, the last L rows of the block formulation (3.54) become

y=Em+ Fzx. (3.74)

In order to optimize the computation of (3.74), we investigate now the structure of the involved matrices.
Matrix F' is obtained as the product of two lower triangular matrices and thus is itself a triangular ma-
trix. Matrix F®) is obtained as the product of a lower triangular matrix and an upper trapezoidal matrix
while matrix F® is general matrix. Thus, matrix F is a general matrix from the point of view of matrix
multiplications. Figure 3.6 illustrates the structure of the matrices.

Therefore, we can exploit only the triangular structure of matrix F'. The multiplication Fx can be performed
approximately twice as fast and in-place. This accommodates the second major goal of this section, which
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y| = FerE

P+@Qx1
Lx1 LxL Lx1l LxP+Q

Figure 3.6: Structure of the filter matrices of the ARMA block filter method. The filter matrix F' has a lower
triangular structure, which can be exploited by the BLAS routines. The filter matrix E is a general matrix.

is to derive a block implementation with low memory requirements, because we do not need memory for y.
We only need to store the values z,,_p41, ..., z, before the multiplication Fx, because we need them for
the memory m of the next filter step and they will be lost due to the in-place computation. For the storage
of these values we introduce the vector

Tn—P+1
n=| : |. (3.75)
T

Now, the computations for one filter step are performed in the following order. For simplicity, we assume
that L > P, Q.

N ==, _pii.L (3.76)
x=Fzx (3.77)
zr=Em+ax (3.78)
mip=mn (3.79)

(3.80)

Mpi1.P+Q = TL—Q+1:L 3.80

At the end of these computation, vector & contains the block of filtered values ¥, i.e.

Yn—L+1
x = : . (3.81)
Yn

If L < P, we must replace equation (3.76), because then the filter memory m(*), which is stored in n for
then next filter step, has more rows than @. Analogously, we must replace equation (3.80), if L < @, because
then the filter memory m(¥) has more rows than x. In both cases we first copy the lower part of m(*) or
m¥) to the upper part before we copy the new values from @ to the lower part. The detailed indexing is
given in algorithm 3.2.

Now, we take the filter sections back into consideration. This means, that the filter consists of several
sections, that are themselves filters, which have to be applied serially. There are two principle ways of
implementing the filter sections. The first one is, that we filter the whole time series x,, by the first section
and then proceed with the other sections. The second one is, that we filter the first block of z,, serially by
all sections and then proceed with the next blocks of x,. We favor the second way for the following reason.
Within adjustment procedures we need to filter the design matrix at least once, if the normal equation matrix
cannot be approximated by means of analytical formulas. For the applications we consider, the design matrix
is typically that large, that we can have only a very small portion of it in the working memory. If we would
choose the first way, we would need to save the design matrix after filtering with the first section on some
big storage medium, so that we can load it again for the next filter section. This saving and loading is very
time consuming and needs lots of storage space, which rules out this way of implementing the filter sections.
The second way of implementing the filter requires only memory capacity for one block of the design matrix
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plus some memory capacity for the filter memories. Hence, the second way allows sequentially computing
and filtering the design matrix and performing further processing block by block.

If the filter consists of more than one section, we have to compute the filter matrix F' and the memory matrix
E for each filter section, whereas we denote by the superscript s to which section the filter matrix or memory
matrix belongs, i.e. F® and E®. Furthermore, each filter section has its own filter memory m(®) and n(®),
which we also denote by the superscript s. Using this notation, we can formulate the filter algorithm 3.2,
which is based on the equations (3.76) to (3.80).

Finally, we should mention a simple trick, which can make the filter algorithm slightly faster. This trick only
applies to the situation, where we have to filter a matrix instead of a vector. However, filtering a matrix
is typically more time consuming than filtering a vector. Furthermore, we assume a column-major storage
scheme for matrices. If the storage scheme is row-major, then the trick is already at hand. For column-major
storage schemes of matrices, the trick is to filter not the matrix, but its transpose. Of course, this implies
that the whole equation (3.74) is transposed. Within the filter algorithm there are several formulas, which
correspond to copying. This can be performed then all at once, because the data to be copied lies contiguously
in the memory. In some programming languages there exist special functions for such copying, for example
in the programming language ¢ this is the function memcopy.

Filtering Speed

The purpose of this subsection is to emphasize the gain of calculation speed due to the block formulation
of the filter equation and the accompanied better performance of the BLAS routines of the ATLAS library.
The comparison begins with the number of arithmetic operations which are given in table 3.1. The copying
operations are left out of consideration, because they are much faster than arithmetic operations and therefore
do not change the overall calculation time significantly.

straightforward implementation block implementation
multiplications P+Q+1 % +P+Q
additions P+Q % +P+Q
total 2P+Q)+1 L+2(P+Q)

Table 3.1: Comparison of the number of arithmetic operations of the straightforward implementation accord-
ing to equation (2.53) and the block implementation according to algorithm 3.2.

According to table 3.1 the block implementation requires more arithmetic operations than the straightforward
implementation. In fact, the number of arithmetic operations increases linearly with respect to the block size.
However, the block implementation is much faster than the straightforward implementation, if we choose
the block size well. The reason for this is, that the multiplications are carried out by the BLAS routines of
the ATLAS library. These routines perform better for bigger matrices, because then the risk of cache-misses
is lower than for smaller matrices. Nevertheless, this effect is countervailed by the fact that the number of
arithmetic operations increases linearly with respect to the block size. Thus there is an optimum block size
for which the block implementation works fastest. The best way to determine this optimum block size is to
measure the calculation time for different block sizes, i.e. empirically. Figure 3.7 depicts the calculation time
for different block sizes for two of the filters, which were used for the test data in chapter 6.

Quantization Noise

One property of the block implementation is that the roundoff noise of the filtering may increase linearly with
respect to the block size. This is caused by the magnitude of the elements of matrix FW _If the elements
of F increase e.g. by a factor 100, then the roundoff noise of the corresponding matrix multiplication
increases also by a factor of 100. In the following, we show one case for which this effect arises.
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Figure 3.7: Comparison of the filtering speed of the ARMA block method and the straightforward imple-
mentation. The used filters are described in section 6.4. The figures show the calculation time of filtering one
row of a matrix with 1000 columns. The calculation time for the straightforward method has been measured
under ideal conditions, which means that no copy operations are included in the calculation time. Therefore,
the dotted line is a theoretical value, which cannot be reached by any variant of a straightforward imple-
mentation in practice. Thus, the speed-up factors presented in the following are lower than in practice. If
the time for copying operations would be included, then the straightforward implementation is equivalent to
the block method with block size L = 1. The measured calculation time for the block method does include
all copy operations. The optimum block size for the averaging filter is L = 12, for which the filtering speed
is increased by a factor of 2.7. The optimum block size for the simple averaging filter is L = 72, for which
the filtering speed is increased by a factor of 2.7. Finally, the optimum block size for the aggressive filter
is L = 12, for which the filtering speed is increased by a factor of 2.6. If we choose a block size close to
the optimum block size, the calculation time would not change much. However, above certain block size
the increase of calculation time is approximately linear. It should be mentioned that this figure concerns
only the calculation time for filtering. In practice, there may be also other influencing factors for the overall
calculation time of some application.

Let us assume the following values for the filter coeflicients.
ag =2, ag=-—1 (3.82)
According to algorithm (3.1) we then find for the first row of F(*

F¥ =[-1 2]. (3.83)

5t

Computing matrix F® for e.g. the block size L = 4 yields

-1 2
FO) _ :g i (3.84)
-4 5
This leads us to the assumption, that
FV) = [~k k+1]. (3.85)
We can show that this equation is true by induction. The basis for the induction is that
FYV =lay a]=[-1 2] (3.86)

holds according to algorithm (3.1). Now we perform the inductive step by showing that if F;Cy) = [—k‘ k 4+ 1}
holds, then FSQL; = [-(k+1) k+2]is true, too. By formula (3.67) we find

Fh.=[0 K+ E+Dfee a]=[0 -K+E+D[-1 2=[-(+1) k+2], (387
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which proves our assumption. Thus, we find

-1 2
-2 3
FW = | o (3.88)
-L L+1
if a; = 2 and ay = —1. However, for a; = 2 and as = —1 the corresponding pair of poles is a3 = as = 1. As

these poles lay on the unit circle in the z-plane, the corresponding filter is unstable. Therefore, equation (3.88)
will not occur in practical cases. But if, a; = 2 and as =~ —1, then F(y), then we find

-1 2
-2 3

FW ~ | . (3.89)
~-L L+1

The question arises, which constellation of a complex conjugate pair of poles leads to the coefficients a; = 2
and ag ~ —1. From equation (2.102) we find
l-—azH1l-a2)=1-(a+a")z !t +aa*27?
=1-2az"' 4+ ]a*z7?
=1—2rcospz ! 4+ 12272, (3.90)
wherein a = r€’® is the polar representation of the the pole. Thus, the effect arises if 7 ~ 1 and ¢ ~ 0. This

is the case for so-called notch filters which are described in chapter 5. Figure 3.8 depicts the roundoff noise
for one of the filters which was used for test data in chapter 6.

S roundoff error of filtering white noise o roundoff error of filtering white noise
10 : ; ; : : : 10 : ; ; : : :
. straightforward method N straightforward method
10 = === block method (block size = 12) H 10 = === block method (block size = 120) H
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Figure 3.8: Connection of the magnitude of roundoff noise and the block size. A white noise time series
has been filtered with the aggressive filter described in section 6.4 by three different methods: The first
method uses a precision of 40 digits, which is superior to double precision, corresponding approximately to
15 digits. The second method is the straightforward implementation of ARMA filters, which is the reference
for the comparison. The third method is the block method for ARMA filters. The comparison is based on
the difference of the latter two methods to the first method. The filtered time series is normalized such
that its standard deviation is equal to one. Therefore this figure directly indicates the numerical precision
of the filtering. The left panel shows the roundoff noise of the straightforward implementation, which has a
standard deviation equal to 2.0-107'2, and the roundoff noise of the block method for the block size L = 12,
which has a standard deviation equal to 4.0 - 107!, The right panel shows also the roundoff noise of the
straightforward implementation and the roundoff noise of the block method for the block size L = 120, which
has a standard deviation equal to 2.8-10710. Apparently, the roundoff noise increases linearly with the block
size.
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Summary of ARMA block method

As the derivation of the ARMA block method is not as short as the derivations of the other methods, a short
summary is presented here.

Formation of Filter Sections The reason for forming filter sections is the quantization noise of the filter
coefficients. The quantization noise becomes large, if series of poles and zeros are close to each other
and close to the unit circle in the z-plane. In this case the three rules of thumb given in DEHNER (2003)
should be applied.

Block Formulation The difficulty of deriving a block formulation for ARMA filters is caused by the recur-
sion within equation (2.53). The recursion can be overcome by means of a state-space formulation of
the filter equation. This formulation also leads to very fast algorithms for computing the filter matrices.
The algorithm for filtering is based on matrix multiplications, which makes it very fast if optimized
numerical libraries such as the BLAS library are used.

Numerical Aspects The optimum block size of the filter algorithm should be determined empirically. This
means that we should filter a dummy matrix using different block sizes and measure the time for each
block size. It should also be mentioned, that increasing the block size results in increased roundoff
noise.

Overlap-Add Method (Frequency Domain Block Implementation)

The overlap-add method is based on a block-wise convolution of a time series x,, by the impulse response
h, of a filter. The length of the impulse response has to be considerably smaller than the length of the time
series. For ARMA filters the impulse response is in principle of infinite length. Strictly speaking, we are
thus not allowed to apply the overlap-add method for ARMA filters. Nevertheless, the filters we consider are
stable (cf. section 2.4). This means, that their impulse response h,, decays to zero for n — oo according to
equation (2.104) which is repeated here for convenience.

lim h, =0 for stable filters (3.91)

n—oo

Therefore, there exists a J for which h,, < € for all n > J holds, whereas ¢ represents some small positive
number. If we choose € to represent numerical zero and if then J is considerably smaller than the length
of the time series, we still may apply the overlap-add method for ARMA filters. We do this by treating
all values h,, for n > J as zeros. The error in the filtering, which we then introduce, will be of the same
magnitude as the roundoff noise and thus negligible.

For the application of the overlap-add method for ARMA filters, we first have to determine J. How we can
do this, is described in detail in section 4.1, where it is more appropriate. For now we accept, that there is
a way to compute this value. After that, we compute the values

ho, ha, ..., hy (3.92)

of the impulse response h,, by equation (2.56). Using these values to represent the impulse response of the
ARMA filter can be interpreted as approximating the ARMA filter by an MA filter. Thus, it is not very
remarkable, that the whole rest of the computations of the overlap-add method for ARMA filters is exactly
the same as for the overlap-add method for MA filters. The only difference is, that we have to replace P by
J in the formulas (3.5) to (3.13). Therefore, we do not need to repeat these formulas here.
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FFT Method (Frequency Domain Implementation)

The FFT method for ARMA filters is based on equation (2.57), which is repeated here for convenience.

k=—o0

It states that the filtering of a time series z,, by an ARMA filter corresponds to a convolution of that time
series by the filter’s impulse response h,,. In practice, we only know the values zq, z1, ..., xy_1 and we set
all others values of z,, to zero (cf. SCHUH 1996, pp. 36,37). For this case, formula (3.93) is equivalent to

yn:thxn_k forn=0,1,...,N—1 (3.94)
k=0

Though the impulse response of an ARMA filter is in principle of infinite length, we therefore only need the
first NV values of the impulse response h,, to correctly apply formula (3.93). After defining

h=1[ho - hn_1 O - O]T

(3.95)

and
-
x=[zg - wno1 O --- 0], (3.96)
whereas both vectors are padded by zeros to length Nppp = 2¢¢11(10822N=1)) '\we can compute equation (3.94)
by an element-wise multiplication in the frequency domain (cf. section 2.4).

y=F HF{h}o Fl{z}}. (3.97)

To choose Nppr equal to 2™, whereas m is an integer value, is justified by the fact that FFT algorithms

work faster for this choice. The values yo, y1, - .., yn—1 of the filtered time series y, are contained in the
first IV elements of vector vy, i.e.

T

Yyin=[% i o yn-i] (3.98)

Summary of Filter Implementations

At this point we have discussed the principle ways of implementing MA and ARMA filters. Of course,
there exist many more ways of implementing digital filters in the literature. For example DEHNER (2003)
introduces a state-space implementation, which is very stable with respect to roundoff noise. However, we
have only need for the presented implementations as these are the fastest with respect to filtering speed.
Table 3.2 gives an overview of the pros and cons of the filter implementations introduced in sections 3.1
and 3.2. The memory requirements within the table are only relevant for the design matrix, which has to be
filtered at least once within an adjustment procedure, if the normal equation matrix cannot be approximated
by means of analytical formulas.

Within table 3.2 the term short filter means that the order P and @ of the filter in equation (2.53) is low
while the term long filter means that the order P and @ of the filter in equation (2.53) is high. For example,
P =Q =2 is a low filter order, whereas P = ¢ = 10000 is a high filter order. Note, that there is no exact
limit for low and high filter orders.

Table 3.2 indicates that the time and frequency domain block implementations are superior to the other
implementations with respect to the filtering speed. If the time and frequency domain block implementations
are compared with each other, then the time domain block implementation is faster, if the filter is short.
Consequently, if the filter is long, then the frequency domain block implementation is faster than the time
domain block implementation. As the filter order depends in the end on the correlations of the measurement
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implementation H MA filter ‘ ARMA filter
time domain straightforward || + lowest memory requirements | + lowest memory requirements

— slower than block method — slower than block method
time domain block + low memory requirements + low memory requirements

+ fast for short filters + fast for short filters
frequency domain block — high memory requirements — high memory requirements

+ fast for longer filters + fast for longer filters

— truncated impulse response

frequency domain — highest memory requirements | — highest memory requirements

— slower than block method — slower than block method

Table 3.2: Comparison of the pros and cons of the introduced filter implementations.

errors, we only have to choose between MA and ARMA filters. Because of the recursion within the filter
equation ARMA filters have lower filter orders than MA filters with the same decorrelating capabilities. This
results from the fact that ARMA filters can be converted into MA filters with almost the same decorrelating
capabilities by approximating the impulse response of the ARMA filter, which is generally longer than the
filter order (cf. section 2.4). For this reason the ARMA filters should be preferred for the time domain block
implementation. For the frequency domain block implementation ARMA filters have the drawback that we
have to truncate their impulse response. Therefore, it is better to directly use MA filters.

For these reasons we should recommend to use the time domain block implementation in combination with
ARMA filters or to use the frequency domain block implementation in combination with MA filters. Which
one should be preferred depends on the memory requirements and on the correlations of the measurement
erTors.

Implementing the filters is one problem, integrating the filtering into adjustment procedures is another.
The first problem is now solved. Thus, we proceed with the next problem of integrating the filtering into
adjustment procedures in the next section.

3.3 Integration of Filters in Adjustment Procedures

In section 3.1 and 3.2 we discussed different numerical methods for filtering by MA and ARMA filters. Now we
discuss how to integrate these methods into least-squares adjustment procedures which are used to compute
the solution (2.8) of the Gauss-Markov model depicted in section 2.1. There exist many different least-squares
adjustment procedures and we cannot describe them all in detail. However, nearly all of these adjustment

procedure make use of small set of operations, for example the computation of the normal equation matrix
ATER A

The filtering methods of section 3.1 and 3.2 can be regarded as tools for integrating the covariance matrix
in the computations. Their integration into least-squares adjustment procedure is typically affected by some
basic conditions. One condition which often occurs in the problems we consider is that the design matrix is
very large and does not fit in the working memory. Typically, we then have either a row-wise or column-wise
access to the design matrix. Another condition is, that we need to integrate the filter methods either into
the computation of the normal equation matrix or the computation of the gradient of the residual sum of
squares in (2.13). This results in either applying the filtering methods to a matrix or to a vector.

In section (2.3), we have introduced three representations of the covariance matrix: Convolution, AR process
and ARMA process approach. For each of the process approaches, we discussed three different methods of
implementing the corresponding filter. Furthermore, the access to the design matrix may be either row-wise
or column-wise. All these possibilities may occur in any combination. However, not any combination does
make sense. Therefore, in section we order the possible combinations and highlight under which circumstances
which combination is most useful.
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Principle Ways of Integrating the Covariance Matrix

First of all, we analyze the principle ways of integrating the covariance matrix into the Gauss-Markov model
described in section 2.1. In this context we will discuss the Toeplitz approach which allows only one way
of integration. After that, we investigate two ways of integrating the AR and ARMA process approaches.
The first one is based on the idea of decorrelating the observation equations while the second is similar to
integration of the Toeplitz approach.

Toeplitz Approach

For the integration of the covariance matrix 3 of the observations into adjustment procedures via the Toeplitz
approach, we discuss how to apply £~ to a vector vy, i.e.

x =Xy, (3.99)
where y is known and x is unknown. Apparently, vector y follows from
y=Xzx. (3.100)

According to the conditions for the observations described in section 2.2, we can assume that X has a Toeplitz
structure. In addition to that, the covariance matrix X is symmetric. Thus, the covariance matrix has the
following structure

(s} 71 ot IYN—-2 YN-1
7 Yo st TN—-2
= T C . (3.101)
TN—2 "
IN-1 7IN-2 - 7 Yo

To efficiently solve the symmetric Toeplitz system in (3.100) is subject to the extended Levinson-Durbin
algorithm (cf. LEVINSON 1947), which is shown in algorithm 3.3. The algorithm is also described in detail
by FARHANG-BOROUJENY (1998), chapter 11. Its computational complexity is of order O(N?) (cf. SCHUH
1996, p. 127) and it needs only very few memory.

In section 2.2 we assumed that the residual time series v,, of the Gauss-Markov model is ergodic. For ergodic
time series the autocovariance function is absolutely summable (cf. section 2.2), i.e.

> vl < oo (3.102)
§=0

This implies that

lim v; =0 (3.103)
J—00
(cf. FORSTER 1983, p. 38, theorem 2 and 3). Thus, there exists a value J for which |v,| < e for all j > J,
whereas ¢ is some small positive number. After choosing ¢ to represent numerical zero, and if then J < N,
we can set all v; with j > J to zero and approximate ¥ by a band matrix. The approximation error is then
of the magnitude of roundoff noise.

If the covariance matrix in (3.100) has a banded structure, we can take advantage of this by utilizing the
algorithm proposed by SCHUH (1996), pp. 125-132. The idea is to extend the covariance matrix such that
the extended matrix is a circulant matrix. In this way, it is possible to exploit that the multiplication by a
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circulant matrix is equivalent to the circulant convolution, which can be computed very efficiently by means
of FFT techniques. Let the vectors a, b, ¢ and the matrix C be defined as in (2.115), i.e.

ao bo co Co CN—-1 - C2
aq b1 C1
a= ) , b= ., e= ) and C=| < c (3.104)
’ CN—-1
aN—1 bN—l CN—-1 CN_1 c1 co
Then
b=Ca=c®a=F {F{c}oF{a}} (3.105)

is the circulant convolution of ¢ and a. Within the algorithm proposed by SCHUH (1996) matrix C, vector
a and vector b are subdivided into blocks in the following manner.

a® c) (2 p()
@ = [a@)} , C= {0(21) C(m)} , b= b2 (3.106)

As C is a circular matrix, we can compute the first line of its inverse matrix by
D, = FY{(F{C1. ), (3.107)

wherein D denotes the inverse matrix of C, i.e. D = C'~'. Herein, the term (F{C'.})~! stands for computing
the reciprocal values of F{C' .} element-by-element. Because the inverse matrix of a circular matrix is again
a circular matrix, equation (3.107) describes how to compute C ~1. We subdivide matrix D in the same way
as C.

(3.108)

1) pa2)
D:{D D }

peH  pe2)

Each block C;; and D;; has a Toeplitz structure. Furthermore, as C' and D are both circular matrices, we
find

c o2 B c?? o) q pay  pa2 B D2 pEy .
c?) c@)| T o2 o0y an peY pe2| T |pt2 pan|- (3.109)
From the matrix identity CD = CC ™" = I and (3.109) it follows that
(C(ll))fl _ D(ll) . D(12) (D(22))71D(21) (3110)
(cf. KocH 1997, pp. 36, 37). With this knowledge, we can solve (3.100). For this, we set
aV=y, a?=0 and Cc™ =3, (3.111)

The other blocks of matrix C in (3.106) are filled up such that C' is a circular matrix. For convenience, we
specify the blocks in more detail.

’70 e /yJ—l 0 P O
]CV,(M): '7]071 Y0 Yi-1 0 (3.112)
x N YJ-1 Yo Vi-1
L 0 0 YJ-1 Yo
[0 0 0 0 ~vj-1 7
gen— v o B b (3113
: " o : : R Y
v - 1 0 - 0 0 - 0
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cljv(ij) = (Cc®)T (3.114)
Yoo Y-l
(3@2) = . (3.115)
xJ
Yi-1 0

Therefore, the vectors a®) and b are of length N while the vectors a(? and b? are of length J. By
equation (3.110) we find

= E—Iy _ (C(ll))fly _ D(ll)y o D(12) (D(22))71D(21)y' (3116)
By solving (3.105) for b, we obtain
b=C"'a= Da. (3.117)

Using the block partitioning introduced in (3.106) and (3.108), we find

b DWW g 4 p2)4©2) D(ll)y
b | ~ [ D@D + D®g® = D(21)y J (3.118)
whereas also (3.111) was used. Inserting (3.118) in (3.116) yields
xz=b) — DUD(DE))~1p3), (3.119)
Now, we indicate how to compute vector b efficiently. For this we define
-
d= [Dl,l DN+J,1 0O --- 0 Dl,N D17N_1 DLQ] (3120)
and
e=[a, as - ay 0 --- 0] . (3.121)

In both vectors we have inserted zeros such that their length is equal to Nppr = gceil (loga (BN+J-2))  The
product of the circular matrix D and the vector a can be computed by the convolution

f=dxe=F F{d}oFle}} (3.122)
Vector b is contained in the first N 4 J elements of vector f.

fini s =Da=b. (3.123)
In the next step, we set

h = (D®))"1p3), (3.124)

Because vector h is the solution of D??h = b® and D®? is a symmetric Toeplitz matrix, we can use
algorithm 3.3 to solve

D®Yp = p®? (3.125)
for h. Now that we know how to compute h, we substitute (3.124) in (3.119) and find
z=b"Y - DIp, (3.126)

As we also know how to compute vector b(l)7 we only have to look at the product D" h. Because D% is
Toeplitz matrix, it corresponds to a convolution. We redefine the vectors d and e to be
T
— | p2) (12) (12) (12) (12)
d= [Dl,l DN,1 0 -0 D1,J D1,.]71 Dl,z}
-
=[Dint1 - Dyns1 O -+ 0 Dinyy Dinijo1 - Dingo (3.127)
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and
T T
e=[h" 0 - 0] , (3.128)
whereas in both vector we insert zeros such that their length is equal to Nypp = 2¢¢11 (108:(2N=2+J)) " Thep
we can perform the convolution as an element-wise multiplication in the frequency domain.

f=dxe=F YF{d}oFlel} (3.129)
The result of the convolution is contained in the first N elements.
fi.n =DPh. (3.130)

Finally, we can evaluate equation (3.126) and thus compute & = 2_1y. The efficiency of the algorithm
depends on the bandwidth J of the covariance matrix X. If it is considerably smaller than N, then the com-
putational costs of the algorithm are also considerably smaller than the computational costs of algorithm 3.3.

AR and ARMA Process Approaches

In this subsection we investigate the consequences of modeling the covariance matrix ¥ in (2.8) by MA or
ARMA filters. This investigation can be regarded as a preliminary stage to the actual integration of the
MA or ARMA filters into least-squares adjustment procedure. We will see that there are two principle ways
of interpreting the filtering. The first one states, that the filters are directly used to multiply the inverse
covariance matrix £ ! by the observation vector I and by the design matrix A. The second way of interpreting
the filtering is that the observation equations are filtered in order to decorrelate the observations. Thus, we
call the first way the direct approach and the second way decorrelation approach. It should be emphasized,
that these two ways differ only in their interpretation. The least-squares estimation of the parameters in (2.8)
remains unaffected.

We start with the decorrelation approach. Here, the entire observation equations are filtered. From (2.40)
and (2.41) we know, that the filtering corresponds to a multiplication by matrix H.

Hl+ Hv=HAxz (3.131)
We design the filter to ensure that
S{HL}=HSH' ~1I (3.132)

holds. As the observations time series /,, begins with the n = 0, the filtering also starts at n = 0. According
to equation (2.53) we need for n = 0 observations [_1, [_o, ..., which are not given. These observations
are commonly set to zero (cf. SCHUH 1996, pp. 36,37). As we manipulated these observations by setting
them to zero, we introduce an error at the beginning of the filtering. Because of the recursion of the filter
equation (2.53) this effect does not vanish after n = max(P, Q). Nevertheless, the effect will decrease as the
index n increases, if the filter is stable. The index for which the effect decreases sufficiently to be neglected
is n = R. How we can determine R, is discussed in detail in section 4.1. For the moment we accept that the
filtered observations for n = 0, ..., R — 1 should not be used within the least-squares adjustment procedure.
The same problem arises not only for the observations but also for the filtering of the design matrix A. That
we should not use the first R observations within the least-squares adjustment procedures can also be seen
from their covariance matrix X{HL}. Only the lower right part is equal to the identity matrix. The other
part differ from the identity matrix which we denote by an asterisk * for simplicity.

S{HL} = [: ;] (3.133)
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Note, that this is the reason for using the approximation sign instead of the equality sign in (3.132). A
common practice is to leave the first R observations in equation (3.131) out after filtering (cf. SCHUH 1996,
pp. 36, 37). This can be achieved, if we define the windowing matrix

0 0
S: RXR RXN—-R (3.134)

I
N—RxR N-RXN—-R
and multiply the filtered observation equations (3.131) by this matrix.
SHl+ SHv = SHAxz (3.135)

By applying variance propagation (cf. KocH 1997, p. 108) we then obtain

B [ 0 o o
S(SHL}=SHEH'S' = |/ HR+1:N,:EH£+1;N,;:| = [0 I}. (3.136)

Thus, leaving the first R filtered observations out corresponds to removing those parts of the covariance
matrix of the filtered observations in (3.133), which differ from the structure of an identity matrix. Note,
that we could start the filtering at n = R instead of n = 0. However, this is only true for MA filters. For
ARMA filters, this is not possible because of the recursion in equation (2.53).

For the windowed and filtered observation equations (3.135) the least-squares estimation (2.8) reads

z=((SHA)"(SHA)) ' (SHA)' (SHI). (3.137)
Because the windowing matrix S has the property, that

S'S=38, (3.138)
we can simplify (3.137) to

T=(A'TH'S'TSHA) 'A"H'S'SHI=(A"H'SHA)"'ATH"SHI. (3.139)
According to equation (2.30) matrix H is a Toeplitz matrix. Therefore, it holds that

H" = PHP, (3.140)

where matrix P is permutation matrix, which turns a matrix or vector upside down, i.e.

0 0 1
p—| L0 (3.141)
1 0 0

By substituting (3.140) into (3.139), we obtain
z=(A"PHPSHA) 'A"PHPSHI. (3.142)

We can interpret the matrix product PH PSH as series of instructions which are performed on the design
matrix A and the observation vector I. The instructions are evaluated from the right to the left. For example
PHPSHI means:

1. Filter the observation vector: HI.

2. Apply the window to the vector: SHI.
3. Flip the vector: PSHI.
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4. Filter the vector: HPSHI.

5. Flip the vector: PHPSHI.

Before and after the filtering in step 4, the vector is turned upside down. Therefore, we may interpret the
last three steps as backward filtering while the first step corresponds to forward filtering.

If we model the covariance matrix 3 by MA or ARMA filters, we can compute the least-squares estima-
tion (2.8) either by (3.142) or by (3.137). We have obtained equation (3.137) by decorrelating the observation
equations. Thus, we call equation (3.137) the decorrelation approach. Equation (3.142) is based on a series of
instructions which all together correspond to applying the covariance matrix 3 to a matrix or vector. Thus,
we call equation (3.142) the direct approach.

Typical Operations within Adjustment Procedures

There exist many different adjustment procedures to compute the least-squares estimates & in equation (2.8).
As we are concerned about the integration of the filtering into these procedures, we do not need to describe
the procedures itself. Formula (3.139) indicates, that we can replace the inverse covariance matrix 3~ by
H'SH , whereas the multiplication by H corresponds to filtering and the multiplication by S corresponds to
a windowing operation. Therefore, it is sufficient to look at the typical operations within the procedures which
incorporate the covariance matrix X. One of these operations is the computation of the normal equation
matrix

N=ATS"14 n=ATxZ"1. (3.143)

The computation of the normal equation matrix is often required in direct procedures. For example, we could
compute the normal equation, perform a Cholesky decomposition of the normal equation matrix and solve
the normal equations by forward and backward substitution (cf. for example PLANK 2004, pp. 40—42). In
iterative procedures, the computation of the normal equations is often partly performed in order to compute
a suitable preconditioner (cf. for example BOXHAMMER 2006, pp. 60, 61 or SCHUH 1996, pp. 82-85).

Instead of computing the normal equation matrix, some procedures make use of the QR decomposition of the
design matrix. For these procedures, the observation equations are homogenized before the QR decomposition
is performed. This can be achieved by the decorrelation approach in equation (3.131). The QR decomposition
then reads

QR=HA, (3.144)

wherein @ is an orthonormal matrix, R is an upper triangular matrix, H symbolizes the filtering and A is the
unfiltered design matrix. However, for the problems we concern the number of observations and parameters
is typically large. The fact, that the QR decomposition of a fully populated design matrix is in this case a
computationally very demanding task, often rules out the application of this method.

Iterative adjustment procedures often require the computation of the gradient of the square sum of residuals
in some form, i.e.

A'S Az or ATETHAz 1) (3.145)

As these operations are performed within the iterations, the filters have to be applied more than once.
Though the filtering within the iterations can be applied to a vector which is computationally inexpensive,
iterative methods typically require a suitable preconditioner. For this reason, even for iterative methods, the
filtering has to be applied to at least once to a matrix, if the normal equation matrix cannot be approximated
by means of analytical formulas.
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Access to the Design Matrix

If the design matrix A is too big to fit in the working memory, the design matrix is typically subdivided
horizontally or vertically into blocks. Which subdivision is favored, depends on the application. If the design
matrix nonetheless fits in the memory all filter methods are applicable and no special treatment is necessary.

If the design matrix is vertically subdivided into blocks, we have a column-wise access to the design matrix.
In this case all filter methods are applicable. The reason for this is, that the filtering corresponds to a
multiplication by matrix H from the left side. We simply have to perform this multiplication for each vertical
block separately. If we want to apply 7!, then this corresponds to solving a system of equations, whereas
the vertical blocks of the design matrix correspond to multiple right hand sides. Thus, the subdivision of the
design matrix into vertical blocks poses no problem.

If the design matrix is subdivided into horizontally blocks, we have a row-wise access to the design matrix.
In this case, not every method is applicable. For example, if we want to apply 7!, which corresponds to
solving a system of equations, the right hand sides of the equations are not simultaneously accessible in the
working memory. In this case the application of algorithm 3.3 to this problem is still possible, but becomes
computationally very demanding, as the design matrix needs to be set up many times for one computation
of 7' A. Another example is the overlap-add method. Its application is only reasonable, if the number of
rows in each horizontal block is not too low.

However, there is one exception. Iterative adjustment procedures often require the computation of (3.145).
Then, the filtering can be applied to the vector Ax or Ax — [ instead of the design matrix A. As vectors
do not require much memory, we assume that we are able to have these vectors in the working memory.
We can compute for each block of the design matrix the product of the block by the parameter vector and
then append the result to the previous results. When the whole vector Az or Az — [ is computed, all filter
methods are applicable again. Table 3.3 gives an overview of the applicability of the filter methods for the
different access types to the design matrix for the case that the design matrix has to be filtered. If the process
approaches are favored, then table 3.2 should be conferred for recommendations on the choice of the filter
method.

approach H row-wise access column-wise access
convolution extended Levinson-Durbin algorithm
Schuh’s algorithm for banded covariance matrices

AR process block method block method
overlap-add method overlap-add method

FFT method

ARMA process block method block method
overlap-add method overlap-add method

FFT method

Table 3.3: Overview of the applicable methods to compute either AT X"*A or ATHT SHA.

Synchronous Forward and Backward Filtering

If the design matrix is too big to fit into the working memory, we typically have either row-wise or column-
wise access to the design matrix. Furthermore, we can use the direct approach in (3.142) or the decorrelation
approach in (3.137). If we use the direct approach in combination with column-wise access to the design
matrix, we can filter each column forward and backward before any further processing is done. However, if
we use the direct approach in combination with row-wise access to the design matrix, we may not be able
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to perform the forward and backward filtering at the same time. This means that we have to compute the
design matrix twice instead of once. The reason for this is that the number of rows of the design matrix in
the working memory is restricted by the memory space.

In this subsection we discuss the case that we use the direct approach in combination with row-wise access
to the design matrix, whereas the number of rows of the design matrix in the working memory is sufficient
for synchronous forward and backward filtering. Then, for synchronous forward and backward filtering we
can use the block method or the overlap-add method. We show how these methods are applied in the case
of synchronous forward and backward filtering for MA filters. Due to the recursion within equation (2.53),
the extension to ARMA filters is not possible. However, in most cases we can be approximate the ARMA
filter by an MA filter. We can utilize this MA filter for synchronous forward and backward filtering.

Synchronous Block Method

In equation (3.142) we have to apply H'"SH = PHPSH to the design matrix A. In order to describe the
synchronous block method more general, we assume that we have to compute

z=H'SHz. (3.146)

Matrix H contains the filter coefficients according to equation (2.30) and matrix S is a windowing matrix
according to equation (3.134). Within the computation the forward filtering

y=Hzx (3.147)
is an intermediate result. We define

=[x - foﬂT, y=|[w - nyl]T and z= [z - zN,l]T. (3.148)
Furthermore, we define s to be the diagonal of matrix S.

s = diag(S) = [so --- sN,ﬂT (3.149)

Each element y,, of the intermediate step y = Hx is obtained by the filter equation (2.59) for MA filters
which is repeated here for convenience.

P
Yn = i (3.150)
k=0
Analogously, vector z is obtained by z = H TSy =H T(s o vy), which corresponds to
P
Zn =Y MkSnikYnik, (3.151)
k=0
As before, the values z,, are only known for n =0, 1, ..., N — 1. Therefore, we set all x,, y, and z, with

n < 0orn >N —1 to zero. With these formulas, we can now construct the synchronous block method. For
this, we define the filter matrices

hp hp_1 -+ hg 0 --- 0
FO = 9 he (3.152)
: . hp_1 -+ ho O
0 .. 0 hp - hy ho
and
ho ha hp 0 0
F@_ |0 ho (3.153)
S hy - hp 0
0 -~ 0 hy - hp.y hp
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The block partition of the involved time series is defined by

T
SU(k)Z[ka—P TkL—P+1 - x(k+1)L—1] ) (3.154)
T
y(k):[ykL—P YeL—P+1 " Ykt1)L—1] (3.155)
T
Z(k):[Zkap ZkL—P+1 " Z(k—&-l)L—P—l} (3-156)
and
-
S(k)Z[SkL_p SkL—P+1 5(k+1)L—1] (3.157)

for k=0,1, ..., K —1, whereas L is the block size and K = ceil (%) is the number of blocks. Note, that the
first P elements of these vectors for k = 0 are zero. Figure 3.9 illustrates the partitioning of the time series
Ty Yn and z,.

26D | L
y(k_l) m(k_l)

overlap

2() i - - i -
y® z®)

Figure 3.9: Partitioning of the time series x,, ¥, and z, for the synchronous block method for MA filters.
The blocks ®) overlap by P values of x,,. The same holds for the blocks y¥). The overlapping values are
marked by darker gray. Note, the blocks z(*) do not overlap.

The first step of the synchronous block method is the forward filtering
FOg® = | Ty 3.158
= |YkL YkL+1 y(k+1)L—1] =Ypii1.P+L (3. )

Herein, y%?rl: p. 1, contains the first forward-filtered block. Because for k£ = 0 the the first P elements of y*)
are zero, the computation of ¢y(®) is complete. For all k > 0 we must copy the last P elements of y*) to its

front before overwriting its last L elements by the product FWOg®),

k k
ygl)j = ygll:P+L (3159)

The second step consists of the windowing and the backward filtering.

F@ (50 o y®)y = 5 ®) (3.160)

For the application of the synchronous block method the working memory must be large enough to contain
the vectors *), y*) and z(®). At the first glance, this poses no problem as vectors typically require not
much memory. However, we may use this method for the computation of ATH ' SHAor ATH'SHAz. In
this case the vectors *), y*) and z(*) are replaced by matrices. Thus, the working memory must be large
enough to contain at least two matrices of the size L + P x M and one matrix of the size L x M, whereas
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M is the number of columns of the design matrix, i.e. the number of parameters within the Gauss-Markov
model in formula (2.1).

For the case of the computation of AT H " SH A vector « is replaced by the design matrix A. The partitioning
is performed in the following manner.

S(:(k) — A(k) = AkL7P+1:(k+1)L’: for k = 0, 1, ey K-1 (3161)
Herein, L is the block size and K = ceil (%) is the number of blocks. Note, that vector (*) has become a
matrix. With this definition of (*) we find for normal equation matrix

K-1
ATH'SHA =Y (A)T2". (3.162)
k=0

Note, that in this case not only x®) is replaced by a matrix, but also y*) and z(*) are matrices.

For the case of the computation of A" H' SH Ax, whereas in this formula @ denotes the parameter vector
of the Gauss-Markov model in (2.1), we define

A® = Ay piygegyr, for k=0,1,..., K —1. (3.163)
Furthermore, we define
z® — AR g, (3.164)

whereas x*) denotes the time series according to equation (3.154) and @ denotes the parameter vector of
the Gauss-Markov model in (2.1). With these definitions we find

K-1
ATH'SHAz =Y (A{))T=® (3.165)
k=0

Synchronous Overlap-Add Method

The synchronous overlap-add method is very similar to the synchronous block method. The main difference
is that the filtering is carried out by a multiplication in the frequency domain. The synchronous overlap-add
method typically requires more memory than the synchronous block method. This is caused by the fact that
the block size of the synchronous overlap-add method needs to exceed a certain value for efficiency reasons. If
we have to apply the synchronous block method to the design matrix A, this can lead to memory problems.

The time series x,, is partitioned into blocks of size L. These blocks are contained in the vectors

T

™ = [vpr - gqnro 0 - 0] for k=0,1,..., K —1. (3.166)

Herein, L is the block size and K = ceil (%) is the number of blocks. The best efficiency is achieved, if the
number of zeros at the end of the vector is equal to P and if we choose the length of this vector to be equal
to Nppr = 2", whereas m is a positive integer number. Then, we find for the best block size L = Ngpr — P.
As before, the values x,, are only known for n =0, 1, ..., N — 1. Therefore, we set all x,,, y, and z, with
n<0orn>N —1 to zero.

Furthermore we define
h(l):[ho hy - hp 0 --- 0 (3.167)

and

= [hp hpy -+ hg O - O]T, (3.168)
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which are both padded by L — 1 zeros, such that their length is equal to Npp. The elements of vector h?
are the same as the elements of vector h(l)7 but in reverse order. We could have perform this reversion in
the frequency domain by conjugating the Fourier transform of vector rY. However, in this case the result
of the convolution would have been in an unfavorable order.

The forward filtering in (3.150) is performed by

y®) = FUFRD Y o Flz® ) (3.169)
and
k k k—
v =yl +y e (3.170)

whereas y*) is defined to be

.
y(k):[ykL YkL+1 " °° y(k+1)L+P—1] (3.171)

Note, that the elements of the vectors y*~1 and y*~1 are not the same. It should be also mentioned, that
only the computation of the first L elements of y*) is complete. The computation of the last P elements of
this vector is not finished, because these elements are the overlap.

Then we define

-

w® — y(k) o [SkL o Sepnpo1 0 e 0] , (3.172)
whereas this vector is padded by L — 1 zeros such that its length is equal to Npgpr. The elements s,, are the
same as in (3.149). Therefore, the definition of vector w*) includes the windowing. With this definition we
can perform the backward filtering in (3.151) by

20 — FUFIRD) o Flaw® )y (3.173)
and
k k k—
20 =21+ Z(L+11:)L+Pa (3.174)

whereas z(®) is defined to be

T
Z(k) = [ZkL—P ZkL+1—-P "¢ Z(k+1)L71] (3.175)

It should be mentioned that in analogy to vector y*) only the computation of the first L elements of z(*)
is complete. The computation of the last P elements of this vector is not finished, because these elements
represent the overlap. Figure 3.10 illustrates the partitioning of the time series x,,, y, and z,.

If we want to apply this method to the computation of A" H' SH A, we define
A(k) = A(k—l)L-i—l—P:kL,:' (3]‘76>

Vector (®) is again replaced by a matrix with M columns, whereas M is the number of columns of the
design matrix A, i.e. the number of parameter in the Gauss-Markov model (2.1). Then, the first L rows of
x(®) are equal to AR

2, — A® (3.177)

Within this context, the Fourier transform of a matrix is equivalent to the Fourier transform of each column.
As the other vectors are also replaced by matrices, we need memory for three matrices of size Nppr X M.
For the computation of the normal equation matrix A" H ' SH A we obtain

K—-1
ATH'SHA =Y (A)T2{). (3.178)
k=0
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Yn

LS B O o
z(k=1) 2, overlap .
. e (k—1) (k—1) (k—1)
i ” :
| 1
. w® y® z®)

Zeros

Figure 3.10: Partitioning of the time series x,,, ¥, and z, for the synchronous overlap-add method for MA
filters. The blocks ) do not overlap, but are padded by P zeros. The blocks y*) and z(¥) each overlap by
P values, which are marked by darker gray. The blocks w*) are needed as intermediate results within the
computations. Note, that the blocks z(*) are shifted in comparison the blocks =*) and y*).

Note, that in this case not only x(*) is replaced by a matrix, but also y*) and z(*) are matrices.

For the computation of A" H' SH Ax we use the same definition (3.176). But then we define
(3.179)

whereas « is the parameter vector of the Gauss-Markov model in (2.1). Therefore, 2*) remains to be a
vector. For the computation of A" H' SH Az we find

K-1
k k
ATH'SHAz =Y (A=) (3.180)
k=0
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input a(()s), cee agf) filter coeflicients of sections s =1, ..., S
bés), ey bgﬁ) filter coeflicients of sections s =1, ..., S
xF) = [ter - :c(kH)L_l]T blocks k =0, ..., K — 1 of the time series z,,

output | y® = [y - y(kH)L_l]T blocks k =0, ..., K — 1 of the time series y,,

construction of filter matrices and initialization of filter memories
m®) =0 for s=1,..., 8

n® =0 for s=1,...,8

compute F®) for s=1, ..., S according to equation (3.70)
compute E® for s =1, ..., S according to equation (3.73) and algorithm 3.1
filtering

fork=0,1,..., K—1
fors=0,1,...,5—-1

ifL>P

s k
n(*) = ‘BSLZP-H:L

else

(s)  _ ()
nNip—r =Mri1p

n(Ff)—L—i-l:P =z
end
z®) = F®)g®) by BLAS routine dtrmm

z® = E®)m() + £®) by BLAS routine dgemm

(s) — o (9)
Mpi1.P+Q-L = MpiL41:P+Q

(s) _ ok
MplQ-L+1:P+Q = z)

end
end

end

Algorithm 3.2: Block-wise filtering of a time series in-place using ARMA filters.



68

3. Implementation of Filters

input Y0, Y15 -+ -5 YN—-1 autocovariance secquence / first row of X
YOy Y1y -5 YN_1 right hand side of the Toeplitz system

output o:éN_l), asgN_l), ce :1:5\],\7__11) solution of the Toeplitz system

initialization

75 =0

Co — 37%

LE(()O) = Cp

k1= ;—%

b =~k

of = (1—ki)og
e1 = (g +biyo)o 2
I(()l) =co+ bgl)cl

xgl) =C

loop

form=1,2,..., N -2
kni1 = ('Yn—&-l + Z?:l bgn)7n+1—i)07j2

(n)

B = o kb for i=1,2,...,n
b = ki

0—72L+1 =(1- k72:,+1)0727,

o1 = (Ynt1 + 2ieg bgz:_ll—)iyi)or:fl

xEnH) = xgn) + bgﬂl}icnﬂ for i=0,1,...,n
xf[fll) = Cn+1

end

Algorithm 3.3: The extended Levinson-Durbin algorithm for solving symmetric Toeplitz systems y = 3.
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So far we have discussed how to represent the covariance matrix if the number of observations is large. For
this purpose we introduced three approaches: the convolution, the AR process and ARMA process approach.
Furthermore, we described in detail how to integrate these approaches into least-squares adjustment proce-
dure. In this context we found out, that MA and ARMA filters do not produce usable values at the start
of the filtering. The reason for this is that the filters need some time to warm up, when they are started.
Therefore, we call this effect the warm-up of the filters (cf. ScHUH 2003).

The first part of this chapter is concerned with the determination of the warm-up length. This problem is
not trivial, because the warm-up length depends on unknown values of the input time series as well as on
the filter characteristics. We will see that the determination of the warm-up length is only possible, if the
input time series is stationary and if we know its statistics.

Knowing the length of the warm-up does not solve the problem, that there are unusable values at the start
of the filtering. However, if we have millions of observations and the warm-up length includes only a few
thousand observations, then the effect of leaving these values out of the least-squares estimation in (2.8) may
be negligible. Nevertheless, there may be many larger data gaps in the input time series, each requiring a
restart of the filtering after the gap. In this case we lose a few thousand observations times the number of
gaps. Thus, the loss of observations in the case of large data gaps may have an effect on the least-squares
estimation in (2.8). For this reason we develop an algorithm for the filtering of the values at the start of the
time series.

If a filter is restarted after a data gap, all correlations between the values before and after the gap are
neglected. If the data gap is larger, this may be reasonable. But for short data gaps and highly correlated
observations this introduces an error in the stochastic part of the Gauss-Markov model in (2.1). Therefore,
we need to find a different algorithm for short data gaps. KLEES and DITMAR (2004) propose to restructure
the problem such that the filtering is only used for preconditioning when integrating the inverse covariance
matrix X', Though their algorithm is from the theoretical point of view the best solution, the calculation
time of the least-squares adjustment increases dramatically. Therefore, we develop a different solution which
is based on computing fill-in values for the short data gaps. These fill-in values can be regarded as a bridge
for the filtering, which then can run over the gap and thus no correlations are neglected. The algorithm
for computing the fill-in values for the short data gaps is designed to compute these values such that the
least-squares solution in (2.8) is not affected.

4.1 Warm-up of Filters

Consider the MA filter in (2.59) which is repeated here for convenience.

P
Yn = Z hen—k (4.1)
k=0

Herein, the values x,, with n < 0 are unknown. A common practice is to set these values to zero (cf. SCHUH
1996, pp. 36,37), which is equivalent to truncating the filter. For example, the second output y; of the filter
is obtained by

Y1 = how1 + hizo (4.2)
instead of

y1 = hox1 + hizo + hax_1 4+ -+ + hpx1_p. (4.3)
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Truncating the filter can change its characteristics dramatically. In this spirit, the warm-up length is defined to
be the smallest value of n, for which the truncation results in an acceptable change of the filter characteristics.

For MA filters this effect completely vanishes for n > P. Thus, only the values v, ..., yp_1 are affected
and the warm-up of an MA filter is simply defined to be of length P. If the filter order P is relatively small
compared to the length N of the observation time series, just leaving out the first P observations in the
adjustment process does not perceptibly affect the solution of the Gauss-Markov model in (2.1).

We can make use of this discussion about MA filters, when considering ARMA filters. Every ARMA filter
can be converted to an MA filter of infinite order (cf. section 2.4). If the ARMA filter is stable, the filter
coefficients hj of the converted filter converge to zero as k increases. Therefore, we can approximate this
infinite MA filter with a finite MA filter of order R by setting all hj, with £ > R to zero. The warm-up of an
ARMA filter is then defined to be the smallest value R, for which the difference of the filter characteristics
between ARMA filter and finite MA filter is acceptably small.

For the practical determination of the warm-up length, we need to define the meaning of acceptably small in
some way. Let us assume for a moment that the unknown values x_1, x_s, ... were given, such that the time
series x, begins at n = —oo and is therefore infinitely long. With these values, we can express the difference
Ay, between the filtered finite and infinite filtered time series y,, introduced by setting x_1, x_o, ... to zero.
We define acceptably small such that this difference is at least two orders of magnitude smaller than the
values vy, of the filtered infinite time series.

However, we do not know the residuals x_1, x_», ... and we therefore need to find a workaround. In order to
derive the workaround step by step, we start by expressing the difference Ax,, between the finite and infinite
time series in vector form.

[Az_o ] T oo 0 Z—co

Ax_q R ) 0 | T

AJZO B xo o xo - 0 (44)
|Azy-1]  [en-1]  |lan-] L O

The difference between the filtered infinite and finite time series is therefore the impulse response of the
filter to the values z_1, x_o, ... (cf. section 2.4). It should be mentioned, that using the impulse response
as criterion makes the analysis easy, even for ARMA filters consisting of several sections. After combining
equation (4.4) with (2.57), we find

Ayo hi ha h3
Ayl h2 h3 h4
. =T _1 . -|—(E,2 . +.’E,3 . + (45)
Ayn_1 hn hny1 hnyo

for the last IV values of this difference. For stable filters the hj will converge to zero as k increases (cf.
section 2.4). This has two consequences. The first consequence is, that the difference will be dominated by x
with k close to zero, while the z; with big negative k£ have practically no influence. The second consequence
is, that only the first elements of Ay, of this vector differ distinctly from zero.

The next step in the workaround is the index k for which the h; have converged to numerically zero. This
means that we need to find the index W where

|hi| < e forall k> W. (4.6)

Herein € denotes the computational accuracy which is equal to 2752 for double precision numbers. For the
determination of an upper bound W™ for W we use the state-space equation (3.43) in combination with the
impulse response h,,. According to (2.56), the impulse response h,, is obtained by filtering the unit impulse
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d,, as defined in (2.55). Because then x,, = d,, # 0 only for n = 0, it follows from equation (3.41) that z, =0
for n > P. Thus, if we define

ho=[hn-gr1 o+ haoy ha)', (4.7)
we find
h,y1 =Ah, forn>P—1, (4.8)

whereas A is the companion matrix, which is defined in equation (3.42). By equation (3.48) we obtain
hpir = Ah, for n>P —1. (4.9)
Performing a spectral decomposition for matrix A yields
A=UDU' = A’=UDU' = ... = Al=vuD'U, (4.10)

whereas U is a matrix containing the eigenvectors of A in its columns, and D is diagonal matrix containing
the eigenvalues of A on its diagonal. By substituting (4.10) into (4.9) we find

hpir =UD"*U'h, for n>P—1. (4.11)
As matrix A as defined in (3.42) is the companion matrix of the polynomial 1 — ajz=! — -+ — a,27@,
the eigenvalues of D are the roots of the polynomial and thus the poles o of the transfer function in
equation (2.102) (cf. MEYER 2000, p. 648, 649), i.e.

ap 0 - 0
p— |0 @ (4.12)
0
0 0 aQ

Furthermore, equation (4.11) is linear with respect to the poles a;. Thus, we can write the last row of the
equations in (4.11) in the form

Boir =viad +vead + - + ané (4.13)
The coefficients vy, ..., vg are obtained by
hpsr =Uqg.D*U ™ h,, = Ug,.(diag(D*) o U™ *h,,) = Ug.(U *h, o diag(D")), (4.14)

whereas v; = Uq,U;, :1 h,,. By the triangle inequality we find

|hnir] = lviaf + vead 4+ -+ + ané| < |vad| + vk | + - + |ané| < Quuaxak, (4.15)
whereas
Omax = max(|ai], ..., |ag|) and vyax = max(|v1], ..., |vgl). (4.16)

With equation (4.6) we can now write
|Pnir] < Qumaxak,, < e. (4.17)

For stable filters, it holds that apa.x < 1. The logarithm of apax is thus negative. After taking this into
account, we find by rearranging (4.17)

1 €

In .
ln amax Q’Umax

L> (4.18)
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We choose the smallest integer value for L, for which (4.18) holds, i.e. we round up the right hand side
of (4.18). The upper bound W for W in equation (4.6) is then

W =1L+P (4.19)

The order P has to be added, because the value L results only from the recursive part of the filter equa-
tion (2.53). In the case that the ARMA filter consists of more than one section, we can compute this value
for each filter section which we then denote by W,iu). We can imagine that for each filter section the unit
impulse takes place after the effect of the unit impulse of the preceding filter section has converged to numer-
ical zero which is represented by e. If we add the unit impulse at the point, where the impulse response of
the preceding filter section has converged to numerical zero, the result is exactly equal to the unit impulse,
because the impulse response is truncated in the addition due to the limited numerical accuracy. The upper
bound W) for the whole filter is then obtained by

K—1
ww =3, (4.20)
k=0
whereas K is the number of sections. Now, we simply compute the impulse response h,, for n =0, ..., W),

In order to determine the smallest possible W according to equation (4.6), we only have to search the values
h/O, ey hw(u).

Now that we know how to determine W, we set all hy = 0 with k& > W. This truncation of the impulse
response practically has no effect on the filter, because the magnitude of the truncation error is maximum
of the size of the unavoidable roundoff noise. Therefore equation (4.5) yields

Ayo hw hw-1 -+ I T_w
Ay 0 hw - ha| |2_ws1
=1 . . (4.21)
Ayw_1 0 s 0 hw xr_q
Herein we assume that W is smaller than N. By variance propagation we obtain
Ayo hw hw-1 - M Tow hw 0 .- 0
Ayl 0 h,W ce h,g T_W+1 i
D I . s Ty e (4.22)
. . . . . ~ : 0
Ayw 1 0 e 0 hw T_1 hy ho hw

In section 2.2 we discussed that one necessary condition for the residuals is, that they correspond to a
stationary time series. For this reason, the covariance matrix ¥ within the Gauss-Markov model in (2.1) has
a symmetric Toeplitz structure. Because the ARMA filters are used to filter the residual time series v,,, we
find

v_w T_w Yo " YW1
V-w+1 T—W+1 g o o Tw=-2
3{ : }=3{ : } = : : : . (4.23)
V-1 T-1 IWw-1 Tw-2 - 70
In order to determine the magnitude of the values Ayg, ..., Ayw_1 we compute only their variances
O’QAyO, e UszW_l, i.e. the diagonal of the covariance matrix in (4.22). We find for the variances
Yo g6 L YWen hw
) ga! Yo o YWen—1| [hw-1
oAy, = [hw hwoa o ha] | : : | (4.24)

YW —-n YW-—-n—1 e Yo hn
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Because of
Yo o YWen—1| | hw
OAyues = [Pw oo hoga] : :
YW —n—1 Yo hpt1
Yo YWen—1 YW-n| [hw (w1 |
= [w o k] (| z ] )
YWon—1 °* Yo " hn L 7]
Yo o o Ywen| [hw [Yw 1|
= [ e ha] | : B I L Y I R
YW-n Yo hy, L 7"
YW —n
= 0xy, ~2ha [bw - ha) | 1| =hiv (4.25)
!
we can compute the variances O'QAyn recursively forn =W —1, W —2, ..., 0. Now, we only have to find the

index R, for which the standard deviations oAy, are at least two orders of magnitude smaller than y,,. If we
designed the ARMA filter such that the variance of the filtered time series is equal to one, then this means
that all ooy, < 1072 for all n > R.

In practice we filter the observation time series [,,, whereas the unknown observations [_1, [_5,... are set
to zero. This is equivalent to assuming that E{l,} = 0 for n < 0, which we must take into account for the
estimation of the autocovariances «y;. Therefore, we can use for example

N—-k—1

1
= — lelnt k- 4.2
"= Nk 7;) kln+tk (4.26)

as an estimation for the autocovariances ;. It should be noted, that the assumption E{l,} = 0 for n < 0
has the potential to violate the Toeplitz structure of the covariance matrix for the observations [_1, [_o,....

Finally, we should mention that the position of the poles has a large influence of the length of the warm-up.
The closer a pole «; lies to the unit circle in the z-plane, the greater is its reciprocal logarithm In~* o in
equation (4.18). Therefore, it would make sense to design filters with poles, which are not close to th unit
cirlce in the z-plane. However, the position of the poles depends mainly on the correlations of the residual
time series v, while the design is secondary in this context. Algorithm 4.1 summarizes the necessary steps
for the determination of the warm-up length.
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input ay’, ..., ap’ filter coefficients of sections s =1, ..., S
b(()s)7 o bﬁ;*) filter coefficients of sections s =1, ..., S
€ small constant defining numerical zero
ln observation time series

output | R warm-up length

upper bound for warm-up length
W =0
fors=0,1,...,5—-1

set up the companion matrix A

compute the poles ags) for j =1, ..., Q") as eigenvalues of the companion matrix A®)

szww+ﬂwmw(ﬂﬂmwkd

In apax

end

impulse response of the filter and autocovariance function of the observations

compute the impulse response h,, for n =0, ..., W®
set W equal to the smallest &k for which |hg| < € for all k holds

compute the autocovariance function ry for £k =0, ..., W — 1 of the observations according to (4.26)

variance propagation

To Tw-n| |hw
compute UszW = {hw e hn:| | applying FFT techniques
TW—n To by,
forn=W-1,W-2,...,1
TW—n
0%y =03 + 2h, |h e h : + h2r
AYp AV 41 n (W n . n'0
1

end

warm-up length

set R equal to the smallest k for which oay, < 1072 for all k holds

Algorithm 4.1: Computation of the warm-up length of ARMA filters.
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4.2 Long Data Gaps

In practice we often have to deal with data gaps within the observation time series. Whenever we use the AR
or ARMA process approach to represent the covariance matrix of the observations, we have two strategies
for the handling of data gaps. The first strategy is tailored for long data gaps while the second is tailored for
short data gaps. The main difference between these two strategies is, that the strategy for long data gaps
neglects all correlations between the observations before and after the data gap, while the strategy for short
data gaps allows for correlations. Therefore, whether a data gap is long or short depends on the correlations
between the observations, i.e. the autocovariance function of the observations.

In this section we describe the strategy for long data gaps. The strategy is to stop the filter before the data
gap and restart it after the data gap. This directly leads us to the problem of the filter warm-up. Without any
special handling we loose R observations after the data gap, whereas R is the warm-up length of the filter.
If there exist many data gaps which are classified as long data gaps, this procedure leads to an enormous
loss of observations which affects the least-squares solution in (2.8). Therefore, we need to find a procedure
of starting the filter without this loss of observations. This procedure can then be used for the start at the
beginning of the observation time series and every restart of the filter after a data gap.

In section 4.1 we already discussed, that the loss of observations is due to the truncation of the filter at the
start of the filtering. In order to go into more detail we look at equation (2.40) in combination with (2.41),
which states that

Y=HX. (4.27)

The entries of matrix H correspond to the impulse response of the filter. In section 2.4 we discussed that for
stable filters the impulse response converges to zero. This fact was used in section 4.1 to define the warm-up
length of ARMA filters, which was defined to be equal to the order R of an MA filter which approximates
the ARMA filter such that the approximation error is negligible. Typically, this order R is much smaller
than the length N of the observation time series. In this case matrix H can be approximated by a banded
lower triangular Toeplitz matrix.

" ho 0 0 --- 0] ho 0 0 07
e B L (4.28)

hri1 hr ho o 0 hgr ho o

: : .0 T S O

Ay -+ hpsr hm - hol 0 -~ 0 hp - ho

We can regard each row of this matrix an MA filter. Take for example the second row of this matrix. It
corresponds to the truncated filter in equation (4.2). In fact, not only the second row, but the first R rows
of this matrix correspond to truncated versions of the MA filter which approximates the ARMA filter. For
the last N — R rows of this matrix, the truncation error is negligible. Thus, the upper left part

ho 0 ... 0
hi  h :

Hi.g1.r= .1 0 (4.29)
: . .0
hr—1 -+ h1 ho

is corrupted by the truncation of the impulse response due to the warm-up of the filter. In order to analyze
the effect on the decorrelation of the observations in equation (3.131), we subdivide matrix H into an upper
and a lower part.

HI:R:
H= ’ 4.30
|:HR+1:N,::| ( )
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In equation (3.131) we multiply the observation equations by matrix H. From the preceding discussion we
can conclude that the decorrelation is is only successful, where the upper part Hi.r . has no influence. This
is for the last N — R rows of the observation equations. By variance propagation we find

Hi.p, Hl:R,:EHI;R,: Hl:R,tzH;Jrl:N,:

SH! .. H}  n.|= 4.31
HR+1:N,::| [ L:R;: RH'N"] HR+1:N,:EHIR,: HR+1:N,:2H£+1;N,; (4.31)

S{HL} = {
for the covariance matrix of the decorrelated observations. Because only the lower right block of this matrix
is not affected by H7.g,., the covariance matrix X{H L} has the structure given in equation (3.133)

S{HL} = {: ﬂ (4.32)

whereas the asterisk denotes that the block differs from the corresponding block of an identity matrix. In
section 3.3 we circumvented this problem by setting the first R filtered observation equations to zero which
corresponds to setting Hy.r . to zero. However, this leads to a loss of observations which we want to avoid
here.

The idea for the solution of this problem is quite simple: If the problem is caused by the truncation of the
MA filters in the first R rows of matrix H, then replace the MA filters in these rows by MA filters which
are not truncated and approximate the decorrelating capabilities of the ARMA filter as good as possible.
Figure 4.1 illustrates the truncation of the filter coefficients as well as the solution of this problem.

shorter |
truncated filters K
filter
coefficients
~0 ~0

Figure 4.1: The filter warm-up is caused by the truncation of the filter coefficients in the first rows of matrix
H in equation (4.27). The solution of this problem is to replace the truncated filters in the first lines of
matrix H by shorter filters. The shorter filters should approximate the decorrelating capabilities of the
original filter.

Therefore, the task is to compute MA filters from order 1 to order R — 1 which best approximate either the
autocovariance function of the ARMA filter or the power spectral density of the ARMA filter. The Levinson-
Durbin algorithm is best dedicated for this task, because it determines the required MA filters recursively with
low computational costs. Within the original algorithm, described for example by FARHANG-BOROUJENY
(1998), pp. 357377, we only have to add the derivation of the filter coefficients. Furthermore, we can directly
integrate the filtering of the first R elements of a time series which then replace the warm-up elements of
the filtered time series. Thus, the procedure for the filtering of the warm-up is now at hand. Algorithm 4.2
shows the Levinson-Durbin algorithm extended for the filtering of the warm-up.

At this point we should repeat that the MA filters approximate the autocovariance function of the ARMA
filter. As the autocovariance function is the time domain counterpart of the power spectral density, the
phase of the ARMA filter is irrelevant for the approximation. We could say that we buy a good quality
approximation of the power spectral density at the cost of the phase. However, the phase of a filter is
irrelevant for the filters decorrelating capabilities as discussed in section 2.4. Figure 4.2 shows the effect
of the new algorithm to prevent the filter warm-up on the covariance matrix of the observations, which is
derived by H.

Integration into the Computation of the Normal Equation Matrix

In least-squares adjustment procedures, we have to filter the design matrix A at least once, if the normal
equation matrix cannot be approximated by means of analytical formulas. Therefore, we need to investigate
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Figure 4.2: Effect of the new algorithm to prevent the filter warm-up on the covariance matrix of the
observations. The basis for the computations is the simple averaging filter described in section 6.4. The
covariance matrix has been computed by formula (2.34) and (2.31). The left panel shows the covariance
matrix computed with the filter matrix H according to equation (2.41). The structure of the covariance
matrix apparently deviates from the assumed Toeplitz structure. The right panel shows the covariance
matrix computed with the filter matrix according to equation (4.35), which corresponds to the application
of algorithm 4.2. Here, the structure of the covariance matrix comes very close to the structure of a Toeplitz
matrix.

how to integrate the filtering of the warm-up, if we have to filter the design matrix. For column-wise access
to the design matrix we can directly use algorithm 4.2 for each column. For row-wise access to the design
matrix the integration is more complicated. Here, we need to have R rows of the design matrix in the
working memory at a time for algorithm 4.2. If this is possible, then the problem is solved easily. If this is
not possible, a strict integration is not possible. However, if the design matrix is filtered for the computation of
a preconditioner within iterative least-squares adjustment procedures, then we are able to find a workaround
which does provide an approximate integration. Because only the preconditioner will be affected by this, the
least-squares estimates in (2.8) are in principle not affected. Unfortunately, for direct least-squares adjustment
procedures which require the computation of the normal equation matrix, the least-squares estimates in (2.8)
may be affected by the approximate integration of the filtering of the warm-up.

If we use algorithm 4.2 for the filtering of the first R values of y,,, then the filter equation for these values
changes from (2.53) to

Yp = Z h,in)xn,k for n=0,..., R—1. (4.33)
k=0

Herein, the h,(cn) are the filter coefficients of the MA filters of algorithm 4.2. After writing this in matrix-vector
form, we find

Yo Zo

Y1 x1
=W . , (4.34)

YR—1 TR—1
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where
O o 0
(1) (1)
W = I ho (4.35)
: .. . 0
PED L pEID R

Formally, replacing the filtered values y, of equation (2.53) by the filtered values y, of algorithm 4.2 cor-
responds to replacing the upper part Hq.p 1.z of matrix H in (4.27) by this matrix W which contains the
MA filters estimated by the Levinson-Durbin algorithm.

w 0

4.36
Hpri1.nv1:R HpRy1:NR+1:N (4.36)

=5[]

Herein, matrix S the same windowing matrix as in equation (3.134) which we used to set the first R rows of
the observation equations to zero in section 3.3.

For the filtering of the design matrix we find

W 0 _ WAl:R,: _ WAl:R,:
(SH + [0 0])A =SHA + { 0 ] = [HRH:N,:A (4.37)
which replaces SH A in equation (3.135). For the normal equation matrix we obtain
N =(SHA + {W‘%LR*] )T(SHA + {W‘;‘;:R*} ). (4.38)
Alternatively we can write
N = WAI:R,: i WAI:R7:
Hp 1N A Hpii.n.A
= (HR—‘,-l:N,:A)THR—i-l:N,:A + (WAl:R,:)TWAl:R,:
=A"H'SHA+ A, W WA,
= A'PHPSHA+ Al W WAyp.. (4.39)

Equation (4.38) corresponds to the integration into the decorrelation approach in equation (3.137). Here,
we filter the design matrix as before and then overwrite the first R rows by the result of algorithm 4.2.
Equation (4.39) describes the integration into the direct approach in equation (3.142). Here, too, we perform
the filtering as before. Then we add an additional matrix to the normal equation matrix. Thus, for both
approaches the integration of the filtering of the warm-up turns out not to change the computation procedure,
but to be an additional part of it.

As matrix W is a lower triangular matrix, the product W A;.g. can be computed in-place. Thus, the
computation for this step requires memory for matrices of size R x R and R X M, whereas M is the number
of parameters in the Gauss-Markov model in (2.1). If the warm-up length R and the number of parameters
M are both not small, then it is likely these matrices do not fit into the working memory. In this case we
could divide both matrices into blocks and compute the product block by block. However, this block by block
computation typically turns out to be very time consuming. For direct least-squares adjustment procedures,
which make use of the normal equation matrix, this time consuming computation cannot be avoided, if
we do not want to loose the first R observations. Within iterative least-squares adjustment procedures the
normal equation matrix is typically partly computed in order to obtain a suitable preconditioner. Here, the
least-squares estimates in (2.8) in principle do not depend on the preconditioner, which only influences the
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convergence speed of the iterative procedure. Thus, the least-squares estimates in (2.8) do not rely on the
exact computation of WA .g .. In order to reduce the computational costs, we redefine

rw (0 0 0 0 ]
w® w® 0 :
W=|o9 . 0 (4.40)
: w® w® 0
) 0 wh w®)
where
Y0 0 R Ry Ry
) (1) : (V) :
wo _ | kg w0 ' (4.41)
: ' . 0 : ' w7
hg/v_—ln hgv—n h(()v—1) 0 0 h&/V)
and
v
V)90 o0
(V) (V)
w® _ [ ho (4.42)
: 0
v v v
ORI S

From row V 41 to the last row matrix W has a Toeplitz structure, because in each row is the same filter. We
can interpret this definition of matrix W as an approximation of the previous definition. The computation
of the blocks W(O), W and W is described in algorithm 4.3.

According to the partitioning of matrix W in (4.37) matrix A;.g . is also subdivided into blocks.

Al:V,: A(O)
Ay 1oy, AW
Arg,: = : = , (4.43)
Avv-1)+1:0V;: A(U*I),

where the number of blocks is
U = ceil (R/V). (4.44)

In the case of UV > R the last block AY) is UV — R rows longer than the warm-up length of the filter. These
rows are eliminated in the computation by setting them to zero after the filtering. Therefore, the contents
of these rows before the filtering may be arbitrary. With this partitioning the product W A.g . reduces to
the computation of

w©O AW (4.45)
and
WOAFED L w@ AR =13 . U-1. (4.46)

We should not forget, that besides the computation of W A . we have to filter the design matrix A from
the row first on as before. As the block size V' for the warm-up procedure and the block-size L for the
tering differ, we need two matrices M M and M@ to store copies of the blocks of the design matrix. This is
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necessary, because we exploit the fact that the matrices W(O), W(l) and W are triangular matrices, which
has the side effect that the computations of the products W M) are computed in-place. Algorithm 4.4
describes the sequence of computations.

In practice there are two special cases which require special handling. The first case concerns filters with
a high gain in the power spectral density, for example high-pass, low-pass or band-pass filters. Such filters
can only be approximated by MA filters of order P = 1 and higher. The reason for this is, that the power
spectral density of an MA filter of order P = 0 is constant, i.e.

P(w) = [H(e™)|* = b5 (4.47)

according to equation (2.53) and (2.89). Because the first row of the filtered design matrix is obtained by
using an MA filter of order P = 0, it should therefore not be used within the further processing. Thus, if the
designed filter has a gain in the power spectral density, we set the first row after the filtering to zero.

The second case, which requires special treatment, arises, if the filter has one or more zeros (3; on the unit
circle in the z-plane, i.e. | 8;| = 1. The algorithm 4.4 is based on the Levinson-Durbin algorithm which in turn
uses the autocovariance function of the inverse filter. If the filter has a zero on the unit circle in the z-plane,
the inverse filter is not stable. In this case we first manipulate the filter such that the inverse filter becomes
stable. For the manipulation we compute the power spectral density P(w) of the filter (cf. equation (2.89)
in section 2.4). The power spectral density is exactly zero for the frequencies w = <((fx). Thus, the power
spectral density of the inverse filter is infinitely large for these frequencies as it is simply the reciprocal of
the power spectral density of the filter. In order to avoid this, we set the power spectral density P(w) for
w = <(Bk) with |Bk| = 1 to a small positive value. Then, the reciprocal power spectral density is finite and
the manipulated inverse filter is stable. The decorrelation capabilities of the manipulated inverse filter are
then almost the same as those of the inverse filter.

Iterations

Within iterative least-squares adjustment procedures we typically have to compute

A'S"Az or ATETMNAz 1) (4.48)
according to equation (3.145). For simplicity we set

y=Ax or y=Ax-1 (4.49)
such that equation (4.48) becomes

ATy, (4.50)

If we use ARMA filters to integrate the inverse covariance matrix X', then we replace it by H TSTSH
according to equation (3.139). This leads to

ATH'STSHy. (4.51)

As in equation (4.37) we now replace SH by

(4.52)

14

0 O

in order to integrate the filtering of the warm-up, which yields

A'(SH + [v(t)/ g])T(SH+ [Vg 3}).«/ = A"H'SHy + Al W Wy,p.. (4.53)
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Herein, some terms vanish because of

Sy g Ay -

due to the definition of S in (3.134).

Equation (4.53) indicates, that the integration of the inverse covariance matrix >~! can be performed in two
steps. The first step consists of the computation of AT H " S Hy. Here, the integration is the same as before.
All of the in section 3 introduced filter methods are applicable. The second step consists of the computation
of A, R7;WTWy1: r,: Which belongs to the filtering of the warm-up. It is remarkable, that though we replace
the upper part of the filter matrix H in equation (4.36), the implementation of the new method for the
warm-up results in adding a vector to the first elements of the original filter method.

Now we investigate how to compute AI R’:WTWyl: Rr,:- There are two possibilities. The first corresponds to
the decorrelation approach in equation (3.137), which directly results from the decorrelation of the observation
equations. For this approach the design matrix is filtered. In the previous subsection about the computation
of the normal equation matrix we already discussed how to do this. The second possibility corresponds to the
direct approach in equation (3.142). For this approach all operations which concern the filtering are carried
out from the right to left. This means, that the filtering is here applied to the vector vy, such that the filtering
is computationally cheap in this case. Thus, for the implementation of the filtering of the warm-up we need to
analyze how to compute W ' Wy,.g.- The product Wy, . can be computed by algorithm 4.2. Therefore,

we only have to extend this algorithm for the additional multiplcation by W . For the derivation we recall
that within algorithm 4.2 the lines of matrix W are computed recursively. For this reason we formulate the
product W' Wy, R, in terms of dyadic products of the lines of W. We define

R R
2=W Wy, p= Z WIlerr’lzryl:r = Z W;r’lz,,gr, whereas g = Wy. (4.55)
r=1

r=1
With this equation we can now formulate algorithm (4.5) for the computation of z.

For convenience we summarize the filtering in algorithm 4.6. There we use the block method for ARMA
filters for the normal filtering, which could be replaced by any of the other filter methods described in
chapter 3. If there are one or more long data gaps, algorithm 4.6 is applied for each observation segment
between the data gaps. Because we neglect all correlations between the observation segment before and the
observation segment after a long data gap, we can process each observation segment independently of the
other observation segments.

4.3 Short Data Gaps

In contrast to long data gaps the filtering process is not stopped at short data gaps. In this way, correlations
between observations before and after a data gap are taken into account. However, we need to compute fill-in
values for the data gaps. This is not only necessary for the observations, but also for the design matrix. The
reason for this is, that not the observations are filtered, but the observations equations according to equa-
tion (3.131). The observation can be split into two parts: the deterministic and the stochastic part. Within
the Gauss-Markov model in (2.1) the deterministic part of the observations corresponds to the adjusted

observations 1 in equation (2.9) while the stochastic part corresponds to the residuals v in equation (2.10).
l=1-v (4.56)

For the observations it is important to compute fill-in values for both parts. Because the focus of this thesis
lies on the stochastic part, we do not investigate how to compute fill-in values for the deterministic part in
detail. It should be mentioned, that we can use either interpolation techniques or a priori knowledge about
the deterministic model Az of the Gauss-Markov model in (2.1). Note, that this knowledge is not only
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needed for the model parameters & but also for the design matrix A, which has to be computed for the
data gaps. Another reason for not going into detail is, that the best way of computing fill-in values for the
deterministic part depends on the application.

More complex than the deterministic part is the stochastic part represented by the residuals v. Though the
expectation of the residuals is zero according to (2.6), it is not reasonable to simply set this part to zero. The
fill-in values of the stochastic part have to fit to the values before and after the data gaps, because otherwise
the filters would get a large impulse contaminating the observations after the data gap. Furthermore, the
fill-in values need to accommodate the decorrelating capabilities of the filter. These two aspects are most
important for highly correlated observations. The procedure for the computation of the fill-in values for
the stochastic part of the observations starts with a simple interpolation of the residuals in (2.10). If the
observations are highly correlated, this step is important because of the low frequency components of the
power spectral density, which in this case possesses a high gain. In the second step the filled residual time
series is used to compute a first filter model. From then on we alternately compute fill-in values and estimate
a filter model until the decorrelation capabilities of the estimated filters converge. As the decorrelating
capabilities are described by the power spectral density, convergence is reached, if the power spectral density
of the estimated filters do not change from one iteration to the next. Figure 4.3 illustrates this procedure.

interpolate the
missing residuals

Y
compute the
first filter

{ %?fﬁg%;ﬁgse H compute filter }

A

only if decorrelating capabilities

of filter have not converged

Figure 4.3: Procedure for the computation of the fill-in values for short data gaps.

The methods which are used here for the estimation of ARMA filters are described in chapter 5. If the
ARMA filters are stable, we can convert them into MA filters (cf. section 2.4). When we do this using also
the method for the warm-up described in section 4.1, we find for the relation between the time series x,, and
the filtered time series y,,

y=Fu, (4.57)
where
T = [xo SENfﬂT, Y= [yo yN—l]T (4.58)
and
[ h(()o) 0 . 0 0 0 e 0 |
hgl) hél) . . . .
: : g 0 0 0o -+ 0
F=SH+ [W 0} L /R AL B (4.59)
0 0 hgf) hgf_)l th) héR) 0 0
0 :
pO i Rl

. R R R R
0 0 AP N NS S )_
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is a band matrix, which has a Toeplitz structure below row R. The assumption that R < N does not restrict
this approach, as it is only used for the purpose of deriving an efficient computation procedure. For the
computation of the fill-in values, the missing values x,, are regarded as parameters. We can estimate them
by minimizing the residual sum of squares

N-1
Z v =y'y=a'F' Fz (4.60)
n=0

within a least-square adjustment. Note, that the filter coefficients are determined such that X{y} = I,
which accommodates the minimization of the residual sum of squares in (4.60). Moreover, if we estimate
the missing values xz,, this way, the fill-in values will have the smallest possible effect on the residual sum of
squares in (2.13) of the Gauss-Markov model, because the time series y, corresponds to the residual time
series vy,.

In order to simplify the handling of indices we define d as the vector which contains the indices of the data gaps
plus one. If for example the values x4 and x5 were data gaps, then the vector would bed = [dy  d2] =[5 9].
The length of d, which is equal to the number of missing values, is denoted by D. Furthermore, we define

- T, 1fn¢{d17...,d0}. (4.61)
0, ifne{ds,...,dp}

The time series z, is the same as the time series x,, except for the data gaps, where it is zero. Analogously
to & and y we define

Z:[Z() ZNfl]T. (462)

With these definitions we can extract the missing values x,, in equation (4.57).

ZL'dl
y=Fx = [F:,dl F;,dD] + Fz (4.63)
:BdD
Note, that for example x4, is a single missing value of the time series x,,. The missing values x4, ..., Tdp

are the parameters for minimizing the residual sum of squares in equation (4.60). The least-squares estimates
for these missing values are

a:dl
T -1 T
- —([F:dl o Fog)) [Foa, - F:7dD]) [F.q, - F.a,] Fz. (4.64)
(BdD
For the sake of clarity, we consider the following example. Let
4 0 0 0 Zo 3
120 w7
F= 012 0 and x = | = | 2 (4.65)
0 01 2 x3 -2
be given. Herein, x; is the missing value. Form this it follows that
3 0
d=[d]=[2], z=|"| and F.g =F.,= |’ (4.66)
’ 2 n o 1 ’
-2 0

Then, the least squares estimate of the missing value z; is

- = (FluFa) FlyFz=-2 4.67
T = I:Wd1:| - sdy 4t dy sdy z = . ( ) )
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Because the number N of observations is large for the problems we consider, the number D of missing values
x, may be large, too. In this case matrix [F.q, --- F.gq,] may be too big to fit into the working memory.
Thus, we need to find a tailored strategy to evaluate equation (4.64).

First we investigate the normal equation matrix
T
N = [Fi,dl F:7dD] [Fi,d1 thD} . (4'68)

The elements of IN are all contained in the matrix FTF, which can be efficiently computed because of its
banded Toeplitz structure below row R. Therefore, we subdivide F into the upper part F'1.r,. and the lower
part FR+1:N,: and find

.
FF= [FRif;V } {FRiiv ] = FipFin: + Fron Frivn,: (4.69)

Now we can fully exploit the banded Toeplitz structure of the lower part Fri1.n:.. We can express the
normal equation matrix IN as the sum of two matrices

N=ND L N (4.70)
whereas

N — [Fipa, - Fl:R,dD]T [Fira, - Fipa) (4.71)
and

N® = [Frinag, - Frivao] [Frova - Friivan]- (4.72)

Within the computation of IN M we can only exploit the triangular structure of F'y.g . while for the compu-
tation of N we benefit much from the Toeplitz structure of F ri1.n,:. Furthermore, the normal equation
matrix N is likely to be sparse, if the number of small data gaps is small in comparison to the length of the
observation time series and if the warm-up length of the filter is not too long. In order to exploit this, we
remark here that for each element IN; ; of the normal equation matrix it holds that d; < d;, if the vector
d iTs arranged in ascending order and i < j. We make use of this later on. Now we investigate the product
Fl:R,:FliRﬁ'

With the Levinson-Durbin algorithm we can compute all non-zero elements of F'y.g . row by row. In each row
Fj. . only the first k£ elements are non-zero, because F'i.g . is a triangular matrix. Because of the row-wise

access to matrix F'i.p. we compute the first part N (1) of the normal equation matrix by summation of
dyadic products. For these dyadic products we only need to incorporate those columns, which belong to the
data gaps. Thus, the dyadic products are generally not computed for the whole row. For simplicity we first
copy each row F, 1. into a vector, before we choose the needed elements of this row with the help of vector

d.

h="Fj,=|n" 0 pWD o gl (4.73)

After that, we copy the elements of the row which belong to short data gaps to the front of vector h.
h;=hg,, fori=1...,7 (4.74)
Herein, j is the number of missing values x,, up to the index n = k. Then, we initialize
NW =o. (4.75)
and proceed with the summation of the dyadic products

N W

14,15 15,15 T thhl:j, (4.76)
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whereas hi.; corresponds to the row F 1., as defined in (4.73) and (4.74). In algorithm 4.7 for the compu-
tation of N formula (4.76) is integrated for k =1, ..., R into the Levinson-Durbin algorithm.

Now we investigate the product F£+1:N,:FR+1:N,:7 which is only calculated if NV > R. We can compute the
elements of this product by dot products of the columns of F'r;.n .. Because matrix F ry1.n,: has a banded
Toeplitz structure, these dot products can be obtained by a correlation, which in turn can be efficiently
computed by an element-wise multiplication in the frequency domain. Furthermore, only R 4 1 elements in
each column are non-zero. Thus, we define for the correlation

-
hz[héR) hg%R) 0o --- 0| . (4.77)

Vector h is padded by zeros such that its length is equal to Nppp = 2¢¢11 (1022(2E+1)) With this definition the
correlation can be computed by

c=F HF{h}o F{h}}. (4.78)

The elements of vector ¢ now correspond to the dot products of the columns of matrix Frii.n,: in the
following manner.

c1=h{ g hiri1, e2=hyp hig, ..., crei=hp (4.79)

Thus, all products FE"FLN#LL Fryi.n,q; for which d; < N — R and d; > R are elements of c.

(4.80)

Cd.—d;+1; if dZ—FRSd
NP =FhinaFriinag =4 2% 7
7 R+1:N.di & RA1N.d; 0, otherwise

The remaining elements of N 52]), these are the elements for which either d; > N —R or d; < R, are computed
by dot products of the corresponding columns. The detailed indexing for these dot products is depicted in

algorithm 4.8 for the computation of NV @,

Putting algorithm 4.7 and 4.8 together, we know how to compute the normal equation matrix IN. In order
to complete the computation of the normal equations we now investigate the right hand side
] T

n= I:F:,dl t F:,dD Fz (481)

of the normal equations. All elements of n are contained in the vector
u=F"Fz. (4.82)

As the multiplication by matrix F' corresponds to filtering according to equation (4.59), the computation of
FT Fz via forward and backward filtering can be performed as described in section 4.1. Once vector u is
computed, we only have to copy the required elements.

n;=ug, fori=12...,D (4.83)

At this point we know how to compute the normal equations, but not how to solve them efficiently. As
indicated before, the normal equation may become large. Thus, to store the full normal equation matrix
may not be possible. However, in many cases the normal equation matrix will be sparse. In the following
we describe the outlines of a sparse storage scheme for the normal equations. Because normal equation
matrices are symmetric, we only need to compute their upper triangular part. Furthermore, we introduce
the algorithms 4.9 for the Cholesky decomposition and algorithm 4.10 for forward and backward substitution,
which are both suited to the sparse storage scheme.

Because matrix F has a banded structure according to equation (4.59), in each column starting at the
diagonal there are only R + 1 non-zero elements. Therefore, it holds that

Ni,j =0, if R> |dj — dz‘ (484)
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R corresponds to the warm-up length of the filter, which is typically small in comparison to the length N
of the time series. Thus, it is likely that many elements IN; ; of the normal equation matrix are zero, if the
short data gaps are distributed over the whole time series x,,. For this reason we use a sparse storage scheme,
which we call the shell-oriented storage scheme, for the normal equation matrix. This storage scheme is best
suited in this case, because it only stores the non-zero elements of the normal equation matrix. Furthermore,
it allows the in-place solution of the normal equation matrix, which is also much faster than the conventional
solution, if many elements IN; ; are zero.

The shell-oriented storage scheme is designed to store all elements of the columns of the normal equation
matrix, starting at the first non-zero element in each column and ending at the main diagonal element.
Because these elements are stored contiguously in vector, the indices of the main diagonal elements are
stored in an additional index vector . With this index vector ¢, we can navigate through the sparse stored
normal equation matrix. The first entry in the index vector ¢ references a virtual column j = 0, which does
not exist. However, this allows for a simpler navigation. For convenience, we look at the following example.

NG = 71 2 3 4 5 6 7],

o ,
i = [0 13 47

OO N
T O W N
D= O O
~N o ot O

The normal equations are then solved by a Cholesky decomposition depicted in algorithm 4.9 and a sub-
sequent forward and backward substitution depicted in algorithm 4.10. Both algorithms are carried out
in-place, such that no additional working memory is needed.
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input co, C1, ..., CR—1  autocovariance secquence of the process and the inverse filter, respectively
To, T1, ..., TR—1 time series

output | yo, Y1, ..., yr—1 filtered time series

initialization
0'8 = Cp

hy = oy

Yo = héo)xo
kl = 01062

ugl) = —kl

of = (1 - k{)og

h((]l) = 01_1
D = ol

Y1 = h(()l)xl + hgl)l‘o

loop

forr=1,2,..., R—2

1 = (erp1 + 25y ul(cr)CTJrl—’f)UT_Q

u](<}7-+1) = ug) - kr+1“£7-21—k for k=1,2,...,r
5D =

o = (1 —=kZy)o?

P = o,

th) _ “1(:+1)0;+11 for k=1,2,...,r+1
Yry1 = Zi(l) hl(cHl)xTH*k

end

Algorithm 4.2: The Levinson-Durbin Algorithm extended for the filtering of the warm-up.
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input Co, C1,y ---, CR autocovariance sequence of the process and the inverse filter, respectively
\% maximum filter order for approximation

output W(O), W(l), W@ filter matrices for warm-up

initialization
0'8 = Cp

W =o;!
]{31 = 010'0
u(ll) =—k

loop

forr=1,2,..., V=2

kT’+1 = (cr+1 + 22:1 u§€7>)6r+1_k)0;2

u](chrl) = u](;“) — kTJrlu?(jzl_k for k=1,2,...,7
r+1

u$“+1 ) = _kr+1

ori1 ==k )or
(0) _ -1
W or2 =0,
Wﬁ)zrﬁfk = ugﬂ)ar__&l for k=1,2,...,r+1

end

kv = (cv + S0l Vey_p)ov?,

,U/](CV) — u](cV71) _ kvug/viikl) for k = 17 27 ey V-1
u&v) = 7]{1\/

o = (1= k{)op_,
he') = oyt
h,(cv) = u,(cv)a;l for k=1,2,...,V

construct matrix W) and w? using hév), k=0,1,...,V

Algorithm 4.3: Computation of the filter matrices for the filtering of the warm-up of the design matrix.
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input W(O), W(l)7 w® filter matrices for the warm-up
A 4O AU=D plocks of the designmatrix

output | IV (w) warm-up part of normal equation matrix

initialization

MO = 40

M@ — 40

M =wOpMD  with BLAS routine dtrmm
N = (M(l))TM(l)

loop

for k=0,1,...,U—2

if mod (k,2) =0
MDD = A®
MDY =wAOMD  with BLAS routine dtrmm
M = wOMP  with BLAS routine dtrmm
M2 — prM + M®
if k=U —2and UV # R, then set M ;1\ p, 1 =0
Nw — W) + (M(Q))TM(Q)

else
M® — 4K
MY =wOMD  with BLAS routine dtrmm
M®P =wOMP  with BLAS routine dtrmm
MY = pr® + M®
if k=U—2and UV # R, then set M\ ;1 py 1 =0
Nw) — ) (M(l))TM(l)

end

end

Algorithm 4.4: Filtering of the warm-up of the design matrix for one data segment.
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input co, €1, ---, CR autocovariance secquence of the process and the inverse filter, respectively
Y1.r first R elements of vector y according to equation (4.49)

output | z vector according to equation (4.55)
g vector according to equation (4.55)

initialization
z=0

0(2):@0

1 —
WD Vgt

gs = hél)yQ + hgl)yl

-
Z1:2 = 212+ g9 [hgl) hél)]

loop

forr=1,2,..., R—2

kT’+1 = (CT+1 + 271;:1 Ugﬁ)CT.Fl_k)O';z
u](chrl) = u](:) — kr+1u7(n:217k fork=1,2,...,r
uf«z-Jrll) = —kr11

U?-H =(1- k?+1)02

+1 ~1
h(()r ) = Jr+1
h,(:H) = u,(ﬁl)ar_jl fork=1,2,...,r+1
+1 , (r+1
gri2 = Z—O h](gr ) r4+2—k T
Zlrt2 = 21042 T Gppo hﬁﬁrﬁl) Pt Lty

end

Algorithm 4.5: The filtering of the warm-up within iterative least-squares adjustment procedures using the
direct approach in equation (3.142).
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(s) ()

input ag’, ..., Gp filter coefficients of sections s =1, ..., S
b(()s)7 ceey bgf) filter coefficients of sections s =1, ..., S
cg, C1, ---, CR autocovariance secquence of the process and the inverse filter, respectively
y vector according to equation (4.49)
R length of warm-up
L block size for algorithm 3.2
output | y filtered vector according to equation (4.49)
g decorrelated vector
filtering
Yo =y,

execute algorithm 4.5, whereas y(©°PY) is the input and z(¢°PY) g(c©PY) are the output

gl:R — g(COPY)
execute algorithm 3.2 to filter y in-place

9r+1:N = YR+1:N

Yy.p =0 apply matrix ST

Y= [yN Yn_1 - yl} flip vector y
execute algorithm 3.2 to ﬁltgr y in-place
Y= {yN Yn_1 yl} flip vector y

Yi.r = Y1.R + y(COPY)

Algorithm 4.6: The filtering within iterative least-squares adjustment procedures applying algorithm 3.2 for
the normal filtering.
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input co, C1, ---, cr  ACF of the filter
output | NV M first part of the normal equation matrix
initialization
o2 = ¢
k1 =cioy 2
u(ll) = -k

of = (1-k})og

if di, =2

NP =op
end
loop

forr=1,2,..., R—2

Erir = (crp1 4+ 2y U;T)Crﬂfk)gﬁ

u}(€r+1) _ u;:) _ k'r-l—lu?(«l)lfk for k=1,2,...
A = b

or = 1=kl )o? -
e L R

fork=1,2,...,r+2
ifdy >r+2
break
end
hy = hgq,

end

1 1 T
N§:12:71,1:k71 = N§:12:71,1:k71 + hik—1hygq

end

, T

Algorithm 4.7: The Levinson-Durbin algorithm extended to compute the normal equation matrix for short

data gaps.
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=
input h = [}L(()R) e hg%R)] MA filter coefficients of order R
c=lco -+ cg] T ACF of the MA filter according to equation (4.78)
output | N® second part of the normal equation matrix (shell storage sheme)
Computation of the elements of the normal equations - second part
k=0
forj=1,2,..., D
fori=1,2,...,j
ifd; <R
k=k+1
ifd; < N—R
2
NfC ) = hg_dﬁ_g;R.i_lhR—dj+2:R—dj+di+1
else
2
Nl(f ) = hgfdi+2:N7di+1hR*derQiN*derl
end
else
ifd; < N—R
ifd; + R<d;
k=k+1
Nl(f) = Cd;—d;+1
end
else
k=k+1
iftN-R<R
2
Nl(< )= h1r+d_7'7di:2N72R7di+1h112N*2R*dj+1
else
2 T
Nl(c ) = hl-‘rdj—di:N—di-‘rlhl?N—dj"rl
end
end
end
end

Algorithm 4.8: Computation of the normal equation matrix for the fill-in elements of the short data gaps.
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input N normal equation matrix stored in the shell oriented scheme (i.e. N is a vector)
7 index vector of the shell storage scheme

output | N  upper triangular matrix of Cholesky decomposition stored in the shell oriented scheme

Cholesky decomposition
forj=1,2,..., M
GO =5 4 a4+ 1

if j(first) 4
k=1i;+1
Ny =N/ Ni g,
for i = j(first) 4 g g(first) Lo 51
k=k+1
a0 = — 4,0 44+ 1
if §(first) <4
if §(first) < j(first)
fstart) — g, g j(frsy)
E(dif) j(ﬁrst)
else
(581t — g 4 g(fixst)
(diff) — ; _ ;(first)
end
N, =N - Ng(smrc):k(start)+k(diff)_1Nk—k:(diH>:k71
end
Ny=Ny /N,
end
k=k+1

o (diff) — j _ j(first)
Ni=Ni = Ny jaimp 1 Nipm g1
if Ni < g, then abort algorithm (matrix is not positiv definite)
Ny =Ny

else
k=154
if Ni < g, then abort algorithm (matrix is not positiv definite)
Ny =Ny

end

end

Algorithm 4.9: Solving normal equations which are stored in the shell oriented scheme (first part).



4.3. Short Data Gaps

input N Cholesky decomposed normal equation matrix (shell storage scheme)
n  right hand side of the normal equations
1 index vector of the shell storage scheme

output | m  solution of the normal equations

Forward substitution

fori=1,2,...,. M
n; =mn; — NLMH71"¢7ii+1+ii+1:i71
end
n; =mn; / N‘iz:+1

end

Backward substitution
fori=M, M—-1,...,1
KIS =4, —4;— 1

Tiq1

Ny _gdiff)4—1 = My_j(diff).;—1 — T
NZIJrl'LLJrk(dlff)
end

end

Algorithm 4.10: Solving normal equations which are stored in the shell oriented scheme (second part).
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So far we discussed in chapter 2 how the decorrelating filters are related to the Gauss-Markov model and in
chapter 3 how they can be integrated into least-squares adjustment procedures. Within these discussions we
assumed that the filter coefficients were given. In this chapter we introduce methods for the determination
of the filter coefficients.

The methods for the determination of the filter coefficients can be divided into methods, which work in the
time domain and methods, which work in the frequency domain. A very good overview over time frequency
methods is given by PINTELON et al. (1994). Time domain methods are described for example by FRIED-
LANDER and PORAT (1984), SCHLITTGEN and STREITBERG (2001) and KLEES and BROERSEN (2002).
Especially KLEES and BROERSEN (2002) are concerned with the same problems as we are in this thesis.
There exist too many methods to introduce all of them in this chapter. Therefore, we describe only a set of
methods, which has proven to be useful for the application scenario in chapter 6.

One main feature of the problems we consider is, that the number of observations is large. Otherwise there
would be no need for the use of decorrelating filters to represent the covariance matrix of the observation. For
this reason we do not have to consider small sample size effects. Thus, many estimation methods turn out
to perform equally well, because they have the same asymptotic properties. A special part of the estimation
of the filter coefficients is the order selection of MA and ARMA filters.

In the following sections the random variables X, are assumed to be correlated while the random variables
Y, and Z, are uncorrelated. As the goal is to design decorrelating filters in the context of least-squares
adjustments, X,, models the stochastic properties of the error vector e in the observation equations (2.4) of
the Gauss-Markov model. In practice, the error vector e is not available and the residual vector v is used
instead. In this case, the random variables ), model the stochastic properties of the filtered residual vector
in the filtered observation equations (3.131), which is verified by equation (3.132).

5.1 Features of the Colored Noise of the GOCE Gradiometer

In this chapter we begin to focus on the application scenario. Though the methods for the estimation of
the filter coefficients are described generally, the choice of the methods, which are described in this chapter,
is tailored for the application scenario. However, these methods may be applied to any other application
scenario as well. In order to select a set of methods we need to investigate the correlation characteristics of
the observations. Within the application scenario in chapter 6 the ARMA filters are used to represent the
covariance matrix of the satellite gravity gradient (SGG) observations. Because the observations time series ,,
is simulated, we have precise knowledge about the deterministic part of the observations. By subtracting the
deterministic part, we obtain the noise time series e,,, which represents the stochastic part of the observations
l,. In this sense, the noise time series e, is also simulated. Figure 5.1 shows the power spectral density of
the noise time series e,,.

From 0.005 Hz to 0.1 Hz the power spectral density of the residuals time series is very low. This frequency
band is called the measurement bandwidth of the observations. Below and above the measurement bandwidth
the noise power increases. In the frequency band from 0 Hz to 0.005 Hz the gain is proportional to #, where
k ~ 2, which corresponds to brown noise according to (2.85). This noise characteristic is due to the fact that
the gradiometer consists of six accelerometers, and that accelerometers typically insensitive to low frequency
information. Furthermore, at certain frequencies sharp peaks occur in the power spectral density. From these
features we can conclude, that we need the following types of filters:

e high-pass filters to model the gain below the measurement bandwidth,
e notch-filter to model the sharp peaks in the power spectral density and

e general ARMA filters for the remaining overall curve progression of the power spectral density.
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Figure 5.1: Power spectral density of the noise time series of the ZZ component of the SGG observations
estimated by Welch’s method (cf. WELCH 1967). The noise time series results from the simulated observation
time series described in chapter 6 by subtracting the know deterministic part of the observations. The power
spectral density is characterized by its measurement bandwidth from 0.005 Hz to 0.1 Hz, wherein the power
is low. Below the measurement bandwidth the power increases inverse proportional to frequency. The power
spectral density also contains sharp peaks below the measurement bandwidth. Note, that both axes are
scaled logarithmically. If the axis were scaled linearly, then there would be a sharp edge at 0.005 Hz.

5.2 Estimation of a General MA Filter

For the estimation of a general MA filter, we consider the corresponding AR process

R
Z, =X, + Y X, with Z~ N(0,0°I). (5.1)
k=1

After defining

T

w=[u1 uy --- ug (5.2)
and

Xy1=[Xo1 Xyo - anR}T, (5.3)
equation (5.1) becomes

Z, =X, +u' X, with Z~ N(0,0%I). (5.4)
The parameters uq, ..., ug of the AR process are determined by minimizing the variance ¥{Z,} of Z,.
Because the E{Z,} = 0 according to (5.1), we find for the variance

{20} = B{(2. - BE{2.})*} = B{2}}. (5:5)
Therefore, we have to minimize E{Z2}. Substituting (5.4) for Z,, zields

E{Z2} = E{(Xn +u' X, 1)’} = B{X}} + 2u" E{X, X, 1} +u  E{X, 1 X, }u (5.6)
The minimum of EF{Z2} is found by setting the derivative to zero.

OBz} _ 2E{X, X, 1} +2E{X, 1 X, Ju=0 (5.7)

ou
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Because we assume that X, is stationary, it follows that E{X,,} has the same value for all n. We also know
that E{Z,} = 0 according to equation (5.1). Then it follows from equation (5.1) that E{X},} = 0. Therefore
E{(X, — E{x}n)(Xntr — E{Xoir})} = E{X, Xir} = Y& is the autocovariance function of X,,. Thus, we
find

E{x?_.} o B{X, 1 X R} Y o YR-1
E{X, .1 X, ,}= : : =| : (5.8)
E{X,_pXp_1} --- E{x2_ L} YR-1 “* Yo
and
E{Xan—l} Y1
E{X, X, 1} = : =|:1. (5.9)
E{X,X,_Rr} YR
In practice we can use
=
=5 2 LTk (5.10)
as an estimation for 7. Note, that the true mean of X, is zero and therefore known, which affects the
denominator of the fraction. Because Zg;kl TpTn_k corresponds to a correlation of the time series x, with
itself, we can compute the sum for k = 0, ..., R efficiently applying FFT techniques (cf. BRIGHAM 1988,
pp- 65-69). Of course, we could use other estimators for the autocovariance function. We define
Co “e CR C1
C=|: and c=|:|. (5.11)
CR N Co CR

After substituting C and ¢ into (5.7), we find
2Cu+2c=0 <= Cu=—c (5.12)

This system of equations can be solved recursively by the Levinson-Durbin algorithm 5.1 (c¢f. FARHANG-
BOROUJENY 1998, pp.357-377), because matrix C' has a Toeplitz structure. The algorithm also provides the
variance of Z,

R
of = BE{Z}} = E{(Xn + > _ weXn 1)}, (5.13)
k=1

which depends on the order R of the AR process. The recursive computation of the Levinson-Durbin algo-
rithm 5.1 starts with the order + = 0 and ends with the order = R. The variances o2" for r = 0,1,..., R
are also computed within algorithm and can be used for order selection. Order selection means to choose
the order R of the AR process as small as possible under the condition that the time series X,, is correctly
modeled by the AR process. For this task we could use information criteria such as the Akaike criterion or
the Hannan-Quinn criterion (cf. STIER 2001 and NG and PERRON 2003). However, the order selection based
on information criteria should only be used as an indication for the correct order. The reason for this is, that
we need a very good approximation of the power spectral density, where it is small, while in regions, where
the power spectral density is high, the approximation is often not that much important. This is at least the
case for the application scenario of this thesis. Therefore, we should check the power spectral density of the
AR process manually, whether the order of the AR process was chosen correctly.

After choosing the order R of the filter, we can convert the process parameters by, ..., bg into the filter
coefficients ho, ..., hg of the MA filter in equation (2.59). This is motivated by equation (5.1), which states
that ¥{Z,} = 2. If R is chosen correctly, then or ~ o. After dividing (5.1) by or, we find
Z,
Vo= —7, (5.14)



5.3. Estimation of a General ARMA Filter

99

where ¥{), } = 1. This division leads to the filter coefficients
L if k=0
hg =4 9%’ . 5.15
’ {j;; it k>0 (5.15)
This way the filter produces a normalized output such that the variance of the filtered time series is equal

to one.

input €0, C1, -+ -, CR autocovariance secquence
R R R .
output ug ), ug ), ey ug;c ) MA filter coefficients
03, 0%, ..., 0% variances of the MA filters of order 0, 1, ..., R

initialization

0'8 = Cp

-2
kl =C10,
1
ug ) = —kl

of = (1= k{)og

loop

forr=1,2,..., R—1

Frs1 = (Crgn + Xy uy err—i)o

’LL§:+1) = ug') — kr+1u£21_k for k=1,2,...,r
ug’:il) = —krq1

orp1 ==k )o;

end

Algorithm 5.1: The Levinson-Durbin algorithm.

5.3 Estimation of a General ARMA Filter

The estimation method described by DURBIN (1960) is originally designed to obtain starting values for a
subsequent better estimation method. However, due to the very long length of the time series the coefficients
estimated by this method are already very good. For this reason we describe a very simple estimation method,
which performs well for the application scenario in chapter 6. The basis for the estimation method is the

ARMA process equation
P Q
Zn = Xn + Z Can—k + Z ajZn—j- (516)
k=1 j=1

In order to estimate the a; and c;, we insert the time series x,, and z, for the random variables X, and Z,.

P Q
Zp = Tp + Z CkTp—k + Z Aj2n—j (517)
k=0 j=1
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Because the time series z,, can only be calculated if the filter coefficients a; and ¢, are given, we do not
know the values z,_; on the right hand side. To overcome this problem we make use of the fact, that
stationary ARMA processes can be approximated by long AR processes. We estimate an MA filter according
to the Levinson-Durbin algorithm 5.1 and then filter the time series z, to obtain the time series Z,, as an
approximation of the time series z,.

R

o0
Zn = Ty + Zukxn_k ~ T, + Zukmn_k =72, (5.18)
k=1 k=1

Then, we substitute the time series z,,_; in equation (5.17) for z,_; and find

P Q
Zp = Ty + Z CkTm—_k + Z A Zn—j. (5.19)
k=0 j=1

The parameters a; and ¢ are estimated by minimizing

> e, (5.20)

which corresponds to a least squares adjustment. Note, that the Z, are assumed to be uncorrelated with
equal variance. Within the least squares adjustment we find for the parameter vector, the observation vector
and the design matrix

- [0 0 0 0 0 0
C1 T 0 cee 0 21 0 0
_? 29 1 : Z2 Z1 :
—T2
T = ZQ , 1= . and A = : : 0 : : o |- (521)
X . : : .
—xN Tp Ip-1 - I 2Q Q-1 1
LaP | > ~ Z
|l TN—-1 IN—-2 *** IN-P ZN-1 ~ZN-2 *'°° ZN-QJ

Because of the truncation of the filter coefficients at the beginning of the filtering, the first R rows of the
design matrix A should be set to zero, whereas R is the order of the long AR process. The easiest way to
compute the least squares estimates is to directly compute the normal equation matrix N = AT A and the
right hand side of the normal equations n = A "l. After computing the least squares estimates, we only have
to convert the the filter coefficients ¢, to obtain the filter according to equation (2.53). The first step of the
conversion is to determine the variance of the time series z,.

1 N
2 _ 2 .22
T T N_-R nZ:RZ“ (5.22)

The variance o2 is then used for a normalization, such that the variance of the filtered time series y,, in (2.53)
is equal to one. Thus, the coefficients by are related to the coefficients c by

1
bo=—- and b= for k=1,..., P (5.23)

g

)

The coefficients a; in (2.53) and (5.17) are the same. The time series z, is therefore a scaled version of the
time series yy,.

Like for the MA filters we could perform order selection for ARMA filters based on information criteria.
However, a better criterion is the quality of the decorrelating capabilities of the filter, which can be checked
by investigating the power spectral density of the filter.
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5.4 Design of Highpass Filters

There exist many different kinds of highpass filters. The most useful one for the application scenario depicted
in chapter 6 is the Butterworth filter, because its power spectral density is monotonic in the stop- and
passband (cf. OPPENHEIM and SCHAFER 1999, p. 1030). Its transfer function is defined by the power
spectral density

1

|He(s)|> = He(s)He(—s) = T4 (22

(5.24)
of the filter, whereas s is a complex variable, N is the filter order which controls the steepness of the power
spectral density |H.(iQ)|? in the transition range from the stopband to the passband and . is the stop
frequency, defining the half power point of the power spectral density. The subscript ¢ indicates, that H.(s)
is the transfer function of the continuous filter, which we have to convert into a digital filter. The parameters N
and €2, can be chosen by trial and error. Good approximate values are identified, if the power spectral density
of the Butterworth filter fits the power spectral density of the colored noise, which we want to decorrelate.
There is no need to estimate the parameters N and ()., because the insufficiencies of the highpass filter
design are compensated by the estimation of the general ARMA filter. The poles of the transfer function are

sk = (—1)77 (i) = Quead CHHN-1 = —0 1 . 2N —1. (5.25)

The poles are lie equidistant on a circle in the s-plane with radius 2. and are located symmetrically to the
imaginary axis of the s-plane (cf. OPPENHEIM and SCHAFER 1999, pp. 508, 1031).

I(s)
A Tk
N
P
S1 S0
S9o S7
= R(s)
S3 QC S6
Sy4 S5

Figure 5.2: Poles sj, of the power spectral density of a Butterworth filter. The order of the filter is N = 4. The
poles are located equidistant on a circle with radius €2, and lie always symmetrically to the imaginary axis
of the s-plane. In order to obtain a stable filter, we have to select the poles on the left side of the imaginary
axis, i.e. s1, S9, S3 and s4.

From the location of the poles it follows, that there are either N complex conjugate pairs of poles, if N is
even, or N — 1 complex conjugate poles and two real poles, if IV is odd. In order to obtain a stable filter, we
need to choose those poles, which are located in the left half of the s-plane. The reason for this is, that the
left half of the s-plane is mapped to the inside of the unit circle in the z-plane. Thus, the transfer function
of the Butterworth filter reads

N
H.(s) = N— H (1—sps™H)7L (5.26)
k];[ (1 —sps™t) k=1

After combining the complex conjugate pairs of poles, we find

(1—sps )1 —sts ) =1~ (s +55)s F +spsis 2 =1—2R(sg)s * + |sp|?s2 (5.27)
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Substituting (5.27) into (5.26) yields

N/2
IT (1 —2R(sk)s™ + |sk|?s72)7L, if N even
HC(S) = h=1 (N*]_)/2 ) (528)
(1—-R(sp)s™H™Y JI (1 —2R(sp)s™ + [sp|?s72)7L, if N odd
k=1
where
R(sk) = Qe COS(%(% FN-1) and |sif? = Q2 (5.29)

With the help of the bilinear transform (cf. OPPENHEIM and SCHAFER 1999)

1— 271

5.30
1+27V (5.30)

S =

we can convert the continuous filter into a digital filter. The transfer function of the digital filter and the
continuous filter are related by

1 -2zt

H(z)=H.(s) = HC(2@

). (5.31)

(cf. OPPENHEIM and SCHAFER 1999, p. 501). The poles s; in (5.26) are also translated by means of the
bilinear transform.

-1
11—z

1+ 2"

S =2 (5.32)

In order to derive the filter coefficients in dependence of the parameters of the Butterworth filter, we factorize
the filter into first and section order sections (cf. section 3.2). This is already performed in equation (5.28).
For first order sections we find

B 1 B 2(1 — 2714 B 2—2z71 (5.33)
1—R(sp)si2 20 —27H) = R(se) A +271) (2= R(sk)) — 2+ R(sw))z™ '

1—2-1

By comparing this formula with the transfer function in equation (2.62) we obtain the filter coeflicients

bo=35= ;(Sk)’ "= —_%Q(Sk) and o= ;figz:; (534
of the first order section of the digital filter. For second order sections we find
Hy(z) = ,11 3 (5.35)
1 — 2R(sk) 3125 + e 3 2=
—12
Sl ipo 49%(3k)(14i1z—1§(1)— )+ sr P 2 1) (5-36)
_ 4— 8271 44272 (5.37)

(4 — 4R (sk) + [sk]?) + (=8 + 2[sk[?)z 71 + (4 + 4R(sp) + |sx|*) 272

Here too, by comparing this formula with the transfer function in equation (2.62) we obtain the filter
coefficients
_ 4 by = -8 by — 4
4*4%(5k)+|5k|2’ 4*4%($k)+|5k‘2, 4*4%(5k)+‘5k|27
8—2|8k|2 4+4%(8k)+ ‘Sk|2

— d = — .
T aR(se) + e ™ 2= TR G + skl (5.38)

bo

ai

of the second order section of the digital filter.
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5.5 Design and Estimation of Notch Filters

The transfer function H(z) of a filter can be factorized according to equation (2.102) with respect to its
poles and zeros. For better understanding of the design of notch filters we first investigate the influence of
the position of the poles and zeros on the power spectral density of filters. We investigate exemplarily the
influence of a single zero 3. The corresponding factor of the transfer function is then

gt 28 (5.39)
z
The power spectral density |H (e')|? is obtained by substituting e for z and squaring each factor of the
transfer function. Therefore, we find for the factor of the single zero

2

eiw _ ﬁ _ |€iw _ ﬁ|2 (540)

eiw

Note, that this is in principle the squared distance of a vector in the z-plane from the zero 3 to a point e™
on the unit circle.

unit circle

Figure 5.3: Geometrical interpretation of the factors of the transfer function according to equation (2.102).
Here, the factor e™ — 3 of a zero §3 is illustrated. The power spectral density of a filter can be expressed
by the squared distances of the vectors e — 3y for zeros and e — «y, for poles, if the equations (2.102)
and (2.89) are combined.

After expressing each pole and zero of the transfer function this way, we find for the power spectral density
of a filter

P iw 2
|H ()2 = b2 H’g;l e 5’“|2. (5.41)
Hj:l e — ay]

Thus, the power spectral density of filters is nothing but the ratio of products of squared distances of vectors
from the poles and zeros to a point on the unit circle in the z-plane.

With this in mind it is easy to understand the design of notch filters. The name notch filters refers to the
shape of their power spectral density. A notch in the power spectral density can be achieved by setting a
zero on or close to the unit circle in the z-plane, and placing a pole close to the zero a little nearer to the
center of the z-plane. The filter is then complemented by a zero and a pole which are complex conjugates to
the first zero and pole. The ratio of the vectors from the zeros and poles will then be approximately equal
to one except for the angle w = <((B) of the zero, where a notch in the power spectral density can be found.
Therefore, the angle of the zero is called the notch frequency.
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power spectral density of a notch filter

3(2)
A 1
=L
B 208
[0 0]
c
Q
=06
w ©
g
— R(2) 504
o)
E
2 0.2
unit circle '
a*
B 0
0.1 0.2 0.3 0.4 0.5
frequency [Hz]

Figure 5.4: Principle design of notch filters. The left panel shows, that the zeros are placed on or close to the
unit circle in the z-plane. The poles are located close to the zeros, but a little bit closer to the origin of the
z-plane. The notch frequency 6 is equal to the angle of the zero 3. The right panel shows the power spectral
density of a notch filter. The transfer function of the notch filter has been chosen according to equation (5.46).
The notch frequency is # = 0.2 Hz and the bandwidth is § = 0.04 Hz. The scaling factor m was chosen such
that the power spectral density at the notch frequency is equal to 0.1, i.e. P(6) = 0.1. Note, that 6 and §
have to be expressed in radians in equation (5.46), i.e. § = 2w - 0.2 = 0.47 and § = 27 - 0.04 = 0.08~.

Such a design is given by WIDROW et al. (1975), who propose the following parameterization of the transfer
function

B 1—22"1cosf+ 272
C1-2(1—6)z"tcosh + (1 —26)z2

Herein, 6 is the notch frequency and ¢ is band width of the notch, defined by the half power points
|H (e'(0£9))]2 ~ 1. For the poles and zeros of the transfer function we find

H(z) (5.42)

a=+1-26cosf +i\/(1 —20) — (1 —6)2cos26, [ =", (5.43)
o =1 —=25cosf —i/(1—20) — (1 —6)2cos26 and B* =e . (5.44)

The transfer function itself can then be expressed by its poles and zeros.

H(z) = Ei:gz_lgg :§2_1; (5.45)

Because the zeros 8 and 3* in (5.45) lie on the unit circle of the z-plane, the corresponding process of the
notch filter is not stationary. Therefore, we introduce an additional parameter m, which simply scales the
poles and zeros, such that both lie inside the unit circle. The transfer function H(z) in (5.45) then becomes

(1 —mBz=H(1 —mpB*271)
(1 —maz=1)(1 —ma*z1)

1— m(ﬁ_’_ﬂ*)z—l +m2ﬁﬁ*z*2
T1- m(a+ a*)z=t + m2aa*z—2
1—2mcosfz=t +m2z72

- A4
1—2m(1—6)cosfz=1 +m2(1 — 2§)2=2’ (5.46)

H(z) =

whereas m < 1. Furthermore, we normalize the transfer function such that H(1) = 1. This introduces an
additional factor in front the transfer function in (5.46).

_ 1+2m(1 —6)cosd +m?(1 — 20) 1—2mcosfz~! +m?272

H .
(2) 1+ 2mcosf + m? 1—2m(1 —6)cosfz=1 +m2(1 —2§)z—2

(5.47)
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Now that we have identified the parameterization of the transfer function, we have to select a suitable
estimation method for the parameters 6, § and m of the notch filter. The estimation method which best suits
the problem of estimating these parameters is described by SIDMAN et al. (1991). Here, the power spectral
density P(w) = |H(e')|? of the filter is fitted to the power spectral density ®xx(w) of a correlated noise
time series. In a first step, we derive the target function, which is minimized, and highlight its advantage.
Then we discuss how to minimize the target function.

First, we consider that the filter can consist of more than one filter section (cf. section 3.2). Combining
equation (2.90) and (3.18) yields

J
Dyy(w) = [H(e?)*Prx(w) = Pax(w H (5.48)

By extracting the root, logarithmizing and using the process instead of the filter, i.e. H~!(z) instead of H(z),
we find

In/®yy(w) =In/Prx(w) Z In|H;! (5.49)

For the distribution of In y/®yy(wy) we assume
In \/®yy(wi) ~ N(0, 1), (5.50)

which is in a strict sense statistically not correct (cf. SCHLITTGEN and STREITBERG 2001, p. 364). This
leads to minimizing the residual sum of squares

K
S ny/@yy(we)]” — Min. (5.51)
k=1

The advantage of this procedure is, that not the differences but the logarithmic ratio

|In /@ xx(wp) — In[H () V|* = | In ¥ q”";w‘i’“ ? (5.52)
is minimized. The advantage results from the fact that minimizing the logarithmic ratio provides a good fit
of the power spectral density of the filter to the power spectral density of the colored noise, where the power
spectral density of the colored noise is low. This means that the power spectral density of the colored noise
will be modeled more accurately by the filter for frequencies, which contribute less to the variance in the
sense of equation (2.81). It should also be mentioned that for example, if ® yx(wy) is ten times smaller than
|H=1(e™*)|?, this has the same influence as if ®yx(wy) is ten times greater than |H ~1(e?r)|2.

The observation vector and the residual vector of the Gauss-Markov model read

Prx(wi) =/ Qyy(wi)
l= (I)X:X (2) and v=| <I>3:;y (2) . (5.53)
‘Ibw.c (wk) - (I’J;y(WK)

The parameter vector is

r = [91 51 mq 92 52 mo ce 9] 6J mJ} T (554)

Because the functional connection between the observations and the parameters

fe(@) =In[H ' (™) \*Hlan (5.55)
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is not linear, we need to linearize it. This is typically performed by a Taylor series expansion
fe(@) = fr(@©) + VT fi(2©) Az, (5.56)

which is truncated after the linear term. Herein, Ax = & — (%) is the difference between the approximate
values x(©) for the parameters and the parameters @. For the reduced observation vector Al and the design
matrix we find

Vexx(wi) — fi(z") VI fi(z?)

oa) — fo(z® Tt (©
VExx( ) F2(=1) amd A— | fa(@) . (5.57)

Al =
V. q)XX(WK)- — fx(2©) VTfK.(CC(O))

The observation equations then read
Al = AAzx. (5.58)

Since they are often numerically instable, we use the approximate values for the parameters for regularization
in order to stabilize observation equations.

X~N@z® Dyy) — AX=X-2°~ N0, Dxx) (5.59)

Herein, Dy x is a diagonal matrix, which we have to choose appropriately. This regularization introduces
additional observations equations

0=IAz. (5.60)

The whole observation equations are

[%l] _ ﬂ Az, (5.61)

For the stochastic part of the Gauss-Markov model we find
AL I 0
2(2%) = [0 pal
Because the solution of this least squares problem tends to be instable, we first homogenize the observation
equations (5.61) (cf. KocH 1997, p. 168) and then compute the least squares solution by utilizing the QR

decomposition. For the homogenization of the observation equations, we factorize the covariance matrix
in (5.62)

(5.62)

TI 0 I 0 I 0
o D _ 1 1 (5.63)
xx 0 D3ir| |0 Dixy
and multiply the observation equations (5.61) with one of the factors.
I I 0 A
%l] = [ 1 [?] Ax = [ 1 ] Ax. (5.64)
L 0 Dix D
Then we compute the QR decomposition
4 QR (5.65)
Dix) '

whereas @ is an orthonormal matrix and R upper triangular matrix. The least squares solution is finally
obtained by solving

RAz = QT Al (5.66)
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for Az.

In some cases we want to design or estimate notch filters, which are very aggressive. This means that the
notch filters adjust to the highest values of the power spectral density instead of all values. We can achieve
this by introducing weights for the observations. The covariance matrix of the observations becomes

d 0 - 0
0 do o

S{L}=3{AL}=Drc = | ; (5.67)
P |
0 - 0 d,

whereas dy, da, ..., d, are the inverse weights. A good choice of the inverse weights is for example
1 n
di = e"/7 with o= =Y 7. 5.68
e with o, =~ ; vy (5.68)

Herein, the v; are the residuals of the observations in the Gauss-Markov model. The standard deviation o,
is used to normalize the inverse weights. The stochastic part of the Gauss-Markov model then becomes

z{ﬁ)l}} = {Dgﬁ D?{X} . (5.69)

Again, the covariance matrix is factorized into

1 1
[Dz:z: DO } _ |Dzc (3 Dz, 2 ’ (5.70)
0 xx 0 D3, 0 D3,

such that the observation equations (5.61) can be homogenized.

Al _[pz, o |[a], _
[S1= {7 o2 [
xXx

In order to compute the least squares estimates the QR decomposition

1
D; A
1

+ Az (5.71)
D

chlLA] = QR (5.72)
D3 x

is performed and
RAz =,Q' Al (5.73)

is solved fo@. The inverse weights dy, do, ..., d, can only be computed after a least squares solution
Z = x(© + Az is known. This means, that we need to iterate the whole procedure until the inverse weights
converge. Starting values for the inverse weights can be computed with the approximate values (©) of the
parameters of the notch filters. In practice, the approximate values (?) are often manually chosen.
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The gravity field and steady-state ocean circulation (GOCE) mission is a project of the European Space
Agency (ESA). It is dedicated to the determination of the Earth’s gravity field. The GOCE mission aims at
the precise determination of the steady-state part of the Earth’s gravity field with a very high resolution.
The accuracy of the resulting quasi geoid shall be 1 cm for a spatial resolution of 100 km. In order to achieve
this ambitious goal, the GOCE mission is based on a sensor fusion concept. The low frequency signals of the
gravity field will be observed mainly by satellite-to-satellite tracking (SST) while the high frequency signals
will be observed mainly by satellite gravity gradiometry (SGG). A detailed description of the GOCE mission
and its goals can be found in ESA (2002).

The gradiometer is the main instrument on board of the GOCE satellite. A description of this measurement
device is can be found in RUMMEL (1985). It will measure at a rate of one Hertz and provide six observations
per epoch. Thus, during twelve months of measurement the gradiometer will collect approximately 100
million SGG observations. This large number of observations allows only for tailored numerical algorithms
to be applied in order to take the high correlations of the SGG observations into account. All conditions
listed in section 2.2 (time series, normal distribution, stationarity, ergodicity, correlation length) including
the additional conditions (number of observations and parameters, high correlations) are met for the SGG
observations. Therefore, the high-level processing of the SGG observations is the ideal application scenario
for this thesis.

Within this chapter we will first introduce the deterministic model for the observations. This is important
for the computation of the observation equations. After that, we investigate the numerical method for the
computation of the least squares solution. The method of choice is in this case a special variant of the conju-
gate gradient method (cf. HESTENES and STIEFEL 1952, SCHWARZ 1970) called preconditioned conjugate
gradient multiple adjustment (PCGMA) method. The next step is to describe in which way the filtering is
best integrated into the PCGMA method (cf. SCHUH 1996). Then, the test data will be described, followed
by the description of the used filter models. Finally, the results of numerical simulations will be presented in
this chapter.

6.1 The Observation Equations

It is common use to express the gravitational potential V' of the Earth in a series of normalized spherical
harmonics

Mmax

n+1
V(NG r) = G?M Z Z (f) (Crm €OS(MA) + Sy SIN(MA) ) Py (cOs 9). (6.1)

n=0 m=0
Herein, ¢, and s,,, are the fully normalized spherical harmonic coefficients, whereas the normalization is
performed such that

ﬁ / / (cos(mA) P (cos #))d2(\, 9) = 1 and ﬁ / / (SIn(mA) P (cos 9))dQN, 9) =1 (6.2)
Q Q

holds for the basis functions cos(mA)P,,(cos?) and sin(mA)P,,(cos?). The meaning of each letter in
equation (6.1) is listed the following table.

V' gravitational potential of the Earth r radius

G geocentric gravitational constant A longitude

M  Earth’s mass 9 polar distance

R reference radius Pom fully normalized associated Legendre
n  degree function of the first kind

m  order Cnms Snm  fully normalized harmonic coefficients
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Within the gravity field recovery from GOCE data the zero order term Cygp = 1 and the first order terms
Cho, C11, S11 = 0 are usually excluded. There is also a maximum degree np.x =~ 250, which will not be
exceeded, as the gradiometer on board of GOCE is only sensitive for a certain frequency bandwidth (cf. ESA
1999).

The gradiometer does not measure the gravitational potential V' itself, but its second derivatives V;; = %,
i,j € {z, y, z}. The actual measurement are the elements of the gravitational tensor
me V;cy sz
V=1|Vyu Vi V|- (6.3)

The gravitational tensor is given in the gradiometer reference frame, which is oriented along the axis of the
gradiometer. The attitude of the satellite is controlled such that the x-axis of the gradiometer reference frame
points approximately along the satellites orbital track while the z-axis approximately points perpendicular
to the Earth’s surface. In order to maintain this attitude, the satellite is equipped by magnetic torquers.
The gravitational tensor needs to be transformed into an Earth-fixed reference frame by a rotation. For this
purpose, the attitude of the satellite is determined by a combination of star-tracker and gradiometer infor-
mation: The star-tracker provides angular velocities while the gradiometer provides angular accelerations.
In the processing of the measurements, only the diagonal elements of the gravitational tensor are used. The
reason for this lies in the accuracy of the individual elements and their effect on the recovery of the gravity
field. The V., element is the most important one, as it points approximately perpendicular to the Earth’s
surface.

In the least squares adjustment, the measurements V., V,, and V., are stored in the observation vector [.
The design matrix A connects these measurements with the normalized harmonic coefficients ¢, and s,m,
which are the parameters of the gravity field. These parameters are contained in the parameter vector x.
Now, we know the contents of the terms of the observation equation (2.4)

l=Ax+e. (6.4)

6.2 Solution Strategy

Our goal will be to determine the gravity field parameters contained in the parameter vector @ as accurately
as possible. After assuming that the measurement noise follows the normal distribution, the best estimate
for « is the least squares estimate

T=(A'Z7'A) AT, (6.5)

according to equation (2.8). However, the computation of this least squares estimate is a computationally
very demanding task. The reason for this is given by the sheer number of observations and the high resolution
of the gravity field. The sampling rate of the measurements will be one second, resulting in about 100 million
observations for a measurement period of one year. The gravity field will be resolved approximately up to
degree and order 250, resulting in about 60000 parameters. If we use double precision, the design matrix
for the SGG observations then needs 45000 gigabytes (GB) of memory and the full covariance matrix of the
observations needs 73000 terabytes (TB). Table 6.1 shows the size of the design matrix A and covariance
matrix X for various numbers of observations and parameters.

From table 6.1 we can easily see that it is currently not possible to store the design matrix or the covariance
matrix in the working memory of a computer. Therefore, we need tailored methods to numerically compute
the least squares estimate as well as to represent and incorporate the covariance matrix of the observations.
The latter aspect is subject to this thesis. Therefore, it will be discussed in the following in more detail. But
first we make the choice for the numerical method for computing the least squares estimates.
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(a) Size of the design matrix A. (b) Size of the covariance matrix 3.
maximum degree
measurement period 100 250 measurement period
1 month 59-10* GB  3.6-10° GB 1 month 4.5-10° GB
6 months 3.5-10° GB 2.2-10* GB 6 months 1.6-10” GB
12 months 7.1-10> GB 4.3-10* GB 12 months 6.5-107 GB

Table 6.1: Size of the design matrix and the covariance matrix of the observations in gigabytes with respect
to the measurement period and the resolution of the gravity field. If the maximum degree is 100, the size of
the normal equation matrix N = A"S7'A is 0.7 GB. For the maximum degree 250 the normal equation
matrix requires 29.6 GB.

According to SCHUH (1996), p. 111, the method of choice for the numerical computation of the least squares
estimates is a variant of the conjugate gradient algorithm, the PCGMA algorithm. SCHUH (1996) highlights
that the algorithm has very low computational costs. Moreover it is capable of consistently combining different
kinds of data, which is a necessity in the case of the GOCE mission because of the two kinds of observations:
SST and SGG observations. It is also very well suited to be parallelized, that is using a cluster of computers
instead of a single computer to determine the least squares estimate. For these reasons we use the PCGMA
algorithm to compute the least squares estimate & in equation (6.5).

In the case of the GOCE mission, we incorporate the SGG and SST observations into the least squares
adjustment in different ways. The SGG observations are incorporated based on observation equations while
the SST observations are incorporated based on normal equations. The least squares estimate then reads

T = (AdaaBsdcAsaa + P Nssr) ' (AdeeEsdalsaa + Phsst), (6.6)

wherein p is a weighting factor for the relative weighting of the SGG and SST observations. The incorporation
of SST observations based on normal equations is possible due to the fact, that the SST observations are
insensitive to the high frequency parts of the gravity field, such that their normal equations are comparably
small. Because of the large number of SGG observations, it is not possible to directly use the covariance
matrix ¥gqq of the SGG observations. Fortunately, all conditions listed in section 2.2 (time series, normal
distribution, stationarity, ergodicity, correlation length) are met for the SGG observations, such that we can
use ARMA processes to represent the covariance matrix 3gqqo. We can split the inverse covariance matrix
into the product

Ssae = FseaFsac (6.7)

of an upper and a lower triangular matrix. The lower triangular matrix

" o (6.8)

w o
is the filter matrix in equation (4.36). The multiplication with this matrix corresponds to filtering including
the new method for the filter warm-up developed in section 4.2. Inserting (6.7) into (6.6) yields

T = (AérGGFérGGFSGGASGG +pNSST)il(AgGGFgGGFSGGlSGG +anST)' (69)

The basic form of the PCGMA algorithm is given in algorithm 6.1. In this basic form, there is no indication
how the filtering or the parallelization is performed. Furthermore, extensions of the PCGMA algorithm, like
variance component estimation (cf. ALKHATIB 2007) or regularization (cf. ALKHATIB 2007) are not depicted
in the basic form for the sake of simplicity.
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input x(0) initial solution
lsaa SGG observations
Nggp, nggy  SST normal equations
Fgyaq decorrelating filter matrix for SGG observations
1 number of iterations
D weighting parameter for relative weighting of SGG and SST observations
output | =@ final solution
v(slch decorrelated SGG residuals
K preconditioner
initialization

T T
K = select(Aggg FsgaFscaAsaa) +p Nggr

0
”(sc);(; = FSGG(ASGGm(O) —lsge)

r0 = ASTGGFSTGGU(O) +p (NSSTw(O) - nSST)
£ = solve(K, ()

dO — _f(O)

loop
fori=0,1,...,1—1
ifi>0

oo _r®7a®
T PG-DTgG-D

d® — 4@ + ed(1
end
9= FSGGASGGd(i)

T AT i
h = AsccFsccg +p (NSSTd( ) — nSST)
r@O T £
d®Th
20D = 20) 4 gd®

q:

,’,,(iJrl) = r(i) _|_ qh

FOHD = solve( K, r(i+1)

i+1 i
viGd = vila +ag

end

Algorithm 6.1: The preconditioned conjugate gradient multiple adjustment (PCGMA) algorithm in its basic
form. In this basic form, there is no indication how the filtering or the parallelization is performed. Further-
more, extensions of the PCGMA algorithm, like variance component estimation or regularization, are not
depicted in the basic form for the sake of simplicity.
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Now we discuss how to perform the filtering. In order to do so, we need to recall that the design matrix does
not fit into the working memory of nowadays computers. Therefore, we need to subdivide it into smaller
parts. The smaller parts have to be computed each time they are involved in the computation. For the
PCGMA algorithm, this is one time for the computation of the preconditioner and one or two times within
the initialization and each iteration (cf. algorithm 6.1). Therefore, the subdivision should accommodate a
fast computation of the parts of the design matrix. In our case, the computation of each line of the design
matrix requires the computation of Legendre functions P,,,,, which is typically performed recursively starting
at degree n = 0 and order m = 0. Thus, it makes sense to subdivide the design matrix horizontally into
blocks. Note, that each block would contain at most 4000 rows for 2 GB of working memory and 60 000
parameters. In practice, the number of rows per block is much smaller, because the design matrix is not the
only matrix within the working memory.

The fact that we can only have a very limited number of rows of the design matrix in the working memory
requires a very space-saving implementation of the filter equation (2.53) for the filtering of the design matrix.
If we want a good modeling of the SGG error characteristic by AR processes according to equation (2.27),
we must choose the process order P high in order to obtain a good fit of the power spectral density of the
filter to the power spectral density of the measurement noise, especially in the area below the measurement
bandwidth (cf. figure 5.1). This is in contrast to the memory requirements of the filter implementation and
therefore rules the following possible implementations out:

e all MA filter methods: block method, overlap-add method, FFT method (cf. section 3.1)
o ARMA overlap-add method (cf. section 3.2)

e ARMA FFT method (cf. section 3.2)

The possibility to use the Toeplitz approach is ruled out by the high computational costs due to the high
correlations of the SGG observations. Therefore, the only applicable filter implementation for the filtering of
the design matrix is the ARMA block method. For this reason we favor the usage of ARMA filters.

Having identified the ARMA process approach for the modeling of the covariance matrix of the SGG obser-
vations, we can start to investigate the best way of integrating the filtering into the adjustment procedure.
First of all we need to find the locations, where the filtering has to be integrated. The locations are the
computation of the SGG part

select(AsgoFiaaFsaaAsaa) (6.10)
of the preconditioner K and the products of the type
AjceFscaFsacys (6.11)

where

. 6.12
Agqad®, within the iterations (6.12)

{ASGG;I:(O) —lgqg, within the initialization
y =

(cf. algorithm 6.1). Herein, the select instruction for the preconditioner means that only those elements of
the normal equation matrix are computed and stored, which differ significantly from zero. For further details
on the preconditioner confer section C.3. Furthermore, it should be mentioned that the intermediate product
Fyqey is used within the computations of the PCGMA algorithm 6.1.

It should be also mentioned that for other application scenarios it may be feasible to obtain a suitable
preconditioner by means of analytical formulas instead of selecting elements of the normal equation matrix.
In this case the design matrix is not needed for the computation of the preconditioner and thus the filtering
of the design matrix is also not needed for the computation of the preconditioner.
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First, we look at the computation of the SGG part of the preconditioner. The best way is to filter the design
matrix and then multiply the result with each other, i. e.

select((FsqaAsaa) ' (FsaaAsaa))- (6.13)

The sequence of operations is indicated by the brackets. The advantage of this sequence of operations
is, that the computation of the design matrix and the filtering are both performed only once. It should
be mentioned, that for our application scenario the filtering of the warm-up can only be approximated
according to equation (4.40) due to the long filter warm-up resulting from the SGG error characteristic.
However, this approximation can affect only the convergence rate of the PCGMA algorithm 6.1. For the
simulations described in the sections 6.5 and 6.6 the approximation had no effect.

Next, we look at the computation of the products of the type AdqeFeqaFsaqy- In principle there exist
two efficient sequences of operations. The first sequence aims at filtering only vectors instead of the design
matrix. Within the initialization of the PCGMA algorithm 6.1 the sequence reads

AgGG(F;—GG(FSGG(ASGGx(O) - lSGG)))' (614)

However, since for our application scenario the design matrix is too large to fit into the working memory,
it has to be computed twice. The second sequence avoids computing the design matrix twice by filtering it.
The sequence of operations then reads

(FSGGASGG)T(FSGGASGG):B(O) - FSGGlSGG' (6'15)

However, the filtering is not applied to a vector, but to the whole design matrix. The numerical effort increases
dramatically, because the number of columns of the design matrix is large for our application scenario.

For the decision that we have to make now, we need to consider a feature of the used ARMA filters. The
relevant feature is that the used ARMA filters consist of several filter sections. For this reason the filtering
of the design matrix is more time consuming than the computation of the design matrix. Thus, the best way
of integrating the filtering into the adjustment procedure is the sequence according to equation (6.14), which
avoids to filter the design matrix.

Now that the integration of the filtering is chosen, we discuss the parallelization of the PCGMA algorithm 6.1.
For the parallelization we follow a classic master-worker concept. One computing node, the master, controls
the whole computation while all other computing nodes, the workers, do the parts of the computation, which
can be parallelized. Within the PCGMA algorithm 6.1 the computation of the design matrix is parallelized,
because this is the computationally most intensive part after the filtering in the case of our application
scenario. Each worker computes one block of the design matrix, whereas the design matrix is subdivided
horizontally.

The parallelization and the subdivision of the design matrix are strongly interwoven. For the computation of
the SGG part of the preconditioner, the workers have to compute the design matrix and filter it according
to equation (6.13). For the filtering of the design matrix each column can be understood as a time series. If
we horizontally subdivide the design matrix, the time series are interrupted. At the beginning of each block
of the design matrix the filtering produces a warm-up. In order to circumvent this problem, the blocks of
the design matrix overlap by the length of the warm-up. This technique is called the overlap-save method
(cf. OPPENHEIM and SCHAFER 1999, p. 674). For the sake of clarity, the partitioning of the design matrix
is depicted in figure 6.1 and the whole procedure is described in more detail in the following.

In order to compute the SGG part of the preconditioner, we use in principle the equations (4.37) and (4.38).
The first step is to filter the design matrix, which is accomplished by the multiplication with the filter matrix
according to equation (6.8).

DSGG = FSGGASGG (6'16)

The normal equation matrix of the SGG observations is then obtained by

(FSGGASGG)T(FSGGASGG) = DérGGDSGG' (6'17)
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___—method for filter warm-up
SN - 592 «—first block smaller

N R (O)k
1 A _|- -=*3— overlap due to warm-up
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@)
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A®

Figure 6.1: Subdivision of the design matrix for the parallel computation of the SGG part of the precondi-
tioner. The matrix is subdivided into overlapping horizontal blocks, whereas the first block is smaller than
the rest, because the method for the filtering of the warm-up causes additional computational effort. The
size of the overlap corresponds to the length of the warm-up of the decorrelating filter.

In order to parallelize the computation, the filtered design matrix is subdivided into non-overlapping blocks
D(SlgG. These blocks are computed by the product of a horizontal slice of the filter matrix and the whole
design matrix.

k
D(SCEG = (DSGG)kB1+1:(k+1)B1,: = (FSGG)kB1+1:(k+1)Bl,:ASGG (6'18)

Herein, B; is the block size for the subdivision of the design matrix for the computation of the SGG part of
the preconditioner. If each worker had to compute the whole design matrix, there would be no gain in the
subdivision of Dgqq. However, the filter matrix Fgqq can be approximated by a band matrix according to
equation (4.59). If we use this approximation, we can leave the zero parts of the filter matrix Fgq aside.

(Fsga)kBi+1:(k+1)B1 - Asca = (Fsqa)kBi+1:(k+1) By kB1+1—R:(h+1) B, (Asca )k By 41— Ri(k+1)B1 .- (6.19)

Herein, R is the length of the warm-up while R + 1 is the number of non-zero elements in each row of
the approximated filter matrix. Note, that the approximation can only affect the convergence rate of the
PCGMA algorithm, if it is performed improperly. After defining

F&) = (F'sGG)1:(k+1) By 1:(k+1) By » for k=0 (6.20)
(FSGG)kBi+1:(k+1)B1 kB~ R4+1:(k+1)B,»  for k>0
and
A®) = (Asca)r:(k+1)B1.:» for k=0 (6.21)
(Asea)kBi—R41:(k+1)By,:»  for k>0

equation (6.18) becomes
(k) _ qn(k) A (k)
Dgce = FsgeAsda (6.22)
Figure 6.2 illustrates this subdivision into blocks.

According to equation (6.13) and (6.16) the SGG part of the preconditioner can be computed by

select((FgacAsaa) | (FsagAsca)) = select(DdgeDsae)

k k
= select((Dgag) " DY)
k

k k k k
= > select(Fyig ASde) (F&daAsaa)): (6.23)
k
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(k)
Dy

Figure 6.2: The relation between the blocks for the filtering of the design matrix. The filter matrix Fggq is
approximated by a band matrix, where the band is indicated by dark gray. The brighter gray indicates the
used blocks of the matrices.

Now, we analyze the operation FggGAggG in more detail. First, we assume that the block size for the
subdivision of the design matrix exceeds the length of the warm-up, i.e. By > R. Then, the method for the
filtering of the warm-up needs not to be parallelized. If the block size By cannot be chosen greater than the
length of the warm-up, i.e. By < R, we simply increase the size of the first block such that its number of
rows is equal to the length of the warm-up. According to equation (6.8) and (6.20) the blocks of the filter
matrix are then

e BBk
(SH)1.(k+1)By,0:(k+1)B1—1 T ~ *E , for k=0

k
F, = (6.24)

0
Bi—RxR B1—RxBi1i—R
(SH)kBlJrl:(kJrl)Bl,kBlfRJrl:(kJrl)Bl, for k>0

Note, that the dimension of the first block F(S(gG is B; x B; while the dimension of all other blocks F(Slgc
for k>01is By x By + R.

The filtering by the first block Féo();G simply corresponds to filtering of the first By rows of the design matrix
instead of N rows. For the first filter matrix we find according to equation (6.24)

F(s(g(; =Sip.1:5Hi:By1:B, + R(X)R RX%_R . (6.25)
Bl—RXR Bl—RXBl—R

Multiplying the first block of the design matrix by the first block of the filter matrix yields

(0)
FéoéGAggG = Sl:Bl,l:BlleBl,lzBlA(Soc);G + [W(ASSG)LR*] ) (6.26)

This means that the first block A(socz,(; of the design matrix is filtered from the first row to the last row and
after that, the first R rows of the filtered block, which correspond to the warm-up of the filter, are replaced
by the rows obtained by the method for the filtering of the warm-up.

Now we look at the blocks FggG for k£ > 0. For these blocks we find

k
F(SCEG = (SH)iB,+1:(k+1)By kB) — R+1:(k+1)B;
= SkBi+1:(k+1)B1 kB +1:(k+1) By H kB, +1:(k+1) By kB, — R+ 1:(k+1)B, » 1or k > 0. (6.27)

Note, that Sip, f1:(k+1)B1 kB +1:(k+1)B, = I is an identity matrix. With this knowledge, we can write
k
F(sczg = BloxR BlﬁBl} HB, Ri1:(k+1)By kB~ R+1:(k+1)B,, for k> 0. (6.28)
Furthermore, H is a Toeplitz matrix. Thus, it holds that

Hyp, _Ri1:(k+1)B1 kB —R+1:(k+1)B; = H1:B,+R1:B,+R- (6.29)
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Therefore, we find
k
Fo =[50 5Llp| Huiinison, for k>0 (6.30)
for the blocks of the filter matrix. For the filtering of the blocks Aé’gG for k > 0 we obtain then

k k k
Fécchéch = {BloxR 31531} H1:31+R,1:BI+RAE<;(§G
= (H1:31+R,1:B1+RAélgg)R+1:R+Bl,:; for k> 0. (6.31)

This means that each block A(SlgG of the design matrix is filtered from its first row to its last row and after
that, the first R rows, which correspond to the warm-up, are set to zero.

The parallelization of the computation of the SGG part of the preconditioner is accomplished by the fact,
that each worker computed one summand select((F(S]gGA(SlgG)T(F(SQGA(SQG)) of the sum in equation (6.23).
Note, that each block A® will still be too big to fit in the working memory. Therefore, each block AW
is again subdivided into blocks. The block size for this subdivision is chosen equal to the block size L of
the block ARMA filter method described in section 3.2. For performance issues we may choose to compute
several filtered blocks, before the inner product of the selected columns according to equation (6.13) are
computed, if we the working nodes possess enough memory. It should be mentioned that the first block may
be chosen smaller, because the method for the filter warm-up causes an additional computational effort.

After the computation of the SGG part of the preconditioner the subdivision should be chosen differently.
The reason for this is that the design matrix is not filtered by the workers anymore. The workers only
compute the products

Agem® — Iy, within the initialization
v {ASGGd(i)7 within the iterations (6.32)
and
Asoo®: (6.33)
whereas
z = FgaoFsaay- (6.34)

For these computations, there is no overlap needed for the subdivision of the design matrix. Therefore, the
blocks of the design matrix are obtained by

k
Aéc%c; = (Asaa)kBai(k+1)Ba—1,:5 (6.35)

whereas Bs is the block size, which may differ from the block size B; for the computation of the SGG part
of the preconditioner. Figure 6.3 illustrates this subdivision of the design matrix.

The vectors y and z are subdivided according to the subdivision of the design matrix, i.e.

OR
Y= : , whereas y*) = YkLo+1:(k+1)Lo (6.36)
y(K2)
and
- L) T
z= : , whereas 2" = ZRLy+1:(k+1)Lo- (6.37)
z(KQ)
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A

A®)

A®

Figure 6.3: The subdivision of the design matrix for the parallel computations after computation of the
preconditioner. The block size is chosen such that all blocks are of equal size. Furthermore, the blocks do
not overlap.

For clarity, it should be mentioned that the filtering is performed according to equation (4.53). Together
with equation (3.142) and (4.55) we find

These operations are performed by the master. Now, we can describe the parallel version in algorithm 6.2 of
the basic PCGMA algorithm 6.1.
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K = select((FgggAsca) ' (FsaaAsca)) + P Nesr

y*) = AggGw(O) — l(slgc; for k=0,1, 2, =
0
it = Fsaay = SHy + [(WZILR)T 0]

z= FSTGG”(SOC);G = PHP”éOC);G + WT(U(S(gG)liR

k
r = Z(A(S(;)G)Tz(k) +p (NSST:B(O) — Nggr)

input | x(© initial solution
lsaq SGG observations
Nggr, nggy  SST normal equations
Fgyqq decorrelating filter matrix for SGG observations
I number of iterations
P weighting parameter for relative weighting of SGG and SST observations
output | x® final solution
'Uég(; decorrelated SGG residuals
K preconditioner
initialization

computed parallel, collected from master

computed parallel, accumulated on master

computed parallel

k
f(o) = solve(K, 7.(0))
dO — _f(O)
loop

fori=0,1,...,1—1
ifti>0

o _r®7a®
T pG-DTqG-D

dD = d® 4+ edt—D

end

y® = AL dD for k=0,1,2,...
g=Fggcy=SHy+ [(Wyuz)T O}T
z=Flyc9g=PHPg+W'g,

h = %:(A(slgc)Tz(k) +p (NSSTd(i) - nSST)

(@) T (i)
_r" f
9= 30 Th
r(i+1) = r(l) + qh
FOHD = solve( K, 7))

(+1) _ (@)
Vsca = VYsce

+4qg

end

computed parallel, collected from master

computed parallel, accumulated on master

Algorithm 6.2: The preconditioned conjugate gradient multiple adjustment (PCGMA) algorithm in its paral-
lel form. As the computation of the design matrix is the computationally most intensive part of the algorithm,

it is performed in parallel.
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6.3 Test Data Set

In the different numerical simulations the data of an ESA GOCE end-to-end simulation (cf. DE SANCTIS
et al. 2002) was used. This test configuration was also used during the official ESA Acceptance Review 2
for the testing of the final operational software at the end of the development phase in the framework of
the GOCE High-level Processing Facility (cf. RUMMEL et al. 2004), which was performed in spring/summer
2006. The test data set consists of:

Gravity gradients The gravity gradients cover a period of 60 days and are defined in the gradiometer
reference frame (GRF). The measurement rate is 1 Hz. The gravity gradients are based on the gravity
model EGM96 (cf. LEMOINE et al. 1998) complete to degree and order 360 and they are superimposed
by colored noise (cf. figure 5.1).

Orbit The gradients are defined along an orbit with GOCE characteristics (inclination ¢ = 96.5°, eccentricity
e < 2-1073, mean altitude ~ 240 km). The orbit positions and velocities were generated by orbit
integration, which was based on the gravity model EGM96, complete to degree and order 200. Within
the orbit simulation a full external force model was included, too, as well as the drag free and attitude
control system (cf. ESA 1999).

Attitude The orientation of the satellite body axes (and hence the GRF) with respect to the inertial frame is
given in terms of quaternions, which are computed from a combination of star tracker and gradiometer
information. Correspondingly, they include attitude biases and noise, related to the star tracker and
gradiometer inaccuracies modeled in the end-to-end simulation (cf. PAIL 2005).

The test data set consists of two groups of data: SST normal equations and SGG observations. The SST data
are very sensitive to the low frequency part of the gravity field while the SGG observations are very sensitive
to the high frequency part of the gravity field. The combination of SST and SGG observations of the two
months measurement period allows for the determination of the gravity field approximately up to degree
and order 255. The SST normal equations result from kinematic orbit solutions, which provide position and
velocity information, in combination with the principle of energy conservation in a closed system. A short
summary of the SST observations is given in table 6.2.

observation type SST | integration type normal equations
positions 5011200 | possible resolution degree and order 90
observations 5011200 | unknown parameters 8277
observation period 60 days | gravity field model EGM96
earth revolutions 928 | error characteristics white noise

Table 6.2: Summary of the features of the SST data.

The characteristics of the colored noise of the SGG observations were already discussed in section 5.1. One
feature of special interest for the decorrelation is that the measurement noise of the SGG observations
contains a geographically dependent error, which is shown in figure 6.4. Due to the satellite orbit this error
has a periodic characteristic in the noise time series and thus results in peaks in the error spectrum. As the
geographically dependent error is rather systematic than random, it may affect the gravity field solution. The
question is, whether it is possible to prevent this by a combination of down-weighting this error with tailored
decorrelating filters and an additional group of observations, which are in our case the SST observations, or
not. A short summary of the remaining features of the SGG observations is given in table 6.3.

6.4 Used Filter Models

As the decorrelating filters are the item under test for the performed simulations, there were three different
filter models generated for the test data set described in section 6.3. The original measurement noise time
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Figure 6.4: Geographically dependent error of the SGG observations. The SGG observations contain a sys-
tematic error, which is geographically dependent. The error is different for the descending and ascending
orbit tracks of the orbit of the satellite. After interpolating the errors of the descending and ascending orbit
tracks of the orbit of the satellite onto a grid, they are added. The result is shown in the lower most panel.
This sum of the error of the descending and ascending orbit tracks of the satellite may affect the gravity
field solution.
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observation type SGG diagonal components | integration type observation equations
positions 5011200 | possible resolution degree and order 255
observations 15033600 | unknown parameters 65021
observation period 60 days | gravity field model EGM96
earth revolutions 928 | error characteristics colored noise

Table 6.3: Summary of the features of the SGG data.

series e, was used as the basis for the filter design. This time series is only known due to the fact, that the
error free observations are known within the simulation. Thus, the filter models are designed under ideal
conditions. In practice, we would have to use the residual time series as an approximation of the measurement
noise time series. Since the power spectral density of the residual time series is very similar to the power
spectral density of the measurement noise series, the accuracy of the gravity field would not be decreased.

It should be mentioned that the peaks within the power spectral density occur approximately at the fre-
quencies f = % = ﬁ Hz, k=1, 2, ..., 400. The high number of peaks and the very small bandwidth
of the notch filters, which could model the peaks, would result in a filter model, which we can not apply

for the following two reasons: The warm-up would be unacceptably long and the computational effort of

filtering would be incredibly large. However, the highest peaks occur at the frequencies f;, = m = ﬁ
Hz, k=1, 2, ..., 24. The rest of the peaks are smaller, the farther they are apart from the highest peaks.

Therefore, the strategy is to model only the highest peaks by notch filters and to treat the rest of the peaks
as side lobes (cf. figure 6.6(d)) of the highest peaks. This is a reasonable compromise between accurate
modeling and computational demands. Table 6.4 gives a short overview over the designed filters. Details on
the filter design are given in the following sections. Note, that illustrative figures are presented only for the
V.. component, because figures of the V,, and V,,, components would look very similar.

filter model | component sections total filter order P total filter order @ warm-up

A Vi 3 53 53 15000 epochs
Viyy 2 52 52
Vs 3 73 73

B Vi 20 137 137 45000 epochs
Viyy 25 118 118
Vs 27 126 126

C Vi 18 133 133 65000 epochs
Viyy 25 98 98
V.. 27 121 121

Table 6.4: Summary of statistics on the used filter models. The total filter order is the sum of the orders of
the filter sections. The warm-up is equal for all three components.

It should be mentioned that there is an alternative way of taking the peaks in the power spectral density into
account. Besides the stochastic treatment of the peaks, which is performed within this thesis by using notch
filters, we may as well treat the in a deterministic way. In this case, we extend the observation equations (6.4)
by additional absorbing parameters. This is feasible due to the fact that the frequencies of the peaks are
known and that the source of the peaks is the geographically dependent error, which has a systematic
characteristic. However, as we aim at investigating decorrelating filters, we do not use this approach.

Simple Averaging Filter (Model A)

Filter model A is a simple averaging filter, which consists of a Butterworth highpass filter and a general
ARMA filter. It does not contain notch filters (cf. section 5.5). Therefore, this filter model consists only of
few sections, which is an advantage concerning the computational effort of filtering. However, not to model
the peaks in the power spectral density (cf. section 5.1) may turn out to perform worse than more complicated
filter models. The design can be split into the following steps.
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Step 1: Power Spectral Density First, we compute the power spectral density of the correlated time
series. Whether we use Welch’s method to obtain a smoothed estimate or not, does not matter.

Step 2: Butterworth Highpass Filter Looking at the power spectral density, we design a Butterworth
highpass filter by cut and try.

Step 3: Highpass-Filtered Time Series Then, we filter the correlated time series by the Butterworth
highpass filter in order to remove the low frequency part of the time series.

Step 4: Remove Warm-Up After having filtered the time series, we need to remove the warm-up of the
Butterworth highpass filter.

Step 5: General ARMA Filter Based on the highpass-filtered time series, from which we have remove
the warm-up, we estimate a general ARMA filter. Any insufficiencies in the design of the Butterworth
highpass filter will be caught up here.

Step 6: Simple Averaging Filter The simple averaging filter is the combination of the Butterworth high-
pass filter and the general ARMA filter.

Aggressive Filter (Model B)

The second filter model aims at radically down-weighting the peaks within the power spectral density. The
down-weighting is achieved by designing notch filters, which are adjusted only to the peaks and by using
the weights in equation (5.68). Besides the notch filters, the filter model consists of a Butterworth highpass
filter and a general ARMA filter. The design can be split into the following steps, which are also illustrated
in figure 6.6.

Step 1: Power Spectral Density First, we compute the power spectral density of the correlated time
series (cf. figure 6.6(b)). We do not use Welch’s method.

Step 2: Median Power Spectral Density Then, we apply a moving-median filter to the power spectral
density. The result is a smoothed version of the power spectral density, which does not contain the
peaks (cf. figure 6.6(b)).

Step 3: Butterworth Highpass Filter Based on the median power spectral density, we design a Butter-
worth highpass filter by cut and try (cf. figure 6.6(b)). We have to take care, that the filter does not
underestimate the power spectral density.

Step 4: Generated Time Series Next, we generate a time series from the median power spectral density.
This can be performed in the following way: We compute the autocorrelation function from the me-
dian power spectral density using the inverse discrete Fourier transform. Based on the autocorrelation
function we estimate an MA filter using the Levinson-Durbin algorithm 5.1. Using this MA filter as a
process, we create a correlated time series by filtering a white noise time series.

Step 5: General ARMA Filter Based on the generated time series, we estimate a general ARMA filter.

Step 6: Quotient of Power Spectral Densities The peaks of the power spectral density are isolated by
dividing the power spectral density by the median power spectral density (cf. figure 6.6(c) and 6.6(d)).

Step 7: Detect Peaks Now, we detect the peaks in the quotient of the power spectral densities. We dis-
tinguish between the highest peaks and the side lobes peaks (cf. figure 6.6(c) and 6.6(d)).

Step 8: Approximated Notch Filters Based on the frequency and the value of the power spectral density
of the detected peaks, we chose the notch frequencies and scaling factor. In addition we chose a suitable
notch bandwidth by cut and try (cf. figure 6.6(e) and 6.6(f)).
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Step 9: Estimated Notch Filters The approximated notch filters are the basis for the estimation of the
actual notch filters. Within the estimation we use the weights according to equation (5.68) in order to
obtain aggressive notch filters (cf. figure 6.6(e) and 6.6(f)).

Step 10: Aggressive Filter The aggressive filter is the combination of the Butterworth highpass filter,
the general ARMA filter and the estimated notch filters (cf. figure 6.6(a)).

[ correlated time series ]

1

[ PSD (step 1)

[ highpass filter (step 3) H median PSD (btep 2) PSD quotient (step 6) ]
[ generate tlme series (step 4) ] detected peaks (jtep 7) ]
[ general ARM: filter (5) ] [ approximated notch filters (step 8)]
|
T [ estimated notch fﬁlters (step 9) ]
[ averaging filter (13) j

Figure 6.5: Sequence of steps within the estimation of the aggressive filter (model B).

Averaging Filter (Model C)

The third filter model is a compromise between the simple averaging filter model and the aggressive filter
model. It also contains notch filters, but they are not directly adjusted to the peaks in the power spectral
density. First, a smoothed estimate of the power spectral density was obtained by applying Welch’s method
(cf. WELCH 1967). Then, the notch filters are adjusted to the peaks in the smoothed power spectral density.
As a result of this procedure the notch filters are by far not as aggressive as those of the aggressive filter
model. Besides the notch filters, the filter model consists of a Butterworth highpass filter and a general
ARMA filter. The design can be split into the following steps, which are also illustrated in figure 6.8.

Step 1: Power Spectral Density First, we compute the power spectral density of the correlated time
series (cf. figure 6.8(b)). We do not use Welch’s method.

Step 2: Median Power Spectral Density Then, we apply a moving-median filter to the power spectral
density (cf. figure 6.8(b)). The result is a smoothed version of the power spectral density, which does
not contain the peaks.

Step 3: Butterworth Highpass Filter Based on the median power spectral density, we design a Butter-
worth highpass filter by cut and try (cf. figure 6.8(b)). We have to take care, that the filter does not
underestimate the power spectral density.

Step 4: Smoothed Power Spectral Density We compute a smoothed estimate of the power spectral
density of the correlated time series by means of Welch’s method (cf. figure 6.8(c)).

Step 5: Interpolated Median Power Spectral Density Now we interpolate the median power spectral
density such that it is given for the same frequencies as the smoothed power spectral density. A linear
interpolation is sufficient.
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Figure 6.6: Intermediate products within the estimation of the aggressive filter (model B). Note, that always
the inverse of the power spectral density of the filter is depicted for simplicity.
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Step 6: Quotient of Power Spectral Densities The peaks of the power spectral density are isolated by
dividing the smoothed power spectral density by the interpolated median power spectral density (cf.
figure 6.8(d)).

Step 7: Detect Peaks Now, we detect the main peaks in the quotient of the power spectral densities (cf.
figure 6.8(d)). Due to the smoothing, there are no side lobes peaks.

Step 8: Approximated Notch Filters Based on the frequency and the value of the power spectral density
of the detected peaks, we chose the notch frequencies and scaling factor. In addition we chose a suitable
bandwidth by cut and try (cf. figure 6.8(e)).

Step 9: Estimated Notch Filters The approximated notch filters are the basis for the estimation of the
actual notch filters (cf. figure 6.8(e)). Within the estimation we use the weights according to equa-
tion (5.68).

Step 10: Filtered Time Series We filter the correlated time series by the Butterworth highpass filter and
the estimated notch filters.

Step 11: Remove Warm-Up After having filtered the time series, we need to remove the warm-up of the
combined Butterworth highpass and estimated notch filters.

Step 12: General ARMA Filter Based on the filtered time series, we estimate a general ARMA filter
(cf. figure 6.8(f)).

Step 13: Averaging Filter The averaging filter is the combination of the Butterworth highpass filter, the
general ARMA filter and the estimated notch filters (cf. figure 6.8(a)).
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/ [ correlated time series
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[ highpass filter (step 3) H median PSD (step 2) j

[ interpolated median PSD (step 5) ] [ smoothed PSD (step 4) ]
[ PSD quotient (step 6) j

[ detected peaks (step 7)
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[ approximated notch filters (step 8) ]
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\ [ estimated notch filters (step 9)

i

[ filtered time series (10) ]

!

[ remove warmup (step 11) ]

f

[ general ARMA filter (12) ]

!

[ averaging filter (13) j

Figure 6.7: Sequence of steps within the estimation of the averaging filter model C.
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Figure 6.8: Intermediate products within the estimation of the averaging filter (model C). Note, that always
the inverse of the power spectral density of the filter is depicted for simplicity.
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Figure 6.9: Comparison of the different filter models for the measurement noise of the V., component. The
left panel shows the power spectral density of the measurement noise and the filters. The right panel shows
a smoothed estimate of power spectral density of the measurement noise and the power spectral density
of the filters. The simple averaging filter is optimized concerning the computational effort for filtering.
The aggressive filter is designed to down-weight the peaks below the measurement bandwidth as much
as reasonably possible. The averaging filter is a compromise between the other two filters concerning its
decorrelation capabilities. Its computational effort for filtering is approximately the same as for the aggressive
filter. Note, that always the inverse of the power spectral density of the filter is displayed for simplicity.



6.5. Simulation Results for Comparison of Filter Designs

129

6.5 Simulation Results for Comparison of Filter Designs

The goal of this simulation is to identify the best filter design for the test data set. Therefore, the test data
set described in section 6.3 has been processed using each of the three different filter models described in
section 6.4. It should be mentioned that regularization (cf. section C.1) and variance component estimation
(cf. section C.2) of the PCGMA algorithm were used within all three computations. Within this section the
results of these three computations are compared to each other. The comparison is performed with respect
to:

e the gravity field solution in terms of quasi geoid heights,

e the spherical harmonic coefficients, i.e. the parameters of the least squares solution, and

e the residuals of the least squares adjustment.

Quasi geoid heights are obtained in the following manner. First, the potential U of a rotational ellipsoid is
subtracted from the potential V in order to obtain the so-called disturbing potential 7.
T=V-U (6.39)

Then, the disturbing potential T" is divided by the normal gravity ~ of the reference ellipsoid (cf. HEISKANEN
and MORITZ 1967), which yields the quasi geoid heights

T —
NL_V=-U (6.40)
v

As the test data set is simulated, we know the true quasi geoid heights N®€) These quasi geoid heights
are then compared to the quasi geoid heights N(estimated) yegylting from the three computations using the
different filter models by looking at their difference

AN = N(estimated) _ ]\[(true)7 (641)

which is shown in figure 6.10. Furthermore, the estimated quasi geoid heights N (estimated) are compared to
each other also in figure 6.10. It should be mentioned that the true quasi geoid heights N (") are computed
using only the spherical harmonic coefficients up to degree and order 255, because this is the same maximum
degree and order as used within the adjustment procedure.

The table in figure 6.10 shows that the overall performance of the models A, B and C (cf. section 6.4) is more
or less the same. We can find significant differences between the models only by investigating the differences
between the estimated quasi geoid heights. From figure 6.10(f) we can see that the simple averaging filter
(model A) and the averaging filter (model C) produce only slightly different quasi geoid heights, which is
confirmed by the statistics in the table. But the quasi geoid heights obtained with the aggressive filter (model
B) show a distinctive pattern of the magnitude +2 cm. Comparing this pattern to the pattern in figure 6.4(c),
it becomes obvious, the aggressive down-weighting of the geographically dependent error within the SGG
observations has an impact on the gravity field solution. Looking closely at the figures 6.10(a), 6.10(c) and
6.10(e), we find that the geographically dependent error is contained in the solutions A and C, but not in
solution B. In order to verify this, the quasi geoid differences in figure 6.10 were lowpass filtered by a Gauss
filter with a radius of 200 km (cf. WAHR et al. 1998). Figure 6.11 shows the results of this lowpass filtering.
Model A and C clearly contain the characteristic pattern of the geographically dependent error within the
SGG observations. In model B the error is also present, but on a much lower scale. From this we can already
conclude, that the design of the aggressive filter (model B) was successful.

Next, we investigate the spherical harmonic coefficients s,,, and ¢, introduced in equation (6.1). We do this

comparison in two ways. First, we compute the absolute difference of the true coeflicients sire) and o)
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t1 ted sti ted
and the estimated coefficients s(eb imated) . q clestimated)

standard deviation o, and o2

and normalize it by dividing it by the corresponding
Cnm *
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normalized) _ normalized) _
As%m Acflm

(6.42)

Os, ’ Oc,,

The variances oy, and o, are computed by means of the inverse preconditioning matrix K (cf. sec-
tion C.3). This means that they are only approximated as the preconditioning matrix is an approximation
of the normal equation matrix. However, if this approximation is of good quality, the derived variances will
be of good quality, too. The normalized errors As(normalued) and Acy, (normalued) are shown in the left panels
of figure 6.12. We can see that the zonal coefficients are poorly determlned due to fact, that the ground
tracks of the GOCE satellite do not cover the polar caps. Furthermore, the normalized errors of model A
and model C look very much the same. Only model B shows visible differences. Between degree 30 and 100
there are areas at the edges of the coefficient triangle, which are plotted in a darker blue than the rest. This
means that the sectoral coefficients and those tesseral coefficients, which are close the sectoral coefficients, of
model B turn out to have a smaller error, than their variance indicates between degrees 30 to 100. Looking
very closely at the left panels of figure 6.12, we see that the zonal coefficients of model B show higher errors
than those of model A and C between degrees 2 to 20. This becomes more clearly visible in the right panels
of figure 6.12. These panels show the median degree error

Agnedian) _ meglianﬂs,(fﬁe) _ Sglesltimated)|7 |C$zt:r?e) gle%tlmated) |)’ where m € {0, el n}’ (6.43)

mean degree error

Aglmean) 5 1+1 Z (| (true) gles;cimated)l + |C,E:;,;le) _ cglesltimarced)|)7 (644)
n

and maximum error

A = mae(|s{{e) — s{gtimated) | joftre) _ cfestimated))) - where m € {0, ..., n}, (6.45)

in comparison to the median degree standard deviation

(median)

UTL

= median(os,  , 0., ), whereas m € {0, ..., n}, (6.46)

and coefficient magnitude, given in terms of degree variances o2. The degree variances

n

on =D (Shm + ) (6.47)

m=0

can be approximated by Kaula’s rule of thumb (cf. KAULA 1966), which states that

On 10_5 (Kaul )
R = g\, 6.48
V2n+1 n? " (6.48)
The term o0 which is depicted by the black line in figure 6.12, is an approximation of the magnitude of

the coefficients. Because the median degree errors A(mCdian) are a robust estimate of the accuracy, computed
by the median degree standard deviation a(medlan) they have to be multiplied by the factor 1.483, before
both are compared to each other (cf. HETTMANSPERGER and McKEAN 1998, p. 199). This is performed
in the right panels of figure 6.12. Furthermore, it should be mentioned, that though regularization was used
within the adjustment, the median degree variance was computed without the regularization information,
i.e. only with SGG and SST information. Again, the models A and C do not differ significantly. Model B
shows a higher median degree error and median degree variance than model A and C between degrees 30 to
100. Between degrees 10 to 30 the median degree error and median degree variance of model B is lower than
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those of the models A and C. This can be seen more clearly in figure 6.13, where the median degree errors
and the median degree variances of all three models are directly compared.

The last item for comparison are the residuals of the models. In order to perform a fair comparison, the
estimated correlated residuals are compared to true correlated residuals. The comparison is based on the
power spectral densities of the residuals time series. This enables us to investigate how well the correlations
of the true residuals are recovered by the model residuals. From figure 6.14 and 6.15 we can see that the
correlations are very well recovered by all three models. The blue curve shows the relative error of the power
spectral densities, which is defined to be

p(true) (f) P(estimated) (f) )

plerror) (f) = max(P(esﬁmated) ) ) P(true)(f)

(6.49)

The relative error of the power spectral densities thus is a factor of misjudgment. Figure 6.14 and 6.15
shows, that this error is only high in the frequency range of the peaks. Apparently, the first main peak at
approximately f = m R ﬁ Hz is not recovered at all by all three models. This means that this error
has entered the gravity field solution completely. Even the aggressive filter model could not prevent this.
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Figure 6.10: Comparison of quasi geoid heights according to equation (6.41). The quasi geoid heights are
compared up to degree and order 255. Model A and model C do not differ much. The difference between
model A and model B as well as the difference between model C and model B show a distinctive pattern,
which results from the geographically dependent error of the SGG observations shown in figure 6.4. As
model B uses the aggressive filter, this error is down-weighted and consequently has not much influence on
the gravity field solution of model B.
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Figure 6.11: Comparison of lowpass filtered quasi geoid heights according to equation (6.41). Model A and
C contain a characteristic pattern along the equator. This pattern is very similar to the geographically
dependent error within the SGG observation shown in figure 6.4(c). For this reason we can conclude that
this systematic error of the SGG observations has affected the gravity field solution of model A and C. In
model B the effect is still present, but on a much lower scale. We would not recognize the effect, if we did
not know that it is present. Therefore, we can conclude that the down-weighting of geographically dependent
errors within the SGG observation by the decorrelating filters was successful and, consequently, that the
model B provides better results.
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Figure 6.12: Normalized coefficient errors and degree evaluation of coefficients. The left panels show the
normalized coefficient errors according to equation (6.42). The right panels show the median degree error
according to (6.43), mean degree error according to (6.44), maximum error according to (6.43), median degree
standard deviation according to (6.46) and the coefficient magnitude according to (6.47) and (6.48). Only
between the degrees 10 to 100 model B differs from model A and C significantly. Model A and C appear to
perform equally well.
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Figure 6.13: Direct comparison of median degree errors (6.43) and median degree standard deviations (6.46).
Only between the degrees 10 to 100 model B differs from model A and C significantly. Model A and C appear
to perform equally well. The use of the aggressive filter in model B results in higher errors and standard
deviations between degrees 30 to 100. However, the errors of model B between degrees 10 to 30 are lower
than those of model A and C.
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Figure 6.14: Recovery of the correlations investigated by means of the power spectral density of the residuals.
As the power spectral density is the Fourier transform of the autocovariance function, this figure illustrates
how well the correlations of the true residuals are recovered by the estimated residuals. There seem to be no
significant differences between all three models. One interesting fact is that the first main peaks of the ZZ
component of the SGG observations cannot be recovered by the estimated residuals. Thus, this error enters
the gravity field solution. Confer also figure 6.15.
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Figure 6.15: Recovery of the correlations investigated by means of the power spectral density of the residuals.
As the power spectral density is the Fourier transform of the autocovariance function, this figure illustrates
how well the correlations of the true residuals are recovered by the estimated residuals. There seem to be no
significant differences between all three models. Confer also figure 6.14.
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6.6 Simulation Results for Short and Long Data Gaps

Within this section we investigate whether the developed procedures for short and long data gaps work, after
integrating them into the whole processing. For this reason some of the SGG observations have been declared
as data gaps. All other data, i.e. the SST observations as well as gradiometer positions and orientations, are
assumed to be without any gaps for simplicity. For the decorrelation the simple averaging filter (model A,
cf. section 6.4) was chosen, because it needs by far the least calculation time. Furthermore, the deterministic
part of the fill-in values for short data gaps was set equal to the gravity field solution without gaps of model A.
This way the stochastic part of the fill-in values is computed under ideal conditions, such that it is the only
item under test besides the method for long data gaps.

Altogether, there are 105 data gaps in the SGG observations, whereas 5 are long data gaps and 100 are short
data gaps. The size of long data gaps varies from 59999 records to 189999 records while the size of short
data gaps varies from 1 to 1779 records. One record contains three SGG observations: Vg, Vyy and V...
Table 6.5 summarizes the settings for the simulation.

filter model simple averaging filter (model A)
deterministic part of fill-in values solution of model A without gaps
stochastic part of fill-in values computation based on the simple averaging filter

and the residuals of model A without gaps

number of SGG data gaps 105

number of missing SGG observations | 680434 records = 2041302 SGG observations
number of short SGG data gaps 100

number of missing SGG observations | 50439 records = 151317 SGG observations
number of long SGG data gaps 5

number of missing SGG observations | 629995 records = 1889985 SGG observations
number of other missing data none

Table 6.5: Settings for the simulation concerning short and long data gaps.

For the analysis of the gravity field solution it is not only interesting how many SGG observations are
missing, but also where these observations are located geographically. We expect the gravity field solution
to be degraded compared to the solution without gaps exactly at those geographic locations, where many
observations are missing. Figure 6.16 shows the geographic distribution of the missing SGG observations. The
stripes within the figure result from the ground tracks of the satellite orbit. Especially at latitude +30° the
ground tracks for the missing data cross each other. Therefore, we can expect the gravity field solution to be
degraded at these locations. Furthermore, near the polar regions the location of missing data becomes more
dense than figure 6.16 indicates. Note, that the chosen geographical mapping draws the pole as a line. Thus,
near the polar region we can expect the gravity field solution to be degraded as well.

Figure 6.17 shows the simulation results in terms of quasi geoid heights of the gravity field solutions. The
gravity field solution with gaps is compared to the corresponding solution without gaps. The table in fig-
ure 6.17 shows that the solution with gaps is less accurate than the solution without gaps, which can be
explained by the fact, that a smaller number of observations was used in the adjustment. Furthermore, the
degradation of the gravity field solution is exactly at the geographic locations, where we expect it.

Finally, we look at the decorrelated residuals directly after a short and a long data gap. Within both the
residuals directly after a short and a long data gap, there is no indication of warm-up effects. Therefore, we
can conclude that the computation of the fill-in values for the stochastic part was successful and that the
filter method for the warm-up works well.
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Figure 6.16: Location and number of missing SGG observations due to data gaps. The minimum number is 0
missing SGG observations and the maximum number is 29 missing SGG observations in one square of 0.5°x
0.5°.
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Figure 6.17: Comparison of quasi geoid heights according to equation (6.41). The left panel shows the
differences of the solution in the case of data gaps to the true quasi geoid heights, computed using spherical
harmonic coefficients up to degree and order 255. The right panel shows the differences of the solution in the
case of data gaps to the solution in the case of no data gaps. The geographic pattern of the degradation can
be explained by the geographic pattern of the missing values (cf. figure 6.16).
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Figure 6.18: Decorrelated residuals directly after data gaps. As there are no signs of any warm-up effects for
both the residuals directly after a short and a long data gap, we can conclude that the algorithm for the
computation of fill-in values for the stochastic part of the SGG observations as well as the filter method for
the warm-up work well.
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In this chapter we start by making a short summary of the major results for each chapter. After this, we
highlight the contributions of this thesis. Finally, we finish this thesis by an outlook.

7.1 Summary of results

Chapter 1 We started by describing the application scenario. There are two problems concerning a least
squares adjustment due to the large number of observations and parameters: The design matrix is
very large and the covariance matrix of the observations is even larger. The first problem is solved
by parallel computing while the second problem is solved by tailored filter algorithms. The latter is
based on finding a sparse representation of the covariance matrix. However, this is only possible, if the
observations meet certain conditions.

Chapter 2 This chapter served as the basis for the algorithms and methods developed in this thesis. Here,
the necessary conditions for the observations were listed: time series, normal distribution, stationarity,
ergodicity and correlation length. If any of these conditions are not met, from a theoretical point
of view the methods and algorithms developed in this thesis should not be applied. Based on the
conditions we found three approaches of sparsely representing the covariance matrix: the Toeplitz
approach, the AR process approach and the ARMA process approach. The first action, was performing
variance propagation in order to obtain the covariance matrix, which results from using the approaches.
After that, we derived the direct link between the covariance matrix of the observations and the filter
coeflicients. With this link, we were able to formulate the design goal for the filters. An interesting fact
is, that only the amplitude response is important for the decorrelation capabilities of the filters while
the phase response can be left aside. Therefore, the power spectral density is of special concern.

Chapter 3 - Section 1 and 2 Here we investigated candidate methods for implementing the decorrelating
filters. In principle there are four methods: the straightforward method, the block method, the overlap-
add method and the FFT method. We identified the block method and the overlap-add method to
be superior to the others concerning the numerical effort of filtering. Which one of these two methods
should be preferred, depends on the length of the filter. If the filter is short, the block method should
be used. If the filter is longer, the overlap-add method should be used. Of special concern was the
ARMA block method, which allows for sophisticated filter designs to be implemented very fast and
memory-saving at the same time. Here, we found clear rules for building filter sections, fast algorithms
for the computation of the filter matrices and the filtering itself. We analyzed the block size for the
ARMA block method, which resulted in the advice to determine the optimum block size empirically.

Chapter 3 - Section 3 Based on the different methods for implementing the decorrelating filters, we ex-
plored ways of integrating the filtering into least squares adjustment procedures. This included the
Toeplitz approach, though it does not correspond to filtering. However, the Toeplitz approach turned
out to perform worse with respect to the numerical effort and thus calculation time. For the process
approaches there are two ways of integrating them into iterative adjustment procedures like the con-
jugate gradient algorithm. The first way is depicted by SCHUH (1996) and involves the filtering of the
design matrix in each iteration. The second way is depicted by KLEES et al. (2003) and avoids to filter
the design matrix in each iteration at the cost of computing the design matrix twice. Which one is
faster depends on whether the filtering of the design matrix or the computation of the design matrix
is faster. Furthermore, we investigated how to avoid to compute the design matrix twice and to avoid
to filter the design matrix at the same time by synchronous filter methods. However, the synchronous
filter methods can only be applied, if sufficient memory is available.

Chapter 4 This chapter was concerned with two special problems, which arise by the use of the filtering
methods. The first problem is that the first section of filtered observations cannot be used within the
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least square adjustment due to a phenomenon, which we call the filter warm-up. In order to avoid
to loose observations due to the filter warm-up, we developed a method to determine the length of
the filter warm-up and, more important, a method to avoid the filter warm-up. The second problem
arises in the case of short data gaps within the observation time series. Here, we developed a suitable
algorithm to compute the stochastic part of the fill-in values.

Chapter 5 In the first part of this chapter we analyzed the correlations of the measurement noise of the
observations to be decorrelated of the application scenario. We found out, that we needed three classes
of filters: highpass filters, general MA or ARMA filters and notch filters. Consequently, we put a suitable
set of tools together to design such filters.

Chapter 6 In this chapter we introduced the application scenario and the test data sets in detail. We inves-
tigated, which of the filter methods should be used. It turned out that, due to memory demands and
the high correlations of the observations, the only applicable method was the ARMA block method.
Furthermore, due to the sophisticated filter designs, the filtering of the design matrix within the it-
erations should be avoided. In addition, we introduced the PCGMA algorithm for solving the least
squares problem and highlighted that a different load balancing should be used for the computation
of the preconditioning matrix and the rest of the algorithm. Finally, we performed simulations in or-
der to find out which filter design provides the best results and to investigate, if the developed filter
methods work well in the case of data gaps. The simulation results indicated, that the aggressive filter
design was the best, because it could sufficiently down-weight a geographically dependent error of the
observations, and that the filter methods work well in the case of data gaps.

7.2 Contributions of this Thesis

The first contribution of this thesis is the ARMA block filter method. The basic ideas of BURRUS
(1972) were picked up to develop a very fast and memory-saving filter algorithm. Especially the fact, that
the algorithm is optimized by means of the BLAS/ATLAS library for filtering large matrices, makes it very
valuable for the application scenario described in chapter 6. Another important contribution of this thesis
is the solution to the problem of the filter warm-up. In this context a method for the determination
of warm-up length was developed as well as a method to prevent the filter warm-up. Thanks to
these methods no observations are lost anymore due to the filter warm-up. One special problem was to
compute fill-in values for short data gaps. Previous investigations by KLEES and DITMAR (2004) showed,
that neglecting the stochastic part of the observations leads to bad fill-in values. For this reason, a suitable
algorithm for the computation of the stochastic part of the fill-in values for short data gaps
was developed in this thesis. Finally, different filter designs were compared to each other with respect to the
gravity field recovery. The contribution of this part is the identification of the best filter design in this
context.

7.3 Outlook

Though many problems were solved in this thesis, there is still room for further research. For example the
design of suitable filters requires a great deal of interaction with the operator, who designs the filter. Here,
one may try to advance techniques to automate the design process. This is not as easy as it seems, because we
have to teach the computer, which feature of the power spectral density should be modeled and which should
not. Another point is the possibility to take advantage of having access to the decorrelated residuals within
the adjustment procedure. For example, we may investigate how the PCGMA algorithm can be transformed
from a least squares solver into a robust solver by weight-iteration for the residuals. Especially the fast filter
algorithm will be of advantage here. Of course, it will be interesting to transfer the developed methods to
other application scenarios and to see, how they perform. Finally, the launch of the GOCE satellite is planed
for May 2008. To process the real GOCE mission data instead of simulated test data will reveal the true
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potential of the gradiometer on board the GOCE satellite. In this spirit, the author likes to finish this thesis
by quoting Ernst Ferstl, an Austrian teacher, poet and aphorist:

The difference between theory and practice is in practice much larger than in theory.

Translated from the original quote by Ernst Ferstl: Der Unterschied zwischen Theorie und Prazis ist in der
Prazis weit hoher als in der Theorie. (cf. FERSTL 1996)
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A. Tables of Symbols

general
R(zx) real part of complex variable
S(x) imaginary part of complex variable x
<(z) angle of complex variable z, i.e. arctan ;Eg
|| absolute value of = or radius of complex variable z, i.e. \/S?(z) + R2(z)
T time series (always defined for —oo < n < o)
® cyclic convolution
* convolution
a, B, ... angles (also true values)
a, Z, . best linear unbiased estimates
a, E, . arbitrary estimates

varepstlon numerical zero

transforms

F{xn}  discrete Fourier-transform (DFT) of time series x,,
(result is continuous with respect to frequency)
F{x} discrete Fourier-transform (DFT) of vector @
(result is discrete with respect to frequency)
F~Hy,} discrete inverse Fourier-transform (IDFT) of time series y,,
(result is discrete with respect to frequency)
F~Yy}  discrete inverse Fourier-transform (IDFT) of vector y
(result is discrete with respect to frequency)
F*{x}  complex conjugate of discrete Fourier-transform (IDFT) of vector x
Z{x,}  Z-transform of time series x,

samples, random values, true values

a, B, ... true values (also angles)
A B, ... random variables
a, b, ... sample values or analytic values
E{A}, E{B}, ... expectation of random variables
E{A}, E{B}, ... expectation of random vectors
S{A}, 2{B}, ... variance of random variables
Y{A} =344, X{B} =g, ... covariance matrix of random vectors
instructions
diag(X) diagonal of matrix X, result is a standing vector
diag(x) diagonal matrix X, constructed by vector x
select (X)) matrix, which contains only a subset of the elements of matrix X
(not selected elements are set to zero)
ceil(x) value z rounded up to the next integer
floor(z) value = rounded down to the next integer

x = solve(A,b) computation of the solution of the equation system Az = b using a suitable algorithm
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The indexes of vectors and matrices start by one, i.e.

1 )(1’1 - Xl,n
Ty Xm,l . Xm,n
T scalar
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X matrix
x, element with index a of vector x
Ta:b part of vector x
Xabe:a part of vector @
X. . column ¢ of matrix x
X, row a of matrix

X..q  vertical slice of matrix x, consisting of the columns ¢ to d
horizontal slice of matrix x, consisting of the rows a to b
Xabea Part of matrix xk

vector and matrix operations

z=xoy element-wise multiplication: z,, = x,, - y,, for each n

z=xoy element-wise division: z, = Z for each n
3

m

X! inverse matrix of X
bdl transpose matrix of X
x* k-th power of matrix X (X" =X.X..... X)
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CHAllenging Mini-satellite Payload
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Earth Geopotential Model 1996

European Space Agency
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Gravity field and steady-state Ocean Circulation Explorer
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C. Features and Extensions of the
PCGMA algorithm

C.1 Regularization

Regularization can be interpreted as a technique to integrate external information about the parameters
into a least squares adjustment. In the case of the application scenario described in section 6, this is needed
because of the following two problems:

e downward continuation problem

e polar gap problem

The downward continuation problem results from the fact that the GOCE satellite will measure in about 270
km above the Earth’s surface. If we try to compute the quasi geoid, we will do so on the Earth’s surface, i.e.
at a height of approximately 0 km. The problem is that the high frequency information is much stronger on
the Earth’s surface than at satellite height. The polar gap problem results from the sun-synchronous orbit of
the satellite. Here, the problem is that we have no measurements over the polar regions, which results in a
degraded gravity field solution in these regions. In the case of our application scenario the polar gap problem
is the more important one compared to the downward continuation problem (cf. METZLER and PAIL 2005
or METZLER 2007).

The problems can be solved by integrating external information about the spherical harmonic coefficients
(cf. KocH and KuscHE 2002). This can be performed by introducing additional observation equations,
which leads to minimizing the residual sum of squares

'S+ (x— a:REG)TZJ;{éG(w — Zgpe) — Min. (C.1)

(cf. ALKHATIB 2007). Herein, the vectors  and v are the parameter and residual vectors of the Gauss-
Markov model (cf. section 2.1). Matrix X is the covariance matrix of the observations of the Gauss-Markov
model. The first term in equation (C.1) is responsible for the adjustment to the observations while the second
term stabilizes the least squares solution. The second term can also be thought of as a penalty term. Typq
is a parameter vector, which represents the external information. The accuracy of the external information
is reflected by the covariance matrix Xggpg. The higher the accuracy, the strongly is the penalty of deviating
from the external information. The least squares solution (2.8) then becomes

&= (ATSTA+ o) H(ATS T+ Spepee)- (C.2)

In the case of our application scenario we use degree-dependent Kaula regularization. The entries of the
covariance matrix Xrgg are chosen according to Kaula’s rule of thumb (cf. KAuLA 1966), i.e.

10719 n=4, ifi=j
O'ij = n » B0 j_ 5 (C3)
' 0, otherwise

whereas n is the degree. The parameter vector, which represents the external information, is
Trpa = 0. (C4)

The degree-dependent Kaula regularization can be though of as a smoothness condition for the gravity field.
The reason for this is, that Kaula’s rule of thumb states that the higher the degree of spherical harmonic
coeflicient is, the smaller the magnitude of this coefficient must be.
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The integration into the PCGMA algorithm (cf. 6.2) has to be performed at two points. The first is the
preconditioner. Here, we have to add a diagonal matrix to the preconditioning matrix.

K =K +3q5q (C.5)

As the covariance matrix Xgrgq is a diagonal matrix in our case, the computation can be integrated by
adding the equation

diag (K) = diag (K) + diag (Zgpa) (C.6)

after the computation of the preconditioner K. Furthermore, the regularization has to be integrated into the
initialization and iterations of the PCGMA algorithm. If the covariance matrix Xgrgg is a diagonal matrix,
the integration into the initialization of the PCGMA algorithm affects the computation of 7(?), which then
becomes

PO =@ 4 Eﬁéc(m(o) — Tppg) = r© + diag (Eﬁéc) o (33(0) — TRpa); (C.7)

whereas the circle stands for element-wise multiplication. Within the iterations of the PCGMA algorithm
the computation of vector h has to be altered to

h=h+ Sghqd" = h + diag (Sgpg) 0 d?. (C.8)

Again, the simplification is possible, if ¥ypq is a diagonal matrix.

C.2 Variance Component Estimation

Gravity field models typically result from numerous types of observations. The GOCE gravity field for
example will result from SST observations, SGG observations and as the case may be regularization infor-
mation. These observation types are typically uncorrelated, but need a proper relative weighting within the
least squares adjustment. Variance component estimation is a tool to determine optimal relative weights
(cf. KocH and KuscHE 2002 and ALKHATIB and SCHUH 2006). The least squares estimates (C.2) with
weight factors p; for each observation type can be obtained by the normal equations

T -1 1\~
(PscaAscaEsaaAsca T PsstNsst + PrEG EREC)T
T -1 -1
= psacAsceBsaclsca T PsstPsst + PrEG XREGTREG:  (C.9)

Herein, the weight factors p; = s%, whereas i € {SGG, SST, REG}, are reciprocal to the variance components

Ts—1
o Y, XN
Si—i.

(C.10)

ri

In order to determine the weight factors, we need to compute the square sums of residuals v;rEi_ Ly; and the
redundancy r; for each observation type. The redundancy r; can be computed by

rggT = NggT — trace (pSSTNSSTN_l) (C.11)
and
rsea = Msac — trace (psac AsaaEscaAsacN ), (C.12)

respectively. Herein, ngnq is the number of SGG observations and nggyr is the number of SST observations,
respectively. Furthermore,

N = pSGGASTGngéGASGG + psstNsst + Prec SrEG (C.13)
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is the whole normal equation matrix. Using equation (3.135), we can also write for the SGG observations
rsca = nsaa — trace (psaaFsaaAsaa N~ (FsagAsaa) ') (C.14)

because it holds that trace (BC') = trace (CB) (cf. Kocn 1997, p. 44). The redundancy of the regularization
can be obtained by either using the same technique as for the SST component, which is recommended, or
by the following formula.

TREG = Msag t NssT — M+ Tsga + I'ssT (C.15)

Herein, m is the number of parameters within the least squares adjustment. For the variance component of
the regularization information we find

- Tz—l I~
2o = (Z — zrEG)  Egrpe(® wREG)_ (C.16)

TREG

For our application scenario the determination of the trace terms is a computationally very demanding task,
because it involves the inverse of the normal equation matrix IN. In addition the computations have to be
performed several times, until the weight factors p; converge. In the following it is shown, how the problem
of the high computational complexity can be solved.

According to KocH 1997, pp. 144-145, if E{Z} =0 and X{Z} = I, it holds that
E{Z"BZ} = trace (B) = t, (C.17)

whereas B is a symmetric matrix. The trick is to approximate the trace term by a Monte Carlo simulation

Q
~ 1
t= ézz;qu (C.18)
g=1
(cf. ALKHATIB 2007, p. 44). The best distribution for the random vector Z is

o {1, with probability (C.19)

+1, with probability

N[ N[

whereas Z; and Z; are uncorrelated for i # j. Note, that for this distribution, is holds that E{Z} = 0 and
Y{Z} = I. This distribution is the best, because if we use it, the estimate t has the smallest possible variance.
In practice, for the SST and SGG observations a single realization z is sufficient in order to determine t
accurately (cf. ALKHATIB 2007, p. 44). Thus, for SST and SGG observations we can set = 1. For the
regularization it is advised to use more than one realization z. Therefore, we find for the SST and SGG
observation

t=2z"Bz (C.20)
as an estimation of the trace term.

The practical computation of (C.20) can be integrated into the least squares adjustment. First, we find by
means of the Cholesky decomposition Nggp = RgSTRSST and then by means of the approximation by
Monte Carlo simulations
tss = trace (psstNggr N 1)
= trace (pSSTRgSTRSSTNil)
= trace (pSSTRSSTNilRérST)
T -1pT
~ psstZssTRsstN ™ Rggrzsgr
=t (C.21)
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whereas Zggp follows the same distribution as Z, and respectively

tsae = trace (psaaFsaaAsaaN ' (FsaaAsaa) )

~ psecziacFsacAsaaN  (FsaeAsaa) | zsca = tsaa, (C.22)

whereas Zggr also follows the same distribution as Z. Now, yggr = psstIN " Rdgrzggr is nothing but an
additional solution of the normal equations Nygqp = psstRagr2zegr, whereas pssr Rigp2zggp is the right
hand side of the normal equations. Thus, we can compute the estimation of the trace term by introducing
an additional parameter vector ygqp into the least squares adjustment. After the least squares adjustment
we only have to compute %\SST = ZQSTRSSTySST' Therefore, we find the estimation of the redundancy

~ T
TsgT = Nggr — ZgsTRssTYssT- (C.23)

Analogously, ysqa = psaaN ' (FsgaAsaa)' zsqe is an additional solution of the normal equations
Nysoo = pscc(FsagAsaa) ' zsag, whereas psga(FsaaAsaa) | 2gqq is the right hand side of the normal
equations. If we look closer at this term, then we realize that this right hand side arises, if we introduce z4qq
as an additional observation vector in the system of observation equations. Consequently, we introduce ygqa
as an additional parameter vector. In this case, we obtain the redundancy by

B - T B -
Tsce = Nsae — #scaf'sacAscaYsca = Nsae — YsaaVYsaa- (C.24)

Note, that variance components for other observation types can be integrated in the same manner. Equa-
tion (C.21) is used for observation types, which are incorporated into the least squares adjustment on the
basis of normal equations. Equation (C.22) is used for observation types, which are incorporated into the
least squares adjustment on the basis of observation equations. With the estimation rqsq we then obtain
the variance components according to equation (C.10).

C.3 Preconditioning

If we solve the normal equations
Nz =n (C.25)

with an iterative procedure like the conjugate gradient algorithm, we need to consider the rate of convergence.
The rate of convergence is rule by the condition number of the normal equation matrix

>\max

)\min

K(N) = (C.26)

Herein, A\pax and Apin are the largest and the smallest eigenvalue of the positive definite normal equation
matrix IN. The higher the condition number is, the more iterations are needed within the iterative procedure
in order to achieve convergence. Preconditioning is a technique to improve the condition number of the
equation system, which has to be solved iteratively. In principle, the normal equations are multiplied by the
inverse preconditioner K.

K 'Nz=K'n (C.27)
Note, that this multiplication does not alter the solution of the normal equations. Only the condition number
K(K~'N) (C.28)

is different. If we choose the preconditioner K to be a suitable approximation of the normal equation matrix
N, the condition number x(K ') will be much smaller than x(IN). Thus, the rate of convergence of the
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iterative procedure will improve massively. However, we need to choose the preconditioner K such that the
solution y of

Ky=k (C.29)

is easy to compute, because the symbolic multiplication by the inverse K ' in (C.27) requires to solve such a
system of equations. Furthermore, we have to be careful to choose the preconditioner K such that it needs not
too much memory. This is especially important for our application scenario described in chapter 6, because
here the number of parameters is very large. In addition the preconditioner should also be easy to compute,
because otherwise the calculation time of the whole procedure may by dominated by the calculation time
for the computation of the preconditioner.

Summarizing, we can say that there are the following requirements for the preconditioner:

e K has to be a good approximation of the normal equation matrix IN.
e K has to be easy to compute.
e K has to be easy to store.

e The solution of Ky = k has to be easy to compute.

In the case of our application scenario the observations are distributed almost regularly over the Earth.
Therefore, a tailored preconditioner, the so-called kite matrix (cf. BOXHAMMER 2006), is a very suitable
preconditioner. The special structure of the kite matrix has two reasons: The first is that the SGG observations
are combined with SST observations. The latter contain only information about the low frequency part of
gravity field and thus contribute only to the determination of a part of the parameter vector @ of the least
squares adjustment. Therefore, the normal equations are set up only partially for the SST observations. This
part is fully transferred to the kite matrix. The second reason is the assumption that only certain spherical
harmonic coefficients, which have the same order, are correlated. With this assumption we would obtain
a block diagonal structure for the preconditioner, if we sorted the spherical harmonic coefficients in the
parameter vector « by their order. If now SGG and SST observations are combined and sorted according
to the kite numbering scheme (cf. BOXHAMMER 2006), we will find the typical kite structure shown in
figure C.1.

201

401

row

601

80r

I --.H-\

20 40 60 80 100
column

Figure C.1: Typical structure of the kite matrix. Black elements are non-zero while white elements are zero.
In the lower right corner of the matrix is the kite with two tails, one on each side. The diagonal blocks in
the upper left corner of the matrix are the line.

The kite matrix arises because of the special sorting of the parameters and selecting only specific elements
of the normal equation matrix. For these reasons, we may write for the computation of the kite matrix

K = pyggselect(AdooFiaaFsacAsaa) + PssrNsst. (C.30)
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The special structure of the kite matrix has the advantage that a Cholesky decomposition can be performed
in-place without the occurrence of additional fill-in elements (cf. BOXHAMMER 2006). The solution y of

Ky=k (C.31)
can therefore be easily computed by means of the Cholesky decomposition of the kite matrix

K=R'R (C.32)
with subsequent solving of the equation systems

R'z=k (C.33)
and

Ry ==z (C.34)
by forward and backward substitution. We abbreviate this by

y = solve(K, k). (C.35)

C.4 The all inclusive PCGMA algorithm

The PCGMA algorithm including regularization and variance component estimation is given in algorithm C.1.
This algorithm is depicted for the sake of clarity, as it may not be perfectly clear, at which points regular-
ization and variance component estimation have to be integrated. The simulations described in chapter 6
were performed using all features of algorithm C.1. For simplicity, only one additional right hand side for
the variance component of the regularization is introduced. Within the simulation ten additional right hand
sides were used for the variance component of the regularization in order to increase its accuracy.
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input x© = [a;(o) y(s(gc. y(SOS)T yg%d, 1 initial solution and number of iterations
lsae, Fsaq SGG observations and decorrelating filter matrix
Nggr = Risp Rssr) Mg l;—STzs_SlTlSST SST normal equations
Trpas Srec = (RipcRreg) ! regularization information
Pscas PssT> PREG initial variance components
output | X ( ), K final solution and preconditioner
DPsaes PssT> PREG variance components
initialization
K = pgaq select(FsggAsca) | (FsaaAsca)) + Psst Nsst + Prec Zrea computed parallel
y®) — A(SQGX(O) — [l(S]gG z(slgG 0 O] for k=0,1,2, ... computed parallel

"
VO = Fooo¥ = SHY + (WY 1) 0]
Z=Fi vV =PHPV" 1 W'V
k
R = pyqq Z,C:(Aége)TZ(k) +pssr (Nssr X = [nggr 0 Risrzggr 0]) +...

.o+ Preg (E;{I}:GX(O) — [@gpe 0 0 REEGzREG]) computed parallel
F = solve(K, R"Y)
pO — g
loop
fori=0,1,...,1—1
ifi >0
e= diag(R(i)TD(i)) o diag(R(Fl)TD(ifl)) (0 means element-wise division: a o b = )
DW= p@® +D(i71)diag(e)
end
vy — Ag‘gGD@ for k=0,1,2,... computed parallel

.
G =FsoeY = SHY + [(WY15.)7 0
Z =F{;;G=PHPG +W'Gx.

H = psaq Zk;(A(S’gG)TZ(k) +pssr Nssr D' + prugErpe DY computed parallel
q= diag(R(i)TF(i)) o diag(D(i)TH) (0 means element-wise division: a o b = ¢ )

x (1) _ x(9) + D(i)diag(q)
RO — RO  Hdiag(q)
FUHY) — golve(K, ROTD)
vt — v 4 Gdiag(q)

end
variance components
_ rSGG _ "SGG*stGG(V;(,Iz) +Fscc?scc)
Ps66 = ool — VTV
rSST nSST_ZgSTRSSTXS,IL;

PssT = T 1) T x(D €)) €] —1
(vgs) T BgsrVssT (X 1) T Nggr X,y —Q"STSTX:,l st SssrlssT

T T
P _ TREG _ nREG_ZREGRREGXfA)

REG — () —1 n (I) -1 (1) -1 €] -1
(Vrre) " ZrEcVREG (X ¥ )TEREGX:,I 72ngGEREGX:,1 +&f e EREGTREG

Algorithm C.1: The preconditioned conjugate gradient multiple adjustment (PCGMA) algorithm in its par-
allel form including regularization and variance component estimation. The algorithm may have to be re-
peatedly executed until the variance components converge.
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