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Chapter 1

Introduction

In this chapter a general overview of population balance equations (PBE) is pro-
vided. In section 1.1 we briefly introduce processes considered in the modeling of
population balance equations and formulate the underlying equations. In section
1.2 we specify the key requirements and components needed for the new technique
described in this thesis and point out the novel contributions of this work. Finally,
in section 1.3, we summarize the structure of the thesis.

1.1 Population balance equations

Applications of population balance equations can be found in modeling a variety of
production processes in chemistry and biotechnology, where particles are dispersed
in an environmental phase. Examples are the crystallization and precipitation of
pharmaceutical materials, the synthesis of polymers, the formulation of emulsions,
the generation of nanoparticles by flame pyrolysis, the growth of living cell pop-
ulations in fermentation processes, and the separation of fermentation broths by
flocculation and sedimentation. In all these processes, the dispersed phase consists
of a population of particles which can be characterized by property coordinates
x € R?, where d is the number of properties considered, e.g. the particle mass, the
particle area, or the chemical composition, to mention only a few. The dynamics
of the whole particle population is described through a population balance equa-
tions and is quantified by a number density function f(z,t) which describes the
property distribution of the particles at a given time ¢ [67].

The properties of particles in the system change due to several physical and chem-
ical processes. Although we focus in this thesis on the aggregation process, we will
also briefly discuss some of the other processes, i.e. breakage [37], [61], [4], growth
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135], [59], [24], nucleation [64], [37], [36].

. + ‘ ‘ Aggregation
Q + ‘ ‘ Growth
Q + Q + Q ‘ Nucleation
‘ . + . Breakage

Figure 1.1: Processes in PBE: Aggregation, Growth, Nucleation, Breakage

Aggregation: Aggregation is a process in which two or more particles combine
and form a larger particle (Figure 1.1, top). The surface of particles is covered
by liquid binder and in the aggregation process the particles that are covered by
a sufficiently thick layer of binder combine and form a larger particle. In the
aggregation process the total mass of particles is preserved, while the number of
particles is reduced.

Growth: Growth of particles happens when liquid binder spreads over the surface
of particles (Figure 1.1, second). In this process the volume of particles increases
while the number of particles remains constant.

Nucleation: Nucleation is a process in which vapor molecules condense and form
new particles (Figure 1.1, third). In this process the number of particles changes,
while the volume is not affected significantly.

Breakage: In the breakage process, large particles break into two or more frag-
ments (Figure 1.1, bottom). It effects the number of particles but the total mass
remains constant.



Nucleation, i.e. the birth of new particles in the continuous phase, is a local
effect in the property space, while breakage and aggregation are long range effects,
i.e. they describe the interaction of particles belonging to different parts of the
property space.

A population balance equation describes the distribution change of particle prop-
erties caused by the above mentioned processes. Length or diameter are preferred
properties for modeling the growth process. Since we focus on aggregation pro-
cesses, we will choose as property the mass of particles. Assuming a constant
density, particle mass can also be replaced with volume.

Due to growth, nucleation, aggregation, and breakage, the density function f(x,t)
varies dynamically with time. We assume that the particles are uniformly dis-
tributed in the space, such that the population density does not depend on the
location of particles, usually referred to as an external coordinate. Neglecting
these spatial variations, the dynamic evolution of the univariate density function
is governed by a population balance equation which is a partial integro-differential
equation

Of(,t)
ot

+ vx : (Gf(l’, t)) = Q(f) = Qnuc(f) + Qbreak(f) + Qagg(f)7 (1‘1)
t €1[0,7].

The second term of the left-hand side of (1.1) represents the growth of particles
at the rate G. On the right-hand side, () summarizes the birth and death terms
of particles due to nucleation @y, breakage Qureax and aggregation (ag. Since
we are interested in the aggregation process, we neglect terms modeling particle
nucleation, growth and breakage. The dynamic evolution of f is then governed by
a population balance equation of the form

Of (z,t)
ot

= Qage(f)(2,7)
= Qsource(f)(z,1) — Qsink(f)(, 1), z € (0,1], t€[0,T], (1.2)

with aggregation source and sink terms

T

Qe Dlast) = 5 [ 1w = 3. & = 3. ) (0., (1.3
Qund ) (,1) = f(z,1) / w2, ) fy.t) dy. (1.4)



Here, k(z,y) stands for the kernel function describing the aggregation frequency
in dependence on the properties of two aggregating particles, x and y. The source
integral (1.3) describes the effect that new particles are generated by the combina-
tion of smaller ones, while the sink integral (1.4) quantifies the effect that particles
are consumed by aggregation with others.

Note that we assume here that all particles have (non-dimensionalized) properties
in the interval (0,1]. Consequently, a particle of size x can only aggregate with
particles up to the maximum size (1 — z). The sink term then takes the following
form

Qsink(f)(x’ t) = f(.l’, t) Ii(:)?, y)f<y’ t) dy, (15)

D\!—;

providing mass conservation in (0,1]. However, it restricts the validity of simu-
lation results when larger particles are formed. An alternative form of the sink
aggregation integral

Quni ) (2,1) = f(2.1) / vz, 9) f(y.) dy (16)

with the upper limit 1 can be used. In this case while we compute the solution of
(1.2) in (0,1], mass conservation holds in (0,2].

1.2 New results

This thesis focuses on the efficient and accurate evaluation of the aggregation
integrals in population balance equations. The source aggregation integral (1.3) is
quadratic with respect to f and is of convolution type, being usually numerically
expensive to evaluate. In a previous study, the calculation of the aggregation
integral took around 85% of the overall computational time of a population balance
simulation [3].

It is desirable to develop a numerical technique which yields the density distri-
bution, in particular the aggregation integral terms, at high precision and low
computational costs. For this purpose, in a list of papers [28], [29], [30], [31], [32],
[34], Hackbusch has introduced a new approach. In [28], an algorithm is developed
where the density distribution is discretized through piecewise constant functions
and the property coordinate x on equidistant grids or on nested grids refined to-
ward the origin. Further treatment of the piecewise constant case with focus on
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mass conservation is given in [29], [31]. The piecewise linear case is discussed in
[32], and the general hp case for arbitrary polynomial order p on nested grids is
developed in [30], [34]. This approach drastically reduces the evaluation cost of
the most challenging integral term (1.3) in each time step to O((p + 1)nlogn) if
the interval of property coordinate x is divided into n subintervals.

This thesis is based upon and extends our previously published papers [48], [47],
[49]. The aim of these papers and this thesis is to further explore the techniques
whose theoretical foundation has been established by Hackbusch. In [49] numerical
results illustrating algorithms for various kernel functions, an extension to the sink
term and a comparison with the sectional method are provided for uniform grids.
In [47], the evaluation of aggregation source and sink integrals is performed on
nested grids refined toward the origin, and a comparison with the fixed pivot
method is provided. In [48] numerical results are obtained through discretization
with high order polynomials on nested grids refined toward an arbitrary point.
The key components of the developed algorithms are a separable approximation
of the aggregation kernel, a nested grid consisting of piecewise uniform portions,
application of FFT to compute the aggregation (convolution) on such uniform
portions and orthogonality of basis functions which in combination lead to efficient
recursion formulas.

The novel contributions of this thesis consist of the development and numerical
illustration of algorithms that permit the evaluation of the aggregation source and
sink terms in almost optimal complexity. In particular, this thesis presents

e techniques for the approximation of different kernel functions taken from the
literature. The need for a separable approximation does not appear to be a
drawback of the proposed methods: Many of the kernel functions proposed
in the literature are either separable themselves or have global or local expo-
nentially convergent separable approximations. For a global approximation,
we implement and compare two methods, using Chebyshev polynomials and
the adaptive cross approximation (ACA) approach, methods that are new
in terms of their application in this context. For kernel functions that are
neither separable nor suited for a global separable approximation, we suggest
blockwise separable approximations in a hierarchical fashion,

e the development of an efficient implementation of the (almost) optimal com-
plexity evaluation technique for the source term of the aggregation integral
whose theoretical foundation has been established by Hackbusch. We pro-
pose suitable data structures, expose connections between different parts of
the algorithms that can be exploited for their efficient implementation and
provide explicit algorithmic representations,



e the development of a novel efficient evaluation algorithm for the aggrega-
tion sink term on uniform and graded grids, exploiting properties of kernel
separation and basis functions,

e numerical tests for the popular sectional approach on uniform grids and the
fixed pivot technique on geometrically graded grids in comparison with the
approach proposed in this paper,

e extensive numerical tests for different initial setups to illustrate the per-
formance of the developed algorithms with respect to their accuracy and
efficiency, leading to (heuristic) strategies for the choice of the discretiza-
tion parameters and numerical illustrations of the constants involved in the
complexity estimates,

e an extension of the theory established for univariate problems, i.e., mass is
considered as the only particle property, to bivariate problems where a second
property of particles is considered, providing also algorithmic representation
and numerical tests.

1.3 Outline of contents

In chapter 2 we summarize existing numerical methods to solve population balance
equations. Moreover, we discuss in more detail the sectional method on uniform
grids and the fixed pivot method on geometric grids. These two methods are used
for comparison with the new approach and algorithms introduced in this thesis.

In chapters 3, 4 and 5 we discuss one dimensional aggregation integrals. Chapter
3 introduces the key components, i.e. kernel separation, grids, orthogonal spaces
and fast Fourier transformation (FFT), that are necessary for fast and efficient
evaluation of aggregation integrals. In this chapter we also present the initial
distribution and kernel functions taken from the literature that will be used for
numerical tests.

In chapter 4 we discuss the evaluation of aggregation integrals using a piecewise
constant approximations of the density function. In section 4.1 the method is
applied on equidistant grids and in section 4.2 on nested grids refined toward the
origin. The numerical results obtained in section 4.1 and 4.2 are compared with
results obtained by sectional and fixed pivot methods, respectively. Moreover, in
this chapter we discuss and compare different techniques for obtaining separable
approximations for different kernel functions.
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In chapter 5 the density distribution is approximated through high order polyno-
mials and the grid is refined toward an arbitrary point, allowing a more accurate
approximation. In this chapter we perform intensive numerical tests for different
initial setups and establish criteria for the choice of the discretization parameters,
i.e., polynomial degree and number of grid points.

In chapter 6 the approach proposed in section 4.1 is extended for treating bi-
variate aggregation integrals, significantly reducing the computational complexity.
Here, we also summarize techniques existing in the literature for solving bivariate
population balance equations.

All numerical tests in this thesis have been performed on a Lenovo X1 Thinkpad
(Intel i5-5200U processor, 4 GB RAM, 2.2 GHz), and in all tests the time deriva-
tive in the population balance equation (1.1) is discretized through an explicit
Euler scheme. All algorithms introduced in this thesis have been developed as
stand-alone code in C++, and have been as well integrated in external software.
Algorithms given in section 4.1 and 4.2 have been integrated into the MoonMD
library [38] and algorithms in section 4.1 into Dyssol, a software developed in the
framework of the DFG Schwerpunktprogramm “Dynamische Simulation vernetzter
Feststoffprozesse — DynSim-FP” (SPP 1679).

The work in section 4.1 is published in Computers and Chemical Engineering
[49] and the work in section 4.2 is published in Applied Numerical Mathematics
[47]. A publication covering the chapter 5 has been submitted to Computers
and Chemical Engineering [48]. This work has also been presented at different
conferences through talks and posters: Among those are the Young Researchers
Meeting, Plon, 2014; 10" European Congress of Chemical Engineering (ECCE15),
Nice, 2015; Summer School on Crystal Shape Engineering, Zurich 2015; several
workshops within the Schwerpunktprogramm “Dynamische Simulation vernetzter
Feststoffprozesse — DynSim-FP” (SPP 1679).






Chapter 2

Existing numerical methods

In this chapter we discuss different approaches for solving population balance equa-
tions introduced in the literature. In section 2.1 we summarize existing numerical
methods. In sections 2.2 and 2.3 we discuss in more detail the sectional method
on uniform grids and the fixed pivot method on geometric grids. Later, we com-
pare the new approach for the fast and efficient evaluation of aggregation integrals
presented in this thesis with those two techniques.

2.1 Summary of existing methods

Analytical solutions of PBEs with aggregation terms can be obtained only in a few
cases, in particular for k(z,y) = const. Laplace transformation is one method for
obtaining the analytical solution. Thus, various numerical techniques have been
developed to solve population balance equations. In most cases in addition to
evaluating the particle property distribution, it is also required to preserve certain
moments, i.e. the number of particles (zeroth moment) or mass (first moment).
The k-th moment, of a density function f(t,z) at time ¢ € [0, 7] is defined as

() = /0 S F(t ) da. (2.1)

One of the most popular numerical techniques is the sectional method that is
based on fixed or moving pivotal points that approximate size distribution by
finite numbers of size sections. The simplest approach to discretize the particle
property distribution is using equidistant grids [71], [72], [39], [22], [69]. The
disadvantage of equidistant grids is the necessity of taking a very large number



of intervals in order to obtain an accurate approximation, leading to very high
computational cost. Toward the goal of (further) reducing the computational
complexity, graded meshes have been proposed which are finer for small compared
to large particle sizes. The motivation for using such a grid is given in situations
with larger quantities of small particles compared to large ones, suggesting finer
partitions for the small particles. The particular structure of the suggested nested
grading results from the observation that the aggregation of particles of similar
sizes leads to new particles of approximately twice the size. The geometric grid,
defined through gridpoints x;,1 = 2°x; with an initial gridpoint zy > 0 and a
suitable p € (0, 1], is a popular example of a graded mesh.

Different approaches for sectional methods using geometric grids are proposed in
[23], [36], [55]. Sectional methods are able to preserve two moments of the par-
ticle size distribution. In [45] a fixed pivot method has been proposed, where
both the number of particles and mass are preserved and geometric grids are used.
The method however over-predicts the number density for large particles. This
drawback is overcome in the moving pivot method introduced in [46]. In [42] an
improved sectional method, the cell average technique, has been established which
computes the average size of the newborn particles in a cell before assigning it
to the neighboring pivots and thereby the cell average technique achieves higher
accuracy and better convergence. In these methods, if particles of pivot size aggre-
gate to new particles of non-pivot size, they are distributed to the two neighboring
pivots through weighting factors (see section 2.3), preserving two moments of the
particle size distribution. However, the approach can be generalized to preserve
more moments by distributing non-pivotal size particles to more than two pivots.

Another technique for solving population balance equations is the method of mo-
ments [5], [53], [56]. The standard method of moments is applicable to size-
independent aggregation and breakage kernels only. The QMOM (quadrature
method of moments) overcomes this problem [57], [27]. The advantage of QMOM
to the sectional method is that it is able to track with very small error all the

moments involved in the quadrature approximation. But the main disadvantage
of using the QMOM is that the PSD itself is not accessible.

The finite volume method [7], [9], [13], [58], [74], [20] is suitable for solving
aggregation-breakage equations when the objective is the prediction of the first
moment, i.e. mass, because this approach preserves mass automatically. Further
techniques for solving population balance equations are the finite elements method

[54], [60], [68], and Monte Carlo simulation methods [40], [50], [51], [70].
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2.2 Sectional method on equidistant grids

In this section we briefly summarize the macroscopic discrete formulation for
equidistant grids, also known as the sectional method (see e.g. chapter 4.5 in
[67]). This method may be considered as the simplest approach to discretize the
population balance equation. The discretization steps are summarized as follows:

1. Define an equidistant grid G := (z¢,x1,...,2,), ; = ih for h = 1/n, on the
interval [0, 1].

2. Define “macroscopic” variables
N; ::/ f(x)dx, (2.2)
Ti—1

which are also referred to as “number concentrations” or “numbers of parti-
cles” associated with a characteristic size, e.g. x;.

3. Discretize the kernel function, e.g., k; ; := k(z;,z;) for i,5 =1,...,n.

4. Under the simplifying assumption (discretization) that the aggregation of
particles of size z; (counted in N;) with particles of size z; (counted in N;)
forms particles of size z;;; (counted in N;;), one obtains

i—1 n—i
1 .
Qi = 5 E /ij7i_j./\/’j./\/;_j - M E lii,j./\/'j, 1= 1, .o, n. (23)
j=1 7=0

The first sum in (2.3) represents the source term of the aggregation (1.3) while
the second sum represents the sink term (1.5). In this setup, no particles of size
larger than x,, may be formed as explained in (1.5)

2.3 Fixed pivot method on geometric grids

In this section we briefly review the popular fixed pivot technique. The fixed pivot
technique can be applied to general, unstructured grids. However, most often it
is applied to geometric grids with vertices defined through v;,; = 7v; for given
initial vg = 0, v; > 0, 7 > 1 (Figure 2.1). In the context of the fixed pivot method,
such geometric grids are preferable over the locally refined nested grids (Figure
3.4) used for the methods developed in this thesis since the fixed pivot method is
second order accurate on geometric grids and only first order accurate on locally
refined grids [25, 43].
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The grid vertices v; divide the entire particle size range into n sections. The pop-
ulation of the particles in the i-th section (v;, v;11] is discretized by a macroscopic
variable N;, representing particles of the pivot size x; = %(vl + viy1). If particles

To Iq Tn—1

Figure 2.1: Geometric grid vy = 0,v; = a,v;41 =705, =1,...,n — 1.

of pivot size ; and x;, aggregate to new particles of (non-pivot) size x; + xy, these
new particles are distributed to the macroscopic variables N;, N, of neighboring
pivots sizes z; < x; + x; < ;41 with weighting factors ezi() (2.5). This leads to
the following fixed pivot method

Jj=k

dQ;(t
Ciz; L S (1= 05-8,0) e (a4 o)l )N
T <Tj+Tp<Tit1
j>k

+ Z (1 —0.5- (Sj,k) . Ei(l’k + ZL’j)IQ(ZL’k,ZEj)./\/;‘Nk (24)

Ti—1<Tj+xE<T;

—MZK(Ii,Ij)]\/} for i=1,...,n
j=1

(with Kronecker 9, ).

The distribution factors €°(-) can be chosen such that any two moments of the

density function are preserved. In the typical case of preserving the first two
moments (number and mass), this requires the coefficients given in (2.5),

eh(r) = =L (2.5)

Ti— Tiz1
While the fixed pivot method can be applied on arbitrary grids which can be chosen
finer in regions of interest, its disadvantage is the quadratic complexity O(n?) in
the number of unknowns (pivots) n [45, 67]. Related methods such as the sectional

method discussed in previous subsection, moving pivot technique [46] or the cell
average technique [42] share this disadvantage of quadratic complexity.
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Chapter 3

Prerequisites for the fast evaluation of
aggregation integrals

In this chapter we introduce the key components required for the fast evaluation
of aggregation integrals. In section 3.1 we discuss the separable approximation of
aggregation kernels and provide insights on how to treat different types of kernels.
We also introduce a list of kernels and density distributions that are used for
the numerical results in the following chapters. In section 3.2 we discuss different
types of grids that are suitable for our problem. In addition, we introduce function
spaces and bases for these spaces. Finally, the section 3.3 reviews the fast Fourier
transformation that can be used to compute convolution integrals in O(nlogn)
complexity.

3.1 Separable kernel approximation and initial density distri-
bution

The aggregation source and sink integrals (1.3), (1.5) include a kernel function
k(z,y) which specifies the rate at which particles of mass x and y aggregate.
In this thesis, to obtain numerical results, we will consider the following repre-
sentative aggregation kernels taken from the literature [1, 11] and illustrated for
(z,y) € (0,1]* in Figure 3.1:

13



ko(z,y) =1 constant kernel (3.1)
kp(x,y) = (ZL‘% + y%) : (m_% + y_%) Brownian motion (continuum) (3.2)
ks(z,y) = (x% + y%)% shear (non-linear velocity profile) (3.3)
kal(z,y) == (x% + y%)2 . |x% — yg\ inertia and gravitational settling (3.4)
k(z,y) = (#3 +y3)2- (zy)2(z +y)~7 based on kinetic theory (3.5)

Jllllllll\‘ll‘l‘l‘\llll‘l‘i!‘lg

Il

Figure 3.1: Aggregation kernels: Brownian kg (first), shear kg (second), gravi-
tational kg (third), kinetic xkx (fourth).

The efficient evaluation of the aggregation source and sink integrals will be based
on a separable approximation of the kernel. A function k(z,y) is called separable
with separation rank M if it can be expressed in the form

K(z,y) = Zau<x>bu(y)a (3.6)

with some suitable functions «,(z) and §,(x).

The aggregation source (1.3) and sink (1.5) terms can then be computed as sums
of M terms of the form

Qsource () = %bfau(:v — ) f(@—y)f(y)b(y)dy = 3 Ofx@by(ﬂs —y)eu(y)dy, (3.7)

1—x 1—x

Qsink(z) = ay () f(z) [ b(y)f(y)dy = (x) [ @u(y)dy (3.8)

0 0
for functions v, :=a, - f, ¢, :=b, - [.

Among the five aggregation kernels presented above, only the constant kernel
ke and Brownian motion kernels kg are separable. The Brownian kernel has
separation rank 3 in view of

3
kp(r,y) =2+ 03y a7yt = a,(2)by(y), (3.9)
v=1
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with ai(z) = V2, ay(z) = x%, az(z) = 275 and bi(y) = V2, by(y) = y_%,
1

bs(y) = y3.

For the remaining three kernel functions, one may approximate x(x,y) either by

a global separable rank-M approximation

K(z,y) = > ay(x)b,(y), (3.10)

or, if necessary, locally by

M; ;

k(x,y) ~ Zaiy’j(:v)bi’j(y) for (z,y) € I; x I (3.11)

v=1

with subintervals I;, [; C (0, 1]. The global approach (3.10) will turn out to be suit-
able for the shear kernel kg as well as for the kinetic kernel k. The gravitational
kernel, however, requires locally different separable approximations (3.11).

We will provide details on the construction of separable approximations for the
different kernels in subsection 4.1.3 on numerical results. In general, there exist
several analytic approaches in the literature to derive such separable approxima-
tions, including (Chebyshev) interpolation, adaptive or hybrid cross approxima-
tion (ACA, HCA) algorithms, sinc approximation or approximation by exponential
sums [33], [6], [26], [8].

Alternatively, a separable approximation could also be computed on the discrete
side. This approach would require the computation of a low rank (global approach)
or a blockwise low rank (local approach) approximation to the discrete kernel
matrix K = (k;;) € R™" where x;; == (£, 1).

n’n

In numerical tests performed throughout the thesis we will use one of the following
functions as the initial density distribution,

£(0,2) = 6—100()(gc—0.125)27 (3.12)
£2(0,2) = 6—1100(z—0.1)2 + 6—1100(95—0.2)2’ (3.13)
f3(0,2) = 67100(%0.125)2’ (3.14)
f1(0,z) = e 100@=025)7 (3.15)

This functions are plotted in Figure 3.2. Depending on numerical tests we will test
these initial distributions for a different number of grid intervals and polynomial
order.
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Figure 3.2: Left to right: Initial density distributions f;(0,z) (3.12), f2(0, z) (3.13),
f3(0,z) (3.14), f4(0,2) (3.15).

3.2 Grids and spaces

In this section we discuss grids (G) and spaces (S) that are used to develop the
algorithms for the efficient evaluation of aggregation integrals. In subsection 3.2.1
we will discuss the simplest case where equidistant grids and piecewise constant
functions are used. In subsection 3.2.2 nested grids refined toward the origin
are defined. Here the efficient evaluation of aggregation integrals requires the
introduction of Haar wavelets that will be used as basis functions. Finally, in
subsection 3.2.3 we extend the approach to grids refined toward an arbitrary point
and approximate the density distribution f through polynomials of high order. For
simplicity, in all discussed cases we approximate the factors a,(z) and b,(y) (3.6)
of the separable kernel approximation through piecewise constant functions. The
actual evaluation of aggregation integrals using the grids and spaces introduced in
subsections 3.2.1, 3.2.2, 3.2.3 is given in sections 4.1, 4.2 and chapter 5, respectively.

3.2.1 Equidistant grids and piecewise constant functions

On the interval [0, 1] equidistant grids are defined as
G :={(xo,21,...,2,) | i = ih,h =1/n}, (3.16)
as shown in Figure 3.3.

) X1 Tn

| : : : g

Figure 3.3: An equidistant grid G consisting of 5 nodes with n = 4 intervals and
h=1/4.

We define the function space

S :={f | f is piecewise constant with respect to the mesh G}. (3.17)
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We assume that f € S. If this assumption is not satisfied, then f needs to be
projected onto S using a (preferably mass-preserving) projection (see 2.1).

3.2.2 Nested grids refined toward the origin and Haar wavelets

A different type of graded grid, a so-called locally refined nested grid refined toward
the origin, permits an evaluation algorithm of almost optimal complexity. Locally
refined nested grids are similar to the geometrically graded grids (Figure 2.1) that
we used in the fixed pivot method in the sense that intervals close to the origin are
smaller than those further away. However, they differ since they are of a nested
nature, i.e., the finer mesh results from the local refinement of (certain intervals
of) a coarser one.

The fast algorithms for the evaluation of the aggregation integrals (1.3) and (1.5)
will be based on a recursion through grid levels which requires the grid to have
a structure of nested uniform grids, which will allow the application of FFT. An
example for a locally refined nested grid is given in Figure 3.4, and the formal
construction is as follows: The locally refined mesh is defined through L + 1 levels

0 0 0
T T xr

1
o : : : " Go
1 1 1
T xr X

1

o : : : "G
2 2 2
2z T
(it T
72 72 2 rl 2l 29 20
\0 \1 L L \n E—i_l \n §\+1 \TL
T T T T T T T T 1
g g g g g
Ty I Tn Lnt1 TN TN G

Figure 3.4: A coarse grid Gy consisting of n = 4 intervals, two refined grids Gy, Go,
(i.e., L = 2 refinements) and the resulting locally refined nested grid G.

of equidistant grids, each consisting of n subintervals. We begin its construction
with the coarsest grid Gy which consists of n + 1 gridpoints z¥ :=ih, i =0,...,n,
resulting in n equidistant subintervals of equal length A = 1/n.

Assumption 1. In all subsequent derivations and algorithms, we assume that n
is a power of 2, i.e., n = 2¢ for some 6 € N.

The grids G;, £ = 1,..., L, are obtained by dividing each of the first 7 subintervals
of the grid G, ; into two equal-sized subintervals, leading to a grid on [0,27]
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consisting of n + 1 equidistant grid points ¢ and n intervals of size h, satisfying

1
hy = 27 fh =27 =

~= 270 2l =ih, (0 €N). (3.18)

We now define the graded mesh G starting from the finest mesh G := G;, and then
repeatedly adding the last 7 subintervals of the mesh on the next coarser level.

Figure 3.4 shows an example of an original grid Gy and L = 2 refined grids G,, 1 <
¢ < L, each consisting of n = 4 subintervals as well as the resulting graded grid G.

It is straightforward to see that the graded mesh consists of n intervals of length
27h (finest level) and % intervals of respective lengths 27h for all other levels
0 < /¢ < L, leading to the total number of intervals

L
N—n+L-g—(1+§)n. (3.19)

The graded mesh is characterized through the set of its N + 1 gridpoints: Given
the points of the (uniform) grids,

(2

1
gg::{x€:i2_5-5|0§i§n},

we have

L
n .
g = ZL:JOQE=gLU{xf|0§€<L,§+1§z§n}. (3.20)

As a next step, we define function spaces associated with the (uniform and graded)
grids G, and G, following the notation introduced in [28]. The space we will use
to approximate the density distribution function f and the aggregation integrals

Qsource(f) (1.3) and Qunk(f) (1.5) on the graded mesh G is simply
S :={f | f is piecewise constant with respect to the mesh G}. (3.21)

The dimension of S equals the number of intervals in G, i.e., dim(S) = N (3.19).
In order to efficiently work with these functions, we will have to introduce a basis
for S, and to this end we define additional auxiliary function spaces as follows
(some functions in these spaces are illustrated in Figure 3.5):

Vi(0,1]  : piecewise constant functions on an equidistant grid of size
he := 27*h. (The underlying grid differs from the previously defined
Gy since it covers the entire interval (0, 1], not only (0,27¢]).
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Wy(0,1] : the orthogonal complement of V,_(0, 1] within V,(0, 1] (with respect
to the Ly inner product), i.e. Vy(0,1] = V,_1(0, 1] DW,(0, 1].

V(0,27%] : subspace of V,(0, 1], consisting of those functions in V,(0, 1] with
support within (0,274

Wi(0,274: subspace of W;(0, 1], consisting of those functions in W,(0, 1] with
support within (0,274.

Using these auxiliary spaces, we can write our previously defined function space
S as

S = Vp(0,1]OWI(0,27D ... OWL(0,27]
= Vo(0,1] + V(0,27 + ... + V(0,277
12 @ (1/8)"} 1/2 W)

1 |
i
12 o° (1/8)"*pt 12 W}
NI
i

Figure 3.5: The first two (scaled) standard basis functions of V,(0, 1] (left), V1 (0, 1]
(middle) and Wi (0, 1] (right) for the initial grid width h = 1.

We will now provide bases for these subspaces. We first define the canonical basis
functions (with support on a single interval) for the spaces V,(0, 1]:

o (x) = { 0 T € Ghe G+ Dhl,

. e
0 else, forj=0,...,2°n—1. (3.22)

The scaling has been chosen so that each basis is an orthonormal set. The basis
functions ®f, j = 0,...,n — 1, form a basis of V,(0,27‘]. Some of these basis
functions are illustrated in Figure 3.5 (left and middle, scaled by v/hy).

We next define basis functions for the orthogonal complement spaces W, (0, 1],
which are also known as Haar wavelets and have support on two neighboring
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intervals:

Viz) =< —1/v2h + 2 € ((25+ Dhe,2(j + 1)hy)] (3.23)
0 else,

for j = 0,...,2"1n — 1. Two such basis functions (this time scaled by \/2h,) are
illustrated in Figure 3.5 (right). The required orthogonality conditions are easily
checked to be satisfied. Once more, a basis for W, (0,27 is given by the first 5 of
these basis functions.

Given the above functions ®(z) and Wi(z), there are (at least) the following two
possibilities to form a basis for the space S of piecewise constant functions on the
graded mesh G:

1. Standard nodal basis, composed of (a subset of) canonical (scaled) basis
functions ®%(x) € V4(0,1] on all levels of refinement:

n—1 L-1 n—1
F= VY fret + 3 Vi flef (3.24)
=0 =0 =2

piecewise constant on piecewise constant on

finest grid G, right half of grid G,

The scaling factors (v/he, £ = 0,. .., L) ensure that the coefficients ff are the
actual function values of f on the respective subintervals (see left of Figure
3.6).

2. Haar wavelet basis, composed of the standard nodal basis on the coarsest
level, {®)(x),...,®% ;(x)}, and complemented by Haar wavelet basis func-
tions W4(x) of the complement spaces Wy (0,27]:

n—1 L n/271

f= Y R+ Y > R (3.25)
=0 (=1 =0
NI T

plecewise constant on piecewise constant on grid Gy

coarsest grid Gg

The locations of supports for basis functions associated with coefficients ff in the
nodal basis and coefficients Ff in the Haar basis representation are illustrated in
Figure 3.6.
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coefficients for coefficients for

nodal basis Haar wavelet basis
‘ ‘ 0 0 0 0 @ .0
} 11 11 \+i*\ +\1*
f2 f3 F0 Fl
+, =+ =
/i NN 2 g2
2 2 32 F
fo f1 2 3 0 1

Figure 3.6: Locations of supports for basis functions associated with coefficients ff
in the nodal basis (left) and coefficients F in the Haar basis (right) representation.

We introduce the following two coefficient matrices to store these coefficients in
the respective basis representations:

0 o .. O fTOL/2 o e f??—l

wi = i por | EREFT S (3.26)
0 ... 0 fh' o fe
fo o fapa fap o
ﬁ.”ﬁQI@QMEL
. 0 ... 0

Fllaa ; S : (3.27)
Ff oo Fb, | 0 .. 0

Haar fine
F fine 0

_. ( * *) c R(L+1)Xn with FHaar c RLX%. (328)

We will later (in subsections 4.2.2 and 4.2.1) need transformations between these
two basis representations. It is essential for our subsequent algorithm that the
transformation of coefficients ff in the nodal basis (3.24) to the coefficients Ff in

the Haar basis (3.25), as well as the back transformation, is only of complexity
O(N) (3.19), see e.g. [52].

Such a fast wavelet transformation is possible since the Haar basis is an orthonor-
mal basis, and therefore the coefficients F f in (3.25) for the representation of a
function f with respect to a Haar wavelet basis can be computed as

1
0 L
@_Aﬁ%m.

21



An implementation for the fast wavelet transformation that transforms the nodal
basis coefficients f2°d2! (3.26) into the Haar basis coefficients F2ar (3.27) is pro-

coeff coeff

vided in Algorithm 1.

Algorithm 1 F = nodal_to_Haar(n, L, f) (preliminary version)

Nodal (3.24) to Haar (3.25) basis transformation using f := f2od! (3.26) and
F := Flaar (3.97) n: number of intervals of the coarsest grid, L: number of grid
refinements.
1. for j=0:(n—1) do
L _ ¢L.
2: T’] — ] 3
3: end for
4: for{=L:—-1:1do
5. hy=27". 1 (grid width on level ¢)
6: for j=0: (——1) do
T Ff hL(TQ] T2g+1)ﬁ;
N B A
1 )
10:  end for
11: end for
12: for 7 =0: ( 1) do
13 F)=hg- 7’0 0\/5, (Vn = V%)
14 F%ﬂ he oV
15: end for
16: return (F);

In lines 8, 9, Algorithm 1 computes auxiliary values rf. These values will be

required again in a subsequent Algorithm 8 in the scaled form
h
~f L y
Toi= =T 3.29
Tk 529
Hence, we reformulate the (preliminary) Algorithm 1 into Algorithm 2 which re-
turns these scaled values in a matrix

A= (r )0<Z<L e R(EADxm (3.30)

0<j<n—-1

in addition to the Haar basis coefficients F' = F}2ar (3.28) for all but the coarsest
level. In particular, the values F]Q are already included in the matrix A as follows

from Lemma 1.

22



Algorithm 2 (A, F) = nodal_to_Haar(n, L, f)
Nodal (3.24) to Haar (3.25) basis transformation.

Input: n €N;
L eN;
f — fcnooe(flTal c R(L-i—l)xn;
Output: F := Fiaar ¢ RLx3,
A€ R(L-}—l)xn;

(problem size)

(number of refinements)
(nodal values (3.26));
(Haar coefficients (3.28));
(auxiliary matrix (3.30));

1: hy = 2- L. %,

2: for j=0:(n—1) do

3. 7y =Vhof}

4: end for

5 for{=L:—-1:1do

6: forj=0:(%-1)do

£ Fje = (fgj - fgj-i-l)\%;
~£7 ~ ~

8: Ty L= (ng + T§j+1)\/L§§
-1 _ - -1,

9: T%Jrj =V hL2L e+l 24

10: end for

11: end for

12: return (A, F);

(grid width on finest level L)
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Lemma 1. Let fi € S with support f, C (0,27%] for a graded mesh G with n
intervals on the coarse (initial) mesh Gy and L levels of refinement. Then it holds
that the Haar basis representation of fi, with respect to levels k,k+1,..., L (i.e.,
now taking the grid Gy as the coarsest grid),

n—1 n/2—1
ke g e T
SRS VI o )
=0 t=k+1
—_——— %,_/
piccowise constant piecewise constant on grid Gy
on grid Gy
satisfies F’C ,j=0,. — 1, for the (scaled) coefficients of the (standard)

basis functzons <I>k (5. 22) on level k, where the coefficients 75 are given in (3.29)
with rf computed in lines 8, 9 of Algorithm 1. In particular, for the coarsest
level k = 0, this implies that the first row of the coefficient matriz FI%" (3.27) is
identical to the first row of the coefficient matriz A (3.30), i.e.,

(F),...,FY )= (7,...,7 ). (3.32)
Proof. We use induction (for k = L, ..., 0) to prove the representation (3.31) with
coefficients Ff = ff, 7=0,...,n—1.
For k = L it holds that f; has support fr C (0,27%], and its nodal (3.24) and

Haar (3.25) basis representations with respect to level L (considering this now to
be the only level) are

n—1 n—1
fu= \/h_LZ fJLCI)JL = ZF].LCID;:
=0 =0

Alg. 1

it holds that FF = g b =" ek @20 5L,

We now assume that the proposition already holds for all fj,7=0L,...,k+1, and
show that it also holds for fy.

Let now fr € S with support f, C (0,27%]. In order to represent f; in a Haar
basis with respect to levels &, ..., L as in (3.31), we first note that fi|o-+1) 5-5) €
Vi(0,1], i.e., it is piecewise constant with respect to the coarsest considered level
k on the right half of its support. Hence, there must hold Ff = Vhi f]’-C for
j=1%,...,n— 1. This is realized in line 9 of Algorithm 1 along with (3.29):

Alg. 1
1, (3.29) hr 4 line 9 he 1k ek (3.18) k k ..n
’l"j = —,h—ij B _h—kQ fj - \/hk’fj _F'ja J_§a>n_1
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In order to show Ff = f? for j =0,...,5—1, we use the induction assumption: The
Haar basis representation of fi restricted to the left half of its support, fk|(072—(k+1)],
with respect to levels £+ 1,..., L is given by

L n/2-1

il p——" _Z k+1(1)k+1_|_ Z Z Ff‘l,E

(=k+2 j=0

The only thing left to do is to rewrite the first sum with respect to a Haar basis
on levels k and k + 1, i.e, to determine coefficients F]’-’c so that

n_q n_q
2 2 n—1

k Rk k+1\,k+1 __ ~k+1xk+1
> CFFRE 4y P =) gt

Forming the inner product on both sides with @;‘? and exploiting orthogonality
yields

n—1
ko k1l g k+l sk ~k+1l /3 k+l gk ~k+1 k+1 sk
Fj - <Zrm o7, ’(I)j>_ 25 <(I)23 7CI) >+ 72541 <¢)2j+17q)j>
m=0

(3:29) hy Ly ket )\/ g1

(3.22) Gralen

Tor 4+ T iq)h (r :
23 2j+1 k+1 2j 2j+1
2V hk+1\/ Vit Vhy
Alg. 1
_ (rh+1 gkt fnes  hp g k-
= T9; Toj+1 = ry =T,
Vg D,

3.2.3 Nested grids refined toward an arbitrary point and high order
polynomial

In this subsection we introduce nested grids that are refined toward an arbitrary
point. An example for such a locally refined nested grid, here refined toward the
coarse grid point 7§ = % of Gy, is given in Figure 3.7.

A nested grid in general is defined by the parameters L (number of refinements,
leading to L + 1 levels), n (number of equidistant intervals per level) and a set of
shifts s, £ =1,..., L.

The grids G,, £ =1,..., L, are obtained by dividing % consecutive subintervals of
the grid G, each into two equal-sized subintervals. Hence, the (uniform) grids G,
consist of n + 1 equidistant grid points = and n intervals of size hy. The starting
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0 0 0 0
x x x
© t % 3 % % % % " Go
T} T}
S "ttt G
s1hg .fl?% ZL"%
VQ?HH*HH%
stho  sahy
0 1,1 .2 2
Ty Ty Ty Ty Ty,
: —t : : g
z§ x§ Ty

Figure 3.7: A coarse grid Gy consisting of n = 8 intervals, two refined grids G, Go,
(i.e., L = 2 refinements) and the resulting locally refined nested grid G. The shifts
of the starting points of refined grids with respect to the previous level are s; = 1
and sy = 2, resp.. The absolute shifts (3.34) are §; = 2 and 35 = 8.

2 .2 2 1 1 0 0
To ¥y T Taer Ty Lot Tn
T T T T T T T T 1
g .9 g g g
Ty Iy Tn Ty TN_1 Ty G

Figure 3.8: A nested grid refined toward z§ = 0, originating from a coarse grid G,
of n = 4 intervals and L = 2 refinements of the two leftmost intervals on a given
level.

point z§ of the grid G, is specified through a shift parameter s,, denoting the
distance to the starting point 1:6’1 of the next coarser grid G, ; in terms of the
number of intervals in G,_y, i.e., xf = xé‘l + sphy_1, £ =1,..., L. We set sy :=0.

Setting (the coarsest level interval width) h := 1, we obtain

n’

V4
he =27h, xfz(Zskhk_l)—i—ihg, i=0,....n (=0,...,L.
k=1

(3.33)
We define the absolute shifts 5, to be the number of intervals (in terms of the
interval size hy) by which the starting point zj of the grid G, is shifted from the
starting point zJ = z{ of the nested grid g,

S50=0, 5 =2(G.1+s), (=1,...L. (3.34)

The nested grid G consists of n intervals of length 27Zh (on the finest level) and

% intervals of respective lengths h, = 2='h for all other levels 0 < ¢ < L, leading
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to the total number of intervals given in (3.19).
This grid is characterized through the set of its N 41 grid points. Given the (n+1)
points (3.33) of the (uniform) grids

4
Gp = {xf = Z sphi_1 +i27°h |0 <i<n}, (3.35)
k=1

we define

g = U G =GLU (U 951\@2) (3.36)

— G, U (U{xff—w Z'6{0,...,84—1}U{Sg+g+1,...,n}}> (3.37)

/=1

The set M, of n intervals associated with a grid G, is defined as

My = {If = (2f,20,,] |0<i<n—1}, (3.38)

79

and the intervals for the nested grid G (with intervals I} defined in (3.38)) are
collected in

Mg :=MpU{IF | i€, 1<0< L} (3.39)

for the index sets Z, of unrefined intervals on a given level ¢ defined by
n

Iy Z:{O,...,Sg—l}U{Sg+2

-1} (3.40)

In addition, we define a set of intervals M/ in which the sizes of intervals coincide
with those of the mesh My, but they cover the entire domain I := (0, 1],

ML= {If == (ihy, (i + Dh] | 0 < i < 20— 1}, (3.41)

To approximate the functions appearing in the aggregation integrals Qgsource()
(1.3) and Qgnk(7) (1.6) on the graded mesh G, we will use the space of discontin-
uous piecewise polynomials,

§=8Mg):={g€ L>(0,1]) | glrr € pr,pf > 1 for all I} € Mg} (3.42)

where IT,¢ denotes the space of polynomials of degree up to pf. The dimension of
this space is given by

dim(S) = 3 (o +1)

14
I;eMg
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and simplifies to dim(S) = (p + 1)N if a fixed polynomial degree p is used on all
N intervals.

In (3.42) we chose polynomials of at least first order (p > 1), since in this case
mass conservation is implied (see the proof in [29], Theorem 4.1). In the case
of piecewise constant polynomials (p = 0), to yield mass conservation, additional
modifications are required. This modifications are derived in [29]. This case is,
however, not further pursued in this thesis.

In order to later define a (nested and orthonormal with respect to the Ly inner
product) basis for the introduced function space, we define shifted and scaled
Legendre polynomials (see Figure 3.9 for an illustration). While other orthonormal
sets of basis functions are also possible, it is shown in [31], subsection 8.1, that
Legendre polynomials are the best choice. Given the Legendre polynomial £,
([30], Appendix A) of degree «, we define

o) (2) = {\/%ﬁa(:“%) z € (0,h),

else,
Op o) = 27700 ,(20),
! (2) = @ (v —ihy) =22®] (2% — ih) (3.43)

for polynomial degrees a € {0, ...,p} with p := max{p} | I} € Mg}, levels 0 <
¢ < L and shifts 0 <i<n-—1.

%@870 %(I)[l),o 2\1fq)(1)0 2\1fq)1
1 0 1 0 1 1 1 1
2\f(I> 2f(I> 2\/6(1)01 2\f(I>

/S | SN S
/ /o W

Figure 3.9: Scaled and shifted Legendre polynomials of degree o = 0 (first row)
and o = 1 (second row); the first two per row on level ¢ = 0, the second two on
level £ =1 for an initial grid width hy =

Finally, we define orthonormal sets B and their spanned spaces & on all levels
0 < ¢ < L, both restricted to unrefined intervals appearing in the nested grid as
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well as on the entire domain I = (0, 1], as

By = {<I>2a i€y, 0<a< p}, Sy := span(By), (3.44)
Bl ={®{,|ic{0,....2% —1}, 0< a < pf}, S =span(Bl).

L
The spaces S/ are nested, i.e., S/ | C §/. The set Bg := |J B, forms an orthonor-
=0

L
mal basis of the space S = @ S, originally defined in (3.42). In the remainder
=0

of the thesis, we use a fixed polynomial degree p for all intervals, i.e., p! = p for
all I! € Mg. Given the basis Bg, there exist coefficients ¢f, € R such that a
function ¢ € S can be represented as

L P L
@IZZZSOf,Qq)f,a:ZSDe, preSCS;.
pr (3.45)

0=0 i€Zy a=0

=0y

Multiplying both sides of the equation (3.45) by 7' € Bg, integrating over R and
using the orthonormality of the basis functions

/5&@)%@w&_{éii:$€:"““:@ (3.46)

else,
R

yields the coefficients ¢f , in (3.45), i.e,

o= [ (o) @l (a) e (3.47

It

(3

Since in (3.7) and (3.8) the factors a;(-), b;(-) of the separable approximation of the
kernel x are approximated through piecewise constant functions and we approxi-
mate the density distribution f through a piecewise polynomial, the evaluation of
the source integral is reduced to the convolution ) * ¢ of two functions ¢, ¢ € S for
a suitably chosen nested grid G. Note that we approximate the factors a;(), b;()
through piecewise constant functions for simplicity. While higher order approxi-
mation of these factors is also possible, in this case ¢, ¥ € § would not necessarily
hold, requiring a different treatment for spaces to which f and ¢, belong to.
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3.3 Convolution by FFT

In this section, we discuss the fast Fourier transformation (FFT) on equidistant
grids as an efficient means to evaluate the convolution sum

Wil = Z SOj?/)iij 1= 0, e, = 1. (348)
7=0

It is well-known that a sequence of three Fourier transformations can lead to the
efficient computation of a convolution sum (see, e.g., (2.3.1.17) in [21] or [28]).
The fast evaluation of (3.48) is based on the well known convolution theorem ([10])
stating that under suitable conditions the Fourier transform of a convolution is the
pointwise product of Fourier transforms.

As a prerequisite in our particular setting, we need to expand the input vectors

(8007 ey §0n71>T7 <w07 T 7¢n71)T € R"™ to

Y = ((,507---79527171) = (9007"-’907171707"'70) € RZ”’

w = (@Eo, c. a’&?n—l) = (’QD(), Ce ,@/Jn_l,o, R ,0) S RQTL.
Then (3.48) can be equivalently written as

2n—1

Wyt 1= Z Putbo— iy v=0,...,n—1. (3.49)
n=0

Computing coefficients ¢, and 1&,\, Y, A=0,...,2n — 1 such that

2n—1 2n—1

1 : - 1 A
- A iyum/n _ = IAuT/n
Bu= 5 D B = ) e (3.50)
=0 A=0
holds for all u = 0, ...,2n—1 and inserting this representation into the convolution
sum of the form (3.49) with extended values ¢ and @, we obtain
2n—1 1 2n—1 1 2n—1
_ - A iyum/n - 7 iAv—p)m/n 3.51
= 3 (g ) (g )

1 1 2n—1
_ = ~ PRPRANZ VLN in(y=N)m/n
-3 B e (£ o)

=0

s

P
= ﬁ 2nd~,, (Kronecker delta)

2n—1 2n—1
1 A T iyvm/n 1 § : ~ iyvm/n
= — ¢7w7 (& = — w,y+1€ .
2n —— 2n
=0 _. y=0
=Wyl

To summarize, the fast evaluation of (3.49) is based on the following three steps
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1. Compute the coefficients ¢., and Wy such that (3.50) holds. It is well-known
that these coefficients can be computed through fast Fourier transformations
(FFTs) and are given by

2n—1
¢ =FFT(p), ¢ =FFT(}) where (FFT(y)), = > y,e /" (3.52)
v=0
2. Compute Wyy1 = @y - 1% for 0 <~y <2n—1.
3. Compute
1 2n—1
Wont = oo d}wﬂe”’”/” for 0<v<2n-1. (3.53)
n =
We are only interested in the first n values w,,1, v =0,...,n — 1; however,

we will use an inverse FFT (IFFT) which computes all 2n values

2n—1
A A 1 ~ iyvrw/n
w=IFFT(w) where (IFFT(®)),41 := o P;:O @y pr€77, (3.54)

Finally, the convolution by means of FFT is summarized through

w = IFFT(FFT(3) ® FFT(4))) (3.55)

where ® denotes the componentwise multiplication of two vectors (in Step 2
above), FFT and IFFT are defined in (3.52) and (3.54), resp., and only the first
n components of w are required. These considerations result in Algorithm 3.

While Algorithm 3 is developed for equidistant grids, this can be adjusted to
other grid types such as nested grids refined toward the origin and nested grids
refined toward an arbitrary point. Here, the FFT can be applied due to the choice
of the grid structure that consists of nested uniform portions. There also exist
applications of FFT on non-uniform grids ([19], [65], [66]). In these approaches,
however, smoothness of functions ¢ and v is required to reduce the approximation
error of the convolution p*1 and we do not guarantee this smoothness. In contrary,
locally refined nested grids imply non-smoothness of these functions.

The computational cost of Algorithm 3 can be further reduced by a separable
expansion of the kernel function, e.g., adaptive cross approximation (see subsection
4.1.3), with pivot points on the diagonal. Due to kernel symmetry with respect to
x and y, this will lead to identical functions ¢ and 1 in lines 3 and 4 in Algorithm
3. As a result, we have to perform fast Fourier transformation only once. However,
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Algorithm 3 w = FFT_Convolution(n, ¢, ¢)
(Convolution using fast Fourier transformations)

Input:  Problem size n € N, vectors ¢, ¥ S R"™ for convolution;

Output: Convoluted sum w € R™ (w1 = Z wjti—j, 1=0,...,n—1);
1 @ = (00, ¢n-1,0,...,0); (p € R*)
2: lp (¢0,...,1/Jn_1,0,...,0>; (wERQn)
3: ¢ = FFT(9); (¢ € R*, (3.52))
4: P = FFT(y); (p € R*, (3.52))
5: for j=0:2n—1do
6: Wit = Q- Yy (& € R?)
7: end for
8 @ =IFFT(); (@ € R2", (3.54))
9: w=w(l:n); (weR)
10: return (w);

this will also lead to a worse kernel approximation at points away from diagonal.
This approach can be successfully applied for density distributions characterized
by a single dominant peak, but yields worse results for density distributions with
more than one peak.
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Chapter 4

Evaluation of univariate aggregation
integrals with piecewise constant functions

In this chapter we discuss the fast evaluation of aggregation source (1.3) and sink
(1.5) integrals through an approximation of the density distribution with piecewise
constant functions. In section 4.1 the evaluation is performed on uniform grids,
while in section 4.2 on nested grids refined toward the origin.

4.1 Evaluation of univariate aggregation integrals on equidis-
tant grids

Subsection 4.1.1 reviews the fast evaluation of the aggregation source integral
through multiple use of fast Fourier transformations and presents it explicitly in
algorithmic form. The definition of the grids and spaces used in this subsection
are given in subsection 3.2.1. While originally developed for a discretization with
piecewise constant functions, it is shown in subsection 4.1.2 how the same approach
can be applied in the setting of sectional methods (section 2.2), leading to highly
efficient algorithms. In section 4.1.3, we provide numerical results illustrating the
performance of the proposed algorithms for different kernel functions and initial
distributions.
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4.1.1 Discretization through piecewise constant approximation

In this approach, both the (input) function f and the output Q(f) are represented
through vectors of length n and the major computational effort lies in the eval-
uation of a discrete convolution. An efficient approach for its evaluation through
fast Fourier transformations was presented in subsection 3.3.

We require our discretizations to preserve mass. Recalling the definition (2.1), the
mass, or the first moment (k = 1), of a density function f(¢,x) at time ¢ € [0, 7]
is defined as

m(t) == mq(t) :/0 xf(t,z) de. (4.1)

Since the total mass does not change when particles aggregate, the mass should
remain constant for all ¢ € [0, T]. Hence, for discretizations Qsource(f) = Qsource(f)

and @Sink( f) =~ Qsink(f) it must hold that

Al8%;@d$:Az«@mmUﬂ%ﬂ—@mﬂﬁ@JDdsz (42)

Remark 1. Since mass conservation (4.2) is satisfied for the exact source and
sink terms @source(f) = Qsource(f) and ésmk(f) = Qsmk(f) fOT arbz'tmry kernel
functions k(-,-) in (1.3) and (1.5), a (separable) approzimation of (-,-) by k(-,-)
as suggested in section 3.1 does not violate the mass conservation.

The first discretization approach, which is described in more detail in [28], approx-
imates f, Qsource(f) and Qgink(f) through piecewise constant functions on a given
equidistant grid as earlier introduced in subsection 3.2.1. The representing vectors
contain the coefficients for their representations with respect to a given basis for
the space of piecewise constant functions. Here, we will use the standard basis
which consists of basis functions with support on exactly one subinterval.

The discretization process for the source integral @ := Qsource (1.3) consists of the
following steps (with details on these steps following subsequently):

1. Define the grid and space as explained in subsection 3.2.1.

2. Replace the kernel k(x,y) by a separable expression Z a,(z)b,(y), with
=1
piecewise constant a,(z) and b,(y) as in (3.7) leading to the sum of integrals

1L
(1)) = 23 / o0 ()00 ( — )y (4.3)
v=1
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with (piecewise constant) functions ¢, := b, - f and v, := a, - f, since the
density distribution f € S as defined in (3.17), subsection 3.2.1. In view of
Remark 1, mass is preserved in this step. (Qu(f) is continuous and piecewise
linear on G (3.16) since all integrands are piecewise constant; the subscript
in @, stands for “piecewise linear”).

3. Evaluate Q,(f) at the grid vertices z;41, 7 € {0,---n—1} (Qu(f)(x1) is the
value at the second grid point, it is already known that at the first grid point

Qp(f)(0) = 0).

4. Project the piecewise linear function @, (f) onto S (3.17) to obtain the
piecewise constant approximation Q,.(f) € S of the source integral Qsource(f)
(the subscript in @, stands for “piecewise constant”).

Step 1 is straightforward. The first part of Step 2, i.e., the separable approximation
of the kernel function, has been the subject of section 3.1 and will be addressed
in more detail in section 4.1.3 in the context of numerical results. If the kernel is
approximated with factors a, and l;y, where a,, Z;V ¢ S, for a projection of kernel
factors onto S (3.17), a simple one can be used such as

7 5 [T T
' 2

) for y € (x4, xi41). (4.4)

The major computational effort of the above discretization process lies in Step 3
and will now be explained in more detail. We restrict our attention to a single
integral in the sum of Step 2, and dropping the subscript v, we focus on the
evaluation of
Z;
1

Qu(Pw) =5 [ olo)te: - v)dy

0

where both ¢(y) and 1(z; — y), and therefore also their product, are piecewise
constant on the equidistant grid G (3.16). Thus, these functions are uniquely
determined through the values ¢;,1; of ¢, € S (3.17) on the intervals (z;, z;11),
j=0,...,7. Since each such interval has length h := %, the above integral can be
evaluated as

Qp(f)(Tiy1) = gz Piij (4.5)

forv=0,...,n—1. Consequently, the evaluation of this sum at the grid point z;,
requires ¢ + 1 multiplications and ¢ additions, hence the direct evaluation for all
grid points x;y1, 1 = 0,...,n — 1 leads to a computational complexity O(n?). In
subsection 3.3 we reviewed an efficient way to evaluate these sums simultaneously
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at all gridpoints z;41, @ € {0 ...,n — 1} in almost linear complexity O(nlogn)
through multiple use of (inverse) fast Fourier transformations..

The projection (4.4) of Step 2 should not be used in Step 4 since it does not
preserve mass, i.e., we wish to find a projection Qp.(f) := IIsQu(f) so that it
holds that

1 1

[autn @iz = [ u()w)d.

For this we have to solve

Tit+1 Tit1

[ sQutn@dn = [ sQuin@dz,  i=0..n-1,

Ty T4
where (), is constant on (z;, z;41).

Since the integrand Qi (f)(z) is piecewise quadratic, such a mass-preserving pro-
jection is obtained using Simpson’s rule,

S G %)mef)(xi;l) £ (@ — Q) ()
Litl
G+ DQu(f)(@izr) + (i + 3)Qu(f) () (4.6)
B 20+ 1 '
for x € (x;,z;41) where Ty = %ﬂz = ih + % denotes the midpoint of the

interval (z;,z;41). In Algorithm 4, the projected function values are computed
starting with the value on the first subinterval (z¢,x1) up to (x,_1, ).

Algorithm 4 ¢ = project_linear2constant(n, §);
(Mass-preserving projection (4.6) of a piecewise linear to a piecewise constant
function.)
Input: n eN; (problem size)
qd=(Go,G1,---,Gn) € R™1; (function values at vertices x; = hi for
h:%,i:O,...,n)
Output: ¢ = (qo, - --,qn-1) € R™;  (piecewise const. values ¢; on (x;, Z;41))
1: forj=0:n—1do
2 4= gy (3 G+ G +5)4);
OSSR ) @)
3: end for
4: return (q);
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Algorithm 5 ¢ = separableSourceAggregation(n, h, f, M, a, b);
(Evaluate the aggregation source integral (1.3) using piecewise constant approxi-
mations on an equidistant mesh.)

Input: n e N; (problem size, i.e., number of subintervals)
heR (grid size)
f="(fo, -, fa_1) € R"; (piecewise constant density function values)
M e N; (separation rank of kernel function, (3.10))
a,b € RMxn, (projection of kernel factors onto S, (4.4))
(

(mi,ri+1))

Output: ¢ = (qo, - - -, Gn—1) € R™; (piecewise const. aggreg. ¢; =~ Qsource(f)

G:=1(0,...,0) e R™;
:forv=1:M do
for j=0:n—1do
V= ay;- fj;
;= by [}
end for
w = FFT_Convolution(n, ¢,1); ((4.5), see Algorithm 3 in subsection 3.3)
q+=w;
end for
g*=05-h; (see (4.5))
: q = project_linear2constant(n, (0, do, - - -, Gn_1)); (Algorithm 4)
12: return (q);

= =
= O

Algorithm 5b g=directSourceAggregation(n, h, f, K);
(Direct evaluation of the source aggregation term without use of FFT.)
Replace input M, a, b by the discrete kernel matrix k € R™*".

1: ¢:=(0,...,0) € R

2: fort=1:ndo

33 forj=1:7do

4: Gi += Ki—jy1j* ficjrr - fj;

5. end for

6: end for

7. ¢ x= 0.5 h; (see (4.5))
8: ¢ = project_linear2constant(n, (0, G, ..., qx)); (Algorithm 4)
9: return (q);
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Algorithm 5 provides an implementation of these four steps to compute the aggre-
gation source integral using piecewise constant approximations for the population
density functions. Here, the grid size h is explicitly given as an input parameter
in preparation for the general case, i.e., when we consider intervals (a, b] different
from (0,1] resulting in h = =2 % L. (This general case will be necessary in the
subsequent Algorithm 7.) In the bottom part of Algorithm 5, following the effi-
cient version using separable approximations and fast Fourier transformations, we
also supply a direct implemention which requires two nested sums, yielding the
undesirable complexity of O(n?). In section 4.1.3, we will provide numerical tests
comparing these two versions.

The discretization of the aggregation sink term (1.5) consists of the following steps:
1. Define the grid and space as explained in subsection 3.2.1.

2. Replace the kernel k(x, y) by the same separable expression as in (3.8) leading

to
) = Y wle) [ euwdy
= Y G @ex)  with g, (@) = / o0 (y)dy

with piecewise constant v, := a, f and ¢, := b, f. The resulting Q,(f)(x)
is piecewise linear but in general discontinuous (¢, (), p.(y) are piecewise
constant, @, (x) is continuous piecewise linear, hence v, (z)@,(x) is piecewise
linear, but in general discontinuous.)

3. Use the mass-preserving projection (4.6) to project (the continuous piece-
wise linear) ¢,(x) and hence @Q,(f) onto S to obtain the piecewise constant

approximation Qp.(f) € S of Quink(f)-

The resulting algorithm is provided as Algorithm 6. It includes (at the bottom)

an implementation of a direct evaluation of the sink term that does not exploit

a separable expansion of the kernel function, leading to an O(n?) complexity.

In the direct evaluation, we assume that the kernel function s is replaced by a

piecewise constant approximation, i.e., k(x,y) = k;; € Rforall (z,y) € (2,1, ;)X

(xj_1,2;). This leads to the piecewise linear but in general discontinuous sink
11—z

term approximation Qu(f)(z) = f(z) [ k(z,y)f(y)dy. In order to project it

0
to a piecewise constant approximation Q.(f), one needs to compute both left-
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and right-hand limits ¢~ (z;) = lim Qu(f)(7) and ¢* (z;) = lim, Qu(f)(z) at the

x%zi x%xi
gridpoints ;. In lines 5. and 7. of Algorithm 6b, we compute these limits using
the notation ¢} = ¢*(x;_1) (right-hand limit at left endpoint of the i’'th interval
(zi_1,2;)) and ¢"8" = ¢~ (x;) (left-hand limit at right endpoint of the i’th interval
(xi—1,2;)). In line 8., we then use a mass-preserving projection to project the
function that is linear on [x;_1, x;], given by its values at the endpoints ¢ and

ight
¢;®", to a constant.

4.1.2 Sectional method with FFT

In this section we will apply the approach based on kernel separation and FFT as

in 4.1.1 to reduce the computational cost of the sectional approach introduced in

the section 2.2.

In order to reduce the computational work necessary to evaluate (2.3) for all i =

1,...,n, we pursue an approach analogous to the one described in the previous

subsection 4.1.1, i.e., we replace the aggregation kernel x(x,y) by a separable
M

M
approximation Y a,(z)b,(y) and define the discrete factors k; ; := > a,(x;)b,(y;)
=1 1

to pave the Wayifor fast Fourier transformation. Using the abbreviations Ay =
a,(x;), b,; = b,(z;) and substituting the separable kernel approximation into
(2.3) leads to

M -1 M n—i
1 .
Q=3 SN (N briiNiey) = Ni Y s Y byiN,  i=1,...n. (4.7)
v=1 j=1 v=1 7=0

If we focus on the first inner sum, drop the index v and set p; := a;N;, 1, :=
bi—;jN;_;, this sum reads as

> ot (4.8)
j=1

which we recognize to be equivalent (up to an index shift and scaling by %) to the
convolution (4.5) obtained in the discretization with piecewise constant functions.
Once again its efficient evaluation can be performed by the technique introduced
in the section 3.3.

Due to its simplicity (and widespread use), we do not provide a separate algorith-
mic representation of this macroscopic discretization method.

We conclude this subsection with a remark on the similarities and differences of
the two discretization methods:
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Algorithm 6 ¢ = separableSinkAggregation(n, h, f, M, a, b);
(Evaluate the aggregation sink integral (1.5) using piecewise constant approxima-
tion and separable kernel approximation on an equidistant mesh.)

Input: n e N; (problem size, i.e., number of subintervals)
heR (grid size)
f="(fo, -, fa_1) € R™"; (piecewise constant density function values)
M eN; (separation rank of kernel function, (3.10))
a,b € RMxn. (projection of kernel factors onto S, (4.4))
Output: ¢ = (qo, . .., gn—1) € R™; (piecewise const. aggreg. ¢; ~ Qsink([)|(@s,2:11))
1: ¢:=(0,...,0);
2: forv=1:M do
3 o, =0;
4: for j=1:ndo
5: On—j = Pr—j1 + hby; - 5 (@n—j = ol_mn_j o, (y) dy)
6: end for
7. ¢ := project_linear2constant(n, ¢);
8 forj=0:n—1do
9: G5 += v - fi - @i

10: end for
11: end for
12: return (q);

Algorithm 6b g=directSinkAggregation(n, h, f, k);
(Direct evaluation of the sink aggregation term without a separable kernel approxi-
mation.) Replace input M, a,b by the discrete kernel matrix x € R™*",

: (j:: (0,...,0);
gt = (0,...,0);
fori=1:ndo

for j=1:(n—i)do

@ = ki f
end for

~left __ ~right .
G =0q; " + Kip—it1 " fa—it1;

@ = gt ((+2)- @ 4 @+ 1) ge);
end for
fori=1:ndo
q *=h;
: end for
: return (q);

—_ = = =

40



Remark 2. Using piecewise constant approximation (subsection 4.1.1), the par-
ticle density is given in the form of a vector (fo,..., fa_1) where f; denotes the
(constant) density in the interval (x;,x;41). In the convolution sum (4.5), one
initially computes the particle densities G(x;) at the gridpoints x; (which are sub-
sequently used for a projection to a constant q(x;) on the interval (z;,x;11)). In
order to contribute to ¢(x;), a particle in the interval (x;,x;41) (accounted for
through f;) must aggregate with a particle in the interval (x;_;, x;—j11) (accounted
for through f;_;) which justifies the subscripts in the sum (4.5).

In the sectional method in section 2.2, the particle densily is given in the form
of a vector (N1, ..., N,,) where N; denotes the number of particles of size i. Now
particles of size j (accounted for in Nj) and size i — j (accounted for in N;_;)
aggregate to a particle of size i (accounted for in N;), leading to the subscripts in
the sum (4.8).

Thus, the different indices in the sums (4.5) and (4.8) result from the interpretation
of density values f; as constants over an interval (x;, ;1) versus point values N
at a gridpoint x;.

4.1.3 Numerical results

In this subsection, we provide numerical results in order to illustrate the perfor-
mance of the proposed algorithms. The section is divided into the following three
parts, dealing with test problems of three different types:

e In the first part we provide numerical results for the Brownian kernel (3.2)
function kp which is separable with separation rank 3 (see 3.9). We will
provide timings to compare the evaluations of the aggregation source term
using either the piecewise constant discretization of subsection 4.1.1 or the
sectional method of subsection 4.1.2. Both methods can be implemented
either directly (leading to double sums and complexity O(n?)) or with fast
Fourier transformations, leading to complexity O(nlogn). We will also pro-
vide timings for the evaluation of the sink term and compare the solutions
obtained with the two methods (discretization with piecewise constant func-
tions versus sectional method).

e In the second part we provide numerical test results for the shear kernel
function kg (3.3) which is not separable but well suited for a separable
approximation since the approximation error decays exponentially with in-
creasing rank. We will show how an increase in rank leads to an increase
in computational time but also an increase in the accuracy of the computed
solution. To obtain separable approximations of the kernel function we will
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use and compare two approaches, through Chebyshev polynomials and using
the adaptive cross approximation method (ACA). In this subsection, we will
also comment on the kinetic kernel ki which displays a behaviour similar to
the shear kernel with respect to its separable approximability.

e In the last part we provide numerical test results for the gravitational kernel
function k¢ (3.4) which is neither separable nor suited for a global separable
approximation. However, this kernel function is separable (with rank 4) on
any (connected) subdomain of (0, 1] x (0, 1] that does not contain any point
of the diagonal {(z,z) | € (0,1]}. This observation allows us to use the
efficient implementations of the aggregation source and sink terms on hier-
archically structured subdomains, leading to the complexity O(n(logn)?),
which will be explained in more detail and illustrated with numerical results
in this subsection.

Numerical results for the Brownian kernel

Here, we show results for the separable Brownian kernel (3.2) of separation rank 3
(see 3.9). In Table 4.1, we show the times (in seconds) consumed by the numerical
computation of the source and sink integrals of the aggregation term. The com-
parison includes the discretization with piecewise constant functions (subsection
4.1.1) and the sectional method (subsection 4.1.2). In either case, the source term
can be either computed directly, i.e., with the explicit evaluation of double sums,
or with the separable approach and convolution through fast Fourier transforma-
tions. Both implementations are provided in Algorithm 5. We draw the following

Degrees of freedom n | 128 | 256 | 512 | 1024 | 2048 | 4096

Source term
Sectional, no FFT 032126593 | 29.5 | 138 | 667

Piecew. const., no FFT | 0.34 | 1.3 | 5.62 | 29 140 | 651
Sectional, FFT 2.78 | 5.8 | 14.1 | 27 | 59.3 | 125
Piecew. const., FFT 2.8 6 | 128 | 27.5 | 60 129
2.7-103nlogy n 2.76 | 5.53 | 12.4 | 27.6 | 60 132

Sink term
Sectional 0291052098 1.9 3.7 7.4
Piecew. const. 0271048 | 094 | 1.87 | 3.6 7.5

Table 4.1: Times (in seconds) to compute the source and sink terms for 5000 time
steps (dt = 0.001,7 = 0.1).
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conclusions from Table 4.1:

e The computational complexity using a discretization by piecewise constant
functions is about the same as the complexity of the sectional method.

e The times to compute the source term without using FF'T grow quadratically
in the problem size.

e The times to compute the source term with FFT grow approximately as
2.7-1073nlog, n, i.e., almost linearly in the problem size.

e The times to compute the sink term, using the separable representation,
grow linearly in the problem size and amount to less than 10% of the times
for the source term (when using FFT), i.e., the computation of the source
term dominates the overall computational time.

We next show the solutions that are computed for the initial distributions f(0, z)
and f4(0,z) (Figure 3.2). In particular, we show the distribution f (¢, z) after 4000
(left, top) and 15000 (right, top) timesteps and the distribution f4(¢,z) after 500
(left, bottom) and 1000 (right, bottom) timesteps using the stepwidth d¢ = 0.001.
We see that the initial peak develops into additional peaks which, roughly spoken,
result from particles of the first peak aggregating to particles of twice the size,
forming a second peak, and then particles of these two peaks aggregating to form
a third peak, etc.

Figure 4.2 shows the evolution of the density distribution with initial distribution
f1(0,x) over the time interval ¢ € [0, 15], showing the decrease of the initial peak
at x = 0.125 and the formation of additional peaks around x = 0.25 and later also
around x = 0.375 and = = 0.5.

As a final test involving the Brownian kernel, we compare the results obtained
from the two different discretization techniques, using piecewise constant func-
tions or the sectional method. In Figure 4.3, we see that the computed results
differ only slightly for a coarse discretization with n = 40 and approach each other
with increasing n, here illustrated for n = 100. For the difference between these
two methods, we also refer to the discussion in Remark 2.

Numerical results for the shear kernel

In this part, we show results for the shear kernel kg (3.3). In Figure 4.4 (left), we
show the singular values of the discrete shear kernel matrix K = (kg(x;, yj))zj_:lo
for n = 50. The singular values of the shear kernel decay quickly and reach ma-
chine precision within the first 9 singular values so that this kernel will be suitable

for a low-rank approximation.
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Figure 4.1: Top: Density distributions fi(4,x) (left), and fi(15,2) (right) after
4000 and 15000 time steps, respectively with dt = 0.001, n=100. Bottom: Density
distributions f4(0.5,x) (left), and f4(1,2) (right) after 500 and 1000 time steps,
respectively with dt = 0.001, n=100.

We will discuss two approaches to obtain a separable approximation of the shear
kernel kg. For the first approach we use (Chebyshev) polynomials to obtain a
separable (tensor product) approximation of the kernel xg. Using T; and Tj to
denote the i-th and j-th Chebyshev polynomials, resp. (or, in fact, any basis of the
space of polynomials of degree < M), we determine coefficients ¢, ; to interpolate
the kernel function kg at the Chebyshev nodes, i.e.
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Figure 4.2: Evolution of the density distribution f; over time (dt = 0.001, 15000
time steps) for the initial distribution f;(0, ), n=100.
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Figure 4.3: Density distributions for the piecewise constant and sectional methods
after 4000 time steps, dt = 0.001 for the initial distribution f;(0,z), n = 40 (left)

and n = 100 (right).

1 1 (2k-Dr 1 1 (2—1r
S C oS e 08 <k O< MY .(4.
V(m,y)e{(2—|—2cos o7 3 T 58 5g |1 <k, 0 <M, .(4.10)

The coefficient matrix C' is symmetric positive definite (since kg(x,y) > 0 and
ks(z,y) = ks(y, z)), hence it is diagonalizable, i.e, there exist an orthogonal matrix
() and a diagonal matrix A = diag(\y,..., A,) with A\; > A; > 0 for ¢ < j such that
C = QAQT. This allows one to reduce the double sum (4.9) into a single sum in
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Figure 4.4: Singular values of discrete shear kernel matrix Kg € R%9*%0 (left) and
the discrete kinetic kernel matrix K € R%*50 (right).
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for polynomials T, of degree at most M — 1. We can now approximate the kernel
kg with increasing accuracy as we increase the rank M of the separable approxi-
mation. In Figure 4.5 (left), we show the solutions obtained for various ranks.
The second approach we discuss for obtaining a separable kernel approximation is
the adaptive cross approximation method (ACA) [33], [6]. The separable cross ap-
proximation for a continuous, bivariate function k(z,y) is constructed recursively
by setting

E()(ZE, y) = KJ("L‘7 y)a
and defining error functions

Ez‘—l(%, y) Ez‘—l(l“, yi)
Ei 1 (zi,y:)

Ei(z,y) = Ei_1(z,y) —

with interpolation points (z;,y;), 1 < i < M for a rank M-approximation. We
choose the interpolation points (z;,y;) to be (scaled/shifted) Chebyshev nodes
(4.10), meaning there are v/M nodes in each dimension. Then the separable cross
approximation is defined as

M

Ei 1(v5,y) Eioi(z, 4:)
fﬂ ([V{) (:17’ l/) = :EE::: -127‘ 1 (zlj‘ 3/ A)

=1
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The source aggregation integral can then be approximated as

% /0 "ROD (@ — ) (o — ) () dy
- Z e lyl DB 0y 1(y) dy
. 71— 1 - Y, yz)f( y)
- Z / Ei 1 Imyz) h 21(3,(%)]0@1 !
.=so(z—y) o

= 35 [ vl vt dy

Figure 4.5 (right) shows the solutions obtained using adaptive cross approximation
for rank = 1. For rank > 1, the computed results are improving in accuracy but
are (almost) indistinguishable from the solution for the exact kernel in the reso-
lution used in this figure, illustrating that highly accurate solutions are obtained
for separable approximations of very low ranks. According to Figure 4.4 (left) we
need a high separation rank to achieve an accurate approximation of the kernel.
Despite this we reach highly accurate result for the source aggregation integral
already for rank = 1. The reason is that rank = 1 computes the behavior of the
shear kernel Kg near 0.25 (see figure 3.1, second), where the peak of the density
distribution f; is placed.

An increase in rank leads to an increase in computational time, and Table 4.2
shows the times necessary to compute 2500 time steps for various choices of ranks.
The computational time is the same for both discussed methods (Chebyshev and
ACA). The approach of separable approximations and FFT with rank = 1 is su-
perior (with respect to time) for the problem size n > 512, with rank = 2 for
n > 1024 and finally with rank > 4 for n > 2048. We recall that timings in Table
4.1 were obtained for a rank-3 representation of the Brownian kernel where the
separable representation has also been exploited in the computation of the sink
term. Here in Table 4.2, the timing includes the time to compute the sink term
which has quadratic complexity if no separable approximation is available for its
computation (see the bottom part of Algorithm 6).
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Figure 4.5: Density distribution after 1800 time steps (dt = 0.001) with the shear
kernel, initial density distribution f4(0,x), n=100 using Chebyshev polynomials
(left) and adaptive cross approximation (right).

Kinetic kernel

Here, we briefly discuss the kinetic kernel x; (3.5). A plot of the singular val-
ues of the discrete kinetic kernel function is given in Figure 4.4 (right). Similar to
the shear kernel, the singular values decay exponentially, which implies that the
kinetic kernel can also be successfully approximated through a separable approx-
imation, similar to the shear kernel. This time, however, it takes rank 16 before
machine precision is reached.

The kinetic kernel allows the following interesting observation: If the aggregation
integral (1.3) is evaluated for a fixed z, the kernel function k(-,-) needs to be
evaluated only for arguments with constant argument sum (x —y)+y = z. On the
discrete side, this turns into summations (4.5) with the kernel x now included in
©, ¥ but again only being required for a constant argument sum x+y = m = const.
In the particular case of the kinetic kernel, this constant can be factored out,

1
r(r,y) = m2 (@7 4y3)? (2y)?
::Hp;:(:c,y)
— m> kpx(T,y) V(r,y) €R? st x+y=m,

7
6

which yields a separable “partial kinetic” kernel ok (z,y) = x%y% + Qx%y% + x%y
of separation rank 3.

While this approach leads to an efficient computation (i.e., separation and FFT)
of the source term of the aggregation, it cannot be applied to the computation of
the sink term. Using a direct computation (as in the bottom of Algorithm 6) leads
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Degrees of freedom | 128 | 256 | 512 | 1024 | 2048 4096

No separation
No FFT 032 1.1 | 42 | 19.1 | 86.2 418

Separation by ranks (Chebyshev and ACA)
rank 1, FFT 0.66 | 1.27 | 2.6 5.4 11.7 25.3

rank 2, FFT 1.26 | 25 | 54 | 11.23 | 24 o7
rank 4, FFT 2.3 o | 125 | 22 47 102
rank 6, FFT 35 | 74 1169 33 71.5 162

Table 4.2: Computational times (in seconds) for 2500 time steps (time stepping
dt = 0.001) for the solution of (1.1) (including source and sink terms) for the shear
kernel.

to quadratic complexity for the sink term, while using a (separable) approxima-
tion would now be different from the (exact) kernel used in the source term which
would lead to a loss of mass conservation. Hence, this efficient approach for the
source term does not lead to an overall efficient computation of both the source
and sink aggregation terms unless a respectively elegant approach can be found
for the sink term as well.

Numerical results for the gravitational kernel

In this part, we show numerical results for the gravitational kernel kg (z,y) (3.4).
In Figure 4.6 (left), we show the singular values of the discrete gravitational kernel

matrix Kg = (ka(2i,y5))i 520 for n = 50.
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Figure 4.6: Singular values of the discrete gravitational kernel matrix Ko € R50*%0

(left) and its off-diagonal block K¢ off-diag (right).

Only the first few singular values decay exponentially so that a low-rank ap-
proximation is not promising, at least not when applied to the entire matrix.
The situation changes if we consider the singular values of the off-diagonal block
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KGoft-diag = (K(Ti,Yj)) o<i<njo—1 of the discrete kernel Matrix K¢, displayed in
n/2<j<n—1

Figure 4.6 (right), which corresponds to matrix entries for (z;,z;) € (0, 3] % (3, 1].
Since kg (x,y) can be written without using absolute values as

(27 +y3)2 (i —yi) x>y
IQ(;(IE, y) - 1 1y9 2 2 )
(x5 +y3)* (=23 +y3) 1z <y
it follows that k¢ is of separation rank 4 when restricted to x < y (or alternatively

to x > y), explaining the singular values of the matrix block K¢ oft.diag. The same
applies to matrix blocks corresponding to entries (x;,y;) with z; > y;.

Hence, we propose to subdivide the domain (0, 1] x (0, 1] into the four subdomains
A, B, C, D as illustrated in Figure 4.7.

(0,1) L)
A ¥
D C

0,0)]," (1,0)

T

Figure 4.7: (Recursive) subdivision of the domain into four subdomains.

Restricted to the blocks A or C, the kernel function is separable with rank 4,
hence we can use the efficient FFT approach for each of these blocks. In fact,
since we compute the convolution of a function f with itself, the results for A
and C' will be identical and have to be computed only once (line 8. of Algorithm
7). Since the block B corresponds to particles of size bigger than the maximum
size 1 (x +y > 1), the density distribution f(x,y) vanishes on this block and no
computation is necessary. For the remaining diagonal block D, we repeat this
subdivision approach into four subblocks, now both subblocks on the diagonal are
treated recursively (until we reach a problem size which is small enough for a direct
computation of the aggregation term without FFT, line 25. of Algorithm 7) and
one of the two offdiagonal blocks computed by the efficient separation and FFT
approach (line 16. of Algorithm 7).
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Algorithm 7 ¢ = locallySeparableSourceAggregation(n, f, M, a, b, L, k);
(Evaluate the source integral (1.3) for piecewise constant approximations on an
equidistant mesh, rank-M separable kernel representations in offdiagonal blocks.)

Input: n e N; (problem size, i.e., number of subintervals)
f=(fo,--, fa—1) € R"; (piecewise constant density function values)
M e N; (kernel separation rank in offdiagonal blocks)
a,b € RMxn, (projection of kernel factors onto S, (4.4))
n e N; (number of subdivisions)

)€ RM2TNx27Mx (2170, (1iX3xL ig the (i, /) component of the I-th
diagonal block of the discrete kernel matrix)

Output: ¢ € R™; (piecewise const. aggreg. ¢; = Qsource(f)|(zs_1,2:))
1: q:=(0,...,0);
2: fi =1 0/71;
3: f = (fo, -, faj21);

4 g = (fn/Qa e 7fn71)7
5. a:=al0: 5 —1,]; (@ is obtained for = < y);
6: b:= blg :n—1,:; (b is obtained for = < y) ;
7. C:=n/2;
8: (qns2; - - - qn—1) += 2 mod_separableSourceAggregation(n/2, h, f,G,M,a,b, Q);
9: for(=1:n7n—1do

10 m:=n27"

11: fori=0:2"1-1do

12: a:=afim: (i+1)m—1,:]; aly :m—1,:] =0;

13: b:=blim : (i +1)m —1,:]; 5[0:%—1,:]—0,

14: = (fim> - farrym—1);

15: ¢ = 21m;

16: (@2im» - - - Q2(i+1)m—1) o )

17: += 2 mod_separableSourceAggregation(m, h, f, f, M, a,b, {);
18:  end for

19: end for

20: m =n2"",

21: f=zeros(2m,2m) € R#m*2m, (zero matrix)
22: for i =0:2"""' —1do

23: f= (fim,-..,f(i+1)m_1,0,...,0);

24: R(O0:m—=1,0:m—1):=r(:,:,i+1);

25: (= 2im;

26:  (Q2im> - - - Q2(i+1)m—1) += mod_directSourceAggregation(2m, h, f.&0);

27: end for

28: return (q);
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Here, we need to use slightly modified versions of the separable and direct evalu-
ations of the source aggregation integral (Algorithm 5), denoted by

mod _separableSourceAggregation(n, h, f, g, M, a,b, () and
mod _directSourceAggregation(n, h, f, , (), resp.,

with the following three changes (which also require straightforward modifications
in the Algorithms 4 and 3):

e In Algorithm 5, we had assumed a maximum particle size 1, and as a result,
any convolution results for larger particles which had been computed when
using the FFT-convolution had been discarded (see line 9 of Algorithm 3
where the convolution vector of length 2n is truncated back to length n.)
In the evaluation for the offdiagonal subblocks of D (as well as any further
offdiagonal blocks within the recursion) we need to retain these values (which
amounts to no additional computational effort since these values had already
been computed; they simply must not be discarded).

e There are now two density input vectors f, g instead of only f, and line 5 of
Algorithm 5 needs to be replaced by ¢; = b, ; - g;.

e The integer parameter ¢ denotes an interval shift which is required in the
mass-preserving projection of a piecewise linear to a piecewise constant func-
tion: In Algorithm 4, replace line 2 by

1 . 2 . 1
Cj:m((j+c+§)'Qj+1+<]+<+§)'qj)'

The resulting algorithm for computing the source term using a blockwise local
separation of the kernel function is given in Algorithm 7. The application of this
separation to the sink term for its efficient evaluation can be done with analogous
modifications.

We estimate the complexity of this recursive approach as follows: Let C(n) denote
the cost to evaluate the aggregation term for the gravitational kernel for a problem
of size n (in all four subdomains A, B, C', and D, even though this is only necessary
on the recursive calls), and let k& denote the constant in the complexity estimate
knlogn to evaluate a low-rank kernel aggregation term using FFT for a problem
of size n.

Assuming a problem size n = 20 and 1 < n < 6 — 1 recursive subdivisions we
obtain
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C(n) = (’)(l{;glogg> + 20(%)

solve in subdomain A(C)  recursive call in B,D

n n n n n

0 (k:—l LAY L n
PR RRY! 8

n ni—t n

= O|kz (1] 2" C(=
(2(0g2-4-8-...-2’7—1>)+ (%)

n n@*l
= O<k§ (10g2-4-8~...-29—1)> + 0w
- O{s2 ) ) 0 (b +n) 0 g ).

n n n n o
+ kS log < + ..+ k= log )+2 Cl55)

2n—1

Hence, the problem can be solved with the complexity O(kn(logn)?).
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Figure 4.8: Density distribution f3(4,x) using initial density distribution f3(0,x)
for dt = 0.001 after 4000 time steps and n=128.

Figure 4.8 illustrates numerical results for the gravitational kernel for the initial
distribution f3(0,z). Here, there is almost no visible change between f5(0,x) and
f3(4, x), since for the gravitational kernel, particles of equal size do not aggregate,
and this initial density distribution has most particles of size x ~ 0.125.

In Table 4.3, we show the computational times (in seconds, only computing the
source term) to compute 4000 time steps for the gravitational kernel. Similar to
the timings in Table 4.1 for the Brownian kernel, the complexity is quadratic in
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the problem size when the direct evaluation without kernel separation and FFT is
used. Using the recursive approach with an efficient (FFT) evaluation of the source
term in the offdiagonal blocks, we present results for various depths of recursion.
The left column in Table 4.3 denotes the grid level on which the problem is solved
directly, and we have marked those timings in bold that were the lowest ones
obtained for a given problem size. The approach of using (offdiagonal) separable
approximations and FFT reports faster results compared to the direct approach
for tested problem of sizes starting with n = 4096. The results indicate that one
may switch from the recursive to the direct solution around level n = 3 or 4, i.e.
when a problem size of n = 43% = % = 512 is reached since the computational

time is superior.

Degrees of freedom n =27 | 1024 | 2048 | 4096 | 8192
grid level 0 10 11 12 13
No separation

No FFT 22 \ 110 \ 512 \ 2462

grid level 7 for direct solver off-diagonal rank-4
2 39 121 | 426 | 1433
3 51 131 | 325 | 948
4 60 134 | 339 | 814
5 69 163 | 377 | 826
6 80 187 | 421 | 917

Table 4.3: Computational times (only source term computations) after 4000 time
steps, dt = 0.001.

4.2 Evaluation of univariate aggregation integrals on nested
grids refined toward the origin

Nested grids refined toward the origin, associated function spaces and bases for
these spaces used in this section are defined and explained in subsection 3.2.2. In
subsections 4.2.1 and 4.2.2, we discuss the efficient evaluation of the aggregation
source (1.3) and sink (1.5) terms, respectively. In subsection 4.2.3 we provide
numerical results, including a comparison with the fixed pivot method discussed
in section 2.3. Finally, in the last subsection 4.2.4, we turn to the question of
mass conservation. The fixed pivot method conserves mass (in addition to the
number density) whereas the wavelet method as presented in this section has no
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such guarantee. In our algorithms for the source and sink terms, we have used
placeholders for projections onto the space S (3.21). While it is possible to derive
(rather complicated) methods to conserve mass [29], in this section we simply
illustrate the resulting change of mass when using straightforward projections.

421 Source term

In order to evaluate the aggregation source term (1.3) we assume that the (initial)
density function f lies in the function space S (3.21), and that the kernel & in (1.3),

M

(1.5) allows for a separable approximation x(x,y) ~ > a;(x)b;(y) with functions
i=1

a;(+),bi(-) € S, i = 1,..., M. The aggregation source term (1.3) may then be

computed as the sum of M terms of the form (see also (3.7))

Q(x) == /Ox oY)z —y)dy (4.11)

for functions ¢ = a; - f, ¥ :=b;- f € S (3.21). The major computational effort
(vet of still almost linear complexity) lies in the evaluation of the function Q(x)
at all grid points zf € G (3.20) which is derived in this section. In a final step,
we project the resulting function (a continuous, piecewise linear approximation of
Q(z)) onto the approximation space S (3.21) of piecewise constant functions. The
result is the (somewhat surprisingly compact) Algorithm 8.

Next, we will provide the detailed derivation of an algorithm for the efficient eval-
uation of integrals of the form (4.11) for functions ¢, ¥ € S (3.21) at all grid
points zf € G (3.20). For a given function f € S, the Haar basis representation
(3.25) yields a decomposition

F=Y_f with  fo€V(0,1],
foeWi(0,27 ) cWy(0,1], £=1,... L.

Let ¢,1 € § be decomposed in this way, i.e.,

L
o= Y o =) (4.12)
=0

£=0

We now restrict our attention to the evaluation of (4.11) for vertices zf € (0.5, 1],
i.e., to vertices on the right half of the interval, all of which happen to be vertices
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of the coarsest grid Gy. All other vertices, i.e., vertices zf € (0, 0.5], are also
contained in one of the next finer grids G,, £ > 1, and their treatment will follow
later by recursion.

In view of the following two properties for functions flipped and shifted by ?,

Yo € Vo(0,1] = () — ) € Vp(0,2Y] for all 2¥ € Gy,
Ve € Wi(0,27°] = he(xt — ) € Wy(0, 2571 for all 2t € Gy,

and in view of the orthogonality of the subspaces in

Vo(0,1] OWi(0,1] D ... OWL(0, 1],

(note that here we need W;(0,1] instead of W,(0,27¢] since W, (0, 2™ is not
necessarily a subset of W, (0,27, but it is certainly a subset of W,(0, 1], see also
the example given in Figure 4.9), the convolution integral (4.11) for vertices 2 € G,
can be simplified into

0 0 L L
2

- /j%a(yw?—y)dy 412 / S o) Y 0o (a? — y) dy

=0 v=0

= > [ttt - v @1

This representation has a number of properties that allows its efficient computa-
tion.

e Since we assumed ¥ € (0.5, 1], we have to evaluate the convolution integrals
in (4.13) only for the first two levels £ = 0, 1 since the integrals on all other
levels equal zero. An example given in Figure 4.9 illustrates the following
explanation:

— For £ > 2, the supports of g, 1y lie in (0,27¢] C (0,0.25].
0

— For ¢ > 2 and 2 € (0.5, 1], the support of 1,(
(29 —0.25,29] C (0.25,1].

— +) therefore lies in

— Thus, ¢, and ¥,(x; — -) have disjoint supports and their convolution
must be zero.

Hence, for vertices ¥ € Gy, (4.13) can be simplified further into

z) 20
¢ = / wo(y)tho(x] —y) dy—l—/ or1(y)r(2) —y)dy.  (4.14)
0 0
Q0 = o
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T W) Wo(-y) =

Figure 4.9: A function 99 € W5(0,0.25] (left) and the flipped and shifted io(x; —
) € Wh(0, ] (right) for x; = 0.75 € (0.5, 1] N Gp.

e The functions ¢i(y), ve(2? —y) (y € (0,29], ¢ € {0,1}), are each defined
on an equidistant grid of width h,. The convolution of piecewise constant
functions on equidistant grids, represented in a nodal basis, can be computed
in almost linear complexity by exploiting the fast Fourier transformation
(FFT) (28, 49]). We will refer here to the algorithm FFT _convolution (see
Algorithm 3). Hence, this approach can be applied to evaluate these two
integrals if the functions are represented with respect to a nodal basis. On
the coarsest level ¢ = 0, the basis coefficients of the Haar basis correspond
to basis coefficients of the nodal basis scaled by v/hy = 1/4/n, and the
FFT _convolution computes the first integral QY in (4.14) for all z? € Gy
simultaneously, even though at this point we are only interested in vertices
z) € GoN (0.5, 1]. If n is small enough where the direct evaluation without
FFT is more efficient, we need to evaluate the integrals QY only for those
(n/2) vertices ¥ € Gy N (0.5, 1]. In Algorithm 8, the evaluation on level
¢ = 0 is performed in line 12.

e The evaluation of @} in (4.14) requires additional work since functions ¢ (y),
Y1 (29 — y) have been assumed to be represented with respect to a Haar basis
in order to obtain the levelwise decomposition (4.12). Figure 4.10 (top left)
illustrates a function ¥4 (y) € Wi (0, 0.5]. The coefficients for its represen-
tation in the Haar basis are (I, ... »F§—1) and thus, given the (scaling in

the) definition of the Haar basis functions (3.23), ¥;(y) has the piecewise
constant function values (i.e., nodal basis coefficients)

1 g Fi . —F
(f(q)p7f{ﬁa"'7f:f]72vf;ffl) ::( FO ) FO""7 = 17 - 1)' (415>
V2hi V2hiT V2R V20
On the right in Figure 4.10, we illustrate the flipped and shifted functions
1 (29 —y) € V1(0,2?] for some z¥ € (0.5, 1] N Gy. In particular, the support
of the product function ¢y (y)¢r (2 —y) lies within [hg, 0.5], and the integral
Q! in (4.14) can be computed (using the index numbering illustrated in the
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W, (y) W1 (X241 7Y)

2
Xn
+1
0] 2 X
01234567 n
f A+ W (Xn-1-Y)
y 76543210
f 76543210
76543210 X
76543210 n
Xn
2

Figure 4.10: A function ¢, € W;(0,0.5] (top left) and two flipped and shifted
Py (2 — +) € V1(0, 2Y] for different ¥ € (0.5, 1] (right, top and bottom). Bottom
left: Illustration of index numbering in convolution (4.16).

bottom left of Figure 4.10) as

Q! = / o1 (W) (20 — y) dy

n—i

_ P P

= hl Z <f;zi_1)_(n—2j)fn72j+1 + f2w(i—1)—(n—2j)+1fn*2j>
j=1

= hlZ(le 1)— n2]< f ) (_f;p(z 1)— n2j>f )
j=1

_ — P

= 2 Z TR

n—i F‘/’ Fw )

(4.15) —2/112 1-(5-4) " 5

B n—i . . . n
- _Zﬂ—l—(g_]‘)Fg,ﬁ 1==+1,...,n
j=1

Defining G¥, G¥ to be F?, F¥ in reversed order (line 16 in Algorithm 8),
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ie. G}O =F7 | .and GV:=F¢  forj=0,...,2—1, this sum becomes
5 J J 5—1—j 2

.oon
= _Zang i1 2:§+1,...,n.

Finally, setting « = n — k + 1, we obtain

n
= ZG,“] Yoo k=15 (4.16)

a convolution problem of size § which is implemented in line 17 in Algorithm
8 and then, in line 19, added to the previously computed convolution on level
{=0.

This completes the evaluation of the convolution integral (4.11) for all ¥ € (0.5, 1],
and it remains to evaluate (4.11) for z¢ € (0,0.5], 1 < ¢ < L. In order to apply the
above argument recursively, i.e., to next evaluate (4.11) for all z} € G;N(0.25, 0.5]
which are the grid points on the right half of the level-1 grid G, (of which there
are again n/2) but only on the respective two coarsest levels, we need to make the
following two preparations:

o Let ¢g,19 be the respective first terms of the decompositions of ¢, in
(4.13), i.e., the functions in V,(0,1] and hence the only functions in the
decomposition (4.13) with possible support in (0.5, 1.0]. Since now x¢ < 0.5,
it follows that both (g right and g right, the restrictions of ¢y, 1y to the right

interval (0.5, 1.0], are irrelevant for the convolution foxf wo(y)o(zf — y)dy
(they are “outside the region of overlap”) as is also illustrated by an example
in Figure 4.11. Hence, in (4.13) we may replace ¢y, ¢y by two new functions
@5, 1Y which are equal to g,y on (0, 0.5] but zero on (0.5, 1.0] without
changing the convolution.

W) ) W)

Woserrt  Woright
Figure 4.11: A function ¢y € Vy(0,1] (left), the flipped and shifted vo(z; — ) €
Vo(0, z;] for x; = 0.25 € (0, 0.5] (middle) and the function 1§ € Vy(0, 1] (right).

e Next, we note that the (new) partial sum @9 + 1, currently represented in
a wavelet basis, can easily be transformed into a nodal basis representation
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in V;(0, 0.5]. The same applies to the partial sum 1)) + ;. Performing such
basis transformations takes us to the situation that we need to compute a
convolution of functions in wavelet basis representation with G; instead of
Gp as a coarsest grid. Hence we can proceed recursively, i.e., begin with the
n/2 vertices in the right half of Gy, etc.

This is where Lemma 1 becomes useful: The required nodal basis coefficients
have already been computed as an auxiliary result in Algorithm 2 and are
stored in the matrix A.

Once we reach the finest level L, we finish with a convolution involving all vertices
on the (equidistant) grid G, (line 22 of Algorithm 8). We have now computed
the convolution integral (4.11) for all z¢ € G. We complete the algorithm with
a projection of the piecewise linear function given by these nodal values onto
the space S of piecewise constant functions. The following remark discusses this
projection.

Remark 3. The described algorithm is implemented in Algorithm 8 and computes
as an intermediate result a continuous, piecewise linear approrimation to the aggre-
gation source term, given by its values at the vertices of the graded mesh (whereas
the exact aggregation source term is piecewise linear on an equidistant grid of the
finest grid width hy). The nodal values are stored in an (L + 1) X n matriz q with
qf = Qsoum(f)(xf) for0<(¢<L-1, n/24+1<j<n (grid points on all but the
finest level) and for ¢ = L,1 < j <n (grid points on finest level) (4.11, 4.13).

In a final step, this piecewise linear approrimation needs to be projected onto
the space S of piecewise constant functions on the graded mesh. Using qf :=
Qsource(f)(0) = 0, we replace these nodal values by the projected piecewise constant
function values on the interval (3;571, xﬁ] to the left of the respective node xf Line
23 of the Algorithm 8 provides a place holder for this final step. While there ex-
st several straightforward approaches for such a projection, the question of mass
conservation is quite involved and has been addressed in [29]. In our numerical re-
sults in section 5.5, we will use a mass-preserving projection from piecewise linear
to piecewise constant functions. In subsection 4.2.4, we illustrate and comment
on the change in mass which resulted previously through the piecewise constant
approzimation on a graded (instead of an equidistant finest level) grid.

Here, as in subsection 4.1.2 and 4.1.1, we use the algorithm FFT_convolution
(n, @, 1) (Algorithm 3) of a fast convolution on an equidistant grid (used in lines 12,
17, 22 of Algorithm 8), that given two vectors ¢, ¥ € R™, computes the convoluted

1
sum w € R™ with entries w; = Y @ith;_j, 1 =0,...,n—11in O(nlogn) complexity.
=0
If the vectors p,1 € R"™ denote the (piecewise constant) function values of an

equidistant grid of grid width h = % with grid points x; = th,i = 0,...,n, then it
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holds that N
/wyw(mi—y)dy:hw,-, i=0.. m—l
0

422 Sink term

In order to evaluate the aggregation sink term (1.5), we again assume that the

(initial) density function f lies in the function space S (3.21), and that the ker-
M

nel £ in (1.5) is approximated by a sum k(x,y) ~ > a;(2)b;(y) with functions
i=1

a;(-),b;(-) €S, i =1,..., M. The aggregation sink term (1.5) may then be com-

puted as the sum of M terms of the form (see also (3.8))

Q) = b(x) / o) dy
o

for functions ¢ = a; - f,¢ := b; - f € S which is the subject of this subsection.
The first (and computationally most expensive) step is the evaluation of ¢ at all
grid points z¢ € G, defining a continuous, piecewise constant approximation to the
function @(z). It turns out that a representation of the density function ¢ with
respect to a Haar wavelet basis once more simplifies the evaluation of ¢(z) at the
grid points as we will show next.

Let ¢ € S be decomposed by level as in (4.12), i.e.,
p = > ¢ with g € W(0,1], o€ Wi0,277, [=1,...,L.

For xf € @, it holds that

i

o= [ o= [ awa= [ ama @
| > |

since folfzf 0i(y) dy = 0 forall 1 <7 < L (recall that cpg(y)|(%71} =0forl <{<L).
The integrand ¢(y) is piecewise constant on the coarsest grid Gy, and according
to the definition of hierarchical basis functions (3.23) and the representation of a

function in the Haar wavelet basis (3.25), its function values are

(3.32) ~ .
SOO(y):\/ﬁ‘FJQ = \/ﬁ”l”? forye(x?,xgﬂ)’JZO,...,n—l.
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Algorithm 8 g= gradedMeshSourceAggregationRankl(n, L, f, a, b);
(Evaluate the aggregation source integral using piecewise constant approximations
on a graded mesh for separation rank 1, i.e. k(z,y) = a(x)b(y).)

Input: n €N; (number of intervals on coarse mesh)
L eN; (number of nested refinements of grid)
f= Uf)g%féﬁ € REA+Dxn, (nodal values of density function (3.26))
(a5)ozecr , (b5)ocecr € REFDX™ (kernel factors, piecew. const. on G)
0<j<n 0<j<n
OUtPUt: q= (qj£>(1)§§§fl S R(L—H)X”; (piecew. const. aggreg. Q§ ~ Qsource(f)|(:v§_l,x§))

1: for j=0:(5—1)do

2 phob e ytmab gk

3: end for

4: for { =0: L do

5. for j=7%:(n—1)do

N

7. end for

8: end for

9: (A,, ®) = nodal_to_Haar(n, L, ¢); (Algorithm 2)
10: (Ay, ¥) = nodal_to_Haar(n, L, ¢); (Algorithm 2)
11: for {=0:(L—1) do

12 (a1, ...,a,)= FFT_convolution(n, A,(¢,:), Ay(L,:));

13: fori=1:7 do

14; Qb = apii]

15:  end for

16: Y := (@%*}1, o, OF); 7 = (@%ﬂl, o WErY),

17 (c1,...,cz) = — FFT _convolution(3, Y, Z);

18: forjzl:(%—l) do

19: q%ﬂ- +=co_j;

20:  end for

21: end for

22: q(L,:) = FFT _convolution(n, A,(L,:), Ay(L,:));

23: ¢ = project_linear2constant(n, L, (0, q)); (see Remark 3)
24: return (q);
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In order to evaluate @(x!) for a grid point z¢ € G, we first determine the index j
of the coarse grid vertex x? such that

0 ¢ 0
r; <l—uw; <wj,.

~0 ~0 ~0
%o o T iy
0

Since x¢ = ihy = i27°h (3.18) and h = % = 279 this inequality turns into

jh < 1—2*%A<(G+1Dh |-ht=n=2
= j o< 22 —i27t<j+1
and hence
§ =20 —i27]. (4.18)

(GauBl bracket/floor function |-|, i.e., |r] is the largest integer smaller or equal to
r.) Finally, we compute

) 1 e i
) = VY R Vil - ) - 2
k=0

= Ay o1+ vn(l—af — 297 with partial sums
1 &,
Az’j_l = _n Tk
0

—_

B
Il

The evaluation of @(xf) is implemented in Algorithm 9. The piecewise linear
function defined through these vertex values is next projected onto the space S
of piecewise constant functions and finally multiplied by ¥ (z) € S to obtain an
approximation Q(z!) € S to the piecewise linear (in general discontinuous) Q(x).
These steps summarize the evaluation of the sink integral and are implemented in
Algorithm 10.

4.2.3 Numerical results

In this subsection, we show numerical results for the methods proposed in the pre-
vious sections. We illustrate our methods through numerical tests for the following

three kernels: constant kernel (3.1), Brownian kernel (3.2), nonlinear shear kernel
(3.3).
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Algorithm 9 ¢ = gradedMeshSinkAuxIntegral(n, L, f, b);
(Evaluate p; = fol_ri b(y)f(y)dy, i =0,..., N, using piecewise constant approxi-
mation on a graded mesh)

Input: n € N; (intervals on coarse grid)
L eN; (number of nested grid refinements)
f=fo,--, fn_1) € RY; (piecewise constant density function values)
b= (Bo,...,bn_1) € RY; (projection of kernel factor onto S)
Output: ¢ € RVN*!; (auxiliary integral values (4.17))

1: for j=0:(5—1)do

2: gojL = bJL . jL;

3: end for

4: for £=0:L do

5. for j=7%:(n—1)do

o=t £

7. end for

8: end for

9: (A,, ®)=nodal_to_Haar(n, L, p);

10: N=(1+%)n; (number of intervals on graded mesh)
11: AZ,O =0;

12: pn = 0;

13: for k =1:ndo

14: Az,k = Az,k—l + Tl(c)fl . \/Lﬁ;

15: end for

16: for { =0:(L—1) do

17 fori=1%:n—1do

18: ind=floor(n — i - 27%); (see (4.18))
19: PN_tnyipn = Asina + (1= W) Tina T VI

20:  end for

21: end for

22: fori=0:(n—1) do

23:  ind=floor(n —i-271) (see (4.18))
6 @i = At (1 BEE22) /i

25: end for

26: return (p);
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Algorithm 10 ¢ = gradedMeshSinkAggregation(n, L, f, M, a, b);
(Piecewise constant approximation of the aggregation sink integral (1.5))

Input: n € N; (n = 2% intervals on coarse grid)
LeN; (number of nested refinements of grid)
f=(f, .., fn) € RY;(piecewise constant density function values)
M e N; (separation rank of kernel function)
a,b € RM*N, (projection of kernel factors onto S)
(

Output: ¢ = (1, - - -, qn) € RY; (piecew. const. sink value ¢; = Qsink(f)|(zs 1.2:))

N=(1+%n (number of intervals on graded mesh)
q:=1(0,...,0); (initialize piecewise constant sink vector ¢ € RY)
:forv=1:Mdo
¢= gradedMeshSinkAuxIntegral(n, L, f, b(v,:));
¢ = project_linear2constant( n, L, @); (see Remark 3)
for j=1: N do

4 +=aj - fi - @j;
8: end for
9: end for
10: return (q);

NI A S o v

The Brownian kernel has separation rank M = 3 since it can be expressed as
shown in (3.9). Unlike the Brownian kernel, the shear kernel is not separable
but can be expressed by a rank-M approximation where M = 9 leads to an
approximation error of machine precision (1071%). The approximation of the shear
kernel with Chebyshev polynomials leads to highly accurate results for ranks M =~
5 (see Figure 4.4). The approximation of the shear kernel using adaptive cross
approximation reaches accurate results even for lower ranks M = 2, due to the
same reason mentioned for uniform grids in subsection 4.1.3: The behavior of the
shear kernel Kg is computed near to the peak of the density distribution.

The numerical results will be presented in four parts. The first three parts contain
numerical results for the Brownian and constant kernels whereas in the last one
we present results for the shear kernel.

In the first part, we show the advantage of the locally refined grids over uniform
grids with the same number of grid points in terms of the accuracy of the computed
density distribution. We next compare the wavelet method on locally refined
nested grids to the fixed pivot method on a geometric grid, again for grids with
the same number of grid points. It turns out that the computed solutions are
comparable in accuracy while the method using wavelets on locally refined grids is
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significantly faster. This has been expected in view of the almost linear complexity
of the wavelet method compared to the quadratic complexity of the fixed pivot
method.

In the second part we discuss timings for the wavelet method on nested grids with
respect to the grid parameters n (number of intervals in initial subdivision) and L
(number of recursive grid refinements), leading to a total number of N = (1+L/2)n
(3.19) intervals in the nested grid. We observe an initial increase in time when
switching from a uniform to a nested grid (assuming the same number of total
intervals) but only a very mild increase as we increase the number of levels L.

In the third part we provide numerical results for the shear kernel function kg
for which we use a separable approximation. Here, we show that as the rank is
increased in the separable approximation, so is the accuracy of the computed solu-
tion. We provide a comparison with timings for the fixed pivot method which does
not require (and does not benefit from) a separable kernel approximation, i.e., it
uses the exact kernel function. However, it requires quadratic work complexity
which makes the separable approach on nested grids computationally faster even
for higher separation ranks M.

Comparison of computations on uniform versus non-uniform grids

All results in this part of the subsection have been computed for the Brownian
kernel (3.9) of separation rank 3. The first numerical test illustrates the advantage
with respect to the accuracy of the computed solution of a locally refined grid
over an equidistant grid with the same number of grid points. To this end, Figure
4.12 shows the density distributions f;(4,z) (left) and fi(11,z) (right) computed
at times ¢ = 4 and t = 11, resp., where the initial distribution f,(0,z) (3.12) has
been chosen. We show results on a locally refined as well as a uniform grid, both
with NV = 32 grid points. As a reference solution, we compute a solution on a
uniform grid with N = 256. The result on the locally refined grid is noticeably
better than the solution on the uniform grid with the same number of grid points.

The second test compares the wavelet technique on a locally refined grid with
the fixed pivot technique on a geometric grid. In Figure 4.13 (left) we show the
computed density distributions fi(4,z) (3.12) (dt = 0.1) for both the fixed pivot
technique and the wavelet technique where again f1(0,z) (3.12) is chosen as the
initial density distribution. While the computed solutions are comparable (in fact,
the Ly norm of their difference is 1.9974e — 05), the computational times to obtain
these results differ significantly. Timings for various problem sizes N are illustrated
in Figure 4.13 (right), clearly showing the different computational complexities of
these two approaches: O(N?) for the fixed pivot method on a geometric grid and
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Figure 4.12: Density distributions f;(t,z) for initial density distribution f;(0,x)
at t =4 (left) and ¢ = 11 (right) (dt = 0.1) for a uniform grid (N = 32), a locally
refined grid (L = 2,n = 16, i.e., N = 32) and a finer uniform grid (N = 256) for
the Brownian kernel.

O(Nlog N) for the wavelet method on a locally refined nested grid. Additional
timings for various settings of the nested grid are given in Table 4.4. These timings
comprise the computation of 500 time steps (dt = 0.01) of both the source and the
sink integrals. Table 4.4 and Figure 4.13 (right) illustrate timings for constant as
well as Brownian kernels. One can notice that the running time for the wavelet
method on a locally refined grid for the constant kernel is around three times faster
than the running time for the Brownian kernel. This is explained by the fact that
the Brownian kernel is of separation rank three while the constant kernel is of rank
one.

Degrees of freedom N 128 256 512 1024 2048
Nested grid settings
L=2 n 64 128 256 512 1024
Locally refined grid
Brownian kernel (3.2) 076 14 27 578 118
Locally refined grid
constant kernel (3.1) 0.38 0.61 1.1 2.07 4.2
Fixed Pivot (Brownian (3.2)
or constant (3.1) kernels) 036 09 3.06 11.7 46.6

Table 4.4: Times (in seconds) to compute 500 time steps (dt = 0.01) of the source
and sink terms .
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Timings according to Table 4.4

0.5 ‘ ‘ 102 7
—%— Fixed pivot - ‘Fixid pivot e
Locally refined grid #*—C,N e
0.4r 1 —e—Nested grid (Br. kernel) P
Nested grid (const kernel) e
101 -------- czanlogn <
0.3r
0.2r
1000 T e
0.1r M
0 . ) L .
0 0.2 0.4 0.6 0.8 1 102 10°

X N

Figure 4.13: Left: Density distribution f;(4,x) for initial distribution fi(0,x)
(dt = 0.1) using the fixed pivot method on a geometric grid (N = 64, vy = 0,
vi = hp, oy =1, v;01 = Tv;, i = 1,..., N — 1) and wavelets on a locally refined
grid (L =2, n =32, ie, N =64).

Right: Computational times (seconds) for f(5,z) for the fixed pivot and wavelet
methods depending on the problem size N (¢; = 3e — 5, ¢3 = e — 4) for 500 time
steps (dt=0.01).

Computational time with respect to grid parameters n, L

Here, numerical results are represented to illustrate the dependence of compu-
tational times on the parameters n, L in the construction of the nested grid. The
timings in this subsection include only computations for the source term which are
of complexity O((L + 1)nlogn) = O(N logn) [28] and clearly dominate the cost
of the sink term computations (which are of complexity O(N)) .

In Figure 4.14 (left), we show the computational times for 500 time steps (dt =
0.01) for different combinations of levels L and number of finest level intervals n.
In view of Assumption 1, i.e., n = 2% for some p € N, we choose L € {0,2,6,14} as
the number of refinement levels so that the total number N = (1+ L/2)n (3.19) of
intervals becomes a power of 2, i.e., N = 2% and timings for settings (n, L) leading
to the same N can be directly compared. In Figure 4.14 (left), we also display
curves for constant N € {512,1024,2048,4096}, showing the minor increase in
cost when transitioning from a uniform to a nested grid.

On a uniform grid, the computational complexity is O(nlogn) whereas the com-
plexity on a locally refined grid is O((L + 1)nlogn). In Figure 4.14 (left), we have
inserted respective lines for these complexity bounds for the uniform (L = 0) and
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Figure 4.14: Computational times for various parameter choices (L,n) for the
nested grid (source term, 500 time steps, dt = 0.01); Left: Illustration of O(nlogn)
complexity for fixed L, ¢ = 4.5¢-3 in complexity graphs; Right: Hlustration of O(L)
complexity for fixed n, ¢ = 4e-4 in complexity graph.

nested grids (for L = 14) which confirm these theoretical complexity orders.

The complexity estimate O((L + 1)nlogn) for graded meshes even implies lin-
ear complexity in the problem size N (€ O((L + 1)nlogn) = O(Nlogn)) if n
is fixed and the increase in NN is obtained through an increase of the levels L of
refinement. This is confirmed through the timings displayed in Figure 4.14 (right)
for fixed n € {32,64,128,256,512} and increasing L, leading to the increase in

N, He[e, t 1€ Sl()[)es Cn ()f the lineS CnL ~ tln(L)
n loggo n
L

§)n unknowns, converge to a constant,
ie., cn —3 ¢. In fact, the slopes ¢, decrease until n is large enough so that the
FFT-based aggregation on uniform grids with n intervals reaches its asymptotic
complexity O(nlogn).

, where t,(L) denotes the mea-

sured timings for a problem in N = (1 +

Numerical tests for the shear kernel

In this part, we show numerical results for the shear kernel (3.3) which is not sep-
arable but allows for an exponentially convergent separable approximation with
numerical separation rank 9. In particular, numerical tests suggest that less than
ten singular values oy, of the discrete kernel matrix (£(z;, y;))o<; j<n_, are larger
than typical machine precision (O(107°)) and these “numerically non-zero” sin-
gular values decay exponentially. In Figure 4.5 separable approximation of the
shear kernel has been constructed through Chebyshev interpolation and adaptive
cross approximation of the kernel function. Both methods are described in detail
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in subsection 4.1.3.

The numerical results in this section are designed to show that the wavelet method
on nested grids also works well for applications in which the kernel is not separable
but needs to be replaced by a separable approximation. Here as well, we will
illustrate results using Chebyshev polynomial and adaptive cross approximation.

08 — ‘ ‘ ‘ 05

n No separation (F.P.) No separation (F.P.)
n = = :Rank 2 1% - = ‘Rank 1
L n Rank 4 1 04r + Rank2
06 + Rank 6

031

X X

Figure 4.15: Left: Density distribution f;(15,2) with initial distribution f;(0, z)
(dt = 0.1) for the fixed pivot method (geometric grid, N = 128) and for the wavelet
method (locally refined grid, L = 2, n = 64) for different separation ranks using
Chebyshev polynomials (left) and adaptive cross approximation (right)

Figure 4.15 (left) shows the computed density distributions f;(15, x) for the initial
distribution f;(0, ) using different ranks in the separable approximation to the
shear kernel using Chebyshev polynomials and Figure 4.15 (right) using adaptive
cross approximation method. For Chebyshev polynomials, while the computed
density distributions for ranks 2 and 4 still show visible differences in the results,
this is no longer the case when using rank 6 (or higher). The adaptive cross ap-
proximation method leads to a very competitive approximation already for rank
2 solutions. Figure 4.16 illustrates the computational timings for 100 time steps
various problem sizes N and separation ranks M € {2,4,6,8} that are explic-
itly given in Table 4.5. It shows once more the clear advantage with respect to
computational time of the wavelet method using separable kernel approximations
compared to the fixed pivot method.

The timings in Table 4.5 confirm that for a fixed problem size N, the computational
time increases linearly in the rank of the separable kernel approximation.
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Timings according to Table 2
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Figure 4.16: Computational time (in seconds) for sink and source terms (100 time
steps, dt = 0.1) for the fixed pivot method (geometric grid) and the wavelet method
(nested grid) using different separation ranks (Chebyshev and ACA).

4.2.4 Change of mass

In this subsection we will provide additional detail on the subject of mass preser-
vation (recall (4.1)) which we already mentioned in Remark 3.

The discretization of the density function through piecewise constant functions
leads to piecewise linear source (1.3) and sink (1.5) terms which need to be pro-
jected back to piecewise constant functions. The difficulty lies in the fact that for
a locally refined nested grid, these functions are piecewise linear not on the nested
grid but on an equidistant grid of the grid width hj, of the finest level of the nested
grid. In Figure 4.17, we show a function that is piecewise linear on a fine grid with
grid width hy = 1/8. In the wavelet approach, this function is only evaluated at
the grid points of the graded grid which becomes coarser towards the right part
of the computational domain. In Figure 4.17, we show as an example a piece-
wise linear function on the coarser grid with grid width h, = 1/2. Since these two
piecewise linear functions have different mass, their mass-preserving projections to
piecewise constant functions will yield different results. In this particular example
of convex functions, the approximation on a coarser grid leads to an increase in
mass. The approximation of a concave density distribution by a piecewise linear
function on a given interval would lead to a loss of mass.

In [29], a rather involved method is developed that preserves mass for the source
term while maintaining the almost linear complexity of its computation. A dif-
ferent approach is to consider both the source and sink terms simultaneously and
enforce that mass is conserved. Here, we do not pursue either of these two ap-
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degrees of freedom () ‘ 64 128 256 512 1024 2048 4096
n 32 64 128 256 512 1024 2048

wavelet method | rank 2 | 0.04 0.08 0.18 0.39 0.88 1.8 3.9
nested grid rank 4 | 0.09 0.18 0.4 0.82 1.8 3.7 8.4
with L=2 rank 6 | 0.13 0.28 0.61 1.3 2.7 5.8 129
rank 8 | 0.23 048 1.04 2.2 4.7 9.9 217

fixed pivot method \0.01 0.04 0.17 0.7 3.19 14 59

Table 4.5: Computational times (in seconds) for 100 time steps (dt = 0.1) for
source and sink terms for the shear kernel for the wavelet method on locally refined
grids for different separation ranks and for the fixed pivot method on a geometric
grid.
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Figure 4.17: Piecewise linear functions on a coarse (h, =

proaches but use straightforward projections and monitor the resulting increase or
loss of mass, depending on the (convexity or concavity of) the density function.

In Figure 4.18, we display the relative change of mass at time ¢ (in percent) which
is computed by

_ m(t) —m(0)

)00 [%). (4.19)

Given an initial density distribution f(0,%), we first compute a mass preserving
projection onto the space S of piecewise constant functions with function values
C; on (af,z ] satisfying

T ol
Cixdx = / xf(0,x)dx, i=0,...,N—1. (4.20)

-
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Figure 4.18 shows the change of mass for different nested grid configurations
(L = 2,n). As explained through Figure 4.17, the error in mass occurs through
projections outside of the domain (0,27L] of the finest grid G, i.e., for grid sec-
tions corresponding to levels ¢ < L in which (piecewise linear) functions on a fine
grid are approximated through functions that are piecewise linear on a coarser
grid. Piecewise linear interpolation converges quadratically in the grid width, i.e.,

1
I£ = slko < SIS e

for any f € C?[a,b] and its piecewise linear interpolant s on a uniform grid of
width h, so we expect quadratic convergence which we indeed observe in Figure
4.18 (left): As we increase n by a factor of 2 (i.e., decrease h by a factor of 1/2),
the mass error decreases by a factor of 1/4.

0.2
L=2, n=16 =0, n=128
015" —L=2,n=32 || _ =1, n=128 |
- - L=2, n=64 g =2, n=128
s o1l L=2, n=128 | 2 =3, n=128
g v @ =4, n=128
n € —= =
S 005 5 e
1S3 ' [}
£ . 2
- £
8 g
5 -0.05f =
g
-0.1f
-0.15 ‘ ‘ -10 ‘ ‘
0 50 100 150 0 50 100 150

Figure 4.18: Change of mass over the time interval ¢ € [0, 130] (dt = 0.01) for the
Brownian kernel using a mass preserving projection (4.20) of the initial distribution

fl(O, {L‘)

Figure 4.18 (right) shows the change of mass for fixed n and an increasing number
of refinement levels L. On a uniform grid (L = 0), the mass is preserved. As
we add more levels, the mass error increases although we have additional grid
points. The reason is once more that the exact convolution of a piecewise constant
function is piecewise linear on the finest grid. For larger L, the size h; of the
finest grid decreases, which leads to an increasingly worse approximation on the
coarse part of the nested grid. We attribute the fundamental change of the error
curve when changing from L = 2 to L = 3 to the fact that the initial distribution
£(0,z) = e~ 1000(z=0125 4ceumulates a major portion of its mass on (0, 0.25] which
is included in the supports of the grids Gy, 0 < ¢ < 2 and is hence covered by an
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equidistant grid which is no longer the case for £ > 3. However, a further increase of
L does not yield any visible changes any more. This is once more due to the choice
of initial density distribution which satisfies | f(0,)|co,0.2-4) = f(0,27%) < 0.021
as well as | (0, 2)]o 02-4) < f/(0,27%) < 2.52, i.e., a finer resolution on (0,27]
does not promise much difference in the computed results.

In both plots of Figures 4.18, the change in mass eventually tends to zero as
t increases (i.e., m/(t) =% 0) which results from the fact that we consider an
aggregation process with a maximum possible particle size: After a while, all
particles have reached a size sufficiently large that they cannot aggregate any
more.
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Chapter 5

Evaluation of univariate aggregation
integrals with high order polynomials on
nested grids refined toward an arbitrary
point

In this chapter we discuss the evaluation of aggregation integrals through approx-
imating the density function by piecewise polynomials of order p > 1 on nested
grids refined toward an arbitrary point. We discuss algorithms for the efficient
evaluation of the source term (1.3) in sections 5.1, 5.2, 5.3 and sink term (1.6) in
section 5.4. Section 5.5 provides numerical results, leading to (heuristic) criteria
for the choice of polynomial degree and grid settings. The grids, basis functions
and spaces used in this chapter are discussed in subsection 3.2.2.

5.1 Source term

We approximate the density distribution f through a piecewise polynomial and the
factors a;(-), b;(-) of the separable approximation of the kernel s through piecewise
constants functions so that the evaluation of the source integral is reduced to the
convolution ¢ * ¢ of two functions ¢, € S (3.42) for a nested grid G (3.37)
refined toward an arbitrary point. Here as well, we chose a piecewise constant
approximation of kernel factors a;(-), b;(-) to ensure that functions ¢, belong
to the same functions space &, that f belongs to. Higher order approximation of
kernel factors is also possible, but it would require a different treatment for spaces
to which f and ¢, belong to.
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Using the levelwise decomposition (3.45) and the symmetry of the convolution, a
convolution 1 * ¢ can be written as

L
rp = Y duxor = Y Yexoet Y, @t (5.1)

£0'=0 0 <t<L 0<4<t'<L

Hence, we only need to consider the convolution ¢y * ¢, for ¢ < ¢ since we obtain
the second sum of convolutions by interchanging functions ¢ and v. (Since equality
¢ = {' does not occur in ¢ < ¢, we divide its contribution equally between the two
sums, later in this section we provide further detail.)

Our goal is to compute the Ls-orthogonal projection w := P(yp * 1) onto the
subspace S C Lo(R). Toward this goal, we compute Lo-orthogonal projections

Wyerr = PE//<¢€/ * 905) & Sgl!, g// = O7 e ,I/7 (52)

where ¢y € Sy and ¢y € Sp.

Since the exact convolution ¢y * ¢, typically lies in a much higher dimensional
space than Sy, especially when ¢/ < ¢/ < /, its computation and subsequent
projection are computationally inefficient. This will be avoided by projecting
to a coarser space before the convolution.

The computation of the projection Pp (> 1 * ¢y) (5.2) is split into the three

<t
parts
:E:l ::232 :E:s
Pgn( Z wg/ k SOZ) —|— Pg//( Z wel * 905) —Fpg//( Z wg/ k SOK) . (53)
0r<er<e < <e <<

In this chapter we consider nested grids refined toward an arbitrary point as illus-
trated in Figure 3.7. If the grid is refined toward the origin (Figure 3.8), only the
first sum has to be considered in view of the following lemma.

Lemma 2. If the grid is defined toward the origin, there holds ), = >, =0 for
the sums defined in (5.3).

Proof. Assume that the grid is refined toward the origin, i.e., s, = 0V¢ € {0,..., L}
for the shifts (3.33) marking the start of the refined grids of level ¢. A func-

tion g € Spn satisfies supp(pem) C <(%)€"+1 , (%)ZH] for ¢ =0,...,L — 1 and

supp(¢r) C (O, (%)L] whereas the convolution of two functions ¢, € Sy, 1y € Sp

satisfies supp(pg * ¥y ) C ((%)Hl + (%)”H , (%)Z + (%)q Hence, ¢/ < " implies
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(%)g,, < (%)“1 < (%)Hl + (%)M and therefore supp(per) N supp(we * Yy )

=0
which in turn leads to ), = >, =0if £/ < ¢". O

Before discussing the technical details of the computation of the sums ), (¢ <
<),y , <" <l)and Y, (¢ <€ < ("), we provide two illustrative
examples for linear (p = 1) basis functions on a nested grid with n = 4 initial
intervals, refined L = 2 times toward the interval midpoint 0.5, implying shifts
s1 = s9 = 1. The plots in the middle of the top and bottom rows of Figure 5.1
show the exact convolution (piecewise cubic on M) of the respective two piecewise
linear functions shown in the left plots. The right plots show the projections of
these exact convolutions to piecewise linear functions on grid levels ¢” = 0 (black,

dash-dot) ¢" =1 (red, dashed) and ¢ = 2 (green, dash-dot).

Basis functions on levels 0 and 1 _ Exact convolution (piecewise cubic) Projections to spaces S1 and S2

6
0 01 02 03 04 05 06 07 08 09 1 0 0.2 0.4 0.6 0.8 1 0 0.2 0.4 0.6 0.8 1
X X X

Basis functions on levels 0 and 1 _ Exact convolution (piecewise cubic) Projections to spaces S, and S0

i
760 01 02 03 04 05 06 07 08 09 1 0 0.2 0.4 0.6 0.8 1 "o 0.2 0.4 0.6 0.8 1
X

Figure 5.1: Nested grid withn =4, L = 2,s; = so = 1. Top: piecewise linear basis
functions @, and @, (left), their piecewise cubic exact convolution (middle)
and its projection onto the nested grid (right). Bottom: piecewise linear basis
functions ®f ; and ®3, (left), their piecewise cubic exact convolution (middle) and
its projection onto the nested grid (right).

In this section, we reformulate algorithms developed in [30], [34] to prepare efficient
evaluation of each of three sums discussed in (5.3). In order to reduce the com-
putational complexity and apply FFT, all three sums are reformulated in terms
of discrete convolutions involving vectors V and I' in equations (5.7), (5.11) and
(5.20), respectively, where V' and T" differ for the three cases.

The technical details of this and subsequent sections will lead to the following
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algorithms:

e Algorithm 11 computes the coefficients of V' and returns them as v (5.7), 0
(5.11) or ¢ (5.20), respectively.

e Algorithms 12 and 13 provide auxiliary coefficients for the computation of
the entries of I'.

e Algorithm 14 uses these subroutines and computes the desired sums ) ;, > 5, > .
It turns out that these vary only slightly from one another so that we can use
the same algorithm after adjusting some of its input parameters (see Table

5.1).

e Algorithm 15 combines the computations of all three sums for both ¢ < ¢
and ¢ < (. The case { = (' occurs in ), as well as in ) 5. In (5.7) (3 ,),
the summation over ¢ occurs in ['-coefficients (see 5.25) and the case ¢ = ¢
affects the computation of the convolution (5.7) through the coefficient ¢y (see
Table 5.1 and further explanations in subsection 5.2). In (5.20) (3_,), the
case £ = (' occurs in ¢ (see (5.19) along with its explanat1on). In addition,
Algorithm 15 performs projections (5.8) and prolongations (5.14) necessary
for each case.

e Finally, Algorithm 16 shows the implementation of the computation of the
sink term.

In the algorithms, expressions in the form “for (¢,4,k) € {0,..., L} x {0,...,p} X
{0,...,n — 1} do” (e.g. line 2 of Algorithm 1) abbreviate nested for-loops and
imply an order for the traversal through the indices starting from the first index
of the given set and ending with its last index.

Computation of ), (¢" < ' <)

In this part, we discuss the computation of the first sum ), in (5.3),

wer = P (Ve * oy) Z Z C o e S C Sh, for 0" <0 <.

Z (64 Z 1o’
ZEIZ// a=0

Using the representations (3.45) with coefficients (3.47), we may write
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Wl = / (o * o)) BLa(z) de

= Z %M%,X//‘De” (9) @, (z —y) dxdy

JGIZ’ /37X 0 4
k€L, AN z’ ¢
T (6,0),(3,8), (k,x)

e//z/
= > Z Y 8Pk Vi .5, 0 (5.4)

J EIZ/ B,x=0
keZy

i.e., for levels £, ¢, ¢" and integers i, j, k we define v-coefficients

Pyéof ),(4,8),(k,x) // ZU )(I)i,x('r - y) dﬂfdy
For the case ¢ > max(¢', ("), the shift property (3.43) can be used to show that
there holds ([34], Lemma C.2)

Yy N
Py(iva)’(jvﬁ)v(kvx) o ﬁyk_i2£—£/l+]'2£_4/a(awB’X)

for the simplified v-coefficients

ei/ £ // o ( s(W)®,  (z —y) dady. (5.5)

According to Lemma C.3 [34], we only need simplified coefficients for v = 0,
=0 =170=0, ie, 'yg??ﬁ o- Details on the computation of these simplified

v-coefficients are given in [34], explicit values for different index combinations in
Appendix A.

For ¢" = (" and i € Zy, equation (5.4) can be written as

= Z Y Pk Ve 5,80

JELy B,x=0
k€L,
/ f/
—ZZ@Z) ﬂzzwkx% —5)27% (@,8,%) (5.6)
JETy B=0 k€L, x=0 .
=T (ws)

_ZZ%IB i~ ,(e8)

B=0 5L,
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where we introduced I'-coefficients

AN . ,_
Zzspk,x/yk 122 ¢ (aBx)’ 1€ {0,...2£ Zn}.

k€T x=0

For ¢’ < /¢, the functions in the convolution ¥, * ¢, belong to levels with different
interval sizes. Hence, following [34], Lemma 3.1., the ['-coefficients are used to
transport , to the coarser level ¢'.

Introducing the vectors

Yo = (V4)jez,,

’

Lot = (Fi;:(zaﬁ))kEIp
Wea = (Wha)iez,,
equation (5.6) turns into
p
W o = Zl/)e/,ﬁ * Lot 0, (,) 0<<L0<a<p. (5.7)
=0

Therefore, for ¢ = ¢, the sum wy , in (5.7) is a convolution sum which by means
of FFT can be computed in almost linear (instead of quadratic) complexity. Its
implementation is given in Algorithm 14.

For computing wy» , on coarser levels ¢/ = ¢'—1,...,0, we use a (mass preserving)
projection Ry : 8§ — 8%, that maps a function wy € S, to a coarser space
S}, € 8). The respective coarsening operator R,_; is derived in [34] and can be
expressed through

w( ! Z 606 X(( )X+awgz )X + wgi-‘rl,x)‘ (58)

x=0

The computation of the coefficients &, , is detailed in [34], explicit values are given
in Appendix B. Further details on (5.8) will follow in section 5.3, its implementa-
tion results lines 13-16 of Algorithm 15.

Computation of ), (/' <{" < /)

The second sum ), in (5.3) can be written as

!
wer = Py ( D W) Py (Z Yy * Z W)

< <e Yy
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Since ¢ > (', there holds S}, C S},. We introduce a (trivial) prolongation Py, :
S/, — 8}.. Representing functions ¢y, ¢’ = 0,...,¢" — 1, with respect to the basis
> el 7
of the finer level ¢/ allows us to easily add them. Denoting 1 = > Pf (¢w),
=0

we obtain
-1 -1 L ) L
Pg// (Z wg/ k Z gOg) Pg// (Z PZ 1/}£/ Z QO[) = P[// <77D€// * Z @Z)
=0 o=p =p
(5.9)
for ¢/ < " < ¢ (in fact, (5.9) holds for all 1 < ¢" < L).
Using zbjﬁ, j € {0,...,20 — 1} to denote the coefficients of e with respect to

the basis By (3.44), sunllar simplifications as in equation (5.6) lead to

Wt Z Z T N i€ Iy, (5.10)

=0 j=0
and thus
p ~
Wero =Y e p* Lo gap), 1<{"<L 0<a<p, (5.11)
B=0

for vectors wpn o, U 5 defined analogously to wy o, ¥ g in the computation of 3.
We first compute the coefficients of ¢,

-1

Yo = 27’” Vo) =Py (o) + Py (1) + -+ Py (er—r). (5.12)

The coefficients of each term Pf," (1¢) can be computed recursively in view of

PL (Wp) = Por(Por_1(. .. (Poar(¥e)))),

for prolongations Py : Sh — Sk, 41 between consecutive levels. Then, equation
(5.12) can be reformulated as

Yo = Por(her—1) + Por(Po_1(her—2)) + -+ + Por(Por_1(. .. (P1(t0))))
= Po(er—+ (Pora(er—a+ ...+ Pa(thr + Pi(t)))))

1;5//_1
= Pu(thp_1 + pr_1), (5.13)
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allowing us to obtain ¢, in optimal complexity. The prolongation Py is defined
in terms of the coefficients in the representation with respect to the bases By
and By (3.44) [34],

vyl = Z@/@ Eap(—1)TF, Yl = ij Las. (5.14)

The computation according to (5.13) leads to the following steps which are imple-
mented in Algorithm 11.

1. We first assign to the projected coefﬁcients Y the values of not-projected
coefficients 1y = 1 for (" = , L (lines 5-9, Alg. 11). Note that
only the first n coefﬁ(nents we 5 from equatlon (5. 1()) are necessary for the

computation of w Wlth 1€ Lyn.

2. We apply the recursion formula (5.14) to compute Ypr = thor + P (ther_1 +
77/)4//_1) (1ines 10—12, Alg 11)

3. We subtract the corresponding level to obtain the final result Vpr 1= P (Yo 1+
Ypr—1) (lines 13-17, Alg. 11).

Computation of )", (/' << (")

Here, we discuss the computation of the third sum ), in (5.3),

wer = Py ( Z (O W) = Z Py (o * o) -

<o <o

Due to ¢/ < ¢ < 0", Yy * pp is a piecewise polynomial of at most degree 2p + 1

on Ger. We first compute >, P! (¢ * ¢;). Note that unlike the computation
o <e<er

of Y°,, here Pf,” maps polynomials of degree 2p + 1 of level ¢ to polynomials of
degree 2p + 1 of level ¢”. The formula (5.8) in the computation of ), to compute
the polynomial of order v on level ¢ — 1 requires only the first a polynomials of
the higher level £. In the computation of ) _,, however, in formula (5.21) we apply
the prolongation formula (5.14) (see section 5.3, Algorithm 15, lines 25-32), and
in order to compute the polynomial of order 8 from level ¢ + 1, we require up to
the highest existing polynomial order (which in this case is 2p 4+ 1) from level ¢.
The Lo-orthogonal projection is obtained by simply omitting the coefficients wﬁa

with @ > p. We separate the sum > Pf"(wf * (pg) into two parts, one for the
<o
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Input: n €N; (number of intervals on coarse mesh)
LeN; (number of nested refinements of grid)
p eN; (degree of polynomial)
5= (8¢)o<e<r € RETL (absolute shift)
€ = (& )o<i<p € RPFDX(EHL), (constant coefficients, see (5.14))
0<5<
(

S)sp
f = (ff-)0<i<p c R(p+1)X(L+1)Xn;
1020<L,

0<j<n

coefficients of density function)

a = (a%)o<e<r, € REFDX7 (kernel factor, piecew. const. on G )
0<i<n
Output: ¢ = (¥ ;) o<i<p € REHDXULAD>n - (ysed in )
P 0<e<L
~ _ 0%j<n
P = (@/ij)o<i<p € RPHx(UL+Dxn. (ysed in > 9, see (5.13))
" 0<e<L
. _ 0%j<n
U = (Yf;)o<icp € REFIXLxn, (used in Y., see (5.18))
(24297
0<j<n
1: )= 0,...,0);
2: for (¢,i,k) € {0,..., L} x{0,...,p} x{0,...,n—1} do
3: wiz = flfz ’ af;;
4: end for
5. for (¢,i,k) €{0,...,L—1} x{0,...,p} x{0,...,n—1} do
6: ifk—5>0&Fk—5 <n then
7 wﬁ,z‘"‘ = wﬁ—g,g,ﬁ
8: end if
9: end for
10: for (¢,4,5,k) € {1,...,L} x {0,...,p} x{0,...,p} x{0,...,5 — 1} do

= =
[

7 70— it+j. 7 _ - .
wﬁk,ﬂr = wk,jlfjﬂ'(_l) 5 d’ékzﬂ,i"‘ - wlw‘lfj,iv
: end for

13: for (¢,i,k) € {0,...,L —1} x{0,...,p} x{0,...,n—1} do
14: if@—5520&k—§g<n then

15: ¢£,i_ = wi—s‘[,ﬁ

16: end if

17: end for

18: for (¢,i,k) € {0,...,L —1} x{0,...,p} x{0,...,n—1} do
19: if]f—gg?0&/{?—§g<n then

20: Upi = Vi + 05¢5 5, 53

21: end if

22: end for

23: return (w,@/;,zﬂ)

o
>
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level £ = ¢” — 1 and one for all other levels ¢ = ¢/, ..., ¢" — 2, leading to

Qe = ) P (e k) (5.15)
0 <e<e”
o'—1
ZW V(W ko) + Y P (e k). (5.16)
0 <e<t—1

Since " > {', similar to the computation of ) |, we can represent functions 1 and
e * py with respect to the basis of the finer level ¢/ — 1

Y
~ o /- o -
Wy 1= P@”*l < Z P w(’ *()0@” 1> + PZ”*l ( Z PZ ’lpél * g0£)> :
0 <e<’—1
%/—/
o4
o

Denoting thpr_; = Z P5 " (1hy), we obtain the recursion formula

(.:Jg” = Pf/l//,1<¢f”fl * Qe —q ) + Pgll/lfl (djf”fl) .
~——

Wyt

(5.17)

Z/l ~
The coefficients g = Z P (4p) can be computed from the coefficients ¢y

used in ), and coefﬁments W” used in ),

-1 ¢ —2
Z// 1 Z// 1 // 1
e// 1= P '[pgl = 7) ’[bgl —l—P 7 Qﬂg// 1= ’(ﬁgu 1 + /(/}EN 1-
S0 - Sor0 szt
o= —1=¢
0=0,... 0" —2< 01 —1=f
(5.18)

In (5.15), therefore also in (5.18), the first sum corresponds to the case ¢ = ¢ —1 >
¢ and the second sum to the case ¢/ = ¢" —1 = ¢. Thus to divide the contribution
of ¢ = 0" we will use

o1 = Y1 + 0.5 _1, (5.19)
(see Algorithm 11, lines 18-22).

Writing the convolution in (5.17) as
Do = ter 1 % por 1 = Pp "} (ber1 % pen),
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we obtain similar to the computation of }, and >,

A[” e”—l f"—le”—l
S IT 0asyel

B=0 j=0

o= Yr_1p*Tr 1w i@, 1<C<L0<a<2p+1. (5.20)
=0

The recursion formula (5.17) can be rewritten as
Qpr = Por (@ 1) + P (Gpr_1). (5.21)

The prolongation (5.17) is implemented and explained further in section 5.3, Al-
gorithm 15, lines 25-32.
Omitting the last p + 1 coefficients of (ijl; we obtain the final result

wio = Pu(@)  0<a<np. (5.22)

['-coefficients

Here, we revisit the formulas given in [34], Lemma D.2, for the Ffl(i B)—coefﬁcients.
For ¢/ = ¢, there holds
p
0,0 o 0,00 ,
FZ (aﬁ) Z (()Oz,x + (_1) +6+X(pz l,x) 70( ,B,X)? 0 S ? S n, 0 S «, 0 S ﬁ S b-
x=0
(5.23)

These coefficients are computed in Algorithm 12, and we refer to them as “diag-

onal” I'-coefficients and denote them using a left subscript “d”, i.e., de (@) ‘=
00
Ditas)

For the remaining levels ¢/ = ¢ —1,...,0, the following recursion formula is used

a Z-‘r o Z-‘r—lf
Lo szavpfﬁq( Dy, g + (L ()PP 0
p=0 ¢=0

o l @ . /_
+(—1) T (pq)) 0<i<2/"n.  (5.24)

In Fflﬁf; 6y the index ¢ denotes the contribution of ¢, on the level /. For ¢/ < /¢ < L,

the values Ff/é ) can be collected in

A o o0
T s = Lot s (5.25)
=t
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Algorithm 12 4jI' = GammaDiagonal (n, L, p, v, f, b);

Input: n e N; (number of intervals on coarse mesh)
L eN; (number of nested refinements of grid)
peN; (degree of polynomial)
(
(

v € ReH)x@+1)x(p+1) constant coefficients)
f=( ffj)osiﬁp € Rpx(Lt+1)xn, coefficients of density function )
0<

oigéﬁ
b= (bf)o<e<r € REFX™: (kernel factor, piecew. const. on Gy)
0<i<n
Output: 4" € RPFD>(pH)x(E+1)x(nt1), (see (5.23))
1. for (¢,i,k) €{0,...,L} x{0,...,p} x{0,...,n—1} do
2: 90£,i = flfz - bg;
3: end for
4: gl = (0,...,0); (ol € R(p+1)><(p+1)><(L+1)><(n+1); )
5. for (m, k,j,0) € {0,...,p}*x {0,...,L} do
6: drgv(k,j)"'_ = Soé,m’Yk,j,m\/h_ﬁ dri(/@j)"i_ = (_1m+k+J)907€71,m7k,j,m\/h_£§
77 fori=1:n—-1do
8 all gyt = (@l + =100 )k jm Ve
9: end for
10: end for
11: return (4');
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In Algorithm 13, we compute these coefficients and refer to them as “reduced”
coefficients since they are collected and defined only through one (instead of two)

!

superscript level ¢'. We use a left subscript “r” to denote rFf’/(aﬂ) =T f7(a75) =
o

Z FZ (.8) (5.24).

=t

Formula (5.24) along with (5.25) lead us to

Vi oc VA a 0 +1
Lis = Z Zga rSh.q ( T +1 wa) T (1+(=1) +B+p+q)r2;2p )
p=0 ¢=0

a+ B ¢ ¢
+ ( 1) Jr61—‘2:%11 (ps Q)> = Fi+sé’+1 ( F2j117rr2jlvrrgz+—:l) (526>

where the F- coefficients are explained further in this subsection.

For fixed «, 8, we omit the («, 5)-subscript in the I-coefficients for n intervals and

L levels and define the matrix

N I SR Ly .. qTk
. = +
N Y ary ..o are
0 0
0 ... F(TE.TE) Foy o (TETETE) o Foys(TE . TE) .0
0 ... Fu (I T Fun(TLILTY o Fopa(Th o, Th) 0
with entries to be explained next. Since o, 8 € {0,...,p}, we have (p+1)? matrices

of this form.

For the last (finest) level, the diagonal coefficients 4I" coincide with the reduced
coefficients ,I" (as reflected through 0’s in the first row of the last matrix and
lines 3-5 in Algorithm 13). For the unrefined intervals j = 0,...,s, — 1 and
Jj=sc+%+1,...,n (note that there are (dim(Z,)+1) values), the diagonal co-
efficients 4" coincide with ,I" as well (reflected through the remaining 0’s in the
last matrix and line 8, Alg. 13). For the remaining ¢ = 0,...,L — 1 rows and
J = S¢,-..,5 + %5 columns (refined intervals), the ,I'-coefficients are computed
from the 4I-coefficients of the given level ¢ (line 8 in Algorithm 13) and a function
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Fipsyn, (Do TS TS, with @ = 0., 5, taking as arguments three coeffi-
cients of the finer level ¢ + 1 from the formula (5.26) (lines 12-16 in Algorithm
13).

Algorithm 13 ,I' = GammaReduced (n, L, p, s, &, q');

Input: n € N; (number of intervals on coarse mesh)
L eN; (number of nested refinements of grid)
peN; (degree of polynomial)

s € (Se)o<e<r, € RETL (refinement shift)
¢ € RpHDx(+1) (constant coefficients)
Output: ,I' € RPHDX(p+Dx(L41)x(n+1), (see (5.24))
1. oI' = GammaDiagonal (n, L, p, v, f, b);
2: ,I':=(0,...,0); I e R(p+1)><(p+1)><(L+1)><(n+1); )
3: for (i,7,k) € {0,...,p}* x{0,...,n} do
_ L _ 1L .
L alhep® =a Uy
5: end for
6: for (i,5,¢) € {0,...,p}* x {L —1,...,0} do
7. for k=0:ndo
, ¢ _ .
0 by =l
9: end for
10: for j;=0:7do
11: fori; =0:7do
i i 4 14 .

12: Ty T = Gin&in (1 (1) FFH) TR0+ (1T )

13:

i i Y4 i+ Y4 .

14: rrgéqu“"%’(i,j)_'— - giyilgj,jl((l + <_1) aEas 1+]1) Fn—i_ll ,(41,51) + (_1) * 1TFT:&1J1))a

15: fork=1:n/2—1do

¢ — i+1i /41

16: o D &iin§n (1) FQ;CFZ 1,(i1,51) .

7 ) + .

17: +(1 + (_1) +J+e 1+]1) F on (zl i + ( 1)]+]1 P2k;+1 (i ]1)>

18: end for

19: end for

20:  end for

21: end for

22: return (,I);
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5.2 Summarized algorithm to compute the source aggrega-
tion integral

The convolution formulas (5.7), (5.11) and (5.20) from ) ,, >, and ), respec-
tively, vary only slightly from one another so that Algorithm 14 can accomplish
these computations (using FFT, line 17) in all three cases by setting the parame-
ters w1, To, c1, Co, 3, v according to Table 5.1.

For the algorithm FFT_convolution of a fast convolution on an equidistant grid
(used in line 17 Algorithm 14), we again refer to Algorith 3. In particular, given
two vectors I', V' € R”, the algorithm

w = FFT _convolution(n,I', V')

computes the convolution w =T' %V, w € R", in O(nlogn) complexity.

Table 5.1: Input parameters for Algorithm 14 to compute the sums >, >, or

25

20 2 23
T1= 0 1 1
Tya= p p 2p
C1 = 1 1 0
= 0.5 0 1
C3 = 0 0 1
v= Y Y Y

When computing the coefficients of ) ,, we use ,I' — 0.54I" to obtain symmetry
for the case ¢ = ¢’ that appears twice. In the computation on ) _,, it always holds
that ¢/ < ¢ implying that we have only ,I". And in the case ), we see in equation
(5.20) that only 4I" appears since the two levels appearing in I'-coefficients are
always equal.

5.3 Projections and prolongations

In this section, we introduce Algorithm 15 which performs the projection (5.8) for
>, and the prolongation (5.21) for > ,. In addition, we combine the computation
of all three cases to obtain the final result for the aggregation source integral.
Since previous algorithms have been developed for ¢ < ¢, here we include also the
case ¢ > ¢ and distinguish between these cases by using (left) subindices A and
B. The additional subindices 1,2 and 3 correspond to the computation of Y, >,
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Algorithm 14 w = Source (n, L, p, v, 4T, .I', 21, 22, ¢1, ca, C3);

Input: n € N; (number of intervals on coarse mesh)
L eN; (number of nested refinements of grid)
p €N; (maximum degree of polynomial)
Output: w = (w!)o<icp € RETV*EHXN (coefficients of w )
0<I<L
0<j<n
1: ¢ = Coefficients (n, L, p, m, &, f, a);
2: ¢I' = GammaDiagonal (n, L, p, v, f, b);
3: .I' = GammaReduced (n, L, p, s, &, qI);
4: for (0,1,7) € {xq,..., L} x{0,..., 22} x {0,...,p} do
5 fork=0:n—1do
6: ay = viTjCS;
7. end for
& fork=n:2n—-1do
9: ar = O;
10: end for
11: for k=0:ndo
12: bk = clrff;v(m) — ngrij(zc»?j;)
13: end for
14: fork=n-+1:2n—-1do
15: b, = 0;
16: end for
7. (ro,...,r2,—1) = FFT _convolution(2n, a, b);
188 for k=0:2n—-1do
19: We it = Tk;
20:  end for
21: end for

22: return (w);
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and ) ,, respectively (lines 7-12). The lines 13-16 in Algorithm 15 implement the
coarsening operator R,_; according to the formula (5.8). The shift of a convolution
s (lines 14, 15) is defined as

¢~ -
Sy = 8¢ — 2541,

where §, is the absolute shift (3.34). s is the shift between the starting points of
the supports of functions defined on levels ¢ and ¢ — 1 for which a convolution is to
be computed. The “if” condition on line 18 is included so that undefined values
are not attempted to be accessed.

The coefficients @ (5.20) are computed by calling Algorithm 14.

In lines 25-28 of Algorithm 15 we compute Py (wpr—1) as given in equation (5.21),
where we use prolongation Py according to (5.14). In lines 29-32, we apply the
recursion (5.21) with P (0p—1). Finally, in lines 33-35, we set the values on refined
intervals to zero, and in lines 36-38, we obtain the final result for the aggregation
source integral.

5.4 Sink term

In this section, we discuss the evaluation of sink the aggregation integral (1.6)
which, after a separable kernel expansion can be computed as the sum of M
(kernel separation rank) terms of the form

1

Quni ) (1) = () / () dy.

0

In previous sections we discussed the sink aggregation integral (1.5) securing mass
conservation in (0,1]. Here, for simplicity, we considered the sink aggregation
integral (1.6) computing the solution of the problem in (0,1] but with mass con-
servation holding in (0,2].

1
We compute the integral [ ¢(y)dy using the representation (3.45),
0

L P L n
[ et =Y ko [ Who@ar+ S ek [ohitr. 5
— R s i=1 4=0 k=0 —_—
=R =0
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Algorithm 15 w = SourceProj (p, n, L, §);

Input: n e N; (number of intervals on coarse mesh)

LeN; (number of nested refinements of grid)
peN; (degree of polynomial)
¢ € Re+Dx e+, (constant coefficients)
Output: w = (wf ;) o<i<p E RPHOX(L+1xn. - (coefficients of w )
B

1: ¢ = Coefficients (n, L ,p, m, &, f, a);

2: 1 = Coefficients (n, L, p, m, &, f, b);

3: ¢I'4 = GammaDiagonal (n, L, p, 7, f b);

4: ¢I'p = GammaDiagonal (n, L, p, v, f, a);

5. .['4 = GammaReduced (n, L, p, s, &, dFA),

6: .I'p = GammaReduced (n, L, p, s, & a'B);

7. aqw = Source (n, L, p, ¢, al'a, T4, 0, p, n—1, 1, 0.5, 0);
8: 49w = Source (n, L, p, ¢, al'a, :La, 1, p, 2n—1, 1, 0, 0);
9: 43w = Source (n, L, p, ¢, al'a, [L'a, 1, 2p, 2n—1, 0, 1, 1);
10: gw = Source (n, L, p, ¥, aT'p, 'z, 0, p, n—1, 1, 0.5, 0);
11: pow = Source (n, L, p, O, al'p, \'p, 1, p, 2n—1, 1, 0, 0);
12: psw = Source (n, L, pU, alp, T 1, 2p, 2n—1, 0, 1, 1);
13: for ((,4,5,k) € {L..., 1} x {O .,D} X {0 ,i} x{0,...,n—1} do
14: A1W£+sf Pt = fw(( ™ T Alek] + A1W2k+1 j)

15 piwpbe it = G (21 Biwhy + miwh);

16: end for

17: for (¢,i,k) € {0...,L} x{0,...,p} x{0,...,n—1} do

18: 1fk—§g20&k)—§g<2n then

19: Wit = aWh_s,; + BIWE_ s, i

20:  end if

21: end for

22: for (¢,i,k) € {0...,L} x{0,...,p} x{0,...,n—1} do

23: gwﬁﬂ-—k = A2w£7i + ngﬁﬂ-;

24: end for

25: for (¢,i,5,k) € {1...,L} x{0,...,2p+1} x {i,...,2p+ 1} x {0,...,5 — 1}

do
i+ -1 -1
26: 3005/@,1‘"‘ = &a(—=1)" J(A3wk+s“ + B3W) g, 5);

. 14 — .. ¢
27 3w2k+1,i+ - £JaZ<A3wk‘+Sg,] + B3wk‘+34,])7
28: end for
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29: for (E,i,j,k:)e{1...,L}><{O,...,2p+1}><{i,...,2p+1}><{0,...,%—1}
do

30: 3W§k,z’+ = §a(—1 )H] (3W£+1sz J)'

31: 3w§k+1,7j+ =&, 1(3“’;;459@ ])‘

32: end for

38 for (£,i,k) € {1..., L} x {0,...,p} x {0,...,5 ~ 1} do
34: 1W£+£Z i = 0; oW k+sg i 0; 3wk+5¢ i 0;

35: end for

36: for (¢,i,k) € {0...,L} x{0,...,p} x{0,...,n—1} do
37: wéi = 0.5(1(,0]{,72- +2 wﬁvi +3 wéi);

38: end for

39: return (w);

Remark 4. In view of the orthonormality of the basis functions (3.46), the integral
fCID x)dx simplifies to

/w(y)dy =Vhe Y Y ey (5.28)

which is implemented in Algorithm 16, lines 2-6. In lines 7-9, the resulting inte-
gral (5.28) is multiplied by the coefﬁcients of 1, leading to the final result of the

aggregation sink integral (z f o(y

5.5 Numerical results

In this section, we provide numerical results for the methods and algorithms pro-
posed in the previous sections. The method can be applied for any polynomial
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Algorithm 16 z = Sink (n, L, p, ¢, ¥);

Input: n € N; (number of intervals on coarse mesh)
L eN; (number of nested refinements of grid)
p €N; (degree of polynomial)
Output: z = (2} ;) 0<icp € RETXEFDxn - (coefficients of z)
0<e<L
0<j<n
1: c:=0;;
2: for [ =0:L do
33 fork=0:n—-1do
4: e+ = ¢p oV
5. end for
6: end for
7. for (¢,i,5) € {0,...,L —1} x {0,...,p} x{0,...,n—1} do
8: zfy,i—i_ = cw;‘;,i;
9: end for
10: return (2);

order p > 0 while being mass conserving for all p > 1 (see proof in [29], Theorem
4.1).

As a kernel function, we use the Brownian kernel rp(x,y) (3.2). In our tests,
we will use one of the initial density distributions f1(0,z) (3.12), f2(0,z) (3.13),

£1(0,7) (3.15).

Figure 5.2 shows the distributions computed at time ¢ = 4, f;(4,z) (i € {1,2,4}),
which have been computed on a uniform grid with n = 2048 intervals and poly-
nomials of order p = 5 and as such serve as reference solutions for testing the
accuracy of approximations to the density distribution computed with fewer de-
grees of freedom.

We will provide numerical tests to compare results with respect to the accuracy of
the computed solutions and to the required computational time (in seconds). In
the first part of this section, we will test the algorithms on uniform grids, varying
the polynomial degree p and the grid width %, leading to (p + 1)n degrees of free-
dom. In the second part, we report on numerical tests performed on nested grids,
illustrating the effect of adjusting the location of the grid refinement to the shape
of the density distribution.

Uniform grids
In Figure 5.3, we show the difference between the reference solution computed
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Figure 5.2: Computed distributions f;(4,x), fo(4, z), f4(1.5, ) for the initial dis-
tributions (3.12), (3.13) and (3.15) all using time stepwidth dt = 0.01, Brownian
kernel, uniform grid for p = 5, n = 2048.

with p = 5, n = 2048 and the solution computed with p = 3, n = 128 for density
distributions f1(4,x) and fo(4,x). The error is a piecewise polynomial function
with p = 5 on 2048 intervals. Since the absolute value of the error is small on the
right half (0.5,1] (< 7.5-107% for f;(4,z) and < 1.25-107° for f,(4, 7)), we show
the error only on the left half (0,0.5]. Larger errors appear only around the peaks
of the computed density distributions f;(4, ), motivating local grid refinement as
discussed in this chapter.

g i g
)
2 |y -2
-3 ‘ rU -3t o
f
-4 -4t |
5 -sf
-6 -6

0 0.1 0.2 0.3 0.4 05 0 0.1 0.2 0.3 0.4 0.5
X X

Figure 5.3: Error between the reference solution with p = 5, n = 2048 and ap-
proximations using p = 3, n = 128 for fi(4,z) (left) and f5(4, ) (right) (400 time
steps, dt = 0.01, uniform grid, Brownian kernel).

In Figure 5.4, we show the Ly errors between the reference and computed solutions
with respect to the number of degrees of freedom, (p + 1)n, (left plots) as well as
with respect to the required computational time (in seconds, right plots), obtained
for different combinations of n and p for the initial distributions f;(0,z) (3.12)
and f>(0,z) (3.13) after 400 time steps with dt = 0.01. Each figure shows curves
associated with a particular polynomial order p, and each curve has (up to) seven
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markers corresponding to (from left to right) the number of uniform intervals
n = 16, 32,64, 128,256, 512, 1024.

Accuracy depending on DoF for f, (4,x) Accuracy depending on timing for f, (4.x)
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Figure 5.4: Lo error depending on the number of DoFs (left) and on the compu-
tational time (in seconds, right) for the initial density distributions f1(0,z) (top)
and f5(0,2) (bottom) after 400 time steps (dt = 0.01, uniform grid, Brownian
kernel).

The plots show that higher order polynomials lead to more accurate solutions (left),
however at the price of increased computational costs. In these two examples, a
recommendation on the optimal choice of n and p appears to depend on the desired
accuracy: less accurate solutions are computed fastest with low order polynomials
while better accuracies are reached in shorter time using higher polynomial orders
with a break-even accuracy around 1076,

The algorithms discussed in the previous sections are of (theoretical) complex-
ity O((p+1)?NlogN) ~ O((p + 1)*(L + 1)nlogn) ([30]) which becomes O((p +
1)?>nlogn) on uniform grids. In Figure 5.5, we confirm these estimates through
our numerical tests.
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Nested grids

Timing depending on n for different p

108
+ p=0
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10t . .
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n

Figure 5.5: Computational time (in seconds) depending on n and p for 400 time
steps (dt = 0.01, uniform grid, Brownian kernel) and reference complexity lines
c(p+ 1)’nlogn with ¢ = 8.5¢ — 4.

In Figure 5.6, we show numerical results for the initial distribution f4(0,z) (3.15)
on two different nested grids with three levels of refinement (i.e, L = 2) and, for
comparison, on a uniform grid (L = 0). The refinement occurs at different loca-
tions that are specified by the shift parameters s; = s, = 0 and s; = 0,52 = %,
respectively. In the case s; = s; = 0, we refine first time in the interval (0, %]
and second time in the interval (0, 1] whereas s; = 0,5, = % leads to the same
refinement for the first level in the interval (0, %] but to a different refinement for

14
the second level in the interval [, 2] around the peak of the initial distribution
f4 (O, IE)

88
We perform tests both for piecewise linear (p = 1) and piecewise quadratic (p = 2)
functions. The top left plot in Figure 5.6 shows the L, error of the computed
approximation with respect to the number of degrees of freedom. For a fixed
polynomial degree p, the results using the shift s; = 0, s, = 7 are better compared
to a uniform grid or, even worse, the “wrong” shift s; = so = 0. Results obtained
with polynomial degree p = 2 are all more accurate than those for polynomial
degree p = 1, regardless of the nested refinement. In Figure 5.6 (top right), we
show the computational time with respect to the number of degrees of freedom.
As expected, computations on a uniform grid and on a nested grid refined toward
the origin are faster than those on a nested grid with s; = 0,59 = n/4. In view
of Lemma 2, a refinement toward 0 requires less time than a refinement using
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s1 = 0,5y = % (or, in fact, any other s, > 0) since only the first sum ), instead
of all three sums ) ,,> ,,> 5 in (5.3) have to be computed. Figure 5.6 (bottom)
illustrates the Ly error with respect to the computational time to compute f4(4, ).
The results indicate that, at least for this chosen test case, uniform grids are very
competitive since the local refinement introduces computational overhead which
leads to computational times surpassing those for using uniform grids (leading to
comparable accuracies).

Timing depending on DoF for f4(4,x)

Accuracy depending on DoF for f4(4,x)
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Figure 5.6: Numerical results on nested grids with three levels of refinement
(L = 2), shifts s; = s = 0 and s; = 0,55 = n/4 and on a uniform grid (L = 0),
polynomial degree p = 1 and p = 2; all for d¢ = 0.01 and 150 time steps. Top left:
Ly error with respect to the number of degrees of freedom; Top right: Computa-
tional time with respect to the number of degrees of freedom; Bottom: L, error
with respect to computational time.

In Figure 5.7, we illustrate the computational time for different combinations of
L and n for fixed p = 1 for a grid that is refined toward % using shifts s, = 7,
confirming the linear complexity in the number of local grid refinements L.

The numerical tests in this section allow the following conclusions.
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Timing depending on n for different L
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Figure 5.7: Computational time (seconds) for different combinations of L and n
with shifts s, = 7 and fixed p = 1 for 400 time steps with dt = 0.01, in complexity
graph ¢; =7, ¢o = 20.

e Theoretical complexity estimates O((p + 1)*(L + 1)nlogn) are confirmed
through numerical tests (see Figure 5.5 for dependence on p,n, Figure 5.6
(top right) for nested refinement and Figure 5.7 for dependence on L).

e Numerical tests illustrate the Ly error of computed approximations both in
terms of the required storage (indirectly through the number of degrees of
freedom) and the required computational time.

— If the objective is to reduce the necessary number of degrees of freedom
(while maintaining a certain accuracy), an increase of polynomial degree
p is recommended rather than an increase in the number of intervals n
(illustrated for uniform grids in Figure 5.4, left plots). Increasing the
polynomial degree (on all intervals) also appears to be superior to a
local grid refinement (see Figure 5.6, top left).

— If the objective is to reduce the computational time (while maintaining a
certain accuracy), the situation is different: Now a uniform grid appears
to be preferable over a nested grid (see Figure 5.6, bottom), and an
increase in polynomial degree beyond p = 1 does not show much benefit
(if any) compared to p = 1 (on different uniform grids, leading to the
same number of degrees of freedom, see Figure 5.4, right plots).
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Chapter 6

Evaluation of bivariate aggregation
integrals with piecewise constant functions
on uniform meshes

6.1 Introduction of the bivariate problem

Different approaches and numerical results for bivariate population balance equa-
tions have for example been introduced in [2], [73], [41], [14], [15], [44], [12].

In [2], [73] and [41] the one-dimensional fixed pivot (see section 2.3) and the cell av-
erage techniques have been extended to solve two-dimensional population balance
equations using a rectangular grid where a particle is assigned to four neighbor-
ing points. To solve multidimensional problems (considering d particle properties)
with this method a particle is assigned to 2¢ pivots. In [12] a new approach has
been introduced for the fixed pivot scheme, where a particle needs to be repre-
sented only through d + 1 instead of 27 pivot points, e.g., for bivariate problems
triangular elements are chosen to fill in the two-dimensional space. The fixed pivot
method has been applied to two different types of triangular grids and a better
result has been reported for number density distribution using these triangular
grids than the rectangular grids used earlier. Higher moments obtained with the
fixed pivot method on rectangular and triangular grids have been compared in [44].
In the same paper the two types of triangular grids considered for the fixed pivot
method have been applied also for the cell average technique. In [14] and [15] a new
structured discretization, called X-discretization, of the two-dimensional space is
proposed. Here, with the birth of larger particles, the computational domain is
expanded, and with the death of smaller particles, it is contracted, reducing the
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computational effort further.

In this chapter we discuss the discretization of the computational domain though
an equidistant mesh. The direct implementation of this approach may lead to
quadratic complexity in the number of unknowns. The complexity could amount
to n? for tensor grids where for discretization n degrees of freedom are used for any
of the d properties, quickly leading to a computational bottleneck. Particularly,
for bivariate problems the straight-forward evaluation of the integrals leads to
O(n*) complexity, which can be reduced to O(n?logn?) = O(2n?logn) applying
fast Fourier transformation. Such a reduction of complexity for bivariate problems
will be the subject of this chapter. There are various algorithms in the literature
for reducing the complexity using multidimensional fast Fourier transform [17],
[62], [16]. Here, we will discuss the most commonly used algorithm, known as the
row-column algorithm [18], [63].

The partial integro-differential equation governing the density function f for bi-
variate problems is given as follows,

0
T30 _ (1) 1,22, 2= Quonne (1) 1, 8) — Qe ) 1,22, ),

X1,Z2 € (O, 1], te [0,T],(61)
with aggregation source and sink terms

Qsource(f) (xla T2, t) =

1 T2

1
5///@(961 — Y1, T2 — Y2, Y1, Y2) f (1 — y1, T2 — Y2, 0) f (Y1, Y2, t) dyr dy2,  (6.2)
0 0

Qsink (f) (71, 2,1) =

1—z1 1.—x2

f(951,$2>t)/ /K($1>$2ay172/2)f(y1:y2,t)dyldy2- (6.3)
0 0

The source term (6.2) describes the birth of particles of property (x1, zs) from par-
ticles of property (x; — y1,22 — y2) and (y1,y2). The sink term (6.3) corresponds
to the death of particles (x1,z5) due to the aggregation with particles of property
(y1,y2). Here we assume that particles have properties in the interval (0, 1] x (0, 1].
A particle of property (x1, z5) can then aggregate only with particles of up to max-
imum property (1 — x1,1 — z3), leading to the integral upper limits in (6.3). The
aggregation kernel k(z1,x9,y1,y2) describes the aggregation rate of particles with
properties (z1,x2) and (y1,y2) to form particles of size (21 +vy1, 22 +y2). Note that
for this bivariate model both particle properties have to be “additive”.
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In the bivariate case as well, the efficient evaluation of aggregation integrals is
based on a separable approximation of the kernel function and fast Fourier trans-
formation. The separable kernel approximation of the bivariate aggregation kernel
K(z1, 9, Y1, y2) can be expressed in the form

M
KT, T2, 51, 02) = Y an(1,22)bu (1, 40)- (6.4)

v=1

There are various methods in the literature to derive separable approximations of
the bivariate aggregation kernels, including Chebyshev interpolation and adaptive
cross approximation. These methods have been described in subsection 4.1.3 for
univariate kernels but can also be extended to derive separable approximations for
the bivariate kernels [33]. After this approximation step, the aggregation source
(6.2) and sink (6.3) integrals can be computed as sums of M terms of the form

T T2

Qsource(xh xQ / /¢V — Y1, T2 — y2)%0y(y1, yQ) dyl dy2 =

1 T2

1
3 //a,,(xl — Y1, 2 — yo) f (71 — Y1, T2 — Y2)bu (Y1, y2) f (Y1, y2) dyr dy2,  (6.5)
0 0

1—x1 1—x2
Qsink(xlyx2) =¢u($1,372) / / SOV(yl,yz) dy1 dy2=
0 0
1—z1 1—x2
au(fvlaxz)f(xbwz)/ /bu(yl,yz)f(yl,yz)dyldyz- (6.6)
0 0

On the domain (0,1] x (0, 1] (see figure 6.1) the grid G is characterized by (n + 1)
points

with h = =, where n is the number of intervals in each property dimension.
The mesh C associated with this grid consists of n? cells and is defined as

n—1
= cu (6.8)

1,j=0
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Figure 6.1: Uniform two-dimensional grid, n = 4.
where each cell is given by
Cij = (ih, (i + )h] x (jh,(j+1)h]  with  4,j=0...n— 1. (6.9)
We define the function space S as
S :={f | f is piecewise constant with respect to the mesh C}. (6.10)

The function values are assigned to the mid points <$21 L [EJQ 1 ) of cells C; ;.
2 2

6.2 Source term

We drop the subscript v in (6.5) and focus on the evaluation of

r1 T2

1
Qsource<x17x2> = 5//”¢(951 — Y1, T — 3/2)90<3/1;y2) dy dys, (6-11)
0 0

where the functions ¢, 9 € S (6.10) are uniquely determined through the constant
values ¢y ¢, ¥y on the cell Cpyp, K =0,...4, £ =0,...7. The area of the cell Cy
(6.9) is h?, leading to the discrete formulation

h? = & .
Witljl = 5 Z Z@k,wi—k,g‘—e, 1,7=0,...,n—1 (6.12)
k=0 (=0
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In (6.12) wit1j41 is the value at the grid point (zj,,,z7,;). It is obvious that
wi;=0ifi=0o0r j=0.

The efficient evaluation of (6.12) can be accomplished by a two-dimensional fast
Fourier transformation. We introduce Algorithm 17 that receives as an input a
matrix and outputs either its fast Fourier (FFT) or inverse fast Fourier (IFFT)
transformation. The two-dimensional (inverse) fast Fourier transformation can
be obtained from the one-dimensional Fourier transformation (section 3.3). For
two-dimensional FFT we use the well-known row-column algorithm [18], [63]. In
(6.13) we show how the two-dimensional FFTs can be expressed by means of one-
dimensional FFT

2n—1 2n—1
(FFT2(0)) s = 37 g™ 070 = 3 (FF T 1)
- (FFTCOl(FFTmW(y)))W, (6.13)

where the subscripts “row” and “col” denote row and column and (FFT,ow(y)),,s
and (FFTci(y)),,. are defined as follows

2n—1 2n—1

(FFTrow(y))p == Z Yage MM (FFTe(y Z Yupe P

As a prerequisite for the application of FFT similar to the one-dimensional case,
we need to expand the given matrices ¥, € R™™ to 1, € R " by zero
padding. Algorithm 17 computes the one-dimensional Fourier transformation of
each column of the expanded matrix 1, then of each row of the result according
o (6.13).

As the next step we develop Algorithm 18 that performs the evaluation of the sum
(6.12) using the two-dimensional Fourier transformation (Algorithm 17).

First, we compute coefficients ¢,, , and @@W, m,q,s,p=0,...2n — 1 such that

2n—1
1 .
Pro = yre Z 1mk7r/n671q27r/n (614)
1 2n—1
@k,f =1 Z 7pefls(k v)m/n 7zp(£ w)m/n (615)

hold for all £,k =0, ...,2n — 1. Substituting (6.14) and (6.15) in (6.12) yields the
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Algorithm 17 ¢ = (I)FFT2 (n, );
(Two-dimensional fast Fourier transformation.)

Input:  Intervals in each property dimension n € N, matrix ¢» € R"*" for convolution;
Output: Two-dimensional fast (inverse) Fourier transform ¢ € R?*"*?" of matrix 1;

1: for (4,5) € {0,...,n =1} x{0,...,n — 1} do B

20 thiy = Yiy; Untintj = 0; Vin+j = 0; Unig = 0;
3: end for

4: forAizozn—lglo

5: (I ::(I)FFT(@D@;);

6: end for

7. for j=0:2n—1do

8 ., =(DFFT(¢.;);

9: end for R

10: return ;

following expression with extended matrices ¢ and ¢. Then it holds that

2n—12n—1
Wytlptl = E E Ol Vy—kp—t
k=0 (=0
2n—12n—1 1 2n—1 1 2n—1
_ ~ —imkn/n _—igln/n N —is(k—v)mw/n —ip(l—p)m/n
_ T Dl B S e i
k=0 ¢=0 m,q=0 s,p=0
1 2n—1 2n—1 1 2n—1
_ A N —isvm/n —ipum/n E : —i(m—s)kn/n —i(g—p)lr/n
= _4n2 Pm,q Z ws,pe e —4n2 € ve
m,q=0 s,p=0 k,0=0 :47%471257”‘&‘5%0
1 2n—1
_ o ¢m7q¢m,q 6—zm1/7r/n€—7,qu7r/n
m,q=0 .
=iWm+1,q+1
2n—1
_ 1 ~ —imuT/n ,—iqum/n (6 16)
- An2 Wm+1,q+1€ € .
m,q=0

1 iftm= =
with Kronecker delta 0, s0,, = P Sa=p
0 else.

In view of (6.16), the computation of the sum appearing in (6.12) can be sum-
marized in three steps introduced in Algorithm 18 (see also three steps in section
3.3).

The computation of the source term (6.2) leads to a two-dimensional piecewise
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Algorithm 18 w = FFT _Convolution 2D (n, 9, ¢);
(Convolution using fast Fourier transformation.)

Input:  Intervals in each property dimension n € N matrlx ¥, € R™™™ for convolution;

Output: Convoluted sum w € R (w; 1 ;41 = Z Z Orai-kj—t, 4,7 =0,...,n—1);

Y=FFT2(n,);
p=FFT2(n, o);
fori:=0:2n—1do
for j=0:2n—1do
Wit1,j+1 = Yij - Qi
end for
end for
w=IFFT2(n,w);
w=w(l:n,1:n);
return w;

,_.
e

bilinear function of the form (a; 4+ byx1)(as + bax), that has to be projected to the
piecewise constant space S (6.10). We aim to find a mass preserving projection
that maps the values of the function w(zy, x2) at the grid points (z7,23), (z},,27),
(zi,23,1), (¥, 23,,) to a single value w, defined at the point (x +§,x;+%) (see
Figure 6.3).
We denote the values of w(xy, ) at four grid points forming the cell C; ; as follows
Wij = w(leasz) = w(ih, jh),

Wit1,5 ‘= w( T, 2) = w((z + 1)h>]h)7
(x’L17 szJrl) - w(lha (j + 1>h)7
Wittjr1 = W(Th, 05,) = W((@ + 1), (7 + 1h). (6.17)

The piecewise linear function that satisfies conditions (6.17) is uniquely defined as

&
?’__;
E

Wit1,j+1 T Wij — Wig1j — Wi j4+1 . .
i+1,5+ 1]h2 i+1,7 1,7+ (l‘l—lh)(l'g—jh)

W(Il —ih) + W(@ — jh) + wi . (6.18)

Similar to the one-dimensional case, to preserve the total amount of x; particle
property, e.g., total mass, the following equality has to hold

w(zy, x2) =

(i+1)h (7+1)h (F+1)h (j+1)h
/ / rw(xy, T3) drg dry = / / 1w, dxy dr;. (6.19)
ih jh ih jh
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'
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T

Figure 6.2: Uniform two-dimensional grid, n = 4.

A straight-forward integration in (6.19) with w(z1, z2) from (6.18) leads to

_ 3i+2
C12i+6
3i+2
6i + 3

(Wit1j41 + Wiy — Wig1j — Wij41)+ (6.20)

We
Wij+1 — Wij

2

(Wit1,; — wij) + + wi ;.

In Algorithm 19, line 7 yields the convoluted sum on the grid points. In line 9,
we apply the boundary conditions, and in line 13 we insert the computed values.
Finally, in line 18 we apply the mass conserving projection (6.20).

6.3 Sink term

In this section we discuss the efficient evaluation of the bivariate aggregation sink
term (6.3) using a kernel separation, which leads to the form (6.6). The sink term
can be rewritten as

1—21 1—2x2

Qsink (@1, T2) = (21, T2) / / (Y1, Y2) dyr dya = (1, 22)P(21, 72),  (6.21)
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Algorithm 19 ¢ = separableSourceAggregation 2D(n, f,a, b);
(Evaluate the aggregation source integral (6.2) using piecewise constant approxi-
mations on an equidistant mesh.)

Input: neN; (intervals in each property dimension)
f e R™™, (piecewise constant density function values)
a,b e R, (kernel factors)
Output: ¢ € R™*"; (pilecewise const. aggreg. ¢; ; ~ Qsource(f) on cell C; )

1: fori=0:n—1do
2: forj=0:n—1do
3 Yij = aij - fij;
4 @i = bij fig;
5. end for
6: end for
7. w = FFT _Convolution_2D(n, ¢, ¥);
8 fori=0:ndo

9 wio=0; woi = 0;

10: end for

11: for i =0:n do

122 for j=0:ndo

13: Witlj+1 = Wi
14:  end for
15: end for

16: fori=0:n—1do
17 for j=0:n—1do

. _ h% (3i42 ([~ ~ ~ ~ 3i+2 [~ ~
18: %ij =% (12i+6 (@it1,541 + Wi — Dig1,j — Dir1) + 503 (@1, — Wiy)
. Wij41=Wiyj | -~ .
19: +% -+ wi,j> ;
20: end for
21: end for
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with
1—z1 1—xo

oo = [ [ el duid (6.22)

Lemma 3. Denoting ¢(z;,27) = @i and p(x},r5) = @;; in integral (6.22) it
holds that

Pij = Pir1j — Pirtj1 + Pige1 + h2Pn_1 in_1-;. (6.23)
Proof. We can rewrite terms in (6.23) as follows and successively combine them

_ _ ) _
Pir1j — Pirlj+1 T R on1 15 + Pijr1

1—(zl+h) 1-a3 1—(zl4h) 1—(z2+h)
= / /s@(yl,yz)dyldyz— / / ©(y1,y2) dyr dya
0 0 0 0

1—z! 1—(z3+h)

/ / y1>y2 dyy dys / / yl y2 dy, dys

(z}+h) 1- (:1:2+h

1—(zl4n) 1-a3

= / / (Y1, y2) dyr dya + / / ©(y1,y2) dyr dys

0 1—(a3+h) (z;+h) 1—(a3+h)

1—g! 1—(z2+h)

7

+ / / ©(y1,Yy2) dyr dyo = / / o(y1,y2) dyr dys
0

[

x +h
+/ / ©(y1,Yy2) dyr dys = / /sO(yl,yz)dyldyz
0 0 0

]

The computation of the sink aggregation integral is presented in Algorithms 20.
The computation of the the piecewise linear function ¢ (6.22) using the formula
(6.23) is shown in line 12 of the Algorithm 20.

We will demonstrate the formula (6.23) and the procedure presented in line 12 of
the Algorithm 20 on the example of a single grid point. Computing the integral
(6.22) at the grid point (z},23) is equivalent to the integration of the function ¢
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Algorithm 20 ¢ = separableSinkAggregation_2D(n, f, a,b);
(Evaluate the aggregation sink integral (6.3) using piecewise constant approxima-
tions on an equidistant mesh.)

Input: neN; (intervals in each property dimension)

f e R, (piecewise constant density function values)

a,b € R™*™, (kernel factors)

Output: ¢ € R™*™; (piecewise const. aggreg. ¢;; ~ Qsnk(f) on cell C; ;)

cfori=0:n—1do
for j=0:n—1do
%j = Q4 - fz‘,j;
©ij = bij- fij;
end for
end for
for:=0:ndo
@i = 0; Oni =05
end for
fori=n—-1:0do
for j=n—-1:0do
Bij = Pij+1 + Pir1y — Pirtjr1 + P Pn-1—in—1-j;
end for
: end for
cfori=0:n—1do
for j=0:n—1do
Gij = Vij (%(@H,jﬂ + @i — Pivry — Pigi) T oz (Pir1y — Pig)
_’_‘Pl,,7+12_901,ﬂ + @i,j) :
end for
. end for

N = = = = = R e e e
S L XP TSR 2
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over the surface of the dashed cells Cy and Cp ;. The first three terms on the right
hand side of the equation on line 12 yield the integral over the surface of the cell
Co, that has been computed in the previous step of the backward loop and is the
value of the integral (6.22) at the grid point (z3,22), since @(z3, r3) = @(xi, 22)=0.
The last term of the equation on line 12 yields the surface of the cell Cy 1, which is
the product of the function value in the cell Cy; and the factor h* appearing due
to double integration.

T2

(0,1) &, &, (1,1)

(1,0)

X1

Figure 6.3: Uniform two-dimensional grid, n = 4.

Finally, in line 17 of Algorithm 20 we use the projection formula (6.20) and multiply
it with the remaining part of the sink term v (xy, z5) obtaining the final result.

6.4 Numerical results

In this section we show numerical results that were obtained using the algorithms
presented in chapter 6. In our tests, we use one of the kernel functions (6.24),

(6.25), (6.26).
Koo (T, T2, Y1, y2) =1 constant kernel (6.24)
1 1 _1 _1
kpo(T1, To,y1,Y2) = (23 +y?) - (213 4+ 1y, ?) Brownian kernel (6.25)
Ksa(T1, T2, Y1, Y2) 1= T1 + T2 + Y1 + Yo sum kernel (6.26)
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In (6.24) we assume that the kernel function is constant with respect to both
properties, in (6.25) we assume that the aggregation kernel depends only on one
of the particle properties, i.e., kpa(x1,Z2,v1,y2) = Ep2(x1,y1) - Ap2(za, y2), with
Rpa2(z2,y2) = 1, and finally in (6.26) the kernel function depends on both particle
properties.

As an initial distribution we choose

f5(0, 71, x2) — 6—1000(171—0.125)26—1000(:02—0.125)2' (6.27)

Figures 6.4 and 6.5 show the initial density distribution f;5(0,z1,22) (6.27) (top
and bottom left) and the density distribution after 11000 time steps (dt = 0.1)
for the sum kernel (6.26) (top and bottom right). While the figures on the top
show property coordinates x; and xy only, the figures on the bottom are the
three-dimensional equivalents, with density distribution f plotted against property
coordinates x; and x,. Figure 6.4 is plotted for n = 32 and Figure 6.5 for n = 64
grid points in each property dimension. We see that the approximated initial
distribution and therefore also the computed result differs for n = 32 and n = 64,
since 32% = 1024 cells (n = 32) are not yet able to provide a good approximation.

In Figure 6.6 we show the density distribution after 5000 time steps (dt=0.1) for
the Brownian kernel (6.25) and again for the initial distribution f5 (6.27) (see
Figure 6.5 top and bottom left) for n = 64 grid points in each dimension.

In all three Figures 6.4, 6.5 and 6.6 we notice that if we start with a distribution
of particles with small mass in both dimensions, i.e., initial distributions placed
on the left bottom corner of the domain (such as the initial distribution f5 (6.27)),
only a small part of the domain (mainly the part around the diagonal) is inter-
esting for covering the evolution of the distribution. This result encourages the
development of locally refined grids or refinement in hierarchical fashion around
the diagonal which will lead to further reduction of computational time.

In table 6.1 we show the times consumed by the numerical computation of the
source term for the constant kernel kcy. The comparison includes the source
term computed directly with the explicit evaluation of quadruple sums, or with
the separable approach and fast Fourier transformation. The table confirms the
complexities O(2n%logn) for the newly introduced approach and O(n?) for the
direct evaluation.
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Figure 6.4: Density distribution after 11000 time steps (dt = 0.1) for initial distri-
bution f5(0,z1,2z2) (6.27), kxo (6.26) on a uniform grid, n = 32.

Intervals in each property dimension (n) | 16 32 | 64 | 128 | 256

FFT 0.193 | 0.76 | 3.11 | 14 57
no FFT 0.16 | 2.5 | 38.1 | 676 | 7000+

Table 6.1: Times (in seconds) to compute the bivariate source terms for
f5(0, 21, 22), Koa(T1, 72,41, ¥2) = 1, 100 time steps (dt = 0.01,7 = 1).
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Figure 6.5: Density distribution after 11000 time steps (dt = 0.1) for initial distri-
bution f5(0,z1,25) (6.27), kx2 (6.26) on a uniform grid, n = 64.

Figure 6.6: Density distribution after 5000 time steps (dt = 0.1) for initial distri-
bution f5(0,z1,x9) (6.27), kg2 (6.25) on a uniform grid, n = 64.
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Chapter 7

Conclusions and Outlook

The subject of this work is the development and numerical illustration of efficient
techniques to compute aggregation integrals that appear in population balance
equations. The prerequisites for the fast and accurate evaluation of aggregation
integrals are kernel separation and fast Fourier transformation that are introduced
in sections 3.1 and 3.3. The evaluation of aggregation integrals is accomplished
for four kind of problems

e univariate integrals approximated through piecewise constant functions on
equidistant grids,

e univariate integrals approximated through piecewise constant functions on
nested grids refined toward the origin,

e univariate integrals approximated through high order polynomial on nested
grids refined toward an arbitrary point,

e bivariate integrals approximated through piecewise constant functions on
equidistant tensor grids.

Suitable grids and spaces for the first three problems are described in section 3.2
and each of the problems is discussed in sections 4.1, 4.2 and chapter 5, respectively.
The fourth, bivariate, problem is discussed in chapter 6.

In section 4.1, we have presented the basic algorithms for the discretization of the
aggregation source and sink integrals using piecewise constant functions on equidis-
tant grids, and the efficient evaluation of the resulting discrete equations through
separable kernel approximations and the use of fast Fourier transformations. We
have illustrated this approach for representative kernels from the literature. The
Brownian kernel which is separable with rank 3, the gravitational kernel which re-
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quires blockwise separable approximations in a hierarchical fashion, and the shear
and kinetic kernels which can be successfully approximated through separable ex-
pansions using either Chebyshev polynomials or adaptive cross approximation.
Our tests show that the adaptive cross approximation method is preferable over
Chebyshev interpolation since it reaches highly accurate results already with rank-
1 or rank-2 approximations (depending on the density distribution) because the
behavior of the kernel is computed near the peak of the density distribution, while
Chebyshev polynomials require a higher rank-5 approximation to reach acceptable
accuracy. The algorithms are straightforward to implement, and the numerical
tests confirm the superior complexity of the separable approach for all tested ker-
nel functions: the almost linear O(nlogn) complexity of the FET approach for
the Brownian, shear and kinetic kernels, and O(nlog®n) for the gravitational ker-
nel versus the quadratic complexity of the direct approach leads to a significant
advantage for the FF'T approach for problem sizes n > 512 or n > 1024 depending
on the separation rank of the kernel.

In section 4.2 we illustrated a wavelet technique that allows to compute approx-
imations to aggregation integrals on locally refined nested grids in complexity
O(N log N) where N denotes the discrete problem size. Numerical tests illustrate
the superior performance compared to the well-known fixed pivot technique on a
geometric grid which has computational complexity O(N?). Besides kernel sep-
aration and fast Fourier transformation, another main ingredient of the wavelet
method is the fast transformation between a nodal and a wavelet basis. Here, the
particular nested grid can be seen as a drawback to the method: The fixed pivot
technique is defined for general unstructured grids (we refer to [43] for a conver-
gence analysis with respect to the underlying grid) whereas the wavelet method as
described in this section is restricted to the nested grid which is recursively refined
toward the origin.

The subject of chapter 5 is an efficient technique to compute aggregation integrals
where the density function is approximated by a piecewise polynomial of order
p > 0 on a nested (i.e., locally refined) grid refined toward an arbitrary point.
Whereas a straightforward implementation would lead to complexity O((p+1)2N?)
where N denotes the number of intervals, the proposed algorithm leads to the
reduced complexity O((p + 1)2N log N). Here, the additional key factors to yield
this reduction are orthogonality of basis functions and efficient recursion formulas.
While the observations from this chapter lead to heuristic recommendations which,
in the simplest form, may be stated as “use piecewise linear polynomials on a
uniform grid”, they do depend on several input factors such as the choice of kernel
function, the choice of initial distribution, the number of time steps that have been
computed, and the choice of the grid, i.e., of the parameters n,p, L as well as the
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shifts for local refinement. There may indeed exist scenarios where local refinement
is the method of choice. However, these current results somewhat discourage the
development of further generalizations such a locally varying polynomial degrees
or moving grids that change as the density distribution changes over time.

Finally, in chapter 6 we present simple and efficient algorithms to compute bi-
variate aggregation source and sink integrals using piecewise constant functions
on uniform meshes. The straight-forward evaluation of bivariate aggregation in-
tegrals may lead to O(n*) complexity. Using a separable approximation of the
kernel function and two-dimensional fast Fourier transform we reach O(2n?logn)
complexity. While the results in chapter 5 discourage the development of nested
grids for univariate problems, the situation differs when we extend the algorithm
to bivariate settings where not only mass but additional particle properties are
considered. The numerical tests in this section highly encourage refinement of
grids or blockwise decomposition in hierarchical fashion for bivariate problems.

Based on the results carried out in this work we mention the following problems
that might be interesting for future development.

e We showed in chapters 4 and 5 that for the majority of test problems uni-
form grids with piecewise constant and piecewise linear functions can provide
fairly good solutions and the further extension to locally refined grids and
polynomial of order p > 2 is not encouraged, but the situation changes for
bivariate problems. Based on the results in chapter 6, the development of
nested grids as in section 4.2 or refinement of the grid in hierarchical fashion
around the diagonal and possibly also approximation of the density function
with high order polynomials appear to be interesting for two-dimensional
problems.

e The computation of two-dimensional aggregation integrals is extremely ex-
pensive since the straight-forward evaluation may lead to O(n??) complexity,
with d number of particle properties. Hence, the most promising approach
reached for multidimensional problems can be extended for evaluation of
multidimensional aggregation integrals.
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Appendix A

Auxiliary &-coefficients

Table A.1 gives the coefficients £*, through which coefficients £ used in section 5.1
can be computed.

A\NT10123 456 7 8 9 1011 12 13 14 15 16
0 [110-10 20 -5 0 14 0 -42 0 132 0 -429 0
1 1 1-2-21 5 -2-14 3% 42 12 -132 33 429 =0
2 12 1-3-2 6 12 -14-38 36 123 -99 -407 286
3 113 4 -1-10 -4 1 22 -67 -87 183 319 -550
4 s 142 6 -12-2 13 8 2 -260-113 28
5 £ 1 5 14 20 -1 -53 -50 113 229 -215 -2¥
6 & 1 6 21 43 35 -58 -170 -7 509 406
7 = 1 7 27 2 M 304 397 158
8 = 1 8 39 124 246 208 -321 -1090
9 5 1 50 186 461 657 46
10 5 1 10 185 265 781 1494
11 5 1 11 76 363 1234
12 > 1 12 91 482
1 322

i R

29

7 '
33

Table A.1: f;’m-coefﬁcients from which &, ,,, can be computed through &, ., =
23 ;m\/(Qn + 1)(2m + 1). Below the diagonal, ie. for m > n, equal to 0.
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Appendix B

Auxiliary y-coefficients

Here, we present explicit values of the v-coefficients (5.5). As mentioned in section
5.1 we only need coefficients for v = 0, ¢ = ¢/ = ¢ = 0. Since the computation
of ), requires polynomial up to degree 2p + 1 (see 5.20), to obtain results for
0 < p <5, we need to know 'yfﬁ(féx) for 0 < a <11, 0 < B, x < 5. Table
B.1 shows values for « = 0,1, Table B.2 for a« = 2,3,4,5 and Table B.3 for

a=06,7,8,9,10,11, all three tables for 5, x =1,...,5.

s\X 0 1 2 3 4 5

0 | 5.000000000E-1 -2.886751346E-1 0 0 0 0

1 |[-2.886751346E-1 0 1.290994449E-1 0 0 0

2 0 1.290994449E-1 0 -8.451542547TE-2 0 0

3 0 0 -8.451542547TE-2 0 6.299407883E-2 0

4 0 0 0 6.299407883E-2 0 -5.025189076E-2

5 0 0 0 0 -5.025189076E-2 0
| a=0 |
g\X 0 1 2 3 4 5

0 | 2.886751346E-1 0 -1.290994449E-1 0 0 0

1 0 -3.464101615E-1 2.236067977E-1 3.779644730E-2 0 0

2 [-1.290994449E-1 2.236067977E-1 8.247860988E-2 -1.463850109E-1 -1.844277784E-2 0

3 0 3.779644730E-2 -1.463850109E-1 -3.849001795E-2 1.091089451E-1 1.096586158E-2
4 0 0 -1.844277784E-2 1.091089451E-1 2.249416633E-2 -8.703882798E-2

5 0 0 0 1.096586158E-2 -8.703882798E-2 -1.480385306E-2
l a=1 l

Table B.1: Values of yg;?(fg,x) for 0 < a < 1.
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Gk W oS

0 1 2 3 4 )

0 1.290994449E-1 0 -8.451542547E-2 0 0
1.290994449E-1 -2.236067977E-1 -8.247860988E-2 1.463850109E-1 1.844277784E-2 0

0 -8.247860988E-2 3.194382825E-1 -1.259881577E-1 -7.142857143E-2 -7.178841538E-3

-8.451542547E-2 1.463850109E-1 -1.259881577E-1 -1.490711985E-1 1.178093810E-1 4.247059929E-2

Gk W oS

0 1.844277784E-2 -7.142857143E-2 1.178093810E-1 8.711953159E-2 -1.012534592E-1

0 0 -7.178841538E-3 4.247059929E-2 -1.012534592E-1 -5.733507635E-2
a=2 ‘

0 1 2 3 4 5

0 0 8.451542547E-2 0 -6.299407883E-2 0

0 3.779644730E-2 -1.463850109E-1 -3.849001795E-2 1.091089451E-1 1.096586158E-2

8.451542547E-2 -1.463850109E-1 1.259881577E-1 1.490711985E-1 -1.178093810E-1 -4.247059929E-2

5.025189076E-2 -8.703882798E-2 1.012534592E-1 -6.720751945E-2 -4.969967218E-2 1.794871795E-1

0

0 -3.849001795E-2 1.490711985E-1 -2.725925593E-1 3.030303030E-2 8.504166129E-2
-6.299407883E-2 1.091089451E-1 -1.178093810E-1 3.030303030E-2 1.823744660E-1 -6.720751945E-2
0 1.096586158E-2 -4.247059929E-2 8.504166129E-2 -6.720751945E-2 -1.259881577E-1
a=3 ‘
8\ 0 1 2 3 4 5
0 0 0 0 6.299407883E-2 0 -5.025189076E-2
1 0 0 1.844277784E-2 -1.091089451E-1 -2.249416633E-2 8.703882798E-2
2 0 1.844277784E-2 -7.142857143E-2 1.178093810E-1 8.711953159E-2 -1.012534592E-1
3 16.299407883E-2 -1.091089451E-1 1.178093810E-1 -3.030303030E-2 -1.823744660E-1 6.720751945E-2
4 0 -2.249416633E-2 8.711953159E-2 -1.823744660E-1 2.007992008E-1 4.969967218E-2
5 |-5.025189076E-2 8.703882798E-2 -1.012534592E-1 6.720751945E-2 4.969967218E-2 -1.794871795E-1
a=4 ‘
s\X 0 1 2 3 4 5
0 0 0 0 0 5.025189076E-2 0
1 0 0 0 1.096586158E-2 -8.703882798E-2 -1.480385306E-2
2 0 0 7.178841538E-3 -4.247059929E-2 1.012534592E-1 5.733507635E-2
3 0 1.096586158E-2 -4.247059929E-2 8.504166129E-2 -6.720751945E-2 -1.259881577E-1
4
5

-1.480385306E-2 5.733507635E-2 -1.259881577E-1 1.794871795E-1 -1.150563653E-1

a=2>5 ‘

Table B.2: Values of 70’0’0 ) for 2 < a <5.

07(a757X
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5\X 0 1 2 3 4 5

0 0 0 0 0 0 4.181210050E-2
1 0 0 0 0 7.278552446E-3 -7.242068244E-2
2 0 0 0 3.551569931E-3 -2.818971241E-2 8.726171907E-2
3 0 0 3.551569931E-3 -2.101137107E-2  6.035579363E-2 -7.374961314E-2
4 0 7.278552446E-3 -2.818971241E-2 6.035579363E-2 -7.564093585E-2 8.198451078E-3
5 |4.181210050E-2 -7.242068244E-2 8.726171907E-2 -7.374961314E-2 8.198451078E-3  1.033265071E-1

a=06

|

5\X 0 1 2 3 4 5
0 0 0 0 0 0 0
1 0 0 0 0 0 5.186152788E-3
2 0 0 0 0 2.018707235E-3  -2.008588338E-2
3 0 0 0 1.504655534E-3 -1.194283306E-2 4.442521691E-2
4 0 0 2.018707235E-3 -1.194283306E-2 3.664278773E-2 -6.516846365E-2
5 0 5.186152788E-3 -2.008588338E-2 4.442521691E- 2 -6.516846365E-2 4.683531500E-2
a=17 l
5\X 0 1 2 3 4 5
0 0 0 0 0 0 0
1 0 0 0 0 0 0
2 0 0 0 0 0 1.257826807E-3
3 0 0 0 0 7.478892157E-4 -7.441403750E-3
4 0 0 0 7.478892157E-4 -5.936186627E-3  2.358624958E-2
5 0 0 1.257826807E-3 -7.441403750E-3  2.358624958E-2 -4.811435476E-2
a=38 ]
5\X 0 1 2 3 4 5
0 0 0 0 0 0 0
1 0 0 0 0 0 0
2 0 0 0 0 0 0
3 0 0 0 0 0 4.140507769E-4
4 0 0 0 0 3.302082550E-4 -3.286426189E-3
5 0 0 0 4.140507769E-4 -3.286426189E-3 1.349504317E-2
a=9 ]
s\X[0 123 4 5 s\¥[01234 5
0 (0000 0 0 0 00000 0
1 0000 0 0 1 /00000 0
2 (0000 0 0 2 (00000 0
3 0000 0 0 300000 0
4 10000 0 1.645270785E-4 4 00000 0
5 (0000 1.645270785E-4 -1.637023960E-3 5 (00000 7.448707785E-5
[ a=10 ] [ a=11 |
i 0,0,0
Table B.3: Values of (B.) for 6 < o < 11.
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