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Summary

The subject of this thesis is an optimal and scalable parallel geometric multigrid solver
for elliptic problems on the sphere, crucial to the forecasting and data assimilation tools
used at the UK Met Office. The optimality of multilevel techniques for elliptic problems
makes them a suitable choice for these applications. The Met Office uses spherical polar
grids which, although structured, have the drawback of creating strong anisotropies
near the poles. Moreover, a higher resolution in the radial direction introduces further
anisotropies, and so modifications to the standard multigrid relaxation and coarsening
procedures are necessary to retain optimal efficiency.

Since the strength of anisotropy varies, we propose a non-uniform strategy, coars-
ening the grid only in regions that are sufficiently isotropic. This is combined with line
relaxation in the radial direction. The inspiration of a non-uniform coarsening strategy
comes from algebraic multigrid (AMG) methods, which have already demonstrated the
success of this technique. The large setup cost required by AMG, however, means that
geometric multigrid methods are typically more efficient. Since all the problems dealt
with in this thesis have the convenient feature of a grid-aligned anisotropy, we can
exploit this and retain the efficiency of a geometric approach to produce an optimal
method that surpasses the costs of AMG.

We demonstrate both theoretically and experimentally that the non-uniform geo-
metric multigrid method is robust with respect to grid refinement, and therefore an
optimal method for solving elliptic problems on the sphere. The theory, which exploits
the grid-aligned anisotropy in these problems, is based on a separation of coordinate
directions using a tensor product approach, as done in [14], and using existing theory
from Hackbusch et al [44].

The advantages of the method are shown experimentally on model problems, both
sequentially and in parallel, and show robustness and optimal efficiency of the method
with constant convergence factors of less than 0.1. It substantially outperforms Krylov
subspace methods with one-level preconditioners and the BoomerAMG implementation of
AMG on typical grid resolutions used at the Met Office. The parallel implementation
scales almost optimally on up to 256 processors, so that a global solve of 3D problems
with a maximum horizontal resolution of about 10km and 3 x 10° unknowns takes
about 60 seconds.

The non-uniform multigrid method is also applicable to certain elliptic problems
arising in a new development within data assimilation, called the “potential vorticity
(PV)-based control variable transform”. These problems are so ill-conditioned that the
solvers currently used at the Met Office fail to converge to a solution. However, using
the non-uniform multigrid method as a preconditioner to a Krylov subspace method, it

has been possible not only to solve these problems, but to solve them almost optimally.
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Chapter 1

Introduction

1.1 The Subject of the Thesis

Two and three dimensional elliptic partial differential equations (PDEs) play a major
role in the weather and climate numerical model at the UK Met Office, and in its
variational data assimilation code (VAR).

The fully compressible and non-hydrostatic Euler equations form the basis of the
dynamical core of the Met Office’s weather and climate prediction unified model (UM).
These equations form a hyperbolic system, but through the application of a semi-
implicit time discretisation, an elliptic Helmholtz problem is naturally derived for the
increment of the pressure field, denoted II', between two adjacent time steps. The

equation, given in spherical polar coordinates, has the form

! !
—V2I — 7"_12% <a(r)%ri ) + b(r)%lg +e(rll' =@, (1.1.1)
where a(r), b(r), c(r) > 0 Vr, V2 is the two-dimensional (2D) Laplacian in spherical
polar coordinates at a constant height r, and the right-hand-side contains variables
computed at the previous time step. The numerical solution of (1.1.1) plays a vital
role in the UM, as it must be solved at each time step. The full equation, including its
derivation, is found in [28, 31]. The UM is in fact currently undergoing a significant
overhaul, and its new models are described in [57, 73, 89], but once again the key
problem within these models is the solution of the Helmholtz equation which retains
the form of (1.1.1).

In variational data assimilation, the main task is to produce the best estimate for
the current state of the atmosphere, which is then used as an initial condition for a

future forecast. Every day the Met Office receives around half a million observations
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recording the atmospheric conditions around the world. However, even with this many
observations there is not enough information on the behaviour of the atmosphere at all
points on and above the Earth’s surface. There are large areas of ocean, inaccessible
regions on land and remote levels in the atmosphere where very few, or no, observations
are recorded. To fill in the ‘gaps’, the available observations must be combined with
forecasts of the expected conditions in the atmosphere, known as the background state.
The Met Office uses a set of model variables, such as wind velocity, pressure and
temperature, to describe the state of the atmosphere. Thus, given the background
state and a set of observations in a certain time window, variational data assimilation
is the task of adjusting the model variables in view of gaining the best estimate of the
current state of the atmosphere.

This is done via the minimization of a cost function, which unfortunately involves
the inversion of a large and dense matrix related to error covariances of the model
variables, which is operationally unfeasible. The matrix, known as the background error
covariance matrix, is dense because the errors of the model variables in the background
state are highly correlated. A key task in simplifying the minimization process is
the “control variable transform (CVT)”, which is used to transform between the model
variables and a set of variables known as the control variables. The purpose of the CVT
is to perform a transformation to a set of variables that are assumed less correlated
so that the background error covariance matrix of these variables has a more sparse
representation. The atmospheric state can be partitioned into components that are
known to be balanced or unbalanced, which evolve independently and are therefore
assumed to be uncorrelated. Hence the choice of control variables is made according
to whether they are balanced or unbalanced.

The main bottleneck in the CVT currently operational at the Met Office is in the
numerical solution of the Quasi-Geostrophic Omega equation, which has the form

/

NV - g (P ) = a (112)
The equation is solved to find the vertical velocity increment (i.e. the deviation from the
vertical velocity, w, given in the background state) in scales important for weather fore-
casting in the atmosphere. fy is the Coriolis parameter, which in the quasi-geostrophic
regime is assumed constant. Note however that changing this to a (more realistic)
variable parameter f(¢) poses no additional difficulties for the methods we propose in
this thesis. N2(r) is related to the frequency of vertical buoyancy oscillations, which
depends on the temperature gradient and varies smoothly with r. The right hand side

term g encompasses all the sources of quasi-geostrophic forcing for vertical motion, such
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as temperature gradients, quasi-geostrophic wind, quasi-geostrophic vorticity, and la-
tent heat release. Details of the equation, including its derivation and the asymptotic
regimes in which it is valid, can be found in [12, 26]. Operationally at the Met Office,
the solution w’ is currently simply set to zero because solving the equation takes too
long using the existing solvers at the Met Office.

The current CV'T is limited to certain regimes of the atmosphere. However, several
studies in [5, 26, 25, 53, 81] have demonstrated that it is possible to eliminate the
shortcomings of the current CVT by choosing a set of new potential vorticity (PV)
based control variables. PV is a completely balanced variable so a control variable
related to PV will be suited to describe the balanced part of the atmospheric flow better.
Likewise, anti-PV is completely unbalanced, and so control variables related to anti-
PV will accurately describe the unbalanced components of flow. Using these control
variables, a new PV-based CVT has been proposed to satisfy the assumption of the
non-correlation between the variables at all regimes of the atmosphere, thus overcoming
the limitations of the existing CVT. Unfortunately, the PV-based CVT poses further
difficulties, where more highly ill-conditioned three dimensional (3D) elliptic problems

must be solved in addition to (1.1.2). The equations, written abstractly, have the form

2

ﬁ(VﬁVT-eru) = f, (1.1.3)

—agV3u — g
meaning a two dimensional (2D) solve is embedded within the 3D problems, and so they
cannot be discretised directly. As with (1.1.2), solving (1.1.3) is so far unfeasible using
the solvers at the Met Office, and so the PV-based CVT cannot be made operational
until a better solver is developed for these problems.

For the spatial discretisation of the above problems, many of the standard meteo-
rological codes, in particular at the Met Office, use spherical polar grids, which lead to
strong grid anisotropies near the poles where the grid lines converge. Alternative grids
that avoid the “pole problem” such as Yin—Yang or icosahedral grids, are becoming
increasingly popular in numerical weather prediction, as discussed in [9, 79]. Never-
theless, for all the negative things the spherical polar grids might entail, these grids
are very structured. This greatly simplifies the discretisation and coding for problems
such as (1.1.1) and (1.1.2), which is why they are still widely used. We will show in
this thesis that from a solver point of view the bad reputation of spherical polar grids
(e.g. in [79, §3.2b]) is unjustified, provided the solvers are suitably adapted. Before
we expand a bit further on this let us note that the grid spacings in the radial direc-
tion are in general much smaller than in the horizontal ones, since the thickness of the

atmosphere is two orders of magnitude smaller than the circumference of the Earth.
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This creates a further source of anisotropy. Additionally, the grid is usually strongly
graded in the radial direction with smaller grid spacings near the surface of the Earth
to obtain a better resolution in the regions of most interest.
A standard finite volume discretisation of (1.1.1) or (1.1.2) on this anisotropic mesh
leads to a system of equations
Au = b, (1.1.4)

where A is a large, sparse, symmetric positive definite (SPD) matrix. The discretisation
which we use is basically identical to that given in [7] for Poisson’s equation on a
spherical polar grid. The matrix A contains a 7-point stencil for each node on the grid,
with non-zero entries only for the node itself and for its immediate neighbours. Typical
grid resolutions currently used in data assimilation at the Met Office are 216, 163 and
70 nodes in the latitudinal, longitudinal and radial directions, respectively. This leads
to a large problem size of over a million degrees of freedom and an ill-conditioned
system matrix A, making (1.1.4) very difficult to solve efficiently. The solver currently
used at the Met Office, i.e. a Krylov subspace method preconditioned with simple -
line relaxation or ADI-type methods, performes increasingly poorly as the problem size
is increased, and so restricts the grid resolutions that are currently feasible for global
simulations, as highlighted in [79, §3.2b]. !

It is the subject of this thesis to analyze and solve elliptic problems arising in
numerical weather prediction using an optimal and scalable parallel iterative solver.
We focus on solving (1.1.1), (1.1.2) and (1.1.3), all of which are given in spherical polar
coordinates. By optimal we mean that the time for solving the discretised problem is
proportional to the (discrete) problem size. Similarly, we say that an algorithm has
optimal parallel scalability, if the solution time remains constant when the problem size
and the number of processors are increased proportionally. The aforementioned solver
used at the Met Office is not optimal because the increase in solve times with respect
to the problem size is not linear. Note that fast direct solvers for elliptic problems in
spherical geometries based on fast Fourier transforms (FFT) have also been investigated
in [54], but these solvers are not quite optimal either.

It is well known that it is necessary to resort to multilevel techniques to obtain
optimality of iterative methods for large elliptic problems. Many variants of these
iterative methods exist, but as outlined in [20, 75] they all rely on reducing high fre-
quency errors of an initial approximation using a relaxation method (the smoother),
and approximating the remaining low frequency errors on a succession of coarser grids

(the coarse grid correction). For isotropic problems with smoothly varying coefficients,

!Note that the mean radius of the earth is about 6370km, and so the horizontal grid size in the
latitudinal direction for 216 nodes is about 185km near the equator.
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standard geometric multigrid with simple point-wise smoothing and uniform coarsening
is the most efficient method, as demonstrated experimentally in several articles such
as [27, 41]. For anisotropic problems, this standard approach unfortunately does not
lead to an optimal method. However, if the anisotropies are aligned with the grid then
simple modifications achieve optimality even with strong anisotropies. These modi-
fications are line/plane smoothing and/or semi-coarsening. Line smoothing involves
collectively relaxing all unknowns on an entire grid line by solving a tridiagonal system
corresponding to the unknowns on that line. Semi-coarsening uses a family of coarse
grids that are only coarsened in the direction of the larger coefficient. In (1.1.4) there
are two sources of anisotropy: one due to the large aspect ratio between the radial and
horizontal grid spacings; the second due to the converging grid lines at the poles. In
this thesis we propose a robust geometric multigrid method that is able to deal with
both these problems by applying a simple non-uniform partial coarsening combined
with an r-line smoother.

The robustness of the non-uniform coarsening strategy is first demonstrated on a
two-dimensional model problem: Poisson’s equation on the unit sphere. The idea is
simple. The spherical polar grid introduces anisotropy near the poles but not near
the equator, so the grid is semi-coarsened near the poles but fully coarsened near the
equator. We compare the off-diagonal matrix entries in the latitudinal and longitudinal
direction at each line of latitude, and the grid line is fully coarsened only if the coeffi-
cients in both directions are of similar magnitude. This will be true near the equator
where we coarsen in both directions, but not near the poles where we only coarsen
in the longitudinal direction, thus leading to coarse grids that are better and better
adapted to the anisotropy. This coarsening strategy is the key heuristic for the popular
algebraic multigrid (AMG) methods (see e.g. [20, 71]), and the robustness of these
methods even on highly anisotropic problems demonstrate the success of the strategy.

In 3D we deal with the strong anisotropy in the radial direction by using r-line
relaxation and no r-coarsening. This is then combined with the nonuniform coarsening
strategy in the longitudinal and latitudinal directions. Although this partial coarsening
only leads to a coarsening factor of about 3 from one grid to the next (instead of 8 for
uniform coarsening), it guarantees that the method is fully robust to the anisotropies
induced by the geometry and the grid and leads to an optimal method with an average
V-cycle convergence factor of less than 0.1, as our numerical tests show.

Geometric multigrid methods with line and plane smoothers, but with “uniform”
semi-coarsening, have already been studied in [7]. PDEs of the type (1.1.2) from
meteorological applications have already been solved with geometric multigrid methods,

but only on cube-like domains with doubly-periodic boundary conditions and not on
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the entire globe (cf. [3, 39, 62, 85, 83, 84]). The most closely related paper is [84],
where r-line relaxation and partial coarsening (i.e. uniform coarsening in the horizontal
directions and no coarsening in the radial direction) was already studied extensively for
the quasi-geostrophic equations in Cartesian coordinates. However, since the domain
was not the entire atmosphere the additional complication of the anisotropy at the poles
played no role. Multigrid algorithms have also already been proposed for alternative
grids on the sphere, such as the icosahedral or Yin—Yang grids, in [9, 51]

The idea of “conditional” semi-coarsening in the longitudinal direction proposed
here has only been explored for edge and corner singularities so far (cf. [40, 55, 90])
but not for spherical polar grids (even in two dimensions). To the best of our knowledge,
it seems to be a novel approach. It is clearly inspired by AMG ideas. AMG methods
are fully automatic and only based on algebraic information in the matrix A. Coarse
grid unknowns are chosen based on the relative size of the off-diagonal entries in the
matrix which in the application here will lead to very similar coarse grids. However,
AMG methods are known to require a large setup cost to design these coarse grids
and the operator-dependent interpolation and restriction operators, especially in three
dimensions. Our geometric method on the other hand, requires almost no setup cost
to obtain the same robustness, which is why it easily outperforms established AMG
implementations. Numerical tests (cf. Chapter 5) for a variety of problem sizes confirm
this. In that chapter, we also give a comparison to preconditioned Krylov solvers
as currently used by the MET Office [28] and their collaborators [22]. As expected,
Krylov methods are only optimal when preconditioned with a robust multigrid method,
such as AMG or the non-uniform geometric method proposed in this thesis. With
standard preconditioners used at the MET Office, such as r-line relaxation or ADI-type
preconditioners (on a single grid), the number of iterations grows with the problem size.
We can make theoretical justifications for the optimality of the non-uniform geometric
multigrid method based on the heuristics that discretisations on coarser grids produced
by conditional semi-coarsening yield more isotropic problems. Note that no such theory
exists for AMG.

All sequential computations will be carried out using the Fortran95 compiler ifort
on a single processor of a Dual dual-core 64bit AMD Opteron 2210 processor with
clock speed of 1.8GHz, cache size 1.0MB and 2GB memory. The initial guess for each
iterative scheme is always taken to be zero. The stopping criterion is a relative residual
reduction of 1078, Parallel computations are carried out using two different clusters, a
64-bit AMD Opteron 2210 cluster (wolf) with a total of 24 processors (each the same
as above) and a 64-bit Intel Xeon E5462 cluster (aquila) of over 800 processors, each
with 2GB memory and 3MB Cache. Both clusters use an Infinipath network.



CHAPTER 1. INTRODUCTION 7

1.2 The Aims of the Thesis

The main aim of this thesis is to provide a fast, efficient and robust iterative solver for
the numerical solution of elliptic problems in spherical geometries arising in numerical
weather prediction at the Met Office via a novel non-uniform multigrid method. Since
the Met Office runs its codes using massively parallel computers, we also aim for the
solver to have optimal parallel scalability. We aim to show the optimality of the method
both experimentally and theoretically.

A second major aim of the thesis is to theoretically prove the robustness of the
non-uniform multigrid method with respect to problem size, when applied to model
problems of type (1.1.1) and (1.1.2). The classical result for the uniform convergence
of the multigrid V-cycle [44, 16] is only applicable for isotropic problems. For some
anisotropic problems, theoretical results for multigrid using a variety of techniques can
be found in, for example, [10, 17, 58, 87]. In particular, for planar polar coordinates,
multigrid theory with line smoothers and (uniform) semi-coarsening can be found in
[14] (see also [13]). In this thesis a tensor product analysis is used in order to achieve a
separation of coordinate directions for an anisotropic 2D problem. The analysis relies
on the fact that the anisotropy is grid aligned, and reduces the 2D problem to a family
of 1D problems to which the standard theory of Hackbusch can be applied. We aim to
prove the robustness of the non-uniform multigrid method applied to anisotropic 3D
elliptic problems of the form (1.1.1) and (1.1.2) using a similar approach.

A final aim of the thesis is to provide an efficient solver for the 3D problems in the
new PV-based CVT. Since (1.1.3) cannot be discretised, a discrete operator does not
exist. Thus we must apply the operator by means of 2D Poisson solves, the solutions
to which are applied to the remaining components of the operator. Then we can use
a preconditioned Krylov subspace method to solve (1.1.3). The preconditioning step
involves using multigrid to solve a simplified form of the (1.1.3) that resembles the

Quasi-Geostrophic omega equation, which can be done optimally.

1.3 The Achievements of the Thesis

The following are the main achievements of the thesis:

1. A robust multigrid method for the 2D Poisson equation on the unit sphere was
successfully developed using the non-uniform coarsening strategy. The uniform
convergence of the method was shown experimentally, and some heuristic argu-

ments were also given to back-up the experimental results.

2. The non-uniform multigrid method was developed further and extended to 3D to
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optimally solve the Helmholtz problem (1.1.1) and the Quasi-Geostrophic omega
equation (1.1.2). Note that the direction of strongest coupling is not always
fixed, so an r-line smoother is used to handle the strong coupling in the radial
direction, whilst conditional semi-coarsening deals with the anisotropy on the 2D

plane. The same multigrid method solves both problems optimally.

3. We use heuristics for the convergence of the V-cycle for the 2D Poisson prob-
lem and theory from [14] to show that 3D elliptic problems with grid-aligned
anisotropy converge uniformly when solved using non-uniform multigrid, with a
contraction factor that is independent of mesh refinement and the varying coeffi-
cients. The proof is based on a tensor product analysis that leads to a separation
of coordinate directions to reduce the analysis of the 3D problem to that of a fam-
ily of simpler 2D problems which can be solved optimally with the non-uniform

multigrid method.

4. A highly scalable parallel implementation of the non-uniform multigrid method
was developed. The method was shown to be almost optimally scalable up to 256
processors, and was observed to perform significantly faster than several existing
methods that were tested.

5. The non-uniform multigrid method was also used successfully as a preconditioner
to Krylov subspace methods, accelerating these methods to an extent that they
perform optimally. Using multigrid as a preconditioner enabled a unique method
for solving the elliptic problems in the PV-based CVT, which was not possible
when using the solvers currently employed at the Met Office.

1.4 The Structure of the Thesis

The majority of the subsequent chapters begin with a preamble to motivate the work
of the chapter in addition to a literature review related to the work. The contents of
each chapter in the remainder of this thesis is as follows:

In Chapter 2 we present the main elliptic problems that arise in numerical weather
prediction, namely from the Met Office’s Unified Model and its variational data assim-
ilation scheme. The derivation of each problem is described, as well as the structure of
the computational grids that are used at the Met Office.

In Chapter 3, we describe the finite volume discretisation of the 2D and 3D elliptic
problems, using the grid structure of the Met Office described in Chapter 2. We present
the discretisation in such a way that it applies to all the elliptic problems of interest in

this thesis. We also present an alternative discretisation method using finite elements,
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which will be necessary for the theoretical analysis. However, we show that the two
discretisation schemes can be linked using a quadrature rule that is at least second
order accurate.

Chapter 4 gives an overview of existing iterative solvers for elliptic problems, start-
ing with relaxation schemes and Krylov subspace methods. We then describe the idea
of multigrid methods for isotropic elliptic problems solved on a uniform grid, and how
the method needs to be adapted for anisotropic problems. This chapter also includes
an overview of the convergence proofs of multigrid methods, following the work of
Hackbusch [44], and it is concluded with a description of AMG methods.

Chapter 5 is the main chapter of the thesis. We describe the novel idea of a non-
uniform geometric multigrid method that is adapted to the particular anisotropies
induced by the geometry and by the grid, and highlight some similarities with the
AMG methods described in Chapter 4. Numerical results are given for the sequential
solver applied to 2D and 3D model problems on the unit square/cube with degenerate
coefficients, as well as comparisons with AMG and preconditioned Krylov methods.
The heart of this chapter is a new convergence theory that follows the techniques used
by Bérm and Hiptmair [14] and confirms the robustness of the method. However, the
theory relies on a finite element discretisation of the elliptic problem, so the quadrature
rule from Chapter 3 is used to show that the theory also carries over to a finite volume
setting. The section is concluded with the application of the method to elliptic problems
on the sphere, in particular the Helmholtz problem and the Quasi-Geostrophic Omega
equation.

In Chapter 6, we outline how we parallelized our method and demonstrate its
parallel scalability for up to 256 processors, as well as comparing the scalability to that
of parallel versions of the other solvers.

Finally in Chapter 7, we outline another novel method for solving the 3D problems
present in the PV-based CVT. We describe how the operator is applied without the use
of a matrix, and how Krylov methods can be accelerated using a multigrid precondi-
tioner that solves a simplified problem. Numerical results are given for the performance
of the method and for the accuracy of the complete cycle of the PV-based CVT when

using this novel approach.



Chapter 2

Elliptic Problems in Numerical
Weather Prediction

In this chapter we describe the main elliptic problems that arise in numerical weather
prediction (NWP). The process of NWP involves the assimilation of estimates to the
initial conditions for a numerical weather forecast model, and once these conditions are
calculated, the changes in weather are predicted by advancing the model in time. The
flagship numerical model developed and used at the Met Office is called the Unified
Model (UM) and the assimilation of the initial conditions is accomplished by variational
data assimilation (VAR).

For two decades, the UM has been used at the Met Office for both low resolution
climate modelling and high resolution operational NWP. It is versatile and capable
of modelling a wide range of time and space scales and is run in many different con-
figurations at the Met Office. It has been in continual development since the early
1990s, taking advantage of increasing supercomputer power, improved understanding
of atmospheric physics and an increasing range of observational data sources. The
most current version of the UM uses governing equations with a non-hydrostatic, fully
compressible and deep atmosphere formulation (see [24, 28, 31, 78]), which describe the
rates of change of the wind components, the potential temperature, density, humidity
and pressure variables. The equations are formulated in spherical polar coordinates
and discretised using a staggered grid in each coordinate direction. The discretisa-
tion in time is done using a two-time level predictor-corrector implementation of a
semi-implicit scheme, as described in [28, 31]. The discretisation in this form leads to
increased stability, thus allowing larger time steps to be used, but is complicated by the
need to solve a three-dimensional Helmholtz equation at each time step which takes

up a significant fraction of the cost of the UM. This Helmholtz problem is the first

10



CHAPTER 2. ELLIPTIC PROBLEMS IN NWP 11

of the elliptic problems we are interested in. To solve it, a preconditioned generalized
conjugate residual (GCR) method, as described in [34], is currently used operationally
in the UM.

The UM also relies on accurate initial conditions of the current state of the at-
mosphere, which is provided via data assimilation. By combining observational data,
statistical data, knowledge of atmospheric dynamics and previous forecasts, the best
estimate to the initial conditions is found. Due to the sheer problem size involved
there are inherent problems in defining the required matrices, and a process known as
the control variable transform (CVT) is used to simplify the problem, as described in
[30, 52, 53, 80]. A key equation in the CVT is the Quasi-Geostrophic omega (QG-2)
equation [38], which is the second of the elliptic problems of interest.

The CVT is limited to certain regimes of atmospheric flow. Some of these limitations
are thought to be overcome by a newly proposed CVT based on potential vorticity (PV).
Many theoretical studies of this new scheme exist (see [52, 53, 6, 5, 25, 78, 81]), but
it is not yet operational as the current solvers are not capable of solving the problems
involved. Some of the problems that appear in the PV-transform are so ill-conditioned
that the current solvers at the Met Office do not converge to a sufficiently accurate
solution even after several hundred iterations. Thus the third of the elliptic problems
of interest appears within the PV-based CVT.

Each of the elliptic problems described above have different characteristics, but all
of them are highly important in improving the efficiency and accuracy of NWP at the
Met Office.

The chapter is organized as follows. Section 2.1 describes the governing equations
used in the UM and how the Helmholtz problem is derived from the semi implicit dis-
cretisation of the equations. In Section 2.2 we focus our attention on data assimilation.
We describe the CVT that is currently operational at the Met Office and that is central
to simplifying the VAR process, and the QG- equation that needs to be solved as a
result of the transformations. In Section 2.3 we discuss the new PV-based CVT as a
possible improvement to the currently operational CVT and the equations involved.
Finally in Section 2.4 the staggered grids used at the Met Office are defined, before
summarizing the key elliptic problems in NWP in Section 2.5.

2.1 The Helmholtz Problem in NWP

The fully compressible, non-hydrostatic and deep atmosphere equations form the basis
of the Met Office weather and climate prediction unified model (UM). A fully com-

pressible system is one where the density of fluid in the system changes with respect to
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pressure, which is the case with the Earth’s atmosphere. Many climate models assume
hydrostatic balance, where the two main vertical forces, gravity and the pressure gradi-
ent, balance each other out. Hydrostatic balance explains why the Earth’s atmosphere
does not collapse to a thin layer on the ground, and is an accurate approximation
on large horizontal scales. However, the UM does not assume complete hydrostatic
balance which allows it to take into account vertical wind acceleration. For accuracy,
a deep atmosphere formulation is used instead of the shallow atmosphere approxima-
tions (see [78]). The prognostic model variables used in atmospheric modelling are the
three-dimensional wind u with components (u, v, w), potential temperature 6, pressure
p, density p and the specific humidity ¢. In the UM the Exner function is used as the

pressure variable, defined as

H:< p) R (2.1.1)
Pref Cp

R = 287.05 is the gas constant, C}, = 1005 the specific heat at constant temperature
and prer = 10° Pa a constant reference value of the pressure. Potential temperature is
defined in terms of temperature, T', as § = T'/II. The governing equations are written

generically as

DX
where D 5
= _=Z v
Dt o T UVE

is the Lagrangian derivative [8] which describes the time rate of change of the prognostic
variables while moving with a velocity field. X is a vector of the prognostic variables
and x and ¢ denote position and time. L and N represent terms that are linear and
nonlinear in X, respectively. V., is the horizontal gradient operator.

The equations are discretised in the UM using a predictor-corrector implementation
of a two-time level (2TL), semi-implicit (SI) time discretisation scheme, as outlined in
[28], though further developments are being made to the current methods in a scheme
called ENDGame [57, 73, 89]. A SI discretisation of (2.1.2) is given by

XnJrl _ X:ll

A = (1= )L+ N)G + (L + N)™,

which advances the equation from time level n to time level n + 1, where a € [0, 1].
The subscript d denotes the evaluation at a departure point x4, which is the point in

space that X was measured at time level n.
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The predictor-corrector approach is then described as follows

x1) T4+ (1 — )AL+ N)7 + aAt(L +N)",
X® = XU 4 aAIL® + aAND - N — L"),

where X is the predicted value at time level n+1, and X @ is the corrected estimate,
such that X"t = X®@ Also, let primed quantities denote the increment from time

level n to n + 1, i.e.
X/ — Xn+1 _ Xn

for each of the prognostic variables.

Equations (2.1.3) — (2.1.7), below, are the governing equations used in the UM,
as taken from [28], but with some simplifications made for purposes of clarity. The
simplifications are that we write the equations in Cartesian coordinates and assume
a dry atmosphere with no orography and a uniform rotation rate of f = —2Qcos y,

where € is the Earth’s angular velocity.

Momentum Equations

Du oIl
Dv oIl
Dw oIl

Potential Temperature Equation
Do
—=S5.
Dt

Continuity Equation (Conservation of Mass)

dp
Liv,. =0. 2.1.6
5t + V.- (pu) ( )
Equation of State
p
I116p = —. 2.1.7
wllop =& (2.1.7)

g is the Earth’s gravitational force, and F, F,, F,, and S are the tendencies from the
physics parameterizations. Let us now discuss how these equations are discretised and

which further approximations are used. The equations for  and u and are discretised
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using the predictor-corrector approach, and after the correction step, they are:

1
92 = () — ozAtag w', (2.1.8)
z
u® = uM At [f(0® — ™) — Cp {(0W — 7) 2L 4 9 2 (11)}] (2.1.9)
v =M — aAt [f(u@) —u")+C, {(9(1) - 9")% + 9(1)3%(1_[/)}} 5 (2.1.10)
w® =M 1 altC, {(0" — 9(2))8gz" - 9(1)%(1‘[’)} ) (2.1.11)

Substituting (2 from (2.1.8) into (2.1.11) and setting G' = 1 — a>At>C, ag(zl) ag;,

Hn
Guw® = w® — (1 = Q)" — aAtC, (Y — 0”)38

)
—aA OZary.  (2.1.12
e tCpl 32( ) ( )

The evolution of the equation for density is handled in an Eulerian flux-form (see [28]):

0 0

p(2) — pn —_ At a_x (pn(un +au/)) + = (pn(vn + Oﬂ),)) + & (pn(wn + aw/))

Finally, there is no time derivative of II in the equation of state, and so the equation is

assumed to hold for the latest estimates of each variable, denoted by superscript (2):
2)

kI3 p2) — ]L. (2.1.13)
Cp
Since these equations are coupled, we must solve them simultaneously to obtain X®@),
The aim of the SI discretisation is to advance the model variables from X" to X" !, and
this can be done by finding X’ instead. (2.1.13) is rewritten in terms of the increments

as

n /
R(IT 4+ I0) (67 + ) (p" + o) = 2 C“’ . (2.1.14)
p

Now using the definition of II from (2.1.1) and a linear approximation,

n I\ K n\ ~ /\ K /
e (550) = (5) () = (55
0 0

and we obtain the following approximation to the pressure increment

7 /

, p" 1l
~ 2.1.15
P ( )
Now by expanding (2.1.14) and neglecting products of two or more primed quantities

e.g. I'¢'p ~1I'0'p™ =~ 0) we have
p p
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7 /
KITO"p" + kI1"0 p™ + kII"0"p' + KIT"O™p™ = p g—p . (2.1.16)
P

Then using (2.1.15) to eliminate p’ from (2.1.16) and rearranging gives the following

linearized form of the equation of state:

n 7
— < CZ?H" — n@"p") I + k110"’ + kIT" "0 = g— — gII"O™ p". (2.1.17)
KCp P

The unknown quantities in (2.1.17) are IT', #" and p'. We find that

ey 1)
o — (9<1> _ e"> Cantw P~ oaw? L x,
0z
= —At 9 (p"(u+ o)) + 9 (P"(v+ ) + 9 (p"(w + aw'))
p o= (v 3y 5= (p :

where

o = (u® — ™)+ aAt [f(o®) — o) = C, {(01) — g7 A 4 92 (11)}]
= —AaAtCHN L) — FaAtCu™M (1) + X, (
o = (v — ") — aAt [ F® —un) +C, {(9(1) — )AL 4 (1) a@y(nf)}]
= —AaAtCLN L (I1) + FaAtCpoM £ (1) + X, (

2.1.18)

2.1.19)
oI
0z
= —GraAtCHW L (1) + X, , (2.1.20)

_ 9
} e 1amcp9<1>&(n’)

w =G {(w(l) —w") — ozAth(H(l) —6")

where A = 1/(1 + a?At?f?), F = aAtfA and Xy, X, X, and X, contains explicit
terms that are already known. We substitute the equations for v/, v’ and w’ into the
equation for p', and substitute w’ into #’. Then we substitute p’ and 6’ into (2.1.17) to

yield the following Helmholtz equation for the remaining unknown IT’

0 orr o1r’
kIO A202C A np(1) np(l) ¥+
cIT"O" At“a”C), {Bx [p@ (9 + Fp"f oy

B, o1l 1T’
9 | gL L g ng)
+6y[ sy g ax}

0z

O 1. o1l 8o\ arr
A n (1) n A2 02 np(1) 1
+ [G 0 z]} (FL” t“a”Cpp"0V'G . .

p" / p"
—kO"" ) I = gII"O" " — — + O™ 2.1.21

where ®" contains physical parameters and terms evaluated at the previous time step.
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This equation contains cross derivative terms that introduce several unwanted difficul-
ties. It is therefore more practical to introduce further simplifications to the model
instead, and one way of simplifying the model is to assume a constant Coriolis term,
ie. set f = fy. This results in A and F' being constant. In addition we can enforce
an averaging for p" and ), meaning they will not vary with latitude or longitude.
This means the cross derivative terms cancel, and the p"6() terms can be pulled out of
the derivatives. With these simplifications imposed, we obtain the following simplified

model equation that is more amenable to practical implementation:

9z \GA 9z

o1 921l 0 1 o1
—kIT"O" At Cp" 0™ A -—
K a”Cpp 922 + 2 + B

oW\ orr’ p" P
. NN 2C n@(l)Gfl k070" ) IT = kII™O™ "™ — £ 1 o7
<“ @ P 9= ) 0z " \Gom P PRt

(2.1.22)

We assume that the Earth’s surface and the top of the atmosphere are rigid boundaries,
thus impose rigid boundary conditions u’-n = 0 at these boundaries, where n is a unit
vector pointing outward from the boundary. This implies the Neumann boundary

condition

orr
on
using equations (2.1.18) — (2.1.20). Once the equation is solved for I, we use this to

=X n, (2.1.23)

update the Exner pressure at time level n + 1. This is used to find v"*!, v"*! and
w™ ! which are then used to find "+ and p"*!. The papers [28, 31] also describe the
derivation of the Helmholtz equation in the UM but without the assumptions made
in this section. In [57, §3.2], the Helmholtz equation used in ENDgame is described,
which is a simplified equation comparable to (2.1.22), obtained by making suitable
assumptions as in this section to simplify the model.

The solution to the Helmholtz equation is therefore central to advancing the model
at each time step, and so it must be solved efficiently to reduce the costs of the UM.
The equation is solved operationally using a conjugate residual solver [34] on a grid
with resolution 432 x 325 x 70. This method alone is not adequate for solving the
problem efficiently, thus it is preconditioned using a two dimensional alternative direc-
tion implicit (ADI) method [11]. The ADI method uses a tridiagonal solver in the z-
and z—directions, and the affect of this as a preconditioner is investigated in [22, 69].
Although the preconditioner accelerates the method, it is not optimal and the time
taken to solve the equation is still not adequate. So further improvements are sought

especially for the huge problem sizes used in the UM.
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We conclude this section by defining the Helmholtz equation in spherical polar
coordinates, since we are interested in solving this equation on a spherical geometry.
We have r € [a,a + d] (the radius), ¢ € [0,n] (the polar angle) and A € [0,27] (the
azimuthal angle), where a ~ 6371km is the radius of the Earth and d ~ 63km is the

depth of the atmosphere. The governing equations in spherical polar coordinates, given

in [28], are:
B =17 g on
% =—fu—%g—1;+ﬂ,
% = —g—CPH%—I;I—i-Fw,
Do
Dr
S Ve () = G L () + o (sing pu) + o () =0,
kIlfp = Cﬁp ,
where f = —2Qcos¢. Then the Helmholtz equation, with the same simplifications

made for (2.1.22), is

1 9%r 1 0 orr 10 [ r? ol
—KIT"O"A22C, "0 A — (i —— (=
RN AT a7 Cp"0 r2sin? ¢ ON? + r2sin¢ 0¢ sin ¢ Iolos * r2or \GA Or
20\ o1 p" p"
— (k" A2 20, p 0V G —— — k0" | T = KIT"O™ " —  + O™
(“ "0 C 5 ) e T ey R et
(2.1.24)

with Neumann boundary conditions (2.1.23) at the rigid boundaries, i.e. the Earth’s

surface and the top of the atmosphere.

2.2 Data Assimilation in NWP

Forecasts using NWP have improved greatly since they were introduced over 50 years
ago, and one of the main reasons for this is due to the improvement in obtaining the
initial conditions, xq, at a given time, tg, for the model forecast. x( is a state of the
atmosphere at time ¢y obtained for the ‘model variables’. The model variables of the
UM used at the Met Office are

x = (u,v,w,0,p,p,q),
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where (u,v,w) are the three components of wind velocity, 6 is the potential tempera-
ture, p is density, p is pressure and q is specific humidity. These variables are highly
correlated (e.g. a change in pressure will affect the density of the air) so any errors
in these variables will also be correlated. The model domain used has 432 x 325 x 70
degrees of freedom, and so the state vector of the model variables will have O(107)
elements for each variable. The analysis grid used for data assimilation, however, has
a smaller resolution of 216 x 163 x 70 degrees of freedom, and so the initial conditions
obtained using data assimilation are interpolated before they are used in the forecast.

Data Assimilation is the process of finding the best estimate of the current state of
a system. In NWP, this system is the atmosphere and the oceans, and data assimila-
tion is used to estimate xg by combining a previous forecast with observational data,
knowledge of atmospheric dynamics and statistical data that measures the accuracy of
the forecast and observations. The uncertainties are quantified with Gaussian prob-
ability density functions (PDF). Typically there are O(10°) observations and O(107)
model variables, thus the system is underobserved and an operator is required to map
the model space to the observation space. A model state is found that is the statisti-
cally optimal estimate of the truth given the previous forecast and new observations,
together with estimates of the errors in each. The errors in the observations and the
previous forecast are minimized in order to produce the best estimate, or ‘analysis’,
of the current state of the atmosphere. Due to the chaotic nature of the governing
equations in the model, any errors in the initial conditions will be amplified in the
forecast. Thus, despite the continuous advancements in computational power and nu-
merical methods, these benefits cannot be fully realized in NWP without accurate data
assimilation techniques.

There are several type of data assimilation methods such as optimal statistical in-
terpolation, Newtonian relaxation, 3D-VAR and 4D-VAR (see [56] for details). Also,
ensemble-based methods such as ensemble Kalman filter methods [35] are being ex-
plored as possible additions to current operational analysis techniques. However, in
this section we focus on 3D and 4D VAR, as these are currently the most commonly
used data assimilation methods in weather forecasting, in particular by the Met Office

who use an incremental version of 4D-VAR, described in [53, 61].

2.2.1 3D-VAR

We denote the current state of the atmosphere obtained from a previous forecast as
the ‘background state’, x;. The background state will have uncertainties, and these are
quantified in the ‘background error covariance matrix’, B, using the PDF associated
with the background state. The matrix B is of size O(107 x 107). If x is the ‘true state’
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of the atmosphere, then the error in the background state is quantified as
x' = x — xp, (2.2.1)

where x’ is referred as the increment, or perturbation, to the background state. We
combine the forecast error with the observation errors, which is quantified in the fol-

lowing cost function:
J(x) = Jy+ Jo = (x =x)B7H(x = x3) + (y = H(x))R ™ (y — H(x)),

where y is the set of observations, H is a nonlinear observation operator that maps
the model space to the observation space and R is the observation error covariance
matrix of size O(10% x 105). J, and J, are the cost functions for the background state
and observations respectively, and the objective of 3D-VAR is to find the model state
x that minimizes the nonlinear cost function J. However, for operational purposes, it
is more practical to linearise the cost function with respect to the increments to the

background state:
J)=x'B7 X + (y — H(xp) — HX)R H(y — H(xp) — HX)), (2.2.2)
where H is a linear approximation to the observation operator H.

2.2.2 4D-VAR

In 4D-VAR, the background error is modified not only in space but also over a certain
time span called the ‘assimilation window’. The assimilation window typically spans
a 12 hour time period around the analysis time, and the objective of 4D-VAR is to
minimize the misfit between the previous forecast and the observations during this
time period. We describe a variant of 4D-VAR called strong constraint 4D-VAR, in
which the model state x¢ at time ¢ = ¢y is found that minimizes the following cost

function

n

J(x0) = (x0 — x5)B™ (%0 = x5) + > _(v; — Hilxi)) R~ (y; — Hilxy).
=0

with the constraint
X; = M(ti,tQ,XO) .

where M is the nonlinear time dependent model from Section 2.1 and 7 is an index of

timesteps. By minimizing this cost function, xg is found at the start of the assimilation
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Figure 2-1: 4D-VAR

window. Then the corrected forecast across the assimilation window, produced by
evolving the model M, minimizes the errors in the forecast and the observations during
this time period. Figure 2-1 demonstrates the process of 4D-VAR, where t,, is the end
of the assimilation window. As with 3D-VAR, the 4D-VAR cost function is linearized
with respect to the model state increments for a more practical implementation. In
addition to the observation operator, a linearized approximation to the model is also
used which updates the model space increments at each time step in the assimilation

window.

2.2.3 Control Variable Transforms in 3D-VAR

Minimizing the cost function in 3D- or 4D-VAR is hugely costly due to the huge problem
size involved and the sheer cost in inverting the B matrix. The matrix represents the
errors in the background state which are highly correlated due to the strong correlations
between the model variables, such as density and pressure. These correlations in the
errors are represented in the matrix, hence B is dense and is in fact too large to be used
or even stored explicitly. Therefore attempting to invert the matrix operationally is
completely impractical. Instead, a new representation of the matrix is devised which is
better conditioned and has a simpler structure, consequently allowing the minimization
process to be performed more efficiently.

As with other assimilation schemes, a new representation of the B matrix is achieved
in the Met Office VAR by a transformation from the space of model variables, e.g.
pressure, potential temperature and wind velocity, to a space of variables known as

the ‘control variables’, e.g. streamfunction, velocity potential and geostrophically un-
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balanced pressure. Then it is in this control space that the minimization process is
performed. The process of the control variable transform (CVT) is done operationally
at the Met Office within incremental 4D-VAR, but in this section we describe the
process in 3D-VAR for simplicity.

Firstly, instead of carrying out the transformations using the model variables, x,
we formulate the problem in terms of their increments from the background state, x’
(recall (2.2.1)), because it is with respect to these increments that the cost function is
minimized (see (2.2.2)). We have

/ / / / / / / !
x' = (0w, 0P q),

and we let, for example,

I
S

I
S

U +u',
v —i—v',
p=p+p,

Il
Sl

where u, v and p are the background states of the variables. Now, let v be the set of
control variables. Then v’ is the set of increments of the control variables, and without
giving the details the transformation from the model variable increments to the control

variable increments can be compactly formulated as
v =Tx/, (2.2.3)

for some matrix T, which we denote the T-transform. It’s inverse, i.e. the transforma-

tion from v’/ to x’ is denoted the U-transform
x' =Uv. (2.2.4)

The choice of the control variables is based on the fact that the background errors for
each control variable are assumed uncorrelated with each other. Then the background
error covariance matrix for the control variables, B,,, will only contain spatial correla-
tions in the errors for each control variable, and can be assumed to be block diagonal.
B, is obtained from B by applying the U-transform (2.2.4) to the first term of the cost
function (2.2.2):

X/TB— 1X/ — V/TUTB—lUV/

= B! =U"B'U.
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With this simpler structure of the matrix, the minimization process can be done more

easily in the control space. A simpler form of (2.2.2) is now obtained:
J(V) =vB; 'V + (y = H(Uvy) — HUV))R (y — H(Uv) — H(UV)).

Once the minimization is completed, the solution v’ is transformed back to the model
space via the U-transform to give the solution x’ in the model space. Operationally
at the Met Office, the transformations are further extended to remove the spatial
correlations of each variable using vertical and horizontal transforms [49]. By doing
this, the matrix can be assumed to be diagonal, hence it doesn’t need to be stored
explicitly. Let z’ be the set of variable increments which have undergone a control

variable and spatial transform. Then

z =T,T,Tx,
x' =UU,U,Z,

where T}, and T, are the horizontal and vertical transforms which remove the spacial
correlations of the variables, and U, U, are the respective inverses. The transformed

background error covariance matrix, A, is simply the identity matrix:
I=A"'=T,T, TB-'UU,U,.

Therefore, the problem of storing and inverting the B-matrix has been shifted to defin-
ing suitable control variable and spacial transforms, and so the matrix never needs to

be explicitly represented.

2.2.4 Choice of Control Variable Transform

We now discuss the physics behind the the choice of the control variables. It is impor-
tant that these variables are uncorrelated, or at least nearly uncorrelated, otherwise the
assumption of the transformed background error covariance matrix having a diagonal
structure will not be accurate.

Although the Met Office uses compressible non-hydrostatic equations, here we only
analyze the hydrostatic motions. In [49, 53], it was identified that there are two modes
of atmospheric motion, geostrophically balanced Rossby waves and geostrophically un-
balanced inertia-gravity waves. Balanced and unbalanced flows are assumed to have
little or no interaction between each other, meaning that their errors will be uncorre-
lated. In a linear shallow atmosphere system, one third of the modes are characterized

as balanced and two thirds as unbalanced [5], and this can be extended to a 3D atmo-
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sphere with the assumption that the modes will still be uncorrelated. This provides
the inspiration for the choice of control variables in the CVT for the operational VAR
system. Good control variables are ones which capture either the balanced or unbal-
anced modes, and a separation of control variables in such a way forms the basis of
the idea that their errors will be uncorrelated. At the Met Office the control variables

currently used operationally are:

e The streamfunction, ¢
e The velocity potential, x

e The unbalanced pressure, p,

The streamfunction is assumed to be a completely balanced variable, whilst the ve-
locity potential is assumed unbalanced. In general, pressure and streamfunction have

balanced and unbalanced components, and likewise for their perturbations:

P =P, + Db (2.2.5)
Y =y, + by, (2.2.6)

However, for the CVT, it is assumed that v/, = 0 because the streamfunction is assumed
to be completely balanced. Since a shallow atmosphere approximation is used for the
analysis of the modes, the depth of the atmosphere is assumed to have a constant value

of a.

The T-transform: (v, ,w', 6 o0, ¢) — (', X', pl,)

We now give the details of the T-transform, i.e. how to calculate each of the control
variables from the model variables. Note that there are more model variables than
control variables, but in order to carry out the T-transform we only need the three
model variables (u/,v’,p"). The streamfunction and velocity potential increments are
found from the horizontal wind components by solving the following elliptic equations

on each vertical level of the sphere

1 o 10
2y = — - 2.2.
Vv asing ON  a 09’ (227)
/ /
vy — L 9w 10v (2.2.8)

asing O\ + adp’

where V2 is the 2D Laplacian on the sphere:

o_ 1 (0 (440N 0 (L 0
Vi = a®sin ¢ <6¢ <Sm¢6¢> * (D) <sin¢8)\>> '
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Since the right hand sides of (2.2.7) and (2.2.8) have a zero mean value on the sphere,
this ensures the existence of a solution in both equations which will be unique up to a
constant.

Then, the linear balance equation
Ve - (fpoVethh) — Vip, = 0, (2.2.9)

for the increments of ¢} and pj is used to calculate the balanced pressure field where
po is a reference state density and f is the Coriolis force which is latitude dependant.
Since the streamfunction is assumed to be completely balanced, we have ¢ = ¢y, and
so pj, can be calculated. The full pressure increment p’ is known because it is a model

variable, so the unbalanced pressure is calculated trivially from (2.2.5).

The U-transform: (T,Z),, X/’p;) - (ula /U,’ ZU/, 9/’ pla p/’ q,)

We now give the details of the transformation from the control variables to the model
variables, i.e. the U-transform. The three control variables are transformed to the
model variables (u’,v’,p’), which are then used to obtain the remaining model variables
(w8, p',q').

Firstly, a Helmholtz decomposition is used to separate velocities into rotational and

divergent parts. Therefore we have

/
< y ) —V, x4 + Vo, (2.2.10)
v

which gives

1 o 1oy
= asing ON  a 0¢ ' (22.11)

o1 oy 10X
v asin¢ O\ + adp (22.12)

We then obtain the pressure by firstly calculating the balanced pressure, p;. This is
calculated by solving (2.2.9) on each vertical layer, again with the assumption that
Y = ;. We know p), as it is a control variable so we obtain the full pressure field
using (2.2.5).

With the pressure increment obtained, we then use (2.1.1) and the following lin-
earized hydrostatic equation (as stated in [80]) to obtain the virtual potential temper-

. /
ature increment 6v :

o' g
or bV
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The potential temperature, #’ and specific humidity, ¢/, increments are then calculated

by linearising the following equations

0" =0'(1+[ " —1]q), (2.2.13)
i < v > , (2.2.14)
ees(T)

and then solving them for 6’ and ¢’, where € is the ratio of the molecular weight of water
to the molecular weight of dry air, es(7') is the saturated vapour pressure of water and
rh’ is the relative humidity increment.

The density increment is obtained by rearranging the following equation from [80]:

1
11—k

Rp'6”
a2pref

/

(2.2.15)

Finally we obtain the vertical velocity increment w’. Operationally in the UM, this
is currently set as w’ = 0, but a more accurate value can be obtained by solving a

particular equation known as the Quasi Geostrophic Omega (QG — ) equation [38]:

0 1 0
_NQ(V")Vg(Prefw/) - Hrefpreffga ((9 f—[) ; E(Mefw/)) = —Pwerefpref (2216)

with boundary conditions w’ = 0 on the upper and lower vertical boundaries. 6,.f
and pr.y are hydrostatically balanced reference states of the potential temperature and
density. N2(r) = %%—(Z, and fp is the Coriolis parameter, assumed to be a constant.
The form of this equation is valid only if the Boussinesq approximation is valid and the
equation is derived in the Met Office VAR scientific paper no. 16 (yet to be published).
Clearly this is not the case for a nonhydrostatic model, but the errors are likely to be
small enough for equation (2.2.16) to be a useful approximation. The QG — Q) equation
is a three dimensional elliptic problem solved for p,.sw’ that is currently attempted to
be solved using the generalized conjugate residual (GCR) method [34, 69]. It is a highly
ill-conditioned problem due to the large variation in coefficients between the poles in
addition to the large problem size of O(10°). Hence, the GCR solver used at the Met
Office takes over 700 iterations to solve this problem, and so there is considerable scope

for improvement before the solver can be used operationally.
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2.3 PV-Based Control Variable Transformations

The control variables described in Section 2.2.3 are chosen on the basis that they satisfy
the linear balance equation (2.2.9) exactly. However, this assumption is only valid for
balanced components of flow because the unbalanced components cannot obey the
linear balance equation. The separation between balanced and unbalanced modes is
different in different Burger regimes [26]. The Burger number, Bu, is the ratio Lg/L
where L is the horizontal length scale and Lg is the Rossby radius of deformation,
Lp = @, where H is the depth scale. Bwu is used to characterize the flow regime,

where the two regimes are as follows:

e High Burger regimes (Bu > 1): This is achieved when L < Lp, i.e. when f is
small (e.g. at the tropics). Here the streamfunction is dominated by balanced

components, so ) = Y.

e Low Burger regimes (Bu < 1): This is achieved when L > Lpg, where the

pressure field is dominated by balanced components, so p =~ p, and in general

Yu 7 0.

This indicates that the control variables defined in Section 2.2.4 will capture high
Burger regimes accurately because of the assumption that v is completely balanced.
Solving the linear balance equation (2.2.9) for p; is therefore only valid if L < Ly in
the high Burger regimes. However, the assumption that ¢ = v, is only satisfied in high
Burger regimes and so the low Burger regimes are not captured accurately.

These limitations are overcome by using a different set of control variables which
represent the separation of balanced and unbalanced components across all flow regimes.
The balanced mode is captured using a quantity known as the potential vorticity (PV).
According to the theory of [5], balanced flow is associated with PV but unbalanced
flow has no PV and so is completely independent from balanced flow, hence they are
uncorrelated. Thus we use this as motivation to choose PV-based control variables that
will more accurately represent the flow in the two Burger regimes. These new variables

are:
e The balanced streamfunction, v
e The velocity potential, x
e The unbalanced pressure, p,

Clearly the only difference is that 1 is used instead of i, thus the assumption that

the streamfunction is balanced across all flow regimes is no longer used.
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This new control variable transform using PV recognizes the presence of unbalanced
streamfunction in low Burger regimes, but resembles the existing scheme (which is ac-
curate) for high Burger regimes. Consequently the control variables can be partitioned
into purely balanced and unbalanced parts. The PV-based control variable transform is
based around two equations. In the UM, PV is called Ertel PV, @), which is calculated

from ¢ and p, and an incremental form of the equation is given as follows

8])/ a2p/
V2! ! - — = qQ 2.3.1
ao VY + Bop thg- g Q, (2.3.1)

where g, 8o, 70 and ¢ are reference state quantities of the model variables. The
second is the linear balance equation (2.2.9) which relates the balanced components
of ¢ and p’. Now, since there is no PV in unbalanced components of flow, (2.3.1) is

written in terms of ¢/, and p!, as

ap/ 62p/
ao Vi, + Bopl, + WOa—Tu + €0 8r2u =0 (2.3.2)

Now, by substituting (2.2.5) and (2.2.6) into (2.3.1) and using (2.3.2) we get

/ 2./

Op
a0 Vs + Bop), + 708—: +e05 3

= Q, (2.3.3)

Now, only the balanced component of flow satisfies the linear balance equation (2.2.9),
so replacing vy and p, with ¢;, and p;, respectively gives a residual, denoted anti-PV,

@, which we calculate from p’ and v/
Ve (foV,) — Vi, =Q =V, (2.3.4)

where ¢ is a measure of imbalance. Then adding the linear balance equation (2.2.9) to
(2.3.4), we obtain
V.- (fpV,) — V2 = V3¢, (2.3.5)

by using again (2.2.5) and (2.2.6). We have now calculated PV and anti-PV from p’
and ¢, and thus we now use these to calculate the control variables p), and ;. The
balanced streamfunction is found by firstly using the linear balance equation (2.2.9) to
solve for pj, which can be formally written using the inverse Laplacian operator V- 2

as
Py =V, 2V, (FpoVity) . (2.3.6)
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Substituting (2.3.6) into (2.3.3) we finally obtain the balanced equation for
_ 0 o
aoVith + Bo (Vi Ve fVh) + 305 (Vi 2V fV05) +
) " (2.3.7)

0
50% (V;zvr . fvr¢g)

Q/

A similar approach is used to find the unbalanced pressure. Rearranging (2.3.5) we get

P = V2V (f00Vith,) = €, (2.3.8)
and substituting (2.3.8) into (2.3.2), we obtain the unbalanced equation for ,:
0
oV, + Bo (Vi Ve fV) + 05 (Vi 2V - V) +
32 2 / / 35/ 326/ (2‘3‘9)
f0g,2 (Vi ?Vr V) = B + 705 + 2055

Then we use (2.3.8) to find p),.

Despite the convincing theory for the new PV-based control variable transforma-
tions (see [53, 6, 5, 25, 78, 81]), these are not yet operational. The main reason for
this are the difficulties in solving (2.3.7) and (2.3.9) to obtain the control variables.
The coefficients in the equations vary with height and latitude, and there are also two
dimensional solves with V2 required within the three dimensional problem. The re-
sult is a highly ill-conditioned problem and previous attempts at implementing a solver
for this have not resulted in a satisfactory convergence to the solution. However, if
these equations can be solved at all, let alone with great efficiency, then there is con-
siderable scope for improving the accuracy of the initial conditions produced by VAR,

particularly in the low Burger regimes.

2.4 Grid Structure for the UM

In this section we define the grids used for the discretisation of the equations in the
UM and the CVT. The grid is regular in longitude A and latitude ¢, but graded in r
with a higher resolution of grid points near the surface of the Earth. A graded vertical
grid spacing is desirable since there are larger vertical gradients and fluxes of variables
near the surface of the Earth. Also, a staggered grid is used in all three coordinate
directions, where the Arakawa C-grid staggering [2] is used in the horizontal (i.e. the
A—¢ plane, see Figure 2-2), while the Charney-Phillips grid staggering [1] is used in the

vertical (see Figure 2-3).
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Figure 2-2: Arakawa C-grid used in the horizontal
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Figure 2-3: Charney Phillips grid used in the vertical
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Figure 2-4: The Met Office grid staggering

In the horizontal, the variables II, p, 8, w, ¢, x and u are located at the poles. In
the vertical, the grid is staggered into 8- and p-levels. There is an extra 6-level because
these occupy both the upper and lower boundary, and the p-levels are located halfway
between. The grid staggering and the position of each variable is visualized in three
dimensions in Figure 2-4.

The equations in the UM and in the CVT are discretised spatially using finite
differences, with a special treatment of the variables that are discretised at the poles.
Details of the spacial discretisation can be found in [28], but will also be covered in
detail in Chapter 3 using a finite volume discretisation where the discretisation at the

poles can be derived more naturally.

2.5 Summary of the Key Elliptic Equations in NWP

We have seen throughout this chapter that the process of NWP and data assimilation

leads to three types of three dimensional elliptic problems which are solved on a model
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domain representing the atmosphere of the Earth:

e The Helmholtz problem (2.1.24), arising from the semi-implicit discretisation of

the fully compressible non-hydrostatic equations used in the dynamical core of

the UM.

e The Quasi Geostrophic Omega (QG — () equation (2.2.16) for finding the vertical
velocity increment in the control variable transform, used in variational data

assimilation.

e The balanced and unbalanced equations (2.3.7) and (2.3.9) for obtaining the

control variables in the new PV-based control variable transform.

The three problems each have a particular role in NWP, and so it is essential to be
able to solve them efficiently and accurately using sophisticated numerical methods.
Although each of these equations are elliptic, they all pose different difficulties. For
example, the coefficients present in each problem are different, leading to different tech-
niques required to compensate for the variation in these coefficients. The balanced and
unbalanced equations require additional two dimensional solves, so further techniques
must be investigated to tackle this problem. Moreover, solving these equations on a
spherical domain poses additional difficulties because the coefficients in the equations
degenerate towards the poles. Therefore, it is clear that advanced numerical techniques
are needed to aid the Met Office in solving these equations with greater efficiency than
what they are currently capable of. This will consequently improve the forecasts from
the NWP models by allowing for finer grid resolutions and by improving the quality of
the initial conditions for the forecasts.

The solution of these type of problems using iterative numerical techniques will
form the core of this thesis. In subsequent chapters we investigate various solvers that
are known to be able to deal with the type of issues that arise from these problems, and
adapt them accordingly for the three main elliptic problems of interest. Comparisons
will be made with the solvers currently used at the Met Office, and if those solvers
are significantly outperformed, it is likely that they will be replaced by the new solvers
described in this thesis.



Chapter 3

Model Problem and

Discretisation

3.1 Model Problem

All the problems described in the previous chapter (summarized in Section 2.5), when
formulated in spherical coordinates and suitably scaled, take the general tensor product
form

=V (KEVu(§) + a(§) - Vu(€) + c(€u(€) = g(&), V&= (&,6.6)€(0,1)°  (3.1.1)

with
041(5) 0 0
K=K = 0 (& 0 :
0 0 asz(§)

a=a(€) = [a1(€), az(£), a3(€))",

and separable functions «;(€) = o} (&1)a?(é2)a (&), for @ € {1,2,3}. The differen-
tial operators in (3.1.1) are the usual gradient and divergence operators (see [15]) in
Cartesian form, i.e. .
vu= B g ]
V-F=98 + 92 4+ 4B
Let Q = (0,1)3 with boundary I'. K is assumed to be positive definite almost ev-
erywhere (a.e.) in Q, i.e. «;(&) > 0 for all i € {1,2,3} a.e., but we are particularly
concerned with the highly anisotropic and degenerate cases where «;(§) — 0 as & — 0

or & — 1. These cases arise in for example spherical polar coordinates where the

32
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functions «; degenerate near the poles. In addition, for problems in numerical weather

prediction, there will usually be a second anisotropy in that

a1(€) > as(€), as(&).

This comes from the fact that the Earth’s atmosphere is very thin compared to the
dimensions of the Earth’s surface. Note however, that crucially, these anisotropies are
grid-aligned.

In particular, for the special case of the Poisson equation with source term f posed

in the Earth’s atmosphere and written in spherical polar coordinates (see [15]), we have

2
(%) sin(més) 0 0
K=K(¢) = 0 sin(ria) 0
0 0 1

4n? sin(né2)

where & is associated with the radial direction, £ with the polar angle and &3 with

the azimuthal angle. Note that we have nondimensionalized the problem by setting

R—a P A
52::_5 53'

d ™ o

&1 o=

where {(R,®,A) :a < R<a+d, 0<® <7, 0<A <27} are the usual spherical
polar coordinates and a ~ 6371km and d =~ 63km are the Earth’s radius and the depth
of the atmosphere, respectively. Because a > d and because sin(7€2) — 0 as {&; — 0 or
&9 — 1, we see that this problem is highly anisotropic as suggested above.

Note that the equation has to be scaled by the volume element of a sphere
(a + d&1)? sin(w&s), defined in [15], so that it can be written in the general tensor
product form of (3.1.1). With a = 0 and ¢ = 0 we have the Poisson equation:

o ((a+de\? | du 9 (sin(r&) u d 1 ou
- % ( y ) sm(w&)a—& —8—&<772 3—§2>_8—§3<747128in(7r§2)8—§3>

= fO,72,73)(a + dé1)? sin(néa) (3.1.2)

where ¢(£1,£2,€3) = f(71,72,73), and ~ is a reparameterization that maps the unit

square to the spherical shell with radius ranging from a to a + d as follows:

v(&1,&2,&3) = ((a+d&y) sin(m€s) cos(mEs), (a+d&q) sin(mws) sin(nés), (a+d&;) Cos(ﬂ'gg))T )
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3.2 Finite Volume Discretisation

In this section we describe the discretisation of the general problem (3.1.1) with various
different boundary conditions using the finite volume method, as described in [36, 77].
We then look at the special case of spherical polar coordinates with periodic boundary
conditions at the east and west boundaries and “polar” boundaries at the north and
south boundaries. This will closely follow the discretisation presented in [72] for the
two dimensional (2D) Poisson equation on the surface of the sphere, and [7] which also

describes the discretisation on the three dimensional (3D) spherical shell.

3.2.1 Discretisation of the General Problem

In order to discretise (3.1.1) on the unit cube, let us subdivide € into n; x n2 X ng

cubes with cell centres

{(51,i7§2,j7§3,k) . izl,...,nl, j:L...,nQ, k:L...,ng},

and edge lengths hy = 1/nq, ho = 1/ny and hs = 1/ns.

We discretise (3.1.1) using the cell centred finite volume method. The PDE is inte-
grated over each mesh cell, or control volume, corresponding to a grid point (£1,4,&2.5, &3,k ),
ie.

Qijr = 51,%%’51,%%} X [52,];%’5244%} X {53&7%’53,“%] ’
where & ;1 = €1+ b Epjut = b5 & ho and Es el = Eap £ hs  The boundary of
each control volume consists of six faces, i.e.

Lije = L1 Ul 5, U5 1, UT,

2¥} Z?j+%7k U Flvjvk;_% U F

ir,k+g
and the cell faces are denoted by Fi:l:%,j,k = {fl,ii% }x [52,j_%,§27j+%] X K&k—% ) 53,k+%]7
with analogous definitions for Fi,ji%,k and Fi,j,k:l:%’

On each of the faces of 2 we impose either homogeneous Dirichlet boundary con-
ditions, i.e.

u(€) =0 VEeT, (3.2.1)
homogeneous Neumann boundary conditions, i.e.

%(5) =0 VEer, (3.2.2)

(where n denotes the outward normal to the boundary I'), or periodic boundary con-
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ditions, i.e.

u(07§27§3) = u(17§27§3) 5 (323)
85 (0,€2,83) = gg (1,&,63) V& €0,1],V€3 € [0, 1). (3.2.4)

and similarly for the boundary faces at &, = 0,1 and &3 =0, 1.

We begin by deriving the discrete equations at points on the computational domain
whose control volume does not contain a face on the boundary. The finite volume
discretisation is obtained by firstly integrating (3.1.1) over each control volume €, ; 1,
ie.

[ = KTu©) + a©)-Vul©) + cou©) @V = [ @) v viik (329
where dV' denotes the three dimensional volume element on €2, i.e.

AV = de¢idéadess. (3.2.6)

Discretisation of the Second-Order Term

Let us first concentrate on finding the discrete equations for the second-order term. We
use the divergence theorem to simplify the integrand of equation (3.2.5) by reducing
a second order term to a first order term on the boundary of the control volume,
which requires the equation to be written in divergence form. Applying the divergence

theorem, we obtain

/ V- (KVu) dV = — KVu-ndS,
Qijk 045k

where n is the outward unit normal vector to €2; ;. Integrating over each cell face of

the control volume, we have

ou ou
— KVu- dS’:—/ dS; 1 +/ — dS;_1;
/BQijk u-n Fi+%,j’k al(s) aé- + g,k 17%, . al(s) 851 557,k

ou ou

— « dSi 1 +/ — dS _1

/sz+1,k © 0¢ st Lij-tn =(é) 082 o

ou ou

[ Oz S +/i @ Ay, (327)
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where the individual surface elements on I' are:

dSij:%J,k = d&d&s, dSz;jj:%,k = d§1d&s, dSmJﬁ;% = d&1ds§s .

We approximate the derivative across the cell faces using central differences, and then

each of the line integrals are approximated using the midpoint rule which gives:

Uit1,,0 — Ui j Uijk —Ui—1,j
,/ KVu-ndS~ *Oél(ﬁwl,j’k)Mfmhs + al(ﬁi,l,j,k)uhﬂba
8k 2 ha 2 1
Ui,j — Ui, Uik — Ui j—
— aQ(gi,jﬁ—%,k)Wh?)hl + aQ(&i,j—%,k)whShl
Ui,; —U; Uijk — Ui j -
_ a3(£i,j,k+%)Whlh2 + 043(51-,1-,,6_%)%}11% ,

where &, ;= (£1,6,82,5,&3,,) and U 51 is the discrete approximation to the solution
u at &; ;. Discrete approximations to derivatives at grid points are often written in
stencil notation, which is a representation of the non-zero entries of a row of the matrix
corresponding to a particular node on the grid. The finite volume discretisation of the
second order term in (3.2.5) is a 7-point stencil (i.e. non-zero only at entries of the
matrix corresponding to the node itself and for its immediate neighbours) for each node
on the grid whose control cell does not contain a face on the boundary. The 7-point

stencil for node (i, j, k) is:

_a2(£i,j+%,k:)H2
_O‘I(fz;%,j,k)Hl *0‘3(51',;',1@—%)[{3 -2 *a3(£i,j,k+%)H3 - a1(€i+%,j,k)H1 )
—a2(§, ;1 ) H2

with > denoting the sum of all the off-diagonal entries, and where Hy = hfl}l“*', Hy; =
h}l—g“” and Hg = h}L—ZQ The numbers in the square brackets give the 5-point stencil in
the &—&3 plane in the usual way (see, for example [20]). The numbers outside the
brackets denote the entries corresponding to the upwards and downwards neighbours.
Note that we have used a similar notation as in [7] to present the 7-point stencil. Note
also that this stencil assumes a uniform grid is being used in each coordinate direction.

The following generalizations are made to the stencil to account for non-uniform grids.

—a2(&; 41 ) HY
- - +
—al(éi—%,j,k)Hl _O‘?’(Ei,j,k—%)HS —Z _a3(£i,j,k+%)H3 _a1(€i+%,j,k)Hf'
_Q’Q(Ei’j_%’k) 2
(3.2.9)
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h3.khii
UL

hs kha ; ha ihi i
where H = ?’I’ff%, Hy = and H3i = %, hi,i,hoj and hgj are the edge

1,0 2,5 3,k
lengths of control volume (2; ; 1, and h* and h~ define the distances between adjacent
cell centres, e.g.

(h1i + hiiv1) (hii + hii-1)

+ -
hl,i - 9 ) hl,i = B .

Discretisation of the First-Order Term

We now discretise the first-order term from (3.2.5). By integrating over the control

volume, we have

/ a(€) - Vu(£) dv,
Q

i3,k
where dV is defined in (3.2.6). We use the average of forward and backward differences

to approximate the first order derivatives across each cell, i.e.

1)V U —-U Ui —Ui
~ — . 2.1
i 2 { I " hi; } (3210

u
0%

Using (3.2.10) and the midpoint rule to approximate the volume integral, we obtain

ou ou

ou
-V dV = —_— —_— — dV
[, a@vuew = [ m@g ez re©g
N Uit1,56 — Ui—1,5,k Uij+ri,b —Uij—1k Uijrt1 = Uijr—1
o [ el B lioban g (g st SOl g g) Dttt S D) gy ey de,

i3,k

hah
= a1(&, ;) Uis1k — Uic1 k) —5— + a2(&; ;) Ui jere — Uijo1,)

2
hiha
2 )

hihs
2

+as(&; ;1) Uijet1 — Uijr—1)

if a uniform mesh is used. In this case the 7-point stencil for the first-order term is

+az (gi,j,k)—hazhl

h2h3 hih hih h2h3
*al(gi,j,k)T —a3(&; ; k)52 0 +az(&; )52 | Tai(& k) 5
hsh
*az(éi,j,k) 32 !
or more generally, without the assumption of a uniform mesh,
Vi
+az(&; ;%) 2,&’?
Vig Viik 7 Vijk Vi
*al(gi,j,k) hik *‘13(51',1',19) ghj: -2 +a3(€i,j,k) ghf: + a1 (ﬁuk) thk .
2hy % (e, ) Vi > 1,i
2\Sigk 2hy ;

where V; ;. = hy;ho jh3 ;. Note that the matrix resulting from the discretisation of the

first order term does is non-symmetric (or skew-symmetric for a regular grid).



CHAPTER 3. ELLIPTIC PROBLEMS IN NWP 38

Discretisation of the Zeroth-Order Term and Right-Hand-Side

Lastly we discretise the zeroth order term and the right-hand-side. Approximating the
integral of the zeroth order term over the control volume using again the midpoint rule

we get

/Q c(&u(§) dV =~ c(&; j1)u(&; jx)h1ih2ha . .

0,5,k

Similarly the integration of the right hand side yields

/Q 9(&) AV =~ g(&; k)h1ih2jhs -

1,7,k
3.2.2 Discretisation of the Terms on the Boundary
Dirichlet Boundary Conditions

Suppose we have homogeneous Dirichlet boundary conditions (3.2.1) on the boundary
I'. Let us without loss of generality (w.l.o.g.) consider the nodes whose cell contains a
face on the boundary & = 0, e.g. nodes at which 7 = 1. Recall the following component

from equation (3.2.7):
ou

041(5)8—§1

dsif%,j,k' (3.2.11)
Fif%,j,k

We now use one-sided differences to approximate g—g‘l, rather than central differences,

in order to use the value of the solution at the boundary & = 0. The exact solution

is known at & = 0, namely U1 ik = u(0,&2,&3) = 0, and the distance between the two
27 K

points is h1/2 instead of hy; so (3.2.11) becomes

Ui jr—0 2U1
al(&%%k)dh’f@hi’, = al(f%J,k) hl? hahs .
2 )

The stencil for the nodes at which ¢ = 1, without the assumption of a uniform mesh,
becomes a six-point stencil:

—a(8y 4 g 0)
JTo h2j
hy jha, hr:.h,- ha jhi, hs kh
*0‘3(51,1',16—%) 2};3—:1 *Z+2a1(€%,j,k) dhkl,lz_J *a3(§1,j,k+§) 2h3+:1 foa({%’j’k) 3}’:12]
Y hz khi ' 1,1
_a2(€1,j7%,k) hy
¥

Analogously, we can obtain similar stencils at it =ny, j =1, j =ns, k=1 and k = ng,

i.e. at the edges and corners of the domain.
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Neumann Boundary Conditions

Now suppose we want to impose homogeneous Neumann boundary conditions (3.2.2)
on I', and consider the boundary face where & = 0 (i.e. @ = 1). Recall again the
component (3.2.11) from (3.2.7). By boundary condition (3.2.2), g—g\&:o: 0, and so

the component (3.2.11) vanishes and we are left with the following stencil:

hz khi1
_a2(€1,j+%,k) hy
i

ha jh ha jh
—as(€y 1) T - —os(€r e ) THE S | - o€y )

hs,khi
*OLQ(gl,j—%,k) dh; -
sJ

Similar stencils are obtained analogously at the remaining edges and corners of €.

Periodic Boundary Conditions

Finally, suppose periodic boundary conditions (3.2.3) — (3.2.4) are imposed on I', and
consider the boundary faces where {§ =0 and & =1 (i.e. i =1 and i = n;). We recall
again the component (3.2.11) from (3.2.7) as before, and consider the nodes whose cell

contains a face on the boundary & = 0. By (3.2.3), U%J,k = Un1+%7j7k so (3.2.11)
becomes
Urjk — Un

17j7k
a1(§%,j,k) o hahs.

where hy; = 0.5 (h1,1 + h1n,), and so the seven-point stencil is

h3,khi,1
—ag(§) 1 )
It 5.k I
2,7
h3 kha,; ha,jh1,1 ha,jh1,1 h3 kha,;
—a1(€y )20 —as(€y 1) - —a3(§) ;1) —aq (€5 )2k T2d
ok T o M s A ) or

h3 khi,1

h

7"‘2(51,j—%,k) S
i

Once again, we obtain similar stencils at each of the edges and corners of 2.

Resulting System of Linear Equations

The discretisation results in a system of linear equations of the form
Au = b,

where A € R™", and n = ny X ng X n, is the dimension of the problem. Matrix
A represents the discretisation of the zeroth, first and second order terms. It is a

sparse and symmetric positive definite (SPD) matrix if the coefficient a to the first
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order term in (3.1.1) is zero (otherwise it is non-symmetric) and if Dirichlet boundary
conditions are imposed (otherwise it is positive semi-definite). u € R" is the unknown
solution vector corresponding to the values of the unknown function u at the cell centres,
and b € R" is the right-hand side with entries g(§; ; x)h1,ih2 jh3 k. A lexicographical

ordering of the unknowns is used.

3.2.3 Special Case — Spherical Polar Coordinates

Here we consider the discretisation of (3.1.1) for the particular case of spherical polar
coordinates, with & = (r,¢,\) € (0,1)3, where r, ¢ and A are the nondimensionalized
radial direction, polar angle and azimuthal angle respectively. This special case is of a
particular interest in numerical weather prediction, as the elliptic problems of interest
from Chapter 2 are all given in spherical polar coordinates. Recall that the problem
needs to be scaled by (a + dr)?sin(m¢) so that it can be written in the general tensor
product form.

The Poisson equation on a sphere is given in (3.1.2), but in general, elliptic problems
on a sphere may have additional coefficients, which is certainly the case for the problems

from Chapter 2. These can be written generally as

oy (r, ¢, \) = L(\, ¢)(a + dr)?sin(we)/d*,
az(r, ¢, ) = Lg(r, \) sin(re) /72,
043(747 b, )‘) = L)\(V“, ¢)/(47T2 Sin(ﬂ'(b)) )

where the coefficients L,, L) and L, have to again be assumed to be separable, e.g.
Ly(¢,\) = LMA)LE(¢). For simplicity we assume that the i coefficient L; does not
depend on the " variable, which is always the case for the problems in Chapter 2. In
general we also have ¢ # 0 and a # 0, but for the problems in Chapter 2, these are
restricted to ¢ > 0 and a(€) = [a1(r)(a + dr)?sin(r¢)/d, 0,0] .

The main difference of this setting is the boundary conditions in the ¢-direction
coming from the pole, which also affects the mesh defined on €2 at these boundaries.

The mesh is defined by subdividing € into n) X ng x n, cubes with cell centres

{(Ti,(ﬁj,)\k) . z':l,...,n,n, j:1,...7n¢, k:L...,n)\},

and edge lengths hy = 1/ny, hg =1/(ng +1) and h;, i = 1,...,n,. In addition there
are 2 x n, cells at the poles with edge lengths 1, hy/2 and h,.;. The computational grid
in the A — ¢ plane can be seen in Figure 3-1(a), where the top and bottom boundary
represent the North and South pole, respectively. The grid on the A—¢ plane is uniform,
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(a) 27 (b)

North pole L

n¢ . . B . . . B Ih¢

(7, A

<
. .

1 South pole nx Earth’s surface

Figure 3-1: (a) The computational grid in the A-¢ plane, and (b) the graded mesh in
the r-direction.

except at the poles. The nodes are located at the cell centres, where A\, = (k — %)hA
and ¢; = jhes. At the poles we use half cells, so that the poles themselves are located
at the centres of the cells in the physical domain €2, and so that a discrete equation
can be derived at these points in the same fashion as at the other points. In the radial
direction, the mesh is graded as shown in Figure 3-1(b) with the cell centres located
at r; = Z;;% hry + %hm-, and with the mesh widths h,; increasing with ¢. Thus, the
total number of unknowns, including the unknowns at the poles, is (n) X ng +2) X n,.
This computational grid is the same as the Arakawa C-grid and the Charney-Phillips
grid introduced in Chapter 2, where the cell centred nodes are located at the p’-points
and p-levels.

As described in Section 3.2.1, we discretise (3.1.1) using the cell centred finite
volume method, where firstly the PDE is integrated over each mesh cell (or control
volume) corresponding to an interior grid point (75, ¢;, Ax), i.e. €; j k, or corresponding
to a grid point at the pole. Denoting the control volume corresponding to a vertical

grid point at level ¢ on the north and south poles as QZS and va respectively, we have
QS: [7"4 1.7, 1] X {0 gbl} X [0 1] and
i i—57 it 'S [
O = [rigriay| x [0.00,4) < 0.1

where ¢ 1= hg/2. Except at the poles, the boundary of each control volume, I'; ; x,

consists of six faces, as described in Section 3.2.1. Each control volume at the poles,
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however, has ny + 2 faces, i.e.
nx
S _ S S
Iy = U Li1,V Pi—% U Fz‘+§ ’
k=1

where Ffil = {r 1} x [0, (ﬁl] x [0,1] are the top and bottom faces of the control
5 2 2
volume at the south pole on vertical grid level 1.
Since the problem is discretised on a sphere, it is necessary to impose periodic

boundary conditions on the lateral boundary, i.e.

u(r, b, 0) = u(r, b, 1) )
ou

0
5(7" ¢7 0) = 8_2;(707 ¢71) v¢ S [07 1],Vr € [07 1]

In addition, for the upper and lower boundaries of the atmosphere (corresponding to
r = 0 and r = 1), the problems from Chapter 2 either have homogeneous Dirichlet
boundary conditions, i.e.

u(0,0,\) = u(1,¢,\) = 0.
or homogeneous Neumann boundary conditions, i.e.

ou ou

The discretisation at the interior nodes is identical to the general case, resulting in the

same stencil (3.2.9). Recall that for spherical polar coordinates we have

ar(§iz1 1) = 1(ret, 65, A) = Le(d, Ae)(a + dri+%)2 sin(m;)/d”
a2(£i7ji%7k) = (XQ(?”Z‘, (b_]:l:% Y )‘k) = L)\(T% )‘k) Sin(ﬂ-(bj)/ﬂ-2 9
a3(£i,j,k:|:%) = OZ3(T'Z', gb_]a Aki%) = L¢(ria ¢])/(47T2 SID(WQS])) )
and h1 = hr, hz = h)\, h3 = h¢.
We now come to the discretisation at the boundaries. The homogeneous Dirichlet
and Neumann boundary conditions at » = 0 and » = 1 have been covered in the

general case, as well as the periodic boundary conditions on the lateral boundary.

What remains is the treatment of the north-south boundaries at the polar regions.

Poles

We now tackle the discretisation at the poles, which occupy an entire » — A plane.

Each pole cell (apart from those at the top or bottom boundary) has an entire A-line of
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Figure 3-2: The polar region, with the pole at the centre of n) half cells

neighbours in addition to upper and lower neighbours, thus a total of ny+2 neighbours,
leading to a (n) + 3)-point stencil at these cells. The poles nodes on level ¢ are located
at the centre of the control volume Q7 or QY which is comprised of ny half cells (see
Figure 3-2), with FS 1 or I'N i1 corresponding to the top and bottom faces of the control
volume. For the south pole (where ¢ = 0), the integration over control volume Q7 leads

to the following discretisation:

— KVu-ndS
rs
B ou g ou g s ou
a _/FS . “ (5)37" dS”? - /rs . 041(5)5 dsi_% * ; /F 1 ka2(€)3_¢ dSi’%’k
it3 i3 - “2
Us,—-U? h Us—U?2, h

:—a1(ri+%,¢i,)\k)+27+_(1)7¢ - al(rz——a(bla)‘k)?l(l)f

S Uipr — U?

= Y aalri, by, M) =R

k=1
_ N e s _Us) - e (s s
- 041( z+ a¢1 k)2h+ ( i+1 ) 041( z——a¢ k)2h_ ( 3 i—l)

hr zh)\

ZOCQ Tza(bl )‘k ( i,1,k — Uis)’
k=1

where UZ-S is the discrete solution at the south pole on level i and ¢1 = hg/4. For the
4
right hand side at the south pole, again we discretise by approximating the integral

using the midpoint rule:
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/QS gla+dr)?sin(m¢) dV = g (a+ dr;)? sin(mﬁ%)hm% )

where h;; X h—; is an approximation to the volume of the control cell Q , and we see

from Figure 3-1(a) that (r;, ¢ 1 ,0.5) is the midpoint of Q7 in the computational grid.

Note that the midpoint of Qf in the physical domain is actually located at the south

pole (see Figure 3-2), but the special treatment we use at the poles is consistent with

the work of Barros [7] and also with the discretisation used at the Met Office.
Analogously for the north pole (where ¢ = 7) we obtain

he

— a1(ri+%a¢n¢+%’)‘k)2h+_ (U —UY) = aa(rimg,dnegs )\k)Qh U = U5)
hrih
_ AZCQ (ri, %Jrl,)\k)(UZ%, U.N)
_ N N2 o 5 @
= g¢; (a+dr;) Sln(ﬂ¢n¢+%)hrﬂ 9 "

Resulting System of Linear Equations

The discretisation results in a system of linear equations of the form
Au =b.

A e R™™ and n = (ny X ng + 2) X n, is the dimension of the problem. u € R" is the
unknown solution vector corresponding to the values of the unknown function w at the
cell centres, and b € R” is the right-hand side containing the source terms. It contains
seven non-zero entries per row corresponding to an interior node, and n) + 3 non-zeros
per row corresponding to pole nodes that are not at the upper or lower boundaries. For
typical problem sizes used at the Met Office, n) + 3 > 7, hence the rows corresponding
to the pole nodes are significantly more dense. For nodes whose cell face is on the
upper or lower boundary, there are six non-zeros (for non-pole nodes) or ny + 2 non-
zeros per row (for pole nodes). Figure 3-3 is a spy plot showing the sparsity pattern
of matrix A with problem size n = 152 (ny = 6, ny = 6, n, = 4). Periodic boundary
conditions are imposed at the lateral boundary, in addition to the polar boundary at
the north-south boundaries. If the vertical boundary conditions are of Neumann-type,
then these boundary conditions yield a singular system of linear equations, meaning
that the solution to this system is unique only up to a constant. Techniques for dealing

with this singularity will be discussed in Section 5.5.2.
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Figure 3-3: A spy plot showing the sparsity pattern of matrix A for the 3D problem.

3.2.4 Two Dimensional Problems on the Surface of the Sphere

In NWP, the solution to Poisson-type equations on the sphere in two dimensions are
also highly important. One such use of a two dimensional Poisson solver is for the
balanced and unbalanced equations (2.3.7) and (2.3.9), as well as regularly within the
control variable transform (CVT) described in Chapter 2. Therefore in this section we
derive the finite volume discretisation of the two dimensional Poisson-type equation.

Consider the following two dimensional abstract equation:

-V - (KVu(€) =g(&) on Qap, (3.2.12)
with

0 ()

for € = (), ¢) and for separable functions aj(¢,\) = ai(#)a?(A) > 1 ae. and
as(p,\) = ad(¢d)a3(\) > 1 a.e. Of particular interest is the case of a Poisson-type

K:K(£)2<a1(£) 0 >,

equation in spherical polar coordinates which is given by ay(¢, \) = Ly(N) sin(r¢) /72,
as(¢, ) = Lx(¢)/(47? sin(1¢)) and a scaling by sin(r¢):
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Figure 3-4: A spy plot showing the sparsity pattern of the matrix for the 2D problem.

9 (Mal) 0 (M%) = gsin(re),  (3.2.13)

99 2 o) O \ 4An?sin(wp) OA

This is solved on the unit square Qsp = (0,1)?, which is subdivided into ng x n cells
{(¢]7)\k) . j: 1,...,77,(;5, k= 1,...,n)\},

in addition to one cell for each pole. This computational grid is pictured in Figure
3-1(a), and the edge lengths hy and hy are defined as in Section 3.2.3. As in Section
3.2.1, (3.2.12) is integrated over each control volume, and using the Divergence theorem
it is simplified to a first order term on the boundary of the control volume. Each of
the line integrals is approximated by the midpoint rule and the derivatives involved on

it by central differences, producing a 5-point stencil at an interior node (7, k):

h sin(7r¢.+l)
h 1 _L(b()\k)ﬁ% h 1
_Lx(ﬁbj)ﬁm - _LA(QSj)ﬁWW ., (3.2.14)
hy sin(7rq5j7 %)
_L¢()‘k)@ 2

and the sparsity pattern for the matrix is plotted in Figure 3-4.
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3.3 Finite elements and a Link to Finite Volumes Using

Quadrature

Although the majority of the work and computations in this thesis is based on using
the finite volume discretisation, it is also necessary to use the finite element scheme
(described in e.g. [19, 23, 67]) to prove some theoretical results (which we will see
in Chapter 5). However, as discussed in [14], a finite element discretisation of an
elliptic problem will cover most finite volume discretisations, since the two schemes
can be shown to agree if suitable quadrature formulas are used. Thus, with slight
modifications, the theoretical results in Chapter 5 will carry over to a finite volume
discretisation of the same problem. In Section 3.3.1 the discretisation of the two-
dimensional problem (3.2.12) using bilinear finite elements is described, and in Section
3.3.2 a quadrature rule is devised which links the finite volume and finite element
schemes. Finally in Section 3.3.3 we discuss on how the ideas are extended to three

dimensions.

3.3.1 Piecewise Bilinear Finite Elements in Two Dimensions

Consider an abstract two-dimensional problem:
—V - (K(§)Vu(§)) =9(§), onQ=0Q, xQ, (3.3.1)

with a continuous boundary I', homogeneous Dirichlet boundary conditions © = 0
on I', and & = (z,y). As shown in [67], the finite element method involves writing
problem (3.3.1) in a weak form and then approximating this weak form by formulating
an approrimate weak form in a finite dimensional space.

To find the weak form of (3.3.1) we introduce a space V' of functions in €2 that vanish

on the boundary. Here, the appropriate choice for V is the Hilbert space H&(Q):
H&(Q):{UIQ—)R : /(|v|2—|—|Vv|2)<oo and v:OonF} .
Q
If u solves (3.3.1), then it also satisfies

—/QUV (KVu)dV = /ng dv, (3.3.2)

for any arbitrary function v € V. Now using Green’s formula [19, Chapter 0], we obtain
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from (3.3.2):

/Vv-(KVu)dV - /v(KVu)-ndS :/gv av .
Q r Q

=0 as ’UlFZO

We now write the weak form of (3.3.1) as:
Find v € V such that
a(u,v) = (9,v) 2y, Yw eV (3.3.3)

where a : V x V — R is a bilinear form defined as
a(u,v) = / Vv - (KVu)dzdy,
Q

and (-, -)2(q) is the scalar product of the function space L*(Q), i.e

(9,v)12(0) = /Q gu dxdy .

(Note that dzdy will now be used to denote the 2D volume element instead of dV/)
The solution u € V of the weak form (3.3.3) is then approximated by choosing a finite
dimensional space V; C V' and by introducing the approximate weak form:

Find uy, € V}, such that

a(un,vn) = (9, V) r2(Q)s  VVh € Vi (3.3.4)

In finite element methods the finite dimensional space V}, is constructed by decomposing
Q) into a mesh of triangular or rectangular elements whose vertices are the nodes of
the mesh. We denote the collection of elements as 7 and a typical element including
its boundary as 7 € 7. The set of nodes in the mesh, excluding the boundary because
of the Dirichlet boundary conditions, is denoted N. We also require a suitable basis
for V. In the lowest order (bilinear) case on rectangular elements, as used here, the
basis functions are (usually) associated with nodes of the grid and have support only

in elements containing that node. For any n; € N, denote the basis for V}, as
{pi(x,y) :m; € N}

The solution uy, € V}, to the approximate weak form can be written as a linear combi-

up, = Z Ujoj,

n; eN

nation of the basis functions
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and since a is a bilinear form (linear in both its arguments) and L is also linear, we get

Z a(pj, ¢i) Uj = (9, 9i)r2)  Vmi €N,
anN Aij b"
or equivalently

Au = b, (3.3.5)

where A is known as the stiffness matriz.

The system (3.3.5) is assembled via element stiffness matrices. We have

Ay = [ V6. (KV0,)dody

=" [ Vo - (KV;)dady, (3.3.6)
TeT L

M4
Ai,j

where A7 ; is the element stiffness matrix for element 7 € 7. Since ¢; has support only

in elements containing node n;, A7 . = 0 unless n; and n; are both nodes of element .

-
(2
Hence, A7 ; can be stored as a 4 ><]4 matrix with rows and columns corresponding to
the four nodes of 7.

Depending on the entries in the coefficient matrix K, it may be possible to evaluate
the integral over 7 exactly. However, it is common to use quadrature rules to approxi-
mate the integral, and for a suitable quadrature rule, this will lead to the finite volume

discretisation of (3.3.1) given above, as we will see in the following section.

3.3.2 Link to the Finite Volume Scheme

Let us now restrict our problem to a uniform rectangular mesh on the unit square, with
mesh widths h, and h, in the z- and y-directions respectively. We denote the set of

nodes of the mesh as

{(ziyyj) - i=1,...,ng, j=1,...,ny}.
where x; = ih, and y; = jhy,. The element centred at (xi+%,yj+%) is denoted Titd g+l
where

Tipd it = @i zipa] X [yj, Yl
If the mesh width in the z- and y-directions are equal, then h; = h, = h. The mesh

is visualized in Figure 3-5. We choose V}, to be a space of continuous and piecewise

bilinear functions on {2 that vanish on the boundary. We can do this by resorting
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Tit3.5+3

/

(i, y;

(w1, 4)

’ x

hy

Figure 3-5: Finite element mesh

to Hol(Q)—conforming finite dimensional spaces built in a tensor product fashion, as
done in [14]. That is, we decompose 2, and €, into two 1D grids and introduce finite
dimensional spaces V;* C H{}(Q,) and VY C H}(Qy) on these grids. We see from
[67] that suitable nodal basis functions for V;* and V}’ are the linear hat functions
{¢7 : i=1,...,n,} and {gb? : j=1,...,ny} respectively, defined by

7(96_]?;_1) S [xz;l,:ﬂ@'] (y*]i/;;ﬂ ye [yj—l,yj]
of(x) =4 D wefmmn] o W) =4 W ey g,
0 elsewhere 0 elsewhere

The H}(Q)-conforming finite dimensional space V}, can then be defined as V;, = VF®V,/,
ie. Vi = span{u(z)v(y) : u € Vi, v e V}/}. The nodal basis {¢;j: i=1,...,n,, j=

1,...,ny} of V}, is the set of products of any two basis functions of V¥ and V,f, ie.
(Lo i) e [y, y € [y, )]
o) Wl g e o g,4), y € [y5,0511]
Ois(0,y) = § B v € el y € [y (3.3.7)
(xi_lx_x) (yjzt;y) v € [z, w41, y € [y_]’y_]+1]
0 elsewhere

We calculate the 4 x 4 element stiffness matrix for element 7, il by calculating

A = Vi, (KVy)ded
(kD) — i (KV oy )dxdy, (3.3.8)
T .1 1

i+5,0+5
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(x4, yj+1) (HUH% ) yj+1) (Tig1, Yi+1)
€ Q

(@i, ;11 Ti‘*‘%aj"‘% (Tit1,9;11)

C; )
(i, y5) ($i+%ayj) (Tit1,v5)

Figure 3-6: Element 7, il

where (x;,y;) and (xj,y;) are two nodes of the mesh. (3.3.8) expands as

Tir it} 0 ¢kl 0¢ij Obr,1
+20t3 i,j (2%
A(i,j)(k,l) = / o (x,y)—= P —dxdy + (T, y)— oy Oy ———dzxdy
i+%.0+% Titd.i+3%

(3.3.9)

The integrals in (3.3.9) are approximated as usual by quadrature rules. However, to
find a scheme that resembles the finite volume discretisation, the two integrals have to
be approximated by different quadrature rules. For the first integral in (3.3.9) we use

the midpoint rule in  and the trapezoidal rule in y, i.e.

/ f(z,y)dzdy ~ P hy, <f(xi+%,yj) + f(xH%,yjH)) ) (3.3.10)

2
it5,0+5

For the second integral, we use the midpoint rule in y and the trapezoidal rule in =,

i.e.

/ f(z,y)dzdy ~ hghy <f(xi,yj+%) + f(xi+1,yj+%)) ) (3.3.11)

i+5,0+5

Both these rules are second order accurate. It is easy to verify that

8¢kl 1 8¢k,l _ 1
o Brrb ) = ralC N E (3.3.12)
0Pk 1 0P 1
’ =7 : =— 3.1
Oz (-%'kayl-l,-%) hy Or (xk,yl_%) Iy’ (3.3.13)
O¢p,1
Jy

using (3.3.10) and (3.3.11) in (3.3.9) we get for the diagonal entries in the element
stiffness matrix
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Titdird 0¢; ? 0¢ 2
) _/ a1 (2, y) (W dxdy + /T az(z,y) Oy dady

%,J
Tit i+3.+d y
hyah 0

a¢ 2 ¢ N\ 2
5 la1(zi+%7yg‘)< 8;]) ($i+%ayj)+a1(zi+%7yj+l)< 8907]) ($i+%,yj+1)]

»J

Nl
[V

<

~
~

hah 99is\" 9¢i )
+ 5 Y [al(miayj+%) (a—yj) (wi,yj+%)+a1(xi+1ayj+%)( 895] (-Ti+1ayj+%) )

and using (3.3.12) and (3.3.13) we get

Tyard | hohy hahy
(i,j)Q(i,j)Q = —Qh% 041(36”%,2/]') + W@Q(xzﬁyj.;_%) . (3314)

Finally assembling the diagonal entries of the global stiffness matrix A by using (3.3.6),
i.e. by adding the entries of the element stiffness matrices corresponding to the four

elements containing node (z;,y;), we get

h
AGa)ea) = 3. (a1(@1om) + aalei1.m)

hy
+h—y <041(l“z‘,yj+%) + 02(%,?/];%)) :

The off diagonal entries are calculated in the same way. Using the quadrature rules we
have

Titl j+1 Op; i Op; i Op; i O; ]

A(~+')2('J++12') :/ al(%y)&m dedy + / OQ(x,y)ﬂM dzdy

BN T.,1 -, 1 Oox Ox T .1 -, 1 By 8y
i+5,0+35 i+5,0+35

. hahy 0i,j O¢it1, 0i,j 0it1,
~ T {01($i+%,y1) (WT ($i+%,yj) + al(xi+%7yj+1) WT ($i+%7yj+1)
hahy 0¢i,j Obit1,j 0¢i,j 01,5
+ = |:Oél(xi7yj+%)( oy oy @iy 1) + aa@ivny 1) (57— 5 77 ) @ity

which simplifies, using (3.3.12) and (3.3.13), to
Titdats y
i+1) = ~gp, 1 (@i do )
Then by assembling the two elements that contain nodes (z;,y;) and (z;11,y;) we get
hy
A+ = —3,_ 0@ 1,5)
x

Similarly

Afig)i-19) =~ 00 (@i 1o 5) s Ay = ~3 02 Yjel)
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and
Al ) i-1,j-1) = AG)G+1,5-1) = Aaii-1+1) = A G+1,541) = 0.

All the remaining entries in A will be zero because the support of the basis functions

at the two nodes do not overlap. Thus the stencil at an interior node (z;,y;) is

e
) — (i, Y 1) .
(T 1,9j) -2 —reea(Ti 1, y5) |- (3.3.15)

—graz(i,y;_1)

This is equivalent to the finite volume stencil (3.2.14), with x = X\ and y = ¢.

Remark 3.3.1. Note that this stencil is not what we would have obtained by inte-
grating the integrals in (3.3.9) exactly. For example, in the simple case K = I with
mesh widths h, = hy = h, the stencil (using exact integration) resulting from the finite

element discretisation at some interior node (z;,y;) is

-1 -1 -1

L 1 8 1

3 )
-1 -1 -1

whereas using the quadrature rules (3.3.10) and (3.3.11), we obtain the finite volume

stencil:

-1 4 -1 |. (3.3.16)

3.3.3 Extension to Three Dimensions

Consider the three dimensional problem
-V (KVu) =g on QgD = QlD X QQD7 (3317)

with Dirichlet boundary conditions u(&) = 0 for & € T', where Q1p C R, Qop C R? and
& = (z,y,2). Asin Section 3.3.1 we solve (3.3.17) by writing it in a weak form which is
then approximated on a finite dimensional space. The weak form of (3.3.17) in 3D is:
Find v € V such that

a(u,v) =(9,v)r2(0) YWEV,
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where

a(u,v) = V- (KVu) dedydz, (9,0)12) = / gv dxdydz .
Qsp Q3p
A suitable choice for V is the Hilbert space H&(Qg p). The abstract approximation of

the weak form is:
Choose Vj, C V and find uy, € V}, such that

a(up,vn) = (9,vn)2@)  Yon € Vi

To find V}, we first decompose 23p into a mesh of cubic elements, where the nodes of

the mesh are the vertices of the elements and denoted

{(@iyjoz) s i=1,...ng, j=1,...,ny, k=1,...,n,} .

The element centred at (wi+%,yj+%,zk+%) is denoted Titd g+l ktd: As in Section 3.3.1
we choose V}, C H&(Q?,D) in a tensor product fashion by decomposing 21p and Q9p
into a 1D and 2D grid respectively, and introducing finite dimensional spaces Vth C
H}(Qp) and V2P C H}(Qap) on these grids. The nodal basis functions of V2P are

{pij:i=1,...,np, j=1,...,ny} (see (3.3.7)) and of V;!" are

(z%‘:*) z € [2k—-1, 2k
$i(z) = ¢ B2 s e g )
0 elsewhere

We then choose Vj, = VhQD®Vh1D with the nodal basis functions {¢; jx : i =1,...,ng, j =
1,...,ny, k=1,...,n.} of V}, as the set of products of any two basis functions of Vth
and VhQD .

As we have already seen, the solution uy € V}, to the approximate weak form can be
written as a linear combination of the basis functions of V}, and this leads to a system

of equations Au = b assembled via the element stiffness matrices. We have

ng Ny mn;

Aisiimm =333 / Véisn- (KVomn) dedydz,  (3.3.18)

i=1 j=1k=1"Ti+} j+5 k+3%

.
i+ 5.t ks

(i,3,k) (L, m,n)
T.

. . itttk
where (3,95, 2) and (27, Ym, 2n) are two nodes of the mesh and where A(z‘,j,k)(l,m,n) is

an 8 x 8 matrix with rows and columns corresponding to the eight nodes of 7, 414 gl
27 27 2
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1 can be written as

The element stiffness matrix for 7; TR T

Ti+l’j+l’k+l — a¢i,j,k a¢l,m,n
A(@Lixuﬁhn)2 /. al(w,y,z)—iag—-—jéi—— dxdydz
i+ 5.+ kg
* / az(@,y, Z)&%Z—y]k a(bé# drdydz + as(w,y, 2) —aqﬁal;k —8¢3:,n dxdydz .

Titd it g okt Titd it gkt

(3.3.19)

The first integral is approximated by the midpoint rule in = and the trapezoidal rule
in y and z, i.e.

f(2,y,2) dvdydz =
Titdg+de+d
hahyh.
0 @iy 2) + F @iy vien 2 + f (@i g v 2ee) + (@i g v, 2k+1)} :

The second integral is approximated by the midpoint rule in y and the trapezoidal
rule in x and z, i.e.

f(z,y, z) dedydz =
Titdit+d ket
hahyh.
1 S@n Y ) @iy 20 + F(@s Y0 zee) + f($i+17yj+%7zk+l):| ;
and the third integral is approximated by the midpoint rule in z and the trapezoidal
rule in z and y, i.e.

flz,y, 2) dedydz =
Titdi+d k3
hahyhs
1 (x5, Zk+§) + f(xi, Y41, Zk+%) + f(@it1, 5, Zk+§) + f(@it1, Yjs1s Zk+%):| .

For the diagonal entries of the element stiffness matrix, we have

Tl vl erl  hyh hzh hyh
A(%]’Qk)](zj’k) = ﬁal (z'H»%vyja Zk) + 4Ih Zal(xivyj+%7zk) + #Ofl (zi’ Yi» Zk+%) .
T y z

Assembling the diagonal entries of the global stiffness matrix A by using (3.3.18), we
get

hyh,
Al = = (al(w¢+§,yj,2k) + al(wffé,yj,Zk))

hyh hyh
T (az(xi,yﬂ%&k) + 042(1'1'7343'7%7216)) +——= (043(%%',21@7%) + O‘B(xivyj’ZkJr%))'
Yy z

+
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Similarly we have

hyh
Agmrin = =0T 105 %)
A __ Nalty )
(k)G LE) = T T (i Yju 15 2k) 5
hoh
A gy gken) = === 03(Ti Yj Za) -

z

All other entries in A will be zero. Then the stencil at the interior node (z;,y;, 2x) is

*HyQQ(xiv yj+% s Zk)
7Hza3(xiyijzk_%) 7H1a1(xi_%7ijzk) 72 7H1a1(xi+%7yj7zk) *Hza?)(xivijzk_ké)
7HyCVQ (!L’i, yj_% 3 Zk)
(3.3.20)

which is the same as the finite volume stencil (3.2.8) with =z = &, y = & and z = 3,

and where H, = —hzhz, H, = hzhz and H, = hzhy.
T Yy z

Remark 3.3.2. For the case K = I with mesh widths h, = hy, = h, = h, the stencil

(using exact integration of (3.3.19)) resulting from the finite element discretisation at

some interior node (x;,y;, z) is

11 1 19 _1 _1o_1 1

h 111 2 111 2 2 111 2 111

3| -5 0 =3 0 8 0 -0 -4 (3.3.21)
11 1 19 1 R
4 2 4 2 2 4 2 4

where the terms in the first and third brackets represent entries corresponding to neigh-
bours on z-level £ — 1 and k4 1 respectively. By using the three quadrature rules from

above instead, we obtain the finite volume stencil:

—h
—-h| —h 6h —h | —h.
—h

Remark 3.3.3. The tensor product, ®, of square matrices for A = (a; ;); ; € R™" and
B € R™™ is defined by

allB algB e alnB

a21B GQQB agnB

A®B= (3.3.22)

anlB angB annB
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Using this definition, the the 3D operator represented by the stencil (3.3.20) can be
found using the 2D operator represented by stencil (3.3.15) and the finite volume dis-

cretisation of a 1D Poisson-type operator whose stencil representation is
3 1 3 1
_043(219—%)5 -2 _a3(2k+%)m ] .

Denoting A1p, Aap, Asp as the above one, two and three dimensional operators, re-

spectively, we find Azp by
Asp = Aop @ h,a (21) I1p + hehyod (21) 3 (y;) 2p ® A1p

where I1p and I>p are the identity matrices of the same dimension as A1p and Asp,

respectively.



Chapter 4

Numerical Solution of Large
Sparse Systems of Linear

Equations

4.1 Introduction and Model Problems

In this chapter we describe numerical methods for solving large sparse linear systems

of equations arising from the discretisation of second order elliptic partial differential

equations (PDEs). We will mainly follow Briggs, Henson and McCormick [20].
Consider the following boundary value problem for the Poisson-type elliptic equa-

tion in one dimension:

—u(x) 4+ cu(z) = f(z) on Qp=(0,1)% ¢>0, (4.1.1)
u(0) =u(1) =0.

With ¢ = 0 this is the Poisson equation. The simplicity of this equation means it can be
solved analytically, but for the purpose of this chapter we solve it numerically instead.
The domain Q4p is split up into n subintervals which introduces the grid 7, with grid
points x; = ih, i = 1,--- ,n — 1, where h is the constant width of the subintervals
(mesh width). For simplicity we use a uniform mesh which is sufficient for this chapter,
but the results in this chapter also extend to non-uniform (but shape regular) meshes.

A discrete second order finite difference 2 approximation replaces equation (4.1.1) as

2Note that for a uniform mesh, finite volume and finite element discretisations lead to identical
algebraic systems (apart from a scaling by h?). We saw in Chapter 3 how they can also be linked in
more general cases via the use of suitable quadrature rules.

58
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follows:
—Uit1 +2U; — Ui :
- hQZ — + U = f(x), 1<i<n-—1, (4.1.2)
Upy=U, =0,
where the solution vector u = (Uy,Us,- - ,U,_1) approximates the exact solution u

at the grid points. (4.1.2) is a system of n — 1 linear equations, represented in matrix

form as
[ 2+ ch? -1 17T U, i i fi i
-1 2+4ch? -1
1
ﬁ pr—
. -1
L -1 2—|—Ch2 1L Unfl ] L fnfl ]
A u b

The matrix A is sparse, symmetric (A = A”) and tridiagonal. Analogously, the two-

dimensional version of this problem is

—Ugy — Uyy + cu = f(z,y) on QQD:[(),l]Q, c>0,

u=0 on I9p,

where I'sp is the boundary of 2op, and the finite difference approximation yields the

following system of N = (n, — 1) x (n, — 1) linear equations

—Uic1y +2Us5 —Uis1j | —Uijo1 42U — Uija
2 + 2 = fij7 (413)

T Y
ui,ozui,nz:uo,j:uny,j:(), 1§’L'§TL$—1, 1§j§ny—1,

where h, = 1/n, and h, = 1/n,, and the grid points (z;,y;) = (ihs, jhy) belong to
the two-dimensional grid shown in Figure 4.1. This system in matrix form is sparse,

symmetric and block-tridiagonal:

B —J« U, fi
—Iaa B —ITa

—l«
—Ia B | Utnp—1)(ny—1) | | fne—1)(ny—1) |
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Figure 4-1: The two-dimensional grid on the unit square

where each diagonal block B is an (ng, —1) x (n; —1) tridiagonal matrix which looks like
the matrix A for the one-dimensional problem. Each off-diagonal block is a multiple,
o= h_1§7 of the (ngy — 1) x (ny — 1) identity matrix.

It is convenient to use stencils to represent discrete equations at certain points on
the grid, and the stencil notation was described in Chapter 3. The stencil representation

for the linear system (4.1.2) is

1
— [ 21 24 cn2 —1],

B2
and for (4.1.3) is
-1
1 2
ﬁ —1 4+ ch 1 s
-1

assuming h = h; = hy.

The matrices produced by the discretisation of boundary value problems have desir-
able properties for numerical methods. Matrices that are sparse and symmetric can be
exploited by certain numerical methods. Further desirable properties include diagonal

dominance, where the entries a;; of the matrix A satisfy

N
> lagl <laal, 1<i<N,
i#i

and positive definiteness where xI Ax > 0 for any non-zero vector x, or equivalently all
the eigenvalues of A are real and positive. Symmetric and diagonally dominant matrices
with positive diagonal elements are positive definite, and matrices that are symmetric

positive definite (SPD) with non-positive off-diagonal entries are M-—matrices [20].
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During the past 50 years, an enormous amount of work has been devoted to the
solution of large, sparse linear systems. Existing methods fall into two main categories:
direct or iterative methods. Direct methods, such as Gaussian Elimination or QR
factorization [74], compute the solution exactly (up to rounding errors) in a finite
number of arithmetic steps. These methods are very robust but generally inefficient,
and only specific problems concerning simple geometries can be solved quickly (eg.
using Fast Fourier Transforms [21]). Note, however, that there are sparse factorisations,
based on a clever ordering of the unknowns that can be highly competitive even up to
moderately large problem sizes especially in one and two dimensions, as shown in [48]
(see also [29, 33]). Iterative methods on the other hand begin with an initial guess to the
solution which generally converges to the actual solution through a succession of simple
updating steps (iterations). A convergence criterion and a tolerance tol are specified
in order to determine when a sufficiently accurate solution has been found. Examples
include basic iterative methods such as the Jacobi or Gauss—Seidel methods [64] and
Krylov subspace methods such as the conjugate gradient (CG) method [47, 64, 74].

Two factors have to be considered for an effective solution of the system of linear
equations. The first is the memory M that is needed, and the second, and more
important factor, is the number Q of arithmetics operations (FLOPSs) required to solve
the system. The number of FLOPs required is directly proportional to the CPU time
on a simple computer. A method is optimal if the number of FLOPs and the memory
grow linearly with problem size, ie. Q = O(N) and M = O(N) (see [66]). In general,
both Q and M are too high for direct methods to be feasible. For iterative methods,
the memory usage is normally optimal (ie. M = O(N)) and the number of FLOPs per
iteration is normally O(N). Thus we require the number of iterations relative to the
stopping criteria, I(tol), to be O(1). However, I(tol) usually depends on the condition
number of the matrix which becomes worse as the problem size grows, thus iterative
methods alone are usually not optimal.

One technique for achieving optimality is preconditioning. A matrix P is chosen
such that preconditioning systems can be solved quickly (typically O(NN) operations),
and such that the iteration matrix P~2 AP~7 is close to the identity matrix, meaning
the conditioning of P 3AP™3 is significantly better than that of A. Preconditioning
techniques can be very effective, especially for Krylov subspace methods.

Another technique for reducing the number of FLOPs is to use a multigrid tech-
nique [20, 75]. Standard iterative methods such as Jacobi or Gauss—Seidel suffer from
disabling limitations as they are only effective in reducing the high frequency com-
ponents of the error (ie. they only smooth the error). Thus in order to treat the low

frequency components, a coarser grid is introduced. The smoothed residual is restricted
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onto the coarse grid and the same procedure, known as the coarse grid correction, is
applied recursively. The system on the coarsest grid can be solved using direct or iter-
ative methods. Multigrid techniques are optimal for most systems resulting from the
discretisation of elliptic boundary value problems.

In the following sections of this chapter, both techniques for accelerating the it-
erative methods are applied. In Section 4.2, we analyze the basic iterative methods
which, when taking into account the particular structure of the problem, can be used
as an effective preconditioner to Krylov subspace methods and as an effective smoother
for multigrid methods. Section 4.3 describes the Krylov subspace methods and how
preconditioners are used to accelerate them. Amongst the most effective precondition-
ers are multigrid methods, and in Section 4.4 we describe the main components of
the method required for Poisson-type problems and a variety of algorithms that can
be used, with some basic theory to confirm the optimal performance of the method.
Section 4.5 describes some modifications to the method for solving elliptic problems
with anisotropy, and a detailed convergence theory is given in Section 4.6. Finally in
Section 4.7, we describe an alternative multigrid method known as algebraic multigrid
(AMG) which is proven experimentally to be very robust for a wide class of problems

and is therefore a very popular method for many industrial applications.

4.2 Basic Iterative Methods

Consider the system of linear equations
Au=Db (4.2.1)

and let t1 be an approximation to the exact solution u. We denote the algebraic error
of i as

e=u-—nu,

where e is a vector whose magnitude can be measured by any of the vector norms. By
obtaining the error of 1 we can obtain the exact solution, but since the exact solution
is not known, e is not accessible. Another measure of how well 1 approximates u is
the residual, given by

r=b— Au.

Hence the residual is the amount by which u fails to satisfy (4.2.1). If the system has

a unique solution then r = 0 <= e = 0 and we have

Ae=A(u—u)=b—-Aa=r.
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This relationship between the error and the residual, called the residual equation, has a
vital role in multigrid. By finding an approximate solution, €, of the residual equation,
a new approximation is obtained for u which is given by 4 €. A second vital tool for
multigrid methods is the use of basic iterative methods, and we begin by analyzing the

performance of these methods on the system of equations (4.2.1).
4.2.1 Point-Wise Relaxation Schemes

Additive Splitting of the Matrix A

Basic iterative methods, or relazation schemes, for solving (4.2.1) are based on splitting
A € RV*N into B — C where B is nonsingular. Then the system of equations (4.2.1)
is equivalent to

Bu=Cu+b,

and so the iterative method is cast in the following form:
Bu® = cu*~Y 4 b, (4.2.2)

where the matrix S = B~1C is known as the iteration matrix. An obvious condition
on (4.2.2) is that the solution of (4.2.1) is a fixed point of (4.2.2).

The Jacobi Method

One such iterative method is known as the Jacobi method, which splits A into the
following:

A=D+(L+U),
with D the diagonal of A, L the strictly lower triangular part of A and U the strictly
upper triangular part of A, ie.

ail

aNN
anyy -+ annN-1 O 0

Then the Jacobi method is defined by choosing

B=D and C=-—(L+VU).
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The method is well defined if and only if all the diagonal terms are non-zero. So given

an initial guess u(®), the Jacobi method in matrix/vector form is given by

u® = DY L +U)u*V 4 Db,
~—_——
Sy

where S is the Jacobi iteration matrix. We rewrite this as
u®) = w1 L Db — AuY)y, (4.2.3)

which can be written in component form as follows:

N
j=1
Since the method updates the approximate solution one component at a time, methods
of this type are known as point-wise relaxation schemes. Using a weighting factor, w,
we obtain the weighted Jacobi method
u® = [(1 =) +wSsJu*Y 4+ Db,

~

~
SJ,w

with S, being the weighted Jacobi iteration matrix. We will see that for an appro-

priate choice of w, the weighted Jacobi method has better smoothing properties.

Gauss—Seidel Method

The (forward) Gauss—Seidel method is defined similarly, with the same splitting A =
D + L + U, but choosing

B=D+1L and Cc=-U.
Hence we have, after some algebraic manipulations,
u® = u*Y 4 D=l — Lu® — gut-t) — pulF-b)y, (4.2.4)

or equivalently in component form,

i—1 N

k k— — k k— .

SR RS UED SURTEED olit el PSR
j=1 =i
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Unlike the Jacobi method, the approximate solution is updated immediately after each
component is determined, resulting in a faster algorithm. Here, the ordering of the
components is important, and we use a lexicographical ordering of the grid points.

Algorithm 4.1 shows the implementation of the Gauss—Seidel method.

Algorithm 4.1 The Gauss—Seidel Method: gs(A,u,b)

Choose u®
for £k =1,2,..., until convergence ...
2cem-2cm fori=1N
o Sl (- i a5 nlt)
end for
end for

4.2.2 Block Relaxation Schemes

A simple generalization of the above methods is known as block relaxation. These
methods update an entire set of components simultaneously which typically correspond
to a subvector containing an entire line of grid points. Thus we partition the vectors
u and b into subvectors and ensure that these are compatible with the partitioning
of A. Suppose each subvector corresponds to an entire x-line on the grid, then the

partitioning is as follows:

Ain A o Agg, u by
Anyl AnyZ to Anyny uny bny

Similarly to the point-wise case, the splitting of the matrix A is given by

A=D+L+U,
with

0 0 A1 - Ain,

0 Anyfl,ny

A"y"y
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The methods in matrix/vector form are the same as before, (4.2.3) for the block Jacobi
method and (4.2.4) for the block Gauss—Seidel method. In component form the block
Gauss—Seidel method is

i—1 Ny
k k—1 — k k—1 .
uz():uz( )+Az’z’1 bi—ZAijug»)—ZAijug ) , t=1,...,ny.
The block relaxation methods therefore require solving a system of equations A;v; = w;
for i = 1,...,n, that correspond to an entire line of grid points. These are normally
tridiagonal systems which can be solved very efficiently using the Thomas algorithm
(aka. the tridiagonal matrix algorithm) [50, Chapter 8]. We see how the block relax-

ation schemes are implemented in Algorithm 4.2.

Algorithm 4.2 The Block Gauss—Seidel Method: blockgs (A, u,b)

Choose u(®
for £k =1,2,..., until convergence ...
fori=1,...,n,
=b; — Y] Ayul® - S Al
Solve v, = A w;
ugk) = ugk 1) +v;
end for

end for

4.2.3 Error Analysis

For any of the above iterative methods, we have that
u® = gut-1 4 g and u=5Su+g,
for the iteration matrix S. Thus the algebraic error, e®) | after k iterations, is
et = gelk—1), (4.2.5)

and it follows by induction that
k) — gke(0)

and so taking norms on each side we have

le® ] < 1S )1* e,
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where || - || denotes any norm. This implies that the methods are convergent if ||.S|| < 1,
for any initial guess u(©.
Now consider the weighted Jacobi method applied to the one-dimensional Poisson’s

equation (the one-dimensional problem is used for simplicity):
—u"(z) = f(x), 0<z<l, u(0) = u(l) =0, (4.2.6)

which is discretised using the finite difference method with uniform mesh width A and
n subintervals to form a discrete operator A € R(n—1x(n-1), Recalling that S;,, =
(1 —w)I +wSy and S; = —D~Y(L + U), we can obtain Sy, in terms of A as follows:

h2
SJ,LU =] — 70}14

It is known that the eigenvalues and eigenvectors of A are

4 . ' .
M\i(A) = —sin? (%) , v](.l) = sin%, ,j=1,...,n—1,

respectively, where 7 is known as the wavenumber. Therefore the eigenvalues of S,

are
h? YL ,
Xi(Sjw)=1- 7w)\i(A) =1 — 2wsin on | i=1,...,n—1 (4.2.7)
n

and the eigenvectors of S, are the same as those of A.
Now looking at the eigenvectors of A, observe that higher values of ¢ correspond to
more highly oscillatory sine waves while lower values of 7 produce longer smooth waves.
It is possible to expand an arbitrary vector in terms of the eigenvectors because the

eigenvectors span R"~!. Thus we can write

where e©) is the initial error, and since m sweeps of the iteration yield e(™) = STwe(O),

the error after m iterations becomes

n—1 n—1
e(m) = Z CiSva(i) = Z Ci)\;‘n(SJ,w)V(i) (4'2'8)
=1 1=1

because the eigenvectors of A and Sy, are equal. Thus |A]"(S,,)| must be as small as

possible in order to produce the best convergence rate. From (4.2.7), we establish that
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Figure 4-2: The error of a random initial guess after zero iterations (top left), two
iterations (top right), four iterations (bottom left) and six iterations (bottom right)
of the Gauss—Seidel method. The oscillatory components are removed after very few
iterations, but the smooth components are damped very slowly.

AT (Syw)| < 1forall 0 <w < 1. Now for small values of i,
INi(Syw)| = |1 — 2wsin? (hirm/ 2)| = |1 — 2wh?i®? /4| =~ 1.

because h < 1, and so h?>7% ~ 0. Thus for small i , \; will always be close to 1,
meaning that the smooth components of the error cannot be damped very well. For
higher values of i (we arbitrarily set these to be "T_l <1< n-1),ie. for the oscillatory
components of the error, the value of w which provides the best damping is found by
imposing the condition |, /3| = |A|, and solving this for w gives an optimal value
of w = 2/3. In this case [\;| < 1/3 for all 252 < k < n — 1, so all the oscillatory
components of the error are reduced by a factor of at least 1/3 in each iteration.

We see that the weighted Jacobi method damps the oscillatory components of the
error very quickly, within a couple of iterations, but the smooth components slowly.
It is also possible to show (though not necessarily very easily) that other iterative
schemes, such as Gauss—Seidel, possess the same smoothing property, and Figure 4-2
demonstrates this in effect for a two dimensional problem. Hence these methods are
known as smoothers or relaxation methods, and they play a vital role within multigrid
methods.
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4.3 Preconditioned Krylov Subspace Methods

Another very important class of iterative methods is known as projection methods, as

described in [64, Chapter 5]. Consider the linear system
Au =b.

for A € R™™". Let K, and £,, be m-dimensional subspaces of R" that are different
from each other. Then, given an initial guess u(®) to the solution, the projection method

seeks an approximate solution u™ in the space u® + K,, such that
r™ 1L,

where ™ = b — Au(™) is the residual. A Krylov subspace method is one which the

subspace IC,,, is the Krylov subspace
K (A, r(o)) = spcm{r(o), Ar® 42O ,Am_lr(o)} . (4.3.1)

There are many different choices of Krylov subspace methods, each arising from a dif-
ferent choice of L,, (see [64, Chapters 6 and 7] for details of each Krylov subspace
method). If A is SPD then it is possible to choose L, = Kn(A4,r®) which yields the
conjugate gradient (CG) method [47], the best known iterative technique for solving
sparse SPD linear systems. However, for more general non-symmetric linear systems,
L, is normally associated with the dual system ATu* = b*, ie. L, = K, (A7, r(o)*),
with r©@* = b* — ATu®*, However, such methods rely on the use of A7 which may
not be readily available due to compressed storage techniques of sparse matrices. The
biconjugate gradient stabilized (Bi-CGSTAB) method was developed in 1992 by Van
der Vorst [76] which avoids the use of A”, and achieves fast convergence rates for
non-symmetric linear systems. The generalized minimal residual (GMRES) method
developed by Saad in 1982 [65] also achieves competitive convergence rates for non-
symmetric linear systems. It is mathematically equivalent to the generalized conjugate
residual (GCR) method [34], which is used operationally at the Met Office, but is more
robust and requires less storage.

Krylov subspace methods on their own are generally not optimal, as their conver-
gence rates usually depend on the condition number of A. Thus, in order to reduce the
condition number, preconditioning techniques are used.

An SPD preconditioning matrix P is chosen for solving

P 2AP :ii=Db,
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where

3
c
Il
o
Q0
=
Q.
K
Th
Il
=8

We require
e Solves with P2 to be cheap,
. /@(PféAPfé) to be smaller than x(A).

Normally, either left preconditioning or right preconditioning, i.e.

Piu = b,

NI

P 2Au= P 2b or AP~

are used. Left preconditioning is used for the CG method which is shown in Algorithm
4.3. At the Met Office, the GCR method is accelerated by an ADI preconditioner [11],

as discussed in [22, 69].

Algorithm 4.3 Preconditioned conjugate gradient method: pcg(A,u,b)

Choose ul® (initial solution) and Pz (preconditioner)

r® =b® — Au© (initial residual)
Solve z(® = p~21(©®
p© =20 (initial search direction)
for £ =0,1,..., until convergence ...
o, = (2P Trk) /(pk)Tq) (search parameter)
ulb D) = u®) 4 o, p*) (update solution)
r(k+D) = p(k) — o) Ap(F) (update residual)

if r*t1 gsufficiently small exit

Solve z(*k+1) = p=ap(k+1)
By = 2+ DT pk1)) /(5B p(k)

pEtD) = z(k+1) 4 g p(k) (update search direction)

end for

4.4 Multigrid Methods

4.4.1 Heuristics

We have established in Section 4.2.3 that the basic iteration procedures suffer in the

presence of smooth components of the error. Now consider a grid 75, with grid spacing

h and 7Ty, with double the grid spacing, 2h. After a small number of iterations of a
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smoother, the error on grid 7; becomes smooth. However, in passing from a finer grid
(Tr) to a coarser grid (7Ta), the error effectively becomes more oscillatory because the
number of oscillations of the function per node has doubled.

This leads to the idea that when the relaxation method stalls, i.e. when the error
is smooth, move onto a coarser grid where the error appears more oscillatory and the
relaxation method will become more effective. However, since it is only the error that
is smooth, not the solution itself, only the error can be passed between the grids.
Thus, on the coarse grid we solve the residual equation, Ae = r = f — An, where 1 is
an approximation to the exact solution u after a certain number of iterations of the
smoother. By using a specific initial guess e = 0 to the residual equation, we know
that the error of this guess is equal to the value of e passed onto the coarse grid, which
we know was smooth on the fine grid but will be more oscillatory on the coarse grid.
Hence the smoother applied to the residual equation on the coarse grid will once again
be effective. Let us define matrix Ay and Asj, as the operators defined on 7;, and Tap,
respectively, and similarly vectors with subscripts A and 2h as vectors defined on 7T, and
Ton, respectively. Then a basic strategy based on the above heuristics is summarized

as follows:

e Smooth on Apuy, = f;, on 7, for an approximation to the exact solution uy, which

we denote 0.

e Compute the residual r;, = f, — Ap0; and solve Aspeqn, = rop, on Top to obtain

an approximation €gy to egp

e Update the approximation to u, with the estimate of the error obtained on Ta:

uy, = 0y + €

This is known as the two-grid correction scheme, where the solve on Ty, is called the
coarse grid correction. The easiest way to introduce a coarse grid is to simply double
the mesh width in each coordinate direction. This is called full coarsening. For the
uniform grid in the unit square, Figure 4-3 presents a 8 x 8 grid fully coarsened to an
4 x 4 grid. Now that we have two grids to work with, the following questions naturally

arise:

1. How do we transfer vectors from 7j, to Top (e.g. the residual rj, on 7 to rop on

Ton) and vice versa (e.g. the approximation to the error és, on Top to € on Tp,)?
2. What is Ay, on Tap?

3. How do we solve the residual equation on 7a7
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Figure 4-3: Full coarsening on an 8 x 8 uniform grid

4.4.2 Grid Transfer Operators

The first of the above questions are answered using transfer operators called restriction
and interpolation. The interpolation matrix, P, transfers a vector from the coarse grid
space to the fine grid space. Several interpolation methods exist with varying degrees
of accuracy, but here we only consider linear interpolation as experiments have shown
that it is sufficiently accurate. The restriction matrix, denoted R, transfers a vector
from the fine grid space to the coarse grid space, and it is typically the transpose of the
interpolation matrix. The construction of these matrices is different for vertex centred
(finite difference and finite element methods) and cell centred (finite volume method)
grids. Both of these are described for the 1D case — assuming a uniform mesh, full

coarsening and homogeneous Dirichlet boundary conditions — as follows:

Vertex Centred Grids

A vertex centred grid with n subintervals will have n — 1 grid points on 7, and § — 1
grid points on 7,. The interpolation operator, P : Rz~ — R* ! takes a coarse grid
vector vy, € Rz~ and produces a fine grid vector v;, € R”™! according to the rule

Pvyy, = vy, where

vp(27) = van(4), 1< <

and suitable modifications for the nodes adjacent to the boundaries, i.e. vp(1) =
Tvop(1) and vy (% — 1) = 3von(n — 1). In two dimensions, the interpolation operator
can be constructed by a recursive procedure (over the two dimensions) of the 1D linear
interpolation.

Note that the interpolation works well only if certain conditions hold. Assume that
the real error (which is unknown in practice) is smooth on the fine grid. Then assume
that the coarse grid approximation on Ty, is exact at the coarse grid points. Then

when this approximation is interpolated back onto the fine grid, the interpolant will be
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smooth and a relatively good approximation to the actual error. However, if the real
error is oscillatory on the fine grid, the coarse grid approximation will not capture the
oscillations and so the interpolant will be a poor approximation to the actual error.
Therefore interpolation is effective only when the error is smooth before restricting the
residual to the coarse grid, and this is ensured by applying the smoother beforehand.

The restriction operator, R : R"~! — ]Rgfl, takes a fine grid vector and produces
a coarse grid vector, i.e. Rv" = v?". The most obvious restriction operator, injection,
is defined by

vor(j) = wn(2j) 1<ji< - —1

|3

The coarse grid vector simply takes its value directly from the corresponding fine grid
point, with all other points ignored. An alternative operator is called full weighting

which takes weighted averages of values at neighbouring points, ie.
. 1 . | . . _n
van(7) = e 5on(2) = 1) + vn(2)) + Son(27 + 1) l<sjsg-1L (441

where « is an appropriate scaling factor ensuring » jRij =1 for all ¢. For the case of
(4.4.1), o = % The full weighted restriction matrix without the scaling factor is the

transpose of the interpolation matrix. In stencil notation it is
1
-1 2 1].
H |

In two dimensions, the full weighting restriction operator can be constructed using a

tensor product of

1
1 1
5[121] and 3 2

1

Cell Centred Grids

For cell centred grids, the interpolation and restriction is different because, as described
n [41], the coarse grid points are not a subset of the fine grid points. With n subin-
tervals, a vertex centred grid will have n grid points on 7, and § grid points on 7.
For v;, € R™ and vy, € R%, we define the linear interpolation operator P : Rz — R"
based on the arrangement of the unknowns as Pvy, = vy, where

. 3 . 1 . .
vp(27) = —von(j) + ~van(j + 1), 1<j<--1

4 4

|3
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3

. ) 1 ) .
vp(2) — 1) = ZUQh(J) + ZUQh(J -1), 2<j<

|3

and for nodes adjacent to the boundary we have vy, (1) = 2v9;,(1) and vy, (n) = 29, (%).
2D linear interpolation is defined similarly.
For the restriction operator R : R" — R?2, either the two point average (or four

point average in 2D), i.e.

) 1 ) 1 . on
van(j) = 5%(2] -1)+ §Uh(21), l<j<35

or full weighting, i.e.

. 1 ) 3 ) 3 . 1 . .on
van(j) = th(QJ -2)+ th(QJ -1)+ th@]) + th@] +1), 2sj<5-1
3 3 1
’U2h(1) = th(l) + th(Q) + Z’Uh(?)),
n 1 3 3
i —9)yx” 1)+ 2
are most commonly used. In stencil notation, these correspond to
1 111 1
- 1D - 2D 4.4.2
and
11
1 111 2 2
-1 3 3 1 1D and - 2D), 4.4.3
i | (D) .| e (143
11

Note that for cell centred restriction, a scaling factor is not needed. Figure 4-4 visualizes

the difference between vertex centred and cell centred linear interpolation in 2D.

Remark 4.4.1. Let m, be the order of a differential operator (e.g. m, = 2 for
the Poisson-type equations). Further, let P be an interpolation of order m, (this
assumption holds if P interpolates polynomials of degree m, — 1 exactly), and suppose
R = PT, where P is an interpolation of order m,. Then the following condition given
in [44, 75] must be satisfied

My +my > myg . (4.4.4)

For example, if m, = 2, then we could choose P and R such that P is a piecewise
linear interpolation and R = PT. This would give m, + m, = 4 > m, and so (4.4.4)

is satisfied. If R is simple injection and the adjoint of PT then P only interpolates
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Figure 4-4: Linear interpolation in two-dimensions for (a) a cell centred grid and (b) a
vertex centred grid. Circles denote the coarse grid nodes and crosses denote fine grid
nodes

constants exactly, and so it is a prolongation of order 1 (i.e. m, = 1). In this case
P being a piecewise linear interpolation (i.e. m, = 2) will still satisfy (4.4.4). For
cell centred discretisations, the combination of linear interpolation (m, = 2) with full
weighting restriction or a four point average (m, = 2 for both) is well suited for the

Poisson-type equations.

The Coarse Grid Approximation

The remaining issue is to work out the discrete operator, Aoy, on 7a;. This can be done

in two ways:
e Discretise on the coarse grid
e Compute the Galerkin product Agp, = RARP

The coarse grid system

Aspeap = rap,
is then solved using a direct method (exactly) or an iterative method (approximately).

Remark 4.4.2. The Galerkin product is effectively a mapping of the matrix from
the fine grid to the coarse grid via the use of the transfer operators (see [75, §2.3.2]).
Suppose vertex centred grids are being used, then by using the Galerkin product, the
coarse grid correction is unaffected by scaling as we shall see below. Let uglo) is the

initial approximation to uy, then the approximation ug) after the coarse grid correction
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(note that we have ignored smoothing) is
ug) = uﬁlo) + P(aRA,P) ‘aRr),

and so the scaling factor, «, is cancelled out. However, if Ay, is computed by discretising
on each grid, the scaling factor remains. Note also that if cell centred grids are used,
then the scaling factor is not present irrespective of the method for finding the coarse

grids.

4.4.3 The Two Grid Method (TGM)

Now that we have well defined transfer operators between grids, we can return to the
two-grid correction scheme and make it more precise. Algorithm 4.4 shows the method

in algorithmic form.

Algorithm 4.4 The Two Grid Method (TGM)

(0)

Choose u;,
for £k =0,1,..., until convergence ...
u(k) = S”l(ugﬂ), by) (v1 pre-smoothing steps)
r,gk) by, Ahu,(f) (calculate residual)
rg ) = Rr(k) (restrict residual)
e(l;l) A A;h1 g;l) (coarse grid solve on Tap)
el = Pe(k) (interpolate error)
gﬁq) ,(f) + e,gk) (correction)
ulF ) = S72(u (kﬂ), by) (v2 post-smoothing steps)

if r*t1) gufficiently small exit
end for

There are several choices for each of the components in Algorithm 4.4, as discussed

already, and we summarize them as follows:

e Initial Approximation: Any initial approximation will suffice but it is normally

set to ug)) =0.

e Smoother: Point-wise Jacobi, Gauss—Seidel and SOR are popular smoothing
methods, though block versions of these smoothers are more efficient for particular
problems. We denote the smoothing operation generically as S, where v denotes
the number of smoothing iterations. Very few pre- and post-smoothing steps are

necessary, but usually a least one of each are used. If the two-grid iteration is to
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be symmetric, we must use an equal number of pre- and post-smoothing steps,
noting that the ordering must be reversed in post-smoothing if Gauss—Seidel is

used.

e Transfer Operators: These depend on whether vertex centred (FDM) or cell
centred (FVM) methods are used. Simple prolongation such as piecewise linear or
bilinear interpolation are the easiest choices, with the restriction normally chosen
as the adjoint of the interpolation. For the vertex centred restriction, a suitable
scaling factor o is needed, ie. R = aPT, but for cell centred restriction, no scaling

factor is necessary.

e Coarse Grid Approximation: Firstly, a suitable approximation to A is
needed on the coarse grid which can be obtained by discretising on the coarse

grid or using the Galerkin product. The coarse grid system

Aopegp, = 1o

is solved with a direct method (exactly) or an iterative method (approximately),
which would typically be a preconditioned Krylov subspace method or a block

relaxation scheme.

With suitable choices for each component in the TGM, the first smoothing step elim-
inates the oscillatory components of the error, and assuming the residual equation is
solved accurately on Ty, the error transferred back to the fine grid will be smooth, so

e, will be a good approximation to the exact error.

4.4.4 The Multigrid Method (MGM)

The obvious question from the description of the TGM is: what is the best way to
solve the coarse grid approximation? The answer is to apply the TGM recursively to
any number of grids, with the mesh width doubling in each coordinate direction for
each successively coarser grid. Solving the residual equation is no different to solving
the main problem, so Agpe®” = r?? on T3, can be solved by ~ iterations of the TGM,
with initial approximation e;%) = 0. This process can be repeated on successive coarse
grids until we reach a chosen ‘coarsest’ grid, at which the system defined on this grid
is solved either directly or iteratively. We label the ‘level’ of each grid as level [ = F
(finest grid) down to [ = 1 (coarsest grid), and we define a sequence of nested grids
Ti,...,Tr on each level with 77 being the coarsest grid and 7Tg the finest grid. This
recursive technique is known as the Multigrid method (MGM). For this method we not

only need to define the operator A, on each level £ = 1,...,F but also the transfer
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Figure 4-5: The multigrid (a) V-cycle and (b) W-cycle on four grids

operators P, and Ry on levels ¢ = 2,..., F, which are mappings of vectors between
grids 7p_1 and T,. Using this approach, the coarsest grid will be significantly smaller
than the finest grid. Thus the condition number of the problem on the coarsest grid
will be much smaller, as well as the dimension being much smaller, and so it can be
solved much faster using an iterative or direct method. Since several grid levels are
being used in the MGM, it is more convenient to define all the multigrid components

using the grid level rather than the mesh width as subscripts, i.e. the linear system
AFuF = bF (4.4.5)

is defined on the fine grid F'. There are several variants to the multigrid method, and
the most popular are the V-cycle (when v = 1) and the W-cycle (when v = 2). Figure
4-5 shows the path between grids for one V-cycle and one W-cycle in the case of four
grids (i.e. FF'=4).

Algorithm 4.5 describes how (4.4.5) is solved using the multigrid V-cycle with F’

grid levels:

Algorithm 4.5 The Multigrid method (MGM)

(0)

Choose up = uy’ and set rp = bp

for £ =1,... until convergence. ..
Vecycle(Ap,up,bp, F) (apply one V-cycle)
rr = br — Arur (residual update)
if (]| rr || < tolerance) exit

end for

The core of this method is the recursive subroutine Vcycle where all the components

of this algorithm are the same as those described for the TGM:
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Algorithm 4.6 The Multigrid V-cycle: Veycle (Ap, up, by, £)

if (¢ =1) then

u = A, by (solve on coarsest grid 77)
else
uy =S, (ug, by) (v1 pre-smoothing steps)
r;,=by— Ay (calculate residual on grid 7y)
ry_1 = Ryry (restrict residual onto grid T;_1)
e_1=0 (set initial guess to zero on grid Ty_1)
Veycle(Ap_q,e0-1,10-1,0 — 1) (apply one V-cycle on grid Ty_1)
ey = Pey_q (interpolate error onto grid 7y)
u =uy+ep (update the solution)
uy = S,*(ug, by) (v2 post-smoothing steps)
end if

The MGM can be used as a stand-alone iterative solver with a sufficient number
of V- or W- cycles to reach the stopping criterion, or as a preconditioner to a Krylov
subspace method. Multigrid as a preconditioner would typically involve a single itera-
tion of the V- or W-cycle, and the multigrid iteration matrix must be symmetric (i.e.

Ry = PgT for each ¢, v1 = 19 and a reverse ordering if Gauss—Seidel is used).

4.4.5 Basic Theory

With the basic multigrid algorithm outlined, we now analyze its performance for the 1D
model problem (4.2.6). By denoting the exact solution of (4.2.6) as u(z), and the asso-
ciated solution to the discrete problem as up = (Uy,Us,...,U,—_1), the discretisation
error, E, is given by

E;=u(z;) - U; 1<i<n-1.

The discretisation error measures how well the exact solution of the discretised problem
approximates the exact solution of the continuous problem. With a mesh width of h,
it can be shown to be bounded in the discrete I3 norm (i.e. the Euclidean norm) || - |2
by

|Ells < KR (4.4.6)

(cf. [74]) It is unlikely that the discretised problem can be solved exactly, so we also
require the algebraic error ep = up — Uy, where Uy approximates ug in the discrete
problem. We now specify the following tolerance on the total error (algebraic error +
discretisation error)

Hu — leHQ < tol,
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where u is a vector of the exact solution sampled at the grid points. The total error is

given by

IN

|lu—ur|2 + |[[lur —ap|2 (by triangle inequality)

IEF(2 + llerll2-

lu—url2

Therefore, we must ensure |E[2 + [|ep||2 < tol or |[Ell2 < 2! and |ler|2 < % individ-

ually. Using (4.4.6), we require that

1
tol tol \ 2
Kh* < — h<(==]) - 4.4.7
<5 = < (2 K) ( )
Thus ||E||s < %2 is satisfied if a sufficiently small mesh width is used such that (4.4.7)
holds.

Now in order to show |lep|r < tol

2
dimensional problem with approximately n unknowns and h = % We assume that the

, consider the V-cycle scheme applied to a one-

V-cycle scheme has a convergence factor ¢ that is independent of & (in fact we will prove
this rigorously in Section 4.6). The V-cycle scheme must reduce the algebraic error from
O(1), the initial error, to O(t—gl) This means the number of V-cycles required, 3, must

satisfy
tol log (tol/2
0 og (tol/2)

B
0 2 log &

= 0(1).

The cost of a single V-cycle scheme is O(n) so the cost of converging to the level of
the discretisation error is O(n). Since there are n grid points, the optimal cost is O(n)

and so the V-cycle scheme is optimal.

4.5 Anisotropic Problems

The problem treated thus far is isotropic, where direction is unimportant in the equa-
tion. More specifically, in the stencil representation of the matrix, the values of the off
diagonal entries will be of the same order of magnitude. Note that the entries in the
stencil corresponding to the two neighbours in the x-direction will be called connections
in the z-direction, and likewise for the two neighbours in the y-direction. Now consider

a small variation to the two-dimensional Poisson’s equation
—Ugy — €Uyy = f(z,7) on Q= [0,1]?, (4.5.1)

with Dirichlet boundary conditions v = 0. Suppose this is discretised on the computa-

tional domain given in Figure 4.1 to produce a system of equations Apu, = by. The



CHAPTER 4. NUMERICAL SOLUTION OF SYSTEMS OF EQUATIONS 81

stencil of Ay, now looks like

By choosing € < 1, there is now a weak connection in the y-direction (i.e. the con-
nections in the y-direction are much smaller than the connections in the z-direction)
causing anisotropy. Unfortunately the basic multigrid algorithm doesn’t deal with such
anisotropic problems very well, and convergence rates degrade as e — 0. To explain this
phenomenon, consider the weighted Jacobi method with weight w. For the isotropic

problem, the eigenvalues of the relaxation matrix are given by

k l
My =1—w | sin? il + sin? T , 1<k<n,—1, 1<01<n,—1.
’ 2N, 2ny,

For the anisotropic problem, the eigenvalues (given in [20]) are

2 k l
)\W:l—lr <sin2< 7T)%—esinQ(—W)), 1<k<n,—1, 1<1<n,—1.

€ 2n, 2ny

Here we observe that as € — 0, there is little variation in the eigenvalues with respect
to the wavenumber [, whereas the variation in eigenvalues with respect to k is what we
observed for the one-dimensional problem in Section 4.2.3. Thus, the eigenvalues do
not change significantly along any of the y-lines (the direction of the weak connection),
and using (4.2.8), we observe that this means that neither the high or low frequency
components of the error are damped very well along these lines. There are two possible

techniques that can be used to recover optimality for anisotropic problems:

Semi coarsening: Coarsen in the strongly coupled direction only.

Line relaxation: Smooth along entire lines in the strongly coupled direction.

4.5.1 Semi Coarsening with Point Relaxation

For the method of semi coarsening, coarsening is applied only in the direction of the
strong connection. In problem (4.5.1), semi coarsening will only occur in the z-direction
as in Figure 4-6.

The interpolation and restriction matrices are similar to those for a one-dimensional
problem, as no coarsening is applied in the y-direction. Thus on each z-line, the one-
dimensional interpolation and restriction strategy is applied. The stencil representation

for each of the above grids looks as follows:
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Figure 4-6: Semi coarsening on an 8 x 8 uniform grid
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After semi coarsening, the values of the off-diagonal entries become closer in magni-
tude, so the problem on each coarse level is closer to an isotropic problem. However,
semi coarsening too many times may switch the direction of the strong connection (ie.
m < h—% for large n), in which case the method will no longer work. Therefore, this
method should be used when the anisotropy is very strong (that is, € is very small), as
there is a limit to the number of coarse levels that can be used before the direction of

the strong connection switches around.

4.5.2 Line Relaxation with Full Coarsening

By ordering the unknowns along lines of constant x, the matrix A;, and right-hand-side

b;, can be written in block format as

D —cl b,
—cI D —cl b
Ap = D , bp= (4.5.2)
—cl :
i —cI D | i bny i
where ¢ = _h_i?/ and D € R™ is a tridiagonal matrix whose off-diagonal entries are the

connections in the z-direction. b; € R™* is a subvector corresponding to an entire z-line

of grid points at the " y-line. Each tridiagonal block is represented by the stencil

1
h3

h2
< —1 2423

—1).
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The Jacobi method is applied, but now it is applied to entire blocks in the matrix of
(4.5.2) instead of the individual entries. One sweep of the ‘block’ Jacobi method involves

solving the tridiagonal system along each z-line (hence the name ‘line’ relaxation).
() _ g(j)
7

The j-th sweep of line relaxation involves solving Du;

(

gij ) = b; — c(ug)1 + uﬁ_ll)). The system can be solved exactly as it is a tridiagonal

fori=1,...,n, where

system with Dirichlet boundary conditions, and can be solved very efficiently using the
Thomas algorithm [50, Chapter 9] with a cost of O(n;).

This strategy is effective when the direction of the strong coupling appears in the
diagonal blocks. To see why this is, we need to look at the convergence properties of
the iteration matrix, which recall from (4.2.8) is determined by its eigenvalues. The
eigenvalues of the block Jacobi iteration (when the direction of the strong coupling

appears in the diagonal blocks) are given in [20] as

P k I
Meg=1lo— (sin2 (—”) + esin? <—”)) 1<k<ng—1, 1<i<n,—1.
2 sin? (QICT“) +e€ 21y 2ny

The maximum magnitude of these eigenvalues can be shown to be much smaller than
the maximum magnitude of the eigenvalues of the point Jacobi iteration, resulting in
a greater reduction of the errors. Furthermore, as ¢ — 0, we have A\;; — 1 — w for
all wavenumbers k and [, meaning that all components of the error are reduced by a
factor 1 — w at each iteration, resulting in a very good stand alone solver.

However, if the direction of the weak coupling appears in the diagonal blocks, the

eigenvalues of the block Jacobi iteration are

2 k l
Akl :1_—w (sin2 (—ﬂ-) + esin® (i)), 1<k<n,—1, 1<1<n,—1,
2 sin? (QZT”) +€ 21y 2n,,

in which case the maximum magnitude of these eigenvalues is more comparable to

those of the point Jacobi iteration, resulting in a less effective smoother.

4.5.3 Semi Coarsening with Line Relaxation

Both the above strategies rely on knowing the direction of the weak and strong connec-
tions. Suppose the direction of the weak connection is unknown, then semi coarsening
could be used in the one direction and line relaxation in the other (e.g. coarsening only
in the z-direction and solving tridiagonal systems along each y-line). Semi coarsening
would take care of any strong coupling in the one direction and line relaxation would

take care of any strong coupling on the other. This method is therefore the most robust
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as it works independently of the size or direction of the anisotropy. However, it still
requires the anisotropy to be grid-aligned, and for such cases it is also possible to prove
the robustness of the method theoretically. The theory is based on a tensor product
analysis for a separation of coordinate directions (see [14] and Section 5.4), and also
relies on the classical V-cycle convergence theory for isotropic problems presented in

the following section.

4.6 Convergence Analysis of the Multigrid Method

In this section we give a rigorous convergence analysis of the multigrid method, fol-
lowing the work of Hackbusch [44, 45, 43]. Note that more recently, further techniques
have been developed (cf. [16, 58, 59, 68, 82, 86, 88]) which generalize the analysis of
Hackbusch to cover a more general class of elliptic boundary value problems. However,
the majority of multigrid convergence relies on two properties being satisfied, namely
the smoothing property and the approxzimation property. If these properties are sat-
isfied, then it is possible to show that the convergence rate of the of the method is
bounded by a value independent of the problem size and the number of grid levels
used. Moreover, if the problem is SPD, a tighter bound is obtained and the analysis is
valid for any v > 0 (where v is the total number of smoothing steps). In this section we
restrict the analysis only to SPD problems, since the majority of problems we deal with
in this thesis are SPD. In section 4.6.1, the analysis is given for the two-grid method,
and this is extended in Section 4.6.2 to cover the multigrid V-cycle. The convergence
rate will be measured by finding the contraction number of the iteration matrix with

respect to particular norms.

4.6.1 Analysis of the Two-Grid Method

In this section we give a rigorous convergence analysis of the two-grid method (TGM),
where we use the two grids 7; (fine grid) and 7y_; (coarse grid). The two-grid iteration

is a linear iteration having a representation
g .
W) = AFOU) 4 N,

where the iteration matrix MZT G depends on the number of pre- and post-smoothing

steps v1 and v, i.e. MZTG = MZTG(yl, v9). The two-grid iteration matrix is

MFC (v1,v) = SP2(I — Pr A Ry Ag)S)
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(cf. [44, Chapter 6]) where S} denotes a v-fold application of Sy. It is well known that

the iteration converges if and only if
p(M{ % (11,1)) < 1

holds for the spectral radius p(M}¢(v1,15)) = maz{|A| : X an eigenvalue of M “}.
However, it is more common to use norm estimates of the iteration matrix for deter-
mining the rate of convergence. The spectral norm || - ||2 is the matrix norm on R™*"
induced by the Euclidean vector norm on R™. Since || X||2 = p(X) for a symmetric

matrix (c.f. [44, Lemma 1.3.4]), we deduce that the two-grid iteration converges if and

only if

I M (v1, ) [l2< 1,
Note that we will often refer to the Energy norm || - || 4,, which is related to the spectral
norm by

1 _1
I B lla=[I A7 BA,* [l - (4.6.1)

(cf. [45, Chapter2]) Let us first consider the case of 2 = 0 (i.e. no post-smoothing).
We can split M, gT G into two factors

M{ % (01,0) = (A7 — PAA Re)(AeS),
and therefore
| M (1,0) llo<[l A7t = PeAY Re llaf| AeSy™ 2,
by the submultiplicativity of the matrix norm. We consider each factor separately
which gives rise to two key properties.
The Smoothing Property

Let us first consider the factor || AzS," [l2. A vector wy is smooth if the product of A,
and wy satisfies

[Aewell2 < || Ael2]lwell2 ,

where ||x]|2 is the Euclidean norm for a vector x. Thus the smoothing procedure Sy is

really smoothing if

[AeSella < [|Acll2[Sell2,  and
[Sell2 < 1. (4.6.2)
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Usually [|Ag|| is of order O(h,*) where « is the order of the differential operator (e.g.
a = 2 for the Poisson equation), and hy is the mesh width on grid level £. Also, ||S¢l|2
is of order O(1) as long as (4.6.2) holds, leading to the following condition:

Definition 4.6.1 (The smoothing property (SP)). An iteration Sy satisfies the SP if

there exists functions 7(v) and vy, (h) and a number « such that

|AeSellz < n(w)||Aell2, Y€>1, 1<v <uvne(h), (4.6.3)
nv) -0 as v— o0,

Vmaz (he) =00 or  vpmar(hy) =00 as hy — 0.
Note 7n(v) does not depend on ¢ or hy.

The Approximation Property

Now let us consider the second factor | A;* — PyA; ' Ry |2. The error e, on the
fine grid is approximated by FPyey_; obtained from the residual equation Ay,_je,_1 =
ro_1 = Ryry on the coarse grid. This implies that Az_ll‘g ~ PgAZ}leI‘g should be a
good approximation. Thus the requirement of Pyey_; being a good approximation to

ey is quantified by

|A; 're — PrA Y Rorglla < Clyllrell2/ || Ael2 -
This leads to the approximation property written in terms of the spectral norm:
Definition 4.6.2 (The approximation property (AP)). The AP is satisfied if

|A; " — P A Rilla < U/l Adlla, V> 2 (4.6.4)

for some constant C’,.

Theorem 4.6.3 (Proof of the AP). Let Ay be the matrixz of a finite element discreti-
sation, e.g. (3.3.5). Suppose the regularity assumption

e = llzy0)< ChE || f oo (4.6.5)

holds, where || - [|1,q) is the La(§2) norm, and u and uy are the solutions of (3.5.3)
and (3.3.4). Then the AP (4.6.4) holds.

Proof. The proof (given in appendix C) uses a finite element setting and bijective

mappings from finite element spaces to vector spaces of the same dimension. ]
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The SP and AP are the two essential properties of the two-grid and multigrid iterations,
and we will see in this section that these conditions are sufficient for two-grid and

multigrid convergence.

SPD Systems

From this point on in this section, we only consider SPD matrices. The notation X > Y
for matrices X and Y signifies that both X and Y are symmetric and that X — Y is
positive definite. Using this notation it can be shown that, for any symmetric matrices
X and Y,

| X |2<¢ is equivalent to —cl <X <cl, (4.6.6)
X<Y implies CTxc<c?ye, (4.6.7)
ctc<x & cxtct<r, (4.6.8)
1X13 = 1IXTX]l2 = [ XXz, (4.6.9)

where ¢ is an arbitrary constant and C' an arbitrary matrix with the same dimensions
as X and Y (cf. [44, Chapter 1]). For the two-grid analysis an SPD problem must

satisfy the following conditions:

Ag= AT >0, Ve > 1 (4.6.10)
R, =P}, Ve > 2 (4.6.11)
Ag1 = RyAPy, Ve > 2 (4.6.12)

Lemma 4.6.4 (The smoothing property for the symmetric case). Smoothing iterations
are written as Sy = I — W[lAg for an SPD matriz Wy. Suppose that for an SPD matrix
Ay, there exists a constant Cy such that

[Wella < CwllAell2, (4.6.13)

Then if the smoothing iteration satisfies

We=WE>A,>0], (4.6.14)

the smoothing property (4.6.3) holds with n(v) = Cywno(v) and vpgq(he) = 0.

Proof. Firstly let us show that for an SPD matrix X, if 0 < X < I, then

X (T = X)"[l2 = no(¥), (4.6.15)
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with
m() =v"/(1+v)*.

We show (4.6.15) by setting f(§) = £(1 — &)”. Then

1X0 = X)ll2 = p(X (T = X)") = max f(£),

since 0 < X < 1. The maximum of this function occurs at x = 1/(r + 1) which yields
f(z) =no(v) and so (4.6.15) holds.
_1 _1
Now, let Ry = W, — Ay and define Y := W, > R,¢W, ?. Then we deduce that

1 1
A4S [l2 = [[We* (I = Y)Y W7o < [Wella[|(1 = Y)Y"2.

We have ||[Wy||2 < Cw||A¢ll2 by (4.6.13) and 0 <Y <1 by (4.6.14). Therefore
(I =Y)Y"| <no(v) by (4.6.15), which implies

[AeS7 2 < Cwmo(v)|[|Aellz (4.6.16)

i.e. the smoothing property (4.6.3) holds with n(v) = Cywno(v). O

Remark 4.6.5. Note that using Lemma 4.6.4 the smoothing property can be satisfied
for any SPD matrix A, and any symmetric smoothing iteration Sy satisfying (4.6.14). In
particular, the point- or block-wise damped Jacobi iterations applied to an SPD system
satisfy the smoothing property. This is because we recall that Wy, = w™'Dy, where D,
is the diagonal (or block-diagonal) of A, so (4.6.14) is satisfied if w < ||D, ' A| L.
Then, assuming D, < CDhZZI for some constant Cp, (4.6.16) is satisfied with Cy =
Cpwth;? (see [44, Proposition 6.2.14]).

Lemma 4.6.6 (The approximation property for the symmetric case). Suppose (4.6.10)
— (4.6.12) hold. Then, provided that (4.6.13) is satisfied, the following inequality is a
sufficient condition for the approximation property (4.6.4):

0< A= PA R <CaW, . (4.6.17)

with Cy = C',Cyy .

Proof. Firstly we deduce that if (4.6.13) holds, (4.6.4) is equivalent to

1 1
W2 (A = PR A RO)W2 |2 < CHCw = Ca. (4.6.18)
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By (4.6.6), (4.6.18) is equivalent to

1 1
—Cal < W2 (A — PIA  R)W? < Cal.
_1
Multiplying by W, * from the left and right gives the right-hand inequality of (4.6.17).
1 1
As for the left-hand inequality, we have by (4.6.12) that R,A} A} P, = Ay_; and then
1 1
using (4.6.8) we have that A; PZAZJIRKA; < I. Hence PgAZleg < Azl which proves
the left-hand inequality. O

For the proofs that follow, we assume the SP and AP hold, but since we are only dealing
with SPD problems, it suffices to assume that (4.6.14) and (4.6.17) hold, since (4.6.13)
holds for symmetric smoothing iterations. Let us now prove the uniform convergence
of the TGM for any v > 0, firstly for the case of the symmetric iteration matrix, i.e.

v
1/121/2:5.

Theorem 4.6.7. Suppose (4.6.10) — (4.6.12), the smoothing property for SPD problems
(4.6.14) and the approximation property for SPD problems (4.6.17) hold. Then the

two-grid iteration converges with respect to the energy norm with the rate:

2579 (2, 2) o< { G <1 0 Cas ey
t \grg) 1A= <1—C—1A) <1 Ca>1+v

Proof. Introduce transformed matrices

X, = Af W;lA,f : (4.6.19)
Q= A} (A1 - PgA;_lle)Aé =1- A} PgAZ_lleA% , (4.6.20)
Sy = Af SgAL,_% = Af([ — W[lAg)Ag_% =1- Xy, (4.6.21)
NITG = AZ MG <g %) A= §5Qu8% (4.6.22)

where (4.6.22) follows because A; and Sy are commutative if a Jacobi smoother is used.
We deduce from the definitions of @y, Xy and (4.6.17) that

0<Qr <Xy, (4.6.23)

and similarly from (4.6.11), we deduce that @, is symmetric and from (4.6.10) and
1 1
(4.6.12) that A2 PyA,; Y Ry A7 > 0, thus

0<Q<1 (4.6.24)
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A linear combination of (4.6.23) and (4.6.24) yields

0<Qr<aCuXi+(1—-a) VO0<a<l. (4.6.25)

(SN

Multiplication by S'Z from both sides gives

(SIN
(NI

0<82QS7 =My < (I—X;)2[aCaX,+ (1 —a)l|(I - Xy)7, (4.6.26)

1 1
Now 0 < Xy = A} W[lA;, and by (4.6.14) we have W[l < Ae_l therefore 0 < X, < I.
The spectral norm of the right-hand side of the inequality (4.6.26) is equal to

sup{(1 —z)"(aCyx +1—a) : z € spectrum of Xy}, Vo<a<l
Since 0 < X, < 1, the above value for the spectral norm is bounded above by
m(a) = mazo<e<i{(1 —2)"(aCaz +1— )}, VOo<a<l.
Therefore we have
1N Cl2 = | MFC 4, < m(a).

If 0 <Cy<1+4v,choose a =1 and max m(l) = Ca—% 1 at &= Otherwise

1
e T+
choose a = = € [0,1], then we have maz m(a) = (1 — CLA)” at £ = é, which

proves the result. O

Now the proof of the two-grid convergence need not be restricted to the case where
the number of pre- and post-smoothing steps are equal. For the more general case of

different pre- and post-smoothing steps, one can apply:

Corollary 4.6.8. Suppose (4.6.10) — (4.6.12), the smoothing property for SPD prob-
lems (4.6.14), the approximation property for SPD problems (4.6.17) and vy, vy > 0.
Then the contraction number of the two-grid iteration with respect to the energy norm

s bounded by
1 1
| M7 (w1, ) L4, <N MEC (or,00) 113, 1| M (v2, ) 113, - (4.6.27)
Proof. By simple manipulations of M, ZT & we can deduce that

M (v1,v2) = M C(0, 1) M (11,0) (4.6.28)
M{FE(0,0)" = M{€(v,0), (4.6.29)

assuming (4.6.11) and (4.6.12) and the commutativity of Ay and S;. Then using
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~ 1
the transformed iteration matrix MZTG(Vl, V) = A} MZTG(Vl, v2)A, ?, we obtain from
(4.6.28) and (4.6.1) that

=

1M (w1, v0) L, < IMFC 0, 09) 4, 1M (11, 0) 4, (4.6.30)
Then using (4.6.9), (4.6.28) and (4.6.29) we get
1M (0,02)11%, = 1M (v2, )| 4, (4.6.31)

(4.6.30) and (4.6.31) imply the result (4.6.27). By Theorem 4.6.7, both the terms on
the right-hand-side of (4.6.27) are bounded by contraction numbers less than 1. O

4.6.2 Analysis of the Multigrid V-Cycle

We now analyze the convergence of the multigrid method, where we specifically focus
on the V-cycle. Let
ul ) = MM 4 NMOY, (4.6.32)

where M l;M G=M ZM G (v, 1) is the multigrid iteration matrix defined recursively as:

Lemma 4.6.9. The iteration matriz M}”G(yl, v9) of the multigrid method is

0 for £ =1 (the coarsest grid)
MME = ¢ MFC for 0 =2
MFC + S P (MMSGYYA Y ReAS)t for £ > 2

Proof. A full proof is given in Appendix B. O

v = 1 and v = 2 represent the V-cycle and the W-cycle respectively, but for the
remainder of this section we only consider the V-cycle, and we denote M, ZV =M, ZM G We
now give the famous result given by Hackbusch [44, Theorem 7.2.2] for the convergence
of the V-cycle:

Theorem 4.6.10 (Convergence of the V-cycle). Suppose (4.6.10) — (4.6.12), the
smoothing property for SPD problems (4.6.14) and the approzimation property for SPD
problems (4.6.17) hold. If vy = v = §, then the V-cycle converges with respect to the

energy norm for v > 0 and the contraction number is bounded by

Ca
MV<5 3) < 1. 46.33
1M (3.5 I, < 5 < (46.33)
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Proof. Let us first recall the matrices Xy, Qg, Sy and M/ from (4.6.19) — (4.6.22). In

addition, denote
~ 1 1 ~ 1 1
Py=A}PA; |, Ry = A} | R/A7,

then we have that
Qv =1— PRy. (4.6.34)

We prove (4.6.33) by induction. Starting with ¢ = 1, we know M g’ = 0, thus we have

vV v Ca
V<_ _> :0 ’
1M (5:5) la =0< 52—

Now suppose the inequality holds for £ — 1. Using (4.6.22), (4.6.34), (4.6.25) and the

inductive hypothesis, the transformed V-cycle iteration matrix on level ¢ is bounded

above by
MY o< 81— Ca N aCaXy+ (1 — o)) + Ca D8 = f(Xp,a)
L=t Ca+v Ca+v ¢ Y

and since S'g =71 — Xy, and 0 < X, <1 we have

14
CA+V

few <=9 |(Gh ) Cas+ a-ap+ gt

Cyu+v

for all ¢ € [0,1] and o € [0,1]. The spectral norm of M) is bounded above by the

maximum of f(&, «), which occurs at £ = 0. Then choosing o = 1 gives

Ca
1) <
(2 )_CA+V7

and so (4.6.33) holds for all £ > 1, which completes the proof. O

For the more general case of different pre- and post-smoothing steps, the convergence

rate is found via the following Corollary:

Corollary 4.6.11 (Convergence of the V-cycle for a different number of pre- and
post-smoothing iterations). Under the conditions of Theorem 4.6.10 and if v1 +vs > 0,
the V-cycle converges with respect to the energy norm, and the contraction number is
bounded by

Ca

M) (v, 1)||a, < <1
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Proof. Firstly we can show by induction that
MZV(I/l,VQ) = MZV(O,VQ)MZV(Vl,O),
and also by simple algebraic manipulations and the commutativity of A, and Sy that

M) (0,0)T = M) (,0).

. 1 1
Then using the transformed matrix M) (v1,1n) = A2 M) (v1,10)A, ?

, we follow the

same lines as the proof for Corollary 4.6.8. U

All the analysis in Section 4.6 can be applied to the 1D and 2D model problems
discussed throughout this chapter, but only for the isotropic cases. For anisotropic
problems, such as model problem (4.5.1), the AP fails and so we must seek alternative
techniques to prove the uniform convergence of multigrid methods when applied to
these problems, as shown in [58, 70] where line relaxation and full coarsening are
used. We will also show in Section 5.4 that the robustness of multigrid methods for
anisotropic problems can be proved by using techniques motivated by a method known
as Fourier analysis. The Fourier analysis of multigrid methods differs from the approach
described in this section, in that the eigenvectors of the operator A, play a pivotal
role in transforming the main problem into a family of smaller problems with which
the analysis can be done more trivially (A two-grid Fourier analysis for the simple
1D Poisson equation (4.2.6) is given in Appendix A, noting that the analysis can be
extended to the multidimensional case). Using this idea, the uniform convergence of
two particular anisotropic model problems from Chapter 5 will be proved in Section
5.4 based on a separation of coordinate directions using a tensor product approach.
This effectively reduces the analysis of the anisotropic problems to that of a family of

simpler isotropic problems, for which the analysis from this section can be applied.

4.7 Algebraic Multigrid (AMG)

Thus far we have been analyzing problems with structured grids and simple coeffi-
cients, where the coarse grid selection has been based on simple coarsening strategies
and grid transfer operators. These multigrid techniques are called geometric multigrid
methods. They, however, are in general not optimal for solving problems with highly
varying coefficients or unstructured grids, and for such problems we refer to a technique
known as algebraic multigrid (AMG). Both these methods have two distinct phases.

In the setup phase, all the multigrid components are defined, such as the hierarchy
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of coarse grids, the operators in each grid level and the intergrid transfer operators.
The solution phase follows, consisting of a stand alone iteration of multigrid cycles or
a preconditioning of a Krylov subspace method by multigrid cycles. AMG provides
robust solution methods for a wide class of problems posed on unstructured grids, and
as a result it is becoming increasingly popular for many industrial applications. The

fundamental approach to AMG, as shown in [20, 71, 63, 18], is as follows:
e Fix the smoother (normally a simple point-wise smoother).

e Choose the coarse grids and interpolation operators based on information from

the operator.
e Define the coarse grid operator and restriction operator.

This technique is conceptually the opposite of geometric multigrid. Geometric ap-
proaches employ pre-determined and fixed grid hierarchies, and choose an appropriate
smoother to obtain an efficient interplay between the smoothing and coarse grid correc-
tion. Conversely, AMG fixes the smoother to a simple relaxation scheme, and enforces
an efficient interplay with the coarse grid correction by choosing the coarser levels and
interpolation operators appropriately. The coarse levels are chosen from information
based solely from the operator, and the operator-dependant interpolation is generated
on the principle that its range is forced to contain functions which are unaffected by
relaxation, i.e. smooth functions. The coarsening process is fully automatic, and this
is the reason why AMG can adapt itself to the specific requirements of a problem and
be robust for a large class of problems despite using simple relaxation methods.

The flexibility of AMG comes at a cost: its setup phase. The cost of constructing
the coarse grids and interpolation operators is, in general, larger for AMG, and so it
is usually less efficient than geometric multigrid when applied to problems for which
geometric multigrid can be applied efficiently. However, the strengths of AMG are its
applicability to more complex problems that are beyond the scope of the geometric
approach, so it should be considered as a variant to geometric multigrid rather than a
competitor.

Throughout the discussion of AMG, we assume that the operator A, is an SPD
M-matriz, and we identify the grid points with the set of unknowns, i.e. if we solve

AgUg = bg, and

u = [ug,us,... ,un]T,

then the fine grid points can be denoted {1,2,...,n}. The connections within the grid
at each node are then defined by undirected adjacency graphs. For an entry a;; of Ay,

the vertices of the graph are associated with the grid points, and an edge between the



CHAPTER 4. NUMERICAL SOLUTION OF SYSTEMS OF EQUATIONS 95

ith and j** vertex means that a;j # 0 (which implies that a;; # 0 since A is symmetric).
By describing the problem without the use of grids, it is possible to develop the AMG

algorithm even for problems which are defined on highly unstructured grids.

4.7.1 Algebraic Smoothness

In AMG, one of the fundamental concepts used for the coarsening and interpolation
strategies is the idea of algebraic smoothness. Having chosen a simple relaxation scheme,
we now define an algebraically smooth error as one that is not effectively reduced by

relaxation. Recall the algebraic error (4.2.5) after k iterations of the smoother Sy:

egk) = Sfeéo) .
By definition, eék) is smooth if it is not significantly different to egkfl), ie.
eﬁk) =~ Sgeék_l) .

Thus for an algebraically smooth error, ey, the iteration satisfies e, ~ Syey, which is
equivalent to D~ A,e; ~ 0 for the weighted Jacobi iteration Sy = I — wD~1A4,. This
leads to the condition

Arep = 0. (4.7.1)

We appeal to the errors satisfying (4.7.1) as algebraically smooth error. Note that such
an error may not be geometrically smooth (see [71, Section 1.3]). Although we have
used the weighted Jacobi method to lead to condition (4.7.1), similar analysis can be
performed for the Gauss—Seidel method which is more commonly used in AMG.

An implication of (4.7.1) is that < D7'r,r > < < e,r >, and we can show from

this that
> <—|a”|> <—el — 6]> <2, 1<i<n. (4.7.2)
y o

a
j#i v

The product on the left-hand-side must be very small, which implies that if % is
relatively large, then e; ~ e;. In other words, the error varies slowly from variables 4
to j if |a;;| is large. This heuristic idea is one of the main concepts used for defining

the interpolation operator.

4.7.2 Strong Coupling

Aside from algebraic smoothness, a second important concept in AMG is that of strong

dependence or strong coupling. Noting that we associate the it equation of A, with
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the i*" unknown u;, we define strong coupling as follows:

Definition 4.7.1. A variable u; is strongly coupled to another variable u; if
—a;; > arilii’({_aik}7

for some 0 < 6 < 1.

In other words, if a;; (i # j) is large relative to the other coefficients a;i, then u; is
strongly coupled with u;.
With the two key concepts of algebraic smoothness and strong coupling defined, we

can now define the multigrid components for AMG.

4.7.3 Selecting the Coarse Grid

When selecting the coarse grids, we rely on the twin concepts of algebraic smoothness
and strong coupling. We also assume vertex centred grids, so the coarse grid nodes will
be s subset of the fine grid nodes. Suppose we split the set of variables on the fine grid
as a set C' of coarse grid variables and a set F' of variables only on the fine grid, i.e.

we have a partitioning of the indices {1,...,n} = C U F. Let us denote

N; ={j:j #iand a;; # 0}, the neighbours of i.
S; = {j € N, : i is strongly dependant on j},
SZ-T = {j € N; : j is strongly dependant on }.

The coarse grid selection algorithm splits the fine grid variables into sets of fine grid
only (F) variables and coarse grid (C) variables using the information in the strong

coupling set S;. The selection process is based on the following heuristics:

1. For each i € F', a point j € S; that is strongly coupled with ¢ should be a coarse
grid point or strongly coupled with at least one coarse grid point that is strongly

coupled with 1.
2. No coarse grid point should be strongly coupled with another coarse grid point.

Satisfying both these heuristics is not always possible, and the second heuristic is used
to control the size of the coarse grid. The larger the coarse grid, the more accurate
the interpolation of the smooth errors onto the fine grid, but this also reduces the
coarsening factor, defined in Remark 4.7.2 below. Thus the second heuristic is used to
maximize the number of coarse grid points without any two such points being strongly

coupled.
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The coarse grid selection starts by choosing some variable i to become a C-variable.
Then all variables j that are strongly coupled with ¢ become F-variables. From the
remaining variables, one is chosen as a C-variable and all others strongly coupled to
it become F-variables. We repeat this process until all the variables have been taken
care of.

However, we would like to avoid randomly distributed patches of C'/F-variables,
thus the selection process must be performed in a certain order. Let U be the set of
undecided variables, where initially U = {1,2,...,n}. Then we introduce a measure of

importance, \;, of any ¢ € U to become the next C-variable, as follows:
N=ISInul+2sTnF|, ieU,

where | X| denotes the number of elements in set X. \; is a measure of how important
i would be as a C-variable. The variable ¢ € U with the highest measure will be
selected as a C-variable, and all strongly coupled points of ¢ become F'-variables. We
then update U, calculate \; for each ¢ € U and select another C-variable to repeat the
process again until U = ¢. Note that there are further heuristics to deal with special
cases and to improve the quality of the coarse grid (e.g. avoiding isolated nodes).
Once the coarse grid has been selected, we use the Galerkin method to calculate

the coarse grid operator:
Ag_l = RgAng .

Remark 4.7.2. The coarsening factor, cfy, between levels £ — 1 and £ is defined as the

ratio of the number of nodes at these levels, i.e.

# nodes on level £

Ve > 2
# nodes on level £ — 1’ -

cfe =

The greater the coarsening factor, the less work is required on the coarser level.

4.7.4 The Interpolation Operator

The final ingredient in AMG is an operator-dependant interpolation operator. To
construct this, we split the set of variables on the fine grid as a set C' of coarse grid
variables and a set F' of variables only on the fine grid. Now, for each ¢ € F', we aim

to define the interpolation weights w;; in

e; = Z WikCk, VieF (4.7.3)
keC
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such that the interpolation operator P : C — C U F' is such that (4.7.3) is a good
approximation to any algebraically smooth error on the coarse grid. Let us recall N;

from Section 4.7.3 and denote

C; ={j € CN N, : j strongly influences i}, the coarse interpolatory set for 7,
D; ={j € FN N, : j strongly influences i}, the strongly connected neighbours of 7,
Q; ={j € FNN; : j weakly influences i}, the weakly connected neighbours of 7.

Assuming vertex centred interpolation is used, we define the interpolation operator by

€; ifieC

Fre): = ’ 4.7.4
(el { Zje]\[iwijej ifie F ( )

for some weights w;;. By the algebraic smoothness of the error, we can write (4.7.1) as

A€ ~ — E Ai5€j

JEN;
or
;€ & — Z a;je; — Z ajej — Z a;je; .
J€C; jeD; JEQ;

In order to find the weights w;;, we must replace e; in the second and third sums
with e; or e;, for j € C;. We do this by considering (4.7.2), where we deduce that
the algebraically smooth error varies slowly in the direction of strong coupling. This
also implies that algebraically smooth error can be well approximated by a weighted
average of its strongly coupled neighbours.

Now, if j € Q;, then e; doesn’t depend strongly on e; and so by (4.7.2), |a;;| must
be small. Therefore the sum ) jeQ; Bij€; will also be small, and so can be replaced

with > jeQ; Qiji with a relatively insignificant error, giving

ai; + Z aij | € ~= — Z Q€5 — Z Qi5€j - (4.7.5)

JEQ: JeC; JeD;

If j € D;, then there is a strong coupling between e; and e;, and so e; can be approxi-
mated accurately by a weighted sum of the values e; from the coarse interpolatory set

of the point ¢, i.e.
 Dkec, @ikCk

ej = (4.7.6)
! 216607; ajk
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Combining (4.7.5) with (4.7.6), we find that

D okec; %ikek
2 jec; ®ij€j + 2jen, G > kec; Yk

@i + 2 jeq, %

€ — — )

and so the weights from (4.7.4) are

. Aim Amj
aZ] + szDz <Zk60- amk)
i

@i + D _neq; Yin

wij:—

Again, there are further heuristics, for example to deal with positive off-diagonal entries.
As for the restriction operator, we simply take the transpose of the interpolation,
ie.

R, = P[l.

The idea of AMG was devised by Brandt, McCormick and Ruge [18]. AMG methods
are very popular because of their applicability to complex industrial problems on un-
structured grids and more recently because there has been a major surge of interest
in solving increasingly larger systems of billions of unknowns with variable coefficients.
Many practical implementations of AMG exist, such as the AMG1R5 by Ruge and Stiiben
[63] and BoomerAMG by Henson and Yang [46], a very robust and efficient parallel im-
plementation of AMG within the hypre library [37]. However, for certain types of
problems where further information is available, it is possible to take the ideas from
AMG and use them within a geometric approach instead. This will eliminate the need
for a large setup cost whilst giving the robustness of an AMG code. Experiments have
been devoted to testing such ideas in several application fields (e.g. [90]), but to the
best of my knowledge not for problems posed on spherical polar grids that are of in-
terested for this thesis. Such problems will have degenerating coefficients towards the
poles, causing large anisotropies, and in Chapter 5 we will give a detailed account how

they can be treated effectively using the ideas from AMG.



Chapter 5

Non-Uniform Multigrid for
Spherical Polar Grids

In this chapter we introduce a novel conditional coarsening strategy within a geometric
multigrid method for elliptic problems in tensor product form, and apply it to problems
in spherical geometries that are of interest in numerical weather prediction. It is well
known that simple isotropic problems can be solved optimally using geometric multigrid
methods with full coarsening and point-wise smoothers, as described in Chapter 4 and
several books and articles, e.g. [20, 75]. We also showed in Chapter 4 that the optimal
convergence of this method can been proven both experimentally and theoretically (cf.
[44, 88]), and the theory extends to the V-cycle (see [16]), which is the method used
for all experiments in this thesis. This standard method, however, is not robust for
problems with anisotropy, such as the ones studied in this thesis, but there are well-
known remedies in certain situations. For example, if the anisotropy is grid—aligned,
then there are two standard ways of retaining optimality: (a) semi-coarsening and (b)
line or plane relaxation. For problems in spherical geometries, geometric multigrid
methods with line and plane smoothers, and “uniform” semi-coarsening, have already
been studied in [7], and theoretical results for line smoothers and semi-coarsening can
be found in [17, 58].

In this chapter, these existing methods are adapted to deal with the particular “in-
homogeneous” anisotropies arising from spherical polar grids, by using a “conditional”
semi-coarsening strategy. Conceptually, this is a simple idea which uses semi coarsen-
ing in the anisotropic regions near the poles and full coarsening in the isotropic regions
near the equator. We demonstrate numerically that this strategy gives rise to an op-
timal method for solving elliptic problems on the sphere. We have not yet succeeded

in fully proving this robustness, but we will also make some theoretical considerations

100
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that strongly support our numerical findings.

Theoretical results for planar polar coordinates can be found in [14], but only with
line smoothers and uniform semi-coarsening. The idea of conditional semi-coarsening
in the latitudinal direction proposed here has only been explored for edge and corner
singularities so far (cf. [40, 55, 90]) but not for spherical polar grids (even in two
dimensions). It is inspired by algebraic multigrid (AMG) ideas (see e.g. [20, 71]). AMG
methods are fully automatic and only based on algebraic information in the matrix A.
Coarse grid unknowns are chosen based on the relative size of the off-diagonal entries
in the matrix which in the application here will lead to very similar coarse grids to our
conditionally semi-coarsened grids. However, AMG methods are known to require a
large setup cost to design these coarse grids and the operator-dependent interpolation
and restriction operators, especially in three dimensions (3D). Our geometric method
on the other hand, requires almost no setup cost to obtain the same robustness, which
is why it is expected to comfortably outperform AMG methods in terms of CPU-time.

The chapter is organized as follows. We motivate the type of problems we wish
to study in Section 5.1. The two dimensional (2D) model problem in this section will
be solved on the unit square and will have particular anisotropies similar to those
arising from spherical polar grids. We use traditional multigrid methods to solve this
model problem, focusing particularly on the approach of line relaxation in one direction
together with semi coarsening in the other, a method whose convergence rate has
been proved analytically in [14]. In Section 5.2, we introduce the new approach of
conditional semi-coarsening with point relaxation on this model problem, which aims to
beat all the existing multigrid methods, including algebraic multigrid (AMG) methods,
by exploiting the structure of the anisotropies. We give a heuristic argument to justify
that this method performs optimally, and back this up with numerical results. The
model problem is extended to 3D in Section 5.3, where we discuss the techniques for
tackling additional anisotropies in the third dimension, and give some numerical results.
We then give theoretical results in Section 5.4. We begin by following the 2D tensor
product proof from [14] (see also [13, §2]) to show that a general 2D elliptic problem
with grid-aligned anisotropy can be solved optimally with the multigrid V-cycle using
line smoothers and semi coarsening. This theory will cover the 2D model problem from
Section 5.1. We then extend the theory to prove that general anisotropic 3D elliptic
problems, including the model problem from Section 5.3, can be solved optimally using
a line smoother and no coarsening in the third coordinate direction. Finally in Section
5.5, we apply the techniques developed in this chapter to 2D and 3D problems in
spherical polar coordinates which are of a particular interest to the Met Office, noting

that particular issues must be accounted for at the poles. Numerical results will be



CHAPTER 5. NON-UNIFORM MULTIGRID 102

given, and comparisons will be made with methods such as AMG and a particular
variant of the preconditioned generalized conjugate residual (GCR) Krylov subspace
method [34] used operationally at the Met Office.

5.1 Motivation by Studying Anisotropic Problems on the
Unit Square

Let us first consider two dimensions only, where problems with grid aligned anisotropy

can be written in the form

aq(z,y) 0 B
i v << 0 ws(z.y) )Vu) =g, (5.1.1)

with a1 = af(2)a?(y), as = al(x)a?(y) uniformly positive almost everywhere. The

simplest model problem with grid aligned anisotropy is a3 = § <« 1 constant and
ag = 1. For this model problem, it is shown theoretically in [70] that z-line relaxation
with full coarsening leads to an optimal multigrid convergence. In the more general case
of varying coeflicients a1, a, i.e. when the anisotropy is inhomogeneous, it seems that
it is necessary to combine line relaxation with semi-coarsening to still get an optimal
method at least theoretically (cf. [14]). The methods outlined in [14] appear to be most
popular for dealing with inhomogeneous grid aligned anisotropy despite the larger cost
of line relaxation (compared with point relaxation) resulting from solving tridiagonal
systems of equations at each relaxation sweep (cf. Chapter 4).

We use the following model problem in this section to analyze the effects of inho-

mogeneous grid-aligned anisotropy on the convergence of existing multigrid methods:

_Pu
0x2

0 0

By <sin2(wy)a—z> =g on Q=(0,1)x(g,1—¢), O0<ex1l (5.1.2)
subject to the Dirichlet boundary condition u = 0 on 9€). This is clearly of the type
(5.1.1), with aj(x,y) = 1 and as(z,y) = sin®(7y) and for € > 0 the coefficient is
uniformly positive. The finite volume discretisation of problem (5.1.2) on the unit

square yields a matrix with the following stencil at the interior nodes:

he 32
— 5= sin (ﬂyj+%)
_ -3 TR (5.1.3)

—Z—z Sin2(7ryj7%)

where subscript j denotes the mesh line in the y-direction. We observe from this stencil
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that the strength of the anisotropy varies only in the y-direction since sin?(my) is the
only variable in the stencil. We observe a strong anisotropy for y - ¢ and y - 1 — ¢
where sin?(7y) — 0. For e < 1 the singular behaviour of the differential operator close
to y = 0 and y = 1 becomes more pronounced, and the anisotropy becomes stronger.
We test the traditional and existing multigrid methods discussed in chapter 4 on this
model problem to determine which methods deal with inhomogeneous anisotropy most

effectively.

5.1.1 Standard Geometric Multigrid Approaches

Firstly, we test full coarsening in conjunction with point relaxation (FCPR), which is
expected to perform badly for solving (5.1.2) since we saw in Chapter 4 that it cannot
even deal with simpler anisotropies. Similarly, semi coarsening with point relaxation
(SCPR) is expected to be suboptimal for problems with inhomogeneous anisotropy.
Line relaxation, however, is known to be very effective for dealing with anisotropy as
long as the direction of the weak coupling does not change throughout the domain.
This is indeed the case for problem (5.1.2), so the performance of line relaxation with
full coarsening is (FCLR) likely to be optimal, though the cost of line relaxation is
significantly higher than point relaxation. Finally we test using line relaxation in
conjunction with semi coarsening (SCLR), a more robust method whose convergence
rate can be proved theoretically (cf. [14]).

For each of the methods FCPR, SCPR, FCLR and SCLR, the model problem (5.1.2)
is solved using the standard multigrid V-cycle as a stand alone solver. Note, however,
that it is also common to use multigrid as a preconditioner to a Krylov subspace
method, with one V-cycle as the preconditioner. Results using multigrid as a stand
alone solver or as a preconditioner typically give similar results. As in Chapter 4, we
denote the sequence of grids as Ty, £ = 1,..., F, where 71 and T are the coarsest and
finest grids respectively, and the operator on grid 7, as Ay. The main problem we are

solving is on the finest grid Tr, and we denote this as
AFuF =b E-

The matrices Ay are each computed by the finite volume discretisation of PDE (5.5.1)
on the sequence of grids. The interpolation operator, P, is a mapping from 7,_; to
T¢, and the restriction operator, Ry is a mapping from T, to 7,_1. We use linear

interpolation and full weighting restriction, which means the restriction matrix is the
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transpose of the interpolation matrix, i.e.
P,=RI, W=2,..,F

The ratio of the fine grid cells to the coarse grid cells is known as the coarsening factor
(cf. Remark 4.7.2). The coarsening factor varies depending on the coarsening method
used, but the higher the coarsening factor the fewer grid cells on the coarse grids and so
fewer computations are required on the coarse levels. We choose the right-hand-side,
br by choosing a random solution ur and pre-multiplying it by Ap. This ensures
that the exact solution is known which can be compared with the approximate solution
using multigrid, as well as ensuring that the right-hand-side is in the range of Ap (if Ap
is a singular matrix). The structure of the algorithm for the multigrid V-cycle method
is unchanged from algorithm 4.5 given in Chapter 4. Depending on the method used,
suitable changes will be made to the individual components of the algorithm, such as
the choice of smoother and coarsening strategy.

All tests in this section are carried out on a single 1.8GHz processor of a Dual
dual-core 64bit AMD Opteron 2210 (Cache size 1.0MB and 2GB memory) using the
Fortran95 compiler ifort. The initial guess for the iteration is taken to be zero, with a
relative residual reduction of tol = 1078 as the stopping criterion. The number of pre-
and post-smoothing steps will be set to 1 = 3 and vy = 2, but tests will also be carried
out for other values, especially for comparisons with the algebraic multigrid (AMG)
methods in later sections. On 7;, we use the conjugate gradient (CG) method [74]
to solve the coarse grid problem. Numerical experiments showed that the coarse grid
problem only needs to be solved to a residual tolerance of 0.1, and any greater accuracy
made no difference to the total number of V-cycle iterations required. Finally we set
e = 0 in (5.1.2). Note that this means we no longer have uniform ellipticity of the
operator as we allow y = 0,1, but this does not make a difference from an algorithmic
point of view since none of the degrees of freedom are located at these points.

The performance of each of these methods for solving (5.1.2) with ¢ = 0 is given
in Tables 5.1, 5.2 and 5.3. Table 5.1 measures the number of iterations, N;;s, of each
method with respect to problem size, and for an optimal method N will be robust
to problem size. Table 5.2 measures the total CPU time taken for each method. Note
that we normally give the total CPU time as a breakdown of the setup time and solve
time, which is is done particularly for results concerning AMG problems where the
setup time makes up a significant fraction of the total time. However, for the problems
discussed here, the setup time is small and typically less than 25% of the solve time, so
we do not give a breakdown of the total CPU time. For an optimal method, the CPU
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time will grow linearly with problem size. Finally, Table 5.3 measures the geometric
average of the V-cycle convergence factor, defined in [62], i.e.
Nits 1)\ I/ (Nies—1)
pag = (I8 /1511 .
Note that the first cycle is excluded, and this is a common indicator of the convergence

factor. If the number of iterations is robust with respect to problem size, then the same

will apply to favg.

Full Coarsening with Point Relaxation (FCPR)

FCPR performes optimally for isotropic problems on a regular grid, as described in
Chapter 4. It is a very fast method because the work done on the coarse grids is small
due to a high coarsening factor (cf. Remark 4.7.2), where the number of nodes on
the coarse grid is halved in both directions. FCPR is fast also because the cost of the
point smoother is small, being proportional to the number of unknowns (Note that
the cost of line relaxation is also proportional to the number of unknowns, but the
constant of proportionality is much higher). However, for problems even with a small
uniform anisotropy, FCPR will not perform optimally, and so the number of iterations
is expected to rise with respect to the problem size. Table 5.1 clearly confirms this, as
the number of iterations increases rapidly with problem size. Consequently the CPU
time also grows more than linearly with respect to problem size, and ji,yg is not robust
with respect to problem size, as shown in Tables 5.2 and 5.3. FCPR is therefore not

optimal.

Semi Coarsening with Point Relaxation (SCPR)

SCPR imposes coarsening only in the direction of the strong coupling, i.e. the z-
direction for problem (5.1.2), and as a result the coarsening factor is only 2 instead
of 4 as in the case of FCPR. As we saw in Chapter 4, semi coarsening will reduce
the strength of anisotropy and optimally solve grid aligned and uniformly anisotropic
problems. Conversely, semi coarsening will not be optimal if used on isotropic problems
because it will introduce anisotropy to the problem. Near the region at which y = 0.5,
problem (5.1.2) is almost isotropic, hence SCPR will not be an optimal method for this
problem. The growing number of iterations with respect to problem size in Table 5.1

confirms this.
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Full Coarsening with Line Relaxation (FCLR)

Here, a standard multigrid V-cycle with a linewise Gauss—Seidel smoother and full
coarsening is used. The linewise smoother will solve a tridiagonal system for each line
of constant y using the Thomas algorithm [50, Chapter 9]. The cost of the Thomas
algorithm is proportional to the number of unknowns, but with a larger constant than
the point smoother.

In Chapter 4, it was shown that FCPR will be optimal for solving anisotropic
problems provided that line relaxation was imposed in the direction of the strong
coupling, and if the direction of strong coupling doesn’t change at different points on
the domain. Tables 5.1 — 5.3 demonstrate that FCLR. indeed performs optimally, with
the number of iterations and average convergence factors unaffected by problem size,

and the CPU time increasing linearly with problem size.

Semi Coarsening with Line Relaxation (SCLR)

Finally, we test line relaxation with semi coarsening, where we coarsen only in one
direction and apply line relaxation in the other. Since line relaxation with full coars-
ening works very efficiently, line relaxation with semi coarsening is only likely to slow
down the method due extra work required on the coarse grids as a result of the smaller
coarsening factor. However, the advantage of this approach is that it makes no assump-
tions about the direction of the strong or weak coupling, and is optimal even when the
direction of the weak coupling switches in different regions of the domain. This is a
particularly important factor that needs to be taken into account for the 3D problems,
as we will see later in this chapter.

In addition, tests using this method were carried out in order to confirm the theory
from [14]. In that paper, a V-cycle convergence proof using line relaxation with semi
coarsening for a grid-aligned inhomogeneous anisotropic problem is given. We outline
their proof for model problem (5.1.2) in Section 5.4.1 and extend it to 3D in Section
5.4.2.

Problem size | No. of coarse grids || FCPR | SCPR | FCLR | SCLR
32x32 2 65 8 5 5
64x64 3 203 11 5 4

128x128 4 631 17 5 4
256x256 5 1828 50 5 4
512x512 6 5309 139 5 4

Table 5.1: Number of iterations, Ny, required to solve (5.1.2).
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Problem size | No. of coarse grids || FCPR | SCPR | FCLR | SCLR
32x32 2 3.04E-2 | 8.26E-3 | 6.57E-3 | 8.76E-3
64x64 3 3.40E-1 | 3.93E-2 | 2.56E-2 | 3.19E-2

128x128 4 4.94 2.41E-1 | 1.08E-1 | 1.40E-1
256x256 5 66.13 5.68 4.59E-1 | 5.94E-1
512x512 6 940.2 74.1 1.95 2.59

Table 5.2: Total CPU time taken (including setup time) to solve (5.1.2).

Problem size | No. of coarse grids || FCPR | SCPR | FCLR | SCLR
32x32 2 0.796 | 0.102 | 0.030 | 0.029
64x64 3 0.931 | 0.213 | 0.034 | 0.029

128x128 4 0.978 | 0.405 | 0.032 | 0.030
256x256 5 0.992 | 0.742 | 0.030 | 0.030
512x512 6 0.997 | 0.900 | 0.028 | 0.030

Table 5.3: Average convergence factor, jiq,g, when solving (5.1.2).

The theory in [14] suggests it may be necessary to combine semi-coarsening with line
relaxation to prove the uniform convergence of general elliptic problems of type (5.1.1).
The numerical experiments using this method on (5.1.2), given in Tables 5.1 — 5.3, have
shown that this method is indeed robust with respect to problem size, thus confirming
the theory. However, as we have already seen with FCLR, other more efficient variants
of multigrid exist. Thus it is not absolutely necessary (from an experimental point
of view) to combine line relaxation with semi coarsening for an optimal solver to grid
aligned anisotropic problems, and so we investigate a new multigrid strategy in Section
5.2.

5.1.2 Algebraic Multigrid (AMG) for Anisotropic Problems

Before we do this let us study another very popular multigrid approach which has been
experimentally proven in several articles (e.g. [20, 71, 63]) to be efficient in cases of
strong anisotropies (even extending to anisotropies that are not grid aligned), namely
AMG. As discussed in Section 4.7, AMG methods are highly successful as they can be
used in any complex geometric situations which are out of reach of geometric multigrid
methods. The versatility and robustness of AMG methods are a result of using matrix-
dependent prolongation operators, particularly for problems with large (non-smooth)
coefficient variation. AMG methods are normally robust with respect to problem size
and solve almost all elliptic problems nearly optimally.

There are several versions of AMG, and we test its performance on problem (5.1.2)

using the popular BoomerAMG implementation from the hypre library [46, 37]. We
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use the default settings for BoomerAMG, i.e. a symmetric-SOR smoother (with 1 pre-
and post-smoothing step), Falgout coarsening, classical Ruge-Stiiben interpolation and
Gaussian Elimination as the coarse grid solver. Some experiments with other settings
were also carried out, but did not lead to a significant improvement of the method.

Thus far in this chapter, we have only used multigrid as a stand alone iterative
solver. Thus we test the AMG method as a stand-alone solver for a direct comparison
with the geometric multigrid approaches from the previous section, but also as a pre-
conditioner to the conjugate gradient (CG) method with one V-cycle per iteration. In
Table 5.4, the notation CG + AMG means the CG algorithm is preconditioned with
one V-cycle of multigrid, with the number of CG iterations measured. The notation
V-cycle only means the multigrid V-cycle is used as a stand-alone solver, with the
number of V-cycle iterations measured.

We observe from Table 5.4 that CG + AMG is robust with respect to grid refine-
ment. However, the solve time of CG + AMG is nearly twice as large as FCLR. As
for the setup time, FCLR is approximately four times as fast as CG + AMG, and in
total FCLR is faster than CG + AMG by a factor of approximately 2. Note that when
FCLR is used as a preconditioner to CG (we call this CG + FCLR), then the results
are virtually the same as FCLR, hence CG 4+ FCLR also performes approximately 2
times faster than CG + AMG. When used as a stand-alone solver, AMG is not fully
robust. The number of iterations and the average convergence factor per iteration grow
slightly with the problem size, and the number of iterations required is always greater
than CG 4+ AMG. This clearly affects the CPU time and it is consequently slower than
CG + AMG.

BoomerAMG (V-cycle only) CG + AMG
Problem size | Setup time || Solve time | Ny | fave Solve time | Nis | [Have
32x32 5.54E-3 1.29E-2 8 0.091 1.12E-3 5 0.020
64x64 1.73E-2 4.70E-2 8 0.090 4.03E-2 6 0.030
128x128 7.47E-2 2.23E-1 10 | 0.151 1.71E-1 6 0.044
256x256 3.12E-1 1.07 11 | 0.172 8.29E-1 7 0.054
512x512 1.27 4.90 12 | 0.209 3.52 7 0.067

Table 5.4: The BoomerAMG method applied to model problem (5.1.2) as a stand alone
solver and a preconditioner for the CG method. CPU times in seconds.

Thus, although AMG can be used for many complex problems, the flexibility of
AMG comes at a price: its setup cost. The selection of coarse nodes, the construction
of interpolation operators and the construction of coarse level operators is slower for
AMG than for geometric methods (especially in 3D), since everything has to be deduced

algebraically from the system matrix A via graph theoretical techniques. Also, the
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coarse grid operators generally become very dense and expensive to apply. Therefore,
AMG is usually less efficient than geometric multigrid on problems for which geometric

multigrid can be suitably adapted.

5.2 New Approach — Conditional Semi-Coarsening

Model problem (5.1.2) is highly anisotropic with degenerate coefficients, but as dis-
cussed in Section 5.1 the anisotropy is grid aligned and it can be dealt with efficiently
and robustly using geometric approaches. Line relaxation with full coarsening clearly
performs very well, but can certain components of the multigrid method be combined
differently to yield an even more efficient method? In contrast to standard geometric
multigrid approaches, which adapt the smoother and keep the structure of the coarse
grid simple, AMG methods adapt the coarse grid so that the smoother is kept sim-
ple (ie. a point smoother). Such techniques used in AMG methods motivate the key
idea of this chapter — a “conditional semi-coarsening” strategy. We aim to show that
in practice line relaxation is not necessary for problems of type (5.1.2), provided an
alternative coarsening strategy is used to exploit the particular structure of the grid
anisotropy.
Recall the stencil (5.1.3) for problem (5.1.2):

he o102
. — = sin (wyﬂ_%) .
2 - R

—Z—z sin2(7ryj7%)

at an interior point {(i,j,k) : i =1,...,ny, j =1,...,ny, k = 1,...,n,} with suit-
able modifications at the boundary. n,, n, and n. denote the number of grid points
in the z-, y- and z-directions respectively. Since y € [e,1 — €], we observe a strong
anisotropy for y — ¢ and y — 1 — ¢ caused by the degeneracy of the coefficients
of the differential operator, where sin(wy) — 0. Thus the entries in the z-direction
are significantly larger than the entries in the y-direction at these regions, suggesting
that semi-coarsening would be effective. However, semi-coarsening is only effective for
strongly anisotropic problems, and will introduce anisotropy if the original problem is
isotropic. Near y = 0.5, the problem is close to isotropic (as sin(my) ~ 1), suggesting
that it would be better to use full coarsening there instead of semi-coarsening. This
motivates the key idea of conditional semi-coarsening, i.e. to perform full uniform coars-
ening near y = 0.5 and semi-coarsening (in z-direction only) near the y-boundaries.
More specifically, we compare the ratio of the x and y off-diagonal entries in stencil

(5.1.3) at each y-line. On line j, the = off-diagonal entries are —Z—i’ and the two y off-
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diagonal entries are —Z—j (sinQ(wyj_ 1 )) and —Z—j <sin2(7ryj 1 )), so we take the average
which is approximately —Z—j (sin2 (ﬂyj)). We fully coarsen that line only if the ratio is
sufficiently close to 1. We observe from (5.1.3) that on the fine grid with a uniform
mesh, ie. h, =~ hy, the ratio is approximately sinz(ﬂyj). In the actual computations,
since 0 < sin?(m¢;) < 1, we fully coarsen only if sin?(ry;) is greater than 1 which in
numerical experiments proved to be the optimal value. Note the anisotropy only varies
in the y-direction, ie. there is no value in the stencil that is a function of 4, so the grid
is always uniformly fully coarsened in the z-direction.

Now on subsequent coarse grids we no longer have a uniform mesh. Additionally
the mesh width and number of grid points must be distinguished on each grid level,
thus we introduce a small change in notation to account for this. The mesh width in
the y-direction varies as a function of j on the coarse grids, so we denote the mesh
width in the y-direction at the j-th mesh line on 7, by hﬁ Similarly, hg) denotes the
mesh width in the xz-direction on 7y, which is constant on each grid, and the stencil for

the finite volume discretisation of (5.1.2) on the coarse grids becomes

50

—@ Sin2(7ryj+%)
e o e
th) hg)
o
—@ Sln(ﬂ'yjié)

at a point {(i,j,k) : i = 1,...,ng), j = 1,...,n?(f), k= 1,...,ng)}, where n;(f),

n?(f) and an’ are the number of grid points in the x-, y- and z-directions respectively
on grid 7y. The ratio of the off-diagonal entries on line j is now compensated by a
factor (h;(f)/ hg;)2 which varies as a function of j. We call this strategy ‘conditional

semi-coarsening’ and it is summarized as follows:

On grid 7y:

z-direction — Double the mesh width ie. h;(f*l) = 2th)
y-direction — Scan through each y-line (i.e. from j=1to j=n
ratio = (h;(f)/hz(fg)z sin?(y;)

if ratio < 0.5 then

semi coarsening: i.e. no coarsening on that y-line

£
V)

else

full coarsening: i.e. coarsen on that y-line
end if

The two key factors that make this strategy so simple and feasible are:
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Figure 5-1: Conditional semi-coarsening on a 16 x 8 grid

form C:

Figure 5-2: Conditional semi-coarsening on a 400 x 200 grid (after four refinements)

e The anisotropy is grid-aligned and changes only as a function of y. Thus it is

sufficient to scan through the ratio of off diagonal entries at each y-line only.

e The direction of the strong coupling, i.e. the x-direction, doesn’t change through-
out the domain. If the y off diagonal entry was stronger at certain points in the
domain, then additional strategies will be required to fully take care of all the

anisotropies.

The result of this simple strategy is a non-uniform coarse grid, and Figure 5-1 shows
the non-uniform coarsening strategy applied to a 16 x 8 uniform grid where half the
region is fully coarsened and the other half semi coarsened. Repeating the coarsening
strategy successively yields a graded mesh with coarse square cells near the equator and
fine elongated cells near the poles, as shown in Figure 5-2 for a 400 x 200 uniform grid
coarsened four times using conditional semi-coarsening. The region of full coarsening
grows on successively coarser grids, which gives the coarse grids a graded appearance.
The coarsening factor from the finest grid to the first coarse grid is approximately 3.
The full algorithm for constructing the coarse grids using conditional semi-coarsening
is given in Algorithm 5.1. The inputs of the routine are the number of grid points
ng) and néé), the grid level ¢, the mesh width hgf) and the vector of mesh widths
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Algorithm 5.1 Conditional semi-coarsening for model problem (5.1.2):

Conditional(hg), hg),n:(f), n?(f)’g’ pUED Rl =, n?(ffl))

mer =1 (incrementing up the y-line)
- ()
for j =1, ny

ratio = (hg) / h) )2sin?(Tyiner)  (ratio of off-diag entries at line incr)

y,incr
if ratio > 0.5 then
hgj_l) = hgzncr + hz(fzncr 41 (mesh width doubled in y
incer = iner + 2 at line incr (i.e. full coarsening))
else
hg;l) = gzn or (mesh width unchanged in y
incr =iner + 1 at line incr (i.e. semi coarsening))
end if
if incr > n?(f) exit
end for
RYTD = 9p(h) (mesh width doubled in = on grid 7;_1)
ng_l) =j (no. of grid points in z- and y-
niY = n;(f)/Q direction on grid Ty_1)

{(h(g)»), i=1,... ,ng(f)}. The outputs of the routine are the number of grid points
n{Y and négil) on Ty_1 and the mesh widths hYY and {(hé{;l)), j=1,... ,nz(f*l)}.

This coarsening strategy has a significant effect on the transfer operators, where
linear interpolation and full weighting restriction are used. When imposing full coars-
ening on a uniform mesh, the fine node is a quarter of the way along the distance
between the coarse nodes (cf. Chapter 4.4.2 and Figure 5-3). However, when imposing
full coarsening on a non-uniform mesh, this is not necessarily the case. Adjacent cells
in the y-direction may not be the same size thanks to conditional semi-coarsening, so a
fine node will a fraction ¢ along the distance between two coarse nodes, where 0 < t < 1.
Let j be the mesh line of the coarse grid and k be the corresponding mesh line on the

fine grid, then ¢ is calculated at line k as follows:

This value will change at each y-line because of the variable cell sizes caused by condi-
tional semi-coarsening. However, in the z-direction, full coarsening is always imposed
so the fine node will always be a quarter of the way along the distance between the

coarse nodes. Note that ¢ = 1 when hg;~C = %h?(fj_l) V4, k, ie. for a uniform mesh.
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Figure 5-3: The weighting of values from adjacent nodes in (a) a uniform mesh, and
(b) a non-uniform mesh.

Figure 5-3 demonstrates the differences between a uniform and non-uniform mesh. For
a uniform mesh with full coarsening, recall from Section 4.4.2 the restriction matrix

(4.4.3) in stencil notation for the finite volume discretisation in 2D:

0.25 0.25
025 05 05 0.25
025 05 05 0.25

0.25 0.25

With conditional semi-coarsening, however, the stencil takes the following form:

tr tr
025 1—t, 1—1t, 025
025 1—t, 1—1t; 0.25
tr tr

where we denote t; as the ratio calculated on line k of the fine grid.

5.2.1 Heuristic Explanation of the Effectiveness

The motivation for using the non-uniform coarsening strategy is to make the problem
on the coarser grids more isotropic, which is the same heuristic as semi coarsening for
a problem which is uniformly anisotropic (cf. Section 4.5.1). The more isotropic the

problem is on each coarser grid, the more effective the smoother will be in smoothing
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the errors in all directions. Since we have already observed that the region of full
coarsening increases on coarser grids, the problem on the coarse grids clearly becomes
more isotropic. Looking at stencil (5.1.3), we observe that an isotropic problem is
obtained if

x0) 10 A0
_ﬁ ~ - sin?(ry;) < ﬁ ~ sin(my;) , (5.2.1)
z YsJ *

)
J
grids. Equality in (5.2.1) cannot be achieved on a uniform grid, thus we seek

where hg) is constant on each grid whilst h?(f varies as a function of j on the coarser

A0
Ll}] — sin(my;) (5.2.2)
h”

as the grid is coarsened. Near y = %, equality in (5.2.1) is achieved immediately since
h .

sin(my;) ~ 1 and the aspect ratio 72 ~ 1 because of full coarsening in this region.

ha

However, sin(ry;) — 0 as y — € or y — 1 — ¢, hence semi coarsening is required at
(@)

these regions on successive grids to ensure that the factor h% is halved in size until it

is of the same order of magnitude as sin(7y;).
()

Figure 5-4 monitors the aspect ratio # obtained by our algorithm on progressively
coarser grids, with 7z having a grid resolution of 400 x 200. The stars represent the
aspect ratio at each y-line, and it becomes clear that this ratio does indeed converge
to sin(my;) as the grid is coarsened. After seven refinements, the stars are all very
close to the curve of sin(my;) and this is still the case even when we zoom in to the
bottom right hand corner of the graph. Hence our new coarsening strategy yields an
isotropic problem on the coarser grids, which is a heuristic explanation of the optimal
convergence. We confirm this claim with numerical tests in the next section. Unfor-
tunately, we did not manage to turn these arguments into a rigorous proof yet but we
believe that this should be possible, perhaps using Fourier analysis as in Appendix A

but without uniform grids.

5.2.2 Numerical Experiments

The model problem (5.1.2) is solved with € = 0 as in Section 5.1 using the standard
multigrid V-cycle as a stand-alone solver with the pointwise Gauss—Seidel smoother
combined with the conditional semi-coarsening described above. The coarsening factor
from grid level to grid level is about 3. The sequence of matrices Ay, ¢ = 1,..., F,
corresponding to PDE (5.1.2) are all computed by finite volume discretisation on each

of the grids. We use linear interpolation and full weighting restriction to move between
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Figure 5-4: Aspect ratio 3% for (top left) zero, (top right) one, (bottom left) four

T

and (bottom right) seven refinements

grids. The right hand side is formed by multiplying Ar with a random chosen exact
solution. We use the same machine as in Section 5.1, ie. a single 1.8GHz processor of a
Dual dual-core 64bit AMD Opteron 2210 (Cache size 1.0MB and 2GB memory) and the
Fortran95 compiler ifort. The initial guess is zero, with a relative residual reduction
of tol = 107® as the stopping criterion. The number of pre- and post-smoothing steps
used is v1 = 3 and o = 2, but we also test other values. We give the CPU times, the
numbers of iterations, Ny, required for convergence, and the (geometric) average of
the V-cycle convergence factor (excluding the first cycle), ftayvg.

Table 5.5 shows the results for this method. The setup time and solve times increase
linearly with the problem size and the number of iterations and the average convergence
factor remain constant, indicating that the multigrid method is robust with respect to
problem size, and performs optimally. It also outperformes line relaxation with full
coarsening (FCLR) as we can see from Table 5.2. We therefore treat this as the optimal
method to solve (5.1.2), and we call this method ‘non-uniform multigrid’ (NUMG).

We conclude this section with the same tests as above, but using multigrid as a
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Problem size | # Coarse grids | Setup time (s) | Solve time (s) | Nus | fave
32x32 2 2.38E-3 3.67E-3 7 0.075
64x64 3 8.49E-3 1.35E-2 7 0.070

128x128 4 3.16E-2 6.17E-2 7 0.066
256x256 5 1.22E-1 2.44E-1 6 0.057
512x512 6 4.87E-1 1.10 6 0.057

Table 5.5: Model problem (5.1.2) solved using NUMG as a stand alone solver. CPU
time in seconds.

preconditioner to the CG method (with one V-cycle per iteration) for a direct com-
parison. The setup times are identical for the two methods, so only the solve times
are given, together with the number of iterations and the average convergence factor.
The results, shown in Table 5.6, indicate that the number of iterations, the average
convergence factor and the number of iterations are all near identical to using multigrid

as a stand alone solver.

Problem size | # Coarse grids | Solve time (s) | Nits | Have
32x32 2 3.66E-3 7 0.074
64x64 3 1.42E-2 7 0.075

128x128 4 6.30E-2 7 0.076
256x256 5 2.66E-1 7 0.078
512x512 6 1.290 7 0.078

Table 5.6: Model problem (5.1.2) solved using NUMG as a preconditioner to the CG
method. CPU time in seconds.

5.3 Extensions to Three Dimensions

Let us now consider how the non-uniform multigrid method can be extended to opti-
mally solve 3D elliptic problems. We start again by studying a suitable model problem
on a cube:

Pu 0 [, ou . 9 0%u
“9Z " 3y <5m (Wy)a—y> — L, sin (ﬂ'y)@ =g on , (5.3.1)

where = (0,1) x (¢,1 —¢) x (0,1). A finite volume discretisation of (5.3.1), described

in detail in Section 3.2.1, gives the stencil

— gin? (7Tyj+%) hﬁgz

hahy | pyh. _y  hyhs
z

hahy
h.

—L, sin?(my;) — L, sin®(my;)

— SiDQ(Wyj,%) hzsz
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In section 5.3.1 we will solve (5.3.1) with L, = 10%, using a z-line smoother and uniform
full coarsening in the z-direction, with the conditional semi-coarsening strategy on the
x —y plane as before. We observe optimal convergence results using this approach, but
not so when L, is decreased to, say L, = 1, as we see in Section 5.3.2. In Section 5.3.3
we find that by not coarsening in the z-direction we retain optimal convergence even
for small L,. This subsection is concluded in Section 5.3.4 which investigates whether
conditional semi-coarsening is really necessary on the x — y plane by comparing it with

full and semi-coarsening.

5.3.1 Dealing with the Additional Anisotropy in the z-Direction

Let us assume first that L, = 10, which is a typical situation in meteorology, i.e. in a
very shallow 3D region, and is of a similar type to the Helmholtz equation from Section
2.1. In this case, in addition to the anisotropy on the z — y plane (which is exactly
the same as that of the 2D model problem (5.1.2)), a second source of anisotropy is
introduced in the z-direction. This is created by the large coefficient, L., and near
the region y = 0.5 in particular, where sin(ny) ~ 1, this term is the main source of
anisotropy, i.e:

O(h)

O(L;h) | Oh) =5 O(h) | O(L:h).
O(h)

where we have used a generic mesh width h because h, ~ hy ~ h,. Since L, > 1, the
off diagonal entries in the z-direction are very large in comparison to those in the - and
y-directions, thus causing the large anisotropy. We deal with this by simply introducing
z-line relaxation, namely z-line Gauss—Seidel, and combine this with full-coarsening
in the z-direction. However, the further away from y = 0.5, the more prominent the

anisotropy on the z — y plane is, i.e.

(’)(sin2(7ryj+%)h)
O (L. sin®(xy;)h) | O(h) = O(h) | O (L. sin®(my;)h),
O(sinQ(ﬂ'ijr% )h)

and we tackle this anisotropy with conditional semi-coarsening on the x —y plane. The
coarsening factor using this strategy is approximately 6. For numerical experiments,
we use the same settings as in the experiments in Sections 5.1 and 5.2, in particular
vy = 3 and o = 2, but with a z-line Gauss—Seidel method as the coarse grid solver.
We also set € = 0 as before. However, we can also use the CG method as we did in
Sections 5.1 and 5.2 for similar results. We see in Table 5.7 that this method leads
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to an extremely efficient method with a V-cycle convergence factor of between 10~7
and 10~® in the first iteration. Hence convergence to the required tolerance of 1078
can occur in one iteration, which is the case for the smaller problem sizes. Even for
the larger problem sizes, two iterations are sufficient, though the convergence factor

reduces to about 1072 after the first iteration.

Problem size | # Coarse grids | Setup time (s) | Solve time (s) | Nis | fave
32x32x32 2 6.30E-2 4.34E-2 1 —
64x64x64 3 4.69E-1 4.63E-1 1 -

128x128x128 4 4.53 8.64 2 0.007

256x256x256 5 35.4 70.32 2 0.010

Table 5.7: Three dimensional model problem (5.3.1) with L, = 10 solved using NUMG.
CPU time in seconds.

Note that, as discussed in Chapter 4, z-line relaxation on its own will be also very
effective as a solver if the direction of the strongest coupling does not change throughout

the domain. As y — ¢ and y — 1 — ¢, the off-diagonal entry in the y-direction,

i.e. —sin? (Wyji;)hflf;z, will decrease but the off-diagonal entry in the z-direction, i.e.
2 z
—hzfz, will be unchanged. The size of the off-diagonal entry in the z-direction, i.e.

. hyh . . . .
— L, sin(my;) =%, will also decrease near the y-boundaries. However, it must remain
z

larger than the coupling in the z-direction for z-line relaxation to be effective, and as
long as
L,sin’(ry;) > 1 (5.3.2)

holds at each node in the domain, the coupling in the z-direction will remain largest.
With L, = 10%, (5.3.2) will hold even at nodes closest to the y boundaries unless there
are over 150 grid points in the y-direction. Hence line relaxation as a stand alone solver
can also be expected to perform well for this problem for moderate problem sizes, and
the results given in Table 5.8 confirm that this is the case. For larger problem sizes,
however, it is clear that the performance of line relaxation deteriorates and NUMG
becomes far superior.

Recall though, that 1 = 3 and vo = 2 and so one multigrid V-cycle uses five sweeps
of line relaxation. Comparing the times for problem size 64 x 64 x 64 in Tables 5.7
and 5.8, we see that the extra work on the coarse grids is insignificant and essentially
comes for free, and it is only the additional setup cost we have to take into account.

Therefore, we believe that it is always worth using multigrid.
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Problem size | Total time (s) | Nis
32x32x32 3.85E-2 4
64x64x64 8.63E-1 10

128x128x128 42.84 70

256x256x256 > 1000 621

Table 5.8: Three dimensional model problem (5.3.1) with L, = 10* solved using z-line
relaxation. CPU time in seconds.

5.3.2 Reducing the Anisotropy in the z-Direction

Now consider (5.3.1) with 0 < L, < 10*. This is effectively reducing the strong
coupling in the z-direction, which results in anisotropies that are similar to those in
the Quasi-Geostrophic Omega equation from Section 2.2. We investigate the effect of
this reduced anisotropy on the efficiency of NUMG, and these tests are of importance
because it is necessary for the method to be robust VL, € (0,10*]. We have seen in
Chapter 2 that problems of these types are of great importance at the Met Office.
Table 5.9 shows that the method becomes less robust to problem size the smaller
the value of L,. As L, is decreased, the number of iterations rises with respect to
problem size, and for L, = 1, more than 300 iterations are required. Hence NUMG is

not fully robust in this form and we need to further adapt it.

L,=10% L, =102 L,=1
Problem size || Njs | Total time || Ny | Total time || Ny | Total time
32x32x32 1 8.64E-2 2 1.64E-1 11 5.45E-1
64x64x64 1 9.32E-1 3 1.91 32 12.1
128x128x128 2 13.2 5 23.7 97 386
256x256x256 2 106 7 227 302 > 1000

Table 5.9: NUMG used to solve (5.3.1) for varying strengths of the vertical anisotropy.
CPU time in seconds.

The reason why the performance degrades for smaller values of L, is because as
we decrease L, the off-diagonal entries in the z-direction also decrease, so they are no

longer dominated by L. but by sin(7my):

O(sinz(ﬂ'ijr%)h)
-2
(’)(sinQ(wyﬂ_%)h)

O (sin?(my;)h) | O(h)

As L, — 1, (5.3.2) will hold at fewer and fewer grid points, particularly near the y

boundaries, and so at these points the z off-diagonal entry will be smaller than the x
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off-diagonal entry, making z-line relaxation alone unable to cope with the anisotropy.
By reducing L, we are effectively creating a problem where the direction of anisotropy
changes as one moves along the y-axis. When L, = 1, (5.3.2) doesn’t hold anywhere
in the domain, causing line relaxation to be ineffective. Therefore, NUMG needs to be
suitably adapted to be able to deal with any uncertainties in the direction of the strong

coupling caused by the size of L,.

5.3.3 Line Relaxation and No Coarsening in z

We established in Section 5.1.1 for the 2D model problem (5.1.2) that line relaxation
with full coarsening was very efficient provided that the direction of strong coupling
didn’t change. However, if the direction of strong anisotropy was unknown, then it
was necessary to combine line relaxation in one direction with semi coarsening in the
other. This is exactly the situation we find ourselves in for problem (5.3.1), where the
direction of the strong coupling switches between x and z. Hence the best remedy to
improve the performance of NUMG for this problem is to construct the coarse grids
without coarsening in the z-direction, ie. we impose line relaxation with no coarsening
in the z-direction. In the x — y plane we use again conditional semi-coarsening to deal
with the additional anisotropy caused by the coefficient variation, i.e. by sin®(my).
This would then be expected to deal with the anisotropy that switches between the x-
and z-directions to produce an optimal solver. In fact the theory in Section 5.4.2 shows
that this is indeed the case.

Intuitively this strategy makes sense, because by not coarsening in z, the z off-
diagonal entries on the coarse grids will become relatively larger than the z and y off
diagonal entries. Hence (5.3.2) will hold at a larger percentage of grid points on each
successively coarser grid which will make z-line relaxation more effective.

The obvious drawback to this method is that the coarsening factor will be reduced
to approximately 3, so more work is required on the coarse grids. However, this is
hardly a compromise if robustness with respect to problem size is achieved for each of
the values of L, and thus the number of iterations is largely reduced. The results from
Table 5.10 — the key results from this section — confirm that the method is robust with
respect to problem size for each of the tested values of L,, unlike the method tested in
Table 5.9. Thus by not coarsening in the z-direction, the NUMG method with z-line
relaxation and conditional semi-coarsening on the x — y plane optimally solves (5.3.1)

for any value of L, > 0.
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L, =10* L, =107 L.,=1
Problem size || Ny | Total time || Ny | Total time || Ny | Total time
32x32x32 1 1.13E-1 3 0.26 8 4.23E-1
64x64x64 2 1.41 4 2.89 9 4.37
128x128x128 3 15.19 5 23.6 10 39.9
256x256x256 3 126 5 189 10 326

Table 5.10: NUMG with conditional semi-coarsening on the x — y plane, z-line relax-
ation and no vertical coarsening applied to (5.3.1). CPU time in seconds. The method
is optimal for all values of L, > 0.

5.3.4 Comparison with Full Coarsening and Semi Coarsening

To confirm the importance of conditional semi-coarsening in the x — y plane, we con-
clude this section with tests for solving (5.3.1) using multigrid with line relaxation and
no coarsening in the z-direction in conjunction with full or semi coarsening on the z—y
plane. We use all the same settings as for the tests in Section 5.3.3 but without using
conditional semi-coarsening. The purpose of this test is to determine whether condi-
tional semi-coarsening is really necessary for optimally solving (5.3.1) for all L, > 0.
The results, when using full coarsening, are given in Table 5.11 for the same values of L,
as before, so that the performance of the method is measured for different anisotropies.

We compare the results with those in Table 5.10.

L, =10% L. =102 L.=1
Problem size || N;:s | Total time || N;s | Total time || N;s | Total time
32x32x32 1 9.88E-2 8 4.90E-1 27 1.25
64x64x64 2 1.23 30 15.18 80 36.4
128x128x128 11 48.81 92 376 - -
256x256x256 48 > 1000 - - - -

Table 5.11: Solving (5.3.1) using NUMG with z-line relaxation, no vertical coarsening
and full coarsening on the x—y plane. CPU time in seconds.

The results can be interpreted as follows. When L, = 10*, we have seen in Section
5.3.1 that z-line relaxation is effective even as a stand alone solver. When combined with
full coarsening the results are improved further, but the method is clearly not optimal
since the number of iterations grows with problem size. Therefore it is clear that the
additional anisotropy on the z-y plane is not handled effectively by full coarsening,
which we have already demonstrated when using FCPR to solve (5.1.2) in Section 5.1.

For smaller values of L,, the method becomes less optimal, and a large number of

iterations are required to solve even the smaller problem sizes. This is because z-line
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relaxation is less effective as a result of the direction of the strongest coupling changing
as one moves up the y-axis, confirming the need for semi-coarsening.

However, when using semi-coarsening everywhere on the z—y plane (i.e. coarsening
only in the z-direction) similar results are produced, see Table 5.12. Compared with
Table 5.11, the performances are not quite as poor, because SCPR is more efficient
than FCPR when solving (5.1.2) on the z-y plane, as demonstrated in Section 5.1.
However, the method is nevertheless suboptimal for L, < 10%, and is clearly inferior
to the conditional semi-coarsening method from Section 5.3.3. Hence it is evident from
the results in this section that z-line relaxation must be combined with conditional

semi-coarsening on the x—y plane in order to optimally solve (5.3.1) for all L, > 0.

L,=10% L, =102 L,=1
Problem size || Njs | Total time || Ny | Total time || Ny | Total time
32x32x32 1 1.15E-1 3 3.11E-1 13 6.55E-1
64x64x64 2 1.51 5 3.40 33 17.88
128x128x128 3 15.40 8 38.92 101 416
256x256x256 3 135 11 381 - —

Table 5.12: Solving (5.3.1) using NUMG with z-line relaxation, no vertical coarsening
and coarsening only in the z-direction. CPU time in seconds.

5.4 Convergence Theory Using a Tensor Product Approach

Let us start again by looking at a general 2D problem. In this section we prove that,
when combining line relaxation in one direction with semi coarsening in the other (i.e.
SCLR), the convergence rates of the multigrid V-cycle applied to 2D elliptic problems
on tensor product grids are bounded independently of the problem size and any existing
grid-aligned anisotropies in the coefficients. This includes the degenerate cases where
the operator features a singular perturbation in one coordinate direction. Given the
convenient feature of the anisotropy being aligned with the coordinate directions, the
construction of a robust multigrid method is greatly facilitated. Such a multigrid
method that relies on the grid alignment of the anisotropy will be referred to in this
section as tensor product multigrid. The analysis in this section follows the work of
Bérm and Hiptmair [14] (see also [13, §2]). We extend their theory to prove robustness
of the method also in 3D when combining z-line relaxation with no coarsening in the
z-direction.

Problems (5.1.2) and (5.3.1) are exactly the type of problems amenable to tensor
product multigrid analysis. For theoretical purposes they will be discretised here using

bilinear and trilinear finite elements, respectively (cf. Section 3.3.1). As we have seen
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in Section 3.3.2, these are directly linked also to the finite volume scheme by using
particular quadrature formulas. Hence the convergence theory covered in this section
will also be applicable to a finite volume discretisation of (5.1.2) and (5.3.1).

Taking the idea from classical Fourier analysis [44] of multigrid, eigenspace tech-
niques are employed to separate the coordinate directions, such that the 2D problem is
reduced to a family of problems in subspaces involving only one coordinate direction.
Thus, when employing line relaxation in one coordinate direction with semi coarsen-
ing in the other, the comparatively simple one-dimensional (1D) multigrid analysis of
Braess and Hackbusch [16] translates directly into results for the 2D problem. In our
extension of the theory to 3D, we use similar techniques to reduce the 3D problem to
a family of problems in subspaces involving two coordinate directions only.

In Section 5.4.1 we recall the theory from [14] to prove the robustness of the multi-
grid method using SCLR applied to the 2D problem (5.1.2). Then in Section 5.4.2,
we extend the theory to 3D and prove that the multigrid V-cycle is robust for solv-
ing (5.3.1) when combining z-line relaxation with no coarsening in the z-direction and

conditional semi-coarsening on the x — y plane.

5.4.1 Convergence Theory for NUMG in Two Dimensions

Recall problem (5.1.1) which is
—V - (K(z,y)Vu) =g on Q=Q,; xQ,, (5.4.1)

with

o 041('7;7y) 0
K(xay)_[ 0 aﬂx,y)]’

for separable functions a; and ay and where Q, = (¢*,d*) and Q, = (¢¥,d¥) for some
constants ¢*, d*, ¢¥,d¥ € R. Asin Section 3.3.1, we write (5.4.1) in weak form as follows:
Find u € H(Q) such that

a(u,v) = (9,v) L, Vv € HY(), (5.4.2)

where

a(u,v):/Vv-(KVu) dzdy and (g,v)r,(Q) :/gv dxdy .
Q Q

Thanks to the grid aligned anisotropy we have K19 = K91 = 0, and so a(-,-) can be

decomposed into two bilinear forms a;(+,) and as(,-) as follows

a(u,v) = a1 (u,v) + as(u,v),
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where a;(+,-) and ay(-,-) are given by

0 0
() = [ sl grute, ) goo(e) dody,
as(u,v) = / ag(x )gu(az )gv(:c ) dzd
2\, 0 2\, Y ay 'Y ay Y Y.

Now we formulate an approximate weak form by firstly decomposing 2 into a mesh of
rectangular elements, and then choosing a finite dimensional space V}, C H&(Q) on this
mesh. Noting that the bilinear forms a4 (-,-) and ay(,-) correspond to the derivatives
in the z- and y-directions respectively, we introduce continuous, piecewise linear finite
element spaces V* C H(Q,) and V¥ C H(Q,), and suitable nodal basis functions for

each finite element space. Then the finite element space V}, is defined as
V=V VY,

where V? @ VY = span{u(z)v(y) : uw € V?® v € V¥}. The basis of V), will be the set
of products of any two basis functions of V* and VY.
Recalling that ai(z,y) = al(x)a?(y) and as(z,y) = al(z)a3(y), for functions

up =u* @uY € Vj, and v, = v* Q v¥ € Vj, with u®,v* € V¥ and u¥,v¥Y € V¥, we have

a(u® @ u’,v" @ 1Y) = a1 (u” @ uY, 0" ®vY) + ag(u” @ uY,v" @ vY)

= ag(u”,v") by(u’,v¥) + by (u”,v") ay(u’,v"), (5.4.3)
where
0 0
_ 1 oz Yz
Ay (Ug,vy) = /Qx 041(95)891c (ac)axv (x) dz,
ligy) = [ @3)5ou ()2 ) dy
T g, oy y ’

Using the definition of the Kronecker product, ®, given in (3.3.22), and the bases for

V® and V¥, the bilinear form (5.4.3) can be written in matrix notation as
A, =A"®@BY+ B*® AY, (5.4.4)

where Aj, € R™™" is the symmetric positive definite (SPD) stiffness matrix correspond-
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ing to a(-, -) with respect to V},, with n, = dim V*, n, = dim V¥ and n = nz xn, = dim
Vi Similarly, A® € R™ > and AY € R™*™ are the stiffness matrices corresponding
to a, and ay, respectively, and B* € R"**™ and BY € R™*™ are the mass matrices
corresponding to b, and by, respectively. These are also SPD matrices. Finally by, € R"
is the load vector of the right-hand-side of (5.4.2) and the resulting system of linear
equations is written as

Ahuh = bh s (5.4.5)

which corresponds to the Galerkin discretisation of (5.1.2) by means of bilinear finite

elements.

Tensor Product Multigrid

The key idea of tensor product multigrid is to split V}, into a number of AY-orthogonal
subspaces on which it is possible to reduce the two-dimensional problem to problems
involving only the bilinear forms a, and b,. The AY-orthogonality of the subspaces

relies on two basic properties:

Semi coarsening: We only coarsen in the z-direction, thus picking a nested sequence

of finite element spaces
VitcVvs c---CcVgp=V"

and the space V; := V¥ ® V¥ is used to discretise problem (5.1.2) on level ¢,

¢=1,...,F, where V¥ does not change from level to level.

Line relaxation: All the degrees of freedom located at grid points with the same
xz-coordinate are relaxed together, i.e. y-line relaxation is used. The relaxation

4
occurs in the subspaces span{¢f @ u¥ : u¥ € V¥}, i = 1,...,n’ where {gbf}?:”‘l is

the set of nodal basis functions of V;*, £ =1,..., F and nt = dim V§E.

The complete proof of the convergence rate of the multigrid method using line re-
laxation in one direction and semi coarsening in the other will be given later in this
section.

Let us first define the operators required for multigrid methods in a tensor product
setting. It is known that the vector space R™ and the finite element space V}, are
isomorphic. Thus, as in the proof of the approximation property (given in Appendix

l l

C), we define a bijective mapping from a vector u, € R™* (where n® = nj, xn, = dim V)

to a function uy € V; via the operator py : R — Vp such that

Ug = peUy,
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with the adjoint mapping from wuy to uy as rp = pg such that

< Teug, g >= (Ug, PrUg) 1y(0) 5

where < -,- > is the scalar product of vectors, i.e.

nt

<a,b>=> a(i)b(i).

i=1

Using py, we define the canonical interpolation operator Py : R R"l, by

Pr=p; 'pes

for £ = 2,...,F. The canonical restriction operator, Ry : R — R"kl, is defined as
the adjoint of Py, i.e. Ry = PgT such that

< Puy_1,wy >=<uy_1,Rywy > .

Now, thanks to semi-coarsening, the global transfer matrices Ry and P, between R

£—1 .
and R™ ~ can be written as

)

P=Pf@PY=Prel €RMwxn: ny

14

Ri=RE@RY=RE®I €R" myxminy

-1
where the matrices P/ and Ry are transfer operators between R" and R" , and we
have PY = RY = I, thanks to not coarsening in the y-direction.
In addition to semi-coarsening, we use y-line relaxation, where we recall from Sec-

tion 4.2 that relaxation methods are written as iterations of the following general form
uénew) = ugOld) — W[l <Agug0ld) - bg) s (5.4.6)

where W, € R xn approximates Ay. For a block-Jacobi smoother, damped by # € RT,
it is shown in [14] that
W, =W oBY + WP o AY, (5.4.7)

where Wng and WgAx are the diagonals of Bj and Aj, multiplied by 0, respectively.

Similarly, a block Gauss—Seidel smoother can be cast in the form (5.4.7).
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Using the following tensor product rules

(C®D)(x®y)=(Cx)® (Dy) for matrices C, D and vectors x, y, (5.4.8)
<a®pB,yYy®0 >=<a,y>< (3,6 > for vectors o, B, v and 9, (5.4.9)

it can easily be seen, e.g. in [14], that for any uj,vj € R" and u?, v¥ € R™ we have

< We(uy @ u?),vi @ v¥ >

=< WA, vi >< B¥uY,v¥ > + < WP ud, v >< AVu?,v¥ >,

which shows (5.4.7), as required. Note that, for a block-Jacobi smoother, W, corre-
sponds to the diagonal blocks of A, multiplied by 6.

Now we aim to use a block-diagonalisation procedure to accomplish a separation of
coordinate directions, which will reduce the 2D problem into a problem involving only
the matrices A7, WéBx and WZAx. This is done by considering AY-orthogonal subspaces

induced by tensor products of
o cigenvectors {e}7*, of AY, and
e arbitrary x-components.

Let the vectors {e? ?il be a basis of R™ which form a BY-orthonormal generalized

eigenbasis of (AY, BY), i.e.

AveY = w;BYeY

oy : (5.4.10)
< BYej, e, >=dji

Such a basis exists since AY and BY are both SPD. Here, {Wj}?L are the strictly

positive eigenvalues for the pair (AY, BY), a consequence of AY and BY being positive

definite. If (5.4.10) holds, then we also have

< Aye?, e% >= Wj6jk . (5.4.11)

ny

so the vectors {e? 7=y are also AY-orthogonal. Using this AY-orthogonality of the

eigenvectors, and the two tensor product rules (5.4.8) and (5.4.9), we deduce that for

all j,k=1,...,n, and for all uy,vy € R"%,

<uy ®@el, Ay(vi ®ef) >

=< u; ®ey, (A7 ® BY)(v' @ ef) + (B; ® AY)(vi @ e]) > (by definition of A)
=<uy, Ajvy ><ej, B} > + <uj,Bjvi ><ej, A% > (by (5.4.8), (5.4.9))
= 6 <l (AT + w;BEVE > (by (5.4.10), (5.4.11)), (5.4.12)
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for uy, vj € R”i, and similarly
<uy ®@el,Wi(vi ® ef) >=d;;, < uf, (WA +w, WP HvE > .
Now we define

tw=wBi + A,
Wi, =wWf + Wi

and for j =1,...,n,, we define matrices Qéj) € R(nany)xng by

Q' =i @el.

for all uy € R". Then the matrix Qe =( gj))?il € R(”iny)x("gny), ie.

Q= Qél) Qf) Qény) ,

is an orthogonal matrix and the following is a similarity transformation that transforms

Ay into a blockdiagonal matrix Ay, ie.

Ny Ny

A= QI A=) Q" AQ) .

j=1k=1

This block diagonalisation procedure is the key step in the analysis, explained as follows:
Let uj and uY be random vectors in R and R™ respectively. Then because

n . . . .
{eg j—1 is an eigenbasis of R™ we can write

Ny Ny
uj ®u? = Zajuf ®el = Z ang])uf ,
j=1 j=1
for some a; € R, j =1,...,ny. Now, for all j,k=1,...,n, we have

k)T j
ajr < uf, QP AQP g > = ajar < uf @ e, Ay(uf @ &) >

x x xr
= OéjC!k(Sj7k < UZ,A&“}J_UZ >
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by the calculations in (5.4.12). Hence ng)TAgng) = j7k;A§,(Uj and so Ay is defined by
Ay = QT 4,Q, = blockdiag {A;{wj =1, ,ny} .

Similarly @, transforms Wy into a blockdiagonal matrix Wy
W = QTW,Q, = blockdiag {W;jwj =1, ,ny} .

For the transfer operator Py, we deduce that:

<uy ®ey, P(vi_ ®ef) >
=<uj®el, (P I)(vi_| ® eg) > (by definition of FP)
=<u; ®ef,Pvi_ ®Ie] > (by (5.4.8))
=<uy, Pjvi_; > <e],ef> (by (5.4.9))
N

bj.k
YA -1
for uj € R" and vj_; € R" . Thus

T
<y, QupPiQe-1;vi_1 > =< uj @ e}, Py(vi_; ®e}) >

=0k <ug, PPvig >,
and we obtain the following block-diagonalisation using the matrix Q:
B = QT PiQy_1 = blockdiag {PF :j=1,... Myt s

Note that without semi-coarsening, it would not have been possible to transform Py
into a blockdiagonal matrix.
Similarly,
Ry = Q1 RyQq = blockdiag {Rf : j =1,...,n,}.

Thus we observe that the similarity transformations using ), have reduced the oper-
ators in the 2D problem to a family of operators for a simpler 1D problem on each of

the ay (-, -)-orthogonal subspaces.

Convergence Theory

Thanks to the Galerkin discretisation we have used, problem (5.4.5) is sparse and
symmetric positive definite (SPD). For such problems it is possible to resort to the

classical multigrid convergence theory of Hackbusch [44, Chapter 7]. We recall Theorem
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4.6.10, the convergence of the multigrid V-cycle (c.f. [44, Theorem 7.2.5]):
Theorem 5.4.1. Let Ap be SPD and assume that
1. W, = WZT >0 foralll=1,...,F . (ie. the smoother is symmetric)
2. Ay <W, forallt=1,...,F . (ie. the smoothing property holds)

3. There exists a constant C'4 > 0 independent of £ € {2,...,F} such that
0< A" —PA Ry < CaW, !

(ie. the approzimation property holds)

Then the iteration matriz of the multigrid V-cycle, M}U/ (see Lemma 4.6.9), satisfies

Ca

MY <
Mg |lap < Cito’

where v is the total number of smoothing steps.

Assumption 1 is automatically satisfied for both the line Jacobi and symmetric line
Gauss—Seidel smoothers. Now in order to prove the smoothing property (SP) and the
approximation property (AP), we use the block-diagonalisation procedure described
above to reduce the analysis of the 2D problem to the analysis of simpler 1D problems.

We do this by applying the matrices @y from the right and Qg from the left to the
inequalities in the SP and AP. This similarity transformation using ), yields equiva-
lent inequalities since @)y is orthogonal and therefore non-singular. The transformed
inequalities feature block-diagonal matrices, and so the SP and AP from Theorem 5.4.1
can be investigated for each diagonal block separately.

In detail, for the SP, applying the similarity transformation gives

A< W, & QzAgQg < QgWgQg (since Qg is non-singular)
s A <W,

& Ap; Wiy Vi=1-ny, (5.4.13)

and for the AP, we have

0< A = PA N Ry < CaW, !
& Q1 AQT = QT PQe1Q, L A Q1 QL RiQu < CaQf W, QT
s AN - PAN Ry < OaW!
& A = Pro A Rew, SCaWi Vi=1-my,. (5.4.14)
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Thus, thanks to the block-diagonalisation procedure accomplished by y-line relaxation,
coarsening only in the z-direction and the use of invariant subspaces induced by a
tensor product of the eigenvectors of AY and arbitrary z-components, the SP and AP
need only be investigated for diagonal blocks corresponding to each of the subspaces.
Using these diagonal blocks, the main theorem for the convergence of the multigrid

V-cycle using tensor product multigrid is given as follows:

Theorem 5.4.2. For all j = 1,...,n,, suppose that there exists a constant C'y > 0
such that

A, <WE, (=1, F (5.4.15)
0< (Afy,) " = PE(AT10,) ' RE < Ca(Wiy,) ™ £=2,..F (5.4.16)

Z,Wj

hold. Then the iteration matrix of the multigrid V-cycle, based on a y-line smoother

and coarsening in only the x-direction satisfies

Ca

MY <
Mg |lap < Citv’

where v is the total number of smoothing steps.

The proof of this theorem relies on the fact that (5.4.15) and (5.4.16) are equivalent
to the inequalities of the SP and AP from Theorem 5.4.1, when using y-line relaxation
and coarsening in x only. Therefore, showing that (5.4.15) and (5.4.16) are satisfied
means the SP and AP from Theorem 5.4.1 are also satisfied, and since Ap is SPD we
can deduce from Theorem 5.4.1 that the 2D V-cycle will converge independently of
problem size.

We can prove the assumptions (5.4.15) and (5.4.16) of Theorem 5.4.2 by resorting
to the theory given in Section 4.6. Recall that w; > 0, which implies Af’wj and Wlf’fwj are
SPD matrices. Therefore Lemmas 4.6.4 and 4.6.6 show that (5.4.15) and (5.4.16) hold
because (4.6.13) is satisfied for any symmetric smoothing iteration and the regularity
assumption is satisfied for the family of 1D problems used in Theorem 5.4.2.

Finally we can apply Theorem 5.4.2 to the particular case we have been studying
in this chapter, i.e. a; = 1, as = sin?(ry) and Q@ = (0,1) x (5,1 —¢) for 0 < e <« 1.
The coefficients degenerate towards the boundary in the y-direction, but by using y-
line relaxation and z-semi coarsening, the problem is reduced to a family of simple
1D Poisson-type problems in the z-direction which have no anisotropy. Hence the SP
(5.4.15) and AP (5.4.16) will hold for these problems and Theorem 5.4.2 can be applied.
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5.4.2 Convergence Theory for NUMG in Three Dimensions

In this section, we extend the theory from Section 5.4.1 (cf. [14]) to prove the robustness
of the NUMG method in 3D for solving (5.3.1) when combining z-line relaxation with no
z-coarsening. We resort to the eigenspace techniques used in Section 5.4.1 to separate
the z-coordinate from the x- and y-coordinates and to reduce the 3D problem to a
family of 2D problems on the x — y plane only. We have already shown heuristically
in Section 5.2 that the convergence rate of NUMG when solving these 2D problems is
bounded independently of the problem size. As in Section 5.4.1, we resort to a finite
element setting and use suitable quadrature rules to infer the results for the finite
volume settings used otherwise in this thesis.

Let us first recall from problem (5.3.1) the type of equation we wish to solve using
NUMG, namely

V. (K(z,y,2)Vu) =g on Q=Q xQ,,

with
Oél(CU,y,Z) 0 0
K(z,y,z) = 0 as(z,y, z) 0 ,
0 0 Oég(ﬁl?,y,Z)
for separable functions a1, as and az, i.e. aj(x,y,2) = ai(r)a?(y)ai(z) ete, and

where 0,y = (¢*,d") x (¢¥,d¥) and Q. = (¢*,d*). The only additional condition that
this general PDE must satisfy is that a3(z) = a3(2) =: a(z), i.e. the coefficients o
and ag have the same z-dependency. In order to solve (5.3.1) we write the PDE in
weak form and then approximate the weak form, as done in Sections 3.3.1 and 5.4.1,

by trilinear finite elements. The weak form of (5.3.1) is:
Find u € H}(Q) such that

a(u,v) = (g,v)r2() Vv € HY(), (5.4.17)
where

a(u,v) :/Vv-(KVu) drdydz and (g,v)r2(q) :/gv dxdydz .
Q Q

Matrix K is diagonal thanks to the grid aligned anisotropy, meaning that a(-,-) can be

decomposed into two bilinear forms a;(-,-) and aa(-,-) as in Section 5.4.1 as follows

a(u,v) = ay(u,v) + az(u,v),
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where a;(+,-) and ay(-,-) are given by

ay(u,v) = / K(z,y,2)Vayu(r,y, 2) - Vayo(z,y, 2) dedydz,
Q

as(u,v) = / as(z z)gu(x z)gv(aﬁ z) dxdydz

2\, - 0 3T, Y, 2 'Y, 92 'Y, yaz,

where K = K(1:2,1:2) and V,, is the 2D gradient a%el + a%eg on the x — y plane
(with e; and ey denoting the unit vectors in the z- and y-directions respectively). Now
we approximate the weak form by firstly decomposing €2 into a mesh of cubes and
choosing a finite element space V};, C H&(Q) on this mesh. We introduce a piecewise
bilinear finite element space V¥ C Hg(Qyy) as in Section 5.4.1, as well as a continuous
piecewise linear finite element space V* C H}(€2,), with suitable piecewise (bi-)linear

model basis functions for each of the spaces. Then we define V}, as
V=V V?

where V? @ V?* = span{u(z,y)v(z) : uvwe V¥, v e V*}. We define the nodal basis
functions of V}, as the set of products of any two basis functions of V*¥ and VZ.
For functions up, = v™¥ ® u® € V}, and v, = v™Y ® v* € Vp, with v, 0™ € V*¥ and

u?,v* € V# we have

a1 (U™ @ u®, v ® v*)

- o @ai)ei(z) 0 %umy ]) | [ %Umy ] u*v® drdydz
/Q <[ 0 a%(m)a%(y)a%(z) ] [ a%uxy 8% zy Y

0 0 0 0
— 1 2 3 oy 2Ty 1 2 3 oy 2Ty Z,2
/Q <a1(m)a1(y)a1(z) 2t 9aY + a2(x)a2(y)a2(z)ayu 8yv )u v* dxdydz
1 2
:/ [ a1(z)ar(y) ) 0 ) ] Vg™ - Vo™ dady / oz?’(z)uzvz dz.
Qzy 0 a?(x)OéQ(y) z
Ay (UTY WY b2 (u?,v?)

where the separation of coordinate directions in the last line was possible because

a3(z) = a3(z). Similarly,

az(u™ @ u®, v ® v?)

= [ ety ey [
Q

Q

9 .0 .
ag(z)&u 55" dz.

Yy

/

~
by (uTY v7Y) a (u?,v?)
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Using the bases for V*¥ and V#, the approximate weak form can be written in matrix
notation as
A, =A"® B+ BY® A%,

where Ay, € R™™" is the SPD stiffness matrix for a(-,-) with respect to Vj, with n,, =
dim V*, n, = dim V* and n = ngy x n, = dim Vj,. A" € R"v "y and A% €
R7™=*"= are the stiffness matrices for a,, and a, respectively, whilst B*Y € Ry X"y
and B* € R™*"= are the mass matrices for b,, and b, respectively. Finally b;, € R" is
the Galerkin vector of the right-hand-side of (5.4.17) and the resulting system of linear
equations is written as

Apuy = by,

which corresponds to a discretisation of (5.3.1) by means of trilinear finite elements.

Now, as in Section 5.4.1, we use a block diagonalisation procedure to split V}, into
a number of subspaces that are A*-orthogonal, and this relies on the two properties
used by the 3D NUMG method:

No coarsening in the z-direction: Coarsening only occurs on the x—y plane, thus

we pick a nested sequence of finite element spaces
viVcvyco.cvit =V

and the space V; := VY ® V' is used to discretise problem (5.3.1) on level ¢,

£=1,...,F, where V* does not change from level to level.

z-line relaxation: All the degrees of freedom located at grid points with the same

z- and y-coordinate are relaxed together, i.e. z-line relaxation is used. The

relaxation occurs in the subspaces spcm{(bf Qu*:ufeVAi=1,... ,nﬁy, where
3
{¢¢}:7% is the set of nodal basis functions of VY, 0 =1,...,F and nf, = dim
VY
fid

Before giving the main theorem of this section, let us define the remaining operators
used in the multigrid method. The global transfer operators P, and R, between R
and R™' (which are isomorphic to V;_1 and V} respectively) are defined as

Pi=PY@P* =PV @1 €R"wm="r'n:

)

Ry = R} @ R = RY @ € R™v "Xns

. -1 4
The matrices P;'Y and R,” are transfer operators between R"=v and R™sv, and we have

P? = R? = I thanks to not coarsening in the z-direction.
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The z-line block smoother has the form (5.4.6) with
Wy =W @ B+ WP © A,

where Wz WBW € R™v. For a block Jacobi smoother, these correspond to the
diagonals of Agy and ny respectively. As done in Section 5.4.1, we can show that, for

4
any u,?, v;¥ € R and u®,v* € R":, we have

< Wg(ufy ®@u®), v, @ v¥ >
<WHup? vi¥ >< BPwR, v > 4+ < W wY v >< A v >

as required. This is obtained by decomposing ufy and vfy into a linear combination
of an orthonormal basis of R™v and using tensor product rules (5.4.8) and (5.4.9), as
done in [14] for a block Jacobi smoother applied to a 2D problem.

Now, as in Section 5.4.1 we aim to use a block-diagonalisation procedure to ac-
complish a separation of coordinate directions. This time, we separate the z-direction
from the z- and y-directions and reduce the 3D problem into a problem involving only
matrices Afy, Wng and Wg . This is done by considering A%-orthogonal subspaces

induced by tensor products of
e eigenvectors {e}72; of A% and
e arbitrary components on the z—y plane.
Let the vectors {ej}gzl be a basis of V* which form an B*-orthonormal generalized
eigenbasis of (A%, B?), i.e
A*e’ = w;B%e}
T } : (5.4.18)
< B €; ,ep >= 5]k

{w;}iz, are eigenvalues of (A*, B*) that are strictly positive since A* and B* are
positive definite. If (5.4.18) holds, then we also have

< A%el e >=wjdji, (5.4.19)
so A*-orthogonality is obtained.

As in Section 5.4.1, we set Aﬁuj = w;B;Y + A7Y and WZ = w;, WA + WA, and

we also set

—1
sy =1 (wpy,) A,
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Mz,iyuj - (Szw ) [I P (Aeym ) RzyAzij] <Sz,?uj)
@ T x zy T pry T @ 3
+ (Sz,i) [P MY, <Ae 1%) R yAzzZJJ] (Szi) ;

where Sfiﬂ_ and M ; ZJ_ are the smoother and the V-cycle iteration matrix for the family
of 2D problems. Using these matrices, we state and prove the main theorem of this
chapter, which establishes the robustness of the NUMG method in 3D by reducing the

problem to a family of 2D problems, for which the uniform convergence is assumed.

Theorem 5.4.3. (Uniform convergence of the NUMG method in 3D) Suppose that for
allj=1,...,n,,
1M, llap < 0(v) <1 (5.4.20)

holds, where § is dependant only on the total number of smoothing steps, v. Then the
iteration matriz of the multigrid V-cycle (see Lemma 4.6.9) for the 3D problem, based

on a z-line smoother and no coarsening in the z-direction, satisfies
MY A, <0(v) <1. (5.4.21)

Proof. Using the A*-orthogonality and B*-orthonormality of the eigenvectors {ej’}, and
the two tensor product rules (5.4.8) and (5.4.9), we deduce that for all j,k=1,...,n,
and for wy¥, v;¥ € RMey,

<uf @ef, Ay(vi! @ef) >= 05 < u)?, (A +w;BY v > (5.4.22)
which follows the same computations as (5.4.12). Similarly
<’ @ e, Wi(vy” @ €f) >= 05, <u,” (W 4w WP v >
Now, as in Section 5.4.1 for j = 1,...,n,, we define matrices ng) : Ry — RMeyn by
Q/) W — ¥ @ e

for ufy € R™v. We write vectors u® € R™ as a linear combination of the eigenbases
{e7}7z, of R™s and by the calculations of (5.4.22) we have for all j,k =1,...,n;,

< ug ’Qf AgQé] > < u€y®ek,Ag(V£ ®e ) >= 67,] < ug ,Axy ?y >,

and so we define the blockdiagonal matrix A, by
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Ay = Q%Ag@g = blockdiag {Azaj tg=1... 7nz} .
Similarly @, transforms Wy into a blockdiagonal matrix:
Wf = QgWZQf = blOC]Cd’L(Zg {WZZJJJ : ] = 1, e ,nz} .

For the transfer operator Py, we perform similar computations to (5.4.22) and obtain,

for j,k=1,...,n,,

<u’, QM PO Vi > =< u @ef, (P @ D)(viY, @ ¢f) >

PrYTY

_ xy
=05k < WUy, Ly VT >,

for uy¥ R™v and vyl € R"fcgl, using (5.4.8) and (5.4.9). We have P, = PV ® I
because we do not coarsen in the z-direction, and because of the identity matrix the

similarity transformation of P, produces a block-diagonal matrix:
P = QZTPgQg_l = blockdiag {Pfy i=1,... ,nz} .

Similarly,
Ry = QI RiQq = blockdiag {RY : j=1,...,n,} .

Now we use these similarity transformations to reduce the convergence analysis of
the 3D problem to the analysis of problems on each of the invariant subspaces that
correspond to a family of 2D problems.

Since @y is non-singular and orthogonal for £ = 1,..., F, we have

Q' MypQr =Qp'S2(I — PrALL | RpAp)SEQr + Qp' SE(PrMy Al | RpAp)SEQr
= blockdiag{M;iZ)j ci=1,...,n,}.

The matrices M;’%J satisfy
Q7 My Qrll2 = maz{| Mg, |l2:j = 1,...,n.},

and since the multiplication by orthogonal matrices Qg or Q;l does not change the

spectral norm of a matrix (cf. [74, Chapter 2]), we have
1M} N2 = maa{||M, ll2: 5 =1,....n:} <8(v) < 1,

by (5.4.20). Hence the result (5.4.21) is obtained. O
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We now discuss the conditions in which (5.4.20) holds for a family of 2D problems
on the z—y plane. We know from Theorem 5.4.2 that the 2D iteration matrix of the
multigrid V-cycle, based on a line smoother in one coordinate direction and coarsening
only in the other, will converge for 2D problems with grid-aligned anisotropies bounded
by a contraction number §(v) = C4/(C4+v). Hence, this is one possible condition for
which (5.4.20) will hold.

In addition we would also like to show that the condition will hold when conditional
semi-coarsening and a point smoother are used, since we have shown experimentally in
Section 5.2.2 that this is the most efficient method for solving the 2D model problem
(5.1.1). Unfortunately, a rigorous theoretical proof for the robustness of this method is
missing. However, since we have shown this to be true both heuristically (cf. Section
5.2.1) and experimentally (cf. Section 5.2.2), there is strong evidence to support the
statement that the 2D multigrid V-cycle based on conditional semi-coarsening and a
point smoother is robust with respect to problem size and grid anisotropies.

Finally, we apply the theory to problem (5.3.1), i.e. with a; = 1, as = sin?(ny),
a3 = L,sin?(ry) and Q = (0,1) x (¢,1 —¢) x (0,1) for ¢ < 1. For L., we can use
any of 0 < L, as in the experiments in Section 5.3. Regardless of the value of L,,
the use of z-line relaxation and conditional semi coarsening reduces the analysis of
the full problem to that of a family of 2D problems on the z — y plane of the form
(5.1.2). Experimental results for these 2D problems have already been carried out to
show the robustness of the 2D NUMG method (see Table 5.5). Hence, assuming this
robustness, we use Theorem 5.4.3 to deduce that the 3D NUMG method applied to
(5.3.1) is optimal.

5.5 Non-Uniform Multigrid in Spherical Geometries

Having established the optimality of the NUMG method — both experimentally and
theoretically — on model problems with inhomogeneous anisotropy, we now apply the
method to problems of greater interest to the Met Office, i.e. anisotropic problems
in spherical polar coordinates. We will begin by investigating the 2D Poisson-type
equations in spherical geometries, which is similar to model problem (5.1.2), but with an
added difficulty due to the singularity of the equation at the poles. We then investigate
the 3D Poisson-type equations which are similar to model problem (5.3.1). In both
cases the performance of NUMG will be compared against implementations of AMG as
well as against existing solvers that are currently used at the Met Office to solve these

type of problems.
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5.5.1 Poisson-Type Equations on the Unit Sphere

In this section we solve the Poisson-type equation in spherical coordinates using the
techniques developed in Section 5.1. The equation, in a nondimensionalized form (see
Section 3.2.4) is:

a <L¢()\)sin(7r¢) au>_ ) < Ly(¢) Ou

- 9¢ w2 ¢ O \ 4n2 sin(wp) OA

E)) > = gap sin(w¢) , (5.5.1)

Q=(0,1)%

Note that we do not have uniform ellipticity of the operator here, since we allow ¢ = 0, 1
(i.e. equivalent to setting ¢ = 0 in (5.1.2)). This is solved with periodic boundary
conditions at the boundary coinciding with A = 0 and A = 1, and a polar boundary
condition at ¢ = 0 and ¢ = 1. The equation can be written in the form (5.1.1), with
a1(¢,A) = Lg(N)sin(rg) /72 and as(d,A) = Lr(¢)/(4n%sin(¢)). The finite volume
discretisation of problem (5.5.1), given in Section 3.2.4, on the spherical polar grid

introduced in Section 3.2.1 yields a matrix A, € R xn with the following stencil

i wO Ly(Ak) T
B P\ Nk
hfzf) o) Sln(ﬂ¢j+%)
(O (O
Moy La(d5) -3 N DN C7)
h(f) 4n? sin(md;) h(f) 4n? sin(md;) ’
(£)
rO Ly(n) .
_ B P\ K
I hg) = Sm(”%‘_%) |

at all nodes expect the nodes at the poles, i.e. the nodes {(¢;,A\x) : j=1,... ,ng), k=
1,... ’ng\g)}’ where j and k represent the mesh lines of latitude and longitude respec-
() ()

tively and n & and n,” are the nodes in the ¢- and A-directions respectively. The
dimension of the problem is n(¥) = (ng) X ng\g)) + 2, with the two additional degrees of
freedom corresponding to the pole nodes. 7, denotes the sequence of grid levels, where
{=1,...,F, with Trp being the grid with the finest resolution of points. The system
of equations we solve on T is

Apup =bp, (5.5.2)

where b is a vector containing the finite volume discretisation of gap sin(m¢) at each
grid point (including the poles). The coarse grid operators Ay, £ = 1,... F — 1 are all
obtained via an identical finite volume discretisation of (5.5.1) on 7p.

Now, let us firstly consider the case Ly = Ly = 1, i.e. the Poisson equation. We
assume that the fine grid is uniform, but in typical grid resolutions used a the Met

Office, the number of grid points in the A-direction is approximately double those in
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the ¢-direction. Thus, since the grid is defined on the unit square, we have hy ~ 2h,.
The stencil is comparable to that of (5.1.3) for model problem (5.1.2), with a variation
in anisotropy only in the polar (¢) direction. We observe a stronger anisotropy near
the poles caused by a degenerating ¢-coeflicient of the differential operator, hence the
conditional semi-coarsening strategy from Section 5.2 can also be used here. Recall
that the strategy relies on the ratio of the off-diagonal entries of the stencil, which
is approximately (%YSinQ(mﬁj), and that for each j-line the type of coarsening
depends on whether the ratio is greater than % There is no variation of anisotropy in
the A-direction, so the grid is uniformly fully coarsened in this direction.

Algorithm 5.2 is the full algorithm for conditional semi-coarsening on problem

(5.5.1), and is only a small modification to that of algorithm 5.1.

Algorithm 5.2 Conditional semi-coarsening for the Poisson-type equation on the

sphere: Cond_spherical(hg\e)7 hg), nf\e) , ng), £, pE-D , hg\e_l) , ng\e_l) n(g_l))

A e
er =1 (incrementing up the ¢-line)
for j =1, ng)
ratio = (L¢/L>\)(2hg\€)/h(qmr)2 sin? (T hiner ) (ratio at line incr)
if ratio > 0.5 then
WD = G+ B (mesh width doubled in
ner = iner + 2 ¢-direction at line incr)
else
hgﬁ;l) = h((zﬁ)m o (mesh width unchanged in
ner =iner + 1 ¢-direction at line incr)
end if
if incr > ng) exit
end for
hg\zil) = thg) (mesh width doubled in A-direction on grid 7;_1)
n((fl) =¥ (no. of grid points in A- and ¢-
n&éil) = ng\é)/ 2 directions on grid Ty_1)

We solve the Poisson Equation on the sphere using the machine used for the exper-
iments in Sections 5.1 and 5.2 and the same multigrid components as outlined at the
start of Section 5.1.1. However, we must also note that in 2D the finite volume discreti-
sation of problem (5.5.1) on the grid introduced in Section 3.2.1 results in a singular
system of linear equations with the nullspace of Ap spanned by the constant vector.
Therefore, we require a compatibility condition on gop and we need to regularize the

problem. We discuss the technique for doing this in the following section.
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5.5.2 Dealing with the Singularity of the Problem

The matrices Ay, £ = 1,..., F, are rank-deficient by one and their null space is spanned
by the constant vector 1,, which is a vector of ones of length n(¥). Provided the right-
hand-side vector on each grid level, denoted by, is in the range of the operator (i.e.
b, € range(Ay)), an iterative solver such as the conjugate gradient method will find
the solution to the problem despite the matrix being singular. Thus, we project by
onto range(Ay) on each grid level to ensure the existence of a solution.

In order to do this, we use the following relation from [74] which relates the range

and null space of A:
range(Ag) = null(AT)+ =: 1},

where Ay = AZT so null(Ay) = null(A{). From this result we deduce that the projection
onto range(A) is accomplished by eliminating all components in the direction 1,, and
this is done by the following orthogonal projector
1,17 1
= —-—2* -5 ——1,a}, ¢(=1,...,F
QZ l < 1£, 1[ N l n(z) J4 ) ) )

where Qg and I, are the projection operator and identity matrix on 7, respectively. @y
is applied to the right-hand-side on 7; which ensures Q/by € range(4y), V¢ =1,...,F.

In theory this projection is superfluous if the right hand side gop satisfies the

following compatibility condition

/92[) dV =0.
Q

The solution is then determined up to a constant. However, even if this compatibility
condition is satisfied for the continuous right hand side, gsp, it is not necessarily the

case that the discrete compatibility condition
<bp,1p>=0, (5.5.3)

is automatically satisfied. The reason for this is because of inexact arithmetic within the
discretisation. Therefore by must be projected onto the range of Ap if (5.5.3) doesn’t
hold. Similarly, (5.5.3) must hold on each of the coarse grids. In exact arithmetic,
the right-hand-side by on the coarser grids would be in range(Ay) by definition, thus
satisfying (5.5.3), but due to the rounding errors this is not the case in practice so the

projection is in fact necessary on each grid.

Remark 5.5.1 (Other methods of dealing with the singularity). The projection of the
right-hand-side is not the only approach that can be used to deal with the singularity
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of the problem. Here we discuss two other approaches that have been tested, but they

lead to exactly the same number of multigrid V-cycle iterations:

Block Elimination
By ordering the degrees of freedom such that the final two rows of matrix Ag correspond

to the pole nodes, we can write the matrix as

A B

Ar=\ pr ¢

)

with a full rank, sparse matrix A e RV B e Rnx2 contains only two columns
irrespective of mesh refinement, thus we can solve (5.5.2) by block elimination by

writing it in the following form:

A B||a f
BY C v g
We first solve for a matrix X € R™”*2 and a vector y € R satisfying

AX =B and Ay=F. (5.5.4)

Then v is a solution to
(C —BTX)v =g - BTy,

which is a 2x 2 system of rank 1 (which can easily be solved directly). Thus the solution

v is unique up to a constant only. Finally we obtain @1 by calculating
u=y— Xv.

However, (5.5.4) consists of solving three systems with A using multigrid, as opposed

to one system with Ag in the projection technique above.

Fixing the Solution at one of the Poles
Another method is to fix the solution at one of the poles, reducing the problem to

solving only the following system

At = Db,

where A € R —1xnl—1 takes the first n(f) — 1 rows and n®) — 1 columns of Ap.
Similarly, b takes the first n(*) — 1 entries of bp. The singularity is eliminated by

removing a degree of freedom at a pole, therefore the resulting solution is unique.
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5.5.3 Numerical Results

The experiments carried out in this section are done using the same settings as in
Section 5.2.2, in addition applying the projection of the right-hand-side on each grid.
The results of this experiment are given in Table 5.13. The setup time and solve time
increases linearly with the problem size and the number of iterations and the average
convergence factor remains constant, indicating that the multigrid method is robust
with respect to problem size, and performes optimally. Without the projection on each
grid level, the multigrid method did not converge because the rounding errors caused
the right-hand-side vectors on each coarse grid to lie outside the range of the operator,
hence (5.5.3) was not satisfied.

Problem size | # Coarse grids | Setup time (s) | Solve time (s) | Nis | fave
32x16 2 1.23E-3 2.27E-3 9 0.102
64x32 3 5.12E-3 8.63E-3 9 0.114
128x64 4 1.80E-2 3.61E-2 9 0.118

256x128 5 6.86E-2 1.70E-1 9 0.118
512x256 6 2.67E-1 7.86E-1 9 0.119

Table 5.13: Two dimensional Poisson’s equation on the unit sphere solved using NUMG
(with a projection onto the range of Ap in each iteration). CPU time in seconds.

Now, consider equation (5.5.1) with Ly # 1 and Ly # 1. Let us look at what an
additional anisotropy introduced by changing Ly and Ly does to the method. As long
as Ly > Ly is satisfied, NUMG is expected to retain optimality because the direction
of the strong coupling (i.e. the A direction) will not change throughout the domain,
which is an important factor in conditional semi-coarsening as discussed in Section 5.2.
However, if Ly < Lg, then the direction of the strong coupling will change direction
near the equator and so additional coarsening strategies would need to be considered to
retain optimality. We have already seen examples of this earlier in Sections 5.3.2 and
5.3.4 for the 3D model problem, where the changes in the direction of strong coupling
resulted in a modification of the standard techniques in order to gain optimality of the
method. The purpose of these tests is to show how the coarse grids adapt to the ratio
ﬁ—i’. The smaller the ratio, the stronger the anisotropy becomes even at the equator, so
the coarse grids will have to compensate for this by increasing the region in which semi
coarsening occurs. The case ﬁ—i’ = 1 has already been tested, and we compare this with
cases ﬁ—i’ =101, ﬁ—i’ = 1072 and é—f = 10~%. We also test ﬁ—i’ = 10 to demonstrate
that the method requires modifications when Ly < Lg.

For the case é—f = 1, we know already that the problem is isotropic at the equator

and strongly anisotropic at the poles, and so the first coarse grid is evenly partitioned
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into fully coarsened and semi coarsened regions (cf. Figure 5-1). However, as the ratio
of Ly and L) is reduced, the anisotropy becomes stronger by a factor of i—i’ in all
regions, and the problem will no longer be isotropic at the equator. Therefore the first
coarse grid will have coarsening only in the A-direction, i.e. uniform semi coarsening
everywhere. If the value of é—f is sufficiently close to 1, successive coarse grids may have
regions where the grid is fully coarsened, but these regions will not be as pronounced

L
as when ¢ = 1.

Ly
We demonstrate this for a 512x256 grid. Recall that the ratio of the off-diagonal
entries on line j for problem (5.5.1) is approximately (2h>\/h¢,,j)2 sin?(m¢;). For (3.2.13),

however, this is compensated by a factor Ly/Ly. At the equator, sin?(m¢;) = 1 so the

Lo (2
L)\ h¢7j '

Firstly, setting E—f = 10!, we measure the ratio at the equator on each grid:

ratio is

fine grid 0.1 (less than 0.5 so semi coarsening),
first coarse 0.4 (less than 0.5 so semi coarsening),

second coarse 1.6 (greater than 0.5 so full coarsening).

Therefore full coarsening occurs near the equator only from the third coarse grid on-

o L _
wards. Likewise for L—f = 1072 we have

fine grid 0.01
first coarse 0.04
second coarse 0.16
third coarse  0.64

less than 0.5 so semi coarsening),
less than 0.5 so semi coarsening),

less than 0.5 so semi coarsening),

o~ o~ o~ o~

greater than 0.5 so full coarsening),

and so full coarsening only occurs at the equator from the fourth coarse grid onwards.
For ﬁ—i’ = 10~*, however, full coarsening does not occur on any grid we used because the
anisotropy is so strong even at the equator. Therefore non-uniform multigrid manages
to adapt to the strength of anisotropy by changing the structure of the coarse grids, and
Table 5.14 shows that it performs optimally regardless of the strength of anisotropy.
However, this is only true as long as the direction of the strong coupling never changes.
Note that for f—f = 10, where the direction of strong coupling switches between the
poles and the equator, the results in Table 5.14 show that the method is not optimal,
although we still observe good convergence rates. However, luckily such a situation

never occurs in any of the problems of interest to the Met Office.
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L¢/L,\ =101 L¢/L,\ =102
Problem size Nits Total time Nits Total time
32x16 7 4.05E-3 7 4.68E-3
64x32 7 1.40E-2 7 1.66E-2
128x64 8 6.02E-2 7 6.06E-2
256x128 8 2.59E-1 8 2.75E-1
512x256 8 1.14 8 1.20
L¢/L,\:10_4 Ld,/L/\:lO
Problem size || # Iterations | Total time || # Iterations | Total time
32x16 7 5.16E-3 12 4.28E-3
64x32 7 2.07E-2 13 1.58E-2
128x64 7 8.16E-2 14 6.87E-2
256x128 7 3.43E-1 14 3.03E-1
512x256 7 1.39 16 1.54

Table 5.14: Two dimensional Poisson’s equation on the unit sphere with varying
anisotropy solved using NUMG (CPU time in seconds).

5.5.4 The Galerkin Approach

Thus far, all the methods used have been set up with the sequence of matrices Ay
computed via a finite volume discretisation on each grid. Here we compute each coarse
grid operator by the Galerkin Product, i.e. Ay_1 = RyA¢P; for ¢ =1,..., F (see Section
4.4.2 and [75, §2.3.2]). This is the usual situation in algebraic multigrid. The Poisson
equation (5.5.1) on the unit sphere is solved using a standard multigrid V-cycle with
pointwise Gauss—Seidel smoother combined with conditional semi-coarsening. We use
linear interpolation and full weighting restriction and the stopping criterion is 107%.

We test this method because the majority of multigrid convergence theory relies
on using the Galerkin product to form the coarse grid operators. The immediate issue
that arises in practice is that, in the case of linear interpolation and full weighting
restriction, the coarse grid operator created by the Galerkin product Ap_1 = RpApPr
has extra fill-in, that is, it has more non-zero entries per row than a direct finite volume
discretisation on the same grid would have. In fact, Ap_; computed via the Galerkin
product has a 21-point stencil (see Figure 5-5).

The operator computed on each successively coarser grid (i.e. Ti,...,Trp_1) will also
have a 21-point stencil. This means more work is needed on the coarse grids when the
matrix-vector multiplications and smoother are used. In addition, the setup cost will
increase because the computation of each coarse grid operator via the multiplication of
three matrices will be more expensive than by directly discretising on each grid. The
results from Table 5.15 confirm this claim, with particularly the setup time going up

considerably compared to the results in Table 5.13, by a factor of up to six. The extra
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Ap Ap b=1,....F—1
o o o
o o o o o o
o @ o o o @ o o
o o o o o o
o o o

Figure 5-5: Ap has a 5-point stencil and Ay, for £ = 1,..., F —1 have a 21-point stencil,
the extra fill-in created as a result of the Galerkin Product

fill-in causes further problems in three dimensions which will be discussed in Section
5.6.1. However, one non-negligible benefit is that the denser stencils on the coarse grids
lead to a significantly smaller number of iterations, five instead of nine, resulting in a
faster solve time by a factor of approximately 1.5. The method is also fully robust to

grid refinement.

Problem size | # Coarse grids | Setup time (s) | Solve time (s) | # Iterations | fiave
32x16 2 3.17E-3 1.53E-3 5 0.012
64x32 3 1.39E-2 5.91E-3 ) 0.011
128x64 4 6.36E-2 2.54E-2 ) 0.011

256x128 ) 3.03E-1 1.21E-1 ) 0.012
512x256 6 1.59 5.53E-1 5 0.012

Table 5.15: Two dimensional Poisson’s equation on the unit sphere solved using NUMG,
the Galerkin product and full-weighting restriction

The easiest way to reduce the fill-in is to simplify the restriction operator to the
four-point average restriction (see Section 4.4.2 and [75, §2.8.4]). This is in fact the same
order of accuracy as full weighting restriction (both second order accurate, as stated in
[75] and Remark 4.4.1), so the required condition from Remark 4.4.1 is still satisfied.
However, the symmetry of the multigrid iteration will be lost because Ry # PgT . This
yields a more sparse 9-point stencil for the operators on all coarse levels, but the coarse
grid matrices are non-symmetric so a different coarse grid solver is needed. We choose
Bi-CGSTAB [76] as together with GMRES [65] it is one of the fastest Krylov methods
for non-symmetric and sparse linear systems. The results of using a four point average
restriction are in Table 5.16. We evidently observe a significant speedup from Table 5.15
in the setup, but it is still considerably slower than using finite volume discretisations
on each grid, due the cost of the Galerkin product in the setup phase. Also the solve
time is slower compared to the results in Table 5.15 due to the additional cost in using

Bi-CGSTAB instead of CG and because of the larger number of iterations required.



CHAPTER 5. NON-UNIFORM MULTIGRID 147

Problem size | # Coarse grids | Setup time (s) | Solve time (s) | # Iterations | fiave
32x16 2 1.92E-3 1.86E-3 6 0.041
64x32 3 7.48E-3 6.68E-3 6 0.039
128x64 4 3.52E-2 3.12E-2 7 0.056

256x128 ) 1.85E-1 1.45E-1 7 0.070
512x256 6 1.13 6.91E-1 7 0.071

Table 5.16: Two dimensional Poisson’s equation on the unit sphere solved using NUMG,
the Galerkin product and four-point averaging restriction

The experimental results have therefore shown that from a point of view of com-
putational cost, it is not preferable to use the Galerkin product to set up the matrices
Ay, £ =1,...,F — 1 on each coarse grid level, despite the method still performing
optimally. This indicates how efficient the NUMG solver given in Table 5.13 is.

5.5.5 Comparison with Algebraic Multigrid (AMG)

The success of non-uniform (conditional) coarsening strategies for anisotropic elliptic
problems has already been demonstrated in the literature, such as [71, 63, 18], by
the highly successful algebraic multigrid (AMG) methods. However, as discussed and
demonstrated in Section 5.1.2, its setup cost is expected to be significantly larger than
that of geometric methods as a consequence of the graph-based coarse grid selection
and interpolation algorithms and the need to use the Galerkin product to compute
the coarse grid matrices. Therefore, for problems that can be solved using geometric
multigrid, it is typically less efficient to use AMG.

To test this assertion, problem (5.5.1) is solved using BoomerAMG as a preconditioner
to the conjugate gradient method (CG + AMG) and as a stand alone solver (V-cycle
only). As in Section 5.1.2, the default settings for BoomerAMG were used. However, in
order to solve this problem using BoomerAMG, a degree of freedom had to be removed
at the north pole to remove the singularity. Table 5.17 shows the results and clearly
neither approach achieves a similar performance to the NUMG solver from Table 5.13.
On the finest grid resolution 512 x 256, NUMG is faster in total by a factor 2.5.

V-cycle only CG + AMG
Problem size | Setup time || Solve time | # Its | pave Solve time | # Its | pave
32x16 4.52E-3 5.71E-3 8 0.088 6.90E-3 5 0.020
64x32 1.18E-2 2.49E-2 10 0.149 2.17E-2 6 0.028
128x64 3.85E-2 1.23E-1 12 0.209 9.55E-2 7 0.062
256x128 1.59E-1 5.50E-1 12 0.218 7.52E-1 7 0.060
512x256 6.62E-1 2.56 13 0.242 1.81 7 0.076

Table 5.17: BoomerAMG used to solve model problem (5.5.1). CPU times in seconds.
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5.6 Extension to 3D Elliptic Problems in NWP

In this section we use the techniques developed in Section 5.3 to motivate the multigrid

method for 3D Poisson-type equations on a spherical shell and then more specifically for

the Quasi-Geostrophic Omega equation (2.2.16) and the Helmholtz problem (2.1.24).
Let us first recall from Section 3.1 the general nondimensionalized 3D problem

(3.1.2) on a spherical shell, with a zeroth order term also included:

o (00©5) - 55 (©55) - 5 (@) +e@u=1@ B

on Q=(0,1)3,

with the stencil (assuming a uniform mesh in the ¢- and A-directions only):

,a2(£i’j+l’k)hxhhm
hahg hohs 2 ¢ Rl hahg
7041(57;7%,]',1@) e —043(57;7]'7167%) 3N _Z _a3(£¢,j,k+%) ox *C‘fl(giﬂké,j’k)?v
i 7a2(£i7j+%,k)h>\h};ni T4
where hfi = %(hm + hyi+1) and the coefficients are
ar(§iz1 ) = 1(rips; 65, M) = Le(9, Ae)(a + drii%)Q sin(mg;) /d?, (5.6.2)
2(€; ;11 1) = 0a2(ri, @11, M) = La(ri, Ae) sin(rgy 1) /72, (5.6.3)
a3(€; jpet) = as(ri, by, Np1) = Lg(ri, ¢5)/(4n° sin(rg;)) - (5.6.4)

Recall that a ~ 6371km and d ~ 63km are the Earth’s radius and depth of the
atmosphere respectively. We enforce L,, Ly and Ly to be separable, i.e. L,(¢,\) =
LE(#)L) (), which will ensure that oy, i € {1,2,3} are all separable too, i.e. a; =
al(r)a2(¢)ad(N). In addition, if we set Ly (r) = L5(r), then the coefficients ap and ag
will have the same r dependency, i.e. a3(r) = a3(r), which means that problem (5.6.1)
is amenable to the convergence theory from Section 5.4.2, based on a 7-line smoother
and no coarsening in r.

The boundary conditions of (5.6.1) are periodic at A =0 and A\ = 1, polar at ¢ =0
and ¢ = 1 and either Dirichlet or Neumann at r = 0 and » = 1. If ¢ = 0 and Neumann
boundary conditions are imposed, then the discretisation of (5.6.1) will result in a
singular system with the solution being unique only up to a constant, hence projection
techniques will have to be enforced as described in Section 5.5.2. Firstly we consider the
case Ly(¢,r) = Ly(N\,7) = Lr(X\,¢) = 1 and ¢ = 0, ie. the three dimensional Poisson
equation in spherical coordinates. Note that with ¢ > 0 this becomes a Helmholtz-type

problem, and the greater the value of ¢ the better conditioned the problem becomes.
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Hence we consider the only worst case with ¢ = 0 until Section 5.6.5. With a and d as
above, (5.6.1) is similar to problem (5.3.1) with L, = 10*, where the off diagonal entry
the radial direction is much larger than those of the ¢- and A-directions. In addition
the mesh is graded in the radial direction (but uniform in the ¢- and A-directions)
with a smaller grid spacing near the lower boundary to obtain a higher resolution in
the regions of most interest. In typical computations at the MET Office, the grid size
is 216 x 163 x 70 and so the mesh widths on the unit square are hy = O(10~3) and
hs = O(1073), whereas in the radial direction we have a graded mesh with

he1 =000 < hpy < ey, = 01071,

where h, 1 is the mesh width closest the earth’s surface and h, ;. is the mesh width
closest to the upper boundary. Thus we have that h,; < hy and h,; < hg only near the
surface of the Earth, i.e. for small ¢. This graded mesh width in fact causes the direction
of strongest coupling to change at different entries. We have that (a+dr)?/d?> = O(10%),
and near the equator we have sin(m¢) = O(1). Thus at the equator, the relative sizes

of the entries can be approximately calculated as:

Top of atmosphere Surface of Earth
- —L4107°
1 ~Le107 1 —Ly10* | —Ly10-° jz —L,\1075 |—L,10*
—L,10" | —L,1072 - —L10=2 | —=L,10 T A s A T
—Ly1072 —Ls10

(5.6.5)

so with L, = Ly = Ly = 1, the off-diagonal entry in the radial direction is always the

largest. However, near the poles, where sin(r¢) ~ O(1072), the entries are:

Top of atmosphere Surface of Earth
—Ly10~* —Lyl077
S0 | S1y100 -y —ra100 |—rpa0-t Eel0P ] —La1070 =5 —131070 | —Lr10°
—Ly10~* —Lo1077

(5.6.6)

and so the off-diagonal entry in the A-direction becomes the largest for entries that are
both near the poles and towards the top of the atmosphere. However, for the majority
of entries, the r off-diagonal entry is still in general the largest.

The solution of these Poisson- and Helmholtz-type problems on the sphere are of
great importance in numerical weather forecasting, but the traditional solvers, such as
the ones employed at the MET Office, are coping well with this problem, as we shall see

below. We have seen that for most nodes in the domain, there is a large off-diagonal
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entry in the radial direction in comparison to those of the A and ¢ off-diagonal entries,
meaning that the anisotropy is very large. Thus, as we did for solving (5.3.1), we use
r—line relaxation, namely r—line Gauss—Seidel, and combine this with full-coarsening in
the r-direction. We see in Table 5.18 that in combination with the conditional semi-
coarsening strategy in the A — ¢ plane this is an extremely efficient method, despite
the r off-diagonal entry not being the largest in all parts of the domain, with similar

results to those from Table 5.7.

Problem size | # Coarse grids | Setup time (s) | Solve time (s) | # Iterations | fiave
32x16x8 2 5.05E-3 4.37E-3 1 -
64x32x16 3 3.87TE-2 3.80E-2 1 -
128x64x32 4 3.08E-1 7.25E-1 2 0.007

256x128x64 ) 2.54 6.23 2 0.010

Table 5.18: Three dimensional Poisson’s equation on the unit sphere solved using
NUMG. CPU time in seconds.

Note that the anisotropy is in general so large that r-line Gauss—Seidel on its own
(as we saw in Section 5.3) and conjugate gradients (CG) preconditioned with r-line
Gauss—Seidel — which is essentially the same as the method currently employed by
the MET Office [28] — work very well too at least for moderate grid sizes (cf. Table
5.19, columns 2 and 3). However, neither of these two other methods is robust to grid
refinement and the number of iterations grows as the grid resolution is increased, such
that for large (typical) problem sizes the non-uniform multigrid method outperforms
both of them.

NUMG with Galerkin product r-line Gauss-Seidel r-line preconditioned CG
Problem size # Iterations Total time # Iterations | Total time # Iterations | Total time
32x16x8 5 5.16E-2 3 2.00E-3 4 6.22E-3
64x32x16 5 4.02E-1 6 3.11E-2 5 5.96E-2
128x64x32 5 3.65 26 1.08 13 9.68E-1
256x128x64 5 30.59 253 121.81 39 19.51

Table 5.19: Three dimensional Poisson’s equation on the unit sphere solved using (col-
umn 1) NUMG with coarse grid operators created using the Galerkin product, (column
2) r-line Gauss-Seidel and (column 3) CG preconditioned with the r-line Gauss—Seidel
smoother. CPU time in seconds.

5.6.1 The Galerkin Approach

In the non-uniform multigrid method above, all coarse grid operators Ay, £ =1,...,F—
1 were computed via finite volume discretisations, as they were for the 2D prob-

lems. However, in this section we also experiment with using the Galerkin product
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Ay_1 = RpApP;. In 3D, when using linear interpolation and full weighting restriction,
the coarse grid operators computed via the Galerkin product have an 81-point sten-
cil. This is more than ten times the number of non-zeros per row than the 7-point
stencil operator resulting from discretising on each grid and so the efficiency of the
matrix/vector multiplications and the smoother will be severely affected.

More significantly, each node has four non-zero neighbours in each coordinate di-
rection as opposed to the standard two, thus the line smoother used in the vertical
direction no longer requires a tridiagonal solver but a pentadiagonal solver instead.
The Thomas algorithm (a solver for tridiagonal systems) must therefore be replaced
by a pentadiagonal solver.

Alternatively, replacing full weighting restriction with four-point averaging (as we
did in section 5.5.4) greatly reduces the fill-in for the coarse grid operators to a 27-
point stencil. In addition, there are now only two non-zero vertical neighbours at each
node and so the Thomas algorithm can be used. Thus the settings we use for the
experiments in this section are linear interpolation, four-point average restriction, the
Galerkin product to construct coarse grid operators and the Thomas algorithm to solve
tridiagonal systems in the r-line smoother. The results are listed in the first column
of Table 5.19, which indicate that this method works well, with a constant number
of iterations and a linear increase in CPU time. However, the number of iterations
required is larger than what we observed in Table 5.18. Additionally, as in the two
dimensional case, the cost of setting up the coarse grid operators is far larger than
when using finite volume discretisations, and the application of the matrix/ vector
multiplications and the smoother also takes longer on the coarse grids. In fact, even
the CG method preconditioned with r-line Gauss—Seidel outperforms multigrid with
the Galerkin approach for this problem, hence the Galerkin approach is clearly not the

fastest solver for this problem and will no longer be considered.

5.6.2 Reducing the Anisotropy in the Radial Direction

Now consider (5.6.1) with Ly(¢,r) = Lg(A,r) =1, ¢ =0and L,(), ¢) < 1, ie. reducing
the strength of coupling in the radial direction. We keep Ly(¢,7) and Lg(X,7) fixed
to 1 as we have already investigated the efficiency of the method when varying these
values in section 5.5. These tests are significant because in addition to the Helmholtz
problem, other elliptic problems on the sphere used in the Met Office are of the type
where L, (X, ¢) < Ly(X\,7), Lx(¢,7), e.g. the Quasi-Geostrophic Omega equation. We
know from Section 5.3 that because of the theory from Section 5.4.2, NUMG will still
be optimal (even though the number of iterations may be larger but still robust to

grid refinement), but other traditional solvers described earlier do not cope as well.
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CG preconditioned with r-line Gauss—Seidel performed strongly when L, (X, ¢) = 1 (cf.
Table 5.19), but as Table 5.20 shows, its performance is substantially worse when we
set L, = 107*. This is because, looking at stencils (5.6.5) and (5.6.6), we see that the
A off-diagonal entries are larger than the r off-diagonal entries in many more regions

of the domain when L, = 10~%, causing r-line smoothing to be far less effective.

Problem size || Solve time (s) | # Iterations
32x16x8 2.83E-2 57
64x32x16 0.70 132
128x64x32 20.03 370

256x128x64 397.24 879

Table 5.20: Preconditioned CG method (with r-line Jacobi preconditioner) used to
solve (5.6.1) with Ly = Ly =1 and L, = 10~

As for NUMG, in order to ensure the method is optimal for L, < 1 we resort to the
technique from Section 5.3 of combining r-line relaxation and no vertical coarsening
with conditional semi-coarsening on the ¢ — A\ plane, which was shown to be a robust
method for solving (5.3.1). Thus, despite the direction of strongest coupling changing
throughout the domain as discussed above, the r-line smoother will take care of strong
coupling in the r-direction and conditional semi-coarsening will take care of the strong
coupling in the A-direction. We test the method for L, = 1, 1072 and 1074, and it is
crucial for NUMG to be able to deal with the varying strengths of vertical anisotropy
described in this chapter so that it is able to optimally solve each type of elliptic
problem in NWP that was described in Chapter 2. Table 5.21 confirms that the method
is robust in each case and that it easily outperformes the CG method preconditioned
with r-line Gauss—Seidel. Therefore this is the method that will be used to replace the
preconditioned GCR method currently operational at the Met Office.

L.=1 L, =102 L,=10"%
Problem size || N | Total time || Ny | Total time || Ny | Total time
32x16x8 1 1.60E-2 3 2.95E-2 6 3.50E-2
64x32x16 2 1.82E-1 4 2.88E-1 7 4.09E-1
128x64x32 3 1.94 5 2.93 8 4.16
256x128x64 3 11.24 5 23.7 8 34.94

Table 5.21: NUMG with conditional semi-coarsening on the ¢ — A\ plane, r-line relax-
ation and no vertical coarsening applied to (5.6.1), with Ly = Ly = 1 and various
values of L,. CPU time in seconds.
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Problem size | No. of iterations | Setup time, s | Solve time, s | Total time, s
32x16x8 5 4.16E-2 7.81E-2 1.20E-1
64x32x16 5 6.05E-1 1.10 1.71

128x64x32 6 6.69 12.1 18.8

256x128x64 7 57.5 106.9 164.4

Table 5.22: Three Dimensional Poisson-type Equation (5.6.1) with Ly = Ly = 1 and
L, = 107% solved using BoomerAMG as a preconditioner to CG.

5.6.3 Comparison with Algebraic Multigrid (AMG)

Unlike for the 2D model problems in this chapter, it was not possible to provide a simple
non-uniform coarsening strategy that also considers the anisotropy in the radial direc-
tion too, because of the direction of strongest coupling not being consistent. Therefore,
we resorted to using r-line relaxation instead. However, suppose we had resorted to
the geometric multigrid method of SCLR on the ¢ — A\ plane (which is a commonly
used approach) instead of conditional semi-coarsening with a point smoother. This, in
conjunction with an r-line smoother, would then result in a plane smoother with coars-
ening only in the one direction which the smoother wasn’t applied. The plane smoother
will be very costly, and moreover, the coarsening factor is only two which means there
will be a significant amount of work done on the coarse grids too. Thus, our NUMG
method will be comparatively cheaper than other such geometric approaches.

The only issue with using line relaxation is that it could potentially result in NUMG
being less efficient than algebraic multigrid methods which will use more sophisticated
coarsening strategies such that a simple point smoother can be used, even in 3D.
However, we already know from the 2D tests that the setup cost for AMG methods is
a particular bottleneck, and this only gets worse in 3D. Therefore NUMG can still be
expected to outperform AMG methods.

As in Section 5.1.2, we use BoomerAMG implementation of AMG on problem (5.6.1)
for the three cases L,(\,¢) = 1, Ly(A,¢) = 1072 and L,(\,¢) = 107* (Ly(\,r) =
Ly(¢,r) = 1 for each case). Results are given in Table 5.22, and in fact they show that
AMG methods are outperformed by NUMG more easily in 3D, with the total CPU
time up to five times slower than NUMG.

5.6.4 The Quasi-Geostrophic Omega Equation

Let us now use the NUMG method described in Section 5.6 to solve the Quasi-
Geostrophic Omega equation (2.2.16), which we recall is:
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N2(R) , 9, 1 9, N\
_Href(R)Pref(R) V%(prefw ) — fgﬁ <9ref(R)Pref(R) ﬁ(ﬂrefw )> =—Py

on {(R,®,A):a<R<a+d, 0<®<m7, 0<A<27},

where we recall from Section 2.2.4 that 0,5 and p,.; are the reference values of the
potential temperature and density, respectively, N? is a stability parameter (approx-
imated to be a function of R only), fg is the constant Coriolis parameter and P,
contains all the sources of quasi-geostrophic forcing. (R, ®,A) are the usual spherical
polar coordinates, and the equation is solved with Dirichlet boundary conditions w’ = 0
at the lower and upper vertical boundaries (i.e. R =a and R = a+d). It is solved for
prefw’, where p.r is already known. We nondimensionalize the equation as in Section

3.1 and write it in the general form (5.6.1), with coefficients

a? sin(m;ﬁ)fo2

a1 (r, 0, A) = ﬁm, (5.6.7)
B N2(r) sin(m¢)
a2(r$,3) = — s (Voo (1) (5.6.8)
2
as(r, ¢, \) = N(r) : (5.6.9)

N 472 Sin(ﬂ'(b)éref (r)ﬁref (T)

where N2(R) = N%(r), Oref(R) = éref(r) and pref(R) = pres(r). Note that in (5.6.7),
we have the term a? instead of (a + dr)? as in (5.6.2). This is an approximation made
at the Met Office. The equation is discretised on the Arakawa C-grid and Charney
Phillips grid, which we recall from Figures 2-2 and 2-3. A cell centred finite volume
discretisation yields nodes at the p-levels on the Charney Phillips grid, but the w’ points
which we solve for are located at the #-levels. Thus we make a small approximation in
which we assume that the lower boundary is located at p-level 1 instead of f-level 0,
and the upper boundary at p-level Top-1 instead of #-level Top. Then a finite volume
discretisation will yield cell centres at approximately the 6-levels.

We use stencil (3.2.8) from Section 3.2.1 to deduce the cell centred finite volume
discretisation of (2.2.16):

sin(mé; 1) pon
— i T
h)\ h¢ 1 hsh T @ hyh h h
v ohr _ v 1 phr i Alte
7Xi*%7]’ hr Yl4‘rr2 sin(Trqu) hy Z Y14‘rr2 sin(Trqu) hy Xi+%7j hr ’

sin(wg, 1)
Y, — 773 hihe
v w2 hg
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where

A~

0 Y, , 2 X
Xz:t%,.] — f02 _ T‘ef(rl)[jref(r’l) % Sin('ﬂ'qu'), }/Z — NQ(T'i) .
aref(rz‘i% )Pref(rii% )

Note that the problem has been scaled by 6, #(ri)pres(r;) because erefE;ﬁ;;Z:;g:i%)

Gref (ri)ﬁref (rz)
eref(ri+% )ﬁ'ref (Ti+%)

= O(1) for all i, hence the sizes of coefficients L,, L4 and Ly are

Thus solving (2.2.16) is similar to solving (5.6.1) with Ly = Ly = 1 and L, = 10~%, with
each term scaled by approximately 10~4. We solve this equation with one processor on
the N72 analysis grid which is used for test problems at the Met Office. This grid is a
smaller than the operational analysis grid and has a resolution of 144 x 109 x 70. Figure
5-6 is a visualization of the vertical velocity profile at a roughly 8.8km above ground
level, which corresponds to 6-level 20 on the Charney-Phillips grid. This snapshot was
taken after one iteration of VAR and the data was produced using the NUMG solver

of the quasi-geostrophic omega equation that was implemented into the VAR system.

5.6.5 The Helmholtz Problem

We conclude this chapter by solving the Helmholtz problem as given in (2.1.24). Note
the presence of first and zeroth order terms which have thus far been neglected in this
chapter. However, both these terms can be discretised using the finite volume method,
as shown in Section 3.2.1. Writing the Helmholtz problem in a general tensor product

form (3.1.1), we have

[ (a4dr)? sin(r¢)
I
K(r,¢,\) = 0 sin(79) 0 ,
0 1

4m2 sin(m )

1 00W (a+dr)?
mGA Or d
(i o)

_ 9 .
C(T7 ¢7 )\) - HHnanAtQQQCppn(g(l)A (a + dT) Sln(ﬂ'(b) .

a(r,¢,\) =

T
sin<m>,o,o] ,
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Unified Model Output: Stash code = 41150 (unspecified)

x: longitude (degrees_east)

y: latitude (degrees_north)

2 hybrid_p_x1000 20000.0 (level)

t: date /1 2006/11/27:09.00 / 0.000000 (days since 2006-11-27 09:00:00)

90.000

54.000

18.000

-18.000

-54.000

-90.000

-0.0055918 -0.0030105 -0.00042913 0.0021522 0.0047335

-0.0068824 -0.0043011 -0.0017198 0.00086154 0.0034429 0.0060242

Figure 5-6: Snapshot of the vertical velocity, w, after one iteration of VAR at 6-level
20 (roughly 8.8km above ground level)

Recall from the derivation of the Helmholtz equation in Section 2.1 that G = 1 —
a?At2C, ag(;) 88% >0 and A = 1/(1 + a?At?f?) > 0. Although these values are not
known exactly, it is a good approximation that A = O(1) and G = O(1), though

we have shown that NUMG can handle different magnitudes of coefficients (see Table
5.21). We solve the problem using the same range of problem sizes as done throughout
this chapter for 3D problems, and the results are highlighted in Table 5.23.

The results indicate that the method is almost robust. We have already discussed
that the presence of a positive zeroth order term (which we have here) improves the
conditioning of a system. However, the presence of a first order term is usually detri-
mental to the conditioning of a system, because we recall from Section 3.2.1 that its
discretisation yields a nonsymmetric operator. The lack of symmetry means that the
CG method cannot be used as a coarse grid solver, but this is not an issue since we
have been using an r-line smoother on the coarse grid for all the 3D experiments. Now,

since we have a first order term only with respect to the radius, the r-line smoother
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Problem size | # Coarse grids | Setup time (s) | Solve time (s) | # Iterations | fiave
32x16x8 2 1.04E-2 2.32E-2 5 0.039
64x32x16 3 7.94E-2 3.51E-1 7 0.074
128x64x32 4 6.33E-1 3.58 8 0.122
256x128x64 ) 5.02 304 8 0.128

Table 5.23: Three dimensional Helmholtz problem (2.1.24), as used in NWP, solved on
the unit sphere using NUMG. CPU time in seconds.

will in fact take care of this term on its own, thus creating no additional difficulties for

the solver 2. For this reason, we still achieve optimal convergence results despite the

presence of the first-order term.

3Note that multigrid in the presence of strong advection terms is a major problem in scientific
computing but is not covered in this thesis.



Chapter 6

Parallelization

In this chapter we describe the parallelization of algorithms for the solution of sparse
linear systems, focusing primarily on the particular techniques used for the paralleliza-
tion of the non-uniform multigrid (NUMG) method developed in Chapter 5. Section 6.1
gives a general introduction to parallelism, describing the main tools used and how the
parallel performance of an algorithm is measured relative to its sequential performance
(i.e. with one processor). In Section 6.2, we describe more specifically how each com-
ponent of a multigrid algorithm is parallelized, addressing the main issues that affect
the parallelism, such as how the grid is partitioned into subdomains for each processor
and the necessary communication required between the processors. We then look at
how to modify the parallelization for the NUMG method, where non-uniform coarse
grids and the boundary conditions will have a particularly significant effect. Finally in
Section 6.3, the performance of the parallel NUMG code is tested, with comparisons

to parallel versions of existing solvers.

6.1 Introduction to Parallelism

In parallel computing, several calculations are carried out simultaneously, operating on
the principle that large problems are split into smaller ones which are solved in parallel
using multiple processors. The key to parallel computing is that the problems on each
processor are run independently, that is, one processor may not modify a variable
that another processor might be using or modifying. The rapidly developing parallel
computer hardware and its characteristics must be understood and taken into account
in program and algorithm design. In [32], parallel computers are distinguished into two

main types:

Definition 6.1.1 (Shared memory). For parallel computers with shared memory, the

158
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main memory is shared between all processors, each of which can access all the memory

at the same time.

The advantage of shared memory is that each processor has access to all the data, so
porting the sequential code (i.e. code designed to run on one processor only) to parallel
computers can be done with little difficulty. However, as the number of processors
increases, good scalability, i.e. performance relative to the number of processors (see
Section 6.1.2), cannot be guaranteed unless there is a lot of memory. Also, since all the
processors have access to the same data, there needs to be synchronization between
each processor to ensure exclusive access to any variable for one process at a time to

prevent multiple processors modifying the same variable.

Definition 6.1.2 (Distributed memory). For parallel computers with distributed mem-

ory, the main memory is distributed between each processor.

The advantages of distributed memory are that there are no access conflicts between
processors since data is locally stored, and that well written code can be optimally
scalable (see Section 6.1.2) for a large number of processors. However, there is no
direct access to the data on other processors so if one processor requires data stored in
the memory of another, communication between processors is necessary. This involves
a significant rewrite of the sequential code.

In this chapter we focus on computers with distributed memory, since this is used

for the multiprocessor computers at the University of Bath and at the Met Office.

6.1.1 Message Passing

For processors that do not share their memory, message passing platforms must be used
when communication is required between processors. Message passing is a mechanism
for directly transferring data from one processor to another, and the most common
library in this field is the message passing interface (MPI) [42, 60]. In this section we

focus on the global operations used in message passing for the MPI library.

Send and Receive

All parallel programs need routines to send and receive data from one processor to

another. In the MPI library, these are implemented as
MPI_SEND(data,n, type,dest, tag, comm,ierr)

for sending n elements of data, where data is the index of the first element to be sent.

type is the datatype of the elements (e.g. integer, real), and the message is sent from
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root

data

proc 1| |proc 2  |proc P

Figure 6-1: The MPI_BCAST operation

the calling processor to processor dest. The corresponding receiving routine is
MPI_RECV(data,n, type, srce, tag, comm, status, ierr)

which receives the message from processor srce. Thus the arguments data, n, type
define the message, and the arguments dest (distribution processor) and srce (source
processor) define the address. The remaining arguments are of no interest for the

purposes of this chapter.

Broadcast

Often, information from one processor must be sent out to all processors. We denote
the processor sending out the information as the root processor, and the MPI routine

that achieves this is
MPI_BCAST(data,n, type,root, comm,ierr),

where the root processor sends n elements of data with data being the index of the

first element (see Figure 6-1).

All-Reduce

Here, values from each processor are combined and distributed back to all processors.
This is useful for computing arithmetical/ logical operations using data stored across

all the processors. The call

MPI_ALLREDUCE(senddata,recvdata,n, type, op, comm, ierr)
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data

proc 1| Xy X10X0X30X,

proc 2 | Xo| MPI_ALLREDUCE X10X0X30Xy

proc 3| X3 X10X0X30X,
proc 4| Xy X10X0X30X,

Figure 6-2: The MPI_ALLREDUCE operation, with an arithmetic/ logical operation ®

is the appropriate function in the MPI library. Elements of length n are sent from
each processor, with senddata being the index of the first element. op is the operation
(e.g addition, multiplication) and recvdata is the index of the first element of the
received data that has been distributed back to all processors. Figure 6-2 illustrates
the All-reduce process. A slight variant, MPT_REDUCE is used if the received data is only

required on one processor.

6.1.2 Performance of Parallel Algorithms

The suitability of parallel algorithms for a large number of processors can be measured

in the following ways:

Definition 6.1.3 (Scalability/ weak scalability). This is the property of a program
that indicates its ability to handle growing amounts of work with a proportionally
increasing number of processors. Let Nj,. be the local problem size per processor. If
the CPU time of running a problem of size N;,. with one processor is equal to that
of solving a problem of size P % Nj,. with P processors, then the program is optimally

scalable for P processors.

Definition 6.1.4 (Speedup/ strong scalability). This is a measure of the gain in com-
puting time by parallelism. The speedup, Sp, measures the performance gain of a
parallel code running on P processors in comparison with the sequential version, with

the global problem size Ny, fixed. The speedup is measured by

31
Sp=—,
P=4
where t; and tp are the CPU times of running the program on 1 and P processors

respectively. The ideal speedup on P processors is Sp = P.

Measuring weak and strong scalability is important to determine the gains of using

more processors. It is generally agreed that strong scalability is harder to achieve due
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Figure 6-3: Partitioning €2 into four subdomains

to the memory requirements decreasing proportionally to the number of processors
used. The amount of computation per processor decreases when more processors are
used, and eventually this will lead to the inter-processor communication time becoming
too significant a fraction of the total computation cost. It is therefore more desirable
to measure parallel performance by weak scalability because a fixed local problem size
ensures that the memory access and inter-processor communication costs per processor

remain relatively constant.

6.2 Multigrid in Parallel

6.2.1 Grid Partitioning

The first consideration in the parallelization of a multigrid method is the partitioning
of the grid. The physical domain 2 must be decomposed into several subdomains
Qi = 1--- P corresponding to the number of processors, e.g. as in Figure 6-3
with P = 4. The boundaries of the subdomain must coincide with the boundaries of
control cells, and this condition must similarly hold on all the coarser grids. Also, for
a hierarchy of grids, the partitions on the coarse grids should be located on the same
lines as those on the fine grid to avoid unnecessary additional communication when
using the grid transfer operators. Note that this can always be done if the partitioning
is chosen on the coarsest grid first, since each coarse grid is a subset of finer grids. It is
preferable to choose a partitioning such that there is an even load balance between the
processors, i.e. each subdomain will contain approximately the same number of grid
points so that the work done by each processor is roughly equal. An even load balance

can easily be achieved for uniform grids and when full or semi coarsening is employed.
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6.2.2 Communication

All the components in the multigrid algorithm 4.5 (e.g. interpolation, restriction,
smoothing and the coarse grid solve) can be fully described in terms of wector dot
products and matriz-vector multiplications, in addition to some scalar operations. For
many of these operations, data that is distributed across multiple processors is required,
thus the need for communication is apparent. However, it is obvious that the whole
multigrid method can be parallelized if we can parallelise each of the operations in it.

By a suitable reordering of rows and columns, a global matrix A (i.e. defined on the
whole domain) and a global vector x can be partitioned into local components defined

on the subdomains as follows:

A11 A(ngf tee Ai];f X1

Aol Aoy - A°LS Xo
A= 2t ) 2P , and X = ,

AR AYS - App Xp

Let n denote the global problem size and n; the number of local grid points in €2;. Then

we have
Ay € RVO™ A?Jff € R and x; € R™ for ,j=1,...,P.
Let us also define the following components of matrix A:
a=[ s wf  a al ]

It is common to store A; in processor ¢, for i = 1,..., P, and likewise x; in processor
i. This method of partitioning the matrices is in fact what is used for the parallel
computations in this thesis.

Now, for some basic vector operations such as

Copying: y=x ie y,=x;, Vi=1...,P,

Scaling: x=ax ie x;=ax;, Vi=1,...,P,

there is no need for communication because the operations on each processor are in-
dependent. However, for parallel vector dot products or matrix vector multiplications,

the operations are not independent.
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Vector Dot Product

The dot product @ = (a,b) can be computed in parallel using MPI_ALLREDUCE. The
local dot products
ai:(ai,bi), Vi:1,...,P

are computed independently for each subdomain §2;, and the MPI_ALLREDUCE call cal-

culates
P
i=1
with the result available on all processors.

Matrix-Vector Multiplication

For a matrix-vector multiplication, the product y = Ax is written in terms of the local

components as

Y1 Au Al oAy X1
I of f
y AO A22 e A X9
2= o . (6.2.1)
Yp AYS Ad) o App xp

Here, the vectors x, y and the matrix A are said to be distributed between processors
(cf. [32]). Suppose the matrix is a finite volume discretisation of the Poisson equation
on £, i.e. a 5-point stencil. Then the entries of Afjf f correspond to a connection between
a node in €); and a node in €; and will be zero almost everywhere. On processor 7, the

local matrix-vector multiplication will be

yi= Aix = Ayx; + Z A?]fij . (622)
i#]

Recall that we store Afjf ! locally on processor i. However, the need for communication
arises because the entries of x; are stored in processor j, thus the necessary components
of x; must be sent from processor j to processor i. These are the indices of the vector
that correspond to the nodes in €); that are adjacent to the boundary of 2;, as shown
in Figure 6-4. This is because Afjf 7 is in fact zero almost everywhere, with non-zero
entries only in components that relate to those particular nodes.

Let B;; denote the set of nodes in {2; that are adjacent to the boundary of ;. Then

the components of x; that are sent to processor i are stored in a vector x;.; € R™
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Figure 6-4: The communication needed for matrix-vector multiplications

belonging to processor %, as follows:

xzi(k) ifkepy
ziej(k) =4 I 6.2.3
ii (k) { 0 otherwise ( )
for k =1,...,n;. This procedure is known as the accumulation of x;, where additional

components of the global vector x are accumulated from other processors whose subdo-
mains share a boundary with §2;. Using the vectors x;,; from (6.2.3), the matrix-vector

multiplication can be calculated on processor i as

yi:Aiixi+ZAfffxi<_j, Vi=1,...,P.
i#]

With matrix A being a 5-point stencil in 2D, for example, this means processor ¢ will
only ever require data from the four processors adjacent to it. This communication
structure therefore resembles a 5-point stencil and will be known as a 5-point stencil
communication topology. Hence, the conversion of a distributed vector to an accumu-
lated vector involves a 5-point stencil communication topology.

This communication strategy is also commonly referred to as a ghost point or halo
strategy [32] since each processor requires data from nodes that are only directly outside

its subdomain, as shown in Figure 6-4.

6.2.3 Parallel Components of Multigrid

We now discuss how each of the components in the multigrid algorithm can be imple-

mented in parallel:
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(a) 4] N (b)d | ——
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Figure 6-5: (a) Linear interpolation: some entries of the matrix depend on data from
processors associated with adjacent subdomains only, and (b) bilinear interpolation:
some entries of the matrix depend on data also from processors associated with sub-
domains that share a corner with ;. Dotted lines denote the fine grid, the thin lines
denote the coarse grid and the thick lines denote the subdomain boundaries

Interpolation and Restriction

Assuming all the grids are partitioned along the same lines, the interpolation and
restriction matrices are partitioned like the matrix A from (6.2.1), i.e.

(P (RS (RS (Ron (R (R

(P (P)as -+ (P)3F (RS (R)az -+ (Ro)sy
Py = ) , Re= )

(P P - (Popp (ROY  (ROY - (Ropr

The matrix-vector multiplication e, = Pyey_1 is calculated in parallel by accumulating
the distributed components of e;_; on each processor, and the components of e, on

processor ¢ are found via the calculation (6.2.2), i.e.

(er)i = (Pr)ii(ee—1)i + Z(Pz)?]ff(eéfl)j :
i#]
If linear interpolation is used (cf. Section 4.4.2), we have a 5-point communication
topology because the entries of (Pg);)]f ! will only be non-zero at indices corresponding
to coarse grid nodes that are adjacent to the boundary of €);, as illustrated in Figure
6-5(a). However, for bilinear interpolation or any higher order interpolations, then
the entries of (Pg)%f ! can also depend on data from processors with subdomains that
only share a corner with €;, as illustrated in Figure 6-5(b), thus resulting in additional
ghost points and a 9-point communication topology. In terms of the performance of the
parallel algorithm it is not desirable to have to communicate with the four additional

processors, and so linear interpolation is sufficient.
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Figure 6-6: (a) Full weighting restriction: some entries of the matrix depend on data
from processors associated with adjacent subdomains, and (b) Four point average: all
the entries of the matrix depend on the data from the local processor. Dotted lines
denote the fine grid, the thin lines denote the coarse grid and the thick lines denote
the subdomain boundaries

The matrix-vector multiplication ry,_1 = Ryry is calculated in the same way:

(re—1)i = (Ro)ii(xe)i + Y (R (xr0); .
i#]

The communication topology is a 5-point stencil if R, is the transpose of a linear

interpolation operator because the entries of (Rg) of f

will only be non-zero at entries
corresponding to fine grid nodes that are adjacent to the boundary of €2;, as shown in
Figure 6-6(a). If Ry is the simpler four point average (cf. Section 4.4.2), however, no
inter-processor communication is necessary because no data is needed from components
that correspond to the fine grid nodes in a different subdomain (see Figure 6-6(b)).
Clearly, the advantage of the four point average is that no communication is necessary,
but since it is not the transpose of linear interpolation, the symmetry of the method

will be lost.

Smoothing

Recall the Gauss—Seidel method from Section 4.2:
u® = u*Y 4 D=l — Lu® — yu*—t) — pulk-V)y,

The updated solution at each node depends on the solution at previously updated
nodes. If the previously updated nodes are on a different processor, then the par-
allelization of this method would mean processors have to wait for each other, thus

increasing the amount of time some processors may remain idle.
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However, for the Jacobi method
u® = u*= L Db — AuV),

the updated solution only depends on the solution at the previous iteration, and so
the parallelization of the method does not require the processors to have to wait for
ecach other. All the communication during the calculation of u®) will be to accumulate
ulh=1 at the start of each iteration.

By splitting the local matrix A;; as Ay = Dy + Ly + Us;, the Jacobi method is
parallelized as

u” = u*Y 4+ Db — Aul* - ZAgjffu(k_l)) , i=1,...,P,

) 7 J1
i

where u*=1 is accumulated on each processor to obtain uy:il), as defined in (6.2.3),
and the same partitioning of A as (6.2.1) is used.

Now, as stated in 4.2, the Gauss—Seidel method is a better smoother than the
Jacobi method, typically reducing the number of multigrid iterations required by ap-
proximately 25% (eg. 8 instead of 12). However, in parallel, the Gauss—Seidel requires
more communication. Therefore it makes sense to modify the smoother to a hybrid
Jacobi/Gauss—Seidel smoother, only making use of the most up-to-date values of the
solution vector if the corresponding node is associated with the same processor (within
one relaxation step). If the node is a ghost point and belongs to another processor
then the value from the previous relaxation sweep is used (as in the Jacobi method).
This may lead to a slight increase in the number of iterations on large numbers of

processors or small local problem sizes, but it avoids unnecessary communication and

data dependencies. The method is then parallelized, on processors i =1,..., P as
k k— - ~(k k— k— E—
ul® = a4 D5t | by = Lt - UiV - DyuY = Y A (Y
J#
where

=) (0) = ugk)(ﬁ) if node ny € Q;
: uFV(0) ifnoden, € Q;, j#i

14—7J
The algorithm for the parallel hybrid Jacobi/Gauss—Seidel smoother is given in Algo-
rithm 6.1.
Note that for block smoothers, entire blocks are updated at each iteration rather

than individual nodes, which requires tridiagonal solves typically using the Thomas
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Algorithm 6.1 The hybrid Jacobi/Gauss—Seidel Method: jac_gs(A;,u;,b;)

Choose u®
for £k =1,2,..., until convergence ... do

Accumulate ugk_l)

ugk) = ugk_l) + D;Z-l <bz — L“ﬁik) — R“‘ugk_l) — D“‘ugk_l) — Z
end for

of f. (k=1)
Aij U, ; >

J#i

algorithm. This procedure can be parallelized, but the data dependencies are such
that the processors will have to wait for each other, resulting in some processors being
idle for long periods of time. Also, since the tridiagonal blocks are small compared to
the main problem, particularly in 3D, it is preferable for each block to be contained on
only one processor. This usually leads to a 2D partitioning strategy with no partitioning

in the direction which the tridiagonal blocks are updated.

Coarse Grid Solve

The coarse grid solves discussed in thesis are either
e a Krylov subspace solver, or
e a line smoother.

Krylov subspace methods use a combination of matrix-vector multiplications (with
the 5-point stencil operator A), vector dot products and scalar operations. These
components, as discussed already, can all be parallelized. Line-smoothers can also be
parallelized efficiently, provided that a hybrid Jacobi/ Gauss—Seidel smoother is used

and each tridiagonal block is not split between multiple processors.

6.2.4 Parallelization Strategy of NUMG

We will see in this section that the particular strategies used for the NUMG method
lead to necessary alterations of the sequential method in order to obtain an efficient
parallelization. Let us first consider the radial direction in the 3D NUMG method. We
have discussed already that the use of the r-line smoother means it would be detri-
mental to the efficiency of the method to partition the domain in the radial direction.
The tridiagonal solves along each r-line would lead to too much unnecessary commu-
nication and data dependencies between the processors, therefore we partition only in

the longitudinal and latitudinal directions. However, any number of partitions in these
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directions should be admissible. Importantly, this partitioning strategy also conformes
with the codes used at the Met Office.

Now for the longitudinal and latitudinal directions, the main issues that arise are
the partitioning of the coarse grids and the communication at the boundaries.

The grid partitioning strategy is simple: choose a partitioning such that all grids are
partitioned along the same lines (for the 2D method) or planes (for the 3D method) to
avoid extra communication when using the grid transfer operators Ry and P;. We have
mentioned one way of achieving this, which is to partition the coarsest grid first, and
then ensure that all finer grids are partitioned along the same lines/planes. However,

this partitioning strategy leads to two major problems:

Load balance: Partitioning on the coarsest grid may have an effect on the load bal-
ance on the finer grids. On the finest grid, where the majority of the work is done,
this becomes an issue as an uneven load balance will cause the processors to have an

uneven distribution of work.

Grid partitioning at the Met Office: The multigrid solver is to be part of a much
larger code (belonging to the Met Office) and the grid partitioning on the finest grid
needs to conform with the partitioning used in the rest of the code. Since one of the
ultimate aims of this project is to implement the multigrid method into the operational
code used at the Met Office, it is vital that the grid partitions are identical in both
codes, and this cannot be achieved if the partitioning is determined on the coarsest
grid first. Typically, the Met Office chooses a partitioning such that there is an evenly

distributed load balance on each processor.

With the above considerations in mind, we must choose the grid partitioning on
the finest grid first. The immediate concern with doing this is that a line on the fine
grid chosen as a partition may not exist on the coarse grid. Thus a small but necessary
modification to the conditional semi-coarsening strategy introduced in Section 5.2 is
required. We enforce an extra condition that coarsening cannot occur across a processor
boundary, even if it is in a region where full coarsening is enforced. This ensures that
the boundaries of each subdomain coincide with the boundaries of control cells and
that the partitioning on each coarse grid is along the same lines/planes as that on the
fine grid. This adjustment to the coarsening strategy results in some additional non-
uniformity in the coarsening near processor boundaries, as shown in Figure 6-7 for two
parallel coarse grids. Note that the mesh width in the 6-direction on grid 7y, i.e. hée),

is no longer guaranteed to be constant thus it is generalized as héél)c for k=1,... ,ngz),
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Non-Uniform Coarsening in Parallel

I I I I
o 1 2 3 4 5 6

Figure 6-7: Parallel non-uniform coarsening keeping the location of the processor in-
terface fixed. Grids for one refinement (top) and three refinements (bottom) with a
uniform 4 x 4 partitioning onto 16 processors.

where néé) is the number of grid points in the 6-direction on grid 7,. Figure 6-7 also
shows that the additional non-uniformity can actually become quite severe, which is
detrimental particularly in the #-direction where uniform full coarsening was imposed
for the sequential code. Hence further adjustments are made to ensure that no cell is
too fine or coarse relative to its adjacent cells. We do this by making sure that the mesh
widths are at least quasi-uniform near the processor boundaries, i.e. hg;ﬁ < Cghéll 41
and h((f;g < Cghfg% for some constant Cy. The effect of this is that the same side of
the domain is never semi-coarsened twice in succession, thus avoiding the possibility of
thin cells at the boundaries. In our experiments, Cy is set to 0.5.

Our partitioning strategy deals with both the above issues, despite introducing some
additional non-uniformity on the coarse grids. However, we will see in Section 6.3 that
the non-uniformity does not have a significant effect on the performance of the parallel
method.
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Figure 6-8: Communication for processor subdomains on the periodic boundary

As discussed already, a ghost point (or halo) strategy is used for communication
between processors, which is implemented using MPI. However, the communication at
the boundaries of the domain must be handled differently to account for the poles and
the periodic boundary conditions. For a subdomain €2; which has a boundary coinciding
with, say, the west boundary of € like in Figure 6-8, there is no adjacent subdomain on
the left. However, because of the periodic boundary conditions, communication must
occur with the east-most subdomain as demonstrated in Figure 6-8.

As for the treatment of the poles, each of the southern-most subdomains will require
data from the south pole node, and likewise for the north pole. However, the poles
are only stored on one processor each, so they need to be communicated to all the
relevant processors. Also, the pole nodes themselves will need information from their
adjacent nodes which may be distributed across several processors, so these all need to
be communicated to the processors containing the poles.

In addition to the coarse grid partitioning and the treatment of the communication
at the boundaries, the discretisation scheme is chosen such that it yields a 5-point stencil
on each grid. This means discretising the problem on each grid rather than using the
Galerkin product (cf. Section 4.4.2). Operators with a 5-point stencil mean that any
matrix-vector multiplications or applications of the smoother using these operators
require communication only with processors associated with adjacent subdomains, i.e.
a b-point communication topology. We also choose Ry and P, to conform with the 5-

point communication topology, i.e. linear interpolation and full weighting restriction.

6.2.5 Parallel Multigrid Algorithm

Using the parallel components of multigrid described in this chapter, Algorithm 6.2
describes the parallel V-cycle algorithm. Note that the accumulation of vectors takes

place several times in the algorithm.
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Algorithm 6.2 The parallel V-cycle on processor i: PVcycle((Ay);, (ug)i, (be)i, ¢)

f ({=1) then
Accumulate (uy);
Solve (Ag)i(ug); = (by); (parallel coarse grid solve)
else
Accumulate (uy);
(up); = jac-gs((Ar)s, (up)i, (be);) (parallel pre-smoothing)
(re)i = (be)i = (Ar)is(ue)i + 32 (A0)if ()50

Accumulate (ry);
(

(re—1)i = (Re)ii(re)i + Z#Z(Rg)w (re)ji (parallel restriction)

(eé 1)2 =0

PVeycle((Ae—1)i, (€e—1)i, (re—1)is £ — 1)

Accumulate (ey_1);

()i = (Pr)ii(ee—1); + Z#i(Pg)f]ff(eg_l)ji (parallel interpolation)

(up)i = (ur); + (ee);

(up); = jac_gs((Ap)s, (up)i, (be)s) (parallel post-smoothing)
end if

The conditional semi-coarsening strategy is also altered in parallel, as discussed
in Section 6.2.4. We enforce the additional constraint that coarsening cannot occur
across subdomain boundaries whilst also maintaining the quasi-uniform mesh widths
in the f-direction. The parallel algorithm for conditional semi-coarsening is given in
Algorithm 6.3.

6.3 Parallel Numerical Results — Speedup and Scaling

We test the parallel NUMG code for both the 2D and 3D elliptic problems. Firstly
we test the code for the nondimensionalised 2D Poisson equation (5.5.1) on the unit
sphere with Ly = Ly = 1, with results given in Section 6.3.1. Then in Section 6.3.2 the
code is tested on the nondimensionalised 3D problem (5.6.1) on a spherical shell, with
Ly=Ly=1and L, = 1074, and using a graded mesh in the radial direction, i.e. the
problem closely resembles the Quasi-Geostrophic Omega equation (2.2.16) solved on a
typical grid used by the Met Office. We test the code on two different clusters, a 64-bit
AMD Opteron 2210 cluster (wolf) with a total of 24 processors (the same machines as
used in Chapter 5) and a 64-bit Intel Xeon E5462 cluster (aquila) with 2GB memory
and 3MB Cache per processor. aquila has a total of over 800 processors, but it has
only been possible to access a maximum of 256 processors at once. Both clusters use

an Infinipath network.
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Algorithm 6.3 Parallel conditional semi-coarsening for the Poisson-type equation on

the sphere: Cond _parallel (h((f) , h((f) , n((f) , ng) L, hffﬁ 2 , hégil) , n((f*l) , ngf 2 )

mer =1 (incrementing up the ¢-line)
C )
for j =1, Mg
. {4 4 .
ratio = (Ly/Lg)(2hy /B, . )? sin® (T hincr)
if ratio > 0.5 and line incr # a processor boundary then

hgﬁ;l) = h((zfi)mcr + h((zfi)mcr 41 (extra condition enforced for full
mner = incer + 2 coarsening in ¢-direction at line incr)
else
(e=1) _ 1)
fgi " = Mg iner
mer = tner + 1
end if
if incr > nf;) exit
end for
incr =1 (incrementing up the 6-line)
for k=1, nY)
if mod(ng,2) == 0 or line incr # a processor boundary or
(£) (£)
h@ ncr < O'5h0,incr+1 then
hg;l) = é?ncr + hé@n et (full coarsening will always occur unless
mer = mer + 2 coarsening across a processor boundary)
else
hg;l) = hgzncr (semi coarsening used to prevent
mer = tner + 1 coarsening across a processor boundary)
end if
if incr > n((f) exit
end for
n((fl) =7, ny*l) =k

6.3.1 2D results

Recall problem (5.5.1) with Ly = Ly = 1:

-2 (5111757;@5) a_:;) - = (WW%) = gopsin(mg), Q= (0,1),

which is the Poisson equation in spherical polar coordinates. Recall that we use periodic
conditions in the boundary coinciding with A = 0 and A = 1, and polar boundary
conditions at ¢ = 0 and ¢ = 1. We firstly perform a speedup (strong scalability) test

of the NUMG code, which we recall is a measure of the performance gain of a parallel
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Figure 6-9: Speedup (strong scalability) test of the 2D NUMG method on wolf for two
different problem sizes.

code running on N processors over the sequential code where the global problem size
remains unchanged. We test this on problem sizes 512 x 256 and 2048 x 1024, with the
results shown in Figure 6-9. The speedup is very good (almost optimal) on up to about
4 processors. However, for larger numbers of processors the amount of work that each
of the processors has to do becomes smaller relative to the amount of communication
required, and so the speedup drops off slightly from the optimal (linear) growth. The
speedup is slightly better for the larger problem size, which is an expected result since
the larger each subdomain the smaller the relative amount of communication.

A better test for how well the implementation scales on larger numbers of processors
is a scaled efficiency (weak scalability) test, where the problem size per processor is
fixed as the number of processors is increased. In this test the CPU time of a method
that has optimum weak scalability should remain constant as the number of processors
is increased. Figures 6-10 and 6-11 show the weak scalability of the method on the two
different clusters with respect to CPU time and iterations. In Figure 6-10 the problem
size per processor is 1920 x 960 on wolf, and observe that the method has almost
optimal weak scalability, particularly beyond four processors. With 24 processors, it
was possible to solve the problem on the entire globe with a horizontal grid resolution
of approximately 3.5km at the equator and 4.5 x 107 unknowns in just over 30 seconds.

On aquila we fix the problem size per processor to 512 x 256 and tested the parallel
performance of the code for much larger clusters of up to 256 processors. We observe
very good parallel scaling with a slight increase of the CPU time for more than 96
processors. This is because the number of iterations jumps from about 9 to 12 when

using more than 96 processors, potentially because of the hybrid smoother, where the
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Figure 6-10: Scaled efficiency (weak scalability) test of 2D NUMG on wolf: Problem
size 1920 x 960 on each processor.
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Figure 6-11: Scaled efficiency (weak scalability) test of 2D NUMG on aquila: Problem
size 512 x 256 on each processor.

Jacobi method — which is less effective as a smoother than the Gauss-Seidel method
(cf. 6.2.4) — has to be used at more nodes on the domain. However, this increase in
iterations when using more than 96 processors is not significant, a factor of only 1.3,
and so good scalability is observed even with a very large number of processors. With
256 processors, the problem was solved on the globe with a resolution of about 5km and
3.5 x 107 unknowns in as little as 6 seconds. With larger problem sizes per processor,
the problem can be solved on even finer resolutions, though the main purpose of the
tests on aquila was to demonstrate the scalability of the method on large clusters.

The results are very encouraging, particularly since the Met Office seeks to increase
the grid resolution and number of processors used for solving their elliptic problems.
The results have shown that both of these changes can clearly be handled effectively
by the parallel NUMG method.
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Figure 6-12: Speedup (strong scalability) test on wolf for 3D NUMG (solid blue line)
and the r-line preconditioned CG method (dotted black line). Global problem size:
360 x 180 x 100

6.3.2 3D results

We test the performance of NUMG on problem (5.6.1), i.e.

o (0©5) - 55 (02052 - 55 (@5 ) =1,

on = (0,1)3, where

a1(€) = oy (r,$,0) = L.(¢,0)(a + dr)*sin(r¢) ,
(&) = aa(r, é,0) = Lg(r,0) sin(we)/m?
a3(8) = a3(r,¢,0) = Ly(r, ¢)/(47° sin(m¢)).

Recall that a and d represent the radius of the Earth and the depth of the atmosphere,
respectively. The boundary conditions we use are periodic at A = 0 and A = 1, polar at
¢ = 0 and ¢ = 1 and Dirichlet at » = 0 and r = 1. In addition, we set Ly = Ly = 1 and
L, = 107%. Recall from Section 5.6 that we are also interested in the performance of
the Poisson-type equation which we obtain via setting L, = 1. However, since solving
the Poisson-type equation is essentially easier (see Table 5.21), we give the parallel
results only for the more difficult case, i.e. for L, = 1074

We firstly test the speedup (strong scalability) of NUMG on a problem size of
360 x 180 x 100, with the results shown in Figure 6-12. The speedup is very good
(almost optimal) on up to about 8 processors. However, as with the 2D results, the
speedup drops off slightly from the optimal growth for larger numbers of processors

because the amount of work that each of the processors has to do becomes too small.
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Figure 6-13: Scaled efficiency (weak scalability) test on wolf for 3D NUMG: Problem
size 200 x 100 x 50 on each processor.
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Figure 6-14: Scaled efficiency (weak scalability) test on aquila for 3D NUMG: Problem
size 192 x 120 x 50 on each processor.

In the scaled efficiency (weak scalability) test, Figures 6-13 and 6-14 show how the
method scales on the two different clusters with respect to CPU time and the number
of iterations. In Figure 6-13 we fix the problem size per processor to 200 x 100 x 50 on
wolf, and observe that the method scales almost optimally, particularly beyond four
processors. On aquila we fix the problem size per processor to 192 x 120 x 50 and
observe also very good parallel scaling with a slight increase of the CPU time for more
than 96 processors. This is because the number of iterations jumps from about 10
to about 15 when using more than 96 processors. This may be caused by the hybrid
smoother or by the reduced anisotropy in the r-direction (as the grid is more refined in
the horizontal direction than in the vertical). However, this trend was also observed in
Figure 6-11 for the 2D scaling results on aquila, indicating that the hybrid smoother

is likely to be the main cause of the increase in iterations. Despite the small increase
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Figure 6-15: Scaled efficiency (weak scalability) test on wolf for the r-line precondi-
tioned CG method: Problem size 200 x 100 x 50 on each processor.

in iterations, we see that on 256 processors with the new parallel 3D NUMG method,
the problem on the entire globe with a resolution of 10km at the equator and 3 x 10°
unknowns was solved in about 60 seconds. This is extremely fast, particularly since
the method has to deal with anisotropies present in two coordinate directions which
change throughout the domain. On larger clusters, potentially even finer resolutions
could be solved within the same time scale.

Now let us compare the parallel NUMG solver with parallelizations of the other
methods. Krylov subspace methods with r-line Gauss—Seidel preconditioners (such as
the ones used at the Met Office) are extremely well suited to an efficient parallelization,
and the numerical results in Figure 6-12 show this clearly. For our experiments, we
used the r-line preconditioned conjugate gradient (CG) method, and the speedup is
almost optimal (linear) on any number of processors. However, as we saw in Section
5.6, the method is not robust, i.e. the number of iterations grows with the problem size,
and for a grid resolution of 360 x 180 x 100, the NUMG solver is over 10 times faster
than r-line Jacobi preconditioned CG on one processor which we can see in Figure 6-12.
Even when increasing the number of processors for the same problem size, the multigrid
method is still about 10 times faster than preconditioned CG which is substantial.

For finer grid resolutions, such as the ones used in the weak scalability tests in
Figures 6-13 and 6-14, the r-line preconditioned CG method becomes increasingly
inferior to NUMG. This is demonstrated with a scaled efficiency (weak scalability) test
for the preconditioned CG method. We see in Figure 6-15 that the method has poor
weak scalability since the number of iterations using this method grows linearly with
problem size, unlike NUMG. Hence the CPU time also grows at a similar rate, and with

the problem size on 16 processors it takes over 20 times longer than NUMG. Therefore,
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despite the slightly more efficient parallelization, it is never likely to outperform NUMG
even with hundreds of processors, particularly as the problem size increases. This
is a particularly important point to highlight since the results in this section have
clearly shown that the NUMG method can handle an increase in grid resolution that
is expected to occur within the VAR system.

Finally we demonstrate the practical use of the parallel NUMG code within the
VAR system for solving the Quasi-Geostrophic Omega equation. Figure 6-16 is a
visualization of the vertical velocity profile at 8-level 20 on the Charney-Phillips grid,
using the N72 analysis grid which is used for test problems and has a resolution of
144 x 109 x 70. This is exactly the same snapshot as Figure 5-6 but generated using
eight processors instead of one. The two figures show exactly the same image, with no

additional errors on the processor interfaces.

Unified Model Output: Stash code = 41150 (unspecified)

x: longitude (degrees_east)

y: latitude (degrees north)

z: hybrid_p_x1000 20000.0 (level)

t: date / t 2006/11/27:09.00 / 0.000000 (days since 2006-11-27 09:00:00)

90.000

18.000

-18.000

-90.000

—0.0055918 -0.0030105 -0.00042913 0.0021522 0.0047335

-0.0068824 -0.0043011 -0.0017198 0.00086154 0.0034429 0.0060242

Figure 6-16: Snapshot of the vertical velocity, w, after one iteration of VAR at 6-level
20 (roughly 8.8km above ground level), using eight processors



Chapter 7

Application of Multigrid in the
Potential Vorticity Based Control

Variable Transform

In this final chapter we discuss a novel robust method for solving the balanced potential
vorticity (PV) equation (2.3.7) and the unbalanced anti-PV equation (2.3.9) arising
within the PV-based control variable transform (CVT), as described in Chapter 2.

The vorticity based CVT currently operational at the Met Office has various limi-
tations as discussed in Section 2.3 (see also [53]). Hence a new CVT based on potential
vorticity (PV) variables has been thoroughly investigated in, for example [5, 25]. This
new scheme overcomes the limitations of the old CVT and should replace it in the
operational system if it is feasible to implement and if its computational cost is not
significantly greater.

The main issue arising from the PV-based CVT is the necessity to solve highly
ill-conditioned three dimensional (3D) elliptic problems that are not present in the old
CVT. The operators of these 3D problems are written abstractly in the form

2

~AV?u - B 0

W(vﬁvr- V) = g, (7.0.1)

i.e. they have a two dimensional (2D) solve embedded in them and so it is not possible
to discretise them straightforwardly. Moreover the problems are so ill-conditioned that
the solvers used by the Met Office have been unsuccessful in approximating the solutions
to them, even to a low residual tolerance.

Unfortunately the non-uniform multigrid method (NUMG) devised in Chapter 5

cannot directly be used to solve these problems due to the lack of a discrete operator.

181
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However it is possible to use Krylov subspace methods since these only involve applying
the operator, which can be done without an explicit matrix. Nevertheless, due to the
ill-conditioned nature of the problem, the Krylov method will need to be accelerated by
a preconditioner. A novel approach for doing this is to use NUMG to solve a simplified
form of (7.0.1). The simplified problem will have no 2D solve embedded in it so that
it can be discretised. Robust multilevel preconditioners accelerate Krylov methods to
an extent that they perform optimally, so this new approach should not only solve the
3D problems in the PV-based CV'T, but it should solve them very efficiently depending
on how well the simplified form of (7.0.1) approximates the original operator and how
efficiently NUMG can solve the simplified problem.

In Section 7.1 we recall the vorticity based CVT that is currently used in the
operational data assimilation code at the Met Office and how the limitations of this
method are overcome by introducing new control variables based on PV. The exact
steps of the PV-based CVT are also given, with details on the equations that need
to be solved at each step and where the variables are located on the grid. Then in
Section 7.2, we investigate the methods for solving the main equations present in the
new transformation, and how NUMG can be used to great effect. Numerical results
are given in Section 7.3 for a simplified test problem, where we not only demonstrate
the performance of the new method for solving the 3D problems, but also show that
the full cycle of transformations yields accurate results. Finally in Section 7.4, we give
the same numerical results for the full PV-based CVT.

7.1 PV-Based Control Variable Transform

Recall from Chapter 2 that the CVT allows the VAR cost function (2.2.2) to be ex-
pressed in terms of certain new variables that have fewer correlations thus reducing
the density of the background error covariance matrix. The CVT is the transformation
between the usual model variables, e.g. wind velocity, pressure and potential tempera-
ture, and a set of variables called control variables. The state of the system in terms of
the model variables x is written as a sum of the background state x; and an increment
x’. Minimizing the VAR cost function with respect to x’ is problematic as the back-
ground error covariance matrix is large, not explicitly known and contains complicated
correlations between errors in the model variables, as stated in [25]. In terms of the
control variable increments, v/, however, the cost function simplifies because the corre-
lations between the variables are much smaller and so the background error covariance
matrix can be approximated to a good degree of accuracy by a block diagonal matrix

(cf. [53]). Special transformations are still necessary to reduce the background error
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covariance matrix to the identity matrix, as described in Section 2.2.3 (cf. [49]).

We also recall from Chapter 2 that the control variables are chosen so that they rep-
resent normal modes of the system. In a linear shallow water system, one third of the
normal modes are characterized as balanced, i.e. corresponding to Rossby waves, and
two thirds as unbalanced, i.e. corresponding to inertia-gravity waves. As stated in [5],
balanced components of flow are associated solely with PV whilst unbalanced compo-
nents of flow have no PV and are associated with anti-PV. Thus PV only exists within
balanced components of flow, where anti-PV = 0, and similarly, only the unbalanced
variables can influence anti-PV, where PV = 0. The same concept can be extended
to a 3D atmosphere, assuming that there are no significant correlations between the
balanced and unbalanced normal modes. The choice of control variables is made based
on this concept, choosing one variable that represents the balanced normal mode and
two that represent the unbalanced modes, so that they have an uncorrelated property.
The “vorticity-based” control variables which are currently used in the Met Office data
assimilation system, described in [80], attempt to capture the balanced part of the flow
entirely by the streamfunction. A limitation to this method is that the streamfunction
is assumed to be a completely balanced variable with no allowance for an unbalanced
component. However, in general, the streamfunction and pressure variables have both

balanced and unbalanced components as follows

Y =y + Uy,
P =DPu+Dp-

This suggests that the traditional vorticity based CVT is suboptimal, and so a new
set of control variables based on PV [5, 53, 81] have been introduced. We recall from
Section 2.3 that these are the velocity potential, y, the balanced streamfunction, v, and
the unbalanced pressure, p,. The new “PV-based” CVT, formulated in [25], recognizes
the presence of an unbalanced streamfunction and exploits the association between PV
and the balanced component of the flow, hence should not suffer the shortcomings of
the vorticity-based CVT.

We now focus on implementing the PV-based CVT, where we only need to use the
model variable increments v/, v' and p’ since the calculation of the remaining model
variable increments (cf. (2.2.13) — (2.2.16)) are not affected by the new CVT. Recall
that a staggered Arakawa C-grid is used in the horizontal (cf. Figure 2-2) and a
Charney-Phillips grid in the vertical (cf. Figure 2-3), and each of the variables are
located at specific points on the grid.

Firstly the transformation from the model to control variables, i.e. the T-transform,
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(a) (b)

Figure 7-1: (a) The finite volume grid with (a) p’-points as cell centres and (b) ¢’-points
as cell centres

is defined by
v =Tx,

with
x' = (v, p) and v =, v, pl,) -

Now, given the model variables, the implementation of the T-transform is summarized

via a succession of:
e finite difference calculations,
e interpolation of values between points on the grid,

e solving 2D and 3D elliptic problems,

and is done via an intermediate set of variables, namely the horizontal divergence, D,
the PV, @, and the anti-PV, Q. The detailed sequence of steps in the T-transform is

as follows:

Step 1 : (u/,v,p') = (D', ¢/, p')
The model variables v’ and v’ are located on the edges of each cell in the Arakawa
C-grid and on the p-levels in the vertical direction on the Charney-Phillips grid
(see Figures 2-2 and 2-3). p’ is found in the centre of each cell (including the pole
nodes) and also on the p-levels, and we call these p’-points (see Figure 7-1(a)).
The horizontal divergence increment, D’, is calculated as the divergence of the

horizontal velocity field, i.e.

DV — 1 <6u’ (v sinqb))

a sin ¢ 5—'_ 0¢
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where u’ = (v/,v"). Recall that we solve all equations in a spherical geometry, thus
¢ € [0,7] and A € [0,27]. A constant radius of @ is used since the normal mode
analysis is done with the shallow atmosphere approximation. The derivatives are
calculated using finite differences. Since v’ and v’ are located on the edges of
each cell, D’ is found naturally at the p’-points. Since the poles are also located
at cell centres, D’ is derived at the poles using the divergence theorem:

DN

A(R)D =y Y (i he/2,k),  k=1,...,n,
=1

where A(k) = m(rphgy/2)? is the approximate area of the pole cell at level k in the
r-direction, h) and hg are the mesh widths in the A- and ¢-directions respectively

and n) and n, are the number of grid points in the A- and r-directions respectively.

The vorticity, ¢/, is calculated as the curl of the velocity field, i.e. (' =V, x u/,
and is found naturally on the corners of each cell and on p-levels. We call these
Y'-points (see Figure 7-1(b)). By the Helmholtz decomposition, the horizontal
velocities can be decomposed into rotational and divergent parts as in (2.2.10).
Using the Helmholtz decomposition and the equation for the vorticity, the stream-

function, located at the 1-points, is obtained by solving

0, 1 v’ O(usin @)
Vi = asin ¢ (5 a T) ’ (7.1.1)

where 5 5 52
9 1 o (. 0 1 a
Ve = a?sin¢g \ 0¢ i ¢8¢ * sing OAN2 )

This 2D Poisson solve must be solved on each p-level. It is solved with periodic
and polar boundary conditions defined in Section 3.2. As a result the system is
rank deficient and is unique only up to a constant, as stated in Section 3.2.4,
and must be solved using the techniques discussed in Section 5.5.2. For the
experiments in this chapter, the constant is set to zero by projection (cf. Section
5.5.2). Variables located at ¢’-points are not defined at the poles.

Step 2 : (D',¢/,p) —+ (D,Q, Q)
We use (2.3.1) to calculate Q" from p’ and ¢/, i.e.

/ 82/

0
Q' = agV3Y + Bop’ + %8_]:" + 806—7}; . (7.1.2)

ap, Po, 70 and gy are reference state values, defined in [4, Section 5.1]. Before

calculating ', however, we realize that not all variables are located at the same
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place. We require Q" on the v¢/’-points, but p’ is located at the p’-points. Therefore,
p’ must be interpolated onto the ’-points before (7.1.2) can be applied.

To calculate @ from p’ and 1/, we use (2.3.5), i.e.

Q =V, (fpoVid) — V2, (7.1.3)

where pg is a reference density value and f = —2Q cos(¢) is the Coriolis force
calculated using the Earth’s angular velocity of Q = 7.292 x 107> rad/s. @/ is
required at the p’-points so ¢’ is interpolated before (7.1.3) is applied.

—/
Step 3 : (D',Q",Q) = (X', ¥, pu)
Use (2.3.6) to substitute pj into (2.3.3), and since the unbalanced components
have no PV, the following ‘balanced equation’ is solved using just for the balanced

component of the streamfunction, i.e. ;:

_ 0 o
O‘OV72"¢2 + 50 (Vr QVT' : fPoVr%) + 705 (Vr QVT' : fPoVﬂ/)l,a) +
62

co5.3 (Vi Ve foVet) = @

(7.1.4)

This equation is solved using periodic boundary and polar boundary conditions
on the ¢-\ plane, and Neumann boundary conditions at the r-boundaries. The
solution to the 2D Poisson solves in (7.1.4) are unique only up to a constant.
However, if this constant is fixed to zero, then (7.1.4) has a unique solution despite
the Neumann boundary conditions, thanks to presence of the zeroth order term

in the 3D problem. v is found on the ¢’-points.

To obtain p),, firstly we solve (2.3.4), which we recall is
V' =0q, (7.1.5)

on each p-level for ¢ — found at the p/-points — and then use (2.3.8) to substi-
tute p!, into (2.3.2). Since balanced components have no anti-PV, the following
‘unbalanced equation’ is solved just for the unbalanced component of the stream-

. . ! .
function, i.e. 1y

_ 0 _
ao Vi), + fo (VT v, - fpovrq]z);t) + 05, (Vr 2y, . fPoVM%) +
0?2 g o¢! 92¢!
EOW (vr v?" : fpovﬂb;) = /806, + '}’OE + €o a2

(7.1.6)
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which is found at the p’-points, with the same boundary conditions as for (7.1.4).

Then p/, can be found at the p’-points by solving

VW, +€) =V (fpoVittl,), (7.1.7)

i.e. (2.3.8) on each grid level.

Note that there is an alternative equation that can be solved for p/, at the p'-
points, as given in [5, Section 4.7.2]. However, it is simpler to solve (7.1.6) and
(7.1.7) since (7.1.6) is very similar to (7.1.4), only with a different right-hand-side.

Finally, we deduce from the Helmholtz decomposition that
Vi =D, (7.1.8)
which we solve on each p-level to find x’ at the p’-points.

This completes the T-transform. To recapitulate, we have to solve two 3D systems,
(7.1.4) and (7.1.6), and four sets of 2D problems, namely (7.1.1), (7.1.5), (7.1.7) and
(7.1.8), on each grid level. Note that in practice only one 3D solve, namely (7.1.4), is
needed. Since we know 1’ from (7.1.1), we can easily find ¢!, be method of subtraction,
then use (7.1.7) to find p,. However, since the purpose of the experiments in this section
is to show that the full cycle of the PV-based CVT works, we must perform each 3D
solve independently to be certain that the 3D solver is accurate and to consequently
ensure no errors are carried over between variables.

We now present the inverse problem, the U-transform, i.e.
x' =Uv.

Given the PV-based control variable increments, the U-transform proceeds as follows:

Step 1 : (X, ¢, p0) = O, ¢, p)
Given 1 we can find pj by interpolating v onto the p’-points and solving

Viph = Vi (fpoVith) - (7.1.9)

on each p-level. This gives p, on the p’-points and since we already have p, on

the p/-points, we find p/, also on the p’-points, by

P =p,+p-
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Now, given p!,, we obtain ¢!, by interpolating p!, onto the ¢’-points and solving

. opl, 8%,
Vi, = (o)™ {—ﬁop;—% 8pr — €0 an } (7.1.10)

on each p-level. We now have v, and ¢ on the 9’-points, so ¢ is found by
W =+

Step 2 : (\/, ¢/, p") = (W, p)
The Helmholtz decomposition yields

, 10y 1 oY

_Ea—gb_{_asingbﬁ’
L o 10X
v_asin¢a)\+a(9¢'

to obtain u’ and v" at the edges of each cell. v/ is also defined at the poles where

it is simply set to v’ = 0.

This completes the U-transform, where we had to solve two further sets of 2D problems,
namely (7.1.9) and (7.1.10). Note that both the 3D problems are solved on the v'-
points, but some of the 2D problems are also solved on the p/-points. Thus, in order
to discretise these problems using the finite volume method, two grids are required,
one whose cell centres are the p/-points (see Figure 7-1(a)) and another whose cell
centres are the ¢’-points (see Figure 7-1(b)). Both p’- and ¢’-points are located on the
p-levels, so interpolation between these points only requires averaging in the horizontal
direction. The number of p’-points on the grid is ny X ng + 2 (see Section 3.2.4) and
the number of ¢/-points is ny X (ng + 1), noting that they are not located at the poles.

Clearly, the T-transform poses the biggest difficulties with the two 3D solves high-
lighted in step 3. The U-transform, in contrast, contains only two 2D Poisson solves on
each p-level and some finite difference calculations. Thus, the majority of the cost of
the PV-based CVT is the time taken for solving the 3D problems in the T-transform,

and in the following section we investigate methods for solving these problems.

7.2 Strategy for Solving the Balanced PV-Equation

In this section we focus on the difficulties that arise in attempting to solve the balanced
PV-equation (7.1.4) and possible methods that can be used to overcome these difficul-
ties. The unbalanced equation (7.1.6) can be solved identically. Currently at the Met
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Office, the generalized conjugate residual (GCR) method [34] is used to make an at-
tempt at solving the equation, but even with a high number of iterations, convergence
does not occur to a satisfactory tolerance.

We begin by tackling a simplified model problem, i.e. removing the zeroth and first
order terms from (7.1.4), i.e.

2

0
V21, + €

52 (Vi2Ve fpoVey) = Q' (7.2.1)

where we set ag = N2(r) and g9 = f/po, which are reasonably close to their true values.
We also use the same boundary conditions as for (7.1.4) and (7.1.6). By removing the
zeroth order term, the problem is now singular, thus the solution will be unique only
up to a constant. The immediate issue we observe is that the operator V2 is used
only to indicate that a 2D Poisson solve is embedded within the 3D problem, and so
it cannot be discretised. As a result, (7.2.1) cannot be solved using NUMG alone, but
we incorporate NUMG within the development of an alternative strategy.

Let us introduce the following operator:

82
A= aov% + &0

ﬁ (V;er : fPOVr) .

Since A cannot be discretised, the main task is in finding a method of solving (7.2.1)
without the use of a discrete operator.

The proposed strategy is to use the preconditioned conjugate gradient (PCG)
method (cf. Algorithm 4.3) with the following preconditioner:

32

2 2 2
P=N (T)Vﬁ'fow-

(7.2.2)
This is a simplified version of A which assumes that f and pg are constant, where
f = fo =~ 10~%. The operator V2 has disappeared, so P can be discretised to form
a matrix P. Hence systems involving P can solved, and we do so using NUMG. In
fact, P resembles the operator for the Quasi-Geostrophic omega equation from Section
2.2.4, which we recall can be solved optimally using NUMG (cf. Section 5.6.4). Note
that with the boundary conditions as stated above, P is only semi-definite, since the
constant vector is in the nullspace of P. Hence a projection step is required on each
grid level to ensure that the right-hand-side in is the range of P (recall Section 5.5.2).

Now, the remaining issue with using the PCG method is how to implement the
application of the operator A. This will involve a 2D Poisson solve and finite volume

calculations of second order terms.
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Algorithm 7.1 apply_ operator(A,p,q)

1. Given a vector p, the discrete analogue of a function p, containing information at
each node in the 3D domain, create a vector pyp containing the same information
as p but only on the first layer, i.e. on the first p-level.

2. Let Ay be a finite volume discretisation of V, - (fpoV,). Premultiply p,p with

Ay to obtain c, the discrete analogue of V,. - (fpoV,p2p).

3. Let Asp be a finite volume discretisation of V%. Solve V%pED =V, - (fpoVrp2D)
using a 2D NUMG solver to obtain p5, = A, Ll)c. The solution is unique only up
to a constant, which is set to zero.

4. Repeat steps 1-3 on each p-level to obtain p* which contains p3;, on every p-level.

5. Using a finite volume discretisation, Ao, of the second order term —822, we apply
or
q; = g A2p*

6. Obtain the discrete analogue of aoV2pap by applying q = apAsppsp on each
p-level. Then we have q,, a vector containing q3 on each layer.

7. Finally add q; and g, to obtain q, the desired vector which gives the discrete
values of agV2p + 9V, 2V, - (fpoV.p) at each node in the 3D domain.

Thus the two key components of this new PCG method are:

Applying the operator A : Replaces the traditional matrix-vector multiplication in

the Krylov subspace method, since A cannot be discretised.

Preconditioning using the operator P : A solve involving the discrete operator
P can be done optimally using NUMG. It is a good choice for a preconditioner

because P approximates A closely, particularly near the poles where f? ~ f02.

The details of the sequence of steps used to apply the operator A are described in
Algorithm 7.1.

As for the preconditioning step z = P~ !r, this is solved using NUMG V-cycle
iterations until a specific tolerance is satisfied. A residual tolerance of 10~* for the
preconditioner proved to be sufficient in experiments, and stricter tolerances made no
difference to the number of iterations required for the overall PCG method to converge.

The algorithm for solving (7.2.1) using PCG is given in Algorithm 7.2.
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Algorithm 7.2 Preconditioned Conjugate Gradient method: pcg(A,u,b)

Choose ul®) (initial solution) and P (preconditioner)

q = apply_operator(A4,u®,q) (apply A to u®)
r® =b-q
Solve z(®) = p~1r(©) (solve using NUMG)
p©® =z
for K =0,1,..., until convergence ...

q = apply_operator(A,p®, q) (apply A to p*))

ay = (2H7rW)/(pM)7q)
D) — pk) _ o Ap*)
if r(*+1) sufficiently small exit
Solve z(k+1) = p~1p(k+1) (solve using NUMG)
B = (Z(kJrl)Tr(kJrl))/(Z(k)Tr(k))
p(k+1) = Z(k+1) _|_ ﬁkp(k)
end for

7.3 Results for the Simplified Model Problem

We firstly test that the transformations do indeed work, i.e. that I = TU. We do this
by using initial predetermined values for the control variable increments vy, p) and
X'. We apply the full cycle of transformations, i.e. the U-transform followed by the
T-transform, and then measure the resulting error between the initial and final values

of the control variable increments. The values chosen for ¢, p;, and x’ are:

by, = 0.5 cos(4m) sin (27 ) cos(nr) ,
pl, = cos(me) sin(4w ) sin(7r)
X' = 0.2cos(m\) sin(27¢) cos(7r) .

We perform the full cycle of transformations on different grid resolutions and determine
the error with respect to the mesh width. Note that the mesh widths on the two grids
in Figure 7-1 will always be equal.

We use the simplified model problem (7.2.1) to test the PV-based CVT, meaning

that some other equations in the transformations must also be changed. These are:

2,/
(7.1.2) which becomes: Q' = ag V' + g ?97,2; , (7.3.1)
82
(7.1.4) which becomes: agV?21) + 2053 (VT—QVT < fpoViey) = Q' (7.3.2)
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2 2 ¢!
(7.1.6) which becomes: QOV%#J; + 50% (v;2vr . fpovrwg) = 50(?3752 ,  (7.3.3)
2,1
(7.1.10) which becomes: V24!, = (o)™ {—60 887%)2”} . (7.3.4)

We use the preconditioned conjugate gradient (PCG) method preconditioned with an
NUMG preconditioner at each iteration. Tables 7.1 and 7.2 show the results. In
Table 7.1, errorx denotes the error between the initial values of control variable X
and their values after the full cycle of transformations, measured using the Euclidean
norm. We observe that the error is small and converges for all quantities relatively
rapidly with respect to mesh width (at least quadratically for each variable). This fast
convergence could be aided by the fact that smooth functions have been used for the
control variables, which is likely to reduce the discretisation and interpolation errors.
We will therefore test the full cycle of transformations in the next section with more
oscillatory functions, which will simulate a more realistic representation of the true
values of the control variables.

However, the results from this section confirm that the cycle of transformations is
indeed accurate and that the accuracy can be improved using a finer resolution of grid
points. Table 7.1 also shows the total number of PCG iterations required for solving
(7.3.2) and (7.3.3) to a residual tolerance of 1074, and also the CPU time required per
PCG solve. The number of iterations fluctuate slightly with problem size, but certainly
do not show a trend of increasing with the problem size. Hence the total CPU time
taken grows approximately linearly with problem size, and this optimality is even more

apparent when measuring the CPU time per iteration on each problem size.

Problem Size || errory, | error, | errorys | # PCG its | Time taken for PCG solve
32x16x8 9.59E-2 0.11 6.68E-2 26/26 1.12/1.13
64x32x16 1.46E-2 | 1.60E-2 | 1.05E-2 39/45 14.6/15.6

128x64x32 3.34E-3 | 3.46E-3 | 1.03E-3 22/38 69.7/123.5
256x128x64 || 6.83E-4 | 5.11E-4 | 8.97E-6 16/29 463/865

Table 7.1: The magnitude of errors in the PV-based CVT. Column 5 denotes the num-
ber of PCG iterations required for solving (7.3.2) and (7.3.3), respectively. Similarly
column 6 denotes the CPU time (in seconds) required for solving (7.3.2) and (7.3.3),
respectively.

Table 7.2 gives the details of each of the components that is used in the process of
solving the balanced PV-equation (7.3.2) using the PCG method. Since this equation
and equation (7.3.3) are the main bottlenecks in the PV-based CVT, it is important
that each component of these solves performs effectively. Column 2 shows the average

number of iterations required for the 2D Poisson solve on each layer, solved using the
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2D NUMG method from Section 5.5, which is clearly unaffected by the problem size.
Likewise, Column 3 gives the average CPU time of the Poisson solves, which grows
linearly with problem size. Column 4 gives the average CPU time for applying the
operator A at each PCG iteration, which replaces the matrix-vector multiplication.
Once again the CPU time grows linearly with problem size. Column 5 indicates the
average number of V-cycle iterations required for the preconditioning step at each PCG
iteration. Recall that the preconditioning system is solved using the 3D NUMG method
to a residual tolerance of 1074, and stricter tolerances did not reduce the overall error of
the full cycle of transformations any further. The number of V-cycle iterations required
is robust with respect to the problem size, which is consistent with the experiments and
theory from Chapter 5, and the time of the V-cycle solve grows linearly with problem
size, as shown in Column 6. Hence we observe that all the components of the PCG
method perform optimally, and as a result the PCG method performs almost optimally,

with only a small fluctuation in the number of PCG iterations, as seen in Table 7.1.

Problem Size || # Its (2D) | 2D solve || Apply A || # Its (3D) | 3D solve
32x16x8 8 2.6E-3 2.4E-2 3 1.8E-2
64x32x16 8 1.0E-2 0.17 4 0.18

128x64x32 9 3.9E-2 1.35 4 1.82
256x128x64 9 0.18 12.9 4 15.4

Table 7.2: Details of each component when solving the 3D balanced equation (7.3.2).
CPU time in seconds. Identical results are found when solving the 3D unbalanced
equation (7.3.3).

The methods just described are completely novel for these kind of problems and
the results will be of great interest to the Met Office who are currently unable to carry

out the PV-based CVT operationally due to the lack of a good enough solver.

7.4 Results for the Full Problem

This chapter is concluded with the results for the PV-based CVT as described in Sec-
tion 7.1, using the balanced PV-equation (7.1.4) and the unbalanced anti-PV equation
(7.1.6). No simplifications are made, and so the results here describe the transforma-
tions as they would be implemented at the Met Office.

We present the results in the same way as in Section 7.3, i.e. show whether the PV-
based CV'T yields accurate results, and then give the performance of the preconditioned
Krylov subspace method on each of the 3D problems. The difference between the

two 3D problems in this section and those in Section 7.3 is the inclusion of the first
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and zeroth order terms. In addition, each of the coefficients «ag, 8o, 7o and ey are
now functions of radius and latitude, e.g. g = ap(r, ), which imposes an additional
difficulty. However, each of the functions varies smoothly in both directions. The

operator for the full 3D problems are

0
A= 0oV + o (V2Vr - fpoVie) + 905 (Vi 2V fpoVr) +
5?2

50@ (V;QVT : fPoVr) )

which is applied at each iteration.

Recall from Section 3.2.1 that the finite volume discretisation of first order terms
yields a non-symmetric matrix. Hence the preconditioned conjugate gradient (PCG)
method will be replaced with the preconditioned stabilized biconjugate gradient (Bi-
CGSTAB) method [76], a fast iterative method for the solution of non-symmetric linear
systems (note that GMRES [65] is also a suitably fast method for this situation). The
preconditioning matrix, P, is a finite volume discretisation of

— ~ ~ 0 0?
P =aoV; + Bofpo+J0fpos- +€0fposs
or or

where ay, 50, o and &g are functions of r only and take the values of «g, By, 7o and
go at ¢ = /4, i.e. midway between the south pole and the equator. Solves involving
the preconditioning matrix P will be done with NUMG using a tolerance of 10~ as
before. The inclusion of the zeroth order term ensures that the operator is positive
definite, and a unique solution exists if the constant in the solution to the 2D solves
is fixed. Note also that the first order term in the radial direction poses no additional
difficulties for NUMG (as shown when solving the Helmholtz equation in Section 5.6.5)
because of the r-line smoother we use.

The Bi-CGSTAB method requires two applications of the operator and two NUMG
solves as opposed to one of each as in the case of the PCG method. The algorithm
of the preconditioned Bi-CGSTAB method is given in Algorithm 7.3, as we use this
to solve (7.1.4) and (7.1.6) to a residual tolerance of 10~% as we did in the previous
section.

The values chosen this time for ¢y, p;, and x’ are:

by, = 0.5 cos(40m¢) sin(15m\) cos(87r) + cos(6m) sin(25m\) cos(127r) ,
pl, = 2cos(m¢) sin(4w ) sin(7r) — 0.1 cos(307¢) sin (407 \) sin(2077) ,
X' = 3cos(207\) sin(25m¢) cos(357r) + cos(5mp) sin(10m\) sin(1577) .
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Algorithm 7.3 Bi-CGSTAB method with left preconditioning: pcg(A,u,b)

Choose ul®) (initial solution) and P (preconditioner)

t = apply_operator(A,u® . t) (apply A to u®)
r@ =b—t

p@ =v® =9

=10

a=w=p =1

for K =0,1,..., until convergence ...

prs1 =1 1)
B = (prr10)/(prw)
prtD) = r®) 4 g(p*) — v (k)
Solve y = P~ lpk+1) (solve using NUMG)
v(+1) = apply_operator(A,y, vist1) (apply A to y)
0 = prya /(FVEHD)
S — I.(k) _ av(k—l—l)
Solve z = P~ !s (solve using NUMG)
t = apply_operator(A,z,t) (apply A to z)
w = (tTs)/(tTt)
ubt) = uk) 4 oy + wz
r(F D) =5 — Wt
if r*t1 gufficiently small exit

end for

which have wavenumbers that are much higher than for the control variables used for
the tests in Section 7.3, and so the functions are much harder to capture accurately,
particularly with the coarse grids.

Table 7.3 shows that the CVT is implemented accurately, with the error between
the initial and final values of each control variable converging between linearly and
quadratically with respect to the mesh width. This is a more expected rate of con-
vergence of the errors than those observed in Section 7.3, since the interpolation and
discretisation operators used are second-order accurate with respect to mesh width.
Note that there is a discrepancy in the number of iterations required for solving (7.1.4)
and (7.1.6), caused by a different right-hand-side. We did not investigate the reason
for the differences, but nevertheless it is clear that for both cases the number of Bi-
CGSTAB iterations does not grow with problem size, hence the total CPU time grows
roughly linearly with problem size. Table 7.4 demonstrates that each of the components
in the preconditioned Krylov subspace method performes optimally, with the number

of iterations independent of the problem size and the CPU times increasing linearly.
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Problem Size || errory, | error, | errorys | # PCG its | Time taken for PCG solve
32x16x8 0.29 0.31 0.27 19/39 2.30/4.61
64x32x16 0.10 0.11 0.12 16/23 12.0/17.1
128x64x32 3.76E-2 | 4.77E-2 | 5.15E-2 6/15 48.3/119

256x128x64 || 1.55E-2 | 1.70E-2 | 1.84E-2 6/16 391/988

Table 7.3: The magnitude of errors in the PV-based CVT. Column 5 denotes the num-
ber of PCG iterations required for solving (7.1.4) and (7.1.6), respectively. Similarly
column 6 denotes the CPU time (in seconds) required for solving (7.1.4) and (7.1.6),
respectively.

Problem Size || # Its (2D) | 2D solve || Apply A || # Its (3D) | 3D solve
32x16x8 8 2.9E-3 2.9E-2 4 2.9E-2
64x32x16 8 9.0E-3 0.16 4 0.21

128x64x32 9 3.8E-2 1.9 4 1.9
256x128x64 9 0.18 16.5 4 15.6

Table 7.4: Details of each component when solving the 3D balanced equation (7.1.4).
The same results are found when solving the 3D unbalanced equation (7.1.6). CPU
time in seconds.

Finally we demonstrate the performance of the method for solving the balanced PV-
equation (7.1.4) within the developmental VAR code for the PV-based CVT. In addition
to the coefficients ag, By, 70 and g varying in two coordinate directions (latitude and
radius), the mesh in the radial direction also varies in all three coordinate directions
to take into account orography (relief of mountains) of the Earth’s surface. (7.1.4) was
solved in 38 iterations of the preconditioned Bi-CGSTAB method using the N108 data
assimilation grid which has a resolution of 216 x 163 x 70. Figure 7-2 is a snapshot of
the balanced streamfunction plotted at p-level 40 which is approximately 29.8km above
the surface of the Earth.

7.5 Summary

We have demonstrated in this chapter that NUMG can also be effectively used as
a preconditioner to Krylov subspace methods in harder problems arising in the PV-
based CVT. The new techniques outlined in the chapter successfully deal with the ill-
conditioned nature of these problems and are able to solve them efficiently irrespective
of the mesh resolution. Since the Met Office’s GCR solver has not even been able to
find a solution to these problems, the method described in this chapter is a big step
towards getting the PV-based CVT operational in the Met Office’s data assimilation

code.
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Unified Model Output (Vn 7.1): Stash code = 43500 (unspecified)

x: longitude (degrees east)

y: latitude (degrees_north)

z: hybrid_ht 40.0 (level)

t: date /t 2007/12/14:18.00 / 0.000000 (days since 2007-12-14 18:00:00)

89.444

17.889 —

-17.889

-53.667

-89.444
0.83333 359.17
X

-5.4967e+06 -2.8696e+06 —-2.4252e+05 2.3846e+06 5.0117e+06

-6.8103e+06 -4.1832e+06 -1.5561e+06 1.0710e+06 3.6982e+06 6.3253e+06

Figure 7-2: Snapshot of the balanced streamfunction, v, at p-level 40 (roughly 29.8km
above ground level)



Chapter 8

Future Work and Extensions

The work of this thesis has answered many questions and has made a genuine contri-
bution to the development of the VAR code at the Met Office. Nevertheless, there are
several natural extensions to the thesis that ought to be investigated and would be of
potential use to the Met Office. These are:

1.

Solving the main elliptic problems on different grids, e.g. Yin—Yang or icosahedral
grids [9]. These grids will avoid both the “pole problem” and the anisotropies
introduced by the spherical polar grid used in this thesis and at the Met Office.
Hence, the accuracy and speed of the multigrid method that can be achieved on
these grids would be of great interest. Clearly the multigrid method will need to

be modified for each particular grid.

Investigating multigrid methods for elliptic problems with a large convection term
in all three coordinate directions. Solving equations with convection dominated

flows will be useful from the point of view of the Met Office.

Solving the balanced equation as a coupled problem rather than a single nested

problem. Techniques such as block elimination (cf. Section 5.5.2) could be used.

Investigating a theoretical justification for the robustness of the two-dimensional
Poisson-type equation with grid-aligned anisotropy, when solved with the non-

uniform multigrid method.

Investigation of multigrid methods for a more general class of problems, e.g. for
matrices with positive off-diagonal entries. This could be linked with point 2,

above.
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Appendix A

Convergence Theory Using

Fourier Analysis

Recall the one-dimensional model problem (4.1.1) from Section 4.1:
—Uge = f(z) on Q=1(0,1), wu(z)=0 on I ={0,1}.

Let ny — 1 and ny—1 — 1 be the number of interior grid points on levels ¢ (the fine grid)
and ¢ — 1 (the coarse grid) respectively. A finite difference discretisation of the above

problem leads to a system of ny, — 1 equations denoted by

Apag = by,
with ) }
2 -1
11 -1 2
Ag — ﬁ
¢ -1
- _1 2 -
We denote the mesh widths on each level by
1 1
hy = —, hg 1 = —— =2hy.
Ty ng—1

Recall from Section 4.2.3 that the eigenvectors {vg) :1<i<mny—1} of Ay are

v](zz = sin(ijmhy), L,j=1,...,n—1
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(4)

These eigenvectors form an orthonormal basis, so a matrix @, consisting of v,” as
its columns is unitary, i.e. Qng = I. We form @, with a special ordering of the

eigenvectors (the reason will become apparent later):

e 2 ne
Qe = v VP v v T T )

Multiplication by @, or Qg does not change the spectral norm or spectral radius of a

matrix, thus we have
IMello = [[Mcll and  p(My) = p(My), (A.0.1)

where M) is the iteration matrix for the two-grid method and M, = QlegQg. Now,
convergence of the two-grid method is obtained if p(M,) < 1, but since the spectral
radius and spectral norm of a symmetric matrix are equivalent, and by (A.0.1), we

have that convergence is obtained if
||M gHQ <1.

It will be apparent that the Fourier-transformed iteration matrix M, of the two-grid

method is a block diagonal matrix of the form
]\ng = blockdiag{ M, M, ..., My, ,—1,My, .},
where M; € R?*? for 1 <i<ny_; — 1 and M, , € R. The matrices M; satisfy

[ M||2 = maz{[[M;ll2 : 1 <i<mngeq}
p(Mg) = maz{p(M;) : 1 <i<mny 1}

therefore it is sufficient to show that
mazx{||M;ll2 : 1<i<ngq1}<1
for convergence. The Fourier transformed two-grid iteration matrix is

My = Qf MQe = QF (I — PA* RA)Sy Q¢
= (I - PA/Y RA,)SY,

where

Ay=QrAQi, Se=QFSiQi, P=QI,PQ) P=QIPQs,.
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Note that we are only using pre-smoothing for simplicity, but the analysis is still valid

when post-smoothing is included. The Fourier transformation matrix (y_; is built

using the eigenvectors of A,_1, i.e. Vﬁ_l = sin(2ijmhy), i =1,...,n4_1 — 1, thus

@t = W V@, V).

From Section 4.2.3, we know that the eigenvalues of Ay are

4 2 (. h[
)\i:h—%sm <27TE>.

For convenience we introduce the notation

. . hye . hy
s; =sin [ im— | , c; =cos | im— | .
2 2

Noting that s%e_i = c? and that AgV;) = )\ivgi) fori=1,...,ny — 1, we have
Ay = QT AyQq = blockdiag{ Ay, ..., An, |}, (A.0.2)
where
2 s; 0 2
A; = 4hy, 0’ o | i=1 e —1 and Ap,_, =2h,". (A.0.3)
G

1
29
I — 1h?A,. Then noting that s? = 1 — ¢, we use (A.0.2) and (A.0.3) to deduce that

For the smother, suppose we choose the Jacobi method damped by w = %, i.e. Sy =

S¢ = QF'S,Q, = blockdiag{S:,...,Sn, .}, (A.0.4)
where
C? 0 . 1
Si: [ 0 3? ] ,z:l,...,ng_l—l Snl—lzi‘ (A05)

For the coarse grid operator, we have

Ay =QF 1A 1Qpy = diag{A},..., A, } where A} =4h?s}c?, (A.0.6)

neg—1

because of Ag,lvgi_)l = )\;véi_)l with X = 4h£__21 sin? (mh"T‘l) = hZQ sin?(imhy). Finally

for the transfer operators we obtain

R 1
R = QI RQ, = blockdiag{Ry,...,R,, ,—1,0} where R;= \/; (2,87, (A.0.7)
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and

C~

P = QT RQ_1 = blockdiag{P,..., Py, ,-1,0} with P, =+/2 [ .

S0 SN
1
>
o
Qo
SN—

Now, using (A.0.2) — (A.0.8), we obtain
M; = (I — P(A)™1R;A:)SY, i=1,...,n0_1—1 and M, , =2"".

Inserting the matrices, we obtain for i =1,...,np_1 — 1,

10 2] n2 s2 0 2 o0l
M; = — ——[c?, s? § '
([o ] [ ]4[ ][o MO ]
2 ¢ 2 0 Y
= ¢ v . A.O.g
[522 [ ][0 52 ( )

7
The first matrix represents the coarse grid correction and the second represents the

SO0 S o
SN

EN CION

smoother. Now since 1 <17 <ny_1—1<ny—1i < ny, we have
0<s?<icd<l
< S; < 5 < C; < 1.

Hence in the coarse grid correction, the component of the smooth eigenvector (i.e.
the first column containing the s; terms) is better reduced, while the smoother better
reduces the component of the oscillatory eigenvector (the second column). Now, using
(A.0.9),

[Mills = (/201 = 2% + (1= s2)si]

= mazx{||M;||2} = maz{f,(s?) :i=1,...,n4_1},

where

F(€) = V20E(1 - + (1 - €)2¢>].
Since 0 < 822 < %, we have
1M]l2 = [|M]l2 = maz{|| My} < mazgcect|fo(€)]-

Hence the convergence rate of the two-grid iteration depends only on the number of

smoothing steps v and is independent of hy.



Appendix B

The Multigrid Iteration Matrix

The proof of Lemma 4.6.9 is as follows:

Proof. For £ = 1, there is no multigrid iteration and only the coarse grid solve. For
¢ = 2, the multigrid algorithm is identical to the two-grid algorithm, since only two
grids are used. Let ¢ > 2, and u; be the approximation to the solution at the j*

iteration of multigrid. Then the pre-smoothing step yields
uy = SZI 11% .

Then we apply the multigrid iteration at level /—1 to Ay_1ey_1 = dy_1 := R(by— Ayuy)

with starting guess egfl =0

1 MG .0 MG MG
e 1 =M;"Ve; 1+ N, 7dp—1 = N;Z7dgy
y—1
Y _ MG MG
= € 1= Z(Meq MNZTdeq
=0

Interpolating the error onto the fine grid, we have
v—1
i = Pel, = P (VUG NMEd, .
pn=0
and after updating the error and post-smoothing, we obtain
v—1

SPutt = Sy + eg) = P25y w) + Py (MME)NMTR(by — AS) ).
pn=0

203



CHAPTER B. APPLICATION IN THE PV-BASED CVT 204

Now, any solution of Ayu; = by is a stationary point of (4.6.32), thus

uy = M%Glu + N%Gbg = M%Glu + NZZMGAgug
=1 =MM"+NMA,
=NMC = (1 - MMOYA;*T.

Using this expression for NZM & we obtain
y—1 ‘
P Y (YNGR — AgS )
n=0
y-1 A
= P (MIEY (T - MPE) AL R(be — ASPl)
n=0
y—1 A
= PY_[(MMFY — (MY AL R(be — AeS )
n=0
= P[I = (MZF)]A ! R(by — AcS{ 7).

Inserting this into (B) gives
Syl =S¥ (y + eg) = S¥2SY a) + P[I — (MMF)) A R(by — 4,55 a)),
and so the iteration matrix is

MM = 82 (I — P[I — (MMS)A L RA,)S)
= S (I — PAY RA)S + S P(MMGYY AL RALSY
= MIC + S22 P(MMGY AL RASY

by induction. O



Appendix C

Proof of the Approximation

Property

Proof. (of Theorem 4.6.3) The proof will be given in a finite element setting. We
consider the finite element discretisation of the 2D Poisson equation as it satisfies the
regularity assumption (4.6.5). Let us first recall the problem to be solved (in the weak
formulation):

Find u € V s.t. a(u,v) = (f,v)r,@ Yo eV,

where a : V' x V — R is a bilinear form, (-,-)1,(q) is the scalar product of L2(Q2) and
V = H}(Q). For the Poisson problem, the weak form is

a(u,v) = / Vu - Vv dzdy, (f,0)La00) = / fudz.
Q Q
The weak form may be recast as the problem of finding u € V satisfying the equation
Au=f. (C.0.1)

where A : V — V' is a mapping from the Hilbert space V to a dual space V' of all
bounded linear functionals on V.

We introduce a hierarchy of piecewise bilinear finite dimensional spaces
VicVoCc---CVp_qCVpCV.

with suitable piecewise bilinear nodal basis functions for each of the spaces. We want

to solve the approximate weak form in the space Vg, so we seek up € Vg s.t.
a(up,vr) = (f,vF)L,) Yor € V. (C.0.2)
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Then up € R™" is the vector containing the values of ur at the nodal points, and we
have dim(Vy) = dim(R"z) =nt, V0 =1,...,F.

The finite element discretisation of (C.0.2) on level £ is:
AgUg = bg .
We now define a bijective mapping from R™ to V; using the operator py:

Ug = PeUy,

with the adjoint mapping from V; to R™ defined as rp = pg such that

< Teug, g >= (Ug, PUg) Ly(0) 5

where uy € R™, uy € V; and where < -,- > is the scalar product defined as
) ) p

nt

<a,b>=hi> al(i)b(i).

i=1

The scaling by h? in the definition of < -,- > is applied to ensure that the Euclidean
norm of a vector v, € R™ and the L?(2)-norm of the corresponding function pyv, € V;

are uniformly equivalent, i.e.

1
C | ve ll2<|l peve HL2(Q)S Cllvele - (C.0.3)

Using the bijective mapping, we define the canonical interpolation operator P, : R™-1 —
R™, by
p1=pPr = Pr=p;'pr1.

The canonical restriction operator, Ry : R™ — R™-1_is defined as the adjoint of Pj:
Ry = PZT s.t. < Pouy_q,wy >=<uy_1, Rgwy > .

The coarse grid operator A,_; is then constructed using the Galerkin product (see
Section 4.4.2), i.e. Ap_1 = RyAiPp.
Recall the regularity assumption from Finite Element theory [19] (see also (4.6.5)):

| ue = | py )< ChE || f s - (C.0.4)

Now, (C.0.1) implies u = A~!f. Also, it can be shown that A, = 7p.Ap, and by = r,f
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which gives uy = pgA[lrg f. Inserting the values for v and uy into (C.0.4), we get

I peAy ' ref = A7 liy@) < ChE | f oo
= | pgAé_lrg — At HLQ(Q)_,L2(Q)§ Ch%. (C.0.5)

Similarly, on V;_1 we have:
I pe1 Ay e — A7 | Ly La@) < Chiy - (C.0.6)
So combining (C.0.5) and (C.0.6) gives

| peA;  re — o1 A e (1 La(@)— o)
< ped;'re — A y@)=ra) + I P14 -1 — A7 | La@) > La(9)
< C(h] +hi_y).

Then using py_1 = pe Py and ry_1 = Ryry, we obtain
I pe(A; " = PAZ R)re (| (@) Loy < C(hG +RE_y) -

Now inequality (C.0.3) implies || peX7¢ ||1,(0)=1,@)< C? | X |2, where || - [|2 now

denotes the spectral norm, so

_ _ 1 _ _
| A7t = PAZLR |2 < o2 1 pe(4y L= PAL R | La@)— Lo
< C'(hf + hi_y) < Cahj

under the assumption that hy_1 = 2hy. This proves the approximation property. [
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