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Abstract

The non-hydrostatic dynamical core ENDGame (Even Newer Dynamics for the Gen-
eral Atmospheric Modelling of the Environment) is extended into the thermosphere
to test its feasability as a whole-atmosphere dynamical core that can simulate the
large scale fluid dynamics of the whole atmosphere from the surface to the top of the
thermosphere at 600 km. This research may have applications in the development
of a Sun-to-Earth modelling system involving the Met Office Unified Model, which
will be useful for space weather forecasting and chemical climate modelling.

Initial attempts to raise the top boundary of ENDGame above ~100km give
rise to instabilities. To explore the potential causes of these instabilities, a one-
dimensional column version of ENDGame: ENDGamelD, is developed to study
the effects of vertically propagating acoustic waves in the dynamical core. A 2D
ray-tracing scheme is also developed, which accounts for the numerical effects on
wave propagation. It is found that ENDGame’s numerics have a tendency towards
the excessive focussing of wave energy towards vertical propagation, and have poor
handling of large amplitude waves, also being unable to handle shocks.

A key finding is that the physical processes of vertical molecular viscosity and
diffusion prevent the excessive growth of wave amplitudes in the thermosphere in
ENDGame, which may be crucial to improving ENDGame’s stability as it is ex-
tended upwards. Therefore, a fully implicit-in-time implementation of vertical mo-
lecular viscosity and diffusion is developed in both ENDGamelD and the full three-
dimensional version of ENDGame: ENDGame3D. A new scheme is developed to
deal with the viscous and diffusive terms with the dynamics terms in a fully coupled
way to avoid time-splitting errors that may arise.

The combination of a small amount of off-centring of ENDGame’s semi-implicit
formulation and the inclusion of vertical molecular viscosity and diffusion act to
make ENDGame significantly more stable, as long as the simulation is able to remain

stable up to the molecularly diffused region above an altitude of ~130 km.
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Chapter 1

Introduction

1.1 Motivation for the use of a whole atmosphere model

The Met Office used to have separate models for forecasting weather on short time-
scales of hours or days, and for simulating climate on a time-scale of years [Brown
et al. |, 2012]. However, in 1990 the Met Office introduced the Unified Model (UM)
that could be used for both weather and climate applications |[Cullen & Davies, |1991].
The dynamical core is the component of a global circulation model (GCM) that
solves the dynamical equations of motion on resolved scales: Newton’s laws applied
to a gas, in order to simulate the large-scale fluid dynamics of the atmosphere. The
UM originally had an Eulerian dynamical core, but in 2002 the Met Office introduced
a new semi-Lagrangian dynamical core called New Dynamics. Since the same tool
could seamlessly model the atmosphere in vastly different time-scales, there could
be greater confidence and understanding in its modelling of physical processes that
govern both the weather and climate [Davies et al. | [2005; Brown et al. |, 2012].

In a similar way, there is currently a lot of interest in developing a seamless whole
atmosphere model dynamical core. This would involve including all of the levels of
the atmosphere, from the troposphere to the thermosphere, in the same model,
simulating all processes that occur in the lower atmosphere and the thermosphere,
as well as the coupling between layers, detailed in section This research will
consider whether it is possible to produce a satisfactory whole atmosphere dynamical

core by vertically extending an existing dynamical core up into the thermosphere.

1.2 Research aims

The aim of this research is to find out whether it is possible to vertically extend a
non-hydrostatic formulation of a dynamical core into the thermosphere, to produce

a whole atmosphere model dynamical core.

11



12 CHAPTER 1. INTRODUCTION

The dynamical core being extended is called Fven Newer Dynamics for the
General atmospheric modelling of the environment (ENDGame). ENDGame was
developed by the Dynamics Research team at the Met Office and Professor John
Thuburn at the University of Exeter, and it is the dynamical core currently being
used operationally in the UM at the Met Office [Bush et al. | 2014]. The version
of ENDGame that will be considered for this project is a stripped-down, independ-
ent implementation of the dynamical core which solves the governing equations of
geophysical fluid dynamics for the atmosphere.

ENDGame has a number of unique features that should make it suitable for
extending into the thermosphere. These are detailed in the literature review in
section [2] It is hoped that ENDGame can be developed to become a fully coupled
whole atmosphere dynamical core which better represents the weather and climate
from the surface up to the exobase at 600 km: the region for which the Navier-Stokes
equations are applicable [Akmaev, 2011]. This is further motivated by observational
evidence of interactions between terrestrial weather and space weather, detailed in
section as these observations would be difficult to reproduce in separate models
for the lower and upper atmosphere.

In practice, it may turn out that a non-hydrostatic whole atmosphere dynamical
core cannot be obtained. It may be that there are issues with applying the Navier-
Stokes equations of fluid motion to the tenuous upper thermosphere. Some other
questions that might arise is whether the fluctuation in height of the exobase is too
great, or whether the interactions between the thermosphere and the lower levels of
the atmosphere are significant enough to justify the extra difficulties of developing

a whole atmosphere model.

1.3 Potential applications and space weather

Space weather encompasses the physical state and phenomena of the sun, the solar
wind, the magnetosphere, the ionosphere and the neutral atmosphere [World Meteor-
ological Organization), 2008]. This includes the magnetic fields, radiation, particles
and matter that are ejected from the sun, travel through space and then interact
with the Earth’s ‘onosphere: the ionised part of the upper atmosphere. |Cannon
et al. | [2013] lists some possible impacts that an extreme space weather event (a
solar superstorm that should occur only once every 200 years) would have on the

UK:

e Damage to the electricity grid, with power outages likely. Modelling estimates
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that around six super grid transformers in England and Wales, and a further
seven in Scotland, could be damaged through geomagnetic disturbances and

taken out of service. [Cannon et al. | |2013]

e Approximately 10% of satellites will suffer temporary outages and some may

be lost. The entire satellite fleet will be aged through radiation damage.

e High energy particles may cause individual avionic components to malfunction,
and passengers and crew airborne at the time of an extreme event would be

exposed to a high one-off radiation dose.

e GPS will become partially or completely inoperable for 1-3 days, which will
have important operational consequences for those that rely upon it, such as

defence or emergency services.

The disruptions that can be caused by damage to these systems could potentially
endanger life and property. Less severe space weather can still affect the atmospheric

drag on satellites.

For this reason, the Met Office is interested in simulating and forecasting space
weather, and it has recently opened its own Space Weather Operations Centre (MOS-
WOC) to inform people of dangerous space weather events. MOSWOC has a number
of tools for observing the Sun. One of these is the Wang-Sheeley-Arge (WSA) Enlil
model for predicting the arrival times of coronal mass ejections and solar winds |Tak-
takishvili et al. | 2009]. Another is the Relative Electron Forecast Model (REFM)
which simulates the 72 meV electron fluence in the radiation belt of the Earth’s mag-
netosphere [Space Weather Prediction Center (SWPC), 2008; Baker et al. | 1990].
The D-Region Absorption (D-RAP) model simulates the impact of solar flares and
solar energetic particle events on high frequency radio absorption in the D-region of
the ionosphere (between around 50 — 80km) [Sauer & Wilkinson) 2008]. However,
future MOSWOC operational forecasts would benefit from using a coupled Sun-to-
Earth modelling system, instead of these separate uncoupled models. This system

would also benefit from the use of a whole-atmosphere dynamical core.

If the extension of ENDGame into a whole atmosphere dynamical core is suc-
cessful, then the Met Office already has the infrastructure in place to be able to
develop it further so that it can be used in forecasting or modelling space weather

in the future.
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1.4 The structure of this thesis

Chapter [2] gives a review of the current literature on whole atmosphere modelling,
including the motivation for developing whole atmosphere models, and the justific-
ation for extending the existing ENDGame dynamical core into the thermosphere.

A simplified one-dimensional vertical column version of ENDGame has been
developed in order to cheaply and easily implement and test new numerical methods
and physical processes before implementing them into the full three-dimensional
version of ENDGame. From this point on, this column version of ENDGame will be
referred to as ENDGamelD, while the full three-dimensional version of ENDGame
will be referred to as ENDGame3D. In chapter [3, a summary of ENDGamelD is
given and stability tests are performed to characterise the problem of stability in
the thermosphere. Appendix [A] goes into more detail on deriving the equations that
ENDGamelD solves.

In chapter [4] a ray-tracing scheme is developed to analyse the numerical effects
on wave propagation in ENDGame. Some of these effects include the tendency of
ENDGame to channel wave energy vertically caused by its coarse horizontal resol-
ution, and the slow propagation of waves caused by the time discretisation. The
damping effect of molecular viscosity and diffusion on wave amplitudes are also
demonstrated.

Chapter |5| details the formulation of the ENDGamelD equations including ver-
tical molecular viscosity and diffusion, and stability tests are performed. It is found
that with a small amount of off-centring, the ENDGamelD with vertical molecular
viscosity and diffusion is able to remain stable with a top boundary at 600 km.

Chapter [6] details the formulation of ENDGame3D with vertical molecular vis-
cosity and diffusion, and again, includes a demonstration of the stability of the new
scheme as it is extended into the thermosphere. It turns out that ENDGame3D
with vertical molecular viscosity and diffusion is able to remain stable with a top
boundary up to 270 km with much less off-centring than is required by the scheme
without vertical molecular viscosity and diffusion.

Lastly in chapter [7] conclusions are drawn and a summary of the future research
and development of ENDGame that will lead to a complete Sun-to-Earth modelling

system is given.



Chapter 2

Literature Review on Whole

Atmosphere Modelling

This literature review has three main purposes. The first is to introduce the ther-
mosphere, and its structure and dynamical properties. The second is to introduce
the concept of whole atmosphere modelling and justify the need for modelling the
atmosphere from the surface to the top of the thermosphere. The third is to analyse
the current status of research in the area of whole atmosphere modelling. The key
purpose of this endeavour is to justify the research project by explaining how the
extension of the ENDGame dynamical core into the thermosphere is a worthwhile
contribution to this field of research, and what ENDGame does differently compared

with other models that are already being used for whole atmosphere modelling.

2.1 The physics of the thermosphere

The thermosphere is the layer of the atmosphere between the mesopause at 90 km
and the exobase at around 600 km: the height of the exobase varies with solar and
geomagnetic activities. The gas temperatures in the thermosphere vary from 200 K
at the mesopause to values ranging from 800 K to 2000 K in the upper thermosphere,
depending on solar activity [Salby, [1996]. This rise in temperature is chiefly due to
heating from exothermal chemical reactions, but also due to solar UV (ultraviolet)
and EUV (extreme ultraviolet) heating and Joule heating. A graphical representa-
tion of the neutral temperature profile in the thermosphere can be seen on the plot
on the left-hand side of Figure [2.1]

EUV heating is the dominant source of energy in the thermosphere above 150 km.
Above these heights, ion drag associated with magnetospheric convection is the

dominant factor controlling thermospheric winds |[Roble, [1983]. Below heights of

15
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Figure 2.1: From [Kelley| [2009]: Typical profiles of neutral atmospheric temperature (left) and
ionospheric plasma density (right) with the various layers labelled.

150 km, changes in the optical depth cause a decrease in the absorption of solar
UV and EUV radiation, which means that the lower thermosphere is more strongly
affected by semidiurnal tides and gravity waves propagating upwards from the lower
atmosphere. It also has a lower ion drag than the upper thermosphere [Roble, 1983)].

There are also variations in the dynamical properties of the thermosphere dur-
ing geomagnetic storms, where intense Joule heating and momentum forcing at high
latitudes produce energy inputs that exceed solar EUV and UV heating. Auroral
processes even have effects on the circulation, temperature and compositional struc-
ture of the thermosphere at low latitudes [Roble, 1983].

Figure shows the calculated mean number density profiles from the global
mean model and MSIS-83, for the most prominent gas species: O, Oy and Ny, in the
thermosphere at the solar minimum and maximum. ENDGame currently assumes a
single gas species, and so has a constant scale height. It will be outside the scope of
this thesis to consider multiple gas species, but this project will be a stepping stone
towards a model that can accurately capture thermospheric physics and chemistry.

The Earth’s ionosphere is the ionised part of the upper atmosphere above an
altitude of about 60km [Akmaev, 2011]. A graphical representation of the plasma
density profile of the ionised gas is shown on the plot on the right-hand side of
Figure 2.1, The ionosphere is very sensitive to changes in solar or magnetospheric

inputs: the D, E and F regions have their own diurnal variation, but changes can
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Figure 2.2: From [Roble et al. | [1987]: Calculated log;, O, Oz and No number density profiles
(em~3) from the global mean model and from MSIS-83 (indicated by the M subscript) for (a)
solar minimum and (b) solar maximum conditions.

occur on time-scales of minutes to an entire solar cycle. The ionosphere occupies
a similar altitude range to the thermosphere, but it constitutes only 0.1 % of the
atmosphere’s total mass and is mostly ionised by solar radiation that passes into

the Earth’s atmosphere [Liu et al. | 2010].

2.2 Connections between terrestrial and space weather

Changes in solar forcing due to the 11-year solar cycle is one mechanism by which
space weather can have an effect on the thermosphere and surface climate. By
comparing temperature observations in the United Kingdom (UK) and the solar
flux using Figure it can be seen that uncharacteristically cold winters in the UK
seem to occur more commonly during periods of low solar activity, such as during
the minimum phase of the 11-year sunspot cycle [Lockwood et al. | [2010]. Changes
in radiative heating during different levels of solar output affect the mean state
of the stratosphere, which in turn causes changes in patterns in surface pressure

and temperature that are associated with changes in the North Atlantic Oscillation

[Ineson et al. | 2011], and can affect the North Atlantic and European climate.

Space weather can also have an effect on stratosphere and surface climate via
energetic particle precipitation on nitric oxides and reactive hydrogen oxides. This
effect disturbs the chemical composition from the upper stratosphere to the lower
thermosphere, and changes to the nitric oxide budget contribute to ozone loss in
the stratosphere and mesosphere where nitric oxide is one of the main participants
in catalytic ozone destruction [Sinnhuber et al. |, 2012]. A correlation between solar

activity and energetic auroral particle precipitation can be seen in Figure 2.4, En-
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Figure 2.3: From [Lockwood et al. | [2010]: Variations since the mid-17*" century of the following.
(a) The mean northern hemisphere temperature anomaly with the decile range. (b) Average winter
Central England Temperatures (CETS) for December, January and February, Tpyr. (¢) The one-
year means of the open solar flux, from a model based on sunspot numbers up to 1905, and using
ground-based geomagnetic data after 1905. The black dots are annual means of interplanetary
satellite data. (d) Detrended winter CETSs, dTpyr. The dots in all plots are for years with
0Tpyr < 1°C (the dashed horizontal line in (d)).

Z 300
T 250
o}
2 200
@ 150
2 100
2 50
=3
) 0
1990 1995 2000 2005 2010
__ 250
E 200
s 150
=
£ 100
£ w0
0
1990 1995 2000 2005 2010

Figure 2.4: From |Sinnhuber et al. | ﬂ2012ﬂ: (above) the sunspot number per day, a proxy for solar
activity, for the last 2 1/4 solar cycles, and (below) the Ap index, a proxy for geomagnetic activity
linked to the precipitation of auroral particles, for the last 2 1/4 solar cycles.

ergetic particle precipitation also affects temperatures and dynamics from the ther-
mosphere down to the surface, due to changes of chemical composition affecting
atmospheric heating and cooling rates, mean circulation and wave propagation.

The current understanding of these mechanisms, and to what extent they affect

the surface climate, is still being developed [Akmaev] 2011], but a whole atmosphere

model that is capable of representing them well will be a useful tool for weather and

climate research.

During geomagnetic storms in October 2003, density measurements showed en-
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Figure 2.5: From Immel et al. | [2006]: A reconstruction of nighttime ionospheric emissions from 30
days of observations with the IMAGE-FUV (far-ultraviolet) imager. This presentation highlights
the average location and brightness of the equatorial ionospheric anomaly.

hancements of 200 — 300 % near 400km [Sutton et al. |, [2005], while the largest
relative density enhancements observed by the GRACE (Gravity Recovery And Cli-
mate Experiment) satellites between 2003 and 2010 was 750 % [Krauss et al. |, 2015].
Density changes of up to 15% can also occur during small geomagnetic storms and
solar flares [Pawlowski & Ridley|, 2008]. Understanding these density enhancements
is important for calculating the drag on low-Earth-orbit satellites. However, the
Earth’s upper atmosphere is not only affected by solar inputs from above: there is
also observational evidence from different data sources which all suggest that vari-
ous physical processes in the lower atmosphere have effects on the upper atmosphere

[Fuller-Rowell et al. |, 2008].
A particular phenomenon has been observed, whereby the spatial morphology

of the equatorial ionosphere is controlled by lower atmosphere dynamics |[Akmaev

et al. | |2008]. A 1000 km scale longitudinal variation in ionospheric densities has been

observed by the IMAGE (Imager for Magnetopause-to-Aurora Global Exploration))

satellite [Immel et al. |, 2006]. It observed the characteristic four peak structure
of the equatorial ionospheric anomaly which can be seen in Figure 2.5 and it has
been deduced that ionospheric densities vary with the strength of atmospheric tides
that are driven mainly by weather near the tropopause. Models that represent
the thermosphere and ionosphere well should be able to reproduce this four peak

structure.

A similar feature was observed in the total electron count (TEC) in the iono-
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sphere by the Formosat-3/ COSMIC ((Constellation Observing System for Meteoro-|

llogy, Tonosphere and Climatel) satellite [Lin et al. |, 2007]. Further studies show that

the planetary wave periodicities from tropospheric weather appear above 100 km alti-
tude as a modulation of tidal amplitudes, rather than the planetary waves propagat-
ing directly into the thermosphere. This means that planetary wave periodicities are
carried into the thermosphere by different vertically propagating waves like tides.
This conclusion is further supported by other studies that have indicated links
between Stratospheric Sudden Warmings (SSWs) (which implies large changes in
planetary wave forcing) and ionosphere electron counts |Goncharenko et al. | 2010].
Variability in tides in the lower thermosphere results in changes in electric fields in

the upper atmosphere, as was observed |[Fuller-Rowell et al. |, 2008].

There is ample evidence of interactions between terrestrial weather and space
weather. However, many of these mechanisms are poorly understood, and they
would benefit from using whole-atmosphere modelling to learn more about these

Interactions.

2.3 Whole atmosphere modelling

Whole atmosphere modelling is the simulation of the entire planet’s atmosphere,
from the surface to the exobase at around 600 km. To better understand the be-
haviour of the upper atmosphere, it is necessary to determine the extent to which
the coupling between different levels of the atmosphere, and solar impacts on all
levels of the atmosphere, affect the whole atmosphere system [Liu et al. | 2010].
Using separate models for surface weather and climate and for space weather will
be unlikely to be able to capture the coupling between the two regions satisfactorily.
Therefore, there is a need for numerical models that simulate the whole atmosphere
[Liu et al. | 2010], as simulations show that these have the capability to model the
connections and interactions between different levels of the atmosphere [Akmaev)

2011].

One technique for creating a whole atmosphere model is to couple or merge
existing lower and upper atmosphere models [Liu et al. |, 2010]. Coupling models
can bring about many complications, such as the requirement to combine data stored
at different resolutions. Another potentially more viable technique is to use existing
lower atmosphere climate models as a starting point and to extend them vertically
upwards [Akmaev, 2011]. The vertical extension of existing climate models has

been motivated by the potentially detrimental feedbacks from sponge layers that
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are often employed at the top layers of models: these are layers with increased

numerical dissipation, used to keep the model codes stable [Akmaev] |2011]. The

linear drag from these sponge layers does not conserve momentum, which can have
deleterious implications on the dynamical core, making it particularly sensitive to

changes in the model lid height, for example [Shaw & Shepherd, [2007].

Processes to consider include tides generated in the tropopause that can cause

changes to electric fields in the upper atmosphere |[Fuller-Rowell et al. |, |2008], dissip-

ating gravity waves and acoustic waves that can have effects of cooling or heating the

upper atmosphere respectively [Hickey et al. |, [2001], and the transportation of gas

constituents through the atmosphere. Therefore, the ability to model coupling pro-
cesses such as these, by considering factors that are important in the thermosphere

such as electrodynamics, chemistry and molecular diffusive transport, is important

for any whole atmosphere model [Akmaev, |2011].

Akmaev’s review of whole atmosphere modelling [Akmaev], |2011] gives an ob-

jective, consistent definition for a whole atmosphere model. This includes having
an upper boundary of zero pressure, having the molecular mean free path increase
inversely proportionally to the density, and defining the pressure at the exobase,
above which, the air may no longer be treated as a continuous fluid. This definition
sets out pragmatic criteria that are established by considering the limits of applic-
ability of the equations that are used in atmospheric models. The following models

satisfy the criteria that are given by this definition:

e (Whole Atmosphere Modell (WAM) [Akmaev et al. | |2008]
e (Ground to topside model of Atmosphere and Ionosphere for Aeronomy| (GAIA)

[Jin et al. | 2011]
e (Whole Atmosphere Community Climate Model eXtension| (WACCM-X) [Liu

ef al. | 2OTO

The [Global Ionosphere-Thermosphere Model (GITM) [Ridley et al. |, 2006] will also

be considered due to its non-hydrostatic formulation.
These models will be compared to the ENDGame dynamical core [Wood et al. |
2014b|, to demonstrate what sets ENDGame apart from these models, and why its

vertical extension into a whole-atmosphere dynamical core would be worthwhile.

2.4 Current whole atmosphere and thermosphere models

Table lists the properties of the various models that are considered in this lit-

erature review. The whole atmosphere models that currently exist have all taken
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WAM GAIA WACCM-X GITM ENDGame
Whole atmosphere model Yes Yes Yes No No
Range of altitudes 0-600km 0-500km 0-500km 95km - 600 km 0 - 80km
Number of layers 150 75 125 40 70
Resolution (lat x long) 1.8° x 1.8° 1.0° x5.0° 1.9° x2.5° 1.25° x 5.0° 1.8° x 1.8°
Non-hydrostatic No No No Yes Yes
Includes molecular viscosity Yes Yes Yes Yes No
Includes ion drag Yes Yes Yes Yes No

Table 2.1: A selection of parameters of the models considered in this literature review. Note that
settings for numbers of layers and resolution are often able to be changed when running the model.

measures to include some of the effects that are important in the thermosphere.
24.1 WAM

WAM is an extended version of the US National Weather Service’s Global Fore-
cast System (GFS) model, made to simulate the dynamical interactions through
the whole atmosphere. WAM includes a spectral dynamical core, with a number of
physical atmospheric processes including radiative processes, the hydrological cycle,
planetary boundary layer and surface exchange processes, parametrised ozone pho-
tochemistry and orographic gravity waves [Akmaev et al. |, [2008].

The semi-implicit (SI) scheme used in WAM treats large-scale motions explicitly,
while heavily damping and slowing the small-scale acoustic and gravity waves that
are considered unimportant in the lower atmosphere |[Akmaev, 2011]. However, the
sharp temperature increase in the thermosphere can cause numerical instabilities in
SI time integration schemes. The need to solve an elliptic problem at each time-step
can also be computationally expensive [Akmaev et al. | |2008], although the spectral
core helps reduce the computational expense considerably.

WAM uses the hydrostatic assumption, which involves making the approxim-
ation that all terms in the vertical momentum equation may be neglected except
the gravity and pressure gradient terms |Akmaev, [2011]. This is a very good ap-
proximation when the horizontal length scale is significantly larger than the vertical
length scale of the region being considered (where length scales here refer to the de-
rivatives of velocities being observed), which is the case when simulating the lower
atmosphere. However, large vertical winds have been observed in the thermosphere,
and can frequently persist for periods of over an hour |[Larsen & Meriwether, 2012].
In the presence of large vertical accelerations like these, the hydrostatic approxim-
ation is no longer valid |[Curry & Webster] [1998|. Comparisons of hydrostatic and
non-hydrostatic simulations also show that the hydrostatic approximation elimin-

ates vertically propagating acoustic waves and distorts high frequency gravity waves
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[Akmaevi, [2011].

The shallow atmosphere assumption uses the fact that the depth of the atmo-
sphere is much shallower than the Earth’s radius rg, so the geocentric distance r
may be replaced by rg in the governing equations. This approximation is well justi-
fied in the lower atmosphere. However, WAM still makes this assumption on being
extended into the thermosphere, where using rg instead of r may introduce errors of
about 10 - 20 % |Akmaev}, 2011]. A corollary of the shallow atmosphere assumption
includes the neglect of some Coriolis force terms in the zonal and vertical momentum
equations. WAM also makes the assumption of constant gravity. The gravitational
acceleration is nearly 20 % smaller near the top of the domain of WAM than near

the surface, so this assumption may result in substantial errors |[Akmaev, 2011].

Models of the lower atmosphere often need to include damping sponges in the
form of Rayleigh friction, or a similar scheme, to alleviate the effects of spurious wave
reflection and numerical instabilities, although this can have its own deleterious im-
pact on simulation results [Akmaev, 2011} Shaw & Shepherd|, 2007|. Horizontal
molecular transport of momentum, heat and gas constituents have been incorpor-
ated into WAM, as these molecular dissipative processes become very fast in the
thermosphere and cannot be treated only in the vertical direction. As the thermo-
sphere is a naturally dissipative medium, there is less need for sponge layers when

these processes are included |[Akmaev et al. |, 200§].

WAM also includes parametrisations of UV and EUV radiative heating, infrared
radiative cooling, ion drag, and Joule and particle heating [Akmaev et al. |, 2008, and
incorporates separate models for plasma density and electric fields |[Akmaev, 2011].
WAM treats the major species (O, Og, Ny) self-consistently, including large-scale

transport, simple oxygen chemistry and mutual diffusion |[Akmaev, 2011].

WAM has been validated by comparing its simulations with observations from
the TIMED (Thermosphere, Ionosphere, Mesosphere, Energetics and Dynamics)
satellite, which confirms that WAM reproduces seasonal tidal variability very well.
WAM simulations can represent the effects of both migrating and non-migrating

tides on the spatial morphology of the equatorial ionosphere [Akmaev et al. |, 2008].

2.4.2 GAIA

GATA is a global spectral model created by coupling together three different, inde-
pendently developed models: a whole atmosphere GCM [Miyoshi et al. |, 2014], with

an ionospheric model [Shinagawa et al. | 2007] and an electrodynamics model [Jin



24 CHAPTER 2. LITERATURE REVIEW ON WHOLE ATMOSPHERE MODELLING

et al. |, [2008|. Tt seamlessly simulates the atmosphere from the ground to the exo-
base, and focuses on dynamical interactions throughout the atmosphere, including
electrodynamic interactions between the thermosphere and ionosphere |Jin et al. |

2011].

GATA includes a full set of physical processes appropriate for each level of the
thermosphere with the hydrostatic assumption, with schemes for hydrology, bound-
ary layers, radiative processes, eddy diffusion and moist convection. The ionospheric
part solves mass, momentum and energy equations for several major ion species and
electrons, including photochemical reactions, ion diffusion and convection processes.
The electrodynamics model treats the closure of ionospheric currents induced by the
neutral wind dynamo and the polarisation electric field. The coupler then handles
the procedures for running the integrated model: setting common parameters, ini-
tial/ boundary conditions, controlling the time increment, and exchanging physical
variables between the three models. As the three models have different grid distri-

butions, coordinate conversion is used when exchanging variables |Jin et al. |, 2011].

GAIA includes the thermospheric major gas species (O, Oy, Ny) as WAM does,
and also includes radiatively active gases (O3, COy, NO) |Akmaev] |2011] and ion
densities (O, OF, N5, NOT) [Jin et al. |, 2011]. The ionospheric model is able to

solve the [governing equations| for several major ion species and electrons, including

photochemical reactions, ion diffusion and convective processes. GAIA includes a
full set of physical processes that are appropriate for each level of the atmosphere,

including moist convection under the hydrostatic approximation [Jin et al. | 2011].

GAIA is able to reproduce the four-peak structure of the equatorial ionospheric
anomaly that has been observed, and simulate the processes that lead to its form-
ation: in particular, non-migrating tides in tropospheric moist convection and their

upward propagation [Jin et al. | 2011].
2.4.3 WACCM-X

The whole atmosphere model: WACCM-X, is vertically extended from the Na-
tional Center for Atmospheric Research (NCAR) WACCM, which is a superset
of the NCAR Community Atmospheric Model (CAM). CAM has historically ac-
commodated several dynamical cores, but WACCM-X uses only the finite-volume
dynamical core, modified to consider species dependent gas constants and phase ve-
locities. WACCM-X also includes the physics and chemistry models that are used in
WACCM and CAM. The physics module takes into account the molecular diffusion
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of the major gas species. [Liu et al. |, [2010]. The finite-volume semi-Lagrangian
scheme suffers from the same drawbacks as the semi-implicit scheme used in WAM:

including the damping of small-scale waves and computational cost [Akmaev, 2011].

WACCM-X deals with the short time-scales of thermospheric processes using a
time-splitting scheme: a long 5 minute time-step is used for the integration of the
tracer transport equations, and a shorter time-step of 50 seconds is used for the
dynamics, which helps to stabilise the fast waves. The chemistry module interacts
with the dynamics through transport and exothermic heating. WACCM-X also
includes parametrisations of radiative heating, ion drag and gravity waves. The
gravity wave parametrisation ensures that gravity waves will be increasingly damped

by molecular viscosity and diffusion in the thermosphere [Liu et al. |, 2010].

WACCM-X simulates the Earth’s atmosphere from the surface and extends the
top boundary of WACCM from ~145km to ~500km [Liu et al. | [2010]. It includes
an interactive chemistry module to resolve the production and loss of electrons and
five ions (O, OF, NJ, NO*, NJ), as well as neutral species of interest in the ther-
mosphere and ionosphere. The chemistry module interacts with the dynamics, and
many other upper atmosphere processes are also included in the model. WACCM-X
also employs a time splitting scheme: a time-step of 5 minutes is used for the integ-
ration of tracer transport equations and a much smaller time-step of 50 seconds is
used for the dynamics, in order to help stabilise the fast waves, which is necessary

because of the short timescales of thermospheric processes [Liu et al. | [2010].

WACCM-X has been validated by comparing effects and seasonal variation of
migrating and non-migrating tides with observations from the TIMED, SABER
(SAtellite Broadband for European Regions) and TIDI (TIMED Doppler Interfero-
meter) satellites. There are some variations from the expected temperature values

due to excessive heating from the gravity wave parametrisation |Liu et al. | 2010].

24.4 GITM

GITM is a three-dimensional global thermosphere-ionosphere model. It is not a
whole atmosphere model, as are the others that have been considered so far, but it is
described here because of its non-hydrostatic formulation. Its other most important
features are its adjustable non-uniform grid in the altitude and latitude coordinates
and its explicit solving of advection and chemistry (including the neutral densities
and ion species of a large number of gases). It can also be combined with different

models of electric fields, particle precipitation patterns and magnetic fields [Ridley
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et al. |, 2000].

GITM demonstrates that more accurate simulations of the thermosphere can
be made using non-hydrostatic modelling. GITM is able to reproduce observations
of the thermosphere that are not typically reproduced by hydrostatic models, in
particular: the large vertical winds of 150 (250) ms™! at 300 (400) km altitude during
a large perturbation from hydrostatic equilibrium [Deng et al. |, 2008]. GITM is also
able to explicitly model the effects of ion drag on the neutral circulation [Ridley
et al. |, 2006], which cannot be quantified and evaluated in existing hydrostatic

models [Akmaev, 2011].

2.5 Whole atmosphere modelling in ENDGame

To improve space weather forecasting capabilities, there is a need to develop a
fully coupled modelling system for the Sun-to-Earth domain, with data assimilation
to provide up-to-date and accurate initial conditions. Data assimilation uses the
most recent available observations in conjunction with previously made forecasts to
obtain a best estimate of current atmospheric conditions. Models are then updated
to reflect these changes in order to improve the next forecast that is produced.

One benefit to extending ENDGame into a whole atmosphere dynamical core
is that the Met Office in the UK has the infrastructure in place to be able to
develop it to become viable for the provision of operational space weather forecasts
in the future. The Met Office data assimilation system has already been successfully
coupled with the ENDGame dynamical core [Wood et al. |, [2014b], which makes
ENDGame a natural choice of dynamical core to develop.

The main features of ENDGame are its semi-implicit, semi-Lagrangian (SISL)
timestepping scheme, that it has the option for being inherently mass-conserving
and it has switches for controlling the hydrostatic approximation, deep or shallow
atmosphere approximations such as varying gravity with altitude, and the various
geometries that can be used [Wood et al. | 2014b]. These features are detailed in
the ENDGamelD formulation in appendix [A] The ENDGame dynamical core only
considers the unforced, dry governing equations, but it may be coupled with a suite
of physics parametrisations, a data assimilation scheme and an ocean model .

ENDGame is currently only able to simulate the atmosphere and remain stable
between 0 and around 85km altitude, as demonstrated for ENDGamelD in sec-
tion [3.4] Stability here refers to numerical stability: that in this range, the approx-

imated solutions to the governing equations are not excessively sensitive to small
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perturbations, do not diverge rapidly from the true solution or give unphysical res-
ults. A linear stability analysis of ENDGame’s timestepping scheme is given by
Payne| [2008]. If its top boundary is set higher than 100km, the simulations will
most likely crash, due to some other cause which needs to be investigated. There-
fore, ENDGame cannot currently be referred to as a whole atmosphere dynamical
core. ENDGame needs to be developed to introduce effects that are important in

the thermosphere and to remain stable at high altitudes.

ENDGame has a number of factors that set it apart from whole atmosphere
models that currently exist and demonstrate that extending it into the thermosphere
will be a useful endeavour. The main one is its non-hydrostatic formulation, which
means that it should be able to reproduce observations of the thermosphere that
models using the hydrostatic approximation are not able to. These include the large
vertical winds that have been observed in the thermosphere that are generated by

vertically propagating acoustic waves from the troposphere [Hickey et al. | 2001].

ENDGame’s SISL timestepping scheme also allows it to represent acoustic waves
without needing extremely short time-steps: it remains stable when using larger
time-steps than for a fully explicit scheme, and has less of a compromise on accuracy

than a fully implicit scheme [Wood et al. | [2014b].

ENDGame avoids the usual shallow atmosphere and hydrostatic approximations
so that when it is extended upwards, it will be possible to explicitly incorporate
important thermospheric processes, such as molecular diffusion, ion drag and other
chemical processes involving separate gas species, which must be parametrised in
other whole atmosphere models. ENDGame still requires a significant amount of
development to make it ready to use as a whole atmosphere dynamical core, but
due to the way it has been constructed so far, it should be highly suitable for being
extended into the thermosphere and can provide this field of research with a unique

new whole atmosphere modelling tool.

2.6 Summary

The thermosphere is the layer of the atmosphere between 90 km and 600 km, with
incoming solar UV and EUV radiation being the most significant energy source in
the system above 150 km. The lower thermosphere below 150 km is more strongly
affected by semidiurnal tides and gravity waves propagating upwards from the lower
atmosphere. However, there is a lot of observational evidence of vertical interactions

between all levels of the atmosphere, and it is apparent that these couplings can best
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be captured using whole atmosphere modelling.

A number of whole atmosphere models currently exist (WAM, WACCM-X and
GAIA), but these all currently use hydrostatic dynamics which are not able to cap-
ture the large vertical winds that have been observed in the thermosphere. The
non-hydrostatic thermosphere model (GITM) does not extend down to the surface,
so it will be unable to capture the couplings between the lower atmosphere and
the thermosphere. As ENDGame has a non-hydrostatic, deep-atmosphere formula-
tion, it should be particularly suitable for being extended into a whole atmosphere
dynamical core that provides features that are not present in currently available

models.



Chapter 3

ENDGamelD Summary

In this chapter, a summary is given of how ENDGamelD is set up, how acoustic
waves are initialised in the dynamical core, and how its stability will be assessed. Sta-
bility tests of ENDGamelD are performed, which serve to characterise the problem
that is to be addressed in this thesis. Full details of the equations that ENDGamelD
is based on and the numerical methods it uses can be found in appendix [A]l

The simplified 1D vertical column version of ENDGame narrows one’s focus
onto the vertical processes that occur near the top boundary, that are likely to
be causing instabilities in the dynamical core. By considering only the vertical
component of the governing equations in a column of atmosphere, ENDGamelD
can capture the vertical processes that are of interest. It will also make it easier
to implement and test new numerical methods and processes, and greatly reduce
the integration times. By assessing whether development of ENDGamelD makes an
improvement to its stability with higher top boundaries, it can later be determined

whether ENDGame3D should be developed in the same way.

3.1 Grid settings

ENDGamelD is set up with the option to use either uniform or quadratically
stretched grid spacingE]. The uniform grid is such that grid spacing is the same
throughout the model, with each grid section being 1km high. The quadratically
stretched grid is such that the distance between separate grid levels grows with alti-
tude, so that they are very small in the troposphere (starting at 10m) but become
more spread out in the upper atmosphere (up to 2km). The quadratically stretched
grid is able to capture additional detail close to the Earth’s surface.

It is worth noting that non-uniform grids can cause problems in some schemes

Tn ENDGame3D, a slightly different stretched grid is used that gives more control over the resolution near the
surface. This is detailed in appendix

29



30 CHAPTER 3. ENDGAMEI1D SUMMARY

for solving wave equations. For example, a wave of a particular frequency cannot
propagate into a region where the grid is too coarse for a wave of that frequency to
be resolved: they will instead be refracted or reflected in a non-physical way |Long
& Thuburn, 2011]. Therefore, some mechanisms must be included to dissipate such

waves so that these refractions and reflections do not affect the solution.

The grid in ENDGamelD is also set up with two hard boundaries at the Earth’s
surface and at the top of the atmosphere in the simulation, as shown in Figure [A.2]
Waves that grow significantly will reflect from this boundary in a non-physical way.
These spurious reflections can be damped with some form of dissipative mechanism,

or by making the boundary layers absorbing or viscous.

3.2 Temperature profiles

ENDGamelD is set up to use either isothermal atmosphere, or more detailed tem-
perature profile initial conditions. An isothermal atmosphere is such that the initial
temperature is set to a constant value throughout the whole atmosphere. The US
Standard Atmosphere (USSA) temperature profile is a more detailed initial con-
dition for temperature |[United States Committee on Extension to the Standard
Atmosphere (COESA), 1976]. The USSA gives specific average data values for the
temperature between the surface and a height of 86 km. Above this altitude, the
temperature profile is approximated by a smooth function (the construction of which
is detailed in the USSA documentation by the COESA). The shape of this function
is determined by the exospheric temperature, which can vary hugely, between 800 K
and 2000 K [Salby, 1996], and which greatly influences the temperature profiles in
the thermosphere. Plots of the isothermal temperature profile and of USSA tem-

perature profiles for a variety of exospheric temperatures are shown in Figure [3.1]

3.3 Acoustic waves in ENDGame

It has already been established that fast acoustic waves propagating upwards into
the thermosphere from the troposphere are likely to be a potential cause of large
vertical winds that are observed in the thermosphere [Hickey et al. | 2001], and that
ENDGame needs to be developed to give realistic dissipation of acoustic waves in
the thermosphere. In this section, the growth of acoustic waves in ENDGamelD
is observed, and ENDGamelD’s stability is tested under different settings when an

acoustic wave is propagating vertically through the atmosphere.

Acoustic waves are a type of longitudinal wave that propagate by means of
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Figure 3.1: Plot of a range of different temperature profiles implemented in ENDGamelD: an
isothermal atmosphere with 7' = 250K, and the US Standard Atmosphere (USSA) temperature
profile with a range of exospheric temperatures that can be adjusted.

adiabatic compression and decompression, travelling at the speed of sound depend-
ing on the medium they are travelling through [Salbyl 1996]. They can be caused
by thunderstorms, ocean waves, earthquakes, nuclear explosions [Yeh & Liu, (1974}
Walterscheid et al. |, 2003], or rocket launches [Afraimovich et al. | 2001] for example.

Figure|3.2|shows the first five minutes of a simulation of a vertically propagating
acoustic wave in ENDGame. These plots show normalised density perturbations,
i.e. how the density is perturbed compared to the background density at a particular
altitude, which is given by p'/po, where py is the steady, hydrostatically balanced
state of p before the acoustic wave is initiated, and p’ is the difference between the
current value for p and the initial state of p: py.

The first plot shows the initial density perturbation: a Gaussian-shaped disturb-
ance at an altitude of 5km, that is intended to be a a simple representation of a dis-
turbance in the troposphere, caused by a thunderstorm, for example. The amplitude
of the acoustic wave is determined by the size of the initial density perturbation.
The same effect can also be achieved by perturbing the vertical velocity w.

The density perturbations can be seen to grow with time in proportion to p(l)/ 2,
as shown in appendix[C.2] A lack of acoustic wave observations in the thermosphere

makes it difficult to ascertain how acoustic waves should grow by the time they reach
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Figure 3.2: Plots of normalised density perturbations p’/py with height to show the propagation of
an acoustic wave upwards through an isothermal atmosphere using a three second time-step with
an initial relative density perturbation of 107%. The acoustic wave propagates vertically at the
speed of sound in an isothermal atmosphere, and its amplitude grows at the expected rate of pé/ 2,

the thermosphere, but there are observations in the thermosphere of the natural
density being perturbed by up to 11 % |[Zettergren & Snively} 2013, so this can be
used as a rough guide for realistic values of p/.

Aside from the off-centring of ENDGame’s SI timestepping scheme, there are no
physical or numerical mechanisms in place to limit or damp the growth of vertically
propagating acoustic waves in ENDGame. As the top model boundary is lifted
higher, the wave amplitudes grow so much that the density perturbations become
too large for ENDGame’s iterative solver to be able to converge onto a solution.
The density perturbations can be so great that unphysical negative density values
are obtained, which immediately causes the scheme to produce erroneous values and
the simulation breaks instantly. Addressing these excessively large wave amplitudes
is key to solving the problem of ENDGame’s stability in the thermosphere.

In appendix [C.1] the theoretical dispersion relation for 1D linear acoustic waves

2

?m?, where w is the frequency, ¢, is the speed of sound wave

is shown to be w? = ¢

propagation, and m is the vertical wave numbmﬂ From this, the group velocity, ¢, = Ow/Om,

and phase velocity, ¢, = w/m, of acoustic waves are found to be ¢, = ¢, = ¢,. This
should mean that acoustic waves are approximately non-dispersive according to the
theoretical equations.

The frequency of waves in ENDGame simulations is found later in chapter [4]

2This is a well-known result, and can also be obtained from the 2D wave equation (4.31)) with k =0 and the
assumption that m > I', where I' is the inverse scale height.
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Figure 3.3: Plot of the vertical wavenumber m against acoustic wave frequencies w. The acoustic
wave frequencies are calculated using the full dispersion relation found later in chapter [4 given by
equation . The solid line represents the ‘true’ dispersion relation, while the dotted/ dashed
lines show the temporally-discrete dispersion relations for different sized time-steps At.

given by equation (4.33]), which takes different values based on the spatial and
temporal resolutions. Due to the SISL nature of ENDGame’s formulation, there are
upper limits to both the frequency w and the vertical wavenumber m that are able
to be resolved by ENDGame, and these cannot be avoided completely. The highest
resolvable frequency in ENDGame’s SI scheme is wyum = 27/2At (i.e. waves with a
period of 2At). The highest resolvable wavenumber on a grid with constant spacing

of Az iS Myum = 27/2Az (i.e. waves with a wavelength of 2Az) [Durran) 1999).

A plot of the continuous and temporally-discrete acoustic wave dispersion rela-
tions is given by Figure |[3.3 The ‘true’ continuous dispersion relation is given by
the solid black line, while the temporally-discrete dispersion relations are shown by
the various dotted/ dashed lines. When a small 1 min time-step is used, the highest
resolvable frequency is quite high and the temporally-discrete dispersion relation is
quite close to the true dispersion relation until the curve approaches the highest

resolvable frequency.

This figure also shows how the upper limits on the frequency and the wavenum-
ber change the numerical group velocity and phase velocity. The value of the nu-
merical group velocity, ¢, = Ow/0m, i.e. the slope of the curve, begins to level

off for particularly high wavenumbers m. The value of the numerical phase velo-
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city, ¢, = w/m, is also no longer equal to ¢ for larger m. This effect can be seen in
the acoustic wave simulations shown in Figure [3.2] where the short, high frequency
waves get left behind the main front of the wave as their group velocities are slower.
Instead of travelling upwards as a single pulse, the numerics artificially slow down
the propagation of the high frequency acoustic waves.

This effect is not necessarily a significant problem if small At and Az are used.
However, if a larger At is used, such as At = 30min as in Figure then the
highest resolvable frequency is much lower and the temporally-discrete dispersion
relation does a much poorer job of representing the true dispersion relation. The
group velocity becomes close to zero for almost all waves. This means that the wave
packet will hardly propagate upwards at all, but will just invert with each time-step
as the numerical phase velocity is still non-zero. In these cases, the longwaves are
still propagating upwards and perturbing the density at high levels, so the effects of
acoustic waves on ENDGame’s stability may still be considered.

Another property of ENDGame’s SISL scheme is that it does not enforce mass
conservation. The absence of this property means that ENDGame is not suitable

for simulating shocks.

3.4 Stability tests

In this section, stability tests of ENDGamelD are performed. A notion of stability
is defined to be used as an appropriate measure of how well the dynamical core
is performing after an acoustic wave is introduced. Currently, if the acoustic wave
reaches the top boundary and the solver is still able to converge onto a solution, then
the simulation seems to be able to run indefinitely from that point on. Therefore, a
run is considered to be stable if the simulation is still running for some model-time
after the acoustic wave hits the top boundary.

In appendix the speed of sound is found to be ~300ms~! in an isothermal
atmosphere at 250 K, and at this speed, it takes an acoustic wave ~30 minutes to
reach a top boundary set at 600 km. A reasonably long 5 minute time-step is chosen
to be comparable to operational ENDGame simulations, and a run is deemed to be
stable if it successfully performs a 4 week simulation without crashing.

Stability tests in ENDGamelD are performed by initialising the simulation with
a range of sizes of density perturbations that cause acoustic waves to propagate
upwards. If it remains stable for 4 weeks, then the top boundary is extended upwards

until it can no longer remain stable for the full 4 week runtime. The higher that
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the top boundary can be lifted, the greater the stability of ENDGamelD can be
presumed to be under its current settings.

Some standard baroclinic wave tests |Jablonowski & Williamson, |2006] have
been performed in ENDGame3D and the magnitude of unbalanced perturbations
was estimated. It is found that ENDGame3D can be expected to generate relative
density perturbations of order 10™* to 1072 in the mid-troposphere. It should be
noted that these are likely to be larger than would be observed in the real atmo-
sphere, but as they are generated by the numerics, the dynamical core must be able
to withstand the effects of wave growth due to density perturbations of this size in

the troposphere. Similar density perturbations will be used here to produce acoustic

waves that ENDGame3D would be likely to deal with.
3.4.1 Comparison of gravity formulations and grid spacing

In this section, stability tests are performed using different grids and gravity formu-
lations. Figure 3.4 shows the results of the stability tests for these different settings.
The lines on this plot represent the maximum possible height of the top boundary
for which simulations with 5 minute time-steps remains stable for 4 weeks. These
simulations have either constant gravity or gravity decreasing with height according
to the inverse square law, and either a uniform or quadratically stretched grid.

In general, larger density perturbations corresponding to larger wave amplitudes
are more likely to cause instabilities at lower altitudes in ENDGamelD. With the
most basic settings and an isothermal atmosphere set to 250 K, ENDGamelD does
not remain stable above 250 km for even the smallest density perturbations. From
this plot, a small but consistent improvement in stability can be seen for the sim-
ulations with a quadratically stretched grid compared with a uniform grid. The
variable gravity doesn’t have a systematic effect, although it may have more of an

effect on a model with a more realistic gas composition.
3.4.2 Comparison of temperature profiles

In this section, stability tests are performed in atmospheres with either an isothermal
atmosphere temperature profile set to 250 K, or the USSA temperature profile with
an exospheric temperature 7o, = 1000 K. The results of these stability tests can
be seen in Figure 3.5 For now, solar minimums or maximums obtained by setting
different exospheric temperatures are not considered. Simulations using uniform
and quadratically stretched grids are included.

For relative density perturbations less than 107#, it can be seen that the simula-
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Figure 3.4: Stability tests of ENDGamelD comparing the use of uniform and quadratically
stretched grids, and of constant gravity and varying gravity with height, for an isothermal at-
mosphere of 250 K. The lines on this stability test plot represent the maximum possible top
boundary height for which a simulation with 5 minute time-steps remains stable for 4 weeks for
different sized density perturbations.
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Figure 3.5: Stability tests of ENDGamelD comparing the use of isothermal and USSA temperature
profiles, and of uniform and quadratically stretched grids. The lines on this stability test plot
represent the maximum possible top boundary height for which a simulation with 5 minute time-
steps remains stable for 4 weeks for different sized density perturbations.

tions with a quadratically stretched grid and the USSA temperature profile are able
to have the top boundary extended significantly higher up to ~400 km. But EN-
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DGame is expected to be able to deal with density perturbations greater than 1074
For large density perturbations and acoustic waves, the most stable simulations have

a quadratically stretched grid and an isothermal atmosphere.

The temperature in the USSA is warmer, particularly above ~150km, and so
the background density p decreases more slowly with height. This means that re-
lative density perturbations are smaller at higher altitudes when using the USSA
temperature profile compared with an isothermal atmosphere, so the wave growth
with height is reduced, letting simulations remain stable at higher altitudes. For
larger perturbations however, this makes less of a difference because acoustic waves
cause instabilities before they reach levels where the temperature increases in the
USSA act to decrease the wave growth rate. Overall, it is worth using a more
realistic temperature profile for its own sake, and because it is consistent with the
understanding of the problem that relative density perturbations will vary based on

the temperature profile.

3.4.3 Comparison of implicitness parameters

In this section, stability tests are performed with varying implicitness parameters «,
using the USSA temperature profile and a quadratically stretched grid. As described
in appendix [A.2] « varies between 0.5 and 1.0. For @ = 0.5, the SI scheme has no
damping, and for o > 0.5, the scheme becomes more stable but has an increased

amount of numerical damping [Payne, 2008].

Only small increases to the o from the centred value of o = 0.5 are considered
here. This is because off-centred schemes are heavily damping to small-scale acoustic
waves and gravity waves, and hence while potentially increasing stability, they also
have a detrimental effect on the accuracy of ENDGamelD simulations [Akmaev,
2011]. By increasing the implicitness a small amount, it may be possible to make
the dynamical core more stable without losing too much of the representation of
acoustic waves. The results of the stability tests for the different a are shown in
Figure |3.6

For o« = 0.53, it can be seen that the top boundary can be lifted to 600 km for
almost all density perturbations that ENDGame is expected to be able to deal with.
However, it will be ideal to be able to use as small an « as possible to reduce the
amount of damping of high frequency waves, so it will be prudent to include more

physical processes in ENDGamelD so that less off-centring is needed.

Experiments with different levels of precision were also performed with EN-
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Figure 3.6: Stability tests of ENDGamelD comparing the use of different implicitness parameters,
for simulations with the USSA temperature profile and a quadratically stretched grid. The lines on
this stability test plot represent the maximum possible top boundary height for which a simulation
with 5 minute time-steps remains stable for 4 weeks for different sized density perturbations.

DGamelD. However, changing the number of significant figures to which values are

stored in ENDGamelD does not yield a significant change in stability as a result.

3.5 Summary

ENDGamelD is a single column version of the ENDGame dynamical core that can
be used to simulate vertically propagating acoustic waves. It is set up to use either
uniform or quadratically stretched vertical grids, variable or constant gravity and
a temperature profile based on the USSA standard atmosphere. Stability tests are
performed with a variety of settings: it is found that no combination of settings
allows for the simulation to remain stable with the top boundary set at 600 km for
the density perturbations ENDGame is expected to have to deal with, unless large
amounts of off-centring are used. However, a quadratically stretched grid gives
a small systematic increase in stability, and the variable gravity will be used for

accuracy in a deep domain.



Chapter 4

Numerical Effects on Vertical

Wave Propagation

This chapter is based heavily on the publication written by Gritfin & Thuburn [2018],
so this citation applies to the whole chapter.

The aim of this chapter is to better understand the instability in the thermo-
sphere in ENDGame. It has been established in section that instabilities in
ENDGame seem to be related to the propagation of fast acoustic waves from the
lower atmosphere into the thermosphere. The density perturbations of such waves
grow roughly exponentially with height because of the exponential decrease of the
background density with height. The numerical methods can affect the generation
of these waves, their upward propagation, and their eventual fate when they reach
large amplitudes. Here, ray-tracing techniques are used to compare the propagation
of acoustic and gravity waves in ENDGame with that for the corresponding con-
tinuous governing equations. In this way, the numerical effects on the propagation

of acoustic and gravity waves may be investigated.

4.1 Literature review

In this section, a brief overview of existing research on numerical wave propagation
and the study of group velocity and ray-tracing techniques is given.

On large scales, the lower atmosphere is approximately in hydrostatic and geo-
strophic balance. Unbalanced motions such as gravity waves, and especially acoustic
waves, are generally weak. Nevertheless, a variety of mechanisms, including nonlin-
ear spontaneous emission by the balanced flow, can generate unbalanced motions.
This wave generation can be greatly exaggerated in numerical models, as demon-

strated by, for example, [Mohebalhojeh & Dritschel| [2000]. It has been shown in sec-

39
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tion|3.4|that unbalanced density and divergence perturbations that produce acoustic
waves are generated near the surface with relative amplitude of order 10~ to 1073,
Although very weak, these are significantly stronger than is realistic. Moreover, be-
cause model grids are typically much finer in the vertical than in the horizontal, any
marginally resolved waves will tend to be generated with nearly vertical wavenum-
bers. It is shown in section [3.4] that if ENDGame is initialised with a relative density
perturbation of 1073, once it reaches an altitude of 110km, the amplitude becomes
so large that it causes the code to fail: the SISL scheme is not suitable for handling

very large amplitude acoustic waves that result from upward propagation.

Ray-tracing has been used previously to study the propagation and dissipation
of gravity waves in the real atmosphere (e.g. Vadas| [2007] and references therein).
Here, the emphasis is on how the propagation and dissipation of waves is modified
in ENDGame by the numerical methods used, for both gravity and acoustic waves.

Trefethen [1982] studied the relevance of group velocity for the behaviour of fi-
nite difference models of time dependent partial differential equations, and presented
a variety of applications of group velocity in the study of finite difference schemes
to show that group velocity is essential to understanding their behaviour. Trefethen
studied group velocity in 1D and 2D, with dispersion and anisotropy being intro-
duced in the 2D finite difference model, and they found that poorly resolved wave
packets can travel at the wrong speed and in the wrong direction. As wave en-
ergy propagation is governed by the group velocity, this would cause the incorrect
propagation of wave energy.

Because of the background structure of the atmosphere, waves propagating up-
wards at certain angles may be refracted back towards the surface. However, it is
well documented that the propagation of waves can be captured imperfectly by nu-
merical models. One example, illustrated by [Trefethen| [1982], is that the dispersion
relation for the numerical solution of the governing equations, and hence its phase
and group velocities, depend on the local grid resolution. In addition, they note that
the appearance of computational modes and the group velocities of associated para-
sitic waves: waves that manifest themselves at computational boundaries or interior
points of non-uniform grids [Vichnevetsky, [1987a], are connected to the stability of

finite difference models.
Vichnevetsky| [1987b] looked in more detail at wave propagation in non-uniform
grids for hyperbolic equations. They found that for non-dissipative schemes, the

spurious solutions can end up becoming trapped in the computing domain, and that
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these spurious solutions can only be eliminated by some form of artificial dissipation.
Vichnevetsky| [1981] also found that it is possible for wave energy to become trapped
between a coarse region of the grid and a reflecting boundary. If the hard reflection
of a wave against boundary surfaces causes problems, then the spurious parasitic
solutions could be eliminated by modifying the numerical boundary scheme so that

it is absorbing [Vichnevetskyl, [1987b].

Long & Thuburn [2011] also looked at wave propagation behaviour of centred
difference schemes in non-uniform grids for the shallow water equations. They found
that a wave of a given frequency is unable to propagate into a region where the grid
is too coarse for that wave to be resolved, and also suggest that a mechanism must be
included to dissipate such waves to avoid spurious reflections. Of particular interest
here is whether the numerical methods used in ENDGame, in combination with grid
anisotropy, could underestimate the downward refraction of wave packets and hence
cause an excessive focussing of wave energy into the thermosphere.

A physical process that becomes very important in the thermosphere, but is
currently not included in ENDGame, is molecular viscosity and diffusion. It might be
expected that molecular viscosity and diffusion, if included, would help to control the
amplitude of upward propagating waves and hence help to stabilise the dynamical
core. The ray-tracing calculations introduced in this chapter will be extended to
include a time-scale for the effects of molecular viscosity and diffusion on wave
amplitude.

ENDGame’s numerical methods contribute a certain amount of numerical damp-
ing. In particular, the SI time integration scheme (described in appendix |A.2) in-
cludes an off-centring parameter a € [0.5,1.0] that can be varied to change the
implicitness of the scheme. Setting o = 0.5 gives a centered time-step that has no
damping, while higher values for a give more implicit time-steps, which can have a
detrimental effect on the accuracy of the solution due to their artificial damping of
high-frequency waves, but can provide more stability. A time-scale for the effects of
varying the off-centring parameter is also introduced in this chapter and included
in the ray-tracing calculations, enabling an investigation into whether a modest off-
centring can stabilise upward propagating waves until they reach the altitude of
strong molecular damping.

Waves are produced by numerical models in a number of ways, depending on
the model. They are often numerical artefacts: a product of the governing equations

being badly resolved at the chosen grid scale, or caused by orography, convection, or
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Figure 4.1: From |Skamarock & Klemp| [2008]: Kinetic energy spectra from the ARW model av-
eraged over 7 - 25 January 2005 Developmental testbed center Winter Forecasting Experiment
(DWFE) forecasts for the continental US. The ARW forecasts were produced using Az = 5km.

other physical processes that are included in the model. The waves that are produced
can have wavenumbers and wave energies of a wide range of orders of magnitude,
as demonstrated in Figure which shows the energy spectra of the ARW (Ad-
vanced Research WRF (Weather, Research and Forecasting)) model [Skamarock &
Klemp, [2008]. Observations also indicate a broad energy spectrum in the atmo-
sphere |[Nastrom & Gage, [1985]. Therefore, it is worth considering a wide range of

wavenumbers in this study of numerical wave propagation in ENDGame.

4.2 Ray-tracing equations

The theory of ray-tracing [Lighthill, 1978] assumes that waves are locally sinus-
oidal in space and time, and that the scales on which the wavevector varies are
large compared to the wavelength. Here, the propagation in a 2D vertical cross-
section of the atmosphere is considered. A nearly monochromatic wave packet with
wavevector k = (k,m) and frequency w approximately satisfies the local dispersion
relation w = Q(k, m; z, z,t), where the dependence on space « = (z,2) and time ¢
can arise through, for example, variations in the background wind, temperature or
stratification. The wave then propagates along a space-time trajectory (i.e. a ray) at

the group velocity ¢, and the wavevector evolves according to the following coupled



4.3. WAVE EQUATION WITH BACKGROUND DENSITY VARIATION 43

system of ray-tracing equations:

De, B B

E(m) = Cg(k, ;r;) = Vk Q, (41)
De, B

Dt (k) = —V,Q, (4.2)

where the derivative operator:

Cg

0
Dt = a + Cy - Vm (43)

represents the rate of change of a variable with time at a position moving with the
group velocity ¢, |Lighthill, |1978]. It is shown in appendix that from the ray-
tracing equations and , it can be shown that frequency is conserved along
the ray, i.e. D.,w/Dt =0 provided that 0€2/0t = 0, i.e. provided that the back-
ground is steady. In this study, ¢, depends on x only through the temperature T,

which is treated as a function of z only.

Lighthill [1978] also introduces the wave energy conservation law that describes

the evolution of the wave’s amplitude:

Cg

Dt

2
(logW) + Vg - ¢, + - = 0. (4.4)

Here, W represents the wave energy per unit volume and 7 represents the time-
scale for any processes that act to damp the waves (such as molecular viscosity and
diffusion or the damping effect of the off-centring parameter «). Note that, for a
stratified atmosphere in which the background density py decreases exponentially
with height, a constant W corresponds to a constant exponential growth rate of

wave fields such as relative density perturbations p’/pp.

In section |4.3], expressions for €2, V.2 and V() are obtained for the continuous
and discrete cases in order to solve the ray-tracing equations and and
the wave energy conservation law . The wave propagation and the rate of
wave amplitude growth may then be compared when using the analytical governing

equations or the spatially- and temporally-discrete governing equations.

4.3 Wave equation with background density variation

In order to obtain the dispersion relation and the corresponding group velocities
for the analytical governing equations and the spatially- and temporally-discrete

governing equations, a 2D wave equation that includes a variation in background
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density is obtained in this section.

4.3.1 Continuous equation set

From the Navier-Stokes momentum (A.13)), thermodynamic (A.16)), continuity (A.18))
and state (A.11) equations, and by neglecting the Coriolif]] and source terms, the

following governing equations on the (z, z)-plane are obtained:

9p  Opu) | O(pw)

— 4.
ot ox 0z 0, (4.5)
De
— =0, (4.6)
Du 011
i+ COS =0, (4.7)
Dw 011
- i — 4.
Dt+0p@82+g 0, (4.8)
m = %0 (4.9)
Pe

This equation set is fully non-hydrostatic, but it can be made hydrostatic by neg-
lecting the Dw/Dt term in the vertical momentum equation (4.8)). Note that by
taking R and C), to be constant, a uniform gas composition is assumed rather than

accounting for the various gas species shown in Figure
4.3.2 Linearised equation set

A wave equation for a single purely oscillatory variable, and hence a dispersion re-
lation, can be obtained by linearising the governing equations - about
a basic state. This is done by separating the current state of the system of the
system (u,w, p,I1, ©) into the basic state (ug, wq, po, Iy, ©g) which satisfies the gov-
erning equations at rest and in hydrostatic balance, and a small perturbation term
(v, w', p/, II',©"), so that any variable ¢ can be expressed as ¢ = ¢y + ¢’. Note
that po = po(2), o = l(z) and Oy = Oy(z), and that products of the small per-
turbation terms may be neglected. The resulting linear system will have solutions
proportional to exp(—iwt) for some w, so the time derivatives can be replaced by a

factor —iw, giving the linearised governing equation set:

o ou' I(pow’
—wwp —{—po% + (goz ) = O, (410)
NZ
—ZCL)@/ + ?@ow, = O, (411)
o, v
— WU —I— CpGO% = O, (412)

INeglecting the Coriolis term is reasonable for almost all acoustic waves, and for gravity waves except in cases
where the wavevector is almost vertical, i.e. m > k, where k is the horizontal wavenumber and m is the vertical
wavenumber.
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r IT
—idew/ + Cp (@oaa—z + %@/> = O, (413)
1—rIll o @

k o po O

—0. (4.14)

Here N2 is the Brunt Viisdld frequency, or the buoyancy frequency, given by

N? 1 00¢
= 4.1

[Salby], [1996]. The linearised state equation (4.14) is found in appendix [A] by taking

the logarithm of the equation of state, and using a Taylor series expansion of log,

and is given by (|A.58]).

4.3.3 Obtaining an equation for a single variable

Equations (4.10)) - (4.14) form a system of equations for the variables (v, w’, p/, I, ©'),

which can be eliminated in turn to obtain a single equation for one unknown variable.

Begin by eliminating p’ between the linearised equation of state (4.14]) and the
linearised continuity equation (4.10)) to obtain:
1-rsIl'  iw ou/’ N 1 9(pow’)

o
k IIg O * or pyg 0z

0= —iw (4.16)

Next, eliminate ©’ between (4.16)) and the linearised thermodynamic equation (4.11)

to obtain:

0= —2
o Hp+8z

1—xII" OV N? 1 0
— 4+ — ! 4.1
PRTH + o + ( )w, (4.17)

where H, is the density scale height, given by

1 10
S (4.18)
H, po 0z
By noting that the basic state satisfies hydrostatic balance, so:
oIl
C,00—— =0 4.19
p~0 Oz + g ) ( )

then ©’ can also be eliminated between the linearised thermodynamic equation (4.11])

and the linearised vertical momentum equation (4.13]) to obtain

orr

0= (dyw® — N*)w' + iwC,0y o

. (4.20)

Lastly, eliminate w’ between equations (4.17) and (4.20)) and substitute this
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into 0(4.12)/0x to obtain an equation for II" only:

ARl
)+cp@08—n (4.21)

ox?’

R 0

0=w

N2 1 0 ) ( SN orr

2
ol
T p( g Hp+8z dyw? — N2 0z

Finally, divide through by C,0, and use equation (C.10) for the speed of sound
and the identities kK = R/C, and Tj = Oyllj to obtain

2 2 / o1y
LW, (2N 19 1oy o7
0= 02H+w ( g Hp+6z dyw? — N2 0z * ox? (422)

S

4.3.4 Obtaining a wave equation

The solutions to equation (4.22)) for I have a strong, nearly exponential, dependence
of the amplitude on height. In order to avoid this near-exponential dependence, a

change to a more wavelike, purely oscillatory variable is required. First, define:

q(z) = F()IT, (4.23)

and seek F'(z) such that substituting II" for ¢ in equation (4.22) leads to a wave
equation. First, from Thuburn et al. | [2002] and Daley| [1998], the following identity

for the density scale height is given:

_ L9 (4.24)

Also, from appendix , it is known that the relative density grows as p'/py ~ p, Y 2,
and from the identity Tp = OyIly ~ 1 and the definition for N?/g given by (4.15)),
it can be deduced that ITy ~ exp[—(N?/g)z]. Then the growth rate for I’ is related

to the background Exner pressure Ily and the relative density as follows:

Top’ _ 1 N?
B e ol )
Po
1/g N?
Define the inverse height scale I' as follows:

[(z) = 1<£ - E) (4.26)

2\ 2 g

so II" ~ exp(I'z). Using the definition for ¢ (4.23) and the growth rate of II" (4.25)),
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setting F'(z) = p, 120, gives the rescaled wavelike variable q(z): as follows:

q = py 200lT, (4.27)

Note that
' = gexp(T2), (4.28)
(2 Y e, i

Using the new rescaled variable ¢ in place of IT" in equation (4.22), and the identity
for the density scale height (4.24]), an equation for ¢ can be obtained:

2 2
02%(1%—&(%—21“) [5VW2—1_]\[2(%+F+22—1;)61}+% (4.30)

Up to this point, no assumptions have been made about the buoyancy fre-
quency N? or the inverse scale height I'?: they have been treated as functions of
hieght 2. This is almost a wave equation for ¢, but the 1/(dyw? — N?) term is still
dependent on z. At this point, the WKB approximation is invoked: this involves as-
suming that the solution is a rapid oscillation/ has a large wavenumber and a small
frequency, and that the wave amplitude and phase velocity ¢, = w/k vary slowly
with height z [Howison, 2005|. This implies that the 1/(dyw?® — N?) term is only
weakly dependent on z and can be brought outside the derivative and the solution
will remain locally similar. The same assumption applies to I'. Now equation (4.30)
can be rearranged to obtain a 2D wave equation with a variation in background

density as follows:

0%q w? 0%q w? w?I?
— _— =0. 4.31
8ﬁ+®M—NW%+( NJQ (4:31)

T 2 _
2 dyw

This equation gives wavelike solutions, and agrees with the wave equation derived

by Thuburn et al. | [2002] when T} is constant.

4.4 Dispersion relations and group velocities

In this section, the wave equation (4.31)) is used to obtain expressions for the dis-
persion relation and group velocity for the continuous wave equation. The changes
that are made to these expressions when the wave equation is discretised in space

and time are then discussed.
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For both the continuous and discrete cases, it is assumed that ¢ has wavelike
solutions that are locally proportional to exp[i(kz +mz —wt)]. In other words, k, m
and w are the values of wavenumber and frequency that would be obtained by
applying a Fourier transform to the solution for g. The objective here is to determine
the dispersion relation w = Q(k,m;z,2). If w= ﬁ(l{;,m;x,z) is defined to be the
dispersion relation for the continuous system , it turns out that the continuous
and the discrete cases can all be written in the form & = Q(%, m; x, z) for particular
choices of E(k), m(m), and W(w). Here, k, i and & may be thought of as the effective

wavenumbers and frequency as seen by the continuous dispersion relation.

4.4.1 Continuous dispersion relation

In the continuous case, k and @ are simply given by k=kandd = w. Substituting
a solution for ¢ proportional to exp[i(zx + mz)] into the wave equation 1’ gives
a quadratic for @w?:

b ~ N? 2
0= 5" — <5Vk2 +m’+ — + F2) 0+ N2 (4.32)
Cy Cy

The four solutions for & from (4.32)) are

2c, ANZE2] V2 V2
5= i%{Az + {(A2)2 - } } , (4.33)
where:
~ ]\/'2
A? = (6Vk:2 +m? + =+ FQ). (4.34)

If the second ‘4’ in the solution for & is set to be a ‘+’, then the contents of
the outer square root are quite large, giving a large frequency @, which corresponds
to the two high-frequency acoustic wave solutions. Conversely, if the second ‘+’ is
set to be a ‘—’, then the two A? terms almost cancel. In this case, the contents of the
outer square root are quite small, giving a smaller frequency @, which corresponds

to the lower-frequency gravity wave solutions.

As an aside, the pure acoustic wave dispersion relation can be considered by
neglecting the buoyancy frequency N? and the inverse height scale I'? in the full

dispersion relation (4.33)) to obtain:
D2 atic = K2, (4.35)

acoustic S

where K2 = k2 + m2. Similarly, letting ¢; — oo, neglecting the inverse height scale T
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gives the pure gravity wave dispersion relation:

N N7E2
D ity = N (4.36)
Next, the group velocity ¢, = V() can be obtained as follows:
dw (9 0k 90 Om
=Vl = —| =5, == ). 4.
€= Vil =55 ( o% Ok’ Om am> (4:37)

In the continuous case, dw/0w = 1, and 8%/81{; =1 and 0m/0m = 1, so only VAfAZ
is needed. Define D(©) to be the right-hand side of the quadratic for &2 (4.32)).

Then D’ is the derivative of D with respect to & and is:

)5 N? — 26,5
D) = 5= =~ [5vk2 w2+ va + F2] . (4.38)

By differentiating the quadratic for @? D with respect to k and 7 and
rearranging, expressions for 9€)/dk (4.39) and 0Q/0m (4.40) can be found.

00 2k(@2 - N?
00 2m?

Next, V(2 is obtained, which is used in the ray-tracing equation for describing
the evolution of the wavenumber along the trajectory (4.2]). Since the background
state is independent of z, 9Q/0z = 0. Then V2 is as follows:

ow_ ~ Ow( 09
V.0 = awVQ aw(0’5>’ (4.41)

so k is constant along the ray. In the continuous case, dw /9% = 1, so only 9Q/0z is

needed. This can be found by differentiating the quadratic for ©? (4.32)):

.
0 =5 [D@)] .
o 09
5, P@)] . +D(@) 5, (4.42)

where the subscripts |; -~ and |; - 5 indicate that these values are held constant as
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the derivatives are taken. Evaluating (4.42) and rearranging gives

00 1 [@2@2—N2)a(2) (% )\ d(N?) or_,
E = ﬁ C‘SL 9 + <C_§ —k > —az + 2F£w , (4.43)

where analytical expressions for (N?)/0z, d(c?)/0z and OI'/dz are found in ap-
pendix (D.2]).

4.4.2 Spatially-discrete expressions

In this section, expressions for E, 8//;:/016 and dm/0m are found in the spatially-
discrete case, which appear in the equations for the dispersion relation , the
group velocity and 0 /0z . These equations will then describe wave
propagation behaviour in ENDGame, with the dynamical core discretised in space
using an Arakawa C-grid horizontal staggering of variables [Arakawa & Lamby, |1977]
and a Charney-Phillips vertical staggering of variables |[Charney & Phillips| [1953].

In the spatially-discrete case, derivatives are replaced with finite differences.
First, consider horizontal derivatives. Provided the grid resolution x is uniform
(or slowly varying), it is still possible to obtain locally wavelike solutions [Long
& Thuburn| |2011]. However, the finite-difference approximation to the horizontal

derivative of a wavelike variable is

ik(z+Az/2) _

o oik(z—Az/2) B isin(kA33/2) ika

Ax - Az/2 “ (444)

rather than ike®®. Thus, the effective horizontal wavenumber seen by the dispersion

relation in the spatially-discrete case is

sin(kAx/2)

b= Ax/2

(4.45)

The effect of spatial discretisation on vertical derivatives is more subtle as the si-
nusoidal structure of the perturbation fields will be scaled by a roughly exponential
dependence on height. Consequently, the dispersion relation then sees not only a

modified effective vertical wavenumber:

sin(mAz/2)

Aoz (4.46)

m =

but also a modified effective N2 and I' [Thuburn), 2006]. However, provided the
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vertical resolution Az is finer than the density scale height H, (4.18)), as is usually
the case in numerical models, the effective N? and I' should be close to their true
values. Therefore, to simplify the calculations in this section, N? and I' are taken

to have their true values.

These expressions for % and 7 are then used in equation 1) for @ and equa-

tions (4.39), (4.40) and (4.43) for 6@/8%, 8@/87?1 and 8@/82 respectively. The

group velocity is given by equation 1} but 6%/ Ok and 9m/Om are now found
by differentiating (4.45)) and (4.46)):

ok 9

Ok = cos (k:A_x) o = cos <mAz)‘ (4.47)
m

Note that in this chapter, Az and Az are assumed to be uniform in space. Non-

uniformity of Ax or Az would introduce an explicit spatial dependence into the

expressions for k 1} and m l} which would then require additional terms
in (L) and (T22).

4.4.3 Temporally-discrete expressions

In this section, expressions for w and dw/& are found in the temporally-discrete
case, which appears in the equations for the dispersion relation , the group
velocity and 09 [0z . These equations will then describe wave propaga-
tion behaviour in ENDGame, with the dynamical core discretised in time using a

SI timestepping scheme [Wood et al. |, 2014b].

Recall that the equations in the linearised equation set - are of the
form &, + L(p) = 0, where §; = 9/0t and iw is an eigenvalue for the £ operator.
Discretising d;p between times n and n+1 for one eigenmode using a centred-in-time
SI scheme gives:

90("+1) — Sﬁ(n) . 90("“) + Sﬁ(n)

N = i (4.48)

For wavelike solutions, it is expected that o™ oc exp(—iwt), so at the next time
step, ™1 oc exp|—iw(t + At)], where At is the SI time-step. The use of this ex-
pression and the identity:

exp(icAt) — 1

itan(aAt/2) = expliodh) T 1

(4.49)
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gives w in terms of ©:

_ arctan(WAt/2)
B At /2

(4.50)

In the temporally-discrete case, the group velocity is given by equation (4.37)) and
Vw is given by equation (4.41)), but dw/d& is now found by differentiating (4.50))

Ow 1
0o @At2)2+1 (4:51)

4.4.4 Time-scales for decaying processes

In this section, expressions for the time-scales of decaying processes are found, so
that they may be used with the wave energy conservation law (4.4)) to describe how
they affect the growth of wave amplitudes.

The effect of off-centring parameters in the SI scheme can be considered by
finding the resulting decaying time-scale. Discretising d;p, for some variable ¢,
between times n and n+1 using a SI scheme with off-centring parameter a € 0.5, 1.0]
gives:

o) — pm)

(
TSO = —i& [ap™™ 4 Bp™] | (4.52)

(n+1)

where f = 1 — a. Rearranging and expressing ¢ in terms of p™ gives:

- T 4.
1+ 1At 14 (4.53)

This can be compared to the expression "™V o exp(—iwAt)p™ for wavelike solu-

tions. Equate these and rearrange the result to obtain an expression for w:

i 1 — iBOAL

Note also that @ is comprised of a real part @ that describes oscillations, and an

imaginary part —1/7, that describes the decaying time-scale, as follows:

w=m— —. (4.55)

The imaginary part of (4.55) gives the required time-scale for off-centring which
can be used with the wave energy conservation law (4.4]) to describe the effect of
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off-centring on the growth of wave amplitudes:

1 1 1 - iBOAt
== Imd log [P 4,
e At m{ o8 {1 +io@AtH (4.56)

Above the turbopause, located in the lower thermosphere between around 100
and 120 km, gas constituents are no longer well mixed by turbulence: they instead
adopt their individual distributions with height as a result of molecular viscosity and
diffusion, which itself is dependent on the viscosity of the fluid. Molecular viscosity
and diffusion are introduced more rigorously in appendix [E] The effect of molecular
viscosity and diffusion can also be considered by finding its decaying time-scale.
Consider the temperature diffusion equation:

pC’aT

v =V (AVT), (4.57)

where A = C,u/ P, is the thermal conductivity, P, ~ 0.7 is the Prandtl number and

is the scalar coefficient of molecular viscosity, which may be approximated as:
p=334x10""T" N kgm s (4.58)

which typically has values of order 107 [Vadas| 2007|. Considering the approximate
magnitude of the individual terms in the temperature diffusion equation (4.57)) gives

the following;:
aoT AT 1

~ —

= ~ K2AT, 4.59
ot diff Tdiff P rP ( )

where K2 = k? + m? Here, Tqq is the decaying time-scale for molecular viscosity
and diffusion and AT is a temperature perturbation. The time-scale for molecular

viscosity and diffusion is then:
1 kK2

Tag  Pp

(4.60)

For simplicity, this is used by the wave energy conservation law to describe
the effect of molecular viscosity and diffusion on the growth of wave amplitudes.
This decreases with altitude: a smaller time-scale means that molecular viscosity
and diffusion acts more quickly.

Of interest here is whether these damping mechanisms are strong enough to
offset the non-dissipative wave growth due to the background density variation.
In the absence of dissipation, the velocity perturbations u’ and relative density
perturbations p'/py grow in proportion to p o exp(z/2H,). Hence, the growth

time-scale following an acoustic wave packet (and hence propagating at the speed
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of sound ¢y) is given by:
1 Cs

(4.61)

Tgrowth 2Hp .
Whichever of the decaying time-scales is most significant will effectively damp wave
growth in the dynamical core if the following is satisfied:

max<i, ! )> ! (4.62)

Ta Tdiff Tgrowth

4.5 Ray-tracing simulations

In this section, acoustic and gravity waves are simulated using the 2D wave equa-
tion with a variation in background density by solving the ray-tracing equa-
tions - . A sufficiently small time-step is used such that numerical errors
are negligible in the solutions of - . Note that this time-step is unrelated to
the time-step At of the SI scheme introduced in section [4.4.3] and discussed further
in sections .5.2] and [£.5.5] The purpose of these calculations is to explore how wave

propagation in the ‘real” atmosphere, simulated using the continuous wave equation,
differs from wave propagation with ENDGame’s discrete grid and SI timestepping

scheme, by using the spatially- and temporally-discrete wave equations.
4.5.1 Acoustic waves in ENDGame’s spatially-discrete grid

In this section, acoustic waves are simulated by using the solution for the dispersion
relation that corresponds to the frequency for acoustic waves. Figure
shows a ray plot: a plot of trajectories of wave packets, initiated with a range
of wavevector angles, using the continuous wave equation. The total wavenumber
K =1x10"*rad m™! is chosen to illustrate how waves in the ‘real’ atmosphere can
be refracted by the temperature profile and can turn over.

The features of the rays worth noting in Figure are that in the ‘real’” atmo-
sphere, the rays are able to propagate quite far horizontally, and that their group
velocity is influenced by the background temperature profile. The background USSA
temperature profile has the effect of refracting waves, and for small wavenumbers
up to 4 x 10~°radm™!, waves are refracted back to the surface before even passing
the tropopause. An examination of rays with varying wavenumbers shows that rays
initiated with total wavenumbers up to 7 x 107°rad m~! propagate to an altitude
of no higher than 110 km before turning over (see Figure .

In this section, ray-tracing techniques are used to examine the effects that EN-

DGame’s Arakawa C-grid horizontal staggering of variables and Charney-Phillips
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Figure 4.2: A ray plot of acoustic waves with a total wavenumber of 1 x 10~ *rad m™' initiated
with a range of wavevector angles measured from the horizontal, from 0 to 7, using the analytical
wave equation with the US Standard Atmosphere background temperature profile [United States
Committee on Extension to the Standard Atmosphere (COESA)| [1976].

vertical staggering of variables will have on wave propagation within ENDGame,
and to determine the extent to which this is responsible for excessive focussing of
wave energy into the thermosphere. Figure 4.3| shows a comparison of ray plots
between the continuous wave equation and the spatially-discrete wave equation for

1

rays initiated with a small total wavenumber of K =4 x 107°radm~! and a range

of wavevector angles from 0 to 7/2.

It can be seen that the coarse horizontal resolution in ENDGame’s Arakawa
C-grid (Az ~ 100km in operational simulations) causes waves using the spatially-
discrete wave equation to be less well-resolved in the horizontal direction than in the
vertical direction which has a much finer grid spacing (Az ~ 1km). This prevents
waves from being able to propagate far in the horizontal direction compared to the
continuous wave equation. For the continuous wave equation, the group velocity is
approximately parallel to the wavevector; but this is no longer necessarily true in
the spatially-discrete case, as demonstrated later by Figure 4.6, This means that
even waves initiated with low wavevector angles in the spatially-discrete case have

high group velocity angles and can reach up to 110 km before turning over.

However, wave turning does not always occur; whether or not waves turn over de-
pends on the total wavenumber K and the initial angle of the wavevector k = (k,m).
This relationship can be seen in Figure [4.4] This plot contains a lot of information

and will be referred to a number of times in this section.
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12 T T
€ 10 1
< 8 |
g 6 :
2 4 1
< 2 i
0 ! 1 ! 1 ! !
0 5 10 15 20 25 30 35 40
1, Discrete-in-space acoustic wave on a uniform grid
€ 10 8
< 8 |
g 6 -
2 4 1
< 2 i
O L L I L I L
0 5 10 15 20 25 30 35 40

Horizontal distance (km)

Figure 4.3: A comparison of ray plots of acoustic waves between (above) the continuous wave
equation, and (below) the spatially-discrete wave equation with a uniform grid with Az = 100 km
and Az = 1km. These acoustic waves have a total wavenumber of K = 4 x 107 °radm™"' and are
initiated with a range of wavevector angles measured from the horizontal, from 0 to 7/2, with the
USSA background temperature profile.

In the most general case, waves turn over at the height where the vertical com-
ponent of the group velocity ¢, is no longer positive, i.e. 8@/67?1 = 0. From the
general expression for 8@/87’7\1 , it follows that acoustic waves turn over at
the height where m = 0. For pure acoustic waves described by the pure acoustic
wave dispersion relation , the height at which waves turn over, where m = 0,
corresponds to the height at which 2(z) = &2 /k2.

The dotted line in Figure [4.4] represents the critical wavevector angle of acoustic
waves for a range of total wavenumbers K, using the pure acoustic wave dispersion
relation (4.35)). The critical wavevector angle is the angle measured from the hori-
zontal up to which waves with a particular wavenumber will be refracted and turn
over, and above which these rays will propagate upwards and into the thermosphere.
In reality, these waves would be very strongly dissipated above ~150 km by molecu-
lar viscosity and diffusion (as discussed further in section [4.5.3), and this would need
to be reflected in ENDGame either with damping by off-centring the SI scheme, or
in a more physically sound way with molecular viscosity and diffusion. With no
gravity wave terms, the critical angle for the pure acoustic wave dispersion relation
is a constant ~0.327 for all wavenumbers, because it can be seen from that
its group velocity is independent of K. Note that the wavevector angles and the

group velocity angles do not necessarily match for the spatially-discrete case: their
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Figure 4.4: The critical wavevector angle (from parallel to the surface, 0, to perpendicular to the
surface, 7/2) up to which acoustic wave turning occurs, for a range of total wavenumbers K. The
dotted line represents the critical angles for the continuous acoustic wave dispersion relation ,
and the solid black line represents the critical angle for the acoustic wave solution of the full
continuous dispersion relation . The grey dashed-dotted line represents the critical angles
for the spatially-discrete wave equation with Az = 10km and Az = 1 km.

In order for the horizontal wavenumber k to be resolved horizontally, it is required that k < 7/Axz.
This restriction in the numerical case is illustrated with the grey area showing where k is not
resolved for this choice of Az.

The area to the right of the thick grey dashed line indicates wavenumbers that satisfy WKB theory,
although it is shown in Appendix[D.4]that WKB theory can still be used to describe the behaviour
of wave propagation outside this limit.

relationship for acoustic waves is shown later in Figure |4.6|

For acoustic waves described by the full dispersion relation (4.33)), the height at
which waves turn over, where m = 0, is the height at which the following expression

is satisfied:
w ~ w-T
0= — — k* —

2 o2 — N2’

(4.63)

where ¢, N and I" are all functions of height z. The solid black line in Figure [4.4]
represents the critical angle of acoustic waves for a range of total wavenumbers K,
using the acoustic wave solution to the full dispersion relation (4.33[). Waves with
small wavenumbers up to 7x107° rad m™" always turn over, even if they are initiated
with vertical wavevectors. This is due to the relatively large buoyancy frequency N2
and inverse height scale I' that act to bring the expression in to 0 at a lower
height z, causing the wave to turn over sooner. This is illustrated by the ray plots

of Figure [4.3] where the waves always turn over and no wave energy reaches the
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Figure 4.5: Ray plot of acoustic waves using the analytical wave equation with an initial wavevector
angle of 0.37 from the horizontal, for a range of total wavenumbers near the dip on the critical

angle plot in Figure

thermosphere. For large wavenumbers and higher frequency waves, the buoyancy
frequency N? and inverse height scale I' become negligible, so the critical angle is

the same as for the pure acoustic wave dispersion relation.

The unusual feature of the critical angle line for acoustic waves described by
the full dispersion relation is the dip that occurs for total wavenumbers just
above 7 x 1075 rad m~!. This warrants a closer analysis: a sample of rays of varying
wavenumbers near this dip at an angle of 0.37 are shown in Figure 4.5, For total
wavenumbers just to the left of the dip between 6 x 107° and 7 x 107°rad m™!, the
waves turn over very sharply at about 110km. It turns out that there is a feature
of the USSA temperature profile at 110 km that makes N? particularly large at this
altitude (as shown and described in appendix. This acts to bring the expression
in to 0, and hence m to 0 at about 110 km, causing the wave to turn over.

For wavenumbers slightly larger than 7 x 10~° rad m™" with an initial wavevector
angle of 0.3, the peak of N? is no longer sufficient to bring the expression in (4.63))
to 0 at 100km. Hence, these waves do not turn over and instead propagate to
the top of the thermosphere, as can be seen by the dashed-dotted line in Fig-
ure [£.5] and is indicated in Figure [£.4] by the dip in the solid black line. As the
wavenumber increases further, the waves become more like pure acoustic waves as
the large wavenumbers k£ and m dominate the gravity wave terms in the full disper-
sion relation . Therefore, the waves are more easily refracted by the higher
temperatures in the thermosphere and turn over more quickly for increasingly high

wavenumbers, as illustrated by the grey line in Figure [4.5]
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Figure 4.6: Initial group velocity angles for a range of initial wavevector angles for acoustic waves
with a total wavenumber of 1 x 10~*rad m™", either using the pure acoustic wave dispersion rela-
tion , the acoustic wave solution to the full dispersion relation or the spatially-discrete
wave equation with Az = 100 km and Az = 1km, using the USSA background temperature profile.

The grey dashed-dotted on Figure |4.4] shows the critical angle for the spatially-
discrete wave equation. However, the region marked by the greyed out area denotes
wavevectors for acoustic waves that are unable to be resolved in a discrete grid
with Az = 10km. For the horizontal component of waves to be resolved, the hori-

zontal wavenumber k must satisfy the condition that 0 < k < 7/Ax.

Where the grey area of Figure [4.4] puts a lower limit on the initial wavevector
angles that can be used with the spatially discrete wave equation, an interesting phe-
nomenon occurs. Figure compares the initial angles of the wavevector and group
velocity for continuous and spatially-discrete acoustic waves. In the continuous case,
the initial group velocity is almost parallel to the initial wavevector. However, as the
discretised case is only resolved for 0 < k < 7/Axz, only a small range of wavevector
angles, between ~0.47 and 0.57, are able to be considered in this particular case,
so that the horizontal wavenumber £ is not too big. For the higher allowable val-
ues of k, and hence lower initial wavevector angles, the initial group velocity angle

diverges and becomes much higher than the initial wavevector angle.

This phenomenon can be explained by the group velocity equation . In the
spatially-discrete case, the 8@/ Ok factor of the horizontal component of the group
velocity is given by equation (4.47). This term, cos(kAx/2), approaches 0 as k
approaches its upper limit 7/Az. This means that, for waves initiated with the

lowest resolvable wavevector angle, the horizontal component of the group velocity
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Figure 4.7: Illustrations of the directions of analytical group velocities €4,y and spatially-discrete
group velocities €y(num) of acoustic waves for varying wavevector k.

Where k =0 (left), the wavevector, analytical group velocity €y(an) and numerical group velo-
City Cy(num) g0 in the same direction.

Where k = m/Ax (right), the angle of the wavevector is as low as possible in order for the wave to
still be resolved. The analytical group velocity €4,y goes in the same direction as the wavevector k,
but the numerical group velocity €,(mum) is still vertical.

is 0: so only the vertical component of the group velocity has a positive value,
and hence the wave propagates vertically. This may cause excessive amounts of
wave energy to be channelled upwards into the thermosphere in ENDGame, when
in the real atmosphere, more energy would be channelled horizontally. This effect
is illustrated in Figure 4.7 This particular result comes about due to the centred
in space discretisation on an Arakawa C-grid |[Purser & Leslie, |198§].

Referring back to the critical angle plot (Figure , the thick grey dashed line
indicates that WKB theory is valid to the right of the line. For WKB theory to
be valid, it is ideal for the wavelength to be significantly shorter than the length
scale L at which the background varies (L ~ 10km for height z) [Howison, 2005,

or equivalently:

) 27
f > arcsin (ﬁ)’ (4.64)
where 0 is the angle of the wavevector. While this provides a rough indication of the
conditions of the validity of WKB theory, it should still be indicative of the behaviour
of wave propagation outside the WKB limit. Justification for this statement is given
in appendix , and is supported by Dingle [1973] and [Vadas [2007].

In the critical angle plot (Figure , it can be seen that the critical angles of
the continuous acoustic wave equation and for the spatially-discrete wave equation

1

end up diverging for larger total wavenumbers K up to about 5 x 10~*radm™!.

There is a small range of wavevectors where analytical waves will turn over, but
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Figure 4.8: A comparison of ray plots of acoustic waves between (above) the continuous wave
equation and (below) the spatially-discrete wave equation with a uniform grid with Az = 10km
and Az = 1km. These acoustic waves have a total wavenumber of 4 x 10"*radm™!, and are
initiated with a range of wavevector angles measured from the horizontal from 0.277 to 0.337, with
the USSA background temperature profile. These plots illustrate the difference in ray propagation
where the lines for the critical angle of the analytical and spatially-discrete wave equations diverge

in Figure @

spatially-discrete waves will propagate to the top of the thermosphere. Some of the
rays in this region are shown in Figure 4.8] The rays in the spatially-discrete case
are not able to propagate as far in the horizontal direction because the waves are
not well resolved horizontally. Another feature is that the initial group velocity is at
a lower angle for higher wavenumbers, but this changes at ~280km where the rays
appear to cross over, and the group velocity for higher wavenumbers becomes more
vertical. This again is due to the cos(kAx/2) factor which is applied to the horizontal

component of the group velocity, influencing the angle of wave propagation.

Next, the analytical and spatially-discrete propagation of waves for higher total
wavenumbers are compared. Figure 4.9 shows another comparison of analytical and
spatially-discrete wave propagation, as in Figure [4.3] but for a larger total wavenum-
ber of 1 x 10~*rad m~! for a small range of wavevector angles from ~0.47 to ~0.5,
for which the spatially-discrete waves are resolved in the horizontal direction. For
this wavenumber, there are no circumstances in which a wave in the spatially-discrete
case can be refracted and turn over, but they are also unable to propagate as far
in the horizontal direction as in the analytical case. This is due to the effect of
the cos(kAx/2) term in the horizontal component of the group velocity preventing

many waves from being resolved in the horizontal direction. Figure 4.6 shows that
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Figure 4.9: A comparison of ray plots of acoustic waves between (above) the continuous wave
equation, and (below) the spatially-discrete wave equation with a uniform grid with Az = 100 km
and Az = 1km. These acoustic waves have a total wavenumber of 1 x 10~*radm™"', and are
initiated with a range of wavevector angles measured from the horizontal, from ~0.47 to ~0.57,
with the USSA background temperature profile.

each initial group velocity angle corresponds to two potential initial wavevectors, so

each curve in the second plot of Figure refers to two wavevector angles.
4.5.2 Acoustic waves with ENDGame’s semi-implicit scheme

In this section, acoustic wave propagation is simulated with the SI time discret-
isation. Figure demonstrates the slowing effect that the temporally-discrete
wave equation has on acoustic wave propagation. Here, a ray calculation has been
run for 30mins, and the time-step for the temporally-discrete case is just 3s: an
unrealistically short time-step chosen for illustrative purposes. The rays both have
the same trajectory, but it can be seen that the wave in the temporally-discrete
case travels at a slower rate. This phenomenon can be explained by the equation
for group velocity . In the temporally-discrete case, the dw/0W factor of the
group velocity is given by , which is constant along the ray as D, ,w/Dt = 0.
This acts to slow the horizontal and vertical components of the group velocity ¢, by
the same constant factor while maintaining the angle of propagation.

The larger the value of wA¢t, the greater the slowing effect the time discretisation
has on the wave. For a larger, more widely practiced time-step, an acoustic wave
propagates upwards extremely slowly, but for waves with smaller frequencies w, the

time discretisation has less of a slowing effect. For this reason, gravity waves are
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Figure 4.10: Ray plot of acoustic waves with a total wavenumber of 1 x 1073 rad m~! initiated with
a wavevector angle of 0.37 and using either the continuous wave equation or the temporally-discrete
wave equation with a centred-in-time (a = 0.5) time-step of 3s, and using the USSA background
temperature profile. The dots represent 1 min intervals, and the simulation was run for 30 mins.

less slowed by the time discretisation, as shown later in section [4.5.5]
The experiments performed in this section are not spatially-discrete. However,
when including the effects of both space and time discretisations, they interact as

expected.
4.5.3 'Wave amplitude growth of acoustic waves

In this section, the evolution of the wave energy W of vertically propagating waves is
considered. W is analogous to a wave amplitude growth factor if W =1 is taken at
the launch of the acoustic wave [Lighthill, |1978]. In a stratified atmosphere, a con-
stant value for W corresponds to an exponential growth of the relative density p’/po,
while a strong drop in W is required for p'/pg to remain small. Note from the wave
energy conservation law that if dissipation is negligible and the background is
independent of position x, then ¢;W is constant along the ray (where ¢, denotes the
vertical component of ¢,), and so the vertical profile of W reflects the vertical profile
of ¢,(k,T), which in turn reflects that of the background temperature proﬁleﬂ
Figure[4.11)shows how W changes with height for vertically propagating acoustic
waves with a total wavenumber of K =1 x 10~*radm~! with the continuous wave
equation and the temporally discrete wave equation with centred-in-time (a = 0.5)
time-steps, with and without the decaying time-scale for molecular viscosity from
(4.60). The values for W from the analytical and temporally-discrete wave equations
are both given by the grey line in Figure 4.11, This is because w and @ are both

constant along the ray, so the wave energy in each of these cases follows the same

2This is why the plots of W resemble the mirror image of the USSA temperature profile.
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Figure 4.11: The wave energy/ wave amplitude growth factor at each height for a vertically
propagating acoustic wave with a total wavenumber of 1 x 10 *radm~" under different condi-
tions:

1. using the continuous wave equation with an isothermal atmosphere of 250 K,

2. using the continuous wave equation with the USSA background temperature profile,

3. using the temporally-discrete wave equation with centred-in-time (o = 0.5) 5min time-steps
and the USSA background temperature profile, and

4. using the temporally-discrete wave equation with centred-in-time (o = 0.5) 5min time-steps
and molecular viscosity and diffusion with the USSA background temperature profile.

line, but the waves propagate upwards at different speeds.

The wave energy for the temporally-discrete wave equation with the decaying
timescale for molecular viscosity and diffusion 74 is given by the black line
in Figure 4.11} Below 130km, W is indistinguishable between the cases with and
without the decaying timescale for molecular viscosity and diffusion. Between 130 km
and 150 km, the decaying effect of molecular viscosity and diffusion makes W de-
crease very rapidly, which can be seen more clearly in the log plot for W later in
Figure |4.20, and effectively prevents the growth of waves above this altitude. In-
cluding molecular viscosity and diffusion in ENDGame would not only improve its
accuracy by incorporating a new physical process that has a significant effect in the
thermosphere, but it will likely also improve its stability by preventing excessive

wave growth in the upper atmosphere of the dynamical core.

The features that can be observed in Figure [1.11] (such as the sharp increase
in W due to the peak in N? at 110 km described in appendix and the altitude at
which molecular viscosity and diffusion begin to have a significant damping effect)
are dependent on the total wavenumber K. Figure shows how sensitive W
is to different values of K. The reasons for this dependence are twofold: first,
diffusive damping varies like the inverse of the diffusion time-scale 74y which

is proportional to K2. Second, the time discretisation also has the effect of slowing
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Figure 4.12: The wave energy at each height for a vertically propagating acoustic wave with a range
of total wavenumbers for which the wave does not turn over, using the temporally-discrete wave
equation with centred-in-time (o = 0.5) 5 min time-steps and the decaying timescale for molecular
viscosity and diffusion with the USSA background temperature profile.

the group velocity of the acoustic wave by the factor dw/0W (4.51)). Using the
approximate acoustic wave dispersion relation (4.35)) and the acoustic wave growth
time-scale (4.61)), the propagation time-scale T, can be given by
1 ow 1 1 Cs
X — ~ =
7—prop aw 7-growth (CskAt/2)2 2Hp

(4.65)

For smaller wavenumbers,/ bigger wavelengths, W gets very large and molecular
viscosity and diffusion does not have a significant damping effect until the wave
reaches an altitude above 150km. Fortunately, as demonstrated by Figure 4.4
for K < 8 x 10°radm™?, the waves turn over before the wave amplitudes get too
large. For larger wavenumbers/ smaller wavelengths, W does not grow much, and
molecular viscosity and diffusion has a more significant damping effect at lower
altitudes.

The decaying time-scale for the off-centring parameter from the SI timestepping
scheme can be altered to account for different amounts of off-centring, as
shown in Figure [£.13] It can be seen that increasing levels of off-centring artificially
damps the wave energy throughout the whole atmosphere, regardless of whether
the decaying time-scale for molecular viscosity and diffusion is also included. These
results also vary depending on the total wavenumber K that is used. It must be
considered that the artificial damping also has to compensate for the exponential

growth of the wave, which means that the rapid decrease in W with the increase in
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Figure 4.13: The wave energy at each height for a vertically propagating acoustic wave with a

total wavenumber of 1 x 107*radm™"' using the temporally-discrete wave equation with 1min
time-steps, with varying amounts of off-centring, and the USSA background temperature profile.

Time-step At  Off-centring parameter «

Total time

Analytical 20 mins
1 min 0.5 51 mins

1 min 0.53 51 mins

5 mins 0.5 12.25h

30 mins 0.5 428 h

Table 4.1: Comparison of the time taken for acoustic waves initiated with a vertical wavevector and
total wavenumber of 1 x 10~#radm™" to reach the top boundary at 600km with the continuous
wave equation and with the temporally-discrete wave equation with different sized time-steps.

off-centring shown in Figure [4.13|is not as severe as it might appear.

In Figure [4.13] a small time-step of At = 1min is used for illustrative pur-
poses. For larger At, the damping effect of the higher off-centring parameters is
even greater. This is due to the contribution of the effects of the decaying time-
scale for off-centring which depends on WAt and «, and of the propagation
timescale Ty, Which depends on At. The effect of changing At on the time taken
for the wave to propagate up to 600 km is shown in Table [4.1]

4.5.4 Gravity waves in ENDGame’s spatially-discrete grid

In this section, gravity waves are simulated by using the solution for the disper-
sion relation that corresponds to the frequency for gravity waves. Gravity
waves are characterised by their smaller frequencies w and slower group velocities ¢,
that propagate approximately perpendicularly to the wavevector. Note that gravity

waves initiated with a wavevector angle of m/2 will not propagate: from the pure
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Figure 4.14: A comparison of ray plots of gravity waves between (above) the continuous wave
equation and (below) the spatially-discrete wave equation with a uniform grid with Az = 100 km
and Az = 1km. These gravity waves have a total wavenumber of 2 x 107° rad m ™! and are initiated
with a range of wavevector angles measured from the horizontal from 7/2 to m, with the USSA
background temperature profile.

gravity wave dispersion relation , it can be seen that at this angle, there is no
mechanism to produce gravity waves.

Gravity waves initiated with small total wavenumbers K =2 x 10~°rad m™!
(chosen to look at cases where the rays always turn over) and a range of wavevector
angles from /2 to 7 using the continuous and spatially-discrete wave equations
are shown in Figure [£.14] For acoustic waves, the effects of the space discretisation
prevents the waves from being well resolved in the horizontal direction, which is
immediately apparent in Figure [£.3] It can be seen in Figure however that the
propagation of gravity waves with a small total wavenumber is not affected much by
the space discretisation, because gravity waves are still well resolved in the grid for
this wavenumber. This can be seen by using a smaller value of & in the horizontal
and vertical components of the group velocity of gravity waves : the 8@/ ok
and 00 /Om factors are then smaller and hence do not influence the group velocity
by as large an amount as in the acoustic wave Case.E|

As with acoustic waves, whether or not gravity waves turn over due to the
background USSA temperature profile depends on the total wavenumber K and the
initial angle of the wavevector. This relationship can be seen in Figure [4.15, For

pure gravity waves described by the pure gravity wave dispersion relation (4.36]),

3The space discretisation does affect the propagation of gravity waves with a larger total wavenumber, as discussed
later and shown in Figure
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the height at which waves turn over, where m = 0, corresponds to the height at
which N — w™ (i.e. the height at which N approaches w from above). The group
velocity obtained from the pure gravity wave dispersion relation is given by

~

2N°k 5~
c, =+ i (m?, —km). (4.66)

The dotted black line in Figure represents the critical angle of gravity waves
for a range of K using the pure gravity wave dispersion relation . The critical
wavevector angle here is measured from 7/2 to 7, up to which the wave reaches an
altitude of 600 km, and above which the wave is refracted and turns over. The critical
angle for the pure gravity wave dispersion relation is a constant ~0.787 for
all wavenumbers, because the direction of its group velocity is independent of K.
In the continuous gravity wave case, the group velocity is almost perpendicular to
the wavevector, but this is not true in the spatially-discrete case, as shown later in
Figure [1.17]

For gravity waves described by the full dispersion relation , the height
at which the waves turn over, where m = 0, is the height at which the expression
in is satisfied. The solid black line in Figure represents the critical angle
of gravity waves for a range of total wavenumbers K, using the gravity wave solution
to the full dispersion relation (4.36)). For large wavenumbers and higher frequency
waves, the buoyancy frequency N? and inverse height scale I' become negligible, so

the critical angle is the same as for the pure gravity wave dispersion relation.

The unusual feature of this critical angle line is the peak that occurs between
the total wavenumbers 2 x 107® and 1 x 10~*radm™!. This also warrants a closer
analysis: a sample of rays of varying wavenumbers near the peak at a wavevector
angle of 0.97 are shown in Figure [4.16, For total wavenumbers to the left of the
peak in Figure gravity waves turn over very quickly, never propagating above
the tropopause at 10 km before turning over, as in Figure [£.14] On the right side of
the peak, if the wave does turn over, it still reaches a high altitude close to 600 km.
These waves slow down greatly before turning over, giving the appearance on the

ray plot that they turn over very sharply.

The slowing of gravity waves as they reach the upper atmosphere is due to the
buoyancy frequency N? becoming small at high altitudes due to the USSA temperat-
ure profile, as illustrated in Figure . The small N? feeds into the group velocity
for gravity waves . From this, it can be seen that as m — 0, both ¢ — 0
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Figure 4.15: The critical wavevector angle (from perpendicular to the surface, 7 /2, to parallel to
the surface, w) above which gravity wave turning occurs, for a range of total wavenumbers K. The
dotted line represents the critical angles for the continuous gravity wave dispersion relation ,
and the solid black line represents the critical angles for the gravity wave solution of the full
analytical dispersion relation . The grey dashed-dotted line represents the critical angle for
the spatially-discrete wave equation with Az = 10km and Az = 1km.

In order for the horizontal wavenumber k to be resolved in the grid, it is required that k£ < 7/Ax.
This restriction in the numerical case is illustrated by the greyed out area showing where k is not
resolved for this choice of Ax.

The area to the right of the thick grey dashed line indicates wavenumbers that satisfy WKB theory,
although it is shown in Appendix that WKB theory can still be used to describe the behaviour
of wave propagation outside this limit.
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Figure 4.16: Ray plot of gravity waves using the continuous wave equation with an initial
wavevector angle of 0.97 from the horizontal, for a range of total wavenumbers near the peak

on the critical angle plot in Figure

and ¢; — 0, but ¢ — 0 at a faster rate, so the horizontal group velocity becomes

smaller more quickly, resulting in the cusp of the rays that turn over, as seen in
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Figure 4.17: Initial group velocity angles for a range of initial wavevector angles for gravity waves
with a total wavenumber of 1 x 10~*rad m~1, either using the pure gravity wave dispersion rela-
tion , the gravity wave solution to the full dispersion relation or the spatially-discrete
wave equation with Az = 100km and Az = 1km, using the USSA background temperature profile.

Figures [4.16] [4.18 and [4.19,

As the total wavenumber increases further, the large & and m terms dominate
the gravity terms in the full dispersion relation . Therefore, the gravity waves
are more easily refracted by the higher temperatures in the thermosphere, and turn
over more quickly for increasingly high total wavenumbers.

The dashed-dotted line on Figure shows the critical angle for the spatially-
discrete gravity wave equation. The greyed out area denotes wavevectors for gravity
waves that are unable to be resolved in a discrete grid with Az = 10 km. Where this
puts an upper limit on the wavevector angles that can be used with the spatially-
discrete wave equation, due to the condition that 0 < k < w/Az, the same phe-
nomenon occurs as for spatially-discrete acoustic waves in Figure [1.6]

Figure compares the initial angles of the wavevector and group velocity for
continuous and spatially-discrete gravity waves. The pure gravity wave dispersion
relation suggests that the initial group velocity is perpendicular to the initial
wavevector angle. When using the continuous gravity wave solution to the full
dispersion relation , the initial group velocity is similar to the pure gravity
wave case for bigger total wavenumbers K. As the spatially-discrete case is only
resolved for 0 < k < m/Ax, only a small range of wavevector angles between 0.57
and 0.6 can be considered in this particular case for Az = 100 km. For the higher
allowable values of k, and hence higher initial wavevector angles, the initial group

velocity angle diverges from the angle perpendicular to the wavevector angle.

This phenomenon is equivalent to what happens to spatially-discrete acoustic
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Figure 4.18: A comparison of ray plots of gravity waves between (above) the continuous wave
equation and (below) the spatially-discrete wave equation with a uniform grid with Az = 10km
and Az = 1km. These gravity waves have a total wavenumber of 2 x 104 rad m ™! and are initiated
with a range of wavevector angles measured from the horizontal from —0.777 to 0.83w, with the
USSA background temperature profile. These plots illustrate the difference in ray propagation
where the lines for the critical angle of the analytical and spatially-discrete wave equations diverge

in Figure @

waves, and is illustrated by Figure : the COS(EAZC /2) term in the horizontal com-
ponent of the group velocity approaches 0 as k reaches its upper limit 7/Az,
meaning that only the vertical component of the group velocity has a positive value,
which forces the wave straight upwards.

In the critical angle plot: Figure [4.15| it can be seen that there is a small range
of wavevectors where analytical waves will turn over, but spatially-discrete waves
will propagate to the top of the thermosphere: some of the rays in this region are
shown in Figure m For higher wavenumbers (as in Figure which are less
well resolved in the grid, the space discretisation significantly affects the extent of

horizontal and vertical gravity wave propagation compared to well resolved small

wavenumbers (as in Figure [4.14)).
4.5.5 Gravity waves with ENDGame’s semi-implicit scheme

In this section, gravity wave propagation is simulated with the SI time discretisation.
Figure demonstrates the slowing effect that the temporally-discrete wave equa-
tion has on gravity wave propagation. Here, a ray calculation has been run for 8 h,
and the time-step for the temporally-discrete case is 5 min. The rays both have the
same trajectory, but it can be seen that the wave in the temporally-discrete case

travels at a much slower speed. This is explained in the same way as for temporally-
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Figure 4.19: Ray plot of gravity waves with a total wavenumber of 1 x 1073 rad m~! initiated with
a wavevector angle of 0.85m and using either the continuous wave equation or the temporally-
discrete wave equation with a centred-in-time (o = 0.5) time-step of 5min, and using the USSA
background temperature profile. The dots represent 1h intervals, and the simulation ran for 8 h.

discrete acoustic waves: the dw/0W factor of the group velocity takes a value
less than 1 in the temporally-discrete case, which acts to slow the horizontal and
vertical components of the group velocity by the same constant factor while main-
taining the angle of propagation. The wave can be seen to slow down as it reaches
the cusp before speeding up again after it turns over.

The time discretisation has a lesser slowing effect on gravity waves than on
acoustic waves: a 3s time-step, as used in Figure 4.10| severely slows the temporally-
discrete acoustic wave, but it would have a negligible effect on gravity waves. A 5min
time-step would have an even greater slowing effect on acoustic waves. The amount
of slowing caused by the time discretisation is again governed by the size of WAL.
As @ is much smaller for gravity waves, WAt is also much smaller, so gravity waves

are less slowed by the time discretisation.
4.5.6 Wave amplitude growth of gravity waves

In this section, the evolution of wave energy W for gravity waves is considered.
In general, it behaves in a similar way to what is observed for acoustic waves in
Figure [4.11] but there are a few differences: in Figure [4.20] it can be seen that the
molecular viscosity begins to have a significant effect on gravity waves at a lower alti-
tude than it does for acoustic waves. This is because gravity waves propagate more
slowly, so there is more time for molecular viscosity and diffusion to act on them,
and so they act to damp gravity waves more effectively at slightly lower altitudes.
The altitude at which molecular viscosity and diffusion begin to have a significant

damping effect on gravity waves is also dependent on the total wavenumber K,
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Figure 4.20: Log plot of the wave energy of acoustic waves and gravity waves propagating with
an initial wavevector angle of 0.77 and a total wavenumber of 17# rad m~" using the temporally-
discrete wave equation with centred-in-time (o = 0.5) 5min time-steps with molecular viscosity
and diffusion and the USSA background temperature profile.
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Figure 4.21: The wave energy at each height for a gravity wave propagating at an angle of 0.77 with
a total wavenumber of 1 x 107%rad m™! using the temporally-discrete wave equation with 1 min
time-steps, with varying amounts of off-centring, and the USSA background temperature profile.

similarly to acoustic waves in Figure [4.12]

The effect of the decaying time-scale for the off-centring parameter from
the SI timestepping scheme on the wave energy is shown in Figure for different
amounts of off-centring. As for acoustic waves, increasing the amount of off-centring
artificially damps the wave energy throughout the whole atmosphere. It can be seen

by comparing with Figure that low-frequency gravity waves are less damped

by off-centring than high-frequency acoustic waves.

4.6 Summary

In this chapter, ray-tracing experiments were performed to study the effects of nu-

merical methods on wave propagation in ENDGame.
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A coarse horizontal resolution in numerical models prevents waves from be-
ing well-resolved in the horizontal direction. The limit on resolvable horizontal
wavenumbers has a significant effect on wave propagation, redirecting waves vertic-
ally that would usually propagate at much lower angles, causing excessive, unphys-
ical amounts of wave energy to be transferred into the upper atmosphere.

An important effect that has not been considered in this ray-tracing analysis is
that of varying vertical and horizontal grid model spacing. A coarser vertical resol-
ution at higher altitudes could trap short wavelengths at low altitudes, preventing
them from propagating upwards and transferring excessive amounts of wave energy
into the upper atmosphere. It would therefore likely have a positive effect on dy-
namical core stability, but its effect on wave propagation has not been studied here.
Appendix [B.3] considers how non-uniform grids are selected in ENDGame so that
vertical processes can be well-resolved.

The ST timestepping scheme is severely slowing to high-frequency acoustic waves,
but less so to gravity waves. On its own, it has no effect on the direction of wave
propagation.

The inclusion of the timescale for molecular viscosity and diffusion confirms
that molecular viscosity has a significant damping effect on wave amplitudes in the
thermosphere. This suggests that the inclusion of molecular viscosity and diffusion
in ENDGame should be beneficial for its stability when simulating the thermosphere
by preventing excessive wave growth at high altitudes. Simulating acoustic waves
in ENDGame seems potentially more problematic than simulating gravity waves
because they are less damped by molecular viscosity. On the other hand, they are

more strongly damped by the off-centring of the semi-implicit time-step.



Chapter 5

Vertical Molecular Viscosity and

Diffusion in 1D

When simulating the whole atmosphere, it would be ideal to incorporate physical
processes that have a more significant effect in the thermosphere, and could also
have the added benefit of damping fast waves at high altitudes in a realistic way.
Above the turbopause, located in the lower thermosphere at 100 — 120 km, gas
constituents are no longer well mixed by turbulence as they are in the lower atmo-
sphere. Therefore, the inclusion of Eddy diffusivity [Salby| |1996], which describes
the turbulent mixing of a fluid, would not be appropriate. Instead, gas constituents
adopt their individual distributions with height as a result of molecular viscosity and
diffusion, which itself is dependent on the viscosity of the fluid. Molecular viscosity
and diffusion are realistic physical damping mechanisms that have a significant effect
in the thermosphere (which will be demonstrated in section , so they need to be
included in order to extend ENDGame into the thermosphere [Akmaev, 2011].
There exist methods that involve adding a layer of artificial numerical viscosity
near the top boundary in a model to artificially damp fast waves that grow too
much at high altitudes and prevent spurious reflections of waves off the top boundary;,
improving stability. Another benefit of including molecular viscosity and diffusion is
that they may eliminate the need for artificial viscosity near the top model boundary.
In this chapter, the discretisation of the continuous governing equations in-
cluding vertical molecular viscosity and diffusion and their implementation into the
ENDGamelD code is discussed. New solver technology must be developed to cope
with the strong vertical molecular viscosity and diffusion in the thermosphere. The
key novelty of this work is the fully-implicit treatment of vertical molecular viscosity

and diffusion fully coupled to the semi-implicit (SI) treatment of the dynamics. It

(0]
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is also possible to consider the viscous properties of separate gas species, although
this is outside the scope of this chapter. It is found that this new scheme, com-
bined with a small amount of artificial damping by off-centring the SI timestep, is
able to remain stable with a top boundary at 600 km for the kinds of waves that
ENDGamelD is expected to be able to deal with.

5.1 Motivation

In order to further motivate the inclusion of molecular viscosity and diffusion in
ENDGame along with the results of section [£.5.3] the time-scale on which molecular
diffusion acts: 7qig and the decaying time-scale of the effect of the SI off-
centring parameter: 7, are both compared to the growth time-scale of acoustic
Waves: Tgrowth , in order to show whether the effects of molecular viscosity
and diffusion are likely to have a significant enough damping effect on acoustic
wave growth in the thermosphere. This will be the case if the time-scale on which
diffusion takes place is shorter than the time-scale at which an acoustic wave grows
(and similarly for the off-centring decaying time-scale); i.e. the condition that must

be satisfied is:

1 1 1
max ,— | > . (5.1)
Tdiff Ta Tgrowth

There is enough information to substitute numbers for all of the values in ([5.1]).
The vertical length scale used is the size of the uniform grid spacing: 1km. The
other constants are the gas constant R = 278.04m?s 2K™!, and k = R/C), ~ 0.28.
Note here that in ENDGame, the gas constant for dry air is used, but in reality it
varies depending on the altitude and the constituent gas species of the atmosphere

at that altitude. The acceleration due to gravity also decreases with altitude.

The speed of sound is found in appendix and is given by

RT
2
= . 2
¢ 1—k (5:2)

Lastly, approximations for the USSA temperature profile can be obtained from Fig-
ure 3.1 and approximations for the density values p at various levels when using
USSA temperature profile can be obtained from the hydrostatically balanced back-
ground state. Using these, approximations for the diffusion time-scale 74i¢ and the
acoustic wave growth rate time-scale Tgowtn at different levels of the atmosphere can

be obtained, which are shown in Table
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T — T'BEarth (km) P (kg m_3) T (K) g (ms_2) Tdiff (S) Tgrowth (S)
0 1.2 x 10° 285 9.80 | 6.4 x 1010 > 49
100 4 %1077 196 9.50 23000 > 42
110 6 x 108 246 9.47 3140 > 46
120 1x108 366 9.44 516 > 56
130 4x107Y 474 9.41 148 > 65
135 3x 1079 531 9.40 104 > 68
140 2x 1079 564 9.39 57 < 71
150 9 x 1010 638 9.35 26 < 76
200 7 x 1071 856 9.22 177 < 90
300 2 x 10712 976 8.94 004 < 99

Table 5.1: Comparison of diffusion and acoustic wave growth time-scales at various altitudes, with
the USSA temperature profile and a uniform grid with a vertical length scale of L = 1km.

Table shows that for 135 km and below, the diffusion time-scale 74;¢ is much
larger than the acoustic wave growth rate time-scale 7Tgrowtn. This indicates that diffu-
sion acts too slowly here to have a significant damping effect on acoustic waves. How-
ever, between the altitudes of 135 km and 140 km, 74i¢ becomes smaller than 7gowth,
and gets even smaller at higher altitudes. This shows that at these altitudes, diffu-
sion acts quickly enough to be able to damp acoustic waves. This matches the results
of the experiment performed in section [4.5/in which the damping effect of molecular
viscosity and diffusion on the wave energy in the thermosphere was demonstrated.
This evidence indicates the benefit of the inclusion of molecular viscosity and diffu-

sion in the vertical extension of ENDGame into the thermosphere.

5.2 Continuous equations

In appendix [E.I} the continuous equations with vertical molecular viscosity and

diffusion is derived and are are given by (A.19), (E.12), (E.20) and (A.11)), and are
given here by (/5.3))-(5.6)).

Dp = po(rrw)
R 0, (5.3)
Duw 10 [ po(r*w)
Dt V= por Lﬂ or |’ (5.4)
DO  _[19(*w)]® 10 ([, 0T
m= = 20 (5.6)
Pe

where U, also given by equation (A.26]), is:

11 d
\IIE—(Cp@a 0 ),

ar o
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and p is the coefficient of molecular viscosity (E.2)), % is the bulk viscosity (E.3)), A
is the coefficient of molecular thermal conductivity (E.5|). Note that there is a con-
tribution from expansion damping as shown in appendix [E.1]), which is critical in

1D for damping acoustic waves as there is no shear.

5.3 Semi-implicit semi-Lagrangian discretisation

In this section, the continuous 1D governing equations including vertical molecular
viscosity and diffusion are discretised. The viscous and diffusive terms are added to
the momentum equation ([5.4) and energy equation fully implicitly in time. The
potential improvement that vertical molecular viscosity and diffusion should have
on ENDGamelD’s stability and accuracy by limiting wave amplitude growth has
been demonstrated in section [4.5.3] and verified with a scale analysis in section [5.1}

An explicit implementation of vertical molecular viscosity and diffusion has been
tested in appendix [E.2] and for very small timesteps, its damping effect in the
thermosphere can be verified. It then remains to perform an implicit implementation
that remains stable for larger time-steps.

The continuity, momentum and energy equations including vertical molecular
viscosity and diffusion, , and respectively are discretised in a similar
way as in appendix [A.2] but this problem includes new viscous and diffusive terms
which must be handled fully-implicitly-in-time in a fully coupled way in the semi-
implicit semi-Lagrangian (SISL) discretisation of the dynamics.

Since vertical molecular viscosity and diffusion are fast acting processes in the
thermosphere, as shown in section [5.1] the viscosity must be combined with the rest
of the dynamics in a fully coupled way, rather than being solved in a separate time-
step, to avoid big time-splitting errors that would otherwise occur. The viscous
terms are handled fully implicitly rather than semi-implicitly because viscosity is
expected to only have a damping effect on the system, so a fully implicit treatment
of these terms will unconditionally damp the numerical solution without introducing
any wavelike oscillations. Experiments testing the viability of solving the dynamics
and viscosity in separate time-steps are performed in appendix [E.4] It is found that
the time-splitting errors prevent this scheme from working well with large time-steps.

The discretised governing equations including vertical molecular viscosity and
diffusion are given by equations — , where m denotes the linear vertical
interpolation of variables and 4y is the hydrostatic switch. For brevity, continuous

notation is used for the spherical spatial derivatives.
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o, At d(r2w)]) T _ _ BoAt 8(r*w) (m)
{p{l-l- 2 or | = 2 or > (5:8)
At 0 [pdorw) " ()
{(5V v — awdl — = o {72 — - (6vw + ﬁwAt\I!)D 7 (5.9)
— 5 . (n+1)
At [ [ 18@?w)\® 18 [, 8T B ()

The dynamics terms of these equations are discretised in the same way as in
appendix [A.2] using a SISL discretisation. In a SI scheme, some terms are evaluated
explicitely at the current time-step level n, and some terms are evaluated implicitly
at the next time-step level n + 1. The level of implicitness of the scheme can be
varied by an off-centring parameter « € [0.5,1.0]: higher values for o make the
scheme more implicit, which can improve the stability of the scheme by artificially
damping high frequency waves. The grid in a SL scheme is a grid of arrival points
of Lagrangian parcels of air: the departure points are then calculated, as shown in
appendix [A.4 Then the explicit part of the scheme is evaluated at the departure
point D at time-step level n while the implicit part of the scheme is evaluated at
the arrival point of the Lagrangian parcel of air at time-step level n + 1. A more
thorough overview of the SISL timestepping scheme is given in appendix [A.2]

These equations will require a completely new solution method from the one
used for the set of discretised governing equations from the original formulation of
ENDGamelD given in appendix [A.2] due to the new viscous and diffusive terms

that must now be accounted for.

5.4 Residual estimation

The discretised governing equations (5.8)), (5.9)) and ([5.10]) form a coupled non-linear

system. The approximate Newton’s method can be used to find successively better
approximations for the solution to this system of equations. This system will not be
completely satisfied after any number of iterations, so the equations will have some
residuals R,,, g and R, respectively, which should be as small as possible.

Newton’s method for finding successively better roots to a function in multiple
dimensions, i.e. to estimate @ such that f(x) = 0, may be written:

L of

0~ flz™] = flz"] o ('), (5.11)

where 2’ = 2*+) — 2O is an increment of &, and df/0x is the Jacobian matriz
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of f. It is possible to approximate 0f /Ox. In a similar way in ENDGamelD, the
system to be solved is (R,, Re, R,) = 0.

The residuals are found by setting the superscript (I) to indicate the best guess
for the n + 1 term after [ iterations, and then putting all terms in the discretised

governing equations ((5.8)), (5.9) and ([5.10)) on the right hand side so that the residual

is left on the left-hand side. The residuals are as follows:

b B o)

72 or I Oor

(n) 2 @)
Ry = (5vw + ﬂwAt\I/)D - {(5V AW — iy AT — %% L{; a(grw)} } . (5.13)

52 O]
_om _Jg_ At [ [1o0PW) " 10, 0T
Re = 0O} {@ il {,u{r2 o + 25 \" )\87“ . (5.14)

The method for reducing the residuals used in this section mirrors that used
in appendix . The system of equations to be solved is given by , using
the same equations and linearisation techniques. The same approximations are also
made to calculate the right-hand side of by differentiating the expressions for
the residuals (5.12)), (5.13)), (5.14]), along with the extra approximations:

e Perturbations to p and A are small and may be neglected.

e Approximate 1/pIl ~ 1/p*II* in the © equation.

These approximations lead to the full set of viscous residuals and the equation of

state: — .

Full viscous residual and state equations

Ry ~ o + 230 (7pw), (5.15)
Ry ~ (v + vAW + ayAtC, <®*aar:' + 3;* 9’) - %% [;‘2 8(’;”')}, (5.16)
Re = azAt?w/ +0' — Cp%;;_ {ﬂ)\aar (e + @*H')} , (5.17)

. %ﬁﬂ&-iﬂ- (5.18)

5.5 Constructing the boundary value problems

The residual and state equations found in section [5.4} (5.15)) - (5.18) form four sets
of equations with four sets of unknowns p/, ©', w’ and II'. It would be preferable to

obtain from these a single set of equations for a single set of unknowns. Trying to
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follow the same method as the one used in appendix [A.6]does not produce a problem
that can easily be solved (it becomes a high order problem with inverse differential
operators), so a different approach is taken by exploiting one’s physical knowledge
of the problem, and considering the set of governing equations in the viscous region
(at high altitudes) and the inviscid region (at low altitudes) separately.

In the viscous region, the terms containing ;4 and A dominate and must be
included. Other terms may be dropped as they will be relatively small, so the
a, At C (028 + @*%—1},) term from the R,, equation , and the aAtZ&w’ term
from the Rg equation are neglected. This leaves the set of residual and state
equations in the viscous region —. The (dy + vAt)w' term in the R,
equation in the viscous region need not be neglected as it is already an equa-

tion in terms of w’ only.

Residual and state equations in the viscous region

R, ~p'+ ar—étg(?gﬁ*w'), (5.19)
Ry ~ (b + At — %% {%a(";f“ﬂ , (5.20)
Re ~ 6 — %%% {m%(ﬁ*@’ + @*ﬁ’)}, (5.21)

w%@_;_l;“g_j (5.22)

In the inviscid region, the set of equations is identical to that used in ap-
pendix where the viscous terms which contain g and A are neglected to be
left with equations - . In the viscous region, an equation for w’ has
been trivially obtained: the R, equation . It therefore remains to obtain one

for the inviscid region too, rather than an equation for II" as in section |A.6

Residual and state equations in the inviscid region

R, ~ p'+ ar—%t%(ﬁﬁ*w’), (5.23)
R, =~ (ov + vA)w' + o, At C, (@* 381;[’ + 8;1* @’), (5.24)
Re =~ aZAtfw/ + 0, (5.25)

0%%+8_;_1;“§_;_ (5.26)
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Equations for IT" and w’ have been obtained from the inviscid equation set in

appendix [A.6] given by (A.66) and (A.70). Eliminate to get w’ instead of II' by
substituting an expression for I’ from ({A.70]) into (A.66]) to obtain

kIT*
1—+x

w' — Dy { DQ(w’)} ~ BR, — D\(II")Re — D; { Al (& +R_®>} . (5.27)

1—rk\pr O

which is an equation in terms of w’ only. This can be compared with the w’ equation
in the viscous region . By combining the terms that occur in both expressions
for w’ in each region, equation can be obtained, which should work in both
the viscous and inviscid regions. This is a single set of equations for a single set
of unknowns w’. Equation is a boundary value problem that can be solved
to obtain w’: this process is detailed in section [5.6 A scale analysis is performed
in appendix to show that the method used to obtain the boundary value prob-
lem will still give reasonably accurate solutions of an appropriate scale.

, rIT* , At 9 [ o(r*w')
v _Dl{l—rﬁDQ(w)] _Bfar {7’2 or
kIT* (R Ro
~ BR, — D(II" - D = : 2
R, — Di(IT")Re 1[1_ﬁ(p* + & )} (5.28)

After obtaining w’ by solving the above boundary value problem, the other incre-
ment terms p’, © and IT" are obtained by back-substitution. The back-substitutions
must be made into the full equation set, rather than the viscous and inviscid equa-
tion sets. The above boundary value problem for w’ only includes the viscous term g,
but does not include the diffusive term A, so this term should be included in the
back-substitution. Therefore the full equation for Rg is used to obtain an
equation for ©', since this equation includes A. The value for w’ can be taken from
the solution to the above boundary value problem. This will involve solving another

boundary value problem for ©’.

First, it can be noted that the diffusion of heat changes the temperature and
pressure rather than moving mass around, since it does not act on the mass continu-
ity equation. Then in the viscous region, it can be assumed that the p’ term is small
compared to the ©" and Il terms in the equation of state , so rearranging the

remaining terms leaves
Kk II*—
©.

I = —
1—-kO"

(5.29)
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This expression for II' can be substituted into the Rg equation ([5.17)) to obtain

00" At 10 0 [ = ko IIF—
Re ~ a,At "+ - ——S— |PA (IO +0"——=06 ||. (5.30

o~ 8rw+ Cpp*H*ﬂ@r{r 8r( * 1-xk0© )} (530)
The double linear interpolation of ©' here is not ideal. However, the contribution
of this term is significantly smaller than the IO term on its own, because of
the /(1 — k) =~ 2/5 coefficient in the doubly averaged term. It should therefore be

inconsequential to remove the double linear interpolation of ©’/0* and be left with

K —% 1 —
1 e = I1e. 5.31
( N 1-— /{) 11—k ( )
Note that in the inviscid region, the diffusion term is small, so the approximations
made here will have very little effect on the solution. Therefore, an equation for ©’

that should work in both the viscous and inviscid regions is obtained as follows:

00*
or

At 1 190 [T2>\8(H o)

— ~ Ro — a, At
Cpp*H*l—nrzar or } o=@

w'. (5.32)

A single set of equations has been obtained for a single set of unknowns ©,
given w’. Equation is a boundary value problem that can be solved to ob-
tain ©': this process is detailed in section [5.7]

After obtaining w’ and ©’ by solving the two boundary value problems, the value
for w' can be back-substituted into the R, equation to obtain p'.

Alternative routes for back-substitutions are possible, and provided that:

1. the boundary value problem is derived exactly from the linearised equations
without further approximations, and

2. the boundary value problem is solved exactly,

then the choice of back-substitution does not matter. In ENDGamelD however,
condition 1 does not hold as the equations need to be considered in the inviscid
and viscous limits separately, and hence different back-substitutions may produce

different errors. These effects should be minimal and have not been considered here.

5.6 Solving the boundary value problem for «’

In this section, the boundary value problem for w’ (5.28)) derived in section
is turned into a form suitable for programming into the ENDGamelD code. The

mathematical detail of how it is set up as a tridiagonal system of equations and
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solved is set out in full.

5.6.1 Discretise the left-hand side of the boundary value problem for w’

The discretised form of the left-hand side of the w’ boundary value problem ([5.28)

is derived in this section. The discretised forms of the D, and p* D5 operators and

their associated coefficients Dg) - and D@.)_
i—1/2,5 1,j—1/

The discretised form of the third term of the w’ boundary value problem ([5.28)

, are derived in appendix |A.7.1}

is as follows for k € [2, N] (the boundary conditions at k = 1, N + 1 are found later):

AL [pd(r?X) - (AX)py1 = (AX)y s
p*or|r2 Oor - B (ﬁ*Ar)kfé Hi Vi
(AX), 1 — (AX), s
gk = P21 (5.33)
k—1

where Vj, denotes the volume of the current grid cell, A;_;/> denotes the area of the
bottom cell face of grid cell k, and A ;/» denotes the area of the top cell face, as
in Figure In order to abbreviate this, define the following functions to obtain

expressions for the coefficients of Xj_3/5, Xj_1/0 and Xj11/9:

At u
PP, =——— pr=L 5.34
L (FAr),_” T F vV, (5:84)
so that (5.33) may be written as follows for k € [2, N]:
At 0 [ o(r?X)
_P*ar[rz ar L;:Dﬁ—;,k—z*"kﬁpﬁ—;k—;X'@5+DZ—;,k+;Xk+;7 (5.35)
where:
D,y = LR A, (5.36)
DZ_%JC_% = - F]f_% [Ffy + FY Ay, (5.37)
p — Fr e
DYy = FLL A (5.38)

Using these coefficients, the discretised form of the left-hand side of the w’
boundary value problem (5.28)) is as follows for k£ € [2, N] (the boundary conditions
at k =1, N are found later):

—1, _Jp-1 RIT" ! _ A2 [p et
(B )iy {B DlL_KDQ(“’)HH {p*ar{ﬂ o 1y

k II*

— 371 / —B71 D(l)
R I R Sy A

(2) ’ (2) ’
[Dk—l,k—gwk—g + Dk—l,k—%wk—%]
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" D(l) xk II*

2) ! (2) /
k=3k1 g p* k[Dk,k—%wk—% +Dk,k~+;wk+;]}

/ " / "
+ D¥ w,_ 3+ D w, 1+ D
k—3k—3 Th—3 k—5k—3 k=3

b bty Wkt (5-39)

Define the operators D’ | /2,j-1/2 to be the coefficients of w;._l /2 for the left-hand side
of (5.28)) evaluated at level i — 1/2, in order to abbreviate this so that it becomes:

2
_ w / w / w /
= Dk—%,k—%wk—% + Dk—%7k—%wk—% + Dk—%7k+%wk+%’ (5.40)
where the DY J2,j—1/2 OPerators are defined as follows:
w o — _p-t ph f I e pe (5.41)
k—1k—2 RS R e M S k—1k—3°
w _ g1 (1) kI 2) m & I e
Dkf%,kf% - Bk—% 1- Dk—%,k—ll —k p* k_le—l,k—% - Dk—%,kl — Kk p* Dk,k—%
+ DYy (5.42)
w _ _pt po & I e "
Dk—é,k-&-% - Bk %Dk—% k1 — HF ka,k—i-% + Dk 1 k+3 (5.43)

5.6.2 Construct a matrix to solve

By adding together all of the discretised terms of the left-hand side of the boundary
value problem for w’ (5.28) and using the above abbreviations, a tridiagonal system
of equations for w’ is obtained for k € [2, N]:

D’U}

/
ol g sWp_1 + D
2 2

1 1 1
2 2k=3

where R}’ , , is the right-hand side of 1} at level k —1/2.

5.6.3 Boundary conditions

The boundary conditions on w’ are enforced so that there are no vertical
velocities at the surface or the top of the atmosphere, and so w2 = wny12 =0
and w’1/2 = w§\7+1/2 =0.

5.6.4 Tridiagonal system

With these boundary conditions, the matrix definitions given by ((5.46)) and (5.47))
can be made, where R,, denotes the vector of values of the right-hand side of the w’
boundary value problem ([5.28)) at each w-level, and is set to 0 at the top and bottom

boundaries. Now equation ([5.28)) can be written as a tridiagonal system of equations
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1 0 0 0
Dy, D3, Dy 5
272 2?2 2?2
D, = w w W 5.46
Dkfé,kfg Dkfé,kfé Dk—%,m% ( )
Dy ywvy Dioywey Dby
0 0 0 1
w’1/2 F 0 7
’ w
W3 /o R%
w = | Wy, R, = |B_, (5.47)
w;\ffl/Q R}f/_%
/
| WN11/2] L 0 |
for wy_, /o s follows:
D,w=R,. ] (5.45)

This can be solved using a standard tridiagonal system solver [Press et al. |, [1993].

5.7 Solving the boundary value problem for ©'

In this section, the ©’ boundary value problem ([5.32)) derived in section is set
up as a tridiagonal system of equations to be solved. This section sets out the

mathematical detail of this derivation in full.
5.7.1 Discretise the left-hand side of the boundary value problem for ©’

The discretised form of the left-hand side of the ®” boundary value problem ([5.32])
is as follows for k € [2, N] (the boundary conditions at k = 1, N are found later):

: At 1 10, 0(Te)
At (LD} [p— —
- @/ L T N I ! 1 IT ! 1
2 G(1- “)(P*H*Tz)k—% { Ar |, (e )k+5 (ire )k*E}
2\ — —
-2 mey, - are), g} G

Next, define the following function in order to abbreviate this:

At 1

2\
FC - —— F)\ r
BT CL(1 = k) prIT?

) k=
k—1/2 Ar

(5.50)

k
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Define the operators Di®—1 /2,—1/2 to be the coeflicients of @;._1 /2 for the left-hand side
of (5.32)) evaluated at level i — 1/2, in order to abbreviate this so that it becomes:

k_,l

3 Cp(p*IT*) 1 — K12 Or or
(€] (€] (€]
= Dy1430 s + D1 1O 1+ D1, 165, (5.51)

where the Df} J2.j—1/2 operators are defined as follows:

Dke—%,k—% = ch—%Fk)\—lﬁk—%a (5.52)
S} C A N

DYy =1-F, [y + FR Ty, (5.53)
© C ATTH

D1y = B0 (5.54)

5.7.2 Construct a matrix to solve

By adding together all the discretised terms of the left hand side of the © boundary
value problem (5.32)) and using the above abbreviations, a tridiagonal system of
equations is obtained for k € [2, N]:

(C) ! © ! (C) ! _ po
D1 ysOh s ¥ Dy 1Oy + D 1090 = B (5.55)

where R,(?_l /o 18 the right-hand side of equation |D at level k —1/2.
5.7.3 Boundary conditions

At the surface, level 1/2, the boundary condition on w (A.41]) is enforced so that
there are no vertical velocities at the surface. Neglecting the viscous and diffusive

terms in the energy equation ([5.5)), as these are insignificant at the surface, leaves

Do

i =0. 5.56
Dt (5.56)

1/2

Expanding this using the definition for the material derivative (A.2]) gives

00
+ ’LUUQE

00
0=%¢

00

1/2 1/ 1/2.

This implies that at the surface, ©1/, is fixed, and so ©/ /2= 0.
At the top model boundary, level N + 1/2, it is assumed that the temperature
is close to being isothermal (this should hold very well when the top boundary is

set to be above 200 km in the US Standard Atmosphere). From this, the following
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1 0 0 0
pe  pe) D)
© ©) ©)
Do = Dpliees Dplicy Dyligs (5.60)
©) (©) ©)
DNfé,Nfg DN7%7N7% 2 —-3,N+3
. .,
0 0 T T
foy, _ gg -
/ P>
O35 3
© = |0, 1| Re=|R, (5.61)
elel/Q R]?/'—%
/
[Ont1/2] -5 | v
is obtained (for some number of iterations [):
oT (I+1)
0=
or |y
o(re) [  a(r'e)
- Or N or |y
I —x% / —x% ’
or |V HN+1/2@N+1/2 - HN—1/2@N—1/2
= (5.58)
or |y Ary

5.7.4 Tridiagonal system

With these boundary conditions, the matrix definitions given by ((5.60) and (5.61))
can be made, where Rg denotes the vector of values of the right-hand side of the ©’

boundary value problem ([5.32)) at each w-level. Now equation ([5.32)) can be written

as a tridiagonal system of equations for ©; _, /o 88 follows:

Dg® = Rg.

(5.59)

This can be solved using a standard tridiagonal system solver [Press et al. |, [1993].

5.8 Comparison to the non-viscous formulation

In this section, stability tests are performed (as in section |3.4)) using the original

inviscid formulation from appendix [A] and the formulation with vertical molecular
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Figure 5.1: Stability tests of ENDGamelD comparing the viscous and non-viscous formulations.
The lines on this stability test plot represent the maximum possible top boundary height for
which a simulation with 5 minute time-steps remains stable for 4 weeks for different sized density
perturbations.

viscosity and diffusion derived in this chapter. The results of the stability tests for

the viscous and non-viscous formulations are shown in Figure [5.1]

Figure shows the maximum velocities observed at each height throughout
the whole simulation of the vertical propagation of an acoustic wave to the top
boundary, which is a measure of the wave’s amplitude as it propagates upwards.
The relative density perturbation of 10~* and model lid height of 300 km are chosen
to illustrate the damping effect of vertical molecular viscosity and diffusion in the
thermosphere for a case where the inviscid run remains stable. Vertical molecular
viscosity and diffusion are seen to be damping the waves above ~130km. This
is as expected from the comparison of the acoustic wave growth rate time-scale
and the diffusion time-scale performed in section [5.1. This damping of acoustic
waves by molecular velocity and diffusion corresponds to a significant improvement
in stability compared with the inviscid formulation for density perturbations less

than 10~%, shown in Figure .

The baroclinic wave tests mentioned in section [3.4] show that ENDGame simu-
lations will typically generate relative density perturbations of orders 10~ to 1073,
However, the very sudden drop in maximum top boundary heights in Figure [5.1
occurs for relative density perturbations greater than 10~%. This drop in stability
occurs at the same point where the maximum top boundary for the non-viscous

formulation goes below the molecularly diffusive region at 135km. The key to im-
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Figure 5.2: The maximum observed velocity at each height throughout the whole simulation of an
acoustic wave propagating to the top model boundary at 300 km, with and without the implicit
implementation of vertical molecular viscosity and diffusion. The acoustic wave was triggered with
a relative density perturbation of 10=% at 5km altitude. This simulation used a 1 second time-step,
the USSA temperature profile and a quadratically stretched grid.

proving stability for larger density perturbations therefore seems to be to get the
top boundary to the molecularly diffused region so that vertical molecular viscosity

and diffusion can then act to keep ENDGame stable up to an altitude of 600 km.

It may later be prudent to look into including other physical processes that may
be significant at slightly lower levels such as ion drag [Medvedev et al. |, 2017] in
order to address the problem of stability for larger density perturbations. However,
the most straightforward way of dealing with this is to add in a small amount of
off-centring, as in section [3.4.3] Figure |5.3| shows the results of stability tests of the

viscous formulation with different implicitness parameters a.

With vertical molecular viscosity and diffusion included, a smaller & may be used
to obtain greater stability with higher top boundaries and larger density perturb-
ations than without vertical molecular viscosity and diffusion (as in section [3.4.3)).
As small an « as possible should be chosen to reduce the artificial damping of high
frequency waves. It should be noted that the results of similar stability tests may

differ in ENDGame3D because of the introduction of horizontal effects like shear.

Table [5.2] shows the results of some convergence tests to compare the rate of
convergence (i.e. the rate at which the residuals get smaller) between the viscous and
non-viscous formulations. The R, residual seems to converge faster in the viscous
scheme than in the non-viscous scheme. The Rg residual initially gets larger, but
after more iterations, it also seems to converge faster in the viscous scheme than
in the non-viscous scheme. The convergence of R,, however seems to stall at some

point. This is likely to be a result of the extra approximations that are made to
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Figure 5.3: Stability tests of ENDGamelD comparing the use of different implicitness parameters
with the viscous formulation. The lines on this stability test plot represent the maximum possible
top boundary height for which a simulation with 5 minute time-steps remains stable for 4 weeks
for different sized density perturbations.

Iter Inv. R, Vis. R, Inv. Rg Vis. Rg Inv. Ry Vis. Ry
1 2.96E-004 2.96E-004 22750 2653 184.8 26.22
2 2.54E-007 7.11E-007 8250 8384 104.9 4.147
3 1.55E-008 1.54E-008 5477 8989 33.12 4.921
4 4.34E-011 5.83E-011 1050 2010 17.68 3.656
5 8.27E-012 3.17E-012 353.6 56.56 4.282 3.645
6 2.35E-012 2.69E-014 110.0 27.22 8.26E-001 3.676
7 4.75E-013 3.89E-015 47.20 2.226 2.26E-001 3.667
8 2.39E-013 6.83E-017 8.13 1.66E-001 | 7.99E-002 3.667
9 9.62E-014 4.19E-017 3.280 6.08E-002 | 1.83E-002 3.667
10 | 1.40E-014 3.15E-017 | 6.66E-001 1.06E-002 | 7.84E-003 3.667
11 | 5.58E-015 2.34E-017 | 1.31E-001 8.18E-004 | 2.29E-003 3.667
12 | 1.90E-015 2.41E-017 | 5.04E-002 2.71E-004 | 8.11E-004 3.667

Table 5.2: Convergence tests for ENDGamelD with and without vertical molecular viscosity and
diffusion. A simulation is performed for 1 day with 12 iterations for each 5 minute time-step. The
top boundary is set at 200 km, and « = 0.5. The residuals are output at each iteration, and their
rate of decrease illustrates the rate of convergence of the solver.

include vertical molecular viscosity and diffusion in the governing equations.

Figure [5.4] shows the results of some stability tests for a range of time-steps At,
with the same off-centring parameter o = 0.51 and density perturbation of 107%.
The decaying effect of the off-centring parameter « is greater for larger At, as shown
by the time-scale for the off-centring parameter (4.56)). This is why the stability of
the inviscid scheme increases as larger At are used. The stability of the viscous
scheme seems to drop off for larger time-steps. This is also likely to be a result of
the extra approximations that are made to include vertical molecular viscosity and

diffusion in the governing equations.
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Figure 5.4: Stability tests of ENDGamelD comparing the use of different time-steps with the
viscous and inviscid formulations. The lines on this stability plot represent the maximum possible
top boundary height for which a simulation with a density perturbation of 10~% and an off-centring
parameter of @ = 0.51 remains stable for 4 weeks for different time-steps. The time-steps considered
are At € [10s, 1 min, 5min, 10 min, 20 min, 30 min].

5.9 Summary

In this chapter, vertical molecular viscosity and diffusion is included in ENDGamelD
in a fully coupled way to the dynamics in order to avoid time-splitting errors. It is
handled fully-implicitly in time as it is expected to only have a damping effect in
the upper atmosphere. The new equation set including vertical molecular viscosity
and diffusion requires a completely new solution method compared to the original
formulation. This involves considering the residual and state equation set in the
viscous and and inviscid regions separately in order to derive a problem for w’ that
can be solved using a tridiagonal matrix algorithm. When back-substituting to
obtain the other variable increments, another tridiagonal problem must be solved
to obtain ©’, but the back-substitution to obtain the other variables is trivial.

The scheme performs remarkably well compared to the original formulation. If
ENDGamelD can remain stable up to the molecularly diffused region at about 130 km,
then molecular viscosity and diffusion act to prevent further acoustic wave growth
above this altitude, keeping the dynamical core stable with a top boundary up
to 600 km. Combined with a small amount of off-centring, ENDGamelD with ver-
tical molecular viscosity and diffusion remains stable with a top boundary at 600 km

for all of the kinds of waves that ENDGamelD is expected to be able to deal with.



Chapter 6

Vertical Molecular Viscosity and

Diffusion in 3D

In chapter [ it was found that the fully coupled implicit-in-time implementation
of vertical molecular viscosity and diffusion together with a small amount of off-
centring act to prevent wave amplitudes in ENDGame from growing excessively.
The stability of ENDGamelD is greatly improved: it can be made stable with off-
centring up to the molecularly diffused region, then vertical molecular viscosity and

diffusion make it stable for top model boundaries up to 600 km.

In this chapter, the discretisation of the full 3D governing equations including
vertical molecular viscosity and diffusion and their implementation into the EN-
DGame code is discussed. New solver technology must be developed to cope with
the strong vertical molecular viscosity and diffusion in the thermosphere. The key
novelty of this work is the fully-implicit treatment of vertical molecular viscosity and
diffusion fully coupled to the semi-implicit (SI) treatment of the dynamics. In 3D, it
is found that a small amount of off-centring of the SI scheme allows the dynamical
core to remain stable with a top boundary up to 270 km under the baroclinic wave

test.

6.1 Motivation

In this chapter, only the vertical contribution of molecular viscosity and diffusion is
to be included. In this section, an expression for the decaying time-scale of horizontal
diffusion is found and used to determine at what altitude it will have a significant
effect on acoustic wave growth, and when it will be necessary for these terms to be

included implicitly in time.

93
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7 —Tgareh (km)  p (kgm™®) T (K) g (ms™?) | Taimy (5) Tgrowth (S)
0 1.2 x 100 285 9.80 | 1x100 > 49
100 3x 1077 196 9.50 | 4x10° > 42
200 7x1071 856 921 | 3x10° > 92
300 2x10712 976 8.94 8340 > 103
400 8x 107 996 8.68 327 > 108
420  4x 10714 997 8.62 175 > 109
430 3 x 1074 998 8.60 128 > 110
440 2x 10714 998 8.57 94 < 110
500 3 x1071° 999 8.43 15 < 113
600 2x10716 1000 8.19 0.78 < 117

Table 6.1: Comparison of the horizontal diffusion and acoustic wave growth time-scales at vari-
ous altitudes with the USSA temperature profile and a uniform grid with a vertical length scale
of L, = 1km and a horizontal length scale of 27rg /64 ~ 626 km.

The 3D linear diffusion equation (4.57)) is:

aor
pCp—— =V - (AVT), (6.1)
ot
where A is the thermal conductivity (E.5) and p is the coefficient of molecular
viscosity (4.58]). Let 7ais,, be the horizontal diffusion time-scale. Considering the
approximate magnitude of the individual horizontal terms in the linear diffusion
equation (6.1)) gives:
dr pdl
Tdiff p L? 7

(6.2)

where L is the horizontal length scale and it is assumed that P. ~ 1. Rearranging

this gives the following diffusion time-scale:

1 M
~— 6.3
Tdiff g pL? ( )

Approximations for the horizontal diffusion time-scale 74, and the acoustic
wave growth rate time-scale Tgowtn at different levels of the atmosphere are shown
in Table . For 430km and below, it can be seen that the 7qir, is much larger
than Tgowth, Which means that the horizontal diffusion acts too slowly to have a
significant damping effect on acoustic waves. However, by 440 km, 74#, becomes
smaller than 7gown, getting smaller at higher latitudes, meaning that horizontal
diffusion acts quickly enough to have a significant damping effect on acoustic waves.
It should be noted that the precise values in Table depend on the horizontal
length scale considered.

If the horizontal diffusion time-scale 74, is less than the time-step At of the SI

timestepping scheme, then the horizontal diffusion terms will need to be included
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implicitly in time rather than explicitly on the right-hand side (as shown in appendix
. This is indeed the case: from Table , if timesteps larger than 5 min are to be
used above 400 km, then the horizontal diffusion will need to be included implicitly
in time. The time-step typically used is 30 mins, but may be varied depending on

the horizontal length scale L.

By comparing the horizontal diffusion time-scale 74i,, with the acoustic wave
growth time-scale Tyowtn in Table , it can be seen that horizontal diffusion begins
to have a tangible effect on acoustic wave growth above 440km. At this point,
horizontal diffusion will need to be included fully implicitly. Therefore, including

vertical diffusion only is a reasonable approximation up to about 440 km.

6.2 Continuous equations

The continuous equations in 3D with source terms, introduced fully in appendix [A.T]
and given by (A.1), (A.16)), (A.18), (A.20) and (A.11) are as follows:

%+2QXU :—%VP—V¢+Sua (6.4)
D0 s (6.5)
2PV =0, (6.6)
%;‘ —u, (6.7)
s = pﬂp@, (6.8)

The pressure gradient term in the momentum equation ([6.4)) may be replaced using

the difference between the pressure p and the equilibrium pressure p. (E.1)):

D —DPe = —KkV . u, (69)

where & is the bulk viscosity. In this chapter, it is useful to set p. = p and p = piot

for simplicity of notation. The pressure gradient term (A.12) is then:

1
- ;Vp = —C,0OVIL (6.10)

Together, these give:

1 1 1
_thot = —Vp — —V(EV . 'U/) (6].1)
p p p
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Define the variable ¥ as follows:
U= —(C,OVII+ V¢ +20Q X u). (6.12)

There are two types of stress tensor to consider in this section:

1. The deviatoric stress tensor which has no trace, so the pressure is not included:

= |Vt (Vo) - 2(V-w)l], (6.13)

where I is the identity matrix and -7 denotes a transpose matrix.

2. The full/ total stress tensor, defined to be:

o =T = Dot

=7 —pl+ (RV - -u)l (6.14)

[Batchelor, 2000; |(Chapman & Cowling;, [1970]. The components of the stress tensors 7
and o are expressed fully in appendix [F.2]
Batchelor [2000] shows the 3D momentum equation with the full stress tensor:

first use (6.12)) to consolidate a number of terms of (6.4)) into ¥, and use (6.11)) to

express the pressure gradient fully:

Du 1
— — V¥ - -V(kV -u) = ™. 1
D P (kV -u) =S (6.15)

Now the source term should be replaced with the full stress tensor (6.14)), but:

1. The %Vp term is already in ¥, and
2. The %V(%V -u) term is already on the left-hand side.

All that remains is the deviatoric stress tensor term %V - 7. Note that here, terms
that describe momentum exchange between separate gas species will be neglected.
Expand out ¥ and use the expression for the full stress tensor (6.14)) to obtain the

3D momentum equation with vertical molecular viscosity and diffusion:

D 1
F’?ﬂLQqu—i—V(ﬁ—;V-a:O. (6.16)

A full expression for V - o in meteorological spherical polar coordinates is found in

appendix [F.2.1]

The 3D energy equation with vertical molecular viscosity and diffusion, also
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derived in appendix and given by (E.13) :

DT

C s
"Dt

+pV-u—71:Vu=~r(V-u)’-V.q, (6.17)
where ¢ = —A\VT is the diffusive heat flux, and
T:V.u=0:V-u+pV-u+rkV-u (6.18)

where:

c:Vu=V.(oc-u)—u-(V-0), (6.19)

where o -u = (0, - u, 05 - u,0,-u)’. A full expression for & : Vu in meteorolo-
gical spherical polar coordinates is found in appendix [F.2.1]
From appendix , it is possible to obtain from the energy equation (6.17) an

equation with terms that can be resolved in ENDGame, which is as follows:

D
CpHpF(;) —1:Vu=%/(V-u)?+V-AVT). (6.20)

So the full set of continuous governing equations in 3D spherical polar coordin-

ates including vertical molecular viscosity and diffusion is given by (6.21)- (6.26)).

Du 1 o1 1
Dv 101 1
Dw ol 0 1
Dp
- u = .24
2V u =0, (6.24)
DO ,
Cpﬂpﬁ —7:Vu =k(V-u)*+ V. (AVT), (6.25)
P m=:
== . 6.26
= (%)% (6.26)

6.3 Semi-implicit semi-Lagrangian discretisation

In this section, the continuous 3D governing equations in spherical polar coordin-
ates with vertical molecular viscosity and diffusion are discretised. First, the SISL
discretisation is applied to each of the continuous governing equations, in the same

way as in section [5.3] although the placement of variables within grid cells must be
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Figure 6.1: Illustration of a grid cell in ENDGame3D, with the Charney-Phillips vertical config-
uration of model variables and the Arakawa C-grid horizontal staggering of variables. II and p are
stored at the centre of each grid cell, w and © are stored at the top and bottom grid faces, w is
stored at the east and west grid faces and v is stored at the north and south grid faces.

considered. These are illustrated in Figure [6.1]

The 3D discretised governing equations including the temporally implicit treat-
ment of the vertical molecular viscosity and diffusion terms are now given by equa-
tions - , where ‘rhs’ denotes the right-hand side/ explicit part of the
discretisation of each equation. Note that here, the vertical diffusion terms, i.e.
terms with two 2 components or 2 (u...) and Z(X...), are treated fully impli-
citly, The horizontal diffusion terms are currently neglected, as they only become
significant above an altitude of 440 km (as shown in section , at which point,
they need to be treated fully implicitly in time. The full expression of the stress
tensor derivatives is detailed in appendix [F.2.2] These terms are expanded fully,
and the vertical diffusion terms that arise are treated implicitly. For simplicity, only
the terms treated implicitly are written out in full here. Also note that W, mg
and ﬁ(ﬁ denote linear interpolation in the vertical r, horizontal 6 and horizontal ¢

directions, respectively. Finally, note that for brevity, continuous notation is used

for the spherical spatial derivatives.

6.4 Residual estimation

The discretised governing equations - form a coupled non-linear system.
The approximate Newton’s Method can be used to find successively better
approximations for the solution to this system of equations. This system of equations
will not be satisfied after any number of iterations, so these equations will have some

residuals R, R,, Ry, R, and Rg, which should be as small as possible.

The residuals are found by setting the superscript (1) to indicate the best guess
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99

(n+1)
{u—auAt\Ilu %%g[ ur%(%)}} :(rhsu)g)7 (6.27)
(n+1)
{v-auarw, - S 2w (B)]} T - @, (6.28)
Atl 0| o ow
{(6V+VAt) — ALY, —j—zg{r {Q[LE
- 1 9(r‘w (n+1) -
+(H_ ?)73 (87' )}}} = @hsu)”, (6:29)
[p(1+apAtV~u)](n+1) = (rhs,), (6.30)
At 1 9(r? 2 10
{o-gar =52 Vi (95)
1 9(r? w) w” 2 ic”)‘ )
2 or Hor +( 3) 2 or }
0 9
1 9(r’u 9 (u) 1 9(r<v d (v (nt1) n
L2 () SR 2 () T < el (030

for the n + 1 term after [ iterations, and then putting all terms in the discretised

governing equations ((6.27)) - (6.31]) on the right-hand side so that the residual is left

on the left-hand side. The residuals are as follows:

Atl 0

@)
_ (n) 9 (u
R, = (rhs,)p’ — {u — a, AtY,, — FZor { 87"(7’)}} , (6.32)
(n) CAt19 a (o\1\ Y
o = iy~ o 31208 (] o
p
R, = (rhsw)gl) — {(6V + VAW — a, At Uy,
_Atl1 9 ow ~ 2py\ 1 9(r*w) ®
2 8T[ {2 For (H_g)ﬁ or } ’ (6.34)
R, = (ths,)\") — [p(1 + a, AtV - )]V, (6.35)
At [ (Lo(?w) 2 19 oT
— (rhs (n) _ _ = - 2y
fo = (rhse)p {@ Copll’ [K{rz or } + r2 or (T /\8r>
1 9(r*w) ~ 2p\ 10
B 2 ol Wl
r2  Or { ( 3) 2 }
10(r2u) 0 (u\ 1 0(r*v) a AN
2 or MT@T( ) 2 o Mar\r } ' (6-36)

Details on how to calculate the departure points TgL) are given in appendix ,

and the method for reducing the residuals used in this section mirrors the method
used in appendix . The system of equations to be solved resembles , but
it is now a larger system that includes the R, and R, residuals, given by ,
where 0, = 0/0.
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R, d,R, 0,R, 0,R, 0oR. 0,R,| [v
R, 0,R, 0,R, 0,R, 0oR, 0,R,| |v
R,| =— |0,Ry 0,Ry 0uRy OoR, 0,R.| |u (6.37)
R@ 8UR@ &,R@ awR@ 8@R@ 8pR@ o'
R, d,R, 9,R, 0,R, 0oR, 0,R,| |/

Each term in the Jacobian of is found by differentiating the residual
equations - , making the same approximations as in appendix and
regarding perturbations to the scalar coefficient of molecular viscosity p and the
coefficient of molecular thermal conductivity A as negligible, as in section In

3D, a few extra approximations are made to obtain a new equation set:

e Neglect ©' in the horizontal direction, i.e. the u and v equations.
e The Coriolis terms in ¥ are handled explicitly on the right-hand side.
e Similarly to how equation (|A.54]) is derived in 1D, it can also be obtained that

(6.38)

Using these approximations leads to the equations for the residuals and the equation

of state given by (6.39) - (6.44]).

Full 3D viscous residual and state equations

At 1 0 o ([ ——or 1 OIT
e U - — = — |[rPur=—( — WAt ¢ — .
R u EGTQ(?T [r ﬂr@r(r)}Jra G rcos¢ 00’ (6.39)
At 1 0 o (v —¢r 1 01T
y U — WA z , A
R v p¢r28r[ Hro rﬂ—ka tC,0 9% (6.40)
, At 1 ow’ _ 2u\ 1 0(r?w’)
By =~ (bv +vAthw' = 772 r{ [2M or l <H B 3) r2  Jr
8H’
A * 41
+Oéw tC ((“) 8 " @ ), (6 )
R, =~ p' +aAtV - (p*u'), (6.42)
90" At 19 B}
Re =~ a,At '+ - —— A— (TI*'©' + 6T 6.43
© @ or Wt Cpp*H* o) 37[ or ( + )] ( )
pf O 1-kIl
~ - : 44
0 p* * o rk II* (6.44)

6.5 Constructing the elliptic problems

The residual and state equations found in section [6.3} (6.39) - (6.44)) form six sets

of equations with six sets of unknowns ', v', w’, p/, ©" and IT'.
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At this point, it is worth noting that the solver from the stand-alone version of
the ENDGame dynamical core differs from the solver used currently in the opera-
tional version of the dynamical core used in the Met Office UM. The stand-alone
version of ENDGame uses an adaptive multigrid method, which solves the problem
on a coarse grid, and uses this to approximate solutions on ever finer grids to narrow
down on the solution quickly. The Met Office UM dynamical core, however, uses a
Krylov subspace method: a method for finding eigenvalues of large sparse matrices.
The Krylov subspace generated by an n x n matrix A and a vector b of dimension n
is the linear subspace spanned by {b, Ab, A?D, ..., A"~'b} for some r € [1,2,...), and
is able to solve systems quite effectively if it has a good preconditioner.

For the stand-alone version of ENDGame3D, it would be preferable to obtain
from these a single set of equations for a single set of unknowns. However, trying to
follow the same method as that used in 1D in section [5.5| gives a high order problem
that has inverse differential operators. There are techniques for solving big linear
systems. But by aiming for a single set of equations for a single set of unknowns,
a well-posed problem may be obtained that can be solved quickly. It is hoped
that these same benefits can be acquired in the viscous case. Solving an elliptic
problem at w-grid points would also require significant development of ENDGame’s
multigrid solver, which is designed around solving for a value at p-levels. Instead, a
different approach is taken which leads to an elliptic problem for II’. It is shown in
appendix [E.7] that the approximations made are equivalent to those used by the 1D
problem, but an elliptic problem for II is more practical to implement.

To abbreviate the equation set, neglect the IT" term in the Rg equation (/6.43)
(it is shown in appendix that the approximations made here lead to the same
problem as derived in 1D in section [5.5] which is valid in both the viscous and

inviscid regions), and make the following substitutions:

QX)) = X — %pA*;’I*T?}Z;n [rha‘i(n*rx)], (6.45)
Te(X) = X — ‘OA*Z:Q;’ [7"2;17“; ():) , (6.46)
Ty(X) = X — pﬁé;{ 2 ;(f) (6.47)
T.(X) = 0y +vAH)X — pﬁf;;ﬁ{ﬁ :m%f + (% —~ ?)7}28(2}()} } (6.48)

where @, Ty, T, and T, are all tridiagonal operators. With these expressions, the
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residual and state equations can be rewritten as:

’ —*07” 1 o1r
R, ~ Ty(v') + a, At C,© re0sd 00 (6.49)
» 1 0Tl
R, ~ Ty(v) + a, At C,0°" = s (6.50)
6H’ o1T*

w ~ T (w WAt * ", 51
R (W) + « C’(@ o 87“@) (6.51)
R, =~ p + aAtV - (p*u'), (6.52)

G
Ro =~ Q(O) + a,At—— e w', (6.53)
J O 1-kgIl
N —+ = — —. .54
0~ G T (6.54)
Begin by eliminating p’ by taking (6.54) - (6.52))/p*:

R o’ 1—rIl At —

S il N %) (6.55)

p* @* 5 H* p*

Next, eliminate u' and v’ by substituting rearranged expressions for «' and v’

from the R, and R, equations (6.49)), (6.50]) into (6.55)) to obtain:

—

! 1—rIl A 1 —r 1 I
e kIl o t{ a{p T (auAth@*e 9, )]

O* k II*  p* | rcos¢db rcos ¢ 00
L 0 |—p =yor LOII'
+ P {p T, (avAt C,0 " 96 > Ccos (b}
10, 49—,
)
_ Rp al\t 1 8 —0—1 1 (9 _¢
— F—F - {rcosgb%[p T, ( u>]+rcos¢8¢[ T, ' (Ry,)cos¢] ¢. (6.56)

Next, make the approximation that Q(©’) ~ ©’ in order to eliminate ©' in equa-
tions and (6.53). In the inviscid region, it is clear that Q(©') ~ ©’. In the
viscous region, () acts as a diffusive operator, amplifying small vertical scales. There-
fore, Q7! acts as a smoothing operator, capturing large scales, meaning that T}, will
become more significant than Q~!, so it is expected that the effect of T, will dom-
inate over () in equation . It is shown in appendix that this assumption
will lead to a problem that is valid in both viscous and inviscid regions. First, take
1} wAt C) ‘?: , and use the coefficient B , the operator D,
and the following expression for the Brunt Viisild frequency N? in a non-hydrostatic

atmosphere:
o1 90"

N = —c,
Por or

(6.57)
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to obtain:

olIT*

T(w') + B™'Dy(I) + ao, A N*w' = R, — a,, At C, 5 Ro. (6.58)
r
Define the following substitution for (6.58]):
T(X) = To(X) + o AN X, (6.59)
so that it can be abbreviated as follows:
Tl -1 / ol
T(w')+ B D (Il') = Ry — a,,At C, 5 Reo. (6.60)
r

Next, take (6.56) - ([653)/0* and use the D, operator (A.69). Define ¥V to rep-

resent the horizontal part of the gradient operator in spherical coordinates as in
appendix , EH to represent p* linearly interpolated in one horizontal direction
corresponding to the components of Vg, and " to represent ©* linearly inter-
polated in the vertical direction r as well as a single horizontal direction. It is also
assumed that due to the second order vertical derivative in Ty and T}, they vary only
weakly in the horizontal direction, and that Vy varies only in the horizontal. It is
therefore a reasonable approximation that Ty and T}, and their inverses, commute
with Vp, as long as the background varies smoothly enough. Then TQ_1 and T !
may be brought outside the Vg - Vg operator in to p-points. Also, Ty may

be defined at p-points, and compared with 7y (6.46|) and T, (6.47)), as follows:

Tu(X) = X — ﬁt;;{ %(%)] (6.61)

and so the following may be obtained

_1—n£’+a2At2
k II* P
Rp R_@T OzAt 1 —H
= — — — —T. V- (pr Ry, ). 6.62
T [V (7 R (6.62)

Ty [V - (Copr &7V 4 T1)] = Dy(w)

Lastly, eliminate w’ by taking 1D + Dy [f’l 1@) and take T of both sides

to obtain:

G[I—)+ A G (e 1 I) + T [ D27 (B Dy ()] ]
_ ( %)+LA’5VH pHRuH)JrTH{Dg{ (R fawAtha;[*R )” (6.63)
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6.5.1 Obtaining a simpler I’ problem with a columnwise Jacobi iteration

The problem for IT’ is a big linear problem that would be expensive to solve,
but it may be simplified by approximating it using columnwise Jacobi iterations. The
strongest couplings occur in the vertical direction, so the Jacobi iteration simplifies
the system by only considering components of the system that are in the same
column. In this section, a new problem is set up where the components of the system
in the vertical direction are solved columnwise while the horizontal components are
put on the right-hand side, which leads to a problem that can be solved. These
mathematical details would only be required to recreate the precise experiments
performed in this chapter.

Define H(II') to be the problem for II" and R to be the right-hand side of (6.63)),

so that H(II") =R. After Iy Newton iterations and [; Jacobi iterations, equa-

tion (6.63)) looks like
H[H’(IJ)} — RN~ RUS), (6.64)

where R is the right-hand side of . The aim now is to find an incre-
ment to the II increment II': denoted by II”, that reduces R%) to zero. Assume
that the error is negligible after I; + 1 Jacobi iterations, so R“*Y ~ 0, and also
that II'+Y) = I1'(0) + 117, By considering equation after [y + 1 Jacobi itera-

tions, it can be obtained that
H(I") ~ —RW). (6.65)

The system given by equation ([6.65) can be approximated with a columnwise
Jacobi method: begin by separating H(II”) as follows:

Hg(IT") + Hy(IT") = =R, (6.66)

where Hg(I1”) represents terms that are evaluated in the same column and which
are updated in columnwise Jacobi iterations (from Jacobi iteration Iy to I; + 1),
and Hy (I1"”) represents terms in neighbouring columns and which are not updated in
columnwise Jacobi iterations. These end up on the right-hand side and are evaluated

at Jacobi iteration [;.

Define the following coefficients which come from the V- V term in (6.63):

o = a0, A Cp, (6.67)
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est 070"
west _ ClAw p* @* 6 68
Ficle = —0 ’ (6.68)
27 T 1 k
Z_E’
_ —¢r
wouth ClAsouthp*¢@*
psous _ (6.69)
_1r & )
J PR T .1
.]75’]6

where AVt is the area of the west face of cell k, and A" is the area of the south

face of cell k. The rZW_eSf , and r;‘lulthk coefficients come from the term with two V g op-
27 27

erators on the left-hand side of equation (6.63). Each component of H(II} ;) (where i

is in the 6 direction and j is in the ¢ direction) is considered at positions (i, j) sep-

arately, and the parts that include II}; terms are included in Hg(II};) as follows:

1—k

HS(HZJ‘) = -

70 (2 ) + T [Dof T [ D, )]

Tweslt + rwest 70souich + rsouth

1 7 i+1 J j+l 1
— 2 2 2 2117 .. 6.70
(,O*V)k ( AQZ COs ¢j + A¢] > J ( )

The high order and inverse operators in equation (|6.70) will produce a dense

matrix that will be tough and expensive to solve. By reducing it to a sparse mat-
rix system, a well-posed problem can be obtained that can be solved much more

effectively.

Now, equation can be approximated with a columnwise Jacobi method:
this is set up by just solving for II” in one column at a time, and so neglecting the

terms in neighbouring columns given by Hy(I1”), to obtain

Hg(IT") =~ —RW), (6.71)

So a single set of equations for a single set of unknowns II” has been obtained.
Equation is a problem that can be solved to obtain II”: this process is detailed
in section [6.6f Then using I+ = [T'(7) 4117, the IT' increment can be obtained.
More increments may need to be found based on the number of multigrid operations.
The scale analysis performed in appendix also applies to this problem ((6.71]
derived from the 3D viscous equations, and verifies that the method used to obtain

this problem will still give reasonably accurate solutions of an appropriate scale.

The right-hand side of the problem (|6.71)) includes the right-hand side of (6.63]) R,

which includes the following T~ term that cannot be evaluated in its current form:

~ oA olIT*
T_lR = T_l (Rw — awAt CPWR@) . (672)
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This can be rearranged to obtain an elliptic problem that can be solved to ob-

tain X = f”E:

TX =R. (6.73)

6.5.2 Backsubstituting for other elliptic problems

After obtaining II" by solving the problem (6.71]), back-substitution is performed
to obtain the other increment terms p’, ©’, v/, v' and w’. First, w’ may be easily

obtained by substituting the value for II" in (6.60)).

The remaining back-substitutions are made into the full set of equations (6.39)) -
(6.44)) in order to capture the effects of the diffusive term A. The Rg equation ([6.43))

can be rearranged to obtain an elliptic problem that can be solved to obtain ©" by

putting the known terms including II" and w’ on the right-hand side:

N 00" | At 1 0[, 0, ,—r
Q(O) = Ro — azAt—— w +OPW’”55{T /\a(@ IT )}. (6.74)

Similarly, equations (6.39)) and (6.40)) can be rearranged to obtain elliptic problems

that can be solved to obtain «’ and v’ by putting the known terms including IT" on

the right-hand side to obtain equations (6.75]) and (6.76]).

N . —*07" 1 81_[/

Tp(u') = R, — a, At C,0O Tcosgzﬁ_f)ﬁ , (6.75)
/ —*¢>r 1 8H/

Ty(v") = R, — a,AtC,0 e (6.76)

Lastly, p’ may be obtained by substituting the values for IT" and ©' into the equation

of state ([6.44)).

6.6 Solving the problem for IT

In this section, the problem for IT’ derived in section is turned into a form
suitable for programming into the ENDGame code. The mathematical detail of how
this is set up and solved is set out in full. This is accomplished by setting up another
variable to obtain two elliptic problems of two variables, that can be solved together

by setting up a heptadiagonal system.
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Define the variable ¢ as follows:

. T
T(q) = a,At Cp@*a : (6.77)
or
Then it can be noted that:
/ *aH/ Y
D,(Il") = Ba,, At C,© o BT(q"). (6.78)
r
Also define the following:
west west south south
E=_1 (T"é ML NRFE SFLS ) (6.79)
(p*V)e \ AB; cos ¢, A¢; ’
1—k X
X) = — Tyl =— ) — EX. )
S00) = - () (6.50)
then the elliptic problem for II' (6.71)) may be expressed as:
Hg(IT') = S(IT') + Ty[D2(¢)] = — R, (6.81)

Equations and form a system of two equations with two unknowns
to find: II" and ¢. Expressions for B, D; and D, are given by equations ,
and 1) respectively. The expressions for Ty, T, T\, @, E and S are given by
equations (6.61)) (6.48) (6.59) (6.45), (6.79), and (6.81)), respectively.

Equations and are an improvement over the initial I1’ problem (6.71]).

This is because there are no inverse operators, which means these equations will lead

a well-posed problem and a sparse matrix system that will be able to be inverted
and solved much more efficiently.

Each term of the systems of equations to be solved, and , must be
expanded and discretised in order to set up a matrix system that can be solved.

This mathematical detail is set out in the following subsections.

6.6.1 Discretise T(q')

The term f(q' ) appears in 1) and is given by 1' Its discretised form is as
follows for k € [2, N] (the boundary conditions at k = 1, N + 1 are found later):

/

T\(q’)k_% = (0v +1/At)q,;7% +awa2At2N2qk7%
/ /

qk+l —dq,_1

— 20— 2

A P

3 Vi—1 '

—2(r* k-1

’ _ ’
Bg "Ny qk_%} (6.82)

Arg_1
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Define the operators ﬁ_l/zj_l/z to be the coeflicients of q;._l/z for T\(q/)i—yz, in order
to abbreviate this so that it becomes:

The ﬁ_l /2,j—1/2 operators are defined fully in appendix .
6.6.2 Discretise @*88—13

The term @*‘98—1}/ appears in equation 1} Its discretised form is as follows for
k € [2, N — 1] (the boundary values at k = 1, N 4+ 1 are not used):

orr I, — 105,
CH =07 ,——. 6.84
( or ) 1 k=3 Ar_a (6.84)
k—5 k—3
Define the constant C5 and the operators Dﬁ)l PYRS be the coefficients of II,;
for (@*86_1;[”’)@‘_1/2:
02 * 1 CZ ; 1
_ n k=3 & _ k—3
02 = Odet Cp, Dk—%,k = Wj, Dk—%,k—l = — Ark7;7 (685)
2 2
so that this becomes:
*aH/ 1 1
WAL C, (@ o ) = Déjé7kﬂg + D,gj%’kilng_l. (6.86)
k=3

6.6.3 Discretise Ty[Ds(q')]

The term Ty[Do(q')] appears in (6.81), and the operators Dy and Ty are given

by (A.69) and (6.61)) respectively. The components of p*Dj operator are discretised

(2)
i,j—1/2

fully in appendix [A.7.1 and the coefficients D are defined. Here, these act as

the coefficients of ¢;_, , for Da(q');.

The discretised form of Ty (X/p*) (where 1/p* is used to cancel the p* that is
included in the p* Dy operator from appendix is as follows for k € [2, N — 1]
(the boundary conditions at k = 1, N are found later):

X At | Apr X Apr X
Tyl — = X5 — —_— —_— _— —_—
P/ g (p*V)k Ar k+1 prr k Ar k—1 prr

Define the operators T;; to be the coefficients of X; for Ty (X/p*);, in order to

X

-
k+1 PT

kP

abbreviate this so that it becomes:

Ty (X)k = Trp-1Xp-1 + Tk Xt + Tho o1 X1 (6.88)
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The T; ; operators are defined fully in appendix
Using the T} ; and ij)_l Jo coefficients, the discretised form of Tjy[Da(q)] is as
follows for k € [2, N — 1] (the boundary conditions at k = 1, N are found later):

TulDa(d e = Tera D gy + [Tewa Dy + TeaD5 Jay

(2) (2) (2)
+ [Tk,ka’k+% + Tk,k+1Dk+1’k+%}qz,% + Tk,k+1Dk+1,k+%ql/€+%' (6.89)

Define the operators (7'D); j—1/2 to be the coeflicients of ¢;_1/2 for T [Dy(q')]i, in

order to abbreviate this so that it becomes:

Ty[Ds(q")x = (TD>k,k—%qz_% + (TD)k,kféqllf_%

+ (TD)k,k—i-%qgﬁ_% + (TD)k,k—i-%q;H_%- (6.90)

The (T'D); j—1/2 operators are defined fully in appendix .
6.6.4 Discretise S(II')

The term S(IT") appears in (6.81]), and is given by ((6.80]). Its discretised form is
expressed with the T; ; operators and is as follows for k£ € [2, N — 1] (the boundary

conditions at k = 1, N are found later):

T I
Sy, = — - (Tk,k—lﬁ +Tk,kﬁ +Tk,k+lﬁ
k-1 k

k 1) —E. (691

Define the operators S; ; to be the coeflicients of II; for S(II'); in order to abbreviate

this so that it becomes:
ST )k = Sk -1,y + Skelly + Sk 11l 4. (6.92)

The S; ; operators are defined fully in appendix [E.9]

6.6.5 Construct a matrix system to solve

By adding together all of the discretised terms on the left-hand side of equa-
tions (6.77)) and (6.81]), and using the above abbreviations, a heptadiagonal system
of equations is obtained for k € [2, N — 1]:

(TD)g g3 @z + Skk-1T 1+ (TD)y 1 g3 + STy

H(TD) iy yhy s + Sitr Ty + (TD)si 3 s = — Ry, (6.93)

(1)
1
k=1 k—1

. . L .
Tk-%,k—gq;{;ig +D Iy Jer—%,k—%QI/cf% + D;(c,)%,k + Tk-%,k+éq;€+% =0 (6.94)
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6.6.6 Boundary conditions

The boundary conditions on II' at the surface and the top of the atmosphere at
vertical levels 1 and N respectively, and the boundary conditions on ¢ at levels 1/2

and N + 1/2 need to be included.
At levels 1/2 and N + 1/2, the boundary conditions on w (A.41]) are enforced

so that there are no vertical velocities at the surface or at the top boundary of
the model, so wi/; = wyi1/2 =0, and w'1/2 = w§v+1/2 = 0. Now consider equation

, but using the expression for ¢/, this may be written:

D) + T(q) = Ru — auAt Cpgﬂ’@. (6.95)
It can be seen here that ¢’ is analogous to w’, as rearranging this for ¢’ in terms
of w’ would leave a constant factor of w’ and the remaining right-hand side terms.
Therefore, the boundary conditions that apply to w’ at levels 1/2 and N + 1/2 also
apply to ¢', 80 ¢ ;5 = @iy 19 = 0.

For levels 1 and N, no-stress boundary conditions are applied, so that terms
involving 111 /2 and py1/2 may be neglected. At the surface, this is justified because
the effect of molecular viscosity is very small, so p; /9 is negligible. At the top of the
atmosphere, this boundary condition is applied because there is no top boundary
at the top of the real atmosphere to cause any stress. This means that at level 1,
the (T'D); 4 /2 and S o terms vanish from equation , and the T} o term vanishes

from (T'D)1,1/2, and the gl/g term vanishes from S and 7} ; leaving:

1—kT]
= Tle%, Shy=- L E. (6.96)

’ Kk II*
At level N, the Sy n+1 and (T'D)y y41 terms vanish, and the Ty y3 /2 term vanishes

from (T'D)n n+1/2 and the ZNH /2 term vanishes from Sy y and Ty x leaving:

1—k T]J{LN
k  II*
(6.97)

3 2
T]J(TN =l-—" (TD)}LV,N—l—% - TZJ{CND](V,)N—&—%’ SJTV,N =-

6.6.7 Heptadiagonal system

With the boundary conditions, the matrix definitions given by and ((6.100))

can be made, where Ry denotes the vector of values of the right-hand sides of

equations (6.77) and (6.81]). Now equations (6.77)) and (6.81) can be written as a
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heptadiagonal system of equations as follows:

[DMQ:R.] (6.98)

This is a heptadiagonal system of equations for ¢, _, /2 and II}, that is solved using

techniques for dealing with banded diagonal matrices [Press et al. | |1993).

6.6.8 Solving the elliptic problem on the right-hand side of the elliptic
problem for IT’

Equation (6.73)) is the elliptic problem that is solved to find an expression for
the 7—! term on the right-hand side of the II" elliptic problem. The discretised
form for k € [2, N] of T has already been found in section m

Using the expression for the discretised form of T (6.83), it can be seen that
no contribution to the system is made by T\g/m /2 and fN_l /2,N+1/2, because they
are only applied to the boundary values of w’ and ¢ that equal 0, as found in
section . Similarly, they will make no contribution to this system because TX
in the elliptic problem is analogous to T (w') 4+ At Cpf(q’ ) in . So to
enforce TA}/QJ/Q = T\N_I/Q,NHQ =0, set X9 = Xny172 =0.

With the boundary conditions, the matrix definitions given by and
can be made, where R denotes the vector of values of the right-hand side of the el-
liptic problem . Now equation can be written as a tridiagonal system

of equations for X = T—1R as follows:

[mﬁ_ﬁ] (6.101)

This can be solved using a standard tridiagonal system solver [Press et al. |, [1993].

6.7 Solving the elliptic problem for ©’

In this section, the elliptic problem for ©” (6.74)) derived in section is turned
into a form suitable for programming into the ENDGame code, by setting it up as

a tridiagonal system of equations and solving it.
6.7.1 Discretise Q(©')

The term Q(©’) appears in (6.74) and is given by (6.45)). Its discretised form is as
follows for k € [2, N] (the boundary conditions at k = 1, N + 1 are found later):
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0 e 0

0 0

0

0 0

@p»i A%bv\iiw a.w@v

1 vl
waw%t Hiw,\iw
~ 1 ~
ﬁfwz& IUM,\WWQZ ﬂ2|w»2+w
GJEVZSTW ,m_wﬁz Aﬂbvwﬁfw

0 0 1
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[ ¢4 ] i i
T 0
! A (1)
s —Ri
; 0
/ :
Ty 70)
qki% Ok—l
Q= }_[2 , Rn = _RBn | (6.100)
Dot 1 0
W _R0)
G, s 0k+1
2
E
In-1 0
H?V _ﬁg\l’J)
_qﬁ\wé- i
1 0 0 0
sy Tye Tag
Dy = =~ ~ - 6.102
R kag,kfé ka%,kf% ka%,k+l ( )
TN—%,N—% Ty 1 N-1 TN—%,N+%
0 0 0 1
[ Xij2 ] 0
X3/2 Rg
X = | Xp_1p R = |R_: (6.103)
XN_1/2 EN_l
[ XN+1/2] ) 2_
At 2\ — .
)L =0, — —— { I e —(I* &’
Q( )k % k*% Op(p*n* TQAT)k_% AT k[( )k;-‘,—% ( )k—%]
7“2>\ =" =" 0/
fA—rk_l[(H 01 — (T O), 5] (6.104)

Define the operators (;_1/2j-1/2 to be the coefficients of @;71/2 for Q(©')i—1/2, in

order to abbreviate this so that it becomes:

QO s = Q136 3+ Qu 14 10 1+ Q144101 (6.105)

1
2
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The Q;_1/2,j-1/2 operators are defined fully in appendix .

6.7.2 Construct a matrix problem to solve

By adding together all of the discretised terms on the left-hand side of the elliptic
problem for ©" (6.74) and using the above abbreviations, a tridiagonal system of
equations is obtained for k € [2, N|:

Qu 130, s T Q14 10,1 + Q14101 =R 1, (6.106)

3 k+1
where RS | /o is the right-hand side of equation l} at level k —1/2.

6.7.3 Boundary conditions

The boundary conditions on ©’ at the surface and the top of the atmosphere at
vertical levels 1/2 and N + 1/2 respectively need to be included.

At level 1/2, the boundary conditions on w are enforced so that there are
no vertical velocities at the surface, so wy /, = 0, and w] /o= 0. Next, consider the Rg
equation (6.43): at level 1/2, the coefficient of thermal diffusivity A is negligible
and w’1/2 = 0, which leaves @’1/2 = Re.

At level N + 1/2, the QN+1/2,n+3/2 term vanishes, and the FZQ\,H term vanishes

from QN+1/2,N+1/27 leaving:

QL+%7N+% =1- FJC\?JF%FJ/\\fW?;VJr%- (6.107)

6.7.4 Tridiagonal system

With the boundary conditions, the matrix definitions given by (6.109)) and ((6.110))

can be made, where Rg denotes the vector of values of the right-hand sides of the
elliptic problem for ©" (6.74). Now equation ([6.74) can be written as a tridiagonal

system of equations for ©) , /o> glven IT,, as follows:

[ Dg® = Ro. (6.108)

This can be solved using a standard tridiagonal system solver [Press et al. |, [1993].

6.8 Solving the elliptic problems for «' and v’

In this section, the elliptic problems for ' (6.75)) and v" (6.76)) derived in section
[6.5] are turned into a form suitable for programming into the ENDGame code, by

setting them up as tridiagonal systems of equations to be solved.



6.8. SOLVING THE ELLIPTIC PROBLEMS FOR U’ AND V' 115

1 0 0 0
@i @3 Qi3
De = Qr-1r-3 Qr-1rh-1 CQr-1r+l (6.109)

0 0 QN+%,N—1 QN+1 N+1

— / - r R T

o2 RO

O35 3

® = |0, 15|, Ro= |RBly], (6.110)

: o

69V71/2 Rgf%
/

_@N+1/2_ _RN+%_

6.8.1 Discretise the left-hand side of the elliptic problem for «' and v’

The discretised forms of the left-hand sides of the elliptic problems for u' (|6.75|)
and v’ (6.76) are found simply by linearly interpolating the 7} ; operators (defined
fully in appendix [E.9)) to v or v points. The discretised forms of the elliptic problems

for v/ and v’ are then:

—0 —0 —0
/ o / / /
To(u )i+%’k - Tk,k—luwé,kfl + Tkaku’i+%,k + Tk,k+1ui+%,k+17 (6.111)

/ =P / =P P
Ty(v )z’+$,k = Tk,kflvj_y_%k_l + T v + Tk k1

oy (6.112)

/
Uittt
6.8.2 Construct a matrix problem to solve

By adding together all of the discretised terms on the left-hand side of the elliptic
problem for «’ (6.75)) (or v’ (6.76)) and using the above abbreviations, a tridiagonal
system of equations is obtained for k € [2, N — 1]:

0 ' 0 0 ! _ pu
Tk7k—1ui+%,k—1 + Tk,kui-i—%,k + Tk7k+1ui+%,k+l - Rz‘+§,k> (6'113)
¢ / 79 / e / _ v
Trp1Vips ot Toalip et ThnaV i = Ry pe (6.114)

where R}, , . is the right-hand side of equation 1} at level k, and R, Jok 18 the
right-hand side of equation (6.76) at level k.
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6.8.3 Tridiagonal system

With the boundary conditions for 7;;, the matrix definitions given by (6.117))
and (|6.118) can be made, where R, denotes the vector of values of the right-hand
sides of the elliptic problem for «’ (6.75)) and R, denotes the vector of values of the

right-hand sides of the elliptic problem for v’ (6.76)). Now equations (6.75]) and (6.76)
can be written as tridiagonal systems of equations as in (6.115]) and (6.116]).

D,u = R,, (6.115)
D,v = R,. (6.116)

Equations (6.115]) and (6.116|) are now in the form of a tridiagonal system of equa-

tions for u) and vy, given II; | that can be solved using a standard tridiagonal matrix

algorithm [Press et al. | |1993].

#oT, o :

D, = —0 —0 - (6.117)
Ty T, Ty ki1
—0 —0 —0
TN—LN—Q TN—l,N—l TN—l,N
—0 =01
0 0 TN,Nfl TN,N
Uit d 1 Uj+da Ri+%,1 Rj+%,1
_ _ _ U _ v
u = ui-i-%,k s v = Uj—&-%,k s Ru = Ri-i—%,k s RU = Rj—i—%,k . (6118)
u v
| Yit+3,N ] | Vj+4.N ] |1 ] |1 ]

6.9 Comparison to the non-viscous formulation

In this section, stability tests are performed in ENDGame3D using the implicit for-
mulation with vertical molecular viscosity and diffusion derived in this chapter. The
results of the stability tests for the viscous and non-viscous formulations are shown
in Figure [6.2l Here, ENDGame3D is run with Ax ~ 300km, At = 30min, and is
initiated with a baroclinic wave, although the initial condition for the temperature
profile needed to be modified as the basic state described by Ullrich et al. | [2013] is
only valid up to 15km. Above this altitude, this temperature profile is merged with
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Figure 6.2: Stability tests of ENDGame3D comparing the viscous and non-viscous formulations.
The lines on this stability test plot represent the minimum off-centring parameter « required for a
simulation with 30 minute time-steps to remain stable for 10 days for different model lid heights
under the baroclinic wave test.

the USSA temperature profile: this is described in appendix |E.10]

Recall that the off-centring parameter « acts to artificially damp the dynamical
core which improves its stability, but reduces its accuracy: it is therefore preferable
to use as low a value of « as possible. It can be seen that the inviscid scheme requires
a value of a = 0.6 above 200 km, whereas the new scheme with vertical molecular
viscosity and diffusion only requires o = 0.52 up to 270 km. The viscous scheme is
therefore demonstrably more stable, since it doesn’t need as much off-centring as

the inviscid scheme to be able to run simulations with higher top boundaries.

Recall Figure [5.4] in which the stability of ENDGamelD is tested for different
time-steps. This suggests that the stability of ENDGame3D with vertical molecular
viscosity and diffusion may be further improved with smaller time-steps, although
this becomes more prohibitively expensive to perform stability tests with. Therefore,

only 30 min time-steps are considered here.

The inviscid scheme appears to still be performing remarkably well compared to
the stability tests of ENDGamelD in section [3.4, The main reason for this is the
larger time-step being used in these experiments: here, At = 30 min. The decaying
time-scale of the off-centring parameter o depends on the time-step used, and

has a larger effect for bigger time-steps. This also means that smaller « are required
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Figure 6.3: The temporally-discrete frequencies using the pure acoustic wave dispersion re-
lation and the pure gravity wave dispersion relation with (left) At =3s and
(right) At =30min. Estimates for wavenumbers are taken from ENDGame3D simulations
at 140km: k=4 x 1070 and [ = 5 x 1075, and a range of values for the vertical wavenumber m.

for the viscous scheme to get the top boundary to the molecularly diffused region.

Above an altitude of 270 km, the stability of both schemes decreases significantly.
For the viscous scheme, this is most likey related to the extra approximations that
are made in order to reach an easily solvable elliptic problem in 3D with vertical
molecular viscosity and diffusion. These extra approximations together with the
huge range of orders of magnitude of density values at these altitudes act to keep
the solver from being able to converge to a solution very well this high up.

Figure [6.3 shows the frequencies calculated using the pure temporally-discrete
acoustic wave and gravity wave dispersion relations and respectively,
for different timesteps, and for horizontal wavenumbers estimated from ENDGame
at 140km. From this, it can be seen that for larger timesteps (At = 30min), the
acoustic wave and gravity wave frequencies are of the same order of magnitude
for smaller vertical wavenumbers m. High frequency acoustic waves are damped
heavily by ENDGame’s SI timestepping scheme, and so the acoustic wave frequency
collapses to the same frequency as gravity waves for smaller vertical wavenumbers,
and for large At. For smaller timesteps (At = 3s), there is a large difference between
acoustic wave and gravity wave frequencies for all vertical wavenumbers, so acoustic
waves should be distinguishable from gravity waves in ENDGame3D simulations.

When the vertical velocity is plotted, as in Figures and [6.0], the wavelike pat-
terns that can be observed near the top boundary of the dynamical core are both
gravity waves and acoustic waves being slowed by ENDGame’s SI timestepping
scheme. The left-hand plots of these figures show the wave amplitudes observed
in the inviscid version without vertical molecular viscosity and diffusion. Lighter

colours in these plots indicate small wave amplitudes, while darker colours indicate
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Figure 6.4: Longitude-altitude plots at the equator of vertical velocity w after 1 day for a baroclinic
wave test with (left) the original inviscid formulation and (right) the new formulation with vertical
molecular viscosity and diffusion with At = 30 min, up to 160 km.
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Figure 6.5: Longitude-altitude plots at the equator of vertical velocity w after 1 day for a baroclinic
wave test with (left) the original inviscid formulation and (right) the new formulation with vertical
molecular viscosity and diffusion, with At = 30 min, up to 50km. 12 iterations per step are used
to remove numerical artefacts.

much larger wave amplitudes. It can be seen that without vertical molecular vis-
cosity and diffusion, wave amplitudes begin to get significantly bigger above 120 km
and continue to grow.

The right-hand plots of Figures [6.4] and [6.6] show the wave amplitudes observed
in ENDGame3D with vertical molecular viscosity and diffusion: the muted colours in
the thermosphere show that when the waves reach the molecularly diffused region
above 130km, the wave amplitudes are prevented from growing as much by the
vertical molecular viscosity and diffusion.

Figure zooms in on the lower 50km of Figure [6.4 From this, it can be
verified that vertical molecular viscosity and diffusion has very little effect on the
state of the lower atmosphere. These plots are not identical however, and these

slight differences are not due to numerical artefacts (even with 12 iterations per
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Lon-Alt plot for w (ms~-1) at lon-level 48 after 1 days
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Figure 6.6: Longitude-altitude plots at 45° latitude of vertical velocity w after 1 day for a baroclinic
wave test with (left) the original inviscid formulation and (right) the new formulation with vertical
molecular viscosity and diffusion with At = 30 min, up to 160 km.

step rather than the usual 4, the solution is not quite the same). They are most
likely related to waves propagating up into the upper atmosphere, reflecting off
the top boundary and back down again: this causes some differences in the lower
atmosphere depending on whether or not molecular viscosity and diffusion are acting

in the upper atmosphere.

Figure [6.7 shows vertical velocity plots from ENDGame3D with vertical mo-
lecular viscosity and diffusion with a higher top boundary at 250 km. Some bigger
vertical structures can be seen here that can’t be seen with the lower top boundary,
but the smaller scale horizontal structure can still be seen. The wave amplitudes
still get larger by 120 km altitude, but they do not get any larger at higher altitudes:
the vertical molecular viscosity and diffusion act to prevent the further growth of
vertically propagating waves in the thermosphere. Some of the differences between
these plots with Figures and can be attributed to the waves bouncing off the
lower top boundary in Figures[6.4] and [6.6]

Figure shows vertical velocity plots from ENDGame3D with vertical molecu-
lar viscosity and diffusion simulated with a small 3s time-step, in order to compare
the hydrostatic and non-hydrostatic formulations. Recall that from Figure [6.3 it
can be shown that the use of a smaller time-step theoretically allows acoustic wave
frequencies to be distinguishable from gravity wave frequencies in ENDGame. How-
ever, acoustic waves can only be represented in non-hydrostatic dynamics

Table shows the results of some convergence tests to compare the rate of
convergence (i.e. the rate at which the residuals get smaller) between the viscous

and non-viscous formulations. It can be seen that most of the residuals converge
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Figure 6.7: Longitude-altitude plots (left) at the equator and (right) at 45° latitude, of vertical
velocity w after 1 day for a baroclinic wave test with the new formulation with vertical molecular
viscosity and diffusion with At = 30 min, up to 250 km.
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Figure 6.8: Longitude-altitude plots at 45° latitude of vertical velocity after 2 hours for a baroclinic
wave test with the (left) hydrostatic and (right) non-hydrostatic formulation with vertical molecular
viscosity and diffusion, with At = 3, up to 160km. Note that the colour scale does not match
across these two plots.

faster in the inviscid case than in the viscous case. For Rg, the residual even
gets larger at the first iteration before reducing thereafter. The convergence of R,
seems to stall at some point. As in ENDGamelD, this is likely to be a result
of the extra approximations that are made in order to include vertical molecular
viscosity and diffusion in the governing equations. Despite this lack of convergence,
Figures and demonstrate that the fully coupled viscous solver represents the
lower atmosphere well, while having the expected damping effect on acoustic waves

in the thermosphere.
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Inv. R, Vis. R, Inv. Rg Vis. Reg Inv. R, Vis. Ry Inv. R, Vis. Ry Inv. Ry Vis. Ry
3.72E-006 3.73E-006 1433 412.9 3.188 1.387 3.780 1.954 0.2164 36.67
3.55E-009 1.76E-008 112.4 536.1 0.3404 0.3329 0.3624 0.4575 4.639 19.07
7.50E-011 9.89E-010 8.262 25.06 3.15E-002 0.3034 | 3.45E-002 0.4186 0.9874 19.05
1.86E-012 6.81E-011 1.396 4.803 3.91E-003 0.2785 |4.26E-003 0.3851 |9.38E-002 19.06

4.48E-014 6.00E-011 0.2677 4.293 5.26E-004 0.2555 |6.04E-004 0.3542 |8.98E-003 19.05
1.28E-015 6.00E-011 | 6.96E-002 3.928 9.14E-005 0.2344 |1.10E-004 0.3257 |1.92E-003 19.05
6.10E-016 6.00E-011 | 2.12E-002 3.592 1.96E-005 0.2151 |2.37E-005 0.2995 |4.19E-004 19.04
5.15E-016 6.00E-011 | 7.81E-003 3.284 5.21E-006 0.1975 |6.80E-006 0.2755 |1.22E-004 19.04
5.09E-016 6.00E-011 | 3.67E-003 3.003 1.75E-006 0.1812 | 1.75E-006 0.2534 |3.72E-005 19.04

© 0N O U W N
@
=

10 |5.05E-016 6.00E-011 | 2.12E-003 2.747 7.31E-007 0.1664 |1.22E-006 0.2331 |1.19E-005 19.03
11 | 5.27E-016 6.00E-011 | 1.36E-003 2.512 3.74E-007 0.1527 |7.09E-007 0.2145 |4.03E-006 19.03
12 | 5.02E-016 6.00E-011 | 9.04E-004 2.298 2.16E-007 0.1402 |4.50E-007 0.1973 |1.53E-006 19.03

Table 6.2: Convergence tests for ENDGame3D with and without vertical molecular viscosity and
diffusion. A simulation is performed for 1 day with 12 iterations for each 30 minute time-step.
The top boundary is set at 180 km, and a = 0.52. The residuals are output at each iteration, and
their rate of decrease illustrates the rate of convergence of the solver. For reference, 4 iterations is
usually used, but here, more iterations are used to analyse the rate of convergence.

6.10 Summary

In this chapter, vertical molecular viscosity and diffusion is included in ENDGame3D
in a fully-coupled way to the dynamics. The real challenge in this work was in for-
mulating a completely new solution method to include vertical molecular viscosity
and diffusion. This involved utilising a columnwise Jacobi iteration to be able to
neglect terms in neighbouring columns from the one currently being considered. A
few additional, reasonable approximations were also needed to obtain a heptadi-
agonal matrix system that can easily be inverted and solved. Scale analyses were
performed to verify that the additional assumptions made were reasonable. When
back-substituting to obtain the other variable increments, more tridiagonal prob-
lems must be solved to obtain ©’, u’ and v/, but the back-substitution to obtain the
other variables is trivial.

The scheme still performs remarkably well compared to the original formulation
in 3D. With a small amount of off-centring (o = 0.52), the viscous scheme is able
to remain stable for 10 days subject to the baroclinic wave test with a top model
boundary set up to 270 km, whereas the inviscid scheme requires a = 0.6 to get
the top model boundary above 200 km. The other results shown in this chapter are
just a confirmation that the viscous scheme is behaving as expected: the vertical
molecular viscosity and diffusion has very little impact in the lower atmosphere, but

prevents the excessive growth of wave amplitudes above 130 km.



Chapter 7

Conclusions

7.1 Summary

The results of the stability tests performed in section confirmed the need for the
development of ENDGame to be able to remain stable with high top boundaries,
to improve the accuracy of the dissipation of fast acoustic waves and to introduce
physical effects that are more important in the thermosphere.

The ray-tracing experiments performed in chapter [4| provided insight into how
waves propagate differently depending on whether they are governed by the analyt-
ical or numerical governing equations. From this, it was possible to see the strong
damping effect that molecular viscosity and diffusion have in the thermosphere.

The next aim was therefore to include a vertical molecular viscosity and diffusion
in ENDGamelD in chapter 5 It is a realistic physical damping mechanism that has
a significant effect in the thermosphere. When it is combined with a small amount
of off-centring, vertical molecular viscosity and diffusion allows the top boundary of
ENDGamelD to be able to be lifted to the top of the thermosphere when dealing
with realistic density perturbations and acoustic waves.

After this, vertical molecular viscosity and diffusion was included in ENDGame3D
in chapter [0, which added complexity due to the new interactions between the ver-
tical diffusion and the horizontal components of the governing equations. This
improved ENDGame’s stability greatly with higher top model boundaries when

subjected to the baroclinic wave test.

7.2 Future Research

The beginnings of a non-hydrostatic whole-atmosphere dynamical core that includes
vertical molecular viscosity and diffusion have been developed in this thesis. It does

not yet model a complex thermosphere, but it is able to stand up with a complex

123



124 CHAPTER 7. CONCLUSIONS

troposphere that generates baroclinic waves. More improvements can be made to

further improve its accuracy and stability when simulating the whole atmosphere.

e ENDGame3D should be tested for its response to thermospheric forcing.

e Only vertical diffusion has been included in this work, but horizontal diffusion
becomes significant above an altitude of 440 km. These terms would need to
be included fully implicitly in time, which would involve further significant

development to the numerical solver.

e Molecular viscosity and diffusive separation of multiple gas species has not been
considered in this thesis, but its inclusion would improve ENDGame’s accuracy.
Above altitudes of 120 km, turbulent mixing is no longer a dominant factor, and
the atmosphere strictly ought not to be treated as well mixed above this height.
Therefore, individual constituent transport should be represented by separate

governing equations.

e lon drag refers to the effect of collisions of charged particles (ions) and other
gas species, which becomes important in the thermosphere [Akmaev, [2011].
While molecular viscosity and diffusion are the dominant gravity wave damp-
ing mechanisms in the thermosphere, exceeding the effects of ion friction by
several orders of magnitude, its effects are not completely negligible and seem

to become significant at an altitude just below 100 km |[Medvedev et al. | [2017].

e There may be further developments that can be made to the physics and chem-
istry in ENDGame and the UM, and the feasibility of incorporating new pro-
cesses in ENDGame can be verified by first testing them in ENDGamelD.

As well as a number of potential developments to consider related to the EN-
DGame dynamical core, more practical applications of this work within the Met

Office could also be considered:

e The implicit implementation of vertical molecular viscosity and diffusion could
be developed and included within the dynamical core in the Met Office UM, as

opposed to the stand-alone version used for the results obtained in this thesis.

e The sponge layer currently incorporated in the operational version of the UM

could be replaced with vertical molecular viscosity and diffusion above 130 km.

e The Met Office is already developing a dynamical core, GungHo, for its next
generation model: LFRic. The implicit implementation of vertical molecular

viscosity and diffusion should be carried forward to these too.

e The whole atmosphere model could be developed for use in an operational

capacity in space weather forecasting.



Appendix A

ENDGamelD Formulation

In this appendix, the equations that ENDGame solves in order to simulate the
fluid dynamics of the atmosphere are derived. To begin with, only the vertical
component of the governing equations is considered so that they can be applied
to the one-dimensional (1D) vertical column version of ENDGame: ENDGamelD.
ENDGamelD is heavily based on the full three-dimensional version of ENDGame
for which detailed documentation already exists [Wood et al. |, [2014a].

A reference list of all notation that is used throughout this thesis can be found

in the Mathematical Notation section.

A.1 Continuous equations

For the sake of setting up the dynamical core, the Earth’s atmosphere can be thought
of very simply as a body of gas subjected to heating and cooling from solar energy
and other sources, being absorbed, emitted and reabsorbed at rates that vary in
time and space. These variations in temperature then cause changes in pressure
and density, which drives winds and changes velocities. A more detailed view could
be considered by including the presence of different states of water, surface emissions
and chemical reactions. The way that the gas responds to this heating and cooling
can be described by Newton’s second law of motion, together with the first law
of thermodynamics and conservation of mass: the governing equations |Batchelor]
2000]. These governing equations for ENDGamelD are presented in this section.
First, consider Newton’s second law applied to fluid motion expressed as the

vector form of the Navier-Stokes momentum conservation equation,

Du Vp
— +20xu=—"-—g+ 8 Al
Dt % p g 7 (A1)

based on the Navier-Stokes equation of motion found in Batchelor [2000]. From this,
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the 1D version can later be extracted. Here,

—=—+4u-V, (A.2)

is the material derivative (also referred to as the Lagrangian derivative or the sub-
stance derivative). u = (u, v, w) is the velocity vector, so the Du/Dt term represents
the rate of change of velocity as it moves along the trajectory of a Lagrangian parcel
of air. Next, Q = (1, Q9,3) is Earth’s rotation vector, and so 202 X u represents

the planet’s Coriolis forces.

On the right hand side, p represents pressure and p represents density, so
the —Vp/p term represents the pressure gradient. The next term, —g is the appar-
ent gravitational vector: the sum of actual gravity and the centrifugal force. This

may also be expressed in terms of the geopotential ®, which is defined by g = V.

Lastly, the source term S™ represents the effects of physical parametrisations
on u [Wood et al. | 2014b]: processes that are difficult to resolve and are of too small
a scale compared to the model’s resolution to be represented in the dynamical core
(e.g. radiation and chemistry cannot be represented by the Navier-Stokes equations,
and must be represented by separate models). Regardless, they do have some effect
on the equations. The source term also includes physical processes that are not
currently included in the momentum equation, such as ion drag, molecular viscosity

and diffusion, or the inter-species drag term when multiple gas species are included.

In ENDGamelD, the pressure gradient term is set up so that the properties
of different gas species may be considered. Mizing ratios mx are the ratio of the
mass of some gas species X to the mass of dry air: air that does not contain water
vapour, and px is the density of the gas species X. These two quantities are related
as px = mxpq, where the subscript d indicates dry quantities. The total density is

then given by

p= pd<1 + Y mx>, (A.3)

X=v,cl,cf,...
where it is assumed that cloud liquid (cl) and cloud frozen (cf) and other (rain,
graupel, etc) water species have the same velocity as the dry air (d) and water
vapour (v) [Wood et al. |, 2014b|. Also, C,4 is the specific heat capacity at constant

pressure for dry air, and C,q is the specific heat capacity at constant volume for

dry air. Note that Ry is the gas constant per unit mass for dry air, kg = Rq/Cpa,
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and Ry = kqCpq = Cpqg — Cyq. Then the Exner pressure II is given by

1= <£)Hd, (A.4)

Pe

[Vallis|, [2006], where p, is the equilibrium pressure. II is the pressure variable that
is used in place of p in ENDGamelD.
Now, the equation for the pressure gradient for multiple gas species is derived.

For an ideal gas, the usual form of the equation of state, i.e. the ideal gas law, is
p = RpT, (A.5)

where T" denotes temperature. In a mixture of gases, each gas has a partial pressure,
and the total pressure of an ideal gas mixture is simply the sum of the partial pres-
sures of each individual ideal gas in the mixture. Here, group all non-dry quantities
together with the water vapour subscript (v), as liquid and ice produce a negligible
contribution to p [Wood et al. | 2014a], and assume that the ideal gas law applies

for both the dry and moist components of the mixture. Therefore, using the total

density (A.3) with the ideal gas law (A.5), gives

p = [Rapa+ Rs(pam,)|T
o

€
where € = R;/R,. Now, the virtual temperature T,, may be constructed as follows:

T, = T(l + ”%) (A7)

which is the temperature needed to satisfy the ideal gas law for the dry quantities py
and Ry. Next consider the relation between temperature, Exner pressure and the
potential temperature ©: I = T'/O. In conjunction with the virtual temperature T,

this gives the following equation for the virtual potential temperature ©,4:

T, pe\
@vd 10 v ( P ) ( 8)

Equation ({A.4)) for the Exner pressure can be rearranged to get
p = pJIY/"a. (A.9)

Now the equation of state (A.5]) is rearranged and the dry quantities Ry, pg and



128 APPENDIX A. ENDGAME1D FORMULATION

the virtual temperature T, are used to derive a new equation of state as follows:

p pIIY/re  p I1Y/Ra

= = = A.10
M7 R, Ral,  ReOull’ (A10)
so the equation of state is now given by
Hl—nd
De @
= == . A1l
= (2 ) T (A1)

Now a new pressure gradient term for the momentum equation (A.1) can be
obtained in terms of the Exner pressure II. Substituting for p using the expression
for the Exner pressure , using the total density equation , the equation
of state , and the relation kg = R;/C)a, gives the following expression for the

pressure gradient:

Ve CrdOud VIIL. (A.12)

p (1 + ZX:v,cl,cf,... mX)

With this new pressure gradient term, a new vector form for the Navier-Stokes

momentum conservation equation is obtained:

D
—u—|—29><u:— CpaOud

Dt (]— + ZX:U,Cl,cf,... mX)

VIl — g+ S* (A.13)

The momentum equation for ENDGamelD can be extracted from its vector
form (A.13]). Note that the vertical component of 22 x w is given by 2(21v — Qqu),
where u and v are the horizontal components of the velocity vector u = (u, v, w),
and where w is the vertical component of u. Hence, the vertical component of the
momentum equation is as follows:

D 11
_w i Q(le _ Qzu) _ de@vd 3
(1 + ZX:v,cl,cf,... mX) or

Dt

where in 1D,

2 = 2 + wg.

Dt 0ot or
In ENDGamelD, further simplifications will be made to the momentum equa-
tion. Note that the parts that are removed may be re-introduced later in future
experiments. All terms that contain the horizontal velocities v and v will be neg-
lected, and a dry atmosphere will be considered, neglecting terms that include the

mixing ratio. The spherical height coordinate r is used in order to preserve the dis-
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tinction between the gradient (V) and divergence (V) operators. The subscripts v
and d are removed for clarity, so that T, =T, 0,4 = © and Cpq = C,. With these

changes, the momentum equation becomes:

D, o o? 00

— w, Al
Dt+0p®6r+8r 2 (A-15)

The equation for the first law of thermodynamics in 3D is unchanged from
[2014a], and is as follows:

DO,

= GO, (A.16)

In ENDGamelD, the source term and the subscripts v and d are neglected, leaving:

DO
-7 =0 (A.17)

The vector form of the Navier-Stokes mass conservation equation, or [continuiti

equation) is given by
Dpq
V- -u=0 A.18
Dt + pd u ) ( )

[Wood et al. |,[2014b]. The continuity equation in 1D is also unchanged: considering
only the vertical part of the vector form of the continuity equation (A.18) and

neglecting the subscript d, so that p; = p, gives

Dp N p O(r*w)

= 0. Al
Dt r2 Or 0 (A-19)

The vector form of the kinematic equation is included in anticipation of the
semi-Lagrangian discretisation, and is given by

Dr

where r = (1,0, ¢) is the position vector [Wood et al. |, 2014b]. The vertical com-
ponent of the kinematic equation ([A.20)) is given by

Dr

= —w. A.21
T = ¥ (A.21)

The set of simplified continuous governing equations: (A.15), (A.17), (A.19),
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and ([A.21)) together with the equation of state (A.11]) form the basis of ENDGamelD.

A.2 Semi-implicit semi-Lagrangian discretisation

The governing equations found in appendix are theoretically able to provide all
of the information about the motion of the gas in the Earth’s atmosphere. However,
they are not solvable analytically and must be solved numerically. In order to set
up a scheme that is able to achieve this, the equations are discretised over relatively
large time-steps and grid spaces.

With semi-Lagrangian (SL) schemes, the material derivative is discretised as

follows (for some arbitrary ¢(r)):

Dy (p(n+1) _ S0(%) )

_ D _ (n+1)
Dp _ 870 ), o], (A22)

where (n) denotes the variable ¢ evaluated explicitly at the current time-step n
YD %2 p y p n,

and at the departure point rp corresponding to the position r, given by
t+At
rp=1— / wAt, (A.23)
t

(appendix covers how to obtain r and w for the departure point) and D)
denotes the variable ¢ evaluated implicitly at the next time-step n+1 and position 7.
The approximation is not made at a fixed point in space, but works by tracing back
along the trajectory of a parcel of air, and evaluating its properties at the departure
point by interpolation. ENDGame uses cubic-Lagrange interpolation [Wood et al. |
2014b| (this technique is detailed in [Press et al. | [1993]).

As shown in Figure o1 is evaluated at the new time-step at position 7,
where r = r; for some grid level k, and gogl) is evaluated at the current time-step
and at the corresponding departure point rp. The grid in a SL scheme is therefore a
grid of arrival points of Lagrangian particles/ parcels of air. This method’s downside
is that the quantity being transported is not exactly conserved because accuracy is
lost in the interpolation performed in order to obtain rp.

The remaining terms of the governing equations (i.e. not D/Dt terms: terms
that are not associated with transport of parcels of air) describe the various wavelike
motions of the atmosphere, including planetary waves, gravity waves and acoustic
waves. Some of these have a more significant effect than others, but they all need
to be well handled by the numerical scheme. Acoustic waves, for example, play a

very small role in the behaviour of the weather and climate, but they are also the
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. (p(nﬂ) )
—————————————————— k—1/2
(n) /
YD
k—1

Figure A.1: Tllustration of a semi-Lagrangian scheme: an arbitrary variable ¢ is evaluated at the
departure point D at time-step n, and evaluated at level k at time-step n + 1.

fastest type of propagating wave, and if they were modelled fully explicitly, it would

greatly increase the time it takes for the simulation to run.

This problem is dealt with by using a semi-implicit (SI) scheme. This involves
averaging each term over the time-step. This technique allows the stable simulation
of all of the waves without being restricted to very small time-steps [Wood et al. |
2014b|. The drawback however, is that while slow low frequency waves (like gravity
waves) are handled accurately enough, the fast high frequency acoustic waves end
up being damped by the implicit part of the scheme (This effect is explained and
described in detail in section . The SI scheme controls the amount of damping
of high frequency through off-centring.

The semi-implicit semi-Lagrangian (SISL) discretisation of some equation:

Dy
- _ A.24
looks like ) )
") — o} n n
= af [ 4 81 (e, (A.25)

where § =1 — « [Payne, 2008]. The implicitness parameter: a € [0,1] is used to
set the implicitness of the scheme and control damping. The scheme is unstable
for a € [0.0,0.5). For a = 0.5, the scheme has no damping, and for larger values
of @ € (0.5,1.0], the scheme becomes more stable, but has an increased amount of

artificial damping, and at a = 1, the scheme is fully implicit-in-time [Payne, 2008].

Using this combination of techniques, the simplified assumed continuous gov-

erning equations (A.15), (A.17), (A.19), and (A.21) can be discretised to obtain a
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SISL scheme. First define a variable ¥ as follows:

(A.26)

U = _<Cp@8ﬂ 8(1)).

ar o
Next, replace the source term in the momentum equation with the Rayleigh
damping term applied only to the vertical velocity w, —v(r) [Klemp et al. | 2008],
and include a hydrostatic switch 6y [Wood et al. |, 2014b]. Setting dy = 1 makes
the (deep-atmosphere) equation set fully non-hydrostatic, whereas setting dy =0
reduces it to the quasi-hydrostatic set. Note that ENDGamelD does not include

the Rayleigh damping term, so terms including v are omitted from the code. With

these additions, and by using ¥ (A.26)), the momentum equation (A.15) becomes

Dw

Note that the Rayleigh damping term vw is discretised fully implicitly-in-time,

while the rest of the terms are handled semi-implicitly. Discretising the momentum

equation (A.27)) gives

5V [w(n+1) _ w(Dn)

A7 ] - [aw\lf("H) + @U\Ilg)} = —pw™ Y, (A.28)

Rearranging this gives the discretised momentum equation:

(n+1) _ (n)
14 w — w . .
[0y + vAt)w — a, At (dvw + At‘I/)D ] (A.29)

Next, the thermodynamic equation (A.17)), the continuity equation (A.19) and
the kinematic equation (A.21]) are all discretised to obtain the following:

@(n+1) _ @(g)
—= =90 A.30
At 7 ( )

(n+1) () O(r2 (n+1) 2 (n)
p Pp p O(r*w) p O(r*w)
L S ) L S s =0 A.31
At + {% L"Q or } + 5 L"Q o |, ’ ( )
(n+1) _ ,.(n)

% - azw(”H) — Bzwg) = 0. (A32)

Rearranging these gives the discretised thermodynamic, continuity and kinematic

equations given by (A.33)), (A.34) and (A.35]), respectively. Equations (A.29)), (A.34])
and (A.35)) all have separate implicitness parameters: ., o, and a,. However, the

linear stability analysis of the SISL discretisation of the fully-compressible equa-

tions performed by [Payne| [2008] shows that the scheme is stable as long as each
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of ay, ap, a; € (0.5,1.0], and they do not necessarily have to be equal.

et — el (A.33)
a,At 9(r2w)] " B,At d(r2w)] ™
14 2t AT W) —Jpl1 - AT Y A.34
e R L N
(n+1) (n)
(r — aAtw) = (r+ B.Atw) [’ (A.35)

A.3 Spatial discretisation

In this section, the discretisation of the state equation and terms that include spa-
tial derivatives (0/0r) within the continuous governing equations, are considered.
In ENDGamelD, the atmosphere has N vertical levels, which are illustrated in Fig-
ure[A2] A staggered grid is implemented using the Charney-Phillips configuration
of model variables [Holdaway et al. | 2012], so that for k € [1, N], the values of scalar
variables are stored at levels k (I, p and @), and for k € [0, N] values of momentum
and thermodynamic variables are stored at levels k+1/2 (w, © and V). Note that k-
levels are referred to as p-levels, and k + 1/2 -levels as w-levels. Staggering the grid
in this way allows derivatives to be approximated more accurately, as they will use

values that are only one level apart in their calculations.

First, the state equation (A.11]) is rearranged and discretised to obtain an equa-

tion for the Exner pressure at level k, II;:

K

R —\Tr

where (---) denotes linear interpolation in the vertical r direction, so an estimated

value of © at level k: @Z is given by

O, = @Ok 112 + biOs 12, (A.37)
where
T — T_ T — 7T
ap=——t2 = PR (A.38)
Tk41/2 — Tk—1/2 Tk41/2 — Tk—1/2

are weighting terms for linearly interpolating an estimated value of a variable at p-

level k between the levels £ — 1/2 and k 4 1/2: the two adjacent w-levels.

Next, the W equation (A.26)), which comes from the momentum equation, is
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Top boundary

k=N +1/2

k+1/2 (w, O, ¥)-levels

——————————————————— k (11, p, @)-levels
——————————————————— k=2

k=3/2
7777777777777777777 k :1

k=1/2

Planet surface

Figure A.2: Tllustration of the vertical staggered grid used in ENDGamelD, using the Charney-
Phillips configuration of model variables.

discretised as follows:

Hppr =1 gy — Py
Uit1/2 = —CpOpia)2 AJ;k+1/2 - AtakJrl/Q ; (A.39)

where Ary /0 = rpgp1 — T

Lastly, the following expression from the continuity equation is discretised:

{i a(ﬂw)} _ 12 (T2w)k+1/2 - (7’2w)k—1/2_ (A.40)
k Tk

rz2  Or Ary,

In order to prevent the atmosphere in the simulation from disappearing into
space or into the ground, the following boundary conditions are used to ensure that

there is no vertical flow at the base or the top boundary of the model:

'LU1/2 = O, QUN+1/2 =0. (A41)

A.4 Finding departure points

Earlier, the departure point (A.23]) was defined as rp = r — wAt. It was noted how
approximations of material derivatives are not made at fixed points in space, but
along the trajectory of the parcel of air, evaluated at the departure point. In this

section, the procedure for obtaining these departure points is discussed.

As w varies in space and time, departure points are computed approximately by
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an iterative method. Rearranging the discretised kinematic equation (A.35]) gives:
r® = ¢ — o, Atw™ 4 B, Atw™ (A.42)
D z z D | .

n+1)

where 7 is written rather than "1, since the grid in an SL scheme is a grid of

arrival points of Lagrangian parcels of air and does not change with time; whereas
the departure points may change at each time-step. However, p values are stored
on k-levels rather than k + 1/2 -levels, so for p and II levels, the rearranged discrete

kinematic equation ((A.42) is modified slightly:
rgl) =7 — |a, At 4 BzAt@g) , (A.43)

where w is the linear interpolation of w from w-levels to p-levels. The rearranged

discrete kinematic equations (A.42) and (A.43)) must be solved iteratively to find

departure points for w and ©, since wg) = w[rgl)] by the kinematic equation |D

The superscript (9 denotes the departure point iteration count. Then
T%’dﬂ) =r— [azAtw(”H) + @Atw(g’d)}. (A.44)

To find the next departure point estimate rgl’dﬂ) using 1) the value for w at the

(n,d)

current departure point estimate 7, (nd) —

needs to be evaluated using w{""® = w[r{].
This process is illustrated in Figure [A.3] Consider estimating the location of
the departure point of a Lagrangian parcel of air arriving at grid level k+ 1/2,

SO 7 = Tg41/2. Find some j € [0, N] such that the new estimate for the location of

the departure point T(g’d) lies somewhere between r;_; /o and r;1,/,. If the departure

point is higher (lower) than the arrival point, then search above (below) the arrival

(n,

level k + 1/2, by checking whether 7;_q/, < rp 9 < rj+1/2 for each interval.

Once an appropriate j has been obtained, use linear interpolation to approximate

a value for wg”b as follows:

Ar; Ar;

(n,d) (n,d)
wlrP D) = w(rj41s) {D—Jl/?} +w(ry1s) {JH/Q—D} ' (A.45)
J J

This value for wg’d) can then be substituted into equation 1) to find the next

estimation for the departure point rg“dﬂ).

The techniques for locating departure points rgl’dﬂ) described in this section
must be used to interpolate the variables on the right hand side of the time dis-

cretised governing equations (A.29)), (A.33), (A.34) and (A.35)), to the departure
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k+1/2

o j+1/2

o >

- e j-1)2

w(;,d) w

Figure A.3: Illustration of the linear interpolation technique being used to estimate wg"d). First,

search for the levels j + 1/2 and j — 1/2 which bracket the departure point (these are not necessarily
close to the arrival level k4 1/2). Then perform a linear interpolation for w between these two
levels to find an approximation for w at the departure point.

points rg). In ENDGame, this is done by cubic Lagrange interpolation with linear

interpolation at the top and bottom intervals, or constant extrapolation if needed.

A.5 Residual estimation

The discretised governing equations (A.29)), (A.33) and (A.34]), together with the

departure point equation , form a coupled non-linear system. The approxim-
ate Newton’s method can be used to find successively better approximations for the
solution to this system of equations. This system will not be satisfied exactly after
any number of iterations, so the equations will have some residuals R,,, Re and R,
respectively, which should be as small as possible.

Newton’s method for finding successively better roots to a function in multiple
dimensions, i.e. to estimate @ such that f(x) = 0, may be written:

+ 8—f(a:’), (A.46)

0~ i) = fla]+ 5

where o’ = () — 20 is an increment of x, and 0f/0x is the Jacobian matriz
of f. It is possible to approximate 0f /Ox. In a similar way in ENDGamelD, the
system to be solved is (R,, Re, R,,) = 0.

The residuals are found by setting the superscript (1) to indicate a best guess
for the n + 1 term after [ iterations, and then putting all terms in the discretised

governing equations (A.29)), (A.33) and (A.34) on the right hand side so that the

residual is left on the left hand side. The residuals are as follows:

Ry = (Svw + B, A1) — [(6y + vAt)w — ay, AtW] Y, (A.47)
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Re =0 — 00, (A.48)
B,At d(r2w)1 ™ a,At 0(r2w)] | ¥
= 11— — 14 4———— . A4
Ry {p{ r2  Or I PIT r2  Or (A.49)

When computing R,, note that the latest estimate for w should be used. Using
the rearranged discrete kinematic equation (A.42), and setting the (1) superscript to

indicate the best guess for the n+1 term after [ iterations, the following is obtained:
r— (o Atw)D = (r + BZAtw)gL), (A.50)

noting that 7™ = r since the grid of arrival points in the SL scheme is fixed.
Increments w’, ©” and p’ are to be found that will reduce the residuals R,,, Re
and R,. To begin with, in a similar way to Newton’s method (A.46]), the system to
be solved is given by (A.51)), where 0, = 9/0,.
OwRy OoRy, O0,R,| |W

Ry
Re| = — |0,Re OoRe 0,Re| |© (A.51)
R, OuR, OoR, O,R,| |/

Next, the Jacobian of the right-hand side of (A.51) is approximated. First,
rearranging the discrete kinematic equation (A.50)) gives

ng) =7r— [azAtw(l) + 5ZAtwg)]. (A.52)

Differentiating this with respect to w gives

87"%”
ow

= —a,At. (A.53)

Using this, it is then useful to note that

al..Jm oL )Warlm
ow or ow
al.. |\

= —a, At—=2 A.54
aztar (A.54)

It is also useful to linearise the equation of state (A.36]). Taking logarithms of

both sides, and rearranging the result gives the following:

1—k

R _
log 1), = log (—) + log pi, + log Oy (A.55)

e

Next, express IIj, pr and O as the sums of their reference profiles and their in-
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crements. The reference profile of a variable is denoted by -*. This is calcu-
lated once per step and is expected to remain a good approximation. There-
fore, Il = II* + 11, pp = p* + p/ and ©, = ©* 4 O . Taking the Taylor expansion
of the logarithm of a variable xy, where xy = I}, p; or @2, about its reference profile,

and then linearising it, gives the following:

/ /

log z), = log x™ + $—* + O(2'?) =~ log x* + x_* (A.56)
T T

The reference profiles IT*, p* and ©* satisfy the log of the state equation (A.55), so

1—k

R .,
log IT* = log (—> + log p* + log ©* . (A.57)

e

Then this may be used with the linearised Taylor series expansions of log I1, log px
and log ©,, as for the linearised Taylor expansion of x; (A.56)), to get the linearised
equation of state from equation (A.55)) as follows:

1—xII P e
g A = A .58
kII* p*+@* ( )

The Jacobian on the right-hand side of equation (A.51]) can now be approximated
to obtain expressions for the residuals R,, Re and R,. To calculate the entries of

the Jacobian by differentiating the residual equations (A.47)), (A.48) and (A.49), the

following approximations are made:

e Approximate 9. . .]§§>/ar in the p equation by dp*/0r, and J.. .]g)/ﬁr in the ©
equation by 00*/0r.

e Neglect 0. . .]gl)/ar in the w equation by taking w* = 0.

e Approximate p¥) by p* in OR,/0w.

e Use the approximation that o, = o, = a.

e Use equations (|A.54)) and the linearised equation of state (|A.58)).

Using these approximations leads to the residual equations (A.59)-(A.61)).

) LOIT OIT*
R, = (0y + vAt)w' + a, At C, (@ o + e @), (A.59)
Ro ~ O+ ozzAtaair w', (A.60)
PR 7A\ 27 Qe
R, ~p + 75(7" P w'). (A.61)
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A.6 Constructing the boundary value problem

The linearised state equation (A.58) and the approximated residuals (A.59)), ((A.60)
and ([A.61)), form four sets of equations with four sets of unknowns p/, ©’, w’ and IT'.

It would be preferable to obtain from these a single set of equations for a single set

of unknowns in the form of an value that can be solved.

Begin by rearranging the © residual approximation Rg (A.60)), as follows:

00"

O = Ro — a, At ) A.62
S or v ( )

Then substitute equation (A.62) for ©" into the w residual approximation ((A.59):

967 o
Jr  Or

orr’ oIT*

(Oy + vAt) — au,azAtQCP o Ry, — a, At CPW

}w’ + o, At CpO* Ro. (A.63)

The expression of equation (A.63) can be abbreviated by defining the coefficient B:

B= l(&/ + vAt) — awazAt2Cp?r 6;{* _1, (A.64)
and the operator D; (for an arbitrary X):
Dy(X) = Ba, At CPG*%—):. (A.65)
Then equation becomes:
w'+ D(Il') = BR,, — D1(IT") Re. (A.66)
Now take r and substitute it for W in equation (|A.58]):
1;“3—;:%—%&&83@ +g§". (A.67)

Next, p'/p* is eliminated in equation (A.67)) by taking (A.67) - (A.61)/p*:

-kl R, aAt1d,,,, 190" | Re'
— = ——(r?p* — a, At— ! : A.
k II*  pr p* r2or (rFpTw') — a o or * Ok (4.68)

Equation (A.68) can be abbreviated by defining the operator Dy (for an arbitrary X):

aAt1 8, o, 1 967"

Dy (X)

*
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Then equation (A.68]) becomes:

1—rIl R, Reo
— 4+ Dy(w) ==L )
K H*+ 2(w') p*+@*

(A.70)

Lastly, w’ can be eliminated from equation (A.70)) by taking D [(A.66)] - (A.70)):

Halif R, Ro
Do[Di(I1)] = ——11¢ =D2[BRw—D1(H*)R@]_p_*P_ @6: '

(A.T1)

Equation is an boundary value problem that can be solved to obtain II’: this
process is detailed in appendix [A.7] After this, the value for IT" is back-substituted
into equation to obtain w’. The value for w’ is then back-substituted into
equation to obtain ©’, and p’ can be obtained by substituting the values
for IT" and ©' into equation ((A.58)).

A.7 Solving the boundary value problem

In this section, the boundary value problem for II" (A.71)) is turned into a form
suitable for programming in the ENDGamelD code: by setting it up as a tridiagonal
system of equations and solving it. Each term of equation must be expanded
and discretised in order to set up a matrix system of equations that can be solved.
This is done in the following subsection.

First, note that divergence operators need to be calculated slightly differently
to gradient operators. The divergence measures the volume density of the outward
flux of a vector field from a volume around a given point. Despite being a 1D
column dynamical core, volumes and areas are introduced in order to calculate the
divergence. The divergence is as follows:

LOr?(-- )| Awsrpl rrije — Arorpe(c o b1y
r or . Vi

(A.72)

The column in ENDGamelD will spread out with height so that the volume of
each cell gets larger with altitude. An illustration of a grid cell in ENDGamelD is
given in Figure . Let V) denote the volume of the current grid cell, A;_;/» denote
the area of the bottom cell face of grid cell k, and Aj,1/2 denote the area of the top
cell face. The lowest grid cell can just have a unit area: A/, = 1.

Next, recall from appendix that II" is stored at p-levels. Therefore, the
operator D;(IT') is stored at w-levels and Dy[D;(IT')] is stored at p-levels. B is
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1

|
Wk+1/2

|
1
1

Apg1/2

level k+1/2 “l
grid cell k

level k — 1/2\
Figure A.4: Tllustration of a grid cell in ENDGamelD, with the volume of the cell given by Vj,

the area of the bottom cell face given by Aj_;/5 and of the top cell face given by Ay 1/2, and the
velocities at the bottom and the top of the cell given by wy,_1/2 and wy 1,2 respectively.

included in the expression for Dj, so B is calculated at w-levels. The 0©*/0r

and OII*/Or terms in the expression for B ((A.64)) are calculated at w-levels as follows:

on* _ My — sz 06" — M (A.73)
or k+1/2 A7nlc4r1/2 or k+1/2 A7ﬂk+1/2

With these expressions, the B coefficient can be easily calculated.
A.7.1 Discretise the left-hand side of the boundary value problem

To obtain the discretised form of the left-hand side of ({A.71)), first obtain discretised

forms of the operators D; and Dy, given by equations (A.65)) and (A.69)) respectively.
The discretised form of Dy is as follows for k € [2, N — 1]:

Xy — X1

D1 (X)k:fé = kaéawAt CP@Z—% Ark_l <A74)
Define the following function:
kaé = Q, At A (A.75)
2

Define the operators Dgl)l

-3

abbreviate D;(X)g so that it becomes:

; to be the coefficients of X for D(l)(X)i_% in order to

Dy(X), 1 = D](:_)%,ka + D]S_)%’k_lxk,l, (A.76)
where the Dﬁ)l ; operators are:
2?
pW, =r® — pW —FY,. (A.77)

1 1 = 1
k—3.k k-3 k—35,k—1 k-3



142 APPENDIX A. ENDGAME1D FORMULATION

The operator Dy ((A.69) can be rewritten using linear interpolation to ensure
that all terms are at p-levels, and multiplying through by p*:

- 1 907

2
L 9(rX) At g5 X (A.78)

p*Dy(X) = aAtp™— aAt
r

or or

Note here that the first two terms of (A.78|) cannot be combined using the product
rule because the two terms come from different grid levels.

Each term of p*Dy (A.78) is now expanded fully for k& € [1, N]. First, expand
the divergence part of p* Do[D1(IT")] as follows:

AX — (AX),_
{aAtp*%%(rQX)l :aAtp,’;( Jit1z2 — )i 12 (A.79)

k Vi

As X is stored at w-levels, the second term of p*Dy[X] (|A.78)) is linearly interpolated:

a—*T WT
OéAt( (9’07’ X )k = aAt al.;“ . |:(1ka+1/2 + kak_1/2i|. (ASO)

where ay and by, (A.38)) are coefficients for linearly interpolating values from w-levels
to p-levels. The last term of p* D, ((A.78) is linearly interpolated in the same way:

1 967" 1 00%"
OzzAt( @* ar X )k OéZAt< @* ar )k[aka+1/2+kak1/2]. (A81)

Next, define the following functions in order to find expressions for the coefficients

of Xk—1/2 and Xk+1/2 for IO*D2<X)k "

* a_p*r p*
FPU = oAt | | EP? — aAt Y 7ok RN L A.82
k Vi, k ar |, k o |, ( )
so that Dy(X), may be written as follows for k € [1, N]:
Dy(X)e =D Xy s + D) Xy, (A.83)
where:
00"
DZ = = FP' A1+ B2+ B, 5 : (A.84)
’ 2 T k’—%
007"
D2, = FP' A + P+ By el I (A.85)
2 k+i

Using the Dgl ; and D 12 coefficients, the discretised form of the left-hand
side of the boundary Value problem for II" ((A.71)) is as follows for k € [2, N — 1] (the
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boundary conditions at k = 1, N are found later):

* / _ (2) (1) / (1) /
{p"D2[D: ()]}, — s v Dk,kié [DF%JHH,H + D;ﬁ%,kﬂk}
@) O & / 1—xp'll
+ Dk,k+% [Dk+%,knk + Dk+%,k+1nk+1] Tk I (A.86)

k

A combination of the D; and D5 operators may then be built up out of the Dﬁ)l /2.

and DEQJ.)_I /o coefficients as follows:

2,1 2 1

DY, = D,i’;_%Dli_);k_l, (A.87)
21 _ 1@ ) 1 —kp" @ )

D) =D DY -~ k + D0 D (A.88)
21 _ 1@ )

Diki = Dk,k+§Dk+%,k+1’ (A.89)

in order to abbreviate this so that it becomes:

1 — kg p 1l 2,1 2,1 2,1
- = Dl(c,kjln;c—l + Dl(c, )H;c + Dl(e,k) ;c+1- (A-90)

(o DD}~ = S| i

A.7.2 Construct a matrix system to solve

By adding together all of the discretised terms on the left-hand side of the boundary
value problem for IT" (A.71]) and using the above abbreviations, a tridiagonal system
of equations is obtained for k € [2, N — 1]

Dy I,y + DV, + DRI = R (A.91)

where R}l is the right-hand side of equation (A.71)) at level k.

A.7.3 Boundary conditions

The boundary conditions on II" at the surface and the top of the atmosphere at

levels 1 and N respectively need to be included.

At levels 1 and N, there are no vertical velocities at the boundaries (A.41):
so wyjp = 0 and wy41/2 = 0, and hence w’1/2 = 0 and w§V+1/2 = 0. Evaluating the Reg

equation 1' at levels 1 and N gives © jo = (. o = 0. Using these bound-

ary conditions in the R, equation (A.59) gives @T/z aa—rﬂl/z = 7v+1/2 aa_ri’ Nt1j2 = 0.
Lastly, including these boundary conditions in ((A.63) leaves 68%‘1 jo = ‘96% Ni1j2 = 0.

Hence using (A.64), it can be obtained that By, = By11/2 = 0, and so D1 (1) = 0,

and Dy (IT) y41/2 = 0. This means that at level 1, the Dfél) term vanishes from equa-
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tion ({A.91) and the DS)2 , term vanishes from Dfil), leaving:

eut _ _L—Krp (2) (1)

Dii7 =—— H*1+l%gD;r (A.92)

(2,1) (1) (2,1) : o

Atlevel N, the D'y, term, and the DN+1/2,N term from D’y both vanish, leaving:
@UF _ H® () l—kp

Dyy' = DN7N_%DN_%’N - . (A.93)

A.7.4 Tridiagonal system

With the boundary conditions, the matrix definitions given by and
can be made, where R denotes the vector of values of the right hand side of the
boundary value problem for II' at each k-level. Now the boundary value
problem for II' can be written as a tridiagonal system of equations for II}

as follows:

DII = R. ] (A.94)

This can be solved using a standard tridiagonal system solver [Press et al. |, [1993].

o R 2 R = 0

2,1 2,1
D£,1 ) Déz ) D)

D = .2,1 .'2,1 2,1 A.95
bl gl DY, (4.95)
(2.1 21 . 2,1
DY s DN DV YN
0 0 DEN., DYV
F T _ RE -
1T, R
nm= |1, |, R=| RI|, (A.96)
I, R,
| 1Ty | | Ry |




Appendix B

ENDGame code details

In this appendix, some details are given about aspects of the ENDGame code that

are not necessarily new, but the details of which are useful to understand.

B.1 Initialising the dynamical core

Within the initialisation subroutine in ENDGame, a few equations are used for
setting up the Exner pressure II and potential temperature ©, that do not depend
on other variables p and w. These are not derived in the formulation of ENDGamelD
in appendix [A] so these equations are derived in this section.

Begin with the simplified continuous momentum equation (A.15)). Neglect the
source term and Dw/Dt, since t = 0 when the dynamical core is being initialised.

This leaves

ol 0o
Cp@a + o= 0. (B.1)
Using the relation ©I1 = T', this becomes
0 0P

This can now be integrated with respect to r as follows:
CpT'logll = —® + C,T log 11y, (B.3)

where C, T log Il is a constant of integration. This can be rearranged to obtain the

following expression for the Exner pressure:

IT = Iy exp ( - %) (B.4)
P

At level k =1, take IT = (p/p.)", and p. to be the equilibrium pressure. Then the

145
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reference Exner pressure near the surface can be taken to be Ily ~ 1. This gives an

equation for the initial Exner pressure at level k = 1:

o
-1 ~ exp ( — G T)' (B.5)
p

For calculating the Exner pressure II at higher levels, return to the momentum

equation (B.1), multiply through by 0z and rearrange as follows:

0P

M=——.
J C,0

(B.6)

From this, the difference in Exner pressure between two levels k£ and k£ 4 1 can be

seen to be given by
Dy — Dy

C,0
Using Il;—; (B.5) as a starting point, the rest of the initial II; can be found.

My =10 — (B.7)

Using the definition for the potential temperature: © = T'(p./p)*, the potential

temperature © at the surface is then given to be
Ok=1/2 = Tr=1/2, (B.8)

where Tj_; /> can be obtained from the initial temperature profile. The potential
temperature variable © is stored at levels k + 1/2 for k € [0, N]. Therefore, at k-

levels, O is approximated using linear interpolation as in (A.37)):
@k = a@k+1/2 + b@k’—l/Z- (Bg)

Using the relation © = T'/II, an expression for © at k-levels can be obtained using
the Exner pressures that have already been found: ©;, = T} /II;.. Then by rearranging
the expression for 6y , an equation for © at the next (k4 1/2)-level is:
T /1y, — bpOr_1/2

ag

(B.10)

Oky1/2 =
Using ©x—1/2 (B.8)) as a starting point, the rest of the initial ©1/, can be found.

B.2 Inner and outer loops

ENDGame is set up to solve a non-linear system of equations at each time-step. A
quasi-Newton method is used to solve the elliptic problem, as in section [A.6] If the
elliptic problem for II" (A.71)) had been solved perfectly, then its residuals would all

be 0. However, an analytic solution to the problem cannot be found, so the residuals
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are non-zero and so increments are found that make these residuals smaller.

For a normal Newton method, residuals would be found, and then increments
would be obtained to reduce these residuals, before repeating these processes in a
loop. However, a complication arises due to the location of some of the terms needed
to calculate the residual being at the departure points: calculating departure points
is a very expensive process, especially in ENDGame3D, so it would be preferable to
avoid doing this at every time-step.

For this reason, the step subroutine in ENDGame is set up with an outer loop
and an inner loop within the outer loop. In the outer loop, the departure points

and trajectories are recalculated and the values for all of the right-hand side terms

of the discretised governing equations (A.29)), (A.33]), (A.34), are cubic-Lagrange

interpolated to these new departure points. Then in the inner loop, best guesses
for the left-hand side of the discretised governing equations are found, and so the

residuals (A.47), (A.48), (A.49), are able to be calculated. The elliptic problem is

then set up and solved, and the increments that reduce the residuals can be found.
Then the current state of the system is updated by adding these increments to all
of the variables, and are able to be used in the next loop or time-step.

The inner loop can be run multiple times independently of the outer loop. How-
ever, the inner loop does not include a recalculation of the departure points and the
residuals. Recalculating the residual without updating the departure points would
give the wrong answer for the residual, and hence the inner loop would end up trying
to correct the wrong estimate of the error.

Instead, the residuals are estimated as if the departure points had been updated
at the end of the inner loop. As Rg is calculated in the outer loop, rather than leav-
ing it unchanged, it is assumed that the first loop will have done a reasonable job of
updating all of the variables so that the residual will be close to zero, i.e. Rg &~ 0.
Also, the right-hand side term of the discretised continuity equation is cor-
rected to simulate the vertical change in departure points. Let D; be the original
departure point and D be the estimate of the new departure point. The Lagrangian
parcel of air moves at velocity w, and its density will change by 8[p*]§§2) /0w between

the two departure points. Then using equation (|A.54):

{;{1 - BpAta(r%v)] }(”) N {p[l - ﬁpAta@a_%u)] }<"> A

72 or r? or D ow
1

(n) *
s {P|:1 . B,DAt 8(7‘2111):| } . OéZAtwaap ) (Bll)

2
r or D, r

Do
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Top model boundary height 7 — rgaren (km) — Vertical grid level number N | Flattening Parameter ¢
100 100 1

50 15

200 200 1

100 5

300 150 1

400 200 1

500 250 1

600 300 1

Table B.1: This table shows the minimum value for the flattening parameter ¢ such that the grid
level thickness found using (B.12)) is always less than H,/2 found using (B.13), so that there are
at least two grid levels per scale height, allowing the accurate calculation of vertical derivatives.

This can be used to get a reasonable estimate for what R, would be, whilst avoiding
the expensive departure point calculation that is left in the outer loop. This option
can be used to reduce integration times, although the simulations in this thesis have

only used four outer loops for each time-step with no extra inner loops.

B.3 Grid settings in ENDGame3D

ENDGame3D currently uses the following equation for the grid level height at level k:

o el =)/ (VA P+ 1 -
k—1/2 = TNy (p+ D12 -1

(B.12)

[Ullrich et al. |, [2013] where ¢ is a flattening parameter that controls the resolution
near the surface. When vertically extending ENDGame3D, the number of vertical
levels N has the potential to get so large that ENDGame may become computa-
tionally expensive to run. It is prudent therefore to reduce the number of vertical
grid levels in the upper atmosphere if there is no detriment to model accuracy.

Here the density scale height:

= : (B.13)

is calculated at all altitudes, where T' = T'(r) is given by the USSA temperature pro-
file and g = g(r) is a function of height. It should be noted that in ENDGame3D, R
is set to be the gas constant for dry air, while in reality, it varies depending on the
constituent gas species of the atmosphere at that altitude. The inclusion of multiple
gas species is outside the scope of this project.

Table shows the minimum flattening parameter ¢ required in order to ensure

that there are at least two grid level heights per scale height.



Appendix C

Acoustic Waves

In this appendix, the dispersion relation for acoustic waves is derived, and other

theoretical properties of acoustic waves are considered.

C.1 1D Acoustic wave theory

Consider the Navier-Stokes momentum equation (A.1]), but take the vertical com-

ponent and neglect the Coriolis, gravity and viscosity terms, to obtain

Dw  Ow ow 10p

e I C.1

Dt ot T or por (C.1)
The continuity equation (A.19)) can be expressed as follows by using the material
derivative (A.2)) and the product rule:

_9p  19(r*wp)
0= 5% T2 g (C.2)

These equations will later be linearised. First, split the current state of the sys-
tem (w, p, p, ©) into a basic state (wo, po, po, Oo), that satisfies both of the governing
equations (C.1)) and (C.2), and a small perturbation term (w',p', p/,©"), as follows:

w=wyg+w, p=po+p, p=po+p, O =06,+6.

The perturbation terms are small, so products of perturbation terms may be neg-
lected. Assuming that the system is initialised from a resting basic state, then wy = 0,
and so w = w’. Here, the isothermal approximation is used, so that T" = Tj, where T
is a constant. In this case, let p = p(p, ©), where © is given by
K
O=T (%) , (C.3)
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where k = R/C,. Equation (C.3) for © may be rearranged to obtain the equation
of state for this system. First, rearrange the ideal gas law (A.5) to obtain:

(p )H _ Fop (C.4)

De Pe

Next take the logarithm of both sides of (C.4)), expand and differentiate to obtain:

1 1 1
1 —kK)=dp = —=dO + —dp. C.5
(1= ) dp = 5d0 + ~dp (C5)

Note that as p/, p’ and ©" are small, then 1/py ~ 1/p, 1/py =~ 1/p and 1/0¢ =~ 1/0O.
Also note that dp =~ p/, dp ~ p/ and dO© ~ ©'. Then rearrange (C.5) to get an ex-

/ Do 6/ pl
~ — + . C.6
R i ()
As an isothermal basic state is assumed, then T'= Ty, so 77 = 0, and hence ©" = 0.

Therefore, (C.6) becomes

pression for p':

/

1, Po P

By using partial differentiation, the assumption that dp ~ p/, and the ideal gas
law (A.5)), the following expression for p’ = p'(p, ©) may be found:

op’ op’
/
p o~ —| dp+ do
op | o 00’ ,
1
~ B 0,
pol—k
RTy
= . C.8
T F (C.8)
Note that the speed of the propagation of sound waves is given by
0
2=2L (C.9)

s ap7
Batchelor [2000], and so using the assumptions that dp = p’ and dp = p, and p’ (C.8)),

an expression for the speed of sound for acoustic waves can be obtained:

RT

11—k

/

p

czz—/z
P

, (C.10)

S

For a dry, isothermal atmosphere with a temperature of 250 K, the speed of sound
can be found using (C.10) to be approximately 300ms~!. It is worth noting that
the speed of sound increases in the thermosphere if the USSA temperature profile

initial condition is used, since the temperature increases greatly above an altitude
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of 100 km when using the USSA temperature profile, as can be seen in Figure [3.1]
The momentum and continuity equations, given by ((C.1]) and ((C.2) respectively,

may now be linearised. Linearising the momentum equation (C.1) and using the

speed of sound (C.10)) gives

ow'  ,0p"
Po BN +CSE =0. (C.11)

Next, in a similar way, linearise the continuity equation ((C.2]) so it becomes:

o) 19(r’pw’)
R il (C.12)

So together, equations (C.11)) and (C.12|) give the linearised governing equations.
Eliminate w’ by taking % (C.12) - T%%[rz (C.11)] and note that the basic state py is

independent of time, to obtain the acoustic wave equation:
82 ! 2 a a /
0=22_59 <r2—p>. (C.13)

Wavelike solutions of the acoustic wave equation (C.13|) for p’ are required, that

are proportional to expli(mr — wt)], for vertical wavenumber m and frequency w.
Putting a solution of this form into the acoustic wave equation (C.13|) gives the

dispersion equation for 1D linear acoustic waves:
w? = 2m?. (C.14)

Using the acoustic wave dispersion relation ((C.14)), the phase velocity of 1D linear

acoustic waves is found to be

Cp = % = Cs, (C.15)

and the group velocity of 1D linear acoustic waves is found to be

Oow

C, = —— =
7 Om

Cs, (C.16)

Salby] [1996].

C.2 Growth rate of acoustic waves

In this section, the variation of density and pressure perturbations with altitude are
shown, and hence, how waves grow with altitude. This is useful for approximate or
order-of-magnitude calculations. Consider the 1D momentum equation (A.15), but

consider the case where it has a resting basic state, so w = 0, and use © = T'/II and
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it becomes

C’pTaé(log M) = — . (C.17)

Next, integrate (C.17)) with respect to r, and set the constant of integration to

be C,T loglly, for some constant reference Exner pressure Iy, to obtain
CpTlogll = —gr + C,T log11,. (C.18)

Rearrange this to obtain an expression for logII:

o
logIT = —
8 CT

p

+ log . (C.19)

Take the exponential of both sides of this equation and use the definition x = R/C,

to get an expression for II:

H

p

IT =TIy exp ( - ir), (C.20)

where

T
H, - R?, (C.21)

is the density scale height. Now, use the growth rate of II (C.20) and the defini-
tion: © = T'/TI, with the equation of state (A.11)) to obtain an expression for p:

(20 N\ (T
p= (RT)HO exp( Hp)‘ (C.22)

The growth rate of density with height can also be expressed as

p o exp ( - HL) (C.23)

p

For quadratic quantities, like the kinetic energy density pu?, to remain constant
following a wave packet, the perturbation terms for velocity w’, pressure p’ and

density p’ must all vary like

_ r
Po 2 exp <2_Hp)’ (C.24)

[Salbyl, 1996].



Appendix D

Ray-Tracing

In this appendix, some extra equations that are needed for implementing the ray-
tracing techniques from chapter [4| are detailed. These include techniques for smooth-
ing the temperature profile and finding expressions for its derivatives, and finding

expressions for the derivatives of N2, ¢? and T.

D.1 Smooth temperature profile

In order for the WKB approximation to be satisfied, the properties of the atmosphere
must vary gradually |Gill, [1982], so the background temperature profile should be
smooth. The definition of the USSA temperature profile introduced in section
is piecewise linear up to an altitude of 91 km. Therefore, Hermite cubic interpola-
tion is used near the discontinuities in the temperature profile to obtain a smooth
temperature profile for which first and second derivatives can be found [Boor} [1978|.

Above 91 km, first and second derivatives for T" are also derived.

As T(z) and T'(z) = 0T /0z are known up to 91 km as defined by [United States
Committee on Extension to the Standard Atmosphere (COESA) [1976], a cubic poly-
nomial can be applied to fit through a number of points z; for i € {1,2,...}. The po-
sition of the points can be changed to alter the amount of smoothing. Let T; = T'(2;)
and T/ = T'(z). Then the Hermite cubic polynomial T that passes through (z;,T})

and (2,41, Ti41) with derivative T at z; and 17, at z;44 is:

~ (z — zl 2T
T -z T;
(2) = G —2)? [( S Zz) (z = zi41) + +1}
( Zz+1) 2T;
e T a e ) (>

The first and second derivatives of the Hermite cubic polynomial are as follows:
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(ziv1 — 2i) Zivl — % Zit1 — Zi Zit1 — Zi
2(z — zit1) [( ’ 2T; ) } (z — zix1)? ( / 2T; )
-‘ri Ti— z— Z +TL + Ti_ 5 D2
(Zit1 — 2i)? Zi — Zit1 ( ) (zi41 — 2i)? Zi = Zit1 (D-2)
= 2 QTZ' 1 4(2 — 21) ’ 2T¢+1
(s :7[@ _ 2y >7 +1 ]+7 17, - 2L
(2) (2i41 — 2:)2 T i — ( +1) + (it —2)2 UMY i —

st (- S e en) s 2 (- 2 o)

(zit+1 — 2i) i — Zit1

Above 91 km, the temperature profile is defined by a smooth function that can

be differentiated to obtain 77(z) and T"(z). For z € [91km, 110km], 7T is:

R 91 km\ 212
T(2) = T(91 km) + A[l - (zg—m> } , (D.4)
a
where A = —76.3232 K, a = —19.9429 km, and its derivatives are given by:
R B B 29 -1/2
() = — Zl(z Silkm) [1_ (z ilkm) ] 7 (D.5)

o -4 (2] o (2 (2]

T is linear between 110km and 120km, and is smooth at 110km and 120 km.
For z € [120km, 1000 km], T is given by

T(2) = Texo — [Texo — T(120 km)] exp(—AE), (D.7)

where T, is the exospheric temperature and

12Kkm™! (z — 120 km)(rp + 120 km)

A = = D.8
Tow —T(120km) ¥ rm+ 2 ’ (D-8)
where rp; is the radius of the Earth. 7" (z) and T (z) are given by
= i + 120km | ?
~ i + 120km\ ? 2 rp + 120km ) ?
T"(z) = MTexo —T(120 km)]( ——— ) { etz )\< —— > }exp(—)\f). (D.10)

D.2 Terms for 0w/0z

Equation (4.43) for /02 requires expressions for (N?)/9z, d(c?)/dz and o' /z.

These are found in this section. To begin, the geopotential & that accounts for
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Figure D.1: Brunt Viisili frequency N? at each height calculated using equation (D.16) with the
USSA temperature profile.

gravity varying with distance from the Earth’s surface, and its derivatives are:

8(13 TE 2
— =, = : D.11
0z g <7‘E + z) ( )
0*® r?
=P, = —2g—LE D.12
022 g(rE +2)3 ( )

Using the hydrostatic form of the vertical 2D momentum equation (4.8) and equa-
tion (A.8) for O, the following result can be obtained:

oIl o, 11

g S D.13

0z C,T ( )
1 0%11 II 1 P2 o, T
SO e : R S D.14
moz> 1 C,T <C,,T T > (D-14)

Using these, new expressions for the Brunt Viisild frequency N? and its derivative

can be found:

d, 90 T. &
N=Z2""=0,2 z D.1
0 o- Z(T+CPT)’ (D-15)
O(N?) T. 20, T.. (T.\> ®&.T.
P ‘Dzz(? ! CpT) e {? - (?) - CpT2} (D-16)

A plot of N? against altitude is shown in Figure to illustrate the peak of N2
that arises at 110 km. The combination of the low values for 7" and the large values
for T /dz that occur around the thermopause between 100 and 110 km cause N2
to become very large. It should be noted that this is not an artefact of the USSA
temperature profile in particular, as similar values for N? can be obtained using, for

example, the MSIS-90 model [Hedin, |1991].
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The derivative of the expression for the speed of sound ((C.10)) is:

o(c?)  RT,
2 = . D.17
0z 11—k ( )
The derivative of the inverse height scale I' (4.26]) is:
or  1[d.. @.0(c 1 O(N? N2®.,
_ 1% 2.0(G) 100, . (D.18)

9z 2| & & oz o, 0z o2

S

D.3 Conservation of frequency along the ray

A useful result that can be obtained from the ray-tracing equations and
is that the frequency w is conserved along the ray trajectory, i.e. that D. w/dt =0
provided that 0Q2/0t = 0, i.e. provided the background is steady [Lighthill, 1978].
To show this, first dw/0z|, and dw/0z|, are found:

ow oNok  0Q0Om 0N
= ===y 7 D.1
dr|, " Okox  omox ozl (D-19)
Ow ook 00 0Om 0N
22|, ~oko: Tomaz ' 0z, (D-20)
Equation may also be expressed as follows:
ok ok 000k 02 0Ok 0N
- Vek = — 4+ ——+—— = — —| | D.21
o TV ot " Okor  omoz 9z ., (b-21)
om om 0Q20m 00 Om 00
Bt T Ve = G Sk or Toma: 0z, (D-22)
Using these expressions, we can obtain D, w /Dt = 0 as required:
Deyw 00
i o TG Ve
o) 00 Ow 00) OJw
=t |t
ot Ok Ox|, Om 0z|,
= 0. (D.23)

D.4 The WKB approximation

In section [£.5], some of the experiments performed are outside the limit of WKB

theory. In this appendix, the assertion is made and justified that WKB theory can

still be used to describe the behaviour of wave propagation outside this limit.
Dingle| [1973] discusses the WKB approximation, and states that the accuracy

of solutions obtained through this approximation are high when either
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1. the wavevector k is slowly varying, or

2. k is large in magnitude.

In section it is assumed that k varies slowly with height z, but k is
not large enough in magnitude for the wavelength to be significantly shorter than
the background length scale. To confirm whether changes in the wavenumber and
wave amplitude agree with the WKB theory, experiments have been performed to
compare the wavenumbers and wave amplitudes produced by the ray-tracing scheme
with those obtained in ENDGamelD.

Vertically propagating waves are simulated in ENDGamelD by forcing an oscil-
lation at the bottom boundary. Once it reaches a steady state, the wave amplitudes
at each height level ¢ of ENDGamelD from , accounting for temperature vari-
ations, can be recorded as

qi = /)(13/2@7(;11/- (D.24)

The local wave amplitude qy;, wavenumber m; and phase ¢; can be estimated by
fitting a function

i = qoi cos(m;2; + ¢;) (D.25)

to the data over a set of 2n + 1 grid points near level i (n = 2 was found to be
sufficient). The fits for qo;, m; and ¢; are found by minimising the mean square

error (MSE;) given by

1 i+n
MSE,; = SN T 1 j;n [qj — qo; cos(m;z; + qbi)}, (D.26)

using a minimisation scheme such as the downhill simplex method [Nelder & Mead),
1965]. The wavenumbers m; and wave amplitudes ¢o; can then be compared with
outputs from the ray-tracing scheme, to determine whether changes in the wavenum-
ber and wave amplitudes indeed agree with WKB theory.

The results of this experiment are shown in Figures and [D.3 Figure
shows a comparison of the wave amplitudes ¢; from ENDGamelD to the wave
energy W from the ray-tracing scheme, for an acoustic wave in cases where the
wavenumbers and frequency being used are outside the limit of validity of WKB
theory according to Figure [£.4] The two measures of the wave amplitude match
up quite well in this plot, although the vertical molecular viscosity and diffusion
appears to take slightly longer to reduce the wave amplitude in the thermosphere in

ENDGamelD.
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Figure D.2: A comparison of the relative wave amplitudes gy from ENDGamelD and the wave
energy W from the ray-tracing scheme. In ENDGamelD, there is a continuous oscillation to © at
the bottom boundary with a frequency of w = 0.2 from which the wave amplitude is measured. In
both cases, a uniform grid with Az = 500 m and a centred time-step is used with At = 1s.
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Figure D.3: A comparison of the wavenumbers m from ENDGamelD and the ray-tracing scheme.
In ENDGamelD, there is a continuous oscillation to © at the bottom boundary with a frequency
of w = 0.2 from which the wavenumber is measured. In both cases, a uniform grid with Az = 500 m
and a centred time-step is used with At =1s

Figure [D.3] shows a comparison of the wavenumbers in ENDGamelD and the
ray-tracing scheme. The wavenumbers produced by both models are very similar, up
to an altitude of 200 km. At this point, the wave amplitudes in ENDGame become
smaller than the drift in the background and the wavenumber quickly falls to 0.
However, the lines in Figures and are very similar, and it can be concluded
that WKB theory can still be used to describe the behaviour of wave propagation

for the small wavenumbers that are dealt with here.



Appendix E

Vertical molecular viscosity and

diffusion

In this appendix, the theory of the governing equations including molecular viscosity

and diffusion is derived and is used in sections [Bl and [6l

E.1 Derivation of continuous equations for ENDGamelD

Usually pressure p is well approximated by p = pe(p, €), where p. is the equilibrium
pressure: the value of p given by the equation of state, and e is the specific internal
energy. However, this approximation does not necessarily hold when there is relative

motion. In this case, the difference between p and p,. is given by

p—p.=—kV -u, (E.1)

where & is a scalar coefficient dependent on the local state of the fluid, and V - u
represents the rate of expansion [Batchelor] 2000]. Since V - u is usually small, the
expansion damping effect is widely omitted from the continuous governing equations,

except in extreme situations like shocks.

The scalar coefficient of molecular viscosity p may be given as

p=334x10" T kgm s, (E.2)

where T is the given temperature profile [Vadas, 2007]. The kinematic viscosity is:

.
op=E E.3
p (E.3)
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where p is the mean density, and hence, the bulk viscosity is given by

k=

1%
— E.4
Pr’ ( )
where Pr ~ 0.7 is the Prandtl number (Pr can vary slightly with temperature, but
this may be neglected for now) [Vadas, 2007]. Lastly, the coefficient of molecular

thermal conductivity A is given by
A = pCyk, (E.5)

[Chapman & Cowling, 1970].

Next, the momentum, continuity and energy conservation equations includ-
ing vertical molecular viscosity and diffusion are obtained. The continuity equa-
tion is unchanged. With the original pressure gradient term (A.12)), and
by neglecting Coriolis forces and the source term, the momentum equation

becomes:
Dw 190p 09
— 4+ -—=+=—=0. E.6
Dt + por + or (E-6)
The pressure gradient term here needs to be replaced so that it is in terms of variables
that are stored in ENDGamelD: w, p, © and II, but not p. Express & in terms of p
using the kinematic (E.3)) and bulk viscosity equations (E.4)), and using the pressure

gradient (E.1)), the pressure gradient term in the momentum equation (E.6)) becomes

1op 10 -
Dor —par(pe—ﬁV u)
1 1 1 2
_10p. 107 p 10(Pw)] (E.7)
pOr pdr|Prpr?z Or

From experiments and observations of the attenuation of high frequency sound
waves, the value of u/f is found to be a constant of order unity for a polyatomic
perfect gas (i.e. a theoretical charged chemical gas species with no intermolecular

forces) [Batchelor], 2000]. This implies the following relationship between p and &:

=

=Prp~ 1. (E.8)

Hence, using u/k (E.8), the pressure gradient term from (E.7) becomes

10p 10p. 10 [ﬂﬁ(rzw)} (E.9)

;87’_;87” _;E r2  Or

Substituting this expression for the pressure gradient (E.9) into the momentum
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equation (E.6) gives

D Lon 0% 19 [po0%w
Dt  por Or por|r: or |

(E.10)

Using the ENDGame pressure gradient (A.12), the equilibrium pressure gradient

term can be replaced with an expression for Exner pressure, to obtain

Dw ol 0% 12{&3(7”210)1_ (E.11)

ot PO e T s ar

Lastly, make a substitution for ¥ ({A.26) to obtain the required form of the mo-

mentum equation as follows:

(E.12)

Next, consider the following vector form of the energy conservation equation
which is based on the same equation from Batchelor [2000] that includes additional

terms describing the heat exchange of multiple gas species which are neglected here:

DT
Cpt
"Dt

+p.V-u+V-q=7:Vu+i(V- u)? (E.13)
where 7 is the deviatoric stress tensor (6.13) and q = —AVT is the diffusive heat
fluz. Note that other sources, such as Chapman & Cowling| [1970], use a different
sign convention for the stress tensor term here. The continuous 3D energy equation

with vertical molecular viscosity and diffusion is found here, and the 1D version is

then extracted from this.

Using the difference between p and p. (E.1)), u/k (E.8)) and equation (A.9)) for
the Exner pressure, the energy conservation equation ([E.13)) becomes

DT 1 -
Corpr +pJIxV - u—7:Vu=8&(V -u)’+V-O\V-T). (E.14)
In this form, the left-hand side of the energy equation includes the term DT/ Dt,
which is not in terms of the variables that are stored in ENDGame at each time-
step: u, p, © and II. Use © = T'/I1, substitute for IT from the equation of state ({A.11])
and multiply through by ©%/1=* to obtain

O = T(Ep) (E.15)

e
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Next, take the logarithm of both sides to obtain

— K e

log® =logT — r [log (E) + logp}. (E.16)
1—kr D

Take the material derivative of both sides to obtain

1 1D 1DT k 1Dp

2 = — E.1
1-xk© Dt T Dt 1—kpDt (E-17)

Note that 1 — k = C,,/C, and k = R/C,,. Rearranging this expression and using the
continuity equation (A.18)) and the equation of state (A.11)) gives a new expression
for the left-hand side of the energy equation ([E.14)

DO DT pJIV=
[p— = — - u. E.1
C, T Cvat+ = V.u (E.18)
This gives a new form of the energy equation:
Do ' e o 10, 0T

For ENDGamelD, without horizontal and stress tensor terms, this reduces to:

DO  _[18(*w)]® 10 [, 0T
CppHFt = H{ﬁ o } + ——(r )\—>. (E.20)

E.2 Explicit-in-time vertical molecular viscosity and diffu-
sion

In this section, the 1D continuous equations including the vertical molecular viscosity
and diffusion terms are discretised, but the viscous and diffusive terms are added
to the momentum equation and energy equation explicitly in time. The
dynamics terms will all be handled in the same way as in appendices and [A3]

In section [5.3] these terms are added fully implicitly with respect to time, since
the explicit scheme is unstable if the time-scale of molecular diffusion 74g is much
smaller than the time-step At used in ENDGamelD (as shown in appendix [E.5]).
However, it is much more straightforward to first implement them explicitly. It
will also be useful for performing a reference run, where by using a much smaller
time-step and grid spacing than is used operationally, the dynamical core can be
run so that its performance is driven primarily by vertical molecular viscosity and

diffusion and is not restricted by the numerics: to test if vertical molecular viscosity
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and diffusion can control the wave growth enough to increase the ENDGamelD’s
stability.

The continuity, momentum and energy equations including vertical molecular
viscosity and diffusion, , and respectively, are discretised in the same
way as in section [A.2] before adding the diffusion terms located at the arrival points
to obtain the n 4 1 step. The discretised governing equations including vertical
molecular viscosity and diffusion are given by - , where -+ denotes
a variable being evaluated implicitly at the next time-step n + 1 and at position r,
and -g) denotes a variable being evaluated explicitly at the current time-step n, and
at the departure point corresponding to 7: rp. The -7 terms represent the viscous

terms, and are evaluated at the current time-step n at the arrival point.

ap At O(r2w) ] Y _ BoAt 8(r2w) 1) ™
{p[1+ = D (=l | S (B.21)
10 [p 2w t
[0y + vAw — awAt] "D = (Syw + BuAtw) ) 4 At{;a [72 (87" )} } , (E.22)
(n+1) () 1 8(T2w)}2 19 ( 5 8T>}T
11 = 11 At — — — A— . E.2
(CppIIO) (Cor e)D + {M[TQ or + 2ar\ “ar (E.23)

The spatial discretisation of the viscous and diffusion terms must be considered.

Begin with the viscous term added explicitly to the momentum equation (E.22)):

{12 [ﬂM] }T_ (E.24)

por|r?2 Or

Discretising this gives an expression for the viscous term at level k + 1/2:

I (A e

where an estimated value of p at level k + 1/2: 5" is given by

Plt1/2 = Prt1/2 = Qk+1/2Pk+1 + Dkt1/2Pk, (E.26)

(the r superscript may be dropped) where

Tk+1/2 — Tk Th+1 — Tk+1/2
Ap41/2 = —— bk+1/2 = (E-27)
Tk+1 — Tk Tk+1 — Tk

are weighting terms for interpolating a variable stored at w-level k + 1/2 between
the two adjacent p-levels k and k+ 1. Note that these interpolate to w-levels,
whereas the weighting terms given by equation (A.38)) interpolate to p-levels. Also
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note that Arj 1o = rjpq — 1, and 9(r*w)/Or at p-levels is given by equation (A.40))
with boundary condition (A.41]).

Next, consider the viscous term added explicitly to the energy equation (E.23)):

{u L% 8(;}”)} Q}T. (E.28)

Discretising this gives an expression for the viscous term at level k + 1/2:

LY, {3952 o252} o

Finally, consider the diffusion term added explicitly to the energy equation (E.23)):

L—i% <r2)\aa—zj>] T. (E.30)

Discretising this gives an expression for the diffusion term at level k + 1/2:

10 (, 0T 1 , O , 0T
~ (2 S A I S\l E.31
{72 or (T A ar ):|k+1/2 (T2A7’)k+1/2 |:(T A ar >k+1 (7" A ar >k1’ ( 3 )

where 0T /Or at k-levels is given by

6_T
or

_ T = Thape

E.32
k Ark ( )

Here, T} is found by rearranging the equation of state (A.11]) and using 7" = OII:
1% R_ 11—k
Thy1y2 = 9k+§/2 (]9_0pk+1/2) . (E.33)

E.3 Testing the explicit scheme

In this section, ENDGamelD is run using the temporally explicit scheme derived
in appendix to determine whether vertical molecular viscosity and diffusion
in ENDGamelD has a significant enough damping effect on vertically propagating
waves that the implicit-in-time scheme for vertical molecular viscosity and diffusion
should be developed.

Figure shows an example of a plot of the maximum velocities observed at
each height throughout the whole simulation of the vertical propagation of an acous-
tic wave to the top boundary with and without the implementation of vertical mo-
lecular viscosity and diffusion. This is a useful measure of the wave amplitudes that

occur at different altitudes throughout the simulation. Fast, vertically propagating
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Figure E.1: The maximum velocity observed at each height throughout the whole simulation of
an acoustic wave propagating to a top model boundary at 300 km, with and without the explicit
implementation of vertical molecular viscosity and diffusion. The acoustic wave was triggered
with a relative density perturbation of 10~* at 5km altitude. This simulation used the USSA
temperature profile and a quadratically stretched grid.

acoustic waves are thought to be a cause of the large vertical winds that are observed
in the thermosphere [Hickey et al. | 2001], and the large velocity values w that are
observed above 100 km in this plot are indicative of this.

In ENDGamelD, without any numerical damping or viscosity present in the
thermosphere, an excessive amount of wave energy is channelled upwards, produ-
cing overly large density perturbations that cause it to become unstable. Including
vertical molecular viscosity and diffusion in the governing equations should have the
effect of dissipating acoustic waves more realistically in the thermosphere, reducing

the vertical velocities observed in the thermosphere, as shown in section |5.1

Indeed, the difference that the inclusion of vertical molecular viscosity and dif-
fusion makes can be clearly seen in Figure [E.T} above 100km, the maximum ob-
served w values increase hugely without viscosity. With the inclusion of vertical
molecular viscosity and diffusion, the w values still increase above 100 km, but at
about 135 km where the two lines diverge, the viscosity acts to limit the speed that
the vertical winds are able to reach, as expected from the scale analysis performed
in section 5.1} This effect would be even more apparent with higher top model

boundaries, but the required time-steps for the explicit scheme are too small.

In appendix [C.T], it is shown that the vertical velocity w of acoustic waves varies
like p*/2. Therefore, in Figure wo(ps/p)t/? is plotted, where p, is the surface

density and wy is a constant that depends on the strength of the acoustic wave. This
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Figure E.2: The maximum velocity observed at each height throughout the whole simulation of an
acoustic wave propagating to a top model boundary at 200 km, with and without vertical molecular
viscosity and diffusion, and a theoretical plot of the maximum velocity that would be observed
in an inviscid atmosphere without the numerics slowing down the high frequency waves. This
simulation used the USSA temperature profile and a quadratically stretched grid.

line shows the maximum velocity that would be observed in an inviscid atmosphere.
Due to the SISL nature of ENDGame’s formulation, the maximum group velocities
output by ENDGamelD are limited by its highest resolvable frequency (this concept
is explained further in section , and so are much lower than the acoustic wave

velocity in an inviscid atmosphere.

It seems that vertical molecular viscosity and diffusion is less effective at damp-
ing the acoustic wave if the amplitude of the wave is too large to begin with. This is
likely to be because the wave amplitudes get too big before they reach the molecu-
larly diffused region above 130 km. Further experiments will be performed with the
implicit scheme to determine whether this is likely to be a problem for the kinds of
acoustic waves that ENDGame will be expected to handle in realistic simulations.
Overall, the plots shown so far demonstrate that vertical molecular viscosity and

diffusion have the potential to damp fast waves in the thermosphere.

Next, the potential effects of vertical molecular viscosity and diffusion on EN-
DGamelD’s stability is shown by performing stability tests. The settings are chosen
to minimise the simulation run time of the explicit scheme while still allowing ver-
tical molecular viscosity and diffusion to have a demonstrable damping effect on
the acoustic waves. The top model boundary must be high enough for the diffusion
time-scale to be shorter than the acoustic wave growth time-scale (so from Table[5.1]

at least 150 km high).
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The time-step used is limited not only by the stability criterion (E.41)), but also
by the diffusion time-scales given in Table 5.1} In particular, the diffusion time-
scales become very small as the top model boundary is lifted up to 600 km. Runs
with time-steps this small would take an excessively long time just to simulate an

acoustic wave propagating from the surface to the top boundary.

An experiment was therefore performed using the following settings: a 0.01s
time-step and a relative density perturbation of 4 x 1072 at 5km high was used
to initiate an acoustic wave, with the simulation being considered stable if it ran
without crashing for 6 hours. Without vertical molecular viscosity and diffusion,
the dynamical core is only able to remain stable with a top model boundary of up
to 140 km. With vertical molecular viscosity and diffusion switched on however, the
top model boundary can be lifted up to 220 km and remains stable. This demon-
strates that vertical molecular viscosity and diffusion have the potential to improve
ENDGamelD’s stability and reduce vertical velocities in the thermosphere. Over-
all, implementing the implicit scheme for vertical molecular viscosity and diffusion

should be beneficial based on this analysis.

E.4 Separate viscous timestep

In this section, a scheme is tested whereby the dynamics components of the continu-
ous governing equations in 1D (that includes the molecular viscosity and diffusion
terms) are dealt with in a separate time-step to the viscous and diffusive terms.
In section [3] it is asserted that because molecular viscosity is a fast acting process
in the thermosphere, it must be combined with the rest of the dynamics in a fully
coupled way, because solving for the viscosity in a separate time-step would generate
big time-splitting errors. Here, it is verified whether handling molecular viscosity

and diffusion in a separate time-step is viable.

Developing a scheme specifically designed to solve just for the viscous terms in
their own time-step would be more straightforward than the development of the
fully-coupled viscous scheme developed in section 5] If the errors are not significant

for large time-steps, it would be preferable to just use a split-viscous scheme.

Since the fully-coupled viscous scheme has already been developed and tested,
this is used after the dynamics step is completed, but the dynamics terms are re-
moved so that it essentially solves for the viscous terms only. Using this implement-
ation of a split-viscous scheme, some stability tests are performed and their results

shown in Figure [E.3
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Figure E.3: Stability tests of ENDGamelD comparing the use of different time-steps with the split-
viscous, coupled-viscous and inviscid formulations. The lines on this stability plot represent the
maximum possible top boundary height for which a simulation with a density perturbation of 10~4
and an off-centring parameter of o = 0.51 remains stable for 4 weeks for different time-steps. The
time-steps considered are At € [30s,1min, 5 min, 10 min, 20 min, 30 min].

Figure shows the results of stability tests for the split-viscous scheme for a
range values of At with the off-centring parameter o = 0.51. It can be seen that
as the decaying effect of « is greater for larger At, as shown by the time-scale for
the off-centring parameter (4.56)), increasing the stability of the inviscid scheme as
larger At are used. The stability of the coupled viscous scheme seems to drop off
for larger time-steps, likely as a result of some approximations that are made in

coupling the viscous terms to the dynamics equations.

However, the coupled viscous scheme is far more stable than the split-viscous
scheme for timesteps larger than 1min. The time-splitting errors are caused by
finding one solution for the dynamics terms, and then using this to find another
solution that includes the effects of molecular viscosity and diffusion as well. These
two solutions may be quite different in the thermosphere where molecular viscosity
and diffusion has a more significant effect, and the errors generated by alternating
between these two solutions ends up becoming quite large, particularly for these

larger time-steps.

The smaller the timesteps that are used, the more that the solutions generated by
the split-viscous scheme match the solutions from the fully-coupled viscous scheme,
although using such small values for At is not viable for practical use. The fully-
coupled viscous scheme is therefore necessary to keep ENDGamelD stable as it is

vertically extended.
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E.5 Stability analysis of the diffusion equation

The linear diffusion equation is given by

or 0T
— =Rk E.34
o 92 ( )
where T' = T'(z,t) and £ (> 0) is the bulk viscosity, given by [Garcial, [1994].
In section [E.2] the viscous and diffusive terms were added to the momentum
equation ((5.4) and energy equation (5.5 explicitly in time. This means that rather
than using the same SISL scheme as with the dynamics terms in section [A.2] the

diffusion terms are essentially treated using a Forward-in-Time and Centred-in-Space

(FTCS) timestepping scheme that discretises the diffusion equation as follows:

(n+1) (n) (n) (n) (n)
G R 0+ I S | (E.35)
At Az?
Then wavelike solutions of this are of the form:
() an o
T;" = A" exp(ikjAz), (E.36)

where A € C is the amplification factor, which is constant. If it is found that |[A] > 1,
then the numerical solution of 7" is growing with time and is unstable. Here, the

condition that guarantees a stable solution is found. Begin by substituting equa-

tion (E.36|) into equation (E.35):

An—i—leiijz . Aneiijz R Aneik(j+1)Az . 2Aneiijz + Aneik(j—l)Az
SR - e

By dividing through by A"el*72%  this simplifies to:

A—1 (eikAz — 24+ e—ikAz)

O F A2 (E-38)

By noting that ¢*4% + ¢=#42 — 2 cos kAz and rearranging this expression, an equa-
tion for the amplification factor A is obtained as follows:

2rRAL

A=1-—
Az?

(1 —coskAz). (E.39)

Note that 0 < 1 — coskAz < 2. If it is supposed that 28At/Az* < 1, then

2RAL

1 >A=1-
- Az?

(1 —coskAz) > 1—(1—coskAz) = coskAz > —1, (E.40)



170 APPENDIX E. VERTICAL MOLECULAR VISCOSITY AND DIFFUSION

So —1 < A < 1. Therefore, the scheme is conditionally stable, since |A| < 1 as long
as 2kAt/Az? < 1. By rearranging this, and using the diffusion time-scale (4.60)),

the condition on the time-step At for stability becomes:

A2
At < % = Tgﬁ, (E.41)

or in other words, if 7qi¢ < 2At, then this explicit scheme is unstable.

E.6 Scale analysis of the elliptic problem for the viscous

scheme

The aim of the exercise detailed in this section is to check that the boundary value
problem for the fully coupled implicit viscous scheme in 1D and the elliptic
problem in 3D gives accurate solutions without the terms that are neglected
in order to obtain a solvable elliptic problem. A scaling argument is used to estimate
the size of these neglected terms and show that they do not have a significant effect

on the solution in the viscous and inviscid regions.

It can be seen that the boundary problem for the viscous scheme is also the
correct equation to use in the inviscid region as all of the terms from the boundary
value problem in the inviscid region are included in equation (5.28[). The
extra viscous terms in ([5.28]) are negligible in the inviscid region. Therefore, it just
needs to be considered whether this equation is valid in the viscous and intermediate

cases.

First, make the following definitions: separate the variable increments/ perturb-
ation terms (u/,v',w’, p/,1I',©®') into their reference profiles (u*,v*, w*, p*, II*, ©F)
and some dimensionless variables (u, v, w, ﬁ,ﬁ,@) such that any variable incre-
ment ¢’ can be expressed as ¢ = ¢*@. Also, recall the density scale height given
by : H, = RT/g, which is obtained by making the isothermal approximation.
This approximation is fine for order-of-magnitude calculations such as those used in

this scale analysis. From the growth rate for II ((C.20)), note that

1 oII* K
— N —. E.42
II* or H, ( )

Using T* = ©*IT*, it can be seen that as T is approximately linear, then ©* ~ (IT*)~!

Note that all the perturbation fields have the same vertical scale height H, the
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scale height of a disturbance with a small wavelike structure. Therefore:

1ow) 1 10 1 100 1
woor CH o CH oo CH (E43)

This is reasonable if H < H,, and if H > H,, then other terms in the solution will

dominate anyway.

Suppose the diffusion terms (with A\) dominate the other terms (including the
viscous terms, with ) in the full viscous equation for Re: (5.17). The X terms are
the main concern because the elliptic problem for w’ does not include any
diffusion terms; only the second elliptic problem for ©’ does. Consider the
full viscous equation for Rg and assume that the A term dominates, leaving:

At 10

Ro~——r Y
© Cpp*Il* r2or

{m% [T'e*(6 +1I)] } (E.44)

Using the above approximations for estimating derivatives using the scale heights H

and H,, simplifying further by letting

1 1 &
= = —,— E.45
and by neglecting dimensionless variables, the following can be obtained:
JANNC
Rg ~ —. (E.46)
Cpp*H?

Define Cg to be the dominant term of Rg in the viscous and intermediate cases:

At

Co=— -\ (E.47)
Cpp*H?
so that Rg ~ Cg®'. Then the full viscous equation for Rg ((5.17) becomes
' S
Re =~ (1+Ce)0" + aZAth . (E.48)

If next, © is eliminated from the full viscous equation for w’ ([5.16)), then

!

aywAt Cp
14+ Co

o, A2C), O11* 0%

R = 1+Co Or or

. (BA9)

11
Reo ~ (5\/ + VAt — )w’ + a,At Cp@*a

or

The w' coefficient resembles the B coefficient (A.64]), but has an extra 1/(1 4+ Co)

factor. This means that B~! is small in the viscous case where Cg is large.
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Similarly ©" may be eliminated from the linearised state equation (5.18]):

1-rI' o a.At 100° 1 Ro

k I* p* 1+Ce©" ar L EYeAr-TS

(E.50)

This is then substituted into the full viscous equation for p’ ((5.15)) to eliminate p’,
which gives Dy(w'), as given by equation (A.69)), but with an extra 1/(1+Cg) factor.

This means that Dy(w’) is small in the viscous case where Cyg is large.

If the X\ terms were able to be fully incorporated into an elliptic problem for
w’ , then they would have the effect of making the B~ and Dy(w’) terms
smaller. But when the p term is large, the terms with B~! and D,(w’) are small
compared to the viscous terms. This suggests that the elliptic problem for w’

is indeed a good approximation across all levels of diffusion.

E.7 1D and 3D approximation comparison

In chapter [6] on the 3D formulation including vertical molecular viscosity and diffu-
sion, it becomes necessary to derive a different elliptic problem to that obtained in
chapter [5 on the 1D formulation. Here it is shown that the approximations made in
the derivation of the elliptic problem in 3D lead to an equivalent problem to that

which was used in 1D, and is valid in both the inviscid and viscous regions.

The 1D residual and state equations ([5.15)) - ((5.18)) are abbreviated by neglecting
the II" term in the Reg equation (5.17)) and making the following substitutions:

At 10,0 =

Q(X) = _—CWﬁE{TQAE(H @)], (E.51)
At 9 [ pd(rX

T(X) = (5V+yAt)X—ﬁ—*tE[7% (gr )}. (E.52)

Then the residual and state equations may be rewritten as:

, At 0

R, ~p + = E(r%*w'), (E.53)
, LOIT oI
Ry ~ T(w)+awAth(@ = @), (E.54)
Re ~ Q(O) + aZAtaairw', (E.55)
g @ 1—kIl
~ P 2 l E.
R R T IT (E.56)
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Begin by eliminating p’ by taking (E.56) - (E.53))/p*:

Rp_@ 1—xIl! aAt1 0O

p* O ko II* p* 2 0r

(r*p*w’). (E.57)

Next, assume that Q(©') ~ ©’ in order to eliminate ©' by taking (E.54]) -

At Cp% 1} and use the coefficient B 1) the operator Dy 1} and
the non-hydrostatic form of the Brunt Viisild frequency N? (6.57) to obtain:

T(w') + B~'Di(Il') + oo, APN*w' = R, — B~'D; (IT*) Re, (E.58)

and by taking (E.57) - (E.55))/©* and using the D5 operator (A.69)):

R, Re 1—rIl ,
_r_ = — — —D ) E.
p* O k II* 2(w') (E.59)

Finally, eliminate II" by taking |} + B‘lDl[%E.%] and rearrange:

ol Ll R L)

pror|r2  Or 1—kr
kIT* (R, Re
= BR, — D{(II"')Re — D £ ) E.60
{IRe 1{1—H(p*+@*)} (560

which is identical to the elliptic problem for w’ obtained in chapter : .
This means that neglecting the II' term in the Rg equation (5.17), and assum-
ing Q(O') ~ © are equivalent assumptions to those made in 1D to obtain an elliptic
problem that is valid in both inviscid and viscous regions. This means that making
these same approximations will lead to an elliptic problem in 3D that is valid in

both the inviscid and viscous regions.

E.8 Comparison of the 1D and 3D problems

Here, it is verified that the system of equations obtained in chapter [6] on the 3D
formulation including vertical molecular viscosity and diffusion, is equivalent to the
system of equations obtained in chapter |5 on the 1D formulation. Whereas the
aim of section [E.7] was to derive an elliptic problem from the 1D equation set using
the same assumptions as made in 3D, here the aim is to directly compare the 1D
equation set with the vertical component of the 3D equation set.

By neglecting terms with horizontal derivatives in equation for w’ and IT',
then the equations for w’ and II' (6.58)) and are as follows:

olIr*

T,(w') + B'Di(I1") + . AP N*w' = R, — a, At Cpa—
.

Re, (E.61)
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1— kIl R, Reo
4 Dy(w) = — =2 — .
K H*+ 2(w) P O*

(E.62)

In chapter [6], w’ is eliminated to obtain an elliptic problem for II'. Here, T is

eliminated to get an elliptic problem for w’ instead that can be compared with the
1D elliptic problems 1) by taking 1) + BilDl(% to obtain:

H*
T, (w') + awa At* N*w' + B~ D, [f

DQ(U/)}

— KR
oIT* Im* /R R
= R, — a,AtC, 5 Re — B™'Dy LF&_ - (p_f + 6(;) )} (E.63)

Take B([E.63), expand the T,.(w') expression ((6.48]), and use the expression for B (|A.64))

to simplify the resulting expression to obtain:

w — 2o [ﬁ 80"2“’,)] - Dl[ i Dg(w’)}

p*or|r2 Or 11—k
kIT* R R@
= BR, — D;(II* —D e E.64
wnome o[ E)] e

which is equal to the elliptic problem for w’ (5.28]) obtained in chapter 5| on the
1D formulation. This confirms that the vertical component of the 3D formulation
including vertical molecular viscosity and diffusion is indeed equivalent to the 1D

formulation.

E.9 Full coefficient definitions

In this appendix, the various coefficients defined in section are written out fully.

E.9.1 T(¢) coefficients

Define the following expressions for the coefficients used in equation (|6.83)):

9 x79 1 212y
k
2 1 At Fr0
n2 ~_7/J/ - 'r‘O1 - _ = };‘l’r‘1 — E
B = KK 3 )V:|k’ iy = (P Ar)_y TRTE (E66)
so the coefficients from (|6.83]) are as follows:
T~ r 1 r0 2
ka%,kf% = Fk—%Flg—l + Fk—%Flg—lAkfga (E.67)
Teipy =Ci—F, (F + F) + F’y (FE* + Fi2)) Ay, (E.68)
= r 1 r 2
Teotper = kaéFlg‘ + FkE%F,f Apii- (E.69)
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E.9.2 Ty[Dy(q')] coefficients

Define the following expressions for the coefficients used in equation (|6.88]):

A - A
A, =21 (E.70)

Vo= — : 1
k (p*V)k 2 Ar k—%

so the coefficients from ([6.88]) are as follows:

FPY (A 1+ A, FVA .
Thp-1 = — 2 Thp =1— 0 k+3 k 2) Topsr = k TTkts (E.71)
Th—1 Tk Tk41

A combination of the Ty and D, operators may then be built to obtain the

coefficients used in as follows:

(TD)yys = Tkvk_lDl(f_)Lk_%, (E.72)
(TD)ys-y = Tewa D s+ TiaD)) s, (E.73)
(TD)ypsr = Tk,kDg;+% + Tk,kHng%, (E.74)
(TD)ypss = TMHDQLH%. (E.75)

E.9.3 S(IT') coefficients

The coefficients from (6.92)) may be defined in terms of the T coefficients given by
(E.71), as follows:

1 — kT
S]g’k,1 == —Tﬁ%, (E76)
k—1

1— IiTk k
Spr = — ~ - F E.77
ok PSTH : (E.77)

1—rT,
Skl = — S Bikkil (E.78)

*
I S b

E.9.4 Q(©) coefficients
Define the following expressions for the coefficients used in equation (|6.105)):

At 2\

Fe, = - - . B =2 E.79
e Cy(prII* TQAT)H% ’ Ar |, ( )
so the coefficients from (|6.105]) are as follows:
Q_1j3 = Ff_%F,j_IW;_%, (E.80)
Qk—%,k—% =1- F;?_% (F,;\ + Fié\—l)WZ—%a (E.81)
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Qr-1prl = chi%Fk)\kar%' (E.82)

E.10 Smooth temperature profiles in ENDGame3D

ENDGame3D currently uses the basic state for the temperature profile described
in Ullrich et al. | [2013], which decreases with altitude. It is a good approximation
of the temperature profile up to 15km, but above this altitude, this temperature
profile should be merged with the USSA temperature profile that is used in 1D as
in section 3.2

Define Tyys to be the basic state for the temperature profile described in Ullrich
et al. | [2013], T to be the horizontal mean of all values of Tys at each height r,
and Tyssa to be the USSA temperature profile. Then the temperature profile that

gradually merges Tuyngs with Tunys, defined to be T, Ussa 1s as follows:
TUSSA = Tumys + aTussa — aT, (E.83)

where a € [0, 1] varies between 0 and 1 from 0km to 30 km.



Appendix F

Spherical Polar Coordinates

In this appendix, various vector calculus identities in meteorological spherical polar

coordinates are derived and used in section [6l

F.1 Vector calculus identities

In meteorology and in ENDGame, the following spherical coordinates are used: the
radius r, the longitude # and the latitude ¢. These have the corresponding unit

vectors 7, 6 and $ In terms of Cartesian coordinates, they are

r=VE P2 0= tan (Y), 6 =sin (2). (F.1)

T r

The Cartesian coordinates in terms of spherical coordinates are:
x =rcosfcosp, y=rsinfcoseo, z=rsing@. (F.2)
The scale factors are:
hy =1, hg =rcos¢o, hy =1 (F.3)

The vector calculus identities are as follows:

ov. ~ 1 9V ~10V
7 10 oV L pior
vV r8r+ rcos¢89+¢ra¢’

100°F) 1 9F 1 D

VoE = r2  Or + rcos¢ 00 +rcosgb8_¢<F¢Cos¢)’ (F-5)

2
VIV = l2( 23‘/) + LoV + ! 3(a—vcos¢), (F.6)

2aor\" or r2cos? ¢ 002  r2cos ¢ 0¢
oV ng OV ng 8_V

n-Vv :nra—i_rcosqﬁ%—i_ r 0¢’

F F
n-VF :?(n-VFT—m—M)
r

r
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~ F, E,
+0<n VFg—ne qi’tangzﬁ—i—n‘g )
r
R F. ngk
+ ¢<n -V, + ”("T + ”HT Y tan ¢>7 (F.8)

where V' is a scalar, and n = (n,,ng,ng) and F = (F,, Fp, ) are vectors. Us-

ing |D the following identities involving the unit vectors 7, 6 and $ are found:

7VF =0, 7-VO =0, 7 V¢ =0,
~ . 0 ~ ~ r ot ~ ~ ~ t ~
o.ovi =2 Gove - T W0 Gy~ — % (g
r r r r
-~ ¢ o SN P
F.2 The rate-of-strain tensor and stress tensor
F.2.1 Spherical polar coordinates
The full stress tensor in spherical polar coordinates is given by:
o= (0,090, (F.10)
where
g, = (0-7”7“70-7"670-7"(25)’ (Fl]-)
Oy = (00r7099706’¢)7 (F~12)
Oy = (O’¢T,U¢9,J¢¢). (F13)

From Batchelor| [2000], the expression for the full stress tensor in a fully com-

pressible fluid can be found to be
o=1—pl, (F.14)

where 7 is the deviatoric stress tensor: the trace-free part of the rate-of-strain
tensor e, i.e. Tr(7) =0, and p is the pressure given by equation (E.1)). The com-
ponents of the rate-of-strain tensor are found as in Batchelor| [2000] using the vector

calculus identities introduced in appendix and are as follows:

err = 77 Vu) = (F.15)

Ea
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cop = 0-(0-Vu) = @%—gmm%, (F.16)
€op = ¢ (¢ Vu) = ig:; < (F.17)
ery = %? (§-Vu)+%§ (7 Vu) = ; (:f) rcisqb(?@] (F.18)
ers —;F4$~Vum+;$~@=Vu>—;:éi<f) = (F.19)
e = %5 ($Vu)+%$(§Vu) - ;:rcis¢gz ¢8¢<rczs¢>]' (F-20)

Chapman & Cowling [1970] defines a trace-free tensor, defined here as the devi-

atoric stress tensor, given by

T =2ue — %,u(V ~u)l =p [V’u + (Vu)" — %(V . U)I] , (F.21)

The components of the full stress tensor o are therefore as follows:

Orr :Trr_pe"'%v'u :2M8£_pe+ %_27”/ V-u (F22)

or 3
- ~ B 1 Ou w w -~ 2u
g9 *700*p6+/€V’u 2M<Tms¢aertan¢ +T‘)pe+<n3)vu (F23)
~ 10v ~ 2u

Ops = Top —Pe + RV - = 2 ,%+ —pet (F-5 |V u (F.24)
[0 (u 1 ow

70 = Tro e (3) * oo ) (29
[0 (v 10w

Org = Tro —M_T&(T) +7’3¢} (F.26)
[ 1 Ov 0 U

96 = 09 —H rcos¢89+cos¢8¢<rcos¢)]' (F-27)

F.2.2 Evaluation of the stress tensor derivatives

In this section, the divergence of the stress tensors are found in meteorological
spherical polar coordinates. A second order tensor can be built up from vectors a, b

as follows:

V- (ab") =bV -a+a- Vb, (F.28)

where -7 denotes the transpose of a vector. Also, note that the full stress tensor o (F.14)

may be expressed in terms of the rate-of-strain tensor as follows:

9 — ~—
o =2ue + {—pe—k(%—%)V-u}(ﬁT+99T+¢¢T), (F.29)
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where V - u is found using the vector calculus identities from appendix

10, 1 Ou 1 0
V-u-rzar(r w)+cos¢89+cos¢8¢<vcos¢) (F.30)

The separate components of V - o are as follows, found using (F.28)) and (F.9)):

s r 0
V. (Urr rr T) = ﬁE(TZUrr% (Fgl)
_~ 6 0
\' (UTG r0 T) = ﬁ%("ggre)a (F32)
_~ e,
Vo (osTd") = ﬁ&(ﬂamﬁ (F.33)
. naTy r 80_97“ Ogr
V- (00, 077) = — 50 v 0, (F.34)
V(000 007) = 6 _‘%m%( F+tang o) (F.35)
v rcos¢ 00 r ’ '
V(00 07) = & 0% 0045 (F 36)
¢ rcos¢ 06 r ’
~ r 0 .~
V ’ (0—¢7T ¢T T) = TCOS¢ aqj) (Jd)r COs ¢) ¢ (p? (F37)
V- (O’¢.9 ¢0 ) = rcosgbaqb (O’¢9 COS ¢) (FBS)
V- (0psppT) = ¢ 0  (ggpcos¢) — 1207 (F.39)
o0 rcosg g ro '

Hence, the divergence of the full stress tensor is given as follows:

N (1 0 9 1 OJog, 0o 1 0 Tp¢
Vie=r | 72 8r(r ore) + rcos¢ 00 r * rcosd)aqﬁ(gd)TCOS(b) r
~[1 0 Oor 1 Oogs 064 1
0| = (r’oe) + — o, ta S
+ |72 Or (rove) + r * rcos¢ 00 ¢+ (b@(b(a(w €08 ¢)}
~T 1 8 2 [ox:T:] 1 80’94) O pr 3
5 T —t F4
+o |72 Or (riovg) + r an ¢+ rcos¢ 06 r 7 cos ¢ O¢ g Tsecosd)|. (F.40)

Note that so far, the components of o have not yet been evaluated.

First, consider the second term of the full stress tensor o (F.29)): abbreviate this

as ¢ and use the difference between p and p. to note that:

2 2 ~
q:p—f-guV-u:pe—k(gu—ﬁ)V-u. (F.41)

Using the vector calculus identities from appendix [F.1] it can be found that:

8q 0 q qb@q
"or + rcosgzﬁ%—i_ r 0

V. [qFFT + 607 + ¢p7)] = =Vq. (F.42)
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The divergence of the rate-of-strain tensor 2ue may next be evaluated using the

components of e given by equations (F.15))-(F.20) together with the expression for
the stress tensor divergence (F.40)). By noting the following results:

10 10 1

TCOSQ¢8¢(COS pX) = rcosgba¢(cos¢X>__tan¢X (F.43)
10 1. 10
P X)) = X g ), ()

then V - (2ue) may be expressed as follows:

. 20 (2w 1 Ju v, 1 0v
V- (Qpe) = T{‘f(ﬁrcowao - ¢+a¢)
20 (e
20 or
n 1 8{H< 1 Ow u+3u)]
rcos ¢ 00 rcos¢p 00 r  Or
1 0 10w v Ov
*rampoelto(ro - )]}
IO (10w v oo
+ {7"387"{/” (7“8¢ +8r>}
+28{u<w+18uvtan¢)]
rcos ¢ 00 r rcospdf r

1 0 ; 10u 1 Ov
+TC082¢8¢ {MC% ¢( o ¢+3¢+7"COS¢39>}}

~ [ 2tan w 1 Ou w

+¢{ r ¢[M<r+rcos¢69_rtan¢>}
10 10w v Ov
+r3 or {'W' (racﬁJrarﬂ
(e e )
rcosqS (“)(b r cos ¢ 00

w 10v
rcosr,zb {pcosqb( + 7"8(;5)]} (F.45)

The divergence of the full stress tensor o can then be obtained by taking:

V.o=V-(2ue)—Vq, (F.46)
and the divergence of the deviatoric stress tensor is just:
V.- 1=V.0-Vp (F.47)
Lastly, o : Vu is expressed as follows:

c:Vu =V.(c-u)—u-(V-0), (F.48)
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where o - u = (0, - u,09 - u,04 - u)’. The u-(V-0o) term is just found us-
ing (F.46), and the V - (o - u) term is found using the vector calculus identities
from appendix with equations (F.22)-(F.27) for the components of o. Many of
the terms end up concatenating together to give a much more succinct expression

for o : Vu as follows:

) B 1 9(r?w) ow
o:Vu = =5 {pe+2u8r
_ 2u\[19(r*w) 1 Ou 1 0
+<H 3>[r2 or +7"cos<b89Jrrcosqb@qb(vcosqs)
L larw T L ow, 0
2 o M rcos ¢ 00 "ar \
n la(r2) 18w+ 8 v
r2  Or r 0¢ r
N w1 ow 0w
rcos¢(99u rcos ¢ 0¢ "or \ 7
+ L Oufy ey L0 Y
rcos ¢ 00 Bl 7Pt rcos ¢ 00 e
~2u\ [ 1 0(r?w) 1 Ou 1 9
+<K_3>[r2 or +TCOS¢@+TCOS¢8¢(UCOS¢)
n 1 v 2 u 6+ 1 Ov
rcosqﬁ&'@ﬂ_acb 7 COS ¢ o8 r cos ¢ 00

1 0 1 ow 0 (v
7 cos ¢ 0¢ g weoso)p 8¢ T (rﬂ

. 1 8( o [ 1 @4_ 0 U s
rcos¢8¢ eos |[rcosp 00 00 rcosqS €08
1 181}}

0 w
+rcos¢8¢(vcos¢>{ pe+2,u{ +;87¢

~2u\ [ 1 0(r?w) 1 Ou 1 0
+<K_3>[r2 or +rcos¢(’99+rcosgb8d>(vcos¢)}}

(F.49)

which reduces to:

c:Vu=17:Vu—p.V-u+kV - u (F.50)



Acronyms

CME Coronal Mass Ejection
COSMIC  Constellation Observing System for Meteorology, lonosphere
and Climate

D-RAP D-Region Absorption model

EIA Equatorial Tonospheric Anomaly
ENDGame Even Newer Dynamics for the General atmospheric modelling
of the environment

EUV Extreme Ultraviolet radiation

FTCS Forward-in-Time and Centred-in-Space

FUV Far Ultraviolet radiation

GAIA Ground to topside model of Atmosphere and Ionosphere for
Aeronomy

GCM General Circulation Model

GITM Global Tonosphere-Thermosphere Model

GPS Global Positioning System

GRACE Gravity Recovery And Climate Experiment
GungHo Globally Uniform Next Generation Highly Optimized

IMAGE Imager for Magnetopause-to-Aurora Global Exploration

LFRic Name given to next generation model to replace the UM.
Named in recognition of L.F. Richardson.

MOSWOC Met Office Space Weather Operations Centre
MSIS-83 Mass Spectrometer/ Incoherent Scatter empirical model

ND New Dynamics
REFM Relativistic Electron Forecast Model

SABER SAtellite Broadband for European Regions

SI Semi-Implicit
SISL Semi-Implicit and Semi-Lagrangian
SL Semi-Lagrangian
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SSW Stratospheric Sudden Warming

SWPC Space Weather Prediction Center

TEC Total Electron Count

TIDI TIMED Doppler Interferometer

TIMED Thermosphere, Ionosphere, Mesosphere, Energetics and Dy-
namics satellite

UM Unified Model

US COESA United States Committee on Extension to the Standard Atmo-
sphere

USSA US Standard Atmosphere

Uuv Ultraviolet radiation

WACCM-X  Whole Atmosphere Community Climate Model eXtension

WAM Whole Atmosphere Model

WSA Enlil  Wang-Sheeley-Arge Enlil CME and solar wind model

Mathematical Notation

Definition Symbol Unit
basic state of variable ‘0

best guess for next timestep (.0

bulk viscosity K kgm~!s!
Buoyancy frequency N? st

cell height Ary, m

cell width (¢ direction) AYOR m

cell width (0 direction) AG; m

cloud frozen water variable “of

cloud liquid water variable ‘el

coefficient of molecular thermal conductivity A kgmK!s?
coefficient of molecular viscosity L kgm=ts7!
current timestep n

Del operator v

density P kgm™3
density of gas species X Px kgm™3
departure point D m
departure point iteration count (d)

deviatoric stress tensor d;;
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Definition Symbol Unit
diffusive heat flux q

dry air variable “d

Earth’s rotation vector Q

effective frequency W 51
effective wavenumber in the x or 6 direction K m~!
effective wavenumber in the z or r direction m m!
equilibrium pressure De kgm
Exner pressure II

exospheric temperature Texo K
explicitly treated variable (.. .)gl)

explicitness parameter 15}

frequency w s~
full stress tensor o

gas constant R

gas constant ratio €

geopotential d

Gradient with respect to the wavevector Vi

gravitational acceleration g ms!
gravitational vector g

group velocity (vertical direction) ¢y ms!
group velocity vector cy

hydrostatic switch Oy

implicitly treated variable (...)+D
implicitness parameter Q

increment term /!

interpolated p variables (.. .)w

interpolated w variables .y

inverse height scale r m
isentropic exponent K

kinematic viscosity v kgm
Lagrangian derivative %

length scale L m

mean quantity (...)

-1 -1
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Definition

mixing ratio of gas species X

perturbed variable

phase velocity

phase velocity (vertical direction)

position in Cartesian coordinates: horizontal direction 1
position in Cartesian coordinates: horizontal direction 2
position in Cartesian coordinates: vertical direction
position in spherical polar coordinates: altitude
position in spherical polar coordinates: latitude angle
position in spherical polar coordinates: longitude angle
position vector in spherical polar coordinates

potential temperature

Prandtl number

pressure

pressure gradient and gravity terms

Rayleigh viscosity

reference profile term

residual for p equation

residual for p equation (alternative)
residual for © equation

residual for v equation

residual for v equation

residual for w equation

scale height

source term for the momentum equation
source term for the thermodynamic equation
specific heat capacity at constant pressure
specific heat capacity at constant volume
specific internal energy

speed of sound

temperature

time-scale for acoustic wave growth

time-scale for decay due to off-centring of the SI scheme
time-scale for diffusion

time-scale for horizontal diffusion

timestep

Mathematical Notation

Symbol

mx

~

Ny

%O

DS O 3 e R

< SN

) T
<

hS)

Tgrowth

Tdiff
Tdiff g

At

Unit

=

rad

rad

kgm~1s?



Mathematical Notation

Definition

variable stored at the current p-level
variable stored at the current w-level
velocity in the x or 6 direction
velocity in the y or ¢ direction
velocity in the z or r direction
velocity vector

virtual potential temperature

virtual temperature

viscous step terms

vorticity

water vapour variable

wave amplification factor

wavenumber in the x or 6 direction
wavenumber in the y or ¢ direction
wavenumber in the z or r direction
wavevector

weighting terms (from p-levels to w-levels)

weighting terms (from w-levels to p-levels)

Symbol

k41/2

’ﬂ@:éﬁﬁ

<

—+

ngd' E

= 3

Ap+1/2, bk+1/2
g, bk

187
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