Chapter 2
Fundamentals

Before attempting to develop and apply numerical algorithms for the Euler and
Navier-Stokes equations it is worthwhile to learn as much as possible by studying
the behaviour of such methods when applied to simpler model equations. In this
chapter, we will do just that, using two model equations which are linear, scalar
partial differential equations (PDEs) that represent physical phenomena relevant
to fluid dynamics. This chapter provides a concise summary of our earlier book
Fundamentals of Fluid Dynamics [1], to which the reader is referred for further
details.

2.1 Model Equations

2.1.1 The Linear Convection Equation

The linear convection equation provides a simple model for convection and wave
propagation phenomena. It is given by

Ou Ou
o +aax =0, (2.1)
where u(x, t) is a scalar quantity propagating with speed a, a real constant which
may be positive or negative. In the absence of boundaries, for example on an infinite
domain, an initial waveform retains its shape as it propagates in the direction of
increasing x if @ is positive and in the direction of decreasing x if @ is negative. Despite
its simplicity, the linear convection equation provides a stiff test for a numerical
method, as it is difficult to preserve the initial waveform when it is propagated over
long distances.
The linear convection equation is a good model equation in the development
of numerical algorithms for the Euler equations, which include both convection
and wave propagation phenomena. The one-dimensional Euler equations can be
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10 2 Fundamentals

diagonalized so that they can be written as three equations in the form of the linear
convection equation, although they of course remain nonlinear and coupled. The
quantities propagating are known as Riemann invariants, and the speeds at which
they propagate are the fluid velocity, the fluid velocity plus the speed of sound, and
the fluid velocity minus the speed of sound. If the fluid velocity is positive but less
than the speed of sound, i.e. the flow is subsonic, then the first two wave speeds will
be positive, and the third will be negative. When using the linear convection equation
as a model equation for the Euler equations, one must therefore ensure that wave
speeds of arbitrary sign are considered.

If one considers a finite domain, say 0 < x < 27, then boundary conditions
are required. The most natural boundary conditions are inflow-outflow conditions,
which depend on the sign of a. If a is positive, then x = 0 is the inflow boundary,
and x = 27 is the outflow boundary. If a is negative, these roles are reversed. In both
cases, u(t) must be specified at the inflow boundary, but no boundary condition can
be specified at the outflow boundary.

An alternative specification of boundary conditions, known as periodic boundary
conditions, can be convenient for our purpose here. With periodic boundary con-
ditions, a waveform leaving one end of the domain reenters at the other end. The
domain can be visualized as a circle, and the waveform simply propagates repeatedly
around the circle. This essentially eliminates any boundary information from enter-
ing the solution, which is thus determined solely by the initial condition. The use
of periodic boundary conditions also permits numerical experiments with arbitrarily
long propagation distances, independent of the size of the domain. Each time the
initial waveform travels through the entire domain, it should return unaltered to the
initial condition.

2.1.2 The Diffusion Equation

Diffusion caused by molecular motion in a continuum fluid is another important phys-
ical phenomenon in fluid dynamics. A simple linear model equation for a diffusive
process is

Ou 0%u

E = V@, (22)

where v is a positive real constant. For example, with u representing the temperature,
this parabolic PDE governs the diffusion of heat in one dimension. Boundary condi-
tions can be periodic, Dirichlet (specified «), Neumann (specified Ou/0x), or mixed
Dirichlet/Neumann. In studying numerical algorithms, it can be useful to introduce
a source term into the diffusion equation as follows:

ou |:32u
=v

Ou_y[0 - g(x):| . 23)
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In this case, the equation has a steady-state solution that satisfies

2

B
8—;2‘ — g =0. 2.4)

2.2 Finite-Difference Methods

2.2.1 Basic Concepts: Taylor Series

We observe that the two model equations contain a number of derivative terms in
space and time. In a finite-difference method, a spatial derivative at a given point
in space is approximated using values of u at nearby points in space. Similarly, a
temporal derivative at a specific point in time is approximated using values of u at
different values of time. This is facilitated by a grid or mesh, as shown in Fig. 2.1,
where the values of x at the grid points are given by x;, and the values of ¢ are given
by t,. Hence j is known as the spatial index and n as the temporal index. For the
present exposition, we will consider equispaced meshes, and hence

X =xj=jAx (2.5)
t =t, = nAt = nh, (2.6)

where Ax is the spacing in x, and At the spacing in #, as shown in Fig. 2.1. Note that
h = At throughout.

Let us consider a spatial derivative initially. Assuming that a function u(x, t) is
known only at discrete values of x, how can one accurately approximate partial
derivatives such as

— o — ? 2.7

From the definition of a derivative, or a simple geometric argument related to the
tangent to a curve, one can easily postulate the following approximations for a first

derivative:
(@) ah (@) b e 2.8)
ox j Ax Ox j Ax

known respectively as a forward and a backward difference approximation. It is clear
that these can provide accurate approximations if Ax is sufficiently small and that a
suitable choice of Ax will depend on the properties of the function. A particularly
astute reader may even postulate the centered difference approximation given by
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which can be justified by a geometric argument or by fitting a parabola to the three
points u;_1, uj, uj11 and determining the first derivative of the parabola at x;. Find-
ing an approximation to a second derivative is only slightly less intuitive, as one
can apply a first-derivative approximation twice or determine the second derivative
of the unique parabola that goes through the three points to obtain the following
approximation to a second derivative:

(8214) U1 — 2uj + uj—q
j

] 2 (2.10)

The above intuitive approach is limited, providing no information about the accu-
racy of these approximations. A deeper understanding of finite-difference approxi-
mations and a general approach to deriving them can be obtained using Taylor series.
Consider the following expansion of u(x + kAx) = u(jAx + kAx) = u;y about x;,
where we assume that all of the derivatives exist:

1 2
Ujrk = Uj + (kAX)(%) + E(kAx)z(a u) 4o

2
j 2

+ L wan (24 4 (2.11)
n! ox" j

71

For example, substituting k = %1 into the above expression gives the Taylor series
expansions for uj+:

= (AD) Ju +1(A )2 &%u :I:l(A )3 u
L =1 Nox ), T2 8x2]~ 6 " 8x3j

J

+i(A ) & + (2.12)
24 X ax4 I e . .
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Subtracting u; from the Taylor series expansion for u;;1 and dividing by Ax gives

Uit — Uj du 1 O%u
— == —(A0)| =— e 2.1
L (ax)ﬁz( x)(ax2 + (2.13)

This shows that the forward difference approximation given in (2.8) is a reasonable

approximation for (%) as long as Ax is small relative to some pertinent length
J

scale. Moreover, in the limit as Ax — 0, the leading term in the error is proportional
to Ax. The order of accuracy of an approximation is given by the exponent of Ax
in the leading error term, i.e. the lowest exponent of Ax in the error. Hence the
finite-difference approximation given in (2.13) is a first-order approximation to a
first derivative. If the mesh spacing Ax is reduced by a factor of two, the leading
error term in a first-order approximation will also be reduced by a factor of two.

Similarly, subtracting the Taylor series expansion for ;1 from that for u;; and
dividing by 2Ax gives

Ujr1 — Uj—| ou I, Ru 1 4 Pu
Y e Q) Lo () L LAl (T L s
1A% (8x)j+6 * (ax3 e \as ) @19
J

This shows that the centered difference approximation given in (2.9) is second-order
accurate. If the mesh spacing Ax is reduced by a factor of two, the leading error
term will be reduced by a factor of four. Hence, as Ax is reduced, the second-order
approximation rapidly becomes more accurate than the first-order approximation.
Using Taylor series expansions, one can demonstrate that the approximation to a
second derivative given in (2.10) is also second-order accurate.

Finite-difference formulas can be generalized to arbitrary derivatives and arbitrary
orders of accuracy. A Taylor table provides a convenient mechanism for deriving
finite-difference operators (see Lomax et al. [1]). In each case, the derivative at node
Jj is approximated using a linear combination of function values at node j and a
specified number of neighbouring nodes, and the Taylor table enables one to find the
coefficients that maximize the order of accuracy. For example, centered fourth-order
approximations to first and second derivatives are given by

ou 1 4
= ——(uj—2 — 8uj_1 + 8ujp1 — ujy2) + O(Ax™) (2.15)
J

Ox 12Ax
5%u 1
(W) = 12—Ax2(_uj_2 + 16uj_1 — 301,!.,' + 16uj+1 — Mj+2)
J
+0(AxY). (2.16)

Noncentered schemes can also be useful. For example, the following is a second-
order backward-difference approximation to a first derivative using data from j — 2
toj:
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ou 1 2
=) = E(uj_z — 4duj_1 + 3uj) + O(Ax”). (2.17)
J

A biased third-order approximation to a first derivative using data fromj —2toj+ 1
is given by:

Ou 1
(a). = W2 = 6wy + 3+ 2uip1) + 0(AX?). (2.18)
J

Finally, finite-difference schemes can be further generalized to include compact
or Padé schemes that define a linear combination of the derivatives at point j and
a specified number of its neighbours as a linear combination of function values at
node j and a (possibly different) specified number of neighbours. For example, the
operator

Ou Ou Ou 3 4
(ax)j] +4(ax)] + ((f?)c)]+1 = E(_ujil + ll]«l»l) + O(Ax™). (219)

provides a fourth-order approximation to a first derivative. Compact schemes can
also be easily derived using a Taylor table.

2.2.2 The Modified Wavenumber

The leading error term provides a fairly limited understanding of the accuracy
of a finite-difference approximation. More detailed information can be obtained
through the modified wavenumber. We introduce this concept by deriving the modi-
fied wavenumber for a second-order centered difference approximation, given by

Uj+1 — Uj—1

Oxlt); = 2.20
( Xu)j 2 Ax ( )
First, consider the exact first derivative of the function el**:
Helrx .
kel 2.21)
ox

Applying the operator given in (2.20) to u; = e, where xj = jAx, we get

eiﬁAx(}'+l) _ eiHAx(jfl)

2Ax
(eiK,Ax _ e—ifiAX)eiK,Xj

2Ax

(5x”)j =
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Fig. 2.2 Modified wavenum- 3 T T T T T T
ber for various schemes

1KXj

1
= ——[(cos kAx +isin kAx) — (cos kKAx —isin kAx)]e
2Ax

. sinAﬁAx i
X
= ik*e", (2.22)

where k* is the modified wavenumber. The modified wavenumber is so named
because it appears where the wavenumber, x, appears in the exact expression
(2.21). Thus the degree to which the modified wavenumber approximates the actual
wavenumber is a measure of the accuracy of the approximation.

For the second-order centered difference operator the modified wavenumber is
given by

o = SEAx (2.23)
Ax

Equation (2.23) is plotted in Fig. 2.2, along with similar relations for the stan-
dard fourth-order centered difference scheme and the fourth-order Padé scheme.
The expression for the modified wavenumber provides the accuracy with which a
given wavenumber component of the solution is resolved for the entire wavenumber
range available in a mesh of a given size, 0 < kAx < 7. The value of K Ax can be
related to the mesh resolution through the notion of points-per-wavelength, which
is the number of grid cells per wavelength (PP W) with which a given wavenumber
component of the solution is resolved, through the relation PPW = 27 /kAx. For
example, a value of K Ax equal to 7/4 corresponds to 8 points-per-wavelength, and
Fig. 2.2 shows that x* for a second-order centered difference scheme already differs
significantly from « at this grid resolution. Hence a simulation performed with this
mesh density relative to the spectral content of the function will contain substantial
numerical error.

For centered difference approximations, the modified wavenumber is purely
real, but in the general case it can include an imaginary component as well. Any
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finite-difference operator can be split into an antisymmetric and a symmetric part.
For example, the operator given in (2.18) can be divided as follows:

1
(Oxu)j = @(uj_z — 6uj_1 + 3uj + 2uj4 1)

1
= m[(”j—Z — 8uj_1 4 8ujr1 — ujy2)
+ (uj—2 — 4uj1 + 6uj — dujyy + uji2)]. (2.24)

The antisymmetric component determines the real part of the modified wavenumber,
while the imaginary part stems from the symmetric component of the difference
operator. Centered difference schemes are antisymmetric; the symmetric component
is zero and hence so is the imaginary component of the modified wavenumber. In the
context of the linear convection equation, one can show that a numerical error in the
phase speed is associated with the real part of the modified wavenumber, while an
error in the amplitude of the solution is associated with the imaginary part. Thus the
antisymmetric portion of the spatial difference operator determines the error in speed
and the symmetric portion the error in amplitude. Note that centered schemes produce
no amplitude error. Since the numerical error in the phase speed is dependent on the
wavenumber, this introduces numerical dispersion, and hence phase speed error is
often referred to as dispersive error. Similarly, amplitude error is often referred to
as dissipative error.

2.3 The Semi-Discrete Approach

Based on the discussion in the previous section, one can see that it is possible to
replace both the spatial and temporal derivatives in a PDE by finite-difference expres-
sions and thereby reduce the PDE to a system of algebraic equations that can be solved
by a computer. For various reasons it can be advantageous to consider the discretiza-
tion of space and time separately. We first discretize in space to reduce the PDE to a
system of ordinary differential equations (ODEs) in the general form

U 2.25

i (u, 1), (2.25)
and then apply a time-marching method to reduce the system of ODEs to a system
of algebraic equations in order to solve them. This is referred to as the semi-discrete
approach, and the intermediate ODE form in which the spatial derivatives have been
discretized but the temporal derivatives have not is known as the semi-discrete form.
It is important to realize that some numerical algorithms for PDEs discretize time
and space simultaneously and consequently have no intermediate semi-discrete form.
However, many of the most widely used algorithms and all of those considered in
subsequent chapters involve a separate and distinct discretization in time and space.
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In the semi-discrete approach, one separates the spatial discretization step that
reduces the PDE to a system of ODEs from the time-marching step that numerically
solves the ODE system. By doing so, we can get a clear understanding of the impact
on accuracy and stability of the spatial discretization and the time-marching method
individually. This approach also enables us to take advantage of the theory asso-
ciated with numerical methods for ODEs. Before we can present the semi-discrete
ODE form for our model equations, we need an understanding of matrix difference
oper ators.

2.3.1 Matrix Difference Operators
Consider the relation

1
(Oxxtt)j = E(Mﬂl — 2uj + uj_1), (2.26)

which is a point difference approximation to a second derivative. Now let us derive
a matrix operator representation for the same approximation. Consider the mesh
spanning the domain 0 < x < 7 with four interior points and boundary points
labelled a and b shown below.

al 234 0b
x=0—-———n7
j= 1- - M
Mesh with four interior points. Ax = 7/(M + 1)

Now impose Dirichlet boundary conditions, u(0) = u,, u(w) = up and use the
centered difference approximation given by (2.26) at every point in the mesh. We
arrive at the four equations:

1
(5xxu)l = E(”a —2u1 + up)

1
(OxxU)y = m(ul —2up + u3) (2.27)
(Oxtt)3 = (1 — 2u3 + ug)

Ax?

(Oxtt)g = (u3 — 2ug + up).

Ax?



18 2 Fundamentals

Introducing
Ui Ug
=, (be) = ﬁ 8 (2.28)
U4 Up
and
-2 1
A:ALX2 1‘?_; at (2.29)
1 -2
we can rewrite (2.27) as
Socii = Al + (ch). (2.30)

This example illustrates a matrix difference operator. Each line of a matrix dif-
ference operator is based on a point difference operator, but the point operators used
from line to line are not necessarily the same. For example, boundary conditions may
dictate that the lines at or near the bottom or top of the matrix be modified. In the
extreme case of the matrix difference operator representing a spectral method, none
of the lines is the same. The matrix operators representing the three-point central-
difference approximations for a first and second derivative with Dirichlet boundary
conditions on a four-point mesh are

1 -2 1
1 | =1 0 1 1 1 -2
X T 5 Ax -1 01 Oxy = A2 1-2 1 (2.31)

Each of these matrix difference operators is a square matrix with elements that
are all zeros except for those along bands which are clustered around the central
diagonal. We call such a matrix a banded matrix and introduce the notation

bc 1
ab c

BM :a,b,c) = . (2.32)

a bc
ab | M

where the matrix dimensions are M x M. Use of M in the argument is optional,
and the illustration is given for a simple fridiagonal matrix although any number of
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Fig. 2.3 Eight points on a
circular mesh

bands is a possibility. A tridiagonal matrix without constants along the bands can
be expressed as B(a, b, ¢). The arguments for a banded matrix are always odd in
number, and the central one always refers to the central diagonal.

If the boundary conditions are periodic, the form of the matrix operator changes.
Consider the eight-point periodic mesh spanning the domain 0 < x < 27 shown
below. This can either be presented on a linear mesh with repeated entries, or more
suggestively on a circular mesh as in Fig. 2.3. When the mesh is laid out on the
perimeter of a circle, it does not matter where the numbering starts, as long as it
“ends” at the point just preceding its starting location.

78123456781 2---
x=——0-=—=—=—-—-- 21 —

Eight points on a linear periodic mesh. Ax = 27 /M

The matrix that represents differencing schemes for scalar equations on a periodic
mesh is referred to as a periodic matrix. A special subset of a periodic matrix is a
circulant matrix, formed when the elements along the various bands are constant.
Each row of a circulant matrix is shifted one element to the right of the one above it.
The special case of a tridiagonal circulant matrix is given by

bc al| l
ab c
By(M :a,b,c) = (2.33)
a bc
c ab | M

When the standard three-point central-differencing approximation for a first deriv-
ative (see (2.31)) is used with periodic boundary conditions, it takes the form
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1

— B,(—1,0,1).
2Ax — o )

1
1 0

Notice that there is no boundary condition vector since this information is all interior
to the matrix itself.

2.3.2 Reduction of PDEs to ODEs

Now that we have the concept of matrix difference operators, we can proceed to apply
a spatial discretization to reduce PDEs to ODEs. First let us consider the model PDEs
for diffusion and periodic convection described in Sect. 2.1. In these simple cases,
we can approximate the space derivatives with difference operators and express the
resulting ODEs with a matrix formulation. This is a simple and natural formulation
when the ODE:s are linear.

Model ODE for Diffusion. For example, using the three-point central-differencing
scheme to represent the second derivative in the scalar PDE governing diffusion leads
to the following ODE diffusion model:

iV g 22, b+ G 2.34

with Dirichlet boundary conditions folded into the (l;c) vector.
Model ODE for Periodic Convection. For the linear convection equation with peri-
odic boundary conditions, the 3-point central-differencing approximation produces
the ODE model given by
di a -
__ % (1,0, i, 2.35
ar = aax o (235)

where the boundary condition vector is absent because the flow is periodic.

Equations (2.34) and (2.35) are the model ODEs for diffusion and periodic con-
vection of a scalar in one dimension. They are linear with coefficient matrices which
are independent of x and .

The Generic Matrix Form. The generic matrix form of a semi-discrete approxima-
tion is expressed by the equation

4 Ai—j (2.36)
— = AU — . .

dr

Note that the elements in the matrix A depend upon both the PDE and the type of
differencing scheme chosen for the space terms. The vector f (¢) is usually determined
by the boundary conditions and possibly source terms. In general, even the Euler and
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Navier—Stokes equations can be expressed in the form of (2.36). In such cases the
equations are nonlinear, that is, the elements of A depend on the solution u and are
usually derived by finding the Jacobian of a flux vector. Although the equations are
nonlinear, linear analysis leads to diagnostics that are surprisingly accurate when
used to evaluate many aspects of numerical methods as they apply to the Euler and
Navier—Stokes equations.

2.3.3 Exact Solutions of Linear ODEs

In order to advance (2.25) in time, the system of ODEs must be integrated using a
time-marching method. In order to analyze time-marching methods, we will make use
of exact solutions of coupled systems of ODEs, which exist under certain conditions.
The ODEs represented by (2.25) are said to be linear if F is linearly dependent on u
(i.e. if OF /Ou = A, where A is independent of u). As we have already pointed out,
when the ODEs are linear they can be expressed in a matrix notation as (2.36) in
which the coefficient matrix, A, is independent of u. If A does depend explicitly on
t, the general solution cannot be written, whereas, if A does not depend explicitly on
7, the general solution to (2.36) can be written. This holds regardless of whether or
not the forcing function, f, depends explicitly on 7.

The exact solution of (2.36) can be written in terms of the eigenvalues and eigen-
vectors of A. This will lead us to a representative scalar equation for use in analyzing
time-marching methods. To demonstrate this, let us consider a set of coupled, non-
homogeneous, linear, first-order ODEs with constant coefficients which might have
been derived by space differencing a set of PDEs. Represent them by the equation

du S
i Al — f(1). (2.37)

Our assumption is that the M x M matrix A has a complete eigensystem' and can
thus be transformed by the left and right eigenvector matrices, X! and X, to a
diagonal matrix A having diagonal elements which are the eigenvalues of A. Now let
us multiply (2.37) from the left by X ~! and insert the identity combination XX ! = 1
between A and u. There results

1 du

& = XAX XY= X o). (2.38)

x-

Since A is independent of both # and ¢, the elements in X ~land X are also independent
of both % and ¢, and (2.38) can be modified to

! This means that the eigenvectors of A are linearly independent and thus X 'AX = A, where X

contains the right eigenvectors of A as its columns, i.e. X = [fq L X2 ., EM], and A is a diagonal
matrix whose elements are the eigenvalues of A.
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d N N 1=
d—tx—lu =AX"i - X" ).

Finally, by introducing the new variables w and g such that
=X, G =x"fw, (2.39)

we reduce (2.37) to a new algebraic form

>

dw -
— = Aw — g(0). 2.40
a w — g(t) (2.40)

The equations represented by (2.40) are no longer coupled. They can be written
line by line as a set of independent, single, first-order equations, thus

w) = A\wi — g1(2)

W, = ApWm — G (1) (2.41)
wy = Awy — gu (1).

For any given set of g, (f) each of these equations can be solved separately and then
recoupled, using the inverse of the relations given in (2.39):

=D wn(On, (2.42)

where X,, is the mth column of X, i.e. the eigenvector corresponding to A

We next focus on the important subset of (2.36) when neither A nor f has any
explicit dependence on ¢. In such a case, the g, in (2.40) and (2.41) are also time
invariant, and the solution to any line in (2.41) is

1
Wy (1) = cme/\mt + 9m;
Am

where the ¢, are constants that depend on the initial conditions. Transforming back
to the u-system gives

ut) = Xw(t)

M
= Z wm(t);cm
m=1
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M

M
=3 cpeti LI
= Cm€ ™™ Xm + ImXm
Am
m=1 1

m=

M
= cneM'E, + XATXTf
m=1
M
= cne i+ AT'f
=1 ~——

steady-state
transient

(2.43)

Note that the steady-state solution is A’lf, as might be expected.

The first group of terms on the right side of this equation is referred to classically
as the complementary solution or the solution of the homogeneous equations. The
second group is referred to classically as the particular solution or the particular
integral. In our application to fluid dynamics, it is more descriptive to refer to these
groups as the transient and steady-state solutions, respectively. An alternative, but
entirely equivalent, form of the solution is

W(t) = c1eM Xy + -+ e X + -+ o™ Xy + AT (2.44)

2.3.4 Eigenvalue Spectra for Model ODEs

It is instructive to consider the eigenvalue spectra of the ODEs formulated by central
differencing the model equations for diffusion (2.34) and periodic convection (2.35).
For the model diffusion equation with Dirichlet boundary conditions, the eigenvalues

of A are:
v mm

—4v 5 mm
= sin , m=1,2,..., M. (2.45)
Ax? 2(M + 1)

These eigenvalues are all real and negative, consistent with the physics of diffusion.
For periodic convection, one obtains

Amzﬁsin<ﬂ), m=0.1,... . M—1

= —ik*a, (2.46)
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where

« S fm A 0.1,....M—1 (2.47)
=—-, m=0,1,...,M— .
" Ax
is the modified wavenumber, «,, = m, and Ax = 27/M. These eigenvalues are all
pure imaginary, reflecting the fact that the amplitude of a waveform neither grows
nor decays as it convects, a property that is preserved by centered differencing.

2.3.5 A Representative Equation for Studying Time-Marching
Methods

We seek to analyze the accuracy and stability of time-marching methods applied to
the systems of ODEs resulting from applying a spatial discretization to PDEs such
as the Navier-Stokes equations, which take the form:

-

du -
— =F@,1), 2.48
& (u, 1) (2.48)

To simplify matters, we consider the simpler model equations, which lead to ODE
forms such as (2.34) and (2.35) that have the generic form:

U ai-Fo) (2.49)
— =Au — , .

dt

where A is independent of u and 7. To achieve a further simplification, we exploit
the fact that these equations can be decoupled and study time-marching methods as
applied to the following scalar ODE:

d
d_;‘ = \u+ ael, (2.50)

where )\, a, and p are complex constants. The goal in our analysis is to study typical
behavior of general situations, not particular problems. In order to evaluate time-
marching methods, the parameters A, a, and p must be allowed to take the worst pos-
sible combination of values that might occur in the ODE eigensystem. For example,
if one is interested in a time-marching method for convection dominated problems,
then one should consider imaginary As. The exact solution of the representative ODE

is (for p # A)
ut

=X

At

ut) = ceM + 2.51)

where the constant ¢ is determined from the initial condition.
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2.4 Finite-Volume Methods

2.4.1 Basic Concepts

We saw in Sect. 2.3 that a PDE can be reduced to a system of ODEs by discretizing the
spatial derivatives using finite-difference approximations. A finite-volume method is
an alternative spatial discretization that reduces the integral form of a conservation
law to a system of ODEs. Finite-volume methods have become popular in CFD as
a result, primarily, of two advantages. First, they ensure that the discretization is
conservative, i.e. mass, momentum, and energy are conserved in a discrete sense.
While this property can usually be obtained using a finite-difference formulation, it is
obtained naturally from a finite-volume formulation. Second, finite-volume methods
do not require a coordinate transformation in order to be applied on irregular meshes.
As aresult, they can be applied on unstructured meshes consisting of arbitrary poly-
hedra in three dimensions or arbitrary polygons in two dimensions. This increased
flexibility can be advantageous in generating grids about complex geometries.
The PDE or divergence form of a conservation law can be written as
90

5 TV F=P. (2.52)

where Q is a vector containing the set of variables which are conserved, e.g. mass,
momentum, and energy, per unit volume, F is a set of vectors, or tensor, containing
the flux of Q per unit area per unit time, P is the rate of production of Q per unit

volume per unit time, and V - F is the well-known divergence operator. The same
conservation law can be expressed in integral form as

d
- de+7{ n-FdS:/ Pdv. (2.53)
dt Jyve S@) 140}

This equation is a statement of the conservation of the conserved quantities in a finite
region of space with volume V (¢) and surface area S(¢). In two dimensions, the region
of space, or cell, is an area A(¢) bounded by a closed contour C(¢). The vector n is a
unit vector normal to the surface pointing outward.

The basic idea of a finite-volume method is to satisfy the integral form of the
conservation law to some degree of approximation for each of many contiguous
control volumes that cover the domain of interest. Hence the function of the grid
is to tessellate the domain into contiguous control volumes, and the volume V in
(2.53) is that of a control volume whose shape is dependent on the nature of the
grid. Examining (2.53), we see that several approximations must be made. The flux
is required at the boundary of the control volume, which is a closed surface in
three dimensions and a closed contour in two dimensions. This flux must then be
integrated to find the net flux through the boundary. Similarly, the source term P
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must be integrated over the control volume. Next a time-marching method can be
applied to find the value of

/ odv (2.54)
\%4

at the next time step.
Let us consider each of these approximations in more detail. First, we note that
the average value of Q in a cell with volume V is

0

1
v /v 0dv, (2.55)

and (2.53) can be written as
d -
V—0 —i—fn -FdS = / Pdv (2.56)
dr s v

for a control volume that does not vary with time. Thus after applying a time-marching
method, we have updated values of the cell-averaged quantities Q. In order to evaluate
the fluxes, which are a function of Q, at the control-volume boundary, Q can be
represented within the cell by some piecewise approximation which produces the
correct value of Q. This is a form of interpolation often referred to as reconstruction.
Each cell will have a different piecewise approximation to Q. When these are used
to calculate F(Q), they will generally produce different approximations to the flux at
the boundary between two control volumes, that is, the flux will be discontinuous. A
nondissipative scheme analogous to centered differencing is obtained by taking the
average of these two fluxes. Another approach known as flux-difference splitting is
described in Sect. 2.5.
The basic elements of a finite-volume method are thus the following:

(1) Given the value of Q for each control volume, construct an approximation
to Q(x,y, z) in each control volume. Using this approximation, find Q at the
control-volume boundary. Evaluate F(Q) at the boundary. Since there is a dis-
tinct approximation to Q(x, y, z) in each control volume, two distinct values of
the flux will generally be obtained at any point on the boundary between two
control volumes.

(2) Apply some strategy for resolving the discontinuity in the flux at the control-
volume boundary to produce a single value of F(Q) at any point on the boundary.
This issue is discussed in Sect. 2.5.

(3) Integrate the flux to find the net flux through the control-volume boundary using
some sort of quadrature.

(4) Advance the solution in time using a time-marching method to obtain new values
of Q.

The order of accuracy of the method is dependent on each of the approximations.
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In order to include diffusive fluxes, the following relation between VQ and Q is
sometimes used:

/ vVQdV = ]f nQds (2.57)
\%4 S

or, in two dimensions,

/ VQdA = f nQdl, (2.58)
A C

where the unit vector n points outward from the surface or contour.

2.4.2 One-Dimensional Examples

We restrict our attention to a scalar dependent variable u# and a scalar flux f, as in
the model equations. We consider an equispaced grid with spacing Ax. The nodes of
the grid are located at x; = jAx as usual. Control volume j extends from x; — Ax/2
to xj + Ax/2, as shown in Fig. 2.4. This is referred to as a node centered scheme
in contrast to a cell-centered scheme, where the control volume would extend from
X;j to xj41. With respect to the discussion in this section, these two approaches are
identical. We will use the following notation:

Xi—1/2 =xj — Ax/2, Xjy1/20 = Xxj + Ax/2, (2.59)

wjr12 = u(xj£1,2),  fix12 =fWjx1,2). (2.60)

With these definitions, the cell-average value becomes

1 Xj+1/2
uj(t) = —/ u(x, t)dx, (2.61)
Ax Sy )

and the integral form becomes

d ~ Xj+1/2
E(Axuj) +fir12 = fi-12 =/ Pdx. (2.62)

Xj—1/2

The integral form of the linear convection equation is obtained with f = au and
P = 0, while the integral form of the diffusion equation is obtained with f =
—vVu = —vou/0x and P = 0.

A Second-Order Approximation to the Convection Equation. With a = 1, the
integral form of the linear convection equation becomes

diij
Ax— thivyz —fi-12=0 (2.63)
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Fig. 2.4 Control volume in one dimension
with f = u. We choose a piecewise-constant approximation to u(x) in each cell such
that

u(x) =u;j xj—1/2 < x < Xj+1,2. (2.64)
Evaluating this at j + 1/2 gives

L L L -

J;'+1/2 =f(”j+1/2) = Uiy p = U, (2.65)

where the L indicates that this approximation to f; 1,2 is obtained from the approx-

imation to u(x) in the cell to the left of xj;1/2, as shown in Fig. 2.4. The cell to the
right of xj;1,2, which is cell j + 1, gives

FRn =i (2.66)
Similarly, cell j is the cell to the right of x;_1 2, giving
R =1 (2.67)

and cell j — 1 is the cell to the left of x;_1,, giving

fp =i (2.68)

We have now accomplished the first step from the list in Sect. 2.4.1; we have
defined the fluxes at the cell boundaries in terms of the cell-average data. In this
example, the discontinuity in the flux at the cell boundary is resolved by taking the
average of the fluxes on either side of the boundary. Thus

. 1 1 _ _
fivp =5 G ) = 5@ + Bgn) (2.69)

and

N 1 1 _ _
fi-ip = 5(;;-&1 nHRi) = 5 @1 + 1), (2.70)
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where f denotes a numerical flux which is an approximation to the exact flux.
Substituting (2.69) and (2.70) into the integral form, (2.63), we obtain

diy 1 1 i

A.XE + z(l/l] + Mj_H) — E(uj_l + I/tj)
a1 1) =0 @2.71)
= Aax dr 2 Ujt1 uji—1) =Y. :

With periodic boundary conditions, this point operator produces the following semi-
discrete form:

die _ 13(101): (2.72)
dr ~ 2ax P '

This is identical to the expression obtained using second-order centered differences,
except it is written in terms of the cell average th, rather than the nodal values, u.
Hence our analysis and understanding of the eigensystem of the matrix By(—1, 0, 1)
is relevant to finite-volume methods as well as finite-difference methods. Since the
eigenvalues of B,(—1, 0, 1) are pure imaginary, we can conclude that the use of the
average of the fluxes on either side of the cell boundary, as in (2.69) and (2.70), leads
to a nondissipative finite-volume method.

A Fourth-Order Approximation to the Convection Equation. A fourth-order spa-
tial discretization can be obtained by replacing the piecewise-constant approximation
in Sect. 2.4.2 with a piecewise-quadratic approximation as follows

u(€) = a&® + b +c, (2.73)

where § is again equal to x — x;. The three parameters a, b, and ¢ are chosen to satisfy
the following constraints:

| A2
— u(§)d§ = uj—
Ax J 34502 !
1 Ax/2
— u(§)dé = u;
Ax J_axp2 /
34x/2
— u(§)d§ = ujq 1. (2.74)
Ax J axp2

These constraints lead to

_ Wiy — 2uj + ujq
2Ax2
Ujt1 — Uj—
2Ax

b=
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—uj_1 + 26u; — ujqq

7 (2.75)

It is left as an exercise for the reader to show that this reconstruction leads to the

following form:
du; 1 _ _ -
AxE + E(_uj+2 +8uj 1 — 8uj— +uj2) =0, (2.76)

which is analogous to a fourth-order centered finite-difference scheme.
A Second-Order Approximation to the Diffusion Equation. In this section, we
describe two approaches to deriving a finite-volume approximation to the diffusion
equation. The first approach is simpler to extend to multidimensions, while the second
approach is more suited to extension to higher-order accuracy.

With v = 1, the integral form of the diffusion equation is

du

Ax dtj +fiv12 —fi-12=0 (2.77)

with f = —Vu = —0u/0x. Also, (2.58) becomes

b
/ @dx = u(b) — u(a). (2.78)
a Ox

We can thus write the following expression for the average value of the gradient of
u over the interval x; < x < xj41:

1 Y+ Qu 1 79
Ax ; = E(”ﬁ-l - uj). (2.79)

The value of a continuous function at the center of a given interval is equal to the
average value of the function over the interval to second-order accuracy. Hence, to
second-order, we can write

Y (8”) L — i) (2.80)
ir12=—\= = ——(Uj41 — Uj). .
J Ox 12 Ax /
Similarly,
~ 1 _ _
fim12 = =5 W = ). (2.81)

Substituting these into the integral form (2.77), we obtain

du; 1 _ _
Axd—t‘ = A_x(uj_l —2uj + uj11) (2.82)
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or, with Dirichlet boundary conditions,

di 1

T = 5o 2 it + (Ec) . (2.83)

This provides a semi-discrete finite-volume approximation to the diffusion equation,
and we see that the properties of the matrix B(1, —2, 1) are relevant to the study of
finite-volume methods as well as finite-difference methods.

For our second approach, we use a piecewise-quadratic approximation as in Sect.
2.4.2. From (2.73) we have

ou Ou
o= 8_5 =2af+b (2.84)

with a and b given in (2.75). With f = —0u/0x, this gives

I _ _
fap=hip= —A—x(u./+1 — uj) (2.85)

SRy = = =Gy — i) 2.36)
J=12 = Jj=12 = T MG T = :
Notice that there is no discontinuity in the flux at the cell boundary. This produces

diy 1 _ L
I A_xz(uj_l = 2uj + Ujt1), (2.87)

which is identical to (2.82).

2.5 Numerical Dissipation and Upwind Schemes

For a given order of accuracy, centered difference schemes produce the lowest
coefficient of the leading truncation error term in comparison with one-sided and
biased schemes. Moreover, a centered difference approximation correctly mimics
the physics of convection and diffusion. In particular, a centered approximation to a
first derivative is nondissipative, i.e. the eigenvalues of the associated matrix operator
are pure imaginary. No aphysical numerical dissipation is introduced. Nevertheless,
in the numerical solution of many practical problems, a small well-controlled amount
of numerical dissipation is desirable and possibly even necessary for stability.

In a linear problem, there exist modes that are inaccurately resolved, as demon-
strated by the modified wavenumbers shown in Fig. 2.2. If these modes are introduced
into a simulation somehow, for example by the initial conditions, and there exists
no mechanism to damp them, then they will persist and potentially contaminate
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the solution. It is preferable to damp these under-resolved solution components. In
processes governed by nonlinear equations, such as the Navier—Stokes equations,
there can be a continual production of high-frequency components of the solution,
leading, for example, to the formation of shock waves. In a real physical problem,
the production of high frequencies is eventually limited by viscosity. However, in
practical simulations, the smallest length scales where the physical damping occurs
are often under resolved. Unless the relevant length scales are resolved, some form of
added numerical dissipation is required. Since the addition of numerical dissipation
is tantamoun to intentionally introducing nonphysical behavior, it must be carefully
controlled such that the error introduced is not excessive.

2.5.1 Numerical Dissipation in the Linear Convection Equation

One means of introducing numerical dissipation is through the use of one-sided
differencing in the inviscid flux terms. For example, consider the following point
operator for the spatial derivative term in the linear convection equation:

— a(Oxu);

%[—(1 + B)uj 1+ 28u; + (1 — By ]

= Sl ) + B + 20— )] (288)
The second form shown divides the operator into an antisymmetric component
(—uj—1 + ujy1)/2Ax and a symmetric component 3(—u;—1 + 2u; — ujy1)/2Ax.
The antisymmetric component is the second-order centered difference operator. With
(B # 0, the operator is only first-order accurate. A backward difference operator is
given by 5 = 1, and a forward difference operator is given by 5 = —1.
For periodic boundary conditions, the corresponding matrix operator is

—a
—aty = o Bp(=1 = .26.1 - ).

The eigenvalues of this matrix are

— 2 2
)\m=_a[g[l_cos(ﬂ)}_{_isin(ﬂ)], m=0,1,... M~ 1.
Ax M M

If a is positive, the forward difference operator (5 = —1) produces H(\,) > 0,
the centered difference operator (5 = 0) produces N(A,,) = 0, and the backward
difference operator produces 9t()\,;;) < 0. Hence the forward difference operator is
inherently unstable, while the centered and backward operators are inherently stable.
If a is negative, the roles are reversed.
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In order to devise a spatial discretization that is stable independent of the sign of
a, we can rewrite the linear convection equation as

ou n _Ou L aZx|al

- — =0, = . 2.89

o T T, “ 2 (2:59)
Ifa > 0, then a™ = a > 0 and a~ = 0. Alternatively, if a < 0, then a™ = 0 and
a~ = a < 0. Now we can safely use a backward difference approximation for the

a™ (> 0) term and a forward difference approximation for the a~ (< 0) term. This is
the basic concept behind upwind methods, that is some decomposition or splitting of
the fluxes into terms which have positive and negative characteristic speeds so that
appropriate differencing schemes can be chosen for each.

The above approach can be written in a different, but entirely equivalent, manner.
From (2.88), we see that a stable discretization is obtained with 5 = 1 if @ > 0 and
with # = —1if a < 0. This is achieved by the following point operator:

—a(bu)j = E[a(—ujq +ujp) + lal(—uj—1 + 2u; —ujr )] (2.90)

Any symmetric component in the spatial operator introduces dissipation (or amplifi-
cation). Therefore, one could choose 5 = 1/2 in (2.88), for example, leading to the
following operator:

—1 1
—a(bxu)j = E[a(_“j—l +uj1) + §|a|(—uj—1 +2uj —ujp1)]. (291)

The resulting spatial operator is not one-sided, but it is dissipative.
Similarly, biased schemes use more information on one side of the grid node than
the other. For example, a third-order backward-biased scheme is given by

1
(Oxu)j = @(uj_z — 6uj_1 + 3uj + 2uj41)

1
= m[(uj—z — 8uj_1 + 8ujr1 — ujt2)
+ (Wj—2 — 4uj_1 + 6uj — 4ujr1 +ujg2)]. (2.92)

The antisymmetric component of this operator is the fourth-order centered differ-
ence operator. The symmetric component approximates Ax>u,/12. Therefore,
this operator produces fourth-order accuracy in phase, with a third-order dissipative
term. Note that the antisymmetric portion of the first-derivative operator always has
an even order of accuracy, while the symmetric portion always has an odd order.
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2.5.2 Upwind Schemes

In Sect. 2.5.1, we saw that numerical dissipation can be introduced in the spatial dif-
ference operator by using one-sided difference schemes or, more generally, by adding
asymmetric component to the spatial operator. With this approach, the direction of the
one-sided operator (i.e. whether it is a forward or a backward difference) and the sign
of the symmetric component depend on the sign of the wave speed. When a hyper-
bolic system of equations is being solved, the wave speeds can be both positive and
negative. For example, the eigenvalues of the flux Jacobian for the one-dimensional
Euler equations are u, u + a, u — a, where u is the fluid velocity and a is the speed of
sound. When the flow is subsonic, these are of mixed sign. In order to apply one-sided
differencing schemes to such systems, some form of splitting is required.
Flux-Vector Splitting. Consider a linear, constant-coefficient, hyperbolic system of
partial differential equations given by

ou Of Ou ou
E_FB_X_E Aa—x—(), (2.93)

where f = Au, and A is diagonalizable with real eigenvalues. This system can be
decoupled into characteristic equations of the form

(911),‘ 8wi

wi O 294
o TN oy 299

where the wave speeds, )\;, are the eigenvalues of the Jacobian matrix, A, and the
w;s are the characteristic variables. In order to apply a one-sided (or biased) spatial
differencing scheme, we need to apply a backward difference if the wave speed, \;,
is positive, and a forward difference if the wave speed is negative.

To accomplish this, we split the matrix of eigenvalues, A, into two components
such that

A=AT+ 47, (2.95)
where
A+ A A—|A
AT = % A = TH (2.96)

With these definitions, A™ contains the positive eigenvalues and A~ contains the
negative eigenvalues. With the additional definitions?

AT =xATX"!, A" =xA"X"", (2.97)

we can define the split flux vectors as

2 With these definitions, A ™ has all nonnegative eigenvalues, and A~ has all nonpositive eigenvalues.



2.5 Numerical Dissipation and Upwind Schemes 35
ff=AMu, fF=A"u (2.98)

Noting that f = T +f~, we can rewrite the original system in terms of the split flux
vectors as

ou oft  of”

o + o + = 0. (2.99)
The spatial terms have been split into two components according to the sign of the
wave speeds A dissipative scheme is obtained by applying backward differencing
to the f term and forward differencing to the f — term.

Flux Vector splitting [2, 3] can also be used W1th afinite-volume method. Referring
back to Sect. 2.4, recall that in a finite-volume method there exists a discontinuity in
the flux at a control-volume boundary. When we took the average of the two fluxes
at the interface, we obtained a nondissipative finite-volume discretization analogous
to centered differencing. In order to develop a dissipative scheme, we can instead
choose £ from the state to the left of the interface and £~ from the right state. This
leads to the following upwind numerical flux:

JA§'+1/2 = (Ol +¢HE, (2.100)

which leads to a finite-volume method that is analogous to the flux-vector-split finite-
difference scheme described above.

Flux-Difference Splitting. With flux-difference splitting [4], the numerical flux is
given by

fiv12 =

(fL +fR) + %IAI (uL - uR), 2.101)

N =

where
|A] =X|A|X71. (2.102)

Itis straightforward to show that in the linear, constant-coefficient case this is entirely
equivalent to (2.100).

2.5.3 Artificial Dissipation

We have seen that numerical dissipation can be introduced by using one-sided dif-
ferencing schemes together with some form of flux splitting. We have also seen that
such dissipation can be introduced by adding a symmetric component to an antisym-
metric (dissipation-free) operator. Thus we can generalize the concept of upwinding
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to include any scheme in which the symmetric portion of the operator is treated in
such a manner as to be truly dissipative.
For example, consider the operator

Of = 0% + 03 (1Aw), (2.103)

where 62 and J} are antisymmetric and symmetric difference operators, and |A]
is defined in (2.102). The second spatial term is known as artificial dissipation.
With appropriate choices of 42 and 43, this approach can be identical to the upwind
approach.

It is common to use the following operator for ¢}

(0%u), = Aix(uj_z — du_y + 6uj — dujy + ujpa), (2.104)
where ¢ is a problem-dependent coefficient. This symmetric operator approximates
€AX Uy and thus introduces a third-order dissipative term. With an appropriate
value of e, this often provides sufficient damping of high frequency modes without
greatly affecting the low frequency modes. A more complicated treatment of the
numerical dissipation is required near shock waves and other discontinuities; this
subject is dealt with in later chapters.

2.6 Time-Marching Methods for ODEs
2.6.1 Basic Concepts: Explicit and Implicit Methods

After discretizing the spatial derivatives in the governing PDEs (such as the Navier—
Stokes equations), we obtain a coupled system of nonlinear ODEs in the form

-

du - _

— =F(u,1). 2.105
i (u, 1) ( )
These can be integrated in time using a time-marching method to obtain a time-
accurate solution to an unsteady flow problem. For a steady flow problem, spatial
discretization leads to a coupled system of nonlinear algebraic equations in the form

F(i) = 0. (2.106)

As a result of the nonlinearity of these equations, some sort of iterative method is
required to obtain a solution. For example, one can consider the use of Newton’s
method, which is widely used for nonlinear algebraic equations. This produces an
iterative method in which a coupled system of linear algebraic equations must be
solved at each iteration. Alternatively, one can consider a time-dependent path to the
steady state and use a time-marching method to integrate the unsteady form of the
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equations until the solution is sufficiently close to the steady solution. The subject of
the present section, time-marching methods for ODEs, is thus relevant to both steady
and unsteady flow problems. When using a time-marching method to compute steady
flows, the goal is simply to remove the transient portion of the solution as quickly
as possible; time-accuracy is not required. This motivates the study of stability and
stiffness, topics which are discussed in the next section.

Application of a time-marching method to an ODE produces an ordinary difference
equation (OAE). Simple OAEs can be easily solved, so we can develop exact solu-
tions for the model O AEs arising from the application of time-marching methods to
the model ODEs. Using these exact solutions, we can analyze and understand the
stability and accuracy properties of various time-marching methods.

Based on the discussion in Sect. 2.3, we will consider scalar ODEs given by

W _y—F 2.107
dt_u_ (u, 1), (2.107)
bearing in mind that the analysis applies directly to the solution of systems of ODEs.
As in Sect. 2.2, we use the convention that the n subscript, or the (n) superscript,
always denotes a discrete time value, and /4 represents the time interval At. Combining
this notation with (2.107) gives

/
n

u, =F, = F(u,, t,), t,=nh.
Often we need a more sophisticated notation for intermediate time steps involving
intermediate solutions denoted by i, u, etc. For these we use the notation

Zt:wr(y = Fpia = F(tlpta, ty + ah).

The methods we study are to be applied to linear or nonlinear ODEs, but the
methods themselves are formed by linear combinations of the dependent variable
and its derivative at various time intervals. They are represented conceptually by

un1 = f(Brhuy,yy, Bohi)y, By, ..., 00Uy, 0 ttt—1,...) . (2.108)

With an appropriate choice of the as and s, these methods can be constructed to
give a local Taylor series accuracy of any order. A method is said to be explicit if
81 = 0 and implicit otherwise. An explicit method is one in which the new predicted
solution is only a function of known data, for example, u),, u;lfl, uy,, and u,_ for
a method using two previous time levels, and therefore the time advance is simple.
For an implicit method, the new predicted solution is also a function of the time
derivative at the new time level, that is, u,’l il As we shall see, for systems of ODEs
and nonlinear problems, implicit methods require more complicated strategies to
solve for u, than explicit methods.

Most time-marching methods in current use in CFD fall into one of three
categories: linear multistep methods, predictor—corrector methods, and Runge—
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Kutta methods. For the purpose of our analysis, we group predictor—corrector and
Runge—Kutta methods together under the heading multi—stage methods.

In a linear multistep method, the solution at the new time level is a linear combi-
nation of the solution and its derivative at various time levels. In other words, (2.108)
becomes

Uny1 = PBrhu,, + Bohuy,, B_iuy,_y + -+ + oty + a—jup—1 + -+ (2.109)

Specific linear multistep methods are associated with specific choices of the as and
(s. In order to establish the order of accuracy, one can perform a Taylor series
expansion of the right-hand side of (2.109) with particular values of the s and (s
and compare it to the Taylor series expansion of u,11. The order of accuracy of the
method is the lowest exponent of % in the difference minus one. Similarly, one can use
a Taylor table to derive a method by choosing which as and (s will be permitted to
have nonzero values; the Taylor table facilitates the derivation of the « and (3 values
that maximize the order of accuracy. For example, the most basic time-marching
method, which we will call the explicit Euler method, is found with all as and s set
to zero with the exception of cvg and Jy. In order to maximize the order of accuracy,
one must choose ag = Fy = 1, which gives

Uns1 = Uy + hul) + O(h). (2.110)

Since the leading error term is O(h?), this method is first order. This means that if
an ODE is solved with this method over a specific time interval using first a specific
value of & and then with 4/2, the error in the solution at the end of the time interval
will be reduced by a factor of two.

Further examples of linear multistep methods commonly used in CFD applications
are given below?:

Explicit Methods.
Unt1 = Up—1 + 2hul, Leapfrog
Upy] = Uy + %h[3u; — “;;—1] AB2
Un1 = up + 523, — 16u,_, +5u/_,] AB3
Implicit Methods.
U1 = Uy + It Implicit Euler
Upt+1 = Up + %h[u;, +u, +1] Trapezoidal (AM2)
Ung1 = % [41un — un_y + 20, | 2nd-order Backward
Uyl = Uy + %[SMZ_H + 8u), — ”;,—1] AM3

3 Where the notation AB2 refers to the 2nd-order Adams-Bashforth method and AM2 refers to the
second-order Adams-Moulton method, etc.



2.6 Time-Marching Methods for ODEs 39

Predictor—corrector methods constructed to time-march linear or nonlinear ODEs
are composed of sequences of linear multistep methods, each of which is referred to
as a family in the solution process. There may be many families in the sequence, and
usually the final family has a higher Taylor-series order of accuracy than the inter-
mediate ones. Their use is motivated by ease of application and increased efficiency.
In a simple two—stage predictor—corrector method, the solution is initially predicted
at the next time level or some intermediate time using a linear multistep method. It
is then corrected by applying another linear multistep method that involves applying
the derivative function F'(u, t) at the predicted u and the appropriate value of 7. For
example, the second-order predictor—corrector method we will call MacCormack’s
method* can be written as

~ /
Up+] = Uy + hun

1 - -
Upt1 = E(un + Upt+1 + h":/H-l)- (2.111)

The predicted solution it,,1 | is obtained at ,, | using the explicit Euler method, while
the correction is obtained using the implicit trapezoidal method (see examples above)
with u/, 41 replaced by i, 41~ The method is explicit, since i,11 is computed before
it;l i is needed. Note that in order to advance one time step, two evaluations of the
derivative function F (u, t) are required, F(uy, t,) in the predictor and F (ity+1, tp+1)
in the corrector. Since evaluating the derivative function is typically the greatest
computing expense in the application of a time-marching method, this means that
the cost per time step of MacCormack’s method is nominally twice that of a linear
multistep method, where only one derivative function evaluation is needed per time
step.’

Runge—Kutta methods are another important subset of multi-stage methods. The
most popular is the classical explicit fourth-order Runge—Kutta method, which can
be written in a notation consistent with the predictor—corrector example as

. 1
Up+1/2 = Up + Ehufl

lp+1/2 = Up + Ehﬁ:1+l/2

— ~/
Up+1 = Up + hun+1/2

1 ! ~ —_—
a1 = Uy + gh[un +2(@rp H ) + | @112)

4 Here we discuss only MacCormack’s time-marching method. The method commonly referred to
as MacCormack’s method is a fully-discrete method [5].

5 If a linear multistep method requires, for example, F'(u,—1, #,—1), this can be calculated at a
previous time step and stored.
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This method requires four derivative function evaluations per time step. As described
below, the analysis and derivation of multi-stage methods is more involved than that
for linear multistep methods.

2.6.2 Converting Time-Marching Methods to O AEs

In Sect. 2.3.5 we chose a representative scalar ODE for the study of time-marching
methods given by

d
d_;‘ = \u+ ael, (2.113)

where A, a, and p are complex constants. This equation has the following exact
solution (for p # \):

Mt

-\

u(t) = ceM

a
+ (2.114)

I
where the constant ¢ is determined from the initial condition. Of course, one would not
normally apply a numerical method to solve an equation for which one can derive the
exact solution. Our purpose here is to analyze and evaluate time-marching methods,
and amodel ODE with a known solution plays an important role in this process. Using
the theory of OAEs we can obtain a closed form solution for the numerical solution
obtained when a given time-marching method is used to solve the representative
ODE. Rather than having to conduct a series of numerical experiments in order to
understand the properties of a time-marching method, we can use this closed form
solution to obtain these properties as an explicit function of the parameters i, A,
a, and p. Hence, the theory of OAEs provides a powerful tool for analyzing and
deriving time-marching methods.

For example, consider the application of the explicit Euler method (2.110) to the
representative ODE. Noting that 7, = hn, one obtains

Unt1 = tty + h(\uy + ael™)
= (1 + Ah)uy + hae"™. (2.115)

This is a first-order inhomogenous OAE that can be written in the general form
Upt] = ol + ab”, (2.116)
where o, a, and b are, in general, complex parameters. The independent variable is

n rather than ¢, and, since the equations are linear and have constant coefficients, o
is not a function of either n or u. The exact solution of (2.116) is (for b # o):
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ab"
b—o’

2.117)

u, = cyo" +

where ¢ is a constant determined by the initial conditions. That (2.117) is a solution
to (2.116) can be easily verified by substitution, and the reader is encouraged to do so.

Applying the exact OAE solution (2.117) to the OAE obtained by applying the
explicit Euler method to the representative ODE (2.115), one obtains the exact numer-
ical solution:

haeuhn

_ n
up, = c1(1 + Ah)" + N

(2.118)

This can be compared directly with the exact ODE solution rewritten as

euhn
u(t) = c @y + E—

— (2.119)

In particular, comparing the homogeneous solutions
ci(1+ \)" ~ ¢ e, (2.120)

where ¢; = c, shows that 0 = 1 4 Mk is an approximation to e, Given that the
Taylor series expansion of e about A = 0 is

1

k'A"hk +oe (2.121)

1
e)‘h=1+)\h+§)\2h2+-~-+

the error in the approximation is O(h?), consistent with the fact that the explicit
Euler method is a first-order method. With a little more algebra,® one can readily
show that the particular solution in (2.118) is also a first-order approximation to the
exact particular solution.

Let us examine the homogeneous OAE solution in more detail. Consider as an
example A = —1. The exact ODE homogeneous solution is simply ce ™. The homo-
geneous solution for the explicit Euler OAE is

u, =c1(1 —h" (2.122)
For small / this is a good approximation, consistent with the fact that o ~ e,
However, for 4 = 1, the homogeneous solution becomes u,, = 0 after one step. This
is completely inaccurate but at least provides the correct homogeneous solution as
n — oo. With i = 2, the solution oscillates between 1 and —1, and for & > 2,

6 One must expand both the exact ODE particular solution and the exact OAE particular solution
in Taylor series and compare on a term by term basis starting with the lowest power of /.



42 2 Fundamentals

the solution grows without bound as n — oc0. Generalizing this to arbitrary )\, the
solution grows without bound if |o| = |1 + M| > 1.7
Next consider the application of the implicit Euler method

Uyl = Up + hut) (2.123)

to the representative ODE. The resulting OAE is

1 1
st = Tt + T phelael™. (2.124)

This can once again be compared to the form (2.116) to obtain the exact O AE solution

LI N het" (2.125)
= (o} - — .
=\ wm) T (1 — Noyehh — 1

In this case ¢ = 1/(1 — Ah). Although again a first-order approximation to e*”, this
leads to quite different behaviour than ¢ = 1 4+ Ak obtained for the explicit Euler
method. For example, with A\ = —1 as in our previous example, the solution will not
become unbounded even as i — 0.

This approach based on (2.116) and its solution (2.117) enables us to study one-
step linear multistep methods, which are linear multistep methods that use data only
at time levels n 4+ 1 and n. For linear multistep methods of two steps or more and
multistage methods, a more general theory is needed. This is achieved by writing
the OAE obtained by applying a time-marching method to the representative ODE
in the following operational form:

P(E)u, = Q(E) - ae'™. (2.126)
The terms P(E) and Q(E) are polynomials in E referred to as the characteristic poly-
nomial and the particular polynomial, respectively. The shift operator E is defined
formally by the relations
Unt1 = Etty,  tnir = E*uy
and also applies to exponents, thus

ba'anan’_a:Ea'bn,

where « can be any fraction or irrational number.

7 Recall that A and hence ¢ are in general complex.
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The general solution of (2.126) can be expressed as

K

= 3 culon + a.
k=1

O(eM

P’ (2.127)

where oy, are the K roots of the characteristic polynomial, P(c) = 0. An important
subset of this solution occurs when p = 0, representing a time-invariant particular
solution, or a steady state. In such a case

K
n o)
Uy = kngk(ak) +a- 0 (2.128)

‘We shall illustrate the application of (2.126) and (2.127) with two examples, a two-
step multistep method and a multistage method, MacCormack’s predictor-corrector
method (2.111).
Consider first the leapfrog method, a second-order explicit two-step multistep
method given by®
Upy1 = Up—1 + 2hut,. (2.129)
Applying it to the representative ODE gives
Uni1 = Up_1 + 2h(Nuy, + ael™). (2.130)

After rearranging and introducing the shift operator (u,+1 = Euy, uy—1 = E 1y, )
we obtain

(E — 2\h — E”Yu,, = 2hae!™, (2.131)
which is in the form (2.126) with
P(Ey=E—2\h—E~', Q(E) =2h. (2.132)
Setting P(o) = 0 gives the relation
o? —2\ho — 1 =0, (2.133)

which produces two o roots:

o122 =M £V AZh2 4+ 1. (2.134)

8 The reader should observe the relationship between this time-marching method and the second-
order centered difference approximation to a first derivative.
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Thus the OAE solution is
Uy, = cy(M+ V2R + 1) 4+ co(Mh — V AZh2 + 1"
2h
Faethn . (2.135)

eth —2\h — e=Hh’

This OAE solution has an important difference from that obtained for the explicit
and implicit Euler methods: two o-roots. Only one of them approximates e In this
case 01 = M + ~/A2h? + 1 can be expanded in a Taylor series to show that it is
a second-order approximation to . The root with this property is known as the
principal root, and the other root or roots are known as spurious roots. There are two
constants in the OAE solution, but only one initial condition. This reflects the fact
that a method requiring data at time level n — 1 or earlier is not self starting. At the
first time step n = 0, u,, = ugp is known from the initial condition, but u,_; is not
known. Therefore, such methods are normally started using a self-starting method
for the first step or steps, as required, and this provides the second necessary constant.
If the method is started in this manner, the coefficients of the spurious roots will have
small (but not zero) magnitudes.

As our final example, we will derive the solution to the OAE obtained by apply-
ing MacCormack’s explicit predictor—corrector method (2.111) to the representative
ODE. This methodology can be followed to analyze Runge-Kutta methods as well.?
Applying MacCormack’s method to the representative equation gives

1 — (1 4+ M)u, = ahet™
(2.136)
— (14 M)ityg1 + iy — Jun = 2ahe!n D,

which is a coupled set of linear OAEs with constant coefficients. The second line in
(2.136) is obtained by noting that

i)y = Fipr1. tn +h)
= Ailyy1 + ael D, (2.137)

Introducing the shift operator E, we obtain

E _(1-{‘(6“}’)) I . 1.
[—%(H(e’”’))E E-1 Hu}n_h'[%E}”' (2.138)

This system has a solution for both the intermediate family i, and the final family
uy,. Since we are interested only in the final family, we can use Cramer’s rule to obtain
the operational form (2.126) as follows:

? In fact, MacCormack’s method can be considered a second-order Runge-Kutta method.
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E —(1 4 \h) |
P(E) = det = E(E —1—Mi— —/\zhz)
LA+ MEE-} 2
"E h |
O(E) = det = —hE(E + 1 + \h).
| —3(1+ ARE JhE

The o-root is found from
12,2
P(o)=o0 U—l—Ah—EA h“) =0,
which has only one nontrivial root
1 212
0:1+)\h+§>\h. (2.139)

The complete solution can therefore be written

Lh(e!™ + 14 M)
h

. (2,140
eth — 1 — \h— IA2h2 (*140)

1 n
U, = | (1 + M+ E/\2h2) + aeln .

The o-root is clearly a second-order approximation to e, and the particular solution
can also be shown to be a second-order approximation of the particular solution in
(2.114). This example provides a template that can be used for the derivation and
analysis of predictor—corrector and Runge-Kutta methods up to third order. Runge-
Kutta methods of order four and higher must be derived based on a nonlinear ODE.

We are now in a position to generalize what we have learned about the o-roots asso-
ciated with a time-marching method. Recall that we intend to apply time-marching
methods to systems of ODEs generated by discretizing the spatial derivatives in a
PDE. For the linear, constant-coefficient systems of ODEs associated with our model
equations, which are in the form (2.36), the solution can be written in the form (2.44),
which we rewrite here as follows, noting that t = nh:

u(t) =cy (eA‘h)n X1+ +cm (e*’"h)n Xm+ - +cm (e/\Mh)n Xy + P.S., (2.141)

where the )\, and X,, are the eigenvalues and eigenvectors of the A matrix in the
ODE system, and for the present we are not interested in the form of the particular
solution (P.S.).

Both the explicit Euler and MacCormack methods are one-root methods; they
produce one o-root for each A-root. If we use such a method to time march the
system of ODEs, the solution of the resulting O AEs is
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ip=ci(e)" X1+ +cmlon) Xm+ - +culom) Xy + P.S., (2.142)

where the ¢,, and the X,,, in the two equations are identical, and o, is an approximation
to e that depends on the specific time-marching method. If the method produces
one or more spurious o-roots for each A, as in our example of the leapfrog method,
then the OAE solution is

U, = 611(01)'1’ X1+ + Cm1(0m)’1’ Xm+ -+ CM1((IM)’11 Xy +P.S.
+en(o)y Xt + - 4 cma(om)s Xm + - -+ + em2(om)y Xm
+ei3(oD; X1+ F 3 (Om)3 Xm 4 - + emz(om) Xu
+ etc., if there are more spurious roots. (2.143)

The o-root that approximates e*” is referred to as the principal o-root, and desig-
nated (o,,,)1. Application of the same time-marching method to all of the equations in
a coupled system of linear ODEs in the form of (2.36) always produces one principal
o-root for every A-root that satisfies the relation

1 1
o=1 +/\h+5/\2h2+~~+ﬁ)\"hk+0(hk+‘), (2.144)

where k is the order of the time-marching method. This property can be stated
regardless of the details of the time-marching method, knowing only that its leading
error is O(h**1). Thus the principal root is an approximation to e up to O(h*).

Spurious roots arise if a method uses data from time level n — 1 or earlier to
advance the solution from time level n to n 4 1. Such roots originate entirely from
the numerical approximation of the time-marching method and have nothing to do
with the ODE being solved. However, generation of spurious roots does not, in
itself, make a method inferior. In fact, many very accurate methods in practical
use for integrating some forms of ODEs have spurious roots. Based on the starting
technique, the magnitudes of the coefficients of the spurious roots will be small but
nonzero. If the spurious roots themselves have amplitudes less than unity, they will
not grow and hence will not contaminate the solution. Thus while spurious roots must
be considered in stability analysis, they play virtually no role in accuracy analysis.
Table 2.1 shows the A—o relations for various methods.

2.6.3 Implementation of Implicit Methods

Although the approach we have presented for analyzing time-marching methods
based on the representative ODE is a powerful means of understanding the behaviour
of time-marching methods, it obscures some aspects of the implementation of implicit
methods to systems of nonlinear ODEs. These are introduced here.
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Table 2.1 Some \—o relations

47

1. c—1—Xh=0 Explicit Euler
2. 02 =2 \ho —1=0 Leapfrog

3. o2 —(1+ 3o+ =0 AB2

4. o3 — (14 BAo? + $Aho — FAh =0 AB3

5. c1—=Xh)—1=0 Implicit Euler
6. o(1=5Xh) = (1+ $Ah) =0 Trapezoidal
7. o1 — %/\h) — %O’ + % =0 2nd-order backward
8. o?(1 = ZAh) — (1 + FEA)o + 5 k=0 AM3

9. o — (14 B+ BXr)o + S A+ 300 =0 ABM3

10. o3 — (142 \n)o? + 3 ho — 1A =0 Gazdag

11. o—1=Xo— X0 =0 RK2

12. o —1=Xh— 3N — L0 — L%t =0 RK4

13. o?(1 = 1Ah) — $Xho — (1 + 1Ah) =0 Milne 4th

Application to Systems of Equations. Consider the application of the implicit Euler
method to our generic system of equations given by

i = Al —f(), (2.145)

where u andj‘ are vectors, and we still assume that A is not a function of u or ¢.
One obtains the following system of algebraic equations that must be solved at each
time step:

(I — hA)iins1 — tin = —hf (t + h) (2.146)
or
i1 = (I — hA) ity — hf (¢ + h)]. (2.147)

The inverse is not actually performed; rather we solve (2.146) as a linear system of
equations. For our one-dimensional examples, the system of equations which must
be solved is tridiagonal (e.g. for periodic convection, A = —aBp(—1,0, 1)/2Ax),
and hence its solution is inexpensive, but in multiple dimensions the bandwidth can
be very large. In general, the cost per time step of an implicit method is thus larger
than that of an explicit method. The primary area of application of implicit methods
is in the solution of stiff ODEs; this is further discussed in Sect. 2.7.

Application to Nonlinear Equations. Now consider the general nonlinear scalar
ODE given by

LT (2.148)
= u,t). .
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Application of the implicit Euler method gives
U1 = Uy + hF (Upy1, tht). (2.149)

This is a nonlinear difference equation which requires a nontrivial method to solve for
un+1. There are several different approaches one can take to solving this nonlinear
difference equation. An iterative method, such as Newton’s method, can be used.
Other alternatives include local linearization and dual time stepping.

In order to implement a local linearization, we expand F'(u, t) about some refer-
ence point in time. Designate the reference value by #, and the corresponding value
of the dependent variable by u,. A Taylor series expansion about these reference
quantities gives

(8F) (aF) )
Fut)y=F,+|— )u—u,) +{— )@t —t,) + Oh~). (2.150)
Ou ot

This represents a second-order, locally-linear approximation to F(u, t) that is valid
in the vicinity of the reference station #,, and the corresponding u,, = u(t,). With this
we obtain the locally (in the neighborhood of #,) linear representation of (2.148),
namely

== (%)nu + [F,, - (a_u)n””] + (E)na — 1) + 0. (2.151)

As an example of how such an expansion can be used, consider the mechanics of
applying the trapezoidal method for the time integration of (2.148). The trapezoidal
method is given by

1
Up+] = Up + Eh(Fn-H + Fy). (2.152)
Using (2.150) to evaluate F, 4| = F(uy+1, th+1), one finds

Upt1 = un+lh Fy + (?i (tn+1 —up) +h ai +O(h2)+Fn . (2153)
2 ou), o/,

Note that the O(h?) term within the brackets (which is due to the local linearization) is
multiplied by % and therefore preserves the second-order accuracy of the trapezoidal
method. The local time linearization updated at the end of each time step and the trape-
zoidal time-marching method combine to make a second-order-accurate numerical
integration process. There are, of course, other second-order implicit time-marching
methods that can be used. The important point to be made here is that local lineariza-
tion updated at each time step has not reduced the order of accuracy of a second-order
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time-marching process. Extension to systems of equations is straightforward, with
(3—5) representing a Jacobian matrix.
n
A useful reordering of the terms in (2.153) results in the expression

1 (OF 1 ,(0F

which is known as the delta form. In many fluid mechanics applications the nonlinear
function F is not an explicit function of ¢. In such cases the partial derivative of
F(u) with respect to ¢ is zero, and (2.154) simplifies to the second-order-accurate

eXpreSSl()n
1 zlh 9F Aun ‘ll n- (2155)
u n

Following the same steps with the implicit Euler method and again assuming that
is not an explicit function of time, we arrive at the form

[1 —h(a—F) i|Aun — hF,. (2.156)
oul,

We see that the only difference between the implementation of the trapezoidal method
and the implicit Euler method is the factor of 1/2 in the brackets of the left side of
(2.155) and (2.156). While a method of second-order accuracy or higher is preferred
for unsteady problems, the first-order implicit Euler method is an excellent choice
for steady problems.

Consider the limit 7 — oo of (2.156) obtained by dividing both sides by /# and
setting 1/h = 0. There results

_ (‘9_F) Au, = F, (2.157)
oul/,
or
oF\ 1!
Upe1 = Up — | | =— F,. (2.158)
oul,

This is the well-known Newton method for finding the roots of the nonlinear equation
Fu) =0.

Finally, we illustrate the dual time-stepping approach by applying it to the trape-
zoidal method. The algebraic equation that must be solved at each time step is given
by (2.152). Hence u,,4 is the solution to

G(u) =0, (2.159)
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where
Gu) = —u+u, + %h (F(w) + F(Uy)) . (2.160)

While Newton’s method provides one option for solving such an equation, another
approach is to consider u, to be the steady solution of the following ODE:

du

— =G(u), (2.161)

dr
where 7 is often referred to as pseudo time. One can use an appropriate time-marching
method to solve this ODE, and typically the method would be optimized for obtaining
steady solutions efficiently. Note that A7 can be selected for rapid convergence to the
steady solution of (2.161), while & determines the time accuracy of the trapezoidal
method. If an explicit time-marching method is used to solve (2.161) for a system
of equations, then one has an implementation of an implicit method that does not
require the solution of a linear system of algebraic equations at each time step.

2.7 Stability Analysis

Stability of numerical algorithms for the solution of PDEs is an important and com-
plex topic. Here we will simplify matters and consider only time-dependent ODEs
and OAEs in which the coefficient matrices are independent of both u and ¢. We
will refer to such matrices as stationary. In the preceding sections, we developed the
representative forms of ODEs generated from the basic PDEs by the semi-discrete
approach, and then the O AEs generated from the representative ODEs by application
of time-marching methods. These are represented by

% = Al — £(1) (2.162)

and
ﬁn+l = Cﬁn - gm (2163)

respectively. For a one-step method, the latter form is obtained by applying a time-
marching method to the generic ODE form in a fairly straightforward manner. For
example, the explicit Euler method leads to C = I + kA, and g,, = hf (nh). Methods
involving two or more steps can always be written in the form of (2.163) by intro-
ducing new dependent variables. Note also that only methods in which the time and
space discretizations are treated separately can be written in an intermediate semi-
discrete form such as (2.162). The fully-discrete form, (2.163), and the associated
stability definitions and analysis are applicable to all methods.
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Our definitions of stability are based entirely on the behavior of the homogeneous
parts of (2.162) and (2.163). The stability of (2.162) depends entirely on the eigen-
system'? of A. The stability of (2.163) can often also be related to the eigensystem
of its matrix. However, in this case the situation is not quite so simple since, in our
applications to partial differential equations (especially hyperbolic ones), a stability
definition can depend on both the time and space differencing. Analysis of these
eigensystems has the important added advantage that it gives an estimate of the rate
at which a solution approaches a steady-state if a system is stable. We will consider
only systems with complete eigensystems; for a discussion of defective systems, see
Lomax et al. [1]. Note that a complete system can be arbitrarily close to a defective
one, in which case practical applications can make the properties of the latter appear
to dominate.

If A and C are stationary, we can estimate their fundamental properties. For exam-
ple, in Sect. 2.3.4, we found from our model ODE:s for diffusion and periodic convec-
tion what could be expected for the eigenvalue spectra of practical physical problems
containing these phenomena. They are important enough to be summarized by the
following:

e For diffusion-dominated flows, the A-eigenvalues tend to lie along the negative
real axis.

e For convection-dominated flows, the A-eigenvalues tend to lie along the imaginary
axis.

2.7.1 Inherent Stability of ODEs

Here we state the standard stability criterion used for ordinary differential equations:

For a stationary matrix A, (2.162) is inherently stable if,

whenf is constant, # remains bounded as ¢t — o0. (2.164)

Note that inherent stability depends only on the transient solution of the ODEs.

If a matrix has a complete eigensystem, all of its eigenvectors are linearly inde-
pendent, and the matrix can be diagonalized by a similarity transformation. In such
a case it follows at once from (2.141), for example, that the ODEs are inherently
stable if and only if

RA\m) <0 for all m. (2.165)
This states that, for inherent stability, all of the A\ eigenvalues must lie on, or to the

left of, the imaginary axis in the complex A plane. This criterion is satisfied for the
model ODEs representing both diffusion and periodic convection.

10 This is not the case if the coefficient matrix depends on ¢, even if it is linear.
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2.7.2 Numerical Stability of O AEs

The OAE companion to (2.164) is:

For a stationary matrix C, (2.163) is numerically stable if,

when g is constant, i, remains bounded as n — oo. (2.166)

We see that numerical stability depends only on the transient solution of the O AEs.
This definition of stability is sometimes referred to as asymptotic or time stability.

Consider a set of OAEs governed by a complete eigensystem. The stability
criterion, according to the condition set in (2.166), follows at once from a study
of (2.142) and its companion for multiple o-roots, (2.143). Clearly, for such systems
a time-marching method is numerically stable if and only if

|(om)i| =1 for all m and k. (2.167)

This condition states that, for numerical stability, all of the o eigenvalues (both
principal and spurious, if there are any) must lie on or inside the unit circle in the
complex o-plane.

The most important aspect of numerical stability occurs under conditions when:

e one has inherently stable, coupled systems with A\-eigenvalues having widely sep-
arated magnitudes,

or

e we seek only to find a steady-state solution using a path that includes the unwanted
transient.

In both of these cases there exist in the eigensystems relatively large values of
| A\h| associated with eigenvectors that we wish to drive through the solution process
without any regard for their individual accuracy. This situation is the major motivation
for the study of numerical stability and leads to the subject of stiffness discussed later
in this section.

2.7.3 Unconditional Stability, A-stable Methods

A numerical method is unconditionally stable if it is stable for all ODEs that are
inherently stable. A method with this property is said to be A-stable. It can be proved
that the order of an A-stable linear multistep method cannot exceed two, and, further-
more that of all 2nd-order A-stable methods, the trapezoidal method has the smallest
truncation error.
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2.7.4 Stability Contours in the Complex \h Plane.

A convenient way to present the stability properties of a time-marching method is to
plot the locus of the complex A\ for which |o| = 1, such that the resulting contour
goes through the point A2 = 0. Here |o| refers to the maximum absolute value of
any o, principal or spurious, that is a root to the characteristic polynomial for a given
Ah. It follows from Sect. 2.7.2 that on one side of this contour the numerical method
is stable, while on the other, it is unstable. We refer to it, therefore, as a stability
contour.
Consider, for example, the explicit Euler method, for which

oc=14+A =14+ Nh+i\h, (2.168)

where A, and )\; denote the real and imaginary parts of \. Setting |o| = 1 leads to
A+ A0+ i)* = 1, (2.169)
which is the equation of a unit circle in the complex Ah plane centered at (—1, 0).
The explicit Euler method is stable for A& values on or inside this circle. This means
that it is unstable for the model periodic convection ODE and convection-dominated

problems in general. For the model diffusion ODE it is conditionally stable. The time
step must be chosen such that the eigenvalue of largest magnitude, which is given by

A= 2242 M (2.170)
= —F| — COS .
Ax? M+1

lies on or inside the unit circle. This gives

Ax? Ax?
h < N — 2.171)

o [1 — cos (A/,}'I—fl)] v’

or

IA

N =

vh (2.172)
Ax? ’
where vh/ Ax? is often referred to as the Von Neumann number.

The stability contour of the explicit Euler method is typical of all stability contours
for explicit methods in the following two ways:

(1) The contour encloses a finite portion of the left-half complex Ah-plane.
(2) The region of stability is inside the boundary, and therefore, it is conditional.
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Fig. 2.5 Stability contours for A
explicit Runge—Kutta methods
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Stability contours for explicit Runge-Kutta methods of orders one through four are
shown in Fig. 2.5.!1 Notice that the contours of the third- and fourth-order Runge—
Kutta methods include a portion of the imaginary axis out to #1.9i and 4-2+/2i,
respectively, and hence are suitable for convection-dominated problems.

The eigenvalues of the ODE system arising from the application of second-order
centered differencing to the periodic convection PDE are given in (2.46). The max-
imum magnitude is |a|/Ax, which leads to the following time step restriction when
this system is solved using the fourth-order Runge-Kutta method:

h
laih <22, (2.173)
Ax

where |a|h/Ax is known as the Courant or CFL number.

For the implicit Euler method, one can easily show that the stability contour is
a unit circle centered at (1, 0) with the unstable region being inside the circle. This
means that the method is numerically stable even when the ODEs that it is being
used to integrate are inherently unstable and is typical of many stability contours
for unconditionally stable implicit methods. For the trapezoidal method, the stability
boundary is the imaginary axis, so it is stable for Ak lying on or to the left of this
axis. Hence its stability condition precisely mimics that of the ODE system.

! The method labelled RK1 is the explicit Euler method.
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2.7.5 Fourier Stability Analysis

The most popular form of stability analysis for numerical schemes is the Fourier or
Von Neumann approach. This analysis is usually carried out on point operators, and
it does not depend on an intermediate stage of ODEs. Strictly speaking it applies
only to difference approximations of PDEs that produce OAEs which are linear,
have no space or time varying coefficients, and have periodic boundary conditions.
In practical application it is often used as a guide for estimating the worthiness of a
method for more general problems. It serves as a fairly reliable necessary stability
condition, but it is by no means a sufficient one.

One takes data from a “typical” point in the flow field and uses this as constant
throughout time and space according to the assumptions given above. Then one
imposes a spatial harmonic as an initial value on the mesh and asks the question:
Will its amplitude grow or decay in time? The answer is determined by finding the
conditions under which

u(x, 1) = e . g* (2.174)

is a solution to the difference equation, where « is real and kAx lies in the range
0 < kAx < . Since, for the general term,

(n+6) __ a@+LAn) | Jik(x+mAx) _ L alAt  ikmAx (1)
Wity =€ e =e e u;,
the quantity uj(") is common to every term and can be factored out. In the remaining

aAt

expressions, we find the term e““’, which we represent by o, thus

o =e,

. n «, .
Then, since e = (e*4")" = ¢", it is clear that:

For numerical stability |o| <1 (2.175)

and the problem is to solve for the os produced by any given method and, as a
necessary condition for stability, make sure that, in the worst possible combination
of parameters, (2.175) is satisfied.

The procedure can best be explained by an example. Consider the following fully-
discrete point operator for the model diffusion equation:

- 2At
WD = (

W o
. y 5 (= 2u +u™)), (2.176)

J+l1 J

which is obtained by combining second-order centered differencing with the leapfrog
method. Substitution of (2.174) into (2.176) gives the relation
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2At /. .
_ -1 Ax —ikA
o=o0 +VAx2(elK.X 2_"_6 1K )C)
or
2 4v At
0+ |—=(0—coskAx)|oc—1=0. 2.177)
Ax?
2b

Thus (2.174) is a solution of (2.176) if ¢ is a root of (2.177). The two roots of (2.177)
are
o1p=-b=x Vb2 41,

from which it is clear that one |o| is always > 1. We find, therefore, that by the Fourier
stability test, this method is unstable for all v, x and Ar. The same conclusion can
be gleaned from a knowledge of the stability contour for the leapfrog method and
the eigenvalues of the diffusion ODE system. The leapfrog method is stable only for
pure imaginary eigenvalues with amplitude less than or equal to unity. The diffusion
ODE eigenvalues are strictly real and hence cannot be brought into the stable region
of the leapfrog method by any choice of 4.

2.7.6 Stiffness of Systems of ODEs

The concept referred to as “stiffness” comes about from the numerical analysis of
mathematical models constructed to simulate dynamic phenomena containing widely
different time scales. The difference between the dynamic scales translates into a
difference in the magnitudes of the eigenvalues of the ODE system. The concept
of stiffness in CFD arises from the fact that we often do not need accurate time
resolution of eigenvectors associated with the large |),,| in the transient solution,
although these eigenvectors must remain coupled into the system to maintain the
accuracy of the spatial resolution. For example, recall the modified wavenumber for
a second-order centered difference approximation of a first derivative depicted in Fig.
2.2. For wavenumbers xkAx greater than unity the approximation is very inaccurate.
Therefore there is no reason to time-march the eigenvectors associated with these
wavenumbers with a high degree of accuracy. However, these components of the
solution must be time-marched in a stable manner so that they do not contaminate
the solution.

This situation is depicted graphically in Fig. 2.6 for the explicit Euler method. All
eigenvalues, whether they must be accurately time resolved or not, must lie within
the stable region of the time-marching method. In addition, those eigenvalues that
correspond to eigenvectors for which accurate time resolution is required must lie
within a region near the origin where the principal o-root is a sufficiently accurate
approximation to e for the purposes of the specific simulation (labelled the accurate
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Fig. 2.6 Stable and accurate 1(nh)
regions for the explicit Euler Stable A
method

Accurate
Region

region). In the figure, the time step has been chosen so that time accuracy is given to
the eigenvectors associated with the eigenvalues lying in the small circle, and stability
without time accuracy is given to those associated with the eigenvalues lying outside
of the small circle but still inside the large circle.

We term the eigenvalues corresponding to eigenvectors for which time accuracy
is required the driving eigenvalues, and those for which only stability is required are
termed parasitic eigenvalues. Unfortunately, although time accuracy requirements
are dictated by the driving eigenvalues, numerical stability requirements are dictated
by the parasitic ones. If a time step 4 chosen on the basis of stability requirements is
sufficiently small that the driving eigenvalues fall within the accurate region, then the
time step choice is described as stability limited. Similarly, if a time step & chosen on
the basis of accuracy requirements is sufficiently small that the parasitic eigenvalues
fall within the stable region, then the time step choice is described as accuracy limited.

The stiffness of an ODE system is related to the ratio of the magnitude of the largest
parasitic eigenvalue to that of the largest driving eigenvalue. If this ratio is large, the
system is stiff, and, if a conditionally stable time-marching method is used, the time
step selection will be severely constrained by stability requirements. In other words,
the time step necessary for stability is much smaller than that required for accuracy of
the driving eigenvalues, and the simulation can be inefficient, requiring many more
time steps than are actually needed for accurate resolution of the driving modes. In
such instances, unconditionally stable implicit methods become preferable, as the
time step can be selected solely on the basis of the accuracy requirements. Since
implicit methods typically require more computation per time step, the comparison
depends on the degree of stiffness of the problem. As the degree of stiffness increases,
the advantage tilts toward implicit methods, as the reduced number of time steps
begins to outweigh the increased cost per time step.
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