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Preface

These lecture notes provide a general overview of classical discretization methods to solve problems arising in
fluid mechanics. Originally, they were intended for graduate students, however, by omitting certain technical
details they can be used by undergrad students without major difficulties, provided appropriate guidance.
We study several problems with different mathematical structure (elliptic, parabolic and hyperbolic), from
incompressible to compressible flows, from laminar to turbulent flows and cover theoretical as well as
implementation aspects, mainly by the finite volume method, although other methods are also considered
for discretization.

What This Course Covers

As a summary of the content of this document, let us enumerate the main topics to be covered:

Chapter | 01| Governing principles in Fluid Mechanics;

Chapter | 02| Discretization of Elliptic and parabolic problems;
Chapter |03| Numerical solution of Compressible Potential flows;
Chapter | 04| Discretization of Hyperbolic problems;

Chapter | 05| Numerical solution of the Navier-Stokes equations;
Chapter |06| Computational modeling of Turbulent flows;

Bibliographical remarks

Throughout this document we do not follow a single books or author, but we take ideas from several sources.
Particularly, in the first chapter we follow some books on fluid mechanics, such as [1-3] and also from the
lecture notes of [4, 5]. The latter is also used in other chapters, however, significant changes have been
introduced in the presentation, the excercices, both theoretical and computational, as well as in notational
aspects with respect to previous years.

RFA & FSS
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GOVERNING PRINCIPLES IN
FLUID MECHANICS

1.1 Prelude

This chapter is devoted to present in a very synthetic form, fundamental
concepts of relevance in fluid mechanics that are worth having in mind
for the rest of the course, prior to starting the study of methods and
techniques to solve problems arising in fluid mechanics by numerical
means. Our aim is not to provide full details, a more comprehensive
discussion being found in any textbook on fluid mechanics such as [1] or
[2] (as an engineering textbook), from which we take some explanations
and concepts.

1.2 Solids and Fluids, The continuum
hypothesis

Let us begin by recalling a few ideas:

» We all have an intuitive notion of what a solid and a fluid is. Putting
this in mechanical terms, whereas a solid can resist shear, a fluid
(be it a gas or a liquid) cannot (as illustrated in Figure 1.1).

» Fluids are aggregations of molecules, widely spaced for a gas and
closely spaced for a liquid.

» For a fluid, the molecules are not "fixed" in a lattice, as occurs with
solid materials.

» Although a molecular description of fluids involving statistical
mechanics is certainly possible and sometimes necessary’, in this
course, we will describe the fluids by a macroscopic mathematical
model known as continuous medium.

» A central concept is that a continuous medium is made of elements,
called material points or material particles. This concept is in-
troduced axiomatically in the same way as a geometrical point in
elementary geometry.

» For a continuous medium, we have that:

"Physical properties can be assumed to vary continuously in
space and each property is essentially a pointwise function. This
does not preclude the presence of discontinuities, since they
may occur across interfaces separating two phases and across
shock waves. Differential calculus is applicable! (L. Euler, 1755)

11 Prelude ............ 1
1.2 Solids and Fluids, The
continuum hypothesis .. 1

1.3 Scalar, Vector and Ten-
sor fields in Cartesian
coordinates. . ........ 2

1.4 Kinematics of a continu-
ous medium ......... 4

1.5 Time derivatives of vol-
ume integrals: Reynolds

Transport theorem . . . . . 6
1.6 Conservation laws . .. .. 8
1.7 Constitutivelaws . ... .. 11
1.8 .13

[1]: Kundu et al. (2008), Fluid Mechanics,
Fourth Edition

[2]: White (2011), Fluid Mechanics, Seventh
Edition

b
N I

Figure 1.1: Solid vs fluid.

1: Typically when we study gas flows
at very small scales, in rarefied regime.
This can be characterized by the so called
Knudsen number, which is a dimension-
less quantity defined as

Kn=—
"I
being A the mean free path of particles
(mean distance travelled between colli-
sions with other particles) and L a char-
acteristic length scale of the problem.

Leonhard Euler
1783(Russia)).

(1707(Switzerland)-
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» Itis common to introduce these ideas by examining the definition

of density of a fluid (i.e., mass per unit volume) which is P Microscopic
| unCenall’lty
|
p= lim E / Macroscopic
Y —Tnin V' ! uncertainty

where m is the molecular mass and Vmin is a limiting volume below
which molecular variations becomes relevant. This limiting volume

is in practice ~ 107 mm?. Above this volume, properties can be | o0

thought to vary continuously as depicted in Figure 1.3. 8U* =10 mm’
Figure 1.3: Density vs. elemental size
» The practical problems we aim to solve in this course involve volume (taken from [2]).
physical dimensions that are certainly larger than %nin, so it is
perfectly reasonable to consider the density (or any other quantity) a
pointwise function that changes continuously, for which differential

calculus is applicable.

1.3 Scalar, Vector and Tensor fields in Cartesian
coordinates

In this course, we will be dealing with:

» scalar quantities, such as temperature and density;
» vector quantities, such as velocity and force;

» tensor quantities, such as stress and gradients of vector fields.

A scalar field, is any quantity whose value at a certain location is inde-
pendent of the coordinate system. However, for vectors and tensors we
need to specify the coordinate directions. In this course we will consider
vectors and tensors in cartesian basis. We will denote the Cartesian

coordinates by2 2: Notice that the supraindex (i) in &)
{x1, x2, x3} denotes the i-th vector and not the com-
ponent.
and the Cartesian basis vectors by

{é(l)/ é(2), é(3)}

which are unit vectors in three mutually perpendicular directions (an
orthonormal base). Vectors, such as position x and velocity u are denoted

by boldfaces® 3: Recall that, in order to follow the rules
3 ) of linear algebra, vectors have to be writ-
X = Z X 8 = [x1, x2, x3]7 ten as columns, i.e.,
i=1
X1
3 , x = |xz| = [x1,x2,x3]"
u= Z u; 89 = [uy, u, us]" x3

Il
—_

1

This column matrix is the representation of the vector with respect to the
set of base vectors {&()}.

A tensor o is a linear transformation, such that for any two vectors u and
vand &, f scalars

o(au+ Bv) = ac(u) + fa(v)
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Usually, instead of o(u), we write suor ¢ - u.

The tensor product of v and w is a tensor defined such that for any vector
u
(vewu=(w-uv

The symbol ® denotes the dyadic product of the two vectors, such that,

in cartesian components v ® w = vwT (or simply v w) is defined by4 4: Note that, the set of matrizes ¢! ®
&0, i,j =1,...,d, form a base for the
space R%*4

3
(veow)= Z Z viw; é 8) g gli)
i=1 ]:1

Gradients of fields
The gradient of a scalar field f is denoted

35 9fF
Vi=2>] a_i &0 = [fa, fa, fal"

i=1

where V is called the nabla operator. Notice the abbreviated notation f;
to denote the partial derivative of f with respect to x;, df /dx;. Similarly,
the gradient of a vector field is

3 .
=ZZ ) @& = Upy U2 U3

i=1 ]:

°’|

3 Uia Uiz W13
1

Uzl U3z U33

This array is called the matrix of the tensor with respect to the set of base
vectors {&()}.

The Kronecker delta

The Kronecker symbol is a tensor defined as
5 = 1 if i=j
TUl0 i i#]

that is the identity tensor, since 2?21 0ijxj = xi.

Einstein’s convention

As an example, consider operations such as the scalar product (the dot
product of two vectors or the double contraction of two tensors):

3
u-v=1u101 + Up0y + U30V3 = Z u;v;,
i=1

or

3 3
0:T=o011T11 + 012T12 + -+ - + 032732 + 033733 = Z Z OijTij
i=1 j=1
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Einstein’s summation convention

Whenever an index is repeated once, it is a dummy index indicating
a summation with the index running through the integer numbers
1,...,d.

For the examples above, applying the convention, these operations can
be abbreviated to

u-v=1uo, O':T=Oi]"[1‘j
and similarly for other operations, for instance, the divergence of a vector

field is
3

Jur  Juy
V. = —_— —— =
u ; oxy  Ixk Mk

or the application of a linear tranformation

3
(0 -#)i = > 0ijitj = 03l
j=1

1.4 Kinematics of a continuous medium

1.4.1 Material, Referential and Spatial descriptions

We begin with a body B made of material particles . All these particles
together form a continuous medium as we have seen. The motion of B is
specified by a mapping %, such that, for any particle P of B, its position x
on the body’s configuration at arbitrary time ¢ is given by

x=X(P,t) = x+(P)

so, the configuration of B at time f may be denoted by ¥ = x(3, t).

T X (X, t)

X(P/ tO)

This material description is of limited practical interest. However, it can
be useful to introduce a reference configuration. To that end, we consider

Albert  Einstein  (Germany(1879)—
USA(1955)).

Figure 1.5: Material body, reference con-
figuration and current configuration.
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the position x at time ¢ of a particle P, that at the reference time ¢, is at
position X = (P, to) = Xy, (P), by defining®

x = R(&7,' (%), 1) = x(X, t)

The function x must be twice-differentiable with respect to ¢, such that
we can compute velocities and accelerations of the particles, i.e.,

R %) iy ()
oat T o
or, componentwise
= axi(X,t) = P xi(X,t)
S

1.4.2 Representation of fields

The following discussion applies to any scalar, vector or tensor field.

We have different representations of a field or any quantity, say £. Since
P =% '(x)and X = x;(x), we may write®:

f=FP.t)=fxt)=FOX1)
The three functions f, f and frepresent the same quantity £:

» Material description: Function f applies for a given time t and
material point P;

» Referential description: Function f applies for a given time t and
position X that particle P occupied at the reference time to;

» Spatial description”: Function f applies for a given time ¢ and
position x that particle P occupies at this time ¢.

1.4.3 Material time derivative

We must provide a way to compute the total time derivative of a quantity
which may be given in the different configurations, namely, the Material,
Referential or Spatial description. Clearly, the rate of change of quantity
£is
b dﬁ _ af_(P/t) _ ﬁf(X,t)

P~ ~
because both, P and X are fixed. However, if we are dealing with the
spatial (or Eulerian) description f, we have®

2 t) | Af0et) ax(X,0)

T Ix ot
_df(xt)  df(xt)
= BT + w u(x, t)

af (x,t)
t

3 + Vif - ul(x, t)

5: The configuration at time f is called
the current configuration.

6: In these notes, we will use in general
the notation with a bar (e.g., f) for the
material description, with a tilde (e.g., f )
for the referential description and “noth-
ing” for the Spatial description, which is
the most widely used one in this course.

7: This is also called the Eulerian descrip-
tion.

8: Recall, we in general ommit the
subindex x in gradient operator V, since
it is understood the derivatives are being
taken with respect to the spatial vari-
ables.
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Definition 1.4.1 (Material or total time derivative) The material deriva-
tive of a scalar, vector or tensor quantity £ expressed by f(x, t) in Eulerian

description in a continuous medium, with velocity u, is denoted by Df and
is given by

- Df(x,t) 3 af(x,t)

ﬁ - Dt - &t + fo(xl t) : u(xl t) (11)

Convective derivative

The first term corresponds to the rate of change of quantity £ for a fixed
position x in space and the second term corresponds to the convective
(also termed advective) rate of change of £ as the material particle which

occupies x at time ¢ is transported with velocity u’. 9: In general, and when there is no con-
fussion, the arguments (x, t) will be om-
Be cautious in Equation 1.1 with the convective term for vector or tensor  mited in the functions for simplicity of

fields. In particular, for a vector field f we have notation.
Df Of
— == +(Vf):
pr g (VO

for the second term, working with components

afi
[(VE)-u]; = &—j:juj = (”7(9%) (fi) = [(u- V)f];

An example corresponds to the case f = u, so in this case the material
derivative is

Du_&_u

0
o=t (Vu)-u = o (u-V)u (1.2)

ot

which is nothing but the acceleration a in Eulerian description, that is
nonlinear in u.

Steady motion

If for the quantity at hand, it happens that there is no explicit dependence
of f with the time independent variable ¢, then the first term is simply

zero
Df(x,t)

Dt
This is called Steady motion .

= fo(X, t) : ll(X, t)

1.5 Time derivatives of volume integrals:
Reynolds Transport theorem

In the chapter we discuss certain conservation laws for a continuous
medium, fluids in particular. To that end, we first need to be able to
compute quantities such as

d
F(t) = A , fOt)do and =5 (t)
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where % (t) is a subset of the current configuration'” (at time #) of a body
B made of material particles. Let U be the subset in the (fixed) reference
configuration (defined at time t() occupied by the same material particles
currently in ¥/ (¢), and f the Eulerian description of a quantity £ (scalar,
vector or tensor).

We can’t simply interchange the integral and the derivative signs because
the domain of integration depends on time. However, we can proceed as
follows. Let | be the determinant of the Jacobian of the transformation
between 7y and 7/, if dv and dV denote the infinitesimal volume elements
in the reference and current configurations, then

dv=]dV
It can be shown that the time derivative of | is given by!!
J=]V u

Then,

=

/ fdv di / f1dv (pull-back)
() Edag

- [atme

(F1+F1)av

S~ 553

|#1+70v-w|av

(ﬁ +fV- u) dv (push-forward) (1.3)
®)

substituting the expression for £ given in Equation 1.1 we obtain:

Theorem 1.5.1 (Reynolds transport) The rate of change of the integral of a
quantity £ over YV (t) following the particles that occupy that region is given

by
agt) d / / af ]
— = — dv = — +V-(fu)|dv
)
of dv  + fu-nds
V() Ot ()
~—_————— —_ ——m——
Rate of change of £ Flux of £
inside the region ~ across the boundary
(1.4)

Notice that, the Gauss (or divergence) theorem has been used to transform
the volume integral in the left hand side to a surface integral in the right!2.
A particular case, very often encountered, is when the region ¥ (t) = 7V,

10: We have left the time dependence
in U (t) to emphasized that we aim to
compute the integral of a quantity over
a region of space changing with time.

Osborne Reynolds (Ireland, 1842-1912).

11: In order to show such result, we need
to take the time derivative of

dv = dx®. (dx(z) X dx(3))
= Fax®. (F dx® x F dx(3))

in which F = % (see [4] for the

details).

Carl Friedrich Gauss (Germany, 1777-
1855).

12: Recall, the Gauss’ theorem: If ¥ C
R is compact and has piecewise smooth
boundary d7, for a continuously differ-
entiable vector-valued function F, then

/W(V~F)dv=/WF~ﬁds
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a fixed region in space. In such case we can write
d d
- dv = — dv + -nd
R [ [ e

1.6 Conservation laws

In sequel we formulate some conservation principles that are essential for
the rest of the course, namely, the conservation of mass, linear momentum
and Energy. The idea is to apply the Reynolds transport theorem to derive
these laws in integral form. However, we may also be interested in the

differential formulation, for which the following theorem will be of

importance to us'®: 13: The theorem applies componentwise

in case g is a vector-valued function.

Theorem 1.6.1 (The localization theorem) Let ¢ : TV X R — R be a
continuous function in the spatial variable, then

/g(x,t)dv =0VQCT
Q

ifand only if g(x,t) = 0 Vx € V(t).

1.6.1 Conservation of mass

Consider a material volume ¥/, the amount of mass inside it being

M= ‘/cr/ p(x,t)dv

since this material volume has fixed identity and we assume there is no
exchange of mass with the surroundings (e.g., this would be the case if
the body loses mass by evaporation to the ambient) we have that

dm d
W—ﬁLde—O

s0, the function f in Theorem 1.5.1is f = p.

Conservation of mass

By applying the Reynolds transport theorem, the principle reads

J;

and using the Localization theorem we obtain the differential form

ap ap . .
E+V-(pu)}dv—'/c]/§dv+‘/wpu-nds—O (L5)

ap _Dp .
§+V-(pu)—ﬁ+pv~u—0 (1.6)

Ernst Waldfried Josef Wenzel Mach
(Austria(1838)-Germany(1916)).
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D
» The first term D_ft) is the rate of change of the density following the

particles.

» An incompressible fluid is one in which density does not change
with pressure. Liquids are almost incompressible and gases, in the
low Mach number! regime can also be considered incompressible ~ 14: The Mach number is a nondimen-

fluids. sional quantity defined as
Ma = M
» From Equation 1.6, we immediately see that for a flow in which the ¢

material particles have constant density, the velocity is solenoidal =~ where ||u|| is the magnitude of u and c is

(incompressible flow), i.e the speed of sound (the speed at which
T waves propagates in that medium.

V-u=0
1.6.2 Conservation of momentum
The amount of linear momentum inside 7/
P = / p(x, t)u(x, t)do
&

By Newton’s second law of motion the principle of conservation of
momentum states that the rate of change of linear momentum must be

equal to the applied volumetric forces' given 15: These are also called body forces. A
typical example of a body force is due to
asp d gravity
—=— [ pudv= [ bdv+ F ds b=-pgés
dtdt Jy v o

so, the function f in Theorem 1.5.1is f = pu.

Cauchy stress tensor

At this point, we must introduce a central concept in continuum mechanics
(be it solid or fluid mechanics), which is the concept of stress tensor due
to Cauchy. The idea is that if we take a surface 7 in the continua and at
any arbitrary point x € J the region is subject to a surface force &, the
continuum inside reacts with an equal and opposite force, this is summarized
in the:

Theorem 1.6.2 (Cauchy’s stress) There exists a symmetric tensor o, called
the Cauchy stress tensot, such that, at any time t the local stress vector is

F(x,t) =0(x,t) -n(x,t) Vx € IV
Augustin-Louis Cauchy (France, 1789—

v . g . 1857).
where 1 is the unit normal vector of the plane on which the force acts. )
Conservation of momentum
Noticing that!® 16: Using index notation:

pu(u-n)=pu®u)- i [ (wi)]; = us(ug i) = ()i = [(u®u) &),

and using Theorem 1.6.2 the Reynolds’ transport theorem applied to
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this case reads

d
/ (pu)dv+/ plu®u)- -nds =
o Ot v

=/ [M+V-(pu®u)]d0=/bd0+/ o-nds (17)
o | dt ¥ v

or in differential form

d(pu)
ot

+V-(pu®u)-V-0=>b (1.8)

which can also be written as using the conservation of mass Equation
1.6

p(g_;‘+(u.v)u)—v-a=b (19)

» Equation 1.8 is called the conservative form of the momentum
equation.

» If we define the momentum flux as
p=-0+pu®u)
we write the equation in conservative form more compactly as

d(pu)
ot

+V-p=b

» Equation 1.9 is called the non-conservative form and it is perhaps
the form of the Navier-Stokes equations we find more frequently
in the literature. Using Equation 1.2 we get

Du
pﬁ—wa—b (1.10)
» Until now, we haven't provided details about the boundary con-
ditions so as to end up with a well-posed mathematical problem.
In most fluid mechanics problems to be solved in this course
we consider two types of boundary conditions at physical walls,
namely,

o Dirichlet conditions: The velocity field is specified
u(x, t) = uy(x,t) VYx € dUp

In some cases we enforce conditions, either for the normal
component to the surface, which for a stationary and imperme-
able wall is”

U, =u-n=0

or for the tangent component, which again, for a stationary
wall corresponds to'®

w=u—-un=0
e Neumann conditions: The stresses are specified

O"IVIZgw VXEaOI/N

17: This is called the no-penetration
condition and is a kinematic condition,
which is deduced from a conservation
principle.

18: This is called the no-slip condition,
which is a dynamic boundary condition,
that can not be deduced from other prin-
ciples, instead, it is a postulate which
agrees well with physical observations.
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We suggest to have a look for instance at [3] (section 1.6) for a more
detailed discussion on boundary conditions for problems in fluid
mechanics.

1.6.3 Conservation of energy

The amount of energy inside ¥

%z/p(1||u||2+e)dv
w2

where the first contribution corresponds to the Kinetic energy and the
second one to the internal energy (per unit of mass) which accounts
for the capability of a medium storing thermal energy and is a function
of its local state (tipically, temperature and pressure). The first law of
thermodynamic establishes that

a8 d

Lo -
el cyp(zlluH +e)dv—®+°W

where @ and W stands for the amount of heat and work received from
the surroundings. We have volume and surface contributions to these
terms which materializes in the conservation law as

‘ii_“f:/(b.uﬂQ)dH/ (u-o-g) Rds (L1
&7 o

where

» b - uis the power of the body forces;

» oq are the volumetric sources/sinks of heat;

» u- (0 -n)is the power of tractions through J0%’;

» g - nis the flux of heat entering/leaving the region through d%.
The complete derivation of the conservation of energy principle and its
differential form which is obtained by applying the Reynolds transport
and localization theorems is

De
— +V.-qgq=50+ 1.12
D 9 =9Q (112)

where @ = ¢ : Vu is the the local viscous dissipation. This is left as an
exercice (see below).

1.7 Constitutive laws

In most part of this course we consider three constitutive relations that
allow us to have a closure of the problems above. We need laws for e, g
and ¢ which are briefly explained below.

1.7.1 Specific heat capacity

The internal energy of a continuous medium is related to its capacity to
store thermal energy. This can be expressed by using the specific heat

[3]: Kirby (2010), Micro- and Nanoscale
Fluid Mechanics: Transport in Microfluidic
Devices
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capacity ¢, which is essentially the amount of heat we must supplied to 1
unit of mass of the material so as to increase its temperature in 1 unit. In
thermodynamics, it is defined as

10Q

c=——
M T
so, we can write for the internal energy per unit mass

e=cT

where in general c is a function of temperature and pressure.

1.7.2 Fourier’s law

In thermal problems the constitutive law universally adopted relates the
heat flux to the temperature gradient VT, i.e,,

g9 =-x-VT

where the thermal conductivity « is in general a d X d symmetric positive
definite matrix. The simple scalar case corresponding to

k=xljxg = 9 =-xVT

Jean-Baptiste Joseph Fourier (France,

1.7.3 Newtonian and quasi-Newtonian behavior 168.1830)

The simplest constitutive behavior corresponds to that of viscous New-
tonian fluids, which relates the local stresses to the rate of deformation
tensor. The reader is possibly familiar from basic courses that for parallel
flows the shear stress at a surface element parallel to a flat plate is

ou
1(z) = po-

so the wall shear strees is 7, = 7(z = 0), where 1 is the dynamic viscosity
and z is the height above the plate. The law above can be generalized to
arbitrary geometries to

o=(-p+AV-w)l+u(Vu+VuT)

where A and i are the first and second viscosity coefficients. The first two
terms account for the spherical state of stresses. Clearly, for incompressible
flows, the second term vanishes.

If A and u are constants (or eventually dependent on the temperature)
the fluid is simply referred to as Newtonian, however, for the so called
Generalized-Newtonian fluids, these coefficients may depend locally on
the invariants of the rate of deformation tensor” 19: The invariants of £ are:
I; = trace(e¢) = V-u

e() = 3(Vu+ VuT) 7o)

L = -

so as the model is said to be objective. b= detle)
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1.8

To conclude this chapter you must solve the following:

Exercices

1. Consider the motion

x1 = Xt = Xe
2 = Xt = Xo+tX3
x3 = xXt) = Xz3-tXp

Note that, at t = 0 the body occupies the reference configuration
, (e, x = x(X, 0) = X). Compute:

» The inverse mapping x~';
» The velocity and acceleration in the referential description;
» The velocity and acceleration in the spatial description ;

2. Let¥ bea connected volume in 3D, with boundary % . Assume
that the fluid inside 7/ is at constant pressure, exerting a force

F=-pn

per unit area on J% . Prove that the total force exerted by the
inner fluid on the boundary is zero.

3. Let ¥ be a connected region in R¥ with boundary 9% . Prove
that the total area/volume can be obtained from line/surface
integrals:

meas(’“‘l/):/ldv:l/ x-nds
o d Jov

4. Complete the details that take you from the last step in Equation
1.3 to the Reynolds Transport Theorem 1.5.1.

5. In the Navier-Stokes problem in 3D (Equation 1.10), considering
a Newtonian fluid with constant density and viscosity, write in
extensum the 3 equations corresponding to each component.

6. Complete the details that take you from Equation 1.8 to Equation
1.9.

7. Consider the following manufactured solution in 2D for the
Navier-Stokes equations:

[sin(x1) sin(xy + £), cos(x1)cos(xz + )],

u(xll X2, t)

p(x1,x2,t) cos(x1) sin(xp + £),

for a Newtonian fluid with viscosity ¢ and density p = 1. By
using the differential form of the momentum equation, compute
to which body force b and boundary conditions it corresponds.
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DISCRETIZATION OF SCALAR
ELLIPTIC AND PARABOLIC
PROBLEMS

2.1 The second order prototypical problem

2.1.1 Poisson’s equation

The simplest second order problem we consider in this course is Pois-
son’s equations that models several physical phenomena, such as, heat
conduction, mass transport by diffusion or even fully developed flows in
ducts as we will see later on in this chapter. The problem reads: Given a
region QQ C RY, d=1,2o0r3with boundary 9dQ, find u such as

V- @Vu()) = f00 xeQ
2.1)

u(x)

g(x) xe€dQ

where the source term f : O — R is a given function and the boundary
data g : JQ — R is also a given function. This problem falls into the
cathegory of elliptic problems. The scalar field u represents different
physical quantities depending on the problem. Notice that if u is a
constant, the left hand side becomes the Laplace equation, i.e.,

V- (u()Vu(x) = p Viu(x) (2.2)

Study of this problem and its discretization is essential since this operator
appears in several problems in fluid mechanics we consider throughout
this course. Of importance to us is a variant of this problem which includes
flux boundary conditions over all or in some part of JQQ (ommiting the x
dependence for simplificity of notation)

=V - (uVu) f in Q

u g onlp (2.3)

—uVu-n = h onlIy

where Q) =Tp UT'y and I'p NT'y = 0. The so called mixed formulation
introduces an additional field to represent the flux of the quantity of
interest

V-§ = f in Q
F = —puVu in Q
(2.4)
u = g on I'p
Fn = h on I'y

Although both problems are equivalent in the exact setting we are focused
now, in the discrete setting things may differ, distinct approaches being
needed to deal with each formulation. The equation defining the relation

21 The second order proto-
typical problem . ... .. 15

2.2 1stapplication in fluid
mechanics: Fully devel-

oped flow in ducts ... .16
2.3 Overview of discretiza-

tion methods . . . ... .. 19
2.4 Finite difference dis-

cretization ......... 20

2.5 Assignment 1: A simple
finite difference (FD)
code ........ 000 22

2.6  Finite volume discretiza-

2.7 Assignment 2: A not so
simple finite volume (FV)
code ............. 28
2.8 Assignment 3: Non-

orthogonal meshes: A
practice with OpenFOAM . 34

2.9 Finite element discretiza-
tion: The Galerkin
method ........... 37

2.10

Siméon Denis Poisson (France, 1781-
1840).

Pierre-Simon Laplace (France, 1749-
1827).
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between J and u is a constitutive law as we have seen. Finally, it is
instructive to interpret the different quantities according to the physical
problem being solved, as summarized in Table 2.1.

Table 2.1: Physical interpretation of quantities in Poisson’s problem. Units in SI.

Physical problem u f F U
Heat W W .. W
conduction Temperature [°K] Heat source [E] Heat flux [F] Conductivity [ﬁ]

Mass mol ol
diffusion Mass [—] Mass source [—-]

m m-s
Flow in o m . N
ducts Velocity [;] Pressure gradient [E]

Mass flux [—-1
m-s

Shear stress [Pa]

mol

2
Diffusivity [*-]

Viscosity [Pa - s]

2.1.2 Transient Poisson’s problem

The transient or unsteady version of the previous problems includes an
additional term involving the rate of change of the physical quantity of
interest. For the heat conduction problem with constant density and heat
capacity, the equation reads

a % -V (ux, t)Vu(x, t)) = f(x,t) xe€Q, te[0,T]
u(x,t) = gxt) xedQ, te[0,T]
u(x,0) = up(x) xeQ

(2.5)
where now an initial condition for the scalar unknown (e.g. the tem-
perature) has been provided. This problem falls into the cathegory of
parabolic problems. The parameter a in front of the time derivative has
different meanings depending on the problem at hand (see Table 2.2).
The different forms of this problem, such as the one with a flux boundary
condition or the mixed formulation can be formulated in a similar way

as in the stationary case .

2.2 1st application in fluid mechanics: Fully
developed flow in ducts

Fully developed flow in ducts is a particular case of flow governed by the
Navier-Stokes equations, which corresponds to the following situation
(see Figure 2.3):

» Incompressible flow in a long cylinder of cross section Q c R2.
The flow domainis b = Q x (0, L).

1: Recalling from the previous chapter,
in terms of conserved quantities, for each
physical problem we have the following
cases:

o Heat conduction: € = pc u (Inter-
nal energy);

o Mass difussion: m = pu
(Amount of species);

o Parallel flow in ducts: | = pu
(Linear momentum).

Table 2.2: Physical interpretation of the
a factor in front of d;u in the transient
Poisson’s problem. Units in SI.

Problem Factora Description
Heat . i : Kg ] |
conduction P m3 Kg°K
Mass .
diffusion i
Flow in Kg

ducts p [EJ
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» The flow is driven by a uniform pressure gradient

G(t) = a

(2.6)

The pressure field is thus linear as a function of x3. Also, notice
that when €(¢) > 0 we expect 13 < 0 and viceversa.

» If L is sufficiently large, the entry and exit effects can be neglected
and all cross sections are essentially identical, except for the pres- X2

sure.
X1

» The flow is in principle assumed isothermal

Figure 2.3: Domain for the fully devel-
oped flow.

2.2.1 Application of the conservation laws

First, consider an arbitrary region w C Q and the corresponding cylin-
der
Y =wx(0,L)

this cylinder being enclosed by
0V = wyUS U wy,

where wg and wy, correspond to the cylinder caps at x3 =0and x3 = L
respectively and § = dw X (0, L).

Mass conservation

Recall, the mass conservation in integral form, for an arbitrary region

ap /
—dv + u-nds =0
./vfaf &Wp

since p is assumed constant

O:/ u'ﬁds:/ u-ﬁwods+/ u~ﬁa,Lds+/u-ﬁ8ds
o wo WL 8

being i, = —&® and i, = &®

0=/ u-ﬁds:—/ ugds+/ ugds+/u-ﬁgds
o wo WL S

Since tig L &®), we see that velocity fields of the form:
u= [0/ O,M(X1,X2,t)]T (27)

satisfy the conservation of mass (the last term vanishing). Clearly, for any

differentiable u, the proposed velocity is divergence free 2. 2: Indeed, the divergence for such veloc-
ity field is

» Decomposing the stress tensor in pressure and non-pressure com- du ous dus _ u

ponents, we have dx1  dxp IJxz  Ix3

G(xll X2,X3, t) = _P(xS/ t)I + 6*(.76'1, X2, t) . (28)
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where, if the fluid is Newtonian ,

0 0 ujy
og=ul 0 0 wup = T=uVu, (2.9)
Ui Uyl 0

being 7 a vector having the shear stresses as its components.

Momentum conservation

First, recall the general form

%([Vpudv):/c’/fdv+/w[$—p(u®u).ﬁ]ds

where

o For the body force we consider f = 0;
o For the inertial terms we have: (u ® u) - i = [0, 0, u? #i3]T;

o For the surface force: F = 0 -n = —pn+ 0" - n.

Considering the different parts of d7, we get for the 3rd component

%([ypudu)

/ (p(0) + puz) ds +/ (—=p(L,t) - puz) ds +

+/T-1‘igds
S

|w|3. Using Equation 2.6 yields

since |wo| = |wL|

L% (/puds) = —-$S({)L|lw| + L/ T-ngdl (2.10)

dw
» Notice that in incompressible and isothermal flow, the mass and
momentum conservation laws form a closed system, i.e., no addi-

tional equations are needded.

» We can obtain the differential (or strong) form. To that end apply
Gauss’ theorem in the last term to arrive at

/ [pdiu +€(t) -V - (uVu)]ds =0

and since w is arbitrary (using the localization theorem)

pg—? - V- (uVu)=-%(t) vxeQ, (2.11)
or, in conservative form, defining . = -7 = —uVu
J
E (P 14) + V- j"{ = _Cg(t)/ (212)

» Finally, for the boundary conditions we assume the standard

3: We denote by |w| the measure of w
(the area in this case), i.e.,

|w|=/1ds
w
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hypothesis of no-slip, which implies
u=0 VYxe€dQ (2.13)

This means that the fluid is attached to the lateral walls of the

domain, which is a physical observation valid in most of the cases®.

» We conclude by noticing that this problem is mathematically
identical to the transient heat conduction problem presented above,
and in the stationary case (d;u = 0) to the Poisson’s problem.
Physically, the quantity being diffused is linear momentum.

2.3 Overview of discretization methods

Among the classical numerical methods to solve PDEs arising in fluid
mechanics which are of relevance to us, we have:

» Finite differences (FDM);
» Finite elements (FEM);

» Finite volumes (FVM);

Table 2.3 summarizes the pros and cons of each method as well as
some general characteristic features of the methods. However, be aware
that these are general comments that should be taken with caution. For
instance, when we state a certain method has "arbitrary accuracy"”, this
will depend on the regularity of the domain, the PDE at hand and the
data (source terms, initial and boundary conditions).

Table 2.3: Pros & cons and some features of the FD, FE and FV methods.

4: More general conditions, such as slip
conditions observed in rarefied flows
(typically, gas flows at very small scale)
can be considered as well.

Method  Implementation Accuracy Geometry BCs Based on
. approximate
FDM very simple arbitrary . limited simple differential
(regular grids)
operators
FEM moderately arbitrary arbitrary simple Va.rlafclonal
simple principle
simple on regular . .
FVM grids, difficult on generally limited arbitrary difficult Cc?ns.ervatlon
to 1st or 2nd order principle

general grids

Now, to have a glance on how these methods work, we embark in the task
of solving the problem of fully develop flow in ducts in its differential
form (Equation 2.11) by the finite difference method, in variational form
by the finite element method and in the integral form (Equation 2.10) by
the finite volume method.
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2.4 Finite difference discretization

We consider a pipe with rectangular cross section defined by
Q =10, L1] %[0, Lo]

and a Cartesian grid with (n1, 1) divisions of uniform spacings (11, h,) =
(L1/m1, La/n7) in each direction, the nodes being at positions

Xiy,ip = [t1h1, 12h2]

(see Figure 2.4)>. We define the number of points in each direction 5: Notice that, since we will be using

N; = n; + 1 and the total number of points in the grid N, = N1 X N. python for implementation, we consider
the indices starting in 0.

The starting point for the discretization by a finite difference is the
differential problem Equation 2.11. In the sequel we assume further that
both, the density p and viscosity i are constants. The ideia is to find an
approximate solution at each grid point x;,;, and time t, i.e.,

u(Xiy iy, t) = Uiy iy (1)
If the point x;, 4, is in the set of boundary nodes
Ny ={(11,12) st. t17=0o0r t3=N1—1 or 10=0 or i1, = N, — 1}

we simply set

uiliz(t) =0

i =0i3 =114 =2 ... ig=Np-1

so as to obey the Dirichlet boundary condition, otherwise, if it is in the
set of interior nodes, we approximate the viscous operator at the point
Xi, i, and time ¢ by a second order finite difference formula

Figure 2.4: Finite difference grid.

X

< JED ki o = — Vz s )i o = —
y(u(x ))l i1,ip U M(X )l 01,1 H ax% ax%

Pulxt) | Pulx, t)]

Xiq,ip

o Uiy () = 2U5 0 () + Uiym1,i0 () Uiy ipa (B) = 22Uy 40 (F) + Uiy iy (F)
—H I’l% —H h%

Implementation aspects and Time discretization

The previous discretization leads to a linear system of equations which
relates the N = Ny X N velocity values and that must be assembled. To
that end, it is convenient to define a mapping so as to associate to each
pair (<1, 12) a unique global index

Jg = jglob(i1, i2)
thus giving

Uimz(t) = Ujglob(il,iz)(t) = U]'g (t), jg =0,..., (Np—l), t1=0,... ,(Nl—l), 0 =0,..., (Ng—l)

The local-to-global map can be for instance as follows:
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def jglob(il, i2, N1):
jg = i1 + i2xN1
return jg

jg =11 +12 Ny

although other numberings are possible®.

We must also discretize in time. We consider a partition of the time
interval [0, T] into N steps of uniform size At = T/N, i.e.,

O=tg<ti1<---<ty=T, t,=nAt

and consider
Uj, (tn) ~ U;lg

so, at some arbitrary time t,49 = (1 — 0)t, + Ot,41, 0 € [0,1], the
discrete viscous operator takes the form:

U

6: We could alternatively number the
points as

jg =1 +11 Np

~ n+6 n+6 n+0 H n+6 n+6 n+60
0l - (0720 40) B (0 - )

i

s

where

]glOb (il +1 , 1 )
jglob (1:1 -1 P i2 )
jglob (11 , 12+1)
6t = ]glOb (1;1 ’ 1;2 - 1)

S S N
Il

(2.14)

We must also provide an approximation for the time derivative of u in
Equation 2.11, for which we consider a finite difference (in time) formula
that is applied throughout the time step, from t,, until £,
+1
Ju LYY
Por " At

(ng ,tn /tn+1])

If all the discrete values of # on the underlying grid and at time index 1,
are arranged into a column vector U" € RM,

_ U(:): -
Uy
u" =
_U}/l\]p_l_
the scheme can be written as
£ (U™ —U") + AU = —%(t,10)b (2.15)
At - n+60 .

where U"? = (1 - 0)U" + OU"*! and A € RN"*Ny is the matrix, which
in row j, =jglob(i1, i2), corresponding to an internal node, has entries
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2 2

a: : = _H+_#

Ja]g K2 K2

1 2
_ H
Ajgv =Aj, ¢ 12
hl
_ H
Ajg ¢t = Aj, 6 12
hZ

with the column indices defined as in Equation 2.14, whereas for points
belonging to the set of boundary nodes, we have

1 if jg =7
Bjg jo =
0  otherwise
This is essentially a penta-diagonal matrix, except for a few lines that are
stolen from the identity matrix [ NyxN,- Lastly, b € RNy is a vector with

all its components equal to 1, if they correspond to an interior node and
zero otherwise.

2.5 Assignment 1: A simple finite difference (FD)
code

Consider a pipe of rectangular cross section (0, W) x (0, H) and length
L. Consider water as the fluid with density p = 1000 kg/m® and
viscosity y = 107% Pa-s. Take W = 20 microns, H = 10 microns and
L =3 mm.

1. Show that Equation 2.15 can be written as:

(%n + 0 A) U = (%u —(1-0) A) U" —6(tys0) b

2. Program a python script that implements the above FD scheme.
Program a function to save the solution in vtk format that can
be visualized in Paraview.

In order to assembly the finite difference matrix, consider the
following two alternatives:

» Looping over the points and setting each row individually

22
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from scipy import sparse

def AssemblyMatLoop(N1,N2, ...):
nunk = N1xN2;
A = np.zeros(shape=(nunk, nunk))
hl, h2 = ...

for il in range(1,N1-1):
for i2 in range(1,N2-1):

jg = jglob(il, i2, N1)
jr = jglob(il+l, i2, N1)
jl = jglob(il-1, i2, NI1)

return sparse.csr_matrix(A)

In the code above for simplicity we create a dense matrix
and then convert to sparse format, however, it would be
better to preallocate a sparse matrix directly by setting the
symbolic structure and corresponding coefficients using
e.g., sparse.coo_matrix or as suggested in the next item:

» Constructing a pentadiagonal matrix directly. The follow-
ing code may be useful:

from scipy.sparse import diags

def AssemblyMatDiags(N1,N2, ...):
nunk = N1xN2
hl, h2 = ...
dl = np.ones(nunk) *x ( ... )
d2 = -np.ones(nunk-1)*x ( ... )
d3 = -np.ones(nunk-N)* ( ... )
return diags([d3,d2,d1,d2,d3], [-N1,-1,0,1,N1])

Compare the two approaches in terms of computational effi-
ciency.

3. Consider non-slip boundary conditions at all walls. Apply a
pressure gradient €(t) = cos(2m t /1i), in which Tg is a given
period. Consider values of 6 = 0, 0.5 and 1. Plot the solution in
Paraview. Extract profiles of the velocity field along lines.

4. Provide a discrete formula to compute the flow rate

Q:/u-égdv:/udv
Q Q

and compute Q as a function of time. Plot the results for the
different values of 6 considered in the previous item. Determine
the phase difference with respect to 6(t). Consider u = 1072
and p = 107* and repeat the calculations.

5. Prepare a short report/presentation.
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2.6 Finite volume discretization

The starting point for a finite volume discretization is Equation 2.10. We
subdivide the computational domain {2 into non-overlapping cells or
finite volumes. The first thing to decide is how to construct this partition.
For simple geometries we naturally use structured meshes, whereas for
more complicated geometries we rely on unstructured meshes. We must
also specify to which geometrical location to associate the unknowns. This
leads to Vertex-centered and Cell-Centered approximations, which are
illustrated in Figure 2.5. Let begin with the structured case for simplicity
to introduce the ideas of the finite volume method. The unstructured
case will be presented later on.

2.6.1 Structured case - Orthogonal meshes

We consider a cell-centered cartesian finite volume discretization of the
domain Q = [0, L1] X [0, L] as shown in Figure 2.6. into N, = n1 X n
non-overlapping rectangles that conform a covering of Q. We distinguish
between cell values (located at the centroid of the cell) and face values

(located at the centroid of the face) and introduce the following notation.

We denote the finite volumes by the letter K
Kiy i = (x40, Xi141) X (Yiz Yizs1)

the centroids being located at

A _(n A _ xil + xi1+1 yiz + yiz-%—l
Xirir = (Riy,i0r Jirsin) = > ’ >
so, we allow for variable spacing.

The local-to-global map of the cells, that associates a unique (global)
index to each pair (i1, 12) is the same as in the finite difference case, so
for each finite volume cell we have’

Ki i, =Ky, g =11+12m

The accuracy of the method depends on the assumed variation for the
unknown field. If we consider a Taylor expansion inside cell K,

u(x, t) = uXg, t)+ [Vukg, t)] - (x—%4) + hot, xeK, (216)

so, if we discard the h.o.t., we expect to end up with a second order
accurate method. Notice that

/ u(x)dv = |Ky|u(xy) (2.17)

Ky

where |K, | is the measure (area in 2D) of the cell, given in this simple
case by
|Kg| = (xi1+1 - xi1) (yi2+1 - yiz)

Axy Ayy

<[ <L
R I
VAR <V

Figure 2.5: Examples of cell-centered and
vertex-centered finite volume meshes.

=50 o o o o )

2=4| o o] o o o o

»w=3| 0o o o o o o

. jglob(i1, i2)

2=2| o o o o o o

. 6 7

2=1]| ¢ o o o o o

o 1 2 3 1 5

=04 o5 o 4 o o o o
o0 1 2 3 4 5

11=0 i1=1 11=2 41=3 11=4 11=5

Figure 2.6: Cell-centered structured
cartesian grid showing the numbering
of cells and faces.

7: Notice that the cell index is denoted
by a lowercase caligraphic letter (e.g.,
g+, t,1,06).
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We aim to write a discrete set of equations to approximate u, such that
uRg, t) = Uy (t)

Now, let recall the conservation of linear momentum principle for the
problem under consideration, applied to each finite volume cell K,

Li / pudv| = —°§(t)L|Kg|+L/ T - fgk, dl
dt \ Jk, IK

(2.18)

the factor L obviously cancels out. In Equation 2.18, d{ stands for the
differential of arc in the 2D case we are dealing with. The last term is in
turn written as a sum over the faces of K

/ T-flaKgdZ= Z ‘/f’tf'ﬁfdf

9Ky fedK,

so, we need an estimate of the momentum flux 7 = u V u at cell faces. To
that end consider auxiliary values us located at the centroid (or midpoint)
of cell faces. Based on Equation 2.16, an approximation is thus given by

. Uy () = us(t)
Tf-nf = Hf T4y

where d ; is the distance between the centroid of ¢ and the midpoint of
f, ie8,

dgf =

_ JAxgy/2 if f is a vertical face
Ay, /2 if f is a horizontal face

We group the set of faces between internal faces €, and boundary faces

€. If the face f € €; we set uy = 0 s0 as to obey the Dirichlet condition.

For an internal face shared by two cells, K, and K,,, we realize that the
flux should be the same when approaching x; from either cell, ie?,

Uy —uy U, —uy

—wa = Hf

dny
Eliminating, we obtain for uy

_ Ugdnf + U,Ldgf

2.1
uf dg f + dn f ( 9)
that can be eliminated'?, to obtain
. u, -u,
Tf-Nyp = —yfd— (2.20)
gn

where dgn is the distance between the cell centroid of g and the centroid
of its neighbor cell K, , i.e., BxgtAxn if they share a vertical face or w
if they share a horizontal face. Notice that if j1 is a function of x, its face

value is simply that function evaluated at x¢, i.e., us = p(xy). Finally, for

8: Notice that the face index is de-
noted by a lowercase press letter (e.g.,

f.r, 1 t,b).

9: The time dependence has been omit-
ted here for simplicity of notation.

10: In the jargon, we also say that uy is
being statically condensed.



2 DISCRETIZATION OF SCALAR ELLIPTIC AND PARABOLIC PROBLEMS | 26

the transient term we write, recalling density is constant

d _ dUy(t)
LE (‘/Kgpudv) = Lp|Kg|T

Now, we are in position to write the equation for finite volume cell K, .
We begin with the so called mixed formulation in which we treat fluxes
and cell values as unknowns, i.e. for cell g we have

n+l _ un

~Lp|Ky|———=
[tn,tn-ﬂ] At

This formula is written in terms of the local fluxes and serves both, cells
having sides in 6,, for which the corresponding value u;’ﬁe, f=rltDb
is prescribed and cells having faces in 6, for which the value is given
by Equation 2.19. In fact, substituting J; in the last expression and using
Equation 2.20, for a cell having all its faces in %, we obtain the so called
primal formulation

Un+1 —yr Un+9 _ Uﬁ+6

g g

Figure 2.7: Cells and unknowns involved
in the momentum balance for finite vol-
ume cell K.

| - U)Zl+6 _ u;HB
onr = s
dgy
Un+9 _ un+9
, dg_l
Un+6 _ un+6
Jop = Ut £ d
7 dgt
UZ+9 _ uz+9
J b = b
T u dgb
n+l _ un
I P |Kg|% + (‘JT,Y + ‘JT,I) Ayg + (J’I,t + J’I,h) Axg = —6(tu+o) |Kg|

n+6 _ | n+0
Ug Uﬁ

pIK | =+ s + i

dg,f dgf dgt

from which the matrix form is more or less obvious based on our
previous experience with finite differences. The matrix form of the
mixed formulation requires an additional effort, since we need a global
numbering of the flux unknowns.

First, let introduce a numbering of the of the face fluxes J; of which we
have:

» Nj = n1 X (nz + 1) horizontal faces;
» N, = ny X (n1 + 1) vertical faces;

giving in total Ny = Nj + N,. We can enumerate first the horizontal
faces

fn(ka, ko) = kq + kony, ky €[0,n1 —1], ko € [0, n2]
followed by the vertical ones
fo(ki, k2) = ni(ny +1) + Ry + ko(ny +1), Ry €[0,n1], ko € [0,12 —1]

At this point it is convenient to introduce a cell-to-face connectivity,
which for finite volume cell g = jglob(i1, 12) can be for instance

CFlg, :]=[fu(i1,12), folt1 +1,12), fu(i1,i2+1), foli1,12)]

Un+9 _ Un+9 Un+8 _ Un+6
q 14 A]/g+ m g [

+ Up dgt}

K¢
u,
1y O
Jot
41 ut
L
iy —o| — &,
uﬂ
ue O —& Jr @) = der QU
u r
Ke K, Jlb
up l
iy
@)
Us
Kg

Axg = _Cg(tn+6) |Kg|
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and a face-to-cell connectivity, such as

FC[f, :1=[4g(f), n(f)]
where

> If f = fu(ha, ko), Ry €[0,n1 — 1], £o € [0, 2]
(jglob(#1, k2), ~1)
[g(f), n(f)] =1 (glob(ki, k2 = 1), jglob(ki, k1))
(jglob(f, fp — 1), —3)
> If f = fo(ky, Ra), R €[0,m], fo € [0, 12— 1]
(jglob(f1, k2), =2)
[g(f), n(f)l =1 (glob(ki —1,k2), jglob(ki, k1))

(jglob(f1 — 1, k2), —4)

if

Ry =0

ko € (1,1, —1]

7%2=7’l2
fm:O
ki1 € [1,7’[1—1]

f%/1=n1

Notice that the first index is always a valid index (i.e. greater or equal
than zero) and the second index may be a negative number that indicates
to which wall the face belongs (bottom: —1, right: =2, top: —3, left: —4)!1. 11: This numbering of the walls is un-

The vector of unknowns has now two parts

Jo U
J! . .
X" = , = . | eRY, U=
u" . .
g ur
Nf-1 N.-1

and the corresponding matrix is given by blocks as

+ =
0O M Un+1 C ) Un+6

o o[y [K*' -A ][4 o O[] [g"!
+
0 M ||u"

where

» M € RN>Ne is diagonal with elements

plKyl
Mgg = AL

» K € RNPNF ig diagonal with elements
_H
ke =7 f

where dy is given by

dFC[f,O]FC[f,l] if FC[f/ 1] >0
df =
dec£,0] f if FC[f,1]1<0

e RN:

used in the current context, since the
same homogeneous Dirichlet boundary
conditions is being applied at all walls,
however, it may be useful if the boundary
value differs at each wall, as it may be the
case if solving a heat transfer problem.

bn+6
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i.e, if f is an internal face, we take the distance between the cen-
troids of the two cells sharing the face, otherwise, if f is located
over the boundary, we take the distance between the cell centroid
to which it belong and the corresponding boundary face.

» A € RN>Ne having elements
+1 if ¢ =FC[ f,0]
apg ={ -1 if g =FC[f,1]>0
0  otherwise
» C € RNNf having elements
+sy if f =CF[g,:] and ¢ = FC[f,0]
cgf =4 —sf if f=CF[g,:] and ¢ # FC[f,0]

0 otherwise

where sy is the size of the corresponding face (if it is a face of cell
g, 8f = Axy if horizontal and Ay, otherwise).

Remark

In the mixed formulation presented above we can simply eliminate
the fluxes as unknowns. This is actually left as an exercise below. In
the current context, no gain is obtained by using such formulation,
however, we have done it mainly for didactical reasons and because it
is the starting point for other more general formulations.

2.7 Assignment 2: A not so simple finite volume
(FV) code

Consider the same pipe of the previous assignment, the finite volume
formulation above and the script FV_mixed. py.

1. In the context of our finite volume method, explain Equation
2.17. Also, explain why the following is true:

/u(x) al = sgu(xy)
f

where sy is the measure of the face f and X is the location of
its midpoint.

2. Read the script carefully and identify the different ingredients
involved in the formulation.

3. Test the implementation on different finite volume grids repeat-
ing the calculations of the previous assignment. Consider:
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» Grids with uniform spacing /1 and h;. In this simple case,
write the finite volume formulation to see how it looks
and compare to the finite difference formulation of the
previous assignment.

» Grids locally refined near the walls and coarsened near
the center of the domain. Consider different transitions
from the fine to the coarse cells.

» Explain, how the code would be adapted to solve the prob-
lem on a pipe with irregular geometry (e.g., circular cross
section).

» Plot the velocity field in Paraview and extract profiles
along lines to compare the results on different grids. A
typical result on a square domain is shown in Figure
2.8. For the sake of comparison we also show the finite
difference result obtained with the formulation of the
previous assignment.

» Considering a small case, visualize the symbolic structure
of the matrix using the command plt.spy. Notice the
symmetry relations between the block A and C.

» Graduate students: How would you use this code to
impose a homogeneous boundary condition in the flux

unknown on some part of the boundary? Explain.

» (Bonus): Implement the previous item.

4. Graduate students: Eliminate the fluxes as unknowns (at the

algebraic level) and implement the primal formulation. Test the
implementation.

. In the mixed formulation, implement the case of a variable
viscosity coefficient

_50 | (120511 | (p-0515)2
2 2
p(x1, X2) = po + Hoe H g

where (g takes the values considered in the previous assign-
ment.

. (Bonus): Write a vertex-centered finite volume formulation of
the same problem. Explain how it differs with the one above
and with the finite difference formulation to as the treatment of
boundary conditions.

7. Prepare a short report/presentation.

2.7.1 Unstructured case - Non-orthogonal meshes

So far we have been dealing with structured orthogonal meshes. This
clearly simplifies things a lot. The need for unstructured general meshes

Velocity profile along diagonal

0.05 . 3 —— Finite volumes
. "L —— Finite differences

Figure 2.8: Comparison of the finite vol-
ume (on a locally refined grid) and the
finite difference formulation on a square
domain.
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is quite obvious when we are faced to solve a problem on irregular
geometries. Examples of such meshes were shown in Figure 2.5. Notice,
that an interesting aspect of the finite volume method, with respect to
the finite element method, is that dealing with mixed-meshes (i.e., meshes
that mixture cells of different geometrical shape) is relatively simpler to
code.

Rigorous numerical analysis of the finite volume method on arbitrary ge-
ometries and meshes can rapidly become too tecnhical. A comprehensive
text is [6]. There, a scheme similar to the previous finite volume method,
is derived for more general orthogonal meshes that satisfy the definition
of finite volume admissible mesh :

Definition 2.7.1 (Finite volume admissible mesh) Let Q) be an open
bounded polygonal domain in R? (d = 2 or 3). An admissible finite volume
mesh Fy, is a family of open polygonal/polyhedral (in 2D/3D) control volumes,
a set of edges/faces (in 2D/3D) denoted by €, with strictly d — 1 measure
and a set of points, denoted by Py, that satisfies:

» The closure of the union of all the K,’s of Ty, is (;
» Forany K, of Iy, thereisa %Kg C 6y, 8Kg = Izg \Kg = UfE(gKa f;

» For any pair of finite volumes Ky and K, of T, either K, NK, is
empty or a complete edge/face, i.e., Ky N K, = 6;

> The set of points Py, = {x, } is such that x, € K, and if f is a face
shared by control volumes Ky and K, then x4 # X, and the straight
line d 4, going from x4 to x,, is orthogonal to f;

» Ifthe face f of a control volume K is on the boundary (i.e., f € 9Q),
the orthogonal line to f passing through x, intersects f.

This definition looks pretty restrictive on the type of grids. However,
convergence of FV schemes can be shown for such class of meshes.

Unfortunately, orthogonal meshes are an exception in computational
mechanics. In most cases we have to deal with mesh non-orthogonality
and skewness errors (see Figure 2.9): this is the topic to be discussed now.
The idea is to present an overview of some numerical and implementation
aspects involved in such cases. We restrict ourselves to the treatment
of diffusive terms, which is the main topic in this chapter. Other terms
usually appearing in CFD, such as convective terms, need a separate
discussion. So, let us begin with the expression for the diffusive part in
Equation 2.18

/a T fgk, dl = Z /frf-ﬁfdl’: Z Sf [qu]f-fif
K

g fedKy fedK,

where s is the measure of the face'?. We seek for an approximation of
the face value [Vu]; - fiy. The key point is how to discretize the diffusion
term when the cells are non-orthogonal, i.e., the line joining the centroids
of two adjacent finite volume cells is not parallel to the face normal
1y as illustrated in Figure 2.10. The normal vector admits and additive

[6]: Eymard et al. (2003), Finite Volume
Methods

Cell 2

Figure 2.9: Non-orthogonal and skew
mesh.

12: The measure of the face corresponds
to the length in 2D or the area in 3D.
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decomposition
n =Ny + ng

such that
[Vu]f . ﬁf = [Vu]f ‘ng + [Vu]f Ny (221)

where ng is a vector parallel to the line joining g and n, whichwe denote (0o ny and ng are

by dg, = X, — X4, whose Euclidean norm we denote by [|[dg.|l = dgn  not necessarily unitary.
13

and n; is the residual vector, i.e.’>,
n; =y —ny

There are infinitely many decompositions. Three commonly used in CFD

softwares are: o
4 n
» Method 1: Compute the projection of ny onto d,:
dg, -0
_ Ygn "Ny
e,
gmn
» Method 2: Define ny; as a unit vector along d,:
O
ng = _dgn g n
dgn
» Method 3: Compute the projection of ng onto ny f
dgn 1 dgn
ng =g = -— iy
ny-dg, cosOfdgy, n;
o dgn i \
Once we have done this, we can approximate the first term in Equation ‘ 4 "
2.21by
u, -uy
[Vidl -y = flng| =5—2
gn Figure 2.10: Additive decomposition of
. . . n¢: Method 1 (top), Method 2 (middle),
So, the final approximation reads N][(etho 43 (bottom).
. u, - Uy, u, -uy .
[Vulpfiy = |Ingll — 1 [Vulg-ns = [Ing]| — 1 [Vu]s-(ff—ng)
gn gn
———
cross-diffusion
(2.22)
Generally, the first term is treated implicitly, so the values of U, and U,
are taken at time n + 1, whereas the second term is treated explicitly,
taking the value of [Vu] at the known time 71, or iteratively, by executing
non-orthogonal correction steps, iel, 14: Notice that, if the non-orthogonal
correction term becomes too large, as it
n+lk+1 | m+1k+1 would be the case in bad quality meshes
[Vu ]kt Aif = [Ing| i k= +[Vu]"" .ng, k=1,2,...  (6f 2 70%, the method may exhibit in-
f dgn f stabilities. For this reason, this correction

is sometimes limited.
in any case the cross-diffusion term will appear in the right-hand-side of

the system as a source term.

But, we still need an estimate for [Vu] £ in order to compute the so called
cross-diffusion term. In turn, several options are at our disposal, which
we comment in the sequel.
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2.7.2 Gradient recovery

Recall that in our cell-centered finite volume formulation the primary
variables are stored at cell centroids. This is also the case for majority
of software used in the industry, such as Fluent or OpenFOAM. We thus
need a way to estimate the gradient of quantities at other locations, such
as nodes (or vertices) and, in particular faces.

Green-Gauss methods

First, recall the vector identity'

/ Vudv:/ utyg, dl = Z /uﬁfdlf (2.23)
K K, f

fedK
and from the assumed linear variation for u inside the control volume,
we obtain an expression for the gradient at cell-centroids in terms of face
values

q

1 -
[Vul, = Vl Z Sfufnyf (2.24)
| ‘ll fedKy
Now, in order to compute the face values 1y we need and interpolation.
One reasonable alternative is to compute u by interpolating the two cell

values
ur~ag Uy +a, U, (2.25)

where a4 and a,, are taken to be the normalized inverse distances from
g and n to the intersection of the line segment between g and n and
the face f (see Figure 2.11), i.e.,
—1 -1
Qop s Dy dgy

A e ’ [ -1 =
dgf +dnf dgn dgf +d1Lf dgn

This is the cell-based Green-Gauss method. The method leads to an
error for non-orthogonal meshes since the intersection point (the black
dot) does not necessarily coincide with the midpoint of the face (the
cyan square). This is known as a skewness error, which is, in fact,
an integration error. The effect is more severe as the mesh gets more
distorted.

An alternative that circumvents this skewness error, is the node-based
Green-Gauss method, which consists in estimating the face values of u
by averaging the vertex values. Referring to Figure 2.12, if we denote by
nodes(f) the set of mesh vertices connected by face f (the blue dots), the
face value is simply'®

ufzni Z WUy

Yoe nodes(f)

and the vertex values U,’s are in turn computed by averaging the cell
values (the pink dots, which are the actual unknowns of the problem),
ie.,

1
Uy = = > u (2.26)

€ ¢ e cells(v)

15: The identity is proved by applying
Gauss theorem to the vector field u &)
to obtain

/V‘(ué(i))dv:/ u @D . R)de
K dK

Therefore giving

a—udv :/ u;dl
K 9%i 9K

from which Equation 2.23 yields.

Figure 2.11: Linear interpolation to find
an approximation for 1y and associated
skewness error.

Figure 2.12: Computation of nodal val-
ues and face values based on cell values.

16: Notice that in 2D a face (an edge) is
always defined by two vertices (i.e., 11, =
2), but in 3D, a face may be a polygonal
with arbitrary number of points.



2 DISCRETIZATION OF SCALAR ELLIPTIC AND PARABOLIC PROBLEMS | 33

where N, is the number of cells that share vertex ¢, which can be
arbitrary on general meshes. This method avoids the skewness error,
however notice that, the computational cost is slightly higher. Also, more
sophisticated schemes, rather than the arithmetic mean Equation 2.26,
could be used to compute the vertex values.

Least square method

This method does not make use of the identity Equation 2.23. Consider
Figure 2.13. For each cell ¢ in the grid, consider all its neighbours
ni, i =1,..., N, such that, by extrapolating the linear behavior from ¢
to the different neighboring cells, we obtain

U, = Ug+[Vuly-dgy,
U,, = Uz +[Vuly-dgn,
Up, = Ug+[Vuly-dgn,

In order to obtain [Vu], = [u,, u/z];, we must solve the following
overdetermined system

— dg,, - U, —U,
— dg,, —|[|ua U,, -U,
. = . (2.27)
. . “ |:1/l,2 g .
— dg,, — U,, —U,
DeR¥x2

The generalization to 3D is straightforward. This overdetermined alge-
braic problem is solved in the least square sense, either by the normal
equations or by the QR factorization of the matrix?. In the former case,
the square system to be solved reads

DT D [Vu], = DT 6U

where 6U is the vector in the rhs of Equation 2.27. Recall that the least
square solution in the case above considers the standard Euclidean norm,
so it minimizes the norm of the residual r = D [Vu], — 6U

ID[Vuly —oU|l2 = [|r[l2 = VrTr
however, notice that we could choose a generalized inner product

llellw = Vet Wr

where W € RV is a symmetric positive definite matrix'®. This allows
us to assign weights to each equation, which is a common practice on
highly stretched grids (as the one shown in Figure 2.8), so as to assign
larger weights to points in the direction perpendicular to the wall, with
respect to points in the other direction. In such case the set o normal
equations reads

DTWD [Vu], = DTWU (2.28)

Figure 2.13: Finite volume cell and its
neighbours for the least square compu-
tation of [Vu],.

17: Recall from our numerical analysis
course that the method based on QR fac-
torization is in general more stable than
the normal equations. This is expected
to affect on some pathological cases, in-
volving highly stretched meshes.

18: Typically, W is chosen to be a diago-
nal matrix with positive coefficients
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Having the gradients of u at the cell-centroids at our disposal, whether
obtained by one method or another, namely, the Green-Gauss or the
Least square, we end up computing a weighted average of the cell values
shared by the face, i.e.,

[Vulf = ay [Vuly +a,, [Vul, (2.29)

This last interpolation does not involve a skewness error (Explain why?).
Finally, additional references that may be consulted are [7, 8]

2.8 Assignment 3: Non-orthogonal meshes: A
practice with OpenFOAM

2.8.1 The openF0AM platform

In this last assignment we will use the famous open source CFD Toolbox
OpenFOAMY. There are currently two main branches of 0OpenF0AM, of which
we will use https://www.openfoam.com/ (please, pay attention to the
.com at the end!).

» For installation refer to the Download tab in the site above. Detailed
instructions for different platforms being available. For some linux
distibuitions go to openFOAM:Debian-Ubuntu.

» The assignment is based on the scalarTransportFoam tutorial,
available in the OpenFOAM repository. You can download from
Tidia a ZIP archive containing the case files, including some pre-
built meshes using the open source software https://gmsh.info/.

The problem to be solved is:

Find T : Q X [t;, tf] — R such that

%+V'(UT)_ V- (uVT)=f inQ,
where
o () is the parallelogram shown in Figure 2.14;
e T =00ndQ;
o u=f =001
e U=0.

Notice that, what we have called u in the previous assignments,
is now being called T and U is now the convective velocity,
which is taken to be identically zero, so the problem is formally
identical to the ones solved before, except for the right hand
side which is assumed constant in time for simplicity.

» The following files inside the main directory NonOrth-example/
are important:

e Allrun.pre: Pre-processing script

[7]: Versteeg et al. (2007), An Introduction
to Computational Fluid Dynamics. The finite
volume method.

[8]: Jasak (1996), ‘Error Analysis and Es-
timation for the Finite Volume Method
with Applications to Fluid Flows’

19: FOAMis an acronism for Field Opera-
tion And Manipulation


https://www.openfoam.com/
https://develop.openfoam.com/Development/openfoam/-/wikis/precompiled/debian
https://gmsh.info/
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e Allrun: Solution script
e paraFoam: Post-processing script
e 0/T: Sets the initial and boundary conditions

e system/controlDict: Specifies parameters such as the time
step, initial and final time, output frequency, etc.

e system/fvSchemes: Sets the temporal and spatial discretiza-
tion options, such as the gradient and laplacian schemes, the
interpolation, etc.

Figure 2.14: Reference solution obtained
by the FEM on a very fine mesh to be used

e system/fvSolution: Specifies the linear solver options and | :
for comparison with OpenFOAM results.

the number of non-orthogonal corrector steps

To run a case, type the following commands in a terminal at the location
of your case files:

NonOrth-example> cp grids/xxx.msh domain.msh
NonOrth-example> ./Allrun.pre
NonOrth-example> rm log.scalarTransportFoam
NonOrth-example> ./Allrun

NonOrth-example> paraFoam

Notice that the first and second steps are necessary only the first time
you run the case on a new mesh. The different meshes are located in the
directory grids?.

1. Discuss the examples of admissible meshes in [6] (pag. 39) and
the connections with the definition given above.

2. In the main directory NonOrth-example/, there are 3 types of
finite volume grids (M1, M2, M3) and two levels of refinement
for each (c: coarse and f: fine), so as to assess the accuracy of
the numerical scheme (see Figure 2.15). The first step is to solve
the steady state problem directly, by setting the appropriate
parameters in system/fvSchemes. Visualize and compare the
solution using paraFoam. As a reference solution consider the
file fempoisson.xdmf, that was obtained by a finite element

method on a very fine mesh (see Figure 2.14). Figure 2.15: Finite volume grids Mlc,
M2c, M3c (coarser level) to be used in
OpenFOAM.

3. Consider the following options for the treatment of the non-
orthogonal terms in system/fvSchemes:
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gradSchemes
{
default XXX ;
}
laplacianSchemes
{
default none;

laplacian(DT,T) Gauss linear yyy;
+

where xxx in gradSchemes specifies the method to compute the
gradient at cell centes:

» Gauss linear: Green-Gauss cell based with linear inter-
polation to find the values u¢ (Equation 2.24 );

» Gauss pointlLinear: Green-Gauss node based (Equation
2.26)

» leastSquares: least square method (Equation 2.28);

For the laplacianSchemes the keyword Gauss (the only avail-
able choice for such) means that for the diffusive term, Gauss
theorem is being applied, linear refers to the interpolation
used to estimate (s (u at cell faces) and yyy refers to the treat-
ment of the (explicit) non-orthogonal terms, which can be for
instance:

» orthogonal: No correction at all;

» uncorrected: One single correction;

» corrected: Several corrections

» limited i (with 1 taking values 0.333 or 0.5): limited
non-orthogonal correction

Finally, we can increase the number of non-orthogonal corrector
sweps

SIMPLE
{

nNonOrthogonalCorrectors xxx;

}

where xxx is the number times the correction is applied?..

Assess the behavior of the various options given above on the
different meshes by comparing the solution to the reference
one.

. Solve the transient problem from ¢t = 0 until ¢t = 4. Compare
the solution at several times, considering different grids and
discretization options so as to assess how the non-orthogonality
errors accumulates in a transient case. To that end modify
system/fvSchemes to set the integration scheme to

ddtSchemes
{
default none;
ddt(T) CrankNicolson xxx;

21: The corrected option applied a suf-
ficient number of times should provide
the best results.
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where xxx can be set to 0 (Euler) or 1 (Crank-Nicolson). Also
set the endTime parameter in system/controlDict to a larger
value so as to be able to reach the steady state solution. Compare
to previous results.

5. Create the case of circular geometry with radius R = 0.5. There
are examples of . geo files for gmsh to create the geometry and
mesh. Be aware that you will need to adapt other files such as
0/T to correctly identify the boundaries of the domain.

2.9 Finite element discretization: The Galerkin
method

The starting point for the finite element discretization of the problem
under consideration is the differential form Equation 2.11, from which we
will arrive at the so called variational formulation. Complete technical
details are left for a finite element course. We will now proceed quite
informally to gain some insight on how the method works so as to
compare to the other methods being studied. To cast this problem into
variational form, we multiply by a sufficiently regular test function w
that satifies the boundary condition, i.e.,

w(x) =0 VYx € dQ (2.30)

and integrate over (2

pa—uwdv—/[V-(qu)]wdv:/fwdv (2.31)
o ot 0 o}
where we have defined f(t) = —%(t). Now, we use the identity

V- [(upVu) w] = [V - (uVu)] w + (uVu) - Vo

We thus have
/ p—wdv+/(qu) dev—/v'[(qu)w]dU = /fwdv
Q Q Q
(2.32)
For the third term in the left hand side we apply Gauss theorem
/ V- [(uVu)w]do = / w (uVu) - nds (2.33)
Q Q)

which is identically zero by Equation 2.30, yielding22

/pa—uwdv+/qu-dev:/fwdv (2.34)
o ot o 0

This is valid for any w : QO — R belonging to some space of functions
(say V(Q)) that satisfy the homogeneous boundary condition at J(3, for

which the integrals in the left and right hand sides at least don’t blow up.

We may formally write the weak?? form of the problem

22: What we have done is also called
integration by parts.

23: The problem is said to be in weak
form because in this formulation we re-
quire less differentiability from u in con-
trast to the PDEs in strong form for which
we require u to have at least continuous
second order derivatives if we pretend
the equation to be satisfied pointwise.
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Weak (or variational) formulation

Find u € V(Q) such that

/p&tuwdv+/qu dev—/fwdv

(pdru, w)LZ(Q a(u,w) (

(2.35)

Yw € V(Q).

What appear in the lhs is the bilinear form a(-, ) and the L?(Q) scalar
product (-, -);2(q) (wWhich is also a bilinear form), whereas in the rhs we
have a linear form £(-).

The correct functional setting to solve this problem is provided by the
the space

V(Q) = Hy(Q) = {w € H(Q) : w|yq =0}.

where H!(Q) is the Hilbert space®*
HY(Q) = {w Q- R :/wzdx < 400 and /(Vw-Vw)dx < +oo}
Q Q

This means, we seek a solution in a space of square integrable functions
whose derivatives are also square integrable, a reasonable requirement
by looking at the terms we are trying to integrate in the linear and bilinear
forms above.

The Galerkin method

The idea of the Galerkin method is simple: replace the infinite dimensional
space V by a discrete subspace V;, C V, where the parameter 1 > 0 in
the finite element method is related to the refinement of a partition of

Q (the mesh), such that i — 0 as the dimension of the space N — co.

Considering for a moment the stationary case for simplicity, we replace
the original continuous formulation by a discrete variational formulation:
Find u;, € Vj, such that

a(up,wy) = L wy) Ywy €Vy (2.36)

Now, we define uj;, € V), by
N
up(x) = D> Uj (%) (2.37)
=1

The interesting thing about the Galerkin method is that it provides the
methodology to compute uy,. If we choose a basis {{1, {2, ..., ¥n} of
Vi, replace the Equation 2.37 and take wj; = i; in Equation 2.36, we
obtain

N
Zu,zp],z,b,) = Za(zpj,x,b,-)uj =), i=1,...,N (2.38)

David Hilbert (Germany, 1862-1943).

24: A Hilbert space is a vector space
equipped with an inner product, that
is also a complete metric space with re-
spect to the norm induced by the inner
product.

Boris Galerkin (Russia, 1871-1945).
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which is clearly a linear system of equations
AU=b (2.39)

where U = [Uy, Uy, ..., UN]T, A € RVN and b € RN are defined by

Ay =alp 90 = [ (aV9) - Voido, b=t = [ foido
Q Q
(2.40)
About matrix A we can say:

» Since a(v, w) = a(w,v) Vo, w € V (i.e, a(:, ) is symmetric), clearly
A\ is also symmetric;

» if a(w, w) > 0 Yw € V (then, (-, ) is said to be strongly coercive®),
taking any arbitrary nonzero wj = Zjl\i 1 Wj ¢ and defining W =
[Wi, Wa, ..., WN]T, we get

N
ZW,‘A,']‘W]' =WTAW >0, W#0
=1

M=

1

I
—_

N N

a (Z lepj, Z Wﬂ,[}i) =
i=1 i=1
: (2.41)

thus, A is positive definite and therefore invertible, so, we can
safely solve the system and find the unique U that defines uy,.

The question that arises is how to construct a discrete space. The typical
choice is to construct piecewise polynomial spaces associated to a con-
forming partition (a finite element mesh) of the computational domain,
ie.,

Vi = {w € C%Q), w|x € Px(K) VK € T}

where Pi(K) is the space of polynomials of degree k on K. For instance,
for k = 1 in 2D we have the classical hat nodal functions on 3-node
triangular elements illustrated in Figure 2.18.

PiK)={p:K—>R,p=a+px+yy}

With these local functions, a global nodal base {{1, ..., ¥}, can be
constructed, such that there is one function for each vertex (node) of
the mesh. Any piecewise linear function can be written as a linear
combination of such functions. They are constructed such that the delta
Kronecker property holds, i.e.,

Yi(xj) = 04

These are called Lagrangian elements. Similarly, in 3D, for 4-node tetrahe-
dral elements we have

PiK)={p: K—>R,p=a+Bx+yy+06z}

By looking at the basis functions illustrated in Figure 2.18, we notice
that they have compact support, i.e, they are different than zero only in
the cluster of elements shared by a given node, thus leading to a sparse
matrix A. For completness, the definition of a finite element conforming
mesh is:

25: Strong coercivity is also referred to as
V-ellipticity. For the bilinear form at hand,
it can be shown this property holds.

Triangular elements

Figure 2.18: Examples of P; basis
functions associated to the nodes
of a 2D triangular mesh. Source:
https://https://www.comsol.com/.


https://www.comsol.com/
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Definition 2.9.1 A partition Jj, of a domain Q is conforming if K; N Kj
is either

empty, ot,

a vertex, or

a complete edge.

a complete face (in 3D)

vvyyy

otherwise the partition is said to be nonconforming.

In the general transient case we write:
N
up(x ) = > Ui(#) Pj(x) (2.42)
j=1

and proceed similarly. We replace into the complete variational problem,
so for the inertial term we have

N N N
(Z atuj(t) IP]/ 77[}1) = Z u](t) (IP]/ bei)Lz(Q) = Z Ml]atu](t)/ i= 1,...
j=1 =1 j=1

2@ 7

where

8U](t)
ot

Uj(t) = dU;(t) =
and the mass matrix M has coefficients2®
Mij = (‘Pj/¢i>LZ(Q) = L%’ pido

As with the other methods we write

1 n
AU;(t) urtt — U
no.oq7. ] ~ ] ]
Ui ~ Uj(t,) and o iy v
[tu/trHl]
and put all the unknowns into a column vector
o
Us
Ut =
Uy ]
so as the method in matrix form reads
LUt -t + AU = f(t,0)b (2.43)

At

Depending on how the FEM is implemented, the resulting matrizes and
right hand side vector may need to be adapted so as to obey the Dirichlet
boundary condition, i.e.,

M(Xi,tn)ZU? =0, x,€dQ, n=0,1,...

Figure 4.1. Two examples of nonconforming triangulations. In both examples, the
intersection of triangles I and 2 is a line segment that is not an edge of triangle I.

Figure 4.2. Triangulations of two polygonal domains.

Figure 2.19: Conforming vs. nonconform-
ing partitions of Q.

,N

26: Notice that the matrix M will also be
sparse, however, as with the FDM and
the FVM, this matrix is not diagonal.
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2.10

2.10.1 The Firedrake platform

We will use the finite element library Firedrake to solve the fully
developed flow in a circular pipe of radius R and with center at the origin.
We consider as usual u = 0on dQ and f =1, p = 1000 and u = 0.001.

You need first to install the library. I suggest to follow the instructions
in Firedrake which generally work well in Linux systems. Other alter-
native would be to use FEM on Colab, which offers installations of the
Firedrake library through google colab.

1. Read the script carefully to identify the different sections, in
particular, the mesh creation and variational formulation.

2. Run the script by setting the mesh refinement parameter Lc to
different values. Consider the stationary case by setting
flag_only_linear_steady = True

3. Compare the solution to the finite volume case obtained in the
previous assignment in the stationary case.

4. An interesting thing about the finite element method is that
nonlinearities can be dealt easily, specially when using a library
like FEniCS or Firedrake, which are capable of performing
automatic differentiation. As an example, we consider the flow
in the circular pipe with a nonlinear viscosity, i.e., we solve the
following discrete variational problem in residual form: Given
an initial condition ug, find uZH eVy, n=0,1,... such that

un+1 —yt
R Z/PhA—thwhd”*
Q

+‘/Q [+ yt(uzﬂ/)] Vut? . vy, do - ‘/wah dv=0

forall wy, € Vj,. Notice that, we have already discretized in time
and the unknown is uZ”. The viscosity y; is defined by the

relation
(1) = pI?(x) VVu - Vu

where

l%) = 0.14 - 0.08 (%)2 —0.06 (%)4

with r = | /xf + x% the distance to the origin. The parameter y

can be set to 0 so as to linearized the problem27 or can be set ) o

0 0toh the full 1i bl In the latt 27: In this case, it is expected that the
to 6 > 0 to have the full nonlinear problem. In the latter case, time step should be fine enough to avoid
the problem is solved by a Newton-Raphson scheme and the instabilities.
Firedrake library computes the Jacobian of the system dR /du
automatically, as needed. Solve the problem and plot the solu-


https://www.firedrakeproject.org/
https://fem-on-colab.github.io/
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Q = assemble (u * dx)




NUMERICAL SOLUTION OF
POTENTIAL FLOWS

3.1 Prelude

“When a flow is both frictionless and irrotational, pleasant things happen.”

— FEM. White [2]

The simplistic structure of potential flows, being inviscid and irrota-
tional, allows the construction of analytical solutions. This subject is
well explored in traditional fluid mechanics books, such as [1] and [2].
In this chapter, however, this simple model is used to introduce the
full discretization by the finite volume method, including the correct
treatment of different boundary conditions and numerical techniques to
solve the resulting nonlinear algebraic problem.

3.2 Potential functions

Potential flows are mainly characterized by being inviscid (no friction)
and irrotational (fluid particles are not rotated). Usually, viscous effects
are limited to a thin layer next to the flow boundaries (think of a flow
around a body, for example), called the boundary layer. Hence, neglecting
the viscous effects of the boundary layer might be a good approximation
for high-speed flows away from this region. As a result, there is no
separation of the boundary layer, as happens in viscous flows.

By definition, a velocity vector field u(x) of an irrotational flow has zero
vorticity, i.e.
w=VXu=0.

Moreover, consider cp(x), ¢ : RY — R, a smooth scalar field. The
following result is easy to prove:

Vx V¢ =0,

which leads to the conclusion that if u(x) is irrotational, then there exists a
scalar field ¢ (x) such that u = V¢. This scalar field is defined as potential
function.

3.3 Incompressible potential flows

If the potential flow is incompressible, we have from Equation 1.6 that
V- u = 0, resulting in
0=V-u=V-Vo¢

or simply,
VZp =0 (3.1)
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3.2 Potential functions . . . .43
3.3 Incompressible potential
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3.4  Stream functions .. ... 45

3.5 Potential lines and
streamlines . . . ...... 47

3.6  Bernoulli’s equation . . . 47
3.7  Slightly compressible
potential flows . . .. ... 48
3.8  Finite-volume discretiza-
tions ............. 50
3.9 Assignment: Implemen-
tation of an incompress-

ible potential flow ... .53
3.10 Discretization of the
compressible model . . .53

3.11 Assignment 2: Nonlinear
potential flow ....... 57

[1]: Kundu et al. (2008), Fluid Mechanics,
Fourth Edition

[2]: White (2011), Fluid Mechanics, Seventh
Edition
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which is a Laplace equation modeling the incompressible potential flow.
This equation is defined over a domain Q ¢ R? and can also be written

as
82(;5
oxiox;
using Einstein’s notation, or, for d = 2, one can write
82¢ 92(1)
=) + -5 =0.
dx]  Ix;

3.3.1 Boundary conditions for the potential function

Being an elliptic equation, we need to specify boundary conditions for
Equation 3.1 on dQ), which can be of the following types:

» Dirichlet: ¢(x) = f(x) for x € I'p;
» Neumann: V(x) - 1 = g(x) for x € I'y;
» Robin: ¢(x) + BVP(x) - it = h(x) for x € T'g;

where I'p UT'y UTg = dQ, andI'p NT'y N TR = 0. Recalling that ¢ is a
potential function, these types can be used to specify boundaries with
different physical meanings, which are usually prescribed in terms of
fluid velocity.

» Imposed flux (inflow/outflow): Boundaries where the velocity
u = U is prescribed in some part I'y € Q2. Using the definition of
the potential function, we get V¢ = U. However, we cannot impose
both components of this gradient in an elliptic equation. The closest
we can get is to impose only the normal component, leading to a
Neumann-type boundary condition:

9¢

Vo-n=U b
¢-n noor =

= Uy;

» Non-penetrating boundaries: Boundaries where fluid particles
cannot cross, leading to a normal null flux, which can be easily
specified as a homogeneous Neumann-type boundary:

Vo -n=0 9% 0
‘n=0 or — =0,
¢ on
on some I'; € JQ. Using the same arguments above, one can see
that we cannot impose a no-slip boundary condition.

» Free flux (outflow): The free flux boundary is usually modeled
by imposing that the variation of the normal flux in the normal
direction is zero, meaning that

&un_ 82¢
om0 T g

=0 onsomel3 C dQ.

This condition can be achieved if V¢ - 1 is constant in the normal
direction, leading to a condition equivalent to an imposed flux

viscous
boundary
layer

—e

Figure 3.1: Approximation of a viscous
flow by a potential flow. Source: [1].

separation

separation

Figure 3.2: No boundary layer separation
can occur in a potential flow. Source: [1].
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boundary, instead. A better effect is achieved by setting ¢ = 0 on I3,
which is not exactly equivalent to an outflow condition; however, it
not only satisfies the above equation but also simplifies the solution
of the Laplace problem.

(0,4) Solid wall

Example 3.3.1 Consider the domain given by Figure 3.3. In this case, -

the boundary conditions for the potential function Laplace problem
Equation 3.1 are given by

» Solid walls (green and blue): we can use the non-penetrating
boundaries by imposing V¢ - i1 = 0, leading to +

(=}
—
~—

u=>5

LHL S

(9(1)_() Ip
g— or @—

=}

0 (0,0) Solid wall

Figure 3.3: Example of a confined poten-
tial flow with inflow and outflow bound-

depending on the normal vector to the wall. ary conditions.

» Inflow: Imposed inflow condition leads to

9¢

=

Vp-n=5 =
» Outflow: Imposed outflow condition leads to

Vo -n=5 ¢ 5

-n = —3 —_— =
¢ dx
Notice, however, that Equation 3.1, together with these boundary
conditions, results in a Neumann boundary problem and the well-
known indeterminacy of the solution (any constant function satisty

this boundary problem).

3.4 Stream functions

Another useful function is derived in terms of velocity. According to
White [2], this concept only works if the continuity equation Equation 1.6
can be reduced to two terms, with the most common application being
to steady-state two-dimensional incompressible flows. In this case, by
defining a function 1 : QO ¢ R? — R such that
%Y
U= —=— and up = ——,

! 8)(2 2 8x1
the continuity equation is automatically satisfied. We can rewrite the
velocity field u as

d d

S %Y

v 8X2 8x1

such that the vorticity of u is given by
Vxu=-Vi&d,

and by applying the hypothesis of an irrotational flow, one can derive

the Laplace equation
V2 =0 (3.2)

(6,0)
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that can be solved, with suitable boundary conditions, to obtain the
stream function 1.

In two dimensions, both potential and stream functions, ¢(x1, x2) and
Y (x1, x2) respectively, satisfy the Cauchy-Riemann equations, given as

Definition 3.4.1 Given two real-valued functions ¢, : R? — R, they are
said to satisfy the Cauchy-Riemann equations if

W a0

8x1 B axz a aX2 B 8x1' (33)

3.4.1 Boundary conditions for the stream function

Usually, the stream functions are applied to describe incompressible,
irrotational external flows, and therefore boundary conditions are mainly
given at the boundary of an immersed body of interest and at infinity (a
reference position), such that

» At the body: The stream function is assumed to be constant around
the body of interest ( = 1)y);

» At infinity: At a position away from the boundary, the stream func-
tion is assumed to be constant ({ = 1), but its value depends on
the condition imposed at the body and the flux between boundaries.
We will see how to impose that in an example.

» Imposed flux (inflow/outflow): We can impose a normal flux U,
through some boundary by using the definition of stream function

J 9
(Y o) 5=y,

u-n-=
89(2 8x1

however, to effectively apply this condition, one has to integrate
this equation over the boundary since u is not the gradient of ¢,
as it was for the potential function. We will see more details in a
working example.

Example 3.4.1 Consider the domain given by Figure 3.3. The boundary
conditions for the stream function Laplace problem Equation 3.2 are
given by

» Bottom wall: The bottom wall is a streamline itself, hence 1 is
constant. Lets assume 19 = 0 on this boundary.

» Top wall: The top wall is also a streamline, with constant 1 value,
say, Y. However, we need to compute its value depending
on Y. The difference between o, and g is given by the flux
passing between these two boundaries, i.e.,

1 8¢ 1
l,btop - l,bbot = ‘/0 @dy = A Mdy =5

which implies that 1., = 5. Notice that since inflow and outflow
fluxes are the same, the same value would be achieved should
we have integrated on the right boundary (outflow).

46



3 NUMERICAL SOLUTION OF POTENTIAL FLOWS | 47

» Inflow: It is clear that 1 is a function of y, varying from g to
Yo, as y goes from 0 to 1. This function can be obtained by
integrating the boundary condition from 0 to y:

Y /y Y /y
Uu=5=>—=5r= —ds = 5ds = Y(y)=5
Iy o 9y 0 i Y
» Outflow: The same idea can be used to find ¢(y) on the outflow:

Y /yalp /y
u=5=—=5r= — ds = 5ds = Y(y) =5y —15
dy 3 9y 3 vy Y

Since all imposed boundary conditions are of the Dirichlet type, there
is no problem with the indeterminacy of the solution, as in the previous
example.

3.5 Potential lines and streamlines

In a two-dimensional setup (d = 2), both potential and stream functions
define a set of lines that brings some geometric interpretation to the
incompressible potential flow. To simplify the notation, consider x = (x, y)
and u = (u, v). Variations of ¢(x, y) and ¢(x, y) are given by

_9¢, 90, _
d¢—£dx+@dy—udx+vdy

_o
dll)—adx'i'@dy— de+ud_l/

Lines of constant potential, called potential lines, are given by

dp=0 = -—2=-2

while lines of constant stream function values, called streamlines, are
given by
dy o
dy=0 = —=-—,
i dx u
hence they are orthogonal. The concept of streamlines is useful to visu-
alize and interpret the flow since they follow the trajectory of the fluid

particles.

3.6 Bernoulli’s equation

From the principle of conservation of linear momentum in Equation 1.9,
we can apply the simplifications seen in this chapter. First, considering
an incompressible and inviscid flow, the Cauchy stress tensor ¢ can be
thoroughly simplified

o=(-p+AV-w)lI+u(Vu+VuT) = —pl

¥

Y3

v,
3 9,
L

=<

%

Figure 3.4: Potential lines and stream-
lines. Source: [2].

Daniel Bernoulli (Dutch Republic, 1700 —
Swiss, 1782).
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leading to the equation known as Euler’s equation:
du
P §+(u'V)u +Vp=> (3.4)

To derive Bernoulli’s equation, we will use the following result from
vector calculus:

Theorem 3.6.1 Let u be a vector field defined in R?, with d = 2,3. The
following identity holds:

(u'V)u:V(%)—ux(VXu). (3.5)

From Equation 3.4 and Equation 3.5, we can write

a—u+V(u) —uX(VXu)+le = 1b.
ot 2 p P

If we consider a steady-state flow, such that du/dt = 0, and that the body
force b accounts only for gravity effects in the vertical direction (say x4,
with d = 2,3), such that b = —pg &@, following that b = V(—pgx,).
Therefore,

1 u-u
EVP+V(T)+V(gxd)_“X(VX“)'

that is known as Bernoulli’s equation. For an irrotational flow, we can
further simplify it by vanishing the right-hand side, resulting in

V(%+¥+gxd)=0,

which implies that
p

u-u
;+T+gxd—c (3.6)
with C an arbitrary constant. This equation is the most popular version
of Bernoulli’s equation for potential flows. It can be used to compute the
pressure once the velocity field is known. Note that the actual pressure
values are not important in this context, only its gradient since C is
unknown.

Exercises

1. Let ¢ : R — R be a smooth scalar function. Show that
VX Ve =0.

2. Prove theorem 3.6.1.

3. Show that equipotential lines and streamlines are orthogonal
by showing that V¢ - Vi) = 0.

3.7 Slightly compressible potential flows

An approximation of the external flow of air (around a body such as
an airplane, for example) might take into account the compressibility of

48
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fluid, resulting in a compressible flow. In fact, this choice depends on the
Mach number, presented in Chapter 1, defined as

_
Cc

Ma

where c is the speed of sound. The exact limit as to where to consider a
compressible or incompressible flow is a matter of discussion. However,
some authors consider that subsonic flows with Ma < 0.3 a reasonable
limit for incompressible flows. For supersonic flows, Ma > 1, the model
has to take into account the nonlinearities of the flow, and simplifications
like potential flows are not suitable anymore. Therefore for subsonic
flows where 0.3 < Ma < 1, we still might approximate the model by
potential flows and introduce some compressibility in the model.

By recalling the mass conservation Equation 1.6 again, dropping the time
derivative by considering a steady-state flow, we get

Vi(pu)=0 = V-(pV¢)=0 (3.7)

for a potential function ¢. Now, since we are considering compressibility,
p is not constant. Therefore we cannot conclude that u is solenoidal.

We consider an isentropic flow, i.e., when the change of flow variables is
small and gradual. In thermodynamics, this is equivalent to an adiabatic
and reversible process! [9, 10]. By using several thermodynamic relations,
we can arrive in the following equations

1

— y=1
Po _ (1 + 7/—11\/1512)7

P 2

_ 7
Po _ (1 + 7/—1Ma2)
p 2

where y is the fluid’s specific heat ratio. For ideal gases, y is considered
to be constant, and for air at moderate temperature, y = 1.4. Moreover,
po and py are the density and pressure at stagnation, i.e., where the fluid
velocity is taken isentropically to zero.

The density in Equation 3.7 depends on the Mach number, which depends
on velocity, which is defined in terms of the potential function. By using
y = 1.4, we can write the equation for density as

_5
1 2
p(d) = po (1 + gMaz)
and the Mach number as

Ma? = Il _wew 1 [(aﬁ)ﬁ(aﬁf

c? 2 2 |\ox Ay

The pressure can no longer be computed by Bernoulli’s equation due to
the incompressibility assumption. Instead, we can use the above relation,

1: That also means that no heat is added
to the flow, and no energy transforma-
tions occur due to friction or dissipative
effects.

[9]: Pontes et al. (2019), An Introduc-
tion to Compressible Flows with Applica-
tions: Quasi-One-Dimensional Approxima-
tion and General Formulation for Subsonic,
Transonic and Supersonic Flows

[10]: Pontes et al. (2021), Fendmeos de Trans-
feréncia
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which leads to the equation

NIN

p($) = po (1 + éMaz)

Therefore, Equation 3.7 is a nonlinear elliptic equation that requires
linearization either before or after the finite volume discretization.

3.8 Finite-volume discretizations

Following what has been done in Section 2.6, we intend to discretize
Q = [0,L1] x [0, L] by an admissible finite volume mesh, structured
and orthogonal, with 111 X 1, elements. For the sake of simplicity, let us
introduce the notation of Figure 3.6.

Ax;
----------------- 1)J+1 e —
"""""" Ay, Yi+1
L bbbl et . ® | Ay
........... " : :
Ti E Tit1 E
e
T; Az Tiq1
Figure 3.6: Standard cell-centered orthogonal finite volume mesh and notation.
Additionally, each straight edge of dVy is identified as E, N, W, and S,
representing the east, north, west, and south edges, respectively, such as
in Figure 3.7.
N
Vi
3.8.1 Discretization of the incompressible model
144 Vi E

We will follow the discretization of the incompressible model, given by
Equation 3.1. By integrating over a single generic volume Vi, we get

/v%pm;:/ Vo - i ds S
Vik IV
. . . . Figure 3.7: Finite volume element with
:/V¢-nds+/v¢'nds+/V¢)‘nds+/Vc¢)-nds edges.
E N w S
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Integrating the E-side, using 11 = (1, 0), we have:

Yj+ &(P
\% 'f\ds:/ —(xi41,¥)d
/E ¢ , o +1,Y)dy

1
Gij =Pk = W/vk P(x,y) do

we can approximate

Yj+1 a¢ Y+ (P1+1] (Plj A]/]
/ E(xm,y) dy = / AT, dy = A—fi(qu,j - ¢ij)

Yi Yi

By considering

Integrating the S-side, using n = (0, —1), we have:

Xi+1 8¢) Xi+1 (Plj (Plj 1
\Y flds 2/ ——X, Yy dx ~ /
«/S ¢ X dy( i) xj AJj

Ax;
A]/]— (sz] 1= sz,])

The other sides are integrated analogously. The final discrete set of
equations to be solved are

Ax;

(qm, Bif) + 3ot @11 = 91+ 7 al

((Pz 1,j — ¢i,j)+A (¢Z] 1 Qbi,j) =0
Yi-1

Al_

(E) (N) W) Q)
(3.8)

Vi=1,...,1’l1, Vj=1,...,7’lz

3.8.2 Discretization of boundary conditions

Let us work on the finite volume treatment of boundary conditions
with some examples. First, consider the elements touching a solid-
wall boundary I'. The treatment of such condition is straightforward
since V¢ - 1 = 0 on I, meaning that the contribution of the integral
corresponding to the side of Vi in I' vanishes completely.

T

Example 3.8.1 If the E-side of an element V is touching I', then :

J o8 _

8(?_0 on TNav Vi tow =0
which means that the E-side corresponding integral is given by

3 99 . e B
V(P ‘nds = —ds =0 Figure 3.8: Boundary on the E-side of
E 8 the element V.

such that its contribution vanishes from Equation 3.8.

Analogously, if a non-homogeneous Neumann boundary is given, such
as an imposed inflow or outflow condition, the contribution in Equation
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3.8 is adjusted accordingly.

Example 3.8.2 Suppose the S-side of an element Vj is touching T,
where we want to impose a non-homogeneous Neumann boundary
condition 26

55 =8 y)

and the corresponding integral is given by

Xit1 (QCP Xi+1
/Vd)ﬁdS:/ —vdx:/ g(x/yl)dx'
3 y, on .

Notice, however, that now the function ¢ should be numerically
integrated. The trapezoidal rule can be used to result in

on I NJVy

Ax;

Xi+1
[ st dx = 2 (305, 0) + gl ).
xi

Once again, the corresponding contribution to the S-side integral
should be modified in Equation 3.8 to reflect the imposed boundary
condition.

In the case of Dirichlet-type boundary conditions, such as in a free
flux outflow conditions, the imposition is not as straightforward. The

following example shows how to do that in the considered mesh.

Example 3.8.3 Suppose now that an element W-side is touching a
boundary I' where we want to impose a Dirichlet boundary condition

such as

¢(x1y)=g(X,y) on I NJVy

This boundary condition will affect the integral on the W-side so that
we need to recompute its contribution to the discrete equation:

. yim 9 Vit ;- g(x1,y)
[ovgs= [ 2, - [ =g
w Yj Yj

£ —x

ZA]/]‘ 2 Yix1
——A—xl¢14 +A_X1/y/. g(x1,y) dy

— =
== Pty [8Cx1, yj) + 8(x1, yj41)]
where the trapezoidal rule was applied in the last line to approximate
the integral of the function g. With this value at hand, we can update
the W-side integral contribution in Equation 3.8.

If a homogeneous Dirichlet boundary is to be imposed, notice that
the W-side integral does not vanish completely, and its contribution
should be updated as

/ Vo & 2Ay;
‘N~ — -
W (P Ax1 (PL]

Vi

% = g(x, 1)

Figure 3.9: Boundary on the S-side of
the element V.

T
4
Egt Vi
RaJR
S0t P1,j
Isf Ax e
£ I
- |
PERE \
~ 1
< I
X1 X1 X2

Figure 3.10: Boundary on the W-side of
the element V.
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3.9 Assignment: Implementation of an
incompressible potential flow

Consider the domain given by Figure 3.3 (reproduced on the right).

1. Implement a finite volume method to solve an incompressible
potential flow modeled by Equation 3.1 in this domain, with
the given boundary conditions.

2. When solving for the potential function, this is a Neumann
problem. How can you solve the constant space indeterminacy?
What happens if we change the imposed outflow to a free flux
outflow?

3. Perform a convergence study with different mesh characteristic
sizes, using a reference solution computed in a much finer grid.
What is the expected and observed orders of convergence?

4. Implement the same problem, now solving Equation 3.2 for the
stream function. Adapt the boundary conditions accordingly.

5. Compute the pressure by using Bernoulli’s Equation 3.6.

6. Plot side by side the streamlines and constant potential lines.

3.10 Discretization of the compressible model

Equation 3.7 can be discretized by finite volumes in a similar way. First,
let us integrate this equation over one generic finite volume Vj:

/V-(pV¢))dU=O=> pVo -fids =0.

Vi IV

Notice that p = p(¢) is part of the integrand and shound be adequately
discretized. To do that, in order to simplify the notation, let us consider a
one-dimensional version of Equation 3.7, given by

d [ do\

Consider a discretization such as in Figure 3.11. Integrating the equation
above results in

s g do ~ do
[al) ok

For the discretization to be conservative, the value of p at the interfaces
(x;41, for instance) should be carefully evaluated. In fact the mass flux
should be equal in both sides of the interface in x;;1, leading to

d
lim p—— = lim s

= + .
x—)le X x—x dx

¢
-pE

Xi+1

Xi

Suppose that ¢;, 1 is the value of ¢ at x;41. By discretizing both sides of
the equality, we get

’¢i+% — i o Piv1 = Py
pi Axi/z = P Ax,'+1/2 !

53
(0.4) Solid wall
u=>5
(0,1)
= |u=5
(0,0) Solid wall
pPi — P ‘
Pi+1

T 1
Xi Vi xiv1 Vik Xit2

Figure 3.11: Finite volume discretization

in 1D.
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and by isolating ¢, 1, we get

b1 = Axip1pi®i + Axipir1Piv
2 Axipi + Axipin

This value can be inserted back into the discretization of the fluxes,
resulting in

I dp ‘¢i+%_¢i_2‘ .
x—lgcl}ﬂ PE = ‘Dl—Axi/Z = 2pPiPi+1

Gir1 — Qi )
Axiz1pi + Axipiv1 |’

which is equal to the flux on the right side of x;,1. Notice that if we take
Ax;11 = Ax; = Ax, this equation simplifies to

Ipl  _ 2pipin (¢i+1 - <Pi) .

p&x i - pi + Pi+1 Ax
———

harmonic mean

Therefore, the value of p at the interfaces that leads to a conservative
discretization is the harmonic mean of the surrounding densities.

Going back to the Laplace equation, Axin
Yj+1-
/ pVp -nids =0 Gij Piv1,)
[J [ ]
Vi pPij Pi+1,j
can be written as .
Yj -4 ; ‘
Vo -iid Vo -iid Vo -iid Vo -iid y T e
‘1 + ‘1 + ‘1 + ‘1 =0.
/; pV¢ - ds /N p ¢ nas -/l/;/ p (,‘[) nas -/S p qb nas Figure 3.12: Discretization of the fluxes

through the E-side of a finite volume.

Each term can be integrated as before. As an example, consider the
integral of the E-side, that can be computed as

[ovonas= [
‘fds = —
Ep yj p&x

]

dy
(xis1,y)
2pijpi+1,jAYj
© Axiapif + Axipij (Pivsj = Pij)-

The discrete system can be written as

20ijpi+1,jAY; 20ijpi,j+1A%;
Axit1pij + AXipivj (Givrj = i) Ayj+1pij + AYjpijn (@ije1= i)
(E) (N)
2pijpi-1,jAY; 2pijpi,j-1Ax;
1= )+ C g = e O
Aripyy + Aripiry O T O Ry o Ay P T 9
(W) (S)
(3.9)

\7’1'=1,...,n1, Vj=1,...,Tl2.
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3.10.1 Computation of densities

As seen before, the discrete densities px = p;; are piecewise constant in
each finite volume V. To compute that, we need to recall the formula

p(P) = (1 + éMaz)_z ,

that depends on the Mach number, which can be written as

21, 1 [(ae\: (262
Ma2 = Cz = C—Z(u 'll) = g ((5) + (@) s

where we used the definition of the velocities in terms of the potential ¢.

To be consistent with the finite volume approximation used, the velocities
are first approximated at the edges of Vi using the same discretization
employed for the fluxes between elements

9P| _ Pirrj — Pij 9| _ bij =i
ax E Afl ax w A),C\i_l
90| _ Pijr1 = P 99| _ Pij — Pij
yly " Ag; Wl AJa
and finally computing the piecewise constant velocity uy = [ug, vx] by
averaging
J d 2] 0
Uk = 1 —qb —(P , Uk = 1 _(’b + _qb X
2 ax E 83{ w 2 8y N ay S

Finally, we can compute pj by

5
1 2
Pk = (1 tea (uf +vi))
3.10.2 Solution of the nonlinear problem

The discrete system Equation 3.9 is a non-linear algebraic system of
dimension N = nin; (for d = 2), of the form

g(¢) =0,

where g : RN — RN and ¢ = [¢y, ..., ¢n]7, that have to be solved for
¢ by some linearization technique.

Newton’s method

Newton’s method is an iterative method that computes the next
approximation ¢*! in terms of ¢*) by

¢(S+1) — (P(S) _ Ig(¢(s))—1g(¢(5))

where g is the Jacobian of g. Some coments about the method:

1. 1f © is close enough to the true solution ¢, and the Jacobian

55



3 NUMERICAL SOLUTION OF POTENTIAL FLOWS | 56

is non-singular in this neighborhood, then the convergence
of Newton’s method is guarateed to be quadratic, meaning
that [|¢p* — C*V|| < C|l¢p* — ¢||2. As a consequence, only
few iterations should be enough to drop the error to machine
precision.

2. The computation of the inverse of the Jacobian matrix can be
avoided by rearranging the above equation to transform it in a
linear system, to be solved every time step.

3. Major drawbacks are the computation of the Jacobian and
finding a suitable initial guess.

4. The Jacobian can also be approximated somehow (for instance
by finite differences), resulting in quasi-Newton methods.

Successive iterations

An alternative to Newton’s method is to compute successive iterations,
by evaluating some variables in the previous iteration. There are many
ways to do that, but the suggested method in our context is to evaluate
all density values in Equation 3.9 in the previous iteration s, so that
Equation 3.9 can be written as the linear system

A (p(s>) &+ = b (p(s>)
where the right-hand-side is due to known boundary conditions.

1. The convergence is linear, much slower than Newton’s method.

2. The initial guess is not as restrictive as in Newton’s method.

3. Implementation is much simpler.

4. Can be used in combination with Newton’s method to find a
better initial guess.

Algorithm 1: Successive iterations, given s = 0 e 4)(0)
while E > ¢ do
fori =1toM do
forj=1to N do
Compute the equation index k « (i, j) ;

](CS) - Z)I((s)

Compute velocities 1 in terms of q)(s) ;

Compute Maf) and pg(s);

Assemble the k-th line of matrix A(p(s)) and ths b(p(s));
end for
end for
Solve the linear system A(p(s))¢(s+1) = b(p(s));
Compute E = [|9* — ¢l /[l V|
Updates « s +1 and ¢(S) — ¢(S+1);
end while
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3.11 Assignment 2: Nonlinear potential flow

Consider again the domain given by Figure 3.3 (reproduced on the
right).

1.

Implement a finite volume method to solve a slightly compress-
ible potential flow modeled by Equation 3.7 in this domain,
with the given boundary conditions.

. Implement the Successive Iterations method for the nonlinear

problem.

. Graduate students: Solve the nonlinear problem by the New-

ton’s method (use a NumPy package or implement your own
version). Compare both methods in terms of number of itera-
tions, initial guess sensitivity and overall execution time.

. The imposed velocity values (in m/s) in Figure 3.3 are too low

to develop a compressible flow (check it with your simulation).
Set inflow and outflow velocities to one third of the speed of
sound. What happens if we increse this value even further?
How it affects the solution of the nonlinear problem?

. Plot the potential function, potential lines, velocity field, pres-

sure, density and Mach number. Use any visualization tool to
plot the streamlines (no need to solve the stream function).

. Graduate students: It is easy to put an obstacle inside the

domain, by defining a mask (essentially a matrix defining the
type of all cells). Compute the compressible flow around a
rectangular obstacle.
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NUMERICAL METHODS FOR
HYPERBOLIC CONSERVATION
LAWS

4.1 Balance and conservation laws

Partial differential equations are used to describe a large number of phe-
nomena, including various types of fluid flow applications. To physically
understand how these equation arise, we will derive a balance law to
determine the conservation of a given property in a domain Q ¢ R?
over time. Let us consider a fluid property q(x, f), and the balance law
states that the temporal variation of the amount of q contained in the
domain Q) is equal to the flux rate of q through the boundaries of Q plus
the total amount of q injected or removed from Q through source terms.
Mathematically, we have

% LQ(XI t)dx = - ‘/BQ f(q(x,t))-nds + ‘/(;s(x, t) dx,

where 11 is the normal vector to Q, £(q) is the flux function, which depends
on q (not necessarily in a linear way), and s is the source term.

(4.1)

More general balance laws can be determined when the flux function £
depends on q, Vq, qu, ..., however, in this chapter, we are interested
only on those cases when f depends only on q, which usually results in a
first order system of hyperbolic equations.

Applying the divergence theorem, we obtain

0
3 /Q q(x, t) dx + [) V- f(q(x,t)) dx = [)s(x, t) dx, (4.2)

that is,

d
/ (—q(x, £)+ V- £(q(x,t)) —s(x, ) ) dx = 0. (4.3)
o \dt
Since the equation above holds for any arbitrary domain €), it is possible
to obtain the following differential form:

qt +V-f(q) =s. (4.4)

The above balance law is known as a hyperbolic conservation law when
s = 0. When f is a linear function of q, we have a linear hyperbolic
conservation law, whose solution is simply transported through the
domain. On the other hand, when f is a nonlinear function of q, the
solution deforms as it evolves. Let us look at some classic examples of
hyperbolic conservation laws:

Example 4.1.1 Linear transport equation. Let 4 denote the concentra-
tion of some material (a pollutant dispersed in water, for instance). If
the water is flowing with velocity u, the pollutant will be transported by
this velocity, such that the flux is given by f(g) = ug. The conservation

41
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law can be derived from (4.4) as

aq

In one dimension, we have

adqg o
5t a(uq) = ), (4.5)

or equivalently,
qr +uqgy =0,

which is known as the advection equation [11].

Example 4.1.2 The Burgers’ equation is a simple model that captures
important properties of gas dynamics [12]. It can be obtained by

choosing
2

_1q
f(Q)—?,

such that the conservation law reads

qi + (4%), = 0. (4.6)

Can be often be presented in a non-conservative form

9t +9qx =0.

This is a nonlinear hyperbolic equation that can develop discontinuities,
and it is commonly used as a benchmark test for numerical methods.

Example 4.1.3 The Buckley-Leverett equation is nonlinear conserva-
tion equation used to model two-phase flow in porous media [13]. It
describes an immiscible displacement process, such as the displace-
ment of oil by water, in a one-dimensional or quasi-one-dimensional
reservoir. This equation can be derived from the mass conservation
equations of two-phase flows in porous media. Let s(x, ¢) be the vari-
able of interest representing the water saturation in a fully saturated
media, the model states that

ds

5t V- (@(s)u) =0, 4.7)
with )
Ms Ho
=—— = —. 4.
o(s) M+ (1=sP and M e (4.8)

The vector field u is the flow velocity, and p, and p, are the viscosities
of oil and water, respectively.

Example 4.1.4 The Euler’s equations of gas dynamics can be derived
from the principles of conservation of mass, momentum and energy,
leading to the multidimensional system of nonlinear hyperbolic equa-
tions given by

q: +div(f(q)) = 0

[11]: LeVeque (2002), Finite volume methods
for hyperbolic problems

[12]: Burgers (1948), ‘A mathematical
model illustrating the theory of turbu-
lence’

Johannes Martinus Burgers
(Netherlands, 1895 — USA, 1981).

[13]: Buckley et al. (1942), ‘Mechanism of
fluid displacement in sands’
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where
p P
q=|pu| and f£(q)= |(pu®u+plf.
E (E+p)u

This equation describes the evolution of density p, momentum pu and
total energy E = Ej + E; which is the sum of kinetic (Ex) and internal
(E;) energies. The pressure is related to the internal energy through a
equation of state of the form

o 7

y—1
where the constant y is the gas’ specific heat ratio as seen in Chapter 3.
In three-dimensional space, this system has five unknowns, three of
them are the components of the momentum, due to velocity. Another
benchmark for numerical methods for nonlinear conservation laws is
the one-dimensional version of this system, with only three unknowns.

4.2 Linear Hyperbolic Conservation Laws

To develop the mathematical theory and numerical methods for solving
hyperbolic conservation laws, we begin by considering simple one-
dimensional problems.

4.2.1 Solution of the Advection Equation

Let us first consider the advection (4.5), which can also be written as
gr +ugy =0, (4.9)

where u is the constant given velocity of the moving fluid.

To determine the solution of problem in (4.9) with initial condition
g(x,0) = go(x), we consider a parameterization of the variables x and ¢
in the form x = x({), t = (), so that

q(x, t) = q(x(C), £(0)).

Then,
d_q B 3_q£ N aq dx dt dx

dC ~ otdc T oxadc Mgt T

This expression matches (4.9) when

dx dt

i =u and " 1, (4.10)

yielding

da _ + =0

ac qr T ugx =V,

meaning that the solution g(x, ) is constant along the parameter C.
Solving the system in (4.10), we find

x(Q)=xo+uC and O =t+C=¢,

60



4 NUMERICAL METHODS FOR HYPERBOLIC CONSERVATION LAWS | 61

assuming to = 0. Hence,

q(x,t) = q(x(0), t(C)) = q(xo + uC, C).

Since ¢(x, t) is constant with respect to C and, at { = 0, we have g(x, f) =
g(xo,0), using the initial condition, we obtain

q(x,t) = qo(x0) = qo(x — uC) = qo(x — ut), (4.11)

i.e., the values of the solution g(x, t) are simply transported with velocity

dx

— =u. 412

T (412)
One of the fundamental properties of hyperbolic equations is wave
propagation, meaning the solution consists of a translation of the initial
condition, preserving its shape [14, 15]. Figure 4.2 illustrates this behavior
for the case of constant u > 0.

It is important to note that initial conditions for hyperbolic problems

may include discontinuities, which are propagated over time [11, 14].

Figure 4.3 illustrates this behavior with # = 1 and a discontinuous initial
condition:

1, ifx <0,
olx) = { 0, ifx>0. (413)
4.2.2 Characteristic Curves
The trajectories
X(t) = xg + ut, (4.14)

solutions of equation (4.12), are called characteristic curves of (4.9), along
which the equation simplifies to:

d
S AX(®), 1) = gt +ugx =0. (4.15)

Therefore, the solution g(x, t) remains constant along each characteristic.

If u is constant, the characteristics are parallel straight lines, as illustrated
in Figure 4.4 for u > 0 and u < 0, respectively.

In more general cases, the characteristics are not necessarily straight. For
the case 1 = u(t) = t, the characteristics are:

2

X(t) = xo + % (4.16)

[14]: Thomas (2013), Numerical partial dif-
ferential equations: finite difference methods
[15]: Cuminato et al. (2013), Discretizagdo
de equagbes diferenciais parciais: técnicas de
diferengas finitas

Figure 4.2: Behavior of the solution
q(x,t) for constant 1 > 0.

t=0

0 ‘2
Figure 4.3: Solution q(x, ) with u =1
and discontinuous initial condition.

Figure 4.4: Characteristic curves for u >
0 and u < 0 constants, respectively.
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whereas for u = u(x) = x, they are given by
X(t) = xpe!, (4.17)

both cases illustrated in Figure 4.5.

777 e

X X

4.2.3 Boundary Conditions

In addition to the initial values, the appropriate specification of boundary
conditions is an essential part of formulating hyperbolic problems.

Each point on the initial curve influences the solution along the charac-
teristic that passes through it. This information is critical when defining
boundary data. For instance, for a < x < b with constant velocity u > 0,
the concentration must be specified at the inflow boundary x = a. If
u < 0, the boundary condition must be imposed at x = b. Figure 4.6
illustrates these two cases.

/BN

a b

4.2.4 Riemann Problem

A Riemann problem consists of a conservation law with an initial condi-
tion given by a Heaviside-type function:

qr, x <0,

in x50 (4.18)

‘7(35/ O) = {

with q; # gr. For the advection (4.9) with constant u > 0, the solution is
piecewise constant:

|} qL, x <ut,
q(x, t) = { o x> ut, (4.19)

as shown Figure 4.3 foru =1, q;, =1, and qr = 0.

Figure 4.5: Characteristic curves for
u(t) = t and u(x) = x, respectively.

Figure 4.6: Specification of boundary
conditions at inflow boundaries for con-
stantuanda < x <b.

Bernhard Riemann
(Germany, 1826 — Italy, 1866).
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4.2.5 Variable Coefficients

If the fluid velocity varies with position, i.e., # = u(x), we obtain the
advection equation with variable coefficients:

gt + (u(x)q), = 0. (4.20)

In this case, the characteristic curves X(t) satisfy the ordinary differential
equation:
X'(t) = u(X(t)), (4.21)

and are therefore not straight lines in general.

Along the characteristics, the equation becomes:

%q(X(t), t)=q + X'(t)q«

=4q: + M(X(t))%c
=i + (u(X(1)q), — 1/ (X(t)q
= —u'(X(t))q(X(t), t).

Thus, the solution g is no longer constant along characteristics, but the
equation reduces to an ODE system, which admits a solution as long as
u is Lipschitz continuous.

Equation (4.20) is written in conservative form. It is also common to
encounter the non-conservative form:

gr + u(x)g, = 0.

In this case, the characteristics still satisfy (4.21), but the total derivative
of the solution along each curve is zero, meaning g remains constant
along each characteristic.

4.3 Finite volume methods for hyperbolic
conservation laws

Since the numerical solution of hyperbolic equations admits disconti-
nuities, for the computed solution to be representative of the physical
problem, these discontinuities must be properly handled by the numeri-
cal methods. These methods must take into account the direction and
speed of information propagation throughout the computational domain.
Finite volume schemes, which are derived from the integral form of the
conservation law, are suitable for this type of problem.

Finite volume methods consider hyperbolic conservation laws of the
form (4.4), with source s = 0, or, in the one-dimensional case:

adq 0 B

We consider a discretization of the computational domain in space and
time, as shown in Figure 4.8. For simplicity, we consider a uniform
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discretization centered at the points xj, j = 1,---, N, such that the
interfaces between two control volumes V;_; and V; are given by

Ax
xj_% =x]-— 7 (4.23)
Thus, each control volume is defined by
Vi= [x]-_%,x]-+%). (4.24)

Time discretization is also uniform, with each time step of size At, and
time levels denoted by " = nAt.

]
tn+l

-y Ko

Ci Cj Cilui

X X,
17172 j+12

At each time step t", the approximation of the solution in control volume
V; is given by an average value of the concentration in that computational
cell:
n n ]' xj+ % n
Q) = QU ~ = [ 7 gl mdx. (4.25)
X

j-

[N

If the approximation Q? is known at some time step t”, the finite
volume method computes the approximation Q;’“ at the next time

step t"*! by integrating the conservation law (4.22) over the domain
[x x]-+%) x [t", t"*1), that is,

J

Integrating results in

el Yl
/ “q(x, t"dx —/ “q(x, t")dx
X X

i3 3
tn+1 t"+1

= - 1, d 1, dt.
[0 sy [ stat oy

c 1
j=3"
ﬂ+l

Y+ (dg 0 3
[ | (§+$ f(q)) dx dt = 0. (426)
=2

(4.27)
Defining the time average of the flux function:
_ 1 i+l
n - —
Fj+% =a /. f(q(xj+%,t))dt, (4.28)

Figure 4.8: Representation of a finite vol-
ume discretization for hyperbolic conser-
vation laws.
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and dividing both sides of (4.27) by Ax, we obtain:

n+1 n_ £ _lEn ) 4.0
Q=9 Ax( 3 i (429)

The equation above establishes a conservation principle: the average
change in concentration in the cell is given by the difference in fluxes at
its boundaries. Different finite volume schemes can be obtained using
different approximations

F* ~F"

J+3 j+3

which are called discrete fluxes, used to approximate the time average
of the flux function given in (4.28), resulting in the following numerical
method

We now present some choices for the approximations of the discrete fluxes
F ”+ , for linear hyperbolic conservation laws with constant coefficients,

2
thatis, f(q) = ug, with u constant.

4.3.1 Central scheme

The most intuitive attempt to define the flux at x;, 1isto take the average
between the data to the left, Q;, and to the right, Q;1:

=s(rep s =5(er+an) e

]+

and thus, equation (4.29) becomes
] ulAt
Q" =Qf - 54 ( T~ ]’-‘_1). (4.32)

In practice, this method is not useful, as it is not a stable method for
hyperbolic problems, as we will see below.

4.3.2 Lax-Friedrichs

The Lax-Friedrichs method, whose fluxes are given by

F7+1=Z( j+1 Q") 2AAxt( ha Q") (4.33)

is a small modification of the central scheme to provide a stable approxi-
mation. Writing the Lax-Friedrichs method in the form of equation (4.29),
we obtain

Q= 3(Q Q) - Qe ). wse

Note that the modification with respect to the central method is that
the value of Q” in equation (4.32) has been replaced by the average

QL +Q)/2.

Peter David Lax
(Hungary, 1926 -).
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4.3.3 Lax-Wendroff

The Lax-Wendroff method, with numerical fluxes defined by

u w2 At
Fly= 2( j+1 Qn) ZAx( j+1 Qn) (4.35)

is a method that uses Taylor series expansions in time of the solution
g(x, t) to achieve formal second-order accuracy. Writing the Lax-Wendroff
method in the form of equation (4.29) gives

n+1 n uAt n uz(At)z n
Q" = Q) = 5 (U= Q)+ e (@ =201 + Q1) - 430
Note that
—(f(q)), = —uqx (4.37)
and

e = (—uqx), = —u(qx), = —u(qe), = —u(-uqy), = u’qyr, (4.38)

therefore, if we consider Taylor series expansions in time for a smooth
function g(x, t), we obtain:

At?
Q(xj/ tn+1) = Q(xj/ tn) + At Qt(xj/ tn) + 7 Qtt(xj/ tn) + G(At3)/

that is,

ZAtZ
qxj, ") = g(xj, t") — ult gy (x;, t") + U

Jux(xj, t") + O(AF).

Approximating the spatial derivatives by second-order central finite
differences [16]

Q. -Qr
gx(xj, t") = % (4.39)
and
ec(, 1) = 5 )2<Q,+1 ~2Q7 +Q1)), (4.40)

we obtain the same approximation as in equation (4.36).

4.3.4 Upwind

The methods considered previously were all centered methods, sym-
metric with respect to the point where we are updating the solution.
However, for hyperbolic problems, we expect information to propagate
as waves moving along characteristics. Therefore, it makes sense to try to
use the knowledge of the solution structure to define the numerical flux
functions. This idea leads to upwind methods, where the information
at each point is obtained by looking in the direction from which this
information is propagating.

For the scalar advection equation, there is only one velocity, which
is either positive or negative, and therefore, an upwind method is a
unilateral method, with values determined based on information either
to the left or to the right.

[16]: LeVeque (2007), Finite difference meth-
ods for ordinary and partial differential equa-
tions: steady-state and time-dependent prob-
lems
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In Figure 4.10, we illustrate how information in a cell is propagated from
the time step #" to t"*1. For positive u, the flux at the face X;,1 depends
only on Q}“_l, while this same flux depends only on Q;.“H when u is
negative.

L7117 DN

-1 Cr Cy j+1

These observations suggest that the numerical flux be defined as follows:

pr uQ]’.l, ifu>0 Ll
j+3 T uQ]’?H, ifu <0. (441)
Thus, the equation (4.29) for the upwind method is given by:
A
QI =Qr - ”—t(Q" n ) ifu>0 (4.42)
and Ap
QI = Q- ”_( n - Q;?), ifu <0 (4.43)

We can also analyze the upwind method from a wave propagation
perspective. Consider the jump functions:

oM/j+% = /+1 Qn (4.44)
and
Wy]._% = Q]” - 7_1, (4.45)

which represent, respectively, the waves moving towards cells Vj;; and
V; with velocity u. Returning to the expressions (4.42) and (4.43), we
have:

At
QI =Qr - ”—W 1, ifu >0 (4.46)
and uAF
Q]’f“ Qf - o Wiy, <0, (4.47)
Defining the discrete fluxes as:
F7+1 = u+Q7 + u‘Q?H, (4.48)

where u* = max{u, 0} and u~ = min{u, 0}, we can combine (4.46) and
(4.47) into a single formula:

Q;-Hl Qn _ ( +Q” +u Q]+1 - MJrQ]n—l - uiQ;l)

=Qr- ( W +u‘°ﬂ/j+%). (4.49)

Figure 4.10: Information propagation in
a cell from time step t" to t"*1.
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4.4 The CFL condition

The CFL condition (after Richard Courant, Kurt Friedrichs, and Hans
Lewy) is a necessary, but not sufficient, condition to ensure convergence
of the finite volume method for the differential equation as the mesh is
refined. This means that if the CFL condition is satisfied, the method
may or may not converge, depending on its consistency and stability
properties. However, if it is not satisfied, the numerical method has no
chance of converging.

The solution of (4.9) is given by (4.11), where the value of g is constant
along each characteristic. For example, if the characteristic curve is a

Richard Courant
straight line, then for each time step, the exact solution satisfies (Poland, 1888 — USA, 1972).

g(x, t") = g(x — uAt,t"), (4.50)

i.e., the solution at (x;, "*') depends on the information located at the
point (x; — uAt, t"). Since the finite volume method computes spatial
averages, the approximate solution Q;? should be compared with

I Ax ! ’
=2

which is the exact value of this average. 3
o o Kurt Otto Friedrichs
The finite volume schemes presented so far are explicit methods and can (Germany, 1901 — USA, 1982).
be written with an update function of the form

QI = 9(QL,, Q1 QL) (4.52)

depending on the chosen scheme. Therefore, the construction of the
numerical solution Q”*! in the control volume V; depends on the infor-
mation confined in V; and neighboring volumes V;_; and V4, i.e., in
the interval [x/;%, xi+%] at time t".

Unfolding the recurrences up to t° = 0, it is easy to see that the analytical
solution is given by

qlx, ") = qo(x —u t"*1) = go(x — (n + uAt),  (4.53)

Hans Lewy
(Poland, 1904 — USA, 1988).

n+l
]
which is propagated along characteristics, is contained in the interval

so the information composing the average """ of the exact solution,

_ n+1 . _ n+l| _
[x]-_% ut Xyl ut ]

[xj_% — (n+ 1DuAt, Xjp1 = (n+ 1)uAt] . (4.54)

On the other hand, the numerical solution will be computed based on
the values Q;‘]—l—n’ R Q?, .., ?+1 n’ and therefore the information
propagated for the construction of Q;’“ is confined in the interval

[xj—%—(n+1)' xj+%+(n+1)]

[x]-_% —(n+ DAY, 2,y + (14 1)Ax] . (455)
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Q;’Jrl Qn+1
g+l - - ]
tn+1 -
n
i v A [ Qy At
mo- 4 o
Ax Ax

The main idea of the CFL condition is that the numerical method will only
have a chance of converging to the exact solution with the refinement of
At and Ax if the original information carried by the characteristic curves
comes from a region covered by the numerical method’s recurrence. In
other words, if the interval defined in (4.54) is contained in the interval
defined in equation (4.55). An algebraic calculation shows that this only
happens if

At
=y2 o9 4.56
visu— < (4.56)

where u is constant and v is known as the Courant number [11]. If
this condition is not satisfied, the numerical method has no chance of
converging, since the numerical solution will be built using information
that does not lead to the exact solution of the problem.

We can generalize these concepts using the following definition and by
stating Theorem 4.4.1.

Definition 4.4.1 (Domain of dependence) The domain of dependence
of a solution of a hyperbolic conservation law at a certain time t is the set of
points at t = 0 that can influence the solution value at time t.

Example 4.4.1 According to the calculations above, for # > 0 we have

D(q(xj, 1) = {xj —u "1}

@(q]m—l) — [xj—% —u tn+1’ xj+% —u tn+1]

%(Q7+1) = [x]»_% - (n aP 1)Ax, x]'_'_% ar (7’1 + 1)Ax] .

Theorem 4.4.1 (CFL condition) A necessary (but not sufficient) condition
for the convergence of a finite-volume approximation to the exact solution of
a hyperbolic conservation law is that the domain of dependence of the exact
solution must be contained in the domain of dependence of the approximate
solution, for all At, Ax — 0.

Therefore, according to Theorem 4.4.1, for the finite volume method we
must have
(g5 € DQf™. (4.57)

Figure 4.14 presents two examples of mesh spacing choices At and Ax
that may or may not satisfy the CFL condition, with the same velocity

Figure 4.14: Information propagation
from t" to t"*1, for u = 1, showing a
case where the choice of At and Ax does
not satisfy CFL (left), and one where At
and Ax do satisfy CFL (right).
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u = 1. In Figure 4.14 (left), the choice does not satisfy CFL since At > Ax,
a situation in which Theorem 4.4.1 guarantees that the method will not
converge. It is possible to see that from time t" to #"*1, information can
propagate beyond one cell. On the other hand, in Figure 4.14 (right),
where At < Ax, there is a chance (but no guarantee) that the method
is convergent according to Theorem 4.4.1. In this case, we see that
information never propagates beyond neighboring volumes.

Remark 4.4.1 The observation made in the previous paragraph is, in

fact, another interpretation of the CFL condition: It is satisfied if a

wave ;1 originating at x; 1 does not travel a distance greater than
. . 2 . ] 2

Ax in a time interval At.

4.5 Consistency, Stability, and Convergence

To assess the accuracy and convergence of finite volume methods for
hyperbolic conservation laws, we define the global error at a fixed time
T = NAt by

e =QV-q", (4.58)
where QN is the vector of finite volume approximations and q" is the

vector of the exact solution. In the context of one-dimensional finite
volumes, for each cell j we compare Q]N with

1 [+
N_ L1 2 N
9% = ix 5 glx, ) dx. (4.59)

=

[

To simplify the notation, it is usually assumed that At and Ax are related.
Since the CFL condition for this problem requires that (4.56) be satisfied
to ensure the possibility of convergence, the ratio At/Ax is fixed (in this
case equal to 1/u). In this context, we have the following definition:

Definition 4.5.1 (Convergence) A finite volume method of the form (4.29)
converges to the analytical solution of (4.22), in a norm || - ||, if

lim |[eN] =0,
At—0
T=NAt
forall 0 < T < Thax, with T = NAt.

The convergence of finite volume methods for hyperbolic equations is
governed by the following theorem.

Theorem 4.5.1 (Lax equivalence theorem) A consistent finite volume
scheme of the form (4.30) is convergent if, and only if, it is stable [16].

Thus, we must analyze consistency and stability of a numerical method
to determine whether it is convergent or not, which will be summarized
in the next sections.
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4.5.1 Local Truncation Error

Any explicit numerical method can be written as

Q" =N (Q"), (4.60)

where N (-) represents the numerical operator that approximates the
solution at the time step t"*!, given the previously computed solution
at time ¢". At each time step, a local error is introduced, defined as the
difference between the exact solution at t"*! (q"*!) and the value that
the method would compute at time ¢"*!, assuming all previous steps
were computed exactly (W (q")). The accumulation of this difference at
each step is called the local truncation error, given by

" = é (¥N(q") - q"). (4.61)

The local truncation error provides an indication of the behavior of the
global error in terms of its order of accuracy.

Definition 4.5.2 (Consistency) A method N(-) is said to be consistent
with the differential equation if its the local truncation error goes to zero as
At — 0:

lim ||7"] = 0.

At—0
It is possible to estimate the truncation error of the methods mentioned
here by using Taylor series expansions of the solution. However, we
need the additional requirement of sufficient smoothness of the solution
q(x,t), a property that is not straightforwardly guaranteed, especially
with non-smooth initial conditions. Below we illustrate how the local
truncation error can be estimated for some of the methods previously
introduced, always supposing enough smoothness of 4.

Upwind

Consider the upwind scheme for the advection equation with constant
velocity u > 0, given by

n+l _ n_uAt n_ ~n
Qpt=0f - 39 - Q).

Applying this method to the exact solution, we obtain the following
local truncation error

1 ulAt 1
=5 [q(xj,t") - E(q(xj,t") —q(xj-1, t”)) —q(xj, t" )] :
Assuming sufficient smoothness for g, the terms g(x;-1,t") and

q(xj, t"*1) can be expanded in Taylor series around (x;, "), resulting
in

Ax?
qxjo1, t") = q(xj, ") — Axqe(xj, t") + qux(xj, t") — 6(Ax%)

71
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Therefore, the truncation error is dominated by a term of order Ax?,
and the method is second-order.

4.5.2 Flux consistency

In finite volume schemes, it is common to check the consistency by
analyzing the numerical flux. Note that the numerical fluxes defined
above are all two-point flux formulas, meaning that

Py = F(Q), Q).

If the solution is constant in x, it will also not change in time, therefore
g(x, t) = § and the time average of the flux function reduces to f(7). As
a result, if Q]” = ;ZH = g, then we expect that

7,9 =f@)

for any value of 4, which is often used as a definition of flux consistency.
In fact, as Q;?, ;l+1 — g, we expect that E?(Q]f‘, 7+1) — f(g) continu-
ously, therefore an additional assumption of Lipschitz continuity is also
required:

|F(u,0) - f(@)] < Lmax(Ju - gl,|v - 7l),

for any u, v, g.

Exercises

1. Compute the truncation errors of Lax-Friedrichs and Lax-
Wendroff schemes.

2. What does it mean the Courant number v = 1? What effect it
produces on the aforementioned methods? Why?

4.5.3 Linear stability

Before analyzing the stability of the methods discussed, it is necessary to
review some basic properties of stability. Suppose that at time step ¢",
we have an approximation Q" with error e”. Recalling equation (4.58),
we can write

QH — qﬂ + en.
By applying the numerical method to obtain Q"*!, we have
Qn+1 - ./V(Qn) — N(qn +en)l
so that
en+1 — Qn+1 _ qn+1

— N(qn + en) _ qn+1

= N(q" +e") = N(q") +N(q") - q""

=N(q" +e") - N(q") + At T". (4.62)

Thus, the global error will be the accumulation of ¥ (q" + ") — N (q"),
which measures the effect of the numerical method on the global error
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from the previous step, and the accumulation of At 7", which accounts
for the error introduced in the current time step. We have previously
seen that the study of the local truncation error allows us to bound the
accumulation of the term At 7". The stability theory, in turn, will be
developed to bound the term N (q" + e") — N(q"). Combining the two
techniques will allow us to bound the global error, which is part of the
proof of the Lax theorem 4.5.1 for hyperbolic equations.

If the operator W (-) is linear, then
N(q" +e") = N(q") = N(q") + N(e") - N(q") = N(e")

and thus, by unrolling the recurrence in equation (4.62) and applying a
norm to both sides, we get

lle™ I < 1N )l + At D I (4.63)
14

Note that 1 appears as an index on the left-hand side and as an exponent
on the right-hand side of (4.63), representing the number of successive
applications of the operator /. Since the method is consistent, the local
truncation error will be bounded, so it remains to ensure that /" (e”) is
also bounded in order to achieve convergence. Therefore, we derive a
condition on the norm of the linear operator N for each time T

V"I <L,

foralln < N = T/At, where L is a constant independent of 7. In other
words, for the global error to be bounded, we require that the nth power
of the linear operator N be uniformly bounded up to the time of interest
T. For linear methods, this form of stability is known as Lax-Richtmyer
stability [11, 16].

4.5.4 The von Neumann stability criterion

For linear Cauchy problems with constant coefficients, stability is particu-
larly simple to analyze in the 2-norm, since Fourier analysis can be used to
simplify the problem [15]. This is the basis of the von Neumann stability
criterion, where it is assumed that Q]'.’ has finite norm and, therefore, can
be expressed as a Fourier series:

n_ L[ A i€jx g
0= = [ Q@i

where i = V-1. Applying linear finite volume schemes to Q;?, and
manipulating the exponentials, it is possible to find an expression of the
form

n 1 ® An l‘: X
Qi = N IW Q"(£)g(&, Ax, At)e'IMde,

where g(&, Ax, At) € Cis called the amplification factor for the wavenum-
ber &, since one can define the recurrence

Q" (&) = g(&, Ax, AHQ™(£). (4.64)

John von Neumann
(Hungary, 1903 — USA, 1957).
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From Parseval’s relation we have

Q"2 = 1Q" I,
where
||Q"||z=(AxZ |Q7|2) and ||Q"||2=( / |Q”(e)|2da).
J=— -

To show that the 2-norm of Q" is bounded, it is enough to show that
the 2-norm of Q” remains bounded. Note that the function Q" satisfies
equation (4.64) as ¢ varies. Therefore, it is sufficient to consider an
arbitrary wavenumber & and

Qf = eltinx (4.65)
so that we can compute (&, Ax, At) using the recurrence
Q*1(8) = g(¢, Ax, AHQT (&) (4.66)
instead of equation (4.64). If we ensure that
18(&, Ax, At)| < 1,

for all &, then numerical stability is guaranteed, as there will be no
catastrophic amplification of Fourier modes.

The application of the von Neumann criterion is quite straightforward,
and is best illustrated through a few examples:

Central scheme

Considering the central scheme

n+l _ n_uAt( no_ n)
Q" = ~ oax Qi = Q)

and Q7 given by (4.65), so that
Q]}"l+1 — g(gl Ax, At)eiéij’
we have:

L L N o
iEjAx _ LiéjAx _ u ( iE(j+1)Ax _ 15(]—1)Ax)
(&, Ax, At)e e = e e ,

that is,

At [, ‘
g(&,Ax,At) =1~ ;‘A_x(emx 5 e—léAx)

bt
2Ax
=1-v(isin(EAx)),

=1 (Zi sin(éAx))
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where v = uAt/Ax is the Courant number. Thus we have

|g(é/ Ax, At)| = (1 L (VSiH(EAx))Z)E.

From the above expression we can conclude that |g(&, Ax, At)| > 1
always, and therefore, the central scheme is unstable, as we had
mentioned in Section 4.3.1.

Upwind

Consider the upwind scheme for the advection equation with constant
speed u > 0:

QI =(1-v)Q! +vQL,,

where v = uAt/Ax is the Courant number. Writing Q7 as in (4.65)
we have

g(&, Ax, At)e'sIAY = (1 — v)e'sIAx 4 ypitli—DAx

= ((1 -v)+ ve‘iéAx)ei‘Eij,

therefore, |
g(&, Ax, At) = (1 — v) + ve €A%,

Note that g(&, Ax, At) lies on a circle of radius v in the complex plane,
centered on the real axis at 1 — v. This circle is entirely contained
within the unit circle, thatis, [¢g| < 1 V& if and only if 0 < v < 1.
As this inequality is always satisfied due to the CFL condition, we
can conclude that the upwind method is stable whenever the CFL
condition is satisfied.

Lax-Friedrichs

Writing Q? according to (4.65) and (4.66) and considering the Lax-

Friedrichs scheme (4.34), it can be shown that |g| < 1 whenever
|v| <1, that is, the method is conditionally stable.

Lax-Wendroff

Writing Q]” according to (4.65) and (4.66) and considering the Lax-
Wendroff scheme (4.36), it can also be shown that the method is
conditionally stable when |v| < 1.

Exercises

1. Analyze the stability of Lax-Friedrichs and Lax-Wendroff schemes.

2. Graduate students: Prove that a consistent and stable finite
volume method is necessarily convergent.

76



4 NUMERICAL METHODS FOR HYPERBOLIC CONSERVATION LAWS 77

4.6 Assignment 1: Linear advection equation

1. Consider the linear advection equation (4.9), with constant
velocity # = 1, and two different initial conditions:

a) A smooth initial data
go(x) = sin(27mx)
b) A Riemann initial data given in equation (4.13):

o[l Ers<0
) =10, ifx>o0.

2. Implement the finite volume schemes: Central, Upwind, Lax-
Friedrichs and Lax-Wendroff.

3. Test the numerical solutions for cases whether or not the CFL
condition is satisfied (v < 1and v > 1).

4. Verify if the numerical results converge with expected theoreti-
cal order to the analytical solution, for both initial data. Plot the
convergence curves in terms of At and Ax.

5. Do you observe any difference in the results of these methods
for both initial conditions?

4.7 Nonlinear hyperbolic conservation laws

The Burger’s equation (4.6) and the water saturation transport modeled by
the Buckley-Leverett equation (4.7) are examples of nonlinear hyperbolic
conservation laws. This type of equation presents additional difficulties
for numerical methods when compared to linear conservation laws [17-

19]. [17]: Whitham (2011), Linear and nonlinear
waves
Consider the following nonlinear hyperbolic conservation law [18]: Holden et al. (2015), Front tracking
for hyperbolic conservation laws
aq [19]: Smith (1985), Numerical solution of
8_ +V- f(Q) =0, (4.67) partial differential equations: finite difference
¢ methods

where £(g) is a given nonlinear function of 4. The one-dimensional form
of equation (4.67) can be written as

gt + f(9)x =0, (4.68)

in the conservative form.

4.7.1 Characteristic curves

Let’s consider the nonlinear hyperbolic conservation law (4.68), from
which we can obtain the quasi-linear form

qt +f,(q)‘1x =0.
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Analogously to the advection equation case in section 4.2.2, the charac-
teristic curves satisfy

X'(t) = f'(q(X(t),1)),

that is,

%Q(X(f)/ t) = q(X(t), 1) + X'()gx(X(8), t) = q¢ + f'(q(X(t), 1)) qx = 0.

Therefore, g(x, t) is constant along the characteristic curves. Note that
the characteristic curves

X(t) = xo + f'(q(X(¢), 1))t

depend on the solution, unlike the linear case [20]. To understand the
nature of this problem, let’s consider Burgers’ equation (4.6), which can
also be written as

qr+qqx =0.

In this case, the characteristic curves are given by
X(t) = xo +q(X(t), £)t.
Since g(x, t) must be constant along the characteristics, we have that
X(t) = xo + qo(x0)t,

where g is the initial condition. If we consider qo given by the Riemann
problem:

1, ifx<0

%@)Z{Q if x >0,

we have the respective characteristic curves illustrated in figure 4.16,
which collide, generating a discontinuity in the solution, called a shock
[11, 20].

(4.69)

Even smooth initial data can lead to the intersection of characteristics
after a short time interval, see an example in figure 4.18.

4.7.2 Weak solutions

Smooth or classical solutions of the conservation law (4.68) may not exist.
However, these models arise from physics and admit weak solutions,
which are constructed from the integral formulation.

Let BL(R X R,) the space of all continuously differentiable functions
from R X Ry — R with compact support, i.e., the functions that vanish
outside a compact subset of R X R . Assuming a solution exists for (4.68),
and multiplying by a smooth test function ¢ € 6(R x R.), results in

qip + f(q)xp =0,

integrating over x € R and t € R, we have

/ (qr + f(q)xp) dxdt = 0.
RXR

[20]: Mishra (2010), ‘Numerical methods
for conservation laws and related equa-
tions’

/

AN

Figure 4.16: Intersection of characteristic
curves with the initial condition given
by the Riemann problem (4.69).

8y(X)

X

Figure 4.17: Smooth initial condition.

Figure 4.18: Occurrence of intersection of
characteristic curves even with smooth
initial condition.
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Now, integrating by parts we obtain
O:tlim/q(x,t)(p(x,t)dx—/q(x,O)(p(x,O)dx

—/ q(x, ) (x, t)dxdt
RxR

+lim/ q(x, t)p(x, t)dt — lim / q(x, H)p(x, t)dt
x—0o Jp x—>-0 Jp

- / f(q(x, 1) px(x, t)dxdt.
RXR,

Since the test function has compact support, we find
[ e+ £(at,) e D
RXxR
+ / Jo(x)p(x,0)dx =0, (4.70)
R
and thus, we formulate the following definition:

Definition 4.7.1 A function q(x, t) is a weak solution of the conservation
law (4.68) with initial condition qo(x) if (4.70) is satisfied for all smooth test
functions @ with compact support in a bounded subset of R X R.

Weak solutions are not necessarily differentiable, nor even continuous.

This implies that solutions can contain discontinuities that arise as shock
waves and propagate as the solution evolves.

4.7.3 The Rankine-Hugoniot condition

Let us assume the existence of an isolated discontinuity moving along a
smooth curve y(t) through a compact subset w C R X R as illustrated
in Figure 4.19. The solution g(x, t) is smooth in each domain w* and
w~ (sufficiently close to y(t)) and satisfies equation (4.68) pointwise in
w~ Uw', where

w” ={(x,t) e Rx Ry, x <y(t)},
wt={(x,t) e RxR,, x> y(t)}.

Consider a test function ¢ with support entirely contained in w. We can
define

9 =(f(q),q) and V=(dx )

such that, on one hand we have

/Q/‘VQOdCUZ—/(PV'q/dCU'F/ ¢ -nd(dw) =0. (4.71)
[ @ dw

=0 (diff. equation) =0 (¢ vanishes)

This equation is another version of integration by parts, that can be easily
verified. On the other hand, we can integrate over each side of (),

Figure 4.19: A discontinuity propagating
along a y(t) curve.
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yielding

/q-V(pdwzf q-V(pda)+/ g -Vodw

=—/ (pV-qda)+/ pq* -1t d(Qw)
w* dw*
—/ (pVoqda)+/ pg -0 d(dw)

dw™

:/ pqt -0t d(&a))+/ pg” -1 ddw), (472)
dw* dw~

where ¢* = (f(9%),9%), and g* = q|,=+. In the last steps, we applied
integration by parts to each side of y(t), followed by the vanishing of
the integral in w* U w™ since V- ¢ = f(q)x + g; = 0. The curve x = y(t)
describes a trajectory in R X R, given by y(t) = (y(t), t). Therefore the
tangent vector to the curve is dy/dt = (y’(t), 1), and a reference normal
vector to the curve can be computed as v = (1, —)’(¢)). Now notice that
the integrals over Jdw* and dw™ vanish over the boundary of w, due to
the compact support of ¢. Now joining the equations (4.71) and (4.72),
results in

0 :/ pqt -1t dQw) + / pq -1 d(dw)
dw* Jdw~
‘1 dy+/(pq_~ﬁ_dy
Y

-J oo
/y ¢ (9 Tv) dy, (4.73)

where the reference normal vector ¥ aligns with i, and it is opposite
to n*. Equation (4.73) holds for any test function ¢ and therefore the
integrand must be zero, leading to

fl@®) =y ()g ) = f(@" (1) +y'(H)g*(t) =0

that allows us to conclude that the discontinuity propagation speed

5(f) = y’(t) must satisfy

flg*(®) - f(g~(t)
g (£) = q=(#)

which is known as the Rankine-Hugoniot condition and expresses the

conservation of g(x, t) across discontinuities.

5(t) = , (4.74)

Example 4.7.1 For the Burgers equation we have f(q) = g2/2, therefore

(@)% (@) -
b(t) — qZ - qz — q+ + q
q*—q- 2

4.7.4 Solution of the Riemann Problem

If we consider the Burgers problem with initial condition given by the
Riemann problem (4.69), the solution develop a shock discontinuity, and
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its speed can be computed by the Rankine-Hugoniot condition as

1

b(t) = E

such that its weak solution is of the form

(.6) 1, ifx <4t
x,t) =
1 0, ifx> %t.

(4.75)
This solution is illustrated in Figure 4.20, where we can see that the
characteristics flow into the shock. Thus, every point in the x-t plane is
mapped by the characteristics, allowing the solution to be determined by
the initial condition.

On the other hand, if the Riemann problem is given by

0, ifx<0

qdﬂ={L ifx >0, (4.76)

then, following the characteristics emanating from the x-axis, as in the
previous problem, we now obtain a region where no characteristics
can reach (see Figure 4.21). The missing information in this region can
be filled in various ways. Using the Rankine-Hugoniot condition, one
possible weak solution is given by

.1) 0, ifx < it
x,t) =
I 1, ifx> it

(4.77)
see Figure 4.22. Note that this solution has a shock curve, drawn in
red in the figure. However, this solution is not the only possible weak
solution. Adding an intermediate state with value g = % and using the
Rankine-Hugoniot condition, we obtain the weak solution

: 1
0, 1fx<§t

qlx,t) =1 3, ifit <x <3t (4.78)
1,

; 5
if x > Et’
whose characteristics are shown in Figure 4.23.

These solutions represent an expansion of characteristics and are known
as rarefaction waves. Similarly, arbitrarily many other weak solutions
can be constructed using the Rankine-Hugoniot condition with different
intermediate states. That is, the solutions are not necessarily unique and
therefore some additional conditions must be imposed.

4.7.5 Entropy Conditions

There are several conditions that can be applied directly to weak solutions

of hyperbolic equations to check whether they are physically admissible.

These are usually called entropy conditions.

In the case of scalar equations, one requirement is that the information be
derived from the initial data, including discontinuities. For example, in the
case of a shock, the discontinuity will form if the slope of the characteristics

1

T

Figure 4.20: Characteristics for the Rie-
mann problem (4.75).
?

-
L

A x

Figure 4.21: Characteristics for the Rie-
mann problem (4.76).

~
—_—

Figure 4.22: Solution (4.77).

|

Figure 4.23: Solution (4.78).
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to the left is greater than to the right of the initial discontinuity. Let g~
and g* be the states on both sides of a shock moving at speed 3, and
assume f(q) is convex'. Then the solution q(x, t) is entropic if, along the
discontinuity,

f'@7)>s>f'(q%). (4.79)

This is Lax’s entropy condition [21], which allows as valid the weak
solutions for which the characteristics flow into a discontinuity, and not
out of it. A more general condition was established by Oleinik [22] and
guarantees that the solution is entropic if

f@w-fad,, fo-fa) (4.80)

q-49- q-4g*

for all g between the states g~ and g*.

Another condition also established by Oleinik [22] guarantees that a
solution is entropic in the case of rarefaction, assuming f” > 0, if there
exists a constant E > 0 such that for 6 > 0, f > 0, and any x € R, we have

glx+06,t) —q(x,t) - E
) t’

(4.81)

4.7.6 Rarefaction waves

Let us consider the conservation law (4.68) with a convex flux function
and initial condition given by the following Riemann problem:

| oq, ifx<0
qo(x) —{ g ifx >0, (4.82)

When g; > g, the entropic solution contains a shock between the two
states and is given by

(x, ) q1, ifx <t (4.83)
x,t) = .
1 qr, ifx > 3t,

where the shock speed 3 is given by the Rankine-Hugoniot condition.

Note that (4.83) satisfies the Lax entropy condition.

Now, let us understand how to determine the entropic solution in the case
where q; < q,, where the two states will be separated by a rarefaction
wave.

A rarefaction wave is a self-similar solution of the form

X

q(x,t) = IP(?),

therefore,
16,0+ £ 0 = =0/ + 5 /Dl /0) (/1)
~ 10 (-5 + 37 et )

1: A function f : Q € R — R is convex
if, forany x1,x2 € Q,and 0 < a < 1, we
have

flaxi+(1-a)x2) < af(x1)+(1-a)f (x2).

If f is twice differentiable, it is convex if
and only if f”(x) >0, Vx € Q.

[21]: Lax (1957), ‘Hyperbolic systems of
conservation laws II’

[22]: Oleinik (1957), ‘Discontinuous solu-
tions of non-linear differential equations’
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Since g satisfies (4.68), and t > 0, we must have

X
¢'(x/t)( -+ f’(l,b(x/t))) - 0. (4.84)
The case in which the solutions are not constant satisfies

f'((x/t)) = x/t. (4.85)

Equivalently, using the fact that f” is strictly increasing (f convex), we
obtain

Y(x/t) = ()7 (x /). (4.86)

This self-similar solution determines the rarefaction wave for the Riemann
problem (4.82) with q; < g,, and therefore the entropic solution of the
conservation law (4.68) is given by

g, ifx < flqt
qlx,6) =3 (f)7Hx/t), if f/(q)t < x < f'(q0)t (4.87)
gr, ifx > f'(gs)t.

Figure 4.24 illustrates the solution (4.87) for the particular case of the
Burgers equation with g; = 0 and g, = 1.

In the scalar case with f convex or concave, a Riemann problem always

yields either a shock or a rarefaction wave as the entropic solution.

However, when f has inflection points, both types of entropic solutions
may develop simultaneously.

4.8 Finite volume methods for nonlinear
hyperbolic conservation laws

The integral form for hyperbolic conservation laws introduced in Section
4.3 covers the nonlinear case, as well as the discretization presented in
equation (4.29) do método de volumes finitos para leis de conservagédo
hiperbdlicas na forma

qt +f(q)x =0.

Therefore, we consider the approximation of the solution in each control
volume V; for each time t", dada por

Qr~ = [
i Ax %

j-

Nl

to compute
At (= =
n+1 n n n
o r - (B ) 488
Q=9 Ax( *r i (489)
and define discrete fluxes that approximate the time average of the flux

function
tn+l

_ 1
nooTn  _ )
FjJr% ~Fj+% = At/t; f(q(xﬁ%,t))dt, (4.89)

L

A x

Figure 4.24: Rarefaction solution of prob-
lem (4.87).
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that should be approximated by schemes that are able to handle the diffi-
culties introduced by the nonlinear problems. Next, we introduce some
classical finite volume schemes for nonlinear hyperbolic conservation
laws.

4.8.1 The Godunov method

The Godunov method [23] takes into account that for each time step, the
average approximations Q7 define the following Riemann problems at Sergei Konstantinovich Godunov

: (Russia, 1929 — Russia, 2023).
each interface x:

j+3
qe+f(g)x =0 [23]: Godunov (1959), ‘A difference
Qr ifx < X1 (4.90) scheme for numerical solution of dis-
q(x M) = / I*a continuous solution of hydrodynamic
n : .
; ifx>x;,1 equations’
j+l J*ta2’

as illustrated in Figure 4.26.

In the previous section, we saw that the exact solution to this type of
problem is given by shock waves, rarefaction waves, or both. Therefore, at

each time step, we can solve the Riemann problem in terms of the waves n Sit
coming from each interface x;, 1. Waves from neighboring Riemann it Sy

problems may cross after some time, as shown in Figure 4.27. However,

each wave has a finite propagation speed, and the maximum wave speed Lj—1/2 Tj+1/2

for any Riemann problem is bounded by Figure 4.26: Riemann problems defined

at each interface x . 1.
J*+3

max |£(Q1).
]

Therefore, by imposing the CFL condition

At 1
"ONH— < = 4.91
max|f'(Q))I5; < 5 @91
we ensure that waves from neighboring problems do not interact before il

they reach the next time level, as shown in Figure 4.28. The condition
in equation (4.91) can be less restrictive, but it is commonly used for
simplicity [20]. o

Xj-112 Xitir2

Assuming that f(g) is convex, we have that f”(g) does not change sign, ~ Figure 4.27: Waves interacting.
and the solution to the Riemann problem (4.90) consists of a single
shock or rarefaction wave, within the five possibilities illustrated in
Figure 4.29. That is, we can have: (a) a shock moving to the left; (b) a
rarefaction moving to the left; (c) a rarefaction wave spreading partially
to the left and partially to the right; (d) a rarefaction moving to the
right; (e) a shock moving to the right. The situation described in Figure
4.29 (c) is called transonic rarefaction, and the solution in this case is g5, "
which corresponds to the unique value of g that propagates with zero G e

velocity (also known as the sonic point), i.e., f’(gs) = 0. This happens, for
example, when f”(g) > 0, which generates a rarefaction wave whenever
Q]'.l < Q;‘+1, and a transonic rarefaction when Q;? < g5 < Q?ﬂ' In this

o+l

Figure 4.28: Non-interacting waves.
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3 Figure 4.29: Possible configurations for
\ W / the solution to the Riemann problem
(a) 3 (b) 3 (c) (d) 3 (e) 3 between the states Q and Q. ;.
case, the Godunov flux function is given by

f(Q”) if Q]" >gsands >0,
Fl.y =1f(Qf), Q] <gsands <0, (4.92)
£(gs), if Q;f <gs < Q]'.ZH,
e FQL) - Q)
B ]+1
T Q)
is the shock speed given by the Rankine-Hugoniot condition.

Note that if f’(g) > 0 for both states Q? and Q]'?H, then

= fQF),

]+

whereas if f*(q) < 0 for both states QY and Q. , then

Pl = FQL),

and the Godunov method reduces to the first-order upwind method.

Equation (4.92) can be written more compactly as

min  f(g), fQ"<Q”.,
Pn 3 Q”<11<Q/”+1 ] ]+1

j+3 if Q" < Q"
i Qﬂ?;a)s(Q fa@), Q5. < Q.

(4.93)

considering that g5 is the global minimum or maximum of f in the
convex case. The formula above is also valid when f”(g) < 0 and for
non-convex fluxes, where there may be multiple sonic points.

One final case not considered in Figure 4.29 is when a stationary shock
occurs, with 3 = 0. In this case, the solution to the Riemann problem is
discontinuous at x;, 1, but by the Rankine-Hugoniot condition f (Q}”) =
f(Q},,), and F]*?+% is well defined, with the formula (4.93) still valid.

4.8.2 The Roe Method

The Roe method [24] proposes replacing the exact solution of the Rie-  [24]: Roe (1981), ‘Approximate Riemann
mann problem (4.90) with an approximation, which considers a local ~ solvers, parameter vectors, and differ-
linearization of the flux function f(q) given by ence schemes

f(@)x=f'(q)gx = Aj+%4x,
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where A = f’ is a constant state where f is linearized. The linearization
proposed by Roe consists of choosing an average flux given by

QL) -1 n
A]-+l _ ]+1 Qn 12 lf Q]+1 * Q] 12

£@p, ifQr, = Q.

Note that the Roe average is a linear approximation of f’, which when
used in (4.90) provides:

qt +Aj+%qx =0

q(x, t") = {Q7 ifx <.

no
1 if x>,

[ T[T

Above, we have a linear transport problem with constant velocity, whose
solution allows us to compute the Roe numerical flux:

N A/
T AQL, i

>0,

Aj
A < 0.

+
NI= N

4.8.3 The Lax-Friedrichs Method

86

The Lax-Friedrichs method [25], discussed in the previous chapter, can [25]: Friedrichs et al. (1971), ‘Systems of
also be used to approximate problems with nonlinear flux functions. conservation equations with a convex

extension’

In the context of Riemann problems, central methods consider two waves
to approximate the solution: one moving to the left with velocity 3! |
j*3

and another moving to the right with velocity 5; ;s asillustrated in figure
4.30. The problem (4.90) is approximated by: i

n : 1
4 if x<a
Qj j+3

* : 1 r
= , if 2 t<x<yl |t
q0x,t) Qs j+3 j+1
Yooif x> ot : . .
j+1 jeit Figure 4.30: Approximation for the Rie-

mann problem considering one wave

moving in each direction.

where the intermediate state Q;+ can be determined by local conserva-

1
b
tion using the Rankine-Hugoniot conditions:

f(Q]+1 f]:% = 3;+%(Q7+1 - Q;L%)
f(Q]n)_f]:_% :5]1_'_%(Q]n_(2’b 1)r

J*+3

(4.94)

where f : is the intermediate flux, as illustrated in figure 4.30. Solving

the system (4.94) gives

5r 1f(Q )_él+1f(Q]+1)+5'j 1 +1(Q]+1 Q]n)

% 5r _ f)l
j+3 i*3

fry =

In particular, if we choose equal velocities but with opposite signs
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1

3" = —3', we obtain

FQUDIFFQD sy
T T @)

Moreover, if we specify

l:Ax

Ax
3t - and 3 = —
i*3 At itz At

and take the numerical flux F ]f’+1 = f]"+1 , we obtain the Lax-Friedrichs
3

2
flux

f(Q7+1) +f(Q]n) Ax . .
T~ Z_At(Qf“ - Qj)-

j*3
4.8.4 The Rusanov Method

The Rusanov method [26] suggests local approximations for the velocities
given by
i1 and a7 =501,

where
3501 = max (If(QI, If" Q1)
resulting in numerical fluxes given by
QLD+ AQ) max (1@ IF(Q)))
3 2 - 2

Q) - Q).

4.8.5 The Engquist-Osher Method

The Engquist-Osher method [27] assumes that the solution to each
Riemann problem is a rarefaction wave, with numerical fluxes given by

L FQIDEFQD g
=2 72 /Q FON6.

j

In the case where the flux function has a single minimum point at g, and
no maximum point, the Engquist-Osher flux is given by

Fﬁ_% = f(maX(Q;L/ qs)) +f(min(Q;7+1, qs)) _f(%)'

Furthermore, if the flux function is convex and we neglect the con-
stant term f(q;), we have that f ( max(Q;?, qs)) is the positive part and
f( min(Q;?H, qs)) is the negative part of f, and then the Engquist-Osher
method can be seen as a flux segregation scheme.

4.9 High-Order Methods

Methods with a high formal order of convergence are quite popular in the
numerical solution of hyperbolic conservation laws. The Lax-Wendroff
method, presented in section 4.3 for linear hyperbolic conservation laws,

[26]: Rusanov (1961), ‘Calculation of in-
teraction of non-steady shock waves with
obstacles’

[27]: Engquist et al. (1980), ‘Stable and
entropy satisfying approximations for
transonic flow calculations’
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is an example of a method with formal order 2, whose fluxes are defined

by
FQIL)+FQY A
ny = - S (fep - £@)),
where . o
no _ g j+1+ j
s[5

However, this scheme, like other methods of dispersive nature, produces
spurious oscillations in the presence of discontinuities. In other words,
increasing the order of accuracy may lead to stability issues, which
motivates the development of new procedures to obtain high-order
schemes.

4.9.1 The REA Algorithm

Revisiting the derivation of the Godunov scheme, we have three steps:

1. Reconstruction: At each time step t", the averages in the cells Q]”
are assumed to be known, and the solution is defined as a piecewise
constant function

<x<x,1. (4.95)

J*3

ny — n
gx, ") = Q]. , for Xj 1
2. Evolution: The reconstructed function g(x, t") evolves over time,
solving the conservation law.
3. Solution averaging: The solution at the next time step is taken as
an average over each control volume.

The three steps above constitute the REA (Reconstruction-Evolution-

Averaging) algorithm [11, 20, 23]. [11]: LeVeque (2002), Finite volume meth-
ods for hyperbolic problems

The reconstruction step that uses piecewise constant functions is illus-  [20]: Mishra (2010), ‘Numerical methods

trated in figure 4.31. However, to obtain better accuracy than first-order, ~ for conservation laws and related equa-

] . . . . tions’
we can use a higher-order reconstruction, such as piecewise linear func-
& ’ p [23]: Godunov (1959), ‘A difference

tions, as illustrated in figure 4.32. The solution defined as a piecewise  (jeme for numerical solution of dis-
linear function is given by continuous solution of hydrodynamic
equations’

g(x,t") = Q]'f + a]’.‘(x —xj), forx; 1 <x < Xji1 (4.96)

-1

2
where 0]7’ is an approximation of the derivative of g4 at x;. Notice that if
o' =0, Vj, we fall back to the case of piecewise constant reconstruction.

]
Some possibilities for choosing o]’.‘ are:

» Central:
n o _ Nn
n j+1 j-1
L 4.97
o Ar (4.97)
» Backward:
Qn - Q"
P R (4.98)
] Ax
» Forward:
n - Qr
o = 1= 7T (4.99)
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Some of these choices provide methods for hyperbolic conservation laws
based on Taylor series expansions.

Example 4.9.1 Considering the advection problem g; + 1 g, = 0 with
u > 0, whose exact solution at time t"*! is g(x, t"*1) = g(x — uAt, t"),
we have that the average approximation of the solution Q]’7+1 is given

by

Qn+1 MAt( n 1 Ax UN 7n ) ( uAt)(Qn 1”5 g")
i Ax j=1 2( t) j=1 1 Ax i 2 t i
o uAt( 7 n ) 1 uAt n n
= Q]. - — Q]. = i-1 ———(Ax—uAt)(aj —Cf]-_l).

Choosing 0;.1 as given in (4.99), we obtain the Lax-Wendroff method:

uAt

2 2
n+l _ ~n _ n _ n u (At)
Q" = Qf ~ 3 (Q ~ Q) + (

no_ n n
However, as we mentioned above, the Lax-Wendroff scheme produces
oscillations, and therefore other choices for 0;’ must be considered. To
understand how the aforementioned oscillations arise, consider the
advection problem with 07 given by (4.99) applied to piecewise constant

" 1
Q]': 0

Thus, 0}1 =0, Vj # ], as illustrated in figure 4.33. When advecting this
profile by a distance uAt, we find that the average over cell ] is greater
than1for0 < uAt < Ax.Figure 4.34 illustrates the case uAt = Ax /2. This
type of oscillation increases with each time step. The slopes proposed in
(4.97), (4.98), and (4.99) are based on the assumption that the solution
is smooth, and do not improve accuracy near a discontinuity. Limiting
the slope near the discontinuity can be a solution to avoid oscillations.
Methods based on this idea are known as slope-limited methods [28]
and will be introduced next.

data with values
if x<J,

if x>7].

4.9.2 TVD Methods

Methods that limit the slope must, in some way, measure the oscillations
present in the solution. This is provided by the notion of the total variation
of a function:

V(Q) = > 1Q} - QLI

j:—OO

(4.100)

If the method introduces oscillations, then the total variation of Q" in-
creases over time. We can, therefore, try to avoid oscillations by requiring
that the method does not increase the total variation:

Definition 4.9.1 A two-level method is called Total Variation Diminishing
(TVD) if, for any set of data Q" , the values Q"' calculated by the method

satisfy

TV(Q") < TV(Q™M). (4.101)

Tj-1 Til

Figure 4.31: Piecewise constant functions
used in the reconstruction step of the
REA algorithm.

s(zj41,1")

s(aj.t") S}H

Tj1 Tyl

Figure 4.32: Piecewise linear functions
used in the reconstruction step of the
REA algorithm.

[28]: Yee (1989), ‘A class of high resolu-
tion explicit and implicit shock-capturing
methods’

Figure 4.33: Oscillations produced by the
choice of slope (4.99). Values of Q" with
reconstruction.

Figure 4.34: After advection with uAt =
Ax /2.
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Note that the constant reconstruction is TVD, while slope choices such
as (4.97), (4.98), and (4.99) are not TVD [11, 20]. The next subsection will
present some slope limiter methods that are TVD, which prevent the
introduction of oscillations in the solution approximation.

4.9.3 Slope Limiters

A slope choice that provides second-order accuracy for smooth solutions
and satisfies the TVD property is given by

n_ n n _ n
Q' -Qiy Qiu—4

Ax Ax !

o;’ = minmod

where minmod is the limiter function defined by

a ifla| < |b|and ab > 0,
minmod(a,b) =4 b if |b| <|aland ab > 0,
0 ifab<0.

Note that if 2 and b have the same sign, the smallest magnitude value is
chosen; otherwise, zero is returned. In other words, the minmod limiter
compares the two slopes (4.98) and (4.99) and chooses the one with the
smallest magnitude. In the case where both slopes have opposite signs,
Q" is a local minimum or maximum, and then the value zero is chosen
for the slope. Figure 4.35 shows the results using the minmod method for
the previously considered advection problem.

A slope limiter, also with second-order accuracy, that provides the
reconstruction illustrated in figure 4.36 for the advection problem is the
so-called superbee limiter [29]:

n _

9j

maxmod(a](.l), a}z)) ,

where

@ _

no_ Qn Qn _Nn
) +1 i i -1
o; = minmod | —2 / , 2 / /

Ax Ax

and

no_QroQr-Qn
G}z)zminmod (2 1 ], / ]1).

Ax Ax

Each one-sided slope is compared with twice the opposite one-sided
slope. Then, the maxmod function selects the argument with the largest
magnitude. In regions where the solution is smooth, this will tend to
return the largest of the two one-sided slopes.

Two other popular slope limiters are the MC (monotonized central-difference
limiter) and the van Leer limiter, both proposed by van Leer [30], given
by

o]'.’ = minmod

n n n n n n
I L s N
2 2

2Ax ! Ax Ax

and

[11]: LeVeque (2002), Finite volume meth-
ods for hyperbolic problems

[20]: Mishra (2010), ‘Numerical methods
for conservation laws and related equa-
tions’

™
-

Figure 4.35: Reconstructed values of Q"
using the slope limiter Minmod.

Figure 4.36: Reconstructed values of Q"
using the slope limiter Superbee.

[30]: Van Leer (1977), ‘“Towards the ulti-
mate conservative difference scheme. IV.
A new approach to numerical convec-
tion”
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n n
=i+ _Q]‘

n_n
Qi -Qi,

4.9.4 Semi-Discrete Formulation

Slope limiters and the REA algorithm can be applied to any conserva-

tion law. However, obtaining the finite volume flux form for nonlinear
equations may be challenging.

To obtain high-resolution methods for nonlinear conservation laws such
as (4.68) through reconstruction procedures, we consider a semi-discrete
formulation, where we take the average in each cell as

Qi(t) = ﬁ/ " (e, 1) dx.

X,
-

NI—=

On the other hand, integrating the hyperbolic conservation law (4.68) in

space gives
1

Ax

Therefore,

X,

" ge + (f(q)), dx = 0.

i~z

d
Q0+ =(Flat,0) - Flater 1) =0,

where q(xj_+ iy t) represents the left limit of g at Xjy1:

q(x;,y,8) = lim q(x, ).

1
J*3

Denoting F as the approximation for the flux terms:

F2L (0> a3, 1),

17
J*a2

we obtain the semi-discrete form of the finite volume method (4.88):

d
Qi)+ ﬁ(Fj}%(t) - F]f_%(t)) =0, (4.102)

where the numerical fluxes Fj_+1 =F f“+1 are determined by methods for
1 1

2

hyperbolic conservation laws such as Godunov, Rusanov, Engquist-Osher,

etc., which use reconstructed solutions at the cell interfaces Q]f“ and Q

j+1’

as illustrated in figure 4.37.

4.9.5 Time Discretization

Equation (4.102) leads to a system of ODEs that needs to be integrated in

91

Tj-4 Tj+d

order reconstruction.

time using an appropriate method. If the forward Euler method is used
for this system, we obtain the classical finite volume scheme (4.88), which
is a first-order scheme. The advantage of the semi-discrete formulation is
that we can separately increase the spatial and temporal accuracy.

Figure 4.37: Non-oscillatory second-




Writing Q(t) as a vector

2Q(); =~ 5=
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Q(t) = [ o Qj—l(t)r Q](t)/ Qj+1(t)r o ']r

the finite volume scheme (4.102) can be rewritten as

d
7 ==2(Qw),

where & is the operator given by

1

- (FM (B~ F;y (t)). (4.103)

If the forward Euler method is used to integrate (4.103) in time, we have

Q" = Q" + At £(Q"),

where Q" = Q(t") is the vector of the cell averages Q at time ", and At
satisfies the CFL condition (4.91).

Another alternative is to use high-order time methods, such as Runge-
Kutta methods [31]. More precisely, TVD Runge-Kutta methods are of

cretization methods’

1
Q" =2(Q"+QY),

which is a second-order method in time.

4.10 Assignment 2: Nonlinear traffic flow

The flux of cars in a single lane road can be modeled by the scalar
conservation law

ge +(qu(g))x=0

where q(x, t) represents the density of cars in the position x of the road,
at time ¢, varying from 0 (empty road) to 1 (no empty spaces, bumber-
to-bumber traffic). This conservation law is hyperbolic nonlinear, since
f(gq) = g u(q) is a nonlinear function of q. A simple model for u(g) is

M(Q) = umaX(l - q)

where 1/, is the maximum velocity attained by the cars in a zero-density
(empty) road.

1. Implement a finite volume framework to solve the traffic flow
equation given above. You can use a domain x € [-30, 30],
t € [0,25], as well as Umax = 1.

2. Implement the following methods: Godunov, Lax-Friedrichs,
Lax-Wendroff, Roe and Rusanov.

3. Think about "outflow" boundary conditions for this problem.
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[31]: Wanner et al. (1996), Solving ordinary

interest [32, 33], such as the following: differential equations 1T
[32]: Gottlieb et al. (1998), ‘Total variation
Q =Q" + At Z(Q") diminishing Runge-Kutta schemes’
[33]: Gottlieb et al. (2001), ‘Strong
Q" =Q" +AtZ(Q") stability-preserving high-order time dis-
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4. Test all methods with different initial conditions: (a) a smooth
gaussian density distribution; (b) a traffic jam; (c) a traffic light
turning green; (d) a traffic light turning red.

5. Graduate students: Show car trajectories by positioning a ini-
tial car distribution according to the density function g, and
integrating car velocities depending on the density function.

6. Graduate students: By implementing periodic boundary con-
ditions, we can simulate this experiment https://youtu.be/
7wm-pZp_mi0. Can you reproduce this effect with this model?

4.11 Assignment 3: Numerical solution of 1D
Euler’s equations

4.11.1 1D Euler’s equations

Let us consider the following hyperbolic conservation law, modeling the
incompressible flow of air, known as Euler’s equations in one spatial
dimension:

q: + f(q)x =0
where
P pu
q=|pu| and f(q)=|pu+p|,
E (E+pu

along with the constitutive relation

_1 p
E—Zpu +_V— ,

with y = 1.4 for air flow at standard room temperature. Define

c= rP and Ma=M
\/p c

as the speed of sound and corresponding Mach number, associated with
this flow.

4.11.2 Sod shock tube

The Sod shock tube test was proposed by Gary A. Sod as a benchmark
for Riemann solvers for computational fluid dynamics codes. It is an
one-dimensional Riemann problem for the Euler’s equations, where the
left and right states are known, configuring a high-pressure state on the
left and a low-pressure state on the right.

As the solution evolves, it developes a rarefaction wave, a contact discon-
tinuity and a shock wave. The solution can be described by five different
regions, separated by the positions x1, X2, x3 and x4, as in Figure 4.38. To
compute the analytical solution, a number of steps are required:

Feglon 1 Feglon 5

% % x x,
Fie. 3. Shock tube at £ > 0.

Figure 4.38: Structure of the Sod shock
tube solution.


https://youtu.be/7wm-pZp_mi0
https://youtu.be/7wm-pZp_mi0

4 NUMERICAL METHODS FOR HYPERBOLIC CONSERVATION LAWS | 94

1. Compute sound velocities

R D P Vi
P1 Ps
2. Compute the rarefaction waves as

e T+ 55

2

p2(x) = p1 (1 - %)H
p2(x) = p1 (1 o _zlc)lm(X))H

3. Solve (numerically) the pressure p3 from the nonlinear equation

— (p3 — ps) L—o
Ps=Ps ps(ps +Tps)

whereI' = (y - 1)/(y +1)and B = (y — 1)/(2y).
4. Compute p3 and u3 from

1
1-12)p/
F2p1

_(ps)’
p3_p1(m)

3~ F5
Uusz = us + P P

305 (7 + Dps + (7 = ps)

5. Part IV is given by

P4 =Ps3

Uy = U3
_(patTps

pa=ps (P5 +FP4)

6. Now solve for the discontinuities updated positions

x1 = t(ug — 1) + Xo
x2 = t(uz — c3) + xo
x3 = tus + Xxg
y+1

WZU5+C5 ﬁ+(?)

P4
pPs

x4 =tW + x9

1. Write the non-conservative form of Euler’s equations

q: +f(q)qx =0

with primitive variables q = (p, u, p)’.
2. The above system can be linearized by setting a constant state
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q = (p, i1, p), to define the constant matrix A = f'(q). Consider
q = (1,0, 1) a constant state of interest, and solve the linearized
Euler’s equation in [-1, 1], setting a Riemann problem with the
initial condition given by

=(1,0,1) ifx <0
Q@) =11 .
qr = (0.2,0,0.2) ifx >0

For the numerical solution, implement the Godunov, Rusanov,
Lax-Friedrichs and Lax-Wendroff schemes. Show a comparison
of the numerical solutions for ¢t = 0.5, computed with different
resolutions.

. Graduate students: Now consider the conservative nonlinear
form of Euler’s equations defined in [0, 1], with the initial data
given by

L=1(1,0,1) if x <
Q=41 .
qr = (0.125,0,0.1) ifx >

NI—= N|=

configuring a Riemann problem known as Sod shock tube.
Implement the computation of the analytical solution. Solve this
problem with the finite volume schemes Roe, Lax-Friedrichs and
Rusanov. Implement a sonic fix for the Roe scheme. Show the
numerical solutions for t = 0.15 compared with the analytical
solution and different resolutions.
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NUMERICAL METHODS FOR
MIXED EQUATIONS

5.1 Examples of mixed equations

qr = d1(q) + dda(g) +--- + dAn(g)

where each sﬂj(q ) is a function or differential operator involving only
spatial derivatives of 4. The discussions in this chapter will consider only

qr = d(q) + B(q), (5.1)

where o and 9 are operators acting over g(x, t).

Example 5.1.1 Two-dimensional hyperbolic conservation law

gt + f(q)x + g(q)y =0

where d(q) = —f(q)x and B(q) = —g(q)y, and f, g are the corre-
sponding flux functions of q(x, y,t) in each spatial direction x,y
respectively.

Example 5.1.2 Two-dimensional diffusion equation

qt = K(Qxx + ny)

where q = q(x,y,t), 94(q) = kqxx and B(q) = kg, with k¥ > 0 being
the coefficient of thermal diffusivity.

Example 5.1.3 Advection-reaction equation

qr + f(9)x = ¢¥(q) (5.2)

where 1(q) is a reaction term. This can be used to model the transport
of a radioactive contaminant, when f(q) = ug, with transport velocity
u € R and ¢ is usually a decay function of the form ¢(q) = —f4. For
this case, 9(q) = —uq, and B(q) = —p4.

Example 5.1.4 Advection-diffusion equation

qt +f(q)x = U qxx (5.3)

where f(g) is a flux function and p > 0 is the diffusion coefficient.
A common choice of flux function is a linear transport of the form
f(q) = ug, where u € R is the transport velocity. For this case,
A(q) = —uqy and B(q) = Uqzx-

5.1 Examples of mixed equa-
tions ............... 96

5.2 Fully coupled Taylor series

methods ............ 97
5.3 Fully coupled method of

lines . .............. 97
5.4 Implicit-explicit IMEX)

methods ............ 98

5.5 Fractional step methods . .98
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Example 5.1.5 Advection-diffusion-reaction equation

g + f(9)x = pgxx + 9(q)

with terms already explained above. In this case, we can set 91(g) =

—f(9)x, #2(q) = pgxx and dlz(q) = P(q).

Example 5.1.6 The Korteweg-de Vries (KdV) equation

qr +q4q9x =V Gxxx

which is similar to the Burgers’ equation, but with an added dispersion
term. For this case, 4(q) = —q qx and B(q) = Vqxxx-

5.2 Fully coupled Taylor series methods

This method is obtained by Taylor series expansions of the solution,
leading to finite difference schemes of arbitrary order. Consider the
advectioin-reaction equation (5.2) with ¢(g) = —f4. Under the suitable
smoothness requirements over g, we can use the Taylor series expan-
sions

VAH & AH ;
Al b+ M) = 3 =700 1) = 35 = (-udx = pla(, 1)
]‘:0 * j:O :

— e—At(uax+ﬁ)q(X’ i’)

to obtain an upwind method

A
Q) = Qf = Q) - QL - e

which is first-order accurate provided 0 < uAt/h < 1, or to obtain a
2nd-order accurate Lax-Wendroff method

. 1 . UAt n
Q= (1 - AB+ 5“2[52) 0 =53 =9 (0~ O
u? At? n n n
+ 3 3 (QL -2 + Q).

5.3 Fully coupled method of lines

Semi-discretization in spatial coordinates Xj, j=0,1,...,m,associated
with an increment /1 = Ax. We seek functions Q;(t) =~ q(x;, t) that satisfy
the fully couple ODE system

Q'(t) = F(Q(t))

where each j-line of the system reads

Q/(1) = s1(Q(t) + B/ (Q(t))
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where &1;’ and %A ]h are spatial discretizations of the operators of and 5,
respectively. For example, if we consider the linear advection-diffusiion
equation (5.3), with transport velocity # > 0, we can discretize (g) =
—1qy by the upwind method, and %(q) = pqxx by a central difference
scheme, resulting in the discrete operators

Q) =~ (Q;(H) ~ Qi1 ()
BIQM) = 45 (Q1() =20, + Qyu(1) .

Therefore the fully coupled system can be solved by any suitable method
for IVPs. Note that in this case, implicit methods are preferable due to
the stiff characteristic of the original system, causing stability restrictions
to methods with bounded stability regions.

The application of the trapezoidal method to the fully coupled ODE system
results

At
QVL+1 — Qn + ? (F(Qn+l) + F(Qi’l))

A
— Qn + 7t (gh(QrHl) +%h(Qn+1) +gh(Qn) +%h(Qn))

5.4 Implicit-explicit (IMEX) methods

Consider the equation (5.1), where s(q) represents stiff terms that would
be better integrating with an implicit method, while %(g) represents
nonstiff terms that can be handled by an explicit methods without severe
restrictions to the time step, such as nonlinear reaction terms.

The idea of IMEX methods is to treat some terms explicitly and others
implicitly. The simplest method is to employ the implicit Backward-Euler
method to handle the 9(g) operator, and the explicit Forward-Euler for
the %B(u) operator, resulting in

Q"1 = Q" + At (d"(Q") + B"(Q").

Another example is the combination of 2nd-order Adams-Bashforth for
the explicit term with trapezoidal method for the implicit term, yielding

Qi’lJrl — QH + % (gh(Qﬂ) +g/’l(Qn+1) + 3%]1((2”) _%h(QVl*l)) .

5.5 Fractional step methods

The idea is to split the original equation (5.1) into two problems:

qe = (q) (5:4)
7t = R(q), (5.5)
and combine the application of two different methods in an alternating

manner. The main advantage is to apply directly standard methods for
each part, taking advantage of accuracy and ease of implementation.
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Take the advection-reaction equation (5.2), with linear fluxes f(q) = ug
and decay function (q) = —f9, i.e.
qe +uqgx = —pq.
By applying the split in (5.4) and (5.5), we have
Qe = —U qx
q = —pq

so that the first equation can be solved by the upwind method to obtain
an intermediate approximate solution Q]*., and then the second equation
can be integrated in time by the Forward-Euler method to obtain the
final approximation Q]’.”l. The resulting method reads

0 =0; - “7 (o7 - )

Q) = Q) - patg
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DISCRETIZATION OF THE
INCOMPRESSIBLE
NAVIER-STOKES EQUATIONS

6.1 Prelude

This aim of this chapter is to present an overview of finite volume
methods for the direct numerical simulation of flows governed by the
incompressible Navier-Stokes (NS) equations. The pressure in this case
is not a thermodynamic variable, for which an equation of state can be
invoked, but its sole role is to enforce the divergence-free constraint on
the velocity field. This introduces some difficulties which are discussed
next.

6.2 The Navier-Stokes equations

Let us first recall the different forms of the Navier-Stokes problem we
aim to discretize. We write the mass and linear momentum conservation
laws for the incompressible case over a fixed region .

Navier-Stokes problem

Mass conservation

/ u-nds=0 = V-u=0 6.1)
0Q

Momentum conservation

/pa—ud0+/ p-ﬁds:/fdv = pa—u+V-p:f (6.2)

where the momentum flux is defined by
pn=-0+p(u®u)
and the stress tensor, for the Newtonian case is
oc=-pl+pu(Vu+VuT)=—pI+2uD(u)

Substituting the expressions above we get the final form in conservative
form to be used later on'

/pa—udv+/ [p(u®u)+pI-p(Vu+VuT)] - nds =/f
o Ot 0Q Q
(6.3)
or in differential form
Ju
—+V . [pu®u)+pIl-pu(Vu+VuT)] =£ (6.4)

at

6.1
6.2

6.3

6.4

6.5

6.6

6.7

6.8

6.9

Prelude ........... 100
The Navier-Stokes
equations. ......... 100

Discretization by the

FVM............. 102
Monolithic vs. Segre-
gated approach . . .. .. 103

Spatial discretization:
Colocated vs. Staggered 105

The ultimate remedy to

cure the spurious check-
board modes: Staggered
grids............. 112

Further comments . . . .

1: Notice that the nonlinear term, can
also be written as

p(u®u)-n=pu(u-n)

This is easily seen bu using index nota-

tion:

[(w®u)-a]; = (u;uj)itj = u; (u; 1) = [u (u-H)];

———

un
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The equations can also be written in the so called non-conservative form,
as we usually find in most of the cases

pdru+pu-Vyu-V - [pg(Va+Vul)] +Vp

Il
-

(6.5)
V-u = 0

The non-uniform viscosity case is important to consider when dealing
with generalized fluids and non-Newtonian behaviors or when using
eddy viscosity models. In those cases the viscosity will exhibit spatial
variations and p can not be taken out of the divergence. Nevertheless, if
we can assume (i as a constant parameter, the problem simplifies to?

pdru+pu-V)yu—puVu+Vp f
6.6)

V-u

Il
o

6.2.1 Initial and Boundary conditions

We recall the discussion of Chapter 1 to as concerns boundary conditions
for the NS equations.

» Initial condition The NS equations are first order in time and
second order in space for the velocity. The well-posedness of the
problem requires an initial velocity field, which has to be solenoidal,
ie.,,

u(x, t =0) = up(x) with V.uy=0 inQ. (6.7)

and it is also required that the imposed normal velocity at the
boundary be compatible with uy.

» Imposed velocity: The velocity field is specified
u(x, t) = uy(x, t) ¥x € 9dQp

In some cases we enforce conditions, either for the normal com-
ponent to the surface, which for a stationary and impermeable wall
is

U, =u-n=0

recalling, this is a phenomenological condition. As for the tangent
component, for a stationary wall it corresponds to

w=u—-un=0
Recall, this is a postulate that agrees well with physical observations.
» Imposed force: The stresses are specified
o-n=%, Vxe€dQy
for the case of the so called Drag force we have

o-n=D(u) Vxe€dQy

2: Notice the Laplacian form of the vis-
cous term in Equation 6.6.
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6.3 Discretization by the FVM

The main difficulties when discretizing the Navier-Stokes problem are
related to the treatment of*:

» the pressure-velocity coupling (there is no equation for p);
» the convective nonlinear term p (u - V) w;

» boundary layers and turbulent flows.

Let us begin with the discretization in space and time of the NS equa-
tions 7.11-7.12. Denoting as usual the solution at time t, = n At with a
supraindex in the variables, the unknown velocity vector by U" € R
and the unknown pressure by P" € R**, the discrete problem can be
written in the following general form:

Un+1 —y"

= +p A(Unﬂ// Un+9) _ W(Un+9) + G(Pn+1) — Fn+9

D(U”+1)

|
o

(6.8)
A few comments are in order to as the previous discrete system:

» This problem is usually referred to as a Differential Algebraic
Equation (DAE) system.

» For the moment the discrete operators appearing above are not
specified. They emanate from a FD, FE or a FV discretization of the

momentum and mass conservation equations.

» At this point it is clear that these operators, namely,

e Advection: A(-,:) & (u-V)u
e Viscous: V(-) & V - [u(Vu+ Vul)] or u V?u;
e Gradient: G(-) & Vp;

e Divergence: D(:) & V- u;

are represented by some sparse matrizes, as we have learned in
previous chapters®.

» Notice that the unknown vector U can be splitted into two/three

parts (in 2D/3D), i.e,,
u U
in2D: U= [U"] orin3D: U= (U,
y U,

» Depending on the choice for y we may end up with a linearized
problem or a nonlinear one, for which, Newton-Raphson, Picard
or fixed-point iterations must be applied.

3: In more complex situations, such as
multiphase flows, additional difficulties
have to be addressed, namely, immersed
moving boundaries, jump conditions at
interfaces, discontinuous material prop-
erties and so on. These are left for more
advance courses.

4: Note that for the nonlinear advection
term this would actually be the case after
linearization or if take y = 0.
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» Depending on the choice for 0 we end up with an implicit or
explicit formulation. The latter case requiring the time step to be
bounded by, if we denote by h = min{h,, h,, h.}

h2
Aty < CMP—
u

where C; = 1/4 in two dimensions and 1/6 in the three dimen-
sional case.

» The advection term is stabilized by viscosity if the time step is
bounded by
2

At, <
p(u-u)

and nondimension-

» If we consider the Reynold number Re=

L - tu
alize time as f = T we see that

. 2 - h?
Aty = — —0 d At,=Cy—Re—0,
! Re Re - n : “LZ eRe—>O
which indicates the convenience of implicit schemes for the vis-
cous terms at low Reynolds numbers, since the restriction scales as
6(h?). For high Re, the time step should also be controlled, however,
stability also depends on the choice of the advection scheme®.

» We can put everything together into a single matrix as

B G un+! F
D O pr+l G

where the right hand side may now include forces, boundary con-
ditions and terms computed at the previous time level.

» We will discuss how to solve this mixed problem, whether Mono-
lithic or Segregated and its finite volume discretization in Collo-
cated and Staggered grids.

6.4 Monolithic vs. Segregated approach

The Monolithic approach, which is usually quite expensive, consists in
solving for U"*! and P"*! at once. This is mainly done in problems at
very low Reynolds numbers or for Stokes flows (in the absence of inertial
terms). The algebraic system exhibits the typical structure of saddle-point
problems, with a zero diagonal block, and efficient preconditioning
is a challenge. On the other hand, the segregated approach, which
is essentially based on Chorin’s projection methods [34] can be more
convenient for problems at finite Reynolds numbers. Let us recall the
projection method and the famous Helmholtz-Hodge decomposition
theorem.

5: For Re> 1, the so called limited
schemes and turbulent eddy viscosity
models may be used to increase stability.

[34]: Chorin (1968), ‘Numerical Solution
of the Navier-Stokes Equations’
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Theorem 6.4.1 (Helmholtz-Hodge:) Any sufficiently smooth vector field
u: Q — R defined over a bounded domain Q with smooth boundary, can
be written as:

U = Ugp] + Wirrot

where
> Uy is divergence-free (solenoidal), i.e., V - usy = 0.

> Ui 1S cutl-free (irrotational), i.e., V X Wippor = 0, therefore Wipr = V@,
with ¢ a scalar potential function.

Consider the semi-discrete NS problem (continuous in space, discrete in

time) )
n+ n

1 o
— = —(u" - V)u" - —Vp"H + SV
At p P
and split the problem by introducing an intermediate field @t

- u"=u" -t +ha-u"

and solve:

1. Predictor: Find i s.t.

~ n
u = —(u"-V)u" + Hy2y
2. Corrector: Find u"*! s.t.
un+1 -1 — —lVPnJrl N un+1 ={- Evpn+1
At P p

In order to compute the corrector we obviously need p"*!, for which, by
taking the divergence in the second equation and assuming V - u"*! = 0

_ ‘a1 n+l _ Lo ni 20+l _ P goa
= = V-Vp = pr = Vo —AtVu

(6.9)
which is a Poisson’s equation, we have seen many times before, in which
p"*!is the unknown and V - i is the source term. The key point is to
notice that

i = un+1 + (Af/p) Vpn+1
—— —_——

u .
sol Uirrot

from which we see the connection to Theorem 6.4.1.

Now, apply these ideas to the fully discrete problem. Assume for simplic-
ity 0 = y = 0 in Equation 6.8 and simplify a bit the notation. Again, we
use the trick of substituting the numerator of the time derivative by

U}’l+1_ul’lzul’l+1_0+0_uﬂ

and split the problem into two separate problems® 6: Clearly, the sum of the two equations
in 6.10 gives the original problem.
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(1 _ 11
pUAtU + pAU" - VU' = F
(6.10)
U?’l+1_0
—— + GpP"! =0
P—At

so, the algorithm proceeds as follows:

Projection algorithm

» Velocity predictor solver: In the first step we ignore the pressure
term and compute a guess velocity U, according to:

0-u"
P AL

+pAU" -VU" =F" (6.11)
There is no reason for U to satisfy I 0 = 0. We need to project
into the space of discrete incompressible fields.

» Pressure solver: “Take the divergence” in the second equation of
6.10 to obtain”:

DGP™! = %[D 0 6.12)

» Velocity corrector: Compute the gradient of the obtained pres-
sure above and assert the velocity:

. A
Ut =g - 2L gprt (6.13)

6.5 Spatial discretization: Colocated vs.
Staggered

We have to provide the precise form of the operators introduced above.
Two clear options appear, namely, Colocated grids, in which all unknowns
(velocity and pressure) reside at cell centers of the finite volumes and
Staggered grids, in which scalar variables (the pressure in this case) are
located at cell centers and vector-valued unknowns (the velocity) are
located at cell faces (see Figure 6.1). These two options are detailed next.
For simplicity we consider 2D orthogonal cartesian grids. The extension
to the 3D case is quite straightforward, whereas, the extension to non-
orthogonal grids can be done by using the numerical tools introduced in
Chapter 28.

6.5.1 Colocated grids

Consider a uniform cell centered orthogonal cartesian grid made of
finite volumes K;j, © = 0,...,Ny, j = 0,..., N, of size (hy, hy) of a
rectangular domain with dimensions (Ly, L) as shown in Figure 6.2.
Notice that the unknowns are stored at the cell centers (the circular and
triangular dots of Figure 6.1), whereas the square blue dots shown in the
figure are only for auxiliary computations.
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7: Note that the matrix D G in (Equation
6.12) will be some discrete version of V2
that appeared in 6.9, whose precise form
will depend on the discretization scheme
adopted.

(i, +3)

Uij, Vi,j, Pij

(i-3%7)

(@, )

Ky

(1//] - %)

Vi,j+1
PAS

o >AO i

(i+3 )

Pi,]'
Uit1,j [

\'4

Figure 6.1: Colocated and staggered ar-
ranges of unknowns.

8: In the first computational assignment,
the non-orthogonal case will considered
in an example by using the openFOAM
platform.
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From now on we will denote the x and y velocity components of u by
(u,v) or (U, V), depending on the case, instead of (uy, uy) or (Uy,Uy),
since now subindices in the variables stand for the grid unknowns. We
begin with the continuity equation, integrate over control volume K; ;
and use the midpoint rule for the face integrals, yielding’

J

The face values in the equation above must be obtained by linear interpo-
lation of cell values as we have done before, i.e.1°

V. u}’l+1 do :/ un+1 ndeé ~ hy (un+l _ Mn+l ) + hx (UnJrl
IK;

1 S 1 Co1
” 3. =3/ Ujts

n+1 UVH.'l + Un+1 ),

1
n+l _ = n+1 n+1
i+3j 2 ( i i+1,j) U (U. U ) , andsoon...

i~} 2 il

thus giving the equation for K; ;

) + iz (V*.“f1

hy (Uﬂ-l-l X
2 i,j+1

n+1
> (Yi; — U

iy (6.14)

1) _
- V?,J}—l) =0

From now on, we will omit the time supra index to alleviate a bit
the notation, since we are now focus on the spatial discretization of
the momentum equation. Consider the momentum balance in integral
form

/{Patu+V-[pu®u—y(Vu+VTu)+|]p]}dv:/ fdo
K;,j )

Ki,]

where the time derivative has been left undiscretized. This term is
approximated as

/K podrudo = hyhy [p&tu]i,]» (6.15)

i,] S~——
[Ki il

and the time derivative with a finite difference approximation as usual.
Similarly, for the forcing term in the right hand side, we have

/ fd?] =~ |K1;/]‘|f1;,]‘
K

]

(6.16)

The volume integral of the divergence term is transformed into a surface
integral

/ {V - [p@®u)—p(Vu+VTu) +Ip]}do =/
Ki,

KL',]'
Discretize the equation for the x-direction

. du du dv) .
/‘[pu(u‘n)—Zyanx—y(@+£)ny+pn,¢]d€~

81(1-,,

2

+hyp [ui%/j —ui_%/j] + hyp [(u 0);,j+1 = (u U)w-_%] -

106

9: Recall, in the finite volume method we
assume linear variation for all fields, so
a midpoint rule over the faces integrates
exactly.

n+1

(2 1) =0
v]=3

10: Although not obvious from the for-
mulas (since we are working with in-
tegrals over faces) this is equivalent to

using a central scheme to approximate

Ju v
— and —
9x Wl jul

on, this choice is quite unfortunate.

. We will see later

izl

(E-1,j+1) (i,j+1) G+1,j+1)
o o o
Gj+3)

G-15) = (%)) = (@+1,7)
o i o o o

K,
Gj=3
(E-1,j-1) (@,j-1) @+1,j-1)
o} hy e} (e}
PN N -

© Primary unknowns

B Auxiliary points

Figure 6.2: Colocated grid.

[p(u®u)—u(Vu+VTu)+Ip]-ndl
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—h Zya—u —ZHa—u —h [u(a_u_'_(?_v) _y(a_u_l_a_v) +
y ox i+%,]' dx L._%,], x 8]/ ox 1;’]»_'_% a]/ ox i,j—%
+ 1y (Pi+%,]‘_Pi—%,]‘) (6.17)

and introduce some aproximations, namely

2 12 2
Wi = E(Ui’+ui ‘)' Uv); i1 3 (Ui Vi +Ug jaaVi ),
Right/Left sides: vl g i Top /Bottom sides: ( )1’] i % ( J v 1 'JH)
W=} (uz.], 2, o)1 = 3(UijVij+Us Vi)
=3, 1, =1,
ou Uit1,j — Uyj ou Ui j+1 — Uyj
_ = 1 , _ = Sl ,
Right /Left sid Foxy, R d Poyliy T T
. 27 : . T 2
ight/Left sides: ou Uy —Uis Top/Bottom sides: ou Usj—Uija
_ = 1 , —_ = S 1
_ ‘u()x 1;7%,]‘ Iut 3] hx Auay L'/];% lth,] 3 hy
Jv Hijrd (Vit,j41 — Vicr,j41 Visrj — Vioj
H== = + ’
T B id dx i ]‘+l 2 th th
. .. 2
op/Bottom sides: v il (Vi = Vi N Vit1,j-1 = Vi-1,j-1
“oxl T T2 2h, 20,
1
1. = = Pi L4 Pi ),
Right/Left sides: Pivk 2 (Pis1j + Pi)
i-3j T 2 (Pij +Piv)

As with the continuity equation, now for the pressure term, although not
obvious from the previous formulas, since we are integrating over the
boundary of K; j, the proposed approximation ends up being equivalent

d
to using a central scheme to approximate 8_p . We will come back to
X |41
Lii

this shortly.

For the y-direction we have similarly,

. Ju Jdv\. du v
‘/aL‘[pv(u-n)—y(@+£)nx—2y@ny+pny]d€~

K, j

+hyp [(vu)ﬂ%,j —(vu)i_%’j] + hyp [vf,j+% _Ui,j—%] —

ov

)-
i}

+h 8_u+<9_v - 8_u+<9_v —hy |2 il
Ml oy Tox) . T oy Tax) L | T
Y i+5, Yy t=3/] Y

j Ljth
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+he(pji1—pi 1)

and the aproximations are analogous to the previous ones

1 2
uv)..1. = 5 (U;iVii+Uiz1iVie1i), L
Right/Left sides: ( )Hf’] 2 (UeVi A1 Vis,) Top/Bottom sides: A
Wo)iy; = 3(UijVij+Uia Vi), u?
Wj=2
v Vijr1— Vi dv
¢ = U , i
T o 3 Iy ij+1 Hojed hy . Sy Hox i+d,j
op/Bottom sides: P 2 ViV Right/Left sides: P 2
u —‘ e e [
&y i,]—% : h 9x ‘_%'j
u du o Hiel (Ui+1,j+1 = Uis1,j1 N Ui jr1 — Ui,,j—l)
Right/Left sides: oy BeZ) ? 2hy 2hy ,
" du o Hi-L (Ui,j+1 = U; 1 N Ui-1,j+1 — Uil,jl)
Wl s, 2 2h, 2h,
[ 1
o= L(Pia+P),
Top /Bottom sides: Pij+s 3 (Pije1 +Ps)
| Poj-y = 3 (Pij Py

6.5.2 Comments on the nonlinear advective terms

The nonlinear convective terms deserve some further attention. There
are two aspects we have to deal with, namely

» Spatial discretization

» Treatment of nonlinearities

As for the former, the discretization adopted above corresponds to central
differencing, while we have seen that upwind schemes may be more
appropriate in problems where convective effects are strong. Consider as
an example the equation for the x-direction. We use for the face values
of the nonlinear term

U;,jVi,j if V;j+Vij120
(), 1,3 ~ ,

U j+1Vij+1 if Vi + Vi1 <0

and similarly for other terms and faces. More sophisticated schemes
based on limiters can be consulted in the literature (see e.g. [35], Chapters
4 and 6).

As for the treatment of nonlinearities, we must linearize or apply an
iterative procedure, such as the Newton’s or fixed point method. The

108

2 2
- (Ut,j + Ui,j+1) ’

(U§j+u2. )

NI—= NI=

i,j-1

Vit,j = Vi
e
Vij—Vi-1,

Miny ™

[35]: Wesseling (2001), Principles of Com-

putational Fluid Dynamics
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simplest approach would be to approximate the nonlinear terms as
u(u-n)=~u(@-n) and v(u-n)=ov(a-n),

where 1 would be the velocity computed at a previous iteration or
time level. Notice that for the u-equation the unknown is u and for
the v-equation the unknown is v, therefore, as commented in [35], it
would be a bad ideia to do the other way around. Otherwise, if Newton’s
method is used the corresponding Jacobian must be computed. In that
case the nonlinear term can be approximated by linearizing around the
last computed state (ii, ) as

UDRUD+DOU+UOV=UD+UD—UD

and similarly for other terms.

6.5.3 Treatment of boundary conditions

For the sake of brevity, it is left as an exercice to discuss how to deal with
the boundary conditions, be it, Dirichlet (imposed velocity) or Neumann
(imposed force) in cell-centered finite volume discretizations using a
colocated grid. As a reference, you may go back to previous discussions
in Chapter 2 and 3, where FV methods have been extensively applied to
solve diffusion-type equations and [35] (Chapter 3).

6.5.4 Spurious checkboard modes

In this subsection we follow [35], although the phenomenon of spurious
checkboard patterns is discussed and illustrated in any textbook on
the subject. Considering constant and uniform density and viscosity for
simplicity, the ideia is to realize that the following unphysical checkboard
function is a solution of the discrete scheme detailed above

Uij=Vij= (DT 9(t), Pij= (1)

(see Figure 6.3) where 1(t) satisfy the following Ordinary Differential
Equation (ODE)!

dip
— + =0
ar eV
) ] 12u [ 1 1 ..
in which a = — | — + — | and whose solution is known to be
p \h2 hj
Y(t) = poe ™!

so, this means that a constant checkboard pressure solution of the discrete
system coexists with a damped checkboard solution for the velocity,
which eventually tends to zero'?. The existence of such modes shows
that the previous discretization scheme on colocated grids needs to be
corrected so as to avoid these spurious solutions. A similar phenomenon is
observed in finite element discretizations when the same discrete spaces
(equal order) are used for velocity and pressure. For such reason, FE
discretizations adopt a velocity space that is richer than the pressure

Figure 6.3: Typical checkboard patterns
in unstabilized colocated grids.

11: See the details in [35] or better, verify
it yourself.

12: Notice that the damping would be
slow if Re> 1.
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space13 or otherwise, stabilization terms are added to the variational

formulation.

6.5.5 One remedy: One-sided discretization of div(-) and

grad(-)

From the previous subsection we can see that the reason for the spu-
rious modes is the central difference scheme for the div terms in the

discretization of the continuity equation 6.14

h I’l
Y +1 +1 X 1 +1
2 (Ug+1,j va;l—l,j) 2 (VZ,J]YH V?,j—l) =0

and for the grad terms in the momentum equations

h
Y
hy (pi+%,j_pi—%,j) 5 (Pis1j—Pi-1j) and hy (pi,j+%_pi,j—

which simple ignore the values of # and p at cell (<, j).

The spurious modes can be avoided by using a one-sided scheme, e.g.,
forward differences for the div terms and backward differences for the
grad terms. For the continuity equation this is equivalent to taking

wipr i ® Uiy, w1 = U,

U jel B Vi, 7

thus giving
hy (Ui = U)o (Vi - vty =0

i+1,j i,j+1

and for the pressure terms

13: The tipical FE discretization of
the Navier-Stokes equations uses P>
quadratic elements for velocity and P;
linear elements for pressure, which is
referred to as the Taylor-Hood element.

(Ps,j1 — Pij1)

hy (pt+l,j_pi—%,j) ~hy (Pij—Pij) and hy (pi,j+%_pt,j—%) ~ hy (Pij = Pij)

2

The only problem with such scheme is that it reduces to first order

O(hy + hy), so we may ask for the next “better” alternative.

6.5.6 Another remedy: Pressure-Weighted-Interpolation

(PWI)

To circumvent the suboptimal order of the previous one-sided formulas,
Rhie and Chow [36, 37] have proposed a scheme which is second order
in space (i.e, O(h; + hy)). The ideia of the method is to add a small
regularizing term to the continuity equation, more precisely, a Laplacian

of the pressure, in the following way, for finite volume K ;

i+1,j i-1,j i,j+1

21y 2hy

i,

where the regularizing term is given by

i+1,f i-1,j

/ V.un+1 do ~ 1 (Un+1 _ Uiﬁl ) + 1 (VV.Hl _ V;_1+1
K

[36]: Rhie et al. (1983), ‘Numerical study
of the turbulent flow past an airfoil with
trailing edge separation’

[37]: Miller et al. (1988), * Use of a
pressure-weighted interpolation method
for the solution of the incompressible
Navier-Stokes equations on a nonstag-
gered grid system’

) + R i(P) =0

Ry (P) = hz—:lly { [I]_" (P) =21 (P) + L .(p)] + [I]_Z,].H(P) 21! () + I]_L.,]._l(P)] }



6 DISCRETIZATION OF THE INCOMPRESSIBLE NAVIER-STOKES EQUATIONS 111

with
_1

L*.(P) =
L,]( ) OCL‘,]‘ h,%

(Pi+1j = 2Py +Pi1)

and the coefficient a; ; is given by'*

Ai,j = (_1) Z Cm,n

(m n)#(i,])

in which ¢, are the coefficients involving the # unknown in the x-
momentum balance equation 6.17. The expressions for the other terms
and directions are analogous. The scheme works well as to the control
of the spurious modes provided the body forces are sufficiently small,
otherwise further modifications are necessary. Details can be found in
[35, 36] and [37].

6.6

The aim in this assignment is to study the classical phenomenon

of vortex shedding that occurs when a flow past a bluff body. To
that end consider the OpenFOAM case VortexShedding/ to simulate
the laminar transient flow around a circular obstacle by solving
the incompressible Navier-Stokes equations. The case is taken from
https://wiki.openfoam.com/, an interesting source for OpenFOAM
cases. The problem geometry and computational grid are shown in
Figure 6.5. It consists of the rectangle [—20, 30] X [-20, 20] and the
obstacle is the circle of radius 1 centered at (0, 0). Recall that 0OpenFOAM
solve problems by the Finite Volume Method on general colocated
grids.

1 ns
H |

1u AWWY
T UL LT

T Ty IasssEEEEEE|
jum SuuuEuuLe 17777

7
7
AN RERRRNY

1. The first task is to identify the problem setting and the different
numerical ingredients involved in the solution of the problem.
To that end explore the content of the different files:

» 0/U
» constant/transportProperties
» constant/turbelenceProperties

14: Notice that ¢ and j in ﬂ-f,j(') does
NOT denote the row and column indices
of matrix L. Recall, always, that for each
pair (¢, j) it corresponds a global index
Jg, SO, I]_f,j(P) must be understood as
the jo—th component of the action of the
Laplacian operator L on the global vector
of unkowns P.

MAGYARORSZAG

1992 ALLAMINY DUDAS L

Theodore von Karman (Hungary(1881)—
Germany(1963)).

Figure 6.5: Mesh, typical velocity and
pressure fields for the flow field around
a circular obstacle at Re= 200 obtained
with OpenFOAM.
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» system/controlDict
» system/fvSchemes
» system/fvSolution

After that you should be able to answer:

What are the boundary conditions?

What are the material parameters?

What is the time marching algorithm?

What are the discretization options to compute the gradi-
ents?

» etc., ...

vyvyYvyy

2. Run the case by setting the Reynolds number to values Re=
20, 40, 80, 160, 320.

3. Visualize the results, namely, pressure, velocity and stream-
lines by using paraFoam. Activate the surfaceLIC plugin in
ParaF0AM to better visualize the flow patterns. Be aware that
this filter can be quite slow on fine grids.

4. For each of the Reynolds number of the previous item, identify
at which time the dettaching of vortices begins to occur.

5. Plot the lift and drag forces as a function of time. These can be
found in the directory sol_postprocessing/.

6.7 The ultimate remedy to cure the spurious
checkboard modes: Staggered grids

A better and more elegant way to avoid the spurious checkboard modes
is to use a staggered grid (see Figure 6.1). In the non-orthogonal and/or
unstructured case, its implementation is difficult. Actually, most of the
software used by the industry, namely, Fluent and OpenFoam, rely on
colocated grids. However, for orthogonal cartesian meshes, it is the
method of choice so, it will be discussed in this section. We restrict again
to the 2D case since there are no new concepts involved in the treatment
of the 3D case.

In the staggered arrange, velocity unknowns are located at cell faces, more
specifically, u-velocities at vertical faces and v-velocities at horizontal
faces, whereas pressure unknowns are located at cell centroids. This in
turn leads to different control volumes on which the x-momentum, y-
momentum and continuity equations are integrated (see Figure 6.7). We
denote the control volumes, respectively by KE’,]., Kf] and Kf i Beginning

with the continuity equation, we integrate over the finite volume Kf jat

which the pressure unknown P; ; is centered, yielding®

'/K V-u"do :A ot Rade x hy (U,;+1,j - UL',]') + hy (Vi,]q.l -

P P
i K

A key point now is to realize that in the staggered arrange of unknowns,

Figure 6.6: Flow field around a circular
obstacle at different time instants for Re=
200 obtained with OpenFOAM.

15: At this stage we continue omiting the
time dependence of variable to keep the
notation simpler.

Vi,j) =0
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O (@) (@)
Vi-1,j+1 Vi j+1
A - A
K% K?.

Uis1, O
Vi-1,j
hy O Uit1,j-1 O
hy

no further interpolation approximation is needed to obtain the face values
Ui+1,j, Ui j, Vi j+1 and V; j. This can be written in terms of operators as

/K Vou"do ~ By hy D (V) = by by DY () + B hy DY (Uy) = 0

P
i,
where

i+1,j = Ui

U ij+1 = Vi
x _ /] 2
D;j(Ux) = By

D' (u,) =~
7 1'/,]‘( y)— hy

This can also be written in matrix form by blocks as

DY 0 U,
2v=[5 o [3]
Again, as with the Laplacian operator I]_f/. introduced above, recall that
(¢, ) does not denote the row and column indices of the matrix D*.

Instead, D} j(U x) must be understood as the global j,—th component of

the action of the divergence operator D* on the global vector of unkowns
U,.

For the x-momentum balance equation we integrate over K j (see Figure
6.8)

. du du dv) ., .
./K" patudv+/aKu [pu(u-n)—Z‘ua—an—[u(£+£)ny+pnx]d€z
i 0

hehy [pdrul,; +hyp [ufr,]. - ufw.] +hep [0)ij — (o)) -

113

Figure 6.7: Staggered arrange of un-

knowns.

Vi-1,j+1

Ky

Pi1,j
Ui, D> O

A
Vi-1,j

Vi j+

Figure 6.8: u-cells for the x-momentum

balance.
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du du du dv du Jdv
—hy |2u=—| -2u—= )—h ly(—+—) —y(—+—) l+
y X
( dx i x i dy  Jx i dy  oJx i
+hy (pi,j = Pisj) (6.18)
Now, in the staggered grid, we will see some of the approximations
become greatly simplified:
2 1 2
c . = 2z (U;i+U; i) o .. - 1 .. .. s ..
Right/Left sides: he ‘11 (Ve +1])2 Top/Bottom sides: [ (o), ~ (Ui j + Ui jar) (Vieajsn + Vi),
wj T~ 1 (Uij+Uiz1)”, ()i, = 3(Uij+Uij-1)(Vie1,j+ Vi)
u Uit1,j — Ui u Ui jr1 — Ui
Em = Mg == = My
Right/Left sides: ox il & Top/Bottom sides: %y it hy
& ‘ u du u Ui,j — Ui, p ' u du u Uij = Ui
=W 1, ,j 7 5. = i,j
dx i ! hx 9y i,jb ! hy
dv Vij+1 — Vi-1,j+1
5= = g
Top/Bottom sides: R )
p : Jdv o Vi Viay
H ox i Hisgo hy
Ri I Pir.j Piis
ght/Left sides:
pilrj Pi_lfj

As we did for the divergence term in the continuity equation, for the
pressure gradient term we can writte

/ [piis]dt ~ s by G, (P)
K

where

GY (P) =

The approximations for the y-component of the momentum balance over
control volume Ki.’]. are left as an exercice. See Figure 6.9.

6.7.1 Laplacian form of the viscous term

Ui+l,j

Pij —Pi-1
hy

Ui i1 Uis1,j-1

Figure 6.9: v-cells for the y-momentum
balance.

In the constant viscosity case we have the following identity

V- [u(Vu+VTu)] = uV - (Vu) + uV - (VTu) = uV?u

N—— —
=0
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The second term is zero because

Ot Ot 16: Notoriously, the simplification also

[V-(VTu)], = J Uj — J Uj — J (V-u)=[V(V-w], =0 holds at the discrete level for the stag-
Poox i ox; ox; \ dx fi ox; ! gered scheme. The verification is left as

an exercice (see Exo. 1 of Assignment 2

since, obviously V - u = 0 in the incompressible case we are dealing  Pelow).
with!®. Hence, the discretization of the viscous term simplifies to (e.g.,

for the x-momentum balance):

—/ {V-[p(Vu+VTu)]}dv =—pu Vu-ndl=—u [a—uﬁx+a—uﬁy}d€:
K K, IK!, Jx 9y

wh (8u du ) wh (8u du )~
—uhy = -= —uh = -= ~
dx i dx i dy o dy i
Uisr,j — Ui Uij = Ui, Uij+1 — U Ui j = Ui N y
_” (hy hx Y hx i hy - hx hy B _u hx hy ([LL’](U) * H_L'](U))
It can be seen that, a salient feature of the staggered discretizations is
that?” 17: The same does not hold for colocated

grids, so we need to add stabilization
terms as we have seen in 6.5.6.

[DX Gx — LX
or with our recurrent abuse of notation
Df,]'(G;j(Ux)) = I]—f,]‘(ux)

and similar for the y-component. The same holds for the Poisson’s
equation for the pressure in the projection scheme, i.e., DG(P) = L(P)
(this is also left for Exo. 2 of the Assignment below).

6.7.2 Treatment of boundary conditions

As usual, boundary conditions are the hardest part to code in a PDE
solver. There are several ways to deal with the boundary conditions. We
can use for instance the so called ghost cells, so, we take a discretization
made of (Ny +2) X (N +2) cells (see 6.10):

> Ue R
> Ve R

» P c Rdm

where
dim, = dim, = dim, = (Ny +2) X (N, +2)

and (Ny, Ny ) are the interior pressure cell-centered cells.

Imposed velocity
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. Pos . Pig . Pas . Pas . Pus
s 5 o E) ] s o El o
Vou Vi Vau Vaa Vis
Pos P13 P23 Pa3 Pi3
5 o 5 © & 5 © 5 C
A A
Vos Vi Vag Vsa Vis
o Poa o P12 o P2 o P32 o Pin
S (@) S O = O = O =i o
Voo Vi Voo Vap Vip
- Py - PLy . Pa1 . P31 _ Pis
s o s B} o s El
A A o 7 A
Vo Vi1 A% Vi Vip
< Poo - Pio o Pao o P3o < Pyo
E o 5 o B [} s ¢} Ei ¢
£ A A ~ A
Voo Vio Vao Vao Vio

Let us suposse we aim to impose both components of velocity on a given
wall. To fix the ideas consider the left vertical wall as in Figure 6.11. In
such case the condition is

u(0, y) = (ue,v¢)

For the normal component to the wall is simple. The x-component of the
momentum balance is simply replaced by

Ul,j = Uy

For the tangent velocity vy, we introduce a ghost unknown Vy ; (to the
left of the interior unknown V; ;) whose value must be such that

Voj+Vi,j—20,=0 (6.19)

from which, by linear interpolation from x = —h,/2 to x = h,/2, we
obtain the correct velocity at x = 0. For the other walls (right, bottom and
top) is similar'®.

Imposed force

Let us consider the left vertical wall again. If we aim to impose the
tangential velocity v; and the normal component of the force F},, we may
consider the finite volume Ki’,]. associated to unknown Uy ; reduced by
half and proceed by substituting the integral over the left side of the
finite volume i; = 1 by the given value, i.e,,

du
hy | = 2u ™ y +p1j| =hy Fy

A "
A

Vo4 Vi

Pos P13

O :S p O ::,3 >
A A

' £

Voza Vi3

Po2 o P12 R
@) EN» O oL
A S

Vo Via

Po,1 - P11 _
@) = B Sl
\ A

'S e

Vo1 Vi1

Figure 6.11: Cells adjacent to the left wall.

18: Recall that in the current context, this
discussion is limited to orthogonal carte-
sian grids. Also, notice that from Equa-
tion 6.19 we have

VO,]' +V1,j

2 U
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which ends up in the right-hand-side of the system. Notice that, if instead,
we impose the normal velocity 1y and the tangential component of the
force, we work with the y-momentum balance in finite volume K;’j

associated to unknown V1 ;°.

Boundary conditions for the pressure equation

When using the projection method of section 6.4 we have to impose
some boundary condition for the pressure equation. In the staggered
discretization we proceed as follows. Let us consider our vertical wall
and a pressure finite volume adjacent to the wall on which the normal
velocity Uy j = uy is given to us. The discrete continuity equation at time
n + 1 thus reads

Unfl _ Unfl anl _ anl Uanl —uy anl _ nfl
2, 1, 1,j+1 1, 2, 1,j+1 1,
] ] ] ] — ] + ] ] =0 (6.20)

Ity Tty Ity Iy

and the velocity corrector step for velocity unknowns U’z;l and VL’?J]Tl

. At
U:.“]Tl = Ujf}fl - —Gj,(P)
I 7 p I

N At
vg;l = vg;l - —Gf].(P)
7 7, P 7z

which substituting into Equation 6.20 and after some manipulations
gives a modified pressure equation for those cells adjacent to the wall in
which the velocity is being imposed

Pn+1

n+1 _ n+l n+1 _ n+1 n+1 N+l _
PLHl—1PITT 0Py P —2PP PO

1,j+1

\"/n+1 _
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19: Recall that, for mixed boundary con-
ditions, for the problem to be well-posed,
we can not imposed both tangential com-
ponents of velocity and force (or both nor-
mal components of velocity and force)
simultaneously, we either impose tangen-
tial velocity and normal force or vicev-
ersa.

20: Notice that if the problem at hand
has pure velocity BCs, the null space of
the pressure matrix will be made of the
constant vector 1 € RY™ _ In such case,
the matrix must be asserted by fixing
the pressure at some point or by letting
the linear solver to handle the indetermi-
nancy.

\yn+1
Vl,j

= +
2 i A\ Iy Tty

which shows that actually the ghost pressure values are totally irrele-
vant®. The discussion about boundary conditions can be more extensive,
specially when dealing with outflow boundaries. More details on bound-
ary conditions for staggered and colocated arranges must be consulted
in any of the references cited above.

6.8

1. Show that for incompressible flows with the staggered scheme,
the identity V-VTu = 0 automatically holds at the discrete level.

2. Program a small python script that builds the D and G matrix
operators of the staggered scheme for a 3 X 3 grid. Visualize the

strucuture of such matrizes as well as of their product DG.

3. Consider an outflow boundary (e.g., the right wall) on which
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we aim to impose the condition

du

— =0

ox
How this condition tranlates into the pressure equation in the
segregated approach?.

Consider the Navier-Stokes problem on the 2D square cavity () =
[0, 1]? with constant and uniform density p and viscosity u:

p(g—?+(u-V)u)—yV2u+Vp =0 inQ

V-u = 0 in Q)

1 u(x,0) = 0 in Q
u(x,t) = (0,00 InT;UTLUT,

u(x,t) = (u,0) inTy

Consider the finite volume formulation of the projection method on a
staggered grid implemented in the script nsfvm. py.

4. Make sure to understand the different sections of the code.
Notice that the implementation is particularly simple because
we are assuming uniform discretization (hy, hy), constant prop-
erties and an explicit formulation for time integration.

5. Complete the missing parts in the code pointed out with the
string #....... #, namely, the implementation of some parts of
the advective and viscous terms in the x and y-momentum equa-
tions, the RHS in the pressure equation and the y-component
of the velocity corrector.

6. Consider discretizations with Ny X N, = 32 X 32, 64 X 64 and
128 x 128, uy = 1, u = 0.001 and p = 1. Measure the computa-
tional times involved in the different steps of the code, namely,
Initial setting and Solver (considering separately, Velocity pre-
dictor, Pressure solver and Velocity corrector). Measure the total
times and the cost per time step.

7. Consider Reynolds numbers equal to Re= 1, 10, 100 and 1000.
Show the velocity fields at different times, including: contours,
profiles, streamlines and vectors. Typical results are shown in
the figure. Figure 6.12: Expected steady state result

in the 2D the cavity flow for Re= 10 (top),
Re= 100 (middle), Re= 1000 (bottom).

8. Program the advection of a passive scalar governed by the
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following conservation law

Y .
= +V.(u) = 0 in Q)
_GxPrlymy? (6.21)
P(x,0) = e 0.12 in Q
Y(x,t) = 0 on dQ

above 1 represents the concentration of a species A being
advected by the fluid velocity field.

» Which is the natural choice of finite volumes to locate the
1 unknowns?

» Experiment with different positions (X, yo) for the initial
Gaussian distribution of 1 on a grid with 128 X 128 and
the different Reynolds numbers of the previous point.

» Compute the quantity

ata®) = [ oyt o

and plot as a function of time considering different time
steps that honour the time step restrictions for the NS
problem.

6.9 Further comments

6.9.1 Other temporal schemes: ABCN

The temporal discretizations discussed so far are first order in At. A
temporal scheme that is very often used to enhance the accuracy of
numerical results is the ABCN method, which consists in using the
Adams-Bashforth (AB) method to deal with the non-linear term and the
midpoint or Crank-Nicolson (CN) for the viscous terms. The scheme
reads:

U}’l+1 —_y"

1
P—At 2

+p gA(U”)—%A(U’“l) _ [W(U”+1)+W(U”)]+G(P"+l) = Ftz

1

[D(U}’l+1) = 0

The proposed scheme is second order accurate in At. It is also simple,
since it avoids any iterative process to handle the nonlinearities and
finally, it avoids the stringent time step restrictions associated to the
diffusive terms.

Now, in order to proceed with the pressure-velocity decoupling, we
introduce an auxiliary field P, such that 2!

GP=GP"! - % [V(u™) — V(0)]

21: This comes from taking the viscous
operator at time level 7+1 in the equation
above and writting

VUt = vt + V(0 - 0)
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followed by the three steps:

» Velocity predictor solver:

0-u" 3 o 1] 1 L en
v EA(U ) EA\(U ) 5 [V(U) + V(Uu")| =F
» Pressure solver: P
DGP=-—-D0O
At
» Velocity corrector:
i —0-2gp
P

6.9.2 Other decoupling strategies

Besides the projection method presented above, there exist other strate-
gies that are used in practice to solve the pressure-velocity coupling. To
conclude this chapter, we briefly comment on one called the SIMPLE
method, applied to the stationary case, although the extension to the
transient case is possible. SIMPLE is an acronysm for Semi-Implicit
Method for Pressure Linked Equation. The method consists in com-
puting pressure and velocity in an interative manner. To that end we
begin with an initial guess for the pressure P and solve for the velocity 0
from
M,..0=M,0-GP

where the operator M,,, contains the diagonal contributions of the
Advection and Viscous operators and M the off-diagonal ones. Now,
we propose a correction (U, P), such that the solution is

u=0+0, P=P+P
and the correction satisfy
M,,.0 =M,U-GP

However, if we ignore the off-diagonal terms, we easily derive a Poisson’s
equation for P by applying the divergence operator and substituing U -0,
ie.,

LP=M,,

mJDU—DU):MQpU

This process is repeated until some convergence criterion is satisfied. The
method, however, can converge slowly. More details about the SIMPLE
method and its variants (SIMPLER, SIMPLEST, SIMPLEC, etc.), the PISO
method, and others, can be consulted in [7, 8] or any classical reference
on the subject. Most of them are available in Fluent, OpenFOAM and other

CFD software.

[7]: Versteeg et al. (2007), An Introduction
to Computational Fluid Dynamics. The finite
volume method.

[8]: Jasak (1996), ‘Error Analysis and Es-
timation for the Finite Volume Method
with Applications to Fluid Flows’



COMPUTATIONAL ASPECTS
OF TURBULENCE MODELING

“Albert Einstein’s son, Hans, was a famous hydraulic engineering professor

who developed important equations for sediment transport in rivers. When

reporters asked Albert what he thought of his son’s career, he replied, "He is
working on a more difficult problem.”

— The Fascinating life and Theory of Albert Einstein, Walter C. Mih.

7.1 Prelude

This aim of this chapter is to present some aspects involved in the
numerical simulation of turbulent incompressible flows. We begin by
describing the concept of turbulent flow in a rather informal way. Second
we introduce the so called Averaged Navier-Stokes equations and the
simplest 2-equation model of turbulence: the k—& model.

7.2 What is turbulence? Qualitative aspects

Majority of flows found in practice and engineering applications are
turbulent. Many of us possibly have an intuitive notion of what a turbulent
flow is, a a qualitative definition being:

Definition 7.2.1 (Deepseek) Turbulence refers to a complex and irregqular
flow regime characterized by chaotic changes in pressure and flow velocity.
Unlike laminar flow, where the fluid moves in smooth, parallel layers with
minimal mixing, turbulent flow involves highly disordered motion, eddies,
and vortices of varying sizes.

Definition 7.2.2 (Chatgpt) Turbulence is a complex, chaotic state of fluid
motion characterized by irregqular, three-dimensional vortices, rapid velocity
fluctuations, and enhanced mixing. It occurs at high Reynolds numbers
when inertial forces dominate over viscous forces, leading to the breakdown of
laminar flow.

Laminar Transition Turbulence

A

Instability

Laminar

\
p
conditions

Dye trace

— —_ @ ,@ @ @ Tuertél:jl;nt
T oY e
c 6 e @ T 0 O ¢ _umm

Wall

Turbulence is a multiscale phenomena and turbulent flows occurs typi-
cally after transitioning from a laminar flow, due to the unstable nature

7.1
7.2

7.3

7.4

7.5

7.6

Prelude ........... 121
What is turbulence?
Qualitative aspects . . . . 121
The Averaged Navier-
Stokes equations (RANS)122
Computational Modeling

of Turbulence . ... ... 127
Assignment 1: Turbulent
flows............. 129
Assignment 2: RANS

equations in openFOAM . 130

Fully-developed

turbulence

1
Transition zone |: [ |

Laminar flow

Example of a plume transitioning
from laminar to turbulent. Taken from
Introduction to Aerospace Flight
Vehicles.

Figure 7.2: Illustration of a laminar to
turbulent transition for the flow over
a plate. Taken from Introduction to
Aerospace Flight Vehicles.


https://eaglepubs.erau.edu/introductiontoaerospaceflightvehicles/chapter/turbulent-flows/
https://eaglepubs.erau.edu/introductiontoaerospaceflightvehicles/chapter/turbulent-flows/
https://eaglepubs.erau.edu/introductiontoaerospaceflightvehicles/chapter/turbulent-flows/
https://eaglepubs.erau.edu/introductiontoaerospaceflightvehicles/chapter/turbulent-flows/
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of such flows at high Re numbers. Some of these processes are illustrated
in Figure 7.2 and Figure 7.1.

Some big names in the history of turbulence modeling are Reynolds, von
Karman, Kolmogorov, Taylor and Prandtl, who surveyed and established
the foundations of modern theories. A thorough study of this topic
involving both theoretical and computational aspects is out of the scope
of this course that would certainly consume more than one entire course.
Here we will limit ourselves to describe some basic aspects.

In turbulent flows:

» Large-scale eddies are the most significant structures and help
transport bulk momentum and energy;

» Intermediate-scale eddies, are essential in transferring energy
from the large-scales eddies to the smallest ones;

» Small-scale eddies (1 mm or less), are responsible for energy
dissipation and kinetic energy conversion into heat.
This is illustrated in Figure 7.9.

An important observation to be made is that turbulence is essentially
a 3D phenomenon:

» Vortex Stretching is a key mechanism that drives turbulence in 3D
flows. This process transfers energy from larger scales to smaller
scales, creating the famous energy cascade.

» Turbulence relies on nonlinear interactions between different scales
of motion in 3D leading to fine-scale chaotic behavior, whereas
in 2D flows, the nonlinear interactions are restricted, so the flow
tends to organize into large-scale coherent structures.

» In 3D, energy is efficiently dissipated at small scales due to viscous
effects. This dissipation is crucial for maintaining the energy cascade
and sustaining turbulence. In 2D flows, energy dissipation is less
effective.

» Mathematically, the Navier-Stokes equations, have different proper-
ties in 2D and 3D. In 3D, the equations allow for the development
of chaotic behavior, which is a key feature of turbulence.

We recommend the reading of Chapter 13 of [1] to gain more insights
into qualitative and quantitative aspects of turblence. For a more detailed
description of the aforementioned concepts excellent references are also
[38, 39]%.

7.3 The Averaged Navier-Stokes equations
(RANS)

Consider the flow in shown in figure 7.8. It shows several instantaneous
velocity fields at different instants of time obtained by a so called Direct
Numerical Simulation (DNS) taken from Johns Hopkins Turbulence
Database, which is nothing but the numerical resolution of the Navier-
Stokes equations, possibly performed with a discretization scheme similar
to those that has been studied in previous chapters, considering a full
resolution mesh and time step needed to capture all of the spatial and

I. G. Taylor (England, 1886-1975).

T. von Kéarmén (Hungary(1881)—
Germany(1963)).

L. Prandtl (Germany 1875-1953).

1: Despite the comments about the 3D
nature of turbulence, the concept of "2D
turbulence" and chaotic behaviors in 2D
flows, have also received a great deal of
attention as can be consulted in [39]. In
any case, take this with some caution.


https://turbulence.idies.jhu.edu/datasets/wallBoundedTurbulence/channelFlow
https://turbulence.idies.jhu.edu/datasets/wallBoundedTurbulence/channelFlow
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temporal scales present in the flow. Althought the flow patterns look

quite complex and chaotic, the key observation to be made here is that:

The flow exhibits random fluctuations around mean values, however,
these mean values are quite deterministic.

In light of such observation, it is reasonable to introduce an additive
decomposition of the flow variables into a mean or average value plus a
fluctuating part:

u(x, ) =a(x, ) +u'(x,£), pxt)=pkxt)+p(xt) (7.1)

where the bar over a variable indicates its mean value, which is obtained
after applying an averaging or mean operator, that will denoted by (-) in
what follows, i.e.2,

(u(x, 1)) =u(x, 1), (p(xt)) =pxt)

Obviously, the decomposition above applies componentwise, i.e.,

ui(xg, t) = i(xg, t) +ulf(xk,t) (7.2)
We need to precise how to compute the mean values. The first situation
to consider is when these mean values do not vary with time, which is
the case if the forcing terms and boundary conditions are also invariant
with time. This situation is illustrated in figure Figure 7.10. In such case
we define the temporal mean as:

fae
a0 = (u(x D) £ lim tl / " ux, £) dt (7.3)
avg— Lo Jo

The other situation that arise is when the average values do change with
time, as illustrated in Figure 7.11. In this case, a definition that makes
more sense is the ensemble average, that would correspond to the mean

Figure 7.8: Several snapshots of a turbu-
lent flow from a DNS computation.

Typical spectra in log-log scale of
the turbulent kinetic energy E as

a function of x = where

Deddy,
D.yqy stands for the diameter of ed-
dies. Taken from Introduction to
Aerospace Flight Vehicles.

2: Hereafter, we assume isothermal flow
conditions, otherwise a similar decom-
position should be made for the tempera-
ture field T and the energy conservation
law must be solved together This would
be relevant in thermally buoyant flows.

Turbulent, steady flow
u()
Time, t

Figure 7.10: Stationary turbulent flow.


https://eaglepubs.erau.edu/introductiontoaerospaceflightvehicles/chapter/turbulent-flows/
https://eaglepubs.erau.edu/introductiontoaerospaceflightvehicles/chapter/turbulent-flows/
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over a series of experiments or realizations of the flow:

exp

Z u™(x,t) (7.4)

exp n=

a(x, t) = (u(x, t)) =

In both cases, the "mean operator” is linear and the following properties
are relevant:

Definition 7.3.1 For any scalar, vector or tensor quantity a(x, t) = a(x, t) +
a’(x, t), the following properties hold:

(@y=a (7.5)
(a+by=a+b (7.6)
(aa)=ad (7.7)
(a'y =0 (7.8)

ds ds  ds 7.9

<'/9)ads>:'/%<a)ds:/%ﬁds (7.10)

where s denotes any independent variable (x or t).

<@>_ Ha) _da

The proof of these properties is left as an exercise.

The starting point for the RANS equations are the conservation of mass
and linear momentum equations:

Mass conservation

/u-ﬁdszo = V-u=0 (7.11)
2Q

Momentum conservation

/p—dv+/ p-ﬁds:/fdv = pg—ltl+V-p=f (7.12)
o}

where the momentum flux is defined by
P=-0+pudu)
and the stress tensor, for the Newtonian case is

=—pIl+u(Vu+VuT) = —pI+2uD(u)

Turbulent, unsteady flow

u(t)

Time, t

Figure 7.11: Non-stationary turbulent
flow.
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Now, we substitute the decompositions (7.1). For the continuity we have:

/ (@+u)- fids =0
0Q

and apply the mean operator

(7.13)

125

</HQ(‘_‘+“')'M5>=/ag<ﬁ+u’>'ﬁds=/aQ<ﬁ>-ﬁds=/aQa.ﬁds=o

(7.14)
i.e., the mean component of the velocity field satisfies the continuity
equation. Similarly, for the momentum equation

<‘/Qp@dv+/mp~ﬁds>:<‘/Q(f+f’)dv>
/Qp(?(u;u

(7.15)

dv+/ (p+p)l-nyds —/aQZyD((ﬁ+u’>)‘ﬁds+

+ ‘/Qp((ﬁ+u/)®(ﬁ+u')> -nds

All terms are dealt easily applying the previous properties of the mean
operator. The only term that deserves some attention is
(a+u)®{+u)) = (u@u+ul®u +u' @u+u' ®u’) =u ® u+{(u' ®u’)

since the mean of the two cross terms in the middle are zero.

/ —dv+/ pl]-ﬁds—/ 2uD(a) - nds +
2Q
/fdv
Q

+/(pﬁ®ﬁ+p<u’®u’))‘ﬁds =
Q
(7.17)

This is essentially the original momentum equation for u, except that we
have an additional term involving the fluctuations. By defining the so
called Reynolds stresses®

TRe(u,) — _p <u/ ® u/>

we finally end up with

/p—dv—/ G(Vﬁ,ﬁ)-ﬁds+/ p(ﬁ®ﬁ)-ﬁds—/ ™) -nds= =
Fle) Ele)

In summary, the final set of equations to be solved are:

/ (F+¢) do
Q
/ fdv (7.16)
Q

3: The Reynolds stresses are defined by
a tensor which in Cartesian coordinates
reads:

7”2 I 1,
Ry PP
e p—
(W) =—p |uju;  uj 7474

ulu! 2

371

for which a closure model is needed.
This will be introduced later on when
discussing the turbulence models.

/fdv
0

(7.18)
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Reynolds Average NS equations

Find u and p such that

/ﬁ-ﬁds =0
9Q
Ju

p—dv—/ o(Va,p)-nds +
o ot 9Q

+/ p(ﬁ®ﬁ)-ﬁds—/ W) -nds = /fdv
o0 o0 Q

or in differential (non-conservative) form:

Vi = 0
(ZHVSﬁ) + VB -V )

0
% _v.
P Dt

l
-

As usual, these equations must be supplemented with appropriate initial
and boundary conditions, to be discussed later on.

Why not to solve the full NS equations? Kolmogorov’s
scales

In 1941, Kolmogorov postulated that the smallest scales of turbulence are
universal, which means they are similar (or invariant) for every turbulent
flow. He hypothesized that these scales depend only on the kinematic
viscosity v = p/p and ¢, the average rate of dissipation of turbulence
kinetic energy per unit mass, which is

, , , 1 aul’ (91/1],
E:2V<D(U)ID(U)>, Dij(u):E E—’_g
j i

and quantifies how fast turbulent kinetic energy
1 ’.,7 1 ’
k=5 Gy = (1)

is dissipated into heat by viscosity. Concretely, the Kolmogorov’s scales
are:

3\ 1/4
» Kolmogorov’s lenght scale: =~ (?) ~ LRe™3/M

12 L
» Kolmogorov’s time scale: T ~ (%) ~ URefl/ 2

where L and U are typical length and velocity scales of mean flow*. 4: Ttis to be noticed that we have use the
symbol ~ to denote that these estimates

are based on dimensional arguments.
As a consequence, if we aim to execute a Direct Numerical simulation

(DNS) of the Navier-Stokes equations, i.e., having full spatial and
temporal resolution, we need a prohibitively refined mesh and time
step. Just to give an example, for the flow of water on a pipe of radius
L = 0.1m at Re number in the order of 10* (U ~ 1m/s), a situation
easily encountered in real life, the smallest eddies to be resolved are
in the order 0.1mm, leading to a time step of 0.001s and a 3D mesh
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with approximately 10'2 cells®.

7.4 Computational Modeling of Turbulence

7.4.1 Turbulence models

Boussinesq postulated that the Reynolds stresses should be expressed
as:

™) « —%p kl+2u,D(u) (7.19)

where i is called the turbulent viscosity®. Therefore, the momentum

equation becomes’:

Du - - - :
PDr V- 2u+wm@)D@] + Vp = f
Prandtl was the first to propose a concrete model for the turbulent

viscosity®
Ui = p > 2D(@) : D(@)

where the so called mixing length ¢ is given by, if we denote by y the
distance to the wall :

» von Karman model:
y)=xy,

where « is almost a universal constant, for which several theories
have been proposed [turb2].

» Empirical expression - Nikuradse’s law: (see Spalding, 1972)

@ —0.14—0.08 (%)2 —0.06 (%)4

L = R for a pipe.

» Two-equation models - One example: the k—¢ model
The applicability of the previous models is quite limited to specific
situations. In general, 1; must be obtained by solving some addi-
tional problem. One of the most popular models is the k—¢. In this
model it is postulated that

_ Pk

=

where ¢, = 0.09. Since we do not aim to track the actual fluctuations
of the velocity field in the RANS equations, the idea is to model
two fundamental average fields that depend on them, namely, the
turbulent kinetic energy per unit mass contained in the fluctuations
k and the turbulent dissipation per unit mass ¢, i.e., the rate at
which the energy stored in the fluctuations is dissipated. Therefore,
we must solve two additional equations to model the behavior of
such quantities. These are convection-diffusion-reaction equations
that are coupled together and read’

5: Clearly, the situation is much worst
at higher Reynolds numbers and larger
scale flows, as in rivers or atmospheric
flows.

J. Boussinesq (France 1842-1929).

6: This modeling assumption agrees
well with experiments, particularly if
there are no large wakes and if the bound-
ary layer is attached to the walls.

7: The bulk term in (7.19) is in general
absorbed into the pressure term for con-
venience, which leads to a modified pres-
sure p*. However, we will omit the * in
the sequel to simplify the notation.

8: The model was inspired by the con-
cept of molecular diffusion.

9: Notice that the model is highly nonlin-
ear, however, in many cases the equations
are solved in a segregated form.
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are standard values adjusted by experiments.

There are also other models, such as Spalart-Allmaras, k-w, Alge-
braic models, etc., that can be found in the literature.

7.4.2 Boundary conditions - Wall laws

The imposition of boundary conditions in the RANS models for wall-
bounded shear flows deserves some attention. The typical situation we
find is illustrated in 7.13. In this picture we clearly notice for the turbulent
case, there are two important regions, namely, one in the close vicinity
of the wall, exhibiting large gradients in t and other, far from the wall,
where the average velocity profile is essentially uniform°.

Laminar flow

Turbulent flow

Vavg

E—

r . Laminar r
velocity

. > profile
: u(n

Vimax

Wwall u Wall

One problematic points is the enforcement of the appropriate boundary
condition at solid walls when solving the RANS equation for the average
velocity. The natural choice would be

=0 x € dQg

This choice does not agree well with experiments. The core ideia to assert
this problem is to impose a boundary condition at a fictitious wall (which
most of the times is so close to the physical wall, that it is taken to be
the same for simplicity), but considering that this wall is located in the
turbulent dominated region, where the averaged equations are expected
to be valid. We will see that it is more reasonable to impose a drag law as
boundary condition. To that end we need some additional work. First, it
is found that many turbulent flows exhibit the following velocity profile
that is commonly written in terms of the non-dimensional variables u™*
and y*,

ut = = %m(E vy, ¥y = YNTwiP .zw/P € [20,100]

10: In the close vicinity of the wall, vis-
cous effects are comparable or even more
important than inertial ones. Eventually,
there also exists the so called buffer layer
above the viscous one, in which inertial
and viscous effects balance eachother.

30|~ viscous sublayer [buter layer

.
we i
‘
//k integral scales
= - / -
-7 '
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Figure 7.14: Law of the wall (Taken from
Introductory Lecture Notes on Turbu-
lence, Physics, Mathematics and Model-
ing by J. M. McDonough.
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where x and E are to be determined by experiments'’. If we evaluate
this wall law at y* = 30 (within the inertial sublayer) we can obtain a
boundary for the gradient of i by isolating 7. Generalizing this we can
write

~2(u+ D@ - i = £ [P

1
where VC = ™ In(30 E). As for the normal component of the velocity, we

logically consider:
a-n=0

At inflows the situation is simpler, we usually impose:
ﬁ = ﬁinlet

however the values of k and ¢ must also be given.

7.4.3 Final comments - LES models

Large eddy simulation (LES) is an intermediate option between DNS
and RANS modeling. The main idea in the LES approach is to introduce
a spatial filter (such as box, Gaussian, spectral cut-off, etc.) to separate
the resolved scales (large and intermediate eddies) from the unresolved
scales (the smalles eddies). For the latter, a so called subgrid scale (SGS)
model must be adopted. Although, the LES approach is cheaper than
DN, it can still be quite computationally expensive when compared to
RANS. In LES the filtered variable is obtained by convolution, i.e.,

F {u(x,t)} =u(x,t) = A G(x—x',A)u(xX,t)dv

and similarly for the pressure, where G is the filter function and A the
typical size of the filter. Notice that, although the filter operation comutes
with time derivatives, the same does not hold for spatial derivatives
in general, so this will lead to additional errors. The filtered equations
read

V-u = 0
N — 1_-
+V~(u®u)—vV2u+EVp

Ju

ot

Il
-~

The whole point is how to deal with the term u® u, for which we
introduce the unresolved turbulent stresses and use again the Boussinesq
Hypothesis

T=u®u-u®u=-2v,D®Q)

where v; is the subgrid scale viscosity, for which a model is needed to
close the problem. The final momentum equation becomes

u - ~ 1__
3—?+V-(u®u)—vv2u+EVp+V-T = f

7.5 Assignment 1: Turbulent flows

11: Typical values are x = 0.4 and E = 9.
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This assignment is related to analyzing the turbulent flow on a periodic
channel from the Johns Hopkins Turbulence Database. There are
several benchmarks that can be retrieved from the database, most of
them obtained via DNS computations of the Navier-Stokes equations,
in general using spectral methods, since for one or two of the spatial
dimensions, periodicity can be assumed.

The activity is based on DEMO_JHTDB_incomp. ipynb and the following
points should be addressed:

1. Study the description of the problem given in the website and
make sure to understand the different conditions under which
the DNS simulation was conducted

2. Make a little research about spectral methods that were used to
compute such DNS solutions.

3. Choose some arbitrary points in the domain and show the
evolution of relevant quantities of the flow as a functions of
time (velocity, pressure, kinetic energy, etc.)

4. Chose some arbitrary instants and plot the velocity profile in the
streamwise direction, i.e., the u; as a function of x; € [-1,1].

5. For the previous point, now retrieve the solution at several times
and compute and plot the average velocity profile. Show the
results as a function of the size of the sample.

6. Show contours of velocity on 2D planes and also 3D views of
the flow.

7.6

(This assignment is optional for undergrad students)

In this assignment the RANS equations with the k-& model will be
solved using the openFOAM software in simpleFOAM. The objective of
this assignment is to run the example available in the website and
conduct numerical experiments to characterize the numerical solution
for the flow on a long pipe. Explore the different options available
and elaborate a short report.
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https://turbulence.idies.jhu.edu/datasets/wallBoundedTurbulence/channelFlow
https://www.openfoam.com/documentation/guides/latest/doc/guide-turbulence-ras-k-epsilon.html
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