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Error Estimation in Computational Homogenization of Transient Heat Flow
Master’s thesis in Applied Mechanics
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ABSTRACT

In his thesis, a multi-scale analysis of the transient heat flow problem is considered. By using
First-order Computational Homogenization, applied on a Representative Volume Element, the micro-
scale problem is successfully solved with Numerical Model Reduction. The computational cost of
solving the micro-scale problem is reduced by reducing the number of linearly independent modes.
The spatial part of the modes is estimated with Spectral Decomposition, which implies that the mode
activity coefficients can be estimated by solving uncoupled ordinary differential equations.

An error analysis is performed in order to estimate the error that is introduced by reducing the
number of modes. Error estimates are implemented that are based on either using all modes or only
the reduced modes. The error is estimated with the energy norm as well as other quantities of interest
such as the average temperature, the average heat flux in one direction and the final temperature. For
the different quantities of interest, the error estimates are produced with the Galerkin orthogonality,
together with either Cauchy—Schwarz inequality or the Parallelogram law. With these error estimates,
the micro-scale problem can be solved as fast as possible by using the minimal number of modes that
are needed to be within a given error tolerance.

The reduced model and the pertinent error estimates are verified for several test cases, where
different materials and load cases are considered. These cases confirm (i) the gain in computational
cost using the model reduction strategy and (ii) the robustness of the proposed error estimates.

Keywords: computational homogenization, transient heat flow, numerical model reduction, error
analysis
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NOMENCLATURE

Domain for the macro-scale problem

Boundary of the domain for the macro-scale problem

Domain for the micro-scale problem

Boundary of the domain for the micro-scale problem

Dirichlet part of the boundary

Neumann part of the boundary

Arbitrary potential

Directional derivative of an arbitrary potential

Temperature

Macro-scale temperature

Gradient of the macro-scale temperature

Approximation of the macro-scale temperature within a Representative Volume Element
Micro-scale temperature minus the estimated macro-scale temperature
Test function

Spatial coordinate

Center spatial location of a Representative Volume Element

Time

Arbitrary vector space

Space of all real numbers

Space of all complex numbers

Space of all continuous functions

Space of all polynomials

Sobolev space

Sobolev space that is zero on the boundary of its domain

Sobolev space on the micro-scale

Sobolev space on the micro-scale that is zero on the boundary of its domain
Up for the reduced solution.

UY, for the reduced solution.

Space-time Sobolev space on the micro-scale

Space-time Sobolev space on the micro-scale that is zero on the boundary of the spatial domain

Un for the reduced solution.

L{% for the reduced solution.
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Space of square-integrable functions
Spatial differential operator
Derivative with respect to time

Heat source

Heat flux field

Stored volume-specific internal energy
Conductivity

Density

Heat capacity at constant pressure
Thermal heat constant

Normal

Neumann boundary value

Dirichlet boundary value

Initial condition

Figenvalue

Eigenvector

Mode activity coefficient

Stiffness matrix

Mass matrix

Base functions

Nodal values of u

Nodal values of du

Error between true and reduced solution
Symmetric representation of the true error
Quality of interest

Error for a quality of interest
Solution to the dual problem
Solution to the reduced dual problem
Error of the dual problem

Symmetric dual error

Non-zero constant

Symbol meaning in or contained

Symbol meaning for all
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1 Introduction

This chapter gives a background and a problem description to the thesis, followed by the purpose and
limitations. Thereafter the method is presented and finally the outline of the thesis is declared.

1.1 Background

During the last decades, the interest regarding mechanics of material on different length-scales
has grown a lot [1]. The methods that are used to describe materials on different length-scales,
called multi-scale methods, can work as a bridge between different scales and hence also be a bridge
between mechanics of materials and material science [2]. Relationships derived with the multi-scale
methods aims to predict properties on a seemingly smooth macro-scale by analyzing a heterogeneous
micro-structure that might be multi-phased and/or anisotropic. The most well known method for
finding such relationships is called Computational Homogenization and is nowadays well established,
see [1-14].

Computational Homogenization analysis is typically produced on a so called Representative Volume
Element (RVE). An RVE is a volume element that is large enough to be statistically representative,
but still smaller than the smallest dimensions of the macro-scale [15]. This means that a seemingly
homogeneous material on the macro-scale can be described by a heterogeneous RVE. The essence
of the Computational Homogenization method is basically to solve a Boundary Value Problem
(BVP) on an RVE. By solving the BVP local properties of the material at the macro-scale can be
drawn. It exists other methods that can be used instead of the Computational Homogenization,
e.g. the Taylor-Bishop-Hill estimates, asymptotic procedures and generalizations of self-consistent
schemes [1,16]. These methods are less established than the ordinary Computation Homogenization
method, and therefore outside of the scope of this thesis.

1.2 Problem description

For simple problems, homogenization of the micro-structure can be used to obtain a closed-form
constitutive relation of the macro-scale continuum [17]. However, for more complex problems a closed-
form constitutive relation is not available and a FE solution is needed on both scales. In particular, for
non-linear and/or transient problems each macro-scale quadrature point contains a unique FE-problem
on the subscale [13]. This approach, known as FE?, is tremendously computationally heavy for a
fine macro-scale mesh. In order to reduce the computational cost of the problem, a reduced basis for
the RVE-problem is usually introduced, called Numerical Model Reduction (NMR) [13,18-22]. The
disadvantage with NMR is that it introduces an error. In this thesis, the theory of NMR is used and
extended by producing an a posteriori error estimate to the results.

1.3 Purpose

The purpose of this thesis is to reduce the computational cost of the RVE-problem by using Numerical
Model Reduction and to apply a posteriori error estimation to the results.

1.4 Limitations

The study is mainly restricted as follows:

e Only the transient heat flow problem is considered. Moreover it is assumed that there is no
heat source inside the Representative Volume Element.



e Linear heat flow is assumed. Other heat flow equations are not considered. This implies further
that the Proper Orthogonal Decomposition method is not needed and the simpler Spectral
Decomposition method can be used instead.

e More sophisticated Representative Volume Elements, such as the Statistical Volume Element
and the Uncorrelated Volume Element, are not considered.

e The theory for the problem is derived in three spatial dimensions, but the numerical example is
only implemented in one spatial dimension.

e The numerical example is implemented in MATLAB. Other programming languages are not
considered in this thesis.

e Only First-order Computational Homogenization is applied. Higher-order Computational
Homogenization, as well as other homogenization methods, are outside of the scope of this
thesis.

e The boundary conditions on the RVE are restricted to the Dirichlet boundary condition.

1.5 Method

To tackle the problem description, analysis of similar previous studies needs to be done [23]. Therefore,
the project work started with a literature study. In order to understand the most fundamental ideas
behind multi-scale modeling, the Representative Volume Element and Computational Homogenization
concepts were studied. Other considered theories were Spectral Decomposition, Proper Orthogonal
Decomposition, Numerical Model Reduction, Functional analysis and the transient heat flow equation.

To process the knowledge from the literature study, the homogenization section (Chapter 2) was
written simultaneously. Even more knowledge regarding the study was gained from weekly lectures
given by the supervisors. From these lectures, the specific multi-scale problem for this thesis was
introduced together with the concept of Numerical Model Reduction.

When the literature study was considered finished, a numerical implementation of the theory that
was covered so far, started along with writing other parts of the thesis. Different loading scenarios
were implemented to illustrate the results. When the micro-scale problem could be solved for an
arbitrary number of modes, the theory behind error analysis was studied. Finally, with the theory for
the error analysis in mind, proper error estimates of the result for different number of modes were
incorporated in the numerical example.

1.6 Thesis outline

The thesis is divided into 7 different chapters. Chapter 2 presents the multi-scale problem and Chapter
3 shows how the micro-scale problem can be solved and how its computational cost can be reduced
with Numerical Model Reduction. Chapter 4 presents the error analysis that is used to estimate the
errors that are introduced by Numerical Model Reduction. The theory is verified in the numerical
results, presented in Chapter 5. Finally, the summary and conclusions of the thesis can be found in
Chapter 6 along with suggestions to further work in Chapter 7.



2 Homogenization of the transient heat flow problem

This chapter presents multi-scale modeling theory for the transient heat flow problem. The most basic
theories that are needed to introduce the multi-scale problem are the concepts of a Representative
Volume Element (RVE) and Computational Homogenization, which are given in Sections 2.1 and
2.2. The Hill-Mandel Macrohomogeneity condition, which is assumed to be valid in this thesis, is
presented in Section 2.3. Section 2.4 presents the strong and weak form of the considered transient
heat flow problem. With the concepts of an RVE and Computational Homogenization in mind, the
macro- and micro-scale problem are defined in Section 2.5 and 2.6.

2.1 Representative volume element

In order to calculate micro-scale properties that are locally valid on the macro-scale, some kind of
domain where the analysis can be done is needed [24]. The purpose of a Representative Volume
Element (RVE), also called a representative elementary volume or unit cell, is to serve as such a
domain. The RVE shall be representative independent of where it is spatially located and must
hence catch all micro-scale properties such as grains, inclusions, voids, fibers, etc. [25]. All these
heterogeneities introduce a lower limit of the length-scale of the RVE in order to make it statistically
representative. But the RVE cannot be arbitrary large since it also shall serve as a volume element of
continuum mechanics. The size of the RVE also affects the accuracy of the smoothness assumption in
the Computation Homogenization procedure, see Section 2.2. For simplicity, the RVE is typically
modeled as two different phases and the domain is a straight line in one dimension and a square in
two dimensions, see Figure 2.1.

Throughout this thesis the properties of the traditional RVE is assumed to be valid. However,
there are more general volume elements such are the Statistical Volume Element (SVE) and the
Uncorrelated Volume Element (UVE). For the interested reader a short presentations of the SVE and
UVE can be seen in Sections 2.1.1 and 2.1.2.

- ®
Q :Q y ..QD ®

(a) The one-dimensional model. (b) The two-dimensional model.

I'n

Figure 2.1: The figure shows how an RVE typically is modeled in one and two dimensions. The
domain is denoted Q0 and the boundary I'n. The RVE is assumed to consist of two different phases,
which is indicated by the white and black areas.

2.1.1 Statistical Volume Element

The criterion that the length-scale of the RVE needs to satisfy are not always possible to meet [9]. If
there, for example, exists locally homogeneous or quasi-stationary random fields within the body, the
traditional RVE concepts cannot be applied. A proposed way to solve this has been to make a large
amount of scans of the micro-structure and from each scan compute an “RVE” that is valid in the
exact position [26]. Even thought this method has qualified accuracy, it requires large amounts of
both experimental data and pre-processing computations. In order to get a more computationally
efficient approach, the concept of a Statistical Volume Element (SVE), also known as a stochastic
volume element, is introduced. The purpose of the SVE is to capture randomness by producing
simulation on a domain which is smaller than the traditional RVE, but still larger than the length-scale



of the micro-structure [27]. The simulations are performed by initially collecting micro-structural
information at different macroscopic domains and from this predict spatial correlations between
different random fields. Thanks to this procedure, the SVE can produce a more accurate prediction
of material properties, which has been of great important in material science [28].

2.1.2 TUncorrelated Volume Element

Even thought the SVE can predict more accurate material properties compared to the RVE, it does
not take the covariance between different micro-structures into account. Therefore, the Uncorrelated
Volume Element (UVE) is introduced whose purpose is to produce its analysis on such a length-scale
where the it can be assumed to be independent of its adjacent micro-structures [29]. The reason that
the independence of adjacent micro-structure is an important assumption, is that the mathematical
model becomes simpler. In some applications correlated volume elements introduces mesh dependency
in the results and by using UVE, this dependency can be reduced.

2.2 Computational Homogenization

Computational Homogenization is a well established method used to combine features on different
lengthscales of a material [1-14]. It is one of many multi-scale methods, which can be thought of as
a bridge between mechanics of materials and material science [2]. The method is based on solving
a Boundary Value Problem (BVP) on a Representative Volume Element (RVE) from which local
properties of the material at the macro-scale can be drawn.

Let @ denote the spatial coordinate, let & denote the center point of a given RVE and let ¢ denote
time. The solution, u, to the BVP inside of the RVE can then be decomposed as

u(Z, x,t) = u (&, x,t) + v (T, , 1), (2.1)

where u is a smooth approximation of the macro-scale solution and u* is a fluctuating term. If u is

assumed to vary linearly, quadratic or cubic depends on what order of Computational Homogenization
that is applied. For the First-order Computational Homogenization, u™ is assumed to be linear while
uM varies quadratically for the Second-order Computational Homogenization, see Sections 2.2.1 and
2.2.2.

From the decomposition of u into «™ and u*, the macro- and micro-scale can be combined in the
following way. Kinematical quantities from the macro-scale are used to define u™ on the micro-scale.
In the context of the transient heat equation, the needed quantities are typically the true macro-scale
solution and its field gradient in the center point of the RVE. These quantities, that describes u™, can
then be used to define the BVP on the RVE. For simplicity, it is throughout this thesis assumed that
the heat source is equal to zero and hence the macroscopic quantities serve as boundary condition to
the BVP. Therefore, the BVP is well-defined and can be solved with, for example, finite elements.
The solution to the BVP can then be used to draw conclusion regarding the macro-scale point in
which the RVE lies by using standard mathematical averaging procedures.

Several properties in this thesis have both a macro-representation and a corresponding micro-
representation. The relation between those are obtained from traditional volume averaging and
denoted as follows. Let & be the macroscopic representation of ©. The relation between those, for a
given RVE, can then be defined as

1
&= (o)g 1= —— odQ, (2.2)
Q0] Jog
and in particular
1
U= —— udQQ. 2.3
01 Jo, 23

4



The order of Computational Homogenization affects how well the approximated solution u™

reflects the true macro-scale solution @. The difference ©™ — @ is generally non-zero inside of each
RVE, which can be seen as a model error introduced by the Computational Homogenization method.
Another property that affects how well u™ reflects @ is the size of the RVE. The model error that
is introduced from the regularity condition of u™ increases with the deviation from the center of
the RVE. A larger RVE, introduces a larger distance from its center to the edge and therefore the
regularity assumption becomes more severe.

2.2.1 First-order Computational Homogenization

The most common homogenization method was introduced for almost 30 years ago and is called
First-order Computational Homogenization [2]. The key assumption is that the macro-scale field, in
this thesis typically the temperature field, varies linear within a given RVE [15], see Figure 2.2. This
means that © can be written as a first-order Taylor expansion of @, i.e.

Mg x,t) = a(Z,t)+ g(@,t) (x—T), (2.4)

where g = V@ is the macroscopic field gradient.

2.2.2 Higher-order Computational Homogenization

For materials with high gradients on the macro-scale, First-order Computational Homogenization is
no longer appropriate [19,30]. Since the macroscopic fields can vary rapidly, the linear assumption on
u™ might introduce severe model errors. A way to solve this is to add additional terms from the
Taylor expansion of @ when u™ is defined. For the Second-order Computational Homogenization, u™

is defined as
uM (%, x,t) = U(E,t) + g(&,t) - (& — T) + (& — T) - VG(&,t) - (x — ). (2.5)

Even though the result for Higher-order Computational Homogenization is more accurate, it is also
more complicated to implement. This thesis is restricted to First-order Computational Homogenization.

u
A
/ u(z, x,t)
u(z,t) «/\
/;\/ —uM (7,2, 1)
g
z—1n/2 z z+1n/2

Figure 2.2: The figure shows a visual interpretation of First-order Computational Homogenization in
one dimension when it is assumed that u* = 0 on the boundary (Dirichlet b.c).



2.3 Hill-Mandel Macrohomogeneity condition

In order to derive the relations between the macro- and micro-scale, it is throughout this thesis
assumed that the so-called Hill-Mandel Macrohomogeneity condition is fulfilled. The condition can
be stated as follows and is illustrated in Figure 2.3. Consider an arbitrary potential II(u) that shall
be minimized with respect to an arbitrary field variable u. By setting the directional derivative
equals zero and restrict the test variable, du, to be determined by the macro-scale, the expression
I’ (w{u™}, 6u™) = 0 is obtained!. This expression can be reached in two different ways, see Figure
2.3. The Hill-Mandel Macrohomogeneity condition says that the expression II'(u{u™},su™) =0
should be the same, independent if it is reached thought arrow (1) and (2) or (3) and (4).

(A) minTI(u) o (B) min M(u{u™})

u u{uM}

(3) (2)

4
(C) I'(u, 0u) = O#(D) I (u{u™}, suM) = 0
Figure 2.3: The figure shows a schematic illustration of different ways of getting from statement (A)
to statement (D). Path (A)-(B)-(D) denotes that the restriction of the test variable su™ is applied
prior to the directorial derivative concepts, while path (A)-(B)-(D) denotes the other way around.

Note that IT'(u{uM}, su™) is the directional derivative of an arbitrary energy measure. The
most common example when the Hill-Mandel Macrohomogeneity condition is applied, is when linear
elasticity is considered. For this special case of the Hill-Mandel Macrohomogeneity condition, it can
be shown that fulfilling the condition is equivalent with the condition that the virtual work on the
macro-scale must be equal to the virtual work on the micro-scale [31].

2.4 Transient heat flow

In Section 2.4.1 the considered strong form is introduced and in Section 2.4.2 the corresponding
variational form is derived. Simplifications, regarding the transient heat flow problem, that are
assumed in this thesis is presented in Section 2.4.3.

2.4.1 Introducing the strong form

Let © be a spatial domain in which the transient heat flow equation is considered. For times between
0 and T, the strong form of the transient heat equation is given by [15]

4P +q-V=f inQx (0,7 (2.6)

where ® = ®(u) is the stored volume-specific internal energy, g is the heat flux field, V is the spatial
gradient with respect to coordinate  in €2 and f is the volume-specific heat source within 2. The
boundary of €2, denoted I', can be divided into one part where the temperature is prescribed and
one part where the heat flux through the boundary is described. The part of the boundary with
prescribed temperature, known as a Dirichlet boundary, is denoted I'p and similarly the part of the
boundary with prescribed heat flux, known as a Neumann boundary, is denoted I'y. This implies

!The curly brackets indicate implicit functional dependence.



that the boundary can be decomposed as I' = I'p + I'y. The boundary condition of the transient
heat flow problem, together with an initial condition on ®, can then be written as

g-n=h only x(0,7T],
u=g onT'p x (0,7, (2.7)
®=9, nQf_,

where n is the normal to I'yy and h, g and ® are given constants.

2.4.2 Derivation of the variational form

Let U and U° be two Sobolev spaces satisfying?

U:{u: /Q(|u|2+|Vu|2) dQ},

(2.8)
U0 = {u : / (Jul* + |Vul?) dQ, u=0 on FD}.
Q

Consider the strong form given in Equation (2.6) and let © € U. A step towards the equivalent
variational form is obtained by multiplying the strong form with a test function, du € U, and
integrate over the domain as

/d,@éudQ—i—/q-V(SudQ:/f(SudQ. (2.9)
Q Q Q

Integration by parts implies that
(ouq) -V = (Véu)-q+ (q- V)ou. (2.10)

Using this relation on the second term in Equation (2.9) gives that

/ d¢ ®ou d + / (buq) -V — (Vou) - qd2 = / foudQ, (2.11)
Q Q Q

which is equivalent to

/thq)éud(l—/Q(Véu)-qu:/QféudQ—/Q(éuq)~VdQ. (2.12)

By using Gauss divergence theorem, the last term in Equation (2.12) can be written as

/ (duq) - VdQ = / duq - ndl. (2.13)
Q r
That the test function du lies in U° simplifies the expression ever further as

/ dug -ndl' = dug - ndl' =: duhdl, (2.14)
r I'n I'n

where h is a constant. The weak form can now be written as: Find v € U such that

/d&dudﬂ—/(V&u)-qu:/chudQ— Suhdl' Véu € TP, (2.15)
Q Q 0 Tn

2For information about Sobolev spaces, see Appendix A.



2.4.3 Simplification from the general transient heat flow

From the general weak form, given in Equation (2.15), some simplifications are applied. First of all it
is assumed that there is no heat source within €2, i.e. f = 0. Moreover it is also assumed that the
stored internal energy ®(u) varies linear with u, i.e. ®(u) = cu where ¢ is a constant. Physically,
¢ = pcp, where p is the density and ¢, is the heat capacity at constant pressure. Finally, also Fourier’s
law is assumed to be valid for the heat flux field, i.e. g(u, Vu) = —K - Vu, where K is the thermal
conductivity. From these simplification, the weak form can be simplified into: Find u € U such that

/ cidu dQ + / (Vou) - K - (Vu)dQ = — [ duhdl' Véu € U°, (2.16)
Q Q I'n

where d;u = u. By introducing

m(u, 6u) = [, cududs,
a(u, ou) = [(Vu) - K - (Véu)dQ, (2.17)
[(ou) = _fl“ duhdl’,

the weak form can be written as: Find v € U such that

m (1, ou) + a(u, du) = [(du), Véu € U, (2.18)
with the initial condition <I>
0
u‘t:O = ? (219)

2.5 Macro-scale problem

From the Computational Homogenization method it is shown that u™ consists of a truncated Taylor
expansion of @, see Section 2.2. Let A : R — R be an operator satisfying

uM(Z,2,t) = (Aa)(Z, z,t) = U(Z,t) + gz, t) - (T — T). (2.20)

The smoothness of u implies it lies in U and that it is possible to define a corresponding test function
Aéu € UY. The regularity of u™, together with the Hill-Mandel Macrohomogeneity condition, imply
that Equation (2.16) can be rewritten as: Find @ € U such that

1 1
/ [7 cuddudQ+ —— | (VAsG) K- (Vu) dQ} dQ=— [ Asahdl Voue U°, (2.21)
|QD| QD |QD| QD 'y
Let
{mg(u ,v) = |Q o fQ cuv dQ Vu,v € U, (2.22)
ag(u,v) = IQD\ fQD [Vu] - K - [Vv]dQ Vu,v e U. '
The integrand of the first term can then be written as
1 B _ _ 1 1 _ _
mo(u, Adu) = cu[du +6g - (x— )] dQ = — cudQou + —— cu(x —x)dQ - 6g
190] QD Q0] Jag Q0] Jag
(2.23)
and introducing
ﬁ Jo, cudQ6u = (cu)nou =: dou (2.24)
IQD\ Jog culx — ) dQ - 6g = (cu(z — Z))o - 6g = &g



gives

mo(u, Adi) = $ou + B6g. (2.25)
In the same manner, the integrand of the second term can be written as
1 1
ag(u, Adu) = — [Vu] K- [VA&@] dQdQ = ——— q-0gdQ
Q0] Jog Q0] Jag
1 (2.26)
=——— [ qdQ-65=—(q)o-65 = —q-3g.
Q0] Jog

By assuming that the linear part of the Taylor expansion can be neglected on the boundary the
Neumann boundary term can be written as

— Aduhdl = — ouhdl. (2.27)
FN FN
The variational form can now be simplified to: Find @ € U such that
/ [«i)éﬂ -y 6G—q- 5@} dQ=— | duahdl Véue U°. (2.28)
Q 'y

Note that the fact that Adu € U° implies that du, 6g € U° since Adu =u+g - (x — T).

Remark: By using Gauss divergence theorem and integration by parts, the variational form can be
rewritten as: Find u € U such that

/[é—v-$+v-q}5udgzo vou € U°. (2.29)
Q

This shall be true for an arbitrary test function that lies in U° on an arbitrary domain . This implies
that . .
¢-V-24+V.qg=0, (2.30)

which is the corresponding strong form of Equation (2.28).

2.6 Micro-scale problem (RVE-problem)

From Section 2.2 it is shown how the solution to the BVP inside each RVE can be decomposed as
w(Z, z,t) = u™ (&, x,t) + v (Z, z,t). (2.31)

By assuming that u*(Z,x,t) = 0 on the boundary of the RVE, the temperature is equal to the
macro-scale temperature on the boundary. Since also First-order Computational Homogenization is
assumed, see Section 2.2.1, the equation

uM (%, x,t) = U(F,t) + g(a,t) - (x — F) (2.32)

must hold. The purpose of the micro-scale problem is to, for given @ and g, determine the three
quantities g, ® and @ defined in Section 2.5, see Figure 2.4.

Consider the two Sobolev spaces that define the test and solution space of the macro-problem
given in Equation (2.8). In order to define the variational form of the micro-scale problem, the
corresponding two spaces on the micro-scale need to be defined. Both the test and solution space
must still be suitable Sobolev spaces in order for Lax-Milgrams theorem to hold3. Also the criteria

3For details about why Lax-Milgrams theorem needs to be fulfilled, see Appendix A.



Micro-scale

problem q, ¢, @

Figure 2.4: The figure shows a schematic flow of what variables that are needed and calculated in the
micro-scale problem.

that the test function must be zero on the boundary must hold. The new condition, compared to the
spaces on the macro-scale is that the boundary on the solution space must fulfill conditions given

by the macro-scale solution. The solution and test space for the micro-scale problem, can then be
defined as

Up = {u : / (Jul* +|Vu|?) dQ, u=u™ on I‘D},
« (2.33)

U = {u : / (Jul* +|Vul|*) dQ, u=0 on FD}.
Q

By using the variational form given in Equation (2.16), with the test function du € U2, the equation

1 1
— | SucudQ — — [ (Vou)-qdQ=— [ Suhdl, VéueUY (2.34)
’QD‘ Q0 |QD‘ Q0 I'n
is obtained. For simplicity, h is assumed to be zero and therefore
1 1
— [ SucudQ— — [ (Vou)-qdQ =0, VoueUY. (2.35)
Q0| Jog Q0| Jog
The definitions of mg and ag, given in Equation (2.22), imply that the equation can be written as
mo(a, 0u) + ag(u, du) =0, Véu € UY. (2.36)

By using the expression of v in Equation (2.31), the weak form of the micro-problem can be written
as: Find u* € U such that

mo(aH, du) + ap(u”, ou) = —mp (e, du) — ag(u, u)
= —mg(u, du) —mg(g - (x — &), 0u) — ag(@, du) — an(g - (x — ), du)
d
= —mg(1, du)u + (Z —mp(e; - (x — &), 6u)e;) - g
i=1
d

+ (Z —ag(e; - (x — T),0u)e;) - g, Vou e UR.
i=1

(2.37)
Recall that the goal is to calculate g, ® and ti>, which are given by
—_ 1
d = IQilm\fQ cu(x — x) dQ
From the weak form u* is calculated and q, ® and & can then be found from
qd=oan(u,1) = ag(u™,1) + ag(u”, 1) = q @ + q5 - g + an(u”, 1), (2.39)
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®(u) = mo(cu, 1) = mo(cu™ 1) + mo(cut, 1) = ®ua + @5 - § + mo(cu’, 1), (2.40)

and

(2.41)

d
+ ng(u“, ei-(x—%))e;=Pzu+ P55+ ng(u”7e,- (x—x))e;,
i=1 i=1

where @7 is a given constant, q;, ®5 and ®5 are given vectors and gz respective ®5 are given

matrices. Note that if u# is calculated, g, ® and & can then be determined from Equations (2.39)-
(2.41). Therefore, focus is this thesis is centered around calculating u*.

Remark: From the definition of the operation A in Section 2.5, Equation (2.31) can be written as
u(Z,x,t) = (Au) (2, z,t) + u'(ZT, x,t). (2.42)

For the First-order Computational Homogenization, the conditions

{ ny Jo, wd92
= _ 1 1
g = meD VUdQ— mfFD nudl’

must hold. Note that Gauss divergence theorem is applied to the second equation. Let A*: R — R
be an operator such that

N
Il

(2.43)

i = A*u. (2.44)
In order to fulfill Equation (2.43) the condition

a{u} = Au = A (M + ut) = AuM + At = A Aa + A ut =4 (2.45)

must hold. Thus A*Au + A*u* = @ and the conditions

(2.46)

AA=1
Aut =0

must hold thoughtout the derivations.
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3 Numerical Model Reduction of the micro-scale prob-
lem

In this chapter, Numerical Model Reduction (NMR) is used to solve the micro-scale problem. Section
3.1 presents fundamental properties and assumptions in the NMR method. Section 3.2 shows how the
micro-scale problem can be solved by letting the solution consist of a sum of modes in space and time.
Finally, Section 3.3 shows how a reduced solution of the micro-scale problem can be calculated with
NMR.

3.1 Numerical Model Reduction

In order to solve a FE2-problem, it would be highly appreciated if the computational cost could be
reduced. A starting point in order to solve this computational issue was introduced by Dvorak and
Benveniste in 1992 [32]. In their work they introduced the so-called Transformation Field Analysis
(TFA), where they showed that it is possible to reduce the number of macroscopic internal variables if
it is assumed that the microscopic field of internal variables are piecewise uniform. The problem with
TFA is that it cannot capture the material behavior of the plastic strain field without introducing
a prohibitively high number of internal variables. In order to solve this issue, the Non-uniform
Transformation Field Analysis (NTFA) was developed [33-35]. The key idea behind NTFA is that so-
called inelastic modes €,(x) are introduced, which are spatially heterogeneous and time independent.
By also introducing time dependent internal variables, called mode activity coefficients and denoted
&a(t), it is assumed that the plastic strain €”(x,t) can be written as

N
ep(m7 t) = Z Ea(w)ga(t)v (31)
a=1

where N is the number of inelastic modes. The method was further improved by Fritzen and Leuschner
who extended the method such that more complex material models could be used [36]. Nowadays the
method is well established, see [13,18,20,22].

In this thesis, when the transient heat flow problem is considered, the corresponding decomposition

is given by
N

u“(mvt) = Zua(w)fa(t)v (32)

a=1
where u* is the fluctuating term on the micro-scale, see Section 2.2. The modes u, need to be
estimated in order to calculate £,. This can be done with Spectral Decomposition or Proper
Orthogonal Decomposition, which is presented in Sections 3.1.1 and 3.1.2.
The concept of Numerical Model Reduction (NMR) uses the same approach as NTFA, but are
reducing the computational cost by not using all modes. This implies that the decomposition of the
temperature can be written as

Nr
W(,t) = 3 ua(@)ealt) (3.3)
a=1
where 1 < Ng < N.

3.1.1 Spectral Decomposition

The key idea that is used in the Spectral Decomposition is that a diagonalizable matrix can be
represented with its eigenvalues and eigenvectors [37]. Let A be a square matrix. An eigenvector, wu,

12



to A is a non-zero vector that satisfies the classical eigenvalue equation given by [38]
Au = \u, (3.4)

where A is an eigenvalue to A. The eigenvalue decomposition theorem claims that if A is a diagonal-
izable matrix, then A can be written as [39]

A=UAU, (3.5)

where U is a square matrix with the i:th column containing the ¢:th eigenvector and A is a diagonal
matrix such that Ay = A;.
The classical eigenvalue problem can however be extended to the generalized eigenvalue problem
given by
AU = BAU, (3.6)

where A and B are two symmetric square matrices. The advantage with the generalized eigenvalue
problem is that it works even if B is singular. In the special case when B is non-singular, the equation
can be rewritten as

B™l'AU = AU, (3.7)

which corresponds to the ordinary eigenvalue problem.
Since both A and B are symmetric matrices they can be diagonalized and the identities

UTAU = A (3.8a)
U'BU =1 (3.8b)

must hold, where I is the identity matrix. That the identities must hold can be motivated as follows.
Multiply Equation (3.8b) with A gives AUT BU = A. Using this identity into Equation (3.8a) gives

UTAU = AUTBU. (3.9)
Multiply both sides with (UT)~! from the right gives

AU = ABU. (3.10)

Equation (3.10) is equivalent to Equation (3.6), which is the generalized eigenvalue equation which
needs to be fulfilled. Thus Equation (3.10) needs to be fulfilled and therefore the identities in Equation
(3.8a) and (3.8b) must be fulfilled as well.

3.1.2 Proper Orthogonal Decomposition

In almost every field in modern science, simulations are performed that might be computationally
heavy [40]. The purpose of Proper Orthogonal Decomposition (POD) is to reduce the computationally
cost while still keep the essence of the simulation. It was originally introduced in 1901 by Karl Pearson
in the famous article “On lines and planes of closest fit to systems of points in space” [41]. During
the past century, the method has been evolved and in different research fields the method is slightly
different due to the data it is applied to. For example, when the method is applied to large finite
data sets it is known as Principal Component Analysis (PCA) [42], when working with distributed
parameter system it is known as Karhunen-Loéve Decomposition (KLD) [40] and when it is applied
to non-squared matrices it is known as Singular Value Decomposition (SVD) [43].

13



3.2 Solving the micro-scale problem

As a starting point for the Numerical Model Reduction (NMR) of the transient heat flow problem,
recall the weak form of the micro-scale problem given by Equation (2.37) which says that: Find
ut € Ug such that

d
mp(u*, du) + ag(ut, du) = —mp(1, du)u + (Z —mp(e; - (x — &), 5u)e,~) g
J = (3.11)
+(D_—anlei (x — &), 0u)e;) - g, Vou e UL,
=1

The idea is to use the concepts behind NTFA, see Section 3.1, to assume that u*(x,t) can be written

as N
=3 u@)t) (3.12)
a=1

for some number N. The corresponding test function can be written as

N N N
Su(z,t) = 5( 3 ua(az)éa(t)) =3 S(ua(@)u(t)) = 3 &ult)bua(z) + Zua )3Ea(t).  (3.13)
a=1 a=1 a=1

Since ugy(x) is not time dependent, du,(x) = 0 and therefore

Z Ua ()0 (t) (3.14)

In order to find &(t), uq() needs to be estimated. This can be done with either Spectral
Decomposition, see Section 3.1.1, or Proper Orthogonal Decomposition (POD), see Section 3.1.2. The
main advantages with POD, compared to Spectral Decomposition, is that it can capture non-linear
effects. Spectral Decomposition, on the other hand, works well for linear problems and all matrices are
diagonalized automatically. Since only the linear transient heat flow problem is considered, Spectral
Decomposition is applied. The spatial modes, u,(x), can then be estimated as the eigenvectors to the
generalized eigenvalue problem

AaMmo(Uq, 0u) + ag(ug, du) =0, VYou € Ug, a=1,2,...,N. (3.15)

Equation (3.15) is given on its continuous form. In order to solve the micro-scale problem, the
corresponding FE-discrete form is used. Therefore, N is replaced with a finite number Np. In standard
finite element fashion, the spaces Ugj; C Ug and U% n C UOD are introduced. This implies that the
space discrete version of u and du can be written as 7

Ugn 2 up = Zi\’:hl Ua,h(fﬂ)éa(f) 3.16)
UL, D Sup = Yo tap ()58 (t),
where

{Um,h S g (@) = %) Ni(@) (u,) (3.17)

UL, 3 Sugp(x) = S0 Ni()(32,)k,

where N}, are the basis functions and u, respective du, are the nodal vectors. u,} can be estimated
with the corresponding discrete generalized eigenvalue problem, which is given by

Su, [AQMJFK]% 0, a=1,2,...,Ny, Vou, € R, (3.18)
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where M is the mass matrix and K is the stiffness matrix. Since this must hold for an arbitrary
du, € RV the equation is simplified as

[AGMJFK]%:O, a=1,2,..., Ny (3.19)

In the upcoming theory it is the discrete solution in space that is considered!. By using the
decomposition of u, Equation (3.11) can be written as

N N N N N
mpy ( RIS uaéga) +apg ( RIS uaééa) = —mp (1, > ua5§a>ﬂ
b=1 a=1 b=1 a=1 a=1

d N d N (3.20)
+(D) - —molei (- %)) uddla)e:) g+ (D —an(ei (x—2),> uaééa) e;)
i=1 a=1 i=1 a=1
The linearity of mg and ag imply that
N ~ ~ ~ ~ N ~
> mo <Ub£b, uaééa) +ag (ubﬁb, ua5£a) => —mp (1, ua5£a)ﬁ
a,b=1 a=1 (321)
d 3 . d -
+( Z —mg(ei . (:13 — i), uaéfa)ei) -g+ (Z —ag(ei . (m — :f)),ua(%a) ei) - g.
i=1 i=1
Since m and ap only uses spatial integration, Equation (3.21) is simplified to
N
> [mD(Ubaua)gb + ap(up, a) &J 255}1{ mo (1, ug)u
a,b=1
. . (3.22)
—i—(Z—mD(ei (T — &), uq)e;) Z an(e — ), Ua)ez) 'Q]-
i=1 i=1
The equation must hold for all 5§:a € L2, which gives that?
N < ~ . d .
> mo(ua, up)é + an(ta, un)sp = —mo(1,ua)i+ (Y —mo(e; - (¢ — &), ua)e;) - g
=1 , = (3.23)
+ (Z—ag(ei (x— a_c),ua)ei) -g, a=1,2,...N.
i=1

The orthogonal properties of the generalized eigenvalue problem implies that it is possible to choose
the amplitudes of u, and wu; such that

1 ifa=0b
0 ifa#b

A ifa=5b
and  ag(ug,up) = { na (3.24)

ml:l(uavub) = { 0 ifa 75 b

This orthogonality implies that all coupling terms in the differential equations are equal to zero. This
results in N independent ordinary differential equations given by

€ + Mo = — ma(Lug)i — me — &), uq)e;) - g
(3.25)

— (Zag(ei-(w—a_:),ua)ei) -g, a=1,2,...N.
i=1

In this thesis, only the discrete solution is used from now on and therefore the index h is dropped.
2For information of how the IL? space is defined, see Appendix A.
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By setting

d d
fa(t) = —mg(1, ug)u + (Z; —mp(e; - (& — &), uq)e;) - g+ (Z; —ap(e; - (x — ), ua> ei) g, (3.26)
- - a=1,2,...N,
the equation can be written in a compact form as
ot Ao = fult), a=1,2,...N, (3.27)

which, in this thesis, is solved numerically with the Backward Euler method for each a = 1,2,... N.

3.3 Implementing the reduced basis for the micro-problem

From Section 3.2 it is showed that u* is assumed to be given by
N ~
ul(,t) =Y ua(@)Ealt), (3.28)
a=1

where ga(t) is calculated from N uncoupled ordinary differential equations given by

€0t Moba = fult), a=1,2,...N. (3.29)

In Section 3.2 it is further derived how u,(x) can be estimated by using the generalized eigenvalue-
problem. Hence all ingredients for calculating u,(x) and {N’a(t) are obtained and thus u#(x,t) can be
determined. As described in Section 1.1, the FE-problem is RVE dependent and has to be solved for
each macro-scale quadrature point. Having a fine macro-scale mesh hence induces an unacceptable
computational cost. A way to solve this computational issue is to reduce the computational cost
of the micro-scale problem by reducing the basis of the solution space. This is done by using the
generalized eigenvectors u,(x) corresponding to eigenvalues that is small enough.

Let N be the number of generalized eigenvectors that is used to span the reduced basis. The
reduced solution of the micro-scale problem is then given by

Ngr
ul;{(azv t) = Z ua(m)ga(t)’ (330)
a=1

The total temperature for the reduced problem is obtain by adding the estimated macro-temperature
from the First-order Computational Homogenization, given in Equation (2.20), as

Ngr
up(@,t) = a(t) + g(x,t) - (@ — ) + Y ua(x)(t). (3.31)
a=1

However, there exists a disadvantage with calculating u r(x,t) in this way. Consider the ordinary
differential equation from which &,(t) is calculated from

. ~ . d .
ga + )\aga = - mD(lvua)a - (Zmlj(ei . (:B - j)aua)ei) . Q
. =1 (3.32)

— (Zag(ei . (m—:ﬁ),ua)ei) -g, a=1,2,...Ng.
i=1
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The last term in the right hand side is non-zero even for constant g and, therefore, contributes to
the stationary solution. This implies that in order to express the stationary solution, all modes are
needed. Calculating the stationary solution to the problem is assumed to be a low computational cost
compared to the computational cost of calcul?t)ing the full base solution. Note that it is verified that
(2

star Satisfy the equation

this assumption is valid in Section 5.6. Let u

an(ul), 6u) =0, Véu e Y, (3.33)

By using ug?at on the macro-level, ur(x,t) can be written in an equivalent way as

d Ngr
up(a,t) = a(t) + Y ulpe: - Git) + > ua(@)&a(t), (3.34)
i=1 a=1

where &,(t) is the solution to the ordinary differential equation

d
€+ Mo = —mp(1, ug)ti — (ng(uglt, ug)e;) g, a=1,2,...Ng. (3.35)

=1

By expressing ug(x,t) as in Equation (3.34), the stationary part of the solution is recovered by
the first two terms and the transient part of the solution is covered by the sum. This implies that,
independently of how many modes that are used, the stationary solution of u(x,t) is always captured.
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4 Error analysis

In this chapter it is shown how the error, introduced by Numerical Model Reduction (NMR), can be
estimated. Note that there are three different error sources:

1. Error introduced by space discretization.
2. Error introduced by time discretization.
3. Error introduced by NMR.

In this study it is only the error introduced by NMR that is analyzed. Therefore, the solution that is
calculated with all modes is assumed to be the true solution. The error estimates that are performed
can be divided into two different categories:

e Error estimates performed using all modes.
e Error estimates performed using only the reduced modes.

In order to estimate errors that span over both space and time, the space-time formulating of
the problem is introduced, see Section 4.1. In Section 4.2 fundamental error estimate properties are
defined along with several theorems that can be used for error estimates. Section 4.3 defines what
quantities of interest that are considered in this thesis. In Section 4.4 it is derived how the theorems
from Section 4.2 can be applied when all modes are used. Finally, Section 4.5 shows how similar error
estimates can be performed when only the reduced modes are used.

4.1 Space-time formulation

In order to formulate the space-time variational form of the problem, recall Equation (2.36) which
says that
mo(a, ou) + ag(u, du) =0, Véu € UY. (4.1)

The goal with the space-time variational form is to define a variational form where the test function
is integrated over both the spatial- and time domain. Let Ug and U% be the same Sobolev spaces as

defined in Equation (2.33) and let Up be a the Sobolev space defined as*

T = {u: / (juf? + [VuP?) e} (4.2)
Q
The solution and test space can then be defined as

Un = {u(:c,t) L u(-t) € Un(t), u(z,-) € IDD([O,T])},
Ut = {u@,t): ul1) € VL), u(=,") € Un((0.7) |

where Up (t) and UY(¢) are the ordinary spaces Up and UY, at the time ¢. The space-time variational
form can then be formulated as follows. Find u(z,t) € Un such that

T T
/ mo (4, ou) + ag(u, du) dt + mo(u, 6u)‘t:0 = / 0dt + mg(uo, 5u)|t:0, Vou € U, (4.4)
0 0

'For more information about Sobolev spaces, see Appendix A.
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where ug is the initial condition of the temperature. Define the two operators A : Ug x IU% — R
and L : U% — R such that

T
An(u, du) := /0 [mu(ft, du) + ag(u, 5“)] dt + mp(u, 5“)‘,5:0 (45)

T
Lo(ou) := / 0dt —I—mm(uo,(Su)‘t:O = mg(uo,éu){tzo.
0

From the definition of An and Lp it can be seen that Ap is a bilinear form and Lp is a linear
functional. By using the two operators, the variational form can be written as: Find u(x,t) € Ug
such that

Aq(u, 6u) = Lo(6u), Vou e UY. (4.6)
Remark: By introducing the decomposition of u as
' N
w=uM =) + ) ul(@)e - gt) + > ua()éa(t), (4.7)
i=1 a=1

the variational form can, in the same approach as for the ordinary variational form in Equations
(3.20)-(3.23), be written as

/ (g, up) €y + a0 (wa, wp)Ep dt + mo (g, up)&y(0 / mo(ug, 1
(4.8)

+(ng(ua,ug?at)ei) -gdt + mp(ug,us), a=1,2,...N.
i=1

Let &40 :== mp(uo, ug). By using the orthogonal properties of ug, all couplings terms are equal to zero
and NN independent equations are obtained as

T T d )
/ (éa(t)+)\a£a(t))dt+§a(0):—/ (g, it + (S mo(ua, ulhes) Gt +€ag, a=1,2,...N.
0 0

i=1
(4.9)
The corresponding ordinary differential equations are given by
a4 Maba = —m(ug, Vi — (XL, mo(ua, ul))e) -G, a=1,2,... N,
(4.10)
fa(O) = ga,Oy

which, as expected, are the same differential equations as for the ordinary weak formulation, see
Equation (3.35).

4.2 Fundamental theory and theorems used in error analysis
Section 4.2.1 presents theory for the exact error representation, and Section 4.2.2 defines the so-called
symmetric error representation. How goal-oriented error analysis can be performed in order to estimate

the error, in a given quantity of interest, is shown in Section 4.2.3. Finally, Section 4.2.4 presents how
sharper error estimates can be obtained when the Galerkin orthogonality is used.
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4.2.1 Exact error representation

Let U} C Un and L{é2 e UY be two Sobolev spaces defined as

Ul = {u eEUn :u(-t) = Span{ua}ivi}

(4.11)
US’O = {u cu:u(-t) = Span{ua}ivjl}.
In the same way as in Equation (3.34), define ug € UZ as the reduced solution given by
d Ng
ur(@,t) = a(t) + Y ulpeei Gi(t) + > ua(@)Ea(t). (4.12)
=1 a=1
The error e(z,t) € UY can then be defined as
e(z,t) = u(x,t) —ur(x,t). (4.13)
From the definition of u(x,t) and ug(x,t), the error is given by
N
e(@t)= Y ua(m)éa(t). (4.14)
(l:NR+1
Note that, in order to calculate this error, all modes from Ni + 1 to IV are needed.
With the space-time formulation in mind, the residual for a given up is defined as
Ro(6u) := Lo(du) — An(ug, du), Vou € US. (4.15)
The error needs to satisfy the error equation given by
An(e, 6u) = Ro(du), Véu € UL (4.16)
This follows from the bilinearity of Ag since
An(e,du) = An(u, du) — Ag(ug, ou) = L(du) — An(ug, du) = Ro(du). (4.17)
Note that if du € Z/{g’o C U®, then Ry(du) = 0, and thus
An(e,du) =0, Vou e U’ (4.18)

which is known as the Galerkin orthogonality. By assuming that Ag(v,v) is coercive for all v € L{g it
is possible to define a norm on Z/{g given by

loll := v/A5(v, v). (4.19)

This norm is in this thesis referred to as the energy norm.

4.2.2 Symmetrized error representation

In order to estimate the error, Cauchy-Schwarz inequality or the Parallelogram law can be used.
In order to apply these theorems, the operator needs to be symmetric. Unfortunately, Ag is not
symmetric but the fact that Ag is bilinear implies that a symmetric counterpart to Ag can be defined
as

1
A (u,v) = 3 [Ao(u,v) + Ap(v,u)]. Vu,v e us. (4.20)
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The corresponding symmetric error, e® € Z/{%, can be calculated from the corresponding symmetric
error equation given by

Ag(ef,6u) = Ro(6u), Vou € US. (4.21)

Let v be an arbitrary variable in 2. The equality A%(v,v) = Ag(v,v) must hold since
1
A (v,v) = 5(145(1), v) + Ap(v,v)) = Ap(v,v). (4.22)

This implies that the energy norm can be defined in an equivalent way as

lv]| ==/ AR (v,v). (4.23)

Theorem 1. If €® is calculated from Equation (4.21), then
lefl < [le”]]. (4.24)

Proof. In the case when |le|| = 0, the theorem is fulfilled since ||e®|| > 0. Now prove the theorem
when ||e]| > 0. The definition of the energy norm gives that |e||? = A% (e, e). The identity Af (v,v) =
An(v,v), for all v € U8, implies that energy norm of e can be written as

lel|? = A& (e,e) = An(e,e) = Ro(e) = An(e®,e), (4.25)

where the two last steps follows from Equations (4.16) and (4.21). Cauchy-Schwarz inequality can
now by applied to the symmetric operator A% as

lel* = A& (e*,e) < fle”l[le]]- (4.26)

Since |le|| > 0, it is possible to divide with ||e|| on both sides which implies that
lell < fle”]I- (4.27)
0

4.2.3 Goal-oriented error estimation

For a given problem there is often a given property that is of interest. Properties that are of interest
might be the average displacement along a boundary, average stress or average temperature in a body.
In order to estimate such properties the concept of goal-oriented error analysis is introduced. The key
idea is to introduce a so-called quantity of interest, (), which is a linear functional from which a new
error estimate can be defined as

E = Qo(e). (4.28)
Changing how Qo(e) is defined implies that different quantities of interest can be obtained. In order
to estimate E, the dual problem is needed which is defined as: Find u* € Lﬁ% such that

An(bu,u*) = Qu(du), Vou € UL, (4.29)
From the definition of the dual problem it follows that £ can be written as
E = Qo(e) = An(e, u*) = Ro(u"). (4.30)

In order to estimate E from the dual solution, the symmetric representation of u*, denoted u**® € Zxﬁ%,
is needed. This quantity can be calculated from the weak form: Find u** € Ug such that

AL (Su, u™®) = Qo(du), Vou € UL. (4.31)

The error, E, can be estimated by the following theorem:
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Theorem 2. If e’ is calculated from Equation (4.21) and uw** from Equation (4.31), then the identity

[E] < fle”|[[[u™* (4.32)
must hold.
Proof. From Equations (4.28) and (4.31) it follows that
|E| = [Qole)] = [Af (e, w™*)]. (4.33)
Cauchy-Schwarz theorem together with Theorem 1 concludes the proof since
[E] = A% (e, u™)[ < [lefl[lu™*]| < [le*[[[lu™]]. (4.34)
O

4.2.4 Sharper error estimates using the Galerkin orthogonality

The estimation of the error that is used in Theorem 2 never utilizes the Galerkin orthogonality
property given in Equation (4.18). By introducing the approximate dual problem given by: Find
u, € UE such that

An(6u, ul) = Qo(du), Vou € U, (4.35)

the residual for the dual problem can be stated as
RY(6u) == Qo(du) — Ag(du,ul), Vou € U, (4.36)
The corresponding error equation is given by: Find u* — uj =: e* € U2 such that
Ap(bu,e*) = R5(0u), Yoéu € US. (4.37)

Finally, the symmetric error equation of the dual problem can be written as: Find e** € U2 such
that
AL (bu, e®%) = RE(6u), You € US. (4.38)

From these identities, the error can be estimated with the following theorems.

Theorem 3 (Cauchy-Schwarz bounds of the output). If e is solved from (4.21) and e** is solved
from (4.38), then
[E] < [le*[lle™*]]. (4.39)

Proof. By using the properties of the Galerkin orthogonality and the goal-oriented error estimate in
Equation (4.30), the error can be written as

E = Ro(u*) = Ro(u*) — Ro(uf) = Ro(u* — ugk) = Ro(e”). (4.40)
The symmetric error equation implies that
E = Ro(e*) = A (e, e"). (4.41)
Cauchy-Schwarz theorem implies that
|E| = |Ax(e®, e)] < lle?|llle”]l. (4.42)
From Theorem 1 the relation ||e*|| < ||e*#|| follows which gives

[EL < lle[Hle” ]l < fle* e (4.43)
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Theorem 4 (Parallelogram law bounds of the output). If e® is solved from (4.21), e** is solved from
(4.38) and k # 0 is an arbitrary constant, then

1 1
E < —|re® + —e**|?
4 K

1 2

X (4.44)
E > ——||ke® — —e**
4 K

Proof. Consider the inequality
1 s 1 *,S 2 1 s 1 *,5 (|2 248 (,8 S (%8 2 2
0< ||§(/~€e + —e™°) — kel]* = ZHI% + —e™%||* — k*AG (%, e) F AZ(e™%, e) + K°|le||”. (4.45)
K K
From the error equation for the symmetric and non-symmetric problem it follows that
A% (e, e) = Ro(e) = An(e,e) = AS(e,e) = |le]|%. (4.46)

Hence the inequality can be simplified into

1 1 1 1
0< ZH/{eS + —e*’s||2 — /{2He|\2 FAL(e™%e) + /{2||e|]2 = ZH”ES + —e®?| 2z Ay(e™®e) (4.47)
K K

The error equation from the dual symmetric problem and the definition of the dual residual gives
A (e*®,e) = Afi(e, %) = R(e) = Qu(e) — Ao(e, uf). (4.48)

But from the Galerkin orthogonality it follows that

Ap(e,uy) = Ro(uy) =0 (4.49)
since uy, € L{é% ’0, and therefore
AR (e*®,e) = Qule) = E. (4.50)
Thus ] 1
0 < 7|lwe” + -2 F E, (4.51)
K

which is equivalent to

1 1
B < llke” + —em|?
” (4.52)

1 1
E>—* s _ T %S 2‘
> 4H/<;e e

O]

When Theorem 4 is applied it is beneficial to set s to the value that gives the error estimate that
is as close as possible to the true error. This error estimate is obtained if
_ e

K= (4.53)

les]l

see Theorem 5.

Theorem 5 (Optimal choice of k). Assume that ||e®| is positive. Then the error estimate with
Theorem 4 s as close as possible to the true error if

e
e

*,s’

(4.54)
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Proof. The optimal value of k is obtained if the norm from Theorem 4 is minimized, i.e.
min lre* £ ~e*[2 = min (&2]e"| £ 248(c", %) + 5 | ). (4.55)
k40 4 K k20 4 K2

Differentiate with respect to x and set the derivative equal to zero in order to find a stationary point.

21 211,512 s s *,S 1 *,S(12)
S (=2lle? £ 248 (e, )+ e ) =0, (4:56)
gives that
2
2k||e5]|? — gHe*’SHZ =0. (4.57)
By solving the equation it can be found that
o _ le”
G (4.58)

and since all norms are non-negative it can be concluded that

e
= . (4.59)
el
This value of k is a minimum since the second derivative is positive,
9% 1 1, oo 1 3le®||*
Ok 9.2 4”’%6 + *SH e Hﬁ*jun - 7“ SH + 4” *SH Hﬁ*jH” = 5”68“ + W > 0. (460)
O
4.3 Considered quantities of interest
In order to keep a wide range of different quantities of interest, @o(u) is defined as
Qo / mo(X,u) + ag(Y,u)dt + mg(Z,u |t _ (4.61)

where X, Y and Z are arbitrary functions. The true error for the quantity of interest is given by

E=Qole / mo(X, e) + ag(Y,e) dt + mo(Z,e)|,_, (4.62)

By choosing X, Y and Z to be specific functions, different quantities of interest are obtained.

Example 1 (Average temperature). If the quantity of interest should be the average temperature
inside the domain, the quantity of interest must look like

1 T
Qo(u) = T!le/o /Qmudﬂdt. (4.63)

Lemma 1 (Average temperature). The expression of Qo(u) in Equation (4.63) is obtained if

X==E
Y =0 (4.64)
Z=0.
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Proof. The versatile quantity of interest is given by

T
Qo) = /0 mo (X, w) + an(Y, u) dt + mo(Z,w)| . (4.65)

In order to have the average temperature as quantity of interest, the identity

: /T/ /T
— udQdt = mg(X,u) + ag(Y,u)dt + mg(Z,u)|,_ 4.66
oo )y [ mo(X.) + 4o (Vo) dt + mo( )], (1.66)

must hold. In the left hand side there is no derivatives of the temperature and hence Y = 0. Also,
there is no explicit boundary term, which implies that Z = 0. The definition of mg gives that

1 T 1 T
—_ udQdt = / / cuX d2 dt. 4.67
s ), /ﬂ 00l Jo Joo (4.67)

This must hold for an arbitrary domain and final time 7" and thus

1 1
u = Ccu
Q0 Q0|

X. (4.68)

Solving X from the equation gives that

X =—. 4.
T (4.69)
O

Example 2 (Average heat flux in one direction). If the quantity of interest should be the average
heat flux in a specific direction, the quantity of interest must look like

1 T
Qg(u)—TQD’/O /Q e qdQdt, (4.70)

where g is the heat flux and e is the unit vector in the desired direction.

Lemma 2 (Average heat flux in one direction). The expression of Qo(u) in Equation (4.70) is
obtained if

N <
o

0,
(“g?at —x-e)/T, (4.71)
0.

Proof. The versatile quantity of interest is given by

T
Qo (u) = / (X, w) + an(Y, u) dt + mo(Z,w)|,_,. (4.72)
0
which implies that
1 T . T
/ / e-qdQdt = / mo(X, u) + ag(Y, u) dt + mg(Z, u)‘th. (4.73)
T‘QD’ 0 JOg 0 B

Only the gradient of the temperature over the domain is needed and therefore X = Z = 0, which

implies that
P 1 T T
e-qudt:/ ag(Y, u) dt. 4.74
oy , ot (474
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The definition of ag, together with the definition of the heat flux, q := —K - Vu, implies that the left
hand side can be rewritten as

1 /T/ I
— e-qudt:—/ ag(u, x - e) dt. 4.75
719 Jo Jo, 7 Jy e 47)

The symmetry and linearity of ag implies that Equation (4.74) can be simplified into

/OTaD(u,Y—i—zL'-e/T)dt—O. (4.76)
This must hold for an arbitrary final time 7" and thus
ag(uw,Y +x-e/T) =0. (4.77)
From the definition of ugzt, see Equation (3.33), it follows that
acy(u, ul), /T) = 0. (4.78)
From Equations (4.77) and (4.78) it follows that
Y+ax-e/T=ul), /T (4.79)
which implies that
Y = (uglt —xz-e)/T. (4.80)
O

Example 3 (Final temperature). If the quantity of interest should be the final temperature, the
quantity of interest must look like

1
Qo(u) = / ul, . dQ. (4.81)
|QEI| o ‘t_T
Lemma 3 (Final temperature). The expression of Qu(u) in Equation (4.81) is obtained if
X =0,
Y =0, (4.82)
_1
Z = .
Proof. The versatile quantity of interest is given by
T
Qo(u) = / mo (X, u) + an(Y,u) dt + mg(Z, U)lt:T’ (4.83)
0
which implies that
1 | T
— u‘th dQ = mo(X, u) + ag(Y,u) dt + mg(Z, u)‘th. (4.84)
\QD’ Qq 0 B
Only properties at ¢ =T are of interest and therefore X =Y = 0. The definition of mg implies that
1 1
— U dQ) = / cZu dQ. 4.85
Q0] Jag =t Q0] Jag ier (4.85)
This shall hold for an arbitrary spatial domain and therefore
u‘t:T = cZu‘t:T, (4.86)
which implies that
1
7 =-. 4.87
- (187
O
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4.4 Error estimates using all modes

In Section 4.2 it is shown how the error can be estimated with Theorems 1-4. In order to do so, it is
stipulated that ||e®]|, ||u**| and ||€**|| need to be calculated, which is non-trivial. In Sections 4.4.1,
4.4.2 and 4.4.3 expressions of e, u*® and e**® are derived. Note that, in order to find exact expression
of e, u*® and e**, all modes are needed. If these properties are calculated its corresponding energy
norm can easily be found from

- 1F=/Ai ) (4.88)

The most important results are summarized in Box 4.4.1.

Box 4.4.1 (Error estimates using all modes). In order to apply Theorems 1-4, expressions of e®,

S *% are needed. €® can be estimated as follows:

uwS and e

e’ = Zfl\;l ua(®)ng(t), Vte (0,T),
es|t:0 = 2up — 2uR‘t:0, (4.89)

€S|t=T =0,

where N is the number of modes, ug is the starting temperature, ugr is the reduced solution, ug
are the same spatial modes that are used to solve the micro-scale problem and

0 a< NR
7’] = . ; . _ 3 —
"7t (o S ulen - Giva) + an(@+ S e Giua)) @ > Na, o (4.90)

vt e (0,T), a=1,2,...,N,

S

where Ng is the number of reduced modes. u** can be estimated as follows:

w =N ua(2)gh(t), Ve (0,T),
ws|,_, =0, (4.91)
u*’s}t:T =27,

where Z is defined from the quantity of interest and

1
&= A7(1115()(, Ua) + an(Y, ua)>, Vi e (0,T), a=1,2,...,N, (4.92)

S

where X and Y are defined from the quantity of interest. e** can be estimated as follows:

e = YN ua(@)ni(t), Ve (0,7),
e, _, =0, (4.93)
eS| _p =22 = 2uf,

where

0 Vit 0,T =1,2,...,Np.
* {> E(?)va 5 &y sy iVR (494)

T =N e vte(0,T), a= Ng+1,Na+2,...,N.
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4.4.1 Derivation of an expression of the symmetric error

In order to apply Theorems 1-4, e® needs to be calculated. This can be done with Equation (4.21)
which says that: Find e® € Z/l,% such that

A (e, 0u) = Ro(du), Vou € US. (4.95)

Hence expressions of A?j(e®, du) and Rp(du) are needed. From the definition of A% (e®, du) it follows
that

1 1r [T
Afy(e*,5u) = 5 [AD(eS,au) + Ap (6, 68)] =3 [ /0 mo (€8, u) + ap (e, ou) dt

T
+ mp(e’, du) ‘t:o + / mg(04°, e®) + an(du, e®) dt + mp(du, e®) ‘t:O}
0 (4.96)

1 T
=3 [/ (mD(és, du) + mp(du®, e®) + ag(e®, du) + ag(du, es)) dt+
0

+ mg(e®, du) ‘t:O + mp(du, e®) }t:()} )

The symmetry of ag implies that

T 1
AR (e?, du) :/ [mp(e®, 6u) + —mp(du, %) + ap(e®, ou)] dt
0o 2 2 (4.97)

1 1
+ §mg(es, 5u)’t:0 + §m|j(5u, es)’tzo.

The identity fOT udt = [u]f’ = u(T) — u(0) can be used on the terms with mg as

T T
/ mp(€®, du) + mp(du’, e®) dt = [mm(es, 5U)L . mp(e®, 0u)|,_, — mo(e®, ou)|,_,. (4.98)
0 -

By also using the symmetry of mg implies that A?j(e®, du) can be written as
S S T S 1 S 1 S
A (€%, 0u) = ; ag(e®, du) dt + §m|:,(e ,5u)‘t:0 + §mg(e ,5u)‘t:T. (4.99)
Now find an expression of the residual Ro(du) as

Ro(6u) := Lo(du) — Ag(ug, du) = mo(uo, 5u)‘t:0

T
— iR, 0 ,0u) dt — ;0u)|,_
/0 mo(ig, ou) + ag(ug, ou) m(up “)‘t,O (4.100)
T
— —/ [mD(uR, ou) + ag(ug, 5U)] dt + mg(uo — urg, 5“)‘1::0'
0

The symmetric error can then be calculated as follows: Find e® € U& such that

T 1 1
/ ag(e’, ou) dt + img(es, 5u)‘t:0 + imm(es, 6u)‘t:T
0 (4.101)

T
_ _/ (i, 0u) + apy(up, 6u)] dt + mo(uo — ug, u)|,_,,  Vou € US,
0
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Equation (4.101) can be decomposed as

ag(e®, ou) = —mg(ig, 6u) — an(ug, du), Yéu e UY, Vte (0,T), (4.102a)
1

§m|](68, ou)|,_y = mo(uo — ug,0u)|,_,, Vou € U, (4.102Db)
1 s 0

gmafe ou)|,_p =0, Véue UP. (4.102¢)

From Equations (4.102b) and (4.102c¢) it can immediately be seen that es‘t:o = 2up — 2UR‘t:0 and
es‘t:T =0.

Now find e® for times between 0 and 7', i.e. solve Equation (4.102a). Assume that e® can be
written as

N
e’(x,t) = Z Ua(X)Na(t), (4.103)
a=1

where u,(x) are the same spatial modes that are used to solve the micro-scale problem and 7,(t) are
unknown functions of time for all a € [1,2,..., N]. The expression of du, given in Equation (3.14),
implies that Equation (4.102a) can be written as

N N
Z 6&p <77aaD(Ua,Ub)) =— 25& (mu(iLR,ub) + aD(uR,ub)), vt € (0,7). (4.104)
a,b=1 b=1

By using the expression of the reduced basis, given in Equation (3.34), the equation can be written as

N N d d
> 6, (ﬁaﬂm(um Ub)) = - 0% (mm(ﬂ + > uler Gow) +an(@+ Y ulpe §w)
b=1 =1

a,b=1 i=1
N (4.105)
+3 mo(ua, up)a + a0(ta, Ub)§a>, vt € (0,T).
a=1
This must hold for all test functions 6¢, € I.? and therefore
N d d
Z (Uaulj(umub)> = —mg(u+ Zuglt)atei +gi,up) — ap(a + Zuglt)atei "G Ub)
a=1 i=1 i=1
Ne ' (4.106)
- Z (Mo (e, up)éa + an(uq, wp)éa), VE€ (0,T), b=1,2,...,N.
a=1

The orthogonal properties of ag and mg give

AaMa = {_mu(ﬁ + E?:l ugi)atei 'éivua) —ap(a + Z?:l ugi)atei “Gi>Ua) — éa — Xaba, @ < Ng,
a'la —

—mp(u + ch‘l:1 ug?atei “ Gy, Ua) — oo (U + 2?21 ugi)cltei “Gis Ua); a> Ng.
vt e (0,T), a=1,2,...,N.
(4.107)
For the used modes, the residual is equal to zero and therefore
07 a S NR)
Aalla = B d (3) - ~ d (@) 5
—m (U + Y5 Ugfr€i * Gy Ua) — 00U + D5 Ugyqi€i* Gis Ua), @ > N, (4.108)

Vte (0,T), a=1,2,..., N,
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and thus
0 a < Ng
e {—fa (mm(ﬁ + 300 ullher - i wa) + oo+ 0 ulle: - g, ua)) a>Ng,  (4.109)
vte (0,T), a=1,2,...,N.
This implies that the symmetric error can be calculated as

N

(@,t)= > ua(@)ma(t), (4.110)

(l:NR+1

where 7,(t) is calculated from Equation (4.109).

4.4.2 Derivation of an expression of the symmetric dual solution
In order to apply Theorem 2, ||u**|| is needed. u** € UY can be obtain from the equation

AL (u™s, 6u) = Qo(du), Vou € UY. (4.111)
Note that the left hand side is equal to the left hand side of Equation (4.21) with e® replaced by u**.

By using the same argumentation as in Section 4.4.1, A% (u**, du) can be written as

r 1 1
AL (u™® du) = / ap(u®?, 0u) dt + —mg(u™?®, du + —mpg(u*™?, du (4.112)
0

2 )LZO 2 )M:T'

In order to find an expression of the right hand side of Equation (4.111), the function Qp(du) is
defined according to Equation (4.61). Equation (4.111) can now be written as: Find u** € U such
that

T
1 1
/0 ap(w*?®, du) dt + §mg(u*’5, 6u)|t:0 + —mpg(u™?, (5u)‘t:T

2

. (4.113)

- / mo (X, 6u) + an (Y, 6u) dt + mo(Z,6u)|,_,.  Vou € UD,
0
Equation (4.113) can be decomposed as

ap(u™®, 0u) = mo(X, 0u) + an(Y, du), Vou € UY, Vte (0,T), (4.114a)
1
§mg(u*’s, ou)|,_, =0, Véue UP, (4.114b)
1
—mp(u®®, 6u)‘t:T =mp(Z, 5u)‘t:T, Vou € UE. (4.114c)

2

From Equations (4.114b) and (4.114c) it can be seen that u*ﬂtzo =0 and “*’S’t:T =2Z.
Now find u** for times between 0 and T, i.e. solve Equation (4.114a). Assume that v** can be
written as

N
ut (@) = ) ua(@)E5 (D), (4.115)
a=1

where u,(x) are the same spatial modes that are used to solve the micro-scale problem and &(t) are
unknown functions of time for all a € [1,2,..., N|. The expression of v** implies that the Equation
(4.114a) can be expressed as

N N
Z &b (ﬁzam(ua,ub)) = Z 68 (mD(X, up) + ap(Y, ub)>, vt € (0,T). (4.116)

a,b=1 b=1
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This must hold for all test functions ¢, € L2, which implies that

N
> (&ran(ua, u)) = ma(X,w) +an(Y,w), VEe (0,7), b=1,2,...,N.

a=1
The orthogonal properties of ag gives
A&y = mo(X,ug) + ag(Yiu,), V€ (0,7), a=1,2,...,N,
and hence £ can be calculated from

1
& =+ (mo(Xu) +aa(Vuw)), Vi€ (0.7), a=1,2,...,N.

When ¢} is calculated, ©** can be found from Equation (4.115).

4.4.3 Derivation of an expression of the symmetric dual error

(4.117)

(4.118)

(4.119)

In order to apply Theorems 3 and 4, e** needs to be calculated. The symmetric dual error is calculated

from Equation (4.38) which says that: Find e** € U such that
AL (5, 6u) = R5(0u), You € UL,
By using the same argumentation as in Section 4.4.1, A% (e**, du) can be written as
S *,8 T *,8 1 *,8 1 *,S
AZ (%%, du) = ; ag(e™®, ou) dt + gmg(e J ,5u)‘t:0 + imD((i ’ ’5u)|t=T'

The residual for the dual problem is defined as

RE(6u) = Qo(du) — An(du, uf).
Consistent with previous sections it is assumed that QQ(du) can be written as

T

Qo (6u) = /O (X, 6u) + an(Y, 6u) dt + mo(Z, 6u)| _,.

The definition of A gives

T

An(Bu, uf) = / e (8, ) + a0, ) dt + mos (61, 15)
0

Partial integrating gives that

T T T
/ (8 ) dt = [me(0u,ufy)] / moy(Gu, i) dt
0 =0 Jo

T
_ / mo(0u, i) At + ma(Su, )|, — ma(Su, uf)|,_
0

Inserting this expression into the expression of Ag(du,u}) gives that
T
Ap(6u, uly) = /0 (O, i) + (S, wl) dE + moy (S, w)]
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(4.120)

(4.121)

(4.122)

(4.123)

(4.124)

(4.125)

(4.126)



By combining the expressions for A% (du, e**), Qn(du) and Ap(du, e**), the weak form can be written
as: Find e** € U such that

T
1 1
/0 ap(e™?®, du) dt + 51115(6*’5, 6u)‘t:0 + img(e*’s, 5u)‘t:T

T
= / mo(X, ou) + ag(Y, ou) dt + mg(Z, 5u)‘t:T (4.127)
0
T
+/ mo(du, uy) — an(du, ufk) dt — mo(uk, 5u)|t:T, Vou € US.
0

Equation (4.127) can be decomposed as
(ap(e®, du) =mp(X, ou) + an(Y, du)

) 0 (4.128a)
+ mg(ou, i) — ag(du,uy), Vou e Uy, Vte (0,T),
§m[|(6*’s, ou)|,_, =0, Voue UP, (4.128b)
§mg(e*’8, 6u)‘t:T =mg(Z — up, 5u)‘t:T, Vou € UE. (4.128c)
From Equations (4.128b) and (4.128c) it can be seen that e*°|,_ =0 and e*°|,_, =27 — ZUHt:T.

Now find e*° for times between 0 and 7. Assume that €% can be written as
N
er® = Zua(m)n;(t), (4.129)
a=1

where u,(x) are the same spatial modes that are used to solve the micro-scale problem and 7} (t) are
unknown functions of time for all a € [1,2,..., N]. The decomposition of e** implies that Equation
(4.128a) can be written as

N N N
> 64 <772am(ua, Ub)) => 64 (mD(X7 up) + an(Yyup) + Y mo(ua, up)éa,r — a0 (ta, Ub)fa,R>,
a,b=1 b=1 a=1
vVt € (0,T).
(4.130)
That this must hold for all &, € L2 gives that
N N .
> nran(va, wp) = mo(X, ) + an(Yyup) + > mo(ue, up)E) g — a0(ta, up)E) g, (4.131)
a=1 a=1 :
vt e (0,T7), b=1,2,...N.
The orthogonal properties of ag and mg give that
Al = mo(X,u) + an(Y,ua) + €5 p — Xalip, VEE€(0,T), a=1,2,...N, (4.132)
and thus
1 .
77; - /\7 (mD(Xa ua) + aD(Y7 ua) + g;,R - )‘afg,R>7 vt e (07 T)7 a=1,2,...N. (4'133)
b
The expression of £, see Equation (4.119), implies that
Sk
M=+ 2B e Ve (0,T), a=1,2,...N. (4.134)

Aa
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Assume that Nr modes is used. Since 52 g and & p lies in the reduced space they are equal to zero
for a larger than Ng. Thus 7} can be written as

* é;,R = _
= &+ % wpe VEE(0,T), a=1,2,...,Ng. (4.135)
&, vVt e (0,T), a=Nr+1,Np+2,...,N.

But if the number of modes is equal or less to Ny, the residual must be equal to zero. The final
expression of ) can then be written as

0 Vit 0, T =1,2,...,Npg.
* {7 G(, ),CL ) s VR (4136)

T = f;, VtE(O,T), a=Nr+1,Np+2,...,N.

From 7}, the symmetric dual error can be found from Equation (4.129).

4.5 Error estimates using only the reduced modes

One of the main theoretical goals of this thesis is to show how the error can be estimated when only
the reduced modes are used. In Section 4.5.1 it is shown how this can be done with the energy norm
and in Section 4.5.2 the corresponding expression for the goal-oriented approach is derived. In order
to apply the Parallelogram law for the goal-oriented approach, further derivations are needed which
are presented in Section 4.5.3.

4.5.1 Energy norm

In this section it is derived how the error analysis for the energy norm can be performed using only
the reduced modes. The most central results are summarized in Box 4.5.1.

Box 4.5.1 (Error estimate using only the reduced modes with the energy norm). The error is
defined from |le|| := \/Ano(e,e) = /A% (e,e). From Theorem 1 it follows that |e|| < ||e®||. The
so-called a-norm and m-norm are defined as || - ||a = J/a(-,*) and || - [|m = v/m(-,-). By using
Theorem 6 it is derived that

le*]la < [/TL: Vt € (0,T)

e llm o < 20lulm (4.137)
||€8||m‘t:T = 07
where Ay, 1is the eigenvalue of the highest reduced mode, u{) = ug — Igug, ""?\4 = —ry 4+ Tlgpry
and ry = = — ch'l:1 Ug?atéz The energy norm of the error can then be estimated as
1 T 1/2
lell < el < (= [ Il e+ 2 (4138)
R

In order to produce the error estimate when only the reduced modes are used, Cauchy-Schwarz
inequality is applied and therefore a symmetric operator is needed. Thus it is the symmetric error
that will be estimated which is defined from the symmetric error equation given by: Find e® € I/II%
such that

A (e, 0u) = Ro(du), Vou € US. (4.139)
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As derived in Section 4.4.1, this equation can be written as

an(e®, 6u) = to(du), Véu € UL, Vte (0,T), (4.140a)
—mp(e’, 5u)‘t o = ma(uo — ur, 5u)‘t:0, Vou € UY, (4.140Db)
émg(es, 5u)’t:T =0, YouecUY, (4.140¢)
where vg(du) := —mg(dg, du) — ag(ug, du). Define the a-norm as
|- lla == Vaa(- ) (4.141)

The symmetric error for a time t € (0,7, measured in the a-norm, can then be written as
lef]|? = an(e®, e®) = ta(e®), Vte (0,7). (4.142)

Hence the symmetric error can be estimated by estimating v(e®). Define a new weak form given by:
Find rp; € Uy such that

mo(ra, 0u) = vo(du), Vou € UY, Vte (0,7T). (4.143)
The following lemmas and theorem will prove how ||e®||; can be estimated with 7.
Lemma 4. Assume that
Aimpo(ug, 0u) = ag(ug, du), Véu and Vte (0,T), (4.144)
where 0 < A\ < Ay < ... <Ay and 1 < Ng < N for the reduced basis IUS = span{ui}i]\fl. Let
Iz = {Ug — UE: mp(Ilgu, du) = mo(u, du), You € UE} (4.145)
and assume that u = Zfl\;l Eata. Then

Ngr

Ilgu = Z oty and u —Igu = Z Ealla, (4.146)
a= NR+1

for allt € (0,T).

Proof. Let u, € UE for all a < Ng. The linearity of mg and the m-orthogonality give that

N N
mo(Mgu, ua) = mo(Mr Y &yup, ua) = Y TTr&Gmo(us, ua) = Mré, (4.147)
b=1 b=1
and similarly
N
mg (Ua ua) = mD(Z Spn, Ua Z gbmlil Up, ua = &a- (4'148)
b=1 b=1

From the definition of IIg it is known that mo(Ilgpu, us) = mo(u, u,) for all u, € U}D% and thus
[Igé, =&, if a< Ng. (4.149)
IIRr€, projects &, onto the US space and therefore

IIré, =0 if a> Ng. (4.150)
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Equations (4.149) and (4.150) implies that
Ngr
Mpu = Latla (4.151)

a=1

and thus

u—Ipu = Z{aua Zgaua = Z Eqg. (4.152)

a= NR+1
O
Lemma 5. Assume that Lemma 4 is fulfilled. Then
1
mo(u — Hpu,u — Mpu) < )\—ag(u —Mgu,u —ru), Vte (0,7). (4.153)
Ng
Proof. From Lemma 4 it follows that
N
u—Tau= Y & (4.154)

a:NR+1

Hence

N
mg(u — HR’LL u — HRU ( Z gaua, Z gbub) z gamg(ua,ub)gb. (4.155)

a=Npgr+1 b=Npr+1 a,b=Ngr+1
With the m-orthogonality, the expression can be simplified into

N

Z Eamo (Ua, up)&y = Z &= > %éﬁ_ —— Z AaE2. (4.156)

a,b=Ng+1 a=Ng+1 a=Ng+1 "¢ a>Np © a=Np+1

Using the a-orthogonality, and the fact that the eigenvalue sequence is an increasing sequence, give
that

mo(u — Hgu,u — Mgu) < )\L Ni 1 a2 = /\;Rag(u —gu,u — Igu). (4.157)
0

Theorem 6. Assume that
ap(e®, du) = mp(rar, ou), Vou € Un, Vte (0,T), (4.158)

for some ryr € Ug and that the assumptions in Lemma 4 is fulfilled. Let || - ||m = v/ma(+, ). Then

le*]la < Iradlle v (0,7). (4.159)

VAN,

Proof. The theorem is fulfilled in the trivial case when ||e®||q = 0, since ||r||n is non-negative and Ay,
is positive. Now prove the theorem when ||e®|| > 0. The definition of the energy norm gives that

e[l = an(e®,e®), Vit e (0,7). (4.160)
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Cauchy-Schwarz inequality gives that
le*][z = an(e®,e*) = ma(rar, e*) < [|rllwlle’llm, ¥t € (0,T). (4.161)
The Galerkin orthogonality implies that IIgze® = 0 and hence
eIz < rarllmlle® = Tge®|lm, ¥t € (0, 7). (4.162)

Lemma 5 implies that

S _ H S S
11 < rarlmlle? — el < il 220 = g 1oy e 0.1y a6s)
\/m )‘NR
It is possible to divide with ||e®||q since it is assumed that ||e®||; > 0. Thus
le*]la < HTMH‘“, vt € (0,7). (4.164)
VAR
O

The total estimated error can be obtained by adding the contribution for all times as well as the
boundary terms. The contribution at ¢ = 0 can be estimated from Equation (4.140b) which says that

1
Emg(es, (5u)‘t:0 = mg(ug — ug, 5“’)‘1::0' (4.165)
The Galerkin orthogonality gives that
mg(e’, 6u)‘t:0 =2mg(up — uR, 5“)‘t:0
=2mg(up — uR, ou — HR6u)|t:O (4.166)
=2mg(up — ur — Hgug + HRUR75U)‘t:0~
The relation ugp = [Igupr implies that
mg(es7 6u)‘t:0 = QmD(ug —ur — llgpug + llgup, 5u)‘t:0 (4 167)
= mD(QuO — 2HR’U,0, (5u)‘t:0. .
Set 6u‘ 0 = es‘ 1—o- Cauchy-Schwarz inequality gives
||es\|3n}t:0 = mpg(e’, es)|t:0 = mg(2ug — 2l Ruy, es)|t:0
< V/mo(2ug — 2l guo, 2up — 2 gug)y/mo(e®, e%)],_, (4.168)
= [2uo — 2l Rguo]mll€* m],_,
which implies that
l[€*lm],_y < lI2u0 — 21RO |m. (4.169)
Concerning the other boundary term, Equation (4.140c) says that
1
§m|j(es, u)|,_p =0 (4.170)
which implies that
e’|,_p,=0. (4.171)
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By adding the contributions for the boundary terms, together with the linearity of mg and letting
ug = up — [pug give

1 1 1
Sl o + 5113 < 51200 — 2Mruo 3, = 2l (4172)

The total error can now be estimated with Equation (4.172) and Theorem 6 as

T
1 1 1/2
el s= yfdpter,en = ([ heat + ey + 5l o)

1 T 1/2
< (5 [ Iralae+ 21ui) ™
Ngr JO

R

(4.173)

The error can now be estimated if 757 is calculated. rjs is defined in Equation (4.143) which says
that: Find rj; € Ug such that

mgo(rar, du) = vo(du), Vou € Upn. (4.174)
The definition of tp(du) says that
to(du) = —mg(ag, du) — ag(ug, du). (4.175)
If the test function lies in the space of the used modes the residual is equal to zero, i.e.
tg(du) =0, if due UL (4.176)

If the test function does not lie in the space of the used modes, i.e. du ¢ Ug, then only the stationary
mode is non-zero and

mo (i, u) = mo (1, Gu)i + S, mo(uliy, Ou)d 1
an(ug, du) = an(1, du)i + S0 ag(ugn, du)g; = 0.
Hence
d . d .
tg(0u) = —mo(L, du)i — Y mo(ulp,, du)g; = —mg (a + 5" dl i, 5u). (4.178)
i=1 i=1
From Equations (4.174) and (4.178) it can be concluded that
d .
mg(ry, du) = —mg (a + Z ug?atgl, 5u), Vou € U (4.179)
i=1
and thus
d
I = T Y Ui (4.180)
i=1

By using the Galerkin orthogonality a sharper error estimate of t(du) can be obtained in the following
way. t0(IlIgdu) = 0 implies that

t[j((SU) = t[\(du - HR5U) = mg(éu - HR5U, —TM) (4 181)
= mp(du, —rp + Hgry) = mo(du, 7y), )
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where

d ‘ Ngr )
rhy = —ry + Hgry = 4l + Z ug?atgl — ng(l, Ug ) Uq () U — mg(ugat, Ug)Uqa ()i

i=1 a=1

N P | (4.182)
- (1 - me(l, ua)ua(w))ﬂ + Z (ug?at - ng(ug?at, ua)ua(a:))gl
a=1 i=1 a=1

Remark: Even though the error estimate is sharper when the projection is used, it is possible to
define an error estimate of ||e®|| that does not use the IIg-operator. The corresponding estimate of
the error is then given by

1
VANn

Since this error estimate never uses the projection properties, a large overestimate of the error is
induced, see Section 5.4.

s 4 2 2 1/2
lesll < ( /0 Irarll3 dt + 2llug - wrl,_ol3) (4.183)

4.5.2 Goal-oriented approach

In this section it is shown how the goal-oriented approach can be applied to estimate the error for
different quantities of interest using only the reduced modes. The most central results are summarized
in Box 4.5.2.

Box 4.5.2 (Error estimate using only the reduced modes with Cauchy—Schwarz theorem). The
error measured in a given quantity of interest is defined as E := Qn(e) = A% (e, u*). By using
Theorem 6 it is derived that

lex*]la < \/jTRHX’IIm + Y lla, Ve (0,T),

le*llm|,—q = O,

le*llm,—p < 2012 [lm,

(4.184)

where X' = X —TIgX,Y' =Y —IIRY and Z' = Z —IgrZ. The energy norm of the symmetric
dual error can then be estimated as

*,8 T 1 / n\2 2 1/2
el (| (= I+ 1Y) e+ 201275 ) (4.185)

VANg

From Theorem 3 it is derived that
|E] < [le?[[fle*]]- (4.186)

Inserting the expressions of ||€®|| and ||e*®|| from Box 4.5.1 and Equation (4.185) into the Equation
(4.186) give the estimated expression of |E|.

From Section 4.4.3 it is derived that

an(e™?, du) = mo(X, du) + ag(Y, ou)
' . (4.187a)
+ mg(du, i) — an(du,uy), Vou e Uy, Vie (0,7),
1
Fmo(e, ou)|,_, =0, VoueUp, (4.187b)
1 *,S *
§m[|(e ’ ,5u)‘t:T =mg(Z — up, (5u)‘t:T, Vou € UD. (4.187c)
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Set
55 (0u) = mg(X, du) + ag(Y, du) + mg(du, i) — ag(du, up). (4.188)

Equation (4.187a), together with the linearity of symmetry of mg and ag, imply that

an(e®?, du) = tfy(du) = mp(X, ou) + ag(Y, du) + mp(du, k) — an(du, up)

_ . . 0 (4.189)
=mo(X + 4g, 0u) + apn(Y — uk,0u), Voue Uy, Vte (0,7).

Using the identity to(IIgdu) = 0 gives that

ag(e®®, ou) = mg(X + up, ou — Igou) + ag(Y — ug, du — Irdu)
=mn(X + 4 — HpX — Hrig, ou) + ag(Y — HRY — uy + Hpug, 0u) (4.190)
=mg(X — IgX,0u) + ang(Y —IgY,du), VYoueUY, Vte (0,7).
Setting du = e*® together with Theorem 6 imply that
2512 = ap(e*®, e%) = mp(X — HgX, e**) + an(Y — IIRY, 0u)
< IX = HrX [[wll€®]lm + [IY — TRY [[afle™*

e

‘ (4.191)
o + Y = HRY[lofle™*]la, ¥Vt € (0,T)

<

1
pS TNR

X = TR X[|mle™

and therefore )

VANg

Now estimate the contribution from the boundary terms. From Equation (4.187b) it follows that
lle**] ‘t:O = 0. The contribution at ¢t = T can be estimated from Equation (4.187c) as

”e*,s

a <

IX X+ |V = HaY e, Ve € (0,7). (4.192)

mp(e*?, 5u)‘t:T =2mp(Z — up, 5u)‘t:T
=2me(Z — why, du — Ipdu)|,_, (4.193)
:2mD(Z — U}} - HRZ + HR“E? 5“) ‘t:T'
The relation uj, = [Iru}, implies that
mo (e, 0u)|,_p = 2mo(Z — uk — HgZ + Mguk, ou)|,_p (4.194)
=mn(2Z — 2R Z, 0u)|,_, '
Set 5u‘t:T = 6*’s‘t:T' Cauchy—Schwarz inequality gives
He*’SHEl‘t:T — mD(e*,s7 e*’s)‘t:T = mD(QZ - QHRZ, 6*75)|t:T
< Vmo(2Z — MpZ,27 — MpZ)[mo(ers, )] (4.195)
=22 — 20 R Zlm|l€**|lm,_
which implies that
€%, < 122 — 2T R Z |- (4.196)
t=T

By adding the contributions for the boundary terms, together with the linearity of mg, give

1 1
Il + §||€*’S||§1\t:T < 5l2Z - MpZ|5 = 2|Z — UrZ|g. (4.197)

1
5”‘3
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The total error can now be estimated as

T
*,8|| __ AS (%5 e*8) = *,S 2dt 1 *,5 (|2 } *,5 (12 1/2
e =/ An(ens en) = [ llelladt+ 5 le =g + S l1€** I ;=

(4.198)

T
1 2 1/2
< (| Al = X Y~ aY o) de 4202 - Tz )
0

< v

By letting X’ := X —IzX, Y’ :=Y —lRY and Z’ := Z — Iz Z, Equation (4.198) can be written as

T
s 1 2 1/2
el < ([ (X + 1V 10) e+ 2 2712) (4199)

VAN,

Remark: Even though the estimate is sharper when the projection is used, it is possible to define an
error estimate of ||| that does not use the IIg-operator. The corresponding error estimate of the
error is then given by

T
1 ) 9 1/2
el < ([ (o X + il + 1Y = i)t +20Z =il pl3) . @200)

VANn

Since this error estimate never uses the projection properties, a large overestimate of the error in
induced and therefore this error estimate is never implemented in the numerical results.

4.5.3 Parallelogram law

In this section, detailed derivations of how E can be estimated with the Parallelogram law is presented.
For the reader who is just interested in the most central equations and the most important results,
see Box 4.5.3.

Box 4.5.3 (Error estimate using only the reduced modes with the Parallelogram law). The error
measured in a given quantity of interest is defined as E := Qp(e) = A%(e,u*). Theorem 4 implies
that

1 1
E§7|’/§€8+*6*7SH2
4 K

1 1 (4.201)
E > —"|re — =e%%|2.
4 K
In the general case, E can be estimated using only the reduced modes as
B [ [ (Rl + 2motrh X + 51X
— 0 4)\NR K 7/‘]\4' m mD 7/‘]\4'? + /€2 m
1 / - ' 1 2 K 12 1 ap:
—_—— -X Y —||Y }dt — —|Z" ||
e Nl ]

T
1 1
B2 = [ [ (Rl ~ 2malrie X) + 5 1X13)

R

Ity + XNl SIYIE] - gl — 52712,
K K2 a4 2 ™ 2K2 m

1
L 264/ ANg

When the average temperature is considered, E is estimated with Equations (4.233) and
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(4.234). From Theorem 7 it follows that the best error estimate is obtained if
T 1/4
X'||2 dt
pr = [ Jo XM dE) (4.203)
;0P T / 2
fO ||TM||m di
With this value of k, E can be estimated via the formulas
< _1 T / Nd 1 T 2 d T "2 q 1/2
B < gy fy mo(rhy, X b+ gk (gl de ) 1X73 ) w201
T T T 1/2 '
B> 2)‘}\’3 fo mp(ry, X') dt — 2>\}\,R <fo ”TE\/[H\% dtfo X" |15 dt) .

When the average heat flux in one direction is considered, E is estimated with Equations
(4.243) and (4.244). Equation (4.245) gives that the optimal error estimate of E is obtained if

T 1/4

_ (e o IIY7IIZ dt

RY’,Opt = T ; 5 . (4205)
Jo IIry % de

With this value of k, EE can be estimated via the formulas

T T T 1/2
B < 5 Jo IrillnllY ot 4 5 (gl e (V2 )

1 T, / 1 T g2 Tyvr2 1/2 (4.206)
B> e 3 Il ot = e (3 Il 17702 de)

When the final temperature is considered, E is estimated with Equations (4.249) and (4.250).
Equation (4.251) gives that the optimal error estimate of E is obtained if

Dl 22\
nZ,opt:<TNR/Q‘“> : (4.207)
fo HTM”mdt

With this value of k, E can be estimated via the formulas

T 1/2
B < L1213 (5L Jy IrhillZar)
E

<
4.208)
- 1/2 (
> — L2 (e U I lar)

In order to apply the Parallelogram law using only the reduced modes, [re® & Le%|| needs to be
estimated. Start with the symmetric error equation which is given by

Ag(e*,0u) = Ro(du), Vou € US. (4.209)

The linearity of A?; implies that the equation can be written as
A (ke 6u) = kRo(0u), Vou € U, (4.210)

where k # 0. The same argumentation for the symmetric dual error equation gives that
Ag(%ew, Su) = %Rﬁ(éu), Vou € UL, (4.211)

Adding Equations (4.210) and (4.211) imply that

1 1
ARy (ke®, du) + ASD(;G*’S, ou) = kRo(du) + ;RE](&U), Vou € U, (4.212)

41



Setting e>" := ke® + %e*’s and once again using the linearity of A2, imply that

1
Ag (%7 6u) = kRo(ou) + ERE(&U), Vou € U, (4.213)

and

1 1
[re® + ™% = [|e™™[* = Agy(e™", %) = kRo(e™") + —Ri5(e™"). (4.214)
The expressions of A%, R and Rf in Equations (4.99), (4.100) and (4.122) imply that

.

1 1
ag(e®”, 0u) = — kmg(ip, du) — kag(ug, du) + —ma(X, du) + —an(Y, du)
] 1 & h (4.215a)
+ —mp(du, uf) — —an(du,uk), VYou € UL, Vte (0,T),
K K
1
img(es”", 5u)‘t:0 = rkmg(ug — ug, 6u)}t:O, Vou € UY, (4.215b)
1 S,K 1 0
\ §m|:,(e ’ ,6u)‘t:T = ;mD(Z - uf{,&u)‘t:T, Vou € Up. (4.215¢)

By using the definition of rjs, see Section 4.5.1, and the linearity and symmetry of mg and ag give
that Equation (4.215a) can be written as

1
ag(e®”, du) = kmp(ryr, du) + - (mo(X + @f, 6u) + an(Y — uf, 6u))

1 1
= mg(kras, ou) +mD(E[X + Uh), 0u) + aD(E[Y —uRl,0u), YoueUp, Vte (0,7).
(4.216)

The identity mg(-, [Igdu) = ag(-, Irdu) = 0 gives that

1 1
ag(e®”, du) = mg(kry, du) + mD(E[X + iﬁg],&u) + aD(E[Y — ugl, 5u)

= mg(kras, 6u — TIRou) + mg(%[X + k), du — Ipdu) + Cl[,(%[y — uf), ou — I pdu)
= mo(k[ray — Hgray), 6u) + mm(% (X + 4} — HpX — Igi}], 0u)

4 ag(% [V — ufy — TRY + Hpufy), 6u)

=mg(k[ry — Mpra], ou) + mg(% (X —TIgX],du) + ag(% Y —TIRY], éu))

1 1
= mp (k7 + —X',6u) + aD(;Y’,csu), Vou e UY, vte (0,7).
(4.217)

Using the same argumentation on the boundary terms and letting uj, := ug — IIgug and Z’ :=
Z — 1IrZ imply that

1 1
an(e®”, du) = mg(kry, + ;X’, du) + aD(;Y’, Su), VoueUY, Vte(0,T), (4.218a)

1

§m|j(es’“, 5u)‘t:0 = kmpo(uy, 5u)’t:0, Vou € UL, (4.218b)
1 1

gmo(e™”, ou)|,_p = ;mg(z’, ou)|,_p,  Vou e UL (4.218c¢)
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In order to estimate ||e®"||, expressions of ||e*"||4, |

(4.218a) and the definition of ||e®"||, gives

es”’”Hm‘t:O and [|e®" are needed. Equation

‘m}t:T

1 1
el = an(e™, €)= mo(mrh; + 2 X', ™) +an (LY, e)
1 (4.219)
o+ 1= lalle™* e, V2 € (0,7).

1
< llwry + =X € ]| e

Theorem 6 gives that

1 eS,K 1
e 12 < flarty + S X e e Ly ey, v .n), a220)
K N/ANR K
and thus , 1wy
kry, + =X 1
5o < w +1=Y"|la, Vte€(0,T). (4.221)
VAN A

In order to apply the Parallelogram law, an expression of ||e**||? is needed.

|krh, + X 1 2
”es,lng < (M)\'fm + ”*Y/”a)
Ng K
|l + 2 X712 2 1 1
— AR 2ty + X Y+ 5 Y2
Nr RV ANR (4.222)
1 1
= (=23 + 2mo(rhy, X7) + S IXI)
Ngr K
b2y X Yo+ 5V V€ (0,7)
K/ ANy M k2 @’ e
Now find expressions of the boundary terms. In Section 4.5 it is derived that
1% llm] g < l12u0 — 2MRuo|lm = 2/[ug]m, (4.223)
which implies that
le™ lm|,—g < 266/l n- (4.224)
In a similar way it is derived in Section 4.5.2 that
||e*’3|]m‘t:T <12Z — 2R Z|lm = 2||Z'||sn- (4.225)
and thus 5
€™ g < =112 ]lm- (4.226)

Inserting the derived expressions of ||e®"||q, Hes’”Hm‘t:O and Hes”“Hm‘t:T into the definition of ||e®"
gives that

o2 < [ [ (Rt 2mer, X + 1)
oQNR, L L oy (4.227)
ol XY et V2 0 267+ 171
Theorem 4 implies that
E< iHnes + %e*’SHZ. (4.228)
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Inserting the expression of [|e®*| = |[ke® + Le**| gives that

T
1 1
B < By = | [ (2lrilfs + 2mori, X) + 5113

0 "%ANR " (4.229)

g+ XY+ g V2] e S + 552
K 4K2 ¢ 2 ™ 2K2 m

2K/ ANg

Equation (4.229) holds for all k # 0. The optimal upper estimate of E can be found be setting x
equal to
Kpos = ?ig(Eestvpos). (4.230)

By using the same derivation for ||ke® — Le*3|| it follows that
Yy g P

T

1 1

E> Eest,neg = _/ [4)\ (/‘62||7”5\/1||§1 - 2mD(r§\/[7X/) + 72||X/Hr2n>
0 Ng K

) (4.231)

/ 1 / ! 1 112 K /112 1 112

s+ X Yo + oz 1Y 12] e = St = 5 51213

1
B 264/ AN
Similar as for Equation (4.229), Equation (4.231) holds for all x # 0. The optimal lower estimate of
FE can be found be setting « equal to

Kneg i= r?%(Eest,neg). (4.232)

Solving Equations (4.230) and (4.232) is never done in the general case in this thesis. Instead explicit
results for upper and lower error estimates are derived for each considered quantity of interest defined
in Section 4.3. In the upcoming results, it is for simplicity assumed that the initial condition, ug, is
equal to zero.

Average temperature: In this case Y’ = Z' = 0 which implies that Equation (4.229) is reduced
to

1
E<
4NN

R

T
1
| (el 2ma (e, X+ S 1X3) (4233)

The corresponding lower limit of F, stated in Equation (4.231), is reduced to

E>—
—  4l\N

R

T
1
[ Rl — 2matrh X+ 51X R (1.231)

Theorem 7. Assume that fOT |12 dt # 0. Then the optimal value of K is equal to

T 1/4

X2 dt

K= f(gpuiH‘“ = KX/ opt- (4.235)
Jo Il d

Proof. The optimal value of k can be found by minimizing the estimated norm of E as

T
. 1
mm/ &2 1A 4+ ma(ry, X)) + —QHX'Hidt. (4.236)
k#0 Jo K

Differentiate with respect to x and set the expression equals zero imply that
g r2 2 2 !
; 26|rarllm = 51X Ml dt = 0. (4.237)
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Solving k gives that

T 1/4
X'||2 dt
K= M . (4.238)
et 112, dt
f() ||TM ||m
This value of k is a minimum since the second derivative with respect to kappa is positive, i.e.
e v S Xz ar)”
1 s 1 *,S 2‘ 1 / /12 3 0 m
——||ke® + —e® = - r dt 4+ = >0 4.239
e+ e =3 ), Wbt 3R (4.239)
O

Applying the optimal expression of x implies that

T
1
| Rl 2ot X+ X e

T
. / |2 dt )
0 7HX’,opt

T 1/2 T 1/2
X/ 2 dt T T ! 2 dt T
:<f””m) | il aee [ mm(rM,X’)dtJr(M) | 1R
0 0 0

R=KX/! opt

T 1 T
B +2/ mD(TE\/[,X/)dt-i-z/ HX’andt’
K=FKopt 0 K= Jo K

T T
Jo Il % dt S X2, at

T T 1/2 T T T 1/2
= ([ 1t [ i) 2 [ w0 de ([ R [ 1R )
0 0 0 0 0
T T T 1/2
—2 [ ot X der2( [l [ de)
0 0 0

(4.240)
and similarly
r 1
| @il = 2morh, X+ I ]
0 K K=K X/ opt (4 241)
T T T 1/2 '
_ _2/ (. X') df + 2(/ Hr'MH,idt/ X3 a)
0 0 0
The optimal error estimate of E can then be written as
T T T 1/2
B < gyt Jy marh, X1t + g (o 2 ae fy 1B ae) .

T T T 1/2
B> il [Tty Xt - g (ST I3t T 1573 )
Average heat flux: In this case X' = Z’ = 0 which implies that Equation (4.229) is reduced to

E<1/T R lrglim 207l Y Nl
0

4 ANR V )\NR

The corresponding lower limit of F, stated in Equation (4.231), is reduced to

1 T 2|, |2 2| V' 1
4 0 )\NR ANR K

1
+ EHY’H?dt. (4.243)

Similar as for Theorem 7, the optimal value of k is obtained if

T 1/4

AN Y'||2 dt

K= ( R,:Ffo ,H 2”“ =! Ky’ opt- (4.245)
f() HTMHm di
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Inserting the expression of Ky’ ., gives that

TR | 2l e | L,
A A K2 t
0 NR NR

K=Ky’ opt
2
K

T 2 2 T / / 1 T 12
Il e [l ede Y1
)\NR/O Ml H:RY/,opt )\NR 0 Mim ¢ K/z 0 ‘ K:HY',opt
T 1/2
(o e
D\ NR™ T 12 [Egvalt
Nr f() HTMHmdt 0

1/2
2 T Tl 12, dt T
b [ Il e+ Jo Il | v
VANg Jo

T
Ang Jo Y715 dE
1

T T 1/2
Y’th/ /2 dt
[ e [T i)
T T T 1/2
2 [l e+ ([ Il [ yzan) "
0 0 0

2 /T , , 2 /T o /T NV
r Y|, dt + r dt Y'||2 dt
o Jo 72 lallY [la TNR( ; 70 | ; 1Yll3 )

and similarly

(4.246)

/T 2yl 20wl Yl
0 )\NR >\NR
2

4.247
/THr?\J” HY,” dt + 2 (/T HTE\/[HQ dt/T”Y’Hth)l/Q ( )
m a .
Worall! e () et e

The optimal estimate of E can then be written as

1
+ v at

K=Ky’ opt

1/2
1 Ty / 1 Ty 12 r |2
B < 5 5 IrlallY a5 A (7 il at f 1Y) .
1/2 :
Ezﬁfo ||rh||m||Y’||adt—W(fo 17 Nl dt o IIY’Hadt) :

Final temperature: In this case X’ =Y’ = 0 which implies that Equation (4.229) is reduced to

1 T /~€2||T/ ||2 2
E<7( Bl gy 4 2 Z’2>. 4.249
<3( [ a5z (4.249)
The corresponding lower limit of F, stated in Equation (4.231), is reduced to
Bz [ a1 (4.250)
= 4)\NR 0 7/‘]\4 m 21%2 m:* :
Similar as for Theorem 7, the optimal value of k is obtained if
1/4
22N, || 2|2
K= (TNR/||2|“‘> Zopt- (4.251)
fO HTMHm dt
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Inserting the expression of Kz o gives that

T / 2
2 Il 2 %112
K /0 dt—{—?Hu |l

)\NR KR=RKZ opt
1/2 T 1/2
_ (2wl Zln /T I gy 4 o ( Jo lIrhe 0t 122 (4.252)
Jo llizdt ) Joo Awe 22127113 m
1 T 1/2
—2V3| 2 (5 [ Ihalae)
)\NR 0
and similarly
T /12 T
1 1 1/2
_Kz/ ‘|TM||mdt—ﬁ||Z/|’§1‘ :_2f2||2/||§1(/ ||r34||3ndt) . (4.253)
0 )\NR K K=K Z, opt )\NR 0

The optimal error estimate of E can then be written as

1/2
< L1212 (2 [ Iz de)
1213 (52 fy a2 ) U (4.254)

E
T
B> — L1212 (5 Jy i3 t)
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5 Numerical results

In this chapter, the numerical results are presented that is used to verify and show the applications of
the theory. Section 5.1 presents the results from the Spectral Decomposition. Sections 5.2 and 5.3
present the results for two different canonical load cases given by the macro-scale. Sections 5.4 and 5.5
present the numerical results from the error analysis. Finally, Section 5.6 presents the computational
advantages with Numerical Model Reduction.

5.1 Spectral Decomposition

The first step in order to find a reduced basis is to choose a proper base-reducing method. As discussed
in Section 3.2, both Spectral Decomposition and Proper Orthogonal Decomposition can be used. Due
to the linearity of the transient heat equation, the simpler Spectral Decomposition method is chosen
and hence the spatial modes can be estimated as the eigenvectors from the equation

AaMmo(Uq, 0u) + ag(ug, du) =0, You € Ug, a=1,2,...,N. (5.1)

In the numerical example it is assumed that p and ¢, are spatially constant and therefore the
linear transient heat flow equation that can be written as

. d _du . d K du K . d  du

pcpu—i—(h:Kdm:u—i-(mM(m:{k::%}:u—l—dxkdmz(). (5.2)
Throughout the numerical results, the constants p, ¢, and K are combined into one constant, £,
named the thermal heat constant. The numerical calculations are applied to materials with both
homogeneous and heterogeneous micro-structure. The results are presented for four different materials,
see Table 5.1. For the one-dimensional transient heat flow, this is produced by changing the thermal
heat constant, k, along the Representative Volume Element (RVE). Figure 5.1 shows how k varies
within the RVE. As it can be seen in the figure, there are one homogeneous material and three
heterogeneous materials.

Material 1 Homogeneous material, upper left in Figure 5.1.

Material 2 | Heterogeneous spatial divided into two different phases, upper right in Figure 5.1.

Material 3 | Heterogeneous spatial divided into two different phases, lower left in Figure 5.1

Material 4 Heterogeneous with spatial random k, lower right in Figure 5.1

Table 5.1: The table shows how the different materials are denoted.

For a specific distribution of the thermal heat constant, the generalized eigenvalue problem is solved.
It is verified that the relations

1 ifa=0b
0 ifa#bd

Ao ifa=0b

0 ifa#b (5:3)

mo (U, up) = { and  ag(ug, up) = {

holds, which indicates that the generalized eigenvalue problem is solved correctly.
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Figure 5.1: The figure shows the four different cases of how the thermal heat constant, k, varies
within the RVE. The upper left sub-figure shows a homogeneous material while the other sub-figures
represents different kinds of heterogeneous materials. In the upper right and lower left sub-figures, k
is either 0.1 W/(mK) or 1 W/(mK) depending on the spatial location. In the lower right sub-figure
k is assigned to be a random number between 0.1 and 1.1 W/(mK).

For the different materials defined in Figure 5.1, the corresponding eigenvalues can be seen in
Figure 5.2. In the figure the eigenvalues are sorted in increasing order and normalized with the
smallest eigenvalue. From the figure it can be seen that the amplitude of the first eigenvalues increases
rapidly. This indicates that only a few of the eigenvalues are needed to get accurate results since
high eigenvalues induces that £ becomes small fast, see Section 3.2. Another remark concerning the
eigenvalues is that they are all real, which they indeed shall be since the stiffness and mass matrices
are symmetric matrices.

Figure 5.3 shows the eigenvectors corresponding to the three smallest eigenvalues, for the different
materials defined in Figure 5.1. As expected for the homogeneous material, the eigenvectors will
be spatially sinusoidal with different frequencies, illustrated in the upper left sub-figure. A higher
thermal heat constant implies that the eigenvectors varies slower with spatial location, which can be
seen in the upper right and lower left figure. The discontinuities in the thermal heat constant implies
that the eigenvectors will have discontinues derivatives. Physically, this implies that there will be a
discontinuity in the heat flux in those points.
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Figure 5.2: The figure shows the eigenvalues for the different material given in Figure 5.1.
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Figure 5.3: The figure shows the first three eigenvectors for the four different materials given in Figure
5.1. As is can be seen in the figure, the eigenvectors for the homogeneous material will be spatially
sinusoidal while the heterogeneous material will have discontinues derivatives in the points where the
thermal heat constant is changed.
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5.2 Load case 1 - Ramp load of the macro-scale temperature

In order to evaluate the results, some canonical load cases are needed. For the RVE, this means that
the results are calculated for some boundary loadings given by the macro-scale properties @, 4, g and
g. Note that, the numerical example is just implemented in one spatial dimension which implies that
g and g will be scalars, from now on denoted g and §. The first load case that is presented consist of
the case when « is initially a ramp and later in the simulation constant, and g equals zero, see Figure
5.4. This implies that g is equal to zero and # is during the ramp constant and after the ramp zero.

10
350 f ; 9f
300 81
7 -
250 f
—. 6}
o g
=, 200 > 5
= =
1>
150 f - 4f
st
100 f
ol
50 .1
0 ' ' ' ' 0 ; . o »
0 0.2 0.4 0.6 0.8 0 0.2 0.4 0.6 0.8
Time [s] Time [s]

Figure 5.4: The figure shows the first load case that is applied. As it can be seen in the figure U is
matially a ramp and later in the simulation constant while g equals zero throughout the simulation.

From the calculated eigenvalues in Section 5.1, the derived ordinary differential equations, see
Equation (3.25), can be solved. Denote the mode activity coefficients as &,(t), a = 1,..., N, where
N is the number of modes. The first four mode activity coefficients &,(t), for respective material,
are shown in Figure 5.5. As it can be seen in the figure, every even number of &,(t) is equal to zero
for the homogeneous material. The reason is that the boundary condition implies that the solution
around the center of the RVE must be symmetric. Recall that in order to get the full micro-scale
solution the mode activity coefficient shall be multiplied with the corresponding eigenvector and be
summarized, see Section 3.2, according to the equation

N
u“(az, t) = Z ua(w)ga(t)' (5'4)

Since every even eigenvector is unsymmetrical, and hence not wanted in the symmetric solution for
the homogeneous material, every even &, must be equal to zero. For material 2, 3 and 4, which are
heterogeneous, the solution is no longer symmetric around the center of the RVE, which implies that
also the even numbers of £, will give a contribution to the solution.
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Figure 5.5: The figure shows the first four mode activity coefficients for each of the considered
materials.

At first sight, it might look strange that & is positive for material 2, while it is negative for
material 1, 3 and 4. The explanation lies in Equation (5.4) and the fact that &,(¢) is multiplied with
the corresponding eigenvector. From Figure 5.3 it can be seen that the first eigenvector is positive in
material 1, 3 and 4, while it is negative in material 2. This implies that the contribution from the
first eigenvector and mode activity coefficient to the micro-solution is always negative.

From the eigenvectors and mode activity coefficients, the full micro-scale solution can be calculated.
A typical solution to the RVE, for load case 1, is shown in Figure 5.6. The solutions in Figure 5.6
consist of the first three out of 30 modes. In order visualize the differences between the different
materials better, the stationary solution is taken away. The solution for the different materials in
this case is shown in Figure 5.7. From Figure 5.7 it can be seen that the transient solution varies a
lot between the materials. In the figure is can be seen that the solution is indeed symmetric around
the center of the RVE for the homogeneous material. For the second material, the amplitude of the
solution is larger for negative coordinates in the RVE. The reason is that the thermal heat constant is
smaller there. The shape of the micro-scale solutions are reflected by the eigenvectors for the specific
material, see Figure 5.3.
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Figure 5.6: The figure shows how the RVE solution typically looks like for the different materials.
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figure is produced with 30 free spatial nodes, 30 time-steps and 8 modes for each material.
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Figure 5.7: The figure shows the micro-scale solution for the different materials when the stationary
part of the solution is taken away. The figure is produced with 30 free spatial nodes, 30 time-steps
and 3 modes for each material.

One of the most interesting results is how accurate the reduced solution, compared to the full base
solution, is. Figure 5.8 shows the maximal temperature deviation in one node between the reduced
and full solution. From the figure it can be seen that material 1, at most basis, has larger deviations
to its full base solution compared to material 4. It can also be seen that every even mode does not
reduce the deviation for material 1. The reason is that material 1 is a homogeneous material and
therefore the solution is symmetric around the RVE. This error estimate is not a good error estimate
since all modes are needed to perform the error estimate. It is also just using information in one node
and disregards the information from the rest of the nodes. For better error estimates, see Sections 5.4
and 5.5.

Remark: For the first load case, the stationary solution is captured in the macro-scale part of Equation

(3.31). This implies that the results will be identical if the temperature is calculated with Equation
(3.31) or (3.34).
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Figure 5.8: The figure shows the mazximal temperature deviation in one node between the reduced and
full solution.

5.3 Load case 2 - Ramp load of the gradient of the macro-scale
temperature

In the second canonical load case u is zero, while g is a ramp. The load case is illustrated in Figure
5.9. By using the same approach as for the first load case, see Section 5.2, £,(t) are calculated, see
Figure 5.10. From the figure it can be seen that every odd number of &,(t) is equal to zero for material
1. The reason is that material 1 is a homogeneous material and hence the solution must be purely
unsymmetrical. In order to obtain a purely unsymmetrical solution, the odd eigenvectors must not
give any contribution, see Figure 5.3. But as it can be seen in Figure 5.3, the eigenvectors are non-zero
and thus all odd &,(¢) must be equal to zero in order to cancel the effect of these eigenvectors.
Figure 5.11 shows a typical micro-scale solution. In this case, the simulation is performed on the
different materials with 3 modes, 30 free spatial nodes and 30 time-steps. From the figure it can be
seen that the homogeneous material is indeed purely unsymmetrical around the center on the RVE.
In the same manner as for the first load case, it is easier to see the difference between the different
materials if the stationary solution is taken away. Figure 5.12 shows only the transient solution for
the different materials. Also in this figure, the unsymmetrical properties can be seen in material 1.
For material 2 there are, similar as for the first load case, more variation of the temperature in the
negative part of the RVE since the thermal heat constant is smaller there. From the figure it can also
be seen that the randomness in the thermal heat constant in material 4 gives a non-smooth solution.
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Figure 5.9: The figure shows the second load case. As it can be seen in the figure u is equal to zero
and g is initially a ramp load and later a constant.
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Figure 5.10: The figure shows the first four mode activity coefficients for the different materials.
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Figure 5.11: The figure shows how the RVE solution typically looks like for the different materials.
The figure is produced with 30 free spatial nodes, 30 time-steps and 3 modes for each material.
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Figure 5.12: The figure shows the solution of the micro-scale problem when the stationary solution is

taken away. The figure is produced with 30 free spatial nodes, 30 time-steps and 3 modes for each
material.

Figure 5.13 shows the maximal temperature deviation in one node between the reduced and
full solution. Similar as for the first load case, material 1 tends to have a larger deviation than
material 4. For the second load case, the stationary solution is not always captured by the reduced
solution for the heterogeneous materials if the temperature is calculated with Equation (3.31). If
the temperature instead is calculated with Equation (3.34), the stationary solution will always be
captured, independently of the number of modes. Thus, the error will be lower if the temperature is
calculated with Equation (3.34), if the material is heterogeneous. The reason that the error estimate
is the same for the homogeneous material depends on that the stationary solution is linear and can
thus be captured by the macro-scale in Equation (3.31). An illustration of this can be seen in Figure
5.14. From the figure it can be seen that for the heterogeneous materials, the error is significantly
lower if the temperature is calculated with Equation (3.34) compared to Equation (3.31).

Remark: Note that the boundary condition of the micro-scale problem can be more arbitrary compared

to the load cases. Both # and g can be pre-multiplied with an arbitrary constant and then added
together in order to get more versatile boundary condition on the RVE.
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Figure 5.13: The figure shows the mazimal temperature deviation in one node between the reduced
and full solution.
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full solution. The figure compare the error when the temperature is calculated with either Equation
(3.31) or (3.34).
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5.4 Error estimates with the energy norm

One of the main purpose with this thesis is to estimate the error that is introduced by reduce the
number of modes. This can be done in different ways, and the probably most simple error estimate is
already introduced and presented in Figure 5.14. However, there exists several disadvantage with
this simple error estimate. The probably biggest disadvantage is that in order to calculate the error
estimate, all modes are needed. Other disadvantages is that knowledge from only one node is used as
well as that a more versatile error estimate would be appreciated.

The goal with this section is to produce error estimates when the energy norm is used. In this
section, the same 4 materials that are presented in Section 5.1 are used. The numerical results are
performed on both of the different load cases. However, the results are similar for both load cases
and therefore only the numerical results for load case 1 is presented in this section. The interested
reader can find the numerical results for load case 2 in Appendix B.1.

By using the space-time formulation, given in Section 4.1, the energy norm is defined as

- 1F:= v Aol ). (5.5)

In order to apply error estimates, Cauchy—Schwarz inequality or the Parallelogram law is suitable to
use, but in order to use them the operator needs to be symmetric. Therefore, a symmetric counterpart
to Ap is defined as

A (u,v) == %[Ag(u,v) + Ag(v,u)], Vu,v € Un. (5.6)

The true error is denoted e and the error that is calculated from the symmetric error equation is
denoted e®. From Theorem 1 it follows that ||e|| < ||e®||. For more details about the error equations
and proof of the theorem, see Section 4.2. Even though ||e®|| is always larger than ||e||, the difference
is very small. In order to show the difference in a proper way, the quantity

e
el

(5.7)

is shown in Figure 5.15 as a function of the number of used modes for the different materials. From
the figure it can be seen that ||e®|| is always larger than ||e|| as well as that the difference between ||e||
and ||e®|| becomes smaller and smaller when more modes are used.

In Figure 5.15, the last three modes are not presented. The reason that the last mode is not
shown is because when all modes are used n — 1 = 0, which cannot be represented in a logarithmic
figure. The reason that the second and third last mode are not used is from computationally accuracy
effects. For specific setups of material, load case, number of modes and time-steps, the energy norm
of e and e® can be extremely small. For some setups, |le|| and ||e*|| become so small such that the
second and third last modes lies in the same magnitude as the numerical accuracy of the results. This
implies that the inequality ||e|| < ||e®]| is no longer guaranteed to hold independently of setup due to
numerical errors. With the computational accuracy aspects in mind, the second and third last modes
are thus not presented in the upcoming figures.
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Figure 5.15: The figure shows the quantity n — 1 for the energy norm as a function of the number of
used modes for the different materials.

By using the theory in Section 4.5.1, it is derived that the symmetric error can be estimated using
only the reduced modes by the equation

s s 2 2 1/2
lell < lle’]l < llegell = [l [l dt + 2{[uo —UR}tZOHm> : (5.8)

1 T
< VAN /o
where Ay, is the eigenvalue for the highest reduced mode, ug is the reduced solution, ug is the
starting temperature and

d
™ = — 1 — Zug?atgl (59)
=1

For simplicity, uo = ur|,_, = 0, which implies that

s 1 T 1/2
letall = (5= [ Iroliar) ™ (5.10)

R

In Section 4.5.1, it is further derived that a better error estimates can be produced if r,; is replaced
with

Npr d ) Np )
= —rar 4 ey = (1 =S ma(, ua)ua(m))a +3 (ug?at =S moul, ua)ua(ac))gi. (5.11)
a=1 =1 a=1
This error estimate is denoted
1 T 1/2
letugrarll = (5= [ Iriuliar) ™ (5.12)

Figure 5.16 gives a summary of the results when the energy norm is used. The difference between
|le|| and ||e®|| cannot be seen in the figure because they are too close to each other. But Theorem 1
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still hold and |[le|| < [|e”[], see Figure 5.15. Moreover it can be seen that both [lef || and [[eZs; .ol

give an upper estimate of the error as expected. Note that the error estimates are normalized with
||u||. This implies that 0.1 in the figure corresponds to 10% error and 0.01 corresponds to 1% error
etc. From the figure it can, for example, be seen that when half of the modes are used for material
3, the true error is approximately 0.036% and the estimated error, that only the reduced modes, is
0.076%. Thus it can be guaranteed that the true error is smaller than 0.076% for material 3 when half
of the modes are used without using knowledge from any higher modes. If 0.076% is a good enough
error estimate depends on the applications. If a better guaranteed error limit is needed, measured in
the energy norm, more modes have to be used.
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Figure 5.16: The figure shows the true error and error estimates for the energy norm as a function of
the number of used modes for the different materials.

From Figure 5.16 it can be seen that the ratio between the true and estimated error is not constant
with respect to the number of used modes. In order to visualize this phenomena the effectivity index,
7, is shown in Figure 5.17, where
s._ el _ leestl

|[€est,projll
= H6H7 Tlest = ”6” and Tlest,proj = esnprort, (513)

lell

From the figure it can be seen that 7° is always close to 1, which implies that ||e®|| is always close
to |le||. Since the true error is reduced a lot for high modes, while the estimated errors are almost
constant, both 1.5 and 7est proj are larger for a large number of modes. This phenomena is probably
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introduced during the discretization of the problem. The first two-third of the modes are probably
similar to the continuous modes, both for the true and estimated errors. For the true error, the last
third of the modes are probably mainly used to fit the discretization. The last third of the modes for
the estimated error, on the other hand, just uses estimated modes that will not fit the discretization.
Therefore, a larger overestimate of the results happens for the last third of the modes.

If this issue is introduced by the discretization of the problem, it should always be the last third of
the modes that produces a larger overestimate of the error. Figure 5.18 and 5.19 shows the same
results as Figures 5.16 and 5.17, but with 500 free spatial nodes instead of 150. From the figures it
can be seen that the larger overestimate of the error still happens for the last third of the modes as
expected.
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Figure 5.17: The figure shows the effectivity index of the energy norm as a function of the number of
used modes for the different materials.
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Figure 5.18: The figure shows the same results as Figure 5.16, but with 500 free spatial nodes instead
of 150. If the figure is compared to Figure 5.16, it can be seen that the shape the the true and estimated
errors are similar.
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Figure 5.19: The figure shows the same results as Figure 5.17, but with 500 free spatial nodes instead
of 150. From the figure it can be seen that it is still the last third of the modes that produces a large

value of Nest and Nest proj-

5.5 Goal-oriented error estimates

By using goal-oriented approaches, it is derived in Section 4.3 that is possible to estimate the error
with different quantities of interest. In Section 4.4 it is shown how error estimates are performed
when all modes are used and in Section 4.5 it is shown how error estimates are performed when only
the reduced modes are used.

The results from these, more sophisticated, error estimates are divided into three different sections
corresponding to the three different quantities of interest defined in Section 4.3. Section 5.5.1 presents
the average temperature results, Section 5.5.2 presents the average heat flux in one direction results
and Section 5.5.3 presents the final temperature results. The error estimates are performed on the
same 4 materials that are presented in Section 5.1.

In this thesis, the quantities of interest that is considered can be written as

T
Qo) = /0 mo (X, u) + an(Y;u) dt + mo(Z,w)],_. (5.14)

where X, Y and Z are arbitrary functions. For a given quantity of interest, the corresponding error
is given by F = Qp(e).
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In Sections 4.2.3 and 4.2.4 it is derived how Theorems 2, 3 and 4 can be used to estimate |E|.
From Theorem 2 it is derived that
[EL < {le®[Hlu™l (5.15)

where u** is the solution to the dual symmetric problem. This error estimate of E, never uses

the Galerkin orthogonality, which induces a large overestimate of the error. However, the Galerkin
orthogonality is applied in Theorem 3 which gives the error estimate

[E] <l (5.16)

The key in Theorems 2 and 3 are to use Cauchy—Schwarz inequality. From the Galerkin orthogonality,
it follows that the error estimate from Theorem 3 will always be sharper than Theorem 2. Therefore,
Theorem 2 is not implemented in the error estimates that only uses the reduced modes. Theorem 4
uses the Parallelogram law and therefore different error estimates of E is obtained dependent on its
sign as

1 1
E < —||lke® + —e**|?
4 K

5.17)
1 1 (
E > —"|re® — =e¥%|2.
4 K

From Equation (5.17), it can be concluded that

ke + Lexs|2, i E >0

B < e el e (5.19
7llke® — e , ifE<O.

The disadvantage with directly using error estimates performed by Theorems 2, 3 and 4, is that
all modes are needed. In order to find error estimates that are using only the reduced modes, |e®||
and ||e*® to be estimated. How ||e®|| can be estimated is presented in Equation (5.12) and in
Section 4.5.2 it is shown that and ||e**|| can be estimated as

o\ 2 112 1/2
V) de+2)12'03) (5.19)

le™

< letimall = ([ (1
»Proj 0 \/m

where Ay, is the eigenvalue corresponding to the highest used mode, X’ = X —IIpX,Y' =Y —IIRY
and Z' = Z — IIgZ. By using these error estimates of |e*|| and |e**||, |E| can be estimated with
Theorem 3 as

1B| < e (5.20)

est,proj || ||eest7pro‘j ||

In Section 4.5.3 it is derived how Theorem 4 can be applied using only the reduced modes as

P /
- 1X Y/ Y/ d i2 /112 L Z/ 2
+ HH?”M + Xl Y+ = Y] de+ 5 1ol + 55 127,

Qm/)\

2\\rwi+2ma<r;w,x> SIX72)

Trol /o0, 0 , (5.21)
/ / ! /
E>- /0 [MNR (R Ir4ell3 — 2morhy, X') + 1 X7)2)
1 , 1 1 2 1
- XY 7y’2}dt_7 2 L2
2*@%”&% + X mll Y7l + 5 Y7 5 1ol = 5,5 127

where £ is an arbitrary non-zero constant. For optimal error estimates, the value of k is different for
different quantities of interest. For details about expressions of k¥ and the error estimates it induces,
see Sections 5.5.1, 5.5.2 and 5.5.3.
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5.5.1 Average temperature as quantity of interest

The first quantity of interest that is presented is the average temperature in the space-time domain,

which is given by
1 T
Qo(u) = / / u dQ dt. 5.22
(u) 71050 Jy Jo, (5.22)

For this quantity of interest Y = Z =0 and X = %

Numerical results are performed for both load cases. In the first load case, where the macro-scale
temperature consists of a ramp, it is natural to use the average temperature as quantity of interest.
Thus, the results from load case 1 are presented in this section. The results for load case 2 are
similar, except for the homogeneous material which is symmetric and therefore has no error in average
temperature, see Appendix B.2.

The results of the error estimates for Theorems 2, 3 and 4 are presented in Figure 5.20. Note that
Theorem 2 gives a large overestimate since it never uses the Galerkin orthogonality. As it can be
seen in the figure, Theorem 4 gives a slightly better error estimate than Theorem 3 since Theorem 4
distinguishes between different signs of E. Note that in order to produce these error estimates, all
modes are needed.
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Figure 5.20: The figure shows the true error and error estimates that are performed on the different
materials with Theorems 2, 8 and 4. Note that all errors are normalized with |Q(u)].
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For this specific quantity of interest, Equation (5.19) is reduced to

e

S ||e*,s

1= (

est,proj

A

1 T 1/2
| ixipa)”,
Ngr JO

(5.23)

With this error estimate, Theorem 3 can be applied which is shown in Figure 5.21. From the figure
it can be seen that the ratio between the true and estimated errors grow a lot for the last third of
the modes. The reason behind this probably depends on the discretization of the transient heat flow
equation and is discussed in Section 5.4.
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Figure 5.21: The figure shows the true error and error estimates for the different materials when
Theorem 8 is applied. Note that |Eecst proj| uses only the reduced modes.

Also error estimates for Theorem 4, using only the reduced modes, are performed. When Theorem
4 is used, different error estimates are performed for different values on k. In Section 4.5.3 it is derived
that the optimal x is obtained if

KX’ opt = <
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With this value of k, F can be estimated as

|E| < |Eest,proj| =

The results when Theorem 4 is used can be seen in Figure 5.22.
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Figure 5.22: The figure shows the true error and error estimates for the different materials when
Theorem 4 is applied. Note that |Eegt proj| uses only the reduced modes.

When Theorem 4 is applied, different error estimates are performed dependent on the sign of E.
Figure 5.23 shows the upper and lower limit of E, performed with Theorem 4. From the figure it can
be seen that the lower bound is smaller than the upper bound and thus the error span is reduced
faster compared with Theorem 3.
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Figure 5.23: The figure shows the true error and its upper and lower limits when Theorem 4 is applied.

5.5.2 Average heat flux in one direction as quantity of interest

The second quantity of interest that is presented is the average heat flux in one direction. This
quantity of interest is given by

1 T
Qo(u) = TQD|/0 /Q e-qdQdt. (5.26)

Similar as for the first quantity of interest, numerical results are performed for both load cases. Using
the average heat flux in one direction as quantity of interest is suitable for the second load case.
Therefore, results for load case 2 are presented in this section. The results for the other load case are
similar and the interested reader can find the results in Appendix B.3.

For the homogeneous material, the error is equal to zero since the heat flux is proportional to
the temperature gradient. Therefore, the upcoming figures only shows result for material 2, 3 and
4. Figure 5.24 shows the true error and error estimates from Theorems 2, 3 and 4, normalized with
|Q(u)], as a function of number of used modes. Similar as for the average temperature, Theorem 4
gives a slightly better estimate than Theorem 3. The error estimate from Theorem 2 is not as good
as the other error estimates since it does not use the Galerkin orthogonality. Note that the absolute
value of the true error does not always go down if the number of modes is increased. The reason is
that the modes are constructed in such a way that the energy norm will be minimized when additional
modes are added. This implies that if the true error goes up or down with additional modes depends
on what quantity of interest that is used.
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Figure 5.24: The figure shows the true error and error estimates that are performed on the different
materials with Theorems 2, 8 and 4. Note that in order to produce these error estimates all modes are
needed.

Also for this quantity of interest, error estimates using only the reduced modes are performed. For
this specific quantity of interest, Equation (5.19) is reduced to

1= ([ i)

||e*’s|| S ||e:§f,proj

(5.27)

By using this error estimate of ||e

*,SH
’

reduced modes. The results can be seen in Figure 5.25.
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As derived in Section 4.5.3, a similar error estimate can be produced with Theorem 4. For this
quantity of interest

T 1/4
(e B -
KVY’,opt - T /192 . ( . )
Jo IIry % dt
With this value of x, E can be estimated via the equations
1 T, / 1 T 12 T <112 1/2
B < 5 Jo IrllllY et 5 A (Il e 1703 at) 50

T T T 1/2
B = 5 [ IVt = 5 (S It 1Y)

The results can be seen in Figure 5.26. In order to see how big the errors are, all error estimates
are normalized with |Q(u)|. From the figure it can be determined that when half of the modes are
used, the error is 0.026% from the true solution for material 3. The corresponding number when only
the reduced modes are used for error estimate is 0.48%. In a real simulation, only the 0.48% error
estimate is available since the other error estimates uses all modes. If maximal 0.48% error in average
heat flux in a desired direction is good enough depends on the application the theory is applied to.

Finally, Figure 5.27 shows the upper and lower limit of E, performed with Theorem 4. Similar as
for the first quantity of interest, the fact the upper and lower bounds are different implies that the
error span is smaller compared with the results obtained with Theorem 3.
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Figure 5.26: The figure shows the true error and error estimates for the different materials when
Theorem 4 is applied. Note that |Ecst proj| uses only the reduced modes.
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Figure 5.27: The figure shows the true error and its upper and lower estimated limits when Theorem
4 1s applied.

5.5.3 Final temperature as quantity of interest

The last quantity of interest that is presented is the final temperature. In this case the quantity of
interest is given by

1
Qo) = /Q g0 (5.30)

The results for the different load cases are similar for this quantity of interest. The results for the
load case that involves u are presented in this section, while the results for the load case that involves
g are presented in Appendix B.4.

The true error and error estimates from Theorems 2, 3 and 4, when all modes are used, are shown
in Figure 5.28. From the figure it can be seen that the true error becomes extremely small. The
reason that the true error becomes so small depends on the quantity of interest. Since the stationary
solution is captured by the macro-scale, only the transient solution will contribute to the error. But
for load case 1, i equals zero the last two-thirds of the simulated time, see Figure 5.4. This implies
that the transient solution is almost 0 when ¢ = T', and thus also the error. The reason that the
estimated error does not follow the true error probably has to do with the symmetrization procedure
introduced in order to use Cauchy—Schwarz inequality and the Parallelogram law, see Section 4.2.2.
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Figure 5.28: The figure shows the true error and the error estimates that are using all modes when
the final temperature is the quantity of interest. The results are produced with the first load case.

In order to study a more interesting load case when the final temperature is the quantity of interest,
the load case is slightly changed such that « is a ramp during the whole simulation. Figure 5.29 shows
the error estimates that are obtained for this new load case. From the figure it can be seen that the
overestimate is still large, but not as large as in Figure 5.28.

When Theorem 3 is applied, and only the reduced modes are used, Equation (5.19) is reduced to

e < lleci projll = 212 [lm- (5.31)

est,proj

The results from the error estimates with Theorem 3 is shown in Figure 5.30. Also similar results are
perform with Theorem 4. For this quantity of interest,

1/4

2A Z/ 2
KZ,opt = M (5:52)

Jo Il dt

which implies that
1/2
E < L ZI 2 (L T / 2 )

< \/5” B AN g, Jo Il dt (5.33)

T 1/2
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Figure 5.29: The figure shows the same results as Figure 5.28 with the difference that the load case is
changed. In this case u is a ramp during the whole simulation.
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Figure 5.30: The figure shows the true error and error estimates when Theorem 8 is applied as a
function of different number of used modes.

Figure 5.31 shows the results from Theorem 4. The error estimates are slightly better than Theorem
3, but there is still a large overestimate in all the error estimates. That the symmetrization of the
operator for some quantities of interest introduce a large overestimate is one of the main weakness
with this method. However, the estimated error when half of the modes are used in material 3 is
0.0015% from the true solution, which in many applications can be considered as good enough.
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Figure 5.31: The figure shows the true error and error estimates when Theorem J is applied as a
function of different number of used modes.

5.6 Gained computational time

The purpose of introducing Numerical Model Reduction (NMR) is to reduce the computational cost
of solving the micro-scale problem. Figure 5.32 shows the computational cost as a function of number
of used modes when 1000 free spatial nodes and 100 time-steps are used. In the figure it can be seen
that solving the generalized eigenvalue problem is the most time consuming operation. It can also be
seen that the computational cost of performing the error estimate is cheap, independently of number
of used modes. The computational cost of solving the micro-scale problem, when the eigenvectors and
eigenvalues are calculated, increases linearly when the number of modes are increased. Even though
it increases linearly, the computational cost is always small compared to the computational cost of
solving the generalized eigenvalue problem.
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Figure 5.32: The figure shows the computational cost of solving the micro-scale problem. The simulation
1s performed with 1000 free spatial nodes and 100 time-steps.

The micro-scale problem is also solved with a more common Finite Element (FE) approach, in this
thesis refereed to as the standard FE approach. In this method, the mass matrix M and stiffness
matrix K are calculated in the same way as for the modal approach. From these matrices, the
solution can be calculated as

Ma+ Ku=0 (5.34)

together with the same initial- and boundary conditions as for the modal approach. In this thesis,
Equation (5.34) is solved with standard Backward Euler. The solution from the standard FE approach
can also be seen in Figure 5.32. Since the standard FE approach does not use any modes, the
computational cost is constant independently of the number of used modes. This implies that when a
lot of modes are used, the standard FE approach is actually cheaper to compute, compared to the
modal approach. In the example shown in Figure 5.32, it can be seen that when more than 120 modes
are used, which corresponds to 12% of the free nodes, the standard FE approach is cheaper.

Remark: The computational results are performed with MATLAB. For the standard FE approach,
MATLAB needs to solve a system of linear equation for each time-step. This is calculated with the
\-command which is known as a fast operation in MATLAB [44]. The modal approach needs to find
eigenvectors and eigenvalues and its computational cost can probably be reduced if the algorithm is
implemented in, for example, C+-. This implies that that level where the standard FE approach is
faster than the modal approach, which in the presented figure is 12%, can probably be increased if
the algorithm is implemented in C++4.
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6 Summary and Conclusions

The micro-scale problem has successfully been solved for the linear transient heat flow equation when
First-order Computational Homogenization is applied on a Representative Volume Element (RVE).
The solution consists of a number of linearly independent modes. Numerical Order Reduction is
applied such that an arbitrary number of modes can be used, which induces a lower computational
cost. It is derived, and also verified in the numerical results, that the stationary part of the solution
can either be accounted for by the modes themselves, or pre-computed and implemented in the
homogenization procedure such that the stationary solution is always captured independently of the
number of modes.

The modes have been determined with Spectral Decomposition. Since the considered transfer heat
flow equation is a linear equation, only linear features need to be captured by the modes, which makes
Spectral Decomposition a natural choice. When Spectral Decomposition is applied to the transient
heat equation, the spatial modes can be estimated as the eigenvectors to the generalized eigenvalue
problem. A beautiful feature with Spectral Decomposition is that the activity mode coefficients,
which usually are determined by a system of coupled Ordinary Differential Equations (ODEs), can be
determined by solving a number of independently ODEs.

The theory is derived in three spatial dimensions, while the numerical example is only implemented
in one spatial dimension. In the numerical example, four different micro-structures are studied that
are models of homogeneous, two-phase and multiphase materials. All materials that have been
implemented in the numerical examples, have been verified against different canonical load cases.

An error analysis has been derived and implemented in order to estimate the error that is introduced
when the number of modes are reduced. Error estimates are performed with the classical energy norm.
The space-time formulation of the transient heat flow problem consists partially of a non-symmetric
operator. In order to apply Cauchy—Schwarz inequality for error estimation, a corresponding symmetric
space-time formulation is defined. It is proven that the energy norm of symmetric error is always
larger than the energy norm of the true error. Therefore, the symmetric space-time formulation can
be used to estimate the true error measured with the energy norm.

In order to determine both the true and symmetric error, measured in the energy norm, all modes
are needed. It is derived that Cauchy—Schwarz inequality can be applied to obtain upper and lower
bounds of the symmetric error, and thus also the true error, using only the reduced modes. Hence
the error estimates with Cauchy—Schwarz inequality can be applied for an arbitrary number of modes
to estimate if the solution is close enough to the true solution. If the solution is good enough, the
algorithm stops, and if not, additional modes are added to the solution and new error estimates are
performed. Note that, how good an error estimate needs to be in order to be good enough depends
on the application area.

The error is also estimated with different quantities of interest. For the different quantities of
interest, the error estimates are produced with the Galerkin orthogonality, together with either
Cauchy—Schwarz inequality or the Parallelogram law. Error estimates that are using either all modes
or just the reduced modes are performed. Considered quantities of interest in this thesis are the
average temperature, the average heat flux in one direction and the final temperature. For a given
application, the best suited quantity of interest can be applied and just an error tolerance has to
be defined. The proposed algorithm can then be used to construct the solution that consists of the
minimal number of modes that are needed to be within the given error tolerance.

For all error estimates approaches, excepts the final temperature, the true error is close to
the symmetric error. In these cases, the mayor part of the overestimate is performed with either
Cauchy—Schwarz inequality or the Parallelogram law. For the final temperature the symmetric error
is a large overestimate of the true error, depending on that only the transient solution will contribute
to the error. Both the canonical load cases that are considered, have a transient solution which is
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extremely small at the final time of the simulation. Therefore, also the true error is extremely small,
which implies that the symmetric error induces a large overestimate of the results. In this thesis,
another load case is tested when the final temperature is the quantity of interest, which has a larger
transient solution at the final time of the simulation. For this new load case, the true error is increased
and therefore the overestimate of the error is reduced. This discovery indicates how good the error
estimate becomes, depends what load case that is applied. The estimated error, for the case when the
overestimate is very large, is however between 0.01-1% depending on how many modes that are used,
which in many applications can be considered as good enough.

The ratio between the true and estimated errors is calculated in order to investigate if a specific
number of modes gives better error estimate. From this analysis, it can be concluded that the ratio
grows rapidly for the last third of the used modes, independently of quantity of interest, number of
time-steps and number of spatial nodes. The reason why the ratio grows for high modes probably
has to do with the discretization of the transient heat flow equation. When the last third of the
highest modes are added, the true error will decrease a lot since these modes are used to fit the given
discretization. This discretization fit for the highest modes will never happen for the estimated error,
since those modes are just estimated.
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7 Further work

A key property that is used throughout this thesis is that the equation that describes the transient heat
flow problem is linear. This implies that Spectral Decomposition is the natural choice for estimating
the spatial modes. Spectral Decomposition can only capture linear behaviour and a further work is to
derive a corresponding theory that captures non-linear behaviours as well. This can be done with
Proper Orthogonal Decomposition (POD), but how POD shall be used to determine the spatial modes
is non-trivial. In a recent study, so called transient training computations on the Representative
Volume Element have been performed in order to find an expression of the spatial modes [13]. An
outlook to this study can be to use a similar error analysis as in this thesis, combined with the ideas of
training computations. If this is done also non-linear equations, such as non-linear heat flow equations
and stress-strain equations, can be studied.

Another outlook from this thesis is to use Higher-order Computational Homogenization. As briefly
discussed in Section 2.2.2, Higher-order Computational Homogenization is of special interest when
there are high gradients in the macro-scale solution.

Even though several quantities of interest are considered in this thesis, other quantities of interest
can be implemented. One example of a quantity of interest that can be of interest, that is outside the
scope of this thesis, is the final heat flux in one direction.

As discussed in Chapter 5, the numerical results are only implemented in one spatial dimension.
Since the theory is derived in three spatial dimensions, there is no theoretical limit to only one
spatial dimension. Also, all numerical results are implemented in MATLAB, which is known to be a
slow language compared to, for example, C++ (in most applications). A further work could be to
implement the numerical results in three spatial dimensions and in another programming language.
In this thesis, these numerical improvements have been down-prioritized in favor of a larger error
analysis.
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A Basic functional analysis

In order to prove that the solution to the finite element problem is unique, the solution space and
test space need to be defined properly. As it is shown is this section, the uniqueness is guaranteed if
Lax-Milgrams Theorem is fulfilled. In order to do so, both the solution space and test space need to
be Hilbert spaces.

In order to reach a proper definition of a Hilbert space, this chapter starts with definitions and
examples of a vector space, Section A.1, a normed space, Section A.2, and a Banach space, Section
A.3. From those, the Hilbert spaces are introduced in Section A.4. Section A.5 presents Lax-Milgrams
Theorem and the important Sobolev spaces, which are subsets of the Hilbert spaces, are presented in
Section A.6. Finally, Section A.7 gives proofs to several statements in Section A.3 and Section A.8
gives a proof of Lax-Milgrams Theorem.

A.1 Vector space

A vector space E is a set containing certain kinds of elements. In order to obtain a valid vector space,
certain axioms needs to be fulfilled [45]. The formal definition of a vector space is defined as (quoted
from [45]):

Definition 1 (Vector space). By a vector space we mean a nonempty set E with two operators:
(z,y) = x4y from E x E into E called addition,
(A, z) = Az from R x E into E called multiplication by scalar,
such that the following conditions are satisfied for all z,y,z € E and o, 8 € F:
(a) v+y=y+x;
() (x+y)+z=x+(y+2);
(c) For every z,y € & there exists a z € B such that © + z = y;
(d) a(Bz) = (af)z;
(¢) (a+ p)z = (ax) + (Bz);
(f) oz +y) = ax + ay;
(9) lx = x.

If F =R, then E is called a real vector space and if ' = C, [ is called a complex vector space.
Examples of spaces that fulfill the vector space definition is not limited by the common scalar
fields R and C. For example a corresponding vector space in N dimensions, can be defined as

RN = {(le,fﬂz,...,LUN): X1,X2,..., TN GR}7

(A.1)
cV = {(z1,22,...,2N): 21,22,...,2n € C}.

From the definition of a vector space, it is also possible to define function spaces. Let X be an
arbitrary non-empty set and let [ be a vector space. By letting G be a space of all functions from X
to [E, the operations addition and multiplication of G can be defined as

(f +9)(x) = fz) +
(Af)(@) = Af(x

()

9(x), (A.2)
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If all the axioms (a)-(g) are fulfilled, the function space G is a vector space as well. By letting the
non-empty set X be an open subset of R, denoted (2, the following function spaces are vector spaces

as well:
C(€Q2) = The space of all continuous function defined on €2,

C*(Q) = The space of all continuous function defined on Q with continuous
partial derivative of order k,

P(£2) = The space of all polynomials defined on 2.

Another family of vector spaces that are of strong importance in functional analysis are the [P spaces,
which are defined as follows (quoted from [45]):

Definition 2 (I{P-spaces). Denote by [P, for p > 1, the space of all infinite sequences (z,)32, of

complex numbers such that Y7 | |zp|P < co.

A.2 Normed space

In basic calculus, the norm is defined as the length of a vector. The concept of a norm can be extended
as an abstract generalization [45]. The definition of a norm is then given by:

Definition 3 (Norm). Let & be a vector space. Then || - | : E — [0,00) is a norm on E if:
(a) |z|| =0, =z=0, VrekE.
(b) I\z]| = |||z, VAeER, VzekE.
(c) llz+yll <zl +llyll, Vz,ycE.
Note that condition (c) implies that a norm is always non-negative since
0 =0l = llz — 2| < [lz]l + [l=|| = 2[|=[. (A.3)

An equivalent definition of the norm is to have equivalence is condition (a). The condition that
=0, = ||z|| =0, Vz € E follows however from condition (b) since

10]] = [|0o]| = [o[[|o[} = of|o][ = 0. (A.4)

The most common norm is the Fuclidean norm, which on RY is defined as

loll = /o2 + a3+ ...+ 2%, == (z1,22...,27) €RN. (A.5)

From the definition of a vector space and the definition of a norm, it is now possible to give the
definition of a normed space, which simply says that (quoted from [45]):

Definition 4 (Normed space). A vector space with a norm is called a normed space.

A.3 Banach space

In order to reach the vector spaces that are used in the Finite Element Analysis (FEA), the definition
and properties of a Banach space is required [46]. Before the definition of the Banach space is given,
the definition of a Cauchy sequence is introduced (quoted from [45]):

Definition 5 (Cauchy sequence). A sequence of vectors (x,)52 1 in a normed space is called a Cauchy
sequence if for every e > 0 there exists a number M such that ||z, — x| < € for all myn > M.
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From the concepts of a normed space and a Cauchy sequence, a Banach space can now be defined as
(quoted from [45]):

Definition 6 (Banach space). A normed space E is called complete if every Cauchy sequence in IE
converges to an element in K. A complete normed space is called a Banach space.

The following normed spaces

LE=R, [-[I=]]

1/p
2B=P3a= (w122 wn.), ol = (TN leal?) ",

are Banach spaces, while

3. E=CH[0,1]), |fll = mazeoq|f (@),

is not. For proofs of these statements, see Appendix A.7.

One of the most important Banach spaces is the so called LP-spaces. In order to define the
LP-spaces, the concepts of a Lebesgue integrable function and logically integrable functions are needed.
The definition of a Lebesgue integrable function is given by (quoted from [45]):

Definition 7 (Lebesgue integrable function). A real valued function f defined on R is called a
Lebesgue integrable function if there exists a sequence of step functions (fn)5e, such that the following
two conditions are satisfied:

(a) 2nzy J 1l <00
(b) f(z) = 7" falx) for every x € R such that 37 | fu(z)] < .

Throughout this thesis, the space of all Lebesgue integrable functions defined on IR are denoted L*(IR).
The definition of a logically integrable function is given by (quoted from [45]):

Definition 8 (Logically integrable function). A function f defined on R is called logically integrable
if the integral fjf exists for every —oo < a < b < 00.

The LP-spaces can now be defined as (quoted from [45]):

Definition 9 (LP(R)-space). For a real p > 1, by LP(R) we denote the space of all complez-valued
logically integrable functions f such that |f|P € L'(R).

It can be proven that if the LP(IR)-space is equipped with the norm

I = ([ 1), (A6)

the LP(IR)-space is a Banach space. This can be done be first showing that LP(R) is a vector space,
followed up by that || f||, is a norm in LP(R) and finally shows that the space is complete.

A.4 Hilbert space

In order to define a Hilbert space, the definition of an inner product space is needed which is a bilinear
mapping defined as (quoted from [45]):

Definition 10 (Inner product space). Let [E be a complex vector space. A mapping (-,-) : ExXE — C
is called an inner product space in E if for any x,y,z € E and o, 5 € C the following condition are
satisfied:
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(a) (x,y) = (y,z) (the bar denotes the complex conjugate);
(b) {ox + By, z) = afz, z) + By, 2);

(¢) (x,x) = 0;

(d) (z,z) =0 implies x = 0.

A vector space with an inner product is called an inner product space. A couple of examples of inner
product spaces are

(A) E = l2 > = ($17$27 B P )7 <$, y>l2 = Zzozl InYn
(B) E=c((0,1)), (f.9)r> = Jy f(x)g(x)da.
For a given inner product space, its norm is defined by (quoted from [45]):

Definition 11 (Norm of an inner product space). By the norm in an inner product space E we

mean the functional by ||x|| = \/{(x, z).

From the definition of a Banach space and an inner product space, a Hilbert space can now be defined
as (quoted from [45]):

Definition 12 (Hilbert space). A complete inner product space is called a Hilbert space.

This means that a Hilbert space can be thought of as Banach space with an inner product equipped
satisfying ||z|| = v/(z,z). From the examples given as inner product spaces it can be seen that (A) is
a Hilbert space, while (B) is not since (C([0,1]), || - ||z2) is not a Banach space.

As introduced and mentioned in Section A.3, the LP(R) is one of the most important Banach
spaces. It is however only the L?-space, equipped with the inner product

(t9) = [ 19 (A7)

that also is a Hilbert space. In FEA context, functions are typically real-valued and defined in some
domain Q. By introducing a measure!, the inner product becomes

(f,g) = /Q fgdo (A8)

and the corresponding norm is given by

1/2
I£1= V) = ([ 1P an) " (A9)
Q
This implies that a real-valued function f will lie in the L2-space if

/ |f|?dQ < oo (A.10)
Q

and hence functions in L? are sometimes called square-integrable functions.

!The theory behind a measure is outside of the scope of this thesis.
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A.5 Lax-Milgrams Theorem

The probably most important theorem from functional analysis that is used in the FEA context is
Lax Milgrams Theorem [47]. In order to define Lax Milgrams Theorem, the concept of an bilinear,
bounded, and coercive operator is needed which can be defined as:

Definition 13 (Bilinear, bounded, coercive). Let (IE,(-,-)) be a Hilbert space. An operator ¢ :
E xE — R is called bilinear if

¢laz + By, x) = ad(z, 2) + Bé(y,2), Va,B € CVr,y,z € E (A1)
Bz, 0y + B2) = ad(x,5) + Bolz, ), Vo, B € CVa,y,z € E. |
¢ is called bounded if
lp(z,y)| < M|z||llyll, VYz,y € E, some M > 0. (A.12)
¢ is called coercive if
oz, ) > k|z||?, Vo €E, somek > 0. (A.13)

The theorem can now be stated as:

Theorem 8 (Lax-Milgrams Theorem). Let (IE, (-,-)) be a Hilbert space. Let ¢ : E xE — R be a
bilinear, bounded and coercive functional and let f : & — R be a bounded, linear functional. Then
there exists a unique Ty € E: ¢(x,zf) = f(x) Vo € E.

For a proof of Lax-Milgrams Theorem, see Appendix A.8. To put the theorem in the FEA context, x
can be thought of as the test variable and zy can be thought of as the solution variable. With this
notation, the variational form can be written as: Find 2y € IE such that

oz, 2p) = f(x) Vo € E. (A.14)

Hence Lax-Milgrams Theorem proves that the solution to the variational form is unique.

A.6 Sobolev space

One of the most important Hilbert spaces in the FEA context is the so called Sobolev spaces, which
can be defined as follows [45]. Let € be an open set in RY. Denote by @m(Q), m=1,2,...
the space of all real-valued functions f € C™(f2) such that D*f € L?(Q) for all |a] < m, where
a=(a,a9,...,anN), ai,as,...,ay are non-negative integers, |o| = a1 + ag + ... + ay and

olel f

aq a2 an
0x{" 0x5? ... 0xy

Df = (A.15)

Since D®f € L%(Q) it follows that for every f € um (©) the inequality equation

/ ‘ orlf ’dQ < (A.16)
o loxr0xg? . 0z '

must hold. By also letting g € C"(€2) the inner product of the Sobolev space is defined by

(f,9) =/ > DfD%gdQ. (A.17)

laf<m
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In the special case when 2 is a one-dimensional interval, I, and m = 1, the Sobolev is given by

UM ={f: f+ % e L3(I)}. (A.18)

Letting u,v € U! (I) gives that the inner product can be defined as

(u,v) = /u(a:)v(a:) + /()0 (x) dz (A.19)

I

and hence the corresponding norm is given by

lul| = (/Iv(a:)Q +U’(x)2dx>1/2 (A.20)

A.7 Proofs regarding Banach spaces

From section A.3 it says that the following normed spaces
LE=R, |-[=]-]
2 E=P32= (1,62 7n,...), ||’ = (zﬁzl yg;n|P)1/p

are Banach spaces, while

3. E=CN[0,1]), |fll = maz,eoqlf (@),

is not. This section gives proofs to the statements.

Proof. 1. Fix a Cauchy sequence (x,)5; in (R, |- ), i.e. |zp — m| — 0, n,m — 0.

First show that 3 € R such that |z, — z| — 0, n — oo. This can be done by first noting that
(r5,)52; is a bounded sequence since it is a Cauchy sequence, i.e. IM > 0 such that —M < z, < M

n=1
for all n. Then
lim sup z, € R (A.21)
n—oo

from the supremum axiom for R. By setting

x = lim sup xj (A.22)

n—oo k>n

it is proven that |, — x| — 0, n — oo since supy>,, 7} is a decreasing sequence in .
Now show that z, — =z in (R, |-|). By using the definition of x, see Equation (A.22), the identities

(A.23)

Ve >0dN: z,<z+eVn>N,
Ve >0VN dn>N:z, >z —c¢,

must hold. This implies that there exists a subsequence (zy, )72, of (z,)52; such that z,, — = in
(R,|-|). That all Cauchy sequence converges can now be shown from

lon — 2l = o — T, + Tn, — ]| < lon = 20, | + l2n, — 2l = 0n =00, (A.24)

and hence (R, | -|) is a Banach space. O
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Proof. 2. Fix a Cauchy sequence () in (IP,] - ||;»). First show that there exist a limit point x.

Set &, = (xgn) xén), e ,x,gn), ...),forn=1,2.... Consider
€0 — @l = (Zu,g)—x; >|p) > | — ™), Wko=1,2... . (A.25)

For all kg = 1,2,... (x](cn))n 1 is a Cauchy sequence in (R, |- |). But from the previous proof it is

|
known that (RR,|-|) is a Banach space. This implies that (x,(gn))n 1 converges in (R, |- |). Call this

limit x, and hence :v,(fz) — Ty, B — 00 Vkg=1,2,....

Now show that the limit point lies in [P. For a fix ¢ > 0 there exists a N > 0 such that
|€rn — Tmllir < € Yn,m > N. In particular

K
) oy — 2P < &, Vn,m > N, VK € N. (A.26)
Letting m — oo gives that
K
S e — apP < &, ¥n > N, VK € N. (A.27)
k=1

Minkovskis inequality says that: Let p > 1. If (z,,), (yn) € [P, then

0 1/p K 1/p K 1/p
(Dl wel?) ™ < (D ) "+ (D ll?) ™ (A.28)
k=1 k=1 k=1

Using Minkovskis inequality gives that

K 1/p K K
(S tenl?) " = (S tenle — o 4 2Pp) 7 < (3 e~ ) (2: er)" . (a20)
k=1 k=1 k=1

k=

Equation (A.27) implies that

K 1/p K 1/p K 1/p
(Z |xk|p> < (Z 7 —:):Ln)\p) + (Z ]x,(cn)\p) < e+ ||enllir < e+sup||z,|p < oo (A.30)
k=1 k=1 "

But the final expression is independent of K. Therefore it is allowed to let K tend to infinity which
implies that ||z||;z < oo and hence & € [P. Equation (A.27) now implies that =, — x, n — oo
in (1P, || - |l;»). Hence all Cauchy sequences converge in (1P, | - ||;») and thus (I?, || - ||;») is a Banach
space. ]

Proof. 3. In order to show that (C'([0,1]),max,e 1| f(x)]) is not a Banach space it is enough
to show that one Cauchy sequence does not converge. Consider f(z) = |z — 3| ¢ C([0,1]). Set

falz) =1/(—3)?+2, n=1,2,.... Then f, € C'([0,1]),n=1,2,... and

1 1 1

0 fule) = fla) =/ (@ = 3)*+ = = o = 3

, (A.31)
for all z € [0,1]. Hence ||f, — f|| = 0, n — oco. Thus (f,)52; is a Cauchy sequence in

(C1([0,1]), max,eo,1| £ (2)]) but it does not converge in (Cl([(;, 1)), maz e 11| f (x)]) since f ¢ C1((0,1]).
O
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A.8 Proof of Lax-Milgrams Theorem

Theorem formulation: Let (E, (-,-)) be a Hilbert space. Let ¢ : [E x E — R be a bilinear, bounded
and coercive functional and let f : [E — R be a bounded, linear functional. Then there exists a unique
el ¢(x,2¢) = f(x) Vo € E.

Proof. Fix y € E. Define a mapping y4 as

E>z® ¢(z,y) €R. (A.32)

Ys : IE — R is a linear operator since

yg(ax + Bz) = plax + Bz,y) = ad(z,y) + Bd(z,y) = ays(x) + Bys(2), Yo, € R, Va,y,z € E.
(A.33)

ys : IE — R is also a bounded operator since
s (@)] = [6(z, y)| < Myllllz] = Ma], some constants M, M < o0, Va,y € B.  (A.34)

Hence yg is a bounded linear operator. Riesz Representation Theorem gives that there exists a unique
A(y) € E, such that y4 = (a, A(y)) for all z € E. Now show that A : E — [E is a bounded linear
mapping. Consider

(z, Alay + Bz)) = d(z, ay + B2) = ad(z,y) + B (z, 2) =

\ A.35
= ala, Al) + Bl A) = (z,0AW) + (2. BA(2)). 3

Take the left hand side subtracted with the right hand side gives
(x, Alay + Bz) — aA(y) — BA(z)) = 0. (A.36)

Set x = A(ay + fz) — aA(y) — BA(z)) implies that

(A(ay + B2) — aAly) — BA(2), Alay + Bz) — aA(y) — BA(2)) = | Alay + B2) — aA(y) — BAR)|IP =0
which gives A0
Aloy + B2) —aA(y) — BA(z) =0 < Alay + 82) = aA(y) + BA(2) (A.38)
and hence A is linear. Prove that A is bounded by considering
(2, A(y))| = |¢(z,y)| < M||z[l]ly]|, some M < occ. (A.39)
Set o = A(y) implies that
[{A(y), Aw))| = [ A@)II* < M| A@) Iy (A.40)
which gives
AW < M|yl (A.41)

and hence A is bounded. In order to fulfill the proof by using Riesz Representation theorem once
again, it needs to be proven that A is a 1 — 1 and onto. Start by showing that A is 1 — 1, i.e.
A(z1) = A(z2) = =1 = 2. In order to prove this, use the coercivity of ¢, i.e.

o(z,z) > k||z||?>, VreBE, somek > 0. (A.42)
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Hence
kllzl* < (z, A(2)) < ||zl A2)| (A.43)

which gives that
1
lzll < ZllA)]l- (A.44)

If A(x1) = A(x2) the equation A(x; — x2) = 0 must hold. The 1 — 1 feature now follows since
1 1
lz1 — 22|l < A1 = 22)ll = L A(21) = Alz2)[| = 0, (A.45)

which gives x1 = xa.

Now show that A is onto, i.e. R(A) :={A(z): z € E} = [E. In order to prove this, first show that
R(A) is a closed subset in E. Pick yi,y2 € R(A) and let a, g be two scalars. Since y1,y2 € R(A)
it follows that there exists x1,zo € E such that y; = A(x1) and yo = A(xz). It also follows that
a1y1 + asys € R(A) since

a1y + agye = a1 A(x1) + a2 A(r2) = A(a121 + azxa) € R(A). (A.46)

By using this fact over and over again it is possible to add more and more y,, in the sequence and they
will always lie in the range of A. In particular, it is possible to define a sequence (y,)22; € R(A). It
is now proven that R(A) is closed if

yn >y inE = ye R(A). (A.47)

Pick (zy,)02, € E such that A(z,) = y, for all n. By using equation (A.44) it follows that

1 1
lzn = @m|| < Z1lA(2n) = Alzm) | = Lllyn = ym)l| = 0, n,m — oo. (A.48)

o0

Hence (z,,);2; is a Cauchy sequence in (E, || - ||). The fact that (IE, || - ||) is a Banach space implies
that (2,)52; converges. Call this limit . Since z, — x, together with the fact that A is continuous
(this follows from that A is bounded and linear), it follow that

Alzy) = A(z), < y,—yinE (A.49)

and hence y € R(A) which implies that R(A) is a closed subset in [E. From the closeness of R(A) the
Orthogonal Projection Theorem can be applied. Assume that R(A) # E. The Orthogonal Projection
Theorem implies that it is possible to write [E as the following decomposition:

E = R(A) @ R(A)*. (A.50)

Now pick z € R(A)\{0}. From the decomposition given by the Orthogonal Projection Theorem the
identity
(z,A(z)) =0 (A.51)

must hold for all z € E. In particular (z, A(z)) = 0. The coercivity of ¢ gives a contradiction since
k2| < é(z,2) = (2, A(2)) =0, = 2z=0. (A.52)

Hence the assumption R(A) # [E cannot hold which implies that A is onto. Riesz Representation
Theorem gives that there exists a unique z; € IE such that

f(x) = (z,xz¢), Vaek. (A.53)
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Since A is 1 — 1 and onto there exists a unique z; € [E such that xy = A(z;). This implies that
(x,xf) = (x, A(Ty)) = d(x,2f), Vrelk. (A.54)
Equation (A.53) and Equation (A.54) give that there exists a unique ¥y € IE such that
f(z) =¢(x,zf), Vzek. (A.55)
O

Helping theorems used in the proof of Lax-Milgrams Theorem are the Riesz Representation Theorem
and the Orthogonal Projection Theorem which are formulated as:

Theorem 9 (Riesz Representation Theorem). Let (I, (-,-)) be a Hilbert space and let f :E — C be
a bounded linear functional. Then there exists a unique xy € I such that f(z) = (z,xy) for all z € E.

Theorem 10 (Orthogonal Projection Theorem). Let (IE, (-,-)) be a Hilbert space and let 8 be a closed
subset in E. Then E =8 & $+, i.e.

VeeE,yeS, IzeSt: e =y+2z (A.56)
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B Additional numerical results from the error analysis

In this chapter additional figures from the error analysis are presented. Section B.1 presents results for
the energy norm. Sections B.2, B.3 and B.4 presents additional numerical results when the quantity
of interest is set to the average temperature, the average heat flux in one direction and the final
temperature. Both for the energy norm and the quantities of interest, the numerical results for the
different load cases are similar. Therefore, the description and interpretations of the figures is this
chapter are only brief. For more detailed descriptions and interpretations, see Sections 5.4 and 5.5.

B.1 Energy norm

In this section the numerical results for the energy norm when the second load case is applied is
presented. For more information about the similar figures that are produced for the first load case,
see Section 5.4. Figure B.1 shows the quantity n — 1, which is defined as

P
el

(B.1)

as a function of the number of used modes. From the figure it can be seen that n —1 is always positive
and therefore the inequality ||e®|| > ||e|| holds.

100 f
—+— Material 1
T —&— Material 2
107" Material 3
—=4A— Material 4

0 20 40 60 80 100 120 140
Number of used modes [-]

Figure B.1: The figure shows the quantity n — 1 for the energy norm as a function of the number of
used modes for the different materials.

Figure B.2 shows the error estimate that are performed. From the figure it can be seen that ||e*||
and ||e|| are close to each other and that both |lecs | and ||ecst proj|| give an overestimate of the results.
Figure B.3 shows the effectivity index as a function for the different error estimates, defined as

il

e (] [estpres]
5= = d = : . B.2
L T (B2
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For more information about the figures, see Figures 5.16 and 5.17 which are the corresponding figures
for the other load case.
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Figure B.2: The figure shows the true error and error estimates for the energy norm as a function of
the number of used modes for the different materials.
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Figure B.3: The figure shows the effectivity index for the energy norm as a function of the number of
used modes for the different material.

B.2 Average temperature as quantity of interest

In this section, the numerical results when the average temperature is the quantity of interest are
presented for the second load case. Figure B.4 shows the true error and the error estimates when
all modes are used. In the figure it can be seen that Theorem 2 induces a large overestimate since
the Galerkin orthogonality is not used. Figure B.5 shows the results when Theorem 3 is applied and
Figure B.6 shows the results when Theorem 4 is applied. Figure B.7 shows the upper and lower limit
of the error that can be determined with Theorem 4. For information about how the figure can be
interpreted, see Section 5.5.1 where similar figures are presented for the first load case.
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Figure B.4: The figure shows the true error and error estimates that are performed on the different
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Figure B.6: The figure shows the true error and error estimates for the different materials when
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Figure B.7: The figure shows the true error and its upper and lower limits when Theorem 4 is applied.

B.3 Average heat flux in one direction as quantity of interest

In this section, the numerical results when the average heat flux in one direction is the quantity of
interest are presented for the first load case. Figure B.8 shows the true error and the error estimates
when all modes are used. In the figure it can be seen that Theorem 2 induces a large overestimate
since the Galerkin orthogonality is not used. Figure B.9 shows the results when Theorem 3 is applied
and Figure B.10 shows the results when Theorem 4 is applied. Finally, Figure B.11 shows the upper
lower limit of the error that can be determined with Theorem 4. For information about how the figure
can be interpreted, see Section 5.5.2 where similar figures are presented for the second load case.
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Figure B.8: The figure shows the true error and error estimates that are performed on the different
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Figure B.9: The figure shows the true error and error estimates for the different materials when
Theorem 3 is applied. Note that |Eeg proj| uses only the reduced modes.
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Figure B.10: The figure shows the true error and error estimates for the different materials when
Theorem 4 is applied. Note that |Eecs proj| uses only the reduced modes.
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Figure B.11: The figure shows the true error and its upper and lower limits when Theorem 4 is applied.

B.4 Final temperature as quantity of interest

In this section, the numerical results when the final temperature is the quantity of interest are
presented for the second load case. Figure B.12 shows the true error and error estimates that are
using all modes. As it can be seen in the figure, the true error is extremely small. This depends on
that g is constant for the last two-third if the simulation time. Therefore, the load case is modified
such that g is a ramp during the whole simulation. The results for this modified load case can be
seen in Figure B.13. Figure B.14 and B.15 shows the numerical results when Theorems 3 and 4 are
applied. For information about how the figure can be interpreted, see Section 5.5.3 where the similar
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Figure B.12: The figure shows the true error and the error estimates that are using all modes when
the final temperature is the quantity of interest. The results are produced with the second load case.
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Figure B.13: The figure shows the same results as Figure B.12 with the difference that the load case is
changed. In this case g is a ramp during the whole simulation.
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Figure B.14: The figure shows the true error and error estimates for the different materials when
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Figure B.15: The figure shows the true error and error estimates for the different materials when
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