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Abstract

Real-time control of systems and processes has become a fundamental challenge dur-
ing the past few years. Todays numerical simulation must not only be reliable but should
also allow a dynamic interaction with a flux of information coming for instance from a
measurement device. In a Dynamic Data Driven Application Sytem (DDDAS), the simu-
lation is no more considered as an independent entity but included within a larger scope.
The main issue concerns the speed of the computation: how can we reach real-time while
ensuring a proper accuracy for the model 7 In this work, we developed a new approach for
the fast solution of transient equations based on the Proper Generalized Decomposition
method, that could be subsequently included in a DDDAS. This project intends to pro-
pose in particular a first step towards a time parallelization of the computation based on
a reduction of the model. The resulting speed-up proves to be quite promising for future
realtime applications, especially for problems involving several characteristic times.
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Introduction

Traditionally, when dealing with numerical models, one specifies static inputs : geomet-
rical parameters, material parameters, boundary conditions, initial conditions...They are
called static because they cannot be modified during the simulation. As soon as a param-
eter value is changed, the simulation has to be ran again. The associated computational
cost can therefore become heavy. Moreover this approach is not always satisfying because
simulation and reality are totally uncorrelated. This is a barreer to the efficiency and
the reliability of the numerical model. In order to be representative of the physical phe-
nomenom or at least of the image we have of it thanks to experimental measurements,
most of the models require a dynamic response of the simulation.

In that context, Dynamic Data Driven Applications System (DDDAS) appears to be
a very promising paradigm. A definition given by the National Science Foundation in
2006 presents DDDAS as a symbiotic feedback control system which can dynamically
employ simulations to control and guide the experimental measurements, to determine
when, where, and how it is best to gather additional data, and in reverse, can dynamically
steer the application based on the experimental measurements.

The idea that lies under the DDDAS approach is the realtime control of systems and
processes [7] [15]. Hence if we want to ensure a dynamic interaction between our simulation
and data coming from sensors for instance, we need the computation to be fast enough to
reach realtime. This is a challenge in itself because we have to ensure at the same time a
proper accuracy for the model.

At this point we clearly understand that the computation cannot entirely be performed
on-line. Part of the work has to be done off-line. The principle of the method we propose
in this report consists in computing a general solution, valid for a wide range of problems.
This latter is then particularized depending on the problem we are solving and finally the
on-line workload reduces only to postprocessing which proves to be relatively light. The
question arising then is: How can we compute this somehow “magical” general solution,
this somehow numerical abaqus 7. Actually, the answer is quite simple: since we con-
sider time/space as dimensions of the model, why not considering material parameters,
boundary or initial conditions as dimensions too 7

We will see that classical mesh-based methods are not suited to the simulation of
models defined in a space of high dimension. We have to employ another method in order
to circumvent or at least alleviate the “Curse of Dimensionality”. Among the available
options, the Proper Generalized Decomposition (PGD), based on an a priori decomposition



of the unknown field, allows a significant reduction of the complexity of the model and
proves to be a very interesting alternative to classical methods.

In the first part of this thesis report, we outline the limits of classical discretization
methods when dealing with multidimensional models. We focus more precisely on the
solution of the transient heat transfer equation. Both linear and non-linear cases are
considered. After presenting the principle of the PGD method, we detail the different
steps necessary to the construction of a solution under a separated form. Moreover, we
propose an ambitious model in which the initial field of temperature is considered as an
additional coordinate. This model opens new perpectives concerning Data Driven Inverse
Identification.

We present in the second part a new kind of approach for solving transient problems
based on a parallelization of the computation. We propose to split the time domain and
to distribute the workload to several processors in order to take advantage of multicore
architectures. We explain how the PGD makes it possible and what are the main issues
associated to this concurrent approach: two options for time parallelization are detailed.

We expose then several methods in order to control and reduce the error caused by
the reattachment of the local solutions at the interfaces of the time subdomains: min-
imization techniques (least squares, additional constraints...), classical and “optimized”
overlapping. Because the primary objective of the parallelization is to increase the speed
of the computation, we address results concerning the parallel speed-up in the chapter 7.

Finally, in order to illustrate the interest of this theoritical tool, we apply time par-
allelization to the simulation of an industrial process recently developed for composites
manufacturing: the ultrasound welding.



Part 1

A multidimensional model for the
heat transfer equation
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Chapter 1

The Proper Generalized
Decomposition

1.1 The failure of classical mesh-based methods

Despite the impressive progress in computer performances during the last decade and the
development of multiprocessors platforms and multicore processors, many problems en-
countered in computer science remain intractable because of their tremendeous complexity.
Among these problems we can distinguish two main categories.

e On one hand, the transient problems involving several characteristic times. A clas-
sical example is the modeling of the degradation of a plastic material. A simple
reaction-diffusion equation can be used to describe this phenomenon. Nevertheless,
two characteristic times have to be taken into account. The first one, correspond-
ing to the chemical reaction responsible for the degradation of the material at the
microscopic scale, is of of the order of some microseconds, Tmicro ~ 10™°s. But in
order to evaluate the consequences of this reaction on the mechanical characteris-
tics of the material, the total simulation time should correspond to several years,
Tmacro == 10 years = 3.108s. Obviously, the solution of such a problem with clas-
sical mesh-based methods like finite elements or finite differences is not achievable,
because we would have to solve 3.10'3 1D, 2D or 3D problems!

e On the other hand, models defined in a space of high dimension. Many models
encountered in computational science involve a tremendeous amount of dimensions
as for example kinetic theory description of complex materials, quantum chemistry
involving the solution of Schrédinger equation, financial mathematics for credit mar-
kets modeling. In those cases, the number of dimensions can easily reach 50, which
corresponds to a complexity of 10'% in a classical mesh-based framework, if we con-
sider only 100 elements per dimension. 10%° being the presumed number of particles
in the whole universe, we will never be able to deal with such a quantity of degrees
of freedom using computers: this is the so-called Curse of Dimensionality.
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We could think however that the examples we just mentioned are not very common
in mechanical engineering and that in most of the cases classical methods are sufficient.
Actually, these methods show some limits even for very simple problems. In order to
illustrate this idea let us have a look to the parametric heat transfer equation. For a
unidimensional domain of length L this equation writes,

ou 0u ,
E—kw —f m Q—Qt@Qz == [O,tmax]®[0,L] (11)

u(z,0) = ug (x)

uw(0,t) =u,  u(L,t) =wu (1.2)

The common approach is to solve this equation for a single value of the thermal con-
ductivity k considering the temperature u as a function only of x and t. However, if we
want to modify the value of k because we don’t know precisely the characteristics of the
material we are studying, we have to run several simulations for different values of k. This
brute force approach can become really time consuming and doesn’t guarantee a satisfying
result.

A more interesting approach consists in incorporating k into the coordinates of the
model, and finally compute a solution w (t,z, k) defined in a 3D tensorial product space
Q =00, ®Q, and valid for any thermal conductivity within the domain of variability
Q. Unfortunately, this idea relatively simple at first sight faces the issue already men-
tioned before. If we use a Finite Elements Method (or finite differences, finite volumes...),
the number of degrees of freedom scales exponentially with the number of dimensions.
Thus the addition of extra-dimensions is very penalizing. If for each dimension (x,t,k) we
consider a mesh of 100 elements, which is relatively coarse, the complexity already reaches
106.

Mesh-based method are not suited to the calculate the solution of this kind of prob-
lems. Another method is required in order to deal with highly multidimensional models.
We need a mathematical tool able to reduce the complexity of the model. Several options
are available. Most of them are based on a finite sum decomposition of the unknown
field. This decomposition can be done a posteriori and allows the extraction of a basis
of functions, representative of the solution. We can mention the Proper Orthogonal De-
composition (POD), also called Karhunen-Loéve decomposition, and the Singular Value
Decomposition (SVD). However, we would like a method able to reduce the complexity of
the solution without having to compute this latter. Several solutions to this problem have
been developed. In particular, the Proper Generalized Decomposition (PGD) based on a
separated representation of the solution appears to be a very promising alternative. We
expose in the next section the main principle of this method and how it can be applied to
heat transfer modeling.

12



1.2 PGD: A way to circumvent the Curse of Dimensionality

Pierre Ladeveze [11] interested in multiscale models, was looking for a method able to
deal with a large number of linear evolution problems resulting from a nonlinear iterative
strategy which is global in time. The objective was to reduce computational costs. Within
the context of non-linear non-incremental solver LATIN, he developed the so-called radial
approximation. This technique consists in approximating the solution by a sum of radial
functions (called modes in the PGD). Each radial function is the product of a time function
and a space function, so the solution of the space/time problem finally reads,

N

u(t,z) ~ ZTZ (t) - Xi (x) (1.3)

i=1

where N is usually of some tens. The key of the method is it’s ability to reduce the
number of degrees of freedom: the complexity of the model scales linearly. If we consider
1000 elements for each dimension and 10 radial functions (N=10) the complexity is 10*.
With an FEM approach, the complexity scales exponentially and would be in that case
106,

The PGD is a generalization of the radial approximation for the solution of Partial
Differential Equations defined in a tensorial product space V =V} ® Vo ® --- Vp where
{Vl}fi , are separable Hilbert spaces. For instance, if the unknown field u we are trying
to determine depends on x, t but also on Q parameters (p!,--- ,p?), we can approximate
it by a sum of modes, each mode being a product of functions, as follows,

u(t,opt, . p?) ~ ST X (0) B () P2 (»°) (1.4)
i=1

The challenge is then to construct a separated representation of the solution without
knowing a priori this latter, not even an approximation of it. This is not trivial because
the basis functions used to approximate the solution are built on the fly. The idea is to
introduce the separated representation of the solution into the weak form of the problem.
Two approaches can then be implemented,

e Galerkin formulation.
e Minimization of the residual.

The mathematical anlysis of those methods is the subject of current research work, but
the results provided up to now prove to be very satisfying. In both cases, an alternating
directions fixed point algorithm is used. Let us illustrate this notion by coming back to
the example of the 1D parametric heat transfer equation (1.1), where the source term f is
constant for the sake of simplicity. If we consider the conductivity k as an extra-coordinate
[4], the separated representation of the temperature field writes,

13



N

i=1

The previous approximation will be constructed through an iterative process. If we
suppose the approximation known at iteration n, at iteration n+1 we have,

u" T (k) = u (k) A Toat (8) - Xog (@) - Ky (k) (1.6)

For alleviating the notation, let us replace Tp, 11 (t) - Xpq1 (2) - Kpg1 (k) by R(t) -
S (z) - W (k). The alternating fixed point algorithm consists in considering successively
2 functions out of 3 as known and to compute the remaining one. Hence, we will first
consider that S and W are known and we will obtain R. From the just computed R and
the previous W, we will compute S and finally from the updated R and S we get W. This
operation is repeated until reaching convergence. The mode n+1 corresponds finally to
T (8) = R(8), Xyt (2) = S (), Knps (k) = W (k).

Computing R (t)

The weak form of the 1D Heat transfer problem at iteration n+1 writes,

. 6’U,n+1 aQunJrl
/Qu< ke —f)dQ_O (17)

where Q = Q; ® Q, ® ;. and the test function is chosen equal to,

W =R*(t)-S(z)- W (k)+R(t)- S (x)- W (k) + R(t) - S () - W* (k) (1.8)

Since we assume that S and W are known, it finally simplifies to v* = R*(t) - S (z) -
W (k). Introducing the separated representation of the solution at iteration n+1 into 1.7,
we obtain:

2
/R*-S-W B ogw _pr dQ:—/R*-S-W-H”dQ (1.9)
Q dt dx? Q

with H", the residual at iteration n, writes,

HZZ(E’Xi'Ki_k'E'W'Ki>_f (1.10)
=1

The weak form finally reduces to:

14



/QtR*-((wl-sl-

dR
E—U}Q'SQ'R)CH,

nan (1.11)
:_/QtR*. <;(wi'sé'ﬁ_wé'3 -E)—wg-s;;-f)dt
Using the following notation for the coeffcients r, s and w
[ o= Jo, RMt s1= [q S%dx wi = Jo, W2dk ]
r2=Jo, R-Gldt s2=Jo S fngdx w2 = Jo, kW*dk
ry = th Rdt 53 = sz Sdzx w3 = ka Wdk (1.12)

si= Jo, S GXide wi = fo kW Kdk

dax?

rh = Jo, R-Tidt  si= [ S Xdx

wh = fo, W - Kidk

This equation is the weak form of an ODE defining the time evolution of R and we can
solve it using for example Discontinuous Galerkin. If we come back to the strong form, it
can be solved using finite differences among several other possibilities.

Computing S ()
Here the test function takes the form u* (z,t, k) = S* (¢t) - R(t) - W (k).

The weak form writes,

2
/S*-R-W B ogw _pr dQ:—/S*-R-W-H”dQ (1.13)
Q dt dx? Q

Using the previous notation, it reduces to:

. d*s
/xS -<(w1-r2-5—w2-r1-w>da@

* = i i i PXG
:—/QIS- Z wy -1y Xy —wy - TE - 72 —ws-r3- f|dx

i=1

(1.14)

This corresponds to an elliptic steady state boundary value problem. In order to solve
it, we can apply any discretization technique (FEM, FVM) on the weak form or we can
come back to the strong form and use finite differences for instance.

d2s n o
wy-Te - S —woe Ty - :Z wy - T -

15



Computing W (k)

Finally, using the just computed R (¢) and S () we can obtain the last field W (k). In
that case the test function to be used is u* = W* - R () - S () and the weak form of the
problem is,

dR d?s
/W*~R~S M osow — kRS W dQ:—/W*~S-R~H”dQ (1.16)
Q dt dx? Q
That reduces to:
W*'(Sl-TQ-W—TQ-Sl-]C-W)d]C
Qp

=— W*-<§:(sé~ri-Ki—ré-si-k-Ki)—83-7“3-f>dk:
B i=1

(1.17)

The corresponding strong form being:
51'TQ'W—TQ'Sl']C'W:Z(Té'SZ'}C'KZ’—Sé'Ti'KZ’) +s3-r3-f (1.18)
i=1

We can notice that this equation doesn’t involve any derivative with respect to k, and
this is in accordance with the original equation. This algebraic equation is then very few
time-consuming from a computational point of view. It confirms that the addition of extra
coordinates is not too penalizing when using the PGD method.

Up to now we only focused on a linear heat transfer, the conductivity being consid-
ered as a constant. Nevertheless, many industrial applications involve conductivities that
depend on the temperature in a more or less complex fashion and the problem becomes
non-linear. The next chapter is devoted to the description of a multidimensional solution
for a non linear heat transfer.
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Chapter 2

Nonlinear Heat Transfer Modeling

In order to expose clearly the problem, let us consider a simple example of non-linearity.
The conductivity k depends linearly on the temperature u, that is tosay k =a + b-u
where a and b are constant. The corresponding heat transfer equation writes,

%—%<(a+b-u)-a—z>=f (2.1)

Keeping in mind that our final goal is to obtain a solution general enough that could
be used for real-time control of experiments or manufacturing processes, we propose to
solve this equation for any value of the parameters a and b within a domain of variability
that we define a priori. To do so, we introduce a and b in the coordinates of the model,
and we obtain the following separated representation :

N
u(t,z,a,b) =Y T;(t) - X; (x) - A (a) - B; (b) (2.2)
=1

defined in a 4D space 2 = Q; ® Q, ® Q4 ® Q.
This problem cannot be solved directly, a linearization step is required. Two incre-
mental strategies for treating the presence of the non-linear term wu - % are addressed in

the following section.

2.1 Incremental linearizations

The first linearization strategy we employ consists in considering that at iteration n+1,
the nonlinear term u"*! . %;1 can be evaluated using the solution at iteration n and
then be replaced by the term u' - %L:. This term being actually known, it is moved to the
right hand side of the equation and acts like a source term. Therefore, the equation to be

solved at iteration n—+1 reads,

17



—a :!fﬂ—b——

ourtlt gyt a ( , ou"
ot 92 Oz <“ ' ) (23)

Doing so we make a relatively strong assumption and as we demonstrate in the chapter
4 devoted to numerical results, the convergence of this method depends on the way the
right hand side of the equation is updated.

Another option is to consider that the conductivity depends only on the temperature

calculated at the previous iteration [5]. The term u"*! . a%: is then partially evaluated

using the solution at iteration n and replaced by the linear term " - B%an . The linearized

equation takes the form,

(2.4)

ot o2 " or oz

n+1 2, n+1 n+1
du d%u ba<un_au >:f

We can proceed in several ways in order to compute this solution. The first approach
consists in performing the same kind of calculation we did in the linear case, except than
this time we have a fourth dimension corresponding to coefficient b, characterizing some-
how the importance of the non-linearity in the model. In that case, after introducing the
separated representation of the temperature field, equation 2.2, an alternating directions
fixed point algorithm is performed.

Let us detail now one iteration of the calculation of the function B, ;i considering
that n iterations have already been performed. For the sake of clarity, the mode n+1
corresponding to the product Tj,41 (t) - Xyy1 (2) - Apyi (a) - Bpya (b) is denoted R (t) -
S(x) W (a)-V (b).

The weak form of the problem writes,

. 8u”+1 aQun+1 ou™ aun+1
/Qu< ot - Ox? _b'ﬁ' Oz T g2 _f>_0 (2:5)

R, S and W are fixed and the test function u* is chosen equal to V*- R-S-W. Finally,
the weak form becomes:

dR d*S ds
% . _ T . B: R .
/V RSW[(dtSaRdx> -V b(Z Z)Rdxwv
- ) . n
—b- (> T - Xi-Ai*Bi |R-—5 - W -V dQ:—/V ‘R-S-W-H"d
i=1 dx @
(2.6)

18



where H", the residual at iteration n writes,

" dT; “ A’ X; “ dX;
Hn:zdtz'Xi'Ai'Bi_aZTi'dz -A; - B; —b<ZTi'd—Z'Az"Bi>
i=1 i=1 i=1 r
. . . 2. (2.7)
Z: - Aj - B —b<ZﬁXXrAr&>'§:ﬂ'¢£'&”&‘“f
=1 i=1 j=1
Let us introduce at this point some notations in addition to 1.12:
_si:f g.ds  dXigo gl _f g . dXi X5 00 ]
6 Qg dx 7 Qg dx dx z
. 2 .
rg=Jo, B*-Tdt  sy= [ S 55 Xida wy = Jo, W+ Ada |5 g)
rg—fQRT T;dt sg—fQ Xi-dzgjdx wg—fQWA - Ajda
Thereby the weak form simplifies to,
/ v <T2~81~U)1 — 71-89-wy — bZ(s%—}—s’S) -Té-wé-BZ) Vdb
2 i=1
:—/Q v* Z Ty SE-wE —Th sy w Z( ) gj wg - Bj | Bi —rs - s3-ws
b i=1 j=1
(2.9)

The corresponding strong form is an algebraic equation, it doesnt’ involve any deriva-
tive with respect to time or space. Therefore, the addition of coefficient b in the coordinates
of the model has a moderate impact on the total computational cost. Nevertheless, we
didn’t take advantage of the work that has been done for the linear problem.

We already computed the solution of this problem in the linear case, that is to say for
b=0.It corresponds actually to the 3D solution we exposed in the previous part, except
that the coefficient k is denoted here a. We have a separated representation of this solution.
It would be then very interesting from a computational point of view to use these modes
for the calculation of the solution for the non linear problem.

We can build a 4D solution from the 3D solution by multiplying each mode com-
puted upstream by a unit function that we denote 1p. If for instance 50 modes have
been necessary to obtain a converged solution for the linear problem, then the separated
representation of the solution for the non-linear problem can be written as,

50 Q
u(t,x,a,b)% ZEXZAllB —|—ZT]X]A]BJ (210)
i=1 j=1
Solution of the linear problem Corrective Modes
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The new modes that are calculated act then as a correction of the linear solution.
This allows us to save computational time because less modes will be necessary to obtain
a converged solution. The linear problem provides a good guess for the solution of the
non-linear problem and it appears quite logical to use it as a starting point.

2.2 Another alternative: Newton’s linearization

The Newton linearization assumes that the function value is close enough to some guess
value [5]. Then we can assume that the solution at iteration n+1 is close to the solution
at iteration n, and can be written,

u" ="+ @ (2.11)

where % is small compared to u”.

This method is theoritically more efficient because it exhibits a quadratic convergence
rate if the initial guess is close enough to the solution we are looking for. The iteration n
refers here to the Newton iterative procedure. It has no relation with the mode n of the
separated representation of our solution, unlike what we saw in the incremental approach.
In order to avoid any confusion, we will use the index k for Newton’s iterations. The

non-linear term wu - % can be linearized using a two-variable Taylor expansion,

R P R P

Using this new expression to replace the non-linear term in 2.1, we finally obtain that
the increment % is the solution of a linearized problem whose weak form writes,

~ 2~ 2,k ~ k 2~
R (R et A e P
Q

ot 0a? 022 Tor oz D2
ouF 0%k p 0%k aur\’ (2.13)
:/Q“ J = Tage TP “‘axﬁ(a—x) d

With the Newton linearization is then slightly different. In the incremental approach,
we compute our solution mode by mode, updating the left hand side of the equation by
adding new terms corresponding to the just computed modes. Here, we are interested
in the increment @ that doesn’t correspond to one mode only but a group of modes.
Indeed, assuming that @(z,t,a,b) can be written in a separated form, the solution of
2.13 is computed using the PGD method. We are not going to detail how the modes are
calculated but the process is exactly the same than described previously.

Once we reach convergence, we update the solution by adding the increment %. A new
problem similar to 2.13 can then be defined and we proceed the same way to compute the
next increment. The calculation stops when the norm of the increment is small enough.
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Figure 2.1: Newton’s linearization

Thus we have two nested iterative procedures : Newton and PGD. For each iteration
of the Newton’s procedure, we have to apply the PGD method in order to compute the
increment and store it in a separated fashion.

The key point of Newton’s linearization is the choice of an initial guess. It has to be
close enough to the final solution so the required number of iterations can be reduced. It’s
even more important for us because one Newton’s iteration is quite costly from a compu-
tational point of view. Besides the cost associated to PGD, we have to take into account
that the problem to be solved for computing the increment becomes more and more com-
plex as we move forward. Indeed, the term u* is updated at each iteration, and this leads
to the introduction of numerous terms into the equation. Thus, this linearization method
is much more demanding and the associated computational cost makes it less interesting
than incremental approaches. We finally decided not to implement this strategy.
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Chapter 3

Introducing fields in the
coordinates of the model

Until now we only considered a multidimensional problem where the additional coordinates
were scalar quantities: k, a or b. As we mentioned previously, our final objective is to
compute a general solution of the heat transfer equation that could be incorporated for
future applications into a DDDAS. The introduction of the thermal conductivity as a new
coordinate was a first step. Nevertheless this model is not completely satisfying and can
be improved by incorporating the initial condition, that is to say by introducing the initial
field of temperature in the coordinates of the model.

3.1 Parametrization of the initial condition

The challenge is to compute a solution valid for any initial condition: w (t,z,k,uo(x)).
In order to achieve this purpose, we must define one (or several) new dimensions which
represent the initial field up(x). In other words, we have to parametrize the initial con-
dition. The first idea would be to use the nodal values corresponding to a linear finite
element approximation on the calculation mesh. Indeed, if we use a classical finite element
discretization in space the initial condition writes,

Nnodes )
uo (@)= D ujp-¢' (x) (3.1)
i=1
i1 Nnodes . ;1 Nnodes
where {¢'},_ """ are the delta Kronecker shape functions and {uf},_;"" are the

corresponding nodal values.

This choice is not reasonnable because the mesh used for the computation has to be
fine enough to guarantee a proper accuracy for the model. Then parametrizing the initial
condition through those nodal values would lead to the addition of some hundreds of
new coordinates. Even if the PGD based method is very good at dealing with highly
multidimensional models, the associated computational cost would become unacceptable.
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Actually, we don’t need so many nodal values to represent the initial condition. In most
of the cases, ten values or less are enough. Especially if we use higher order interpolation.

Thus an auxiliary grid, much coarser than the one used for the computation, is built
and is only used for the construction of the initial field of temperature. The index c refers
to the variables related to this coarse mesh, and the nodal values associated to this mesh
are denoted p’. The initial condition becomes,

Nc
uo (r) = Y1’ - ol (x) (3.2)
j=1

The choice of the number of nodes composing this second mesh has to be done in
accordance to the interpolation that will be used to construct the initial temperature
profile. Indeed if we use a linear interpolation, the required number of nodes to fit a
curvilinear profile is obviously higher than for a polynomial interpolation. Moreover we
will see that not only the number but the position of the nodes can be crucial. Let’s
just remark here that because we are dealing with a 1D problem, the first and the last
node of the coarse mesh correspond to the boundaries. Then the associated nodal values
are in fact used to parametrize the boundary conditions. This remains valid only if we
are imposing constant Dirichlet Boundary conditions. Finally our magic solution, our
numerical abaqus, will contain the solution of the heat transfer problem for any initial
condition and any constant Dirichlet boundary conditions !

3.2 Interpolation

Among the several available options, we chose to focus only on the linear interpolation
and an higher order interpolation coming from Newton’s polynomial basis. The linear
interpolation is the classical tool used in many discretization techniques: finite elements,
finite differences. It is based on the use of piecewise linear functions defined with the delta
Kronecker symbol.

ol (ah) =6l = { b= (8:3)

0 else

However, linear interpolation fails to approximate accurately an initial field whose
variations are smooth, unless we use a lot of nodes. But as we mentioned before, our
objective is to use as few nodes as possible so the number of parameters for the initial
condition and then the number of new dimensions of our model are compatible with the
computational cost we can afford. Here appears the necessity of using another type of
interpolation, more complex but much more efficient, for modeling realistic scenarios.

Newton polynomials represent an interesting alternative to the piecewise linear func-
tions. This interpolation method is also called Newton’s divided differences interpolation
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Figure 3.1: Linear approximation

polynomial, because the coefficients of the polynomials are computed using divided differ-
ences. For a given set of points (mi, pi) corresponding respectively to the location of the
nodes in the auxiliary coarse mesh and the associated nodal values, we are interested in
finding a polynomial basis ( L a2

o5, ,¢£V ’3) such that our initial condition writes,

Nc
up (z) = Y97 -l (x) (3.4)
j=1

Newton’s interpolation consists in finding the unique polynomial of least possible de-
gree that passes through all the points from the set. But it doesn’t provide directly the
basis we are looking for. Some work has to be done. Initially, we know that the interpo-
lation polynomial I (z) reads,

Nc i—1
I(z)= z:l ¢i-ni(z) where n;(z)= l_IO(ac —xj) (3.5)
i= j=

and ¢; = [yo,- -+ , ;] is the divided difference defined as:

co = [yo] = Yo
a = [yo, ] = L= (3.6)
¢ =lyo, v,y = [ylvyzf"7ng]v;£y£(;y1f",yj71]

Then we can notice that each nodal value y; (except the last one) is multiplied by sev-
eral polynomials from the Newton basis when constructing I (x), because they are present

25



90

80r

70r

601

501

Phi(x)

40

30-

I I I I I I I I I
0 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1

(a) Polynomial functions (b) Polynomial approximation

Figure 3.2: Polynomial approximation

in several divided differences. For instance yo will be multiplied by a linear combination
of all the polynomials in the basis. Hence we need to find a general expression for the
polynomial multiplying each nodal values, in order to obtain the equality,

Nc Nc
I(x)=) ci-ni(x)=) p dl(z) (3.7)
i=1 j=1
We propose the following expression,
: 1 ik n () (=)™
Pl (x) = —— — nj(x) + Z — — (3.8)
I, (ZL; Ai) il | i (Zmzj ' Am)

where A; = x; — x;_1 corresponds to the step length.
If the nodes are equidistant, then A; = H Vi, and the previous expression reduces to,

' Nc n (2) (—1 I+j
=25 —ll()! 35- j))!Hl1

I=j

(3.9)

The issue we face when using a polynomial basis like Newton’s polynomial is the so-
called Runge phenomenon. Indeed, some functions are very difficult to approximate using
polynomials. The error increases with the number of nodes, which is quite paradoxal.
One of the existing solution is to use a grid whose distribution of nodes is denser close to
the edges. Such a set of nodes can be obtained by computing the roots of the Chebyshev
polynomials of the first kind. They are called Chebyshev nodes and their general expression
on an interval [a, b] writes,
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b b— 2 —1
xi:a; + 2acos< 2271 7r> (3.10)

where n is the number of nodes to be constructed. Let’s illustrate the necessity of
using Chebyshev nodes by taking the example of the function f: z — ﬁ On a regular
grid that is to say with equidistant nodes, Newton’s polynomial are unable to approximate
this function. We observe oscillations close to the edges as shown on figure 3.3 whereas
the interpolation built from Chebyshev nodes gives much better results.

3.3 Construction of the multidimensional solution

We are finally able to represent the initial field of temperature with a reasonnable amount
of parameters. This allows us to build a separated representation of the solution and to
compute the modes on the fly thanks to the PGD. The strategy is then relatively simple.
In order to calculate a solution valid for any initial condition or at least for a large range
of configurations, we consider that each nodal value p’ has the same domain of variability
Qp = [Dmin; Pmaz), where the bounds pp,in, and pr,q, are fixed a priori. We use the variable
p in the rest of this report for the nodal values. Finally, the separated representation of
the temperature field writes,

N
u(tok,p',ph ) = ST () X (2) - K (k) B (p)- PE(p) -+ BV (p) (3.11)
=1

which is defined in a space of dimension 3+Nc, 2 = ; ® 0, ® U, ® 2, @ - - ® Q.
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Each function composing a mode is computed using the alternating directions fixed
point algorithm. Let’s illustrate here one iteration for the calculation of the function P!, ;.
At iteration n+1 the solution reads,

u = 4 Ty (1) X (2) - Kt (K) - Paiy (0) -+ P (p) (3.12)

For alleviating the notation, the second term of the right hand side of the previous
equation is replaced by R (t)-S () - W (k) - V! (p)--- VN¢(p). The method consists then
in introducing this separated representation in the weak form of the problem. In order
to calculate V!, all the other functions are fixed and the test function takes the form
w=V¥. R-S-W. .V2...VN¢ The weak form of the problem writes,

2
/Vl*-R-S-W-VQ---VM(@-S — k-R-ﬁ
Q

1 2 Nc
= dx2>-W-V V2 VN

(3.13)
:—/Vl*-R-S-W-VQ---VNC-H”dQ
Q

where H", the residual at iteration n, writes,

dT; 1 N & d*X;
o XK B BT - ’“;T da?

CK;-PL...PNe — § (3.14)

n
H" = Z
=1

This equation reduces to:

/ VY (ry sy wp — 11 - S9-wa) - w3 -0l Vidp
Qp

n
:—/ 7 <Z(ri-sé-wé+ré-si-wi>-vgi---vé\[“-Pf + r3-33-w3-v§---vévc-f>dp
O i=1
(3.15)

The coefficients r,s and w have already been introduced previously in 1.12. The same
logic is used for the new coefficients appearing here, and then for j € [1, N¢] we have :

v = Jo, VVidp vh=[o Vidp 3= [q VI Pldp (3.16)

Finally if we come back to the strong form of the problem, the evolution of the quantity
V1 is described by an algebraic equation of the form:

a- V=38P + - f (3.17)
=1
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Depending on the precision we want to ensure, the introduction of the initial field
of temperature in the coordinates of the model will lead to the addition of around 10
new scalar dimensions, each one corresponding to a nodal value on the coarse mesh. But
the increase in the complexity of the model is not too penalizing. Indeed, as we saw in
the previous section for the function W (k) associated to the thermal conductivity, each
equation describing the evolution of a modal function V* (p) doesn’t involve any derivative
with respect to time or space. All are algebraic equations and so they are very light from
a computational viewpoint.
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Chapter 4

Numerical experiments

4.1 Linear model

The equation to be solved is the transient heat transfer equation with time-dependent
source term. First, we are interested in the 3D model involving the thermal conductivity
k as a coordinate of the model. Thus the general solution is sought under the form,

N

u(z,t, k) ~ ZTZ(t) - Xi(x) - Ki(k) (4.1)
i=1

In our experiment the domain of variabilities are : €, = [0,1], €, = [0,1], Q =

[0.1,1]. The approximation of the modal functions X;(x) is performed by using 1D linear
finite element shape functions on a uniform mesh consisting of 100 nodes. Finite differences
are used for the functions 7;(¢) and K;(k), and 100 nodes are considered for each dimension.
The source term is f(z,t) = sin(nz) - exp(—10¢) and the initial and boundary conditions
are defined as follows,

{ up(x) =5z - (1 —x)
(4.2)

u(t,0) =u(t,1)=0

Since we don’t know a priori the number of terms required in the finite sum, that is
to say the number of modes, that have to be computed, we solve the same problem using
finite differences for several values of the thermal conductivity k. The solutions we obtain
are used as references and compared to the PGD solution. We define the error at each
time step as,

2
f Uko (tz‘,.%') — UPGD(ti,x,kO) dx
Error(t=1t;) = e ( o ) (4.3)

Jo, (UK (ti,2)) da
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Figure 4.1: Convergence of the PGD solution

Mode | ||Ti(¢) - Xi(z) - Ki(k)|[
1 7,50.10~ "
2 1,73.10~1
3 2,51.1073
4 2,27.1076
5 4,80.1077

Table 4.1: Comparison of the norm of the modes

Then using this relation it’s possible to get the evolution of the error with respect
to the number of terms in the finite sum decomposition. On figure 4.1, we illustrate the
convergence of the PGD method for a conductivity k=0.2. As we can observe, the required
number of modes is relatively small: with only 10 modes the error reduces to 5.10~. The
notion of “model reduction” makes perfect sense here. The complexity of the model has
been reduced. Indeed on one hand ,the classical mesh based method, finite differences in
this case, involves 10* degrees of freedom and is only valid for one value of k. On the other
hand the PGD solution with 10 modes is valid for any thermal conductivity between 0.1
and 1 and exhibits a complexity of 3.103.

As we can see on figure 4.2, the norm of the modes decreases quickly. For the sake of
clarity, only the five first modes are represented here but we can see how fast it converges.
Indeed, the influence of mode #5 on the global solution is almost negligible compared to
modes #1 and #2. In table 4.1, we detail the Lo norm of the first modes and we can notice
that the difference between the first and the fifth is more than 6 orders of magnitude.

The other very interesting characteristic of this 3D PGD solution is that it entails
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Figure 4.3: Snapshots of the temperature field vs the thermal conductivity

the possibility to represent the field of temperature with respect to the conductivity k.
This is important if we want to optimize the value of the conductivity to be used or if
we want to do some inverse analysis. Let’s imagine that we don’t know the conductivity
of the material but we have access to the temperature at some points (actually one point
is enough if it is not on the boundary) of our 1D domain (a bar for instance). Then
our solution constitutes somekind of numerical abaqus in which it’s possible to find the
conductivity according to the experimental values we have. Thus, crossing the value of the
temperature at a point for different times and comparing those datas to several snapshots
of our numerical model, allows us to determine accurately the conductivity of the material,
figure 4.3.

34



4.2 Nonlinear model

The case we considered in the previous section is quite academic, and is not really represen-
tative of the majority of the problems we encounter in an industrial framework. Actually,
most of the time we need to take into account the evolution of the thermal conductivity
with respect to the temperature. Indeed for a solid material the thermal conductivity is
given by the relation,

k= o (1+ab) (4.4)

where )\g is the conductivity for a temperature of 0K, a is a specific coefficient for
the material and @ is the temperature in Kelvin. Thus, as presented in chapter 2, we
introduce two coefficients a and b, such that the conductivity reads now k = a + bu and
we are willing to compute a solution

N
u(t,x,a,b) ~ ZTZ(t) - Xi(x) - Ai(a) - Bi(b) (4.5)
i=1
The main consequence of this more evolved expression for the conductivity is the
introduction of the non-linear term u% in the equation. A linearization strategy has to
be used. Among the several possibilities, we chose to focus on two different incremental
strategies. For more details concerning the associated methodology and algorithms, one
can refer to chapter 2. In order to compare and evaluate the efficiency of these two
strategies, especially their convergence rate, we study a manufactured problem. The
principle is to impose a solution, to replace it in the heat transfer equation and to compute
the source term that one should use.
We consider equation 1.1 where,

Franuf = 207 cos(2mt) (z—2%)+ |20 + (600b(z — ) — 100b) - (sin(2rt) + 2)|(sin(2t) + 2)
(4.6)

The exact solution of this problem, depicted on figure 4.4, is

Uegact = sin ((27t) +2) - (10x - (1 — x)) (4.7)

The domains of variability we consider for the 4 coordinates are respectively ; = [0; 2],
Q, = [0;1], Q, = [0.05;0.5] and €, = [0.005;0.05]. A finite element approximation
is used for space functions X;(x) with a mesh of 500 nodes. The approximation of
the modal functions T;(t), A;(a) and B;(b) is performed by using a finite element dis-
cretization with meshes of 1000 nodes for time and 20 nodes for the thermal coeffi-
cients. Again, it’s important to underline that the PGD allows us to circumvent the
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curse of dimensionality by alleviating the complexity of the model. Indeed in a classi-
cal mesh-based framework, the complexity of this 4D model would be Ndofscassic =
5.102.103. (2.101)2 = 2.108. Considering a pessimistic case for the PGD approach, where
100 modes would be necessary to reach convergence, the complexity reduces neverthe-
less to Ndofspcp = (103 + 5.10% 4 4.101) - 10? = 1,54.105. Therefore, the complexity is
divided by 103 !

Nevertheless, two options can be considered. The first one consists in solving the non-
linear problem from scratch, by imposing only the initial and the boundary conditions
from the manufactured problem. The second one, is based on the following idea: since
we are able to compute a general solution of the linear problem as we did in the previous
section, why not using this latter as a starting point for the solution of the nonlinear
problem. This should allow us to reach convergence faster, and it appears to be more
interesting from a computational point of view.

Our main conclusion concerning the convergence of the method when solving the linear
problem was that about 30 to 40 modes were necessary to reach convergence as illustrated
on figure 4.1. Given the fact that we are not solving exactly the same problem, and in
order to get rid as much as possible of the error coming from the solution of the linear
problem, we compute 50 modes. Then, the principle is to use those 50 modes as initial
modes for the calculation of the solution for the nonlinear problem.

On figure 4.5 we compare the convergence of the model for both incremental strategies
with a=0.1 and b=0.01. The first approach, for which the non linear term is computed
using the solution obtained at the previous iteration, offers a faster convergence (blue
curve). The error decreases quickly thanks to the first 5 modes, that are really repre-
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Figure 4.5: Convergence when using mode by mode iteration

sentative of the physics, and then the additional modes bring a small correction to this
global tendency: finally with only 10 modes, the solution is converged. On the other hand
the second linearization strategy consisting in a progressive update of the conductivity,
requires more modes before reaching convergence (green curve). This is actually quite
logical because the linearization doesn’t affect the equation to be solved in the same way.
With the first method, only the right hand side of the equation is modified from one itera-
tion to the other: the source term is updated. But, the second method leads to an increase
of the number of terms in the left hand side of the equation because the solution used
to compute the conductivity is more and more rich (it contains more and more modes).
Each time a new mode is computed a new term is added as follows :

ountt 9 , Ountl n n
ot _%<a+b B Ox )Zf:>u+1:u +Xn+1'Tn+1'An+1'Bn+1
(4.8a)
aun+2 o naunJrQ o 6un+2
5 —%<a+b-u 5 )—%<b'Xn+1'Tn+1'An+1'Bn+1' o )—f
(4.8b)

At each iteration we compute only one mode, we update the linearized term with this
latter, and we obtain finally a new problem to solve: the number of increments is equal to
the number of modes.

Another possibility is to compute a group of modes at each iteration and update the
linearized term only after calculating this group of modes. Each iteration of the loop is
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Figure 4.6: Convergence when computing group of modes

then more demanding from a computational point of view but the number of iterations
required to reach convergence is logically smaller as we can observe on figure 4.6.

The size of the mesh used for the discretization of the dimension corresponding to
coefficient a is fixed during the solution of the linear (20 nodes). Thus, the only grid we
can modify here is the one used for the approximation of the modal functions B;(b). On
figure 4.7, we can see that the influence of the mesh is negligible. The evolution of the
error is comparable for the 3 cases we studied : 5, 10 and 20 nodes.

The main outcome of the use of the linear solution is the significant reduction of the
number of modes to be computed before convergence. With less than 10 modes the solution
is converged and the error reduces to 0.003 . This can be explained by the fact that the
coefficient b is much smaller than a. Therefore the terms of the linearized equation that are
multiplied by this latter have much less influence on the global behaviour of the solution
than the ones involving the coefficient a. And finally, the linear solution turns out to be
a very good starting point for the nonlinear problem.

4.3 Dynamic Data Driven Inverse Identification: Cauchy
problem

We are interested here in solving the transient heat equation on a 1D domain where
the boundary conditions are only known on one side. On the other side, we have no
information about the condition to be used. In order to solve this kind of problem, we
impose the so-called Cauchy boundary condition which consists in fixing both Dirichlet
(i.e. temperature) and Neumann (heat flux) conditions on one side of the domain. Our
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Figure 4.7: Influence of the discretization for coordinate b

objective is to identify the evolution of the temperature at the end of a bar where we cannot
put any measurement device because of confinement issues (radioactivity for instance),
only by measuring the temperature and the flux at the other end of the bar. The main
difficulty occurs when the temperature to be identified has strong and sudden changes in
time. Are we able to describe correctly the amplitude of those changes and the moment
it happens ¢ This is particularly important to detect any dysfunction in the process we
are monitoring. Our ability to react quickly and properly and then prevent any risk,
relies on the accuracy of the method when identifying the time evolution of the unknown
temperature.

ou 0u )
5 k2 =0 i [0itme] ®[0; L] (4.9)
U(IE,O) = uO(:C)
u(0,t) = ug(t) (4.10)
52(0.1) = g(t)
Actually, we want to perform inverse identification. Given a set of temperature values
\ Nb y Nb
{uz } and fluxes values {qg} E coming from measurement devices put at the left end

9)i=1 i=
of the bar, we have to identify the time evolution of the temperature at the right end,

denoted O(t). The problem is depicted on figure 4.8.
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Figure 4.8: Cauchy problem

Let us consider that a measure of the temperature and the flux is performed every
At seconds. As we explained in the chapter 3, thanks to the Proper Generalized Decom-
position approach, we are able to compute a multidimensional solution of this problem,
including the initial and the boundary conditions (if constant Dirichlet) in the coordinates
of the model. Then, the idea here is to compute this general solution on a time interval of
length At, parametrizing the initial and the boundary condition with a second mesh much
coarser than the one used for the calculation. The first and the last node of this new mesh
correspond respectively to the left and the right boundary, and the nodes in between are
used to build the initial condition with a classical 1D linear finite element approximation.
The solution is then sought under the following separated form,

Nmodes

wpp (te.ph . p¥) = 30 Tilt) Xi(a) - Pl (p) - BN (p) (4.11)
=1

where Nc is the number of nodes in the coarse mesh. Once we have this general solution,
we can particularize it using the values provided by the measurements. We suppose here

that the initial field of temperature (u%, e ,uév C_l) is known. The only value missing is
the one on the right boundary corresponding to the coordinate p™¢, but it can be identified

solving a simple problem. Indeed, since we know the value of the flux at time t; = At,
denoted here q;, the temperature 8 we wish to calculate is the solution of the equation,

dupcp
ox

(x=0,t=At,p' = u;,p2 = u%, Y uévc_l,ﬁ) = q; (4.12)

Finally the problem is treated locally. The unknown temperature corresponds actually
to the boundary condition that should be used for the local problem on the sampling
interval [0; At] in order to obtain the correct value for the flux on the left at t = At. More
generally, if we denote 60; the value of 0 at time t; = iAt, we have the general algebraic
equation,
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Nmodes
0X; i i c— Nc—1)i c i
j=

At this point, it’s important to understand that we are making an important assump-
tion concerning the evolution of the temperature in between 2 measurement points. We
consider that the temperature at the boundaries is constant. Indeed, in the equation we
are solving, the general PGD solution is particularized using the boundary condition at
the end of the interval, that is to say at ¢ = At. In order to match the flux measured at
time ¢t = ¢;, denoted qé, we consider a boundary condition on the left which is constant
and equal to uy. This inevitably leads to the introduction of an error, as soon as the
temperature profile is not constant. Actually we introduce a discontinuity at each time
step, because the values we consider for the boundary condition on the left are successively
u;, ug,

In order to set values for parameters {pi}i]\:;l we need an initial condition for each
local problem. For the first iteration, we use the initial condition for the global problem,
but then at the next iterations, a projection is required. Indeed, for the local problem on
the time interval [iAt; (7 + 1)At] the initial condition to be used is the temperature field
computed at the end of interval [(i —1)At;iAt]. But this latter is defined on the fine calcu-
lation mesh, while the initial condition is defined on an auxiliary coarse mesh. We are not
going to enter into too much details here because the projection step is explained chapter
5. Nevertheless, it’s important to mention that this projection leads to the introduction of
some error because the initial condition is approximated with a small number of piecewise
linear functions. The error can be reduced by increasing the number of parameters for the
initial condition, but the number of coordinates in the model and then the cost associated
to the computation of the solution becomes more important.

We evaluate the reliability of this method by considering two test cases. For the first
one, the temperature at the right boundary is a ramp function: constant at the beginning,
followed by a sudden linear increase. In the second test, we consider a discontinuity.

4.3.1 First test: Ramp function

To set up those numerical experiments, we first solve a slightly different problem, using
a finite differences approximation. Instead of imposing Cauchy boundary conditions, we
impose mixed boundary conditions. On the left side, we choose to impose a natural
convection flux that is to say:

ou
_(0’ t) =h (T(O’ t) - Te:vt) (414)

ox
where h = 10 is the coeflicient of convection with the air, and T;,; = 20 is the ambient
temperature. On the right we impose the profile of temperature we want to test, a ramp

here. After solving the problem, we have access to the time evolution of the temperature
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Figure 4.9: Principle of the test

and the flux on the left. A sampling is performed and the resulting set of values is then
used as an input data for the Cauchy problem presented previously. If the method works
properly, we should be able to recover the same time evolution for the temperature than
the one we imposed, figure 4.9.

The first material we consider has a thermal conductivity & = 0.1 and the length of
the domain is L = 1. Then we know a priori that the characteristic time for the diffusion
of the heat can be approximated by,

L2

On figure 4.10, we simulate a scenario in which the measurement device provides a value
of the temperature and the flux on the left periodically, with a period equal to 1. If the
temperature on the right is constant, we are able to identify it with a satisfying accuracy:
the delay in the information caused by the small diffusion has no impact. This is what we
can observe on the first part of each profile. However, as soon as the unknown temperature
increases the important characteristic time associated to the diffusion becomes a break to
a correct identification. The more important and sudden the change is, the more difficult
the identification becomes. In all cases, the increase of the temperature is underestimated
because the information on which this identification is based, that is to say the values of
the flux and the temperature on the left, is a delayed image of the real phenomenom. If a
dysfunction occurs, we are not able to react immediately: its impact will only be measured
a certain time after because of the slow diffusion. That’s even more problematic when
trying to identify a thermal choc as we demonstrate in the next section.
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4.3.2 Second test: Discontinuity

When considering a discontinuity in the temperature profile at the right boundary, we want
to evaluate the ability of the method we propose to detect both amplitude and location of
a thermal choc. Again, we consider a material with a low conductivity, £ = 0.1, and we
have a look at four different situations regarding the location of the discontinuity within
the sampling interval, as shown on figure 4.11. The discontinuity occurs exactly at a
sampling point (case a) or in between two sampling points (cases b, ¢ and d).

Concerning the amplitude of the identified temperature profile compared to the exact
one, we obtain similar results regardless when the thermal choc takes place. We get
oscillations whose amplitude decrease in time and finally a convergence towards the exact
solution. We can interpret this as a direct consequence of the slow diffusion of the heat
in the material we are modeling. Since a certain time elapses between the moment the
thermal choc occurs at the right boundary and the moment its impact on the left is actually
measured, the convergence of the method is quite slow. Firstly, the value is much higher
than expected, then it is compensated with a value much smaller than the exact one, and
so on until stabilization. Finally the amplitude of the discontinuity is correctly identified
but the time required to achieve this goal is not very satisfying.

Moreover, the method shows some limits for determining the location of the discontinu-
ity. If this latter occurs exactly at a sampling point, then the position is exactly identified.
But as soon as the thermal choc occurs in between two sampling points, difficulties appear.

4.3.3 High conductivity material

Up to now the results we presented were based on the hypothesis of a relatively low thermal
conductivity, which is a critical case for all the reasons we mentioned previously. Now,
we wish to evaluate the potential of this method when the conductivity of the material
is much higher. Actually this is more representative of the industrial applications, where
the material is very often metallic.

On figures 4.12 and 4.13, we can notice a significant improvement in the identification
of the temperature at the right boundary. In the case of a discontinuity, both amplitude
and location are well determined. We even recover the exact solution for a material of
conductivity equal to 1 if the thermal choc occurs exactly at a sampling point. Even if we
don’t fit exactly a ramp profile because of the hypothesis we made on the evolution of the
boundary conditions (i.e. constant during a sampling interval), the results are much more
satisfying. This is quite logical because the increase of the thermal conductivity leads to a
reduction of the characteristic time associated to the diffusion of the heat : the “transfer
of information” from one boundary of the domain to the other is much faster.

Concerning the ramp evolution, we can improve the results by increasing the frequency
of our sampling. Indeed, if we have access to the values of the temperature and the flux
at the left boundary more often (2, 5 or 10 values/second instead of 1), then a sudden
increase of the temperature at the right edge is identified more quickly. Moreover the
choice of maintaining constant boundary conditions in between two sampling points is
less penalyzing since the sampling interval is smaller. Therefore we obtain a very good
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Figure 4.11: Influence of the position of the discontinuity for low conductivity materials
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Figure 4.12: Influence of the conductivity for a ramp profile

approximation of a ramp (figure 4.14), but we make use of a numerical trick, considering
that the frequency of the measurement can be increased. However, that might not be the
case in an industrial framework where the frequency of the sampling can be limited by the
measurement device. We propose an alternative in the following section.

4.3.4 Exact-fitting for ramp evolution

Using the same kind of approach, it’s possible to identify exactly the evolution of the
unknown temperature if this latter is a ramp. Instead of considering a problem on the
interval [0; At] with constant boundary conditions, we could imagine that the temperature
on both sides evolves linearly with time. This is quite a strong assumption, but it entails
the ability to describe much more precisely a ramp with a relatively small number of
data concerning the temperature and the flux on the left: we don’t need to increase the
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frequency of the sampling anymore.

The idea is to compute a solution of the problem valid for any initial condition, and
also any linear time-dependent boundary condition. Actually, we could even compute a
solution valid for any type of time-dependent Dirichlet boundary condition, because the
method we are going to expose, can be extended to more complex evolutions. But, we
have to keep in mind here that on the interval of calculation [0; At], we only have 2 values
for the temperature and the flux at the left boundary: one at the beginning of the interval
and one at the end. Hence the only interpolation that can be done in between those values,
is linear.

Just as we parametrize the initial condition by building a coarse mesh in space, why
not using the same technique, but for the time discretization ? Indeed, we can consider
that the boundary conditions can be approximated as follows,

Net
w(0,8) = wepe(t) =Y SL(t)P' (4.16a)
i=1
Net
w(L,t) = tpigne(t) =Y ¢L(t)p (4.16b)
j=1

where ¢! are shape functions defined on a auxiliary coarse mesh, p' are the corre-
sponding nodal values. Actually, here we only need to consider 2 nodes for the mesh
on each boundary and this leads to the introduction of only 2 extra-dimensions com-
pared to the model presented before because the boundary condition at time ¢t = 0 is
already parametrized with the initial condition, figure 4.15. We use a 1D linear finite
element approximation, so the shape functions are the classical delta Kronecker functions.
For the sake of simplicity, we consider that the domain of variability for the coordinates
parametrizing the boundary conditions is the same than the coordinates for the initial
condition. The solution is then searched under the following separated form,

N

u(t,e,pl, pNB ) = Y Tit) - Xi(@) - PHp) -+ PN(p) - Bl (p) - P2 (p) (4.17)
=1

definedin Q@ = 9, ®Q2,®Q,---®Q, = [0;At] ®[0;1] ® [0;100] ® - - - ® [0; 100].

On figure 4.16, we can observe that even if the ramp presents an important slope,
we are able to identify the temperature profile very precisely. Using the same kind of
approach, we could for example try to find an optimal approach for identifying disconti-
nuities. One of the possible options would consist in introducing a discontinuity in the
parametrization of the boundary conditions. Indeed, instead of using linear shape func-
tions for the approximation of the boundary condition, we could use rectangular functions.
This has not been implemented yet but it could be the subject of future works.
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Part 11

A first step towards Time
Parallelization
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Chapter 5

Time parallelization

When dealing with transient problems, several time scales corresponding to different phys-
ical phenomenon have sometimes to be taken into account. For example, when studying
the degradation of plastic materials which can be described by a simple reaction-diffusion
equation, the characteristic time associated to the chemical reactions responsible for the
degradation is of some microseconds. Then the time increment to be used for the compu-
tation has to be equal or smaller. But, in order to determine the aging of the material, that
is to say to evaluate the consequences of those reactions on the mechanical and thermal
properties of the material, the simulation has to be ran for a long time period, several
orders of magnitude bigger. For example, if we consider a time period of a year, this
corresponds to about 3 x 10" time increments! This problem is then intractable given the
computational resources available today. In order to illustrate this notion and point out
the need to find alternative solutions to classical mesh-based methods, we consider the
heat transfer equation with a source term that exhibits a large time variation coupled to
very small oscillations.

ou 0%u
o gm0
f(z,t) =10- (1.01 — exp (%t) + 0.01 sin (307rt)) (x-(1—ux)) (5.1)

The term sin(307t) forces us to use a very small time step. Indeed if we consider that
the discretization step should be of the order of % where T is the period of the oscillations,
we have to choose At = 1—10320—”7T ~ 6.107%s. Let’s say now that we are interested in the
evolution of the temperature field for a period of 60 seconds. Using a classical finite
element discretization for space and an implicit Euler method in time, we have to solve at

each iteration k, the following linear system,

(M +Fk-At-K)-U*=F* (5.2)
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Figure 5.1: Source term

where M and K are respectively the mass matrix and the stiffness matrix. The required
number of iteration being 10°, we cannot afford to use a very fine mesh in space. Moreover,
using this incremental approach, we cannot take advantage of parallel processing. The
computation has to be done chronologically, because we need the present solution to
compute the future.

What if we could get rid of this chronological imperative 7 What if we could parallelize
the computation and use multiprocessor platforms 7 We describe in this chapter the
construction of a numerical model allowing a parallelization in time of the computation.

5.1 Principle of time parallelization

Parallel computing has become a dominant paradigm in computer architecture. Clusters,
multi-core processors have been widely developed during the past years. They offer a
solution to speed-up the computation by carrying out many calculations simultaneously.
Large problems can then be splitted into smaller ones and treated “in parallel”. For
engineering applications, the common approach is to perform a cutting on the spatial
domain, called domain decomposition. Each region is then treated separately using the
same algorithm developped for the sequencial approach, but the difficulty is then to ensure
a transfer of information between the subdomains, and several continuity issues have to
be taken into account on the interfaces.

Here we present another kind of parallelization based on the decomposition of the time
interval. The principle is the same than for spatial decomposition except than this time
we will solve the equation on the entire spatial domain but for different time intervals.
And this will be done in parallel. At first sight this is quite difficult to imagine that we
can solve a transient problem by computing what happens at the end without knowing
the beginning. Actually, this is made possible by our ability to compute a solution valid
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for any initial condition.

Let’s consider indeed that we want to compute the temperature field in our 1D domain
for a time interval [0,%,,4:]. We use a double core processor and we would like to take
advantage of this architecture in order to save computation time. The basic idea is then
to divide the time interval into two subintervals, not necessarily of same length that we
denote I} = [0,t1] and Iy = [t1, tmas]. For each subinterval we compute the multidimen-
sional solution including initial and boundary conditions (constant Dirichlet) and even
the thermal conductivity depending whether it’s known for the material we are modeling
or not. This solution is searched under a separated form using an alternating directions
fixed point algorithm, exactly as we detailed in the previous chapter. Finally we obtain
the couple of solutions,
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The next step consists in merging those local (from a temporal point of view) solutions
into a unique global solution on the entire time interval. The difficulty comes here from
the fact that we use two separate discretizations in space. The fine mesh is used for the
calculation, whereas the coarse mesh is only necessary to parametrize the initial field of
temperature and eventually the boundary conditions. In order to ensure the continuity
of the global solution at the interface both local solutions must match. The following
equality should be fulfilled,

ul(t = tl) = ’U,Q(t = tl) (5.3)

The profile of temperature computed at the end of subinterval I; has to be used as
initial temperature profile for subinterval Is. In other words we will particularize the
general solution us by fixing the value of parameters pq,...,pn. for the initial condition
according to the temperatures obtained at the end of subinterval ;. To do so, a projection
from the fine to the coarse mesh is required in order to calculate the adequate nodal values
to be used for the initial condition of the solution on subinterval I5.

5.2 A decomposition approach or partial parallelization

Because the source term we are considering evolves in time, and actually that’s the case
for many industrial applications, we have to solve a different local problem on each
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Figure 5.2: General principle of time parallelization

subinterval. Hence as detailed before we have to compute a multidimensional solution
ui(t,z, k,pt, - -’pN”) using PGD, and this may become costly as the number of param-
eters for the initial field of temperature increases. A more interesting approach from a
computational point of view, and then much more suited to real-time control considera-
tions, would be a “partial parallelization”. The global problem can be decomposed into
an homogeneous problem (h) and a particular problem(pa), as follows:

oul 2uh

ot ez = 0 u (0, ) = ug(x) (5.4a)
ouP® 9 uP®
8t — k’W = f upa (0,1’) = 0 (54b)

Finally the solution is obtained by summing the homogeneous and the particular so-
lution, that is to say u = w” + uP®. Since the homogeneous problem doesn’t involve any
time depending source term, we can solve it once and for all on a unique subinterval and
use this solution for all the others subdomains. Indeed the only difference existing between
the homogeneous problem to be solved on subinterval 1 and the ones on subinterval 2,3...
is the initial condition. But, this latter is parametrized, included in the coordinates of
the model and a multidimensional solution is computed thanks to the PGD method. We
obtain a general homogeneous solution off-line and we particularize it to fit the initial
condition at each interface on-line.

The computation of the remaining part of the solution, that is to say the contribution of
the particular problem, is parallelized as exposed previously. Each local particular problem
is solved concurrently on different processors using classical discretization methods as finite
elements or finite differences.

The main advantage of the decomposition strategy is its adaptability or flexibility. It
entails the ability to modify the source term on the fly. Since this latter only appears in
the particular problem, solved on-line, it can be modified in real-time. This is particularly
important for a simulation incorporated in a DDDAS. Indeed, let’s imagine that as we are
running the simulation, experimental data coming from sensors for instance show that the
source term we are using is actually not exactly correct and should be updated in order
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Nb of subintervals | Computation time (s) | Particular problem (%) | Projection (%)
2 0.081 17.3 82.7
4 0.12 6.1 93.9
10 0.14 2.2 97.8
25 0.18 0.7 99.3
50 0.24 0.3 99.7
100 0.38 0.15 99.85

Table 5.1: Repartition of the computation time

to fit the real phenomenon. This cannot be done using the first approach that consists in
computing general solutions off-line and particularize them on-line because if the source
term changes, then the general solution is not valid anymore. But with the decomposition
technique, we just have to identify on which processors the particular problem with the
new source term has to be solved and compute a new solution on-line. This is very cheap
from a computational point of view because we use finite differences in 1D. And the work
that has been done off-line, that is to say the homogeneous solution, is still usable. So
finally, in order to build a real time simulation, the approach based on a decomposition of
the problem is way better.

Concerning the on-line computation time, the cost of the partial parallelization is
similar to the “full” parallelization because we are dealing with a 1D problem. If the
number of time steps is relatively small (500 is our example) the cost associated to the
solution of the particular problem is negligible compared to the time required for the
projection as illustrated in table 5.1. But as we increase the number of increments, the
solution of the particular problem becomes predominant whereas the cost of the projection
remains constant. We expose what are the consequences on the parallel speed-up in the
chapter 7.

Apart from the speed considerations, our ability to make the parallelization in time
reliable is also closely related to our capacity to “reattach’ accurately the local solutions.
We present in the next section several alternatives to obtain the solution on the entire
time interval from the local solutions.

5.3 From local to global solution

All along this section we will use index f to refer to the fine mesh used for the compu-
tation and index c for the coarse mesh. As we mentioned before, the work to be done
to build the global solution from the local parts computed concurrently is a projection
from the auxiliary coarse mesh to the fine calculation mesh. We consider here only 2 time
subintervals but this can be extended to n subintervals without loss of generality. For the
sake of clarity, we call us the solution u; (¢ = t1,z,...) at the end of subinterval I; and u.
the solution wug (t = t1,z,...) at the very beginning of subinterval I5. We would like those
two solutions to be equal, or at least as close as possible.
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5.3.1 Least squares method

Let’s consider a function §: E — R where E = span{api}i]\fl such that,

Vue € E, 0(u) = / (e — up)?da (5.5)

We want to minimize this function in order to enforce the continuity of our global so-

lution. Furthermore replacing u¢ and uf by their finite element approximation in equation
5.5, the minimization problem to be solved writes,

2
arg min (8(u)) = arg min /Q (Zw’c% - Zwif'uj) dz (5.6)
N z \i=1 j=1

u.cl

where N, and N are the number of nodes respectively in the coarse and in the fine
mesh. Assuming that @ is differentiable, minimizing the function is equivalent to solving
the problem,

Vk €[1;N], W:2/Q o[>l ul — Zap}u? dr =0 (5.7)
c @ i=1 j=1

Finally this equation can be rewritten,

Nc ) ) Nf . .
S ([ otctar)ui =3 ([ ko)) 59
i=1 /& j=1 &

This corresponds the line number k of a linear system of equations whose matrix form
reads,

Mee - tie = Mop iy & tie = M Moy iy (5.9)

where M, is the N. x N, mass matrix for the coarse mesh, M.; is a N. x Ny matrix
corresponding to the coupling between both meshes, . and u} are vectors of nodal values.

Mee(i, §) = fo, 0L plhdr Mog(i,j) = Jo, @b Ghdr (i) = ul  ip(i) =

The least squares method provides us the best choice, according to the Lo norm, for
the nodal values to be used for the initial condition on the second subinterval. Once
we have those values, the method to obtain the global solution is simple. On the first

o8



Computation of multidimensionnal solutions using PGD on subintervals Iy, 15, ... ete.
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1- Initial condition for the global problem
uofx)

2 - Linear or polynomial interpolation

Uo(x) = Z uf &i(x)

3- Particularization of the solution on 14
ui( %t k, pt=ul, p?=ul,..., phe=ulc)

4 - Projection on the coarse mesh of the solution at
the interface — Least squares method
g Ne
Ug™ y U™ poney U

5 - Particularization of the solution on I,
uz( %tk pt=ul, p?= ul.., pie= u M)

Step4 and 5 are repeated if
mare than 2 subintervals

Figure 5.3: Time parallelization scheme

subinterval, I;, the values of the parameters {pi}ﬁ\:l are fixed by the initial condition
of the global problem. For the second subinterval, the general solution computed off-
line is particularized using the values {ué}i\;cl resulting from the projection based on the
least squares method. If we use a decomposition approach based on the separation of the
homogeneous and the particular problem, these values are used to particularize the solution

of the homogeneous problem on subinterval 2 : ug (w, t,pt=ul, -, pVe = uﬁv C).

Nevertheless, the least squares method is a purely mathematical approach. No phys-
ical consideration is taken into account. When dealing with thermal problems, one can
be interested in ensuring the conservation of the internal energy or the heat flux at the
interface. Indeed, we would like our model not to create energy from nothing or in re-
verse to dissipate energy. The method presented previously must be completed with a
mathematical tool able to represent the physics of the phenomenon. We present now two
alternatives to the classical least squares method, by introducing extra-constraints in the
formulation of the problem. The new minimization problem is then solved using Lagrange
multipliers.
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Computation of multidimensionnal homogeneous solutions using PGD on subintervals Iy, 15, ... ete. !
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2 - Initial condition for the global problem
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3- Linear or polynomial interpolation

ug(x) = Z u' §i(x)

4 - Particularization of the homogeneous solution and computation
of the local solution on Iy
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5- Projection on the coarse mesh of the solution at the interface —
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uclr ucz FILL) uch

6 - Particularization of homogeneous the solution and computation
of the local solution on I
u; = (Xt k pl=ul, p?=ul..., phe=ulic) +uyP

Step 5 and 6 are repeated if
more than 2 subintervals

Figure 5.4: Time parallelization scheme for a decomposition approach
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5.3.2 Conservation of internal energy

Assuming that the material we are modeling has a constant specific heat ¢, the variation
of internal energy U at the interface writes,

AU = ¢ /Q (Trigne () — Thege(2))d (5.10)

In our case, T4t Will be replaced by u® and T by ul. We want to ensure the con-
servation of internal energy at the interface, that is to say AU = 0. This latter condition
acts as a constraint and a new minimization problem has to be defined. Considering the
same vectorial space E and the same function 6 already introduced, the problem to be
solved is:

. B , o
arg min (0(u,)) =arg min /Q (e =~ uy)"d
(5.11)

G=[uc€ E,¥(u.) :/Qz (uc—ujr)dx:()}

The method of Lagrange multiplier provides a strategy for finding the minima of a
function subject to constraints. To do so, we introduce a new function denoted L and
defined as follows,

Ne oo NF
L(uc, \) = 0(ue) + AV (ue) = / ngé Uy — Z gogc | dx
Q. \ 2 —
N g le (5.12)
+)\/Q (Zg@éu’c - ngcugf)d:c
z \t1=1 J=1

where X is a coefficient called Lagrange multiplier. The objective now is to minimize
L, that is to say to verify the conditions,

oL Ne . N ) .

= 0 < Zzzl (/Qgc goéd:c) uy = jz:l (/Q,c go}d:c) u} (5.13a)
oL Al k i i A k L k, _j J

ﬁ—u’g =0 < ;(/Qm %%dx) uc+§ o @cdx:jzjl(/m <pc<pfdx) up (5.13b)

This corresponds to a linear system of equations whose matrix form reads,

M}, - @y = M} - iy (5.14)

c
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T
where M}, = [Mcc UC]

M}, = [Mcf ] U = [Qf\c] ve and vy are 2 vectors defined
2

as,

= [fo, pedr [, p2dz - [o @Xdz] vy = [ ¢idr [o ¢idr - fo @fda]

5.3.3 Conservation of flux

Instead of imposing a constraint on the internal energy we can be interested in ensuring
the conservation of the thermal flux when projecting the solution from the fine mesh to
the coarse one. We proceed the same way we did previously by expressing mathematically
the constraint on the flux. A new minimization problem arises and writes,

2
arg qglel% (0(uc)) =arg 121611%/ (ue —uy)”dx
- (5.15)

H=lu.€F, F(uc):/Q <%Zc—%)dx: }

Again we use the Lagrange multiplier method in order to compute this minimum. Let’s
introduce a new function Q which contains the constraint to be fulfilled.

= =t (5.16)
Nedgi ;o hdyy
A ¢yl — S Ly d
+ o, ; I e z:: oy | dr

Minimizing Q is equivalent to solving the following system of equations,

Nc Nf
Z(%(xmaw) Ch(Tmin) ) =Z(¢f Tmaz) = F}(@min) ) 0] (5.17a)

7=1
DA . .
(/ phphde ) Ue+ 3 (@’Z(xmm) - @’Z(xmm)) = Z (/Q ¢§¢;dx) wp  (5.17b)
=1 e

Finally we can express this system into a matrix form as follows,

Mz = M2 iy (5.18)
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T ~
where M = [J\lﬁc uz)cl o= [Mcf ] = [uf] w, and wy are 2 vectors
2

defined as,

We = [(@i(mmaz) - gotlz(zcmm)) (@g(xmaz) - @g(xmm)) (@évc(xmaz) - Soévc(zcmm))}

wy = |(0h@mas) — p@min) (03 (Fmaz) = G @min)) -+ (0F (@mas) = 0F (@min) )|

Whatever the method we choose, classical least-squares or least squares under a certain
constraint, the projection at the interface of two time subintervals leads inevitably to the
introduction of an error. Enforcing the continuity of the solution only at the nodes of
the coarse mesh doesn’t ensure a perfect continuity. Depending on the interpolation that
is used and the number of nodes in the coarse mesh, this error can be controlled. The
question arising here concerns the evolution of this error with respect to the number of
time subtintervals. Indeed, if this latter increases with the number of subintervals we can
wonder whether we will be able to recover a proper accuracy compared to the sequencial
approach. This point is discussed in the following chapter and solutions for error control
are proposed.
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Chapter 6

Control of the error

When considering a parallelization in time of the calculation, a new source of error due
to the projection at the interface necessary to make the transition from one mesh to the
other adds to the classical errors encountered in a numerical model: discretization error,
approximations in the numerical scheme... As a result, in order to make this method
reliable and accurate, strategies to control this new error, to bound it, have to be identified.

The first idea is to adapt the size of the coarse mesh, only used to parametrize the initial
condition, to the profile we want to match. In the regions were the error is higher than a
threshold value that has been fixed a priori, the coarse mesh is refined. However we have to
keep in mind that by reducing the size of this mesh we increase the number of parameters
representing the initial field and then the number of extra coordinates that have to be
taken into consideration in the model. Consequently the time necessary to compute the
solution increases because the number of modes in the PGD required to reach convergence
becomes greater. A refinement strategy can be considered but the gain on the error should
not be done at the expense of the computational cost. The parallelization, supposed to
allow a speed-up of the calculation, would have the opposite effect.

Nevertheless, refinement is not the only way that can be explored to reduce the error.
Because of the dissipative character of the heat transfer equation, which is parabolic, we
know that the introduction of an error will affect the solution for a certain time but will be
smoothed and will vanish as we move forward. The evaluation of this characteristic time
for the dissipation of the error is then crucial and is a key point for building error control
strategies. A non dimensional analysis of the equation leads to the following conclusion
for the characteristic time denoted At:

Az?
where Az is the characteristic size of the auxiliary mesh and k is the thermal conduc-
tivity. If we want to reduce At we have to reduce Ax, but this actually corresponds to
a refinement approach with the consequences already mentioned before. Actually, we can
use this information on At in a different way. Indeed since we know an approximation for
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(a) Coarse Mesh (b) Refinement

Figure 6.1: Classical refinement

the characteristic time for the diffusion of the error, the idea is to allow an overlapping of
both solutions close to the interface. In other words the projection that was previously
done at the end of subinterval I; will be done earlier, so the error introduced at this
time vanishes at the interface. Several methods exist to perform overlapping, depending
whether we ensure an optimal “reattachement” at the interface or not.

6.1 Refinement strategies

For the sake of simplicity and in order to compare several approaches for the refinement, we
consider that a linear interpolation is used to approximate the initial field of temperature.
At each interface a curvilinear profile has to be fitted by a linear piecewise function.
Moreover we only treat the case of a 1D domain so we overcome difficulties related to
global compatibility for the refined mesh.

Let’s say that initially N!"* nodes composed the coarse mesh or equivalently N
parameters were used for the initial condition of the problem. We computed “in parallel”
the general solution on each time subinterval using the PGD method. After projection at
the interface of the subintervals, the error introduced is evaluated and appears to be higher
than what we can afford. One option would be then to divide the size of the coarse mesh
by two and start the computation again. But, this remeshing approach is not realistic for
the parallelization because too expensive from a computational point of view. Refinement
offers a much more adequate alternative.

6.1.1 Classical Refinement

The classical refinement strategy consists in adapting the size of the mesh locally. This
is an element by element approach. Elements for which the error is higher than a given
value are splitted into two smaller elements. Applying this technique to our coarse mesh
results in the apparition of new parameters for the initial condition corresponding to the
. ~; Nref

new nodes. We use the notation {p'} ]
After determining the required number of extra nodes two options are available. We
can start again the computation of the general solution on the subinterval, whose separated

representation reads now,

where N, is the number of new nodes.
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P}... 15].Nref (6.2)

N
init - Ninit
’U,(.’L',t,k,pl,...,ch 7p17...’eref): E XJT7K]PJ1P]C

j=1

Unless the initial coarse mesh is really unadapted, this option is less expensive than
remeshing but is far from being the cleverest choice. Indeed before the projection and the
refinement, we computed a general solution on the subinterval. Even if it finally appeared
to be too poor, in the sense that the number of parameters for the initial condition were
not sufficient, it is still a good starting point. All those modes we computed can be used
as initial modes for the new problem. For example, let us consider that 100 modes have
been necessary to reach convergence for the poor solution. Therefore, the second option
consists in enriching those modes by multiplying them by unit functions {1 pi}ﬁ\iff . This
trick has no impact on them but allows us to write the general solution under the form,

100 N

o A . A 1 Ninit B . ‘ ‘ 1 Ninit ~1 ~ NT‘ef
U—ZXZ'TZ'KZ'Pi R A R P ZX]'TJ'KJ'PJ' p] ¢ P ...pj
=1 j=1
Poor solution Enrichment

(6.3)

Proceeding so, we ensure a faster convergence of the method compared to the first
option. The number of modes that have to be computed after refinement depend on the
number of nodes that have been added.

6.1.2 Hierarchical refinement

Instead of reasoning on the elements trying to refine them, we can exploit refinement of
basis functions that is to say the shape functions we use for the linear interpolation of the
initial condition. A very interesting work has been done by Krysl, Grinspun and Schroder
on natural hierarchical refinement. They developed a method called CHARMS [9][10].
This acronym stands for Conservative Hierarchical Adaptative Refinement Method.

We are not going to enter into too much details but the main idea is to use nested basis
of functions. Let’s consider a first basis {gozl (z)} with span X! corresponding to the basis
of linear shape functions for the coarsest mesh M. If we perform a uniform bissection of
this latter, we obtain a finer mesh Ms. We can construct another set of functions {7 (z)}
with span R

We have the following inclusion:

N (6.4)

Hence there exists a set of coefficients {«;;} such that any function on level 1 can be
exactly represented by a set of functions on level 2,
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Level 1

Level 2

Figure 6.2: A “parent” function and its “childs”

(a) Coarse Mesh (b) Quasi-hierarchical refinement

(c) Hierarchical refinement

Figure 6.3: Strategies based on the refinement of basis functions

Pl (@) = a3 (a) (65)
J

This last relation is called refinement equation. We assume here that the sum in 6.5 has
a finite number of terms. Let us introduce at this point some vocabulary widely employed
when dealing with hierarchical refinement. We say that @?(m) s a child of the function
@} (x) or equivalently that ¢} (x) is a parent of gp?(m) In our simple 1D case, it’s easy to
understand that the childs of a function on level 1 are all the functions of level 2 whose
support intersects the support of the function on level 1.

We outline here two types of refinement, but many others options can be considered.
The first one called quasi-hierarchical refinement consists in creating a new set of
functions by deactivating a parent function and activating its childs as illustrated in figure
6.3. This set constitutes an adaptative basis for the new approximation, because this
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refinement preserves the linear independence requirement. In other words we are sure that
proceeding so, the set of functions created are linearly independent. Here the refinement
takes the form of a replacement of coarse-level functions ¢} by finer-level functions go?.

The second alternative is called hierarchical refinement. In this approach the re-
finement is treated no more as a replacement but as the addition of finer-level “detail
functions” to an unchanged set of coarse-level functions. By detail function we make
a distinction inside the concept of “child functions”. We say that the detail set of the
coarse-level function ¢} is the set of functions @? such that,

@? is a child of ¢}
3 (z:) = 0

This method also preserves the linear independence requirement. We can notice that
for both methods the number of shape functions that have to be modified during the
refinement is small compared to the classical refinement approach.

6.1.3 Influence of the number of modes

As we mentioned previously, the refinement of the coarse mesh used for the parametrization
of the initial condition leads to the introduction of new coordinates in the model. This
latter is enriched, and we can ensure a proper accuracy, but the price to be paid is an
increase in the number of PGD modes required to reach convergence. Consequently, the
associated computational cost becomes higher as we refine the mesh. The questions that
arise at this point are : What is the influence of the number of modes on the error ¢
What are the consequences on the computational time ? How many subintervals should be
considered ?

In order to answer to those key interrogations, we solve the 1D heat transfer problem
with the same source term introduced in 5.1. Two time subintervals are treated separately
and a linear interpolation is used for the initial condition. The projection is performed
using classical least-squares method. The mean error and the maximun error, relatively
to the Lo norm, are our quantities of interest. The computation times that are given are
the ones obtained with a laptop, Core 2 Duo processor and 4GB of RAM.

As we can notice on figure 6.4, the number of modes required to reach convergence in-
creases significantly with the number of parameters used for the initial condition. Whereas
50 modes seem to be sufficient when considering 4 parameters, more than 200 modes have
to be calculated in a model with 7 parameters. Moreover, as we increase the complex-
ity of the model by adding new parameters, the computation of a single mode becomes
heavier. Indeed, the number of iterations required to reach convergence in the alternating
directions fixed point algorithm described in details in the first chapter is naturally higher
when the number of dimensions of the model increases. So finally, this leads to a non
negligible increase of the computation time.
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Figure 6.4: Evolution of the error introduced by the projection
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But, the error introduced by the projection has to be controlled and reduced in order to
give some sense to the parallelization of the computation. As a consequence, an important
number of parameters have to be taken into account. With 7 nodal values for the initial
condition the error remains smaller than 2% and the mean error on the time subinterval
is less than 0.2%. Compared to the 4 parameters model, the maximum error that is to
say the error at the interface of the two the subintervals, is divided by 2.5.

Now considering that in order to ensure a proper accuracy for the “parallelized solu-
tion” we have to use at least 7 parameters for the initial field of temperature, the second
step consists in determining an adequate number of subintervals. Let’s imagine that the
computation can be performed on an n-processors platform. Does that mean that we
should split the global problem into n local problems ? At first sight, we could give the
following argument: the higher the number of subintervals, the faster the computation on
each subinterval and then the more interesting the parallelization becomes. But this is
not necessarily the case because the speed is not the only factor to be evaluated. Actually
the answer to this question is closely related to the phenomenom of diffusion we already
mentioned before. Since the equation we are solving is parabolic, there exists a charac-
teristic time At that completely fixes the minimum size of the subinterval we can afford.
Hence using relation 6.1, we propose the following expression for the maximum number
of time subintervals that should be considered :

k

Nsubintervals ~ tmaz -
mazx
Az?

where t,,4, is the final time, k is the thermal conductivity of the material and Ax
is the characteristic size of the mesh built for the initial condition. If the number of
subintervals is higher than this value, then the error introduced during the projection
doesn’t disspate entirely before the end of the subinterval. The consequence is an increase
in the maximum error and the mean error because there is an accumulation of the error
from one subinterval to the other. The gain in speed offered by this “concurrent” approach
becomes then completely useless because the solution we obtain is not workable. This
theoritical consideration is logically confirmed by the experiment as we can observe on
figure 6.5. The total time here is 5, the thermal conductivity is 0.1 and 7 parameters are
used for the initial condition. Thus in theory, the maximum number of time subintervals
is Nopaz ~ 25.

If we consider less than 30 time subdomains, the error at the interface remains smaller
than 2% and the mean error on the entire time domain is around 0.3%. This is similar
to what we observed with only 2 subdomains. But the gain on the off-line computation
time is significant: whereas about 1000 seconds were necessary with 2 subdomains, the
computation is completed in less than 100 seconds for 25 subdomains. For a number of
subintervals higher than this critical value, both maximum and mean error start increasing
drastically and the model loses its reliability. If we split the global problem into 250 local
problems we can reduce the off-line computation time to less than 2 seconds. Indeed, the
number of modes to be calculated before convergence becomes small (less than 20) because
each time subinterval corresponds to a very short period, and then the variations of the

(6.6)
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Figure 6.5: Evolution of the error with the number of subdomains

source term during this period are very smooth. But the error reaches more than 7% at
the interface, which is clearly not acceptable.

This limited number of subintervals is a brake on the speed up of the computation we
would like to provide and then a limit in the interest that time parallelization represents.
Moreover, refinement strategies, both classical and hierarchical, are not well suited to a
decomposition approach. Indeed, in this latter a multidimensional solution of the homo-
geneous problem is computed off-line and the particular solutions on each subinterval are
computed on-line, simultaneously on different processors. But, if we need to modify the
number of parameters for the initial condition because the solution is not accurate enough,
then the homogeneous solution isn’t valid anymore, and has to be enriched. So finally, all
the work has to be done again and depending on the refinement that has to be performed,
the computation time can become unacceptable for real-time contol.

Another option must be used in order to circumvent this limitation and the several
gaps of the refinement strategy. Overlapping is an interesting alternative that allows us,
as we present in the next section, to reduce the number of parameters for the initial field
of temperature without loss of accuracy compared to the classical reattachment technique
presented previously.

6.2 Overlapping

6.2.1 Principle

Up to now, after computing separately local multidimensional solutions on the subinter-
vals, we reattached them by performing a projection from one mesh to the other at the
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interfaces. The main drawback of this technique is the introduction of an error that can
only be reduced by the use of an important number of parameters and a limited number
of time subintervals. The idea now is to take advantage of our a priori knowledge of the
behavior of the error. Since we can compute an approximation for the characteristic time
of diffusion of the error, a smart choice would be to allow an overlapping of both solutions
close to the interfaces. Then the projection should not be performed at the interface any-
more but a certain time before. Proceeding so, we know that at the interface the error will
be much smaller and then the jump from one solution to the other will be much smoother.

The method we employ consists in computing local solutions independently but now
the subintervals are not distinct anymore: they have intersections corresponding to the
overlapping. Consequently a part of the local solutions computed upstream is never used in
the global solution. For instance on subinterval 1, the projection is performed at t = t1 —At
but the local solution us on subinterval 2 is actually incorporated in the global solution
at t = t1. Therefore, this method seems to be less efficient in the sense that the computed
information is not entirely used. But actually it proves to be much more powerful than
the classical approach.

It opens a interesting perspective: we can avoid the use of an important number of
parameters for the initial condition because the overlapping acts as a smoother. Thus the
amount of error introduced during the projection has less impact on the global solution.

On figure 6.7 we can observe an interesting but quite logical characteristic of overlap-
ping. Actually there exists a critical value for the size of the overlapping interval. Again
this is related to the characteristic time Aty sy for the diffusion widely mentioned before.
We observe that the overlapping should not span an interval bigger than Atg;rs. Beyond
this, the error stagnates and the remaining discrepancies, with respect to the exact solu-
tion, are not a consequence of the projection but more likely a result of approximations
that are done in the PGD method. Using an appropriate overlapping period allows us to
reduce very significantly the impact of the projection on the global solution, as shown on
figure 6.8. The green curve corresponds to an overlapping of the order of Aty ;s and the
blue one is obtained for a classical reattachment. The jump in the error at the interface
is divided by 10 thanks to overlapping, when the computation time is almost the same.
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Nevertheless, this way of applying overlapping doesn’t provide all the solutions to our
issues. Indeed, it allows us to regulate the amount of error due to the projection from the
fine mesh to the coarse one. This is crucial to ensure an appropriate accuracy. But we still
have to tackle the problem concerning the speed of the computation. And the overlapping
approach presented up to now is clearly not suited because we cannot increase the number
of subdomains. Indeed we know that the optimum size for a subdomain is of the order
of Atg;ry, but this is also the optimum overlapping ! This means that in order to reduce
to its minimum the jump in the error at the interface 1/2 the projection would have to
be done at the very beginning of the subinterval 1 ! Actually there exists several other
alternatives to make the overlapping more efficient. One of them consists in adding a
constraint on the values of the parameters to be used for the initial field of temperature.

6.2.2 Optimal overlapping

Instead of taking only advantage of the diffusive character of the equation, we can try
to ensure an optimal reattachment of the solutions at the interface. Previously we tried
to find the “best solution” according to the least squares method, at time ¢p-jection
tinter face — Atgifs without taking into account any condition on the reattachment. The
new approach that we present here consists in determining which values should be used for
the initial condition at fy,ojection in order to ensure an optimal reattachment at t;,ser face-

In order to formulate this problem in a proper way, we consider two time subdomains
I = [0;t1] and Iy = [t; — At;timaee). Multidimensional solutions u; and ug have been
computed upstream and have to be reattached. Let us introduce the function L defined
as,

2
L(plvpzv"' 7pNC) :/ (ul (fI,',t :tl) — U2 (.’L',t :t17p17p27”' 7pNC)) d.%' (67)

Our objective is to find the values {pz}f\; ‘, minimizing this function. Replacing ug by
its separated representation, we obtain a non-linear optimization problem :

Nmodes 2

arg 1Hlin (L) = /Q up (x,t1) — Z X; () T (t1) - le <p1) ---P]-NC (ch) dr
« =

Nc

S
(6.8)

In order to solve this problem we can use for instance the Newton-Raphson (NR)
method. Using the notation p = [pl,pQ, s pN C}, the minimization corresponds to the
solution of the equation L (p) = 0. The NR approach consists in finding in an iterative
way the root p of the latter equation. Starting from a guess pg, the value at iteration i is
computed using the formula,

L (pi—1)

VL (pi—l) (6.9)

Pi = Pi-1 —
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Thus, at each iteration the gradient has to be evaluated and inverted. These operations
can be quite costly from a computational point of view if the size of p is large. However,
p corresponds here to the coordinates used to parametrize the initial condition, and is
usually smaller than 10.

The ability of this method to converge quickly towards the minimum value depends
on the guess p” provided at the beginning. The method might not converge if the guess is
very far from the solution. In order to prevent any risk of divergence, one of the possible
option is to use the values resulting from the classical least square projection. Those values
are the ones we used previously in the “classical overlapping” approach.

The Matlab routine called fminsearch is also a very good tool for solving non-
linear optimization problem. This latter uses a simplex search method. Unlike Newton-
Raphson’s method, this is a direct method that doesn’t use any numerical gradient. If
we are trying to minimize a function involving n parameters, the simplex is characterized
by n+1 distinct vectors that are its vertices. Then the simplex is a triangle for n=2, a
tetrahedron for n=3... At each step of the search, a new point is generated and the value
of the function at this point is compared with the value of the function at the vertices of
the simplex. Usually one of the vertices is replaced by the new point and a new simplex
is obtained. This step is repeated until the diameter of the simplex is less than a specified
tolerance.

Another option is to use a different algorithm to solve this non-linear optimization
problem. Among the several existing alternatives, the Broyden-Fletcher-Goldfarb-Shanno
(BFGS) method is particularly well suited to optimization problem with lack of con-
straints. This is a quasi-Newton’s method involving the Hessian matrix. However, this
latter is not evaluated directly but an approximation is preferred, and in that sense, it
constitutes a generalization of the secant method. Consequently the algorithm is more
complex compared to Newton-Raphson’s but the gain on the error is significant.

Starting from an initial guess pp and an initial approximation for the Hessian Hy
the objective is to determine a direction of descent. The crucial part of the algorithm
is the computation of an acceptable step size. Indeed once a search direction has been
computed, we have to determine how far one should move along that direction. To do so
we chose to implement a backtracking line search. It provides a value for oy that gives a
sufficient decrease in the function L in the sense of the Armijo-Goldstein condition. The
corresponding algorithm is detailed in figure 6.10.

A comparison of the error with respect to the size of the overlapping interval for
the methods just presented before is depicted on figure 6.11. We can notice that the
improvement brought by both optimized strategy is very interesting. Concerning the
size of the overlapping interval, the fminsearch routine proves to be the best approach.
Thanks to this method, the error at the interface is reduced by 10 compared to the
classical overlapping approach when considering an interval of At = w. Therefore
the number of subintervals we can afford is doubled and the accuracy of the reattachment
is improved.

Finally, after exposing several techniques to control the error due to the reattachment
of the local solutions at the interfaces, the remaining part of our work is devoted to the

76



Initial guess
pgandH,

Evaluation of the gradient at p,

VL(PO)

Direction of descent

n=H; -VL(p,)

k=k+1

a;

Computation of an adequate stepsize

L,

Prn = P AP, = pr oty

Implementation

Evaluation of the gradient at py,,

VL(p,.,) ¥ =VL(pe,) —VL(py)
L Update of the Hessian matrix
7 T
y YVebe  HAp (HAp,)
Hk+l ) Hic £ i 5
V. Ap, Ap, HAp,
Figure 6.9: BFGS algorithm
Initial guess and rate
gjand T
i=0
j=j+1 Armijo-Goldstein condition yes
] 7 Oﬂk = aj
L{p.+an) < L(p)+aan Vi(p,)

no

Update of o

aﬁ{ :r-aj

Figure 6.10: Backtracking line search algorithm

7



10

—%— Classical overlapping
—— fminsearch optimization| {
—&— BFGS optimization

Error at the interface

|
0 50 100 150 200 250
Overlapping time (% of the characteristic time for the diffusion)

10°

Figure 6.11: Comparison of the error for different overlapping techniques

evaluation of the speed-up supplied by the time parallelization of the computation. In the
next section we explain the basic principle of parallel speed-up, the associated laws and
we make a comparison between “partial” and “full” parallelization.
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Chapter 7

Parallel speed-up

After studying how the accuracy of the solution can be affected by time parallelization
and presenting several methods to control and reduce the error, we are now interested
in determining how it affects the cost of one computation. The main interest of paral-
lelization is of course to reduce to its minimum, according to the available ressources, the
computation time by taking the best advantage of the computer architecture. During this
section we will make the assumption that our parallelization is well balanced, that is to
say that the workload assigned to each processor of the platform is exactly the same. In
order to evaluate the efficiency of the parallelization, we want to calculate its speed-up.
It corresponds to the gain in computation time made thanks to the parallelization of the
algorithm compared to the sequential approach. In the ideal case, the algorithm can be
fully parallelized and the speed-up is defined as,

T

S — ?p (7.1)
where T and T}, are respectively the execution time of the sequential and parallel
algorithm. When using n processors the ideal speed-up, also called linear speed-up is
S = n, which means that the execution time can be divided by n. But this represents the
limit and most of the time non-realistic case. Actually, as we will explain in this section,
the parallel speed-up is a relative notion in the sense that it strongly depends on the size
of the problem we are solving. For a given algorithm, we cannot provide a single value
for the speed-up but more likely a range of values. Indeed, the equation 7.1 refers to a
sequencial algorithm that can be fully parallelized. If this is not the case, and actually

that’s what happens for many algorithms, this relation doesn’t hold anymore.

7.1 Speed-up laws for partially parallelizable algorithm

7.1.1 Amdahl’s law

Let’s consider that only a fraction P of the algorithm is parallelizable. In our algorithm,
this corresponds to the computation of general solutions (or particular solutions if we
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use a decomposition approach) on each subinterval. In both cases, the projection part of
the algorithm involving least-squares minimization, overlapping (classical or optimized)
cannot be parallelized and corresponds consequently to (1-P)% of the computation.

The Amdahl’s law reads,

1

=T AR

(7.2)

where N is the number of processors. We can notice that for an infinite number of
processors the maximum speed-up tends to ﬁ. This means that whatever the number of
processors we use, the computation time will never be less than the execution time of the
sequential part of the algorithm. But actually this relation doesn’t take into account the
evolution of the fraction P with respect to the size of the problem. Indeed, in Amdahl’s
law this fraction is considered as constant and then the maximum reachable speed-up
is the same whatever the problem. But we can assume a priori that as the size of the
problem increases, the sequential or “non-parallelizable” part of the algorithm decreases.
For instance, for time parallelization, the computation time required to solve the particular
problem on each subinterval using finite differences is much bigger if we consider very
small time steps, whereas the workload associated to the “reattachement” of the local
solutions remains constant. This latter only depends on the number of parameters used
for the initial condition and of course the number of subintervals to be reattached. Thus,
Amdahl’s prevision is quite pessimistic and doesn’t represent the best way to evaluate the
efficiency of the parallelization. Gustafson’s law is preferred.
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7.1.2 Gustafson’s law

This law is based on the assumption that the parallelizable fraction P of an algorithm is
not a fixed quantity but actually depends on the size of the problem. For a given problem,
it’s then possible to establish a relation between the potentially parallel part and the
characteristic size of the problem. The question is : What should we use as representative
size of the problem ? Actually, there is not a unique answer because it depends on the
type of problem we are solving. For a transient problem, the number of time increments is
crucial and then is chosen as a measure of the size of the problem. As we explained in our
introduction to time parallelization, the superposition of several characteristic times for a
multiphysics problem, is a limit to the use of classical incremental methods for real-time
simulations: the number of time steps can be of several millions, or billions. Hence, time
parallelization becomes really relevant for large problems because it provides an important
speed-up of the computation as we demonstrate in the next section. If we denote q the
size of the problem, Gustafson’s law for the evolution of the speed-up writes,

S(N,q) =1+ (N —1)-P(N,q) (7.3)

Then for a given computer architecture, that is to say for a given number of processors,
the speed-up is not a fixed value. We obtain a range of values or a domain of variability
for the speed-up.
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7.2 Time parallelization speed-up

In order to evalutate the speed-up of time parallelization we consider the same transient
heat transfer problem with the source term already introduced in equation 5.1. This
problem is first solved incrementally with finite differences. In a real-time simulation
context this corresponds to an on-line computation time, because we need to provide an
initial condition and this can only be done “in live”. Regarding the parallel approach we
will then be only interested in the on-line part of the job.

7.2.1 Full parallelization approach

If we consider a full parallelization, the on-line part of the work consists in the reattach-
ment of the solutions : projection from the fine mesh to the coarse one, and optimization
of the parameters {pi}i]icl thanks to an overlapping strategy. Nevertheless according to
the definition we gave in the previous section, we cannot use the word speed-up here be-
cause the computation times we are comparing are both related to sequential algorithms.
Indeed, the reattachment is done subinterval by subinterval in a chronological order. The
parallelization only concerns the off-line part of the work, when we compute multidimen-
sional local solutions. Then we will preferably speak of gain in computation time provided
by the upstream parallelization.

7.2.2 Decomposition approach

In this approach, an homogeneous multidimensional solution is computed off-line using
the PGD method whereas the remaining part of the work is done on-line. Part of the
on-line workload can be splitted and distributed to several processors. This parallelizable
part of the algorithm corresponds to the calculation of the particular solutions on the
time subdomains. The second part of the algorithm, during which the local solutions are
reattached, has to be executed sequentially. Before doing any computation, we can make
several assumptions on the evolution of the parallelizable fraction of the algorithm with
respect to the size of the problem. Indeed, since we use finite differences in the sequential
approach, we know that the time necessary to compute the solution of this transient
problem scales more or less linearly with the number of time increments: at each time
step a linear system of constant size has to be solved. But the increase in the number of
time steps has no consequences on the projection part of the work.

For a given number of parameters for the initial field of temperature and a given
number of subintervals, the computation time associated to the reattachment is constant
with respect to the number of time increments. Then for a relatively small number of
time steps, the time required for the projection is much bigger than the finite differences
solution, the speed-up is close to 1. But as we increase the number of increments, the
number of linear systems to be solved in the incremental approach becomes important
and their solution requires more time than the reattachment itself.

On figure 7.3, we represented the evolution of the parallelizable fraction of the algo-
rithm with respect to the size of the problem. As expected, this increases with the size
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of the problem. The second important characteristic we can notice on this graph is the
influence of the number of processors. The higher the number of processors we consider,
the smaller the parallelizable fraction is. Actually this is due to the fact that the time
required to reattach the solutions scales linearly with the number of subintervals : the
same operation of projection has to be performed at each interface.

Consequently, the speed-up provided by the partial parallelization of the algorithm is
really significant in a real-time framework if the size of the problem is large enough. That
is to say if the computation time associated to the solution of the global problem using
finite differences is much higher than the time required to perform the projection at the
interfaces of the subdomains. In that case, the decomposition approach appears to be
a very interesting alternative as we illustrate on figure 7.4. The maximum speed-up we
obtain when splitting the domain into 50 parts, is about 10 if the problem is solved on
10° time increments and reaches 17 for 4 - 10° increments. This opens new perspectives
regarding the solution of problems involving multiple characteristic times. Indeed, the
number of time increments is no more a brake or at least becomes less penalizing thanks
to time parallelization. Nevertheless, in order to evaluate correctly the potential of this
method, more complex problems should be solved.

To conclude this work on time parallelization, we present a more concrete applica-
tion related to manufacturing processes of composite material. In the next section, we
study the technique of ultrasound welding, mostly used in polymer industry and now for
thermoplastic composites. After explaining its principle, we expose a simple model for
representing the evolution of the temperature field in the welding region.
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Chapter 8

Application to ultrasound welding
for thermoplastic composites

Composite materials are widely used in todays industry, and particularly in aeronautics.
Thermoplastic composites are composites that use a thermoplastic polymer as a matrix.
This category still represents a niche market because of the difficulties associated to its
procesing. Indeed, polymerised thermoplastics tend to have very high melt viscosities, and
consequently their injection into fibres requires high pressure and becomes more expen-
sive. But, compared to thermoset composites, they exhibit superior impact and damage
resistance properties. Another advantage is that thermoplastic composites can be readily
recycled, which is an increasingly important issue in many markets.

In this final part, we chose to focus on a particular manufacturing process developed
firstly for polymer industry: the ultrasound welding. This latter offers a very good alter-
native for assembling pieces made of thermoplastic composites. More simple than gluing,
the mechanical characteristics of the assembly appears to be better than riveting because
pieces don’t have to be perforated. As we are going to explain in the next section the
word “ultrasound” doesn’t mean here that acoustic effects are playing any role but only
refers to the high frequency of the load applied to the piece of composite.

8.1 Principle of ultrasound welding

For welding two thermoplastic composite pieces, specific physical conditions are required
at the interface: a permanent contact, also called intimate contact, and a high temperature
allowing diffusion of macromolecules. Because of the low diffusivity of composite materials,
a high temperature at the interface can only be reached with a local heating. Several
options like induction or resistance welding can be used, but a grid has to be positioned at
the interface and remains there after welding: this can reduce the mechanical properties
of the assembly.

Ultrasound welding is based on the dissipation of a mechanical work at the interface,
allowing to increase very locally the temperature. EADS IW recently developed a new
process called continuous welding, more suited to assembly for aeronautics compared to
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the static ultrasound welding developped in the polymer industry. This process uses a
tool which is a cylinder applying a periodic compressive force on the upper surface of the
composite piece to be welded, as depicted on figure 8.1. Moreover additional cylinders are
placed upstream and downstream of the welding region, in order to ensure a permanent
contact of both pieces. Actually, an additional layer of polymer PEEK of width 80um is
added on both faces to be welded, and small prisms are molded on one of the face. The
deformation is concentrated in those energy directors, which leads to a local heating by
viscous dissipation. The prisms melt, flow at the interface and ensure the welding of both
pieces, figure 8.2. As explained by A.Levy in his Phd thesis [12], the best compromise to
study the welding is to choose a mesoscopic scale, focusing only on the mechanical and
thermal consequences of the ultrasonic periodic compression on an energy director.

8.2 A simple 1D thermal model

The length of the prism (or more precisely of the contact zone) being much bigger (2mm)
than the dimensions of its triangular basis (300 um of height), and the load applied to the
prism being constant along that direction, we can consider the strain in this direction as
constrained and equal to zero: this corresponds to a plane strain approximation, as drawn
on figure 8.3. Thus we only have to study a 2D problem. Moreover, the energy director
is subjected to a compressive load, which is uniaxial and finally the corresponding stress
writes,

o

where x is the vertical axis, whose origin is the welding interface and S is the section
of the prism. According to the characteristics of the sonotrode, the sinusoidal compressive
load can be approximated by F' = Fy(sin(wt)+1). Considering that the basis of the prism
is an equilateral triangle, we obtain the following expression for the stress :
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ooz, ) = L Oﬁ(sé’z(xwt) 1) (8.2)

where Fy = 6.3 N is the magnitude of the load, w = 4.10*1 rad.s™! is the angular
velocity and L = 2.1072 m is the length of the contact zone along the prism direction.
From a numerical point of view this last expression is not acceptable because the surface
becomes null at the interface and then the stress is infinite. Actually we assume that the
extremity of the spiked energy director is flat, by slightly moving down the origin of the
X axis.

In order to establish an equation for the evolution of the temperature in the energy
director, we use the conservation of internal energy. We make the assumption that there is
no heat transfer by convection or conduction at the boundaries of the triangular domain.
If we consider a slice of thickness dx and volume V,, as depicted on figure 8.4, we have:

%
Vepat

) d
v + / gds— [ 0%y =0 (8.3)
oV, v, dt

If we denote T'(x,t) the average temperature in the section S(x) at time t, we can
simplify the first two terms of the previous equation as follows,

Oe 0

z+dz OT (x,t)
” P = pCES(x)/x T(x,t)dx = pcS(x)/z

z+dz HT
Mdm = chS(x)dx

dt
(8.4)
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Because of the configuration of the load, the stress and the strain depend only on x.
Hence the last term of equation 8.3 can be also simplified,

(8.5)

de atdr e de
—dV =8 —dx = oc—S(z)d 8.6
Veadt (x)/m O'dt.%' O'dt (x)dx (8.6)

A Maxwell model is used to describe the behaviour of the PEEK considered as a
viscoelastic material.

de ldo o
% = EE + 5 (8.7)
where E = 3.6 GPa is the Young’s Modulus and 7 = 10° is the characteristic viscosity.
Regarding the source term, we can distinguish the work due to elastic deformation, W, =
%ij—‘z and the work associated to the viscous dissipation, Wy = "—: Actually, we only
keep this second part because it’s the only one responsible for the production of heat and
therefore the local increase of temperature at the interface. Finally, we obtain a local

equation describing the evolution of the average temperature in a section of the prism.

oT k a(s(x)aT) o?

T ClC e R (88)

Concerning the boundary conditions, we made the assumption that there was no ex-
change of heat by conduction or by convection with the ambient air. Hence we impose a
flux equal to zero at each boundary of the 1D domain, corresponding to the top and the
bottom of the prism.

g—i(o,t) - Z—Z(h,t) ~0 (8.9)

Because the frequency associated to the load is ultrasonic, the simulation of this prob-
lem requires the use of a very small time step. Indeed, in order to capture and simulate
accurately the evolution of the temperature in the domain, we should consider a time
step at least ten times smaller than the characteristic time of the problem. This latter
corresponds here to the period 7' = 5.107° s of the sinusoidal load and then, the maximum
time step we should use is At = 5.107% 5. The sonotrode applies this load on the piece
of composite for a period of 1s. An incremental approach, like finite differences would
require 2.10° iterations. From a computational point of view, this proves to be very costly
since a linear system has to be solved at each iteration. However, the problem being only
1D here, we could still afford an incremental approach.
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8.3 Numerical results

8.3.1 A reliable approach...

We compute off-line a solution of the homogeneous problem, u" (t, z,pt .. plY ’3) idefined
in the multidimensional space 2 = (; ® 2, ® ), ® - - - ® 2, where the respective domains
of variability are,

Q =1[0;0.1] in s
Q, =[107%3.107"] inm
Q, =[250;900] in K

Because of convergence problems, we have not been able to compute the solution on
the entire period during which the load is applied, that is to say 1s. We only obtained a
model valid on a period of 0.1s. The complete simulation is the subject of current work,
but we couldn’t finish it in time and therefore we cannot present the corresponding results
in this manuscript.

A mesh of 20001 equidistant nodes is used for the time discretization, 1001 nodes in
space and 11 nodes for each one of the coordinates p’. In a classical mesh-based framework,
this problem would be untractable since its complexity reaches Crpyr =~ 2.10% % 103 % 11 %
Nec =~ 1,5.10° (we use Nc=7 parameters for the initial condition in this model). On the
contrary the PGD based model has a complexity of Cpgp =~ N * (2,1.10%) where N is the
number of terms in the finite sum decomposition. Before reaching convergence 300 modes
were necessary, which corresponds to a complexity Cpap ~ 6,3.100 ~ % !

A priori, we know that a particular attention has to be paid to the parametrization
of the initial condition. Indeed, we want our model to guarantee the conservation of
the thermal energy during the process. No creation nor dissipation of energy should be
generated numerically. However, a small error on the temperature due to the projection
of the solution at the time interfaces can lead to a non negligible jump in the energy of
the system. Since our domain is adiabatic, this error will propagate and cumulate from
one subdomain to the other until making the solution completely unrelevant. Therefore 7
parameters are used for the initial condition, but the nodes of the auxiliary coarse mesh are
not equidistant. According to the temperature profile depicted on 8.5, this mesh should
be finer in the vicinity of the spike because that’s the region where the slope is more
pronounced.

We solve concurrenly the particular problem on-line and we reattach the local solutions
by enforcing the continuity using a least square method, already presented chapter 5. The
evolution of the error in time is really representative of a dissipative model of evolution.
Indeed, we can notice on figure 8.6 that this latter is very localized and vanishes quickly
after the projection. Then if the size of the subdomain is large enough to allow a complete
dissipation of the error before the next projection, the error is almost null (around 107%)
except close to the interfaces. That’s the case when considering 2, 4, 10 and 40 subdomains.
On the contrary, as soon as the size of a subdomain is too small, the error doesn’t vanish
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entirely and adds from one subdomain to the other: that’s what we obtain when splitting
the time domain into 100 or 500 parts.

The second interesting comment we can make is related to the amplitude of the jump
in the error. Indeed, whereas the maximum error is about 10~* with 2 or 4 subdomains, it
reaches 8.10* for 500 subdomains. This is actually due to the time evolution of the tem-
perature profile in the domain. At the beginning of the process, the increase of temperature
is very localized and therefore the profile of temperature exhibits a sharp evolution close
to the extremity of the energy director. As we move forward in time, the diffusion of heat
makes the distribution of temperature more homogeneous and then the profile smoother,
8.5. Because, we use a piecewise linear interpolation for the initial condition, the error
introduced during the projection is smaller if the profile to be approximated is flat. That’s
the reason why when we split the time domain into a high number of parts, several in-
terfaces are located in a zone where the temperature has strong variations, making the
approximation more difficult.

The introduction of an optimized overlapping allows a significant reduction of both
maximum and mean error, figure 8.7. The Matlab routine “fminsearch” is used to com-
pute the optimum parameters {p’ }5:1. As expected, the jump in error at the interfaces
is smoothed (divided by almost 100). Finally the mean error is almost negligible (less
than 10~°) which makes the parallel approach a reliable method. We can assume that the
remaining part of the error is not even due to the projections but more likely to approx-
imations coming from the finite sum decomposition of the solution. Nevertheless, as we
explain in the next section the improvement of the accuracy of the reattachment is done
at the expense of the speed-up.

8.3.2 ..but a slow computation

Considering exactly the same discretization for x and t than previously, the solution of
this problem with an incremental method (1D linear finite elements in space, and finite
differences in time) requires 9 seconds, on the same computer we used during this project
(2GHz doublecore processor, 4Gb of RAM). Unfortunately, the parallel approach cannot
compete with the incremental one. Even if solving the particular problem is very fast, the
computation time associated to the reattachment of the solutions is too penalizing, espe-
cially when we introduce some overlapping of the solutions, table 8.1. This is mainly due
to the fact that at least 300 modes are required in order to reach convergence when com-
puting the multidimensional solution of the homogeneous problem: the particularization
of this latter at each reattachment proves to be really time-consuming.

Therefore, instead of allowing a speed-up of the calculation, the parallel execution
of the program leads to an important increase of the computation time, which is quite
paradoxal and meaningless. When extrapolating we could assume that the parallel ap-
proach would be equivalent to the sequential one for a high number of domains given the
progressive reduction of the time necessary for the reattachment. But as we have shown
previously, when we increase the number of subdomains the error cumulates and the model
loses accuracy and reliability.
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Figure 8.5: Evolution of the temperature profile in the domain

Number of subdomains | Particular problem(s) | Reattachment (s)

2 4.4 83

4 2.2 126

10 0.91 146

20 0.44 150

40 0.23 145
100 0.087 134
500 0.018 29

Table 8.1: Repartition of the computation time for a decomposition-based parallel ap-
proach
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Figure 8.6: Evolution of the energy error with the number of time subdomains
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Finally, the parallel approach has no real interest for the simulation of this manufac-
turing process. Even if it provides very good results, we rather use incremental approaches
which allow a faster calculation. However, the solution we obtain with the parallel ap-

proach is way more adaptable. It is valid for a large range of initial conditions and the
source term can be easily modified.
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Conclusion

The Proper Generalized Decomposition based on a separated representation of the un-
known fields involved in a partial differential equation, allows to compute cheap multi-
dimensional solutions. The complexity scales linearly with the dimension of the model
which makes possible the introduction of unknown or unprecisely known parameters in
its coordinates. This method is young compared for instance to the FEM which has been
studied and improved during several decades, but the perspectives it offers are numerous
and probably still underestimated.

Our objective was to take advantage of this numerical tool to develop new strategies for
a fast solution of transient problems that could be used in future real-time simulations. We
proposed a methodology to introduce the initial condition of the problem in the coordinates
of the model. Because this latter isn’t a scalar quantity but a field, a parametrization is
necessary. The construction of an auxiliary coarse mesh allows to approximate the initial
field with a relatively small number of parameters and therefore to guarantee a reasonable
computation cost for the resulting multidimensional solution. This approach is not only
an exercise in style. It opens very interesting perspectives, especially for Data Driven
Inverse Identification.

Actually, the quite promising application of this new strategy concerns the time paral-
lelization. We presented two main approaches based on the splitting of the time domain.
On one hand, the “full” parallelization consists in the off-line parallel solution of local
problems. On the other hand, the “partial” parallelization uses a decomposition of the
original problem. The solution of the homogeneous problem is computed off-line whereas
the particular problem is parallelized on-line. This second option appears to be the best
choice for real-time simulation thanks to its good flexibility: the source term can be mod-
ified on the fly with a moderate impact on the computation cost.

Nevertheless, parallelization leads inevitably to the introduction of an error at each
interface of the time subdomains caused by the approximation on a coarse mesh of a profile
defined on the fine calculation mesh. Adaptive refinement strategies for the auxiliary
coarse mesh, like for instance hierarchical refinement, represent an appealing option but
they result in the introduction of additional nodes and thus additional coordinates in the
model and finally lead to an important increase of the computation cost.

However, the accuracy of the reattachment can be improved without modifying the
complexity of the model. A natural overlapping based on the dissipative character of the
heat transfer equation (parabolic) is easy to implement but restrains the number of time
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subdomains we can afford and therefore the parallel speed-up. The optimization of the
overlapping is less constraining regarding the number of subdomains, but requires the
resolution of a nonlinear minimization problem at each interface.

Concerning the speed-up provided by this method, we pointed out however that a lot
of work has still to be carried out. Indeed, the parallel approach can reduce significantly
the computation time with the condition that the problem is large enough. But if the
PGD based solution requires the calculation of an important number of modes, the results
are not satisfying. In that case, the parallelization of the computation has a paradoxical
impact on the computation time and proves to be slower than sequential approaches.

As a result, this non-incremental method offers new perspectives for the fast solution
of transient problems but several aspects have still to be improved to make it a powerful
tool.
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