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Abstract

In this thesis we focus on PDEs in which some of the parameters are not known exactly but affected
by a certain amount of uncertainty, and hence described in terms of random variables/random fields.
This situation is quite common in the engineering practice.

A common goal in this framework is to compute statistical indices, like mean or variance, for
some quantities of interest related to the solution of the equation at hand (“uncertainty quantifi-
cation”). The main challange in this task is represented by the fact that in many applications
tens/hundreds of random variables may be necessary to obtain an accurate representation of the
solution. The numerical schemes adopted to perform the uncertainty quantification should then
be designed to reduce the degradation of their performance whenever the number of parameters
increases, a phenomenon known as “curse of dimensionality”.

Two methods that seem promising in this sense are the Stochastic Galerkin method and the
Stochatic Collocation method. Such methods have therefore recently attracted the interest of the
uncertainty quantification community, and have proved to be more effective than sampling methods
like Monte Carlo, at least for problems with a moderate number of random parameters. We will
compare in detail these methods, and then propose for both suitable generalizations that have
shown to be optimal in terms of accuracy per cost for particular problems.

We will also introduce the idea of Generalized Spectral Decomposition for the Stochastic
Galerkin method, and explore its application in the context of non scalar equations, focusing on
the case of the stationary Navier-Stokes equations. Finally, we will show two applications of the
Stochastic Collocation method in the geological and hydraulic engineering.

Keywords: Uncertainty Quantification, Stochastic Galerkin Method, Stochastic Collocation
Method, best-M-terms approximation, Generalized Spectral Decomposition
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Introduction

Motivations

The Uncertainty Quantification problem

In the last decades simulation and prediction based on computational models have become widespread
tools in science and engineering practice. This process entails the selection of a suitable mathe-
matical model for the system of interest, the tuning of the parameters involved in the model, its
discretization and finally its numeric solution. Each of these steps implies some errors (modelling
errors, discretization errors, numerical errors, floating point errors); in this thesis we are concerned
with the errors that stem from an imperfect knowledge on the system properties.

Indeed, a lack of knowledge on the system of interest occurs in many situations. This may be
due to several reasons:

e precision issues in the measurament of some physical quantities like viscosity, permeability,
density;

e non-measurability of the system: for example, the permeability of the soil cannot be measured
point-wise;

e intrinsic randomness or unpredictability of some quantity, like wind loads, earthquake sources,
ete.

We will not deal instead with “model uncertainty”, i.e. we will always assume that a suitable
mathematical model is available, and the uncertainty is only affecting parameters/coefficients of
such model. We will focus on systems that are described by PDEs: in this case the parameters
prone to uncertainty are not only the various coefficients (e.g. diffusion, advection, reaction for an
elliptic PDE), but also forcing terms, boundary conditions and the shape of the domain.

We will also assume that the uncertainty affecting the parameters can be described through a
probabilistic approach. This implies that each uncertain parameter can be modeled as a random
variable or random field over a complete probability space, and that the probability distribution of
such random objects is known, either from experimental measures or from human expertise: this
of course is a not-so-small assumption in practice and proper statistical inference tools should be
used to characterize the randomness in the system starting from available measuraments. Again,
this aspect is not addressed here.

As soon as some of the parameters of the equation depend on a random event, so does the
solution: each realization of the random parameters will correspond to a different solution, through
the evaluation of a solver function, that in the case of PDEs usually requires assemblying and
solving the linear system coming e.g. from a finite difference or finite element discretization.

In this context, the goal is usually to compute statistics of the solution, like mean, variance,
probability of exceeding a threshold value (“failure probability”) etc; often one could also be inter-
ested in restricting such statistical analysis to functionals of the solution (hereafter called “output
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quantities” or “quantities of interest”). This kind of analysis is usually referred to as “Uncertainty
Quantification ” or “Forward Uncertainty Propagation” from the inputs to the outputs of the model.

The sampling approach to Uncertainty Quantification

Monte Carlo sampling is the most natural approach to solve the Uncertainty Quantification problem,
see e.g. [16, 87] . This simply requires generating a set of independent realizations from the
parameters space, and solving the equation for each sample in the set; the statistical indices are
then approximated by sample averages over the obtained set of solutions. Such method has a
straightforward implementation, since one can readily exploit all pre-existing deterministic codes,
to be used as “black boxes”, and moreover is fully parallelizable; see e.g. [51, 57, 70] for a review
on random points generators.

The convergence of the Monte Carlo method can be proved using classical results of probability
theory, that is the Law of Large Numbers and the Central Limit Theorem, see e.g. [63, 64, 89]. In
practice very few assumptions are required on the structure of the equation itself for the Monte
Carlo method to converge.

The main drawback of the Monte Carlo method is the extremely slow rate of convergence, which,
due to the Central Limit Theorem, is only proportional to o/ VM, where M denotes the number of
samples and o is the standard deviation of the considered quantity of interest (considered bounded).
This can result in massive computational cost when the cost of a single evaluation of the solver
function requires complex operations like solving a linear system. Such rate is however independent
of the number of random parameters considered; this is a desirable feature since, as we will see
later, the number of random parameters involved can be quite large, and many methods suffer from
a degradation of their performance as this numbers increases, a phenomenon known as “Curse of
Dimensionality”.

A number of methods have been proposed to improve the convergence of Monte Carlo method,
either in the context of random sampling or considering deterministically chosen points. In the for-
mer case, an improvement in the performances with respect to the standard Monte Carlo method
is achieved either improving the random sampling efficiency (Stratified Sampling, Latin Hypercube
Sampling), or through variance reduction techniques (Antithetic Variates, Control Variates, Impor-
tance Sampling), see e.g. [16, 88]. All of these methods are quite effective in improving the constant
o in the convergence estimate of the Monte Carlo method, but only the Latin Hypercube Sampling
improves the convergence rate 1/2 up to 1, see e.g. [65, 98].

On the other hand, in a deterministic framework Quasi-Monte Carlo methods have been pro-
posed, see [16, 52, 70, 94]. In these methods the sample indeed is not randomly generated, but
the points are deterministically chosen (Halton points, Sobol’ points) so to maximize some suitable
measure of efficiency in the coverage of the parameters space (the so-called “low-discrepancy” prop-
erty). These methods can achieve convergence rate up to 1 (up to logarithmic terms), depending
on the smoothness of the map from the parameters to the quantity of interest (“response surface”).
To this end, we also mention the recent developments in [26].

Polynomial approximation of the response surface

If the response surface (i.e. the input-output map) is regular one could exploit this property in
order to reduce the computational burden, computing for instance a polynomial approximation of
it. Such approximation is also known in literature as “surrogate model” and has been introduced
mainly for optimization purposes, see e.g. [55]. As we will see, once the surrogate model has
been computed, statistics like mean or variance can be approximated with simple post-process with
almost no computational cost, using suitable quadrature formulae.
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In this thesis we will mainly consider systems governed by elliptic PDEs, for which it is possible to
prove analyticity of the response surface (see Chapters 2 and 3), therefore looking for its polynomial
approximation is sound. Yet, the construction of the approximated response surface will be in
general a difficult task, since the quantity of interest may depend on a high number of random
parameters.

We will focus on two types of polynomial approximations: interpolant schemes, called Stochastic
Collocation, and projection ones, called Stochastic Galerkin. Both interpolation and projection are
well-established and efficient techniques exist for the approximation of real-valued functions of one
variable: their efficient extension to the approximation of high dimensional response surfaces has
been a central issue for the Uncertainty Quantification community in the last decades, and will be
the focus of this thesis.

Outline

This Thesis is organized as follows:

Chapter 1: exposes concisely the main results of this work, putting in evidence its main thread
and leaving details to the subsequent Chapters.

Chapter 2: compares the Stochastic Galerkin and Collocation methods and their respective perfor-
mances. We also introduce and explore numerically a first idea for anisotropic approximation
schemes.

Chapter 3: investigates in detail the structure of the response surface for an ellliptic PDE with
random diffusion coefficient, and exploits this theoretical understanding to derive particu-
lar versions of the Stochastic Galerkin and Collocation method that are quasi-optimal with
respect to a classical accuracy-cost ratio criterion.

Chapter 4: applies the optimal collocation technique derived in Chapter 3 on a groundwater flow
problem.

Chapter 5: recasts the Stochastic Galerkin approximation procedure into a generalized eigenvalue
problem, and uses this fact to build a sequence of surrogate models that converges to the com-
plete Galerkin approximation. Since computing each element of the sequence is much cheaper
than solving a full Galerkin problem, such procedure allows to obtain decent approximations
of the Galerkin solution with remarkable savings in terms of computational cost with respect
to the standard Galerkin method. We apply this technique to a stationary Navier-Stokes
problem, with uncertainty on Reynolds number and forcing field.

Chapter 6: develops tools for the computation of some sensitivity indices, that will be used to
perform an Uncertainty Quantification analysis on a geochemical compaction problem.

Most of the chapters are based on works already published/accepted for publication, or ready for
submission, and they are therefore “self-contained”. For these chapters, we have decided to keep the
structure of the corresponding paper with only minor changes, even if this implies some repetitions:

Chapter 2: J. Back, F. Nobile, L. Tamellini, R. Tempone Stochastic Spectral Galerkin and colloca-
tion methods for PDEs with random coefficients: a numerical comparison J.S. Hesthaven and
E.M. Ronquist, editors, Spectral and High Order Methods for Partial Differential Equations,
volume 76 of Lecture Notes in Computational Science and Engineering, pages 43-62. Springer,
2011. Selected papers from the ICOSAHOM 09 conference, June 22-26, Trondheim, Norway.
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Chapter 3: J. Beck, F. Nobile, L. Tamellini, R. Tempone On the optimal polynomial approrimation
of stochastic PDFEs by Galerkin and Collocation methods To appear on Mathematical Models
and Methods in Applied Sciences. Also available as MOX report 23/2011 - Department of
Mathematics, Politecnico di Milano.

A shorter version can also be found on J. Beck, F. Nobile, L. Tamellini, R. Tempone,
Implementation of optimal Galerkin and Collocation approximations of PDEs with random
coefficients, in ESAIM: Proceedings, 33 (2011). Proceedings of CANUM 2010, Carcans-
Maubuisson, France, May 31-June 4, 2010.

Chapter 5: L. Tamellini, O.P. Le Maitre, A. Nouy Generalized stochastic spectral decomposition
for the Steady Navier—Stokes equations, in preparation.

Chapter 6 is also based on a paper in preparation, A numerical model for the geological com-
pactation of sedimentary basins with sensitivity analysis, by L. Formaggia, A. Guadagnini, I.
Imperiali, G. Porta, M. Riva, A. Scotti, L. Tamellini. However, since the focus of the paper
is more on the geological application, in this case we have rewritten most of the content of
the paper, focusing mostly on the Uncertainty Quantification aspects.

Most of this work has been carried out at MOX laboratory, Department of Mathemtatics, Politecnico
di Milano.

Chapters 2,3 have been also developed during multiple stays visiting prof. Raul Tempone and
his team, both at ICES laboratory, University of Texas at Austin, USA, and Applied Math-
ematics and Computational Science Department, King Abdullah University for Science and
Technology (KAUST) at Thuwal, Saudi Arabia.

Chapter 5 was mainly developed throughout a visit to dr. Olivier Le Maitre at LIMSI-CNRS
laboratory, Université Paris-Sud 11 at Orsay, France, during winter 2010-2011.

Chapter 6 stems from a collaboration between MOX laboratory, Hydraulic and Environmental
Department (DIIAR) at Politecnico di Milano and ENI.

All the computational results shown in this work have been performed in MATLAB® language,
except from Chapter 5, in which the code has been written in C++ and MATLAB® has been used
only for post-processing.
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Chapter 1

Thesis overview

This Chapter shortly highlights the main results contained in this Thesis, putting in evidence the
main thread of the work and pointing to the subsequent Chapters for the full discussion. All the
necessary background and notation is confined to Section 1.1.

1.1 Problem setting

Let us consider the linear elliptic equation
—div(aVu) = f x€ D =(0,1)?, (1)
u=0 x € 0D, '

that describes physical phenomena like heat transfer or Darcy’s flows in porous media, see e.g.
[8, 50]. A straightforward application of the Lax—Milgram lemma allows to conclude that equation
(1.1) admits a unique solution u in H&(D), the space of square integrable functions in D with square
integrable distributional derivatives and zero trace on the boundary, provided f is in the dual space
of H}(D), which we denote by H~1(D).

As pointed out in the introduction, we are concerned with situations in which the parameters
of (1.1) are affected by uncertainty. For easiness of presentation we consider the case where the
coefficient @ in (1.1) is the only source of uncertainty in the model, but the theory we present extends
immediately to the more general case where also f and the boundary conditions are uncertain. The
shape of D can also be considered as uncertain, see e.g. [18, 46, 47, 77, 112].

We describe the uncertainty on a with a probabilistic approach. Let (2, F, P) be a complete
probability space: 2 is the set of outcomes, F C 29 is the o-algebra of events and P : F — [0,1]
is a probability measure. We recall that a real-valued random variable on (2, F, P) is a function
X = X(w) : 2 — R that assigns a numerical value to each outcome w € Q. We denote with E [X k]
the k-th order moment of the random variable,

E[Xk] - /Q X*(w)dP(w).

In particular E [X] denotes the mean, or expected value of X, while the variance of X is defined as
Var [X] = E [(X — E[X])?]. Let moreover L% () be the space of random variables with bounded
second moments,

13(0) = {X(): E[x%] = [ X*(w)aP(e) <oo.
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We further denote by Cov [XY] the covariance between two random variables X and Y
Cov[XY]=E[(X —E[X])(Y —E[Y))]. (1.2)

Next we state some assumptions on the diffusion coefficient a. These are indeed quite strong
assumptions that will be weakened later on, when dealing with the so-called “lognormal” random
fields, see e.g. Chapter 4.

Assumption 1.1. The diffusion coefficient a = a(x,w) is a random field on (0, F, P) taking values
in L®(D), i.e. a function from D x Q R such that

1. a(-,w) is a strictly positive and bounded function over D for each random event w € €, i.e.
there exist two positive costants 00 > Gmaz > Gmin > 0 such that

P<amin <a< ama;t) - 17

2. a(x,-) is a real-valued random variable for each point in D.

3. for p,q € D, the covariance function

Ca(p,a) = Cov [a(p, -)a(q, )] (1.3)

depends only on the distance |p — q|| (“weak stationarity” property).

Since to every realization of a corresponds a different solution u € HE (D), u is in turn a random
field on (Q,F, P), taking values in H}(D). Equation (1.1) is therefore understood to hold in a
P-almost everywhere sense:

Strong Formulation. find a H}(D)-valued random field, u : D x Q — R, such that P-almost
everywhere in €, or in other words almost surely (a.s.), the following equation holds:

(1.4)

—div(a(x,w)Vu(x,w)) = f(x) x€ D,
u(x,w) =0 x € 0D,

where the operators div and V imply differentiation with respect to the physical coordinate only.

The Proposition stated next is an immediate consequence of Assumption 1.1 and Lax—Milgram
Lemma.

Proposition 1.1. For any f € H (D), the strong formulation 1.4 admits a unique solution
u(-,w) € HE(D) for almost every w € Q, with

1
||u(~,w)||H1(D) < Grrin HfHH*l(D)7

Moreover, for any x € D, u(x,-) € L4(Q), for allg e N, 1 < g < .

As anticipated in the Introduction, the aim of an Uncertainty Quantification analysis is to
compute statistical indices for u, like E [u] or Var [u], or a failure probability P(u > up). Often
one could also be interested in performing the same analysis for a linear or non linear functional of
u, ¥(u) : HY(D) — R, that represents the quantity of interest for the Uncertainty Quantification
analysis. Note that, under the assumption of linearity or Lipschitz continuity of v, Proposition 1.1
implies that the moments of ¢ are bounded, see e.g. [71].
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1.1.a The Finite Dimensional Noise Assumption
Suppose for a moment that the following additional assumption on the diffusion coefficient holds:

Assumption 1.2 (“Finite Dimensional Noise Assumption”). a(x,w) can be represented by a vector

of N real-valued random variables y = (y1,...,yn)7,

a(x,w) = a(x,y1(w), y2(w), ..., yn(w) ).

More general situations will be addressed in next subsection. Without loss of generality, we can
also consider each y; to have zero mean and unit variance and, for easiness of presentation, we will
also consider them identically distributed. Let I'; C R be the support of y;, ' =Ty xI'gs x ... x 'y
the support of y and p(y) the joint probability density function of y, such that

t1 to tN
P(@h<t1,yz<t2,---,yN<tN)=/ / / p(y)dy.
— 00 —0o0 —0o0

We can therefore replace the abstract probability space (2, F, P) with (I', B(I'), p(y)dy), where
B(T') denotes the Borel o-algebra, and the space L} (€2) with L2(T), defined as

Bm ={rr R st [ Py <.

Furthermore, once a has a representation in terms of N random variables u can also be expressed
in terms of the same random variables, u = u(x,y) with u(x,-) € L%(F). Therefore the strong
formulation (1.4) now reads:

Strong Formulation (finite dimensional). find v : D xT' — R such that p(y)dy-almost everywhere
i I it holds:

(1.5)

— div(a(x, y)Vu(x,y)) = f(x) x €D,
u(x,y) =0 x € 0D.

With a view to the polynomial approximation of the map y — wu(x,y), it is also useful to
introduce a weak formulation of (1.5). Proposition 1.1 suggests that an appropriate space for u is
the tensor space H}(D) ® L%(F), thus assuming a separation between the physical and stochastic
variables,

u=Y uwi(x)pily) w € Hy(D), ¢; € L}(T), (1.6)
€N
so that the weak formulation of (1.5) can be stated as

Weak Formulation. find u € Hj(D)® L2(T) such that Vv € Hj(D) @ L2(I)

// a(XJWU(x,y)-Vv(xay)p(y)dxdyzf/ fx)v(x,y) py) dxdy. (1.7)
I'JD I'JD

In the following we will often exploit the twofold interpretation of u, either as a map fromy € I'
to u(y) € HY(D) or as a function in the tensor space H{ (D) ® L%(F), using in each case the most
convenient one.

It is immediate to introduce a discretization in space of the Weak Formulation (1.7). In this
thesis we have considered a finite element discretization, but finite difference or finite Volume
could be employed as well. Denoting with 7, a triangulation of the physical domain D and with
V(D) C H}(D) a finite element space of piecewise continuous polynomials on 7y, whose dimension
is Np,, we can write a weak formulation for the semi-discrete problem in space as
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Weak Formulation (semidiscrete). find up € Vi (D) @ L2(T) such that Vv € Vi(D) ® L2(T')

/ / o, Y) Vun(x,¥) - Vo(x, y) p(y) dx dy = / / Fu(x,y) ply)dxdy.  (L8)
JD I"JD

At this point it is very convenient to further assume independence of the random variables y;
introduced with the Finite Dimensional Noise Assumption 1.2:

Assumption 1.3. The random variables y; are mutually statistically independent.

Under such Assumption indeed the joint probability density function p(y) factorizes as p(y) =
Hij\;l pi(y;). Therefore L%(F) = ®fi1 in (T';), and a basis for Lf,(l“) can be built taking products
of basis functions for in (T';). We remark however that the assumption of independence of y; is not
essential, and it is possible to work within a tensor structure also in the case of non independent
y; by introducing an auxiliary density p that factorizes, as proposed in [4]. The price to pay in the
convergence estimates is then a constant factor proportional to [|p/pl| e (ry-

1.1.b Expansions of a random field

In some cases the assumptions of finite dimensional noise and independence of the random parame-
ters y; are natural for the problem at hand; think e.g. to a composite medium where each subdomain
has its own random diffusion coefficient. However, in many situations a finite dimensional structure
is not readily available, and one has to resort to decomposition and truncation techniques to obtain
an approximate representation of a with a finite number of random variables. Such number has to
be large enough to take into account a sufficient amount of the total variability of the field, defined
as [, Var[a(x,-)]dx *. We remark that in many applications of interest, this number may be of
order of tens/hundreds, see e.g. Chapter 4, hence the need for careful techniques in building the
polynomial approximation of the solution u of (1.8).

The most common decomposition of a random field is perhaps the Karhunen-Loeve expansion,
see [42, 62, 63, 64], which is the continuous anologous of the Principal Component Decomposition
(see e.g. [54]). In the Karhunen-Loeve expansion the random field is expanded in terms of un-
correlated? random variables y;, L?(D)—orthonormal deterministic functions v;(x) and decreasing
coefficients \;,

N
a(x,w) = ay (x,w) = Ea(x, )] + Y VAwi(x)yiw), (1.9)
i=1

see Section 4.3 for a full discussion on such expansion. As an alternative to the Karhunen-Loeve
expansion, it is possible to compute a Fourier-based decompostion of a, which uses trigonometric
polynomials as basis functions in the physical space, thus highlighting the contribution of each
frequency to the total field a. Both expansion have similar convergence properties, a smoother
covariance function (1.3) resulting in a faster convergence.

The KL and Fourier expansions result in a linear dependence of the random field a on the
random variables y;. In some applications however it is useful to model the logarithm of a as a
random field rather than a itself (usually when modeling phenomena with large variations), so that
the final expression for a depends exponentially on y;:

N
an(x,w) = ap(x) + exp <Z civi(x)yi(w)> . (1.10)
i=1

LA way of working without formally dropping any term in the expansion of a will be addressed in Chapter 3.
2Observe that if the random field is Gaussian then y; are Gaussian too and therefore independent.
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Such expansion guarantees almost sure positivity of a(x,w), a property useful when describing dif-
fusion coefficients or other physical parameters that need to be positive. Such logarithm expansion
is usually considered together with the assumption that y; are Gaussian random variables, thus
obtaining the so-called “lognormal model”. Note that in this case a is not uniformely bounded with
respect to w, nor coercive in the case ag = 0, so that Assumption 1.1 is not satisfied. However, it is
still possible to prove the well-posedness of the strong and weak formulations (1.4)-(1.8), as shown
in [19, 43].

1.1.c Methods for polynomial approximation of u

We are now in position to define the polynomial approximation (surrogate model) for the map
vy €T = up(y) € Vi(D) that solves (1.8). We introduce a polynomial subspace of L%(F), which we
denote by P(I'), and look for a full discrete solution uy, ,, € Vi,(D) @ P(I") solving?

Weak Formulation (Fully discrete). find up, ., € Vi (D) @ P(I') such that Vv € V(D) @ P(I")

/ / an (%, 3) V. (%, ¥) - Vo(x, ) ply) dx dy = / / f)uy) ply) dxdy,  (L11)
rJD I"JD

with the understanding that the polynomial space P(I") should be designed to retain good
approximating properties while keeping the number of degrees of freedom as low as possible. In
this sense, using the classical Tensor Product polynomials space, that contains all the N-variate
polynomials with maximum degree lower than a given w € N, is not a good choice, since its
dimension grows exponentially fast with the number of random variables N, dim P(TI") = (1 +w)".
A valid alternative choice that has been widely used in literature (see e.g. [42, 97, 111]) is to use
the Total Degree polynomial space, that includes the polynomials whose sum of degrees in each
variable is lower than or equal to w: such space contains indeed only (NJJ\?“’) polynomials, which
is much lower than (1 4+ w)®, yet retaining good approximation properties, as will be shown in
the next sections. A number of polynomial spaces is listed and analyzed in Chapter 2. One could
also introduce anisotropy techniques, with the aim to enrich the polynomial space only in those
direction of the stochastic space which are seen to contribute most to the total variability of the
solution.

In practice, the fully discrete solution uy, ,, will be computed either with a projection on V3 (D)®
P(T"), resulting in the Galerkin method, or as an intepolant, resulting in the Collocation Method.
We will now briefly recall the construction of such methods, and then move to the results of this
thesis.

1.1.d Stochastic Galerkin method

As anticipated, the Stochastic Galerkin method (see e.g. [3, 42, 66, 101, 60] ) aims at com-
puting the modal coefficients of uyp,, in V,(D) @ P(I'), i.e. the coefficients of the expansion
upw(X,y) = 21]7\4:1 up(x)pp(y) for a suitable basis {¢p},_; 5, of P(I'). It is then convenient
to endow P(I") with a p(y)dy-orthonormal basis, i.e. with a sequence of polynomials {L£,},en such
that [ L,Lep(y)dy = 1if p = q and 0 otherwise. To this end we take advantage of the tensor
structure of L/QJ(F) deriving from Assumption 1.3, and build the elements of such basis as products

3Note that since the diffusion coefficient ay may have been obtained by a truncation of a random field, the
solution of the problem actually also depends on the truncation parameter N, and hence should be denoted by
UN,h,w- However, since the focus of this thesis is not on the convergence with respect to /N, we omit the corresponding
subscript, for the sake of simplicity in the notation.
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of p;(y;)dy;-orthonormal polynomials, which we denote as {L;}pen:

N
Lp(y) = H Ly, (yi) pE€ NV
n=1

Families of p;(y;)dy;-orthonormal polynomials exist for many probability distribution: we recall
Legendre polynomials for uniform measures and Hermite polynomials for Gaussian measures (see
[111] for the general Askey scheme), for which explicit formulae and computing algorithms are
available, see e.g. [39]. See also [31] for examples of probability measures that do not admit such
an orthonormal basis.

To allow for general polynomial spaces we introduce a sequence of increasing index sets A(w)
such that

A(0) ={(0,...,0)}, Afw) CA(w+1)c NV forw>0, NV=|[]Aw), (1.12)
weN

each with cardinality M,,, and consider the corresponding polynomial space

Ppgu)(T) = span{Lp(y), P € A(w)} (1.13)

for the approximation of uy, ,, with the Galerkin method. In other words, the Galerkin method will
compute the coefficients up € Vj,(D) of the expansion

ww(xy) = Y up(x)Lp(y). (1.14)

PEA(w)

Such expansion is usually known as generalized Polynomial Chaos Expansion (gPCE). Having the
gPCE expansion of uj,, (1.14) allows one to compute easily the mean and variance of uy, ,, as

E [uh,w(x) )] = UO(X)’ Var [uh,w(x7 )] = Z u%(x) - ug
pPEA(w)

The final step of the Galerkin method is to further consider the FEM approximation of the coef-
ficients up(x) in (1.14) and insert it in the fully discrete weak formulation (1.11). This will result
in a set of Nj, x M, linear equations that couple all modes u;(x), due to the presence in (1.11) of
terms like fl“i YiLp, (yi) Lq, (yi) pi(yi)dyi; see Chapter 2 for more details on the discrete problem.

1.1.e Stochastic Collocation method

As an alternative to the Stochastic Galerkin modal approach, the Stochastic Collocation method
([4, 38, 110]) consists in collocating problem (1.5) in a set of @ points {y; € I'}, i.e. comput-
ing the corresponding solutions u(-,y;) and building a global polynomial approximation u ., not
necessarily interpolatory, upon those evaluations: up ., (x,y) = Z?:l u(x,y;)P;(y) for suitable
multivariate polynomials { % }]Q:l'

Building the set of evaluation points {y;} as a cartesian product of monodimensional grids be-
comes quickly unfeasible, since the computational cost grows exponentially fast with the number of
stochastic dimensions needed (see figure 1.1(a)). We consider instead the so-called sparse grid pro-
cedure (see figure 1.1(b)), originally introduced by Smolyak in [95] for high dimensional quadrature
purposes; see also [7, 15] for polynomial interpolation.

For each direction ¥, we introduce a sequence of one dimensional polynomial Lagrangian inter-
polant operators of increasing order:

uﬁn(i) : CO(Fn) — Pm(i)fl(rn)'
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Figure 1.1: Tensor grid 1.1(a) vs. Sparse grid 1.1(b).

Here ¢ > 1 denotes the level of approximation and m(¢) the number of collocation points used to
build the interpolation at level i. We require the function m to satisfy the following assumptions:

m(0) =0, m(l)=1, m(i)<m(i+1),i>1.

In addition, let U[q] = 0,Vq € C°(T,). Next we introduce the difference operators AP
u," @ _ u," (1_1), an integer value w > 0, multi-indices i € Nﬁ and a sequence of index sets Z(w)
such that Z(w) C Z(w + 1) and Z(0) = {(1,1,...,1)}. We define the sparse grid approximation of

up : ' = Vi(D) at level w as

unw(Y) = SFu) =y ®Am ) [up ) (1.15)

ieZ(w) n=1

As pointed out in [41], it is desiderable that the sum (1.15) has some telescopic properties. To
ensure this we have to impose some additional constraints on Z. Following [41] we say that a set Z
is admissible if Vi€ T

i—e;eTforl<j<N,i>l1. (1.16)

We refer to this property as admissibility condition, or ADM in short. Given a set Z we will denote
by ZAPM the smallest set such that Z C ZAPM and ZAPM is admissible.

The set of all evaluation points needed by (1.15) is called sparse grid, and has cardinality Q.
Note that (1.15) is indeed equivalent to a linear combinations of tensor grids interpolations, each
of which contains “few” interpolation points:

N
e = S aQUIM)(y), = 3 (-nhl. (1.17)
i€Z(w)APM  n=1 j={0,1}~
i+jEZ(w)ADM

Observe that many coefficients ¢; in (1.17) are zero. Once the Stochastic Collocation approximation
has been obtained, the computation of moments of u(x,-) simply requires the application of a
quadrature rule that naturally derives from equation (1.17),

Q
E uhw Zuh X,y /8]7 Var uhw Z X YJ E[uh,w(xu')]Q'

The sequence of sets I( ), the function m(i) and the famlly of points to be used at each level
characterize the sparse approximation operator Sﬂw) introduced in (1.15). The original sparse grid
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Approx. space Collocation: m, g Galerkin: A(w)

m(i) =1

Tensor Product g(i) = max, (i, — 1) <w

{p e NV max, p, < w}

m(i) =1 N
Total Degree . . e NV . n < w
8 o) =S, <w P X S}

Table 1.1: Sparse approximation formulae and corresponding underlying polynomial spaces.

introduced by Smolyak [95] is defined as

N
I(w) = {ieNN:Z(in—l) gw}, (1.18)
n=1
0ifi=0
m@i)={1ifi=1 (1.19)
21 41, if i > 1,

and uses nested sequences of points. In Chapter 2 we show the following theorem:

Theorem 1.1. Given a sequence of polynomial spaces Py, (') such that
Vp € PA(w)(F) pP—e¢ € PA(w)<F) for 1 <5 < N,p; >0, (1.20)

one can always find a sequence of index sets Z(w) such that the Collocation method delivers approz-
imation in Py ) (T).

Note that the condition (1.20) on the polynomial space is the counterpart of the admissibility
condition (1.16) for the sparse grid. In Chapter 2 we have actually considered sets Z(w) defined as
Z(w) = {i e NV :g(i) < w} , with g : NV — N strictly increasing in each argument, so that (1.20)
is automatically satisfied.

Table 1.1 lists the equivalences between the Stochastic Galerkin and Collocation formulation in
Tensor Product and Total Degree spaces.

As for quadrature rules, we will mostly use the classical Gaussian rules, see e.g. [85], and the
@ = cos (M) ,1 < j < mf(i), see e.g. [102], which results in a

m(i) —
nested quadrature rule if used with m(7) as in eq. (1.19).

Clenshaw—Curtis rule y;-n

The rest of this Chapter is devoted to the exposition of the results of the thesis. In particular, we
have tried to address the following questions:

1. What is the most effective method in terms of accuracy versus computational cost?

2. What is the best polynomial space A(w) where the discrete solution uy,,, should be shought,
again in terms of accuracy versus dimension of the space, and hence computational cost? Or,
more generally, can we devise strategies that yield good approximations of the solution with
the lowest computational cost possible?
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1.2 Results on the regularity of the response surface

A polynomial approximation of the stochastic part of u will be an effective approach if the depen-
dence of u over y is regular. It is well known (see e.g. [3, 4, 20]) that the solution of (1.7) depends
analytically on each parameter y, € I'j,, under reasonable assumptions on a(x,y). In particular,
denoting I'} =[] j2n T'j and y5, an arbitrary element of I';, there exist regions ¥, C C in the com-
plex plane for n = 1,..., N, with ¥,, D I',,, in which the solution u(x, y,,y;) admits an analytic
continuation u(x, z,y}), z € X,.

However, such results are somehow limited, since the analysis is performed one direction at a
time. Instead, we were able to prove the following result, which considers all the ¥, at the same
time, and also provides a bound on the norms of the derivatives of u, see Chapter 3 for a proof.
Note that this result applies to both linear and non-linear expansions like (1.9) and (1.10); a similar
result is stated in [21] only for the linear case.

Theorem 1.2. Let a(x,y) be a diffusion coefficient for equation (1.5) that satisfies Assumptions
1.1, 1.2 and 1.8. Suppose that a(x,y) is infinitely many times differentiable with respect to 'y and
dr € Rf s.t.

@(.

<r' vyeT, (1.21)
a

,Y)

L= (D)

. . ‘ gut-TFing .
where i is a multi-index in NV, g = —————, and r = (r1,..., rN) is independent of y, and

8y11 e ay%\/
lett = < 1 >r. Then
log 2

(i) the derivatives of u can be bounded as

105u(¥) | g2 (py < ColillE' Yy €T

with o = WFllvs

)
Amin

(ii) for every yo € T' the Taylor series of u converges in the disk
D(yo) = {y € RV : ¥ -abs (y —yo) < 1} .

where abs (v) = (|1, ..., |lvn|)". Therefore u : T — HE (D) is analytic and can be extended
analytically to the set

Z:{yE]RN:EIyOEFs.t.f'-abs(y—yo)<1}.

The same result holds also for up, solution of the semidiscrete problem (1.8).

1.3 Results on the Comparison of Stochastic Galerkin and Collo-
cation methods

Quite surprisingly, few works are available in the literature about a full comparison between the
Stochastic Galerkin and Collocation methods, see e.g. [30].

As mentioned in Section 1.1.e, in Chapter 2 we show that, given a polynomial space Py (')
such that (1.20) holds, one can always find functions m and g such that the Collocation method
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delivers approximation in Py, (I'). This is a very relevant fact to the end of a fair comparison be-
tween the two methods, since the two methods obviously should be compared in the same underlying
polynomial space.

Once accomplished this, see e.g. Table 1.1, several additional aspects need to be taken into
account:

Deegres of freedom: the basis used in the Galerkin method is p(y)dy-orthonormal: this implies
that the Galerkin method uses the minimum number of degrees of freedom needed to represent
the polynomial approximation of up,, in Vi (D) ® Py () ('), while the number of systems @ to
be solved in a Collocation approach can be significantly larger. On the other hand, Collocation
deals with uncoupled problems, while the equations in the Galerkin system are coupled.

Parallelization: contrary to the Galerkin method, the Collocation method is trivially paralleliz-
able.

Code reusability the Galerkin method is said to be an “intrusive method”, since pre-existing
deterministic code can be reused only partially. Collocation can reuse pre-existing code in a
“black box” way, although the algorithm may greatly benefit from adjustments to the code
aimed to prevent the repetion of identical blocks of operations for each realization.

Implementation issues: in a Galerkin setting a monolitic solver is not feasible and one needs
ad-hoc strategies both for the storage and manipulation of the matrix, [82], and for the
solution of the linear system, typically variants of preconditioned conjugated gradient, see
[83, 32]. Moreover, one may not have analytic formulae for the coefficients of the Galerkin
matrix: hence, appropriate (and possibly high dimensional) quadrature rules have to be used
to this end, and the consequent approximation error on the entries of the matrix has also
to be investigated. On the other hand, assemblying a sparse grid is not an immediate task,
but packages are available online and can be coded “once and for all”. Among the possible
sparse grid codes available we mention the Dakota software developed at SANDIA labs? and
the Sparse Grid Interpolation Matlab Toolbox developed at Stuttgart University®. In this
thesis we have developed our own sparse grid Matlab package, that will be made available for
download on the internet.

From a more quantitative perspective, in this work we have focused on the comparison of the the-
oretical computational cost of the Galerkin and Collocation method, and have ingnored instead
the real CPU time and setup costs, which greatly depend on the level of optimization of the code
used. Such abstract computational cost is defined as the total number of deterministic linear sys-
tems solved: this is an obvious definition for the Collocation method, since one has to solve one
deterministic problem per collocation point, whereas for the Galerkin method such definition is
appropriate as soon as one solves the Galerkin system with the mean-based block-diagonal precon-
ditioned conjugated gradient method proposed in [83]. This choice indeed amounts to the resolution
of M deterministic linear systems per PCG iteration, see section 2.3 for details. The costs of the
Galerkin and the Collocation solvers will be therefore

WSG = #iteTpCG X M, WSC = Q (1.22)

respectively. In Chapter 2 we consider the benchmark problem (1.5) with a(x,y) defined as
a(x,y) = 1+ 3% xi(x) yi, where x;(x) represent the indicator function of the eight round subdo-
mains depicted in Figure 1.2, and y; are independent and identically distributed uniform random
variables. We refer to section 2.4.a for full discussion on the test case. Here we only show Figure

‘http://dakota.sandia.gov/index.html
Shttp://www.ians.uni-stuttgart.de/spinterp/
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Figure 1.3: Galerkin/Collocation comparison results.

1.3, which is quite representative of the general conclusions of this test. In particular 1.3(a) shows
that, as anticipated, in a Galerkin setting the Tensor Product space (cf. Table 1.1) poorly performs
due to the excessive costs; all other spaces performe reasonably well and in particular the Total
Degree polynomial space is the most effective one. Similarly, Figure 1.3(b) shows that the tensor
sparse grid is the worst performing, and the Standard Smolyak Sparse Grid (1.18)-(1.19) is the
most convenient one, both using Gauss or Clenshaw—Curtis quadrature points.

Regarding the Galerkin/Collocation comparison, the performances turn out to be really close,
with a slight advantage of Collocation for the lower error levels and of Galerkin for the higher ones.
Finally Figure 1.3(c) shows that, as expected, the Galerkin method is more effective in terms of
error versus dimension of the polynomial space IP’A(w)(I‘). Chapter 2 presents several other tests,
including one with lognormal random variables, see equation (1.10).

1.4 Optimal Galerkin and Collocation approximations

In the problem considered in the previous Section, all the random variables y; have the same influ-
ence on the solution (“isotropic problem”). This is not the case in a general situation (“anisotropic
problem”), so that one should try to adapt the polynomial space PA (w) (T") to the problem at hand,
enriching the approximation only with respect to those variables that contribute the most to the
variability of the solution.

We can distinguish (at least) two kind of anisotropy strategies: “a-priori” and “a-posteriori”. On
the one hand, an “a-priori” strategy will try to identify the most suitable polynomial space/sparse



26

TD-isospace
—e—TD-exp. weights
—A— TD-theo. weights|

TD-isospace
—e—TD-exp. weights
—A—TD-theo. weightd 107

E@W)
10

10k

0.3
02 10°F E 10°
0.1 :

-7 -7 :
10 . : . : . 10 . : . : .
% 0.2 04 06 08 1 10° 10" 10° 10° 10* 10° 10° 10° 10" 10° 10° 10 10° 10°

(a) computational domain for (b) Galerkin, conv. w.r.t. cost (c) Collocation, conv. w.r.t. cost
anisotropic test

Figure 1.4: Convergence results for the anisotropic sets approximation based on theoretical and
numerical tuning of the anisotropy weights. See section 2.4.b for more details.

grid through some preliminary analysis, while on the other hand, an “a-posteriori” strategy will
adapt the polynomial space/sparse grid as the computation proceeds, typically by some carefully
designed “exploration” strategy of the complement of the index sets A(w) / Z(w).

A number of works are available in literature on “a-posteriori” adaptivity for Sparse Grids (see
e.g. [15, 45, 41]), and a few works are available on “a-posteriori” adaptivity for the Galerkin setting
(see e.g. [44, 27, 107]). In this work we have instead focused on “a-priori” approaches: we first
consider the “anisotropic sets” approach, and then the “optimal sets” approach, which includes the
first one as a special case.

1.4.a Anisotropic sets

The first approach is detailed in Chapter 2.4.b, see also [72], where we consider weighted versions
of the index sets in Table 1.1, e.g.

N N
Aw) = {Zanpn < w} . I(w) = {Zan(z’n -1)< w} (1.23)
n=1 n=1

and analyze two strategies to tune the anisotropy weights a, one theoretical and one experimental,
see Chapter 2.4.b for details. We have tested this approach on problem (1.5) where now a(x,y) =
1+ Z?:l vi(x) y;, where v; € R modify the influence of each y; on the problem, see Figure 1.4(a).
This simple strategy is indeed quite effective, as one can see from the convergence plots in Figure
1.4(b)-1.4(c), even if it completely disregards the interactions among the random variables.

1.4.b Optimal polynomial spaces for Stochastic Galerkin method

To further improve the performances of the anisotropic sets presented in the previous Section, we
need to consider a wider class of spaces than (1.23), and look for the most general set Py, (")
that maximizes the accuracy given the number of polynomial basis functions M (best M-terms
approximation). In other words, our goal is to look for an index set S ¢ NV with cardinality M
that minimizes the projection error of the gPCE expansion (1.14),

lu = UPEPH%/QEL,%(F) = lupll$-

pES p¢S
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The obvious solution to this problem is the set S that contains the M coefficients up with largest
norm. This solution of course is not constructive; what we need are sharp estimates of the decay
of the coefficients ||upl|y/, based only on computable quantities, to be used in the approximation of
the set S. Seminal works in this direction are [20, 21|, where estimates of the decay of the Legendre
coefficients are provided.

To fix the ideas, we assume again that a depends on uniform random variables, so that u is
expanded in terms of Legendre polynomials. Under the same conditions of Theorem 1.2 it is then
possible to prove (see Section 3.3.a) that the following estimate holds for the Legendre coefficients:

! r
u < Cpe~ Eng”p"@, =—lo <n> 1.24
fuplly < Co [~ (124

with 7, as in Theorem 1.2. A similar result is given in [21] for the special case a = ag+ 3.2, b ().
We are now in position to define a new sequence P’y () (I') of polynomial spaces by selecting all multi-
indices p for which the estimated decay (1.24) of the corresponding Legendre coefficient is above a
fixed threshold e. This in turn corresponds to selecting those indices p such that

pl

N
A(w) = {p c NV . Zgnpn — log pl! < w} (1.25)

n=1

with w € Nt = [—loge]. This set closely resembles the anisotropic TD space (1.23), and is therefore
called TD-FC set (“TD with factorial correction”). The term log % is indeed a correction that takes
into account the intrinsic coupling between the random variables, that is missing in the anisotropic
TD sets (1.23) considered in the previous Subsection.

Similarly to the anisotropy weights introduced in the previous Subsection, the quantities g, =
—log (rn / (\/§ log 2)) appearing in (1.25) can be estimated either a-priori or numerically, see Section
3.3.a for a full discussion. We remark that estimate (1.24) and set (1.25) are defined for a generic
elliptic problem. An soon as one has additional information on the structure of the diffusion
coeflicient, the optimal set can be further tailored to the problem at hand, see e.g. Sections 3.3.a-
3.3.c and Chapter 4.

The benchmark test we have considered in this case is the monodimensional version of (1.5),
—(a(z,y)u(z,y)) =1 zeD=(0,1),yel (1.26)

u(0,y) =u(l,y) =0, yel '

considering a variety of diffusion coefficients a(z,y). Here we report only a few results that confirm
the validity of the approach, and refer to Chapter 3 for a wider numerical validation and analysis.
Figure 1.5 shows the convergence error for two of the considered diffusion coefficients, for which we
can also compute the best M-terms approximation. It is seen that the TD-FC sets show an excellent
performance, with a convergence rate essentially equivalent to the best M-terms approximation,
confirming that the estimate (1.24) on the decay of the spectral coefficients of w is sharp. The
anisotropic TD sets also shows good results, while the remarkably poor performance of the isotropic
TD sets confirms the importance of using anisotropic approximations.

1.4.c Optimal Sparse Grids for Stochastic Collocation

We now aim at constructing the optimal sparse grid for Stochastic collocation method, i.e. at
choosing the best sequence of index sets Z(w) in equations (1.15)-(1.17). Since the cost of adding
a new term to the formula (1.15) heavily depends on the multiindex i € NV to be added to Z(w),
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Figure 1.5: Convergence curves for polynomial approximation with isotropic TD, anisotropic TD
and TD-FC polynomial sets. See Section 3.3.b for details on the definition of the
error.

we estimate this time the profit P(i) for each index i € NV, and then define the optimal sparse
approximation operator S§* as the one using the set of most profitable indices, i.e.
I*(e) = {ie NY : P(i) > ¢}. (1.27)

Following [15, 41] we can define the profit of an index i as the ratio between its error contribution
AFE(i) (how much the interpolation error decreases by adding i to Z) and its work contribution
AW (i) (how many new grid points appear in the sparse grid):

) AE(Q)

(1) =

AW (i)

and we need to provide computable estimates for these quantities. As for AW (i), it is convenient

to use a nested quadrature rule, so that, if Z is admissible, it is possible to compute exactly AW (i)
as

(1.28)

N

AW (i) = [[ (m(in) — m(in — 1)). (1.29)

n=1

As for AE(i), we conjecture that the decay of AE(i) is related to the decay of the gPCE expansion
(1.14) of u, through the associated Lebesgue constant

N
u] < Jlumon ||, [T L(mn)), (1.30)
n=1

where a < b means that there exists a constant ¢ independent of i such that a < ¢b. This estimate
is reasonable, since it encodes both the information available on the quadrature rules used and on
the function u to be interpolated, and indeed turns out to be quite sharp, see Section 3.4.a for
details.

We have tested this approach using again problem (1.26), with a depending on N uniform
random variables. Using the Clenshaw—Curtis quadrature rule (nested) with m(i) as in eq. (1.19)
and Lebesgue constant

L(db(i)) = %log(db(in) 1)L

and estimate (1.24) for the decay of the gPCE of u depending on uniform random variables, the
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Figure 1.6: Performances of the sparse grids based on sets (1.31). Test and error definition are
identical to (1.26).

final expression for the optimal sets is

N 2 ADM
N N . . |db = log db(zn) +1)+1
T*(w) = {1 e NV ;db(zn —1)gn —log ——<r Zl db )= b, =) <w (1.31)

The performance of such grids is shown in Figure 1.6, in which we show the convergence of the
standard Smolyak approximation (1.18)-(1.19), the grid computed on the index set containing all
multi-indices whose computed profit is greater than e (“best M-terms grids”) and a grid computed
with the version of the “a posteriori” algorithm [41] in the implementation of [56]. More examples
can be found in Section 3.4.b.

1.5 An application to groundwater flows

Geophysics is a research area in which Uncertainty Quantification issues naturally arise: whether
the focus is on oil reservoir simulation or aquifer management, problems usually deal with such
large spatial and temporal time scales that uncertain boundary condition, initial conditions and
material properties come often into play.

Within this context, we have focused on the Darcy problem for flows in saturated porous media.
Altough specific formulations and discrezations exist for this problem, (see e.g. the mixed-hybrid
formulations [13]), we consider here the simple elliptic formulation

—div(aVp)=f xeD=][0,1]?

to be complemented with proper boundary conditions. We focus on a test case where the per-
meability is random and a pressure gradient induces a flow through two impervious boundaries,
see Figure 1.7(a). The random permeability is modeled as a log-normal field, and expanded as in
(1.10) with y; Gaussian random variables. The permeability is assumed to be a stratified material
(see Figure 1.7(b)), changing properties along the x; axis only, and the logarithm of the permeabil-
ity is assumed to have a smooth gaussian covariance function, exp (|z1 — 22|?/L?), L. being the
correlation length. Such field is then expanded in Fourier series and truncated, thus obtaining

K

log (a(z1,y) — Ela(z1,y)]) = ov/coyo + o Z Ve | Yar—1 cos(wx1) + yor sin(wixy)], (1.32)
k=1
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Figure 1.7: Darcy problem with uncertain permeability.

with y; ~ N(0,1), wgp = k7 and ¢; € R (see Section 4.6 for details).

We have considered three different levels of truncation for log(a) in (1.32): K = 6, 10,16 cor-
responding to N = 13,21,33 random variables, so to take into account 99%,99.99% and 100%
respectively of the total variability of log(a). For each truncation we perform a Monte Carlo sim-
ulation and compute the sparse grid approximation of the pressure p, specifying the optimal sets
(1.27) to the lognormal case, see Section 4.5 for details.

Results are shown in Figure 1.7(c) (see Section 4.5 for details on the computation of the ap-
proximation errors). It is seen that all the three sparse grid approximations converge with a rate
that is higher than the Monte Carlo one, and moreover seems to be independent of the truncation
level. This would mean that the optimal sparse grid construction proposed is quite effective in re-
ducing the deterioration of the performance of the standard sparse grids as the number of random
variables increases. Indeed, the selection of the most profitable multiindices manages to “activate ”
(i.e. to put interpolation points) only in those directions that are most useful in explaining the total
variability of the solution, so that the less influent random variables get activated only when the
approximation error is sufficiently low. The numbers shown on the convergence plot 1.7(c) indicate
the number of random variables activated up to each point. Note also that such procedure allows in
principle to work with an infinite number of random variables: the less influent ones will be indeed
automatically neglected.

1.6 Proper Generalized Decomposition

The Proper Generalized Decomposition (PGD in short) has been introduced to improve the ef-
ficiency of the Galerkin method and to overcome some of the issues listed in section 1.3. While
a classical Galerkin method fixes “a-priori” the basis for L2(T') as the set of p(y)dy-orthonormal
polynomials and computes the set of corresponding deterministic modes {up}pE Aduw) S€€ €d. (1.14),
the PGD method looks for both the “best” deterministic and the stochastic modes. The solution
of (1.11) is written as

upgp = ZUMZ', u; € Vi(D),  Ai € Ppg (D), (1.33)
=1

with u;, A; to be determined, with the goal to approximate the full Galerkin solution (1.14) using
m < M(w) modes. To this end, let us consider problem (1.11) in a more compact formulation,
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Algorithm 1 Power method

1: upgp < 0 [element 0 of V)]
2: forlin1,2,...,m do

3:  Initialize A [e.g. at random)
4 repeat

5 Solve deterministic problem: u < Z(\;upgp)

6: Normalize u: u < u/||ully

7 Solve stochastic problem: \ < .%(u;upap)

8:  until (u, \) converged

9: upap — upap + uA
10: end for

Find u € Vi, @ Py () (') such that
A(u,v) = B(v) Vv €V, @ Py (D), (1.34)

with A, B linear with respect to the second argument and first argument, respectively. Suppose
now that a PGD solution of (1.34) with m — 1 modes has been computed and that one wants to
add a further couple, (uy,, Ap). This couple is solution of the following Galerkin problem:

Find (u, \) € Vi, X Py ) (') such that
A(upgh +u,vB) = B(vp), V(v, B) € Vi X Py (T)

Since u, A are both unknown, one can then think of computing them with an iterative procedure,
solving alternately the two following problems:

Deterministic Problem.

For given A\ € Py(,)(T), find u = 2(\; upoty) € Vi(D) such that

A (uBg] + u, vA|) = B(vA|n), Yo € Vi (D). (1.35)

Stochastic Problem.
For given u € Vy(D), find A = . (u;ulp]) € Pauw) (') such that

A (upgh + uh,ublT) = B(uf|r), VB € Pa (D). (1.36)

Such procedure is called “Power method” (see Algorithm 1), in analogy with the power iteration
method for eigenvalues problems. In the case of linear, symmetric, positive definite form A, it
was indeed shown in [74, 75] that the sought couples (u, ) can be interpreted as the solution of a
Rayleigh quotient, and that power-iteration like techniques are effective method to compute PGD
approximations of Galerkin solutions with a reduced computational cost. Their application to scalar
non-linear problems has been thoroughly investigated in [78].

We remark that the deterministic problem (1.35) can be indeed solved with minor adaptations
to the pre-existing deterministic code, while the stochastic problem (1.36) can be recast as a set
of quadratic equations for the coefficients of the orthogonal expansion of A € Py, (I") (see Section
5.3 for details). Moreover, it is important to observe that the total computational cost of the
PGD method can be remarkably lower than a standard Galerkin solver: computing a Galerkin
solution implies the solution of a linear system for M (w) deterministic coupled modes, while the
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Figure 1.8: error convergence and error estimate with respect to the number of modes m in the
PGD solution for 7 = 1/10, 1/50, 1/100, for different number of random variables.

PGD solution only requires the resolution of m deterministic uncoupled problems, plus the solution
of m quadratic equations in M (w) unknowns.

In this Thesis we have further extended the PGD procedure, applying it to a non-linear, vector
problem, that is the stationary Navier—Stokes equation with uncertain viscosity v and forcing term
(non-linear, vector problem), see Section 5.4 for details. Rather than a simple Power method, we
have implemented a PGD procedure using the more efficient Arnoldi algorithm, see Section 5.2.

Here we show three test cases, corresponding to problems with N = 4, 8,15 random variables,
with viscosity v = 1/10,1/50,1/100. In the first and second case we have computed both the
Galerkin solution in the polynomial set T'D(2), resulting in M = 15,45 respectively, and its PGD
approximation, while in the third case we have considered the stochastic polynomial space T'D(3)
(M = 816) and computed only the PGD solution. Figure 1.8 shows the convergence of the norm of
the approximation error with respect to the number of modes m added in the PGD representation,
as well as the norm of the stochastic modes A;, that can be used as error estimator; for the case
N = 15, we only show the error estimator. The approximation error correctly decreases as the
number of PGD modes increases, and in all cases u'5,p, is able to give reasonable approximations
of the Galerkin solution with m < M: this is more and more evident as the number of random
variables in the model increases.

Finally, we remark that within this context the pressure reconstruction turns out to be a non-
trivial issue: see Section 5.5 for details.

1.7 Global sensitivity analysis for a geocompaction model

Whenever some of the parameters of the problem at hand is uncertain it may be of interest to
compute the influence of each of these parameters to the final outcome (i.e. performing a “global
sensitiviy analysis”). A possible means of obtaining such information is to compute the so-called
Sobol’ indices, which derive by a suitable decomposition of the total variance (close to the classical
ANOVA sum of squares). In addition, The Sobol’ indices can be easily computed from the gPCE
expansion of the quantity of interest, which makes them particularly convenient in the framework of
the polynomial approximation of PDEs with stochastic coefficients. To introduce the Sobol’ indices
we first reorder the classical gPCE expansion of a function f depending on N parameters as

N N N
fly)= Z apﬁp(Y):a0+ZZap£p(Y)+ZZ Z apLlp(y)+ ...,

peNN i=1 peP; i=1 j=i peP;;
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where P; contains all the multiindices such that only the ¢-th component is different from 0, P; =
{pe NN :p;#0,pp =0 for k #1i}, and so on. The Sobol’ indices can then be computed as:

2
= } : “p _ Z 2
S{ZI,ZQ,-.‘,ZS} - Var [ﬂ ) Var [f] - ap ,

PEPL ig,...is} peNV

and for such indices the following decomposition holds

1—25 + Z Sz] +. +51727 LN

1<i<j<N

Hence each Sobol index S, 4, .. i} represents the contribution of the corresponding mixed effect to
the total variability of f, and it is also easy to compute the total variability due to the i-th random

parameter as
:E S{il,ig,...,is}7
S;

where the summation is taken over the set S; of all index sets {{i1,42,...,is}} of any length such
that at least one component is i. Thus, a global sensitivity analysis can be easily performed once
the gPCE expansion of the quantity of interest is available.

However, if the deterministic solver is very complex (e.g. non linearities, coupled equations,
employing iterative solvers . . .) it may be not convenient to assemble the Galerkin system to compute
the gPCE expansion. To this end, we have developed a novel procedure, that consists in converting a
sparse grid approximation of the quantity of interest into a gPCE approximation. This is convenient
since the sparse grid approximation is much easier to compute, as it only entails solving a number
of independent deterministic problems. The conversion is possible since indeed the sparse grid
approximation is a sum of tensor grids, i.e. tensor Lagrangian polynomials, which can be reexpressed
as linear combinations of orthogonal polynomials. Note that in general this conversion would
require solving as many linear systems as the number of tensor grids which compose the sparse
grid. However, if the collocation point chosen are Gaussian quadrature points then no system needs
to be solved, since indeed the matrices of the system turn out to be orthogonal.

We have applied this type of analysis to a geocompaction model, that aims at describing the
process that transforms sediments into rocks. This process consists of both mechanical stresses
(weight of the upper layers, Darcy flows) and chemical reactions, whose action over time reduces
the porosity of the sediments, i.e. the empty space among the sediment grains, thus transforming
the sediments into rocks.

In our work, we have considered as uncertain the parameters governing the chemical reactions
and the mechanical stress. The results of the global sensitivity analysis performed allow to divide the
layers in two zones, corresponding to different burial depth: a shallow one in which the compaction
process is driven by mechanical actions only, and a deep one in which the compaction process is
driven mainly by the chemical reactions. See Chapter 6 for details and results.
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Chapter 2

A numerical comparison between
Stochastic Spectral (zalerkin and
Collocation methods

Sections 2.1- 2.4 of this Chapter consist of the paper “J. Béck, F. Nobile, L. Tamellini, R. Tempone,
Stochastic Spectral Galerkin and collocation methods for PDEs with random coefficients: a numer-
ical comparison, J.S. Hesthaven and E.M. Ronquist, editors, Spectral and High Order Methods for
Partial Differential Equations”, up to the alignment of the notation and minor improvements in
the readibility. In particular, we have adapted the introduction and added some details about the
Galerkin matrix (Section 2.3.a), and the numerical setting (Section 2.4).

On the other hand, Section 2.5 is original and contains numerical tests on a problem depending
on a set of lognormal random variables.

2.1 Introduction

As anticipated in the introductory part, this chapter deals with the comparison of the Stochastic
Galerkin (SG) and Collocation methods (SC) for the computation of statistics of a solution of
a PDE with stochastic coefficients. These methods have recently attracted the attention of the
Uncertainty Quantification community, since they explore the possible regularity that the solution
might have with respect to the input variables, to achieve a convergence rate higher than the one
featured by classical sampling methods. The comparison of these two approaches is an open and
relevant research topic (see e.g. [30]). This chapter provides, on a couple of numerical examples,
a fair comparison between the performances of SG and SC methods with the same underlying
approximation space.

Traditionally, the SG method approximates the solution in a multivariate polynomial space of
given total degree (see e.g. [42, 66, 111] and references therein), or in anisotropic tensor product
polynomial spaces [3, 36, 71]. Other global polynomial spaces has been considered recently, see
for instance [11, 101], as well as different approximation spaces such as piecewise polynomials
(3, 61, 108].

On the other hand the SC method adopted so far for SPDEs follows the classical Smolyak
construction, see e.g. [38, 73, 110] and the references therein. It is very relevant to this chapter
the fact that the sparse collocation method considered in [110, 73] leads to an approximate solution
in a polynomial space, which we call hereafter Smolyak space, that differs from the total degree
polynomial space most commonly used in SG approximation.
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After having introduced the notation and the setting in Section 2.2, in this chapter we will
consider several choices of multivariate polynomial spaces, namely: tensor product (TP), total
degree (TD), hyperbolic cross (HC) and Smolyak (SM) spaces. We consider on the one hand,
SG approximations in either of these spaces, see Section 2.3.a. On the other hand, we propose a
generalization of the classical sparse collocation method that allows us to achieve approximations in
these same spaces. By following this path, we are able to compare the two alternative approaches
(SG versus SC) given the same underlying multivariate polynomial space, see Section 2.3.b.

Once both SG and SC are posed on the same approximation space the second ingredient in a fair
comparison is the computational work associated to each of them for the same level of accuracy, see
again Section 2.3. Since SC entails the solution of a number of uncoupled deterministic problems,
its corresponding computational work is directly proportional to the number of collocation points.
On the other hand, SG entails the solution of a large system of coupled deterministic problems
whose size corresponds to the number of stochastic degrees of freedom (sdof). This can be achieved
by an iterative strategy, here chosen to be a Preconditioned Conjugate Gradient solver following
[82]. Therefore, a natural approximation of its computational work is given by the product of the
number of sdof times the number of iterations performed.

The results of the numerical comparison are shown in Section 2.4. We first present a numerical
example having 8 input uniform random variables, in which we compare the performances of the
SG and SC methods in terms of accuracy versus (estimated) computational cost. The numerical
study shows that the two approaches have comparable performances. Actually, SC seems to be
more efficient for errors larger than 10710, whereas SG is better for smaller errors.

The second numerical example contains 4 input random variables that have largely different
influence on the solution. It is thus suited for anisotropic approximations, where higher polynomial
degrees are used to discretize the dependence on the random variables that have a greater influence
on the solution. We introduce anisotropic versions of both the SG and SC methods and compare
their performances for different choices of anisotropy ratios.

Finally, we set up a third test which is identical to the first one but considers lognormal random
variables rather than uniform ones, to assess if and to what extent the type of random variables
considered affects the performances ot the two methods.

2.2 Problem setting

Let D be a convex bounded polygonal domain in R? and (Q, F, P) be a complete probability space.
Here Q is the set of outcomes, F C 2% is the o-algebra of events and P : F — [0, 1] is a probability
measure. Consider the stochastic linear elliptic boundary value problem: find a random function,
u: Qx D — R, such that P-almost everywhere in €2, or in other words almost surely (a.s.), the
following equation holds:

u(x,w) =0 x € 0D. 21)

{— div(a(x,w)Vu(x,w)) = f(x) x€ D,

where the operators div and V imply differentiation with respect to the physical coordinate only.

The theory presented in this chapter extends straightforwardly to the case of a random forcing

term f = f(w,x) as well as to a non homogeneous, possibly random, Dirichlet datum on the

boundary. For easiness of presentation, we will consider the case where the randomness appears

only in the diffusion coefficient, which is, however, the most difficult case, since the solution wu
depends nonlinearly on it, whereas it depends linearly on the forcing term and boundary data.
For the first part of this chapter, we will specialize Assumptions 1.1, 1.2 and 1.3 as follows:
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Assumption 2.1. a(x,w) is strictly positive and bounded with probability 1, i.e. there exist amin >
0 and amazr < 00 such that

P(amin < a(X,w) < amaz, VX € ﬁ) =1

Assumption 2.2. a(x,w) has the form

a(x,w) = bo(x +Zyn b (2.2)

where y = [y1,...,yn]T : Q = RY, is a vector of independent random variables.

We denote by T';, = y,(€2) the image set of the random variable y,, ' =T'1 x ... x 'y, and we
assume that the random vector y has a joint probability density function p : I' — R that factorizes
as p(y) = ngl pn(Yn), Yy € I'. Observe that for assumption 2.1 to hold, the image set I" has to
be a bounded set in RY.

After assumption 2.2, the solution u of (2.1) depends on the single realization w € € only
through the value taken by the random vector y. We can therefore replace the probability space
(Q, F, P) with (', B(T"), p(y)dy), where B(I") denotes the Borel o-algebra on I' and p(y)dy is the
distribution measure of the vector y.

Finally, we introduce the functional space H'(D) of square integrable functions in D with square
integrable distributional derivatives; its subspace H{ (D) of functions with zero trace on the bound-
ary, and the space L%(F) of square integrable functions on I' with respect to the measure p(y)dy.
We are now in the position to write a weak formulation of problem (2.1):

Weak Formulation. Find u € Hg(D)® L2(T') such that Vv € Hg(D) ® L(T)

// (bo + Zyn n ) Vu(x,y) - Vo(x,y) p(y) dx dy :

/ / ), y) ply) dxdy. (2.3)

Under Assumption 2.1, a straightforward application of the Lax-Milgram lemma allows to prove
that there exists a unique solution to problem (2.3) for any f € L?(D). Moreover, the following
estimate holds:

IVullL2(pygrzr) <

where C), is the Poincaré constant such that ”UHL2(D) < CpHVuHLz(D) for any u € H}(D).

It is well known (see e.g. [4, 71]) that the solution depends analytically on each parameter
yn € I'y. In particular, denoting I}, = Hj £n I'; and y;, an arbitrary element of I'};, there exists a
constant M and regions ¥,, C C in the complex plane for n = 1,..., N, with ¥, D I',,, in which
the solution u(x,yn,y;) admits an analytic continuation u(x, z,y}), z € X,. Moreover

max max
2€¥, yh €L,

Vu(, 2,y ) lmpy < M, forn=1,...,N.
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2.2.a Finite element approximation in the physical space

Let 75 be a triangulation of the physical domain D and V(D) C H}(D) a finite element space
of piecewise continuous polynomials on 7j, with dimension Nj, = dim(V}(D)). We introduce the
semi-discrete problem:

Weak Formulation. find uy, € V(D) ® L?)(F) such that Yvy, € Vi, (D)

/D <bo(x) + Z ynbn(x)> Vup(x,y) - Vop(x) dx = /D f(x)vp(x)dx, p-a.e. inT. (2.4)

Problem (2.4) admits a unique solution for almost every y € I'. Moreover, uy, satisfies the same
analyticity result as the continuous solution .

Let {d)i}f\i‘l be a Lagrangian basis of V(D) and consider the expansion of the semi-discrete
solution as wup(x,y) = f\ihl u;(y)¢i(x). Denoting by U(y) = [ui(y), ..., un,(y)]? the vector of
nodal values as functions of the random variables y, problem (2.4) can be written in algebraic form
as

N
<K0 + Z ynKn> U(y) =F, p-a.e. in I’ (2.5)
n=1

where (Ky)ij = [ bn(X)V;(x) - Véi(x), for n =0,..., N, are deterministic stiffness matrices and
F; = [, f(x)$i(x) is a deterministic right hand side.

In writing (2.5) we have heavily exploited the fact that the random diffusion coefficient is an
affine function of the random variables y,. This allows of an efficient evaluation of the stochastic
stiffness matrix A(y) = Ko + ZnN:1 yn K, in any point y € I' and greatly simplifies the implemen-
tation of the SG method that will be presented in the next section.

2.3 Polynomial approximation in the stochastic dimension

We seek a further approximation of uy (-, y) with respect to y by global polynomials, which is sound
because of the analyticity of the semi-discrete solution with respect to the input random variables
y.

In this chapter we aim at comparing numerically several choices of multivariate polynomials
spaces. We remark once more that the choice of the polynomial space is critical when the number
of input random variables, N, is large, since the number of stochastic degrees of freedom might
grow very fast with IV, even exponentially, for instance when isotropic tensor product polynomials
are used, cf. (2.6). This effect is known as the curse of dimensionality.

Let w € N be an integer index denoting the level of approximation and p = (p1,...,pn) a
multi-index. We introduce a sequence of increasing index sets A(w) such that A(0) = {(0,...,0)}
and A(w) € A(w+1), for w > 0. Finally, we denote by Py, (") the multivariate polynomial space

N
Pp ) (') = span { H ybr, with p € A(w)}
n=1
and seek a fully discrete approximation up,, € V(D) @ Py () (I'). In the following we consider four
possible choices of index sets:
Tensor product polynomial space (TP)

Aw) ={peN": max pp <w} (2.6)
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Total degree polynomial space (TD)

N
AMw)={peN": Y p, <w} (2.7)
n=1
Hyperbolic cross space (HC)
N
Aw)={peN": J][n+1) <w+1} (2.8)
n=1

Smolyak polynomial space (SM)

0, p=20
1, p=1 (2.9

Aw) ={p e N": " for(pn) < fomr(w)},  with for(p) =
=t [logs(p)], p>2

TP and TD spaces are the most common choices. The first suffers greatly from the curse of
dimensionality and is impractical for a large dimension N. The second has a reduced curse of
dimensionality and has been widely used in SG approximations (see e.g. [42, 66, 77, 97, 111]).
HC spaces have been introduced in [2] in the context of approximation of periodic functions by
trigonometric polynomials. Recently they have been used to solve elliptic PDEs in high dimension
in [93]. Finally, the SM space is an unusual choice in the context of SG approximations. The
reason for introducing it will be made clear later, as this space appears naturally when performing
interpolation on a sparse grid following the Smolyak construction (see Section 2.3.b). Observe
that the Smolyak space is similar to the hyperbolic cross space; indeed, the HC index set can be
equivalently written as A#C(w) = {p e NV : SN logy(p, +1) < logy(w+1)}. Other polynomial
spaces have been introduced e.g. in [101].

It is also useful to introduce anisotropic versions of these spaces. Let @ = (a1,...,an) € Rf be
a vector of positive weights, and «;,;, = min,, a. The anisotropic version of the spaces previously
defined reads:

Anisotropic tensor product polynomial space (ATP)

A(w) = {p € NV EnlaXN QpPp < aminw} (2.10)

sy

Anisotropic total degree polynomial space (ATD)
N
Aw) ={p e N": > aupn < aminw} (2.11)
n=1

Anisotropic hyperbolic cross space (AHC)

N
Aw) = {peNV: [[(pa+1)omn <w+1} (2.12)

n=1

Anisotropic Smolyak polynomial space (ASM)

N
Aw)={p e N": Y anfsm(pn) < minfor(w)} (2.13)

n=1
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In all cases introduced except for the Smolyak space, the maximum polynomial degree used in
each direction y,, does not exceed the index w and there is at least one direction (corresponding to
the minimum weight cy,y) for which the monomial ¢ is in the polynomial space. For the Smolyak
space this property holds only if logy(w) is integer.

In the next sections we introduce and compare two possible ways of obtaining a fully-discrete
approximation up ., € V(D) @ Py () ('), namely Galerkin projection and collocation on a suitable
sparse grid.

2.3.a Stochastic Galerkin approximation

The Stochastic Galerkin (SG) - Finite Element approximation consists in restricting the weak
formulation (2.3) to the subspace Vj, (D) ® Pp(,)(I') and reads:

Weak Formulation. find ug% € Vi(D) @ P () (') such that Yvp o € Vi (D) @ Pa(y)(T)

// (bo +Zynn ) hw(x y) - Vupu(x,y) p(y) dx dy
- / / F&)vnw(x,y) ply) dxdy. (2.14)
rJ/o

Let {Lp}gozO be the sequence of orthonormal polynomials in I';, with respect to the weight p,,
ie. foranyn=1,...,Nand p>0

/ Ly()o()pn(t)dt =0 v € P, (T). (2.15)
I'n

Given a multi-index p = (p1,...,pn), let Lp(y) = HN Ly, (yn) be the product of one dimensional
orthonormal polynomials. Then a basis for the space PA(w) (') is given by {Lp}pea(w) and the SG
solution can be expanded as

Np
w5 y) = Y up()Lp(y) = Y D upidi(x)Lp(y). (2.16)

peA(w) peA(w) i=1

Given this expansion and exploiting the orthonormality of the basis {Lp, (y)}p €A(w)» OD€ can eas-
ily compute mean and variance of up% as E [ugi] (x) = up(x) and Var {uh w} (X) =2 pe(w) ul (x)—
Let U, = [up1,---,upn,]? be the vector of nodal values of the finite element solution cor-
responding to the p multi-index. Then inserting expression (2.16) into (2.14) and recalling the

definition of the deterministic stiffness matrices K, we obtain the system of M = dim(IPy(,)(I'))
coupled finite element problems

KoU, +Z > GR K.Uq=Fbo,,  Vpe€Aw). (2.17)
n=1 geA(w)

where

Gpa = /F ynLp(y)La(y)p(y) dy (2.18)
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Figure 2.1: sparsity plot for the SG matrix. Here we consider A(w) =TD(3).

and 4;; is the usual Kroneker symbol. G , can be explicitly calculated via the well-known three-
terms relation for orthogonal polynomials, see e.g. [39, 85].

The resulting matrix of the algebraic system (2.17) is highly sparse, see Figure 2.1, symmetric
and positive definite. For its solution we consider a Preconditioned Conjugate Gradient (PCG)
method with block diagonal preconditioner

N
Pgq=Ko+» Gi K" (2.19)

n=1

as suggested in [82]. It follows easily from Assumption 2.1 that the condition number of the
preconditioned matrix is independent of the discretization parameters both in the physical and
stochastic spaces, and therefore the preconditioner is optimal. See [32, 83] for a detailed analysis
of the condition number of the SG matrix.

Each PCG iteration implies the solution of M deterministic problems with matrix FPqyq. If
the finite element discretization is relatively coarse and the dimension of the probability space is
moderate, a Cholesky factorization of all matrices Py q could be computed once and for all. In
general, this strategy could lead to excessive memory requirements and an iterative method should
be preferred. Observe that in certain cases (e.g. for uniform random variables) all blocks are equal
and this reduces considerably the computational burden.

Let us now denote by Wgg the cost for solving one deterministic problem and by Nje, the
number of PCG iterations. In this chapter we focus on the computational cost for solving the linear
system (2.17) and neglect the time for assembling the full stochastic matrix, which highly depends
on how much the computer code has been optimized. Therefore, we can estimate the total cost
Wsarg for SG - finite element as

Wsare = M X Wrg X Niter. (2.20)

This estimate will be used to compare the SG method with the SC method in the numerical tests
presented in Section 2.4.
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2.3.b Stochastic collocation approximation on sparse grids

The Stochastic Collocation (SC) - Finite Element method consists in collocating the semi-discrete
problem (2.4) in a set of points {y; € I', j = 1,...,Q}, i.e. computing the solutions up(-,y;)

and building a global polynomial approximation uf?u (not necessarily interpolatory) upon those

evaluations: uﬁc( y) = Z "L un(x,y;)P;(y) for suitable multivariate polynomials {gzj}?:l,
We consider here a generahzamon of the classical Smolyak construction (see e.g. [95, 7]) to build
a multivariate polynomial approximation on a sparse grid. For each direction ¥, we introduce a
sequence of one dimensional polynomial interpolant operators of increasing order: Uy," @, :CYT,) —
Ppiy-1(I'n). Here i > 1 denotes the level of approximation and m(i) the number of collocation
points used to build the interpolation at level i, with the requirement that m(1) = 1 and m(i) <
(i + 1) for i > 1. In addition, let m(0) = 0 and U = 0. In this chapter the collocation points
{yn 4 J =1,...,m(i)} for the one dimensional interpolation formula UM will be taken as the
Gauss points with respect to the weight p,, that is the zeros of the orthogonal polynomial L,
defined in (2.15). To simplify the presentation of the sparse grid approximation (2.21), we now
introduce the difference operators

A0 — ) =),

Given an integer w > 0 and a multi-index i = (iy,...,iy) € NJX, i > 1, we introduce a function
g: NJI — N strictly increasing in each argument and define a sparse grid approximation of uy as

N
Ui = Sttplunl = > QAN (uy),  T(w) = {ieNY: g(i) < w}. (2.21)

The previous formula implies evaluation of the function wy in a finite set of points H?(w) crl

(sparse grid). From the construction (2.21) one can easily build the corresponding quadrature
formula, and evaluate e.g.

E th Zﬁjuh (X,¥5); Var th Zﬂyuh (x,¥5) [uh w]2 (x).

To fully characterize the sparse approximation operator ngw) one has to provide the two strictly

increasing functions m : N — N and ¢ : Nﬂ\r/ — N. The first defines the relation between the level
i and the number of points m(7) in the corresponding one dimensional polynomial interpolation
formula &™® | while the second characterizes the set of multi-indices used to construct the sparse
approximation. Since m is not surjective in NT (unless it is affine) we introduce a left inverse
m~(k) = min{i € Ny : m(i) > k}. Observe that with this choice m~! is a (non-strictly) increasing
function satisfying m~!(m(i)) = i, and m(m~1(k)) > k.

Let m(i) = (m(i1),...,m(iy)) and consider the polynomial order set

A™9(w) = {p € NV, g(m~}(p+1)) < w}.

The following result characterizes the polynomial space underlying the sparse approximation

Z(w) [1n]:
Proposition 2.1.

a) For any f € C°(T), we have S (w)[f] € Ppm.g(uw)-
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b) Moreover, STw) [v] = v, Y € Ppmg(w)-

Proof. Let us denote by Pp,j)—1 the tensor product polynomial space

Pri)—1 —span{Hyn , pngm(in)—l}.
Clearly we have that ®7]y:1 A;n(i")(f) € Pry(i)—1 (') and

St €spand{ ) Pumpa(D}

ieNY: g(i)<w

Espan{ U span{Hy , p<m(i )_1}}

iGNf: g(i)<w

Espan{ U Span{H ybr, m™H(p+1) < 1}}

iGNf: g(i)<w

N
= span{ [[ v&", g(m™'(p+1)) < w} = Ppmg () (T).

n=1

This proves a). Due to linearity in (2.21), to prove point b) we only need to show that the

approximation formula ngw) is exact for all monomials Hf:[:l yh" with p € A™9(w). We have

N N '
o | TLie| - 3 @arss
n=1

Z(w) n=1

=TT (@ ey,

Z(w) n=1

Observe that ™)y will be an exact interpolation whenever m(i,) > p, + 1 and therefore the
term H L) —ymlin=Dyybe will vanish if any of the m(in — 1) > pn + 1 or equivalently if
there exists at least one n such that i, > mYpp+1)+1. Let iy =m (p,+1) forn=1,...,N.
The multi-index i = (iy,...,4y) satisfies the constraint g(i) < p.

Then, the previous formula reduces to

N N
I1 y] = > IT (@) —um D)y )
n=1

i<i n=1

N i N .
113 ((umun) _um(in—n)ygn) = [Tum .
n=1i,=0 n=1
The final result follows from the fact that m(i,) = m(m~Y(p, + 1)) > p, + 1 and therefore the
interpolant 24 is exact for y&".
]

Remark 2.1. Observe that in the previous Lemma we have never used the Assumption that the
one dimensional interpolants are based on Gauss points. Hence, the previous result still holds for
interpolants based on arbitrary (distinct) knots and for an arbitrary strictly increasing function



44

We recall that the most typical choice of m and g is given by (see [7, 95])

N

1 for ¢ =

m(i) =< and g(i) = in —1).

(i) {2”“’ o 11 490 =320 =)

This choice of m, combined with the choice of Clenshaw-Curtis interpolation points (extrema of
Chebyshev polynomials) leads to nested sequences of one dimensional interpolation formulas and a
reduced sparse grid. In the same vein, it is possible to show that the underlying polynomial space

m

associated to the operator SI(w) is the Smolyak space Py, defined in (2.9).

On the other hand, if we choose m(i) = i, it is easy to find functions g for the construction of
sparse collocation approximations in the polynomial spaces introduced in Section 2.3, namely tensor
product (2.6), total degree (2.7) and hyperbolic cross (2.8) spaces. Table 2.1 summarizes several
available. It is also straightforward to build the corresponding anisotropic sparse approximation
formulas.

Approx. space Collocation: m, g Galerkin:  A(w)

m(i) =1

N . <
g(i) = max, (i, — 1) <w {peNV: max,p, <w}

Tensor Product

Total Degree g(i) = gfj()zn:—z 1) < w {p eNV: > p, < w}
m(i) =1

Hyperbolic Cross {p eNV: [Lpn+1) <w+ 1}

9(i) = [T, (in) Sw +1

, {2i—1+1,z’>1
m(i) =

,i=1 {peNY: > fsnu(pn) < fsm(w)}

Table 2.1: Sparse approximation formulas and corresponding underlying polynomial space

Smolyak

Let now ’H?(w) be the sparse grid associated to the formula ﬂw) and @ the number of distinct
collocation points in ’Hg‘(w). To form the sparse collocation solution uy,, we only have to solve
Q independent deterministic problems. Observe, however, that in general the number of points
() is much larger than the dimension M of the corresponding polynomial space Ppm.g(,). The

computational cost of the SC - Finite Element method can therefore be estimated as

Wscre = Q x Wrg, (2.22)

to be compared with the cost of the SG - Finite Element method in the same polynomial space,
given by (2.20).

2.4 Numerical results

2.4.a Test case 1: isotropic problem

In this first test case we consider a thermal diffusion problem in the form of (2.1) defined in the
unit square [0,1]%, with homogeneous Dirichlet boundary conditions and stochastic conductivity
coefficient that depends on a finite, small, number of random variables. The coefficient is chosen in
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Figure 2.2: Left: geometry for test case 1. Middle: expected value of the solution. Right: standard
deviation of the solution.

such a way that each random input has more or less the same influence on the solution (isotropic
problem).

Fig. 2.2-left shows the geometry of the test case. The forcing term is deterministic, f(x) =
100x r(x), where xr(x) is the indicator function of F', a square subdomain with side length equal
to 0.2, centered in the domain. The material features 8 circular inclusions with radius » = 0.13 and
symmetrically distributed with respect to the center of the square, each with a uniformly distributed
random conductivity. Let x,,(x),n = 1,..,8 be the indicator function for each circle. The expression
of the stochastic conductivity coefficient is then in the form of (2.2), with b,(x) = x,(x):

8
a(x,w) =bo(x) + > xn(X)yn(w), with by =1 and yp(w) ~ U (Ymin: Ymaz); (2.23)
n=1

with Ymin = —0.99, Ymaez = —0.2. As a consequence, the basis functions L, (y) for SG methods
will be Legendre polynomials orthonormal with respect to the uniform probability measure in
[Ymins Ymaz], and the collocation points for SC will be the corresponding Gauss points. Using the
orthogonality property and the three-terms relation for the Legendre polynomials, it is easy to see
from (2.18) that for an extra-diagonal block in (2.17) to be nonzero the following condition must
hold

In: pr—al=1, pj=q; Vi#n, (2.24)
is which case only the n-th random variable will contribute, i.e. only Gﬁq will be nonzero. On

the main diagonal instead all the random variables will contribute because of the rescaling of the
polynomials in [Ymin, Ymaz), and such contribution will be indentical for all q € A(w),

_ Ymin + Ymaz

Guq = 5 Vn=1,...,8, VqeA(w). (2.25)

Therefore, the preconditioner (2.19) will also be the same for all q € A(w),

N
n +
Pyq =Ko+ W 3 K. (2.26)

n=1

We will compare the accuracy of the Stochastic Galerkin (SG) and Stochastic Collocation (SC)
methods by looking at statistical indicators of two quantities of interest:

o Pi(u) = [pu(x)dx;
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methods and Monte Carlo. Right: comparison between SC methods and SG-TD.

o Po(u) = [, Oru(x)dx.

The quantity 12(u) is defined only on C|, the upper right part of F, since by symmetry its
expected value on F' is 0 whatever (isotropic) Galerkin or Collocation approximation is considered.

Let u, be an approximate solution (computed either with SG or SC) and u., the exact solution.
For both quantities 1 and o we will check the convergence of the following errors:

e error in the mean: emean [¥;] = |E [¥j(up)] — E [ (ues)] |;
e error in the variance: ey, [10j] = |Var [¢;(up)] — Var 1) (ues)] |;

e error in L? norm: eporm [¥;] = \/E (Wi (up) — Yi(tes))?].

Since we do not know the exact solution for this problem, we will check the convergence of the
statistical indicators with respect to an overkill solution, which we consider close enough to the exact
one. To this end we take the solution computed with SG-TD at level 9, which has approximately
24000 stochastic degrees of freedom (sdof). The L? error will be calculated via a Monte Carlo
approximation, i.e.

1 Qumc 1/2
Enorm [¢]] = ( Z [wj(up(y'l)) - wj(uex(yl))F) y

Que \ =

where y;, I = 1,..,Q e, are randomly chosen points in I'. To this end we have used Q¢ = 1000
points.

We remark that here and in the following test all the computations are performed on the same
physical mesh, which is supposed to be refined enough to solve adequately the elliptic problem
for every value y of the random variables. Moreover notice that, as stated in section 2.1, the
FEM solution and the exact solution have the same regularity with respect to the stochastic vari-
ables. Therefore we expect the convergence in the stochastic dimension not to be affected by space
discretization.

We have compared the performances of the SG and Collocation methods with the four choices
of polynomial spaces presented in Table 2.1. In our convergence plots we have also added the
performance of the classical Monte Carlo method.

Fig. 2.3 shows the error emean [t1] versus the estimated computational cost (normalized to
the cost Wrg of a deterministic solve) given by formula (2.20) for SG methods and (2.22) for SC
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methods. For the Monte Carlo method the cost is simply M x Wgg, where M is the number of
samples used. The Monte Carlo has been repeated 20 times and only the average error over the 20
repetitions is shown.

As one can see, Monte Carlo has the worst performance, followed by tensor product polynomial
spaces both in the SG and SC version, as expected. All other choices lead to similar, however much
more accurate, results, with TD being the best space for Galerkin method and SM the best for
Collocation.

We notice that different choices of collocation points for SC-SM (Gauss versus Clenshaw Curtis)
lead to similar results (see Fig. 2.3-right). Therefore from now on we will only use SC-SM with
Gauss points.

From Fig. 2.3-right we conclude that the SC method is the best method with respect to the
computational cost, at least for “practical” tolerances, while, for very small tolerances (< 10719),
SG is a better choice. The same happens also for the other error indicators vy [¢1] and enopm [¥1],
(see Fig. 2.4), as well as for the quantity 15 (see Fig. 2.5).

We should point out that the plots may not represent a completely fair comparison. Actually, the
solution of the global linear system for SG method is performed through preconditioned conjugate
gradient iterations, with a fixed tolerance (¢ = 10712); this clearly over-resolves the system when the
error in the stochastic dimension is much larger than €. The performance of SG may be therefore
improved by tuning the tolerance of the PCG method to an a posteriori estimation of the stochastic
error. However, we have observed that running the same SG simulations with tolerance e = 10~®
changes only slightly the results, so we can say that the choice of the tolerance for the PCG method
is not deeply affecting our performance/cost analysis.

It is also instructive to look at the convergence plots of the error versus the dimension of the
stochastic space (Fig. 2.6). As expected from L? optimality, for a given polynomial space the
Galerkin solution is more accurate than the collocation solution. We remind once more, however,
that the computational cost in the two cases is quite different and the convergence plots in Fig. 2.3
give a more complete picture of the performances of the two methods.

2.4.b Test case 2: anisotropic problem

In this test we consider an anisotropic problem in which different random variables contribute
differently to the total variability of the solution, in order to study the advantages of the anisotropic
version of the SC and SG methods. We take the geometry and problem definition similar to test case
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1; however, since our focus is on anisotropy, we consider only 4 inclusions (the ones in the corners,
cf. Fig.2.7-left) so that we can test many different choices of the weights that define the anisotropic
spaces (2.10)-(2.13). Nonetheless, the anisotropic setting is particularly meant to be used in high
dimensional spaces (see e.g. [72]). For convenience we consider a forcing term uniformly distributed
on the whole domain and we look just at emean [¥1]-

The random coefficient is a(x,w) = 1 + Zi:l TnXn (X)yn(w), with yp(w) ~ U(—0.99,0) and
Yn < 1. The values of the coefficients ~,, are shown in Fig. 2.7-left. Notice that these values give
different importance to the four random variables. In particular, the inclusion in the bottom-left
corner has the largest variance and we expect it to contribute the most to the total variance of the
solution. It is therefore intuitively justified to use polynomial degrees higher in the corresponding
direction of the stochastic multidimensional space rather than in the other ones. Fig. 2.7 also shows
the mean value (middle) and the standard deviation (right) of the solution.

Our goal is to assess the performances of anisotropic polynomial spaces in comparison with their
isotropic counterpart. For this we need to estimate the weights to be used in the construction of
the anisotropic polynomial space.

We follow closely the argument in [72]. The overall random conductivity coefficient in the n-th
inclusion 2, is a uniform random variable U(ay, b,) with a,, = 1 —0.99v,, and b, = 1. This can be
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rewritten as
an +bn by, — an .

9 2 Yn, with gy, ~ U(—l, 1)'

It is easy to show that the solution u = u(+, J,,) admits an analytic continuation in the complex
region ¥, = {z € C: Re(z) > —w,} with w, = Z:jgz = 26%‘333", which contains, in particular,
the interior of the ellipse

@)y, =

—1 _ -1
&, = {z €C:Re(z) = %cosgb, Jm(z) = %sinqﬁ, ¢ € [0,27r)}

with p, = w, + /w2 — 1.

Standard spectral approximation analysis (see e.g. [25]) allows us to say that interpolation
of u(-,9n) in p, + 1 Gauss-Legendre points converges exponentially fast with rate e~9Pr  with
gn = log pp = log(wn + w% - 1)'

Therefore the theoretical estimate (a priori choice) of the weight to be used for the n-th vari-
able is a,, = ¢g,,. The larger ~,, the smaller the corresponding weight «,. In practice, we have
renormalized the weights by dividing them by the smallest one. Notice that the spaces (2.10)-(2.13)
remain unchanged by this normalization. The corresponding theoretical weights are in this case
ot = [1, 3.5, 5.5, 7.5]. To assess the effectiveness of the proposed theoretical estimate, we also
consider the weights o = [1,2, 3, 4] (nearly half the theoretical estimate) and o = [1,7,11,15] (twice
the theoretical estimate). Finally, we have also considered an experimental (a posteriori) estimate
of the coefficients (as suggested in [72]), where the exponential decay e 9P is estimated numer-
ically by increasing the approximation level in only one direction at a time; the resulting weights
are a®P =[1, 2.5, 4, 5.5].

In this example we consider only SG methods in anisotropic TD spaces as they seem to be the
most appropriate for this type of problem. Similarly, we restrict our study only to SC methods in
the same ATD spaces, so they are directly comparable with the corresponding Galerkin version.
The use of SC-ASM methods is expected to give even better results.

We have computed the SG-ATD and SC-ATD with the different choices of weights up to level
w = 21 and compared them with an overkill solution computed by SG-TD isotropic method at level
w = 22. This solution has about 14000 sdof . In comparison, the SG-ATD solution has 837 sdof
with weights a = [1,2,3, 4], 434 sdof with the experimental weights o®*? = [1,2.5,4,5.5], 220 sdof
with the theoretical weights of® = [1,3.5,5.5,7.5], and 68 sdof with the weights o = [1,7,11,15].
We observe that the level w = 22 isotropic TD space contains all the ATD spaces with level w < 22,
therefore our overkill solution is much more accurate than the other ones considered here.
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Figure 2.8: Performance of SG-ATD (left) and SC-ATD (right) methods with different choices of
weights, in the computation of E [¢1]. Error €pean [11] versus computational cost.
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Fig. 2.8 shows the error in computing E [¢)1] versus the estimated computational cost when
using the SG-ATD (left) or SC-ATD (right) methods. For reference purposes we have also added
the convergence plot for Monte Carlo.

First, we observe that SC and SG outperform the standard Monte Carlo. Fig. 2.8 also shows
that the theoretical estimate of the weights performs better than all other choices and seems to be
very close to optimum for both SC and SG methods, while the a posteriori choice gives slightly
worse results although the convergence curve is smoother.

In Fig. 2.9 we compare the performances of the SG-ATD and SC-ATD methods with the
theoretical and experimental choices of the weights. In this test, the collocation method seems to
be superior to the Galerkin one, even for very small tolerances.

2.5 The lognormal case

The goal of this section is to repeat the analysis performed on Test 1 (see section 2.4.a), replacing
the uniform random variables with lognormal variables, to see if and how much the probability
distribution plays a role in the performance of the Galerkin and Collocation methods. Moreover,
the study of the lognormal case is of practical interest, since many hydrological and geological
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Figure 2.10: comparison of the probability density function for the random inclusions in the
uniform case, see eq. (2.23), and lognormal case, see eq. (2.27).

applications typically use such random variables, see (1.10).
A lognormal variable L(w) is defined as the exponential of a gaussian random variable: L =
02
'Y with Y ~ N(0,1). It holds E[L] = ¢**% = X and Var [L] = €277 (¢7” — 1) = A2(e”” — 1).
In this section we will therefore consider the same diffusion coefficient of Section 2.4.a, see eq.
(2.23), replacing the uniform variables with lognormal ones,

8
a(x,w) = ag+ > xu(x) (lo n e“+"y"(w)> Ly ~N(0,1) iid. (2.27)
n=1

where now the image set of each random variable y,, (w) is I';, = R and the parameters ag, lo, ut, 0 are
chosen so that a(x,w) is “as close as possible” to its counterpart (2.23). To do this, we set ag = 1,
so that we ensure that the diffusion coefficient outside the inclusions is identical in both cases, and
lo, i, 0 in order to ensure that the inclusions feature the same minimum value, mean and variance
as in Test 1; the solution to the corresponding non-linear system can be obtained numerically and
is found to be lp = —0.99, p =~ —1.07, 0 =~ 0.54, see fig. 2.10.

Note that even if we refer to (2.27) as a lognormal diffusion coefficient, its underlying probability
density function p(y):I'=T7 x ... x I'y — R is indeed a product of Gaussian density functions:

I _w
vl (2.28)

This is not only much more convenient than expressing a(x, w) in terms of a set of lognormal random
variables (with this choice we can in fact use the Hermite polynomials for the Galerkin method and
Gauss-Hermite quadrature rules for the Collocation method), but is indeed the only possible way
of working, as it has been shown in [31] that the sequence of orthonormal polynomials associated
to the lognormal density function

N
p(y) =TT pn(yn), pn(yn) =
n=1

( ) 1 (log y;u)Q
PL\Y) = ——C€ 20
YV 2mo?

is not a complete basis for L (R). Thus there will be some elements of L2 (R) that are not the
limit of their expansion in terms of pr(y)-orthonormal polynomials.

To set up the Galerkin method, we proceed similarly to Sections 2.3.a. Given p(y) as in (2.28),
let A(w) be a sequence of index sets as in (2.6)-(2.13) and Py, the subspace of LZ(F) spanned
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Figure 2.11: sparsity plots for the SG matrix in the uniform and lognormal cases. In both cases
we consider A(w) =TD(3).

by the set of p(y)dy-orthonormal multivariate Hermite polynomials {#Hp(y)} , that are again

PEA(w)
computed as products of monodimensional Hermite polynomials H,(y), see e.g. [39, 85].
The Galerkin method will again require the solution of a block-system like (2.17), where now

Gqu is defined as

n
Gp7q

[ e oy Haly oty

Contrary to (2.24), it is enough for Gp q to be nonzero that p and q have all equal components but
the m-th: therefore, the matrix is still block-sparse, but with more nonzero terms than the uniform
case, see Figure 2.11 for a comparison of the sparsity patterns in the two cases. The computation
of Ggq can be achieved exactly, since

e [ ety () o )= g = % [y () ()= 7

- pn \Yn qn \Yn \/ﬂ n - n \Yn qn \Yn \/% n»y
and the last integral can be computed exactly by a Hermite-Gaussian quadrature rule with k& =
(Pn + @n + 1)/2 nodes. We have found numerically that many of these terms are small, with larger
values of |p, — g, resulting in smaller values of G}, ;. In this work we have neglected all the terms
smaller than 107% in absolute value.

To solve the Galerkin system we consider again a mean-based preconditioner, see eq. (2.19).
However, contrary to the uniform case (2.26), in the lognormal case the preconditioners Py q are
not all equal, cf. eq. (2.25) and (2.29). Precomputing every Cholesky factorization once and for
all before solving the linear system leads to excessive memory requirement, therefore we employ a
direct solver at each preconditioning step. Moreover, the mean-based preconditioner is no longer
optimal in the case of lognormal random variables and the condition number of the preconditioned
matrix grows with the polynomial degree used (see Fig. 2.15). Other preconditioners, specific and
more efficient for the lognormal case, have been proposed in [84, 90, 103]. See also [104] for an
alternative approach to the numerical treatment for the lognormal case.

The set up of the Stochastic Collocation method is identical to Section 2.3.b; of course we use
here quadrature rules based on the roots of Hermite polynomials.

(2.29)
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Figure 2.12: expected value (left) and standard deviation (center) of w in the lognormal case.
We also show the difference between the standard deviations in the uniform and
lognormal cases (right).
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Figure 2.13: Error emean [¢1] versus estimated computational cost for Galerkin (left) and Collo-
cation (right).

Numerical results

The mean and standard deviation field of the solution are qualitatively identical to those in Test 1,
cf. Figure 2.2 and 2.12. However, we note that the variance of the solution is slightly lower for the
lognormal case (around 20%, see Figure 2.12-right), even if the mean and the variance of the input
lognormal random variables have been tuned to have the same mean and variance as the uniform
variables of the previous case. We will show in the following how this affects the convergence rate.

We monitor the convergence of the Galerkin and Collocation method in terms of the error
measures Emean applied to the linear functionals ¥y and s, as defined in Section 2.4. Figure
2.13 shows the convergence of epean [101] Versus estimated computational cost for Galerkin and
Collocation. On the one hand, it clearly appears that the TD space in this case is not the best
polynomial space where to set the approximation: this suggests that the shape of the probability
distribution plays a role in determining the most suitable polynomial space; on the other hand, the
SM Collocation scheme is still the most effective one. We also remark that the difference in the
performance between Collocation and Galerkin is more evident than in Test 1 (cf. figure 2.3). The
same phenomena appear when looking at pyean [t2], see figure 2.14.

The degradation of the performance of the Galerkin is due to the fact that the matrix is less
sparse and the mean-based preconditioner is less effective for the lognormal case, see e.g. [84, 90,
103, 104], so that the linear system requires more PCG iterations if compared to the uniform case,
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Figure 2.15: Number of PCG iterations of Galerkin method. Left: TD case, right: SM case.

see Figure 2.15. On the other hand, the computational cost of the Collocation is the same for both
the tests, since the number of points in the sparse grid is of course the same for both the uniform
and the lognormal cases (note that this does not mean that the actual total computational time,
which depends on the runtime of each call to the deterministic solver, will be the same in both
cases).

We can also compare the convergences of the various methods for the two settings, uniform and
lognormal, again in terms of €yean [¥1] (normalizing the solutions with respect to the corresponding
reference solutions). We thus notice that the comparison gives quite different results depeding on the
method. On the one hand, the difference between the standard deviations detected in Figure 2.12
does not appear to influence significantly the convergence of the Monte Carlo method, see Figure
2.16(c), while on the other hand there seems to be a significant improvement of the convergence
rates in the Collocation setting, see Figure 2.16(b). The Galerkin method again does not show
any difference between the convergence in the two cases, see Figure 2.16(a): this may be due to
the compensation of two competing factors: the fact that the polynomial spaces HC, SM may be
particularly well suited for the lognormal problem, which positively affects the convergence rate, and
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Figure 2.16: Comparison of the convergences of the various methods for the uniform and lognor-
mal settings.

the increased computational cost caused by the lower efficiency of the mean-based preconditioner,
as pointed out in Figure 2.15.

2.6 Conclusions

In this chapter we have set up an as-fair-as-possible comparison between Collocation and Galerkin
method. The effort has been theoretical at first, trying to generalize the classical Smolyak Sparse
Grid algorithm for Collocation, so that both the Galerkin and Collocation solutions belong to the
same polynomial space: this is a crucial step and represents a novelty in the literature of sparse
grids.

Once accomplished this setting, we compared the two methods in terms of accuracy versus com-
putational cost, defined as the number of deterministic problems solved in each case. We compared
Galerkin and Collocation considering different random variables in the diffusion coefficients, for
several choices of the polynomial spaces, both in isotropic and anisotropic settings. In all cases, the
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Collocation method has shown slightly better performances than Galerkin, at least for moderate
error tolerances; in particular, the choice of good preconditioners has been found out to be a crucial
point in the performances of Galerkin method.

Beside the efficiency in the computation, one also has to compare the differences in the setup
costs of the methods. In this sense, Collocation seems to be more appealing since it features similar
convergence rates than Galerkin but requires almost no effort moving from a test to another, once
the code for sparse grid is available.



Chapter 3

Optimal (Galerkin and Collocation
approximations

This Chapter consists of the paper by J. Beck, F. Nobile, L. Tamellini, R. Tempone, On the optimal
polynomial approximation of stochastic PDEs by Galerkin and Collocation methods, to appear on
Mathematical Models and Methods in Applied Sciences, up to the alignment of the notation and
minor improvements in the readibility.

A shorter version with different numerical tests can be found on ESAIM Proceedings 33(2011),
Proceedings of the CANUM conference 2010, Carcans-Maubuisson, France, May 31-June 4, 2010.

3.1 Introduction

From the previous chapters, it is clear that both the Stochastic Galerkin and Collocation method
suffer the so-called “Curse of Dimensionality”: using naive projections/interpolations over tensor
product polynomials spaces/tensor grids leads to computational costs that grow exponentially fast
with the number of random variables. Therefore the main requirement for these methods to be
appealing compared to the classical sampling methods (that do not suffer any degradation of the
performance when the number of random variables increases) is the capability of retaining good
approximations of u while keeping the computational cost as low as possible.

In a Stochastic Galerkin setting this requirement can be translated to the implementation of
algorithms able to compute what is known as “best M-terms approximation”. In other words, the
method should be able to establish a-priori the set of the M most fruitful multivariate orthogonal
polynomials in the spectral approximation of u, and to compute only those terms.

Important contributions in the study of the best M-terms approximation have been given by
Schwab and co-workers: estimates on the decay of the coefficients of the spectral expansion of u
have been proved e.g. in [11, 20, 21]. In this chapter we will reformulate and slightly generalize
the result given in [21, Corollary 6.1], and show on few numerical examples that the sequence of
polynomial subspaces built upon those estimates (“TD with factorial correction” sets, TD-FC in
the following) performs better than classical choices such as Total Degree or Tensor Product in
terms of error versus the dimension of the polynomial space.

In a Stochastic Collocation setting, the construction of an optimal grid can be recast to a
classical knapsack problem and relies on the notion of profit of each hierarchical surplus composing
the sparse grid, as introduced e.g. in [15]. The “Best M-Terms” grid is then the one built with the
set of the M most profitable hierarchical surpluses. In this chapter we propose a heuristic a-priori
estimate of the profit of each hierarchical surplus, and use it to build a quasi optimal sparse grid.
The estimates of the profit are in turn based on the estimates of the decay of the spectral expansion
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of u. Numerical investigations show that these new grids perform better than standard Smolyak
grids as well as grids constructed with the dimension adaptive approach developed in [41, 56]. A
similar knapsack approach to the construction of generalized optimal sparse grids has been proposed
also in [45]. Our contribution extends and details the procedure to the case of PDEs with stochastic
coefficients, working with analytic functions instead of H . ones, and using sharp estimates for
the profits of the hierarchical surpluses.

This Chapter is organized as follows. Section 3.2 defines the elliptic model problem of interest
and gives general regularity results of the solution u. In Section 3.3 we first address the general
procedure that leads to the Stochastic Galerkin approximation of w; next we state the estimate
for the decay of the spectral approximation of u and explain how to build practically the TD-FC
polynomial subspaces that stem from it. In Section 3.3.b we consider some simple numerical tests
where we can build explicitly the best M-terms approximation, and we compare it with the TD-FC
and with some standard choices of polynomial subspaces. In Section 3.4 we recall the construction
of a general sparse grid, motivate our heuristic estimate of the profit of each hierarchical surplus
and explain how to construct in practice optimized sparse grids based on such estimates. Section
3.4.b shows on some simple test cases the effectiveness of the method and the sharpness of our
heuristic estimates. Finally Section 3.5 draws some conclusions.

1T

3.2 Problem setting

Let D be a convex bounded polygonal domain in R? and (Q, F, P) be a complete probability space.
Here Q is the set of outcomes, F C 2% is the o-algebra of events and P : F — [0, 1] is a probability
measure. Consider the stochastic linear elliptic boundary value problem:

Strong Formulation. find a random function, u: D x Q — R, such that P-almost everywhere in

Q, or in other words almost surely (a.s.), the following equation holds:
—div(a(x,w)Vu(x,w)) = f(x) x€ D, (3.1)
u(x,w) =0 x € 0D. '

where the operators div and V imply differentiation with respect to the physical coordinate only.
We make the following assumptions on the random diffusion coefficient:

Assumption 3.1 (Coercivity and continuity). a(x,w) is strictly positive and bounded with proba-
bility 1, i.e. there exist amin > 0 and apmar < 00 such that P(amin < a(x,w) < Gmag, VX € D) = 1.

Assumption 3.2 (Finite dimensional noise). a(x,w) is parametrized by a set of N independent and
identically distributed uniform random variables in (—1,1), y(w) = [y1(w), ..., yny (W)]T : @ — RV,

Observe that the assumption that the random variables are uniform is not that restrictive.
Indeed, we could assume that a is parametrized by N random variables z;, 7 = 1,...,n and introduce
a non linear map y; = O(z;) that transforms each of them into uniform random variables, following
the well known theory on copulas, see e.g. [69].

We denote by I',, = (=1, 1) the image set of the random variable y,,, and let ' =T'; x ... x I'y.
In addition, let Ry be the set of positive numbers, R, = {r € R : r > 0}, and similarly RY = {r €
RN :r; >0,Vi =1,...,N}. After Assumption 3.2 the random vector y has a joint probability
density function p : I' — R that factorizes as p(y) = ngl Pn(yn), Yy € T, with p,, = 5. Moreover,
the solution u of (3.1) depends on the single realization w € € only through the value taken by the
random vector y. We can therefore replace the probability space (2, F, P) with (I', B(T'), p(y)dy),
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where B(I') denotes the Borel o-algebra on I' and p(y)dy is the distribution measure of the vector
y. We denote with Lf,(l") the space of square integrable functions on I" with respect to the measure
QLNdy. Note that in the case the original random variables are not uniform but with bounded
support, and a mapping © is not available, one could still reduce the problem to the uniform case,
at the price of bounding p(y) with ||p(¥)|| -

The assumption of independence of the random variables is very convenient for the development
of the techniques proposed below, since they rely on tensor polynomial approximations. However,
such assumption is not essential and could be removed whenever the density p does not factorize,
by introducing an auxiliary density p = 2%\, as suggested in [4]. The price to pay in the convergence
estimate is then a costant factor proportional to [|p/| 1o (q)-

In the rest of the chapter we will use the following notation: given a multi-index i € NV and
a vector r € RY, we define |i| = 2N i, il =[]0, (4n!) and ri = [, rir. We can now state a
regularity assumption on a(x,y):

Assumption 3.3 (Stochastic regularity). a(x,y) is infinitely many times differentiable with respect
toy and dr € Rﬂf s.t.
@(.

a

,Y) <rl Vvyerl,

L= (D)

ai1+---+iNa
where i is a multi-index in NV, 0ja = T i and r is independent of y.
Ayit - By

Example 3.1 (Stochastic regularity). A common situation of interest is when a(x,w) is an in-
finitely dimensional random field, suitably expanded in series (e.g. by a Karhunen-Loéve or Fourier
expansion) either as a linear expansion of the form a = ag + > ooy bp(X)y, with by, € L>°(D) and
Amin = A0— Y oy [bn| Lo (py» or an exponential ezpansion of the form a = ag+exp (O bn(x)yn)-
Then the infinite series is truncated up to N terms, with N large enough to take into account a suf-
ficiently large amount of the total variability. Both expansions comply with Assumption 3.3 taking

Tn = |[bnl| Loo (D) /@min and 1y, = ||bn|| Lo (D), Tespectively.

Finally, we denote by V = H&(D) the space of square integrable functions in D with square
integrable distributional derivatives and with zero trace on the boundary, equipped with the gradient
norm vl = [[Vol|12(py . Vv € V. Its dual space will be denoted by V’. We are now in the position
to write a weak formulation of problem (3.1):

Weak Formulation. Find u €V @ L2(T') such that Vv eV @ L2(T)

/ / o(x,y) Vu(x,y) - Vo(x,y) p(y) dx dy = / / fEoxy) ply) dxdy.  (3.2)
I"JD I"JD

Under Assumption 3.1, the Lax-Milgram lemma yields that there exists a unique solution to
problem (3.2) for any f € V'. Moreover, the following estimate holds:

£l
lullverzr < PR
The solution u can also be thought as a function defined in I" with solution in V, v : I' = V
and, thanks to the previous result, we have u € L?)(F, V) =V® L?). In what follows we will often
use the notation u(y) := u(-,y) € V if no confusion arises.
Concerning the regularity of the solution with respect to y, the following result holds, which
generalizes the result given in [21] for the special case a = ag + 25:1 b () Yn.-
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Theorem 3.1. Let a(x,y) be a diffusion coefficient for equation (3.1) that satisfies Assumptions
3.1 - 8.8. Then the derivatives of u can be bounded as

|yl < Colill# vy eT.

/ - 1 . . .
Here Cy = M and T = () r, with r as in Assumption 3.3.
Qmin lOg 2
The proof is technical; we thus postpone it to the Appendix. A consequence of Theorem 3.1 is
that u is analytic in every y € I'. Of course, since u is understood here as a V-valued function, the
notion of analyticity has to be intended accordingly:

Definition 3.1. A function f : D C RN — V is said to be analytic if for every yo € D the Taylor
expansion of [ centered in yo converges to f(y) in V-sense in a neighborhood of y.

Corollary 3.1. Under the hypotheses of Theorem 3.1, given € > 0, for every yo € I' the Taylor
series of u converges in the disk

D(yo) = {y € RV : ¥ -abs (y —yo) < 1} .

where abs (v) = (Jv1|,. .., |ox|)T. Therefore u: T — V is analytic and can be extended analytically
to the set

E:{yERN:EIyOEFs.t.f‘-abs(y—yo)<1}.

Proof. It is enough to bound the series of V-norms. Use first Theorem 3.1 to bound the norm of
the Taylor expansion of u(y) centered in yy € T' as

> JJ.(!yO)(Y -vol| <> Col"’j.! abs (y — yo).

k=0 |j|=k v k=0ljl=k
Next exploit the generalized Newton binomial formula, that states that for aj,...,ay € Ry and
k € N we have
k! AN
S
3 ot (o)
lil=Fk n=1

to rewrite the bound on the norm of the Taylor series as

s ajU(YO) j S S r k
> > T(y -y <Co > Tulvn = voul | -

k=0 |j|=k v k=0 \n=1

Thus the Taylor series of u converges to u in the disk D(y(). Therefore u is analytic and admits
an analytic extension in .. O

3.3 Stochastic Galerkin method

We now seek an approximation of the solution u with respect to y by global polynomials.

As anticipated in the introduction, we remark that the choice of the polynomial space is critical
when the number N of input random variables is large, since the number of stochastic degrees
of freedom might grow very quickly with N, even exponentially when isotropic tensor product
polynomial spaces are used (see Table 3.1). This effect is known as the curse of dimensionality.
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Several choices of polynomial spaces that mitigate this phenomenon have been proposed in
the literature, see e.g. [5]. Each of these polynomial spaces is built as the span of a properly
selected subset of a multivariate orthonormal polynomial basis {£,(y)}pen for L%(F), to retain
good approximating properties with only a finite number of basis functions.

Since L%(F) = ®27:1 Lgn (I'y), the elements of an orthonormal basis can be built as products
of orthonormal polynomials for each of the directions yn, {Lp, (yn)}p.en ; we can thus index the
multivariate orthonormal polynomial basis functions £,(y) with multi-indices p = (p1,...,pn)

N
Lp(y) = [T Lpn (wn)-
n=1

Then, by construction, the set {Lp(y)}peny is a p(y)dy-orthonormal basis in L%(F), i.e. such
that [ Lp(y)Lq(y)p(y)dy = 1if p = q and 0 otherwise.

Let now w € N be an integer index indicating the level of approximation, and A(w) a sequence
of increasing index sets such that

A(0) ={(0,...,0)}, Aw)CAw+1)CNVforw>0 and NV = | A(w). (3.3)
weN

Denoting by Py, (I") the multivariate polynomial space

Paqw) () = span{Lp(y), p € Aw)}, (3.4)

the Stochastic Galerkin (SG) approximation consists in restricting the weak formulation (3.2) to
the subspace V' @ Py, (') and reads:

Galerkin Formulation. Find u, € V ® Pp(,)(I') such that Vv, € V @ Py, (T)

/ / 4%, ¥) Vit (%, ¥) - Vo (%, ¥) ply) dx dy = / / F)vw(x,y) p(y) dxdy,  (3.5)
I"JD I"JD

where, due to the orthonormality of {£p(y)}pea(w),
w(%,y) = D up(X)Lply), with up(x) = /FU(X,y)Ep(Y)p(y)dy Vp € A(w).  (3.6)
PEA(w)

Commonly used spaces Py, (I") are listed in Table 3.1; for further details, see [5] and references
therein.

index set A(w) Dimension |A(w)]
Tensor product {peNV: max,—1. npn <w} (1+w)™
Total degree {p e NV . 27]:7:1 Pn < w} (N;w)

Hyperbolic cross {p e NV ngl(pn +1)<w+ 1} (w + 1)(1 + log(w + 1))V -1

Table 3.1: Examples of typical polynomial spaces. The result for HC is only an upper bound.

One could also consider anisotropic versions of these spaces (see e.g. [3, 5, 72]) as in Table
3.2, where a = (aq,...,an) € Rf is a vector of positive weights and oy, = min, a,. We can
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Tensor product A(w) = {p e NV max,—1. N app, < ammw}

Total degree Aw) = {p € NV . Zf:le anPn < aminw}

Hyperbolic cross A(w) = {p e NV 1 (pn + 1)&3:% <w+ 1}

Table 3.2: Corresponding anisotropic version of the polynomial spaces on Table 3.1.

interpret these weights as a measure of the importance of each random variable y,, on the solution:
the smaller the weight, the higher degree we allow in the corresponding variable.

The family of orthonormal monodimensional polynomials will of course depend on the measure
of each T, (Generalized Polynomial Chaos). In the case of uniform random variables, one can use
the well-known orthonormal Legendre polynomials; the p-th Legendre polynomial can be computed
recursively (see e.g. [39]), or explicitly with the Rodrigues’ formula:

Ly (t)y = SV A LA™ gy (3.7)

Wnp,!  dtpr

We recall Hermite polynomials for Gaussian measures and Laguerre polynomials for Exponential
measures; see [111] for the general Askey scheme. Necessary conditions for the convergence of the
Generalized Polynomial Chaos expansion can be found e.g. in [31].

Now let ¢(x) be a basis function for the physical space V. Inserting v, = ¢(x)Lq(y) with
q € A(w) as test functions in the weak formulation (3.5) will result in a set of equations in weak
form for the coefficients up(x) that will be generally coupled due to the term a(x,y)Lp(y)Lq(y) in
the equation (3.5). See for instance the works [5, 82, 83] for further details on space discretization
and on the numerical solution of such system of equations.

3.3.a Quasi-optimal choice of polynomial spaces

A question that naturally arises in the context of Galerkin approximation concerns the best choice
of the polynomial space to be used, to get maximum accuracy for a given dimension M of the space
(best M -terms approximation). In other words, we look for an index set Spy C N N with cardinality
M that minimizes the projection error

2 2
le= 3" wpLplfarzm = D luplly, (3.8)
PESM P¢Sm
where the equivalence is a consequence of Parseval’s equality and the completeness of {Lp}pen(w)

in L2(T).

Abstract construction

The obvious solution to this problem is to take the set Sps that contains the M coefficients up
with largest norm. This solution of course is not constructive; what we need are sharp estimates
of the decay of the coefficients |lup||v, based only on computable quantities, to be used in the
approximation of the set Sp;. Actually, assuming that an estimate of the type

luplly, < G(p) (3.9)

is available, one can define an index set A, by selecting all multi-indices p for which the estimated
decay of the corresponding Legendre coefficient is above a fixed threshold € € R,

Ac={p eNV:G(p) > ¢},
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or equivalently
Aw)={pe NV —logG(p) < w, w=[— logel}. (3.10)

If the sequence A(w) covers NV as w goes to infinity, the corresponding 1u,, will converge to u and,
if the bound G(p) in (3.9) is sharp, A(w) will be a “quasi optimal” approximation of the best
M-terms approximation, where now M denotes the cardinality of A(w).

A preliminary example

Assume for a moment that u factorizes, i.e. it can be written as a product of 1D analytic func-
tions in the stochastic variables, u(x,y) = f(x) ny:l U (yn). If we denote with vy, p, the Legendre

coefficients of the factor vy, i.e.

Un,pn, :/F Vn(Yn) Lp, (Yn) pr(Yn) Ay

the Legendre coefficients of u are given simply by

N

up(x) = f(x) [ ] vnpn- (3.11)

n=1

Now, from classical approximation theory ([25, 100]) it is well known that, if v, is analytic in T,
the coefficient vy, p,, is exponentially decaying in p,, with a certain rate g, |vnp,| < c(gn)e™9"P7; as
a consequence we easily obtain a sharp bound on the Legendre coefficients of wu,

N
luplly < I1flly CemZnore, € = ] elga). (3.12)
n=1

Substituting this bound in (3.10), we get that a quasi optimal choice of polynomial sets for a
separable function of the form (3.11) is the anisotropic TD sets sequence defined in Table 3.2 with
weights o, = gn.

General case

In the general case deriving sharp estimates on the decay of [Jupl|,, is a more delicate task. Seminal
works in this direction are [11, 21, 20], where estimates of the decay of the Legendre coefficients
are provided. We consider here a slight generalization of the result in [21, Corollary 6.1] and show
numerically that the polynomial sets built on these modified estimates behave closely to the true
best M-terms approximation.

Under Assumptions 3.1 - 3.3 it is possible to prove that the following estimate holds for the Leg-
endre coefficients. Again, a similar result is given in [21] for the special case a = ag+ 25:1 b () yn-

Proposition 3.1. Consider equation (3.1), suppose that the diffusion coefficient a satisfies As-
sumptions 3.1 - 3.8, let r be as in Assumption 3.8 and Cy be as in Theorem 3.1. Then the V-norm
of the Legendre coefficients up can be bounded as

!
Junly < CoemZemn B g, — —tog(r /(3 log2)) (313)



64

Proof. We follow closely the proof in [21, Corollary 6.1]. We start from the definition of the Legendre
coefficients (3.6) and the Rodrigues’ formula for the Legendre polynomials (3.7). Integrating by
parts and thanks to the properties of the Bochner integral we have

ool = | [t ol )0ty

N
ne1 V2Pn +1
<A SPip] /FH%“("Y)HV [T (1 = 52)Pmply)dy.

\%4

It has been shown in [21] that

Ip|
) = T0C Va1 [ T (=2 )y < (jg) | (3.14)

Thus we have 1

luplly(p) < mex |5 y)]ly 1(P) gy

and the proof is completed using Theorem 3.1 to estimate maxycr H@gu(-, y)HV:

fal < colplt () (2)7 L
Upllv(p) = S0P {1009 J3) 2klpl

1 P | Tn '
—Gi(mor) B = e(ain) L (3.15)
V3log2 p! p!

O

Example 3.2. To motivate bound (3.13), assume that in the model problem (3.1) the forcing term is
deterministic, f = f(x), and the diffusion coefficient is constant in space, a = a(y) = 1—1—25\;1 by,
with b; > 0. As explained in Remark 3.1, for such a diffusion coefficient Assumption 3.3 holds with
Amin = 1=, b; and r; = bj/amin. Moreover, let us denote with g € V' the solution of the auxiliary
problem

Ag(x) = f(x) x€D,

g(x) =0 x € 0D.

Under these hypotheses we can derive an analytic expression for u and its derivatives with respect
toy,
1 |p|! bP

—=~ 5 Shulxy)=g(x) -
N g0 TP [pl+1

1+ 205 biyi (1 LN, by>

We can exploit this fact to compute explicitly a bound for the V-norm of the Legendre coefficients

up of u. Actually, using again Rodrigues’ formula (3.7) in the definition of up, and integrating by
parts, we obtain

u(x,y) = g(x) (3.16)

bP |p|! 1
2IP1 pl (i) IPIH?

N 1
up(3) = [ 1wl y)La(y)ol¥)dy < 9 ("2 L[ (1= s
r i=1 [(—1,1]

Finally we exploit bound (3.14), pass to the V-norm and use the fact that ||g||,, = || f|ly to obtain

Ifll,, bP 1\ Pl p|!
< — | —= —_.
Juplly, < Armin, (amm)\Pl V3 p!
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This can be recast using the definition of the rate r; = b;j/amin and of the constant Cy in Theorem
3.1 to

!
Juplly < CoemZoaenBL g, — —tog(r/vB)

that is precisely the bound derived in Proposition 3.1, with a slight modification on the rate g;.
Numerical results in the next Section will again cover this particular example, showing that the
bound proposed yields good approrimating properties.

Remark 3.1. Since u(x, ) is analytic in " (see Corollary 3.1), it can be shown that u always admits
a converging Legendre expansion. In spite of this, the estimate (3.13) in the previous Proposition
does not ensure that the norm of the coefficients |lup||,, of the expansion is decaying for any value of
the coefficients r, when |p| — oo, nor that the Legendre series is convergent; sufficient conditions
for this to be true are given in the next Preposition.

This is a clear indication that estimate (3.13) is not sharp. Other estimates derived using
complex analysis arguments are available and always predict a decay of ||upl,, for |p| — oo (see
e.g. [20]). On the other hand, we have observed that the behaviour of the Legendre coefficients is
well described by a bound of the type of (3.13), if the rates g, are estimated numerically rather than
analytically. See Section 3.3.b for numerical evidence on the quality of the bound proposed.

For a given set A, let wp be the index of the largest TD set included in A:
wA =max{w € N: TD(w) C A(w)}. (3.17)
The following Proposition holds:

Proposition 3.2. Given an increasing sequence of index sets A(w) with W — oo, the estimate
(3.13) in Proposition 3.1 implies that a sufficient condition for the Legendre series u, defined in
(3.6) to converge uniformly to u is

N
Zrn <log2. (3.18)

Proof. It is enough to prove that if condition (3.18) holds then the sequence u,, = Zpe A(w) upLp is
Cauchy with respect to the norm ||| (.1, for the sequence A(w) considered. As a consequence
Uy converges uniformly to its limit u.

To prove that wu,, is Cauchy, let wi,ws € N such that w; < ws. Moreover, let wy,ws the in-
dices of the largest TD sets included in A(w;) and A(ws) respectively, as in (3.17). It holds

| Zpentun w (L) ~ Cpentun) tp(X)Lp(y)

[~

Hzpe/\(wz)\/\(wl) up(x)ﬁp(y)“m(nv) = Z ||up(x>£p(y)”m(nv) =
' PEA(w2)\A(w1)

> NupC)LeM o = Do lupCly I1€pM)ll ey -

p¢TD(w1) p¢T D(w1)

Now use estimate (3.13) in Proposition 3.1 to bound |lup(x)]|;,. Furthermore note that the L°°(I')-
norm of the orthonormal Legendre polynomials can be bounded as

120 o (1) = Hﬁpn*K( )" vp e NV,
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so that

L\ ol
> NGl IepWlleay < Co > (fo57) or

|
p¢TD(w1) pETD(w1) P
1 \?p|! > (L1 ’
_Colg(logf) F_COZ zzllogQTn ’
p|>w1 s=wi \n=

that tends to 0 if condition (3.18) holds, where we have exploited the generalized Newton binomial
formula as in Corollary 3.1. O

Remark 3.2. Condition (3.18) in Proposition 3.2 can be weakened by improving bound (3.14). We
recall the definition of I(p) = Hﬁle V2p, +1 frn(l — y2)Pup(yn)dyn. Integrating p times by parts,

one obtains . ) )
1 24P (p!
/ (1 —t3P—dt = 27"

Using Stirling’s approzimation formula

p 1 1
p‘: V 27Tp (%) 6)\1)7 S)\pgi 3

one can then bound
) <y/5 = 1)< (5

Note that this bound is sharp, even for small values of |p|. Using this result rather than (3.14) in
(3.15) we obtain

T\ N/2 1 P p|!
by <60 (3)" (5057) o (3.19)
and, as a consequence, condition (3.18) becomes
N
2log 2
S < o8 (3.20)

=1 \/g ‘

Note however that this is only a little improvement, being log2 = 0.69 and 2log2/v/3 = 0.80;
moreover, since /2 > 1, bound (3.19) does not imply that the Legendre coefficients of u decay
regardless of the number of random wvariables, which was the case for the initial estimate (3.13);
therefore, condition (3.20) holds for fixed N, while (3.18) is independent of N.

Following again the abstract procedure in Section 3.3.a, we substitute the estimate (3.13) in the
general quasi optimal set expression (3.10). This results in the following expression for the quasi
optimal polynomial sets for a general non factorizing w,

N
|
Alw) = {pENN:Zgnpn—log’pl' Sw}. (3.21)
p!
n=1
We refer to these sets as TD-FC sets (“ID with factorial correction” sets). We can indeed
interpret the factor log %! appearing in (3.21) as a correction factor to the TD space to take into

account the intrinsic coupling between directions in the stochastic space; observe that this correction
is always isotropic.
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As pointed out in Remark 3.1, the quantities g, appearing in (3.21) are better estimated nu-
merically by a sequence of monovariate analyses: one could indeed increase the polynomial degree
in one random variable at a time while keeping degree zero in all the others variables and esti-
mate numerically the exponential rate of convergence. Observe that in such monovariate analyses
the factorial term does not appear so the expected convergence rate is precisely ~ e~97Pr. In the
numerical results presented in the next section we have used this strategy, which seems to work
particularly well.

Remark 3.3. Observe that A(w) actually depends on the number of input variables N. One can
extend the definition of A(w) also to the case where p is a sequence of natural numbers (“infinite
dimensional probability space”) with only a finite number of non zero terms, provided the sequence
gn — +00 as n — oco. This is an alternative way to work with random fields, without truncating
them a priori to a certain level (see e.g. [72, 21, 20]). See also [{4] for a more recent adaptive
algorithm in infinite dimensions.

3.3.b Numerical Tests

In this section we show the performance of the TD-FC sets (3.21) compared to the isotropic and
anisotropic versions of TD sets defined in Tables 3.1 and 3.2, as well as the best M-term approxi-
mation. We consider the following elliptic problem in one physical dimension

{—(a(x,y)u(x,y)’)’ =1 2€eD=(0,1),ye?l (3.22)

uw(0,y) =u(l,y) =0, yel

with different choices of diffusion coefficient a(z,y), for which Assumptions 3.1 - 3.3 hold. We focus
on a linear functional ¢ : V' — R of the solution, so that ¢)(u) is a scalar random variable, function
of y only. In our examples, ¢ is defined as 1 (v) = v( %)

To obtain the best M-terms approximation we compute explicitly all the Legendre coefficients
of 1(u) in a sufficiently large index set U evaluating the integrals ¢p = [ ¥(u)Lp(y)p(y)dy with
a high-level sparse grid as reference values. We order then the coefficients in decreasing order,
according to their modulus, and take the first M terms of the reordered sequence as the best
M-terms approximation.

The rates g used to build the TD-FC space, as well as the anisotropic TD space (with a,, = gy,),
are computed numerically, with a sequence of 1D analyses. For each random variable 1 < n < N,
we consider the subset U, = {p € U: p; =0ifi # n, p, = 0,1,2,...}; according to (3.13), the
decay of the Legendre coefficients for this particular choice of multi-indices is |¢p| ~ €79 and
we can then estimate the rate g, via a linear interpolation on the quantities log|ip|, p € Up.

Test 1: space independent diffusion coefficient

The first case we consider has two random variables (y1,y2) and a diffusion coefficient a(x,y) =
1+ 0.1y; + 0.5y2; results are shown in Figures 3.1-3.2.

Figure 3.1(a) shows the Legendre coefficients ordered in lexicographic order, giving this peculiar
sawtooth shape. The first tooth corresponds to multi-indices of the form [0, k], the second one
to [1, k] and so on. We have also added to the plot the estimate (3.13) in Proposition 3.1 of
the magnitude of the Legendre coefficients, which leads to the TD-FC sets (3.21), as well as the
estimate (3.12) which leads to the anisotropic TD spaces as in Table 3.2, with a,, = g,,. The plot
suggests that estimate (3.13) is quite sharp, whereas the estimate corresponding to the TD space
underestimates considerably the Legendre coefficients. This result highlights the importance of the
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(a) Legendre coefficients in lexicographic order and their (b) Convergence of different polynomial approximations,
corresponding estimates based on either TD-FC or TD measured as [[¢)(u) — ¢ (uw)|| 2 versus dimension of
P

approximations. polynomial space.

Figure 3.1: Results for a(z,y) = 1+ 0.1y; + 0.5y2. Here we have g ~ (2.49, 1.27), U =TP(12),
Legendre coefficients computed with a standard Smolyak sparse grid of level 9, with
Gauss-Legendre abscissae.

factorial term in (3.13). We expect, therefore, that the TD-FC approximation performs better than
the aniso-TD one. Moreover, we point out the non intuitive fact that the Legendre coefficients vy,
are not strictly decreasing in absolute value when listed in the lexicographic order. As an example,
[ Y5011 < [¥5 1)), and the same holds for all teeth but the first few.

Figure 3.1(b) shows convergence plots for the error in LZ—norm for the various polynomial spaces
used versus the dimension of the polynomial space. As the TD-FC sequence is the only sequence
that captures correctly the non decreasing behaviour of the Legendre coefficients in lexicographic
order, the convergence of the TD-FC sequence in Figure 3.1(b) is the closest to the best M-terms
approximation, even though the anisotropic TD space give good results as well. We also point
out the poor performance of the standard isotropic TD space compared to both the anisotropic
TD and the TD-FC spaces: this confirms the importance of using anisotropic spaces to reduce
computational costs.

It is also useful to visualize the isolines of the Legendre coefficients of the expansion of 1(u) and
to compare them with the isolines corresponding to estimates (3.13) for TD-FC sets, and (3.12) for
iso and aniso TD sets, see Figure 3.2. The closer the matching of the sequence of sets with the true
decay of the Legendre coefficients, the faster the L? convergence of the approximation for ¢ will
be. The key property of the decay of the Legendre coefficients is the rounded shape of the isolines
(see Figure 3.2(a)), properly caught only with the factorial term H# in the TD-FC set formula
(Figure 3.2(b)). Also from these plots one can see the fact that the Legendre coefficients are not
strictly decreasing in lexicographic order: actually close to the borders the isolines tend to bend
“backward”, so that for example the index [7, 1] belongs to a lower isoline than [7, 0]. However,
as appears from results in Figure 3.1, approximating the isolines with “mean” straight lines as it
is done in the anisotropic TD (Figure 3.2(c)) gives quite good results as well. On the other hand,
using the wrong slopes for TD sets, like in isotropic TD sets (3.2(d)), will result in general in poor
approximation properties.
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Figure 3.2: Isolines of estimated Legendre coefficients: a) true values, computed with high level
sparse grids; b) estimate (3.13) leading to TD-FC sets; c¢) estimate (3.12) leading to
aniso-TD sets with a,, = gp; d) estimate (3.12) with a,, = 1Vn = 1,..., N, leading
to standard TD sets as in Table 3.1. In all plots, each dot represents a multi-index in
N2, and it is coloured according to the size of the corresponding exact coefficient in
the Legendre expansion for ¢; on the background the isolines.
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Figure 3.3: Convergence of polynomial approximations for elliptic equation with the coefficient
a depending also on z. Convergence measured as ||¢(u) — ¥(uw)|| 2y versus the
P
dimension of polynomial space.

Test 2: space dependent diffusion coefficient
We now consider the following two expansions:
o a(z,y) =4+ y1 + 0.2sin(mz)yz + 0.04sin(27z)ys + 0.008 sin(37x)ya,

e loga(z,y) = y1 + 0.2sin(mz)ys + 0.04 sin(27x)ys + 0.008 sin(37z)y,.

and look at the functional ¢(v) = v(0.7) (the functional ¥ (v) = v(1/2) is not suited for analysis
in this case as, by symmetry, many of the Legendre coefficients are zero). Figure 3.3 shows the
results, and again we see that the TD-FC approximation is the best performing, with anisotropic
TD closely following and isotropic TD far worse.

Test 3: separable diffusion coefficient

Let us now give an example on the case of a factorizable u, as in Section 3.3.a. We recall that Section
3.3.a states that if we can express the solution u(x,y) as a product u(x,y) = f(x) [[,, vn(yn) then
the Legendre coefficients can be computed as a product of 1D Legendre coefficients, and thus the
optimal estimate is (3.12), leading to aniso-TD sets, rather than estimate (3.13) leading to what
we have called TD-FC sets. To support our thesis, we now consider a(y) = (1 + 0.6y1)(1 + 0.6y2),
so that the solution of (3.22) is u(z,y) = xz(i(_ygg)

The convergence plots for of 1(u) are shown in Figure 3.4 and confirm that in this case TD is
the optimal choice, and is very close to the best M-terms approximation. Note that in this example
the isotropic and anisotropic versions of TD coincide, since the two factors of v are the same.

3.3.c Alternative estimates for diffusion coefficients in exponential form

Let us consider again the model problem (3.22), with diffusion coefficient in exponential form

z(l—x) 1

loga(x,y) = Zflvzl cnYn. The solution is u(z,y) = =5 T o therefore the solution is in
n=1
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Figure 3.4: convergence of polynomial approximation of the elliptic equation (3.22) with the coef-
ficient a that factorizes with respect to y, a = (14 0.6y;)(1+0.6y2). g ~ (1.08, 1.08),
U =TP(12). Convergence measured as ||¢(u) — ¥ (uw)|| 12y versus number of Legen-

P

dre coefficients (dimension of polynomial space).

separable form with v, = e“¥"; as a consequence, following the arguments in Section 3.3.a on
factorizable functions, we have |[upll,, = |f (x)||VH£LV:1 |, p, |, where vy, p, indicates the p,-th
Legendre coefficients of v,,. In this case, however, we expect the decay of v, p, to be faster than
exponential, since v, (yy) is an entire function. Actually, the following lemma holds:

Lemma 3.1. Given problem (3.22) with diffusion coefficient log a(x,y) = 25:1 CnYn, the V-norm
of the Legendre coefficients of u can be bounded as

N
e_'E:n:1gnpn

H“p”v <Ce ] ) (3.23)
. " N
with g, = —log % and Ce = || f||y, e2m=1lonl.
Proof. Since [Jupll,, = [|.f(x)|ly Hfj:l |Un,p,,| We only need to estimate |vy, p,|. Recalling the defini-
tion of I(p) given in the proof of Proposition 3.1, one gets
1 1 Pn
dyn 2pn+1‘/ _ <d> 9 p. AUn
v = L v — = e m¥n | — 1 —y,)Pm—
ol =| [ Lo myonton) %] = V5P| [ cmeom ()7 0y
e [ e sy _ Jenltrelnl e eclen
V2pn +1 eatin (1 — g2 )P 90 < I(p) < .
pn + 2pnpn‘ . (& ( yn) 2 — 2pnpn! (p) — \/gpnpn'
The thesis follows setting g, = — log % O

Remark 3.4. Observe that in (3.23) the coefficient up will tend to zero as |p| — oo even when
gn > V3 foralln=1,...,N.

As a consequence, the abstract optimal space (3.10) becomes in this case

N N
Aw) = {angn + ) log(pn!) < w} : (3.24)
n=1 n=1



72

10 w : 10 :
4 ---best M term ---best M term
10} —-TD g 10 —~-TD
1072 ——iso—-TD i > ——iso—-TD
—-TD-FC 10 ¢ —+TD-FC
10731 ——f{-TD - ——f{-TD
. 107 e
10 + -4
10 ¢
107 .
10 1o
-6
107} 10
10 107
‘ ‘ ‘ ‘ ‘ 10° ‘ ‘ ‘
0 10 20 30 40 50 0 20 40 60
(a) constant coefficients, log(a(z,y) + 0.01) = (b) sin expansion loga(z,y) = wy1 +
0.2y1 + 2y2: g =~ (2.38, —0.12) for fTD, g = 0.2 sin(mz)y2 +0.04 sin(27z)ys 4+ 0.008 sin(37x)ya:
(3.65,1.62) for TD-FC and TD, reference set g ~ (0.68, 2.81, 4.10, 5.69) for {TD,
U =TP(12). g = (1.95,3.95,5.09,6.51) for TD-FC and

TD, reference set U =TD(7).

Figure 3.5: convergence of polynomial spaces for elliptic equation with “shifted” exponential
a(z,y), using f-TD space.

We refer to this set as anisotropic “factorial TD”, or aniso-fTD in short.

We now guess that even in the more general case where log a(x,y) = Zﬁ;l ¢n(X)yn an estimate
of the type of (3.23) for the Legendre coefficients of the solution holds, for some g,, n+1,..., N.
We have tested this space on two cases

e log(a(z,y) +0.01) = 0.2y; + 2y> (constant coefficients) ;

e loga(z,y) = y1 + 0.2sin(mz)ys + 0.04sin(27x)ys + 0.008 sin(37z)ys (sin expansion, this one
is the same as in Test 2).

Again, the rates g, appearing in formula (3.24) can be estimated numerically with a least square
approach. We will refer to these new rates as ¢, to stress the fact that they are different from the
gn we use in TD and TD-FC spaces.

The corresponding results are shown in Figure 3.5, and show that actually fTD is competing
with TD-FC .

3.4 Stochastic Collocation

The Stochastic Collocation (SC) Finite Element method consists in collocating problem (3.1) in a
set of points {y; € I', j =1,...,M,}, i.e. computing the corresponding solutions u(-,y;) and
building a global polynomial approximation wu,,, not necessarily interpolatory, upon those evalua-
tions: uy(x,y) = ij\i“’l u(x,y;)1;(y) for suitable multivariate polynomials {@}?ﬁ’i

Building the set of evaluation points {y;} as a cartesian product of monodimensional grids be-
comes quickly unfeasible, since the computational cost grows exponentially fast with the number
of stochastic dimensions needed. We consider instead the so-called sparse grid procedure, origi-
nally introduced by Smolyak in [95] for high dimensional quadrature purposes; see also [7, 15] for
polynomial interpolation. In the following we briefly review and generalize this construction.
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For each direction y,, we introduce a sequence of one dimensional polynomial interpolant oper-
ators of increasing order: Uy, @ C%(Tn) = Ppyy—1(Cn). Here i > 1 denotes the level of approxi-
mation and m(i) the number of collocation points used to build the interpolation at level i. As a

consequence, Uy, (i)[ | = q if ¢ is a polynomial of degree up to m(i) — 1. We require the function
m to satisfy the following assumptions: m(0) = 0, m(1) = 1 and m(i) < m(i + 1) for ¢ > 1. In
addition, let U%[q] = 0, Vq € C°(T,).

Next we introduce the difference operators AT(i) =Uy @ _ u, (i_l), an integer value w > 0,
multi-indices i € NY¥ and a sequence of index sets Z(w) such that Z(w) C Z(w + 1) and Z(0) =
{(1,1,...,1)}. We define the sparse grid approximation of v : I' — V at level w as

un(y) = Sy [Ul(y) = Y Q@zynM> (3.25)

i€eZ(w) n=1

As pointed out in [41], it is desirable that the sum (3.25) has some telescopic properties. To
ensure this we have to impose some additional constraints on Z. Following [41] we say that a set Z
is admissible if Vie T

i—-ejeZlforl1<j<N,i;>1 (3.26)

We refer to this property as admissibility condition, or ADM in short. Given a set Z we will denote
by ZAPM the smallest set such that Z C ZAPM and ZAPM is admissible.
It is now possible to rewrite (3.25) in terms of linear combinations of tensor grids interpolations:

N
w(y) = Y a@Uiy), a= Y (-pbl (3.27)

i€Z(w)APM  n=1 J={0,1}V:
i+jeZ(w)ADM

Observe that many coefficients ¢; in (3.27) are zero. The set of all evaluation points needed is called
sparse grid and denoted by ’H?(w) C I (see Figure 3.6). We also introduce the tensor notation

N
_ H Zn Am ® Am zn) 7 um( ®um zn)

To fully characterize the sparse approximation operator ST’E ) introduced in (3.25) one has to
provide the sequence of sets Z(w), the relation m(i) between the level ¢ and the number of points
in the corresponding one dimensional polynomial interpolation formula U™ and the family of
points to be used at each level, e.g. Clenshaw-Curtis or Gauss abscissae (see e.g. [102]).

In what follows we will consider Clenshaw-Curtis abscissae and the “doubling” rule m(:) = db(7),

0ifi =0
db(i) =< 1ifi=1 (3.28)
2141, if i > 1,

which leads to nested grids. The classical Smolyak sparse grid (SM) uses Z(w) = {i € N¥ : [i—1| <
w}, which clearly satisfies the admissibility condition (3.26). A quasi optimal choice of Z(w) will
be discussed in the next Section.
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Figure 3.6: comparison between a tensor grid (left) and the TD-FC sparse grid (right) derived
with the procedure explained in Section 3.4.a.

3.4.a Quasi-optimal sparse grids

We now aim at constructing the quasi-optimal sparse grid for the Stochastic collocation method,
i.e. we aim at choosing the best sequence of sets of indices. Let us define the error associated to a
sparse grid as

E(S7(w)) = H“ = SZ(w) [u]HV@)L%(F) ’

and the work W(S) as the number of evaluations needed, i.e.

Our goal is then to find the optimal set S that minimizes the error with a total work smaller or
equal to a maximum work W, or alternatively the set that minimizes the work with an error smaller
than or equal to a given threshold €. This is a classical knapsack problem and we adopt a greedy
algorithm to solve it. To this end we define the error and work contribution of a multi-index i. Let
J be any set of indices such that i ¢ J and {J Ui} is admissible. Then the error contribution of i
is

AB(i) = H‘%Ui} [u] — S7ul HVM(F) (3.29)

and the work contribution is
AW () = W () — W(SF)] (3:30)

Observe that the error contribution defined in (3.29) is always independent of the set 7, since
indeed

AEG) = Y A0 - 3 AmOy :HAm(i)[u]HV®L2(F). (3.31)
je{gui} je{T} V®L2(T) i

On the other hand, the work contribution (3.30) will depend in general on the set J, except in
the case of nested abscissae, as for Clenshaw Curtis nodes, which is the case considered here. In
this case indeed the evaluation of the extra term A™1[y] = ®7]:[:1(L{m(i") — U™ =) [y] implies
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evaluations only in the extra points added at level i,, in each direction, irrespectively of the set 7,
provided that 7 is admissible.
Following [15, 41] we can now define the profit of an index i as

. AE(i)
(i) = .
AW (i)
and identify the optimal sparse approximation operator $* as the one using the set of most profitable
indices, i.e. Z*(e) = {i € N¥ : P(i) > €}
To build the set Z* we rely on sharp estimates for both AE(i) and AW(i). Since, using

Clenshaw-Curtis abscissae and the doubling rule db(-), we get nested grids, we can compute ezactly
AW (i) as

N
AW (i) = [ (db(in) — db(in — 1)), (3.32)
n=1
with db(i,) as in (3.28).

On the other hand, deriving a rigorous bound for AFE(i) is not as easy. For instance, through
numerical investigations on the model function f(y1,y2) = m, one can conjecture the size
of a generic AE(i) to be closely related to the norm of the corresponding Legendre coefficient
Jm(i—1), with a correcting factor due to the interpolation operator norm. To be more precise, we

conjecture the following estimate for AE(i),whenever f is an analytic function:
. N in
AEG)f] < || fni- |y, TTAZ Lo, (3.33)

where a < b means that there exists a constant ¢ independent of i such that a < ¢b and L;n(i) is the

Lebesgue constant for the interpolation operator Uy," (Z), defined as

~ ‘ Un HL r

L70) = sup @) (3.34)
veco(r,)  vllpeor,)

m(i)

For Clenshaw-Curtis abscissae with doubling relation the Lebesgue constant can be shown to be
2
L(db(i)) < = log(db(in) + 1) + 1,
T

see e.g. [28, 29]. Figure 3.7 shows the quality of estimate (3.33), and numerical results in the next
Section also confirm that such an estimate is accurate enough for our purposes.

Starting from (3.32) and (3.33), we can estimate the profit of each index, and estimate the
sequence Szx () of quasi-optimal grids with

N ADM
() B s
I*(e) =< ieNY: nl > e (3.35)
[ (abin) — db(in, — 1))

with € > 0 € R. Equivalently, for w = 0,1, ... we can define the sequence of sets

ADM
N ydb 2 Jog(db(in) +1) + 1
T (w) =4 ieNY Zdb —log ——2 —Z <w (3.36)

db (in) — db(in — 1)

that will be used in (3.25) to build the quasi optimal sparse grids. We will refer to these “quasi
best M-terms grids” as EW grids (“Error-Work” grids).
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Figure 3.7: Numerical comparison between AF(i) and [u,;_1)| for a scalar function u of the

form f(y1,y2) = m Both the AE(i) for i € TP(4) and the correspond-
ing Legendre coefficients | fm(i_1)| have been computed with a standard sparse grid
SM(10).

Remark 3.5. Observe that estimate (3.32) of the work AW (i) associated to a multi-index i is
valid only if the underlying set of multi-indices is admissible. This is why in formulae (3.35)
and (3.36) we have explicitly enforced the admissibility condition in the construction of the op-
timal set. In practice, this simply implies that if at level w an index j is added, all indices
{i eNVN i <ji1,i9<ja, ..., in < jN} have to be added as well, if not already present in the
set. Note that such operation is not much demanding from a computational point of view.

3.4.b Numerical tests on sparse grids

In this Section we consider the same problem as in Section 3.3.b and use it to test the performance
of the EW grids derived above, comparing them with the classical SM grid and the best M-terms
approximation.

To approximate the best M-terms we again consider a sufficiently large set U of multi-indices
and for each of them we compute AW (i), AE(i) and their profit P(i). Next, we sort the multi-
indices according to P(i), modify the sequence to fulfil the ADM condition (3.26) and compute the
sparse grids according to this sequence.

We remark that the procedure just described only leads to an approximation of the best M-
terms solution. Indeed, on the one hand replacing the total error E(S) with the sum »°; AE(i)
provides only an upper bound that could be pessimistic because of possible cancellations, since the
details A™®) [u] are not mutually orthogonal, in general. On the other hand, the fact that the most
profitable index may be not admissible suggests that the solution cannot be found with a greedy
algorithm. Here the coefficients g, in (3.36) are estimated numerically as in Section 3.3.b.

We also compare our results with the dimension adaptive algorithm [41], in the implementa-
tion proposed in [56] and available at http://www.ians.uni-stuttgart.de/spinterp. This is
an adaptive algorithm that given a sparse grid Sz explores all neighbour multi-indices and adds
to Z the most profitable one. The algorithm implemented in [56] has a tunable parameter w that
allows one to move continuously from the classical Smolyak formula (& = 0) to the fully adaptive
algorithm (w = 1). Following [56], in the present work we have set w = 0.9, that numerically
has been proved to be a good performing choice. The cost of this algorithm is the total number
of evaluations needed, including also those necessary to explore all neighbours, to find the most
profitable multi-index.

Figure 3.8 shows the convergence of the quantity |¢(u) — ¢(“w)HLg(F) versus the number of
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Figure 3.8: Results for EW sparse grids compared with best M-terms , isotropic Smolyak and di-
mension adaptive algorithm. Convergence is measured as ||¢)(u) — ¥ (uw)|| 2y versus
number of evaluations (grid points).
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grid points, for the different sparse grids considered. The L%—norm has been computed with a
high level isotropic Smolyak grid. The EW grid is the best performing, even compared to the a-
posteriori dimension adaptive algorithm implemented in [56], and the closest to the best M-terms
grids sequence.

Remark 3.6. A similar approach, based on estimates for AE and AW is possible also for the case
of not nested grid points, as for the Gauss-Legendre quadrature points. However, in this case the
estimate of AW is “path dependent” and any “path independent” estimate will be too pessimistic
to build effective index sets.

3.5 Conclusions

In this chapter we have proposed a new sequence of polynomial subspaces (TD-FC spaces in short)
to be used in the solution of elliptic stochastic PDEs with Stochastic Galerkin method in the case
of a solution that depends analytically on all random variables. The new polynomial spaces are
based on sharp estimates of the decay of the Legendre coefficients.

The performances of TD-FC spaces have been assessed through some simple test cases. Here
we have compared TD-FC with some standard choices of polynomial spaces and with the best
M-terms approximation of the solution, that can be explicitly built for the examples considered.
Results show that the TD-FC spaces perform better than the standard anisotropic TD ones, and are
close to the best M-terms approximation a clear indication that our estimates of the decay of the
Legendre coeflicients are sharp. However, standard spaces may still have reasonable performances,
if used in an appropriate anisotropic framework.

Using the estimate for the decay of the Legendre coefficients we have also defined a new class
of sparse grids to be used in the context of Stochastic Collocation, relying on the concept of profit
of each multi-index in the sparse grid. Again numerical tests show that these new sparse grids
outperform the classical Smolyak construction and perform better than the a-posteriori dimension
adaptive algorithm proposed in [41] (see also [56]). The reason for this appearent success is that
our algorithm picks up the hierarchical surpluses based purely on a priori estimates and inexpensive
y-one dimensional auxiliary problems. These estimates turn out to be quite sharp, and do not have
any extra cost to explore neighbor points as the algorithm in [56] does.

The new polynomial spaces and sparse grids proposed here are valid in the case of analytic
dependence of the solution on the random variables. We point out, however, that the general
strategy outlined in Sections 3.3.a and 3.4.a on how to build optimal polynomial spaces / sparse
grids, is applicable to any problem and any kind of underlying random variables. Of course, this
strategy requires a sharp estimate of the decay of the coefficients of the spectral expansion of
the solution on a orthonormal hierarchical basis (not necessarily polynomial). This step is highly
problem dependent and should be analyzed carefully in each situation, as we did here for a linear
elliptic PDE with a stochastic coefficient dependent on uniformly distributed random variables.

Appendix

Proof of Theorem 3.1

Let us consider two sufficiently smooth N-dimensional functions f(y),g(y) : RY — R; an index
i €N, 1<i< N;asetS of indices with cardinality .#; a multi-index s € N"V. We use the following
notation:

- 0;f denotes the derivative of f in the i-th direction: 9;f = aiyi I
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- Osf denotes the .#-th order mixed derivative of f with respect to all the directions included
in S. As an example, if S ={112444} then

86 86
Osf=0112444f = 8y13y10y26y48y48y4f 95 a?;2634f

- s is the multi-index corresponding to the set S such that Osf = Osf. In the previous example
s = [2103] is the multi-index corresponding to the set S = {112444}.

Lemma 3.2 (generalized Leibniz rule). Given a set of indices K with cardinality # and two
functions f,g : RN =R, f,g € C*RN),

4 H — /
= . 1—[8 /0 = > 0sf0k\s9: (3.37)

Sep(k) L HES i lligs 0 vi SeP(K)

where P(K) represents the power set of K.

Lemma 3.3. Let a(x,y) be a diffusion coefficient for equation (3.1) that satisfies Assumptions 3.1
- 8.3. Then the derivatives of u can be bounded as

1oku(y)|ly < Codpgr™  Vy €T,

where Cy = ||;;UZ‘;’ , T as in Assumption 3.3, and {d,}nen is a sequence defined as:
n-l
do=1, dn_; <i)dl. (3.38)
Proof.

We start by rewriting the statement using the correspondence between k and its equivalent set

K
luC-3)lly = 106Vl ¥)ll 2oy < Coder™, vy €T.

We will first prove something closely related, namely

H\/a(-,y)ﬁ;cVu(-,y)‘ 13(D) < \||/‘];||7V‘/d¢;grk Vy €T, (3.39)

from which the previous inequality follows immediately. Let us start with a weak formulation of
(3.1) in the physical space only, i.e.

FindueV® LIQJ(F) such that for almost every 'y € T' it holds

/ a(x,y)Vu(x,y) - Vo(x)dx = / f(x)v(x)dx YvelV. (3.40)
D D

According to Lemma 3.2, the Jx derivative of this weak formulation with respect to y is

/ D 0sVu(x,y)dk\sa(x,y) Vu(x)dx =0,
SeP(K)
and putting in evidence the dxVu term

/ a(x,y)okVu(x,y)Vu(x)dx / Z OsVu(x,y)0x\sa(x,y)Vo(x)dx.
D SeP(K),S£K
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Next we choose v = Ju and use Cauchy-Schwarz inequality on the right hand side:

[vat-siacvucs <
Z acfa ' H Y a(',y)85Vu(-,y)"L2(D) H Y a(‘,y)(?;cVu(-,y)‘ L2(D)
SEP(K), S#K D)

Now simplify H Va(,y)oxcVu(,y) HL2(D) on both sides and reorder the sum on the right hand side

according to the cardinality of the subsets S. From here on we omit the dependence of a and u on
X, ¥, to have a lighter notation. We have

H—1
H\/aa’CVUHLQ(D) = Z Z

i=0 SeP(K), =i

8;C\3a

H\/aastHLQ(D) . (3.41)
(D)

We are finally in position to prove (3.39). We will proceed by induction on (3.39), using (3.41) and
Assumption 3.3 on the decay of a.

Case # = 0. In this case (3.39) reads

fllv
VaTul s, < L,

which is true setting dg = 1.

Case ¥ =1. f L= {j},1<j <N, (3.39) reads

||f|| 1l 1l ||f||v’
Hfa VUHL2 ./ dir i~ / Amin j<0>d0 vV Amin d \/amm

To prove this, consider (3.41). Using Assumption 3.3 and the result for case £ = 0 one has

precisely
9ja 1f1ly
P e N N

General J#. Consider now a general K, and suppose (3.39) holds for any set S with cardinality
& — 1. Use this induction hypothesis and again Assumption 3.3 on (3.41), denoting with s
the multi-index corresponding to the set S and with s* the multi-index corresponding to the
set L\ S. This yields

H—1

Sk ||f||V’ s
H\/a@;CVuH i < r** ——dgr®.
BT = SeP(),r=i Y dmin

Next note that:

T
\/amm

K
and that the number of subsets § with cardinality ¢ is ;) Then

VAl
M

am'm

which proves the result.
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O
Lemma 3.4. The sequence {dy }nen defined in (3.38) can be bounded as
0 < () (3.42)
"= \log2 ) ’
Proof. From definition (3.38) we have
n—1 n n—1 nl
dp = i = - —d
(z) Z il(n —1)!
=0 1=0
Let f, = T'L; the recurrency relation then becomes
n—1 f’
= L =f; =1. A4
f ; i fo=h (3.43)

We now show by induction that f, < Ca”, with C,a € R. Enforcing 1 = fy < C and
1=fi < Caresultsin C > 1 and a > 1. Next, we reorder the sum in (3.43) and exploit the
inductive hypothesis:

n—1 n—1 : n—1 .
Jn—1-i Ca 11 na— a0 ! n
— < —_— = — fe —1 <
fo ;(14—@')! = 2 (1) Ca g(lﬂ')! Ca <€ )-CO"

where the last inequality holds true provided we choose ex —1 < 1. Therefore we take o = (log2)~!
and C = 1, yielding f,, < (log2)™" and d,, < (log2) " n!
O

Theorem 3.1. Let a(x,y) be a diffusion coefficient for equation (3.1) that satisfies Assumptions
3.1 - 3.3. Then the derivatives of u can be bounded as

[su(y)llv < Colil! ¥ Vy €T.

/ 1
Here Cy = M and t = (12> r, with r as in Assumption 3.3.
0g

Amin

Proof. Combine Lemma 3.3 and 3.4. O
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Chapter 4

Application of optimal sparse grids to
groundwater flow problems

4.1 Introduction

The motion of fluids in porous media can be described by the well-known Darcy’s equations, see
e.g. [8], which prescribe a proportionality relation between fluid flux and pressure gradient that
drives the flow (“pressure head ” in the hydrology literature). The proportionality constant is the
so-called permeability, which is a physical property of the porous medium measuring indeed the
tendency of the medium to let fluids pass through it.

Denoting by D the computational domain, p the water pressure, a the permeability field, ® the
water flux and f the forcing term acting on the system, the Darcy’s equations read:

div(®) = f in D, (4.1)

{—an =® in D,
endowed with suitable boundary conditions. The first equation is the constitutive law stating the
proportionality between flux and pressure, and it is the analog to Fourier’s law for heat transfer or
Ohm’s law for electrical circuits, while the second one states the conservation of the fluid flux. In
the following, we will refer to (4.1) as the “mixed” formulation of the Darcy problem. The mixed
formulation can be trivially recast as an elliptic PDE

—div(aVp) = f in D, (4.2)

again to be complemented with suitable boundary conditions. This formulation will be referred to
as “elliptic” or “primal” formulation.

As mentioned in the Introduction, typical examples of applications for Darcy’s equation are
oil reservoir engineering problems, as well as groundwater flow simulations for the management of
drinking water reservoirs, see e.g. [23, 24, 35]. These are very complex problems, characterized
by eterogeneous material properties and by large temporal and spatial scales. It is easy to realize
that significant amount of uncertainty affects the majority of the parameters; as a consequence,
the application of efficient Uncertainty Quantification techniques in this context is a very relevant
research area.

The deterministic Darcy problem can be approximated numerically in its mixed form, see e.g.
[13, 86] and references therein. Indeed, such methods have attracted a growing interest in the last
decades, since they can efficiently and accurately handle problems in which the material charac-
teristics feature large and sudden oscillations, and the numerical solutions they provide exhibit
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interesting conservation properties. Their application in a Stochastic Galerkin setting has been
explored e.g. in [32]. Nonetheless, in this work we will consider a standard Finite Element dis-
cretization of the primal formulation (4.2) of the Darcy problem, and we will apply the error-work
grids derived in Chapter 3.

The rest of this Chapter is organized as follows. In Section 4.2 we specify the modelistic
assumptions on the random permeability field, on the deterministic problem and on the quantity
of interest. Section 4.3 deals with the finite dimensional Fourier expansion of the random field, and
Section 4.5 with the derivation of the optimal sparse grid for the problem at hand. Finally, we
present some numerical results in Section 4.6, and draw some conclusions in Section 4.7.

4.2 Problem setting

We will consider the case in which the permeability field a is the only source of uncertainty for
the problem. Let D be a bounded domain in R% and (€2, F, P) be a complete probability space,
where ) denotes the set of outcomes, F its o-algebra, and P : F — [0, 1] a probability measure.
We assume that the permeability field can be modeled as a random field a(x,w), for which the
following assumptions hold:

Assumption 4.1. a = a(x,w) : D x Q — R is a random field on (Q, F, P), such that for p,q € D,
the covariance function Co(p,q) = Cov [a(p, -)a(q,-)] depends only on the distance ||p — q| (“weak
stationarity” property). Moreover, Cq(p,q) = Co(||p — q||) is Lipschitz continuous.

Given the assumption of Lipschitz continuity of C,, the Kolmogorov continuity theorem (see
e.g. [80]) allows to conclude that the trajectories of a are a.s. continuous over D. In particular, it
is possible to prove (see [19]) the following proposition.

Proposition 4.1. The random field a admits a version whose trajectories belong to the space of
Hoélder continuous functions C%%(D) a.s. with o < 1/2.

Following the notation of the previous chapters, we denote with H'(D) the Sobolev space of
square-intergrable functions in D with square integrable derivatives, and its dual with H'(D)'.
L%(€2) will denote the Banach space of random functions with bounded ¢-th moment with respect
to the probability measure P, and L% (Q; H'(D)) the Bochner space of H'(D)-valued random fields
with g-th bounded moment with respect to P, that is

f LRI D) & [ 160l p)dP) <o,

In addition to Assumption 4.1, we further need to choose the probability distribution for a(x, -)
and the functional shape of Cy(||p — ql|). Since hydrogeologycal applications deal in general with
composite materials (sand, marl, clay), the pointwise permeability value can experience variations of
orders of magnitude. It is more appropriate therefore to describe the logarithm of the permeability
rather than the permability itself as a random field, and in particular we will make the following
assumption, which is largely common in hydrogeologycal applications:

Assumption 4.2. a(x,w) is a lognormal field, that is
a(x,-) = ) (x,) ~ N(u,0%) V¥x e D, (4.3)

where N'(u,02) denotes a Gaussian probability distribution with expected value p and variance
o2. Note that after such hypothesis, the random field is not uniformely bounded nor uniformely
coercive with respect to w. However, as shown in [19], since D is bounded and the trajectories of a
are a.s. continuous on D, there exist two real-valued random variables amin(w) = min, 5 a(x,w),

Amaz (W) = Max, 5 a(x,w), with the following properties:
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(8) Cs(p, a) = o exp (—L273L) (b) C(p,a) = 0% exp (— 120

c

0.4 02 =
. 0 0

(© Cy(pia) = o?exp (~1273h ), with p—qll, =
Ip1 — q1| + [p2 — ¢zl

Figure 4.1: Examples of covariance function for an isotropic field. In the plots p = (0.5, 0.5) and
qe D = (0, 1)2

Proposition 4.2. 1/ain(w), amaez(w) € LE(Q), Vg > 0.

In particular, the summability of @i (W), Gmaee(w) is a consequence of Fernique’s theorem [33].

As for the covariance function, several models have been proposed in the literature. Such
function is usually a decreasing function controlled by two parameters: the variance in each point o
and the “correlation length” L.. Common examples are shown in figure 4.1. While a somehow more
realistic choice for hydrologycal application is to model the covariance function for the exponent
field v as an Exponential covariance function (fig. 4.1(b)-4.1(c)), it is intuitive that the spike
featuered by the Exponential covariance function will make the problem quite difficult to tackle.
As a consequence, given the exploratory level of this work, we choose here to work with the more
regular Gaussian covariance function (fig. 4.1(a)),
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(alp)On=0

p=1 | p=0

(aOp)On=0

Figure 4.2: Computational domain for problem (4.5) with boundary conditions. The computa-
tional mesh used is also shown

Assumption 4.3. y(x,w) has a Gaussian covariance function,
2
P—q
Cy(p,q) = o? exp (—HLZ‘H> ' (4.4)
(&

The Darcy problem will be set in a horizontal square domain D = (0, 1)? with no forcing terms.
We define the following portions of the boundary 9D:

0Dy ={(z1,22) : 21 =0}
0Dy = {(z1,22) : 21 =1}
0D3 = {(z1,22) : x2 =0}
0Dy = {(z1,22) : 2 =1},

and let n be the outward normal to dD. We impose a pressure gradient acting on the water by
setting p = 1 on the left boundary dD; and p = 0 on the right boundary dDs. Finally, we consider
a no-flux Neumann condition on the upper and lower boundaries 0D3 and 9Dy, see Figure 4.2. The
Darcy problem (4.2) thus reads:

Strong Formulation. Find a random pressure p : D x 0 — R such that P-almost everywhere the
following equation holds

—div(a(x,w)Vp(x,w)) =0 x€ D,

p(x,w) =1 x € 0Dy, (4.5)
p(x,w) =0 x € 9Ds,
a(x,w)Vp(x,w) -n =0 x € 0D3 U 0Dy,

It is straightforward to see that, thanks to the Lax—Milgram lemma, (4.5) is well-posed for
almost every w € €, that is, for almost every w € 2 there exists a unique pressure p solving (4.5),
which can be understood as an H!(D)-valued random field over (2, 7, P). Moreover, it holds

1
I )51y < @) £ 15 py » Ya > 0. (4.6)
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Proving the well-posedness of (4.5) in the Bochner spaces L%(Q; HY(D)) for ¢ > 0 is then a
consequence of Proposition 4.2, see again [19].

Proposition 4.3. For every q > 0, there exists a unique H'(D)-valued random pressure p = p(x,w)
in LL(Q; H(D)) solving (4.5).

The well-posedness of (4.5) has been proved also in [37, 43]. As for quantities of interest, we are
interested in computing the expected value of the total flux crossing the right boundary dD4. This
is indeed a random variable,

Zp(w) = /6D a(x,w)Vp(x,w)dx, (4.7)

and also represents the “effective permeability” of the random medium in D.

4.3 Series expansion of the log-permeability random field

Equation (4.3) represents v(x,w) (and hence a(x,w)) as a function of an infinite number of random
variables, one per point x € D. To get to a computable representation of a we need therefore to
derive an approximation of @ in terms of a finite set of N random variables y;(w) (“finite noise
approximation”). Such approximation can be obtained by means of suitable truncations of decom-
positions such as the Karhunen-Loeve expansion, see [42, 62, 63, 64].

Proposition 4.4 (Karhunen-Loeéve expansion). Let y(x,w) be a random field on (0, F, P) with
continuous covariance function Cy(p,q). The operator T defined as

v e L*(D) = T(v) = / O, (x, X )v(x')dx’ € L*(D),
D

1s a linear, symmetric and compact operator. Therefore, it admits a decreasing and non-negative
sequence of eigenvalues {\;}ien, and the corresponding eigenvectors {v;}ien form an orthonormal
basis for L?(D). Then it holds

Y w) = E[y(x, )]+ Y vV hivi(x)yi(w), (4.8)
i=1

with y;(w) uncorrelated random variables with zero mean and unit variance, defined as

1
w(w) = = /D (7(x,w) — E [y(x, )] ) () dx.

Moreover,

/ Var [y(x, )] dx = Z Ai - (4.9)
D i=1

Observe that since we have assumed that y(x, ) is a Gaussian random variable for each x € D
(see Assumption 4.2), y; are Gaussian too, and therefore independent. A finite noise approximation
of v can then be obtained simply retaining only the first N terms of (4.8),

N
’YN(Xvw) =K [’Y(Xv )] + Z \% Aivi(x)yi(w)7 (4‘10)
=1
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where N has to be large enough to include in the truncated expansion a sufficient percentage of
the total variability of v according to equation (4.9). The truncated expansion vy converges to =y
thanks to the Mercer’s theorem, and the convergence is driven by the decay of the eigenvalues of
the covariance function, see [3, 101] and references therein. In particular, it holds

E )= ) = A 0 when N |
igg [(V(X) YN (x ))} sup Z v7(x) — 0 when N — oo

The decay of A; is in turn related to the spatial regularity of the covariance function. Roughly
speaking, the smoother the covariance, the faster the decay of A. In particular, an analytic covari-
ance function will result in an exponential decay of \;, hence in an exponential convergence of vy to
v, while a covariance function with finite Sobolev regularity will instead result in an algebraic decay
only. Therefore, we expect that the Karhunen-Loeve expansion of a field with a Gaussian covariance
(fig. 4.1(a)) will require fewer terms than the expansion of a field with an Exponential covariance
(fig. 4.1(b)-4.1(c)). The decay of \; is also influenced by the size of the correlation length: small
correlation lengths indeed need a richer truncation (4.10) to be correctly representend.

In analogy with the properties of a spectral decomposition of a matrix, the Karhunen-Loeve
expansion is an optimal decomposition of a random field, in the sense that the truncated expansion
(4.10) is the minimizer of the L%(Q) approximation error, i.e. among all the possible N-terms
expansions of v built upon an orthonormal basis for L?(D), the Karhunen-Log¢ve expansion is the
one that explains the highest part of the total variability of ~.

As an alternative to the Karhunen-Loeve expansion, we consider in this work a Fourier-based
decompostion of v, which uses trigonometric polynomials as basis functions in the physical space,
thus highlighting the contribution of each frequency to the total field a.

Proposition 4.5 (Fourier expansion). Let y(x,w) : [0, L]?> x Q — R be a weakly stationary random
field as in Assuption 4.1, with point-wise variance o*. The covariance function of v(x,w) can be
expanded in cosine-Fourier series,

Cylp—al) = 0® Y cxcos(wr, (p1 — q1)) cos(wi, (p2 — g2)), (4.11)
k:(kl,k‘g)GN%

with wk, = I“T”, Wiy = }”T”, and normalized coefficient cy so that
d k=1 (4.12)
keNZ

The random field admits then the following representation
Yo w) = E[(x, )] + 0 > Ve[ gilw) cos(wr, 1) cos(wr,a) + yie(w) sin(w, 21) sin(wr, z2)
keN?

+y (W) cos(wy, 1) sin(wr, T2) + Y (w) sin(wy, 21) cos(wr, 22) |, (4.13)

where yi (w) are identically distributed and uncorrelated random variables with zero mean and unit
variance.

See the Appendix of this Chapter for a proof of this Proposition. Again, since 7 is a Gaussian

random field, y;(w) are Gaussian random variables, hence independent. We can again define a
truncated expansion of +,

v (%,w) = E[y(x, )] + 0 Y v/ yhl(w) cos(wr, x1) cos(whyw2) + yig (w) sin(w, 71) sin(wi, w2)
kek

4 (w) cos(wp, 1) sin(wr, T2) + v (w) sin(wg, 1) cos(wr,2) |, (4.14)
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where K C Ng is a index set big enough to take into account a sufficient amount of the total
variability of v. Note that to compute the number of random variables included in vy by the
truncation (4.14) one has to be keep into account that for k = (0, 0) the only non-zero contribution is
given by yi (w), and similarly k = (0, k) and k = (k,0) will result in only two non-zero contributions.

The convergence of the Fourier expansion (4.14) is related to the decay of the coefficients cy of
the cosine-Fourier expansion of the covariance function. Similarly to the Karhunen-Loeve expansion,
a smoother covariance function will result in a faster decay of ¢k and hence to a faster convergence.

Remark 4.1. The computation of the Fourier series implies the periodic extension of the covariance
function outside [—L,L]. The resulting periodic function may however feature low regularity at
x = L, that in turn would imply a slow convergence of the Fourier series. To prevent this, one
may think of considering the Fourier series of the covariance periodically extended over a broader
interval [—E,E], with L > L and L > L. large enough so that the covariance function in +L is
almost zero. This approach has been adopted in this Chapter.

Now let I'; = R denote the support of y;(w), I' =Ty x ... x 'y the support of y = [y1,...,yn],
pi(yi) : T'i — R the probability density function of y; and p(y) : I' — R the probability density
function of y, with

N 12

— (s () = 2,
p(y) gpz(yz)v pi(Yi) \/%e
Having introduced the random variables y;, we can replace the abstract probability space (£, F, P)
with (T, B(T), p(y)dy), where B(T') denotes the Borel o-algebra, and hence L%(2) with L}(T") and
LL(Q; HY(D)) with LY(T'; HY(D)). Moreover, the permeability and pressure fields can now be seen
as functions of x and y, so that a(x,y) can be approximated as a(x,y) ~ ay(x,y) = e (Y) and
problem (4.5) can be recast as

Strong Formulation. Find a random pressure py : DXI' — R such that p(y)dy-almost everywhere
the following equation holds

—div(en(x,y)Vpn(x,y)) =0 x€ D,

pN(x,y) =1 x € 0D, (4.15)
pN(va):O X68D27
(IN(X,Y)VPN(X,y) n=0 X € 0D3U6D4,
and the quantity of interest (4.7) becomes a random function Z, : I' — R,
Zy) = [ anloxy) Vol y)ix. (416)
4

As the number of random variables N included in (4.10)-(4.14) increases, the truncated pressure
pn converges to p. Note that even if N is chosen such that the truncated log-permeability field
~vn includes a given percentage of the total variability of ~y, say a%, this does not imply that ay
includes a% of the total variability of a, and a fortiori py will not in general include a% of the
variability of p. However, the study on the convergence of py to p will not be addressed in this
chapter, see e.g. [19] to this end. Therefore in the rest of this chapter, with a slight abuse of
notation, we will remove the subscript and denote py with p. Moreover, the Optimal Sparse Grid
Collocation technique that we will present in the next Section is able to automatically select the
“most important” random variables that should be retained for the approximation of p. This would
allow us to work with formally N — oo random variables.



90

Similarly to the Strong Formulation (4.5) over the abstract probability space (2, F, P), Lax—
Milgram lemma ensures that for almost every y € I' there exists a unique H!(D)-valued random
pressure defined over (I', B(T'), p(y)dy) solving (4.15), with

1
PG Y iy < @) 11l oy - (4.17)

Then, using again Proposition 4.2, we obtain the well-posedness of (4.15) in L}(T; H'(D)), for all
q > 0.

Proposition 4.6. For every q > 0, there exists a unique H'(D)-valued random pressure p = p(X,y)
in LH(T; HY(D)) solving (4.15).

In particular, denoting with H}, (D) the subset of H'(D) functions that vanish on the Dirichlet
boundary 0Dy U D3, the following Weak Formulation is well-posed:

Weak Formulation. Find p € H'(D) ® L5(T) such that p = 1 on 8Dy, p = 0 on dDy and
Vv e Hy, (D) ® L3(T)

/F /D an(x,y)Vp(x,y) - Vu(x,y) p(y) dxdy = 0. (4.18)

Note that in such weak formulation we look for a pressure with a separable structure for x and
y. This is motivated by the fact that the Karhunen-Lo¢ve and Fourier expansions (4.10)-(4.14)
used to derive (4.15) also assume such separable structure for ay.

4.4 Auxiliary norms

Proposition 4.6 ensures the well-posedness of (4.15) in all the Bochner spaces L4 (I'; H(D)) with
q > 0. If on the one hand these are the most natural spaces for the problem at hand, they are on
the other hand unsatisfactory spaces to a certain extent, since the usual inclusion Lo°(T") C LT,
with

Ly(I) = {f 1T R esssup f(¥)e(y)l < 00} v Mgy = 053 Sup f¥)e(I,
ye ye

does not hold true. Equivalently, the norms H'”Lg(r)’ [l ooy do mot satisfy H‘HLg(p) < Clll oo rys
p p
Indeed, such inequality holds only if 0 < ¢ < 1, since

Sn v Snvi \? PO S
[ e iy = [ () () ety
r r
_Zavr\ ! _Zavd o Taed
<oy [ (7757 ) e 75 dy =[]y [ 70T dy.
L T P T

It may be therefore of interest to introduce an auxiliary measure p(y)dy such that both
||'”LZ(F) < Ol peo(ry and p € LF(I') are satisfied. To this end, the following lemma holds.
P

Lemma 4.1. Given problem (4.15), with ay = e®Y) and yy(x,y) = Zivzl Brtn(X)yn, the
measure N
ply) = e Xn=1 Oén|yn\7 ap = Bn ||¢HHL°°(D) ) (4.19)

is such that
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. =~ =~ 2 .

() gy = €N, @) 1o (), where C(N, e, q) = [102 e 9/24/28(ang) and B(t) is the
cumulative distribution function of a standard Gaussian distribution.

(i) p € L%O(P); with HP||Lg°(F) < HfHHl(D)"

Moreover, if Y °° | o < +00 then it holds A}im 5(N,0z, q) < +oo.
—00
Proof. (i) holds since

Enyn 4 . _Enzyg
e - e
fq y /fq an|yn‘ e—Znan\ynl dy
/F ()( )N/2 ) ( ) (2 )N/2
PR
ﬂwmwéw&w%(wﬂ y = 171 e H/ gt @n
(yn+anq)2 _ (yn—ana)?

o q 2/2 ooe 2
qm@@Ip [ [

042 2
— HfH%%O(F) H 2652 (pq).
n=1

As for (ii), using the Lax—Milgram estimate (4.17) and the expression of vy we obtain

||p”Loo(F —Sup’Hp HHI(D (y)’ S sup HfHHl ,efznanlynl
yel CLN,mm( )
< sup |e” minxep (32, Bndn (x)yn ) HfHHl(D)/ e~ Ln anlyn|
yel

n(ﬂan’nHLoo(D)—an)wn‘
)

and the proof concludes choosing «, = 8, ||¢nHL°°(D)» with 8, = /A, for a Karhunen-Loéve
expansion of v and (8, = ¢, for a Fourier expansion.

Finally, to compute A}im C(N, a, q) we first introduce the auxiliary quantity v(N, o, q) as
—00

- N 24 1
v(N,a,q) =log C(N,a,q) = Z (a = flog (2¢(anq))> .

Next we exploit the fact that for x > 0 it holds that ®(z) < = + —, to obtain

log (2®(z)) < log (1 + ﬂm) < \/Zx

l\.')\r—t
ﬁg
3

and therefore

2
Now, let S1 =77 apand Sp = > 07 a?. With this notation, we have v(N, a, q) < Sg+ \/75’1,

T
therefore we can compute

lim C(N a,q) = lim eV (V:sq) < e%SQJr\/gsl7

N—o0 N—oo
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which is finite provided 57, S2 < oo. O

Remark 4.2. The condition Y .7 | o, < 00 is not always satisfied for a Karhunen-Loéve/Fourier
expansion, and has to be explicitly verified for each case.

Remark 4.3. The measure p(y)dy in general will not be a probability measure, since [ p(y)dy =
Joem Enienlnlgy = [TV, 2

n=1 ay

4.5 Optimal sparse grid approximation

An accurate representation of v through a truncated Karhunen-Loéve or Fourier expansion (4.10)-
(4.14) will in general depend on a high number of of random variables y;, as the following Example
shows.

Example 4.1. For sufficiently small values of L. the coefficients of the cosine-Fourier transform
(4.11) of the Gaussian covariance function (4.4) are well approzimated by

Loy

o ik =0
A A A = 4.20
Ck k1 \k2> k Lcﬁ _M fk>0 ( )
I exp 4L2 1 .

see the Appendiz of this chapter for a proof. An efficient truncation (4.14) of the Fourier expansion
of v(x,w) should include all the harmonics k € K such that cy is greater than a given threshold
value. Since each coefficient cy in (4.20) is proportional to k? + k3, we consider here the truncation
defined by

K={k:ki+kj <w, weN}. (4.21)

Note that, thanks to (4.12), if Y "y cx = a then yy is taking into account a% of the total variability
of the field. Table 4.1 shows the number of random variables that need to be included into the series
(4.14) to take into account a% of the total variability of v for different correlation lengths L.. The
need to include a high number of random variables in the approximation of the random field v, and
hence the high-dimensionality of p, clearly emerges.

a=07 =09 o=0.99

L.=035 N=13 N=25 N =49

L.=025 N=25 N=49 N =97

L.=01 N=161 N =293 N =593

Table 4.1: Random variables needed to represent a% of the total variability of a random field
with Gaussian covariance function for different correlation lengths L.

To handle the high-dimensionality of p efficiently, we now derive the optimal sparse grid ap-
proximation of p(x,y), extending the procedure presented in Chapter 3 to the lognormal case
considered.
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4.5.a Abstract construction of optimal sparse grids

Recall that the sparse grid approximation of p is defined as

N
Pu(y) = St Ply) = D QAT pl(y), (4.22)

i€Z(w) n=1

where {Z(w)}wen denotes a sequence of index sets, A™W[p] = @ A™(n)[p] is called hierarchical
surplus and A,T(i) = Uy @ _ U, (=1 is the difference between two consecutive one-dimensional
interpolants over m(i) and m(i — 1) points respectively. In Chapter 3 we have detailed an a-priori
procedure to derive optimal sparse grids, based on estimates of the profit of each hierarchical surplus,
i.e. using

N, AEG) S )}ADM (4.23)

Z(w) = {1€N+ AW () > e(w
in (4.22), where {e(w)}yen | 0 and AE(i), AW (i) represent the error and work contribution of
each hierarchical surplus, see Chapter 3 for details.

In particular, if the considered interpolant operators U, (in)
admissible, the work contribution can be computed exactly as
N
AW (i) = [[ (m(in) — m(in — 1)). (4.24)

n=1

are nested and the set Z(w) is

Before stating the error contribution estimate, we need to introduce a spectral basis for L%(F). To
this end, let {H,(yn)} pEN be the family of orthonormal Hermite polynomials relative to the weight

6_92/2/\/ 27 in the n-th direction,

/F Hy(yn)Hq(Yn) pn(Yn)dyn = 0pq, YD, q €N,

that can be computed either recursively (see [39]) or through the explicit formula

Hy () = S e 4 iz,

V! dyz

It is then immediate to see that the set of multidimensional Hermite polynomials

N
Ha(y) = [ [ Houlvn): VYaeNY (4.25)
n=1
is an orthonormal basis for L%(F), that can be used to construct the spectral expansion of p(y)
p(Y) = Y paHa(y), Ppq= /F p(y)Hq(y)p(y)dy. (4.26)
qENN

We are now in position to state an heuristic estimate for the error contribution of the hierarchical
surplus A™® in the spirit of what was done in Chapter 3, equation (3.33):

AE(i) =~ B(i) Hpm(ifl)HHl(D) ; (4.27)

where p,,i_1) is the m(i — 1)-th coefficient of the spectral expansion (4.26), and B(i) is a factor
that in Chapter 3 was chosen equal to the product of the Lebesgue constant for the interpolant
operator Uy, (i), B(i) = Hi:[:l Lﬁ(i"), based on numerical experiments. To conclude the optimal
sparse grid construction we thus need to choose a family of nested interpolant operators for the
Gaussian measure p(y), estimate the factor B(i) (with an heuristic argument) and the spectral
coefficient pp,i—1)-
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Figure 4.3: KPN knots for levels going from ¢ = 1 to ¢ = 5. The new points added at each level
are marked in light blue. For each level i we also show the points of the corresponding
standard Gauss-Hermite quadrature formula with m(i) knots (gray crosses).

4.5.b Nested quadrature formulae for Gaussian measure

The family of nested points we choose to use in this chapter are the so-called “Kronrod-Patterson-
Normal” nested points (KPN in short). Such family of interpolation/quadrature points is due to
Genz and Keister, see [40, 48], that applied the Kronrod-Patterson procedure [58, 81] to the classical
Gauss-Hermite quadrature points (i.e. the roots of the Hermite polynomials H,(y,)). We recall
that the Kronrod-Patterson procedure is a way to modify a quadrature rule, by adding new points
in a nested fashion retaining the highest accuracy possible. Details are given in the Appendix of
this Chapter.

Let {ylﬁPN}k:l’Mm(i) denote the set of KPN points at the i-th interpolation level. The knots
and the corresponding quadrature weights are tabulated up to level 5 (35 nodes) and can be found
e.g. at http://www.sparse-grids.de/. Figure 4.3 shows the KPN knots for levels ¢ = 1,...,5;
note that the function m(i) does not have a regular pattern.

Figure 4.4 compares the error convergence of KPN quadrature with the standard Gauss—Hermite
quadrature. The KPN rule is thus seen to have good performances, close to the Gauss—Hermite
ones.

4.5.c Estimate for B(i)

In Chapter 3 the constant B(i) in equation (4.27) was chosen to be equal to the product of the
Lebesgue constants of interpolant operators in each direction, B(i) = Hﬁ[:l ]an(zn). This is a reason-
able heuristic assumption, since in this way the error contribution estimate “encodes” information
on both the quality of the solution (through the decay of the spectral coefficients), and the quality
of the interpolant operator itself. Such an estimate is also supported by numerical validation.
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Figure 4.4: comparison of performance of KPN and Gauss—Hermite quadrature rules for the ap-
proximation of 1/v/271 I f(t)e—tQ/th.

To extend the choice B(i) = Hgil L?f(i”) to the lognormal case, we need to suitably extend the
definition of the Lebesgue constant to the problem at hand. Yet, the natural norm L5°(T") does
not appear a suitable norm to be used in this context, since we have seen that it does not satisfy

the usual inequality ||-|| ryry < C |1l Lge(r . Using the auxiliary norms in Lemma 4.1 to define the
Lebesgue constant one gets
m(i)
’LIZZI(")UH . sup pyn) Ol 0(Yn,k)
L7 = sup = sup
vecd(ry)  vllzeer,) veCd(T,) Sup \U(yn) p(yn)|

where ZZS) (yn), k =1,...,m(i) denotes the Lagrangian polynomials associated to the KPN knots
at the i-th interpolation level. However, it is not easy to obtain a sharp bound for such quantity.

Thus we propose a numerical estimate for B(i), which gives good numerical results when tested
on model problems (see Figure 4.7) and at the same time is close to the original choice B(i) =
Hﬁle ]an(ln) when applied to a problem with uniform random variables.

To this end, we go back to the definition of error contribution for a hierarchical surplus, and
exploit the fact that p admits an Hermite expansion:

AB®) = H(p_s?ﬂﬁ} [p]) B (p_ Sﬂp]) H HY(D)®IAT) HAm(i) [p]HHl(D)®L,%(F) (4.28)
- HAm( Z Patq HHl(D)®L2 N H GZN:Npq HHl(D)®L2()

Next, since A1) is a difference of two interpolant operators, the lower order Hermite polynomials
will be interpolated exactly by both interpolants and their contribution to the summation will be
zero. Then, by triangular inequality we get to

AE(i):H 2 qum(i)[Hq]HHl(D)QQL%(F)< 2 ”pq”H1<D>HAm(i)[Hq]HLz(m' (429

a>m(i-1) q>m(i-1)

Therefore, the error estimate (4.27) is equivalent to assuming that the summation at the right-hand
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Figure 4.5: Numerical results for the computation of By, (in) =
Hum<in> [(Ho(in—1)(yn)] = Ymlin=1) [H (i —1) (Yn)] HL2 () The integrals have been
pn\- T
computed exactly with a Gauss—Hermite quadrature formula with a sufficient number
of quadrature points.

side of (4.29) is dominated by the first term, with

B(i) = HAmﬁ) [Hm(i_l)]‘ - fv[ By (in), (4.30)

Bu(in) = || A" [Hyi, )

m(in m(in—1
r) ‘M ) [Honi 1) ()] = U™ )[Hm(in%)(y”)]’m (')
n pn T

L3 (
The quantity B, (i,) can be easily computed numerically, and results in a moderate growth with

respect to i,, see Figure 4.5.

Remark 4.4. The procedure used here to derive an estimate for B(i) could be applied to the problems

investigated in Chapter 3, where we have considered uniform random variables rather than Gaussian

ones. The result would be B(i) = [[,, Bn(in), Bn(in) = HAm(i")[Lm(in_l)(yn)]HL2 () where T, =
Up ™~ T

[—1,1], Lan (T'y,) is the space of the random functions square integrable with respect to the uniform
weight pn(yn) = 1/2 and L,(y,) denotes the corresponding orthonormal Legendre polynomials.
However, considering By(in) as the Lebesgue constant of the Clenshaw—Curtis points, By(in) =
]ng"), instead of By (in) = HAm(i”>[Lm(,;n_1)(yn)]HLa(Fn), does not affect significantly the results,

since the two quantities are close, at least for values of i,, used in practical cases, as shown in Figure

4.6.

Next, we test such choice on the model function p(y1,y2) = 1/exp(1 + biy1 + baya), so that
we can compute each AFE(i) as AE(i) = HAm(i) [p]H L2(r) using a sufficiently accurate sparse grid
quadrature, see equation (4.28). The Hermite coefﬁcief;lts of p can be computed either numerically
or analytically, see Lemma 4.2 in the next section. Once such quantities are available, we can verify
the accuracy of (4.27), with B(i) as in (4.30). The results are shown in Figure 4.7: the proposed
estimate is thus seen to be quite reasonable.

4.5.d Convergence of Hermite expansions

Finally, we need to estimate the decay of the norm of the coefficients of the spectral expansion
(4.26) of p, that will be used in (4.27) together with the estimate of B(i) derived in the previous
section.
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Figure 4.7: Numerical comparison between AE(i) and [p,,i—1)| for p of the form p(yi,y2) =
e~17bw=1=bay2 The quantities AE(i) for i € TP(4) have been computed with a
standard Smolyak sparse grid, with Z(w) = {i € N¥ : |i—1| < w}, w = 10, and “dou-
bling” function m(i): m(0) = 0,m(1) = 1,m(i) = 2°~! + 1. The Hermite coefficients
|Pm(i—1)| have been computed analytically with the formula stated in Lemma 4.2.
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To derive an estimate for ||pq|| 1(py We first consider a simplified Darcy problem with a lognor-

mal permeability field a constant over D, a = a(y) = exp (b() + Zf\il biy,-) and with homogeneous

Dirichlet boundary conditions,

—div(a(y)Vp(x,y)) = f(x) x€D, (4.31)
(x,y) =0 x € OD. ‘
Denoting with h € H'(D) the solution of the auxiliary deterministic problem
Ah(x) = D
h(x)=0 x € 0D,

we can write the analytic expression for p solving (4.31), which is separable with respect to y,

p(x,y) —bo H exp (— bnyn) , (4.33)

Thus, given the separable form of the multidimensional Hermite polynomials Hp, in eq. (4.25), it is
enough to estimate the decay of the coefficients of the Hermite expansion of exp(—b,y,) to derive
an estimate for the decay of ||pql| w1 (py- To this end, the following lemma holds:

Lemma 4.2. Given problem (4.31), the H'(D) norm of the Hermite coefficients (4.26) of p can be

bounded as
—dgndn

N
IPall gr(py < € H (4.34)

with Cy = ||hl| g1 (py e~ [T, eP2/2 and g, = —log(by).

Proof. Let us consider the Hermite expansion of v, (y,) = e ?n¥n,

:Zvn,iHi(yn>v vn,i:/ Un (Y ) Hi(Yn) pr(yn ) dyn.-
1=0 n

Using (4.33) and (4.25) in (4.26), we have that ”quHl(D) = [|2[ g2y e TIN, |vng, |, and we only
need to estimate vy q,|. It holds

_ o D™ gz Az 1
/ 0 () Hy () (5 / a2 e (i) Loy,

'y n V Qn! dyq
dq" —bnyn e_y%/Qdyn
\/27rqn ”

= (-1)™ _bnyn e_y%/zdyn = (—1)%r
bir
ebrn =022y (_1ySan _Dn_ /2 / e*<yn+bn>2/2dyn

- (—1)3%71’%”

V2mqn! Jr
b’ b2

_= (_1)3(1”76 n/ s
V!

and the proof is concluded by rewriting b = e~99 with g, = — log(by,). O

\/27rqn dyn, dyd
V27!

We now conjecture that estimate (4.34) is valid even in the more general case where ay(x,y) =
e’N(Y) and the boundary conditions are those specified in eq. (4.15). As pointed out in Chapter
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3, in a general case the rates g, are better estimated numerically. This is achieved by freezing all
the variables y; but the n*-th one e.g. at the midpoint of thier support, and computing the solution
pg* of such reduced problem increasing the sparse grid level w from 1 to i*. If the quadrature
points are accurate enough (i.e. Gaussian quadrature points), then the intermediate solutions pf”u*
will converge to pZ-';f with the same trend as the spectral approximation, and the same holds for any
quantity of interest Z, = Z,(y) depending on p,,, that is

It is then possible to use a least square approach on the computed errors to derive an estimated
value for g,. Figure 4.8 shows the results of such procedure applied to a test case, and confirms the
quality of the method proposed. Alternative estimates for the decay of the Hermite coefficients are
available in [49].

Having estimated the Lebesgue constant of the KPN knots and the decay of the spectral co-
efficients ||pql| ;1 (p) We now have a computable expression for the work and error contributions

(4.24)-(4.27), hence for the optimal set defintion (4.23). Thus, we obtain for the optimal set the
following expression

e_gnm(w)

L3 — m(w)!

n* n*

pyw — “p,i*

n*

Py — D

e ) H (4.35)

<O
Ly(M@HY(D) m(w)!

. ADM
N . e_gnm(zn - 1)
[ s e
m(i, —
5 = 16Nf:n:;, >€r
H(m(ln) —m(in — 1))

that can be rewritten as
ADM

T = {i eNV: ) [gnm(in — 1) + = log (m(i, — 1)!) = log By (in) + log (m(in) — m(iy — 1))} <wyp

(4.36)
where w = [—loge] € N.

4.6 Numerical results

We are now in position to compute the optimal sparse approximation of p solving (4.15) and hence
of the quantity of interest (4.16).

We consider the case of a stratified material in the direction transversal to the flow: that is, the
log-permeability field v depends only on z; and is constant along xo. Thus the covariance function
is

—t2
Oty =atew (< 50), srena

and the truncated Fourier expansion of vy (4.14) simplifies to

K
w(z1,y) =E[y(x,)] +oyeoyo + 0 > ek [ yar—1 cos(wp1) + yor sin(wpz1)], (4.37)
k=1
with yg ~ N(0,1), wx = kn/L, L =1 and
Levm ifk=0

2L

L, kmL. )
fexp(—(;TL)) ifk>0.

(4.38)

C —




100

10 10° 10°

T Il ~ Computed _o_lIpy, —pT”Hl(D) - Computed

o 1P}, P ll 1) ~ Computed

-4-e79 ™MWy m(w)! - Fitted -4-e79 ™MWy m(w)! - Fitted

_[-+- eI ™™y mw)! - Fitted

10107 10100

-10| -10 10|

10 1 10t 1 10

0 2 4 6 8 10 0 2 4 6 8 10 0 2 4 6 8 10
nb. pts nb. pts nb. pts

(a) yo, constant, g = 1.96. (b) y1, cos(mz/L), g = 1.03. (¢) y2, sin(rz/L), g = 1.90.

0 0
T

. S : 10
_._IIPCV —Pin, IIHl(D) - Computed

10

e ||Pc\:—p:1*IIH1(D) - Computed

- 4- 79 ™MWy m(w)! - Fitted -4-e79 ™MWy m(w)! - Fitted

107 + 1 107+

10700 1 ol (3

0 2 4 6 8 10 0 2 4 6 8 10
nb. pts nb. pts

(d) ys, cos(3mx/L), g =1.39. (e) ys, sin(37z/L), g =1.31.

Figure 4.8: Assessment of the rates g,, n =0,1,2,5,6, used to build the optimal set (4.36), esti-
mated according to equation (4.35). For each random variable y,, the corresponding
harmonic in the Fourier expansion (4.37) is specified. The plots show the decay of

n* n*
HZp,w o Zpﬂi*

(D) as a function of the number of point m(w) (see eq. (4.16) for

e—gnm(w)
the definition of Z,,), its fitting according to the proposed estimate ﬁ and the
m(w
resulting value of g,.

The proofs of (4.37) and (4.38) are similar to their bidimensional analogous (4.13) and (4.20)
stated in Proposition 4.5 and Example 4.1 respectively, see Appendix. We set the correlation length
to L. = 0.2 and the pointwise standard deviation to o = 0.3; Figure 4.9(a) shows a realization of
(4.37).

We consider three different levels of truncation for vy in (4.37): K = 6,10, 16 corresponding
to N = 13,21, 33 random variables. With these truncation we take into account 99%,99.99% and
99.9999999999% respectively of the total variability of «. For each truncation we compute the
optimal sparse grid approximation p,, using the sets (4.36), and then compute the expected value
for the total outgoing flux Z defined in (4.16), using the resulting sparse grid quadrature rule.

For each truncation level the approximation error is computed as |E[Z,, ] —E[Z,,]|, with p.
reference solution computed with a highly refined sparse grid for the same truncation. This means
that we will indeed have three reference solutions, since the interest of this numerical test is to
monitor the convergence rate of the optimal sparse grid for a fixed truncation rather than looking
for the level at which the convergence of a under-resolved truncation stagnates. We also perform a
classical Monte Carlo simulation, repeated three times.

Results are shown in Figure 4.9(b). The Monte Carlo simulations converge with the expected
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variables activated up to that level.

Figure 4.9: Numerical results for the test case presented.

rate 1/2; we also show the convergence rate 1 that would be obtained with a quasi-Monte Carlo
method, like Sobol” sequences (see e.g. [16, 52, 70, 94]). As for the sparse grids approximation, it is
important to observe that not only they all converge with a rate higher than 1/2, but such rate seems
to be independent of the truncation level. This would mean that the strategy detailed in Section
4.5 is quite effective in reducing the deterioration of the performance of the standard sparse grids as
the number of random variables increases. Indeed, the selection of the most profitable hierarchical
surpluses manages to “activate ” (i.e. to put interpolation points) only in those directions that
are most useful in explaining the total variability of the solution, so that the less influent random
variables get activated only when the approximation error is sufficiently low. The number shown
on the convergence plot indicates the number of random variables activated up to that point.

4.7 Conclusions

In this Chapter we have considered a Darcy problem with uncertain permeability, modeled as a
lognormal random field with Gaussian covariance function. We have then applied the optimal
sparse grid paradigm derived in Chapter 3 to the problem at hand: to this end, we have introduced
a nested quadrature/interpolation rule, and we have estimated numerically its Lebesgue constant.
Finally, we have derived an estimate for the decay of the coefficients of the Hermite expansion of p.

We have applied the optimal sparse grid thus obtained to a test case describing a stratified
material, that has been discretized with a Fourier expansion with N = 13,21 and 33 random
variables. Numerical results on this preliminary numerical test seem to suggest that the optimal
sparse grid procedure achieves a convergence rate higher than the ones of the most common sampling
methods. Moreover, it is quite effective in reducing considerably the degradation of the performance
suffered by the standard sparse grids approach when the number of random variables increases.
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Appendix

Proof of Proposition 4.5

Proposition 4.5. Let y(x,w) be an isotropic random field with point-wise variance o®. The
covariance function of v(x,w) can be expanded in cosine-Fourier series,

Cy(lp—al) = 0® Y crcos(wr, (pr — q1)) cos(wr, (2 — 42)), (4.39)
k:(kl,k’z)ENg

with normalized coefficient cy so that

d k=1 (4.40)

The random field admits then the following representation

Y(x,w) =E[y(x, )]+ 0o Z Ve[ yllc(w) cos(wk, 1) cos(w, T2) + yﬁ(w) sin(wy, T1) sin(w, 2)
keN?2

+ (w) cos(wp, 1) sin(wk, T2) + Y (w) sin(wy, 1) cos(wr, z2) ], (4.41)

where wy, = ]“T”, Wy = ]“2—” and yi (w) are identically distributed and uncorrelated random variables

with zero mean and unit variance.

Proof. Since the field is stationary and isotropic, the covariance function depends only on ||p — q||,
hence is an even function and admits a cosine-Fourier series. The coeflicient ¢y of the Fourier series
(4.39) are then normalized to put ¢ in evidence.

Let us now rewrite (4.41) in a more convenient way, introducing the compact notation

cos(wg, 1) cos(wg,x2) ifi=1
, sin(wy, x1) sin(wg, T2 ifi=2
P21, w2) = o) sinlik, ) -
cos(wg, 1) sin(wy,xe) ifi=3
) cos(

wr,t2) ifi=4.

Let moreover ¥ = E [y(x, -)]. With this notation, the field expansion (4.41) reads

V(x, ’Y‘f‘UZ\ﬁyk )$ic(w1, x2).

k,i

Inserting this expansion into the definition of covariance, one gets

Cy(p,a) =E[(v(p,w) —7) (v(q,w) —7)]

=E aZWyk w)Bi(p1,p2)o Y eyl (w)é] (a1, 2)

7.7

:‘72ZZ\/ax/adﬁi(plapzW{(Qb(Jz)/Qyi"{(w)yf(w)dP(w).

ki Lj

Next one exploites the fact that yf( (w) are mutually uncorrelated and with unit variance to simplify
the previous sum to

Cy(p,a) = o Z cxic(p1,p2) Dk (a1, @2) - (4.42)
ki
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Now we expand back the terms ¢} (p1,p2), i (q1,¢2). The generic term in (4.42) becomes
cx| cos(wg, p1) cos(wi,p2) cos(wi, q1) cos(wk,q2) + sin(wk, p1) sin(wk,p2) sin(wk, ¢1) sin(wg,q2)
+ cos(wg, p1) sin(wg,p2) cos(wk, ¢1) sin(wy, g2) + sin(wg, p1) cos(wg,p2) sin(wg, q1) cos(wk,q2) |,

that can be rewritten as

ck[cos(wklpl) cos(wg, q1) + sin(wg, p1) sin(wg, ql)] [cos(kapg) cos(wg,q2) + sin(wg, p2) sin(w, q2)] ,

so that (4.42) is equivalent to

Cy(p,q) = 0> ciccos (wr, (p1 — q1)) cos (wr, (p2 — 2))
k

using standard trigonometric equalities. The cosine-Fourier transform of the covariance function
has been recovered and the proof is completed. O

Proof of Example 4.1

Lemma 4.3. For sufficiently small values of L.,' the coefficients of the cosine-Fourier transform
(4.11) of the Gaussian covariance function (4.4) are well estimated by

L. .
VT ifk=0
c Ak A A 2L
k = Aky Akgs k= 2
Ly/T (krLe) ,
L eXp<—4I/2> ka>0

Proof. C,(p,q) can be rewritten as a product

2 2
P1—q1 P2 —Qq2
C’Y(p7q) = O'eXp <_| LQ ’ > Uexp <_| L2 | ) 9

c c

therefore its Fourier series can in turn be recast as a product

ny(p, q) = 02 Z >‘k‘1 COS(OJkl (pl - Q1)) Z )‘kz COS(ka (p2 - QQ))a

k1€Np k2€Np
. . . . |z|? . . .
each factor being the cosine-Fourier series of exp — 77 ) To obtain an analytic expression for

AL we resort to the exponential form of the Fourier series and to tabulated closed-form Fourier
transforms.

On the one hand, the exponential form of the Fourier series of the restriction of a function
f:R—=Rto|[-L, L] reads

. 1 L .
f(l') — kaezwk337 fk: — ﬁ /_L f(l‘)e_wkmdx
kEZ
and the coefficient A, of the trigonometric Fourier series is related to fi as
Ao = fo-

numerically assessed bound: L. < 0.35L, where L is the length of the domain.




104

On the other hand, the Fourier transform of f reads

6) = /_ " fa)e e e,

and if the support of f is included in [—L, L] the Fourier transform evaluated at integer values of
£ gives the coefficients of the exponential form of the Fourier series:

1 [r m = :
fumgp [ e Een = o [ et oo = [ pesne s = Flre)h),

We can use this equality to derive an approximated analytic expression for the coefficients fi of the
|22
L?
, & € R has a closed-form expression:

Fleo] 0) = \/Z exp (f) ,

o FeL) = F [exp (LN 0 = vz e (-0,

which also implies f_j = f (the Fourier transform of an even and real function is even and real).
The proof is concluded using equality (4.43).

exponenstial Fourier series for f(z) = exp (— ), provided L. is sufficiently small. The Fourier

2
transform of e~ %

therefore

O

Deriving the KPN knots with the Kronrod-Patterson procedure

The Kronrod—Patterson procedure aims at adding points to a given quadrature rule in order to get
the highest possible accuracy (see [58, 81]). In this Appendix, we apply such procedure to derive
the KPN nested family of quadrature rules for the approximation of integrals with respect to a
Gaussian density function as done in [40], which we will follow closely in the forthcoming exposition.

Background and notation

For f € CO(R), let G(f) denote the integral of f over [a,b] with respect to the density function
w(t), and Qn(f) a N-points quadrature rule for the numerical approximation of G(f),

b
:/f(t)w(t)dt Zf VB, tielab, BeR

A superscript D denotes the fact that QX ~ has degree of exactness D, i.e. ) integrates exactly all
polynomials with degree up to D, QP (p) = G(p), Vp € PP(R). Let also mx(t) denote the nodal
polynomial associated to Q%,

N
H (t—t;), 7wn€P¥(R). (4.44)

Finally, since we are interested in iterative enrichments of a quadrature rule Q%, it will be convenient
to write QR [i1 +ia + ...+ ix] to denote a quadrature rule that has been obtained by the successive
addition of 7; points as a first step, i as second step and so on.

Next, we state a fundamental result in integration theory, that will be used extensively througout
this Section, see e.g. [85] for a proof.
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Theorem 4.1. For a given m > 0, the quadrature rule Qﬁ has degree of exactness D = N +m —1
if and only if it is interpolatory and the nodal polynomial wy is such that

/ ’ anpwt)dt =0  Ype P"Y(R). (4.45)

Corollary 4.1. The mazimum degree of exactness for a quadrature rule with N points is D =
2N —1.

Proof. Observe that m — 1 must necessarily be lower than N, otherwise it would be possible to
choose p = my in (4.45). This would imply f; 73 (t)w(t)dt = 0, which is impossible since w > 0.
Thus the maximum degree is D = 2N — 1. O

A quadrature rule that achieves D = 2N — 1 is called Gaussian quadrature rule. Equation
(4.45) implies the well-known fact that the nodal polynomial of an N-point Gaussian quadrature
rule with respect to the density w is the (N + 1)-th w-orthogonal polynomial.

In our case, a = —00,b = 0o and w(t) = e *"/2/\/27 is a symmetric density. The first quadrature
rule of the KPN family is the one-point Gauss-Hermite quadrature rule Q1, with ¢; = 0.

We require the subsequent quadrature rules to be nested, so that ¢; = 0 will be included in each
rule. Moreover, since w is symmetric, each rule will be also symmetric. This can be obtained by
adding at each step of the procedure couples of opposite points, +A1, £, ..., with equal weights
for t = A\ and t = —Ag, hence N =2u + 1, for p € N.

The numbers A are called generators, and we introduce the following short-hand notation for
the evaluation of Qﬁ:

QR (f) = wof(0) +wif[M] + waf[Aa] + ...+ wufAu, (4.46)

with fA] = (fFOw) + F(=Ar) ).

The optimal addition of quadrature points

We now want to enrich the nested quadrature rule QQ% 11 by adding v generators, that is 2v points
£A41, EAup2, £ 4. Observe that the nodal polynomial of the enriched formula can be rewritten

as
v

o
Tout1420 = M2u41T2u, Top+1 =1 1_‘[(752 - )\?), oy = H(t2 - )‘;21+j) ,
j=1 Jj=1
with 7,41 odd polynomial and g, even polynomial.
Equation (4.45) in Theorem 4.1 provides a means for the computation of the optimal generators,
by enforcing mo, to satisfy the following set of v equations

/ Tomir (O (O w()dt =0, k=1,3,....20 1. (4.47)

Note indeed that the remaining v equations with even k, £k = 0,2,...,2v — 2 are identically true,
having chosen 7o, as an even polynomial with symmetric roots (recall that 7,1 is odd and w is
even).

Equation (4.47) is a set of non linear equations in A;. However, it can be recast into a linear
system for the coefficients a;, such that g, = 2" + Z?:l a;t?*~21. Finally, a root-finding procedure
will compute the new generators A, 11, Ayy2, Aygo-

The next two Lemmas state respectively a condition on the minimum number of points that
has to be added and the degree of exactness of the resulting rule.
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Lemma 4.4. Given a quadrature rule leri’l’ (4.47) is well-posed only if
20 > D — (2u+ 1). (4.48)

Proof. Note that o, t* is a polynomial with degree 2v + k. For Qi 11 Theorem 4.1 holds with
D = (2u+1)+m—1, so that [ ma,41(¢)p(t)w(t)dt is identically zero for all polynomials with degree
up tom —1=D — (2u+ 1). Thus (4.47) is identically true unless 2v + k > D — (2 + 1) for all
k=0,...,20—1. O

Corollary 4.2. If Q2D#+1 is a Gaussian rule, (4.47) is well-posed only if v > p.

Proof. A (21 + 1)-Gaussian rule has degree of exactness D = 2N —1 =22+ 1) — 1 = 4p + 1.
Thus (4.48) in Lemma 4.4 implies 2v > 4p+ 1 — (2u+ 1) = 2u. O

Lemma 4.5. Given a symmetric density function w, the enriched rule Q§u+1+2v obtained adding

2v symmetric points to QQD#_H with odd modal polynomial 7o, 11 has degree of evactness E = 4v +
(2u+1).

Proof. Observe that the symmetry hypotheses imply that also the 2v 4+ 1-th equation of system
(4.47) holds true. Therefore Theorem 4.1 holds for the new quadrature rule with m —1 = 2, hence
E=N+(m—-1)=N+2v=_2u+1+2v)+ 2v. O

Remark 4.5. Consider again a Gaussian quadrature rule Q2%+1' Corollary 4.2 states that one has
to add at least 2v points, with v > u, which results in a rule with D = 4v + (2u + 1) according to
Lemma 4.5. A natural question that arises is whether the new formula is actually more accurate
than the original Gaussian quadrature, that has degree of exactness D = 2(2u + 1) — 1 according
to Corollary 4.1. In other words, one may ask if the minimum addition v > p is enough to get
v+ 2u+1) > 2(2u+ 1) — 1. The latter is equivalent to 4v + 2y > 4, hence v > /2. Thus the
minimal addition is indeed enough to actually improve the previous Gaussian quadrature rule, and
a fortiori enough to improve a non Gaussian quadrature rule, which has a lower degree of exactness.

We are now in position to build the KPN quadrature rule. We first consider the one-point
Gauss-Hermite Q1 (1 = 0). Adding 2 points, v = 1, one obtains the three-points Gauss-Hermite
quadrature rule Q3[1 + 2] (= 1).

The next step would be to add 2 more generators (4 points). Solving (4.47) one gets to ma, =
t* — 10t — 5, which however has complex roots and thus cannot be used to exted Qg#:l[l + 2].
On the other hand, adding 6 points (¥ = 3) leads to a nodal polynomial 7y, with real roots,
that can be therefore added to Q3[1 + 2]. The resulting rule has 9 points and degree of exactness
D=4v+2u+1=4-2+2-1+1=15 Q1 + 2+ 6]. This process can be repeated; the next
quadrature rules found are Q33[1 + 2 + 6 + 10] and Q3:[1 + 2 + 6 + 10 + 16].

Starting from Q1, Q3[1+ 2], it is possible to derive an alternative chain of quadrature rules that
also leads to a quadrature rule with degree 51: Q1, Q3[1+2], QiJ[1+2+8], Q31 [1+2+8+20]. Such
family however was not used in this work, since the addition of 20 points in a single quadrature
level would lead to an excessive cost for the sparse grid procedure.



Chapter 5

Generalized stochastic spectral
decomposition for the steady
Navier-Stokes equations

This Chapter mainly consists of the paper by L. Tamellini, O.P. Le Maitre, A. Nouy, Generalized
stochastic spectral decomposition for the Steady Navier—Stokes equations, currently in preparation.

5.1 Introduction

In this Chapter we focus again on the Stochastic Galerkin method (see Chapters 2 and 3), with
the aim to present a further technique to reduce its computational costs, the so-called Proper
Generalized Decomposition (PGD). Such strategy is an alternative to the Optimal Sets approach
for the Galerkin method presented in 3, and can be applied to a broad class of problems, including
non-elliptic and even non-linear ones.

The computational cost of the Galerkin method is mainly due to the number of probabilistic
orthogonal polynomials needed to span the subspace where the solution is sought. While the
Optimal Sets approach reduces the cardinality of such basis by tailoring the polynomial subspace
to the problem at hand, the PGD approach instead looks for a basis in terms of general stochastic
polynomials, not necessarily orthogonal. The PGD method indeed looks for an approximation of
the solution given by u &~ Y| u;A;, where u; are deterministic functions, A; are generic polynomials
over the probabilistic subspace, and nor w; neither A; are fixed “a-priori”. The PGD approach thus
can be seen as a reduced basis technique; see e.g. [78] for a literature survey on earlier attempts to
introduce reduced approximations in the context of PDEs with stochastic coefficients.

Note that if the solution u was known, the PGD expansion could be obtained by computing the
Karhunen-Loeéve expansion. However, since u is of course unknown, what is needed is an algorithm
that computes the PGD expansion based on the equations solved by the solution rather than the
solution itself.

It was first shown in [75, 74] that the modes U;, \; are solution of an eigen-like problem, and
therefore the modes may be computed with power-iteration methods. One of the main advantages
of such iterative methods is to separate the resolution of the deterministic and stochastic problems,
so that one can reuse the existing deterministic solvers with minimal adaptations.

These methods have been successfully applied to scalar problems, both linear [74, 75] and
non-linear [78] as well as to time-dependent problems [74]; see also [76] for an earlier attempt
on extending PGD to non-linear problems. In this Chapter we thus focus on vector, non-linear
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problems, and in particular on the steady-state Navier—Stokes equations with uncertainty on the
viscosity parameter and on the forcing term.

The rest of this Chapter is organized as follows: Section 5.2 will detail the PGD principles and
available power-like Algorithms. The Navier—Stokes equations with uncertainty will be described
in Section 5.3, and numerical validation of the method will be presentaed in Section 5.4. In the
context of the Navier—Stokes problem, a non-trivial issue is represented by the computation of the
stochastic pressure: Section 5.5 is therefore dedicated to such problem. Finally, 5.6 draws some
conclusions.

5.2 Proper Generalized Decomposition (PGD)

5.2.a Stochastic variational problem

Consider the abstract deterministic variational problem given by

Find v €V such that
a(u,v;m) =bv;n), Yv eV, (5.1)
with V an appropriate vector space, m the problem parameters, and two forms
a(u,v;7) : (u,v) €V2 =R and bv;m):veV =R

The forms a and b are parametrized by 7 and assumed linear with regard to the second and first
arguments respectively. The deterministic space V can be here either infinite or finite dimensional
and is equipped with an inner product (-, -)y with associated norm || -||y. Note that if V has infinite
dimension, it will have to be discretized at some point. However, to remain as general as possible,
we delay the discussion on discretized spaces V to the next sections. In any case, we assume that
problem (5.1) has a unique solution (depending on 7).

We are interested in situations where the parameters 7w of the problem are uncertain and con-
sidered as random. Let P = (2, F, P) be a probability space, where ) is the set of random events,
F the o-algebra of the events and P a probability measure. For 7 defined on P, we denote by m(w),
w € (), a realization of the problem parameters. The expectation of a generic random quantity h
defined on P is denoted

E[h] = /Q h(w) dP(w).

Let L%(9) be the space of second-order random quantities, equipped with the inner product (-,-)p
and associated norm || - HL%(Q),

(o) = | Ww)gw)dPw) Y(hg) €LHE).  [hluym = (),

so that h € L%(Q) & 17]l12 () < 40c. Since the parameters 7 in equation (5.1) are random, its
solution w is also random, defined on P, and satisfies equation (5.1) for a.e. w € §, that is

Find U =U(w) : Q@ =V such that
a(U(w),v;m(w)) =blv;m(w)), Yo eV, fora. e. w e (5.2)

It will be further assumed that the stochastic solution U € V ® L%(12), so that the fully weak
variational form of the stochastic problem is given by
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Stochastic problem.
Find U € V@ L%(Q) such that
AU,V ;7)) = B(V;n), VVeVaLL), (5.3)

where the forms A and B are given by
A7) =Ela(UVim)] = [ a(Uw)V()inw) dP()
Q

B(Vim) = E[B(V:m)] = / V(W) 7(w)) dP(w).

5.2.b Stochastic discretization

For the purpose of numerical simulations, numerical discretizations need to be introduced. These
will concern both the deterministic space V, to be discussed in the following sections, and the
stochastic space L%(12), for which we rely on generalized Polynomial Chaos Expansions (gPCE ).

To this end, we consider a set of N independent identically distributed random variables, y =
{y, 1 =1,...,N}, defined on P with range I and known probability density function p(y). Any
functional A : y € I' = R is then a real-valued random variable and we have

Bl = [ hy@)dP) = [ hy)ptdy,  with [ o)y =1.

We further assume that the random parameters m are functions of y (see examples in the results
sections), that is

Since the model parameters are the only source of stochasticity in the problem, we have U(w) =
U(y(w)) for the solution of (5.2). Consequently, one can compute the solution in the stochastic
space (I', B(T'), p(y)dy) spanned by y, called the image space, instead of in the abstract space P.
To this end, we denote L%(F) the space of second-order random variables, equipped with the inner
product and associated norms

(A 8) = /F AY)By)p(y)dy =ENG] Y\ B) € LAY, [Nl = (A A2

Next, we introduce a N-variate orthonormal polynomial basis for L2(T"), {H1, Ha, ...}, and denote
by Pas(T) the subspace of L3(T') spanned by the first M elements of the stochastic basis, that is

L2(T) D Py (L) = span {H1,..., Hu}

An element \ € L%(F) can be approximated by AM € P;(T") defined by the gPCE expansion
M
_ Y. ; M _
= ZA[HZ(Y)? i AT = Al = 0-

Each standard measure p(y)dy over I' leads to a different classical polynomial family [111], the
case of y; standard Gaussian random variables corresponding to (normalized) Hermite polynomi-
als [42]. It is remarked that all developments below immediately extend to other types of stochastic
discretizations.
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For polynomial stochastic basis, a common truncature strategy is based on the maximal total
degree of the basis functions retained in the construction of Py/(I') (T'D spaces in Chapters 2,3).
Denoting w the maximal total degree, the dimension of P/ (I") is

(N +w)!

highlighting its combinatoric increase with both the number of random variables in y and the
expansion degree w. Other possible choices for Py/(I") have been investigated in Chapters 2,3.

5.2.c Stochastic Galerkin formulation

Having introduced the discretized stochastic space Pps(I"), the Stochastic problem (5.3) can be
recast as

Discrete Stochastic Problem.

Find UM € V @ Pp(T) such that
AOMVMin)=BWVY;7), vWM eV @ Py (D).

One classical way of approximating the solution of such a stochastic variational problem is the
stochastic Galerkin projection method. Inserting the gPCE expansion UM = Zf\il u'H; in the
previous equations results in a set of M coupled problems for the deterministic Galerkin modes u’
of the solution, namely

M
A (ZuiHi,vl'Hl;ﬂ> :B(UZHI;T('), YVveVandl=1,...,M. (5.4)
i=1

It is seen that the dimension of the Galerkin problem is M times larger than the size of the original
deterministic problem. Consequently, its resolution can be very costly, or even prohibitive, whenever
N or w needs be large to obtain an accurate approximate UM of the exact stochastic solution. An
additional difficulty appears when the form a is nonlinear in its first argument, making difficult
the computation of the stochastic form A. These two limitations call for improvement. First,
regarding the dimensionality of the Galerkin problem, one can reduce complexity by relying on more
appropriate expansion basis, e.g. by means of adaptive strategies and enrichment of polynomial
basis (see e.g. Chapter 3, and [20, 21]). However, adaptive approaches are in general complex to
implement and often remain computationally intensive, while they do not address the difficulties
related to nonlinearities. On the contrary, the PGD approaches discussed in the following aim
at tackling the issues of dimensionality and, to some extent, are better suited to the reuse of
deterministic code with less concerns on nonlinearities as a result. This latter point will be further
discussed in the following.

5.2.d PGD: principles

Let us go back to Formulation 5.3. The PGD seeks for a separated representation of the solution
UeVeLiT) as

Uly) = Zum(y%
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where the u; € V are called the deterministic components and the A; € LZ(F) the stochastic

components of the PGD. The m-terms PGD approximation of U, denoted U™, corresponds to the
truncated series

U =3 "ui ~ U (5.5)

The objective is then to construct the truncated expansion (5.5), without prior knowledge of deter-
ministic and stochastic components, to minimize the approximation error. This has to be contrasted
with the Galerkin approach where the stochastic components, the H;, are selected a priori, before
the computation.

The simplest PGD algorithms determine the couples (u;, A;) € V x L,%(F) one after the others.
Specifically, assuming that U (™) has been already determined, let us denote (u, A) the next couple
of components. This couple is solution of the following Galerkin problem:

Couple problem.

Find (u,\) € V x L2(T') such that
A(U(m)+uA,vB;7r> = B(vB;m), Y(v, B) EVXL?)(F).

We observe that the solution of this problem is not unique, for if (u, \) is solution then (cu, A/a)
is also solution, Va # 0. Using the sought solution (u, A), one can derive two auxiliary problems.
Specifically, if A was known, u € V would solve

Deterministic Problem.

Find u €V such that

A (U(m) + U, v ; 7r> = B(v\;m), Yo eV. (5.6)

We denote hereafter u = Z(\; U(m)) the solution of this deterministic problem. Similarly, if u was
known, A € Lf,(l“) would solve

Stochastic Problem.
Find \ € L%(I’) such that

A (U<m> U, ufb; 7r> — B(ug;), V8 € L2(I). (5.7)
We denote hereafter A = .%(u; U(™) the solution of this stochastic problem.

5.2.e PGD: algorithms

Since (u, ) are both unknown, (5.6) and (5.7) cannot be used for the calculation of u and A
respectively. In addition, one wants the couple (u, \) to effectively reduce the approximation error.

In the case of linear, symmetric, positive definite form A, it was shown in [75] that the sought
couples (u, A) can be interpreted as the solution of a Rayleigh quotient. This interpretation suggests
to reuse techniques for the resolution of eigenvalues problems, like power-iteration techniques, to
extract the couples (u, ), see e.g. [74]. Their application to scalar non linear problems has been
thoroughly investigated in [78].
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Algorithm 2 Power method

1: U+0 [element 0 of V)
2: forlin1,2,...,m do

3:  Initialize A [e.g. at random)
4 repeat

5 Solve deterministic problem: u < Z(\;U)

6: Normalize u: u < u/||ully

7 Solve stochastic problem: \ < . (u;U)

8:  until (u, \) converged

9: U+ U+ uA
10: end for

Power-Iterations

The power method for the computation of (u,\) is stated in Algorithm 2.

Note that the convergence criteria on the couple (u, A) yielded by the power-type iterations is
understood in a broad sense since it may converge to a subspace whose dimension is greater than one
(see [74, 75] for discussion on the convergence of the iterations). In practice, only a limited number
of iterations is performed. We also remark that A and u have equivalent roles in the Algorithm, so
that e.g. the normalization step at line 6 could be performed on A rather then w.

The convergence of the resulting PGD obtained by the Power-Iteration algorithm can be im-
proved by introducing an update of the stochastic components {1, ..., A\, } after the determination
of the m-th first couples. More specifically, given the deterministic components w1, usa, . .., Uy, the
update problem consists in the solution of the following set of m coupled equations:

Update problem.
Find M\, ..., Ay such that

A (Z ui)\i,ulﬁ;ﬂ> = B(wyf;m), Vi3 e L%(F), l=1,...,m. (5.8)
i=1

Denoting Am) = [A1...Am], the update problem is compactly written formally as
A = 7 (W),

where W™ = [u; ... u,,] is called the reduced deterministic basis (of V). The power-type algorithm
with update is stated in Algorithm 3.

Note that it is not necessary to solve the update problem (line 13 of Algorithm 3) at every step
. Moreover, it would be possible to update W instead of A, given the simmetry of the Algorithm
with respect to the deterministic and stochastic modes; in this case the normalization step at line
8 should be performed on A rather than w.

Arnoldi iterations

One disadvantage of Power-iterations-like methods is that they discard all the intermediate solutions
within the repeat-until loops. The so-called Arnoldi algorithm is a possible solution to overcome
such a “waste”: the temporary solutions are used to build a deterministic orthogonal basis W),
and then an update problem is solved to compute A™). The main advantage of this algorithm is
therefore that it requires a lower number of resolutions for the determinstic and stochastic problems.
The Arnoldi algorithm is stated in Algorithm 4.
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Algorithm 3 Power method with update

1: U+0 [element 0 of V]

2: W« {} linitialization of the reduced basis for u]
3: A« {} [initialization of the reduced basis for A]
4: forlin 1,2,...,m do

5. Initialize A [e.g. at random)

6 repeat

7: Solve deterministic problem: u < 2(\; U®)

8 Normalize u: u < u/||ully

9 Solve stochastic problem: A < . (u; UW)

10:  until (u, \) converged

11:  Add u to its reduced basis: WO < WD U {u}
12:  Add X to its reduced basis: A« AC=D U A}
13:  Solve update problem: AY « 7% (W®)

14: U(l) — 22:1 Up )

15: end for

Algorithm 4 Arnoldi method

1: 1+ 0 [initialize counter for modes]
2: W« {} [void container for deterministic modes]
30 A+ {} [void container for stochastic modes]
4: U+0 [element 0 of V]
5: Initialize A [e.g. at random)
6: while [ <m do
7 l+1+1
8:  Solve deterministic problem u* «+— Z(\;U)
9:  Orthogonalize u*: u + u* — 22;11 (ug, u*)y
10:  if |Jully < e then
11: l+—1-1 [stagnation of Arnoldi detected)]
12: Solve update problem: A < % (W)
13: U+ 22:1 Up )
14: else
15: Normalize u: u < u/||ul|y
16: Solve stochastic problem: A < . (u;U)
17: Add u to its container: W « W U {u}
18: Add A to its container: A «— AU {\}
19: if [ =m then
20: Solve update problem: A < % (W)
21: U + 22:1 Up AL
22: end if
23:  end if

24: end while
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Whenever the generation of deterministic modes stagnates onto invariant subspaces (detected
using the small positive parameter ¢ at line 10) an update step is performed. Note also that the
update problems at lines 12 and 20 concern the whole stochastic components A®) generated so far,
but one could as well perform a partial update considering only the Arnoldi subspace generated
after the last detected stagnation.

5.2.f Practical considerations

Obviously, also the algorithms above need a stochastic discretization. Again, we shall rely on gPCE
expansions for the stochastic components and approximate the stochastic modes A; in the finite
dimensional P/ (I") by ZkM:() AFHy.. Further, with this stochastic discretization, the stochastic (5.7)
and update (5.8) problems translate to the Galerkin problems

M
A(U(m)—FuZ)‘?,HkaHl;W) = B(uH,;;m), l=1,...., M, (5.9)
k=1

and

m M
A(Zuz (Zx\f%k>,uﬂ-{j;ﬂ> = B(wH;;m), I=1,...,mand j=1,..., M. (5.10)
=1

=1 k=

For a given stochastic approximation space Pys(I"), one can expect that the PGD solution U (m) to
converge quickly to the Galerkin solution UM € V@ Py (T), with m < M modes. This expectation
comes from the fact that the PGD constructs the more relevant stochastic components A; for the
expansion, contrary to the Galerkin case where one chooses a priori the stochastic components (as
the elements of the gPCE basis) and then seek for the solution in Py, (T").

Another point to be underlined in view of the above algorithms is that in each of them the
computationally intensive steps are the resolution of the deterministic and stochastic problems,
plus the update problems (optional in the Power-Iteration algorithm). As seen in (5.6) and (5.9)
the size of the deterministic and stochastic problems are constant and equal to the dimension of
the discretized spaces V and Py, (T") respectively; this is in general much lower than the size of the
Galerkin problem which is the product of the two, with a significant complexity reduction as a
result (provided that the number of systems to be solved is small enough). Concerning the update
problem, we observe that its dimension is m x dim(P;(T")) so that if m is less than the dimension of
the discretized space V the update problem is again much smaller in size than the Galerkin problem.

In addition, it will be shown in the following sections that for the Navier-Stokes equations the
actual deterministic problems to be solved have structures very similar to the original Navier-Stokes
equations, facilitating the re-use of existing deterministic codes, while implementing a Galerkin
solver would require a greater implementation effort.

We also remark that instead of updating the stochastic components of the PGD solution, one
could instead derive an update problem for the deterministic components {u;,7 = 1,..., m}, which
would in fact have the structure of the Galerkin problem in (5.4) but for the approximation in the
stochastic space spanned by the {);} instead of the {#;}. This alternative should be considered for
problems where the dimension M of the stochastic space exceeds that of the discretized space V.

5.3 Navier-Stokes equations with uncertain inputs

We consider the bidimensional, steady, incompressible (constant density) Navier-Stokes equations
on a bounded, simply connected domain D C R? with boundary dD. The dimensionless Navier-
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Stokes equations are

u-Vu=-Vp+V.5(u)+ f, (5.11a)
V.u=0, (5.11b)

where u : D — R? is the velocity field, p : D — R is the pressure field, f : D — R? is the external
force field and @ the viscous stress tensor. For a Newtonian fluid, @ in (5.11a) has for expression

o(u) = % (Vu+Vau'),

where v > 0 is the viscosity parameter (inverse of a Reynolds number), measuring relative influence
of the inertial (nonlinear) and viscous (linear) contributions. Accounting for the mass conservation
equation (5.11b), the Navier-Stokes equations reduce to

u-Vu=-Vp+vViu+f, (5.12a)
V-u=0. (5.12b)

These equations have to be complemented with boundary conditions; for simplicity, we shall restrict
ourselves to the case of homogeneous Dirichlet velocity boundary conditions on 0D,

u(x) =0, xe€0D. (5.13)

Next, we classically denote by L2(D) the space of functions that are square integrable over D, and
are equipped with the inner product and norms

(p.q) = /qudx, lallizm) = (a.0)"2,

and define the constrained space
L3(D) = {q cL3(D): / qdx = 0} :
D

Then, let H(D) be the Sobolev space of vector valued functions with all components and their
first derivatives being square integrable over D, and H}(D) the constrained space of such vector
functions vanishing on 0D,

H{(D) = {ve H'(D), v=00n0D}.

With this notation the Navier-Stokes system (5.12) with boundary conditions (5.13) is then equiv-
alent to the variational problem

Navier—Stokes equations.

Find (u,p) € HY(D) x L3(D) such that

c(u,u,v) + vo(u,v) + d(p,v) = b(v), Vv € H(D) (5.14)
d(‘]a ’U,) =0, Vq € L(%(D)a

with the forms defined by

c(u,w,v) = / (u-Vw) - vdx, v(u,v) = | Vu:Vudx,
D

d(p,v) = —/DpV v dx, b(v)= [ f-vdx.
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The pressure unknown can also be formally suppressed in this weak formulation, by introducing
the subspace of divergence-free functions of H}(D), denoted hereafter H(1)7 gin(D)s

Hcl),dw(D) = {U € H{(D), V-v=0in D} :

Seeking u € H} 4, (D), the weak form simplifies to
Divergence-free Navier—Stokes equations.

Find u € Htl),div(D) such that
c(u,u,v) +vo(u,v) = b(v), Yo € H(l),dw(D). (5.15)

Finally, we introduce the uncertain parameters. In this paper, we are concerned by situations where
the external forcing f and viscous parameter v are uncertain and, consistently with the previous
section, are seen as functions of a set of N normalized Gaussian variables with zero mean and unit
variance, v = v(y) and f = f(x,y). As a consequence, the divergence-free Navier—Stokes equation
(5.15) has now a stochastic solution u(y). We can therefore state the following formulation:

Findu=u(y): I — H(l],dw(D) such that

c(u(y), uly), V) +v(y)v(u(y), V) =b(V; f(y)),
VvV e H(l),dw(D), forae yel,

whose fully weak counterpart can be written immediately as
Stochastic Navier—Stokes problem.

Find u € H}de(D) ®LZ(T) such that
C(u,u, V) +V,(u,V) = B(V), YV € Hj 4, (D) ® L2(T). (5.16)
The forms C, V,, and B are given by
C(u,w,V) =E[c(u,w, V)], Vo(u, V) =E[vov(u, V)], B(V)=E[D(V;f).

The previous formulation is ready to be discretized with the Stochastic Galerkin method, intro-
ducing the discretized stochastic space Py;(I") as in section 5.2.c. In practice, the divergence-free
costraint is treated by adding a stochastic pressure field P(y), see e.g. [60]. We will however base
the following discussion on PGD on this formulation since we are looking for a PGD decomposition
of u. We will return back to the issue of pressure later on.

5.3.a PGD Formulation

We now detail the deterministic, stochastic and update problems associated to the iterations of the
PGD algorithms.

Deterministic problem

We assume that the m-terms reduced approximation w(™) = Yo, wiA; has been computed; the
deterministic PGD problem 2(\; U(™) for the next deterministic mode u given the stochastic mode
Alds
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Find u € H&div(D) such that

C (O, A, W) +C (A, u™ Av) 4+ C(u™, Au, W) + V, (Au, Av)
= B(Ww) — V,(u™ M) — C(ul™, ul™ \v), Vv € H 4, (D).

For convenience and to stress the deterministic character of this problem we rewrite it as

Find u € H} aiv(D) such that

c(u,u,v) + c(u,vgm)()\),v) + c(vﬁm)()\), v) + vou(u,v; \)

= b(v;u™, ), Yo € H} 4, (D). (5.17)
In the previous equation we have denoted
L E (A2 E [vA?]
(m)(\) = M U=

E K e EDN
b(”;'u'(m)v)‘) = [ Z E[ ulav) - Zzwc(uiauﬁ"))'
i=1 =1 j=1
It is therefore seen that the structure of the deterministic PGD problem is essentially the same as
the weak formulation of the deterministic incompressible Navier-Stokes equations, with a few re-

markable differences. In particular: i) we have two new convective terms, whose convective velocity

is given by vgm); ii) the viscosity parameter is different, since its value is now v = E [V)\Q] /E [)\3];
iii) the forcing term contains all the information about the previous modes which have been already
computed.

As a result, the resolution of this problem can re-use existing deterministic flow solvers with
minimal adaptation for the computation of the right-hand-side and the additional convection term.
In addition, the enforcement of divergence free character of u can be achieved by introducing the

deterministic Lagrange multiplier p € LZ(D).

Stochastic problem

Let us assume again that the m-terms reduced approximation has been computed; the stochastic
PGD problem . (u; U (m)) for the next stochastic mode \ given the deterministic mode w is

Find X € Pp(T) such that
C(\u, M, Bu)+C(u™ Au, Bu) + COu, u™, fu) + V,(\u, fu)
= B(Bu) — C(u!™ ul™, fu) =V, (u™, fu) V5 € Pay(L).

This is a quadratic equation for A in weak form. We can highlight this by recasting the previous
formulation as

Find \ € Py (T') such that

m

E [A*8] c(u, u, u) + ZE M8 (c(ug, w, uw) + c(ug, w,u)) + E[pAplv(u,u) =
=1
E[Bb(u; f)] Z E[Nid;B] c(ui, uj,u) = > Elphiflo(us,u) V8 € Py(T). (5.18)
t,j=1 i=1
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To actually compute the gPCE expansion of A in P/ ("), A = legw:o /):ka, one has next to choose
B = H; in (5.18) and solve the following set of M quadratic equations in the coefficients Aj:

M m M
c(u,u,u) Z Nl E [HiHe Hi] + Z (e(us, u,u) + c(u;, u,u)) Z Xk); w B [HeHi Hi)
koK =1 i=1 ko k=1

M
+olu,u) Y NOw E[HiHeHi] =

k,k'=1
M N m M N -
S b(fenw)EHeH] = Y clunugu) Y A g Ay B [HeHe )
k'=1 7,j=1 k,k'=1
m M R
=Y v(wi,u) Y Dphi wE [HeHpHi] Vi=1,...M,
i=1 k,k'=1

where we have supposed that f admits a gPCE expansion, f(x,y) = Z%ﬂ i (x) Hi ().

Update Problem

Given the m-terms PGD decomposition of u, the update problem recomputes all the m modes \;,
and consists therefore of m quadratic equations for A;, all mutually coupled, but whose structure
is close to the stochastic problem (5.18):

Find \; € Py (I),i = 1,...,m such that

C (Z Ui/\iazui/\uBU) +V (Z Ui/\i7/8u> = B(Buy),
=1 =1 =1
VB € Pa(T), ¥j = 1,...,m.

As in the Stochastic Problem we take S = 1, ending up with a quadratic system of equations for
Aly ..., Am, whose dimension is therefore m x M.

5.4 Numerical results

In this Section we consider two test cases of increasing complexity and computational cost: in
the first one the viscous parameter v is the only uncertain parameter, while in the second one we
consider both the viscous parameter and the forcing term as uncertainty sources. In both cases
the aim of the test will be to compare the PGD solution against the Galerkin solution, to assess
the effectiveness of the method. All the PGD solutions will be computed with the Arnoldi method
described in Section 5.2.e. In particular, the parameter ¢ to discard the last mode computed and
enter the update procedure (line 10) is set to 1072. Moreover, the actual implementation slightly
differs from the one presented in section 5.2.e because of the following details:

e the update procedure is performed only if ||u|| < ¢ and we have added at least 2 modes from
the previous update;

e an early stop (before all the m modes have been computed) is enforced as soon as one of the
following conditions holds:

— the norm of the residual is less than 5.e — 7 (see Section 5.5 for residual computation);

— the norm of the last A computed is less than 1.e — 9;
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As for the spatial discretization, we will consider a classical Spectral Element Method dis-
cretization, see e.g. [17]. In particular, we will use a grid of Nu x Nu Gauss—Lobatto points for
the approximation of the components of the velocity, while the pressure is approximated over a
Nu — 2 X Nu — 2 grid. The non linearity in the Navier—-Stokes equation is solved with a precondi-
tioned Quasi-Newton method, and at each step the linear system is solved with a GMRES solver.
Once more we remark that the efficiency of the PGD method in determining the reduced approx-
imation of U does not depend on the Navier—Stokes solver considered, and any technique may be
used.

5.4.a Test 1: Random viscosity parameter

In the first test we consider a random viscosity v given by
v(w) =7+ (w),

where 7 > 0 (ensure the almost sure positivity of v/), and v/(w) has a Log-normal distribution with
median value 77 > 0 and coefficient of variation C,, > 1; we further set 7 = 1/100. For these
settings, the random viscosity can be expressed as

_log Cy

v(w)=v+7exp(oy(w)), o= 585 (5.19)

where y ~ N (0, 1), ensuring that v/ € [7//C,,,7'C,/] with a probability ~ 0.995 .

Regarding the deterministic force field, it is well-known that force fields deriving from the
gradient of a potential induce no flow for homogeneous boundary conditions. Therefore we consider
the deterministic function ¥ (x) and define f as

F=VA0,0 )7, (5.20)

so that VA = (0, 0, —V?y)T. For simplicity we restrict ourselves to forcing terms having constant
rotational,

VAF=(0,0 @7, (5.21)
and a zero normal component on 9€2. This leads to the definition of ¢ by
2 = - in
v o (5.22)
=0 on 0f).

It is useful to further define the operator £ : H~1(D) — H}(D) that maps the forcing term ® in
(5.22) to the corresponding solution, that is

L[®] = . (5.23)

The constant ® fixes the magnitude of the forcing and is hereafter set to ® = 1007’ to ensure
that ||U|lq ~ 1. The typical structure of the forcing field f is shown in Figure 5.1. The spatial
discretization considered is Nu = 51.

Galerkin solution

We start by setting 7/ = 1/100, C,, = 1.5 and 7 = 0.017’ and consider the classical Galerkin
Stochastic Projection method for the approximation of U. Guided by the expression of the viscosity
in (5.19), we rely on a gPCE expansion of the solution using a single normalized Gaussian random
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Figure 5.1: Typical structure of the deterministic external forcing used in Section 5.4.

variable y and corresponding Hermite gPCE basis. The Galerkin approximation is therefore sought
as

UC(y) = > ufHaly). (5.24)
k=0

with w denoting the expansion order and Hj denoting the k-th degree Hermite polynomial in y.
For this random viscosity distribution, a well converged solution is obtained for w = 10, as shown
in the following discussion.

The Galerkin solution for w = 10 is depicted in Figure 5.2, showing the expected velocity field
(that is the first mode of the Galerkin solution u§, see Figure 5.2(a)), and the expectation and the
standard deviation of the rotational of U, see Figures 5.2(b) and 5.2(c).

Plots in Figure 5.2 highlight the nonlinear character of the problem. Indeed, for the present
situation where the forcing term is deterministic and the viscosity parameter does not depend on x,
if the problem was linear the solution would be expressed as a product of a deterministic function
times a stochastic factor, U(y) = a(y)u*, and as a consequence mean and standard deviation
of U would show the same spatial structure, up to a multiplicative factor. This is not the case
here, where the expectation and standard deviation field of the velocity rotational exhibit a clearly
different spatial pattern. In fact, the random viscosity has the strongest impact on the vorticity
field along the boundary of the domain, where the uncertainty level reaches roughly 70%. Another
stringent feature of the standard deviation of the vorticity field is the presence of detached structures
along the boundary, that are created by the convective effects.

To better appreciate the complexity of the random flow field, as well as the converged character of
the Galerkin solution for w = 10, the Karhunen-Loeve (POD) decomposition of U%(y) is computed.

Since the Galerkin solution is computed in a subspace Py/(T"), whose dimension is w + 1 = 11, its
KL expansion is finite and writes as

w w—+1
G,KL
US(y) =Y ufHely) = > w " "\ufny), w82k > >k, >0, (5.25)
k=0 =1
where {ulG’KL} is an orthonormal set and E [mny] = &;y. Figure 5.3 shows the rotational of the

KL modes u; KL the plots show the increasing complexity, with the mode index, of the spatial
structure of the rotational of the KL modes. They also highlight the impact of the nonlinear
convective term which induces a bending of these structures, due to the advection effects, which
however possess the symmetries of the present problem.

Figure 5.4 shows the normalized spectrum, that is 5; = 4 //ilG/ ST kG for 1 =0,...,w. It exhibits
a fast decay, the 6-th normalized mode being 10~ times the first one, with essentially a uniform
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Figure 5.4: KL spectrum of Galerkin solution of Test 1.

asymptotic decay rate except for the very last KL modes which are affected by the truncation of
the stochastic basis. The fast decay of the spectrum allows to conclude that the truncation order
w = 10 is large enough for the present stochastic problem.
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PGD solution

We next compute the PGD solution in the same stochastic subspace Py (I") as before, using the
Arnoldi algorithm with € = 0.01 and fixing the maximum number of PGD modes to m = 15. Again,
we also compute the Karhunen-Loéve expansion of the PGD solution, as done for the Galerkin
solution.

Figure 5.5 shows the expected velocity field (E[U(™)]), and the expectation and standard de-
viation fields of the rotational of U(™). The plots should be compared with those of the Galerkin
solution shown in Figure 5.2, and the agreement is excellent. The same conclusion arises when
looking at the rotational of the modes of the KL expansion of the PGD solution, which are shown
in Figure 5.6, and have to be compared with Figure 5.3. Figure 5.7 shows the matching between
the spectra of the the two KL decompositions (bottom right plot), again showing good agree-
ment between the solutions. Figure 5.8 shows some of the PGD modes of the solution, namely
modes m = 0, 3,6, and compares their rotationals with the rotationals of the corresponding modes
m = 0, 3,6 of the KL expansion of the PGD solution: the spatial structures are similar, a further
confirmation of the accuracy of the PGD representation.

Finally, we investigate the case where the viscosity parameter depends on more than one random
variable. To do this, we modify the definiton of v from equation (5.19) to

Ny
v(w) =7+ exp (m ;yl(w)> ,

with y; independent and identically distributed Gaussian random variables. This is clearly an
overparametrization of the problem, since indeed yr(w) = o/v/N, SN y;(w) is in turn a Gaussian
random variable with zero mean and variance equal to o2, therefore v truly has a unique stochastic
dimension, such that the Navier—Stokes solution has the same stochastic dimensionality VN, > 1.
It is found that the PGD solution is insensitive to this overparametrization and the deterministic
modes it computes are essentially the same, thus proving to be able to capture the key features of
the stochastic solution. This clearly appears in Figure 5.9, where we consider the PGD solutions
for problems with N, = 1,2, 3: here we compare the norms of the PGD stochastic modes \; (Figure
5.9(b)), and the norms of the KL modes of the PGD solutions (Figure 5.9(a)).

5.4.b Test 2: Random forcing term

In the second test we consider also the forcing term as uncertain. To this end, we go back to
equation (5.21) and take now ®, the vertical component of the rotational of the force field, as a
stationary Gaussian process with unit mean and standard deviation o > 0, characterized by the
two point correlation function

where @) = 1 is the mean of ®, L its correlation length, and ||x — x'|| is the Euclidean norm or R
The process admits the Karhunen-Loeve expansion

D(x,w) = g + Z D (x)yi(w),

where the y; are normalized uncorrelated Gaussian variables. Ordering the Karhunen-Loeve modes
with decreasing norm ||®;||r2(py and truncating the expansion after the Ny-th term results in the
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following approximation of the external force field:

Ny 0
F(x,w) ® FM (x,w) =Fo+ Y _yi(w)Fi(x), Fi(x)=VA 0 : (5.26)
i=1 L[P;(x)]

We set L = 1, 0 = 0.2 and Nu = 35. It is well known that as L decreases more and more KL
modes are needed to represent accurately the forcing term. However, in this work we are not really
concerned about the truncation error that stems from retaining only Ny terms of the expansion,
but only to show that the PGD methods can handle such forcing terms in a natural way. We will
consider two different choices of Ny, that is Ny =3 or Ny = 7.

As for the viscous parameter v, we consider it again as a lognormal random variable (N, = 1),
as in equation (5.19). This implies that the solution depends on N = N, + N; = 4,8 random
variables respectively. The discete probability space Py, (T") is selected setting w = 2, resulting in a
span of M = 15,45 multivariate Hermite polynomials; within this setting, we compute the Galerkin
solution and the PGD solution with m = 45 modes. We will consider three different median values
for the viscosity parameter, that is 7/ = 1/10,1/50, 1/100.

Figure 5.10 shows mean and standard deviation of the rotational of the PGD solution for the
case N = 8, 7/ = 1/100, while Figure 5.11 shows for the same case some of the PGD modes.
Finally, Figure 5.12 shows the decay of |[U(™) — U%|| as the number of modes m of the PGD
solution increases, for all the cases considered. The PGD approximation is thus seen to converge
to the full Galerkin solution: as expected the cases with a smaller N and low viscosity parameter
feature a higher convergence rate. in all cases the PGD method gives reasonable approximations
of the full Galerkin solution with m < M: this is more and more evident as the number of random
variables increases, see also the results in the next Section where we consider a test case depending
on N = 15 random variables.

5.5 Residual computation and pressure reconstruction

At this point, it is crucial to devise an error estimator to stop the PGD procedure as soon as the
reduced solution is close enough to the exact solution in H} ;. (D) ® Pp(T).

The most natural approach would be a stopping criterion involving the evaluation of the norm
of the residual of the Stochastic Navier-Stokes equation (5.16) associated to the m-terms reduced
solution U™ in the discretized space H(l),dw(D) ® Pp (). The Arnoldi algorithm would then
be stopped as soon as such residual becomes lower than a given tolerance in a suitable norm. In
practice, computing the residual of the Navier—Stokes equations in their divergence-free formulation
(5.16) is not a convenient operation. Therefore, we go back to the weak deterministic Navier—Stokes
equations (5.14) and introduce the

Stochastic Velocity-Pressure Navier—Stokes equations.
Find U € HY(D) @ Py(T), P € L3(D) ® Ppy(T) such that
C(U,U,V)+V,(U,V)+ EP,V)=B(V) VV € H{(D) @ Py (T), (5.27)
E(Q,U) =0 vQ € L§(D) @ Py (D),
where F(Q, V) is defined as the expected value of the bilinear form d(-, ) appearing in (5.14),

E(Q,V)=E[dQ,V)].

Computing the residual for the velocity-pressure formulation is an affordable task, but at this point
the PGD algorithm has not provided us with an approximation of the stochastic pressure yet.
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Figure 5.10: 45-modes PGD solution of Test 2, 7/ = 1/100, N = 8.
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Hence, we now introduce a procedure to recover the pressure P(™) associated to the m-terms PGD

solution U™)

Computing such approximation will introduce some computational overhead, but one could be
interested in an approximation of the pressure anyway. We stress that the notation P(™ does not
refer to an m-terms approximation of P, but to a generic approximation of P given the m-terms

reduced approximation of U.
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5.5.a Pressure computation

For easiness of presentation, let us define
N(W,V)=C(W,W,V)+V,(W,V) - B(V), YV,W c H}(D)®Py(T), (5.28)

and let (V, W) denote the scalar product in H{(D) ® Pas(T). Inserting the m-terms PGD velocity
U and the corresponding pressure P(™) into the Stochastic Velocity-Pressure Navier—Stokes
equations (5.27) we have

NU™ V) + BP™ V) = <R<m>,v> YV € HY(D) @ Py (D), (5.292)
E(Q,UM) =0 vQ € L3(D) @ Pp(D), (5.29b)

where R(™ denotes the residual of the momentum equation (5.29a), R(™) € H{(D) @ Py (T). Note
that the continuity equation (5.29b) has no residual; indeed, all the deterministic modes in U™
are divergence-free, being solutions of the deterministic problem (5.17). Equation (5.29) states
that the residual R is a function of the pressure P(™): here we propose to estimate P(™) as
the minimizer of ||[R(™)|| in some prescribed norm. To be more computationally oriented, we next
derive the problem for P("™) in the discrete case.

Let us denote with V, € H}(D) the finite dimensional velocity space, and with I, € L3(D)
the finite dimensional pressure space. Upon the introduction of the bases for V}, and II; defined
in [17] and that will be used in the Section of numerical results, we can identify any element
W, € Vi, ® Py (I') with the coordinates in the respective basis Wh(y) e RIm(Va) @ Py (1), and
similarly any element Qp, € I, P/ (T) with Qp(y) € RImIW) @P,/(T); in other words, V/\\7h(y) and
Qh(y) are vectors whose components are functions of y, belonging to the subspace Py, (I") C L%(F).
Equation (5.29a) can therefore be recast as a semidiscrete equation in R1™(Va) @ Py, (T),

NI (y) + TP (y) = R (y), (5.30)

with N-;Lm) (Y)yﬁh(}’) c Rdim(V4) ® ]P)M(F), f)](lm) (Y) c Rdim(IL;) ® ]P)M(F), and € € Rdim(IL,) xdim(V4,)
the deterministic discrete divergence operator. Next we define the residual norm as

5 (m 5 (m 1 5 (m
IR O = IR ) 2ty ) = 5 B [ IRE ) i |

use equation (5.30) and enforce the derivative of ||f{,(1m) (y)|| with respect to f’gm) (y) to be zero.

Thus we obtain that the pressure minimizing ||f{§1m) (y)] is the solution of
£ETPM(y) = N (). (5.31)

that further needs to be discretized along the stochastic dimension. Note that £ £T is a deterministic
operator, and equation (5.31) is well-posed if V}, and IIj verify the inf-sup condition. Moreover,

computing the gPCE expansion of f’%m) (y), that is

with 132772) e RI™I) and Hy(y) € Py(I') Hermite polynomials, results in a set of M uncoupled
problems
TH(m) _ (™)
EETP)) = —EN. (5.32)
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Note that 1/\\15:'2) has to be computed, using the projection 1/\\15:'2) =E [Ngm) (y)Hi(y)], since the

stochastic vector N;Lm) (y) derives from a non-linear combination of the PGD solution, hence its

gPCE expansion is not immediately available.

Even if we can take advantage of the fact that the problems (5.32) are uncoupled by factorizing
the operator £ET only once to improve the computational efficiency (e.g. with a LU, ILU or
Cholesky factorization), the overall cost may be demanding if the discrete stochastic space P/ (I")
is large. We have then considered two additional strategies for the computation of the pressure.
In the first one, we apply the Arnoldi algorithm illustrated in Section 5.2.e to equation (5.31) to
obtain a PDG approximation of the stochastic pressure,

P (y) = P u(y), (5.33)
k=1

with f’gf,? e RY™(Mn) and ~,(y) € Py (T) generic functions. Note that the PGD approximation of
P may in general use m’ # m modes. The second approach we have considered consists in using
the Lagrange multipliers obtained from the deterministic problems solved during the computation
of the PGD decomposition of U(™) as deterministic modes for the PGD approximation (5.33) of
the pressure. This latter approach allows further savings in terms of computational cost; note that
in this case m = m’.

5.5.b Numerical results

In the previous section we have proposed two ways of computing an approximation of the pressure
field: a “full reduced approach” in which we use a PGD method to compute both the deterministic
and the stochastic modes of the decomposition (5.33), and a “partial reduced approach” in which
the deterministic modes 1’52"%) of (5.33) are taken to be the Lagrange multipliers resulting from the
solution of the deterministic problem of the Arnoldi iterations. In both cases, the obtained pressure
approximation will be then used to compute the residual l?{gm)(y) through equation (5.30), and the

norm Hfiglm) ()|l will be used as a stopping criterion for the Arnoldi method.

We now aim at assessing the performances of these two stopping criteria, along with a third
one, which is the monitoring of ||\;||, the norm of the stochstic modes of the PGD approximation.
This criterion is indeed much simpler, and based on the observation that, since the deterministic
modes u; of the Arnoldi method are normalized, whenever ); is small, we are “adding nothing” to
the reduced approximation. Such criterion may be reasonable whenever one is not at all interested
in pressure recostruction.

We consider again the setting proposed for the second test presented in the previous section, with
both viscosity and forcing terms modeled as random quantitites (see section 5.4.b). We consider
the cases N = 4,8 and we also add a new case, where we set N = 15 and consider a truncation with
w = 3, resulting in a span of M = 816 stochastic polynomials. The convergence of the proposed
quantities for Test 2 is shown in Figures 5.13, 5.14. 5.15. The residual computed by recycling
the Lagrange Multipliers is slightly worse than the one computed after having reconstructed the
pressure with a PGD approach, and they both overestimate the error by 1-2 orders of magnitude,
hence representing a quite restrictive criterion for the convergence ot the method. On the other
hand, the norms of the \; appear closer to the true error, but slightly underestimating it, hence
representing an “optimistic” criterion.



129

10 T T 10 T T T T 10
—e—error —e—error —e—error
——LM-residual —o—LM-residual —o—LM-residual
—e—PGD-residual —e—PGD-residual —e—PGD-residual
102 —e—\ norm 102 ——\ norm 102 ——\ norm
107 {1 10 {1 10
10 {1 10° {1 10°
10°® 10°® 107
0 5 10 15 20 0 5 10 15 20 25 30 35 0 10 20 30 40 50
(a) N=4,7=1/10 (b) N =4, 7=1/50 () N=4,7=1/100
10° 10° 10°
—e—error —e—error —e—error
—e—LM-residual —e—LM-residual —e—LM-residual
—e—PGD-residual —e—PGD-residual —e—PGD-residual
103 —*—Anorm 102 ——A norm 1072 ——A norm
107t {1 107 {1 107
10° {1 10 {1 10
10_3 L L L L L lo_a L L L L lo_a L L L L
0 5 10 15 20 25 30 0 10 20 30 40 50 0 10 20 30 40 50
(d) N =8,7=1/10 () N=8,7=1/50 (f) N=8,7=1/100
10° 10° 10°
—e—LM-residual —e—LM-residual —e—LM-residual
—e—PGD-residual —e—PGD-residual —e—PGD-residual
—*—A norm —*—A norm —*—A norm
103 ——PGD-KL spectrum 102 ——PGD-KL spectrum 1073 —+—PGD-KL spectrum
107 {1 10 107
10 1 10 1 10
-8 -8 -8
10 10 10
0 5 10 15 20 25 30 35 0 10 20 30 40 50 60 0 10 20 30 40 50 60
(g) N =15,7=1/10 (h) N=15v=1/50 (i) N =15, 7 =1/100

Figure 5.13: convergence of the quantities proposed as stopping criterion for the PGD method
with respect to the number of modes m. i) “error” denotes the normalized PGD-
Galerkin error ||[UM™) —UY||/||U%||; ii) “LM- residual” denotes the normalized norm
of residual Hﬁﬁlm) )/ Hﬁgo) (y)], the residual being computed using the Lagrange
Multipliers as deterministic modes for the pressure; iii) “PGD- residual” denotes
the normalized norm of residual Hﬁﬁlm) ¥)ll/ Hﬁgo)(y) ||, the residual being computed
using the pressure reconstructed with a PGD approach; iv) “A norm” denotes the

normalized norm of A;, that is || X;[|/\/>_; [|Ail]-

5.6 Conclusions

In this Chapter we have investigated the resolution of the steady-state Navier—Stokes equations
with uncertain parameters through a PGD procedure; in particular, we have employed the Arnoldi
method in our numerical simulations, but also the Power method (possibly with update) could be
considered as well.

We recall that the cost of the PGD -Arnoldi method consists of one deterministic solver call per
mode retained in the PGD expansion, plus the same number of the stochastic problem solver calls
and a few calls to the update problem solver (usually 5—6 calls in the test we have performed), which
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Figure 5.14: Comparing the convergence of ||| for different N fixed v.
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Figure 5.15: Comparing the convergence of ||A|| for different NV fixed v.

however is not a negligible cost, since the update problem is a system of quadratic equations, whose
dimension is m x M. Additional costs may be introduced by a pressure reconstruction procedure.

This cost should be compared to the cost of the “Optimal Sets” approach for the Galerkin
method detailed in Chapter 3, since both methods are seen as improvements with respect to the
standard Stochastic Galerkin method. A comparison is however not immediate, since the cost of
the “Optimal Sets” approach can be estimated in terms of calls to a deterministic solver solely,
and will depend both on the sharpness of the bound used to compute the optimal set and on the
efficiency of the solving technique (e.g. Preconditioned Conjugated Gradient).

A remarkable advantage of the PGD procedure with respect to the standard Galerkin techniques
relies in the coding effort required: it is indeed possible in this framework to reuse any existing
Navier—Stokes solver to solve the deterministic steps of the Arnoldi method, taking care of the
modifications of the convective velocity, the viscosity parameter and the forcing term. The stochastic
and update problems can also be solved with available software, since they amount to systems of
quadratic equations. However, care has to be taken in the recostruction of a reduced pressure: the
mathematical formulation of this problem is non-trivial, and we have addressed this topic only for
the discrete problem, proposing different approaches.

The convergence of the PGD velocity to the full Galerkin solution has been investigated with
three different numerical settings, resulting in parametrizations with N = 4,8, 15 random variables.
In all the considered cases, the PGD is able to provide reasonable approximations of the full
Galerkin solution (10~*) with a limited number of modes, thus with a (much) smaller compuational
cost compared to the solution of the full Galerkin problem.



Chapter 6

Global sensitivity analysis using
sparse grids: an application to a
geochemical compaction model

This Chapter is derived from the paper by L. Formaggia, A. Guadagnini, I. Imperiali, G. Porta,
M. Riva, A. Scotti, L. Tamellini, A numerical model for the geological compaction of sedimentary
basins with sensitivity analysis, currently in preparation. Our contribution has been to take care of
the uncertainty quantification mathematical framework and to provide the code for the uncertainty
quantification analysis. In particular, we have developed an algorithm to convert a sparse grid
approximation to a gPCE expansion, see Section 6.2 for details.

Therefore, compared to the original paper, in this Chapter we have modified the order of the
exposition, and rewritten a significative part of the text, to put in evidence the part of interest for
this thesis, that is the uncertainty quantification analysis rather than the deterministic problem
itself. The mathematical model and its discretization are thus here only briefly summarized, and
the literature survey on the geological compaction has been reduced.

6.1 Introduction

In the previous Chapters we have mostly focused on the theoretical aspects related to the construc-
tion of a surrogate polynomial model for the approximation of the solution of PDEs with stochastic
coefficients.

In this Chapter we focus instead on the practical application of such surrogate model for un-
certainty quantification analysis. In particular, we will concentrate on a global sensitivity analysis,
that is the evaluation of the influence of each random parameter and of each mixed effect (resulting
from the combination of random parameters) to the uncertainty of the outcomes of the system.
A review of sensitivity analysis practices can be found in [92], where it is proved that a global
sensitivity analysis is required unless the underlying model is linear.

Among the possible probabilistic global sensitivity analysis techniques, e.g. ANOVA techniques
[53] and design of experiments [68], we consider in this Chapter the Sobol’ sensitivity indices ([96,
1, 92, 99]). These can be indeed easily computed by exploiting the orthogonality properties of the
generalized polynomial chaos expansion (gPCE) of the solution, see e.g. [60, 99]. A comparison
between global sensitivity analysis performed with Sobol’indices and ANOVA techniques can be
found e.g. in [1].

In this Chapter we will perform a global sensitivity analysis on a model for the geochemical
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compaction of sediments, that is the process that transforms sea sediments into rocks. The process
is driven by both mechanical stresses, like the weight of the upper layers pressing the lower layers,
and by chemical reactions, like quartz precipitation. The set of equations for the model thus includes
force and energy balance, the Darcy equation for the expulsion of water from sediments, a number
of constitutive laws that model physical quantities like porosity, permeability, thermal conductivity
etc., and the chemical reactions occurring in the sedimentary basin. Most of the scalar parameters
of these equations are unknown and modeled as uniform random variables (in our tests we have
considered N = 7 random parameters). The goal of the global sensitivity analysis is to determine
what phenomena (mechanical and/or chemical) affects the most the transformation process. The
main quantity of interest will be therefore the porosity of the strata of the basin, that is the free
space among rock grains.

Given the complexity of the model for the deterministic problem at hand, a Galerkin approach
for the computation of the gPCE expansion would result in a system of equation whose matrix is
extremely difficult to assemble. We prefer therefore a collocation approach on a sparse grid. The
resulting polynomial approximation will be then converted onto the Legendre orthonormal basis
(gPCE expansion), exploiting the equivalence Theorem stated in Chapter 2. This approach to
compute a gPCE expansion is quite new and only few similar works are available in literature; we
mention e.g. [22]. It is more robust than simply using a sparse grid quadrature to compute the
gPCE coefficients. Indeed it can be easily shown that, with the proposed approach, the error on
the approximation of all the gPCE coefficients is controlled by the sparse grid approximation error,
whereas the direct computation of the gPCE coeflicients with the same sparse grid quadrature may
lead to inaccurate estimates of the high-order terms.

The rest of this Chapter is organized as follows. In Section 6.2 we detail the Sobol’indices
computation through the conversion of a sparse grid into a gPCE expansion. In Section 6.3 we
briefly summarize the deterministic problem of interest. Results of the sensitivity analysis performed
are detailed in Section 6.4.

6.2 Sparse grids-driven uncertainty quantification analysis

Consider a generic deterministic problem depending on a set of N independent random parameters,
v = (y1,v2,- - - ,yN)T. Let each parameter y; take value in I';, and denote with p; its probability
density function. Thus y takes values in I' =I'; x I'y... x I'y, and the joint probability function
is simply the product of each marginal probability density function, pr(y) = Hfi 1 Pr; (Yi)-

Any scalar quantity of interest related to the deterministic problem can then be seen as a
random function, @ = Q(y). As mentioned in the Introduction, we are intersted in performing
an uncertainty quantification analysis for Q, and in particular we aim at obtaining a complete
description of how the total variance of the quantity of interest can be attributed to each random
variable y; and to each mixed effect y;, i, ... vi, (global sensitivity analyisis).

6.2.a Sobol’ indices

We now introduce the Sobol’ indices to perform a global sensitivity analysis. Such indices are
interesting since they can be computed from the gPCE expansion of Q(y) and do not assume any
linearity in the model considered (see e.g. [92]).

Following [60, 96, 99], we first introduce the Hoeffding/Sobol’ decomposition of a generic func-
tion f depending on N independent random variables. Let {i,i2,...,is} C{1,..., N} be a set of
indices; we denote with y_;, i, . i} the set of all random variables but y;,, i,, - . - i,, and similarly
we let I is) be the cartesian product of all the domains but I';,,I';,, ... I';, and pr

~{i1,52,... ~o{iq 09, is}
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the product of all the probability density functions but p;,, pi,, ... pi.- The Hoeffding/Sobol’ de-
composition is then defined as

f0+Zfz Yi +ZZfz] yzyyj ~-+f1,2,...,N(y17y2,--«7yN)7 (6.1)

=1 j>1

fo= /F f¥)pr(y)dy,
Jlirin,is} :/ FOP sy iy DAY iy — D fs-

Coiqig,..ris} Sc{{i1,i2,..,is}}
For example

fi(yi) / fy)or.;(y)dy~i — fo,

fii(Wisy5) / f)or.,;(y)dy~ij — fi(yi) — fi(y;) — fo

T,
Note that fj is the mean of f, and we have the following lemma, whose proof is immediate.

Lemma 6.1. Given an index i* € {i1,12,...,is}, it holds

/F* f{i1,ig,...,i5}dyi* =0. (6.2)
Thanks to Lemma 6.1, it is then possible to prove the following Lemma, that states the orthogonality
of all terms in (6.1), see [96].

Lemma 6.2. The terms in (6.1) are mutually orthogonal, i.e.

{iv,dg, ... is} # {d1, 2, e} = /Ff{il,ig,...,is}f{jl,j2,‘..,jr}pF(Y)dy =0. (6.3)

Next, we define the Sobol” index Sg;, 4, 4,1 corresponding to the mixed effect y;, yi, - .. yi, as

1
Sliris) = W /{Zl ,{{“’ 723}(%1 . y%)pp{l1 ''''' Zs}(y)dyil - Yi, (6.4)

with ;) =T x...x T, and PTiiy o io) (y) the corresponding probability measure. Using the
Sobol indices we can then compute a variance decomposition equivalent to the classical ANOVA
one, as stated in the next Lemma.

Lemma 6.3. It holds

N N N
1 :ZSZ—FZZSW +"'+81727---7N' (65)
i=1 i=1 j>i
Proof. Integrate the square of (6.1) and exploit the orthogonality property (6.3). O

From this lemma we see that the term Sy; ;, . ;) represents the percentual contribution of the
mixed effect y;, i, ... ¥i, to the total variance of f. One can also introduce the total index SI
describing the total variability due to the i-th random parameter, as the sum over all mixed effects

including y;,
= Sfivia,ichs (6.6)
S;
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where the summation is taken over the set S; of all multi-indices {i1, 72, ...,i5} of any length such
that at least one component is .

The Sobol” indices can be easily computed, without performing any numerical quadrature to
approximate the coefficients fy; ;, ;.3 in (6.1), starting from the generalized Polinomial Chaos
expansion of f. To this end, consider the family of pr(y)dy-orthogonal polynomials L£;(y), where
p is a multiindex in NV and as usual Ly(y) = HnN:1 Lyp,(Yn); Lnp,(yn) being the family of
pr,, (Yn)dyp-orthogonal monodimensional polynomials (see Chapters 2, 3). Note that whenever p is
such that p, = 0, Lp(y) is actually independent of ys,, since it holds Lo(y,) = 1. As a consequence,
we can reorder the classical gPCE expansion

F) =Y apLlp(y), Oép=/rf(3')ﬁp(y)pr(3')dy, (6.7)

peNN

to make it equivalent to (6.1),

N N N
F@) =0+ > aplpy)+> > > aplpy)+-.., (6.8)

i=1 peP; i=1 j>i peP; j
where P; contains all the multiindices such that only the i-th component is different from 0,
P, ={p € NV . pi # 0,pr = 0 for k # ¢}. Similarly P{il,i2,...,i5} ={p € NV . D{ir iy} #*
0, Profinia,.is} = 0}
Exploiting (6.8) and the orthonormality of L, (y), we have the following equivalence between
gPCE coefficients and Sobol’ indices:

o2
Slirsin,..is} = Z Varp[f]’ Var [f] = Z ol (6.9)

PEPiy ig,... is} peENN

6.2.b Sparse grids computation of gPCE

Equation (6.9) provides a fast way to compute Sobol’ indices once the gPCE expansion (6.8) for
f(y) has been determined. However, computing the coefficients ap by Galerkin projection as done
in Chapters 2 and 3 may not be feasible if the deterministic problem has a very complex structure
and is non-linear (as in the case considered in this Chapter, see next Sections).

To circumvent this problem, a sparse grid approach may be used. A first solution simply entails
the computation of approximated gPCE coefficients (6.7) using a sparse grid. A second option,
which we follow here, is to compute a sparse grid approximation of the state variables in a given
polynomial space P (see Section 2.3.b), and then to re-express such polynomial approximation
in terms of orthogonal polynomials, thus obtaining an approximation of the truncation in P of
the gPCE expansion. Once obtained such gPCE, the Sobol’” indices are computed according to
equations (6.9). With this latter procedure, the error on every gPCE coefficient in P is controlled
by the sparse grid approximation error, as shown in the following lemma, while the former technique
yields approximation of the gPCE coefficients which get worse as |p| increases (see e.g. the numerical
results shown at the end of this section). A similar approach can be found in [22] where however
the analysis is confined to standard Smolyak sparse grids and there is no explicit reference to the
properties of the underlying polynomial space.

Lemma 6.4. Let ap be a coefficient of the gPCE expansion (6.7) of f truncated to P, and let o,
its approximation obtained by converting the sparse grid approximation of f onto the orthonormal
basis. Then

lap —ap| < [|f - fSG”Lg(F) :
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Proof.

o — | = ‘/Ff(y)ﬁppr(y)dy —/FfSG(Y)ﬁpPF(Y)dY‘ =
<|f- fSGHLg(r) HﬁpHLg(r) =5 - fSGHLg(F)

/F (f(y) — fsa(y)) Lopr(y)dy

where we have exploited the properties of the scalar product over L%(F) and the fact that £ are
pr-orthonormal. (I

We refer to Chapters 2, 3 for the sparse grid construction. Yet, to perform the conversion from
sparse grid approximation to gPCE , we need to introduce some additional notation. For a given
(Z”)—{ynl,yn2,...,ynml)}CF be a set of

m(iy) interpolation points, and let .i”é”k (yn) be the set of Lagrangian polynomials over such set of

interpolation level i, in the n-th direction, let H,

points, k = 1,...,m(i,), so that the corresponding monodimensional interpolant operator is
U g (yn) = 9 )L (un), g €CO(Tn).
k=1

Taking Cartesian products of the sets Hn (Z"), ; = 1,..., N, we can build a tensor grid, H; =

®n L Hn' m(in) , that has M; = Hn 1 m(zn) points. Each point of the tensor grid can be addressed by
a multi- 1ndex ke NV yl = (y1 k17y2 hyr ,y}{}’kN) 1 <k, < mf(iy), and the corresponding tensor

Lagrange polynomial can be computed as Zi(y) = H L™ (yn), where the superscript i refers

n kn
to the tensor grid the Lagrange polynomial is built on. The tensor grid interpolant for f is then

defined as
N
frai(y) = QU™ fl(y) = > fyi)Z(y) (6.10)
n=1

yien;
Recalling the definitions of detail operator and hierarchical surplus operator (see Chapters 2,3),

N

A f] = UL — D[], Al = Q) AR (1], (6.11)

n=1

we can put in evidence the sparse grid approximation on a given set Z as a linear combination of
tensor Lagrange polynomials

N
fsa =Y A=Y a@uU™fy) =D a >, fG4A), (6.12)

ez il n=1 €T yien,

see Chapters 2, 3 for details on the possible choices of the set of hierarchical surpluses Z, and
equation (3.27) for the value of ¢;.

In particular, in Chapter 2 we have shown how to choose the set of indices Z so that the resulting
sparse grid approximation belongs to a given polynomial space P (see Section 2.3.b for a precise
statement of this fact and a table of equivalences). Once a suitable space P has been chosen, it will
be enough to re-express the sum of lagrangian polynomials in the sparse grid representation (6.12)
as a sum of the p(y)dy-orthogonal polynomials spanning P to obtain a gPCE representation (6.8) of
the solution, and hence to compute the Sobol’ indices, avoiding any explicit numerical quadrature.

Consider now the i-th tensor grid, H;. The corresponding Lagrangian interpolant frq ;(y) (6.10)
is a sum of multidimensional Lagrange polynomials over m(i;) x m(iz) X ... x m(iy) points, and
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therefore their polynomial degree is (m(i1) — 1) x (m(i2) —1) x ... x (m(ixy) — 1). Thus, such sum
can be recast as a linear combination of all the Legendre polynomials whose maximum degree along
direction n does not exceed m(iy) — 1, that is

fTG,i(Y) = Z BP‘CP(Y)’ Ci = {p € NN iPn < m(ln) —1,n= 1a .. aN}
peC;

The coefficients B of the linear expansion can be easily computed enforcing S, to satisfy the
following set of equations

> Bololy;) = frai(ys), ¥y € Hi. (6.13)
PEC;
which amounts at solving the linear system QB = f, defined (with an abuse of notation) as
Q5p = Lp(y;), B = [b1,052,...], f = [f(y1), f(y2),...]. Converting the sparse grid into a gPCE

expansion therefore entails solving as many linear systems Q3 = f as the number of tensor grids
with non-zero coefficient ¢; in the sparse grid, and then collecting coefficients 3, for the same
p coming from different tensor grids. Note that the properties of ¢ depend on the choice of
the interpolation points ’H;n(i”) used in each direction. In particular, if the interpolation points
are Gaussian, it holds that Q"W Q = I, where W denotes the diagonal matrix containing the
quadrature weights, and I is the identity matrix. Hence, @ = W1/2Q is orthogonal and therefore
B = QYW f. Indeed, it holds

B _ Q_lf _ Q_1W_1/2W1/2f _ (W1/2Q)Twl/2f _ QTW,f

In general, the condition number of @ depends on H,' (in), However, the entries Lp(y;) can be
precomputed, and the matrices () can be assembled and possibly factorized once and for all. Finally,
we mention that in the case of Clenshaw—Curtis abscissae the computation of 38 given the nodal
values Lp(y;j) can be performed efficiently using FFT techniques.

Figure 6.1 shows the results of the computation of the gPCE coefficients by converting a sparse
grid approximation into a gPCE expansion, and by using the same sparse grid as a quadrature
rule to approximate the integrals in (6.7). We compare the results obtained with two different
sparse grids, both built using Gauss—Legendre quadrature points, namely 7'D(6) and SM(4) sparse
grids. The reference values for the gPCE coeflicients are computed with a very refined sparse grid
quadrature rule. The results show that the computation of gPCE coefficients through the conversion
approach is much more robust than the quadrature one, especially in the case of the SM grid. See
[22] for additional numerical results.

6.3 The deterministic problem

In this Chapter we perform a global sensitivity analysis on a model describing the evolution over
time of some relevant characteristics of a sedimentary basin, namely the porosity, the temperature
and the pressure, whose knowledge is very relevant for the oil reservoir engineering practice.

In a nutshell, sedimentary basins form when sediments are deposited over long periods of time.
Rocks form gradually as a result of the compaction of such sediments, which is caused both by
mechanical stresses (the weight of the above layers of sediments), and chemical reactions, which
are driven by temperature. One has also to take into account the explusion of the fluid from the
sediments, which can be described as a Darcy flow driven by the pressure in the basin. The result
of this combined action is a reduction of the porosity of the sediment, that is the free space among
rock grains, which of course plays a crucial part in the determination of the rock permeability (the
other factor being the disposition of the free space).
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Figure 6.1: Comparison of the computation of the gPCE coefficients of a function via the modal
conversion of a sparse grid approximation or sparse grid quadrature. Plots show the
two grids used, the gPCE coefficients that can be reconstructed in both cases, and the
numerical results for two different functions. The sparse grids are built using Gauss—
Legendre quadrature points, and the gPCE coefficients are plotted in lexicographic
order.
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Among others, quartz precipitation in sandstones and smectite—illite transformation in shales
are regarded as the predominant geochemical compaction processes ([12, 14, 67, 91]). In this work
we will however focus on the study of quartz cementation in sandstones sediments only. Quartz
cementation can be described as a sequence of three phases: dissolution of quartz grains, diffusion of
the dissolved products and precipitation, where the last one is usually regarded as the rate limiting
one, see e.g. [79]. Many conceptual models of quartz cementation at basin scale are available in
literature; here we consider the model described in [105, 106], which proposes a simple empirical
exponential law for quartz precipitation rate, and a minimal temperature (critical temperature)
for the reaction to take place. This consitutive law has to be coupled with the Darcy law for the
fluid explulsion, the temperature equation and the equation for the mechanical compaction of the
sediments.

Most of the parameters of such model (physical properties of the liquid phase and solid porous
medium, chemical parameters, geological information about the system) are affected by significant
amounts of uncertainty, which is mainly related to the extreme difficulty to provide direct measure-
ments of the quantities of interest at the space and time scales characterizing a basin compaction
process.

6.3.a Mathematical formulation and discretization

We refer to the full paper [34] for a complete discussion on the details of the matemathical model
and its discretization, which is beyonds the goals of this thesis. Here we only mention that we
consider a monodimensional model along the vertical direction z (i.e. the depth of the basin). The
complete model results in a coupled system of 7 equations, namely 3 conservation equations:

1. the mass conservation in divergence form;
2. the energy conservation, that is an elliptic equation for the temperature;

3. the force balance (algebraic balance);
and 4 constitutive equations, describing:

1. the permeability K as a function of the porosity ¢, that can be tuned with two parameters
k1, ka;
2. the fluid explusion flux as a function of the permeability (the well-known Darcy’s law);
3. the thermal conductivity of the water/rock system;
4. the rate of change of the porosity, taking into account the mechanical and chemical processes,
dp dén  dog

dt ~ dt  dt >0

where ¢ps is the rate of change for the porosity ascribable to mechanical compaction, that
depends on a parameter 3, and ¢¢ is the rate of change of the porosity ascribable to the
quartz precipitation chemical reaction, that is driven by two additional parameters a, b.

See table 6.1 for the full set of equations. As for the numerical discretization, we mention that the
equations are solved in a Lagrangian framework, so that the grid moves along the z-axis and deforms
following the thickness and position of the strata as time evolves, see figure 6.2. Therefore no solid
mass is transferred among cells and there are no advection terms. New elements are added on the
top as deposition occurs. The Darcy law and the fluid conservation equations are solved together
with a mixed finite element method using Py — RTy finite elements, see [13], and the same type of
discretization can be applied to a suitable reformulation of the temperature equation. Finally, we
point out that at each time step the complete system is solved with an iterative fixed point method.
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6.4 Sensitivity analysis

6.4.a Identifying the random parameters

We consider 7 parameters among all those appearing in the model formulation as uncertain, that
is the parameter S of the mechanical compaction equation, the two parameters ¢ and b driving
the quartz cementation rate kinetics, the activation temperature of the geochemical process T,
the depth of the sea over the basin hge,, and the two parameters ki, ko appearing in the relation
betweeen porosity and permeability.

Since we don’t have any a-priori knowledge on their probability distribution, we will assume
each y; to be uniformely distributed in a given uncertainty range I'; = [l;, u;] and we denote with T

conservation equations

0 0
gf Ly [qba,olul] =0 water mass conservation law
z
(1 —¢)ps Ol —9)psus] solid mass conservation law
ot + Oz = gtz Qqrt> is the quartz production rate

oT or o oT energy conservation law
Ci—+Co——— | Kr— | =
Yor T az( "o ) T o 1= dper+ (1 - ¢)pscs
o Cy = dpicru; + (1 — ¢)pscsus
e g7 represents internal heat sources

z
o= _/ [¢Pl + (1 _ ¢)ps] gdz + 80 — 1 fOrce.balance . '
e ¢ is the gravity acceleration

e g is the weight of the sea water column
e ( is resulting effective stress on the solid matrix

Ztop

constitutive equations

K = 10M¢=k2=15  porosity /permeability law

b(u —u)——E opr Darcy law
! Vo \ 0z g e /1y is the water viscosity

thermal conductivity of the water/rock system

Ep(T) = M), As(T) = Ao/(1+ coT)

d d d
ib — ﬂ — @, ¢ >0 porosity rate of change

dt  dt dt

d d

o M g0~ b5) exp(~Fo)
dog _ Mg o b7
el o Ap (¢act> al0

Table 6.1: Full set of equations for the geochemical compaction model. Here u denotes a velocity
field, p a pressure field, and p a density. A subscript [ denotes that such quantity refers
to the water phase, while a subscript s to the solid phase.
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Figure 6.2: the computational grid moves according to the sedimental layers.

the hypercube I' =T'; x I's... X I'yy, so that every realization y € I'. We will furthermore assume
that all y; are statistically independent; as a consequence, the joint probability density function of
y over I is the product of uniform probability density functions in each direction,

N

N
or(y) = [[om ) = [[—— (6.14)
=1 1

All the other parameters introduced in the model are here considered fixed. Our choice is indeed
arbitrary, as other involved parameters are manifestly affected by uncertainty; however, our aim
here is to show the capability of our technique by including only the main parameters that affect the
compaction process and their possible influence on pressure and temperature distribution. The tools
provided may then be used to tackle a more detailed analysis, including a wider set of uncertain
parameters.

Table 6.2 shows the uncertainty range associated to each uncertain parameter, and the literature
source where each range has been assessed. The value of the sea depth hse, (see Figure 6.2) is taken
assuming a variation of about £10% with respect to a reference value (500 m).

6.4.b Numerical results

We now analyze the results of the computation of the Sobol’ indices, which have been obtained as
explained in Section 6.2.

Figure 6.3(a) shows the distribution of porosity along the vertical axis at the final time-step,
and two curves located at one standard deviation above and below the mean. As expected, it cleary
appears that the deeper strata are characterized by a larger uncertainty. Note that the curve is not
significative in the deepest strata (z < —4000), where the porosity approaches zero.

Figure 6.3(b) shows the global Sobol’indices (6.6) for each of the uncertain parameters along
the vertical direction, where three regions can be distinguished. In the upper zone the porosity is
only influenced by the boundary datum hse, and by the mechanical part of the compaction process.
Around a burial depth z = —2000m the quartz precipitation starts, so the rate of porosity reduction
with burial depth increases, and the contribution of the chemical compactation is significative up
to z = —4000. Note that the activation temperature only plays a role in the earliest strata of
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Parameter l; U; Bibliographic ref.

B[Pa~!] 5x 1078 7 x 1078 59]

afmol m=2 57! 05x 10718 3.5x 107 [105]

b [C7Y] 0.020 0.024 [105]

T. [C] 70 90 [59]
hsealm] 450 550 -

ki [-] 14.07 14.22 [109]

ko [-] 1.35 2.38 [109]

Table 6.2: list of uncertain parameters. FEach one is modeled as a uniform random variable ranging
between [; and u;.

this second part, that is —2000 < z < —1800. In the deepest layers of the basin (z < —4000) all
the pore space is filled with quartz due to geochemical compaction and the porosity approaches
zero. In this region the Sobol indices are not significant due to the negligible values assumed by the
porosity itself and exhibit an oscillatory behavior. This feature of the solution is induced by the fact
that we consider here a homogeneous material where quartz precipitation is possible everywhere
and we neglect possible grain coating effects. The computational model proposed here thus seems
to be quite effective in reproducing the experimental observations. The results also suggest that
in principle it would be possible to save some computational time by switching off the equations
describing the chemical compaction in the upper layers of the computational domain, and moreover
indicate that only a subset of the selected parameters has a significant influence of the system.

Figure 6.3(c)-6.3(d) shows the vertical distribution of mean temperature and the related in-
dices. As expected, the temperature increases with the depth, and again the hg., parameter, the
mechanical and geochemical compaction processes influence the state variable, the former being the
only important effect in the most superficial layers (z > —2000). Results also suggest that all the
variability of the temperature is induced by different thermal diffusivity associated with the solid
and the liquid phases, hence it is intrinsically linked with the porosity field.

The vertical distribution of pressure and the Sobol indices are shown in Figure 6.3(e)-6.3(f).
The pressure distribution appears to be basically linear with depth. All uncertainty in fluid pressure
distribution is associated with the hg., parameter and no feedback of the geochemical compaction
is observed. This is likely due to the homogeneous material assumption.
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Figure 6.3: Mean values for porosity, temperature and pressure at final time (left column), with
dotted lines one standard deviation above and below, and corresponding Sobol’indices

(right column).



Conclusions and perspectives

In this thesis we have investigated the theoretical aspects of the polynomial approximation of the
solution u of a PDE with stochastic parameters. To this end, one has to consider a parametrization
of the underlying probability space with N random variables. As a consequence, the PDE is
rewritten as a parametric problem depending on N parameters and it is possible to compute a
polynomial surrogate model for u.

We have considered two different means of obtaining such surrogate model: a projection one (the
Stochastic Galerkin Method), and a collocation one (the Stochastic Collocation Method), which we
have compared in detail in Chapter 2. The most relevant feature of our work in this sense is the
equivalence theorem that allows us to set the Stochastic Galerkin and Collocation methods in the
same polynomial space, which is actually a crucial aspect if one wants to obtain a fair comparison
between the two techniques.

We have also proposed some new algorithms in the context of the Galerkin and Collocation
techniques that allow in some situations to improve significantly the error decay, see Chapters 3-4
and 5. It is important to remark that in particular the “Optimal Sets” techniques (Chapters 3
and 4) are capable of working formally with a countable infinite number of parameters, as the less
influent ones will be automatically discarded in an adaptive way.

The analysis of such methods is far from being complete. The analysis of a-priori error estimates
for the “Optimal sets” approach should be tackled, both for the Galerkin and the Collocation
approaches. Moreover, it will be interesting to improve the estimate of the error contribution of
the hierarchical surpluses, that we have addressed in this thesis only with a numerical /heuristical
approach. A future work to analyze is also to extend the work on the optimal sparse grids to the
case of non-nested interpolation points. A convergence analysis should also be addressed for the
PGD method presented in Chapter 5.

Yet the results obtained in practical applications (Chapters 4, 6) are encouraging, although
the cases considered here are still simplified. It will be interesting to extend the results on the
groundwater flows to situations where the covariance of the log-permeability is modeled as as
exponential covariance rather than gaussian, and the correlation length is smaller. In such situations
we expect that the solution may feature low regularity with respect to the random parameters (due
to the low regularity of the exponential covariance function), and thus ad-hoc enhancements of
the sparse grid methods should be devised. This would lead the way for interesting engineering
applications, like the assessment of the catchement area of a well and the pollutant remediation.
Note that in realistic applications the number of random variables to be considered in the model
could be higher than the cases considered in this work, which represents a challenge also from an
algorithmic and computational point of view.

Finally, we remark that in this thesis we have mostly considered elliptic problems. More general
situations have been addressed in Chapters 5 and 6, and it would be of interest to extend to such
situations the optimal sets procedure developed in Chapter 3. To the same end the sparse-grid-based
sensitivity analysis techniques developed in Chapter 6 should also be further analyzed.
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Appendix A

Addendum on the convergence of
optimal sets technique

February 5, 2012

In this addendum we provide some convergence results for the optimal sets technique, both in the
Stochastic Collocation and Galerkin case. For Stochastic Collocation we provide a characterization
of the error for the “optimal” sparse grid in terms of weighted P summability of the profits. This
result extends to the case of sparse grids the known result on non-linear approximation (see e.g.
[20, 21] and references therein). For Stochastic Galerkin, we analyze the convergence in the specific
case of the “inclusions” test described in Chapter 2 and reinterpret the numerical results there
obtained in view of the estimates shown here.

We will work in the same setting as Chapters 2-3. Thus, we consider a set of N independent
random variables y;, uniformly distributed over I'; = [—1, 1], with joint probability density p(y) =
1/2N, and we denote the stochastic domain as I' = I'y x I'g,..., xI'y. Next, we denote as u €
H}(D)® L%(F) the weak solution of

where the diffusion coefficient a is such that there exist two constants @.in, Gmaez Such that
0 < amin < a(X,y) < Amaz < 00

for almost every x € D and y € I'. As in the previous Chapters, we will exploit the fact that u

can be understood either as a function in the tensor space H{(D) ® Lf,(F) or as a H{(D)-valued
square-integrable function of y € I', i.e. u € L%(I‘; H&(D)), and use the best notation depending on
the situation. Finally, we recall that u can be expanded in a Legendre series, that reads

u(x,y) = Y up(x)Lp(y), (A.2)

peNN

where Ly, are the N-variate Legendre polynomials, L,(y) = ngl Ly, (yn), and Ly, (yn) are the
monovariate orthonormal Legendre polynomials in y,. We also need to introduce the standard
L>(T")-normalized Legendre polynomials .Z}, for which the following properties hold:

o« Z5(1) =1

o L LWLt = 535 +1/2)7

[ ] Lj(t) = \/2j —|- 1.,%(15)
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A.1 Convergence of the quasi-optimal sets Galerkin method

As discussed in Chapter 3, the optimal M dimensional polynomial space for the Stochastic Galerkin
method is the one spanning the Legendre polynomials corresponding to the M largest coefficients
in the Legendre expansion (A.2). This choice indeed minimizes the projection error

lu— " uply ”V®L2 = > upllf- (A.3)
PESM PESM

A possible strategy to assess the convergence of the resulting generalized Polynomial Chaos
Expansion of u is to order the Legendre coefficients ||up||? in decreasing order according to a suitable
a-priori estimate and study the summability properties of the sequence thus obtained. This idea
has been investigated e.g. in [20, 21] for the case when the diffusion coefficient can be written as
a(x,y) = > 72, yibi(x), with y; uniform random variables over [—1,1] and {||b;||  }ien € ¢ for some
p <1

1.1.a Direct estimates for a special case of interest

In this Section we will follow a different approach, and restrict our focus to the case in which u
obeys the following Assumption:

Assumption 1. The complex continuation of u, u* : CN — HY(D) is a H}(D)-valued holomorphic
function in the polydisc

Es = ®En,5n7 ETL,Sn = {Zn eC: |Zn‘ < Sn}

with sup,e g [|v*(2)]| g3 (D) < Bu-

We will see that this class of functions includes e.g. the solution of the inclusions test investigated
in Chapter 2. We start by proving a result on the decay of the coefficients of the Legendre expansion
(A.2) for u satisfying Assumption 1. To this end, we first need the following simple Lemma.

Lemma 2. The polyellipse Eg = ®,]:[:1 En, s, with

—1
Gn T Cn +2Q" cos ¢, Jm(z) =

Ens, = {zn €C:Re(z) =

and on, = Sp + +/S2 — 1 is included in the polydisc Eg.

—1
Proof. The value of g, is obtained enforcing z,, = S, to belong to &, g, , i.e. % = S,,. In this
way the semi-major axis of F, g, and &, g, coincide. The inclusion £ C Eg holds since one can
easily verify that the length of the semi-minor axis of each &, g, is smaller that S,. U

We are now in position to prove the following estimate on the Legendre coefficients.

Proposition 3. If u fulfills Assumption 1, the coefficients of the Legendre expansion (A.2) decay
as

N
N
H“pHH&(D) < Cprege™ 2n=1 9nPn H vV 2pn +1, (A.4)
n=1

-1)
n
Here L(E, s,) denotes the length of the ellipse £, 5, in Lemma 2, o, is as in Lemma 2, and B,
is as in Assumption 1.

with gn, = log(on) and Crey = By H En.sn)
Q
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Proof. The proof follows closely the argument in [25, Section 12.4]. From Assmuption 1 and Lemma
2 we have that u is analytic in the region inside £g, and hence we can exploit the Cauchy’s formula
to rewrite the p-th Legendre coefficient as

Up = /F u(x,y)Lp(y)p(y)dy = / Lp(y)p(y) 55 1L, zii((}:f)— yn)dZdy

pn yn
= dypdz.
f x Z H / 27” Zn yn) i

Next, let
L (Yn)
Zn) = —=dy, .
Dra(2n) /n o) "
From [25, Lemma 12.4.6] it follows that for all z, € &, g,,,
1/0n )P
@ ()] < w2
On — 1

Then it holds

N
P | SR A AC

”UpHH&(D) < sup ”U*HH(%
Es

< sup Ju
Es

\/2n+ 1/0n
(D) H t {1@—)1 fgﬂs dzn

< sup |[u*|| ;1 \ S/ ,—pnlog(en)

Finally observe that, since u satisfies Assumption 1 and £g C Ejg,

sup [|[u”{| g3 py < sup [|u*]| g1 (py < Bu-
Es Eg

O

Remark 4. The square root factor in (A.4) is of course negligible compared to the exponential
decreasing term e~ 2n97Pn We can therefore assume that the simplified expression

N
lupllga (py < T] Crege 97 (A.5)
n=1
s also an accurate estimate for the Legendre coefficients of u satisfying Assumption 1, at the price
of substituting g, with g, < gn and, possibly, Creq with Creqg > Creq. In particular, it holds
V2p+ 1< Cle, g)e9P for every e > 0, with C(e,g) — +0o0 as € — 0.

From Chapter 3, we know that if the Legendre coefficients of u decay as in equation (A.5), the
family of (anisotropic) TD sets, TD(w) = {p € NV : Zﬁle gnpn < w}, is a sharp estimate of
the optimal polynomial space for the Galerkin method, that we denote as Prpy) (T") (see Section
3.3.a for details). In the following uw = > erp(y) UpLp € H{§(D) ® Prpy)(T') will denote the T'D
Galerkin approximation of u.

Following closely the argument in [71], we can prove the convergence estimate for the 7'D approx-
imation of u. Such argument is for isotropic problems only, so we introduce a further assumption
on u.
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Assumption 5. Assumption 1 holds with S, = S, forn=1,...,N.

As a consequence, the parameters o, describing the polyellipse in Lemma 2 are all equal, as well
as the coefficients g,, driving the decay of the Legendre coefficients in Proposition 3/Remark 4, and
thus the optimal polynomial space is indeed the isotropic T'D, TD(w) = {p € NV : Zﬁle pn < w}.

The first step to prove the convergence of the T'D approximation is to state the following
theorem, which gives the optimality of the Galerkin approximation.

Theorem 6. It holds

_ < ; _
I = elzgrmgon = Cont s )88 iy 1~ PEmasion

where Copt 15 a constant depending on Gmin, Gmaz-

Proof. The proof is an immediate rewriting of [71, Theorem 1]. O

Note that indeed such Theorem does not require Assumption 5. Next, we shall need the following
Lemma (see [6] for a proof), which conversely relies on Assumption 5.

Lemma 7. Suppose u satisfies Assumptions 1 - 5, and let M, ., be the Maclaurin polynomial of u

on the complexr domain,
N
Muyw(z) = E ap H 2P,
pETD(w) n=1

Then, for0 < R < S,

Bu  _u

sup |lu*(z) — Mu,w(Z)HH&(D) < S/Tu—le ,

zceER
with By as in Assumption 1 and g = log %.

The convengence rate for the isotropic T'D approximation can then be estimated combining
Theorem 6 and Lemma 7.

Theorem 8. Suppose that u satisfies Assumptions 1 and 5, with I' C Eg for some S > 1.Then it
holds

B, _
e = wollz sy (o)) < Comg— " (A.6)
with By as in Lemma 7, g = log S, and Cyp as in Theorem 6.

Proof. We use Lemma 7 with R = 1 (note that the intersection of E; with the real axis is I'). Then
we have

_ < i _
e “w”Lﬁ(F?HﬁD))—COptveH5<D>§n£TD<w><r>Hu Wi

< Copt [[u = Muwall gz oy

u _gw

< Copt ||u - Mw,u ‘LW(Hé(D);F) < C’op g_ 16

O

Theorem 8 states an exponential convergence of the error with respect to the degree of the
polynomial approximation. In practice however one is more concerned with the convergence of u,,
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Figure A.1: w(M) for different values of N.

with respect to the number of degrees of freedom, i.e. to the number M of polynomials in 7'D(w).
Hence, we are lead to the problem of finding a bound for the function w = w(M). Note that the
inverse of such function, M = M (w), is known analytically, M = (N;w). The function w(M) can
thus be easily computed numerically: it is of course increasing in M and decreasing in N, i.e. the
level w needed to have M terms in the set is lower for higher N, see Figure A.1. In general, using
the quite crude inequality M < ew(1+10g N) which has been shown in [71, eq. 25|, one can obtain a

bound for e=9%, though not sharp, as e 9% < Af—9/(1+logN),

1.1.b The inclusions problem

We now consider again the inclusions problem examined in Chapter 2. We recall that for such
problem the diffusion coefficient in (A.1) is given by

N
a(x, Y) =1+ Z Xn(x)ym (A'7)
n=1

where x,,(x) are the indicator functions of the disjoint circular subdomains D,, C D = [0,1]? as
in Figure A.2(a), and y, are independent random variables uniformely distributed in [ymin, Ymaz]-
We will first prove that the T'D sets are quasi-optimal sets for such problem (i.e. we can apply
Propostion 3). Then, since the problem is trivially isotropic and hence satisfies Assumption 5,
we will apply Theorem 8 and show that the numerical results obtained for such problem are in
agreement with the predicted convergence rate.

We shall begin by reparametrizing the diffusion coefficient in terms of new random variables
distributed over [—1, 1], so that we can apply the discussion of the previous Section. For the sake
of notation, we will still denote the new variables as y;, i.e. y; ~ U(—1,1). The new diffusion
coefficient will be therefore

Yn +1
2

N
a(x7 Y) =1+ Z Xn(x) (ymam - ymm) + Ymin- (A8)
n=1

We can now prove the following lemma on the analyticity region of u, that we denote by X.
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Figure A.2: Inclusions problem.

Lemma 9. The solution u to (A.1) corresponding to a diffusion coefficient (A.8) is analytic in the

TeGLON
N

Q) Tn, Tn={zn € C: Re(z) > T}, (A.9)

n=1

by

2+ Ymax + Ymin

Ymin — Ymax

with T =

Proof. It has been pointed out in Chapters 2, 3 that the solution of an elliptic problem as (A.1)
is analytic in each direction y,. In particular, having fixed the values of all the random vari-
ables but the n-th, let us write a)(x,zn) = a(X, Y1,Y2, - - -, Yn—1s Zn, Yn+1, - - - » yn) and u(x, z,) =
WKy Y1, Y2y -+« s Yn—1y Zns Yntly - - -, YN)- Such w, can be extended in X, = {2z, € C: Re(z,) > T}
where T is computed as the value such that

E'XGD : an(x,T) :a(x7y17y27"‘ 7yn—17T7yn+17'”7yN) =0.

This amounts to
T+1

1+ T(ymax - ymzn) + Ymin = 0,

whose solution is T' = (2 4+ Ymaz + Ymin )/ (Ymin — Ymaz)- Note that since the subdomains D,, do not
overlap, a,(x,7) = 0 in D,, only, i.e. T" does not depend on the value of any of the other random
variable y;. Thus, the analyticity region of u is the tensor product of the analyticity regions >,. [

In particular, it is straigthforward to build a polydisc Eg and a polyellipse Eg inside %, (see
Figure A.2(b)). Thus, the discussion of the previous Section can be applied to the inclusion problem,
and we have the following final result:
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Figure A.3: Comparison between estimate (A.6) and the numerical results from Chapter 2. The
rate g = 1.5 has been numerically assessed.

Theorem 10. The Legendre coefficients of the solution of the inclusions problem decay as
up < 0(6)67(176)92521%7 VOo<e<l,

with g = log(T + VT2 —1), and T = |T|. Hence, the polynomial space Prp,)(T) is the quasi-
optimal space for the Galerkin method, and it holds

B, -
l[u— Uw”Lg(r;Hg(D)) < CoptTi_ule 7, (A.10)
with By, as in Assumption 1 and g =logT.

Proof. The analyticity region (A.9) for u includes the polydisc E7, hence u satisfies Assumption
1 and we can apply Proposition 3/Remark 4 to estimate the decay of the coefficients up. The
optimality of Py p(,) (') then derives from the discussion in Section 3.3.a, and we can apply Theorem
8 with S = T to estimate its convergence rate. O

We now reconsider the numerical results obtained in Chapter 2 in view of the Theorem just
proved. Figure A.3(a) shows the convergence with respect to w of the L%(F ) error for the T'D
approximation of 1 (u), with 11 : H}(D) — R linear functional of u (see Section 2.4.a for details
on the definition of 1), and shows an optimal correspondence between the numerical results and the
theoretical estimate (A.10) in Theorem 10. Note however that the rate g observed experimentally
is g ~ 1.5, which is much higher than the theoretically predicted, which amounts to g = log 7T =~
0.025. Thus the estimate we provide captures the right behaviour of the error convergence (i.e.
exponential), but is very conservative. Yet, it can still provide the ansatz for a tuned estimate,
which is what we advertise.

Figure A.3(b) shows instead the convergence with respect to M for different polynomial approx-
imations, namely T'D, HC and SM (see Section 2.3). As already observed in Chapter 2, the T'D
approximation is the most efficient approximation scheme for the problem of interest, and now can
be also understood as the optimal approximation.
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A.2 A convergence estimate for the quasi-optimal sparse grids for
Stochastic Collocation

In this section we derive an a-priori estimate for the optimal set sparse grid. To this end, we start
by briefly recalling the notation needed. We consider a sequence of index sets Z(w) € Nf with the
following properties:

e 7(0) = {(1,1,..., 1)},
o Z(w) C Z(w+1),
eVicZ, i-e;jeTZforl<j<N,i;>1 (admissibility condition, see e.g. Section 3.4).

The sparse grid approximation of u € H (D) ® L%(I‘) is defined as

N
Uy = Sy U] = Z ® AT ) ATO[y] = 1O 0] — Um0 [, (A.11)
i€eZ(w) n=1

where m(0) = 0, m(1) = 1, m(i) < m(i + 1), and yrin) L%n(Fn) — C%T,,) is an interpolant
operator over m(iy) points along the n-th direction of the stochastic domain. Let us also denote
with Wz, m the total work of the sparse grid (A.11), i.e. the total number of interpolation points
used by (A.11).

As shown in Chapter 3, the optimal grids are built using nested points. We will focus here to
the choice of Clenshaw—Curtis interpolation points and their corresponding counting function m
defined as

0ife=0
m(i) =< 1ifi=1 (A.12)
21 41, if i > 1,

see Chapter 3 for details. Following [72], it is useful to introduce the function (i) = m(i) — m(i — 1),
ie.

lifi=1
r(i)=<2ifi=2 (A.13)
2i=2 4f j > 2.

Next, for each multiindex i € Z(w) we introduce the operator A™H = @ A™(n) (hierarchical
surplus), and we associate to each of these operators an error contribution, a work contribution and
a profit as follows:

b= [|sm _gm _ | am®
o 85G) = |Sgonll - 870, o = [A7OW] (A.14)
o AW(i) = Wistiym — Wam, (A.15)
p) = 2E0 (A.16)

o P(i) = W(i)’
where J is any set of indices such that i ¢ J and {J Ui} is admissible (see Section 3.4.a for
details).

The first step for the construction of the optimal sparse grid is to order the profits in decreasing
order. For sake of notation we will still denote this sequence as {P;}jen, , with

Pj> Pj1. (A.17)
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Note that this sequence may not be unique: in this case, any criterion to select a specific sequence
satisfying (A.17) can be used.

It is useful to introduce a function that assigns to the j-th profit the corresponding multiindex
and its inverse. With a slight abuse of notation, we will denote the former as i(j), and the latter
as j(i), i.e. Byj) > Pi(j41)- We will also need to construct a sequence of error contributions and of
work contributions, using the same order as the sequence of profits. We thus obtain the sequences
{AE;}jen, and {AW;} en,: note that these sequences will not be ordered in general.

The optimal sparse grid is then built over the family of sets that collect the w most profitable
indices,
Z(w) ={i(1),i(2),...,i(w)}. (A.18)
We now make the following restrictive assumption:
Assumption 11. Fach of the sets in the sequence Z(w) is admissible.
Before stating the Proposition we need to introduce some additional auxiliary sequences:

Definition 12.

o {M;}jen, is the sequence of the sum of the first j work contributions, i.e.

J
My =0, M; = AW, (A.19)
k=1
In this way the work of the optimal sparse grid (A.18) corresponding to the first w indices

18
WI(w),m = My (AQO)
o {AE}ken, = AEy, AEy, AE ..., Ay, AEy AE;... (A.21)
AW;rtimes AWs times

1.e. AEMj71+5:AEj, SZl,...,AWj.

AFE, AE, AE; AEy AEy AE,
AW AW AW T AW AW AWy T
AW times AWs times

° {ﬁk}kel\u = (A.22)

ie. Pap 45 =Py, s=1,...,AW;.

We will also need the following lemma:

Lemma 13. Given a positive decreasing q-summable sequence {a;} en, , for every q¢ > 0 it holds

sup (kY/ax) < Jal

keNy
Proof. The thesis follows from the following chain of inequalities, that holds for all ¥ € Ny and for
all ¢ > 0,

q
ka; <

o
al <Y al = |alf,.
J Jj=1

-

We are now ready to state and proof the main result of this Section.
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Theorem 14. Consider the sparse grid (A.11) built using a family of nested interpolation points
over the set (A.18) containg the w most profitable multiindices, and suppose that Assumption 11
holds. Consider the sequence {Py}ren, of decreasing ordered profits and assume that it satisfies

1/7
Y PIAW; | <oo (A.23)
Jj>0

for some 0 < 7 < 1. Then the sparse grid error decays at least as

1/7
m T 1-1/7 T )
o~ St [“]vag(r) < Wi | o EAW (A.24)
7>0
Proof. For a generic sparse grid the following error decomposition holds:
Hu ~ S [u]H — [ 3 amipy <y HAm<i>uH — 3" AE;. (A25)
VLD izt i¢T(w) veLih) %

VeL(T)

Next we recast the previous sum of error contributions in terms of the auxiliary sequence Pj ,

> AE; = Z = > b (A.26)

j>w j>w s=1 k> M,

J AEM] 1+5

Observe that
1/7

1/7
(Z 15,;) =Y _Praw;

k>0 7>0

Thus, using Lemma 13 and the hypothesis (A.23) we get that Kt/ TJSk is a bounded quantity. Indeed,
there holds

1/7

1/
.= (Z P,;f) = ZP;AW]- < 0.
k>0 7>0
We can therefore write, combining (A.25) and (A.26),

Hu—sg(w)[ va <Y B=3 KRR

sup (klﬁﬁk) < Hﬁk
keNL

k> M,, k> M,,
1/7
< sup (KY7B) > kYT < | Y PTAW; >R
keN+ k> M, 7>0 k> My,

Finally, we bound

o0
Z LT </ YT e — LM1—1/T
= Ju, T—1" ’

k> My,

and the proof is concluded by exploiting the fact that My, = Wx(y) m, see eq. (A.20). O
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Figure A.4: Plots for the optimal sparse grid convergence.

Remark 15. We are indeed requiring that { Py }ren, belongs to a weighted {7 space, whose weights
are the work contributions of the hierarchical surpluses. The decay of the sparse grid error will be
faster if T is smaller: in particular, Theorem 14 guarantees convergence only if T < 1.

Remark 16. In the proof we have shown that (A.23) is indeed equivalent to the condition {ﬁk}kzel\u €

7. Note that {]Sk}keNJr 15 “piecewise constant” by construction, and hence it will not have in gen-
eral the same summability of the profit sequence { P }ren, : equivalently, one may think of the terms

of {ﬁk}keN+ as “decaying more slowly” than the terms of { Py }ren, -

We now verify the accuracy of the convergence estimate (A.24). As in Chapter 3, we consider
the model function f = m, with ¢; = co = 0.1. For such function, we first compute the
error and work contributions for the hierarchical surplus in TP(6) = {i € N%, max{i1,i2} < 6}
and hence the profits, according to equations (A.14), (A.15), (A.16). The L,%(F) norm needed to
compute the error contribution is approximated with a very accurate sparse grid, and we interrupt

the computation when the profits reach 10717,
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Next, we order the computed profits in decreasing order: note that the induced sequence Z(w)
satisfies the admissibility condition, see figure A.4(a). The resulting sequence {Pj}ren, seems to
converge exponentially, see in Figure A.4(b). Next, we build {ﬁk}keN .- We can then compute
numerically a crude estimate for 7 e.g. by estimating with a least square approach a value for 7

such that sup (kl/T]Sk> is bounded, i.e. ﬁk ~ kYT see Figure A.4(c). The estimated value for

is 7~ 0.10. Such 7 safisties condition (A.23). The quantity >, o P AW; is indeed bounded (its
numerical value is &~ 21), and thus 7 can be used to estimate the convergence rate according to
equation (A.24), which results in approximately 8.50.

Finally, we actually build the sequence of sparse grid using the sequence of sets Z(w) and
compare the resulting L%(F) error with the predicted convergence rate. Results are shown in Figure

A.4(d) and suggest that the theoretical rate is quite sharp.

1.2.a The inclusion case

In this section we consider again the inclusions problem, and we apply Theorem 14 to determine
the convergence rate of the quasi-optimal sparse grid for this problem, built taking multi-indices in
descending order according to the estimated profits. To this end, we need to detail the estimates
for the error and the work contribution for the problem at hand, verify Assumption 11 on the
admissibility of the optimal sets and assess the weighted ¢7 summability (A.23) of the profits. We
will consider a sparse grid built on Clenshaw—Curtis points, whose Lebesgue constant IL(7) satisfies

L(i) < %log(i b1 4L (A.27)

using the relation m(i) as in equation (A.12) (see e.g. [28, 29] for the Lebesgue constant of the
Clenshaw—Curtis points). We recall that the following estimate holds for the interpolant operator
U" defined in (A.11):

LA ooy S L@ 1f pooqr,y s f € COTn). (A.28)
As a first step, we need to derive explicit estimates for the work and error contribution. Analo-

gously to what was done in Section 3.4.a, the work contribution of each hierarchical surplus can be
computed as

N N
AW (i) = Wiguipm — Wam = [[ m(in) — m(in — 1) = [ r(in). (A.29)
n=1 n=1

As for the error estimate, we use the same estimate as in Section 3.4.a, see equation (3.33), which
can be proved rigorously for the case of the inclusions problem. We thus have the following Lemma:

Lemma 17. For the inclusions problem there holds

N
AE(i) < Ce™ Tzt Gamlin=1) TT L), (A.30)
n=1
Proof. We start by considering again the argument in Section 4.5.c:

13701 T el
peNN

_ H EN:N up AP [L,] HHO DeAT) H p>§(;_1) up AP [L,] HHO (DYeLAm)

> Nuplly o) [A" V1]

p>m(i-1)

AB(i) = HAm(i) 4]

HY(D)®L2 H§(D)®LA(T)

IN

L3(T)
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Next, using (A.28) and the defintion (A.11) of A™1 we bound the norm of the hierarchical surplus
applied to the Legendre polynomials as

o

N
_ Am(in) L
- H e
N . N .
< H 214?(1”)\/ 2pn, +1 ngnHLoo(rn) = H 2]14;”(1”) v 2pn + 1.
n=1 n=1

N
2T = 1:[1 HAm(i")[\/ 2 + 1.2,]

(T'n)

Recalling estimate (A.4) for the decay of the Legendre coeffcients of the inclusions problem, one
obtains

N N
AE(i) < Z HU’PHHl(D) H 2\/%]1421(271) < Z CLeg H e 9nPn (2pn 4 1)]1421(171)
n=1

p>m(i—1) p>m(i—1) n=1

N
< CLeg H Z 2(2pn + 1)€*gnannm(in)

n=1 anm(in—l)

N
< Creg [JLy0 |4 > e oPrp, 42 Y o

n=1 pn>m(in—1) pn2m(in—1)
N
< Gy [] LW e TrminD),
n=1

for some g, < g, and 6L€g > ClLeg (as in Remark 4). O

Thus, to estimate the ¢7 weighted summability (A.23) of the profits, we are led to investigate
the summability of the sum

e —gnm(in—1) in T ‘
> H [( (Zi[; Ul ))> r(zn)] : (A.31)

icNN n=1

for which we can prove the following proposition.
Lemma 18. The series (A.31) is finite for every T < 1.

Proof. We start by observing that since the general term of (A.31) is a product we can actually

write as
e~ Tnmlin L, (m(in)) | e nmlin DL, (m(i) |
ZH[( : (()) ] HZ( Z (())> 7(in),
{eNN n=1 r(in) n=1in=0 r{in)

so that indeed we only need to study the summability of

o0 e—ﬁnm(in—l) n(m in i )
Z( ,L( ( ))> 7(in). (A.32)

in=0 r(in)

First, we bound the Lebesgue constant. It is enough for our purposes to use the crude bound

Lo (m(i)) = %log(m(i) 1) 41< %m(i) +1< 2m() + 1 < 2(m(i) + 1),
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Next, observe that for ¢ > 2 it holds

2(m(i)+1) 202"t4+1+1) 20t42 2
T’(’L) 22—2 21—3 — 22—3 —

We can then bound the generic term of (A.32) for i > 2 as

—gm(i—1 N ;
(e o )Ln(m(l))> r(i) < 87e T (i) = 87e I T2,

(i)

We can now prove that (A.32) is finite. Indeed, using summation by parts one obtains

oo , 0o
Z 87'6—7'9(2“2—&-1)21'—2 < 8T Z e—’rgpp

i=2 p=1
8e ™ 1 > -
— —7g9(p—1) _ ,—7gp
-9 ew—lz(e ¢ )p
p=1
c
o 6_7—9
:C 6—79+Ze Tgp _C<€_Tg+1_e—7'g> < +o0.

Finally, we verify Assumption 11, i.e. that the sequence of multi-indices ordered by decreasing
profit is admissible.

Lemma 19. Let e; be the j-th canonical vector, j =1,...,N. Then, the sequence Z(w) of multi-
indices ordered by decreasing profits defined in (A.18), with AW (i) as in (A.29) and AE(i) as in
(A.30) is such that

P(i+ej) <P(i), VieN), Vj=1,...,N,

i.e. Z(w) is admissible, provided that for g; in (A.30) it holds

1 2log6 +1
g; > =1 T—— | = 0.06 j=1,...,NV. A.33
g]_QOg(ilOg4+1> ) fOT] ) ) ( )

Proof. From the definition of profits (A.16), the admissibility condition P(i+e;) < P(i) is equivalent

to
AE(i+ ej) < AW (i+ ej)

AE(i) —  AW(i)
Given the expression for AW, AFE in (A.29) and (A.30), this is actually equivalent to

e~ ImGL(m(i; 4 1))
TG IL(m(i;)

m(i; +1) —m(i;)
m(ij) —m(i; — 1)

< (A.34)

We now insert the expression of (A.12) in the right hand side. This results in

2ij . 21']-—1 21"7-—1
(i =3) = 9i;—1 _9i;—2  9i;-2 2
— :m(ij+1)—m(ij): i :m(3)—m(2)_5—3
() mii) —mG—1) V¥ =Y oo Tma) " 3-1
. m@)-m() 3-1
(=1 = D =m0 1-0 >
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so that (A.34) is equivalent to

i;—1) L(m(i; +1))
L(m(i;))

We now verify (A.35) for the three different cases i; =1,i; = 2,4; > 3.

e—a(m(i;)=m( < m(j). (A.35)

Case i; = 1. Recalling equation (A.27) for the Lebesgue constant and equation (A.12) for m(7)
there holds
L(m(ij +1)) _L(m(2)) _L(3) _ 2log(4)+1 _

L(m(i;))  L(m(1)) L(1) Zlog(2)+1

Next, observe that e~9(m(4)=m(i;=1) < 1. Therefore (A.35) holds.

1.31.

Case i; = 2. Similarly to the previous case, it holds

Lm(i; +1)) _ Lm(3) _L(5) _2log(®)+1 _ .
Lm(i;))  L(m(2)  LG)  Zlog@)+1

Equation (A.35) is therefore equivalent to
2

6_25”;107 <1
™

hence condition (A.33).

Case 1; > 3. There holds

L(m(i; +1)) 2log(m(ij + 1)+ 1)+ 1 Clog(m(ij+1)+1)+5  log(2¥ +2)+ 73
L(m(i;)) 2 Jog(m(ij) + 1) + 1 log(m(ij) + 1)+ log(2i 1 +2)+ %
_ log(2%i+1 (i +1)log(2) + §

vy
~ log(24i—1) + T (i —1)log(2) + %

Lim(+1) oy o g
) j = 9

Being this function decreasing in i;, it is easy to show that - <
L(m(ij))

O

Remark 20. g in (A.33) is related to the size of the analytic continuation region of the solution
u of the inclusion problem (see Lemma 2 and Prop. 3). This is in turn related to the support of
the random wvariables y; defining the diffusion coefficients inside the inclusions, see Prop. 9 and
Theorem 10.

Remark 21. A closer look at the proof of Lemma 19 reveals that the only case where condition
(A.33) plays a role is for i; = 2. This means that the non-admissibility of the set cannot take place
outside the hypercube {i € NJI 11j > 3,5 = ...,N}. Therefore, in the asymptotic limit the sets of
the most profitable indices are always admissible, ¥ g > 0.

Collecting results in Lemma 17, Lemma 18 and Lemma 19, we are now in position to apply
Theorem 14 and state the final result on the convergence of the optimal sparse grid method for the
inclusion problem.
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Theorem 22. For a sufficiently large level w, the quasi-optimal sparse grid for the inclusion problem
converges with rate 1 — 1/7 for any 7 < 1. Under condition (A.33), the result holds ¥ w > 0.

Remark 23. The Theorem just stated implies that the convergence of the optimal sparse grid in
the case of the inclusions problem is more than algebraic. This is consistent with the numerical
results obtained in Section 2.4, where a more than algebraic convergence is observed already for the
non optimized standard SM grid with Clenshaw—Curtis abscissae (see e.g. figure 2.3, orange line).
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