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Reduced Basis method for finite volume simulations of parabolic PDEs
applied to porous media flows

Jana TARHINT* Sébastien BOYAVAL' Guillaume ENCHERY* Quang-Huy TRAN*

June 11, 2024

Abstract

Numerical simulations are a highly valuable tool to evaluate the impact of the uncertainties of various model
parameters, and to optimize e.g. injection-production scenarios in the context of underground storage (of CO2
typically). Finite volume approximations of Darcy’s parabolic model for flows in porous media are typically run
many times, for many values of parameters like permeability and porosity, at costly computational efforts.

We study the relevance of reduced basis methods as a way to lower the overall simulation cost of finite volume
approximations to Darcy’s parabolic model for flows in porous media for different values of the parameters such
as permeability. In the context of underground gas storage (of COs typically) in saline aquifers, our aim is
to evaluate quickly, for many parameter values, the flux along some interior boundaries near the well injection
area—regarded as a quantity of interest—. To this end, we construct reduced bases by a standard POD-Greedy
algorithm. Our POD-Greedy algorithm uses a new goal-oriented error estimator designed from a discrete space-
time energy norm independent of the parameter. We provide some numerical experiments that validate the
efficiency of the proposed estimator.
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1 Introduction

In the context of geological storage of gases such as CO2, computational models of single phase Darcy flow are
useful to optimize the efficiency of injection, and to quantify uncertainties with a view to assessing the enduring
stability of the storage site. As concerns COs, it is usually injected in underground storage sites such as depleted
oil and gas reservoirs or saline aquifers in sedimentary basins. In this work, we are mainly interested in the case of
saline aquifers.

In saline aquifers, the numerical simulation of single phase Darcy flows is very meaningful, in particular in a large
domain at basin scale where it is computationally costly. Indeed, brine is moved by the gas (CO3) injected outside
the storage area. In risk assessment studies, one needs to evaluate the pressure field in the surrounding aquifer
(typically along faults far from the storage domain) many times, for many values of the uncertain parameters .
Quantifying the impact of the uncertainties of model parameters, on the time evolution of the flux at underground
boundaries of the storage area, is also desired to optimize the injection process. For both purposes and given values
of the model parameters, the flow simulator computes the solution of a large linear system many times. This multi-
query setting induces costly computational efforts especially for large domains. To lower the overall simulation cost
of computations at many parameter values, we consider a Reduced Basis (RB) approach.

Many other methods have been proposed to reduce the time calculations in basin modeling and reservoir simu-
lation. For instance, in case of LGR methods, the grid is locally refined only in a region of interest depending on the
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local solution properties, whereas in other areas, where the solution is relatively smooth or uniform, grid cells can
be larger, leading to a smaller computational cost. Likewise, the Adaptive Mesh Refinement (AMR) method [4,29]
divides the computational domain into a hierarchy of grids and each grid is refined or coarsened by considering an
error estimate as the simulation progresses.

In this work, our approach consists rather in considering a reduced basis (RB) approach to replace many calls
to a parametrized High-Fidelity (HF) simulator at many parameter values, by calls to a less expensive Low-Fidelity
(LF) surrogate model with a certification of the error.

A RB procedure relies on an existing computational model, a parametrized HF simulator which can provide one
with numerical approximations of the model solutions at fixed parameter values. When the HF model consists in
large linear systems (one at each time step in a nonstationary flow simulation e.g.), a LF (reduced) computational
model is usually constructed by Galerkin projection of the HF model onto a linear subspace.

In the context of porous media flows, the choice of the appropriate numerical scheme to discretize the governing
equations in space is crucial to obtain a consistent approximation of the fluxes. Finite-difference [5,26], finite-
volume [15] or finite-element [11, 14] methods have been classically used in industrial contexts such as reservoir
engineering. In particular the finite-volume two-point flux approximation is a reference method in this field because
of its simplicity and its stability properties (the discrete operator turns out to be an M-matrix). However, once the
grids are not A-orthogonal !, this scheme is no more consistent. Over the past years, new discretization methods
have been proposed to satisfy this property: multi-point flux approximations [1], mimetic finite-differences [6],
virtual elements [3], hybrid [16] or vertex-centred finite-volumes [17] to quote just a few of them. We also mention
non-linear schemes [23,24,27] that were designed in order to obtain monotone approximations and properties such
as the positivity of the solutions or the maximum principle on these grids. In this work, we consider the average
multi-point flux approximation (MPFA-FV) method which was for instance studied in [27]. That approximation
does not preserve the positivity of the solutions or the maximum principle, but it is consistent on grids that are not
A-orthogonal.

In the present work, given a parametrized HF model that discretizes Darcy’s parabolic model by a MPFA-FV
method resulting in a time-series of (large) linear systems, see Section 2, we then standardly construct a parametrized
LF model by projecting (the pressure field solution to) Darcy flows at each time step, whatever the parameter value,
onto one (single) linear subspace by Galerkin method.

To that aim, we adopt a standard two-stage procedure [18,21]. First, in a costly offline stage, we identify a
linear approximation space spanned by (snapshots of) simulations at relevant parameter values. During this stage,
HF simulations with many degrees of freedom N (several thousands of cells) are run at least N times, N being
the dimension of the linear approximation space. During the offline stage, a LF reduced computational model is
also numerically constructed. Next, in an online stage, the values of solutions and the quantities of interests at
yet-unexplored parameter values are evaluated numerically using the LF (reduced) computational model, if possible
with a computational complexity independent from N

The offline selection of a good linear subspace for Galerkin projection is crucial to the quality of the LF model,
i.e. to control the approximation error of the LF model with respect to the HF model at every parameter values.
Regarding the applications of the RB method to parametrized HF simulator that are based on (finite-volume
discretizations of) parabolic PDEs, a standard selection technique is the POD-Greedy method based on a reliable
a posteriori error estimation, see e.g. [21].

In the present work, we propose new a posteriori error estimators. Like e.g. [21], our a posteriori error estimators
evaluate the approximation by a LF model of a HF model discretizing parabolic PDEs by the finite volume method (a
MPFA-FV discretization in our application case to single phase Darcy flows). However, by contrast with standard
RB literature, we use a discrete space-time energy norm of L2([0,7T]; H(2))-type that is independent from the
parameter. We also provide goal-oriented estimators for a linear QOI, like in [18,20] (where a parametrized HF
model based on finite element approximations is reduced using another algorithm than POD-Greedy to construct
the LF model).

To assess the accuracy of our error estimate, and the performance of our new certified RB approach (i.e. the
dimension of the reduced LF model in a multi-query scenario for monophasic Darcy flows parametrized by the
permeability), we also perform numerical simulations.

Our HF model based on MPFA-FV discretization is non-affine in the permeability parameter: we use the
Empirical Interpolation Method (EIM) [10,25] for the construction of a LF model independent from A. Moreover,

LA grid is A-orthogonal if the product of the permeability tensor A with the face normal is orthogonal to the line joining the cell
and face centers.



to construct a lower bound of the coercivity constant (required by a rigorous error estimation) we use the Successive
Constraint Method (SCM) [12,22]. Tt is noteworthy that, for accurate a posteriori error estimation taking care of
machine precision, we numerically compute quadratic-in-the-parameter forms (in the dual norm of the residual) as
in [7], using a specific orthonormal basis to represent the residual, while a traditional offline/online decomposition [8]
leads to numerical precision issues.

Our numerical results show that the proposed a posteriori error estimation guarantees a reliable evaluation of
a single-phase Darcy flow model and accurately quantify the solution error. We also proved that the goal-oriented
estimation for a given linear QOI offers for a small dimension of the reduced model a very good precision for the
output error.

This paper is outlined as follows. In Section 2, we present a discretization of single-phase flow (SPF) equations in
porous media based on the multi-point flux approximation that defines our HF numerical model. Section 3 discusses
the concept of a goal-oriented method applied to the SPF problem. We derive the a posteriori error estimation
for the primal and dual problems as well as for the output model. We also present the POD-Greedy algorithm to
construct the reduced basis. In Section 3.5, we additionally elaborate on the computation of the residual dual norm
in order to avoid the impact of round-off errors on the error bound. We then numerically study the behavior and
efficiency of the proposed estimate in Section 4. Finally, concluding remarks are given in Section 5.

2 A parametrized High-Fidelity model

In this section, we introduce the PDE modelling of single phase porous media flows, and its discretization by a
finite volume method which defines our parametrized HF simulator in the sequel.

2.1 A Darcy model of single phase porous media flows

We consider the flow of a slightly compressible fluid saturating a porous rock within a connected and bounded
polygonal domain Q of R? and a time 7' > 0. The boundary 9Q = I'p U 'y of 2 is partitioned into a part where
Dirichlet boundary conditions are applied, and a part where homogeneous Neumann boundary conditions are used.

The balance of the water volume combined with Darcy’s law and with initial and boundary data leads to

pciop — V- (A(Vp+ pgVz)) = q, in (0,7) x 9, (2.1a)
A(Vp+pgVz) -n=0, on (0,T) x I'y, (2.1b)

D =P, on (0,7) x I'p, (2.1¢)

p(x,t = 0) = p°(x), in Q, (2.1d)

where p denotes the fluid pressure, A = &/u the mobility tensor, ® the rock permeability tensor, p the fluid viscosity,
¢ the rock porosity, ¢; the total compressibility, p the fluid density, g the gravity constant and ¢(p) a well source
term to be precised later (in Section 2.2 after discretization). We designate by n the unit normal vector outside the
domain.

A typical multi-query setting (with parameter variations to be addressed by the RB method), occurs when the
permeability tensor % is uncertain. We here assume that the domain is made up of two areas, corresponding to two
rock types (a reservoir one and a cap rock) each with constant isotropic permeabilities %1 or Ko (see e.g. Fig. 2.1)

so that
A 0 O
A=1]10 A O
0 0 A

where A(z) = Z?Zl “+1()(z) and 1; denotes the indicator function of the region i.
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Figure 2.1: Typical domain configuration.

Throughout this work, we consider the storage area (S) with boundaries

Tine = {y1} x [0, 21] U {y2} x [0, 21] U [y1,92] x {21},

where we seek to predict the time evolution of the flux s defined by

5= —/ A(Vp+ pgVz)-ndS (2.2)
r

int

over ['jys for many values of k1 and ko.

2.2 Finite volume discretization

The single-phase flow equations are first discretized in time using the implicit Euler method, next in space using
a finite volume method. Choosing a constant time step

T
At=—, NeN*,

N7
we consider at each time iteration n € {0,...,N — 1} an approximation p"*! ~ p(t"*1) at t"*! = (n + 1) At
solution to
pn+1 _ pn
ger——Fr; — V- (A(VpP" T + pgV2)) = ¢" T, (2.3a)
A(Vp"™ 4+ pgVz) -n =0, (2.3b)

p" ! =pp. (2.3c)
The space discretization is performed using an admissible mesh of €2, defined by a triplet D = (T, &, P) where :

e 7T is a finite set of non empty compact convex polygonal sub-domains of € (the set of cells), called control

volumes such that Q = U K. For all K € T, we denote by mg > 0 its measure and set 0K def K\ K.
KeT

o & is a family of subsets of Q (the set of faces) such that for any K € T, there exists a subset &k of & where
OK = |J o. For any (K,L) € T? with K # L, either the (d — 1) Lebesgue measure of K N L is 0 or

c€EK
KNL =75 for some 0 € & with 0 = K|L (an interior face). We denote by m, the (d — 1)-dimensional
measure of o. The sets of inner and boundary faces are denoted by iy and Eexy respectively.

o P ={xk}Krer is a collection of points within  indexed by T (called the cell centers, not required to be the
barycenters) s.t. xx € K and K is star-shaped with respect to xx.

For each cell K € T and face 0 € £k, ni, denotes the unit vector normal to o and pointing outward to K.

Additionally, for any cell K € T and any function ® belonging to L!(K), we define (®)x def my' [ ®dz.

Given an admissible mesh, numerically computable approximations p} ~ (p")k are defined after space dis-
cretization by a finite volume method. We first integrate (2.3a) over a cell K to obtain

n+l _ . n
/ Qﬁct% dz —/ V- (A(VP™ + pgV2)) da :/ "t da. (2.4)
K t K K



Applying Green’s formula, we can transform the first two integrals and recast (2.4) as

n+1 _ n
myg Qe {p >KA )i AV 4 pgV2) -ng dy = / " da. (2.5)
t oK K

By decomposing the boundary 0K into faces, we get

KAt_ (p >K _ Z /A(Vpn+1 +pgvz) N, dS:/ qn+1 da,
o€fk g K

("t

mg cdK

which leads one to consider the following numerical scheme

my orc(pitt — pk) + At Z F}}J;l = Atmg gt (2.6)
c€EK

with numerical fluxes F}?;l N — fU A(Vp™tl +pgV2) nk , dS and numerical source terms q?‘l that allow for the

numerical computation of (p}’('H) KeT given () keT-
The Peaceman model [13] is used here for the well source term ¢jr"' = my' [, ¢"*! dz. We suppose that the
well is vertical and the perforations are oriented in the z-direction. The well model is then given by

Q}L(H = WIk(pon —p}?rl — pg(zon — 2K)), (2.7)

where pp, is the bottom hole pressure and WIg is the Peaceman well index? in a perforated cell K.

The flux - fg A(Vp"t 4+ pgVz)-ng , dS is numerically approximated using the average multi-point flux scheme
studied in [27]. For each interior edge o € &y, with 7, = {K, L} the approximated flux F}ét,l is defined as a convex
combination of two linear fluxes F}é*;l and F}j‘gl such that

Ffré—,i_al = MK;UFI?;I - ML70F£;17 with MK, 2 Oa HL,o Z O, MK, + HL,oc = 1. (28)

A numerical flux formula as given by (2.8) is clearly conservative, i.e,
Frlit+Frit=o. (2.9)

To build the linear fluxes f:'}ét,l in (2.8), we approximate the pressure gradient Vp in the direction of the conormal
vector (A)kng . after expressing the conormal as a linear combination of the vectors (X, — X ){oesk .}

<A>K1’1K’J ~ Z aK,aa’(Xa’ — XK). (210)

0'ESK .,

The decomposition (2.10) is achieved numerically by means of an optimization procedure which aims at reducing

the sum of the coefficients ak .+ and the size of the stencil Sk » def {0/ € Ex ak 5o # 0} within Ex [28]. In
(2.10), x, is not the face center but an harmonic averaging interpolation point

dK’UdL,U o o
Tk —T7)

Xo = WK,oYK T WLoyL + (2.11)

dL,O'TK,O' + dK,UTL,a

2We adopt here a usual definition of the well index [13]

_ 2mh3V A1)
T In(re/rw) + sq

A O 0
A=[0 X 0
0 0 A3

h3 is the perforation height, 7, is the well radius, sg is the skin factor i.e. a dimensionless number modeling the formation damage
caused by drilling, and r. is the Peaceman radius defined as

0.14[(A2 /A1) /2h2 + (A1 /A2)/2R2]1/2
T 0B/ A) YA ()]

when

e

where h1 and hg are the grid sizes in  and y directions.



where

dL,JTK.U dK,JTL,a (2 12)
WK,oc = ; y WL = ) .
B dL,O'TK,U + dK,O'TL7(T b dL,O'TK,O' + dK,UTL,U
Tko =NKo(A)kNK o, Tro=10p,(A)rng,, (2.13)
T% = (Ax — Tk Jdd)nk ., 77 = (AL — TL.ld)nr ., (2.14)

dk s, dr - are the distances of the cell centers to o, yx, yr their projection on o defined by (see Figure 2.2)

YK =Xk +drg oK o, YL =X +dronps.

Figure 2.2: Harmonic averaging point.

The pressure trace at o € Ex is consistently reconstructed as

]Up = Z WM,oPM where Z WM, o = 1; WMo Z 07 (215)
Me{K,L} Me{K,L}

using the same weights wys » as in (2.12) (for more details see [2]). With the previous approximations, the linear
fluxes read

Ftt=me Y koo (0" +p92)k.0r — (05 + pgzi)], (2.16)
0'€SK .,
where we used the notation
I,u ifo=K|L,
(WK = . | (2.17)
Uy otherwise.

Finally, to define the numerical flux F}Z;l, the weights px » and p7, , can be chosen in different ways. In this

work, we set Ux o = i, = % if o = K|L and g, =1if 0 C 9. Let us remark that in (2.16), the average value
of the boundary condition (2.1c) is used on the face ¢’ if o/ C I'p. An additional unknown p,- is added if o/ C 'y
which can be computed by adding the homogeneous Neumann condition to the discrete system, namely:

Rl =0.
Our numerical output quantity of interest (QOI) s is then defined as
s"H= N Rt (2.18)
o=K|L
0Clint

Our HF model consists in the solutions of the IV discrete linear systems obtained after assembling equations
(2.6) forall K € T,ne{0,...,N —1}

(M + AtA)pi! = Mpli, + Atb, (2.19)
see also (3.1) below, where

o A€ RV*V g a matrix containing the terms ak 5o/, with A/ = N¢ + Ny, (N, is the total number of cells and
Ny, the number of boundaries where we have imposed Neumann boundary condition),



o M € RV*N g such that

e

0 0
where M. € RNeXNe is a diagonal matrix made of the quantities mg ¢xcy,

. pﬁj{l € RV is a vector composed of the values of the pressure p"*! in each element K € 7 and on the edges
o CT'yNIK,

+ b e RV contains the Dirichlet condition values as well as the source terms Q.
The QOT (2.18) can be rewritten in
st =1Tpt! + o, (2.20)

with I € RV, We want to reduce the computational cost associated with the multiple resolutions of equations (2.6)
and (2.20) that occur when changing the permeability values x; and k2 and assembling the corresponding values
of A, b and . We equip RV with the inner product (-,-)g+ and the corresponding norm || - g+, where G* is
a symmetric positive definite matrix in RVN*N that will be defined in the sequel. The Euclidean norm on RV is
denoted by | - |

3 Reduced Basis technique in time-dependent setting

We now develop a goal-oriented RB procedure for HF model (2.19) and the QOI (2.20).

In Section 3.1, we define a LF model based on Galerkin projection. Then, in Section 3.2, we explain how to
compute a Galerkin projection subspace by a POD-Greedy approach. The crux of our POD-Greedy approach is
the minimization of an a posteriori error estimator of the QOI that is described in Section 3.4.

3.1 Low-fidelity model

We consider the discrete space-time problem

TM + AtA 0 0 ... .. 0 Fpl b+ MpQ,]
. M
-M M+ AtA . . : P b
0 -M = At : , (3.1)
0 :
N-—1 .
: .. .. . 0 p% b
L0 . 0 —-M M+AtA| LPm b

in a multi-query setting where (3.1) has to be solved for many values of a parameter contained in A and b. In the
sequel, we generically denote ¢ that parameter — which is simply (k1, x2) € R? in our application.

Numerical reduction (i.e. reduction of the computational cost without loss of accuracy) can be achieved by
replacing (3.1), for many parameter values, by its Galerkin projection onto a linear subspace spanned by a reduced
basis Zp, € RV Ner N < V. The reduced solution pNer+1 at time n 4 1 is defined as

prr,n+1 — Zpr 571“1’17 (32)
where p" ™ is the solution to
(2T MZy + At Z], AZ)p" ! =2 MZ, 9" + At ZL b (3.3)

in the so-called online phase, once Z,, has been computed. To that aim, a reduced basis Z,, can first be computed
in a so-called offline phase, e.g. using a POD-Greedy method.



3.2 POD-Greedy method

The aim of a POD-Greedy algorithm is to iteratively construct matrices ZI])\? e RV*N1, ZIJ)Vf e RVxN2
of rank Ny < N < ... such that Span ZIIX‘ is a subspace of the vector space Span lejvrj
vectors of ZIJXJ' as soon as N; < N;. At the end of the algorithm, Zg‘;’r = Z,, is the so-called reduced basis useful
for Galerkin projection in (3.3), of dimension N, < N.

The final iteration is reached when some projection error is under a fixed tolerance €, > 0, for instance

)

spanned by the column

lle™ Il (€) < €l V€ €E,

where |[-[| ,, is a norm on the HF space RV (see proposition 3.1),

e"(€) = Ph(&) — P () (3.4)

is the "primal" reduction error at parameter value &, and Z := {&1,...,&,} is a training set of parameter values.
Between two iterations, a scalar ric € [0, 1] controls the increase N;1 — N;: one only adds to ZI])V; e RV*Ni the
largest N;+1 — N; POD modes of a "snapshot" matrix (collecting the time evolution of the projection error at a new
selected parameter &) (see Algorithm 1). This type of basis-increase between two iterations has been introduced
in [21] and has remained a standard since, when one iteratively constructs a reduced basis with a greedy-type
algorithm that iteratively selects parameter values &, ,&p,,... € 2 so as to increase ZI])V;' € RVxN: using the time
trajectory {p'vi' (&)} at iteration i.

The quality of the POD-Greedy selection (i.e. the accuracy reached by the approximation pNer™(¢) ~ Py (&)
forall n = 1,...,N and £ € E) strongly depends on the parameter &, selected at iteration i. To that aim, we
propose to choose &, as a maximizer of a new a posteriori estimator A{D\;(f ) of the reduction error

IpXe(©) =™ N (O], < Ap(E)

among all training parameter values ¢ € =.

Algorithm 1 POD-greedy algorithm using Aﬁi

Procedure Z,,, = POD-Greedy(Nuax, €01, Z, 7ic).
NPT =1, §Ner = €tol + 1.
Take & € Z, £ =1 and set =¢ = {&}.
Define Z,, = 0.
while §Ner > ¢, and Npr < Npax do.
Compute p}(&) for 1 <n < N.
Set Spr := [Pl (&) — Projz,, (Ph(&0))| - - - [PRi(&e) — Projz,, (PR(&e))]-
Compute [21]...|zsn,,] = POD(S,,,ric) using Algorithm 2.
Define ZE';’“MNP‘" := orthonormalize(ZNr U [21] ... |2sn,, |) using Algorithm 3.

pr
Compute 6Ner = max Af)\i.
£e=

11: Set €41 = arg I?GaEx Aé\i.

-
=

12: ==y {fg+1}.
13: Npr <= Npr + 0Npy.
14: £+ 0+1.

15: end while




Algorithm 2 POD with ric

Input: S,, € RV*N ric € (0,1)
Output: G*-orthonormal [z1]...|zsn,,]-

1: fori«+1,...,N do

2: V', 0; i largest vector and eigenvalue pair of C = S;G’*Spr
3: end for

4: ONpy 1

SNpr

>

5: while EtSpr- = n;l < ric do
> An
6: (SNPr +—1 —‘r-%:Npr

. _ 1
Nor = om0,
8: end while

Spr ‘/v(SNPr

Algorithm 3 Gram-Schmidt with re-iteration

Input: vectors v;, 1 € 1,...,Np,.
Output: orthonormal vectors v;.
1: for / =1,2 do

2 fori«1,...,N, do

3 for j«1,...,(i—1) do
4: V; < Uv; — <’U,L',’Uj>g* ;.
5: end for

6 end for

= v =vi/||ville-

8: end for

3.3 A posteriori estimation of the primal error

We define the residue of pNer"*1 as the following linear form

1
(r(pNer" ) v) = Az (M + AtA)pNermtt — MpNee™ — Ath, v) Vo € RV (3.5)

which we also denote r(pNer"+1) = #7*1 for the sake of simplicity. The residual dual norm is next defined as

n+1
”"'n—HHfl = sup <T 7'U>

3.6
20 el (3:6)

and we now propose to evaluate the primal reduction error e” a posteriori (with a computable estimator AIJ)\L)

using a new space-time energy norm |||\Hpr independent from the parameter &.

Proposition 3.1 (Energy a posteriori error estimate for the primal problem). Denote A = %(A + AT) + %(A —
AT) = Agym + Agiew the symmetric and skew-symmetric of matrices A. For any &, given lower bounds

v Agymv

aA.,.1B(§) < inf =aa,,,(§) (3.7)

verRVN  ||v]|%.

v (M + AtAgym)v

aG. LB f < inf =oqg f 3.8
w(€) < inf T © (39)
there holds v v ,
1/2
el = ( S (e Me™) + AtS <em,A;ymem>) < AN, (3.9)
m=1 m=1



where the upper bound is taken as

T + At N2
Al = < e ||2_1> : (3.10)

AGLB MAym LB 57

and where A} is the symmetric part of A* for a specific parameter £*.

sym

Proof. See Appendix A.1. O

Note that with Prop.3.1, the primal reduction error can be evaluated numerically using the same norm of
L2([0,T); H*(Q))-type for all values of the parameter &, as opposed to [21, Prop. 4.3] e.g.
A typical choice for the symmetric and positive definite matrix G* (in our numerical results of Section 4 e.g.) is

G" =M+ At AL,
which allows for the simplifications |HeN|HI2)r = 22:1 lle™||%. and

ac(§) = Atag,,,, (§) + am (3.11)

where apg := inf,cpa ﬁ:‘# can be computed once for all, independently of the parameter &.
o

3.4 A posteriori estimation of the QOI error

In our goal-oriented setting, one is mostly interested by the QOI (2.20) for many values of &
T, pRe) = s" (3.12)

Then, a reduced basis can in fact be constructed after modifying the POD-Greedy Algorithm 1 based on AIJX

into a POD-Greedy based on an a posteriori estimator AY of the QOI reduction error, see Algorithm 4.
To define an a posteriori estimator AY for a QOI linear in the primal problem, let us now introduce for all

n=1,...,N a dual problem which evolves backward in time
My, = -1, (3.13a)
(M + AtAT)R = Myt m=0,...,n—1. (3.13b)

Since M, AT and I do not depend on time, we only solve once the following problem:
MY, =1, (3.14a)
(M + AtATY®,, = MO n=0,...,N -1 (3.14b)
Then we appropriately shift the results by defining
Y, =TT m=0,...,n. (3.15)

Let us also introduce a reduced basis Zg4, for the dual problem, such that at time ¢ = n one computes an
approximation of the dual solution in (3.14) as

ghawn — 7, @ (3.16)
by a Galerkin projection, with ¥" solution to
(Z5 MZyy + At Z5, AT Z4,)9" = ZE M Z4, O (3.17)

We denote by e” = W%, — ®Naw" the dual reduction error at t = n and " the residue associated with the dual
M
problem

1
(" v) = 5 (M + At ATygNawm — ppgNawntl ) (3.18)

with a residual dual norm taken as

o",v
le"l-1 = sup ‘&Y.
S ol

(3.19)
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Proposition 3.2 (Energy a posteriori error estimate for the dual problem). Given the same data as in Prop. 3.1,
there holds for all &

N_1 N-1 1/2
el = < S (e Mem) 4 A Y (sm,A:ymsm>> <al, (3.200)
m=0 m=0

in the space-time energy norm ||-||,, independent of the parameter &, with

T4 At N-1 N 1/2
AN = ( 3 e ||2_1> . (3.20b)

AGLB OAym LB 57

Proof. See Appendix A.2. O

Proposition 3.3 (Output error evaluation). Given the same data as in Prop. 3.1, one can define two reduced
outputs:

n—1
gNewn <l,prr,n> + At Z <T,n’+1"I,Ndu,an+n’> (3.21)
n’=0
with approximation error bounded as
N 1/2
5N = NN < AL (S r2,) AN, =AY, (3.22)
n=1
or
ghem = (1, pNleo) (3.23)
with approximation error bounded as
N 1/2 N—1 \ B
sV — 3NN | < At (Z Hr"||2_1> AN+ ALY (et whaemy | = AL (3.24)
n=1 n=0
Proof. See Appendix A.3. O

The optimal selection between these two definitions, based on their accuracy and efficiency, will be elucidated in
Section 4. There, we present a comparative analysis of the numerical results obtained by POD-Greedy algorithms
with AN and AY, where the construction of Zgq, is simultaneous to that of Z sy, see e.g. Algorithm 4.

3.5 Computational aspects

Having addressed the offline computation of the reduced basis, we notice that for online computations, the
reduced systems (3.3) and (3.17), required to evaluate (3.22), (3.24), depend on N. An affine decomposition
strategy is a classical way to ensure the rapid assembly of the reduced system in the online stage. In the following,
we also discuss the practical computation of the residual dual norm and the coercivity constant.

Affine decomposition. To construct the reduced matrix ANer ¢ RNerxNor and reduced vector bNer e RNer
defined as ANvr = ZgrAZp]r and bV = Zgrb in equation (3.3), we still need to compute A and b depending on &.
This evaluation, which depends on N, is detrimental to the rapid online evaluation of the reduced basis solution
when varying the parameter values. To accelerate the construction, we rewrite A and b as

D. Dy,
A=) 05As, b= 04(&)ba. (3.25)
d=1 d=1

In (3.25), Ay € RV*VN 1 < d <D, and by € RV, 1 < d < Dy, do not depend on ¢ and they are computed
and stored once during the whole offline stage. Thus, for each new parameter £, we only have to compute the
two sets of scalars {#%(€)}5, and {05(€)}5">, and assemble AN** and bMe. This operation only depends on the
dimension N, of the reduced basis. Note that, in our case this affine decomposition does not exist. We therefore
use the Empirical Interpolation Method (EIM) [19,25] (see also Appendix C) to build such an approximation for
A and b. Taking into account the definition of the numerical flux given by (2.8), (2.15) and (2.17), we consider the

11



Algorithm 4 POD-Greedy Algorithm with AY

1: Procedure [Z,,;, Zq,] = POD-Greedy(Nmax, €tol, =, 7ic).

2: Npr =0, Ngu = 0.

30 0N = ¢ + 1.

4: Take & € =, £ =1 and set = = {&}.

5: Define Z,,, = 0 and Z4, = 0.

6: while 6N > €, and Npr < Npmax do.

7: Compute p}(&) for 1 <n < N.

8: Compute ¥}, (&) for 0 <n < N —1.

9: Set Sy = [Ply(&) — Projz  (Pu(&)) |- [PNi(&) — Projz,, (pN((&0)) |-
10:  Set Sau = [¥0 (&) — Projz,. (¥X(&) |- .. [ ¥ (&) — Projz, (TN (&))].
11: Compute Zg';“" =POD(S,,, ric).

12: Compute Egﬂd“ = POD(Sqy, ric).

13: Define Zs;”J”SNPr = 07“th0n07’maliZe(ZI'\)I;’r U {Z‘fﬁ'*"}) using Algorithm 3.
14: Define Z\aHoNaw .— orthonormalize(Zgg“ U {ngd“}) using Algorithm 3.
15: Compute 6'\'* = max A; AN

16: Set &pp1 = arg I?ea_x AN,

17: = =ty {§g+1}.

18: Npr <= Npr 4+ 6N,
19: Ngu ¢ Ngu + INgy.
20: +—C+1.

21: end while

vector ¥ = ((aK,M/)KeT’aegKyg/egKﬁ, (OéKya-o—/UJMwa-/)KeT_’]yjeTg,7a—€gK70—/€$Kﬁya-/€gint) and seek for a linearization of
it depending on the parameter £ € = through the operator Zyi,,,, such that

Mg

o(§) ~ Z od(g){)d 1= IMu [0(8)];
d=1
where 04(£) € R. If such an approximation exists, we can then replace the terms of each vector 24,1 < d < Mg in
the flux formula and obtain the matrices Ay and the vectors by, 1 < d < Mgy independently from the parameter
€. In terms of online cost, we need O((Da + 1)N2,) and O(DyNy,;) to assemble the left-hand side and right-hand
side respectively in (3.3). The reduced system is then solved with O(NN3 ).

Residual norm evaluation. Using the affine decomposition and the fact that ||r"*1]|2; = (r"t1)T(G*)~1pnt!
(which results from Cauchy-Schwartz inequality), we can now rewrite the dual norm of the residual as

Db Db a Db
I HH2 s =D 05605 (€) b (GF) b —2) Y 05605, (6) (B 25, AT (G) by
d=1d'=1 d=1d'=1
+ZZ& )05(&) B ZL AL (G) T Ay Zyp"
d=1d'=1
2
N Z% (" =) 2y M(G™) "ba + 12 D 056 (0" =BT 2, M(G) " AaZyp™ ™
d=1
+ iz @ =P 2, M(GY) T M Zy (p" - p"). (3.26)

Its evaluation is very sensitive to round-off errors as stressed in [9]. Hence, a naive implementation of (3.26)
may suffer from accuracy issues. These can be circumvented by following the method of [7]. We first introduce the
Riesz’s representative of the residual R such that

<R(r"+1),v>G* =" (v), VYweRV.

12



Using the affine decomposition (3.25), the Riesz representation of the primal residual is given by

D.
1 ~. = X\ — ~MN
R(r#) = 5 (G MZy (™ =5 + Y 05(6) (G AuZpp™ 29” e 327)
d=1

Setting Dy = Dy, + DaNp; + Ny, we define the coefficient vector 7"t € RDr ag

~n ]- ~Mn ~n a ~n a ~n g
r i = (At(p i - D )T, 91(5)(1) +1)T7 RS eDm(g)(p +1)Ta 701{(6); cte albDb(E)) )
and the vector 7 € RPr as

= ((G) " 'MZy, (G) A1 Zy,, ..., (G*) " Ap, Zp, (G*) 'by, ..., (G*) ‘b, )" .

The Riesz representative is then written as

rt Z 04 (3.28)
and the norm is given by
D, D,
IR 1) <Z s 375 ) - (3.29)
—1 d=1

The evaluation of (3.29) is divided into three steps:
1. We construct an orthonormal basis ¢ of 7 by applying a modified Gram-Schmidt algorithm with reorthogo-
nalization (see Algorithm 3).

D.
2. We evaluate each term 9y = 3 74,C;, with By, = (04,¢;) g
=1

3. We compute (3.29) using

IR = <§T”+1(anl Z),Zr”“(ind,ici))m
=, (i?ﬁ nfu)(z 0,) (60 e (3.30)

Steps 1 and 2 are performed in the offline stage, while steps 3 is completed during the online stage. We follow the
same strategy to define to residual dual norm of the dual problem.

Coercivity constant computation. The coercivity constant defined by (3.7) is the minimum of the generalized
Rayleigh quotient and we have that a4___ is the smallest eigenvalue of the following generalized eigenvalue problem

Agymv = AGv. (3.31)

To avoid the resolution of the generalized eigenvalue problem (3.31) which requires for instance O(N?) using a QR
algorithm, we consider the successive constraint method (SCM) [12,22] (see also Appendix B) which, using (3.25),
provides an upper bound a4, . uvB(£) € R and a lower bound a4, 1LB(§) € R for the coercivity constant such that

QA LB(E) < aa,, (§) < aa,,, us(§)-

The evaluation of these bounds do not depend on N. The coercivity constant a4, in the a posteriori estimation
formula is then replaced by its corresponding lower bounds. Noting that, once a4, LB(§) is computed, we can
replace it in (3.11) to obtain a lower bound for ag.

13



4 Numerical results

In this section, we numerically validate the theoretical results obtained for the reduction of problem (2.1). Our
main goals are to study both efficiency and computation cost of the proposed estimators.
The following parameters are considered:

p=15x10""Pas, ¢;=14x10""Pa~!, ¢=981m/s?, p=700kg/m?
pon = 4.13x 107 Pa, ¢ =0.2, ro = 0.1, 2o = 0 m.

We use pp = 10° Pa as Dirichlet boundary condition. The total duration of the simulation is 7' = 200 days and the
time step is At = 10 days. The initial pressure is defined by

Pk =pp — pg(2x — 2p),

where zp = 80 m.
We consider a three-dimensional domain

Q =[-2.686-10"% m, 1996 m] x [6.1-107° m, 1996 m] x [~1000.13 m, 2.686 - 10~ m]

(see Figure 4.2), where an anticline is located in the middle. In depth, a high permeability zone whose values k;
belong to [10713,10~!2] is surrounded by two impermeable over- and under- burdens where the permeability x5 is in
the range [10717,10715]. To represent this geometry, a Corner Point Grid (CPG) with hexahedra and non-planar
faces, is used. The number of cells A is equal to 15210. A well is located in the center of  and perforated along
27 cells whose centers lie within the bounding box [945.819,1049.83] x [946.32,1049.62] x [—-715.73, —537.624]. The
boundary I'y, is given by

Tine = {818.87} x [818.87,1125.95] x [—816.148, —490.622]
U {1125.95} x [818.87,1125.95] x [—816.148, —490.622]
U [818.87,1125.95] x {818.87} x [—816.148, —490.622]
U [818.87,1125.95] x {1125.95} x [—816.148, —490.622]

U [818.87, 1125.95] x [818.87,1125.95] x {—816.148}

U [818.87,1125.95] x [818.87,1125.95] x {—490.622}.

To apply the EIM, SCM and Greedy processes, a sample of parameter values Eqyaining = {£1,- - -, ¢ } is generated
by randomly choosing £ = {k1, k2 } from their ranges and by taking £ = 100. The distribution of the values is shown
in Figure 4.1. Sgraining is used in the offline stage and a new sampling set s is introduced in the online stage
to validate the previous processes and, in particular, control the quality of the EIM and SCM. =i is constructed
using unexplored parameters k1 and ko from the same range of values given above.

T T T ———
15

10715 . X E|

F . x x x 1

Fox . X x XX x* B

1010 - L 1 k2

10717 F “ o x ’ El
. . . .1
10—13 K1 10—12

Figure 4.1: Permeabilities’ distribution used for the offline stage
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(a) 3D domain (b) 2D slice

Figure 4.2: Spatial repartition of the permeabilities within €: the yellow zone includes cells having the high
permeability value k1 and the low permeability value ko is used in the blue zone.

4.1 Affine decomposition of the scheme coefficients

To construct the reduced model, we start by applying the EIM as discussed in Section 3.5. We plot in Figure
4.3 the evolution of the interpolation error defined as

e () - Tu©)e
Nmax = IO ROl (1)

with respect to the number of parameters M. The final number of selected parameters is Mg = 10.

10—1 .
.
0 1
L}
o 10771 b
2 N
=1
[e5) e
10-10 |- \\\.\ i
1078 Ne—a y
e *—o
10716 ¢ | | | | L

Figure 4.3: Evolution of the EIM interpolation error (4.1) with respect to the number of selected parameters M.

To evaluate the accuracy of the linearization with Mgy = 10, we compute the maximum relative error for new
values of £ € Z¢cst. On this sampling, we obtained

[ 16
A =4.25-10716.
i 1B o=

4.2 Bounds on the coercivity constants

We consider the successive constraint method to compute a lower bound for the coercivity constant aa_,,
defined in (3.7). We use the same training set Ziraining and the affine decomposition obtained with the EIM. For
this test, we have used M; = My = 5 and tol = le — 04 (see Appendix B). Since Mg = 10, we have to solve 10
eigenvalue problems to define B. The offline greedy algorithm 5 generates a parameter set =y of dimension M = 20.
Again to check the quality of the SCM result in the online stage, we compute lower and upper bounds for a4
for both samplings. More precisely, we compute the values of the ratio

sym

Y Aiym (f) - CYAsym,LB(@
QA UB(E) — aa,,, 1B(E)

)

T Ay (§) =

and observe that r Ay 18 1D the range [0.999,1.00479] for all £ belonging to Etraining and Sgest.
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4.3 POD-Greedy algorithm

As a first test, we construct the reduced model obtained with a POD-Greedy algorithm and the a posteriori
estimator AII,\Q. We define the following errors

N
Ap,
= max

Ml br TN
ez |leMl .

— N
pr’ Apr,max = max A npr,max

N
ccs  PU

— max ||
{e=

epr,max
where e and AlY are given by (3.4) and (3.10) respectively. Figure 4.4 shows the evolution of the a posteriori
error estimator AII)\’;maX along with the true error eIJ)\’;maX with respect to the basis dimension Np,.. In Figure 4.4a,
the training parameter set Siraining 15 used to evaluate these error indicators, while S is used in Figure 4.4b
following the same sequence of introduction of basis vectors as in POD-Greedy process. The results confirm that
the proposed estimator is reliable as it forms an upper bound of the true error in both cases. In the offline phase,
the POD-Greedy algorithm generates a basis of dimension N, = 92, for which the maximum relative error defined
as

N lle™
pr,max — max

e<= [lpXelll,

reaches 4-1071%. To analyse the efficiency of the estimator, we detail in Table 1 the value of the effectivities ng,max
in the offline stage for different basis dimensions. We can see that the effectivities are quite good O(3) and the
estimator can be safely used to replace the true error.

104 T T — ‘N ) 104 T T — ‘N
epr,max pr,max
102 = 467A££,max H 102 . AeiAfX*,max H
100 F . . 100F 8
s hS g
CEET S 1 10t |
1074 | \@\O B 1074 i
107 L. ! ! ! ! | 107° 1 ! ! ! ! i
0 20 40 60 80 100 0 20 40 60 80 100
Basis dimension N, Basis dimension Np,
(a) Offline phase (b) Online phase

Figure 4.4: Maximum true and estimated errors as functions of the basis dimension for the primal problem using
the parameter samplings E¢raining o1 the left and S¢es¢ on the right.

Npr Eé\i,max ﬂﬁ,max
5 1.04e-03 | 658.1
13 || 7.94e-05 | 1061.3
23 || 5.05e-05 | 2327.8
33 9.12e-07 | 1549.5
43 2.81e-07 | 1400.9
54 || 7.39e-08 | 1376.7
68 1.08e-08 | 677.4
80 7.46e-09 | 447.1

92 4e-10 392

Table 1: Effectivities of the primal a posteriori error estimate with respect to the basis dimension Ny, in the offline
stage.
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In addition, we compare in Figure 4.5, the evolution of eé\fr,max with respect to the basis dimension Ny, using a

POD-Greedy algorithm driven by different choices of the a posteriori error estimator, which are the ones presented

in [21] and defined as
N

_ At 1/2 . x
Bprimax = (Y == [r"|2,) 7, for G" = A", (4.2)
n=1 sym

and

_ NooAt 1/2

Apramux = (D ———[r"[2,) ", for G* = M+ ALA", (4.3)

n=1 FAsym

For Ny, < 60, egrymax behaves in the same way as for the three choices. For Ny, > 60, a slight difference appears

between the three curves. This trend occurs for both Eraining and Egest.

T T T T T T T T
10t 10° = AN e ]
100 107} \\ AN
101 10| \ pr.2max ]
5 1072 2 107 - .
a e
25 107% 1 1 BE 1078
104k 1 107} E
100 | ; 1072 ¢
107° ] 1070 E
Cl 1 1 1 1 1 C 1 1 1 1 I
0 20 40 60 80 100 0 20 40 60 80 100
Basis dimension Ny, Basis dimension Ny,
(a) Offline phase (b) Online phase

Figure 4.5: Maximum true error as a function of the primal basis dimension using E¢raining 0n the left and Seest on
the right for a POD-Greedy algorithm driven by (3.10), (4.2) and (4.3).

Next, we build a reduced output by first considering the choice (3.21). We use a POD-Greedy algorithm detailed
in Algorithm 4 along with the a posteriori error estimator (3.22). We compare, in that case, the evolution of e

s, max
N
and Ag',,.x defined as

N NS,N| N

€ = |5 - ) es,max NVN| N

= max |V — sN=NV), AN =max AV,
te= ’ fe=

with respect to the primal basis dimension N, using Z¢raining and Ziest. The results are given in Figure 4.6. We
notice that, although the reliability of the estimator is verified, AY is not efficient and the effectivities

AN

= max

ns,max et e

S

are quite large as shown in Table 2.
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100 L H 100 L
1075 B 107° B
5 5
ms_‘ 10—10 L - 5 10710 L -
10715 h 10715 - h
10720 I I I I | | —920
0 20 40 60 80 100 W20 20 60 80 100
Basis dimension Ny, Basis dimension Np,
(a) Offline phase (b) Online phase

Figure 4.6: Maximum true and estimated errors for the first choice of the reduced output as functions of the primal
basis dimension using the parameter samplings Z¢raining on the left and Sies; on the right.

N
Ny s, max

Np:

) 10 | 2.11e+06
13 19 | 8.08e+06
24 32 | 9.83e+06
35 44 | 1.27e4-08
47 96 | 7.21e+06
99 69 | 4.95e+06
73 84 | 1.47e+408
86 98 | 2.72e4-08
103 | 114 | 1.08e+08

Table 2: Effectivities obtained with the posteriori error estimator (3.22) with respect to the primal and dual basis
dimensions Np, and Ng, in the offline stage.

We also observe that ni\fmax becomes less efficient as the final simulation time is increased from 7" = 10 days to
T = 100 days (see Figure 4.7).

10t : 1 T T T

100 i - eé\v[max
- Aévmax
4| I ,
10 10—5 - N
g 8
5 1079 © B 5 10~10 |- B
1071 | B 10~ | i
10719 E | | | = 10720 CL I I I I 1
0 10 20 30 40 0 20 40 60 80
Basis dimension Ny, Basis dimension Ny,
(a) T =10 days (b) T'= 100 days

Figure 4.7: Maximum true and estimated errors for the first choice of the reduced output as functions of the primal
basis dimension with 7' = 10 days (on the left) and 7' = 100 days (on the right).
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We also consider the output estimator presented in [18] as

N N

— At At 1/2
Bvtmax = (D Y le"I2,) ", for G = A", (4.4)
n=1 aAsyIn n=1 aAsym
and v N
- At At \1/2 . .
Avzmax = (D =2 Y == lle"?,) 7, for G" = M +AtA”, (4.5)
n=1 aAsym n=1 sym

and compare in Figure 4.8 the evolution of el as a function of primal basis dimension Np: using a POD-Greedy

algorithm controlled by (3.22), (4.4) and (4.55. We observe that the true error is exactly the same using (3.22) and
(4.5).

1057 — 107°F —

T Al 3 o Al
108 |- +§g;max H 10-8 | +A§§,max H
s,2,max $,2,max
3 1071 ] % 1071 | 7
2 o] ‘ | ZQ)—::‘ . |
10717 m\\\g ) 10717 | E\E\ i
\g\m
W w0 e s 100 0T w0 60 80 100
Basis dimension Ny, Basis dimension N,
(a) Offline phase (b) Online phase

Figure 4.8: Estimated errors for the first choice of the reduced output as a function of the primal basis dimension
for a POD-Greedy algorithm driven by (3.22), (4.4) and (4.5) using Z¢raining 01 the left and Eieq¢ on the right.

We now employ the second definition of the output error (3.23) and estimator (3.24) and analyze the evolution
of the POD-Greedy algorithm in the offline and online stages. The results are shown in Figure 4.9. We define the
following errors

AN
N A
~N
S

N ~NS,N| ~N
)

€ = ‘S - s,max §N57N|a N

— AN —
s,max ~— ma:X As ’ 77571118.)( -

= max |s" —

¢es ¢e= €=
Table 3 shows that the proposed estimator is very close to the true error and behaves better in terms of effectivity
compared to nsIYmaX: indeed, from N, = 59, ﬁgmax behaves as O(1). However, we observe that the first choice of
the reduced output (3.21) and the corresponding a posteriori error estimate (3.22) provide better results in terms
of accuracy and size of the basis dimensions: to obtain a precision of le — 10, we need a primal basis of dimension
Ny = 24 and a dual basis of dimension N4, = 32 with the first choice while the second choice requires bases whoses
sizes are N, = 72 and Ng, = 84. Finally, we introduce the output estimator presented in [18] as

N N N—-1

= At At 1/2 * *
Bt = (20 2030 o llet20) 4 A8 3T [ @M for GT= AT (46)
n=1 sym n=1 sym n=0
and
N N N-1
- At At 1/2 . .
Do = (20 eI D0 ol Pa) kA 3T (e for G = M+ ALAT, (47)
=1 sym el sym n=0

and compare, in Figure 4.10, the evolution of E?fmax using a POD-Greedy algorithm controlled by (3.24), (4.6) and

(4.7). We observe that the accuracy is the same when employing the estimators (3.24) and (4.7) and that the curve
related to (4.6) lies above the other curves for Ny, < 70 and below them for Ny, > 70.
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Figure 4.9: Maximum true and estimated errors for the second choice of the reduced output as functions of the
primal basis dimension using Z¢raining on the left and e on the right.

Npr Ndu ﬁSIYmax
) 10 | 103103
13 19 | 222673
24 32 | 2066.3
35 44 23.6
47 56 1266.5
59 69 1.26
72 84 1.06
85 99 1.34
100 | 115 1.18
113 | 129 1.0
125 | 143 1.01

Table 3: Effectivities for the a posteriori error estimator (3.24) with respect to the primal and dual basis dimensions
Np: and Ngy in the offline stage.
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Figure 4.10: Estimated errors for the second choice of the reduced output as a function of the primal basis dimension
for a POD-Greedy algorithm driven by (3.24), (4.6) and (4.7) using Z¢raining o0 the left and Eies;, on the right.

4.4 Computational time effort

Here we give an indication of the time spent at each stage of the construction and evaluation of the reduced
model.

Offline stage. We plot in Figure 4.11 the evolution of the computation times related to the different stages of
the reduced-basis construction as functions of the primal basis dimension Np,. The time is calculated as a factor
of the time u required to run one single high-fidelity simulation. Concerning the EIM and SCM algorithms, these
two procedures are applied once at the beginning of the offline stage before starting the POD-Greedy process. This
explains why their cumulated times appear as constant in the plot. These times amount to 100 x u seconds and
39 x u seconds respectively. The cumulated time spent in the Greedy process is represented in blue up to Ny, = 103.
For each greedy iteration, the given values include the times required to assemble and compute the reduced solutions
(3.2) and (3.16) and the residuals (3.27)—(3.30) for all parameters of the sampling. These operations depend on the
sizes N, and Ng, and therefore increase as the Greedy process evolves. The "Greedy" time therefore includes the
time spent in assembling the reduced primal and dual systems (3.3) and (3.17) for all parameters of the sampling.
This time is represented under the label "LF assembly" too. It is quite significant in the offline stage since all
products involving the terms of the affine decompositions with the new bases matrices should be updated. This
cost is of course substantially reduced in the online stage once the bases are fixed. The cumulated calculation time
of the POD method is represented in Figure 4.11. It is linear with respect to Ny,. It includes the times required to
run the high-fidelity simulations and the extractions of the POD modes. In both cases, for each selected parameter,
these times are roughly constant.
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Figure 4.11: Offline time computation effort.

Online stage. Given a new parameter value £ € Eiqg, with our implementation, the time used in the online
stage to compute pNerV and its corresponding reduced output at 7 = 200 days and with Ny, = 92 is divided
by a factor of 10 compared to one HF run needed to obtain pY,. The high-fidelity model (2.1) is solved using a
stabilized bi-conjugate gradient method with an incomplete LU preconditioner, where the tolerance is set to 10714,
The reduced model (3.3) is directly solved using an LU-Decomposition.

5 Conclusion

In this work, we have discussed a reduced basis method for (finite volume approximations of) parabolic PDEs.
We have introduced a new rigorous a posteriori estimator to evaluate the reduction error in a new discrete space-
time energy norm independently of the parameter. We have performed numerical simulations in the context of
porous media flows (single-phase flows of slightly compressible fluid parametrized by the permeability) to assess
the reliability of the a posteriori error bound and its efficiency at selecting a reduced basis within a POD-Greedy
algorithm.

Our numerical results show that our new approach can efficiently reduce the computational cost of engineering
studies with many parameter values in the context of porous media flows, especially on choosing well the reduced
output in goal-oriented cases with linear QOIs. The discussed methodology can be also considered to estimate
different types of linear quantity of interests such as the pressure variation along faults far from the well injection
area. Indeed, understanding how injection activities affect pressure distribution in fault networks helps in mitigating
risks associated with CO2 migration, fault activation, and potential leakage into overlying aquifers.

A Proofs of various propositions

A.1 Proof of Proposition 3.1
Proof. For each v € RV | we have
(M + AtA)e", v) = (Me" ' v) — At (r", v). (A.1)
We apply e™ to (A.1). We apply Cauchy-Schwarz inequality and use (3.6). This leads to
(M + AtA)en, ) < [ MY2en=1]|| M 2en | + At 7| [le” - (A.2)

Now, recalling Young’s inequality (for c € R, d € R, p € Ry):

1
20c|d] < g + (A.3)
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and apply it twice: once for ¢ = |[M*/?e"~1||, d = | M*/?e"| and p =1 to get
2||M1/26n71|| ||M1/2enH < <M6n71,6n71> + <Men’en>
and another time for ¢ = [|[7"||_1, d = |[€"||g~ and p = ,/@a_,. to obtain

"2+ aa,, leE:

2" -alle"ler <

sym

Now the definition of the coercivity constant (3.7) leads to

2|1 le"le- <

"2 (A € ).

sym

Combining (A.2), (A.4) and (A.6) yields

1 1
(Me", e") + At (Ae™,e") < i(Me"_l,e"_1> + §<Me”,e">

At At ,
G ")+ 2
Since (Agkew €",€") =0 and (Agym €",€") = (Ae", e"), we obtain
n _n n—1 _n—1 n _n At n|2
(Me", e") — (Me"™",e" ™) + At (Agym €™, €") < le™ || -

sym

Finally, we sum (A.8) over {1,...,n} and consider that e’ = 0 to get

(Me",e") + 3 At (Agm e™ ™) < Y [E [

m=1 m=1 FAsym
From (A.9), we have
N N
S (Meter) < 2L S W 1)t <
n=1 aAsym n=1 bym n=1
As a consequence,
N
Z<M€ e” nH2
n=1 Asym n=1

On the other hand, using (A.9), we can write

n
Z <Asyrne S
m=1 o

Now (A.11) with (A.12) for n = N enable the following inequality

Z Ir™2y,  ¥ne{l,...,N}.

Asym p—1

N N
oo o T+ At ”
S [(m )+ At (Agym €™, e™)] < > lr™12,

«
m=1 Asym m=1

where it is possible to use (3.8) and write

[(Me™, e™) + At (Agym €™, e™)]

] =

aG,LB Z e em) + At (A%, e" e™)] <
1

FALSN
ZI 12,

sym

3
Il

IN

N
T+ At .
Z ™12,

QYAgym 1B m—1

i.e. an upper bound of the error that is independent of the parameter £ as opposed to [21, Prop. 4.3].

23

(A.9)

(A.10)

(A.11)

(A.12)

(A.13)

(A.14)



A.2 Proof of Proposition 3.2
Proof. We start by writing

(M + AtAT)e™ v) = (Me™ ! v) — At (o™, v), Wve RV,
and then take v = €™ to obtain
(M + AtAT)e™, e™) = (Me™ ! &™) — At (@™, e™).

We apply Cauchy-Schwarz inequality and use (3.19)

(M + AtAT)e™ &™) < ||MY2e™ || MY 2e™|| + At |l ™| -1 e e+

Similarly to the primal problem, we apply inequality (A.3) twice and get

2| M2 MY 2| < (Mem L em ) 4 (Memem)
1

aa

<
2[l@" | -1lle™ e <

le™ 1%y + aa.lle™ &

sym

Based on the definition of aa,,,,, (A.17) becomes

"2+ (Agym €™ €™)

2le™|-1lle™ le~ <

sym

_ ! o™ %, + (Ae™ ™), since (Agew €™, ™) =0

CAgym
1
= ——llg" |1 + (e ATe™)
1
= ——llg" |1 +(ATem ™).

sym

Now, inequalities (A.15)—(A.18) lead to

At
<M€m m> <M67n+1 7rL+1> + At <AT m m> S ||Q’rn||271.
aAsym
We finally sum (A.19) over {n,..., N — 1} and suppose that e¥ = 0. We get
N-1 Ar Nl
€ Ms + At em, ATem) < |2
(e" 2 (ematem) < 7 3 e
Inequality (A.20) holds true for all n € {0,..., N — 1}. So we can write
N-1 N-1N-1
(" Me") < o™
n=0 Asym n=0 m=n
N-1
At n
< (n+1)lle"|2,
aA
sym ()
NAt &=
< o2,
Asym n=0
N-1
T 2
- Sl
Then,
N-1 po N-1
€n’M€n S gn 2_
2! )S o nz—‘; le" (1%

(A.15)

(A.16)
(A.17)

(A.18)

(A.19)

(A.20)

(A.21)

(A.22)



On the other side, again using (A.20), we have in particular for n =0

N—-1 At N—-1
At Y (em ATem) < SN gm 2,
m=0 Asym m=0

Combining (A.22) and (A.23), leads to

N— 1 N-1
m T+ At m
™)+ At (e ATeM)] < —= 3" [l %
m:O sym  —(
Now, since
<em,AT€m> = <A€m,sm> = <Asym sm,em>,
we get
N-1 N-1
m T+ At m
Z ™)+ At (™, Agm €™)] < > le™?

QAsym m=0

Finally, we recall the definition of a, which results in

N-1
Z em MEm —|—At< m A:ym >] < - =

m=0

N-1

> ez

m=0

T+ At

G LBXAgy, LE

A.3 Proof of Proposition 3.3

Proof. From (3.13), we have
(M = i) + At AT, €51) = 0.

We then sum over £ =0,...,n — 1, to obtain

n—1

(A.23)

(A.24)

(A.25)

(A.26)

(M (0 — Yhan)r ') + (M@, — Phan) €2+ o+ (MY — PR, e™) + At > (AT, ") =0,

k=0
which gives us
<M¢?\/l,nv el>_<M¢}\A,n7 el> + <M1/J}\/l,n7 e2> - <M¢3\/I,n’ 62> T+
n—1
(MY, e") = (MR, en) + At Y (AT, €)= 0,
k=0
leading to
n—1 n—1 n—1
DMl €)= S (MYl ) + ALY (ATH, e ) = (MY, e7).
Since <M¢9\,{m, e’) = 0, the above equation becomes
n—1 n—1
Z<M’¢.I/€\/t,n’e i +Atz ATwM n’ k+1> <M"/}M n € >
k=0 k=0
Using the final condition of the dual problem (3.13), we can write
n—1
(Ml ne") = =Pk —PV7) = D (Ml € = €F) + At (AT, ).
k=0
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Equation (A.27) can be rewritten as

I
—

n n—1

(Lphe — ") = =) (M + AtA) Pl ) + D (M + AtA) ek g, )

k=0

S >
I
=]
|
—

n

+ Y (Ml pha ) =D (MpNeE gk )
0

T
I
o
I?s‘
=l

n—1 n n—1

—AE Y (b, — > (MPNF gk )+ (M ALA) per R gl )

k=0 0 k=0

>
Il

:\
-
I

-

n

+ ) (M + ALA) pNeF L gl ky = N (M + AtA) plon it gphak)
0

n—1 n—1 n—1

+ Y (Mpler i k) = 3 (MpNerE i) £ ALY (b g t) = ALY (bt )
k=0 k=0 k=0

n—1

(PR, — N £ ALY (T )

k=0

11
= O
Eond
Il

¢
0 L

bl
I
—= O

n—1
<7”k+1, l:[I'I/\\/'/l—n—o—k _ ‘IINdu,N—n+k> + At z:<,’,,k+l7 \I;Ndu»N—n+k>
k=0

3
|

L
(]

it
—= O

n—1
At <T‘k+1,€N_n+k> + At Z<T‘k+l,‘I’Nd“’N_n+k>.
k=0

B
I
<]

(A.28)

¢ First choice. The error bound is evaluated according to

n—1
|57 — N = Atk N TR (A.29)
k=0

We use (3.6) and Cauchy Schwarz inequality to obtain

n Ng,m — k+12 1/2 — N—n+k|2 1/2
57— s < (DD AR ) (D AleN TR ) (A.30)
k=0 k=0

Inequality (A.30) is valid for n = N. Hence, we can write

N-1

N Ns,N k+1)2 1/2 = k|2 1/2
s = sV < (3D Al ) (D ateRE ) (A31)
k=0 k=0

We have from the definition of ag that

ag ||€¥|%- < (M + At Agy)eb ey . (A.32)

We then sum over {0,..., N — 1} and use (A.24) to obtain

Therefore,

N

—

N-—-1 — T+At N-1
ag Y llflle < Y (M + AtAgu)et ) < " I F-ad =y (A.33)

k=0 k=0 Asym 120

S

N 1/2
sN NN | < At(Z ||r”\|2_1) AN = AN, (A.34)

n=1
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e Second choice. The error bound at n = N is evaluated according to

N-1 N—-1
|SN _ gi\ls,Nl < At Z |<rn+17sN—N+n>| + At Z ‘<,’,,TL+17‘IINdu7N—N+'VL>|
n=0 n=0
N » o (A.35)
gzu(E:meEJ AN, + A S [t ghawmy = AN,
n=1 n=0

B Swuccessive constraint method

Let E be a set of parameter values. For each £ € =, the successive constraint method (SCM) consists in finding
an upper bound ayg(£) and a lower bound ar,g(€) of the coercivity constant «(£) through an offline-online strategy.
The SCM relies on the affine decomposition assumption (3.25), which enables us to express a(§) as

Dq

a(€) = inf > 65()

VAR S B.1)
— 7 = in wy. )
Wl wery & 7T
To define the lower bound arg(€), we express (B.1) as a minimization problem
= i f B.2

a§) = inf T(¢ w), (B.2)
where the set W is defined as
vT Agv

W = {wZ(wl,--~7wDa)€RDa|3v€RNS't' wd:W’
Vilg*

1<d<D,},

and the objective function is given by

J:ZxRP* 5 R
D,
(& w) = T(Ew) = OF(¢)wa.
d=1

The idea of the SCM is based on creating two sets Wiyg and Wyg, such that Wy C W C Wyg, where we
perform the minimization over these two sets and define

QLB (5) = wglVi\I)lLB (ga ’lU) and ayB (E) = wénvi\?UB \7(57 ’LU)

Definition of Wyp. We introduce the subset of parameter values Z); C = obtained using a greedy algorithm
(see Algorithm 5). The construction of Zy; requires a training set Etraining and a fixed tolerance 0 < tol < 1 that
controls the relative gap between the lower and upper bounds.

For all 1 < 7 <M and for each &; € Sy,

1. we assemble A(&;) = Z(?zal ©9(&5)Aq,
2. we solve the generalized eigenvalue problem
A(&)y = AG™(§)y, (B.3)
and extract the smallest eigenvalue o/ and its corresponding eigenvector v7,
3. we compute the vector wi € RPs such that
. ’Uj TAd’Uj
(- @) Ase?
([ |-
Y

4. we define the set ,
Wy = {w’ |1 <j <M},

and compute the upper bound

aup(§) = arg minJ (§, w).
wEWUB
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Algorithm 5 Construction of Zp;
Input: tol, =.

1: Choose arbitrary & € =.
. Set j =1 and Ej = {El}

2
3: Compute T}j(g) = %&?ﬁ)
4

: while max n; (&) > tol do
€=

5: Compute ;41 = arg max n; (£).
€=

6: Set Ej+1 = Ej @] {§j+1}-

7 j+—g+1

8: n; (&) = LJ‘UB((ng—;(OéISB(E) )

9: end while

Definition of Wi . First, we need to introduce the constraint interval

B ﬁ [ ut, S vTAdU}
= m sup
i Lok ol Jeibe Tl |

obtained by computing, once at the beginning of the SCM, the smallest and largest eigenvalues of a problem similar
to (B.3) and obtained by replacing A(¢;) by Aq. We define the set

WiB(g) - {w €B| J(g,’w) > a(fl), Vfl € P, (& E5);
T w) > of5'(€), ¥ € PnEE\E)},

where Py(&;D) := {M closest points to £ in D}.

C Empirical interpolation method

The efficiency of the RB method relies on the affine decomposition (3.25) proposed in Section 3.5. However,
this decomposition is not always available. But the empirical interpolation method (EIM) can provide one to
approximate, in our case, ©(§) with an affine sum. Given a family of parameter-dependent vectors .7 = {9(§) €
RF: ¢ € Etraining J, the EIM aims at finding an approximation to the elements of 7 through an operator Znigy,,
that interpolates the vector #(€) at some selected points. Using a greedy process, we construct the set of vectors

{®,..., oMM} and the interpolation points {z1,...,Tyy,, } such that
MEgm 4
I [@(5)] ~ Z 62(§>{)L7 (C.la)
i=1

where 04(¢) € R and @' € R, 1 < i < Mgny, do not depend on &.
To begin the procedure, we randomly choose &; from E¢raining and set ot = ©(&1). The first interpolation point
is chosen such that
= ol
T1 = arg 1%,32{}7, |v] ‘7

1

where v F

is the j-th element of ©'. We then initialize the first basis function as

o' =o'/9;,

with 1 < j; < F, the index corresponding to the selected point 1. At the m-th step, m =2,..., Mg —1, given the
set of interpolations points {x1, ..., Ty, 1} and the set of basis elements {®',... oM™ =1} we select the next
snapshot as the worst approximated one by the current interpolant. To do so, we first write the m equations stating
the equality between the current EIM approximation and a vector ©(§) at the current m interpolation points. This
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leads to the following lower triangular linear system:

v}, 1 S 0 0 O,
~1 ~2 )
Ok Ok e 1 0
IMpIM-—1 IMEIM -1 M @MEIM—l
~1 ~2 ~Mgm
IMEIM IMEIM IMEIM BIM

We choose
Emy1 =arg _max  [|9(§) — Zn[0(E)] |-

EZ¢training

The (m 4+ 1)-th interpolation point is then defined as
m+1 ‘

Tmt1 = arg max |r7
m g max I

with ™!
me—H —_ ,r,m+1 Tm+1
Im41’

We repeat this procedure until a given tolerance egmny > 0 is reached, i.e.

max  |[[9(§) — Zn[0()]ll L~ < ermm-

£C€E raining
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e
IMEM —1
o

ny
IMEIM

= 0(&mnt1) — Im[0(&m+1)] and the corresponding basis vector is taken as

(C.2a)
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