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With inverse problems there are often several unknown distributed parameters of which only one may be of interest.
Since assigning incorrect fixed values to the uninteresting parameters usually leads to a severely erroneous model, one
is forced to estimate all distributed parameters simultaneously. This may increase the computational complexity of the
problem significantly. In the Bayesian framework, all unknowns are generally treated as random variables and estimated
simultaneously and all uncertainties can be modeled systematically. Recently, the approximation error approach has
been proposed for handling uncertainty and model-reduction-related errors in the models. In this approach approximate
marginalization of these errors is carried out before the estimation of the interesting variables. In this paper we discuss
the adaptation of the approximation error approach to the marginalization of uninteresting distributed parameters. As
an example, we consider the marginalization of scattering coefficient in diffuse optical tomography.
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1. INTRODUCTION

There are several inverse problems in which there are many unknown distributed parameters. Often, only one or a
subset of the unknowns is of main interest. For example, in hydrogeophysics the unknown distributed parameters
may include permittivity, capillarity, and diffusivity [1, 2]. In diffuse optical tomography (DOT), the most important
distributed parameters are the scattering and absorption coefficients [3]. Of these, at least in biomedical applications,
the absorption coefficient is the one of interest since it is related to the oxygenization level of tissues [4]. In these
applications, the scattering coefficient is considered as a nuisance parameter. The scattering coefficient, however, has
to be estimated simultaneously due to the so-called crosstalk of the coefficients [3].

The simultaneous estimation of two distributed parameters is naturally a more unstable problem than estimating
either of these if the other were known. In addition, with nonlinear problems the convergence of algorithms is a further
problem. With applications which are eventually meant to be almost real time ones, such as biomedical optical tomog-
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raphy, it is of major interest to reduce the computational times as much as possible. Thus, in addition to estimating
the interesting parameters only, there is usually pressure to also use otherwise heavily reduced computational models.

The approximation error approach was introduced in [5, 6] originally to handle pure model reduction errors.
For example, in electrical impedance (resistance) tomography (EIT, ERT) and deconvolution problems, it was shown
that significant model reduction is possible without essentially sacrificing the quality of estimates. With EIT, for
example, this means that very low dimensional finite element approximations can be used. Later, the approach was
also applied to handle other kinds of approximation and modeling errors as well as other inverse problems. Model
reduction, domain truncation, and unknown anisotropy structures in diffuse optical tomography were treated in [7—
10]. Missing boundary data in the case of image processing and geophysical ERT/EIT were considered in [11] and
[12], respectively. In [13-15] the problem of recovery from simultaneous geometry errors and model reduction was
found to be possible.

The approximation error approach was extended to nonstationary inverse problems in [16] in which linear non-
stationary (heat transfer) problems were considered, and in [17] and [18] in which nonlinear problems and state space
identification problems were considered, respectively. The earliest similar but partial treatment within the framework
of nonstationary inverse problems was considered in [19], in which the the boundary data that is related to stochastic
convection diffusion models was partially unknown. A modification in which the approximation error statistics can
be updated with accumulating information was proposed in [20] and an application to hydrogeophysical monitoring
in [21].

From pure model reduction and unknown (nondistributed) parameters or boundary data, a step forward was
recently considered in [22] in which the physical forward model itself was replaced with a (computationally) much
simpler model. In [22], the radiative transfer model (Boltzmann transfer equation), which is considered to be the most
accurate model for light transfer in (turbid) media, was replaced with the diffusion approximation. It was found that
also in this kind of case, the statistical structure of the approximation errors enabled the use of a significantly less
complex model, again simultaneously with significant model reduction for the diffusion approximation. But also here,
both the absorption and scattering coefficients were estimated simultaneously.

The approximation error approach relies on the Bayesian framework of inverse problems, in which all unknowns
are explicitly modeled as random variables [5, 23, 24]. The uncertainty in the unknowns is given in the models and
measurements is reflected in the posterior (probability) distribution. In the Bayesian framework, all unknowns are
subject to inference simultaneously, which often results in excessively heavy computational loads. Generally, Markov
chain Monte Carlo algorithms have to be used to obtain a representative set of samples from the posterior distribution.
Then, after a set of samples has been computed, marginalization over the uninteresting unknowns is trivial. Only
in a few special but important cases, such as the additive error model, some of the uninteresting unknowns can be
eliminated before inference. We refer to such elimination as premarginalization.

In the present paper we consider the approximation error approach in the context of approximate premarginaliza-
tion of uninteresting distributed parameters. Furthermore, we also consider the simultaneous treatment of the errors
that are related to model reduction. As a computational example, we consider the approximate premarginalization of
the scattering coefficient in diffuse optical tomography. This example shows that at least in this case it is possible to
premarginalize over one distributed parameter and successfully estimate another.

The rest of the paper is structured as follows. In Section 2 we give a brief account of the approximation error
approach and its formulation for the case of several distributed parameters. In Section 3 we describe the diffuse
optical tomography problem. In Section 4, numerical examples of reconstructing the scattering coefficient in optical
tomography with different degrees of severity are treated.

2. APPROXIMATION ERROR APPROACH

In the Bayesian framework for inverse problems, all unknowns are treated and modeled as random variables [5, 23, 24].
Once the probabilistic models for the unknowns and the measurement process have been constrposéyitire
distribution=(z | y) is accessed, which reflects the uncertainty of the interesting unknoginen the measurements

y. This distribution can then be explored to answer all questions which can be expressed in terms of probabilities. For
general discussion of Bayesian inference (see, for example, [25, 26]).
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Bayesian inverse problems are a special class of problems in Bayesian inference. Usually, the dimension of a
feasible representation of the unknowns is significantly larger than the number of measurements. Thus, for example,
a maximum likelihood estimate is impossible to compute. Even in cases in which the number of unknowns would be
significantly smaller than the number of measurements, the structure of the forward problem is such that maximum
likelihood estimates would still be unstable. In addition to the instability, the variances of the likelihood model are
almost invariably much smaller than the variances of the prior models. The posterior density is often extremely narrow
and, in addition, may be a nonlinear manifold.

2.1 Marginalization Over Additive Errors

In the approximation error approach, the modeling and other errors are treated as additive errors. Therefore, we review
briefly how the additive errors are formally premarginalized [5]. Let the observation model be

y=Az)+e 1)

wheree are the additive errors and+— A(x) is the deterministic forward model. With deterministic we mean that
the modeld does not contain any uncertainties or other model errors. Let thepoantdistribution of the unknowns

z ande ben(z,e). Using the Bayes’ theorem repeatedly, we can decompose the joint distribution of all associated
random variables as

m(y,x,e) = w(ylz e)m(e|z)n(x) )
= w(y,e|z)m(x) 3)

In the case of the additive model (1), the conditional distribution| x, e) is formally given by
m(ylz,e) =8(y — A(z) —e)
which yields thdikelihood distribution

nyle) = [wlyels)de= (4)
_ /5(y _ Ax) — e)r(e|x) de (5)

and further! noting that once the measurements have been obtaitigd,> 0 is a fixed normalization constant, we
have the posterior distribution

raly) x wly|o)n(e) )
= Tealy — A) |0 (e) (®)

In the quite common case of mutually independeande, we haver, | ,(e|z) = m.(e). Furthermore, it and
x are normal, we can write(e) = N (e, [.) andr(z) = N (z., ;) and we have the familiar form

1 _
el y) o oxp (= (1Lely = Ae) = e + [ Lule = 2)|) ) ©
where LYL, = T, andLlL, = T',; !, for the posterior distribution. In the above, the unknown (uninteresting)

additive errote waspremarginalizedthat is, marginalized before the inference procedure, and is not present in (8) or
(9)-

!The subscripts, such ag z in 7, |z, are used to determine the actual probability density function. If the arguments, however,
coincide with the density, we drop the subscripts. For example, we wyite) = 7 (z) andw, |, (e|z) = (e | x), but retain the
subscript inm, | . (y — A(x) | z). Furthermore, we use the terms density and distribution interchangeably.
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2.2 Approximate Premarginalization Over Model Reduction Related Errors and Other Uncertainties

The problem that is generally related to uninteresting auxiliary unkndwisghat we usually cannot perform pre-
marginalization such as in Egs. (5) and (6). In most cases we have to estimate dudtg, which may be a con-
siderably more demanding undertaking than estimatingzjuwghen & were known. For example, if a Markov chain
Monte Carlo (MCMC) approach were used, the marginalization §waan only be done after running the chain for
bothz andé. Once this is carried out, however, the marginalization @visrtrivial. For MCMC methods in general
(see, for example, [27, 28]). For MCMC and inverse problems, see [29-31] for applications to EIT. In this section we
discuss the computational procedure in more detail in the case in which there are two distributed parameters of which
premarginalization over the other one is to be carried out.

Now let the unknowns bérz, z, &, ¢), where agaire represents additive errors afidepresents auxiliary uncer-
tainties such as unknown boundary data, and:) are two distributed parameters of whiehis of interest only. The
accurate forward model

(7,2,&) — A(z,2,&) (20)

is usually a nonlinear one. The uncertaintiesan sometimes be modeled to be mutually dependent (with),
especially whet, represents boundary data on the computational domain boundafy ancire modeled as random
fields. On the other hand, & represents an unknown boundary shapmight be modeled as mutually independent
with (z, ). In the following we consider the case in which the naise additive and the unknowr(s;, z, &) are not
necessarily mutually independent.

Let

y=A(Z,2,E) +e € R™

denote an accurate model for the relation between the measurements and the uRkaodrste be mutually
independent wittfz, z, £).

In the following we approximate the accurate representation of the primary unkadyr: = Pz, where P
is typically a projection operator. Let(z, z, &, ) be a feasible model for the joint distribution of the unknowns. We
identify z = Pz with its coordinates in the associated basis when applicable.

In the approximation error approach, we proceed as follows. Instead of using the accurate forward model
(%,2,8) — A(z, 2, E) with (z, z, &) as the unknowns, we fix the random varialfles) « (zo, &) and use a com-
putationally (possibly drastically reduced) approximative model

€T A(Ia 205 E,())

Thus, we write the measurement model in the form

y = A@@,z&)+e (11)
= A(1'7ZO,E,O) + I:A(.’E,Z,E,) —A(.’E,ZO,E())} +e (12)
= A(z,z20,&) +e+e (13)

where we define thapproximation errore = ¢(z, 2, &) = A(Z, 2, &) — A(x, 20, &o). Thus, the approximation error
is the discrepancy of predictions of the measurements (given the unknowns) when using the accuratéimede)
and the approximate moddl(zx, zo, &0). Note that (13) is exact.

Formally, after the modeld and A are fixed, we have (e | 7, z, £) = 8[e — @(, z, £)]. We will later, however,
employ approximative joint distributions and therefore consider z, z, &) without any special structure. As the first
approximation, we approximate(z, z, &) ~ ¢(Pz, z, &) and thusr(e | Z, 2, &) = w(e| Pz, 2, &). This means that
we assume that the model predictions and thus the approximation error is essentially the saasxfer Pz. This
assumption holds for inverse problems in general and for such projections in particular.

2| there are no additive errors, we write= 0 and consider the other types of errors to be included.in
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Proceeding as in Section 2.1, we use the Bayes’ formula repeatedly

w(y,x, 2z, & e,6) = w(y |z, 2,& e, 6)m(x, 2, & e,¢) = 8y — A, 20, &) — e — €]lm(e, e|x, 2, &) m(2, & | x)7(x)

=n(y,z & e ela)m(x)

Hence,

7T(y|z)://// w(y,z,&,e,s|x)dedsdzd£:// Sly — Az, 20, &) — € — €]

. [// m(e, elx,z, &)n(z, E,|at)dzd£} dede = // dy — A(x, 20, &0) — e — €]m(e, e|x)dede

= [y = A, 20,0) = elmolc] ) de (14)
sincee andz are mutually independent, and (14) is a convolution integral with respectltoparticular, since: is
mutually independent witfw, z, &), e ande are also mutually independent.

At this stage, in the approximation error approach, botandr, , are approximated with normal distributions.
Let the normal approximation for the joint densitye, x) be

T -1
1 € — &y IFee Tes € — &x
(e, x) X exp {—2 ( N > ( r.. T, N (15)

eNN(€*7FG)7 £|INN(£*,HMFE|1‘)

Thus we write

where
Evx = Ex+ DDt (r— ) (16)
Tep = Tee—Teallp Tae (17)
Define the normal random variableso that v |z = e + ¢ |«
Ve~ N Ve Tyjz)
where
Vie = €xtéit | P R (18)
vy = Te+Te—Tely ' Toe (19)
Thus, we obtain for the approximate likelihood distribution
ylz~ Ny — Az, 20,£0) — Vijz, Dvjal

Since we are after computational efficiency, a normal approximation for the prior model is also conventionally
used:
x~N(zse,Ty)

Thus, we obtain the approximation for the posterior distribution

e |y) o wly | a)(a) x exp | -3V )|

3with autocovariances, we may notdtg, = I',, below.
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whereV (z) is the posterior potential

V(z) = [y— Az, 20,&0) — \/*‘I]Tl"gllgu [y — A(z, 20, &) — Vaja] + (. — )T (2 — ) (20)
= | Lyiely — A(@, 20, &0) = Vapa] |2 + | L (2 — 2) |12 (21)

wherel',| =LY L,,andl';!=LTL,.

vz v|z

2.3 Computational Considerations

In Section 2.2, we wrote the normal approximation (15) for the joint distributiofof). Generally, this approxi-
mation is done to make an efficient computation of the maximum a posteriori (MAP) estimate feasible. If the actual
prior model is normal, the marginal distribution:ofnduced by (15) coincides with the actual prior model. The prior
modelr(z, z, &) does not, however, have to be jointly normal and neither, in particular, does the marginal prior model
7(z). In practice, whatever the prior mode{z, z, £) is, a set of sample(®), 2(9), £(9)) is usually to be drawn and

the approximation errors

e — (9(55(5)7 20 a(f)) — A(x(€)7 20 a(f)) — fl(m“)7 20,&0), £=1...Namp

are then to be computed, wherg,,,,,, is the number of draws. The normal approximations¢t, x) is then formed
by settingz() = Pz(¥) and computing the mean and joint covariance as sample averages over the ensemble.

In theenhanced error modgbne neglects the cross covariance and Bgis= 0 (see, for example, [5]). With
the enhanced error model and nonlinear forward problems, we need to estimate the covarjaramtically always
by simulations and sample averages. If the prior madel) is Gaussian, however, the covariaiteis available in
the first place and in principle, would, not have be computed as a sample average.

Irrespective of what the (original) prior model for the primary unknown is, we note the following: When the
cross covariancek, , are employed, the sample average has to be used in practice alsp. #ithough the prior
model covariancé';; would yield a “better estimate” for the covariance of the reduced order covarignttean a
sample covariance, we might be forced to use the latter because when the sample covariance is computed, the term
I.. — T, I, is guaranteed to be non-negative definite. If, in additionhas full rankI'y |, is guaranteed to be
positive definite and the Cholesky factby,,, exists. But if the prior model covariande, = PT';; PT is used, this
condition is not generally met. By the law of large numbers, the condition is met asymptotically but it is impossible
to specify a safe sample size. From the point of view of numerical stability, this is a problem especially when the
approximation errors clearly dominate the additive errors, that is, the case for which the approximation error approach
is targeted in the first place. It is thus advised to use the sample covariance estimatelajso for

Itis difficult to predict how many draws are needed to compute the mean and joint covariaficesfotoosely
speaking, this depends generally on (the covariances of) the modet, £) and the degree of nonlinearity of.
With relatively small covariances, few draws seem to be enough (see, for example, [12]). In the approximation error
approach, the bottleneck is the computation of the solutions of the full accurate forward Afadel &). As for
using the full accurate forward model in the inversion with nonlinear problems, we, of course, have to compute this
model along the iteration, but also typically compute the related Jacobian mapping. Thus, the overhead that is related
to the computation of the approximation error statistics often corresponds to the computation of a few MAP estimates
with the full accurate model.

3. DIFFUSE OPTICAL TOMOGRAPHY

Diffuse optical tomography (DOT) is a noninvasive imaging modality in which images of the optical absorption and
scattering within turbid media are derived based on measurements of near-infrared light on the surface of the body (for
reviews see [3, 32]). The DOT problem is an exceptionally challenging inverse problem due to the diffuse nature of
the forward model, and also since the measurements can span 10 orders of magnitude. Furthermore, there are several
unknown distributed parameters involved, of which éifbsorption coefficierdind the(reduced) scattering coefficient

are usually reconstructed. Both coefficients are usually measurachin'.
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The applications of DOT include the detection and classification of tumors from breast tissue, monitoring of
infant brain tissue oxygenation level, and functional brain activation studies. For reviews on clinical applications
(see [4, 33]). The absorption coefficient, which is related to the oxygenation level of blood, is usually the interesting
parameter. In most applications, the scattering coefficient is considered a nuisance parameter. In this paper, our task
is thus to employ the approximation error approach for approximate premarginalization over the inhomogeneous
scattering coefficient(+) and reconstruct only the inhomogeneous absorption coefficieht

In the numerical examples below, we consider cases in which there are no auxiliary unknoiasy type.

Thus, we only have the uninteresting distributed parameterd additive measurement noise to deal with.

3.1 Measurements in Optical Tomography

In the experimental setup of DO, optical fibers are placed on the source positions (surface paigfigs) C 9
on the boundary of the bod{2. The measurements are obtained throughoptical fibers that are placed in the
detector positions (surface patchés),, ; C 9€2. A collection of measurements is formed by turning on the sources
one at a time and measuring the light intensity at all measurement locations (for each source). The measurements in
DOT may consist of direct intensity measurements, frequency-modulated amplitude and phase shift measurements,
or time-resolved impulse response measurements.

In this paper, we consider the frequency domain measurement system. In the frequency domain measurements
light from a sinusoidally modulated laser source is guided via the optic fibers to one of the source log@tigns
at a time, and the amplitudes and phase shifts of the transmitted light are measured on all the detector locations
0,4 = 1,...,mq. The measurement vector is thuse R™ with m = mgymg. The inverse problem in DOT is
to estimate a pair of function&;, z), representing the (spatially inhomogeneous) optical absorption coeffigignt
and the scattering coefficientg) of the tissues irf2, given the measuremengsand the forward model for the
measurement process and noise.

3.2 Forward Model

In the context of inverse problems, the model~ A(x) is referred to as théorward model We consider DOT
simulations in a diffusive regime where the badyconsists of turbid, scattering dominated media. In such cases the
light transport is commonly modeled with the diffusion approximation (DA) of the radiative transfer equation (RTE)
[3]. The diffusion approximation is also used as transport model in this paper. For further details on the derivation and
properties of the transport models and boundary conditions (see [3, 34, 35]).

We consider the frequency domain system below. Let the light s@if2ge be on andd (7, w) be the induced
photon density af, wherew is the modulation frequency of the light source. The frequency domain version of the
diffusion approximation with the Robin boundary condition is of the form [3, 35]

V- D(R)\VDL(F, w) + 2(F) Py (F, w) + %@k(ﬁ w) =0, FeQ (22)
(I)k(F, (U) + QCD(F)W = gk(’F, (,U) 7 e 0f (23)

where )

D(7) = {3[z(F) + 2(M]}
whereD (units [mm]) is the diffusion coefficients is the speed of light in the mediurjs a parameter that describes
reflection on the boundary, is the outward normal vector &£, andg (7, w) is the boundary source term for source
at 8957;@,

) I on 0Oy (24)
gk (T, ) =
0 on 00\ Qs
wherel is the intensity of the source. The complex-valued fiux(w) at the measurement si@),,, ; can be written
as the surface integral
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1 o
Pk (W) :/ 2—<I>k(r, w)ds (25)
an,i C
The collection{p; x}, k = 1,...,ms, i = 1,...,mq is theraw data for the experiment. For numerical reasons,

primarily for the range of measurements, transformed data and the correspondingly transformed forward model are
typically used. Furthermore, the measurement systems are constructed according to these transformations. The exper-
imental systems for frequency domain optical tomography export the log-amplitude and phase shift of the complex
valued (demodulated) raw data. Thus, the measurements can be written

_ ( Relog(p) m
y= ( Im log(p) ) €R’ (26)

and the forward model is transformed accordingly. For different end uses, data with different frequencisbe
acquired.

For the numerical realization of the diffusion approximation model (22)—(24), the finite element method (FEM)
is typically used (see, for example, [3, 7]). In the FEM approximation, photon density is approximated in a finite
dimensional basis as

Ny,
M) = xipi(F) 27)
=1

whereq;(7) are the nodal basis functions of the finite element mesh\gnid the number of nodes in the FEM mesh,
andh is mesh element size parameter.
The absorption and scattering coefficients are written as finite dimensional approximations

z(7) = Z%‘Xj(ﬁ ;o 2(r) = ZZij(F) (28)

wherey ; denotes characteristic functions of disjoint elements in the reconstruction mesh. In the following, we identify
the absorption and scattering coefficients and their representations as the coordinates

T = (:cl,...,:zznp)T eR™, z= (21,...,Z7LP)T € R™

Thus, the solution of the forward problem amounts to the solutiomgpfcomplex valuedN,, x N,, systems of
equations for one DOT experiment. The FEM-based forward model is thus of the form

y = Ap(x,2) (29)

whereh refers to the discretization level parameter in (27).

3.3 Gaussian MRF Prior Model for Scattering and Absorption Coefficients

In the following, we modelz, z) as mutually independent. As the prior model for betlx) andn(z), we used a
proper Gaussian smoothness prior, constructed similarly as in [5, 7, 8]. In this construction, the distributed parameter,
sayz, is considered in the form

() = @in(F) + 2ug ()

wherez;, (7) is a spatially inhomogeneous (absorption) coefficiavith zero mean, and.,(7) is a spatially homo-
geneous (background) absorption coefficient with nonzero mean. For the latter, we canwite= ¢I, wherel is

a vector of ones and is a scalar random variable with distributign~ A (z,, cﬁgyx). With respect to the basis for
x, we have the coordinatas, € R"», I € R"», and setr;, ~ N (0,T,). We model the spatial distributions, and

4In the sequel, “in” refers to inhomogeneous, “bg” to background.
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¢l as mutually independent, that is, the background is mutually independent with the inhomogeneities. An equivalent
construction forz was considered.
Thus, we have th€,, =Ty, , + oﬁgVI]I]IT, [, =T, + cﬁgszT and

m(x) = N(z.L,Ty), 7(2)=N(zIT,)

In the construction of', , andT, ., the approximate correlation lengths can be adjusted to match the size of the
expected inhomogeneities. (See [5, 7, 8] for details.)

This prior model is a proper distribution, that is, the covariance exists. Traditional smoothness prior models are
improper and samples cannot be drawn from such distributions. The approximation error approach, on the other hand,
is based on computing the statisticseobver the prior distribution. This is not possible with a prior of unbounded
variances.

In [7] it was found that such a specific construction for the prior model for scattering and absorption coefficients
was exceptionally suitable. This was the case even without the variable background. In [8], the prior described above
with the variable background was shown to be feasible also for real data.

4. NUMERICAL STUDIES

We evaluate the approximate premarginalization by the approximation error approach with three two-dimensional
numerical examples. In the first one, we study only the errors that are related to marginalization over the scattering
coefficient using an otherwise accurate forward madeét, z). Thus, numerical model reduction errors are not
present. The second example is similar, but the prior model for the scattering coefficient is somewhat off in the sense
that the actual background of scattering differs from the modeled oAéiinz). In the third example, the numerical
model reduction is included, that is, we use the motigl, z).

In the following we explain the common details for the numerical examples.

4.1 Computational Forward Models and Prior Model

In the numerical studies, the domdih C R? is a circle with radius 25 mm. The measurement setup consists of
ms = 32 sources anahy = 32 detectors, located at equispaced intervals on the bourddaryVith this setup, the
number of log-amplitude and phase measuremertsiis- 2048.

The simulated measurement data is computed with the FEM approximation of the diffusion approximation model
in a meshM; which is dense enough to consider the solution as the solution of the problem (22)—(24). Two other
finite element meshes and models are constructed, the (relatively) acoutatel (z, z)] and the radically reduced
one[Ms, A(x, z)] (see Table 1). The actual simulated measurement data was obtained by adding mutually indepen-
dent (non-identically distributed) noise. ; = 5|y ;|/100 with & = 0.5, that is, the error level was 0.5% of the
respective noiseless measurement. Thus, the (instrument) noise is additive and independent, identically distributed,
but the individual variances are not equal, that is, the covariBpégdiagonal but the diagonal entries are not equal.

For the reconstruction basis in (28) for the coefficidnts:) in the inverse problem, we divide the dom&lrinto
n, = 1904 square pixels for both the accurate and approximate models. Thus wé’havg z = Px = z, and the
parameter vectors, z € R'°%4, Having P : R" — R™ wherem < n has an impact mainly whem is very small,

TABLE 1: The FEM meshes used in the simulatioié;
is the number of nodes amdl, is the number of triangular
elements in the mesh.
Mesh | Use N, N,
My Simulation of measurements12,853 | 25,326
Mo Accurate forward model 11,329 | 22,302
M3 Reduced forward model 703 1326

Volume 1, Number 1, 2011



10 Kolehmainen et al.

and less with havingr < n. An exception is poor (initial) modeling, that is, if the accurate representatisa poor
approximation for the reality.

The prior model was constructed as in Section 3.3. The parameters for the prior distribution are given in Table 2.
Elementwise, this means that the values of absorption and scatter coefficients are expected to lie within the two
standard deviation intervals, + 20, and z, + 20, with probability of 95%, with respect to the marginal prior
distributions.

Two draws from the prior models(z) andr(z) are shown in Fig. 1. In the draws, the variation of the background
that was part of the construction of the prior model is clearly visible.

4.2 Estimates and Approximation Error Statistics

We compute MAP estimates only by minimizing the respective posterior potentials. The following particular estimates
are computed in the three test cases:

TABLE 2: The parameters for the prior model:
means and the standard deviatianfor the homo-
geneous background and inhomogeneities. The cor-
relation length for both coefficients was set as 8 mm.

Ty 10.0- 1072 mm™!
Obg,z 1.2-107% mm™!
Oin,z 3.0-1073 mm™!
Zx 1000 - 10~3 mm~—*
Obg,= 1201073 mm~!
Oin,z 3001072 mm™!

0.001 0.03

FIG. 1: Two draws from the prior distribution: (left) absorption coefficiem{$) and (right) scattering coefficient
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1. MAP-REF—Maximum a posteriori estimate for both parameters) with the conventional error modgl=

A(x, z) + e. This estimate is obtained by computing
min {||Le[y — A(z,2) — e)|? + 1L (2 — 2.)* + | La(2 — 2|} (30)

and can be considered as a reference estimate in which both distributed parameters are estimated simultaneously.

2. MAP-CEM—Maximum a posteriori estimate for the primary unknawasing fixedz = 2, and conventional
error modely = A(x, z.) + e, corresponding to

min {|[Lely — A(w, 2.) — e]||” + | La(z — 2.)]*} (31)

3. MAP-AEM—Maximum a posteriori estimate far using fixedz = z, and the approximation error model,
corresponding to B
min {[|Lyjz[y — A2, 2) = Vagal I* + 1 Lo (@ — 2.)]1} (32)

In the above functionals, when the reduced-order model is used, the mpde) is to be substituted byl(z, -) [see
the posterior potentidl (x) in (21)].

In the following numerical examples, the realizationis the mean of the prior model(z). The estimates
(30)-(32) are computed with the Gauss—Newton optimization method with an explicit line search [36].

For the construction of the approximation error statistics, we proceed as follows. The statistics were used only
with MAP with the approximation error model (MAP-AEM) and were computed to correspond to the employed
forward model. The means and covarianceq fok) in the approximation error model (15) were estimated by Monte
Carlo simulation. For this, we draw the sets of samgle$), ¢ = 1,... ngmp} and {2 £ = 1,... ngmp} from
the prior modelsr(x) andn(z), respectively. Using the sets of samples, the realizations of the approximation error
are computed as

e = Az 20y — A(x®, 2), £=1... Ngamp

for the case whereis due to using fixed = z, only, that is, no model reduction errors are present, and
e = Az 20y — A(x®, 20), £=1... Ngamp

for the cases in which both errors from model reduction and using fixedz, are present. The means andv,|,

and the covariancds, andr',, |, are then estimated as sample averages using the safuffles(“), ¢ = 1... ngamp }-
In the following examples, we use sample sizg;,, = 20, 000.

4.3 Reconstructions

We have three different parameterszyg actual is the actual (unknown distributed) parametgrjs the mean of the
modeled prior distribution, ang is the fixed value of used in the posterior model. Boty andz, can be chosen
separately and we do not need to haye# z.. Technically, it is possible to optimizg,, but this is not considered
here.

Three reconstruction cases are considered: case 1—marginalizationavgrwith 2y = z,, and furthermore,
20 = Zbg,actual; CaS€ 2—as in Case 1 but With # zg actual t0 assess the robustness toward the poor choice of
zo; and case 3—both marginalization oveand numerical model reduction errors are present. The actual spatial
distributions forx andz are blocky targets in a homogeneous background. The probability of the acadk with
respect to the prior models is relatively low since they are discontinuous (see top row of any of Figs. 2—4). This is one
of the ways to check the robustness of the approximation error approach against prior model design.

Case 1. Modeling errors caused by using a fixed value ferThe results for case 1 are shown in Fig. 2. The
actual coefficient$z, z) are shown in the top row. The background values of the target distributions coincide with the
prior means. In particulagyg actual = 20-
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Parameters Measurement model 2 (mm~1) z (mm~1)

- .
[
0.002 0.02 0.25 2
. o !
[
0.005 0.017 0.03 1.91
x Az, z0) + e 2o = lmm~!
0 0.036
x Az, z20) +e+e zp = lmm™!

0.006 0.015

FIG. 2: Case 1. Rows from top to bottom: actual distributions, MAP-REF estimate (3Q)far, MAP-CEM
estimate (31) forr using fixedzy = z. and conventional noise model, and MAP-AEM estimate (32) using fixed
z0 = 2« and the approximation error model. The modeling error in MAP-CEM and MAP-AEM is caused solely by
using the (incorrect) fixed valug = z.. Herezug actual = 2+ = 20.

The reference estimates MAP-REF far, z), computed by minimization of (30), are shown in the second row.
The estimates are computed using the accurate forward mddet ), meaning that there are no discretization-related
errors present. The MAP estimate with the conventional error model (MAP-CEM) estimate (31)&ing the fixed
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valuez = z, for the scattering and the conventional noise madel A(x, z.) + e, is shown in the third row. As can

be seen, the use of incorrect valugwhich is here equivalent to the background scatter) has effectively destroyed the
reconstruction of the absorption coefficientalthough the actual differs from the modeled, only in three small
subdomains.

The fourth row shows the MAP-AEM estimate (32) feusing the same fixed = z, and the approximation
error modely = A(x, z.) + e +e. The estimate for the absorption is similar to the MAP-REF estimate, but the circular
targets are slightly more blurred and the values of the inhomogeneous targets are slightly more off the actual values
than with the MAP-REF. This is unavoidable in most cases, since the inclusion of the statistics of the approximation
errors increases the variances of their likelihood, which in turn drives the estimates toward the mean of the prior
model.

Case 2: Tolerance against poor choice@f— The results for case 2 are shown in Fig. 3. The estimates are co-
mputed and arranged as in Fig. 2, the only difference being that in Fig. 3 the actual background value of the scattering
target inzpg actual = 1.520, the discrepancy of which corresponddtdo, with respect to the prior model.

The decrease of the quality of the MAP-REF is due to using a poor model for the prior (background) mean only.
This is still a reasonable estimate showing all five objects of the actual spatial distributions. The MAP-CEM estimate
is completely useless.

The reconstruction quality in the MAP-AEM estimate is similar to that in Fig. 2. This means thataun-
derestimation of the scattering coefficient in the modét, zy) is tolerated well. We also tested a case where the
background of the scattering target wat.50, and+2c, away from the mean,. The MAP-AEM estimate of: re-
mained similar to the estimate shown in bottom row in Fig. 3, exceptin thesgaggual = 20 —20.. In this case, the
guality of the MAP-AEM estimate decreased significantly, producing a nearly useless estimate. Such misspecification
of the background is not expected in practice, since the estimation of the best spatially homogeneous estimates for
andz can be done readily if the approximate background values are not known (see [8]). Based on these numerical
tests, the approximate premarginalization with respect to the unknown scattering parametasonably tolerant
against a discrepancy between the prior model and the fixed,.

Case 3: Combined approximation error caused by fixed z, and model reduction.— The results for case 3
are shown in Fig. 4. The estimates are computed from the same data that was used in Fig. 2. The only difference
between case 1 and case 3 is that in case 3 the estimates are computed using the reduced forwal(d: mggdel
with the number of nodes in the FEM approximation beMg = 1326, instead ofN,, = 22,302 in the accurate
modelA(x, z).

The reference estimate MAP-REF for both unknowns:) was destroyed by the unaccounted for approximation
error caused by use of the reduced FEM model. As with case 2, the MAP-CEM estimate is again useless. On the other
hand, the MAP-AEM estimate with the proposed approach remained similar to case 1, showing that simultaneous
recovery from the use of an incorrect fixed value:@nd model-reduction-related errors is feasible with the proposed
approach.

We did not consider any auxiliary uncertainti&sn the above example. In DOT, the principal candidate&or
is poorly known exterior geometry, but there are also other topics. In clinical applications of optical tomography in
particular, the actual optode locations might be slightly off the modeled locations. Furthermore, the channel amplifi-
cations can only be calibrated up to a constant with, which constant is difficult to estimate.

5. CONCLUSIONS

In this paper we applied the recently proposed approximation error approach for approximate premarginalization
of uninteresting distributed parameters. The approximation error approach is based on the Bayesian framework for
inverse problems. The approximation error approach has earlier been shown to be able to deal with diverse types
of approximation and modeling errors and uncertainties, such as those related to pure model reduction, unknown
boundary data, mismodeled geometry, and use of approximative physical models.

We considered the special case of approximate premarginalization over the inhomogeneous scattering coefficient
in diffuse optical tomography. This is an example of a problem in which there are two or more unknown distributed
parameters, of which only one is of interest. The results for this example problem suggest that the approximation error
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Parameters

Target

Kolehmainen et al.

Measurement model z (mm~1)
Az, 2) +e
N
0.004 0.016 0 2.20
Az, 20) + e 2o = lmm~!
N
0 0.12
T m o
e
0.003 0.016

FIG. 3: Case 2. Misspecification aof,. Rows as in Fig. 2. The modeling error in MAP-CEM and MAP-AEM is
caused solely by using a fixed valte= zo. Herezug actual = 2« + 1.50, = 20 + 1.50.

approach is able to compensate for using an incorrect fixed value for the uninteresting distributed parameter. In this
particular example, the premarginalization was carried over the scattering coefficient, as well as the errors related to
simultaneous reduction of the computational forward model. It was also shown that at least in the studied cases, the
approach is tolerant to a reasonable misspecification of the fixed scattering coefficient.
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Parameters Measurement model z (mm~1) z (mm™1)

Actual
0.002 0.02
(z,2) Alxz,z)+e
0 0.026
x Az, z0) + € 2o = Imm™!
0 0.040
x A(z,z0) +e+e 2o = lmm~!

0.006 0.016

FIG. 4: Case 3. Rows as in Fig. 2. The modeling error in MAP-CEM and MAP-AEM is caused by using a fixed
valuez = 2 and the reduced-order modé(z, z,) for the forward problem. Herg, actual = 2+« = 2o.
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We compare the performance of two methods, the stochastic Galerkin method and the stochastic collocation method, for
solving partial differential equations (PDEs) with random data. The stochastic Galerkin method requires the solution of
a single linear system that is several orders larger than linear systems associated with deterministic PDEs. The stochastic
collocation method requires many solves of deterministic PDEs, which allows the use of existing software. Howeuver, the
total number of degrees of freedom in the stochastic collocation method can be considerably larger than the number of
degrees of freedom in the stochastic Galerkin system. We implement both methods using the Trilinos software package
and we assess their cost and performance. The implementations in Trilinos are known to be efficient, which allows for
a realistic assessment of the computational complexity of the methods. We also develop a cost model for both methods
which allows us to examine asymptotic behavior.

KEY WORDS: uncertainty quantification, stochastic partial differential equations, polynomial chaos,
stochastic Galerkin method, stochastic sparse grid collocation, Karhunen-Loéve expansion

1. PROBLEM STATEMENT

We investigate the linear elliptic diffusion equation with zero Dirichlet boundary conditions, where diffusivity is given
by a random field. IfD is an open subset &" and((2, >, P) is a complete probability space, then this can be written
as
=V - [a(X, w)Vu(X, w)] = f(X, w) (X, w) e D xQ 1)
u(z,w) =0 (X, w) € 9D x Q.

The random input field is often given as a truncated Karhuneév&.¢KL) expansion [1] or by a polynomial chaos
(PC) expansion [2]. The truncated KL expansion is given by

*Correspond to Howard C. Elman, E-mail: elman@cs.umd.edu
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M
CL(X7 (’U) ~ dlﬂ(x7 E,((,U)) = aO(X) + Z V ?\kak’(w)ak’(x)a (2)
k=1
where();, a;) are solutions to the integral equation

/D C(Xl,Xg)ai(X2)dX2 = >\7;CL1;(X1), (3)

andC is the covariance kernel of the random field. That’s, a;) are eigenvalues and eigenfunctions of the covari-
ance operatof defined by

()] (21) = /D Oy, 22) () deca. ()

The random variables are uncorrelated, mean zero, and are given by

Ex(w) = \/% /D la(x, ) — ag(x)] ax(x) dx. ®)

We make the further modeling assumption that the random vari@blgsare independent and admit a joint probabil-

ity density of the formp(&) = HkM:1 px(&x). The covariance kernel is positive semidefinite and its eigenvalues can
be ordered so that; > A, > ... > 0. To ensure the existence of a unique solution to (1) it is necessary to assume that
the diffusion is uniformly bounded away from zero; we assume that there exist constantnda,, ., such that

0 < amin < ap(X, &) < amax < 00, (6)

almost everywheré@-almost surelyi, (-, &) € Lo(D) P-almost surely, ans’fM € L1(Q) ® La(D).

The goal of this paper is to model the computational costs and compare the performance of the stochastic Galerkin
method [3-7] and the sparse grid collocation method [8—10] for computing the solution of (1) (cf. [11] for related
work). Section 2 outlines the stochastic Galerkin method. Section 3 outlines the sparse grid collocation method.
Section 4 presents our model of the computational costs of the two methods. Section 5 explores the performance of
the methods applied to several numerical examples usingrilires software package [12]. Finally, in Section 6 we
draw some conclusions.

2. STOCHASTIC GALERKIN METHOD

Definel’ = x Ty = xM I'm(&) and let

() = / W(£)0(£)p(E) dE = /Q ul&(w)olE(w)] dP @)

be the inner product over the spatg(I") = {v(§) : HU||2L2(F) = (v?) < 0o}. We can define a variational form of (1)
in the stochastic domain by the following: For alE D, find u(x, &) € L(T") such that

—(V-(aVu),v) = (f,v) 8

forallv € Ly(T). This leads to a set of coupled second-order linear partial differential equations (PDESs) in the spatial
dimension. It is common in the literature to combine (8) with a variational formulation of the spatial component of
the problem, which after discretization of both the spatial and stochastic components, leads to the stochastic finite
element method. A variant of this approach, which we use, is to discretize in space by finite differences. Details are
as follows.
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Define S, to be the space of multivariate polynomials&rof total degree at mogt. This space has dimension

Ng = [(M +p)!]/(Mp). Let {\I/k},]j;(;l be a basis foiS, orthonormal with respect to the inner product (7).
Substituting KL-expansions fer(x, w) and f(x, w) and restricting (8) t@ € .S, gives

—/Fv- 2(%, €) ( 3 w(x)%)
=0

This is a set of coupled second-order differential equations for the unknown funationgefined onD, which can
then be discretized using finite differences. This gives rise to a global linear system of the form

\I/jdi,:/fM\IljdE, Vji=0:Ng—1. (9)
T

—

Aii = f. (10)

In practice the random variables appearing in the KL expansierafw) and f(x, w) would be different since
the diffusivity and loading terms would typically have different correlation structures. In this case one would expand
a, f, andu as

M
a(X, w) & anr (X, &) = ao(X) + > v/Arkrar(X) (11)
k=1
A ~ J\l ~ ~
@)~ Far (% 8) = fo00 + 3 Ak i) (12)
k=1
U(X,(U) ’N"U(X, (z_,l,...,(z_,]u,g,l,...,ék), (13)

where,, and &, are the eigenvalues and random variables appearing in the KL expansjorFof the sake of
simplicity we choose to ignore this issue and proceed as if the random variables appearing in the KL expghsion of
anda are the same.

With orderings ofi/ andf(equivalently, the columns and rows of A, respectively) corresponding to a blocking by

spatial degrees of freedorﬁﬁT = [u{,ug, e ,u%J), the coefficient matrix and right-hand side have the tensor
product structure

M M
A=Y@ A, [=) Gi® fr (14)
k=0

k=0
The matrice{ G } and the vectorgg; } depend only on the stochastic basis,
Go(i,7) = (¥:¥;), go(i) = (Vi) = dio, (15)

The matriceq A} correspond to a standard five-point operator$or - (axVu), and{ f;. } are the associated right-
hand side vectors. In the two-dimensional examples we explore below, we use a uniform mesh bf Widtlliscrete
difference operators are formed by using the following five-point stencil

a -|-ﬁ
kT, Y 2

ay <x - }2L7y> ak(z,y) ag (x + h7y> . (16)

2
h
ag xvy_§
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The matrixA;, is symmetric for allk and A is positive-definite by (6). Since the random variables appearing in (5) are
mean-zero, it also follows from (6) thal, is positive-definite.

The matrix A is of ordetV, N, whereN, is the number of degrees of freedom used in the spatial discretization.
It is also sparse in the block sense due to the orthogonality of the stochastic basis functions. Specifically, since the
random variable$&, } are assumed to be independent, we can construct the stochastic basis fynictiolg taking
tensor products of univariate polynomials satisfying the orthogonality condition

(Wi (&r), Wy (Er))k = g Yi(Er )W (Er)pr(Er) dEr = 845. (17)

This basis is referred to as the generalized polynomial chaos of prdiée use of this basis for representing random
fields is discussed extensively in [4] and [7]. The univariate polynomials appearing in the tensor product can be
expressed via the familiar three-term recurrence

Yit1(Er) = (Ex — i) i(Ex) — Bii—1(&x), (18)
wherey = 1, P_; = 0. It follows that

M M
Go(i,7) = (V;, ;) = H(U)ik(f.k),ll)jk(ak»k = H dipju = Oijs (19)
k=1 =1

and fork > 0 the entries iy, are

M

Gil(i,§) = (ExWi, W) = (Exbi, Wik [ Wi

1=1,l#k

= (Wi, W )+ iy, (Wi, W)k + Biy (Wi 1, 05)6) [ (Wi )i (20)

M
(
1=1,l#k

ThusG) is diagonal and+;, has at most three entries per row for- 0. Furthermore, if the density functiopg are
symmetric with respect to the origin, i.@4(&x) = pr(—£&x), then the coefficients; in the three-term recurrence are
all zero and, then has at most two non-zeros per row.

The stochastic Galerkin method requires the solution to the large linear system (10). Once the solution to (10)
is obtained, statistical quantities such as moments or a probability distribution associated with the solution process
can be obtained cheaply [4]. Although the Galerkin linear system is large, there are techniques available by which
this task can be performed efficiently. We elect to directly solve the large symmetric and positive-definite Galerkin
system using the conjugate gradient (CG) method. CG only requires the evaluation of matrix—vector products so
that it is unnecessary to store the assembled matrix A. The matrix—vector products can be performed implicitly fol-
lowing a procedure described in [13]. Each matdix is assembled and the matrix—vector product is expressed as
(Au); = SNt SOM (W, 0;) (Apu;). The termsAgu; are precomputed and then scaled as needed. This ap-
proach is efficient since most of the tertfis, ¥; ¥ ;) are zero. The cost of performing the matrix—vector product in
this manner is essentially determined by the computatiofy.af, for 0 < k£ < M and0 < i < Ng — 1, which entails
(M + 1)N; sparse matrix—vector products by matride, } of order V,. The implicit matrix—vector product also
only requires the assembly 8f + 1 ordersV, stiffness matrices and the assembly of the compongpts; ¥ ;) of
{G}}. Alternatively, one could assemble the entire Galerkin matrix and perform the block matrix—vector product in
the obvious way. This is, of course, less efficient in terms of memory usage since it requires the assembly and storage
of many matrices of the formi, ¥, ¥,)(Axw;). It is also shown in [13] that performing the matrix—vector products
in this way is less efficient in terms of memory bandwidth.

To obtain fast convergence, we will also use a preconditioner. In particular, it has been shown in [14] that an
effective choice is an approximation ' ® G ', whereA, is the mean stiffness matrix. Since the stochastic basis
functions are orthonormaty, is the identity matrix. The preconditioner then entails the approximate actidf of
uncoupled copies ofi, *. For this we use a single iteration of an algebraic multigrid solver provided by [15].
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3. SPARSE GRID COLLOCATION

An alternative to the Galerkin scheme is the collocation method, which samples the input operator at a predetermined
set of points® = {a(l), ..,£™ L and constructs a high-order polynomial approximation to the solution function
using discrete solutions to the deterministic PDEs

V. {aM (x7 a“)) Vu (x, a“)” = fur (x7 a(”) : (1)

where the diffusion coefficients are evaluated at the sample points. Once the polynomial approximai®odo-
structed, statistical information can be obtained at low cost [10], as for the stochastic Galerkin method.

For simplicity of presentation, we first discuss a collocation method using the full tensor product of one-dimensional
point sets. Lef;} be the set of polynomials orthogonal with respect to the megsurket 6, = {& : ;(&) =

Y i+1

0} := {E,Ej,z} fori =1,2,...,andj = 1,2,...,i. These are the abscissas for(@zpoint Gauss quadrature rule
[ j:1

with respect to the measupg. A one-dimensionali)-point interpolation operator is given by

| N C e
v =Y u (60) i@, 100 = T[] o (22)
j=1 n=1,n#j E"L - E'z

These can be used to construct an approximation td£hdimensional random functiom(x, &) by defining a tensor
interpolation operator

U @@ U™ (u)(E) = Z Z w (g9, D) (10 @ a0, (23)

Jji=1 Jm=1

The evaluation of this operator requires the solution of a collection of deterministic PDEs (21), one for each sample
pOINt in Oensor = X2, 6;;.

This method suffers from the so-called curse of dimensionality, since the number of sampld @qints| =
I1}2,16:,| = T1;Z,(i;) grows exponentially with the dimension of the problem. This makes tensor-product collo-
cation inappropriate for problems where the stochastic dimension is moderate or large. This cost can be significantly
reduced using sparse grid methods [10].

Sparse grid collocation methods are based on the Smolyak approximation formula. The Smolyak giderator
is a linear combination of the product formulas in (23). kep, M) = {i € NM : p+ 1 < |i|; < p+ M}. Then the
Smolyak formula is given by

_ i M1 i o TN
A(p, M)(u) iey%M)( 1) (p+M_|i|1>(U ® - @UM). (24)

The evaluation of the Smolyak formula requires the solution of deterministic PDEs (2a(f)f<im the set of points

61771” = U (911 X X eiM)' (25)
i€Y (p,M)

For moderate or large values df, |0, r/| < |Otensor|-
If Gaussian abscissas are used in the definitio®; @nd if v is an M -variate polynomial of total degreein &,
thenu = A(p, M)u [11]; that is, the Smolyak interpolant exactly reproduces such polynomisie refer to the

! An alternative choice of sparse grid points is to use the Clenshaw—Curtis abscissa8With 1 and|@;| = 2¢! 4 1 for
¢ > 1, which produces nested sparse grids [9, 10, 16]. The choice used here, non-nested Gaussian abscissas with a linear growth
rate,|0;] = i, produces grid sets of cardinalities comparable to those for the nested Clenshaw—Curtis grj@j}jé%‘,a“\ =

Clenshaw —Curtis
© |
p,M )
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parametep in A(p, M) as the sparse grid level. It is shown in [9] that sampling the differential operator on the sparse
grid ©,, 5s will produce A(p, M)(u) = u,, whereuw, is an approximate solution to (1) of similar accuracy to the
solution obtained using an ordgrstochastic Galerkin scheme. The sparse grid will have on the ord¥r wiore
points than there are stochastic degrees of freedom in the Galerkin sdfgme2? N for M > 1[10].

For a fully nonintrusive collocation method, the diffusion coefficients of (21) would be sampled at the points in
the sparse grid, and for each sample the deterministic stiffness matrix would be constructed for the PDE,

V. {aM (x, a(”) Vu (x, z“)” = fur (x, a(”) . (26)

This repeated assembly can be very expensive. We elect in our implementations to take advantage of the fact that the
stiffness matrix at a given value of the random variable is a scaled sum of the stiffness matrices appearing in (14). For
a given value of, the deterministic stiffness matrix can be expressed as

M
A(E) = Ao+ Z EiAy. (27)

k=1

In our implementation we assemble the matri¢ds } first and then compute the scaled sum (27) at each collocation
point. This is somewhat intrusive in that this method may not be compatible with with existing deterministic solvers;
however, it greatly reduces the amount of time required to perform assembly in the collocation method.

One could construct a separate multigrid preconditioner for each of the deterministic systems. This can become
very expensive, as the cost of constructing an algebraic multigrid (AMG) preconditioner can often be of the same
order as the iterative solution. This repeated cost can be eliminated if one simply builds an algebraic preconditioner
for the mean problemt; ' and applies this preconditioner to all of the deterministic systems. If the variance of the
operator is small, then the mean-based AMG preconditioner is nearly as effective as doing AMG on each subproblem
and saves time in setup costs. Other techniques for developing preconditioners balancing performance with the cost
of repeated construction are considered in [16].

4. MODELING COMPUTATIONAL COSTS

From an implementation perspective, collocation is quite advantageous in that it requires only a modest modification
to existing deterministic PDE applications. Collocation samples the stochastic domain at a discrete set of points
and requires the solution of uncoupled deterministic problems. This can be accomplished by repeatedly invoking a
deterministic application with different input parameters determined by the collocation point-sampling method. A
Galerkin method, on the other hand, is much more intrusive as it requires the solution of a system of equations with
a large coefficient matrix which has been discretized in both spatial and stochastic dimensions. To better understand
the relationship between these two methods, we develop a model for the computational costs.

We begin by stating in more detail some of the computational differences between the two methods. The Galerkin
method requires the computation of the matricgs= (¥;V;) andG; = (£,¥;¥;) associated with the stochas-
tic basis functions, the assembly of the right-hand side vector and the spatial stiffness mr{atrigeand finally,
the solution to the large coupled system of equations. Collocation requires the construction of a sparse grid and the
derivation of an associated sparse grid quadrature rule, and the assembly/solution of a series of deterministic subprob-
lems. Further, as observed above, the number of sample points needed for collocation tends to be much larger than the
dimension of the Galerkin system required to achieve comparable accuracy.

In this study we examine only methods which are isotropic in the stochastic dimension, allocating an equal number
of degrees of freedom to each stochastic direction. Anisotropic versions of both the sparse grid collocation method
and the stochastic Galerkin could be implemented by weighting the maximum degree of the approximation space in
each direction. This has been explored in the case of sparse grid collocation [17]. We expect a cost comparison for an
anisotropic stochastic Galerkin method and the anisotropic sparse grid collocation method to be comparable to that
of their isotropic counterparts. Additional modifications to the stochastic collocation for adaptively dealing with very
high dimensional problems are considered in [18, 19]. We do not consider these methods here.
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For a fixedM, p, let Zs be the number of preconditioned conjugate gradient (PCG) iterations required to solve
the Galerkin system, le¥; « be the cost of applying the mean-based preconditioner during a single iteration of the
stochastic Galerkin method, and 8ty be the cost of a single matrix—vector product for (10), wher@endy are
constants. Note in particular thatis constant because of the optimality of the multigrid computation. Then the total
cost of the Galerkin method can be modeled by

Galerkin cost = Ng Zg(x +v). (28)

The parametey can be thought of as the number of ordér-matrix—vector products required per block row in the
stochastic Galerkin matrix. When implementing the implicit matrix—vector produistequal toM + 1.
We can model the costs of the collocation method with the mean-based multigrid preconditioner by

Collocation cost = Zo2P Ng (x + 1), (29)

wherep is the Smolyak grid levelN; is the number of degrees of freedom needed by an grd&alerkin system,

Z ¢ is the average number of PCG iterations needed to solve a single deterministic systemi-dnd the cost of

the preconditioning operation and a single ordgrmatrix—vector product. The factor 8f derives from the relation
between the number of degrees of freedom for the stochastic Galerkin and sparse grid collocation methods for large
M.

In our application, we fix the multigrid parameters as follows: One V-cycle is performed at each iteration and
within each V-cycle one symmetric Gauss—Seidel iteration is used for both presmoothing and postsmoothing. The
coarsest grid is assumed coarse enough so that a direct solver can be used without affecting the cost per iteration;
in our implementations we uselax 1 grid. These parameters were chosen to optimize the run time of a single
deterministic solve. The cost to apply a single multigrid iteration is roughly equivalent to 5—6 matrix products (two
matrix—vector products for fine-level presmoothing, another two for fine-level postsmoothing, and one matrix—vector
product for a fine-level residual calculation). Thusgan be assumed to 3eor 6 after accounting for computational
overhead.

The relative costs of the two methods depend on the parameter values. In particular,

CoIIocat_lon cost (ZC) op (x+7) . (30)
Galerkin cost Za (x+1)

If, for example, the ratio of iteration count&/Z¢) is close tol and the preconditioning costs dominate the matrix
vector costs (i.eq > ), then we can expect the stochastic Galerkin method to outperform the sparse grid collocation
method because of the fact®?. Alternatively, if y is comparable compared to, the preconditioning cost, then
collocation is more attractive. The cost of the two methods is identical when (29) and (28) are equal. After canceling
terms this giveQP o = (Zs¢/Zc)(x + v). Table 1 gives values aV; and|O| for various values ofi/ andp. One
can observe tha¥ Ny ~ |©] is a slight overestimation, but it improves &5 grows larger. For reference, the number
of points used by a full tensor product grid is also shown.

In the remainder of this paper, we explore the model and assess the validity of assumptions. In particular, we
compare the accuracy of a leyeBmolyak grid with a degregpolynomial approximation in the Galerkin approach.
We also investigate the cost of matrix—vector products and the convergence behavior of mean-based preconditioning.

5. EXPERIMENTAL RESULTS AND MODEL VALIDATION

In this section we present the results of numerical experiments with both discretization methods, with the aims of
comparing their accuracy and solution costs and validating the model developed in the previous section. First, we
investigate a problem with a known solution to verify that both methods are converging to the correct solution and to
examine the convergence of the PCG iteration. Second, we examine two problems where the diffusion coefficient is
defined using a known covariance function, and we measure the computational effort required by each method.
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TABLE 1: Degrees of freedom for various methods.

Levelp Galerkin | Non-zero blocks| Tensor grid
sparse grid (Gaussian) per row in
M=2 8] Ng Galerkin matrix
p=1 5 3 2.33 4
p=2 13 6 3.00 9
p=3 29 10 3.40 16
p=4 53 15 3.67 25
M =10
p=1 21 11 2.82 1024
p=2 221 66 4.33 59,049
p=3 1581 286 5.62 1,048,576
p=4 8761 1001 6.71 9,765,625
M =20
p=1 41 21 2.90 1.04 x 10°
p=2 841 231 4.64 3.49 x 10°
p=3 11,561 1771 6.22 1.10 x 10*2

5.1 Behavior of the Preconditioned Conjugate Gradient Algorithm

For well-posed Poisson problems, PCG with a multigrid preconditioner converges rapidly. Since collocation entails the
solution of multiple deterministic systems, we expect multigrid to behave well. For Galerkin systems, the performance
of mean-based preconditioning is more complicated. To understand this we investigate the problem

-V [a(X, E,)U(X7 E,)] = f(X, E,) (31)

in the domair{—0.5, 0.5] with zero Dirichlet boundary conditions, where the diffusion coefficient given as a one-term
KL expansion,

1
a(X,&) =1+ 0—¢&cos {E(xQ + yQ)} . (32)
T 2
We choose the function
u = exp(—|&|*)16(z? — 0.25)(y* — 0.25) (33)

as the exact solution, and the forcing tefris defined by applying (31) to.
The diffusion coefficient must remain positive for the problem to remain well-posed. This is the case provided

1
G;E,cos (grz)

which holds wherjé| < (72)/(0). As a consequence of this, well-posedness cannot be guaranteed,ighan-
bounded. There are various ways this can be addressed. We assume here that the random variable in (32) has a
truncated Gaussian densjty

<1, (34)

(&) ! e ( 5'2)1 (35)
=~ ., 2. . &KX Ty —cC,C|»
T ey P\ T2 ) e

which corresponds to taking the diffusion coefficient from a screened sample where the screening value c is chosen to
enforce the conditions (1.7) for ellipticity and boundedness. The cutoff paramisteinosen to be equal 0575. For
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this cutoff the area under a standard normal distribution betwedns equal t00.99. For this value ot |&] < 2.575
and the problem is guaranteed to remain well posed provideatkat?) /[max(|&|)] = 3.8329.

Polynomials orthogonal to a truncated Gaussian measure are referred to as Rys polynomials [20]. As the parameter
c is increased, the measure approaches the standard Gaussian measure and the Rys polynomials are observed to
approach the behavior of the Hermite polynomials. For our implementation of collocation, the sparse grids are based
on the zeros of the Rys polynomials for the measure determined by (35). This leads to an efficient multidimensional
guadrature rule using the Gaussian weights and abscissas.

The recurrence coefficients for orthogonal polynomials can be expressed explicitly as

o, — S0 dE -y Jpbi(£)°p(E) dE
L e wi(E)2p(8)dE T T [bio1(8)2p(E) dE

In the case of Hermite polynomials there exist closed forms for the recurrence coefficients. No such closed form is
known in general for the Rys polynomials so a numerical method must be employed. The generation of orthogonal
polynomials by numerical methods is discussed extensively in [20] and the use of generalized polynomial chaos bases
in the stochastic Galerkin method is discussed in [7]. We compute the coeffi€efjtand{p,} via the discretized

Steltjies procedure [21] where integrals in (36) are approximated by quadrature.

Testing for both the sparse grid collocation method and the stochastic Galerkin method was performed using the
truncated Gaussian PDF and Rys polynomials for several valuesTtfe linear solver in all cases was stopped when
(Il7ll2)/(||b]]2) < 10712, wherer,, = b — Az is the linear residual and andb are the coefficient matrix and
right-hand side, respectively. We constructed the sparse grids usiD@kntasoftware package [22].

Table 2 reportg|(e,)||:.. . the discreté,,-norm of the mean errdfe,) evaluated on the grid points. For problems
in one random variable, the stochastic collocation and stochastic Galerkin methods produce identical results. Table 3
shows the average number of iterations required by each deterministic subproblem as a function of grid kevel and

(36)

TABLE 2: Mean error in the discrete, norm for the stochastic collo-
cation and stochastic Galerkin methods.

(e}

Level/p 1 5 3 7 5

1 0.1856 0.1971 0.2175 0.2466 | 0.2807
2 0.0737 0.0811 0.0932 0.1095 | 0.1207
3 0.0245 0.0279 0.0331 0.0389 | 0.1195
4 0.0070 0.0082 0.0099 0.0121 DNC
5 0.0017 0.0021 0.0026 0.0029 DNC
6 3.7199e-4| 4.6301e-4| 5.7900e-4|| 6.7702e-4| DNC
7 7.2002e-5| 9.1970e-5| 1.1605e-4|| 4.1598e-4| DNC

TABLE 3: lterations for the stochastic collocation (left) and stochastic Galerkin methods

(right).
Level o p °
1 2 3 4 5 1123 4 5

1 10 10 10.5 11 11 1113|1516 | 18 21
2 10 | 10.33| 10.67|| 11.33| 12.67| 2 | 13| 17| 22| 28 38
3 10 10.5 11 12.25| 22 3114|19| 26| 39 | 140
4 10 10.6 | 11.2 13 | DNC || 4| 14| 20| 29| 53 | DNC
5 10.17| 105 | 11.33|| 13.83| DNC || 5| 14| 21| 31| 69 | DNC
6 10.14| 10.43| 11.43|] 15 | DNC | 6| 15| 21| 33| 94 | DNC
7 10.13| 10.63| 11.38(| 16.75| DNC || 7 | 15| 21 | 34 || 136 | DNC
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Problems to the right of the double line do not satisfy (34), and some of the associated systems will be indefinite for
a high enough grid level, as some of the collocation points will be placed in the region of ill-posedness. If the solver
failed to converge for any of the individual subproblems, the method is reported as having failed using “DNC”.

Table 3 shows the PCG iteration counts for both methods. Again, problems to the right of the double line are
ill-posed, and the Galerkin linear system as well as a subset of the individual collocation systems are guaranteed
to become indefinite as the degree of polynomial approximati(for stochastic Galerkin) or sparse grid level (for
collocation) increases [14]. Table 3 shows that the iteration counts are fairly well behaved when mean-based precon-
ditioning is used. In general, iterations grow as the degree of polynomial approximation increases.

It is well known that bounds on convergence of the conjugate gradient method are determined by the condition
number of the matrix. It is shown in [14] that if the diffusion coefficient is given by a stationary field, as in (32), then
the eigenvalues of the preconditioned stochastic Galerkin system lie in the interval 1 + 1], where

=G = (Z\fIIak |L> 37)

andC is the magnitude of the largest zero of the degree 1 orthogonal polynomial. Therefore the condition
number is bounded by(A) < [1 + 7]/[1 — T]. It is possible to bound the eigenvalues of a single system arising in
collocation in a similar manner using the relation (27). The eigenvalues of the system arising from sampling, (27) at
lie in the bounded intervdl — (&), 1 + T(&)] where

(Z Va0 [Ex| ) (38)

Likewise, the condition number for a given preconditioned collocation system can be boundet )] < (1 + )/

(1 — 7). For both methods, as increases relative tp the associated systems may become ill-conditioned and will
eventually become indefinite. Likewise, a®r the sparse grid level increaség)*y andmaxe, ,, || increase and
the problems may again become indefinite. However,ig bounded then bott'}'* andmaxe, ,, |&| are bounded

for all choices ofp and the sparse grid level and the systems are guaranteed to remain positive definite, pravided
not too large.

The effect of these bounds can be seen in the above examples sinéacasases the iteration counts for both
methods increase until finally for large choicesoofind largep or grid level the PCG iteration fails to converge.
However, for smaller values @f the PCG iteration converges in a reasonable number of iterations for all tested values
of p and grid level.

5.2 Computational Cost Comparison

In this section we compare the performance of the two methods using both the model developed above and the
implementations infrilinos. For our numerical examples, we consider a problem where only the covariance of the
diffusion field is given. We consider two problems of the form

Vu} =1, (39)

_v.{

where values of\/ between3 and15 are explored and\, f} are the eigenpairs associated with the covariance
kernel

M
w+ oY VAErfi(@)
k=1

C(X1,X2) = exp(—|r1 — 2| — |[y1 — y2l)- (40)

The KL expansion of this kernel is investigated extensively in [4]. For the first problem, the random vafallese
chosen to be identically independently distributed uniform random variablésion]. For the second problem, the
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random variable$é } are chosen to be identically independently distributed truncated Gaussian random variables as

in the previous section. For the first, problem= 0.2 ando = 0.1. For the second problem, = 1 ando = 0.25.

These parameters were chosen to ensure that the problem remains well posed. Table 4 shows approximate values for
1 for both of the above problems. In the second case, where truncated Gaussian random variables hre used,
becomes close to zero as the stochastic dimension of the problem increases. Thus this problem could be said to be
nearly ill-posed. In terms of computational effort this should favor the sparse grid collocation method, since, as was
seen in the previous section, iteration counts for the stochastic Galerkin method increased faster than those for the
collocation method as the problem approaches ill-posedness. The spatial domain is discretized by a uniform mesh
with discretization parametér= 1/32. Note that the mean-based preconditioning eliminates the dependeha# on

the conditioning of the problem [14], so we consider just a single value of the spatial mesh parameter.

Approximate solutions are used to measure the error since there is no analytic expression for the exact solution
to either of the above problems. To measure the error for the Galerkin method the exact solution is approximated by
a high order ¢ = 10) Galerkin scheme. For the collocation method we take the solution from allewsgarse grid
approximation as an approximation to the exact solution. These two differed by an amount on the order of the machine
precision. The error in the stochastic space is then estimated by computing the mean and variance of the approximate
solutions and comparing it to the mean and variance of the order-10 (level-10) approximations. The linear solves for
both methods stop wher,||2)/(]|b|]2) < 1072, In measuring the time, setup costs are ignored. The times reported
are nondimensionalized by the time required to perform a single deterministic matrix vector product and compared
with the model developed above.

Figure 1 explores the accuracy obtained for the two discretizationd/for 4; the behavior was the same for
M = 3andM = 5. In particular, it can be seen that for both sample problems, the same valeafesponding to
the polynomial space for the Galerkin method and the sparse grid level for the collocation method) in the two methods

TABLE 4: Approximate values of for model problems.
Uniform random variables Truncated Gaussian random variables

M|T;,=[-1,1,0=01,0=02 | T; =[-2.576,2.576],0 = 0.25, p. = 1
3 0.533 0.686
4 0.549 0.708
5 0.566 0.729
107! —— 107
—4&— Galerkin - —4A— Galerkin
& Collocation p=1 & Collocation

Error

1075k

1076 :
10° 10

Stochastic Degrees of Freedom

FIG. 1: Errors vs stochastic DOF fak/ = 4. Uniform random variables (left), and truncated Gaussian random

variables (right).
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produce solutions of comparable accuracy. Thus, the Galerkin method gives higher accuracy per stochastic degree of
freedom. Since the unknowns in the Galerkin scheme are coupled, the cost per degree of freedom will be higher. In
terms of computational effort, the question is whether or not the additional accuracy per degree of freedom will be
worth the additional cost.

Figures 2 and 3 compare the costs incurred by the two methods, measured in CPU time, for obtaining solutions of
comparable accuracy. The timings reflect time spent to execute the methods on an Intel Core 2 Duo machine running
at3.66 GHz with 6 Gb of RAM. In the figures these timings are nondimensionalized by dividing by the cost of a single
sparse matrix—vector product with the (five-diagonal) nonzero structyté;df. This cost is measured by dividing the
total time used by the collocation method for matrix—vector products by the total number of CG iterations performed
in the collocation method. This allows the times to be compared to the cost model (28) and (29), which in turn helps
ensure that the implementations are of comparable efficiency. The model is somewhat less accurate for the collocation
method, because for these relatively low-dimensional models the approxinf@yan| = 2P N; is an overestimate.

For the values of\f used for these resultd{ = 3,4, and5), it can be seen that the Galerkin method requires less
CPU time than the collocation method to compute solutions of comparable accuracy, and that the gap widens as the

M=3 M=4
10° ; 108 ‘ ‘
A— Galerkin Q —A— Galerkin
o ©— Collocation N ©&— Collocation
N — A~ - Galerkin Model p=5 a - A~ - Galerkin Model
. ~ — -O— - Collocation Model h — - - Collocation Model
~ 105 o o 1 =
3 g 5
S s, 5 10} N
2 A 2 —~—_
o) ~aA_ [}
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2 10%} p=4 2z
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Q (o)
£ £ 101
10%;
102 6 5 - 3 2 1 10° 6 5 4 3 2 1
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FIG. 2: Solution time vs error foA! = 3, 4, 5. Uniform random variables.
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FIG. 3: Solution time vs error fodl = 3,4, 5. Truncated Gaussian random variables.

dimension of the space of random variables increases. Also, it is seen in Figs. 2 and 3 that the performance of each
method is largely independent of the density functions used in defining the random vagjables

Table 5 expands on these results for larger valugd pbased on our expectation that the same valye(afain,
corresponding to the polynomial space for the Galerkin method or the level for the collocation method) yields solutions
of comparable accuracy. The trends are comparable fdi/adind show that as the size of the approximation space
increases, the overhead for collocation associated with the increased number of degrees of freedom becomes more
significant.

6. CONCLUSION

In this study we have examined the costs of solving the linear systems of equations arising when either the stochastic
Galerkin method or the stochastic collocation method is used to discretize the diffusion equation in which the diffusion
coefficient is a random field modeled by (2). The results indicate that when mean-based preconditioners are coupled
with the conjugate gradient method to solve the systems that arise, the stochastic Galerkin method is quite competitive
with collocation. Indeed, the costs of the Galerkin method are typically lower than for collocation, and this differential
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TABLE 5: Solution (preconditioning) time in seconds for second model problem.

Elman et al.

Stochastic Galerkin Sparse grid collocation
M=5 M =10 M =15 M=5 M =10 M =15
Levelp =1 | 0.058139 0.147306 0.320443 0.068934 0.163258 0.285779
(0.026912) | (0.051521) | (0.085775) | (0.036288) | (0.078107) | (0.123893)
2 0.269301 1.20465 3.80461 0.532407 2.13126 5.07825
(0.119066) | (0.0385744) | (1.04111) | (0.275829) | (0.98289) (2.1247)
3 1.20353 13.1382 51.448 2.41468 16.9871 57.9837
(0.372013) | (2.57246) (7.40171) | (1.20969) | (7.54744) | (23.1414)
4 3.50061 53.786 168.112 8.31068 102.595 493.042
(1.1846) (10.1633) (41.325) (4.14521) | (44.0484) | (193.199)
5 6.510255 117.729 24.5645 515.751
(2.89493) (36.2012) (12.0362) | (221.546)

becomes more pronounced as the number of terms in the truncated KL expansion increases. We have also developed
a cost model for both methods that closely mirrors the complexity of the algorithms.
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Soil heterogeneity and the lack of detailed site characterization are two ubiquitous factors that render predictions of flow
and transport in the vadose zone inherently uncertain. We employ the Green—Ampt model of infiltration and the Dagan—
Bresler statistical parameterization of soil properties to compute probability density functions (PDFs) of infiltration rate
and infiltration depth. By going beyond uncertainty quantification approaches based on mean and variance of system
states, these PDF solutions enable one to evaluate probabilities of rare events that are required for probabilistic risk
assessment. We investigate the temporal evolution of the PDFs of infiltration depth and corresponding infiltration rate,
the relative importance of uncertainty in various hydraulic parameters and their cross-correlation, and the impact of the
choice of a functional form of the hydraulic function.

KEY WORDS: Uncertainty quantification, stochastic, infiltration rate, Green—Ampt model

1. INTRODUCTION

Soil heterogeneity and the lack of detailed site characterization are two ubiquitous factors that hamper one’s ability to
predict flow and transport in the vadose zone. The continuing progress in data acquisition notwithstanding, measure-
ments of hydraulic properties of partially saturated media remain scarce and prone to measurement and interpretive
errors. Consequently, spatial distributions of hydraulic parameters (saturated and relative hydraulic conductivities,
and parameters in retention curves) are typically uncertain and their statistical properties are subject to considerable
debate.

Despite some reservations, e.g., [1, 2], it has become common to treat saturated hydraulic condu¢tvigs
a multivariate log-normal random field whose ensemble statistics (e.g., mean, variance, and correlation length) can
be inferred from spatially distributed data by means of geostatistics. No such consensus exists about statistical dis-
tributions of various hydraulic parameters entering relative hydraulic conductivity and retention curves. For example,
various data analyses concluded that spatial variability of a soil paramgter) in the Gardner model of relative
conductivity, which is often referred to as the reciprocal of the macroscopic capillary length, exhibits either a normal
[3] or log-normal [4] distribution and is either correlated [5] or uncorrelated [3] viith We defer a more detailed
review of the statistical properties of ba#fg; (x) and parameters in the van Genuchten model of relative conductivity
until Section 2. Here, it suffices to say that any approach to uncertainty quantification for flow and transport in the
vadose zone must be flexible enough to accommodate arbitrary statistical distributions of soil properties.

Statistical treatment of hydraulic parameters renders corresponding flow equation stochastic. Solutions of these
equations are probability density functions (PDFs) of system states (water content, pressure, and macroscopic flow
velocity) and can be used not only to predict flow in heterogeneous partially saturated porous media but also to quantify
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predictive uncertainty. Rather than computing PDFs of system states, standard practice in subsurface hydrology is to
compute (analytically or numerically) the first two moments of system states, and to use their ensemble means as
predictors of a system’s behavior and variances (or standard deviations) as a measure of predictive uncertainty. A
large body of literature employing this approach to solve the stochastic Richards equation includes [6—11], to name
just a few. With the exception of solutions based on the Kirchhoff transformation [12—14], such analyses require one
to linearize constitutive relations in the Richards equation, introducing errors that are hard to quantify a priori. More
important, none of these solutions can be used to estimate the probability of rare events, which is of crucial importance
for uncertainty quantification and risk assessment [15].

The Green—Ampt model described in some detail in Section 2 (see also [16, Section 5.2]) provides an alternative
description of flow in partially saturated porous media. The relative simplicity of the Green—Ampt formulation makes
it easier to solve than the Richards equation, which explains its prevalence in large numerical codes—e.g., SCS de-
veloped by U.S. Environmental Protection Agency (USEPA), DR3M developed by U.S. Geological Survey (USGS),
and HIRO2 developed by U.S. Department of Agriculture (USDA)—that are routinely used to predict overland and
channel flows. The first analysis of the impact of soil heterogeneity and parametric uncertainty on solutions of the
Green—-Ampt equations was carried out by Dagan and Bresler [17]. Saturated hydraulic conductivity—the sole source
of uncertainty in their analysis—was treated as a two-dimensi@mom field K;(z1,z2). This enables one to
model vertical infiltration with a collection of one-dimensional (in thedirection) solutions each of which corre-
sponds to a differemtandom variableK ;. The Dagan—Bresler statistical model [17], whose precise formulation is
provided in Section 2, was found to yield accurate predictions of infiltration into heterogeneous soils [18, 19] and has
been adopted in a number of subsequent investigations, e.g., [19-24]. These and other similar analyses aimed to derive
effective (ensemble averaged) infiltration equations, and some of them quantified predictive uncertainty by computing
variances of system states.

Driven by the needs of probabilistic risk assessment, we focus on the derivation of single-point PDFs (rather than
the first two moments) of system states describing infiltration into heterogeneous soils with uncertain hydraulic pa-
rameters. Our analysis employs the Green—Ampt model of infiltration with the Dagan—Bresler parameterization, both
of which are formulated in Section 2. This Section also contains an overview of experimentally observed statistical
properties of the coefficients entering the Gardner and van Genuchten expressions of relative hydraulic conductivity
K,.. A general framework for derivation of PDF solutions of the Green—Ampt model is presented in Section 3. In
Section 4 we investigate the temporal evolution of the PDFs of a wetting front (Setion 4.1) and corresponding infiltra-
tion rate (Section 4.2), the relative importance of uncertainty in various hydraulic parameters (Section 4.3) and their
cross-correlation (Section 4.4), and the impact of the choice of a functional foii). ¢Section 4.5). Concluding
remarks are presented in Section 5.

2. PROBLEM FORMULATION

Consider infiltration into a heterogeneous soil with saturated hydraulic condudiiyityporosity ¢, residual water
contentd,,, and relative hydraulic conductivit§',.({; &) that varies with pressure heald in accordance with a
constitutive model and model parametars/Nhile the subsequent analysis can be applied to any constitutive relation,
we focus on the Gardner model [16, Table 2.1]

K, = e%c¥ (1)
and the van Genuchten model (ibid)

(L= ()~

K, = )
(1 + q)s)m/Q

Yy = (X"UG|11)|' (2)

The model parametets (x = o and{a,c,n,m = 1 — 1/n} for the Gardner and van Genuchten models, respec-
tively) and the rest of the hydraulic properties mentioned above vary in space and are sparsely sampled. To quantify
uncertainty about values of these properties at points (z1,z2,23)7 where measurements are unavailable, we
treat them as random fields. Thus, a soil paramdiet, w) varies not only in the physical domair,c D, but also
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in the probability spacev € Q. A probability density functiom 4, which describes the latter variability, is inferred

from measurements of by invoking ergodicity. Experimental evidence for the selection of PRF$or various soll
parametersA is reviewed in Section 2.1, and the Dagan—Bresler statistical model used in our analysis is formulated
in Section 2.2.

The overreaching aim of the present analysis is to quantify the impact of this parametric uncertainty on predic-
tions of both the dynamics of wetting fronts and infiltration rates. Uncertainty in the former may significantly affect
the accuracy and reliability of field-scale measurements of soil saturation [25], while uncertainty in the latter is of
fundamental importance to flood forecasting [23].

2.1 Statistics of Soil Parameters

Saturated hydraulic conductivity. In addition to the experimental studies reviewed in [12], the data analyses reported
in [4, 24], etc., support our treatment of saturated hydraulic conductijtas a log-normal random field.

Gardner’s constitutive parameter. The (scarce) experimental evidence reviewed in [12] suggestscthathe
reciprocal of the macroscopic capillary length, can be treated alternatively either as a Gaussian (hormal) or as a log-
normal random field. While the approach described below is capable of handling both distributions, in the subsequent
computational examples we will treat; as a log-normal field, which is a model adopted in more recent computational
investigations (e.g., [4, 10]).

Van Genuchten’s constitutive parametersThe van Genuchten hydraulic function (2) is a two-parameter model
obtained from its more general form by setting= 1 —1/n and! = 1/2 (hence, the power./2 in the denominator).

We employ this form because of its widespread use [16, Table 2.1], but the approach described below can be readily
applied to quantify uncertainty in more general formulations with arbitrarand [. The experimental evidence
presented in [4, 26, 27] shows that the coefficient of variatiom@f is much larger than that ef. These data suggest

that o, can be treated as a log-normal field and the shape facisra deterministic constant.

Correlations between hydraulic parameters Experimental evidence presented in [4, 12] suggests that the coef-
ficient of variation (CV) of K is generally much larger than that of eithet or o, . These parameters were found
to be either perfectly correlated or uncorrelated or anticorrelated (see also [28]). Our analysis allows for an arbitrary
degree of correlation betwedty; and eitherxg or o,

Finally, since the difference between the full and residual saturatichs= ¢ — 6, typically exhibits lower
spatial variability than botli; andxg (or «,¢), we treat it as a deterministic constant to simplify the presentation.
Our approach can be adopted to quantify uncertaintxénand the shape factor in the van Genuchten hydraulic
function, as discussed in Section 3.

2.2 Statistical Model for Soil Parameters

Following [17], we restrict our analysis to infiltration depths that do not exceed vertical correlation léngihs
(random) soil parametetd(x, w). Then A = A(z1,x2, w), SO that a heterogeneous soil can be represented by a
collection of one-dimensional (in the vertical directiop) homogeneous columns of length;, whose uncertain
hydraulic properties are modeled as random variables (rather than random fields). The reggristidg formally

renders the Dagan—Bresler parameterization [17] suitable for heterogeneous topsoils, and thus can be used to model
surface response to rainfall events [23, 24] and transport phenomena in topsoil [21]. Yet it was also used to de-
rive effective properties of the whole vadose zone [4, 28]. Rubin and Or [19] provide an additional justification

for the Dagan—Bresler parameterization by noting that “the determination of soil hydraulic properties through field
methods. .homogenize the properties vertically, thus eliminating the variability in the vertical direction in a practical
sense.”

Consider a three-dimensional flow doméin= Q, x [0, L3], where(;, represents its horizontal extent. A dis-
cretization ofQ2;, into N elements represenfs by an assemblage d¥ columns of lengthLs; and facilitates the
complete description of a random fiel|z1, 22, w)—in the analysis belowd stands forK;, «¢, anda, g but can
also include other hydraulic properties and the ponding pressurewhgatithe soil surface:; = 0—with a joint
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probability functionp 4 (A, ..., Ax). Probability density functions (PDFs) of hydraulic properties ofithecolumn
are defined as marginal distributions,

PA; (Az> = /p.A(A17 N ,An>dA1 ce dAi—ldAi+1 RN dAN (3)

Since statistical properties of soil parametdrare inferred from spatially distributed data by invoking ergodicity, the
corresponding random fields (or their fluctuations obtained by data de-trending) must be stationary so that

pa, =pa for i=1,...,N. 4

Furthermore, if such soil parameters (el§,, andx) are correlated, their statistical description requires the knowl-
edge of a joint distribution. For multivariate Gaussian= In K, andY> = In g (or Y2 = In o), their joint PDF
is given by

1 R
Pyy,Y, (Y1, = eXp | — 5~ 5a
(w1, 2) 270y, 0y, /1 — p2 { 2(1— 92)} (5a)

where

—Y)? —Yiy—Y —Y,)?
(y1 : 1) _2py1 1Y2 2+(y2 : 2) :
Oy, Oy, Oy, Oy,

(5b)

Y; and oy, denote the mean and standard deviatio,ofi = 1,2), respectively; and-1 < p < 1 is the linear
correlation coefficient betweeri andY;. The lack of correlation betweéry andY; corresponds to setting= 0 in

(5).

2.3 Green—Ampt Model of Infiltration

During infiltration into topsoils, the Dagan—Bresler parameterization of soil heterogeneity can be supplemented with
an assumption of vertical flow. The rationale for, and implications of, neglecting the horizontal component of flow
velocity can be found in [17, 19, 20] and other studies reviewed in the Introduction.

This assumption obviates the need to solve a three-dimensional flow problem, replacing the latter with a collection
of N one-dimensional flow problems to be solved in homogeneous soil columns with random but constant hydraulic
parameters. Such a framework was used to predict mean (ensemble averaged) flow with either the Green—Ampt
model [17, 20] or the steady-state Richards equation with the Gardner hydraulic function [19]. We employ the Green—
Ampt description because it enables one to handle transient flow and to employ arbitrary hydraulic functions, without
resorting to linearizing approximations [29].

Let I(t) denote (uncertain) cumulative infiltration due to ponding water of hejiglat the soil surface; = 0. The
Green—Ampt model of infiltration approximates an S-shaped wetting front with a sharp interfacthat separates
fully saturated soil (saturatiod) from dry soil (saturatio®,.). The latter is also known as infiltration depth. If the
coordinate is positive downward, Darcy’s law defines macroscopic (Darcy’sy thexe.g., [16, Eq. (5.1)])

_ g Yoo ©)
xf
Pressure headis at the infiltration depthx¢(¢) is empirically set to a “capillary drive”,
0
V= [ Ko av. 7)

Yin

where;, is the initial pressure head in the dry soil.
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Mass conservation requires thitt) = (w — 6,) z¢(¢t) and the infiltration rate¢ = dI/d¢ equalsqg. The first
condition yields

. dxe

=A0—
! dt”
which, combined with the second condition and (6), leads to a (stochastic) ordinary differential equation for the
position of the wetting front,

A =w —0,, 8)

AG% _ Ksll)o + ¢ —1l)f7
dt T

Our goal is to relate uncertainty in hydraulic paramet&rsand o (or o, ) to predictive uncertainty about the

infiltration depthz¢(t) and the infiltration raté(t), i.e., to express the PDFs of the latter(z; t) andp;(i;¢), in

terms of the PDF of the former (5).

x¢(t = 0) = 0. 9)

3. PDF SOLUTIONS

To simplify the presentation, we assume that the height of ponding whgerioes not change with during the
simulation timeT". Then an implicit solution of (9) takes the form

o . ) Tt o Ks
zr — (Yo — Yr) In (1 + R _¢f> BN (10)
For smallt, (10) can be approximated by an explicit relation [16, Eq. (5.12)]
200 — ) Kt
For larget, flow becomes gravity dominated~ K, and [16, p. 170]
Tr R &t. (12)

A

For intermediate, various approximations, e.g., [30] and [16, p. 170], can be used to replace the implicit solution (10)

with its explicit counterparts. We will use the implicit solution (10) to avoid unnecessary approximation errors.
Several of the simplifying assumptions made above can be easily relaxed. Firsf{siand A6 enter the stochas-

tic Eq. (9) and its implicit solution (10) as the ratf} = K /A0, one can easily incorporate uncertainty in (random-

ness of)A0 by replacing the PDF ok with the PDF of K*. Second, the implicit relatiof(x¢, K /A0, ;1) = 0

given by (10) and (7) allows one to express the PDE:ah terms of the PDFs ainynumber of hydraulic parameters

by following the procedure described below. Third, uncertainty in, and temporal variability of, the height of ponding

watenp(¢) can be dealt with by replacing (10) with an appropriate solution of (9).

3.1 PDF of Infiltration Depth

Let Gt(zf) = P(xr < zf) denote the cumulative distribution function ©f, i.e., the probability that the random
position of the wetting front:; takes on a value not larger thafi. Since (10) provides an explicit dependence of
randomK on randome; ando (wherex stands for eitheig or ), i.€.,

A0 xTf >:|
Ky(xp, &) = — |ap — (Yo —WPg)In {1+ , 13
()= 2 [xf (o — i) n( . (13)
it follows from the definition of a cumulative distribution function that
A dK.d
sdo
Gt (x7) =/ / vy, (K, &) Koo (14)

0 0
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The denominator in (14) reflects the transition from (5), the joint Gaussian PDF fandY>, to the log-normal
variablesK; = exp(Y1) anda = exp(Y3).
The PDF of the random (uncertain) infiltration deptfiz}; ¢) can now be obtained as

dGi(z7;t)
pe(afst) = ————=. (15)
f dx;

Using Leibnitz’s rule to compute the derivative of the integral in (14) and (15), we obtain

i [yl (ar, o), o] 0K, (xf, )
') = d do. 16
Dt (xf 9 ) / OCKS (SL’?, (X) a.’L‘; X ( )

Equation (16) holds for an arbitrary implicit solution of the Green—Ampt equatiting, K /A0, &;t) = 0, and

hence, the PDF solution (16) is applicable to a large class of infiltration regimes that are amenable to the Green—Ampt
description. For the flow regime considered in the present analiSis;;, o) is given by (13), and (16) takes the

form

X A0 [ py, v, [Ks(zt o), 0] afda
4y = 28 [Py, . 17
Pe(ei3t) ¢ / aKs(zf, &) Yo —r +af (17

3.2 PDF of Infiltration Rate

Let G;(i*) = P(i < i*) denote the cumulative distribution functionf.e., the probability that the random infiltra-
tion rate: takes on a value not larger thah Sinceq = 4, Egs. (6) and (7) define a mappits, = K, (i, «). This
enables one to compute the cumulative distribution funcafigii*) as

oo Ks(i*,x)
-k dKSdOC
G = [ [ a0 (19
0 0
and the PDF of infiltration ratey; = dG;/di*, as
L Oopyl v, [Ks (1%, &), &] 0K (i*, o)
i(2751) = : . - da. 19
(i) / oK (ir, o) 0i* * (19)
The derivative) K, /9i* is computed from (6) as the inverse of
o1 Vo — U Kt xp — b + g
=1+ ——"(1- = ). 2
0K, + ¢ AO z? (20)

3.3 Dimensionless Form of PDFs

To facilitate an analysis of the effects of various sources of parametric uncertainty on the®PE) of the uncertain
(random) infiltration depthc¢(¢), given by the analytical solution (17), we introduce the following dimensionless
quantities. Let the averaged quantitigg —! and K, represent a characteristic length scale and a characteristic value
of saturated hydraulic conductivity, respectively. Then a characteristic timescalebe defined as

T=(aK,) !, (21)
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and the following dimensionless quantities can be introduced,

t o4
t=- =% ==, Kl =22 22
T? 1‘1') (Xll)? (X‘ a? S Ks ( )
This leads to a PDF solution for the dimensionless infiltration depths &z,
A0 [ pyy vyl (e o), o) aldo
pf(l‘g;t/) = 7// - 2/K—/S /f7 7 : 7 L 7 7" (23)
v o Ki(ag, o) g —Wp +
Likewise, the PDF of the dimensionless infiltration réte- i /K , takes the form
) OOPY' v KL o), & OK! (i, o)
) /. t/ — 1:42 S s ) d /. 24
n(5t) / o KL(i, o) o1’ * (24)

0

In the following, we drop the primes to simplify the notation.

4. RESULTS AND DISCUSSION

In this Section, we explore the impact of various aspects of parametric uncertainty on the uncertainty in predictions of
infiltration ratei(t) and infiltration depth:¢ (). Specifically, we investigate the temporal evolution of the PDFs of the
wetting front (Section 4.1) and the infiltration rate (Section 4.2), the relative importance of uncertaitifyaimd o;
(Section 4.3), and the effects of cross-correlation between them (Section 4.4). This is done for the Gardner hydraulic
function (1), in which case (7) results in the interfacial pressure ligag —ocg;l. In Section 4.5, we explore how
the choice of a functional form of the hydraulic function, i.e., the use of the van Genuchten model (2) instead of the
Gardner relation (1), affects the predictive uncertainty.

Unless explicitly noted otherwise, the simulations reported below correspond to the dimensionless initial pressure
head;, = —9999.9, the dimensionless height of ponding waley = 0.1, A8 = 0.45, the coefficients of variation
CVing = 0y, /Y1 = 3.0 andCW, o = 0y, /Y2 = 0.5 with the meang’; = 0.25 andY, = 0.1, and the cross-
correlation coefficienp = 0. (The use of the soil data in Table 1 of [26] in conjunction with these dimensionless
parameters would result in the height of ponding wdtgr= 0.6 cm.)

4.1 PDF of Wetting Front

Since the initial position of the wetting front is assumed to be knaw(y, = 0) = 0, the PDFp;(z¢;0) = d(z¢),

where 5(-) denotes the Dirac delta function. As the dimensionless time becomes targe 40), pr ~ pxk, in
accordance with (12). The PDk(z¢; t) in (23) describes the temporal evolution of predictive uncertainty between
these two asymptotes, with Fig. 1 providing snapshots at dimensionlessttigads01, 0.1, and0.5. (For the soil
parameters reported in Table 1 of [26], this corresponds to dimensionaltimds, and75 min, respectively). The
uncertainty in predictions of infiltration depth increases rapidly, as witnessed by wider distributions with longer tails.

4.2 PDF of Infiltration Rate

Figure 2 provides snapshots, at dimensionless tiimes0.01, 0.1, and0.5, of the temporal evolution of the PDF
of infiltration ratep;(i; t) given by (24). Both the mean infiltration rate and the corresponding predictive uncertainty
decrease with time. At later times (the dimensionless time5.0, for the parameters used in these simulations), the
PDF appears to become time invariant. This is to be expected on theoretical grounds, see (12), according to which
pi(i';t") — pr(K.) ast’ — oo. The reducedy? test confirmed this asymptotic behavior at dimensionless time

= 100.0.
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FIG. 1: Temporal evolution of the PDF of infiltration depph(z¢; ¢).
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FIG. 2: Temporal evolution of the PDF of the infiltration raigi; ¢).

4.3 Effects of Parametric Uncertainty

The degree of uncertainty in hydraulic parameler&’; andln x is encapsulated in their coefficients of variation
CVin x andC'V,, respectively. Figure 3 demonstrates the relative effects of these two sources of uncertainty upon
the predictive uncertainty, as quantified by the infiltration depth BB¥;;¢), computed at = 0.1. Uncertainty in
saturated hydraulic conductivitly, affects predictive uncertainty more than uncertainty in the Gardner parameter
does. Although not shown in Fig. 3, we found similar behavior at later timed).5 and 1.0. These findings are in
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FIG. 3: The infiltration depth PDRp¢(z¢;¢t = 0.1) for different levels of uncertainty in (a) saturated hydraulic
conductivity K, and (b) the Gardner parametes.

agreement with those reported in [17, 31], wherein variances of state variables were used to conclude that uncertain
saturated hydraulic conductivitlf ; is the dominant factor affecting predictive uncertainty.

4.4 Effects of Cross-Correlation

The question of whether various hydraulic parameters are correlated with each other remains open, with different
data sets supporting opposite conclusions (see Section 2.1). This suggests that the presence or absence of such cross-
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correlations is likely to be site-specific rather than universal. The general PDF solution (23) enables us to investi-
gate the impact of cross-correlations between saturated hydraulic conduéfiviyd the Gardner parameter,

on predictive uncertainty. This is done by exploring the dependence of the PDF of the wetting frgnt) on the
correlation coefficienp. Figure 4 presents: (z¢; ¢ = 0.1) for p = —0.99, 0.0, and0.99, which represent perfect anti-
correlation, independence, and perfect correlation betwiéesnd o, respectively. The perfect correlation between

K, andog (p = 0.99) results in the minimum predictive uncertainty (the width of the distribution), while the perfect
anticorrelation ¢ = —0.99) leads to the maximum predictive uncertainty. Predictive uncertainty resulting from the
lack of correlation betweeH, andx (p = 0.0) falls amid these two limits. The impact of cross-correlation between

soil hydraulic parameters (a value @f decreases with time, falling from the maximum difference of al2adt at
t = 0.01 to about3% at¢ = 0.1.

4.5 Effects of Selection of Hydraulic Function

Finally, we examine how the choice of a hydraulic functign(1p; ) affects predictive uncertainty. Guided by the

data analyses presented in Section 2.1, we trgatas the only uncertain parameter in the van Genuchten hydraulic
function withn = 1.5. To make a meaningful comparison between predictions based on the Gardner (1) and van
Genuchten (2) relations, we select statistics of their respective paraméteasvay that preserves the mean effective
capillary drive defined by (7) [29, 32]. Specifically, we use the equivalence criteria to select the meano{-1.40,

for the parameters used in these simulations) that maintains the same mean capillary drive as the Gardner model with
In xg = 0.1, and choose the variance bf «x,; as to maintain the original values of the coefficients of variation
CVihaye = CVinae = 0.5. Figure 5 reveals that the choice between the van Genuchten and Gardner models has
a significant effect on predictive uncertainty of the wetting front dynamics, although this influence diminishes with
time. For example, the difference between the variancé@%satt = 0.01 and23% at¢ = 0.1.

5. CONCLUSION

We presented an approach for computing probability density functions (PDFs) of both infiltration rates and wetting
fronts propagating through heterogeneous soils with uncertain (random) hydraulic parameters. Our analysis employs

3.5

p:o |
e p=10.99

0

0 257 3 35 4 45 5

FIG. 4: The infiltration depth PDp¢(x¢; ¢t = 0.1) for different levels of correlatiop between hydraulic parameters
K, andog.
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FIG. 5: The infiltration depth PDRp¢(z¢; ¢ = 0.1) resulting from use of the Gardner and van Genuchten hydraulic
functions.

the Green—Ampt model of infiltration and the Dagan—Bresler statistical parameterization of soil properties. Our anal-
ysis leads to the following major conclusions.

1. The proposed approach goes beyond uncertainty quantification based on mean and variance of system states
by computing their PDFs. This enables one to evaluate probabilities of rare events, which are necessary for
probabilistic risk assessment.

2. Both the type and parameters of the PDF of a wetting front’s depth change with time. As time increases, so does
the width of the PDF, reflecting the increased predictive uncertainty.

3. Both the type and parameters of the PDF of infiltration rate change at early time. At large times, the PDF of
infiltration rate coincides with the PDF of saturated hydraulic conductivity, which can serve as the lower bound
of uncertainty associated with predictions of infiltration rate.

4. Predictive uncertainty is most sensitive to uncertainty in the saturated hydraulic conduktivityipling the
coefficient of variation oin K, significantly affects the shape of the infiltration depth PDF, while the effects
of tripling the coefficient of variation dfh ¢ (a measure of uncertainty about the Gardner paramgigare
relatively insignificant.

5. The degree of correlation between the hydraulic paraméteendo has considerable influence on predictive
uncertainty at early times and diminishes at later times.

6. The choice of a functional form of the hydraulic function (e.g., the Gardner model vs the van Genuchten model)

has a significant effect on predictive uncertainty during early stages of infiltration. This effect diminishes with
time.
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Reservoir data is usually scale dependent and exhibits multiscale features. In this paper we use the ensemble Kalman
filter (EnKF) to integrate data at different spatial scales for estimating reservoir fine-scale characteristics. Relationships
between the various scales is modeled via upscaling techniques. We propose two versions of the EnKF to assimilate the
multiscale data, (i) where all the data are assimilated together and (ii) the data are assimilated sequentially in batches.
Ensemble members obtained after assimilating one set of data are used as a prior to assimilate the next set of data. Both of
these versions are easily implementable with any other upscaling which links the fine to the coarse scales. The numerical
results with different methods are presented in a twin experiment setup using a two-dimensional, two-phase (oil and
water) flow model. Results are shown with coarse-scale permeability and coarse-scale saturation data. They indicate that
additional data provides better fine-scale estimates and fractional flow predictions. We observed that the two versions of
the EnKF differed in their estimates when coarse-scale permeability is provided, whereas their results are similar when
coarse-scale saturation is used. This behavior is thought to be due to the nonlinearity of the upscaling operator in the
case of the former data. We also tested our procedures with various precisions of the coarse-scale data to account for the
inexact relationship between the fine and coarse scale data. As expected, the results show that higher precision in the
coarse-scale data yielded improved estimates. With better coarse-scale modeling and inversion techniques as more data
at multiple coarse scales is made available, the proposed modification to the EnKF could be relevant in future studies.

KEY WORDS: Kalman filter, reservoir engineering, spatial uncertainty, multiscale estimation, parameter
estimation

1. INTRODUCTION

Broadly speaking, the measured data used for description of reservoir porosity and permeability characterization
consist of static and dynamic data. Static data such as well logs and core samples can resolve heterogeneity at a scale
of a few inches or feet with high reliability. However, dynamic data such as fractional flow or water cut (neglecting

any pre-existing mobile water in the reservoir, this could be defined as the ratio of the injection fluid to the total fluid
produced at the production wells), pressure transient, and tracer test data typically scan the length scales comparable
to the interwell distances. Additional dynamic data such as time-lapse seismic images [1] can provide improved spatial
sampling but at a lower precision. The ensemble Kalman filter (EnKF) is now being used in a number of studies for
reservoir history matching. Some of the recent studies are listed in Evensen [2]; also see Neevdal et al. [3], Wen and
Chen [4], Gu and Oliver [5], and Jafarpour and McLaughlin [6]. In general, reservoir data is often scale-dependent and
exhibits multiscale features, and integration of additional multiscale data could further reduce the uncertainty (see Lee
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et al. [7], Efendiev et al. [8, 9] and references therein). Also, it is important to resolve fine-scale heterogeneity for
various purposes such as enhanced oil recovery, environmental remediation, etc. With that perspective, integration
of data at coarse and fine scales is an important objective. Computationally efficient assimilation of multiscale data
using EnKF to estimate fine-scale fields for subsurface characterization is the main topic of this study. The main reason
we used EnKF in this paper is because it requires fewer ensemble members than the particle filters (where, rather than
updating the ensemble members model state, we update the probability assigned to each ensemble member based on
model data misfit), e.g., see [10] and references therein for further details.

In this paper, apart from the water-cut data, we consider two kinds of coarse-scale measured data as well. The
coarse-scale data are assumed to be permeability and/or saturation at some specified level of precision. The unknown
variables (permeability, at the fine scale), are estimated using a modification to the EnKF algorithm, linking the data
at different scales via upscaling (from the finest to the coarsest scales). The main idea behind upscaling is to obtain
aneffectivecoarse-scale permeability which yields the same average response as that of the underlying fine-scale field,
locally. First we consider coarse-scale permeability data, which could be obtained either from geological considera-
tions or coarse-scale inversion of dynamic, fractional flow data on a coarse grid [7, 9] or also using Markov Chain
Monte Carlo (MCMC) techniques [8]. This coarse-scale, static data could be viewsthamformation regarding
the permeability or in other words,c@nstraintwhich is to be satisfied up to the prescribed variance while obtaining
the fine-scale estimates in every data assimilation cycle using the EnKF. Upscaling methods relate the solution at the
fine scale to the coarse scale; therefore, in the Kalman filtering context, it amounts to modeling a nonlinear observation
operator. In this paper we study two ways to assimilate the coarse-scale data using the EnKF. The standard EnKF [2]
could be used for assimilating all the available data in one step, or alternatively, the measured data could be used in
batches. For example, the estimate with one data becomes a prior while assimilating the other measured data; further
details are given in Section 3.

The second kind of coarse-scale observed data we consider is dynamic and is motivated based on the increasing
availability of time-lapse seismic images (or 4d seismic data). Integration of inverted 4d seismic data (at fine scale)
using the EnKF has been addressed in Dong et al. [11] and Skjervheim et al. [12]. In this article we consider the
seismic data, not to correspond to the finest scale but to a coarse scale, since time-lapse seismic data typically have a
lower spatial resolution compared to the fine-scale geologic models [13]. Since the time-lapse seismic data is collected
only at specific time intervals, we used coarse-scale fluid saturation as measured data to be available at a prescribed
level of precision (which accounts for the inaccuracies involved in inversion of 4d seismic data) and only for certain
assimilation cycles. Therefore, unlike the coarse-scale static permeability data considered earlier, the coarse-scale
saturation data is assimilated only in certain assimilation cycles (see Section 4.3 for details).

Following is the plan of this paper. For the paper to be self-contained and for notational clarity, we briefly review
the governing equations and sequential data assimilation using the EnKF in Section 2. This is followed by a description
of the EnKF for assimilation of coarse-scale data in Section 3. For our numerical results in Section 4, we consider
a five-spot pattern, with the injection well placed in the middle of a rectangular domain and four production wells
located at the vertices of the rectangle. A reference case is used to piroxdi@ta, which is randomly perturbed to
obtain synthetic measurements in a twin experiment setup. After presenting the assimilation results with both coarse-
scale permeability and saturation data, we conclude with some directions for future work in Section 5.

2. PRELIMINARIES
2.1 Fine-Scale Model

In this paper we consider two-phase flow in a subsurface formation under the assumption that the displacement is
dominated by viscous effects. For simplicity, we neglect the effects of gravity, compressibility, and capillary pressure,
although our proposed approach is independent of the choice of physical mechanisms. Also, porosity is considered
constant. The two phases are referred to as water and oil, designated by suhsariglts, respectively. We write

Darcy’s law for each phase as follows:

v = —MKprr, V- [A(S)ksVpr] =h Q)

K
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krw(S) kro(s) . krw(s)/uw
M) = T Y T e + e
vV = vy + v, = —A(S)ks - Vpr (2a)
oS
% +v-VS =0 (2b)

The above descriptions are henceforth referred to aBrtbescalemodel of the two-phase flow problem. Hete is
the (fine-scale) permeability of the mediuktS) is the total mobility,u; denotes phase viscosity; is the pressure,
h is the source term, anfl and.S denote porosity and water saturation (volume fraction), respectively.

2.2 Sequential Estimation Using EnKF

Using dynamic measured data such as water cut, we can sequentially estimate the unknown parameters (permeabi-
lity, porosity, etc.) and state variables such as pressure, water saturation (two-phase flow) and production data at well
locations using the EnKF [3, 5, 6, 14]. The combined state-parameter to be estimated is given fiy(ks), pr, S,

W.]T, whereln(-) is natural logarithm of the permeability field/. denotes water cut, and porosity is assumed to be
known.

The EnKF introduced by Evensen [15] is a sequential Monte Carlo method where an ensemble of model states
evolves in state-space, with the mean as the best estimate and spread of the ensemble as the error covariance, as
summarized in the following steps. Each of the ensemble members is forecasted indepéndently,

ol = ey @3)
where F'[] is the forecast operator [fine-scale model Egs. (1) and (2b)], superédrigenotes theth ensemble
member; from this point we on drop the time subscript. The ensemble mean and covariance are defined as

1 &
T LN g
N, - v (4a)
=1
Pl a1 A(A)T (4b)
N.—1
whereA = (b b® .. b)) b® = ¥ — T, andN, is the number of ensemble members.

In a twin experiment, the observed water @ is related to the truth vi&v? = H[®¥?], whereH[¥!] is the true
water cut. For each ensemble member, we randomly pevifrto generate observational samples,
YO = W (5)
~—
=H[¥¢]
wherev(® simulates observational error sampling, obtained as independent and identically distrilol)tedrf-
ples [16] from a normal distribution with zero mean and variaRc&Ve note that if only the water-cut data is being

measured, the mapping from model to observational shaserivially equal td0 00 1], since® = [In(k), pr, SW,]T.
The forecasted ensemble Eq. (3) is updated by assimilating the observed data,

U = g 4 K(y® — H[w ™)) (6)

Hn this work we focus primarily on assimilation of coarse-scale data using the EnKF, its feasibility, and impact on fine-scale
estimates with different kinds of coarse-scale data (Section 3); hence, we neglect modeling errors, which will be addressed in the
future.
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whereK is the Kalman gain, given by
K = PHTHP/HT 4 R]~?

Computationally efficient implementation of the EnKF is discussed, for example, in [2] and [17] (note that the en-
semble error covariance, before or after assimilation, is not explicitly computed and we instead use the ensemble
members for obtaining the covariance information). We use the above set of assimilated ensemblalstajés, ,

in the fine-scale simulation model Eq. (3) for prediction until the next set of observational data is available.

3. COARSE-SCALE DATA ASSMILATION

The EnKF presented so far used only the dynamic production data (water witf) errorv = y — H[¥!], v ~
N(0,R) to update the ensemble Eg. (6). In additioryteve now consider another independently measured data with
independent errorg which isstaticand is on a coarser scale compared to the fine-scale variables in Egs. (1) and (2b).
We assume that the corresponding measurement error is given-by — U[¥’], with zero mean an@ covariance,

w ~ N(0,Q), andU is a mapping of fine-scale variablds to coarse-scale data, i.e.,U : ¥ — z. Then the
likelihood of zis given by

p(alw) ocexp { ~5(z - BT Q! 2 U] | @

jz

If this static dataz corresponds to coarse-scale permeability data (as considered in [9] and [7]) thelif 000,
wherelf : ky — K. is a nonlinear mapping that maps the fine-scale permeability figldt¢ coarse-scale field()
via an upscaling procedure (e.g., Durlofsky [18] and Durlofsky [19]). (Details are provided in Section 3.3.) Alterna-
tively, if z corresponds to coarse-scale saturation inverted from 4d seismic data (as mentioned in the Introduction), then
U = [00.40], such that4 is a mapping of fine-scale saturatisi to coarse-scale saturatich = AS;. (Here we
consider a simple volume averaging fdr further details are provided in Section 4.3).

Now, our goal is to obtain an estimate which is based on both water-cut and available coarse-scale data. The
likelihood of water-cut datg is given by

(y — H[E)T R (y - H[w} @®)

Ty

1
p(y|®) oc exp { —3

The probability distribution function (pdf) of the predicted ensemble,

p(9) cexp { (% - B (1) (% - W)} ©

Jr

where® andP’ are the predicted ensemble mean and covariance, respectively Eqgs. (4a) and (4b). Then, using Bayes
theorem, we obtain

()

_p(®,2y)  p(z,y|®)p(¥P)

p(Plzy) = oy - pzy) 0<p(2,y|(‘1’))p(‘1')=p(2|‘1’) p(yl‘I’()j(:I')- (10)
* X p y

Based on the above equation, following (ke term, all the available data @ndy) could be assimilated in one
step (details follow in Section 3.1), whereas based or{ théerm, the measured dagandz can be assimilated in a
sequential manner. First assimilate the fractional figtg obtain an ensemble conditionedyari.e., p(®|y), which
could then be used to assimilate the coarse-scalezdéigher explained in the following Section 3.2).
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3.1 Coarse-Scale Data Assmilation: In One-Step

All the available datay andz, could be assimilated in one assimilation step by a modification to the model-to-
observation space operatét, If coarse-scale permeability data at a single coarse-scale is to be assintilated,
[{/001]. Alternatively, if coarse-scale saturation data is availadles [00.41]. The fine-scale estimated ensemble is
obtained as in Section 2.2, with Eqg. (6) modified to account for the additional coarse-scale data,

O =@ L K([2D, yD)T —H[®D]),K = PPHT[HPIHT 4+ R'), ! (11)

Q

0 R
A consequence of the particular formldfis that it introduces contributions for cross-correlations between upscaled
variables and production data. From a computational point of view, it has been known that EnKF is not very efficient
for assimilation of large amounts of data [20], which could arise in our case, in complex three-dimensional cases,
and also if data at multiple coarse scales is to be assimilated. In such a situation, different kinds of data could be
assimilated in batches [21], which is described in the Section 3.2.

whereR’ = . From now we on refer to this one-step assimilation of coarse-scale data procecigr& akF

3.2 Coarse-Scale Data Assmilation: In a Sequence

We obtain an intermediate ensemble by assimilagindenoted b){il(i)}fvgl,

p(®) = p(Ply) o exp{—(T} + Jy)} (12)

as discussed in Section 2.2. This intermediate ensemble and likelihood in Eq. (7) can then be comigimedr{
Eq. (10)] to obtain the final estimafal ()} < |

~

p(¥) = p(¥|z,y) x exp{—(Tf + Ty + J-)} (13)

Therefore, in a least-squared sense, the final estimate maximizes the posterio® fxf/) and corresponds to the
minimum of 7 = J,+J,+Js. See Appendix A for further details (where we show that the soluBitin corresponds
to the minimum of7, for anyi'" ensemble member).

If coarse-scale data is available at only one coarse scale, then the fine-scale estimated ensemble is obtained by first
assimilating production data followed by assimilation of the coarse-scale data,

O = w0 L K(yD —H[E®]) K = PPHTHP/HT + R] ™! (14a)
TO = FO L K(2® — U[FI])),K = B UTUP UT + Q! (14b)

I5f is approximated using the intermediate ensemiblg; henceforth we refer to this sequential, coarse-scale EnKF
data assimilation procedure es-EnKFE Note that data at multiple coarse scales can be sequentially assimilated by
suitable repetition of Eq. (14b), with corresponding upscaling operators. For the coarse-scale saturation data, which
may be available at only certain times, for only those assimilation cycles is Eq. (14b) applicable, whereas in the case
of permeability data, considering it to be prior information regarding the fine-scale permeability, it is always to be
honored; hence, both of the above steps (14a) and (14b) are to be always applied. The cs-EnKF algorithm is detailed
in Appendix B, and a flow chart is given in Fig. 1. Implementation of this algorithm entails upscaling of each ensemble
member at every assimilation step, i.&, times the upscaling operatbh:] needs to be applied. In addition, if the
dimension of the coarse-scale grid\s = n. x n., then we need to perform an Singular Value Decomposition (SVD)

of a rectangular matrix of siz&. x N,. Hence, the total computation expense involXgsupscales and SVD of the

N. x N, matrix. Note that a similar upscaling is involved in the case of the reg EnKF, but the size of the matrix to
compute SVD is nowWN, + N,,.) x N., whereN,,_ is the dimension of the water-cut data. In addition, if there are a
number of coarse scales then the size of the matrix whose SVD is to be computed will grow for the reg EnKF, since
all the data is assimilated in one step. Whereas for the cs-EnKF, coarse-scale data is assimilated in a sequence, the
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Generate Initial Ensemble Members

|

Predict entire ensemble up to observation time

¢

Assimilate observed water cut data
step 1 of coarse—scale EnKF

Is
there
coarse-scale
data?

lYes

Assimilate coarse-scale data:

step 2 of coarse—scale EnKF

Additional
observations

Yes

available?

FIG. 1: Flowchart for assimilation of coarse-scale data using the EnKF.

estimate from one coarse scale being used as a prior for the next scale, the matrix size to compute SVD is always
N, x N.. (See also remark 3 of the coarse-scale EnKF algorithm in Appendix B.)

For nonlinear upscaling operators, sucliashe final estimates from the reg EnKF would be different from those
obtained using the cs-EnKF. When both the coarse-scale and water-cut data are assimilated together as in the above
reg EnKF, it would imply fitting a multivariate normal likelihood to the different measured data together, whereas
when the different kinds of data are assimilated one after another, as in the cs-EnKF, we fit each data separately, with
a different pdf. (For further details on this topic, please see Dance [21] and references therein; also see Section 5.)

3.3 Upscaling Methods

In brief, the main idea behind upscaling of absolute fine-scale permeability is to obtain effective coarse-scale perme-
ability for each coarse-grid block.Upscaling techniques in conjunction with the upscaling of absolute permeability
have been used in groundwater applications (see, e.g., [19, 22, 23]). The link between the coarse- and the fine-scale
permeability fields is usually nontrivial, because one needs to take into account the effects of all the scales present at
the fine level. In the past simple arithmetic, harmonics, or power averages have been used to link properties at various
scales. These averages can be reasonable for low heterogeneities or for volumetric properties such as porosity. For
permeabilities, simple averaging can lead to inaccurate and misleading results. In this paper we use the flow-based
upscaling methods.

Consider the fine-scale permeability that is defined on a domain with underlying fine grid as shown in Fig. 2. On
the same plot a coarse-scale partitioning of the domain is also illustrated. To calculate the coarse-scale permeability
field at this coarse level, we need to determine it for each coarse flpckhe coarse-scale permeability is computed
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no flow

»=1 divik)V @)=0 | ®70

no flow

FIG. 2: Schematic illustration of upscaling (not to scale). Bold lines indicate a coarse-scale partitioning, while thin
lines show a fine-scale partitioning within coarse-grid cells. In this paper we upscaled &0 fine grid to a5 x 5

coarse grid.

so that it delivers the same average response as that of the underlying fine-scale problem, locally. The calculation of
the coarse-scale permeability based on local solutions is schematically shown in Fig. 2. For each coars@domain
we solve the local problems

V- [k (X)V;] =0 (15)
with some coarse-scale boundary conditions. An example of such boundary conditions is givertiyandd,; = 0
on the opposite sides along the directigrand no flow boundary conditions on all other sides, alternatidgly= «;
on df).. For these boundary conditions the coarse-scale permealilitys(given by

1
Kcej - € = Q|/Q Kr(X)Vd; - e dx (16)

whereg; is the solution of Eq. (15) with prescribed boundary conditions. Various boundary conditions such as peri-
odic, Dirichlet, etc. can have some influence on the accuracy of the calculations. These issues have been discussed,
e.g., in [24]. In particular, for determining the coarse-scale permeability field one can choose local domains that are
larger than target coarse blodR,, in Eq. (15). Furthermore Eq. (16) is used in the domfainwhered; are com-
puted in the larger domains with correct scaling (see [24]). This way one reduces the effects of the artificial boundary
conditions imposed ofe. (for details see [24]).

We denote by/ the local operator that maps the local fine-scale permeability &gldnto k., defined on the
coarse grid as in the above Eq. (16). For our computations we assume

Ke=U(ks)+ € a7

wheree are some random fluctuations that represent inaccuracies in the coarse-scale permeability. One source of
these fluctuations is the errors associated with solving inverse problems on the coarse grid. The other source of the
inaccuracies include the fact that the inversion on the coarse grid does not take into account the adequate form of the
coarse-scale models. Indeed, the inversion on the coarse grid for flow problems often involves the same flow equations
as the underlying fine ones, for example, the same relative permeabilities are used for the coarse-scale problems as
those for the fine-scale problems or the effects of macrodispersion are neglected. It is known that the flow equations at
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the coarse level may have a different form than the underlying fine-scale equations [19, 25-27]. In general, this form
depends on the detailed nature of the heterogeneities, which are very difficult to obtain in solving inverse problems.
In our paper we use Gaussian errors in Eqg. (17) and consider the impact of coarse-scale data precision (i.e., nature of
€) by varying the variance of (see Section 4.2 for more details).

4. NUMERICAL RESULTS

For our numerical tests, we usé@x 50 fine grid (dimensionless domain sizé x 50) and two kinds of coarse-scale

data in a twin experiment setup. First we consider coarse-scale permeability, which in reality, could be obtained by
coarse-scale inversion of fractional flow data on a coarse grid [9, 28]. In this study we upscaled the reference fine-
scale permeability (described below) t6 & 5 grid to obtain a coarse-scale permeability using flow based upscaling
(Section 3.3). This coarse-scale field could be thought of as static data, which is to be honored as constraint (up to the
prescribed measurement data variance) in Eq. (7); hence, we need to always assimilate it in every assimilation cycle.
In reality we never know the reference field; therefore, this experimental setting is unrealistic. However, it allows us
to compare and contrast a variety of test cases.

For the second set of results, a coarse-scale saturation is used which in practice could be obtained from inversion
of 4d seismic measurements (see Section 1). Here, the coarse-grid saturation was obtained by volume averaging
of true fine-scale saturation at some specific observation times (further details are given in Section 4.3). Therefore,
unlike coarse-scale permeability, static data constraint, which is to be always satisfied, the coarse-scale saturation
data is assumed to be available at only a few observation times. Following the flowchart in Fig. 1, we always have
coarse-scale data if it is coarse permeability, and only at those few observation times for coarse-scale saturation data.

An initial ensemble with different permeability realizations was generated using the sequential Gaussian simula-
tion (Deutsch and Journel [29]). We specified a Gaussian variogram model with a correlation length of 20 gridblocks
in thex direction and 5 gridblocks in thedirection. One of the realizations is used as the “true” field (shown in Fig. 3)
and was removed from the ensemble. Porosjtyi§ assumed to be equal to 0.15 for all grid blocks. For simplicity,
relative permeabilitie,; are assumed to be linear functions of water saturatiyni,..,(S) = S, k.o(S) =1 - S.

One injection well at the center of the field (injection rate: 71¥day) and four producing wells at the four corners

(all with equal rate of 17.85 iday) were considered. The fine-scale model Egs. (1)—(2b) are solved with no flow
boundary conditions, zero initial water saturation, and by discretizing the transport equation using the first-order up-
wind finite volume method. In the top panel of Fig. 4 we provide the predicted fractional fla¢séanitial ensemble
members along with the true fractional flow (obtained from the true permeability field).

In(,)

5 10 15 20 25 30 35 40 45
FIG. 3: Natural logarithm of0 x 50 “true” permeability field.
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FIG. 4: Top panel: Water-cut prediction with 256 initial ensemble members (no data assimilation); ensemble members
(cyan), ensemble mean (blue) compared with true water cut data (red). Bottom panel: Same as top panel but after
assimilating only water-cut data as described in Section 4.1.

To compare and contrast our results using coarse-scale data and different versions of EnKF, we use the follow-
ing meanL,-norm error. Since we know the true (fine- and coarse-scale) field for our synthetic problem, denoting the
true permeability field by*™¢, the error for any ensemble member is given by

e = in(kD) — In(k""), i =1,2,...,N,

Consider thd., norm of the error for each membégg(* ||, = 1/ > [eg.i)]2, by which we define the meah, error as

1 Qe
e= FZ [ERAIP (18)
€ =1

so thate gives us an indication of thdistanceof the entire ensemble from the true solutigti“c. Since after as-
similating any observation we updated all the ensemble members, we can monitor the variatimeothe time of
assimilation; the success of assimilation can therefore be related to the decr@ase in

4.1 EnKF with Water Cut Data Only

We start with a presentation of results obtained with assimilation of water-cut data only. Next we discuss results with
coarse-scale data.

The water-cut data from the reference field is assumed to be available269atgys, with mean zero and standard
deviation 0f0.01 (thereforeR'/? = 0.011,, wherel, is the unit matrix of sizel x 4, since there are four producing
wells). The observed data is assumed to be available 2g0tbdays; hence, we performed assimilation betw2(En
and2400 days. A prediction beyond the interval of data assimilation, W@t days, is also provided.
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The choice of ensemble siz&/() is very important for successful data assimilation using EnKF. This is because
a finite size ensemble prediction is used to estimate the prior error covaRarieg. (4b). For small sample sizes,
sampling errors in the covariance estimates result in insufficient variané feo that observations which lie out-
side the small ensemble spread are completely ignored [17, 30]. (We are trying to sample a covariance matrix for
unknown variablesin(k), pr, S, W,, i.e., an unknown of siz8 x 2500 plus four fractional flow data in this case,
using sample sizes that are far lesser, resulting in severely reduced rank covariance matrices.) Different approaches
such as covariance inflation and localization have been proposed to alleviate this problem of engmexduding
which is discussed elsewhere (see [31-34] and references therein for further details). An ensenshl#igihtly
large number of members needs to be selected so that the assimilation system would not severely suffer from the
above-described problefnHere we present our data assimilation results with= 256, and in Sections 4.2 and 4.3
we briefly discuss some important characteristics of the error covariance matrix such as variance and eigenspectrum in
the context of coarse-scale data assimilation. The issue of coarse-scale data assimilation with smaller ensemble sizes
would be tackled in the future.

In the bottom panel of Fig. 4 we plot the ensemble and true water-cut data after assimilation of only water-cut
data with the EnKF. Comparing with the initial forecast (top panel), we observe that the assimilated ensemble better
envelopes the true data. Also, the ensemble mean saturation field after 500, 1000, 2000, 3@000 alays of
simulation better compares with the true saturation than with no assimilation in Fig. 7. The final permeability field
after assimilation for the ensemble mean and a few members is compared with the true field in Fig. 9. Note that the
central, southeast—northwest channel is prominent, but the features at the southwest and northeast corners are not
well captured, which is reflected in the plot of mean saturation (Fig. 7), where many fine-scale features present in
the true saturation field are not present in the ensemble mean. Therefore, assimilation of only water-cut data helps in
identifying some of the important features.

4.2 EnKF with Water-Cut and Coarse-Scale Permeability Data

In addition to water-cut production data, the coarse-scale permeability data, as described in Section 3.3 was used
as additional measured data. Flow-based upscaling of the reference permeability field was used as a proxy for the
inverted coarse field. Following our previous notation, this coarse-scale permeability data is denntéd.y).

The mapping between state variables (at fine-scale) and observations (at coarse-scale) aslivefidy0J, U,

denotes flow-based upscaling. For the reg ENE: [1/001] in Eq. (11) of Section 3.1.

Exactly as in the previous section, we prescribed the same frequency (of availability) and prBcfsiothe
water-cut data. Since we use coarse-scale permeability as additional data, it is to be assimilated whenever we assimilate
water-cut data. Fdi x 5 coarse-scale data with mean zero and variaQce, ¢l o5 (we present results with= 4,2, 1,
and0.1), so that we can consider the impact of coarse-scale data precision. In the left panel of Fig. 5 we plot the
variation of meanl, error€ Eq. (18) with observation time at the coarse scale for different valugsaof using
reg EnKF as well as cs-EnKF. In the right panel of the same figure we show the correlation between coarse-scale
ensemble mean and true fields for= 1. The values of correlation coefficients for different valueg afe provided
in Table 1. Note that as the precision of coarse-scale data is increased, i.e., for smaller value of variance, we observe
a larger decrease in coarse-scale méarerror and higher correlation with true coarse-scale field. This would be
expected because smaller variarenplies more strict coarse-scale data constraint in Eq. (7) and hence, the coarse-
scale data is more accurately assimilated as it is made more precise. The water-cut data prediction using the final
permeability field after assimilation for different coarse-scale data precisions is plotted in Fig. 6. (The nature of results
with ¢ = 4 is similar to those witly = 2,1, 0.5; thus, we drop it.) Notice the improved fit of ensemble prediction to
the true data for more precise coarse-scale data and also when compared to the assimilation of only water cut in Fig. 4,
which is a consequence of the additional coarse-scale data being available. However, the water-cut prediction with the
cs-EnKF compares better with the truth than that with the reg EnKFfor higher valyes &f and1; with ¢ = 0.5,
the reg EnKF prediction is highly improved. In Fig. 7 we compare the ensemble mean with the true saturation. Once

20ur choice ofN. = 256 was based on observing the eigenspectrum and variance, discussed in Sections 4.2 and 4.3, by comparing
the results for th56 ensemble with 4000-sized ensemble; thzs6-sized ensemble did not suffer from the insufficient variance
problem discussed above.
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O reg EnKF
+ cs-EnKF
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mean L2 error for coarse-scale perm.
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FIG. 5: Results with coarse-scale permeability and water-cut data assimilation. Left panel: Variation of.gnean

norm error at coarse scale with assimilation time and precision of coarse-scalg fiatdoth reg EnKF and cs-

EnKF. Right panel: The correlation between ensemble mean permeability with the truth at coarse scale plotted for

q=1.

TABLE 1: Correlation coefficient between ens. mean permealilitx) and

true permeabilityln(x®™°), at coarse as well as fine scales for different pre-
cisionsq of coarse-scale permeability data. The coarse scale is denoted with
subscriptc and fine-scale withf. Results with both reg EnKF and cs-EnKF are
given. For only water-cut data assimilatiaoyr[In(x ), In(k¥"¢)] = 0.3074.

corr[In(K,), In(kt1e)] corr[In(Ky), In(k¥"°)]
q reg EnKF cs-EnKF reg EnKF cs-EnKF
4 0.9887 0.9851 0.6484 0.6341
2 0.9963 0.9934 0.6573 0.6275
1 0.9974 0.9968 0.6546 0.6356
0.5 0.9971 0.9963 0.6096 0.6292

again, as the coarse-scale data constraint is more precisely imposed, the ensemble mean saturation captures most of
the features in the true field. Also, notice that the reg EnKF saturation prediction improves more markgedly as
lowered when compared to the cs-EnKF, which could explain the better water-cut fit in Figq 6fdr.5 with the
reg EnKF.

In the left panel of Fig. 8 we plot the fine-scale meanerror for the permeability field with different values
of ¢, and in the right panel of the same figure we plotted the correlation between the ensemble mean and the true
fine-scale permeability fay = 1. The correlation coefficients are given in Table 1. (For assimilation of only water-cut
data, we obtained a correlation coefficient equal.8)74.) Though the meaii., error is lower with the cs-EnKF,
a slightly higher correlation is obtained with the reg EnKF. We observe that higher precision, i.e.g]aoes not
necessarily imply highest correlation, whereas we obtained a lower mgearror. The final permeability field after
assimilation for the ensemble mean and a few members is shown in Fig. 9. We note that the low-permeability region at

Volume 1, Number 1, 2011



Akella, Datta-Gupta, & Efendiev

60

0007

(shep)own
_ 00ve 00Ch

c0

0

90

80

(shep)awn
om_v

c0

0

90

80

(shep)awn
N oove 002k

8'0

000%

(shep)awn
00V 002}

(shep)awn
) 00ve 002k

20

144

90

80

(sAep)own
00ve OON—

000¥

000¥ oovg  00ck

2o

0

90

80

0o 002k

oovg 002tk

000¥%

00¥c 00zt

002

0ove  00zgk

000% oovg  00ctk

2o

0

90

80

000%

oovez  00ck

oovez  00cgk

0ove

000¥ 00¥g 002k
vy

20

70

90

80

000%

z0
70

Td
90

80

qJquyg sa

Iyuy Bax

Jduyg sa

Iquy bBax

Jqud sa

Iquyg Bax

in Fig. 4, but for assimilation of both coarse-scale permeability and water-cut data. The coarse-scale

. Same as

FIG. 6

ilar to the ones plotted and hence, are not

mi

4 had a trend si

data precision is variedy = 2,1, 0.5. Results withq

shown.

International Journal for Uncertainty Quantification



Assimilation of Coarse-Scale Data Using the Ensemble Kalman Filter 61

1
0.5
0
1
0.5
0
1

cs-EnKF:

Wec+Ke, q=0.5 Wc+Kc, q=0.5

reg EnKF:

cs-EnKF
Wc+Ke, g=1

reg EnKF
Wect+Ke, g=1

cs-EnkKF
WctKe, q=2

NN

AV I5Y ISV Y Y Y Y Y
ANPAVLNEALY

g B
L.
¥ 7

(5]

=

L

v

=

w

o

o

=

L

=

=

E

w

w

<

o

b4

e -,--:-'7

£ .

S r.

F - 3
2] o
By ) =
< 3 S
Q L

FIG. 7. Plot of the evolution of saturation field for the truth, ensemble mean: initial forecast (no assimilation),
assimilation of only water cut, and assimilation of both water cut and coarse-scale permeability data with various
precisions. We denote only water cut with “Wc”, and water-cut and coarse-scale permeability data with “Wc+Kc”.
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FIG. 8: Same as in Fig. 5, but for the fine scale.

the northeast and high permeability at the southwest corners are well captured. Also, the ensemble mean permeability
with the cs-EnKF has some features not very well present, in that with the reg EnKF, particularly witB, 1,

e.g., the low-permeability region to the left of the central southwest—northeast channel. As we noted in Section 3.1,
the estimates obtained using the reg EnKF are expected to be different from those obtained with the cs-EnKF. We
observed that for higher values of the coarse-scale data varianee2(and 1), the cs-EnKF yielded better water

cut, ensemble mean saturations, and permeability estimates when compared to the reg EnKF, wherea®)with

the results are similar (but not exactly same) with both versions of the EnKF. These results indicate that an optimal
value for the coarse-scale data variance is important, particularly for the different versions of the EnKF (reg EnKF or
cs-EnKF), and it could be obtained by a prior calculation of the uncertainty in the coarse-scale data which can be
addressed in a future study. Also, more complex, studies in coarse-scale data at more than one scale and for three-
dimensional models are needed to understand the merits and demerits of each version of the EnKF.

Regardless of the version of EnKF being used, after every assimilation cycle we can obtain an estimate of the
analysis error covariance matrix for the ensemble fine-scale permeability. Using the fine-scale assimilated permeability

fields Kgf) we define the following ensemble mean permeability and error covariance,
Ne

_ 1 i
Kf:FZK'(f) (19a)
i=1

e
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FIG. 9: Plot of the fine-scale permeability field for the truth, ensemble mean: initial forecast (no assimilation),
assimilation of only water-cut, and assimilation of both water-cut and coarse-scale permeability data with various
precisions in the top row. For the second column onward we show selected ensemble m&imb@ds1 50, and200,
respectively. We denote only water cut with “Wc”, and water-cut and coarse-scale permeability data with “Wc+Kc”.
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N,
1 NG — D —

Pojs ® v —1 Z[ng) — Ky] [K;) — )" (19b)
¢ i=1

Minimization of variance of the covariance matR, ., is desired in various Kalman filtering applications [2] as it
provides a measure of uncertainity. In the top row (left panel) of Fig. 10 we plotted the normalized varigp¢g of

during assimilation with various precisions of coarse-scale data and for both reg EnKF and cs-EnKF, and also for
assimilation of only fractional flow data (we normalized using the variance from the initial ensemble). We observed
that a higher reduction in variance is obtained as coarse-scale data precision is increased, and the cs-EnKF obtains
more reduction than the reg EnKF. This trend is seen even for an ensemble of much larger size, for example, with
1000 members as shown in the bottom row (left panel) of Fig. 10.
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FIG. 10: Top row (left panel): Normalized variance of the error covariance matrix (Section 4.2) within assimilation
window (normalized with respect to variance before assimilation, using the initial ensemble), for assimilation of
only water-cut, and assimilation of both water cut and coarse-scale permeability data with various precisions. Right
panel: Eigenspectrum of the error covariance matrix for the last assimilation cycle4ftedays with256 ensemble
members. Bottom row: Same as top row but wifi®0 ensemble members.
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Another important property of interest, particularly for ensemble data assimilation is the eigenspecBym af
which is plotted in the right panels of Fig. 10; the top row represgbfsensemble members, whereas the bottom
row representd000 members. This eigenspectrum is from the last assimilation cycle at the edd®ftlays; for
other assimilation cycles, the spectrum was similaismoothdistribution of eigenvalues is desired, and indeed,
we observe that, but the tails of the spectrum are steep for only water-cut data assimilation and cs-EnKF. As the
coarse-scale data precision is improved, the trailing eigenspectrum gets smoothed out, which may indicate that the
eigenvectors associated with the small eigenvalues are able to resolve some small-scale correlation features. Also,
the larger variance associated with the leading eigenvectors as obtained for only water-cut data assimilation seems
not to be the case with coarse-scale data assimilation (some of the desirable properties regarding eigenspectrum of
covariance matrices are given, e.g., by Hamill et al. [32]). We note that for an ensembleSize-af000, the spectra
are almost identical for both versions of the EnKF. In Fig. 11 we compare side-by-side the spectha witl256
for the reg EnKF and cs-EnKF, with th&00 ensemble member eigenspectrum. (Since the spectra are similar for
the 1000 ensemble member case, we plot and compared only with the reg EnKF.) As noted in Fig. 10, with higher
precision of coarse-scale data, the tail of the spectrum gets smoothened, but also the magnitude of trailing eigenvalues
is decreasing, which suggests that for smaller ensemble sizes there could be issues with loss of rank of the error
covariance matrix. This problem seems to be slightly more aggrevated for the cs-EnKF. When comparedo the
member case, the leading eigenvalues seem to be slightly larger, as observed in [32]. In any case, in this study we
did not apply any covariance inflation or localization (and always used an ensemble @b&jaghich seems to
preserve the rank of ensemble up to aliLi eigenvalues; see Fig. 11). These topics in the context of coarse-scale
data assimilation will be covered in a future study.

4.3 EnKF with Water-Cut and Coarse-Scale Saturation Data

As mentioned in the Introduction, by coarse-scale inversion of 4d-seismic data we could obtain dynamic data such as
coarse-scale pressure and saturation. In this section we attempt to assimilate such a coarse-scale saturation in a twin
experiment along with the fractional flow data using the EnKF algorithms discussed in Sections 3.2 and 3.1. To this
end, the saturation obtained by using the reference permeability is saved at three differertinez0, and2400
days, which respectively correspond to the start, middle, and end of the time window of data assimilation. This saved
fine-scale saturation field is then upscaled (see Section 3.3) by volume averagifig<t® @oarse-scale grid and
used as observed coarse-scale saturation data. If we denote the volume averaging by.dpactittg on fine-scale
saturationSy, to give coarse-scale saturatidh = ASy, then the mapping between state variables at fine scale and
measured data at coarse-scale is giveruby [00.40]. Therefore for the reg EnKF (Section 3.1), the measured
data is related to the fine-scale variablesiia= [00.41] in Eq. (11). For the cs-EnKFwe use abdveoperator to
compute the misfitz— U[®] in Eq. (14b) (i.e., steps 2.1 and 2.4 of the cs-EnKF algorithm in Appendix B). Unlike the
coarse-scale permeability data which was taken into account at every assimilation step, by construction, the coarse-
scale saturation data is available only at a few assimilation steps, in this particular case, assimilatio0 afpern,
and2400 days.
To be consistent with our previous results, the frequency (of availability) and preé&sionthe water-cut data
has been kept the same. For the coarse-scale saturation data we prescribed zero mean an@variasieg, with
gs = 0.1,0.01, such that the precision is varied from low to high. Since the saturation ranges between 0 and 1, and
the fractional flow data is usually more accurately measured than 4d-seismic data, wegpitikée always larger
than the variance in fractional flow data. In the left panel of Fig. 12 we plotted the variation of baeamor for the
coarse-scale saturation (while assimilating) vs observation time. (For our test case, we had assumed zero initial water
saturation; therefore, the water saturation increases in time and hence, the inherent, increasing trend in this figure.)
Note that whenever the coarse-scale saturation is assimizied 00, and2400 days) the error decreases for both
values ofg, considered. The water-cut data prediction using the assimilated ensemble members is given in Fig. 13;
the fit of ensemble water-cut with the truth gets better as the coarse-scale saturation is prescibed higher precision.
We discuss the fine-scale results starting with fine-scale saturation and then the fine-scale permeability. The en-
semble mean saturation is compared to the true field at certain times in Fig. 14. By assimilating the coarse-scale
saturation data we are able to capture many of the subtle features that are present in the true saturation field, such
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FIG. 11: Comparison of the eigenspectrum of the error covariance matri@sand 1000 ensemble members for
different precisionsq) of the coarse-scale data. As in Fig. 10, the spectrum corresponds to the last assimilation cycle.
Plot of the spectrum for cs-EnKF and reg EnKF 600 ensemble members was very similar (bottom row of Fig. 10)
and hence, is not plotted.

as the fingers that develop off the center toward the northeast corner and sharp contrast between different levels of
saturation, throughout the entire time interval (uplé®0 days) considered. Regarding the fine-scale permeability,

a comparison of the meah, error is shown in the right panel of Fig. 12. Note the marked reduction in error when
coarse-scale saturation data is assimilated. Also, the correlation of the ensemble mean permeability with the truth is
improved asy, is decreased, as shown in Table 2. The fine-scale permeability fields for a few ensemble members
and the mean are shown in Fig. 15. Based on the above results, we observed that unlike in the case of coarse-scale
permeability data assimilation, coarse-scale saturation data assimilation does not yield significant reduction in error
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FIG. 12: Assimilation of coarse-scale saturation and water cut. Left panel: Variation of imgaorm error for
coarse-scale saturation, at different precisions of coarse-scalg dédm both reg EnKF and cs-EnKF with coarse-
scale saturation data. Right panel: Same as in left, but for the fine-scale permeability field.

(comparing the left panel in Fig. 8 and the right panel in Fig. 12); neither are the correlations of fine-scale ensemble
mean with the truth (second column of Tables 1 and 2). The results (ensemble mean saturation and permeability) are
improved when compared to assimilation of only water-cut data, particularlygwith 0.01, but again, not as much
improved as with coarse-scale permeability data assimilation. This could be anticipated, since the fine-scale perme-
ability is more correlated to coarse-scale permeability than to the coarse-scale saturation. Regarding the two versions
of the EnKF considered for assimilating the coarse-scale saturation data, results are very similar to each other, even
those for the variance of error covariance maRix . and its eigenspectrum at the end2df)0 days (Fig. 16). Note

the steepness of the trailing eigenvalues wjith= 0.1 (for both reg EnKF and cs-EnKF), which is similar to the
assimilation of only fractional flow data; however, f@r = 0.01, this undesirable effect has been smoothned out.

This is similar to the result obtained with coarse-scale permeabilty data assimilation in Fig. 10. Our observation that
both versions of EnKF performed similarly could be due to the linearity of the fine-scale to coarse-scale saturation
mappingA; however, identical results would not be possible due to the different analysis equations and sampling of
errors used in Egs. (14b) and (11).

5. CONCLUSIONS

The EnKF is increasingly being used for subsurface characterization in various geological and groundwater applica-
tions to identify fine-scale state and parameters. Recently, dynamic data other than production data has been consid-
ered in the EnKF context [11, 12]; nevertheless, the observed data to be assimilated was assumed to be at the finest
scale. For a number of reasons, it is widely recognized that usage of additional multiscale data could further reduce the
uncertainty at the fine scale. Also, it is often important to preserve large-scale features of the permeability field. These
are coarse-scale features that can typically represent connectivity of the media. For example, facies consisting of high
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FIG. 14: Same as in Fig. 7, but for the assimilation of coarse-scale saturation and water cut.
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TABLE 2: Same as Table 1, but for assimi-
lation of coarse-scale saturation data.

corr[In(Ky), In(k¥"°)]
d, reg EnKF cs-EnKF
0.1 0.2861 0.2746
0.01 0.3149 0.3280

permeable regions are important for flow and transport. On the other hand, these features alone are not sufficient
to match water-cut data. By performing inversion on the coarse grid, we can capture these large-scale features with
more accuracy and certainty, and in turn, the coarse-scale inverted permeability could be used as a prior constraint
in EnKF data assimilation of the fine-scale fields.

Here we proposed assimilation of coarse-scale data along with water-cut production data. We showed that the
modifications to the EnKF for multiscale data assimilation are completely recursive and easily implementable. The
relation between fine and coarse scales was modeled via flow-based upscaling, which could be thought of as a nonlin-
ear observation operator linking the coarse-scale data to the unknown fine-scale variables. In addition, the proposed
methodology could be used in any other sequential data assimilation method, as well to assimilate data at multiple
coarse scales. Two versions of EnKF were suggesteded EnKF, where all the data (coarse-scale and water-cut)
were assimilated together, ang €s-EnKF, where the data were assimilated sequentially in batches. Ensemble mem-
bers obtained after assimilating water-cut data are used as a prior to assimilate coarse-scale data. Though in our
current paper we used only one coarse scale, the proposed method can be easily implemented to integrate as many
coarse scales as required by the available data. Also the methodology is independent of the upscaling operator.

The assimilation setup was tested and compared for a two-dimensional syhtheti) heterogenous true field.

Two kinds of coarse-scale data were considered. In the first implementation, coarse-scale permeability data was con-
sidered and in the second, coarse-scale saturation. In our twin experiment setup, both of these data were derived from
the reference field and, in both cases»ab coarse grid was used. The coarse-scale data variance was varied from low

to high in order to study its impact on fine-scale assimilated fields and water-cut predictions. In all cases we observed
that the assimilated, ensemble mean coarse-scale (permeability/saturation) field for all variances was highly corre-
lated to the true coarse-scale field. In addition, lower variance in the coarse-scale data yielded higher correlation. The
water-cut data was better honored, for higher precision of coarse data. When assimilating coarse-scale permeability
we observed that the cs-EnKF gave better fit with the true saturation, water-cut, and fine-scale permeability than the
reg EnKF. It also yielded less error in an averadednorm error taken with regard to the reference field, whereas

both versions of EnKF performed similarly when assimilating coarse-scale saturation. As shown in Appendix A,
for a linear observation operator, assimilation of coarse-scale data in batches (i.e., as in cs-EnKF) or in shot (as in
reg EnKF) would yield the same estimate. Then the cause for the difference in the performance of the two versions
of EnKF for assimilation of coarse-scale permeability could be either due to ensemble size or linearity/nonlinearity
of the upscaling (observation) operator. This issue has been outlined by Dance [21] and references therein. As far
as the number of ensembles is concerned, we observed that even with a larger ensembiE)8izenembers, we

noticed different performance of the two versions of EnKF (Fig. 10, reduction in normalized variaPgg 9f while

having similar ranks in terms of the eigenspectrum). Certainly further study with different upscaling operators and
coarse-scale data at multiple levels would be needed to study this aspect of the two versions of EnKF considered here.
Over all, inclusion of coarse-scale data replicated many of the subtle features present in the fine-scale permeability
and saturation fields which were not present after assimilating only water-cut data.

As our results indicate that the inclusion of coarse-scale data enhances identification of the multi-scale reservoir
characteristics, it is important to study methods to obtain coarse-scale data as well as its precision. In a realistic
scenario, coarse-scale inversion [7, 28], and in the future perhaps with more computing resources, MCMC methods
[8], could be used to obtain such data. The coarse-scale saturation obtained using inversion has been shown to yield
improved estimates in a three-dimensional reservoir case by Devegowda et al. [35]. Our current and future work is
directed toward obtaining coarse-scale data with higher precision and its assimilation using ensembles of smaller size
for complex three-dimensional cases.
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APPENDIX A. TWO-STEP COARSE-SCALE CONSTRAINED KALMAN FILTER ESTIMATE
From Section 3, )
Jp=5(E =) (P (¥ -T)
and
1 Tp-1
Jy =5y —H[E])" R (y — H[¥])

For notational simplicity we denoigy, asp and denoté®’ by B.
Step 1(minimize 77 + J,):
First we minimize the sum7; = J¢ + J,. The gradient of the above quadratic cost functional with respect to
(w.r.t.) ¥ is given by
VeJi =B (¥ —p) —HTR™ (y — H[¥))
Then the minimizeg of 7, satisfies (we assuni¢ to be linear)
B~ (ii—u) —HTR™! (y —Hf1) =0
By rearranging the above equation we get
B +H'R'Hp=B"'p+H"Rly (20)

Note that the Hessian ¢f; w.r.t. ¥ is given byB~! +H” R~H, and for linear quadratic cost functionals, the Hessian
inverse is equal to the error covariance matrix. Therefore, the error covariance Bnédrig is given by

B=[B '+HTR'H]! (21)
Step 2(minimize J, + J.):
We useft, B in ,
Jy=5(® =) (B)7" (¥~ )
J. = 5z~ U)’ Q! (2~ U[e))

Therefore, the minimuna of 7, + 7, satisfies
(B)'+U"Q 'Uji=(B) 'a+U"Q 'z
Using Egs. (21) and (20) we can rewrite the above as
B'+H'RT'H+UTQ Ui =B 'u+H "R 'y+U"Q 'z
®)- b ot B 20)
It is trivial to show thati also satisfies
Ve lTr+Ty+T:]=0

Therefore, the two-step method to obtain the final estimiagéves the same results as a one-shot approach of mini-
mizing Jy + Jy + J--

3We note in passing thd@ andR are covariance matrices and are positive definite by construction and hence, for our derivation
purposes, are formally invertible.
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APPENDIX B. THE COARSE-SCALE EnKF ALGORITHM

Algorithm 1. Coarse-scale EnKF algorithm

Run the simulation model up to a particular observation time for the entire ensemble to get predicted samples:
{(TOYNe A= (TW @ W),

e Step 1: Using measured water-cut dataith varianceR, get the updated ensembl{eifl(i)}
Step 1.1—Find ensemble mean [Eq. (4d)]

Step 1.2—Subtract deviation from the me&h= (b(1>, b®, ..., b(Ne)) b = gl) _ g,

Ne

=1

Step 1.3—ApplyH to each column oA’ to getS= HA’, i.e., simply pick the water-cut deviations Ad.
Stepl4—+Fori=1,2,..., N,

samplev® "X A7(0,R).

y(®) =y 4 (@)

R/2 — (\,(1)7\,(2), o ,V(Ne)) ,

D= (d<1>,d(2), . .,d<Ne>) :

d® = y® —w®; W is predicted water cut for each ensemble member.
End for
Step 1.5—Compute SV[{SJF Rl/z} = X.EX .
Get3: retaining the first few singular values which explain most variabilitgircorresponding
to the left singular vectorsX ;..
Step 1.6—Update ensemble: Eq. (8)= (@(1), NS @(Ne)) ,
A=A+AS X, 52X, D.
~ ) Ve
e Step 2: Using coarse-scale dataith varianceQ, get the updated ensembl{,ﬂlf(” }

i=1

Step 2.1—Compute coarse-scale ensemble prediatioh= UT® i =1,2,... N..
N,
1 S
. - — (1)
Step 2.2—Coarse-scale meari:= N -E,l u.

Step 2.3—Coarse-scale deviatios:= (s), s, ... sNe)) s =yl —
Step 2.4—Repeat step 1.4 using coarse-scale measurdroent-1,2,..., N,

samplew ® "X A7(0,Q).

20 = 74 w®,

Q1/2 — (w(l)’ w(Q)’ ceey w(Ne)) ,

D — (d(1>7d<2>7 o 7d(Ne>) d@ = 20) _ (),

End for

Step 2.5—Compute SVOS + Q'/?] = X, EX ;. GetS: andX ;, as in step 1.5.

N,
. 1 Qe
Step 2.6—Compute fine-scale mean= v > w0,
€ i=1

Step 2.7—Compute fine-scale deviatioAd: = (b(l), b® . ..., b(Nﬂ)> b =@ —

Volume 1, Number 1, 2011



76 Akella, Datta-Gupta, & Efendiev

Step 2.8—Update ensembi:= (@(1), VS @(Ne)) ,
A=A+ (A)S)TX, 52X, D.

Remark 1.
Note that steps 2.6 and 2.7 in the above algorithm approximate the intermediate fine-scale error covariance,

1

P/ ~
N, —1

A// (AH)T.

Remark 2:
Steps 2.1-2.3 accomplish
S =UA".

Note that the above algorithm is independent of the choice of upscaling procedure, and we can use the same algorithm
for different kinds of coarse-scale observed data (if available).

Remark 3:

Note that the above coarse-scale constrained EnKF algorithm can be readily extended to incorporate data at multiple
coarse scales with the appropriate upscaling procedWeTio elaborate, if we had other independent data at a scale
different fromz, we could use the estimate{s{\i@}fﬁl) obtained using. As an intermediate solution, repeating

step 2 to assimilate the data at another scale.

4As noted in [2], this approach of accounting for the nonlinear observations operatorks well as long abl is weakly nonlinear
and a monotonic function of model variabds
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Singular source terms in the differential equation represented by the Dirac d-function play a crucial role in determining
the global solution. Due to the singular feature of the d-function, physical parameters associated with the d-function are
highly sensitive to random and measurement errors, which makes the uncertainty analysis necessary. In this paper we
use the generalized polynomial chaos method to derive the general solution of the differential equation under uncertain-
ties associated with the d-function. For simplicity, we assume the uniform distribution of the random variable and use
the Legendre polynomials to expand the solution in the random space. A simple differential equation with the singular
source term is considered. The polynomial chaos solution is derived. The Gibbs phenomenon and the convergence of
high order moments are discussed. We also consider a direct collocation method which can avoid the Gibbs oscillations
on the collocation points and enhance the accuracy accordingly.

KEY WORDS: generalized polynomial chaos, stochastic Galerkin method, singular source, Dirac d-func-
tion, Gibbs phenomenon

1. INTRODUCTION

Differential equations with singular source terms are commonly found in various areas of applications [1-5]. Singular
source terms are defined in a highly localized regime and play a crucial role in determining the global solution of the
given differential equations. It is important to capture properly such small-scale phenomenon induced by the local
singular source terms and understand the interaction between the small- and large-scale solution dynamics. Singular
source terms are mathematically represented by the Bifaaction, §(x — ¢), and its derivative(s) defined in the
distribution sense with a functiof{x), which is defined a&: = ¢ such that

/OO d(x — o) f(x)dx = f(c), and /_00 d(x — ¢)dx = 1. 1)

— 00

The derivatives of thé-function are also defined in a similar way for a functiffx), whose derivatives are defined
atz = c such that

| Se-af@is=-f@. [ §@-arwmd=r1e. @
where the superscripdenotes the derivative with respectito
Although singular sources are defined in a compact form mathematically, various uncertainties are easily involved
to define them physically. For example, it is not easy to pinpoint the location of the singular source term. The detection
of the singular object is based on the physical measurement, and such measurement has errors due to the locality of
the singularity. Thus the realistic model of the singular source term should include the uncertainty of the location of

*Correspond to Jae-Hun Jung, E-mail: jachun@buffalo.edu
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the singular source, which can be introduced by a new random vatiablthe physical space where theunction
is defined such as
5(x —¢) — 8(x — &),

whereg is a random variable replacirngn 5(z —c). Another type of uncertainties can be introduced for the amplitude,
for which one can rewrite th&function as the following form

d(x —¢) = nd(x — ¢),

wheren is a random variable. iy — 0, then the singular source term vanishes. One can consider other types of
uncertainties for thé-function besides the location and the amplitude. In this paper we consider the case where the
uncertainty exists in the location.

In many cases solutions of differential equations with singular sources are nonsmooth, singular, or discontinuous.
For example, in nonlinear optics, a defect in the optical media is modeled by the singular source, and such a sin-
gular source term plays a role as a potential around which the input signals yield nonlinear reflection and scattering
phenomena. These nonlinear phenomena have been investigated using nonlinear partial differential equations (PDES)
including the sine-Gordon equation

Ugt — Ugy + sin(u) = €d(x)sin(u), —oo <z <oo,t>0,u:R xR — R, 3
and the nonlinear Scbdinger equation
WPy + Poe + kP2 = €8(z), —oco<z<o00,t>0,0p:CxR"—C. 4)

Previous research shows that the global solutions of PDEs as given above are sensitive to the singular potential
term and that the mathematical structure of the solution dynamics is rich and complex [2, 3]. The sensitivity of the
global solution to the singular source term is amplified if uncertainties are involved, which makes the global solution
dynamics more complex. No significant research has been conducted for the uncertainty analysis for the solution of
such singularly perturbed differential equations. In this paper, as a preliminary research, we use the polynomial chaos
method to analyze the solution of differential equations with the singular source term.

The polynomial chaos method was introduced by Wiener [6] and was recently much further developed by Xiu and
co-workers [7—14]. The polynomial chaos method with the spectral method approach has gained great popularity these
days [15-17] (see Xiu's recent book and references therein [17]). The polynomial chaos method seeks the solution
in a higher dimensional polynomial space by introducing a random variable associated with the uncertainty. Then the
method expands the solution as a polynomial using the orthogonal polynomials [16, 17]. The orthogonal polynomials
are determined by the distribution of the random variables considered. Different distributions and the corresponding
orthogonal polynomials are given in Table 1 [11, 17]. In this paper we consider the uniform distribution and use the
Legendre polynomials for simplicity.

This paper is composed of the following sections. In Section 2 we consider the simple differential equation with a
singular source term. The uncertainty is in the location of the singular source term. The random variable has a uniform

TABLE 1: Continuous probability density functions and the associated orthogonal polyno-

mials [11, 17].
Distribution (PDF) Orthogonal polynomials Support
(1/2)X[=1,1] L;(z), Legendre polynomials [—1.1]
(1/V27) exp(—x%/2) H,(x), Hermite polynomials | (—oco, 0o)
" Lexp(—2/0)/T'(k)0* L;(z), Laguerre polynomials [0, co)
{[C(a+ B)]/[C()T (B} (1 — )P~ | PP, Jacobi polynomials | [—1,1]
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distribution. We derive the solution using the Galerkin method and provide some convergence results. We also consider
the case that the uncertainty is confined in a local regime. This assumption yields the domain decomposition method.
In Section 3 we discuss the Gibbs phenomenon which exists in the solutions obtained in Section 2. In Section 4
discussions on high-order moments are given. In Section 5 we consider the simple linear advection equation with the
singular source term. A similar solution is obtained for the time-dependent problem. In Section 6 we consider the
collocation method to solve the same time-dependent problem considered in Section 5. The singular source term is
directly projected to the collocation space. As a result, the direct projection method removes the Gibbs phenomenon
in the solution. In Section 7 we provide a brief summary and remark on future work.

2. AFIRST-ORDER DIFFERENTIAL EQUATION WITH UNIFORM DISTRIBUTION, & € [-1, 1]

First we consider the following simple differential equation for the real-valued funetioin

W 5@), zel-11, u(-1)=0 ©)

The exact solution is simply given by the Heaviside functi@fx:) which is an integral of the right-hand side of

Eqg. (5),8(x). The singularity is located at the origin for Eq. (5), but we assume that there is an uncertainty in the
location of thed-function and us€, as the random variable to denote the uncertainty of the location. Then the given
differential equation becomes

du

B S(x—§&), ze[-1,1], wu(-1,&) =0. (6)

The solutionu is now a function of botlr and§. We also assume thathas the uniform distribution and is defined in
the same interval of, i.e., & € [—1, 1], with the probability density function (PDF) given 6y/2)x[_1,1](&) where
x(&) is the characteristic function. The assumption of the uniform distribution yields that the associated orthogonal
polynomials forg are the Legendre polynomials, as given in Table 1. The Legendre polynomials are defined by
the solution to the Sturm—Liouville probled(1 — z?)[L;(z)]'} + I(l + 1)L;(z) = 0 with x € [—1, 1] with the
orthogonality conditionf_l1 Li(z)Ly (z)dx = [2/(20 + 1)]dy,, where the superscriptdenotes the derivative with
respect ta and? is the Kronecker delta.

The solution of Eq. (6) is obvious,

fo i<k
u(%&)—{l — (1)

Let E(u) denote the expectation valuewfandVar(u) the variance ofi. These two quantitiedy (u) andVar(u),
are all functions of: only. Let f(z) = E(u) andg(z) = Var(u). Then we have

1

(@) = Eluta,£)) = |

-1

u(, &)y X[ (E)dE = 5 (z + 1) (®)
Similarly,
ol@) = Varlu(w8)] = [ 0850 (0 = (B = (1= 22) ©

Definition: Letu® (), u(? (z) andu(z, &) be defined by the Galerkin solution of Eq. (5) in Legendre polyno-
mials, the Galerkin projection of the exact solution of Eq. (8),z) and the polynomial chaos solution of Eq. (6),
respectively. The superscripts) and(2) denote that the associated quantity corresponds to(x) andw? (z). For
examples () and@(?) are the expansion coefficients«gf) () andu(? (z), respectively.
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First we conS|der the function® (z) = >°;2, ulz)Ll( ), which is the direct projection of the exact solution of
Eq. (5), thati |s;ul ) are given by the following equation:

= a4 Li(x). (10)
=0
Lemma 1. The expansion coefficieni§2) in Eq. (10) are given by
1
3 =0
ﬁl(2) = 0 [ =even - (11)
1
—§[L[+1 (0) — Ll_l(o)] [ =o0dd

Proof. By multiplying each side of Eq. (10) b¥;(x) and using the orthogonality of the Legendre polynomials, the
expansion coefficients are given by

2041 1 2041
a§2>=lT+ / H(z)Li(2)do ZT+ Li()da. (12)
—1 0

If [ =0, itis obvious thaﬁl@) = (1/2). Forl # 0, we use the following property of the Legendre polynomials [18]:

(21 + 1) Ly(z) = Lyyy (z) — Ly_y (2), (13)
and

@+ D) [ L) = L) - L), (14)

—1

Smcef0 Liy(x)dx = f Ly(x)dx for | = even andf0 Li(x)dx = — [ Ly(x)dx for I = odd, the above relations

yield
2 (1)
u; = 5

[Li4+1(0) = Li—1(0)]. (15)

SinceL;(0) = 0if | = odd, we obtain Eq. (11).

Next we consider the function®)(z) = 372, @ A(l L,(z), which is the Galerkin solution of the differential
equation, Eq. (5). By plugging") () into the d|fferent|al equation and the initial condition, we have

oo

> L) = 8(a), (16)
1=0
S oV Li(-1) =0 (17)
=0
Lemma 2. The coefﬂmentA( ) , satisfying Egs. (16) and (17), are given by
1
3 =0
ﬂl(l) = 0 |l =even - (18)

—%[Ll+1(0) - Llfl(O)] [ =o0dd
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Proof. From Eq. (13) we have
Ly(z) = Lo(w) = (2- 1+ ) La(a),

Ly(z) — Ly(z) = (23 + 1) Ls(a),

Lg(x) — Ly(z) = (2-541)Ls(x), (19)
L (@) = Ly (@) = 2+ (n = 1) + 1] Lo (a).
Adding both sides of Eq. (19) all together, we have
L.(x) = 1+ 5La(x) + 9La(x) + 13Lg(z) + - + (20 — 1) L1 (2), (20)
for n = even. Similarly, we have
L, () = 3Ly (x) 4+ TLs(x) + 11L5(2) + - - + (2n — 1) L,,_1 (z), (21)

for n = odd. From Egs. (20) and (21), we know thbj;l(x) is a linear combination of all the previous odd «ifis
odd) or even (ifn is even) terms with coefficient@k + 1) for Ly (x). By plugging Egs. (20) and (21) into Eq. (16),
we have

i i (20 = 1)Ly ()] = 8(2). (22)
In Eq. (22),--- means3L;(x) + 7L3( ) + 11L5(z) + -+ + (21 — 3)L;_o for evenl or 1 + 5Ls(x) + 9L4(z) +

13Lg(xz) + - - - + (21 — 3) L;_» for odd!{. Multiplying each side of Eq. (22) by (z) yields
Li(2) Y ]+ (20 = 1)Ly (2)] = Li(2)8(x). (23)
=0
We then integrate the above equation av@nd switch the left and right sides to obtain

L4(0) = i, / Lul) 2+ (o) + i1 | Lala) 2k DEa(o)de -+ il | Lu@) 2k + 1o

+ ;37/ Li@)(2k + V) Ly(@da + . = 2 (), +al)y + o)y +al; + )., (24)
where we used the orthogonality condition of the Legendre polynomials. Eqg. (24) also reads
Li12(0) = 2 (“1(623 i)y + 8l + - ) (25)
Subtracting Eq. (24) from Eq. (25) yields
i =~ Lkia(0) ~ Ly(0)) (26)

Now consider the boundary condition. Sin@%ﬁl vanishes if is odd, the boundary condition becomes

A(1 1 _ _
Z =, Jm S[Lksa(0) = Li(0)] = 0. (27)
1=0,0dd

This completes the proof.
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Finally we consider(x, &), which is the solution of the stochastic differential equation, Eq. (6),
u(e,8) = S @) (), (29)
=0
where the expansion coefficientsare functions ofc. Pluggingu(z, &) into the differential equation yields
fj iy (2) Ly(£) = 8(x — &), (29)

=0

where the superscriptdenotes the derivative with respectitoTo consider(z, &), let us first consider the general
case wheré, is defined in the subinterval aof

Domain decompositioné, € (—e, €). Assume that the location of tiefunction is confined in a small region
& € (—e€,€),0 < e < 1. The solution for Eqg. (6) is then given by

40 if z <§&
U(J%E)—{l fo>e’ (30)
whereg € (—e, €). In the intervalz € [—¢, €], the expectation value is
1
f(@) = Blu(z, &)] = - (z + €). 31)
Similarly, the variance is
g(x) = Varfu(z, &) = é((—:2 —2?). (32)

Thus, for a fixede, the expectation value and variance are given by

0 z €[-1,—¢€)
flz) = %(m +e) z€[-e¢€ , (33)
1 x € (e,1]
and
0 x €[-1,—¢€)
o) = { 1ele* —a) wel-ed] - (34)
0 z € (e,1]

For anye, we have
_ lal+ el

<
5e = 1, (35)

@) = |Bluo, 8] = |-+ €)

1 5 e 1

@(e — %) 3@21, (36)
which shows the expectation value and variance are bounded although tHeIPDk . (&) = (1/2¢)] diverges
ase — 0. We know thatr — 0 ase — 0, and we obtain the expectation value and variance at 0 by letting
e — 0. Also by Egs. (35) and (36) we have

lg()| = [Varu(z, £)]| = ‘

and ¢(0) = Var[u(0,&)] = -. (37)

N
e~ =

f(0) = Eu(0,8)] =
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These values are the same as thoseifar [—1,1). Thus, we know that if: — 0, the expectation value and the
variance are the same for any valuegof (—¢, €).

The assumption thdf € (—e, €) breaks the original differential equation into three equations in three regions, (1)
xel=[-1-€],(2zecll=(—€e],and B € IIl = (¢, 1].

Interval |, z € [—1, —€]: In this interval, thed-function is absent and the differential equation and the boundary
condition are given by

du
—_ = —]_ =
=0 u(=1)=0,
and the solution is simply
u(z) =0, wu(e)=0. (38)
Interval Il, x € (—e, €): In this interval, the5-function exists and the equation is given by
du(z,&) _
T or d(x —m),

wheren € (—e, €). Then we seek a solutian(z,n) as
u(zm) =Yz LiEm), (39)
=0

where¢, = (n/€) and§ € [—1,1].
Lemma 3. The expansion coefficients(x) in Eq. (39) are given by

1
—(xz+¢) =0
iu(z) = 2e . (40)

3 (2 () -2 (D)] 120
Furthermore, the boundary valu€z = €,1) is unity for any value of, i.e.,
u(e,n) = 1. (41)
Proof. By plugging Eg. (39) into the differential equation and using the orthogonalify @) we obtain

2 dig(r) ! 1 x
2k+1 dv /,1 S(w — e&)Lilt(n)ldt = eLk (e) ’ (42)
The boundary condition at = —e is obtained by the solution at= —e¢ in interval |,
3 du(—e) LyfEm)] = . (43)
=0
Thus,@;(—€) =0foralll =0,1,2,---. Using this boundary condition, we obtain
.1
o = 27e(x +€), (44)

if £ =0.If £ # 0, we have

oo = 220 [ ()= b (2) - 20 ()] =

€

where we used Eq. (14). The boundary value@f,n) atz = e is

ulem) = 5o+ b))~ Lo (1) =1 (46)
=1
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From lemma 3, we know that the mean value:0f, ) in this interval is given by
1
E[U(mvﬂ)] = %(1' + €), (47)
which istg(z). If z — 0, we confirm that
lirrb Elu(z,m)] = 4(0) = -.

Interval lll, z € (—e, 1]: Since there is né-function in this interval, using the boundary valuewdt,n) = 1,
the solution inz € (g, 1] is given byu(x) = 1. It is easy to show that i€ — 0, then we have

u(z,m) — u(z), oru®(z). (48)

Using lemma 3, we have the following corollary ffF1, 1].
Corollary 4. The expansion coefficienig(x) are given by

fofw) = 5+ 1), (a) = 3[Lara(e) — L (@), (@9)

and .
w0 =5~ 3 S (0) - Lia (0] Lala). (50)

I=1,0dd

Proof. From lemma 3, fore — 1, we have Eqgs. (49) and (50). Furthermore, by plugding 0 and equations in
Eq. (49) into Eqg. (28), we obtain

o0

1 1
u(@,0) = 5(z+1) + Z_QZ 5L (2) = Lica(0)]L(0). (51)
It is a simple exercise to show that Eq. (51) becomes
0) = L N L 0)—L 0)]L
u(z,0) = §fHde§[ 1+1(0) = Li—1(0)] L ().

Here note that the first coefficierity(x) = (1/2)(z + 1), is the same as the expectation valueof, £) in Eq. (8).
Remark: Equations (50) and (51) are equivalent. They may, however, become different if they are truncated with
the finite NV in their given forms. For Eq. (51), sincg;1(x) = L;—1(z) ata = £1if [ is even, we know that at
r = =1,
1 x=1

w0 = g ={ o 7L

which are the boundary values and they are determined regardless of how many terms are used in the series. For
Eqg. (50), sincei(z,0) = 1 atz = 1, andu(z,0) = 0 atz = —1, the following should be

1
> 3 1La41(0) = Lica(O)]La(2) = ¢ ;
1=1,0dd 3 r=-1

which is only true ifN — oo. Thus we use Eq. (51) for the computation in the following sections.
Figure 1 shows the expansion coefficientéx), Eq (49). The top figure showsg(z) for I = 0,--- ,9 and the
bottom figure forl = 10, - - - , 40.
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FIG. 1: Expansion coefficients;(x). Top: u;(x) for i = 0, - - ,9. Bottom: v;(x) for I = 10, - - - , 40.
Theorem 5.
uM (z) = u®(2) = u(z, £ =0).

Furthermoreuy (z, &) converges tau(z, &) até, = 0, i.e.,

i u(z, 0) — wy(,0) 0 = 0. (52)

Proof. From lemmas 1 and 2 and corollary 4, we know that all the coefficienis'ofz), u(? (x), andu(z, & = 0)
are the same.
Using the recurrence relatidm + 1)L, 1 (x) = (2n + 1)z L, (z) — nL,_1(z), we have

(7 +2)Ln12(0) = —(n + 1)L (0), (53)

which yields
(54)
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Then we leto, (z) be defined as

. 1 1 2k)! 2k +2)(2k +1 !
ok = 51L20(0) ~ Lansa(0] = (-1 s |1+ O~ i F )
Using the Stirling formulau! ~ v/2mn(n/e)™ and(2n)! ~ [v/47n(2n/e)?"], we have
2%
(2k)! . Ak (2£) 1
im ———= = lim : 5 = lim =0. (56)
k—oo 4 (k}') k—o00 4k |: ok (%)k:| e V4
Thus, the following series converges
d =,k (2R)
Z okt = Y (=1) T2 (57)
=0 k=0
and we have
u(z,0) — un (z,0)]s0 = Z op i1 Logy1(x Z boki1| — Ofor N — oo. (58)
k=N/2 k=N/2 -

From theorem 5, we know that the stochastic solutign &) matches the deterministic solution well, particularly
if the singularity is located at = 0.
Remark: Theorem 5 can be extended to the more general case that

du(x)
dz

=6(x—c¢), ze€l-1,1],

wherec is the real constant € [—1, 1]. Then solutions") (z; ¢) andu(? (z; ¢) are the same ag(z, &) for any&, = c.

This can be easily shown using the properties of the Legendre polynomials. Fift fofc) = Zl]io afz)Ll(x),
the coefficients are given by

20+1 !
a®=2*1 / Li(z)dz. (59)
2 C
By the Galerkin projection, we get similar results as lemma 2,
N l—-c 1
aft) = 5 ) = 3lLi-1(€) = Lisa (), (60)

for anyl > 0. To prove Egs. (59) and (60) are equal, we use the identity formula (14). Settind andx = cin
Eq. (14), respectively, we have

1
) [ @) = L (1) = Lia() =0, (61)

(2l + 1) /C Ll(a:) == Ll+1(0) - Llfl(c). (62)

-1
Subtracting Eq (62) from Eq. (61) yields the equation implying that Egs. (59) and (60) are equal. Also, the boundary

conditionzl o A(l)Ll( 1) = 0 is obtained by plugging Eg. (60) into this formula. The coefficients from the polyno-
mial chaos method for anyare obtained in as similar way as corollary 4 by just replacihgith c in Eq. (50). After

some simple algebraic calculations, we can show that the coefficients by the polynomial chaos method are equal to
those by the previous two methods.
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Now we consider the convergencewir, &) for any&. That is, we want to show

Using corollary 4 we have
(o) oo 1
lu(z, &) = un(z, E)lloo = || Y @@ Li(&)| =1 > 5 Lis(@) = L1 (2)) La(€)
I=N+1 IS I=N+1 o
1 (o]
<3 Z [Li1(2) = Li—1(@)| o (64)
I=N+1

where we usedlL;(&)| < 1. Here we do not provide the convergence analytically, but instead we show the numerical
result. DefineR; (n),

Ri(n) = |Lix1(z) — Li—a(2)] o
and the remainder

Neo

Ro(n,Noo) = Y |Lisi(2) = Lioa ()] -

l=n+1

For the numerical calculation d?;(n) and Rz(n, Ny ), We useN,, = 6000. Figure 2 shows the decay & (n)
(blue solid line) andR»(n) (black solid line) withrn in logarithmic scale. The figure shows that (n) decays with
a rate of aboutr n=*9%, The red line in the figure is a reference line which decays—*>. With this decay rate,
we know that the serie¥.~, |L;+1(z) — Li—1 ()|, will converge. Thus, the remaindé (n, N..) will decay as
n — oo andN,, — oo forn < N, i.e.,

lim Ry(n,Nw) =0.
N, Noo —00
The black solid line shows the decay B$(n, N, ) with N, = 6000. The figure implies that due to the decay prop-
erty of R1(n), the remaindeR,(n, co) will also decay to zero as — oo, but the decay rate is only algebraic. That
is, we know that.y (x, &) converges ta(z, &), but convergence is slow because of the existence of the discontinuity
atx = &.

2.5

(3]
T

—
(9]
T

1k Remainder (N__= 6000) il

o
(9]
T

LOglOILm—](X) -L ol @l .

(=]

=
(9]

LOgloanH(X) -L n-1 (X)lmax

Slope = -4.95

'
—_

—
W
T

'
(3]

Logmn

FIG. 2: Decay ofR;(n) and Rz(n, N, ) with N, = 6000. The red solid line is the reference line which decays as
n74.95.
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3. GIBBS PHENOMENON

The solutions obtained in the previous section yield the Gibbs phenomenon. The Gibbs phenomenon is commonly
found in high-order approximations of discontinuous functions with the spectral method [19, 20]. The exact solution
of Eq. (5) is the Heaviside function witH (0) = 1 andlim,_,,- H(z) = 0. As we already saw, all solutions obtained
in the previous section have the expectation value/@fatz = 0. Thus all solutions converge #d(x) at every point
x exceptr = 0. This appears as the Gibbs oscillations in the partial sum of each solutiom reé@r

Figure 3 shows the partial sum solutionwfz, & = 0) (left) andu(x, &) (right) for N = 40. The left figure
shows the solution whefs = 0. As shown in the figure, the solution is oscillatory near the discontinuity 0. The
right figure shows the collection of solutions for evérandx. As shown in the figurey(z, &) are oscillatory near
x = &. Figure 4 shows the variance and the mean(of, £). The top figure shows the computed variance @f, &)
with 501 points ofz and§ for N = 10 (blue solid line), N = 20 (green),N = 40 (purple), and the theoretical
variance ofu(z, &), (1 — 2%)/4 (red). As the figure shows, the variance approaches the exact variaNcmagases,
but the convergence is slow. The slow convergence is due to the fact that the variance is computed using every term
in the series of the solution. As the series converges slowly, the variance also converges slowly. The bottom figure
shows the error between the computed mean(of ) and the exact meai + x),/2 in logarithmic scale using001
uniform points forN = 4,6, 10. For the numerical integration, we used the Simpson’s rule. The figure shows that the
pointwise errors of the mean value are close to machine accuracy for the small v&udbis is because the first
mode is the mean and the rest of the terms are canceled ou. iAsreases, the pointwise errors increase, which
results from the incomplete numerical cancellations of high modes due to round-off errors.

4. HIGH-ORDER MOMENTS OF U (X, §)

With the uniform distribution, it is easy to show that the variance is given by

Var|u Z o + 1 (65)

where one should note that the indexins from1. In general, all the terms af;(x) are involved for the computation
of the variance, as shown in the above equation and Fig. 4. It is, however, interesting to observe that the variance in

our case is simply given by the second modé&gf:),

§>

Varu(z, £)] = — &) _ 3(1 _ 2?), (66)

1.5

u(x,0)

0.5+

OmeNV\/\/\// 1 -0.5-"”

100

o5
-1 -08-06-04-02 0 02 04 06 08 1 o 0
X £

FIG. 3: Left: u(x, &) for & = 0. Right: u(z, &). For these figuresy = 40 is used.
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(green), andV = 40 (purple). Bottom: Pointwise errors between the exact mean 1)/2 and the computed mean
for N = 4 (green)6 (red),10 (blue).

That is, as the mean af(z, £), the variance can be determined exactly ofage:) is found. This implies that the slow
convergence of the variance found in Fig. 4 can be resolved as the variance is obtained instantly. To understand this
interesting aspect, we need to show the following:

)
i (v) 1 )
2 g1 =20 ©7)
=1
whereu;(x) = (1/2)[Li+1(z) — Li—1(x)]. To prove Eq. (67), first we plug Eg. (14) into the left-hand side (LHS) of
Eq. (67). Then the LHS becomes

x

) Ll(u)dur-

LHS = %i(mﬂ) U
=1
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For the proof we use the well-known property that the Legendre polynomials are complete, { 1i8] +1)/2

L (z)};o are complete and orthonormal [21]. The completeness condition yields
=0

[ ([ ]

X A+1[ [ 2
r+1= ;[/ Ll(u)du].
-1

=0

Thus,

Using Lo(x) = 1 we obtain [21]

oo

1—2® =) (20+1) Uj Ll(x)dur.

=1
This completes the proof. This special result is due to the following relation:

Eu"(z,&)] = Flu(z,&)], forany n=0,1,---. (68)
Since the exact solution H(z — &), it is simple to show that
Elu"(z,&)] = E[H"(2,&)] = E[H(z,8)] = E(u).

The fact that the mean of any powerw(z, &) is the same as the meanw(fz, &) yields the following property. Let
Elu(z,&)] = wandv = —a. Then forn =0, 1,--- , we have

El(u—a)"] =v"(14+v) —v(l+v)"™ (69)
It is easy to show Eg. (69),

i(Z)“k(‘ﬂ) ]: +Z( ) —a)" k= (—a)" + (@) n1<2)(—a)nk

k=0

=" — UZ (Z) ()" % =" (1+v) —v(l +v)", (70)

El(u—1)"] = E

where we used Eq. (68) and= —u. Equation (69) yields interesting results about the high-order momemts-afr
example,

El(u—a)"] = (—1)"—12(nu_”ﬁ, n=23. 71)

The second moment is the variance and the third moment is related to the skewness. Thus, we know that the first three
moments (the mean, variance, and skewness) are obtained exactly by the first three mgdedaf our case.

Figure 5 shows[(u — @)™] with differentn = 1,--- ,50. The left figure show[(v — u)"] forn =1,---,20
and the right fom = 21,--- ,50. If n = 1, E[(u — @)"] = 0. As n increases, the maximum value Bf(u — )"
decreases in the figures. Note the different scale in the left and right figures.

5. TIME-DEPENDENT LINEAR ADVECTION EQUATION WITH UNCERTAINTY

We consider the time-dependent problem with a singular source term

u+uy =8(x), wu:[-1,1]xRT =R, t>0
u(@,0) = g(z), t=0
u(—=1,t) =h(t) t>0. (72)
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If the boundary condition is homogeneous, i#+1,t) = 0, the solutionu(x,t) goes to the steady-state solution
which is the Heaviside functio{ (x). We consider the case that the location of the singular source has an uncertainty
& as in the previous sections, that is,

up + up = 8(x — &), (73)
whereu = u(z, t, ). We assume that € (—1, 1) with the uniform PDF and
u(z,t, &) = iﬁl (x,t) Ly (&). (74)
1=0
By plugging Eqg. (74) and using the orthogonality condition of the Legendre polynomials, we obtain
st o)+ e )] = L) 79)
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If [ =0, we have

N 0 . 1
Euo(%t) + a*xuo(ﬂ%t) =3 (76)
Then the solution of Eq. (76) is given by
Go(z,t) = Go(z0,t = 0) + x+C 77)

2

where(' is the integration constant ang)y = x — ¢. To determine the integration constatit we use the given
boundary and initial conditions. From the boundary conditi¢r 1,¢, &) = h(t), we have

W(—1,8) = (204 Dh()s :{ ’L(()t) 5;8 . (78)
Similarly, using the given initial condition
iﬂl (2,0) Ly (&) = g(x),
=0
we obtain
W@ 0) = (2 +1)g(@)s0 = { olz) 4 D 0 (79)
Using Egs. (78) and (79), we obtain
to(x,t) = glx—1t)+ %x +C=g(x—1t)+ %x + h(t) + 5~ g(—1—1). (80)
If I # 0, by using the orthogonality condition we obtain
(e, 1) = iylzo,t = 0) + QZT“ Lily)dy = 5 (L (&)~ Lia ()] (81)

—1

where we used Egs. (18) and (79). Thus, the general solution of the stochastic equation (73) is given by

u(w,t,8) = glz — ) — g(~1 1) + 5 (2 + 1) + At Zl Lo (2) — Lis ()] L(E). (82)

[N)

If g(z) = 0 = h(t), then we obtain

[Lig1(z) — Ly (2)] Li(E).

[\D\H

u(x,t, &) = =(x+1) Z

This is the Legendre expansion Bf(z), and we know that.(z,t) — H(z) ast — co.
To consider the numerical approximation of the solution, we use the Legendre polynomials bathda,

u(w, t, &) =Y (e, ) Li(8) =Y [Z 0 (t) Lie(x) | La(E). (83)
=0 =0 Lk=0
We seek the truncated sum of Eq. (83) for the numerical solution
N M
uny(z,t, &) = l @i(t)Lk(x)] Li(&). (84)
=0 Lk=0
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For simplicity, we assume th&f = M. Multiplying each side of Eq. (75) by, (z), I’ = 0,--- , N and using the
integration by parts, we obtain

9 1 1
5 | Wlv(@de +a(1,t) —a(=11)Ly(-1) — / Ly (z)de = sy, (85)
—1 —1

where we usd.;; (1) = 1,VI’. We then plug the following relation into Eq. (85),

For the given, using the boundary condition and the properties of the Legendre polynomials, we obtain

2z'+1 dt Z £)810(— ka/ Ly (z) L, (z)dx = &y (86)

Define the column vector®' andgl, whoseith elements aré! and(—1)¢, and define the matril}, whoseith column
has the elemerdt; for: = 0,--- , N. Also, define the matriceA, B, andC, whosa’j elements arel;; = (2 +1)/2,

B;; = [2/(2i+1)]6;5, andC;; = f Li(z)L;(z)dx, fori,j = 0,- N, respectively. Then for giveh Eq. (86)
becomes
dit_ B 'C - A) %! — h(t)5,0B b, + B~ 'bl 87
E_( —A) 7" — h(t)dio 1+ 2 (87)

Equation (87) is solved numerically using the initial condition

0 140

0 2k +1 (88)

5 [1 g(x)Lg(x)dx 1=0

For the numerical experiment, we use the following initial and boundary conditions:

?TN
|

u(z,t =0,&) =sin(nz), ulx=-1,t,&) =sin[r(—1—1)].

With these conditions, the meditz, t) and the variance(x, t) of the exact solutiom(x, ¢, &) are given by

F,t) = sin[r(z — )] + %(x 1), glat) = 3(1 _a?). (89)

The variance is the same as the variance of Eq. (9), which is because the homogeneous solution is independent of
the random variablé&. For the time integration we use the third-order Runge-Kutta total variation diminishing (TVD)
scheme [22]. The mean and the varianceae computed by

N

N
mean= Y _v)(t)Li(x), variance= Z
=

k=0

3o

Figure 6 shows the solution fdr = 0 (left figure) and the variance (right) at= 10. As shown in the right figure,
convergence of variance is slow due to the Gibbs phenomenon.

2l+1
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FIG. 6: Left: The numerical solution (oscillatory, blue) and the exact solution (red). Right: Varigned) att = 10
with N = 41.

6. DIRECT PROJECTION COLLOCATION METHODS

In the previous sections, we used the Galerkin approach to obtain the solution of the differential equations with the
random variablé€,. The Galerkin approach yields the Gibbs phenomenon, as shown in the previous sections. In this
section, we solve the same equations using the collocation method based on the direct projection approach for the
singular source term [23]. The direct projection approach uses the direct derivative of the Heaviside function for the
singular source term on the collocation points. The direct collocation method was applied to several applications [23—
25]. The main idea of the direct projection approach is to project the Heaviside furf€tiohto the collocation

points using the spectral derivative matfixy, that is,

5]\](.%') — DNHN(.T),

whereb y (z) is the spectral approximation of tlefunction on the collocation points withy the derivative ma-
trix and Hy () the Heaviside function on the collocation points. Several spectral derivative matrices related to the
orthogonal polynomials can be found in [19].

6.1 A Simple First-Order Differential Equation

Consider the following differential equation with the random variahle

du(z, &)
dx

Let Uy be the approximation of on NV + 1 collocation points foig, {&;},. The collocation method yields the
approximationly (z, &) in the Legendre polynomials as in the previous sections,

=5~ £).

N

=0

Here we assume that we also séék(z, &) on the collocation points far, {z;}},. That is, the spectral method is
applied for bothz and§ directions, and the solutiofiy (x, &) is defined on the two-dimensional grid. By plugging
Un (z, &) into the differential equation, we obtain

DMUN(.I,E,) 25(37—5,), (91)
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where D), is the spectral derivative matrix for the variabteon M + 1 collocation points associated with some
orthogonal polynomials such as Chebyshev or Legendre polynomials. For the singular source term in the right-hand
side (RHS) of the above equation, the direct projection method uses

d(x — &) — Dy Hy(z - §),
whereH , is the Heaviside function on the collocation points which has the jump=at. Then Eq. (91) becomes
DyUn(2,8) = DarHpp(z — ). (92)
To solve the differential equation, we first use the boundary condition, which is
Un(-1,8) =0, V&€ {&}, (93)
From Egs. (92) and (93) we obtain

Dy (Un(z,&) — Hy(z — £)) =0, VE€ {&}Y,,

where D), is the submatrix ofD,;, which is obtained by subtracting the boundary column and row ffoyn The
RHS0 denotes a null vector, aridy (z, &) in the LHS is a solution vector for a certain Since D), is nonsingular
[19], we obtain

Unm(z,&) = Hy(x — &), (94)

which is the same as the exact solution, and we know that such solutBiblis-freeon the collocation points.
Remark: We note that the interpolation based on the solution at the collocation points yields the Gibbs oscillations,
but the solution is Gibbs-free on the collocation points.

6.2 A Simple Time-Dependent Problem

Now we consider the time-dependent problem with the collocation method
U+ U, =D,H(x—§), (95)

whereU = U(z, t, &) andD,, denotes the derivative operator with respect t&/ is defined in the same way,

N
Un(z,t,£) =Y iiy(a,t)Ly(£). (96)
=0

For the steady-state problem, using the following boundary condition,
U(-1,t,8) =0, t>0, (97)
and we have the given differential equation which becomés-asx,
U, = D, H(zx —&). (98)

This steady-state solution beconiéér, ¢, &) — H(xz — &), as shown in the previous section.

For the numerical experiment we use the Chebyshev polynomials dod the Legendre polynomials fér As
in the previous section, we use the third-order Runge-Kutta TVD scheme for the time integration [22]. For the initial
and boundary conditions we use the following:

U° = [sin(mag),sin(rzy), - ,sin(ran_1),sin(rza)]’
U™(xzg) = sin[r(zg—1t")], VYn=1,2,---, (99)
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wherez;,i = 0,--- , M are the Chebyshev Gauss—Lobatto collocation poifjtss — cos(wi/M),i = 0,--- , M.
With these initial and boundary conditions, the exact solutipn &) is given by

u(z,t,&) =sin[r(x — )] + H(x — &), (100)

where the first term is the homogeneous solution and the second term is the particular solution due to the singular
source term.

Figure 7 shows the collocation solution fofz, £). Figure 7a shows the solution whén= 0, and the middle
shows the collection of solutions with variods Figure 7a shows that the solution is not affected by the Gibbs
phenomenon without any oscillations on the collocation points. Figure 7b shows that along thedifethe jump
of each solution is sharp, without any Gibbs oscillations. For these figures, we useV + 1 andN = 81. Figure 7c
shows the variance withv = 41 and M = 21. The variance from the numerical solution is the blue line with the
O symbol. As shown in the figure, the variance is more accurately computed compared to the result in Fig. 6. The
numerical results, however, show that the degree of accuracy is similar to that with the numerical simulation with the
Galerkin approach, although the Gibbs oscillations are not seen on the collocation points. This result is somewhat
different from what the authors expected, partly because the collocation approach has the ambiguity in defining the

u(x,&,t =10)

u(x,t =10, €= 0)

02— -

Variance
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| | |
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(©)
FIG. 7: (a) The solution at, = 0. (b) Polynomial chaos solutions for evefy The total number of grid points for

xis N = 81. (c) The computed variance (blue line with square) and the exact variance (red line)fwitt21 and
N =41.
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location of theb-function and the Heaviside function. If théefunction is located at a certain collocation point, the
error does not decay at that point because the actual location dffthection with our collocation method exists off
the collocation points. This issue will be further investigated in our future work.

7. CONCLUSION

In this paper we considered simple differential equations with a singular source term. For the singular source term, we
used the Diraé-function. Due to the uncertainty of the location of the singular source term, we introduced a random
variable and used the generalized polynomial chaos method to find the general solution of the differential equation
under the uncertainty. For simplicity, we used the assumption that the uncertainty is associated with the uniform
distribution. Based on this assumption, we derived the general solution of the differential equation in the Legendre
polynomials using the Galerkin method, as well as the expectation value and variance of the solution. For this partic-
ular case, we show that the second- and third-order moments as well as the mean can be computed exactly using the
first three expansion coefficients. The same technique was applied to the simple time-dependent problem. We showed
that the Gibbs phenomenon appears in the polynomial chaos solution and consequently convergence is slow. As a
preliminary work dealing with the Gibbs phenomenon in the solution, we considered the direct collocation method
for the polynomial chaos solution. We showed that the direct collocation method can avoid the Gibbs phenomenon
for the simple differential equations considered in this paper. Although the Gibbs oscillations are much reduced, the
convergence of variance is about the same order as the Galerkin approach, which will be further investigated in our
future work. The assumption of uniform distribution yields relatively easy analysis. In our future work we will con-
sider more realistic cases with different distributions for more general types of differential equations with the singular
source term. Thus, our future work will include the polynomial chaos method for more types of uncertainty variables
associated with the singular source term and will further investigate the collocation method for the polynomial chaos
solution and the Gibbs phenomenon with the singular source term.
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