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Abstract

We provide deterministic approximation algorithms for Bayesian inverse problems for operator
equations with “noisy” input data. The algorithms use a multilevel (ML) approach based on determin-
istic, higher order quasi-Monte Carlo (HoQMC) quadrature for approximating the high-dimensional
expectations, which arise in the Bayesian estimators, and a Petrov-Galerkin (PG) method for approx-
imating the solution to the underlying partial differential equation (PDE). This extends the previous
single-level approach from [J. Dick, R. N. Gantner, Q. T. Le Gia and Ch. Schwab, Higher order Quasi-
Monte Carlo integration for Bayesian Estimation. Report 2016 Seminar for Applied Mathematics,
ETH Ziirich (in review)].

Compared to the single-level approach, the present convergence analysis of the multilevel method
requires stronger assumptions on holomorphy and regularity of the countably-parametric uncertainty-
to-observation maps of the forward problem. As in the single-level case and in the affine-parametric
case analyzed in [ J. Dick, F.Y. Kuo, Q. T. Le Gia and Ch. Schwab, Multi-level higher order QMC
Galerkin discretization for affine parametric operator equations. Accepted for publication in STAM
J. Numer. Anal., 2016], we obtain sufficient conditions which allow us to achieve arbitrarily high,
algebraic convergence rates in terms of work, which are independent of the dimension of the parameter
space. The convergence rates are limited only by the spatial regularity of the forward problem,
the discretization order achieved by the Petrov Galerkin discretization, and by the sparsity of the
uncertainty parametrization.

We provide detailed numerical experiments for linear elliptic problems in two space dimensions,
with s = 1024 parameters characterizing the uncertain input, confirming the theory and showing that
the ML HoQMC algorithms outperform, in terms of error vs. computational work, both multilevel
Monte Carlo (MLMC) methods and single-level (SL) HoQMC methods.

Key words: Higher order Quasi-Monte Carlo, parametric operator equations, infinite-dimensional
quadrature, Bayesian inverse problems, Uncertainty Quantification, CBC construction, SPOD weights.
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1 Introduction

In [9] we proposed and analyzed the convergence rates of higher order Quasi-Monte Carlo (HoQMC) ap-
proximations of conditional expectations which arise in Bayesian Inverse problems for partial differential
equations (PDEs). We studied broad classes of forward problems with distributed uncertain paramet-
ric input data. Typical examples are elliptic or parabolic partial differential equations with uncertain,
spatially inhomogeneous coefficients, but also differential and integral equations in uncertain domains of
definition. Upon suitable uncertainty parametrization, and with a suitable Bayesian prior measure placed
on the, in general, infinite-dimensional parameter space, the task of numerical evaluation of Bayesian
estimates for quantities of interest (Qol’s) becomes that of numerical computation of parametric, deter-
ministic integrals over a high-dimensional parameter space. As an alternative to the Markov chain Monte
Carlo (MCMC) method, in [20, 21] it was proposed to apply recently developed, dimension-adaptive
Smolyak quadrature techniques to the evaluation of the corresponding integrals. In [9] we developed a
convergence theory for HOQMC integration for the numerical evaluation of the corresponding integrals,
based on our earlier work [6] on these methods in forward uncertainty quantification (UQ). In particular,
we proved that dimension-independent convergence rates of order > 1/2 in terms of the number N of
approximate solves of the forward problem can be achieved by replacing Monte Carlo or MCMC sampling
of the Bayesian posterior with judiciously chosen, deterministic HoOQMC quadratures. The achievable,
dimension-independent rate in the proposed algorithms is, in principle, as high as the sparsity of the
forward map permits, and “embarrassingly parallel”: being QMC algorithms they access, unlike MCMC
and sequential Monte Carlo (SMC) methods, the forward problem simultaneously and in parallel. The
error analysis in [9] accounted for the quadrature error as well as for the errors incurred by a Petrov-
Galerkin (PQG) discretization and dimension truncation of the forward problem, but was performed for
a single-level algorithm, i.e. the PG discretization of the forward model in all QMC quadrature points
was based on the same subspace. As is well known in the context of Monte Carlo methods, multilevel
strategies can lead to substantial gains in accuracy versus work. We refer to [13], and the references
there, for a survey on multilevel Monte-Carlo methods. Multilevel discretizations for QMC integration
were explored first for affine-parametric, linear forward problems in [18] and, in the context of HoQMC
for parametric operator equations, in [7]. For the use of multilevel strategies in the context of MCMC
methods for Bayesian inverse problems we refer to [10, 16] and the references there. The purpose of the
present paper is to extend the convergence analysis of the HoOQMC, Petrov-Galerkin approach from [9]
to a multilevel algorithm.

As in our single-level HoOQMC PG error analysis of Bayesian inversion in [9], we adopt the abstract
setting of Bayesian inverse problems in infinite-dimensional function spaces from [4], and the convergence
analysis of PG discretizations of abstract nonlinear problems from [19], as reviewed in [9]; throughout the
present work, we adopt the notations and terminology from [9].

The principal contributions of the present work are as follows: we derive, for the possibly nonlinear,
parametric operator equations with distributed, uncertain input considered in [9], multilevel extensions
of high-order Petrov-Galerkin discretizations of the countably-parametric forward problem combined
with HoQMC integration in the parameter domain. We provide a complete convergence analysis of the
proposed algorithm, specifying, in particular, precise regularity and sparsity conditions on the forward
response map which are sufficient to achieve a certain, dimension-independent convergence rate. Our
analysis provides, in particular, information on the choice of algorithm parameters in applications: the
convergence order of the PG discretization, also for functionals of the solution (not considered in [9]),
the order of the interlaced polynomial lattice rule, the relation of HoQMC sample numbers N, and of
truncation dimensions sy of the parameter space on the discretization level ¢ of the PG approximation
of the forward problem. A major conclusion obtained with analytic continuation based error analysis
from [8] is that identical algorithmic steering parameters are admissible in our ML HoQMC algorithm for
both, forward and inverse UQ. With optimized HoQMC sample numbers, we also obtain asymptotic error
vs. work bounds which indicate that the presently proposed algorithms outperform both, multilevel MC
as well as the multilevel first order QMC algorithm considered in [18]; our analysis reveals that, analogous
to sparse grid approximation, stronger regularity requirements on the parametric forward problem both
in physical space and in parameter space are required.

In a suite of numerical experiments, we provide PDE examples in two space dimensions and with pa-
rameter spaces of dimension of several thousand where the presently proposed ML algorithms outperform
all mentioned methods in terms of error vs. work, starting at relative errors as large as 10%.

The outline of this paper is as follows. In Section 2, we review the abstract, nonlinear parametric



operator equations with uncertain input data, the parametrization of the uncertain input data; and their
PG approximations. The setting is analogous to that from [9] and the presentation is thus synoptic,
and analogous and with references to [9, Sections 2, 3]. In Section 3, we review the general theory of
well-posed Bayesian inverse problems in function spaces, from [4]. Again, the material is analogous to
what we used in [9]; however, the error analysis of the ML HoQMC method, being a form of sparse grid
approximation, requires the analog of mixed regularity, which we develop. Section 4 contains the core
new mathematical results of the present paper: several multilevel computable Bayesian estimators and
their error analysis. In particular it contains the error vs. work analysis of the combined ML HoQMC
Petrov-Galerkin algorithms. Section 5 presents specific examples of parametric forward problems, and
verifies that they satisfy all hypotheses of our foregoing error analysis; specifically, we consider linear,
affine-parametric diffusion problems in two space dimensions, in primal variational formulation with space
of continuous, piecewise linear functions on regular triangulations. Section 6 contains numerical tests of
the proposed estimators for forward and inverse UQ for the PDE problems considered in Section 5. The
numerical results are in agreement with the theory.

2 Forward UQ for parametric operator equations

We review the notation and mathematical setting of forward and inverse UQ for a class of smooth,
possibly nonlinear, parametric operator equations, for which we developed the error analysis of the
single-level algorithm in [9]. We develop here the error analysis for the multilevel extension of the
algorithms in [9] for a general class of forward problems given by smooth, nonlinear operator equations
with distributed uncertain input data u taking values in a separable Banach space X. Upon uncertainty
parametrization with an unconditional basis of X such as, for example, the Karhunen-Loéve basis, both
forward and (Bayesian) inverse problems become countably parametric, deterministic operator equations.
The problems of forward and inverse UQ are reformulated as countably-parametric integration problems.
In the present work, we focus on the latter and analyze the use of deterministic, higher order Quasi
Monte-Carlo integration methods, from [6, 7, 8] and the references there, in multilevel algorithms for
Bayesian estimation in partial differential equations with uncertain input.

2.1 Uncertainty parametrization

As in [9], we parametrize the distributed uncertain input data w. To this end, X is assumed to be a
separable, infinite-dimensional Banach space with norm || - | x, which has an unconditional basis {1;};>1:
X =span{y; : j > 1}. Let (u) € X be fixed. Any u € X has the representation

u=u(y) ~ (u) + Zijj for some y = (y;);>1 € RV, (2.1)
i>1

where ~ means convergence in the norm | - [[x of X. The Karhunen-Lo¢ve expansions (see, e.g., [25,
24, 26, 4]) are examples of representations (2.1). We remark that the representation (2.1) is not unique:
rescaling y; and ¢, will not change .

Assume that a smoothness scale {X,},>0, with X = Xy D X3 D Xy D ..., and a t > 0 is being
given as part of the problem specification. We restrict the uncertain inputs u to sets X; with “higher
regularity” in order to obtain convergence rate estimates for the discretization of the forward problem.
Note that v € X; often corresponds to stronger decay of the v; in (2.1). We assume that the {¢;};>1
are scaled such that

ZH?/JJ- % <oo, forsome0<p,<landr=0,...,t. (2.2)
i>1
We define the set X by
X ={u(y) € X suly) ~ () + Yyt 1y = (y;);21 €U}, (2.3)
Jj=1

where U = (—1,1)". Further we define the sequences b, = (b;,)j>1 by b;, == |9 x, for r =0,...,¢t. If

t =0, we write Xo = X and by = b. From (2.2) we have -, b, < oo for r =0,...,t. We also assume



that the v; are enumerated so that
b >bag > >bj > - (2.4)

With a given unconditional basis {1;};>1, every realization u € X can be identified in a one-to-one
fashion with the pair ((u), y), where (u) denotes the nominal instance of the uncertain datum u and y is
the coordinate vector of the unique representation (2.1).

2.2 Operator equations with uncertain input

We consider the abstract forward problem:
given u€ X : findge X st. y(R(u;q),v)y =0 Yo ). (2.5)

Here, X, X and Y are real, separable Banach spaces and R : X x X — )’ is the residual of a forward
operator.

A solution g of (2.5) is called regular at u, for a given u € X, if and only if the map R(u;-) is Fréchet
differentiable with respect to ¢ at qo and if the differential is an isomorphism between X and )’. We
assume the map R(u;-) : X — )’ admits a family of regular solutions locally, in an open neighborhood of
the nominal parameter instance (u) € X, so that the operator equations involving R(u;q) are well-posed.
A particular structural assumption on R is the representation

R(u; q) = A(u;q) — F(u) in Y (2.6)

with Frechet differentiable maps A : X x X — )" and F : X — )'. The set {(u,q(u)) :u € X} C X x X
is called regular branch of solutions of (2.5) (in the sense of [2]) if

X3sur q(u) is continuous as mapping from X — X,

R(u;q(w)) =0 in Y. (2.7)
The regular branch of solutions (2.7) is called nonsingular if, in addition, the differential
(DyR)(u; q(u)) € L(X,Y') is an isomorphism from X onto ', for all u € X . (2.8)

Conditions for well-posedness of (2.5) are stated in the following proposition: for regular branches of
nonsingular solutions given by (2.5) - (2.8), the nonsingularity of the differential (D;R)(u, ¢(u)) implies
the inf-sup conditions. If Y is reflexive and for some nominal input (u) € X of the uncertainty, the
operator equation (2.5) admits a regular branch of solutions (2.7) with gy € X denoting the “nominal”
solution corresponding to input (u) € X, the differential D,R at ((u),qo) given by the bilinear map

X x Y3 (p,¥) = y(DR((u); q0)p, )y

is boundedly invertible, uniformly with respect to u € X. For every instance u € X, there exists a unique,
isolated solution g(u) of (2.5), which is uniformly bounded in the sense that there exists a constant
C(R,X) > 0 such that }
sup [lg(u)[[x < C(R, X) . (2.9)
ucX

The set {(u,q(u)) :u € X} C X x X is called a regular branch of nonsingular solutions.
At every point of the regular branch {(u,q(u)) : v € X} C X x &, if the nonlinear functional R

is Fréchet differentiable with respect to u € X and Fréchet differentiable with respect to ¢, then the
mapping relating v to g(u) within the branch of nonsingular solutions is locally Lipschitz on X:

Vuo € X lg(u) = q()llx < L(R, X)|lu—vlx - (2.10)

In what follows, we consider the abstract setting (2.5) with the assumption that the mapping R(u; q) is
uniformly continuously differentiable with boundedly invertible differential in a product of neighborhoods
Bx({u); R) X Bx(q({u)); R) C X x X, where B denotes the ball with radius R, of sufficiently small radius
R > 0. Then gy = ¢({u)) € X is the corresponding unique, isolated solution of (2.5) at the nominal



uncertain input (u) € X. This turns (2.5) into an equivalent, deterministic, countably parametric operator
equation: given y € U, find ¢(y) € X such that

R(yiq(y)) =0 in V. (2.11)

We refer to [9, Remark. 2.1] for further discussion. Under (2.9) and (2.10), the operator equation (2.5)
will admit, for every y € U, a unique solution ¢(y; F). This solution is, due to (2.9) and (2.10), isolated,
and depends Lipschitz continuously on the parameter sequence y € U: there holds

sup [l¢(y)|lx < C(R,U), (2.12)
yeU

and, if the local Lipschitz condition (2.10) holds, there exists a Lipschitz constant L > 0 such that

Vy,y €U lla(y) —a@)llx < LR, U)[uly) — u(y)]x - (2.13)

The Lipschitz constant L > 0 in (2.13) is not, in general, equal to L(R,X) in (2.10): it depends on
the nominal instance (u) € X and on the choice of basis {¢;},;>1. Unless explicitly stated otherwise,
throughout what follows, we shall identify qo = q(0) € X with the solution of (2.5) at the nominal input
(u) € X.

Note that u € X; implies that R(-) € Y] and g(u) € X}, with corresponding subspaces X; C X and
Vi € V' with extra regularity from suitable scales. If t = 0, we write Xy = X, Yy = ), etc..

2.3 Dimension truncation

Dimension truncation is equivalent to setting y; = 0 for j > s, for a given s € N, in (2.1). The truncated
uncertain datum is denoted by u® € X. We denote by ¢°(y) the solution of the corresponding parametric
weak problem (2.11). For y € U, define y;y.5y = (y1,92, -+, ¥s, 0,0, ...). Then unique solvability of (2.11)

implies ¢°(y) = q(yy1.5}). Consider the s-term truncated parametric problem: given u® = u(y(;.)) € X,
findg° € X: 3y (Rw’;¢°),w)y =0 VYwe). (2.14)

As shown in [9, Prop. 2.2], [17, Thm. 5.1], under Assumption (2.2), and under the uniform regularity
shift in (2.18) ahead, for every F' € Y}, for every y € U and for every s € N, the parametric solution
¢°(y) of the dimensionally truncated, parametric weak problem (2.11) with s-term truncated parametric
expansion (2.1) satisfies, with b; ; as defined in (2.2),

sup [lg(y) — ¢ (W)llx, < C(R,X) D by (2.15)
yeU j>et1

Moreover, for every G € X/, there exists 6 € {1,2} such that

H(G(@) ~IG@) < C| D by (2.16)

j>s+1

where
I(G(Q))=/UG(q(y))7f(dy) and I(G(qs))Z/[_M]S Gqy1,--»Ys,0,...)) w(dyr - - - dys),

for some constant C' > 0 independent of s.

Remark 2.1. In (2.16), generally § = 1. There holds 6 = 2 if f_ll y;mi(dy;) =0, as, e.g. for the uniform
measure (see, e.g. [17, Thm. 5.1]). If conditions (2.2) and (2.4) hold, then in (2.15) and (2.16)

1 1/p
Z bt,j S min (]_/pt—]_’l) (Zbi)’t]) 8_(1/pf,—1) . (217)

j>s+1 jz1



2.4 Petrov-Galerkin discretization

Based on the theory in [14, Chap. IV.3] and in [19], an error analysis of Petrov-Galerkin discretizations
of (2.11) for the approximation of regular branches of solutions of smooth, nonlinear forward problems
(2.5) was developed in [9], and we review the general setting from [9]. As in [23, 6], we assume that we
are given two sequences {X"},~0 C X and {)"},~0 C Y of finite dimensional subspaces which are dense
in X and in )Y, respectively. For the computational complexity analysis, we assume reqularity properties
and approrimation properties:

uniform parametric regularity property (UPR): there are scales {X;};>0 and {);};>0 of function
spaces such that Xy C X, C Xy = X and X, C &) C X = A&’ for any 0 < ¢t < t' < 0o and analogously
for Y, such that there holds the uniform regularity shift: for R as in (2.6), for every F € Y/, G € X/, the
parametric solutions ¢(y) = (A(y))~'F and ¢*(y) = (A*(y)) "G, where A* is the conjugate operator of
A, satisfy regularity resp. adjoint regularity shifts which are uniform w.r. to y, i.e.

sup [lq(y)llx, < C@OIFly;,  supllg™()lly, < COIGIx; - (2.18)
yeU yeU

We also assume approximation properties: for 0 < ¢,# <t and for 0 < h < hg holds

. h t . h t’
b o=l < Cobt s iof o= oy < Co bt folly, - (2.19)

Assume that the subspace range {X"};,~o C X and {)"},~0 C Y are stable, i.e., there exist fi > 0 and
ho > 0 such that for every 0 < h < hg, there hold the uniform (with respect to y € U) discrete inf-sup
conditions

v (DgR) (u(y); qo)v™, w)y _

WEV gl oy T oy 2T (220
Yy e nf sup v {((DgR) (u(y); go)v", w")y S >0 (2.21)
0FWh €V 0 pyhe xh 0" [l [ [ly
Then, for every 0 < h < hg the Galerkin approximations: given y € U,
find ga(y) € X"+ 3 (R(y;an(y)),w")y =0 Vo' € V", (2:22)

are uniquely defined and converge quasioptimally: there exists a constant C' > 0 such that for all y € U

(O
law) ~an)lle < = inf o) = (2:23)

If g(y) € &; for all y € U and if (2.19) holds, then for every y € U

C
la(y) — an(y)llx < =h'sup [lq(y)|x, - (2.24)
1% yeU

Moreover, for sufficiently large truncation dimension s € N, for given yy.,; € U the dimensionally
truncated Galerkin approximations

find qh(y{l:s}) € Xh : Y’ <R(y{15}7qh(y{l.s}))?wh>y =0 vwh € yh ) (225)

admit unique solutions qn(yy1.53) € X" which converge, as h | 0, quasioptimally to q(Yp1.5y) € X,
Le. (2.23) and (2.24) hold with yy,.,; in place of y, with the same constants C' > 0 and i independent of
s and of h.

3 Bayesian inverse UQ and HoQMC approximation
In this section, the abstract (possibly nonlinear) operator equation (2.5) is considered again. The system’s

forcing F' € )’ is allowed to depend on the uncertain input u and the uncertain operator A(u;-) € £(X,)’)
is assumed to be boundedly invertible, at least locally for the uncertain input u, sufficiently close to a



nominal input (u) € X. We define the forward response map, which maps a given uncertain input u and
a given forcing F' in (2.6) to the response ¢ in (2.5) by

G:XxY X : GuF):=q).

In the general case (2.5), we omit F' and denote the dependence of the forward solution on the uncertain
input as G(u) = q(u). A bounded linear observation operator on the space X of observed system responses
in Y is given and denoted by O : X — Y. Throughout the remainder of this paper, we assume that
Y = RE with K < oo, then O € L(X;Y) ~ (X*)K. The space Y = R¥ is equipped with the Euclidean
norm, denoted by |- |.
We assume the following form of observed data, composed of the observed system response and the
additive noise 7
0=0(G)+n €Y. (3.1)

The additive observation noise process 7 is assumed to be Gaussian, i.e. a random vector n ~ Qg = A (0,T)
with a positive definite covariance I" on R¥.
The uncertainty-to-observation map G : X — RX then reads G = O o G, so that

0=G(u)+n=0(Gu))+n. (3.2)

When 7 varies randomly, § varies in L2(RX), the space of random vectors taking values in Y = R¥ which
are square integrable with respect to the Gaussian measure with covariance matrix I'. Bayes’ formula
[26, 4] yields a density of the Bayesian posterior with respect to the prior whose negative log-likelihood
equals the observation noise covariance-weighted, least squares functional (also referred to as “potential”
in what follows) ®r : X x Y — R by

@r(u36) = 315 — Gl 1= 5 (6= G(w) 76— G(w)) . (33)

DN =

3.1 Well-posedness and approximation

Unlike deterministic inverse problems where the data-to-solution maps can be severely ill-posed, for a
positive definite covariance I', the expectations (3.19) are Lipschitz continuous with respect to the data
d, provided that the potential ®p in (3.3) is locally Lipschitz with respect to the data 0 in the following
sense.

Assumption 1. [/, Assumption 4.2] Let X C X denote a subset of admissible uncertain input
data, and assume that Or € C’(f( x Y;R) is Lipschitz on bounded sets.

Assume also that there exist functions M; : Ry x Ry — Ry, i = 1,2, (depending on T' > 0) which
are monotone, non-decreasing separately in each argument, and with Ms strictly positive, such that for
all w € X, and for all §,61,05 € By (0,r)

Or(u;0) = =M (r, [lullx), (34)

and
|®r(u;01) — Pr(u; d2)] < Ma(r, [|ullx)[61 — da] - (3.5)

In [4, Thm. 4.3], the following infinite-dimensional version of Bayes’ rule is shown.

Proposition 3.1. Let Assumption 1 hold. Assume further that w(X) = 1 and that w(X N B) > 0 for
some bounded set B C X. Assume additionally that, for every fized r > 0,

exp(Mi(r, [ullx)) € Lz (X;R) .

Then
(i) for Qg-a.e. data § €Y,

7 = /Xexp (=Pr(u;6)) w(du) >0,

(i1) the conditional distribution of u|d (u given &) exists and is denoted by 7°. It is absolutely continuous
with respect to w and there holds

dmd®

() = o exp (~@r () (36)



In particular, the (Radon-Nikodym) derivative of the Bayesian posterior w.r.t. the prior measure admits
a bounded density w.r.t. the prior m, which is given by (3.6).

We remark that in the present context, (3.5) follows from (3.3); for convenient reference, we include
(3.5) in Assumption 1. Under Assumption 1, the expectation (3.19) depends Lipschitz continuously on
the data d (see, e.g., [4, Sec. 4.1] for a proof):

Vo € L2(m®, X;R) N L2(n%, X:R) :  |[E™[¢] — E™*[¢]]|z < C(T,7)|51 — 8] . (3.7)
For § € Y, the Bayesian posterior wi with respect to the approximate potential <I>1€ = ¢§s£,hz) obtained

from dimension truncation at dimension s, and PG discretization (2.25), with O(h, %) degrees of freedom,
is well-defined. In what follows, we investigate the impact of approximation errors in the forward response
of the system (e.g. due to discretization and approximate numerical solution of system responses) on the
Bayesian predictions (3.19). To bound the errors of the Bayesian expectations (3.19) as in [9], we work
under

Assumption 2. [4, Assumption 4.7] Let X C X denote a subset of admissible uncertain input data,
assume that 7r()~() = 1, and let the Bayesian potential ®r € C(X;R) be Lipschitz on bounded sets.
Assume also that there exist functions M; : Ry — Ry, i = 1,2, independent of the number M = M), =
O(h=%) of degrees of freedom in the PG discretization of the forward problem, where the functions M;
are monotonically non-decreasing separately in each argument, and with Mo strictly positive, such that
for alluw € X and for all § € By (0,7),

Br(u3 8) > —Ma(Jullx), (3.8)

and there is a positive, monotonically decreasing ¢(-) such that (M) — 0 as M — oo, monotonically
and uniformly w.r.t. w € X (resp. w.r.t. y € U) and such that

|Pr(u; ) — @ (u;6)] < Ma(|lullx)e(M) . (3.9)

Proposition 3.2. Suppose that Assumption 2 holds, and assume that for X C X and for some bounded
set B C X we have w(X N B) >0 and

X 5w expM (lullx)) (1 + M3(Jlullx)) € LL(XGR) .

Then there holds, for every Qol ¢ : X — Z such that ¢ € Lfrs (X;2)n Li_(; (X; 2) uniformly w.r.t. M
M
and such that Z > 0 in (3.17), the consistency error bound

IE™ [¢] — E™3[¢]| 2 < C(T,r)p(M) . (3.10)

A proof of Proposition 3.2 can be found in [4, Thm. 4.9, Rem. 4.10]. The consistency condition
(3.9) in either of these cases follows from [9, Prop. 3.2]. Assume we are given a sequence {¢™ }a>; of
approximations to the forward response X > u +— ¢(u) € X such that, with the parametrization (2.1),

sup [|(q — ¢") (y)llx < (M) (3.11)
ueX

with a consistency error bound (M) | 0 as in Assumption 2. Denote by G the corresponding (Petrov-
Galerkin) approximations of the parametric forward maps. Then it was shown in [9, Prop. 3.2 that the
approximate Bayesian potential

O (1) = (6~ GV () TG~ GM(w) : X x ¥ R, (3.12)

where GM = O o GM, satisfies (3.9). In the ensuing error analysis of the combined HoQMC, PG
approximation, ¢ in (3.12) will denote the Petrov-Galerkin discretization (2.25) in Section 2.4, based
on s-dimensional truncation of the parameter space, and on finite dimensional subspaces with M =
M;, = dim(X") = dim()") many degrees of freedom. Typically, for subspaces of piecewise polynomial
functions obtained by isotropic mesh refinement in a bounded, physical domain D C R?, M, = O(h~9);
in sparse grid discretizations in D (not considered in detail here, but covered by the present theory),
My, = O(h~Ylog h|¢~1). In that case, X; and ); are function spaces of mixed partial derivatives.

In applying QMC to Bayesian estimation, we shall be concerned with integration of parametric in-
tegrand functions with respect to a probability measure 7 on the set U of all parameters characterizing
the uncertain input data. Typically, 7 will denote a Bayesian prior on U. Since U is a cartesian product
of intervals, we assume that m is a product probability measure, i.e. w(dy) =[];5, m;(dy;).



3.2 Parametric Bayesian posterior

As explained in [20, 21, 9] and in Section 2.1, we consider the parametric, deterministic forward problem
in the probability space
(U,B,x) . (3.13)

We assume throughout what follows that the prior w on the uncertain input u € X, parametrized in the
form (2.1), satisfies w(X) = 1. We also assume the prior measure 7 being uniform, and the sequences y
in (2.1) taking values in the parameter domain U = [—1, 1]Y. With the parameter domain U as in (3.13)

the parametric uncertainty-to-observation map Z: U — Y = RX reads

. (3.14)
u:<u>+2j€N Yivi

In order to apply our QMC quadrature, we need a parametric version of Bayes’ Theorem, as stated in
Prop. 3.1, in terms of the uncertainty parametrization (2.1). We view U as the unit ball in ¢>°([—1, 1],
the Banach space of bounded sequences taking values in U.

Proposition 3.3. Assume that = : U — Y = RX is bounded and continuous. Then w°(dy), the
distribution of y € U given data § € Y, is absolutely continuous with respect to w(dy), i.e. there exists a
parametric density O(y) such that for every y € U

7.‘.6
) = 50) (315)

with the posterior density ©(y) given by

C) =exp(—Pr(u;d . 3.16
W) =exp(-ora)| (3.16)
Here the Bayesian potential ®r is as in (3.3) and
Z=E"[1] = / O(y) m(dy) > 0. (3.17)
U

Bayesian estimation is concerned with the approximation of a “most likely” Quantity of Interest (Qol)
¢ : X — Z (which may take values in a Banach space Z), conditional on given (noisy) observation data
d € Y. In particular, the choice ¢(u) = G(u) = g(u) (with Z = X) facilitates computation of the
“most likely” (as expectation under the posterior, given data §) system response. Based on Prop. 3.3 we
associate with the Qol ¢ the deterministic, infinite-dimensional, parametric map

U(y) = OY)O(W) lu=(u)+5, o vy = eXP(—Pr(u; 6)) d(u) U—Z. (3.18)

u=(W)+ Y e vi ¥

With the density ¥(y) in (3.18), the Bayesian estimate of the Qol ¢, given noisy data J, takes the form
E™[¢) = Z2'/Z, Z'=E"[¥]= / U (y) w(dy) . (3.19)
U

3.3 Higher order QMC integration

In general, the integrals Z and Z’ in (3.19) cannot be evaluated exactly. Hence we propose to approximate
these integrals by a HOQMC quadrature rule. In the following, we assume the prior density 7 to be the
uniform density. Supposing {yg,...,yYy_1} C U =[0,1]° is a collection of N QMC points, we define the
QMC estimate of the integral of a function f : U — Z with respect to the uniform measure 7 by the
following equal weight quadrature rule in s dimensions,

Qualf] = 5 3 1)) (320)

We shall analyze, in particular, @ s being deterministic, interlaced higher order polynomial lattice rules
as introduced in [5] and as considered for affine-parametric operator equations in [7].
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To generate a polynomial lattice rule with N = ™ points (where b is a given prime number, m is a

given positive integer), we need a generating vector of polynomials g(z) = (g1(x), ..., gs(x)) where each
gj(x) is a polynomial with degree < m with its coefficients taken from a finite field Zs.
For each integer n =0,...,b™ — 1, we associate n with the polynomial
m—1
n(z) = Z na’ € Lylxl,
r=0

where (1,_1,...,m0) is the b-adic expansion of n, that is n = 19 + b+ ... + 7,,_1b6™ L. We also need
a map vy, which maps elements in Z,(z~1) to the interval [0, 1), defined for any integer w by

Um (i tgxz> = i tgbiz.
L=w L=max(1,w)

Let P € Z|x] be an irreducible polynomial with degree m. The classical polynomial lattice rule
Spb.m,s(g) associated with P and the generating vector g is comprised of the quadrature points

Classical polynomial lattice rules give almost first order of convergence for integrands of bounded
variation. To obtain higher order of convergence, an interlacing procedure described as follows is needed.
The digit interlacing function with digit interlacing factor o € N is given by

Do [0,1)* = [0,1) (21,0, 20) = Yoary DTy Giab @7 (3.21)
where z; = fj,1b_1 + fjﬁgb_Q + .-+ for 1 < j < a. For vectors, we set

Do [0,1)% = [0,1)*

3.22
(1, Tas) = (Do, %a)s o Da(T(s—1)at1s -+ 1 Tsa)) - ( )

Then, an interlaced polynomial lattice rule of order o with b™ points in s dimensions is a QMC rule
using Zo(Spb,m,as(g)) as quadrature points, for some given modulus P and generating vector g.

3.4 Holomorphic parameter dependence

In the QMC quadrature error analysis, for each parameter y;, for j = 1,..., N, we assume the parametric
family of solutions admits a holomorphic extension into the complex domain C and these extensions
must satisfy some uniform bounds. We recall from [15, 3] the notion of (b, p, €)-holomorphy of parametric
solutions introduced to this end. In the remainder of Section 3.4 all spaces X, Y, X and Y will be
understood as Banach spaces over C, without notationally indicating so.

Definition 3.1. ((b,p,e)-holomorphy) Let ¢ > 0 and 0 < p < 1 be given. For a positive sequence
b = (bj);>1 € ?(N), a parametric mapping g : U — X satisfies the (b, p, €)-holomorphy assumption if
and only if all of the following conditions hold:

1. The map y — g¢(y) from U to X, for each y € U, is uniformly bounded with respect to the
parameter sequence y, i.e. there is a bound Cy > 0 such that

sup [lg(y)]lx < Co . (3.23)
yeU

2. For any sequence p := (p;);>1 of numbers p; > 1 that is (b, €)-admissible, i.e.

(pj — 1)bj < g, (324)
2

j>1

for sufficiently small € > 0, the parametric solution map U > y — g¢(y) admits a continuous
extension z — g¢(2) to the complex domain with respect to each variable z; that is holomorphic in
a cylindrical set of the form O, := ®j>1 O,, where, for every j > 1, [~1,1] C O,, C C is an open
set O,, C C.



3. For any poly-radius p satisfying (3.24), there is a second family Op =Q i1 Opj of open, cylindrical
sets -
[-1,1] C O,, CO,, CC

(strict inclusions), such that the extension is bounded on O~7p according to

sup [lg(2)]lx < Ce, (3.25)
z€0,

where the bounds C. > 0 depend on ¢, but are independent of p.

The notion of (b, p,e)-holomorphy depends implicitly on the choice of sets O,,. For the derivative
bounds which arise in connection with the HoQMC error analysis (see, e.g., [6, 17]), as in [8], we use the
following family of continuation domains: for x > 1, consider by 7, the set

T ={z € Cldist(z,[-1,1]) < =1} = | J {z€Cllz—y|<r—-1}. (3.26)
—1<y<1

Then, once more, for a poly-radius p satisfying (3.24), we denote by 7, the corresponding cylindrical set
To =Q i>1To; C CN. We refer to [15, 3] and the references there for further examples of parametric
forward problems whose solutions admit (b, p, €)-holomorphic extensions.

3.5 HoQMC convergence for (b, p,c)-holomorphic integrands

In this section, we study the dependence of the solution y +— ¢(y) € X of the parametric, variational
forward problem (2.5) on the parameter sequence y. Precise bounds on the growth of the partial deriva-
tives of ¢(y) with respect to y imply, as in [17], dimension independent convergence rates for higher order
QMC quadratures.

We are interested in the case where the integrand g is a composition of a continuous, linear functional
0(-) € X’ with the (Petrov-)Galerkin approximation gj (2y — 1) of the dimension-truncated, parametric
and (b, p, €)-holomorphic, operator equation (2.5). For every s € N, the dimension-truncated integrand
functions g(y) = (0'0¢°)(y(1.5}) are (b, p, e)-holomorphic uniformly w.r.t. s € N (see Section 2.3). Based
on [6, Sec. 3] and [8, Prop. 4.1], the following result provides dimension-independent convergence rates
of QMC quadratures based on higher order digital nets for integrand functions g which satisfy certain
derivative bounds.

Proposition 3.4. Let s > 1 and N = b™ for m > 1 be integers and b be prime. Let 3 = (B;);>1 be a
sequence of positive numbers, and denote by B, = (B;)1<j<s its truncation after s terms. Assume that
B € P(N) for some 0 < p <1, i.e. that

Jo<p<l: Y BV<oo. (3.27)
j=1

Define, for 0 < p <1 as in (3.27), the digit interlacing parameter
a = |1/p|+1. (3.28)

Consider parametric integrand functions g : U — Z taking values in a separable Hilbert space Z which
are (B, p,e)-holomorphic (cp. Definition 3.1).

Then, for every N € N, one can construct an interlaced polynomial lattice rule of order a with N
points using a fast component-by-component algorithm, using O(a?sN log N) operations, plus O(a?s*N)
update cost, plus O(asN) memory cost, such that there holds the error bound

Vs,NeN: |[Ii(g9)—Qns@)lz < CapppllgllezN"17, (3.29)

where Cogpp < 00 is a constant independent of s and N, and where ||g||p,z denotes the (likewise
independent of s and of N) mazimum of the modulus for the integrand function over T, for every (3,¢)-
admissible poly-radius (i.e., satisfying (3.24)) p = (p;);j>1-

I9llp,z == sup [lg(2)] = - (3.30)
z€T,
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Proof. The Hilbert space Z being isomorphic to Z’, for every g € Z the norm ||g||z can be written as

lgllz= sup  |(x,9)z|.,
xeZ:|xllz<1

where (+,-)z denotes the Z inner product. By separability of Z, the Bochner-integral Is[g] and the
QMC rules Qn s[g] are well-defined also for measurable integrand functions taking values in Z. For
integrand functions g being a (b, p, )-holomorphic map taking values in Z, for every x € Z the mapping
z = (x,9(2))z is a (b, p,e)-holomorphic map with values in C. Therefore, the complex variable HoQMC
error bounds obtained in [8, Prop. 4.1] apply for this integrand: there exists a constant Cy g, > 0 which
is independent of the parametric integrand y — (x, g(y)) z such that for every N holds the HoQMC error

bound
|(Is = @n,s) [069()) 2]l < Capap (X, () 2]
Here, for every fixed x and any (8, ¢)-admissible poly-radius p,

106 9()) 2l

pcNTHP (3.31)

pC = SUp l(x;9(2))z] -

z€T,p

The linearity of I[-] and of Qu s[-] imply that for every x € Z holds

(IS - QN,S) [(Xag('))Z} = (Xa (Is - QN,S) [9()})2 .

We may therefore estimate with (3.31)

(L = Qn.,s) [90)]l 2

sup |(X, (Is*QN,S)[g(')])z|

x€Z:|xllz<1

= sup  |(Ls — Qn,s) [(9(-), x) 2]l
x€Z:|xllz<1

< Capop NP sup [(9(), X)zllp.c

x€Z:xllz<1

= Cappp N7 sup  sup [(g9(2),X)z]
XEZ:|x|z<12€T,

= CapppN P sup  sup  |(g(2),x)z]
z€Tp x€2:|x[2<1

= Capbp N7 sup [lg(2)|z -
z€T,

4 Multilevel HoQMC Bayesian estimators

4.1 Multilevel discretization of the forward problem

Multilevel Bayesian estimators are based on a hierarchy of discretizations of the forward problem (2.5).
Below we design increasing sequences {s¢}e>0 and {N¢}e>o of truncation dimensions and QMC sample
numbers at discretization level ¢, and a decreasing sequence {he}e>o of discretization parameters. With
this latter sequence, we associate nested, dense sequences {X;}r>0 = {X" }i>0 and {Vi}eso = {X " }i>0
of discretization spaces of increasing, finite dimension M, = dim(Xy) = dim()y). We refer to the
pairs (sg, he)e>o as PG discretization parameters, and also set s_q := 1 and h_; := 1. We denote
by ¢©) = ¢"* (y (1:s Z}) € X, the dimensionally truncated, PG approximated parametric forward solution
in (2.25). The consistency error bounds for approximations of the Bayesian posterior, (3.10), imply that
the Bayesian estimates incur an error which is bounded by the error of the PG discretization in the
forward problem, provided posterior expectations are evaluated exactly.

The potential ®r based on the solution of (2.5) on discretization level £ is denoted as ®%, and is given
in (3.12). The corresponding approximations to the posterior density O(y) from (3.16) are then

Or(y) = exp(—Pr(u(Y(1.5,1); 6)) - (4.1)
The exact normalization constant for the forward model at discretization level /¢ is then
Zi= [ eutwymtiy). (4.2)
U
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Note that ©,(y), as defined in (4.1), includes also a dimension truncation to dimension s;.

In our ensuing error analysis of the Bayesian estimators, we shall use the bound (3.29) for various
choices of g(z); in particular, with g(z) = (¢(¢)© — ¢(¢¥))O;)(z) both with ¢ = 1, Z = R and with
¢(-) : X = Z denoting the Qol.

Given a Qol ¢ : X — Z and noisy observation data § € Y as in (3.2), we approximate the Bayesian
estimate E™ [¢] defined in (3.19) by the expectation

Z/
B ie) = 5 [ o @)entw) wlay) = [ ot w)ilay) = 7 (43)

where 79 is given by the Radon-Nikodym derivative dnl /dr = ©/Z,.

4.2 Multilevel Bayesian estimators

We now describe two multilevel estimators, the ratio estimator proposed in [20, 21] and the splitting
estimator, inspired by [1]. The ratio estimator is based on expanding the two integrals Z; and Zj,
separately, and the splitting estimator is based on a joint telescopic expansion of Z; /Z,. In conjunction
with deterministic higher order QMC integration (3.20), either estimator will result in deterministic
algorithms for Bayesian estimation of PDEs with distributed, uncertain input with high convergence
rates which are independent of the dimension of the parameter space.

4.2.1 Multilevel ratio estimator

It was proposed in [20, 21] to numerically evaluate the Bayesian estimates (3.19) by “direct integration”,
i.e. by applying a deterministic quadrature rule to the (formally) infinite-dimensional, iterated integrals
in the normalization constant Z and the Qol Z’. In [20, 21], dimension adaptive Smolyak quadrature
was used to compute Z’/Z. Here, as in [9], we evaluate Z} /Z;, by approximating the integrals Z and Z’
by HoQMC integration. In [9] we used single-level estimators for numerator and denominator; here, we
develop a MLHoQMC estimator. To derive it, we write, using the telescopic sum identity and denoting
integration with respect to the prior 7 by I[],

L L
7y =Zy+ Z Zi = Zj-1) = 116(a™)00] + 3 1[6(a)0r — 6(¢"“ )01 (4.4)
(=1

/ 6(0® (1))O0 (y) m(dy) +Z / )0 (y) — dla D (©))Or-1(y)) w(dy)

and the corresponding ML approximation of the normalization constant Z,

L L
Z1, = Zy+ Z(Zg —Zp—1) = I[©¢] + ZI[@@ — @g_l] (4.5)
(=1 =1

=/U®o(y)7f(dy)+§;/[](@z(y)—9f1(y)) m(dy) -

We approximate the integrals in (4.4) and (4.5) on discretization level £ = 0,..., L with a higher order
QMC rule based on N, points, resulting in the Multilevel Higher Order QMC estimators Q% [Z’] and
Q7 [Z], respectively. Note that both estimators (for Z and Z’) can be computed simultaneously, without
having to reevaluate the forward model. The multilevel ratio estimator is thus given by

QLuratio = QLIZ'/QLIZ] (4.6)
with the individual multilevel approximations (omitting the variables y) given by the multilevel algorithm

Q3 of [18, 7], i.e.

L
7, =~ Q11Z] = Quo,so [6(¢)B0] + > Qn, s, [ab(q“))@e — (g0 |, (4.7)
=1
L
Z1 % Qil2] = Qoo [O0] + Y Qs [00 = O] (4.8)
=1
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4.2.2 Multilevel splitting estimator

We consider approximations of the form (4.3) on each discretization level £ =0, ..., L and write
Zy 2y N~(Z_Zi
ZL 2o é_zl(ze Ze—1> (4.9)

We now apply QMC quadrature to the integrals in Z;, Z; for each £ = 0,..., L, where we approximate
all terms on the same discretization level £ (i.e. all terms inside the parenthesis) by a QMC rule with
N, points, resulting in the Multilevel High Order QMC estimator Q7. Denoting by Z; r, = Qn,[Z¢] and
Zp . = Qn,[Z)] the HOQMC approximations of Z, and Z; on quadrature level k, the multilevel QMC
splitting estimator reads

Zio | & (Zéz Zzu>
* sl p— i + _ 2 . 410
QL spiit 20,0 ; Zoe  Zi—1e (4.10)
Thus, on discretization level / = 0 we must compute the two approximations Zyo = Qn,[O0] and
Zh o= Qn, [#(q°)Oy], and for each discretization level £ = 1,..., L we evaluate four approximations
Zio = Qnps, [6(6 ()00 (y)] Zp10= Qnps, [0(6 7 (9))Or-1(y)]
Zop = Qny.s, [O0(y)] Zp10=QnNys, [O-1(y)] - (4.11)

Since all four approximations involve the same QMC quadrature points, the additional quadratures do
not require extra solutions of the forward model on level £ or ¢/ — 1. Therefore, they do not increase the
work significantly, assuming the cost of representing elements of Z in an implementation are negligible.
In the case where different truncation dimensions s, > s—1 are used, the “quadrature point” y,, on level
¢ can be truncated at dimension sy_1: y,, | = (Y,,){1:5, 1} € [—5, 3] on level £ — 1.

Remark 4.1. The differences in the formula (4.9) can be written as the following expression (bearing in
mind that index ¢ signifies implied dimension truncation to dimension sy)

Z_ i ( O () — Q1) Ze o1 )5
Zy Zz1_/y€[_1/271/2]52 #(a(y)) @e(y)Zpqu (y)) ) ¢ (dy) (4.12)

see (4.3). This form corresponds to the splitting which is customary in MCMC and SMC methods, see,
e.g. [1] and the references there. We expect the application of QMC quadratures to the integrand function
in (4.12) to be advantageous for small observation covariance I'. The integrand function of (4.12) is, upon
suitable (T'-dependent) rescaling of coordinates as in [22, Theorem 4.1], (b, p,e)-holomorphic uniformly
with respect to I' > 0.

4.3 Error analysis

Each of the proposed computable estimators (4.6), (4.10) is based on approximating posterior expecta-
tions of PG discretizations and dimensionally truncated forward models by HoQMC integration. The
ensuing error analysis is based on the dimension independent error bounds for these quadratures which
we developed in [6, 7]. These bounds are based on estimates of higher order derivatives of the integrand
functions with respect to the integration variables. In [8, Section 3], we developed estimates for these
derivatives based on analytic continuation of integrand functions into the complex domain and Cauchy’s
integral formula; this is feasible for holomorphic forward problems considered in [3], and for general,
holomorphic potentials ®r. As is by now well-known, and in contrast to our single-level QMC error anal-
ysis for the quotient estimator in [9], multilevel QMC error estimates involve bounding quadrature errors
of PG forward problem discretization errors. To use the higher order QMC error bounds of [8] in the
present multilevel context therefore requires bounds on the dimension truncation and PG discretization
errors of analytic continuations of the integrand functions. These bounds are to hold uniformly with
respect to the truncation dimension sy. The present, analytic continuation approach should be contrasted
with the “real-variable” approach used in the error analysis of QMC integration in [7], which is based on
bootstrapping arguments and induction.
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4.3.1 Holomorphy assumptions on the PG approximation

To ensure holomorphy of countably parametric families of integrand functions in the Bayesian estimators
(4.6), (4.10), as required by the QMC error bounds stated in Proposition 3.4, we impose corresponding
holomorphy assumptions on the parametric forward problem (2.11) as well as on its PG discretization
(2.25). We formalize these conditions (which are versions of the uniform parametric regularity UPR and
the parametric stability) in the following:

(i) HCP, Holomorphic continuation of the parametric forward problem in X;: there is a (b, p,e)-
holomorphic extension of the parametric forward problem (2.14) such that, for any truncation dimension
s € N, and for every z € O, the extended problem

find ¢*(z(1.53) € X0 »(R(u*(2);¢°(2)),w)y =0 Ywe Y, (4.13)

admits a unique, parametric solution ¢*(z{1.53) € &y which is (b, p, ¢)-holomorphic.
(ii) PGStabC Stability and Quasioptimality of the PG discretization for the complex parametric
extension: for every z € O, and for every 0 < h < hy the Galerkin approximations:

find gn(2) € X" : y(R(z;qn(2)), ")y =0 Vo' € Y", (4.14)

are uniquely defined and converge quasioptimally: there exists a constant C' > 0 such that for all z € O,,
with a (b, €)-admissible poly-radius p,

c .
la(=) ~an(@x < = int a(z) " (4.15)

We remark that HCP; and PGStabC imply, via the approximation property (2.19), the convergence
rate O(h?) in X for the Galerkin solution g, (z) € X", with implied constant independent of the truncation
dimension s.

(iii) ANPGC, Aubin-Nitsche argument for the PG discretization of the complex parametric exten-
sion: There exists a constant C' > 0 such that for every G € X, there holds a superconvergence estimate:
for every p which is (b, £)-admissible for sufficiently small € > 0,

VzeOp: |Glq(z)) —G(gn(2))|<Ch™, T=t+1". (4.16)

Examples with valid conditions (i) - (iii) will be presented in the numerical experiments Section 5 ahead;
the hypotheses will be verified in particular for affine-parametric operator equations in Section 5.1.

4.3.2 FError bounds for the multilevel ratio estimator

Numerator and denominator of the estimator (4.6) are approximated separately by MLHoQMC esti-
mators, (4.7), (4.8). We first analyze the error of these approximations, thereby also generalizing the
single-level results in [8]. Throughout, we assume that in all densities which occur in the integrals (3.17)
- (3.19) the parametric forward problems are dimension-truncated to finite parameter dimensions {Sg}gLZO
for discretization levels £ = 0,1, ..., L, which we assume to be strictly increasing (the ensuing error analysis
remains valid with obvious modifications, if several or all truncation dimensions are equal) i.e.

0<sp<s<...<8, <00

Throughout the error analysis, we assume L > 2 and 0 € {1,2} is as in (2.16).

Theorem 4.1. Assume that 0 < t < t, for some t > 0 and that, in addition, there exists Cy > 0 such
that |Zg| > Co, | Zee| > Co uniformly with respect to £ =0,1,2,.... Assume also HCP, PGStabC hold
for some t > 0.

Then, for every py < A\,q <1, with 8 € {1,2} as in (2.16),

—E™ [¢]

<C
Z

‘ Q1lZ1)

L
—0(1 —1 -1/ —1/\ —9(1 1
Q1121 w4 s PP L NGRS TN A (B s YTV (4
L

£=1
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Proof. Since E™"[¢] = Z'/Z, we estimate
Z'-QilZy)=72"-Z, + Z;, — Q1| Zy) = I + 11, . (4.18)

The first term I is the exact posterior expectation on the approximate forward model, i.e. a pure
discretization error. It can be estimated using Proposition 3.2 and the approximation property (2.19)
with property HCP;. There exists a constant C' > 0 which is independent of iy and of sy such that

12" = Z} ||z < C(hl + s /Po7 Dy (4.19)

To bound term I, in (4.18), we write it as telescoping sum

Zt, = QLIZE] = (I = Qnoso)I6(a")00] + 3 [(T = Quys)[6(a )00 = 9(a“)Opa]] . (4.20)

L
=1

The first term in (4.20) is a pure QMC integration error, on the coarsest level PG discretization; it can
be estimated with (3.29). The remaining terms are QMC quadrature errors of dimension truncation and
Petrov-Galerkin errors. A typical term reads

(I = Qn,.s)[0(¢ )00 — $(¢“ )0 a], £=1,..,L. (4.21)

We rewrite a generic term in the telescoping sum (4.20) as (parameter z not indicated)

3400 — ¢(¢" MO = 3¢V~ )Or + 3¢ V) Oy — Op_1) = DO, + B(q V) DY .

Here, we used the linearity of the Qol ¢().
To apply the QMC quadrature error bound (3.29) with g(2) = (#(¢19)0, — ¢(¢'*"1)0,_1)(2), we
need to estimate (cp. (3.30)) for z € T, with p being (3,, ¢)-admissible

Sup 1(6(¢“)0¢ — B(¢“")0p-1)(2)]|2

N (=1)7( o e (4.22)
< Sup Dy (2)0:(2) 2 + Sup lo(¢"" ) (2)Dg(2)] = -

lgllg,z

We estimate each of the two differences in essentially the same way. Consider Di. Then

D5z < (lgllee,z)ld () = ¢“ P (2)lla i
= Nllex.zllan (2) — g, (2) + a;_, (2) — @, (2) |«
< |ollecx.z) [Ilqs‘(Z) — a5, (2)lx + 107 (2) — @, (2)lx + gy, (2) — a3, ()|

The first two terms are PG discretization errors for the complex-parametric extension of the operator
equation. Property HCP; (holomorphic continuability of the parametric forward problem) implies the
well-posedness of the complex-parametric problem, and assumption PGStabC (stability of the PG dis-
cretization in the complex-parametric problem) implies that the PG discretization errors can be bounded
as

sup |[lg* (2) — g (2)lx + g™ (2) — a3} _, (2) x| < Chy_y sup [lq(2)l|x, , (4.23)
z€T, z2€T,

provided that p is (8,,¢)-admissible. The third term is a dimension truncation error. It vanishes if
S¢e—1 = S¢, and by the stability of the PG discretization is bounded for any p; < ¢ <1 by

s Sg— —0 _
sup gy (2) — ;" (2)||x < Cs, 20T VD =12, L1, (4.24)

z€Tp

As the modulus of the posterior density, |©,(z)|, is uniformly bounded w.r.t. £ and w.rt. z € 7,, for
any (B, ¢)-admissible p, the first term in the bound (4.22) can be estimated for L > 2 by an absolute
multiple of

ho 4 s, lMPom a9 L1, (4.25)
For a fixed (8, €)-admissible poly-radius p, and for any z € 7, we estimate the second term in (4.22) by
sup [|¢(¢"“" V) (2)Dg(2)[|z = sup [Dg(2)| sup [|¢(q"“ V) (2)]|z - (4.26)

z€T, z€T, z€T,

15



Here, the latter supremum is bounded uniformly w.r.t. /¢, due to condition PGStabC: the uniform
stability of the PG discretization for the complex-parametric problem implies also the existence of a
bound B(8,¢), independent of the discretization level ¢ such that

Vp which are (8, ¢)-admissible :  sup [|¢")(2)||x < B(B,¢) < 00

z€7,
We focus on the first supremum in (4.26).
sup.e7, [Do(2)| = sup 105, (2) = O, (2) + 0} (2) — 6}, (2)]
< sp [16%(2) ~ 1 2)] + [0 (2) ~ O, ()] + 18, () - O )]

(4.27)
We deal with three errors in the posterior density, which arise due to different approximations in the
forward maps.
To reduce the error in the posterior density to an error bound in the corresponding potentials ®r, we
recall definition (3.3) (applied with transposition to the complex-parametric forward map) and write

—oM
’ / ed¢
— &
, where the complex integral is along a straight line in C connecting —<I>f1w and —Pr.
The difference & — @I}f‘ in the Bayesian potentials due to the PG discretization (at equal truncation
dimension s;) of the forward problem is estimated using (a complex-parametric extension of) (3.11) again

in terms of the PG forward discretization error.
We obtain for every p which is (8,, )-admissible the bound

= |exp(—¢>14/l) — eXp(—q)p)’ < |<I>14/I — Pp| max \e<|
(€conv(—®M —or)

sup {IQSZ(Z) — 03 (2)| +10%(2) - 65 _, (2)]| < C(t,e)hy_; -

z€T,

The third term in (4.27) is bounded in the same way in terms of the error (4.24), resulting also for (4.26)
in the upper bound (4.25). Collecting all bounds, we have shown that for any poly-radius p which is
(B8;, €)-admissible, there exists a constant C(3,,¢) > 0 such that for any p, <A <1 and for all z € 7,

L
12, = QilZLllz < (T = Qo) 19(a")O0lllz + D || (7 = Qo) 0™ = (0 )0r1] |
(=1

IN

C

L
No—l/Po +ZN€_1//\(hz—1 +$€—9§1/P0—1/Q))‘| '
=1

Combining this with (4.19), we obtain from (4.18) the error estimate

L
12/~ Q1242 < C | B+ s "7 Ng VP04 SN A s, ) (4.28)
=1
By choosing ¢ = 1, and Z = R, the bound (4.28) applies also for the approximation Q% [Z.] of Z.
We may now estimate the error in the quotient estimator (4.6). To this end, we write
‘ z' Q7] HZ’QE[Z] - Q72
Z Q4 iz . ZQ1 7] z
< 2212 - QL1Z]| + 12|11 2" — Q11 Z']=} .
ZQ;[Z]{” [ 2l + 121 L2z}
Using (4.28) twice, we arrive at the error bound for the ratio estimator,
Z' Q7] SOp1) |, 1m0 , NS LA —0(1/po—1/q)
‘ o Q%[Z] i < C R+ s P L NGYP LN TN YA (B s, T (4.29)
=1
O
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4.3.3 Error bounds for the multilevel splitting estimator

Theorem 4.2. Assume that 0 < t < t, for some t > 0 and that, in addition, there exists Cy > 0 such
that |Zg| > Co, |Zes| > Co uniformly with respect to £ =0,1,2,.... Assume HCPy, PGStabC hold for
some t > 0. Then, for every ps < A\,q < 1, with 0 € {1,2} as in (2.16),

L
. - —0 - —1/A —1/A —6 -
||QL,split[¢] —-E Mj]“z < C|hy + s, (/po=1) + N YAy ZNe Y (hi_y + Seil/po l/q)) - (4.30)
=1

Proof. For given sequences {s¢}%_,, { Ny}, of truncation dimensions s, and numbers N, of QMC points,
and for E™ given by (4.3), we estimate

IE™ [¢] - Q3 16|l < |E™ [¢] —E™2[¢]|| , + ||E™2 (6] — Q4] 5 -

To bound the first term, we use Proposition 3.2 (see (3.10)) and the approximation property (2.19) and
the dimension truncation estimate (2.15) with the discretization parameters {(s;, Ny)}e=o, .1,

HEﬂé [¢] — E™ [¢]]| ; < CT,R,7) (htL + 520(1/”0*1)) .

To bound the second term, we write, after subtracting (4.9) and (4.10)

L
Eﬂi[@b]*Q* ] Z(I)Z(/),O+Z|:<Zézé,f)<Z2—1Zé—1,é>:|
Losplit = 70 Zoo —\Ze Zus Zo1 Ze—1yp )
We rewrite the difference between the ¢-th term in the sum over £ =1,..., L in (4.9) and (4.10) as

Zé Zé[) (Zél Z271 Z) 1 ! ! 1 ! /
Ze 5 - N=—2 -2, ) —(Z,_, — Z}_
(Z[ Zug Ziy Zias Zg( ¢~ Zee) ZH( 1= Ze-1)

Ay

1 1 1 1
2 (ZeZM) ~ 2 <Ze . Z lé> '

B,

We rewrite A, upon adding and subtracting the term (Z;_, — Z)_, ,)/Z¢ as
A=A+ (Zy s = Zy 1 0)] %0 —(Zyy — Zy_14)] %0

1 1 1
=—WZ,-2Z,,)—(Z,_| — Z,_ +(Z,_,—2Z)_ ( > . 4.31
ARG A EA G AN R (431)

For the first term in the right hand side of (4.31), we observe that
(Zy = Ziy) = (Zpoy = Zi_1 ) = (1$(0)O4] = Qn, [9(¢)04]) = (1[$(¢“)Or-1] = Qv [6(¢“™)Or1])
= (I - Qn)[6(¢")0r — ¢(¢"“)Or1] .

Using the estimates of (4.21) in the previous section we obtain

-1/ —0(1 —1
1(Zs = 240) = (Zi_y = Zi_1 )|, < ONG ARGy + s, 57079

where C' > 0 is independent of {s¢}s>0 and of N,. For the second term in (4.31), we have
121 = Zioaallz < ONH
and

i 1
Ze  Zia

_ | Zo—1 — Z4| <

<Ot 4 5 0U/m=1/D)y)
|Z[Z£71| ( -1 -1 )
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Adding and subtracting the term Z; , ,(1/Z¢ — 1/Zy ), we may rewrite By as

11 LI
B = B — Z/ - T = Z/ Z0 1 Z,,
¢ ¢ £—1,0 (Ze—1 Z”> t 2oy (Ze_1 Z&g)

)

1 1 1 1 1 1

—(Z, -7} (>+z'_ () 132

( [N 4 1,() ZZ Z[’[ —1,0 Z( Z,€7Z (Zéfl fo]”[) ( )

Using Proposition 3.4 and the fact that |©,(z)| is uniformly bounded with respect to ¢ and z € 7,, we

have

Zoo — Zi| = |Qn, [0 — I[04]] < CN; VA (4.33)

If |Zs| > Co, |Zee| > Co uniformly with respect to £ = 0,1,2,..., for some Cy > 0, then there exists
C > 0 (depending on Cjy, but independent of ¢ or Ny) such that

| Zoo — Zo|

1 1 —1/A
< CN . 4.34
‘ = NZil|Zepl T (4.34)

Zi Zue

Using similar techniques as in the estimates of (4.27),
—6(1/po—1
1200 = Zi_14llz < Clhi_y + 3475 v /q)) .

Thus, for any sequence {h¢}s>0 or {s¢}e>0, the || - ||z-norm of the first term of (4.32) is bounded by
O(N, A (B, + 5,771 D)) | for any py < A g < 1.
For the second term of (4.32), adding and subtracting the same term (Zy_1 0 — Zo—1)/(ZeZy 0)

1< 11 1 I R e S W e W e W A
Zy  Zpyg o1 Zp—iyg AYAX, ZoZy g ZoZo g e Zo1s
1
= TZM[(ZM —Z) = (Zo-1,0 — Zo-1)] (435)
ZeZoy  Zo-1Zi-14 10— Zo—1) - .

We bound (4.35) by similar techniques as in the estimates (4.21) to arrive at the bound
ONy V2 (g + 5217 10)
For the remaining term (4.36), we rewrite the first factor as

o 1 _ ZeaZiaw = ZiZie _ Zo-1,0(Zo—1—Zo) + Zo(Zo—14 — Zos) (4.37)
ZyZyy  Zy1Zi—1yp Ly Ly Zy1Zo—1, 2oLy le—1Z0—14

Using similar estimates as in (4.27), we conclude that there exists C' > 0 independent of {s¢},>0 and of
{he}e>0 such that
Ze1 = Zi] = 1(©p-1 — Oy)] < C(hh_y + 5, /77D,

_ _ (4.38)
Zer0 — Zual = 1Qn, (011 — ©0)| < sup,cr [Or-1(2) — Op(2)| < C(AG_, + 5,1/

All |Z,| are bounded above and below away from zero for £ = 0,1,2,..., and the first factor of (4.36) is
bounded by the RHS of (4.38). The second factor of (4.36) is estimated by

\Zo10— Zo1| = |Qn, [Or1] — I[0_1]| < CN; ™

Combining all estimates for (4.35) and (4.36), we conclude that there exists a constant C' > 0 such that,
for every pr < A, ¢ <1, and for all sequences {hs}¢>0, {s¢}e>0 and {N¢}e>o holds

1 1 1 1 RV _6(1/po1/0)
T - <CN ht 4 s, 00/Po—1/a)y
‘(Ze Zz,z) (Zgl ZEI,E)’ Ry + 8,04 )

Therefore, both A, and By in (4.31), (4.32) are bounded by C’(N[l//\(hL1 + se_ﬂ/po_l/q))) (with con-
stant C' > 0 independent of {hs}e>0, {Se}e>0 or {Ne}te>0). Summing the preceding estimates over all
discretization levels, we arrive at the error bound (4.30) for the splitting estimator. O
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4.3.4 Selection of truncation dimensions {s;}¢>o and sample numbers {Ny},>¢

We assume in the following that assumption ANPGC holds for some ' > 0, and define 7 = ¢ + t'.
The error analysis of the computable MLHoQMC Bayesian estimators in Sections 4.3.2 and 4.3.3 lead to
error bounds (4.29) and (4.30), respectively, which are of the generic form

L
hz+529(1/P0—1)+N[)—1/po +ZN€_1/)\( Z_1+S;f§1/po—1/4))’ (4.39)
=1

with ¥ = 0, and which is analogous to the bounds proved for MLHoQMC algorithms for forward UQ
in [7] under ANPGC with some ¢’ > 0. In (4.39), the maximal rate in Ny is obtained for the choice
A = pg, implying o = [1/p¢] + 1 for the digit interlacing factor. Moreover, to obtain the maximal rate

—0(1/po—1/q)
1

for s, we choose ¢ as small as possible, which yields ¢ = p; since p; < ¢ < 1.

Choice of truncation dimension. In a first step, we balance the dimension truncation error on level
L with the discretization error on level L, and similarly for the increment levels £ = 1,..., L. We assume
in the following the behavior hy = 2-¢+4) for £ = 0,...,L and ¢y € Ny. For the terms on level L, we

- (L+0g)
6(1/po—1) _ O(h7), which motivates the choice sp = 256 p0) Using p% =+ 5 (cp. [7, Eqn.

Po
(1.12)]), we have for the increments s, *0/P0=1/P) — o704 — O(p7) which leads to s, = 27440/ (01),

Since the discretization error on mesh level L limits the accuracy of the entire computation, increasing
the parameter space dimension beyond sy, is unnecessary; we therefore choose the truncation dimensions

have s,

)

poT(L+4g)

s¢ = [min(274EH0)/ 0D 97505077 )] (4.40)

Error and work models. We now use hy_1/hy = 2 (any sequence {hy}¢>o with uniformly bounded
ratios would be admissible in the error analysis) and the preceding equilibration of the dimension trun-

cation and FEM discretization errors to obtain an expression for the total error. We replace N, 1/po by
N, /7t since for po < py holds Ny /P < Ny '/P* for Ny € N,

L
By = O < Ty Ngl/pt@) . (4.41)

£=0

The total work (cost) is given by

L
Wiot = O <Z Ngh[%g) : (4.42)
{=0

Optimal number of samples. We now seek to minimize the error (4.41) given a fixed work budget
for (4.42), which can be found using a Lagrange multiplier A. We assume all constants in the asymptotic
error bounds equal 1. We consider the Lagrangian

L L
LUNYE g A) =R + Y NPy + A" Nehyp sy .
=0 £=0

Now, we consider the necessary condition that 9L/0N, = 0 for all £ =0, ..., L. For now, we consider Ny
to be a free parameter (to be determined), and use this to find an expression for the multiplier A from
the following condition:

Y Nfl/ptfl h‘r-‘rdN*(lﬁLPt)/Pt
=0 hy +AhgPsg=0 = A=-"—0 :

4.43
0Ny Di DtSo (4.43)

Note that the assumption hg = sp = 1 can lead to a large increase in the sample numbers in the MC
case, if it is not fulfilled. In the numerical experiments ahead, this assumption does not hold, since we
use hy = 2~ (H0) with 65 = 1.

19



Inserting (4.43) into the remaining conditions for £ =1,..., L yields

g pt/(1+pe)
Ny~ Ny [ 20 . (=1,...,L.
‘ 0 <h6+d$e>

Inserting this expression for Ny into (4.41), we set C = (hjT%s51)1/(470) and write the total error as

L
Eiop = O(h] + CNy ™ E),  with E:= Y (sphy =)/ 47
£=0

and determine Ny by equilibrating the two contributions CNO_l/ P*E = O(h7), which yields
No = O((h}(EC)™")7Pt) = O(2—)tr (EC)Pr)
Since we consider interlaced polynomial lattice rules with N, = b™¢ points, we choose m, for b = 2 as

oy — {fpm(L o+ Lo) +logy F) — R (to(7 +d) +logy 50)] (=

[mo — 25 (6(r + d) + logy(se/50)) | (=1,....L°

(4.44)

4.3.5 Multilevel Monte Carlo (MLMC) sampling

An alternative to QMC evaluation of the ratio and splitting estimators is to approximate the prior
expectations Z and Z’ by MC sampling. In MC, the convergence rate is O(N~'/2) (in mean square,
however) in terms of the number N of MC samples, independent of the summability exponents pg, p;.
The MLMC variant of MC appears as a particular case of the above algorithms; a general optimization
of the level-dependent sample numbers N, yields the same truncation dimensions sy as in (4.40) above
and the following choice of number of samples. Note, however, that in MC sampling we do not simply
set pp = p: = 2, since the truncation dimensions s, still depend on the value of the summability exponent
0 < pg < 1. We obtain with Ey¢ := Zfzo(slzh?_d)l/:g and Cyc = (h6+d351)1/3 the sample numbers

Cr—d -1 N\2/3
No = 22X [(CrcEnc)?], No= No[ (b5t hg ™57 s0)”°1, €=1,...,L. (4.45)

5 Model forward problems

We present examples of forward problems and discretizations which verify the abstract hypotheses of
the foregoing error analysis. In Section 5.1 we verify that properties HCP,, PGStabC and ANPGC,
of Section 4.3.1 hold for rather general classes of linear, affine-parametric operator equations. Next, in
Section 5.2, we consider a concrete linear elliptic problem in two space dimensions with a particular,
explicit selection of the uncertainty parametrization (2.1). We remark that analogous hypotheses are
valid for a host of more general problems with high-dimensional uncertainty parametrization; we mention
only parametric systems of nonlinear ODEs [15], and problems with domain uncertainty.

5.1 Affine-parametric linear operator equations

We verify the abstract hypotheses of the QMC-PG error analysis in Section 4.3.1 for the model problem
(5.8) below; in doing so, rather than considering the particular problem (5.8), we consider the more
general linear, affine parametric operator equations as considered in [23].

For a regularity parameter 0 < ¢ <t < oo, let {A,};>0 C L(X:,V}) be a sequence of bounded, linear
operators which satisfy the following hypotheses.
H1; Ay is boundedly invertible, i.e. Ayt € L(V], &}).
H2, Forr =0,1,...,t, the sequences b, = (b;,);>1 of norms b; , := max{||AalAj||£(XT), 1(AS) " A5l vy}
satisfy b, € ¢Pr(N) for summability exponents 0 < pg < p; < ... <p; < 1.
H3; There holds bz ) < 1.

Under H1 - H3, we consider for parameter sequences y = (y;);>1 € U = [—1,1]", and for {4;};50 C
L(X,)’) the linear, affine-parametric operators A(y;q) given by
A(yiq) = A(y)g = Aog + >y Ajq - (5.1)
Jj=1
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Evidently, then, the differential D;R of the residual map R(y;q) := A(y)q — f equals A(y), and the
(uniform w.r.t. y € U) bounded invertibility of A(y) implies a uniform (w.r.t. y) inf-sup condition for
A(y). Hypotheses H1; - H3; imply, with a Neumann series argument, properties HCP; and ANPGC;
in Section 4.3.1 for the affine-parametric family (5.1) of linear operators. Specifically, for every f € )y
and for every y € U holds in X; (with B, := Ayt A; € L(&;) for j > 1)

a(y) = (A() " f = (T+D_y;B) Ay f (5.2)

Jj=1

Denoting by A; and ); “complexifications” of the function spaces, the affine-parametric operator family
{A(y) : y € U} in (5.1) extends to the polydisc D = {z : |z;| < 1}, and the Neumann series inversion
formula (5.2) remains valid for z = (z;)j>1 € D. The extended family A(z) being affine-parametric is
holomorphic with respect to each variable z; and, by H3,, is also boundedly invertible in £(X;, Y;) for all
z € Dy, provided the poly-radius p, = (py,5)j>1 is (bs, €)-admissible, i.e. provided that (3.24) holds for
some ¢ > 0. Since the mapping A — A~1 is analytic at any A € L;5,(X,)’), (5.2) defines a parametric
solution family {q(z) : z € D,,}, which, for 2z € D, and some ¢ > 0, is (by, p;, €)-holomorphic with
holomorphy domains O, in Definition 3.1 being the polydiscs D,,. For every (b, ¢)-admissible p; there
holds the holomorphic continuability of the parametric solutions HCP; for some ¢t > 0, so that

sup [lg(2)[x, < C(be, )| flly; - (5:3)

2€Dp,

As for every k > 1, D,; D T, Proposition 3.4 is applicable to g(y) := ¢(q(y)) for any Qol ¢(-) € L(Xy, Z).

The Neumann series argument used to verify (5.3) also implies condition PGStabC (Stability and
Quasioptimality of PG for the complex parametric extension). To see this, we assume at hand a nested
sequence {(X* V%) }s>0 of (dense in X x Y) finite-dimensional PG trial- and test function spaces, which
satisfy the nominal discrete inf-sup condition: there exists pug > 0 such that

’ A ’ A
inf sup 2wl e eyl (5.4)

o#wext ozpeye  [[wl|xvfly 0#vey ozwext wllxlvlly

With (5.4), assumption H3 implies PGStabC, i.e. Stability and Quasioptimality of the PG discretiza-
tions for the complex parametric extension to D, for any (bg,c)-admissible polyradius p,: for such
z € Dy, holds

ly (A(z)w,v)y| = y/< Ao+ zA; w,v> >

i>1
J= Y

Y <A0w,v>y’ — |y < ZZ]AJ 'U},’U> y

i1 .
which implies with (5.4) and with |z;| < p; that

. [y (A(z)w, o)yl »
VzeD,: inf sup ————2—— > (1 — i P‘”A'Hﬁx, ). (5.5)
o5 ohetoputie Tulxlely 2l Ayl

Assume that p is (3, ¢)-admissible for the sequence 3 = (8;),>1 given by §; := ,u51||Aj||[;(X’y/) forj > 1,
and for sufficiently small ¢ > 0. Hypothesis H1y, i.e. that Ag € £(X,)’) is an isomorphism, implies
b; = Ay Ajll ey = 1Al ex,y) =~ Bj. By H2 and H3, b € 70(N) implies with H1 that 8 € ¢7(N).
The (8, €)-admissibility of p and H3; with ¢ = 0 imply

1= g ' pill Ay =1=- B = (pi— 1B =1—e=Y B; >0,

Jj=1 Jj=21 j=1 Jj21
which implies in (5.5) the uniform (w.r.t. z € D,) parametric discrete inf-sup conditions

’ A ’ A
mf sy 2A@WOL e @ (5.6)

0#veY orwext  |lwllxlolly 0#wext grpeyt  [lwllxlolly

with p = po(1 —e —3>,5, 8;) > 0 independent of £. The uniform parametric inf-sup conditions (5.6)
imply uniform w.r.t. z € D, stability of the PG discretization and the existence, uniqueness and the
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quasioptimality of the complex-parametric PG solution ¢\¥(z) € X, for every z € D, with (3, ¢)-
admissible p. It also implies the (uniform w.r.t. the discretization level ¢) (3, po,e)-holomorphy of the
PG solutions ¢(¥)(z). The quasioptimality and the uniform parametric regularity (5.3) imply, with the
approximation property (2.19), the (uniform w.r.t. z) asymptotic error bounds

sup [la(z) — ¢ (2)x < CRYIf N1y, , (5.7)

2€D,

where the constant C' > 0 is independent of ¢, f and of z € Dy, but depends on B and ¢ in the (8, ¢)-
admissibility of the poly-radius p. Choosing z = (z1, ..., 25,0, ...), (5.7) implies (4.23). For the linear,
affine-parametric operators (5.1), property ANPGCy for some 0 < ¢’ < ¢ was shown in [7], for the
affine-parametric, linear operator family (5.1).

5.2 Affine-parametric linear test problem

We test the proposed ML algorithms for a model parametric, linear diffusion problem which was already
considered in [7].

For a parameter y € U = [—%, %]N , in the bounded spatial domain D C R?, we consider the second
order, linear and affine-parametric elliptic PDE
A(usq) == V- (u@)Va) = f. a@lop =0, u(y) = uo-)+ > yjh;() . (5.8)
i>1

This is a particular (linear) forward problem (2.5). The usual (symmetric) primal variational formulation
of (5.8) is based on X = ) = H}(D). In the particular case that D = (0,1)¢, we parametrize the
uncertain diffusion coefficient v with the explicit, separable Karhunen-Loeve basis

Me = T2(B2 4+ k2, dp(x Hsm (rkix;) . (5.9)

Enumerating { g }xene in non-decreasing order {A;};>1, there holds
Aj~ gt as oo, (5.10)

We consider in the ensuing numerical experiments the case d = 2, D = (0,1)2, and

1
u(y)(x) = uo(x) Z Yky ko (GRS sin(kymzy) sin(kemas)
k1, k=1
= wuo(x) + Zyj pj sin(ky j may) sin(ks ; T22) (5.11)
j=1

We enumerate the sequence of pairs ((k1,;,k2,;)) ;o such that K2+ k3, < ki +k3;,, foralljeN
(with ties due to equality broken in an arbitrary manner). This ordermg yields pu; = (k27 i+ k2 5. ]) =
)\72 ~ 772 (cf. (5.10)). We take ug(x) = 1/2. In (5.8), we use the forcing term f(z) = 100z, and
c0n51der the quantlty of 1nterest to be the 1ntegral of the parametric solution u(y) over the subdomain
D = (0.5,1)2 C D, = [5a(y)(z)dx. This affine-parametric forward problem fits into
the abstract MLHOQMC framework conbldered in [7] with symmetric, affine-parametric bilinear form
a(y;-, ), and with X = Y = H}(D), and with

1
d=2, =2, t=t=1 7t=t+t =2, andany §<p0§1. (5.12)

As explained in [7] this implies the summability exponent p; = po/(1 — po/2) > 2/3. The regularity
spaces X; in the convergence rate estimate (2.24) are Xy = (Hi N H?)(D) and Y} = L?(D).

For Bayesian inversion, we consider as observation functional the integral over D = (0,0.5)%. This
scalar value is perturbed by a realization of a normally distributed random variable n ~ N(0,T) as in
(3.1) to generate a measurement, which is fixed for each value of T before applying the various SL and
ML HoQMC methods. For prior mean approximations, we compare the multilevel QMC method to
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the single-level QMC approach and to the multilevel Monte Carlo method. For approximations to the
posterior expectation, we compare the performance of the analyzed multilevel QMC estimators (4.6),
(4.10) with both the single-level QMC ratio estimator of [9] as well as the two multilevel estimators (4.6),
(4.10) combined with standard Monte Carlo sampling. In all considered algorithms, we solve (5.8) by
the finite element method with continuous, piecewise linear elements on a family of uniform quadrilateral
meshes with mesh width hy = ho2~¢ for £ = 0,1,2. .., and we use interlaced polynomial lattice rules with
N = 2™ points, m € N, constructed by the fast CBC algorithm for SPOD weights from [6].

In the single-level HoOQMC ratio estimator, the meshwidth is h = hy, = ho2~%. The PG discretization
error for regular functionals is, asymptotically, as h — 0, O(h?). We balance this O(h?) discretization
error with the dimension truncation error of O(s~2) and the HoOQMC quadrature error of O(N~2). These
asymptotic error bounds yield the choices s = h=! = 2L+ and N = h™!, so that m = log,(h™!) ~ L+ 1.
Ignoring logarithmic factors, this yields a combined error of O(h?) = O(¢g) and overall cost of O(Nh~2s) =
O(h=%) = O(e7?), with the constants implied in O(-) being independent of {sy}s>0.

The HoQMC rules will be based on SPOD weights from [17]. A major finding of the single-level theory
n [9] and of the multilevel error analysis in the present paper is that HoQMC rules which are efficient for
forward UQ will perform equally well for the corresponding Bayesian Inverse U@, due to preservation of
holomorphy domains. We therefore use, in the affine parametric forward problem, the HoQMC weights
derived in [6]. They are given by [6, Equation (3.32) with (3.17)] and

. . 1
interlacing factor o = |1/po] +1 =2, and 8; = fo ; = A; = W .
The generating vectors were computed by the fast CBC construction from [6] with Walsh constant
C = 0.1. (computations with C' = 1 yielded different generating vectors, and led to slight artefacts on
high levels L > 7 in this example). For the presently used base b = 2, the choice C' = 1.0 holds [27].

In the multilevel algorithm Q7 in (4.7), (4.8), for given maximal discretization level L, we take regular
bisection refinement of the quadrilateral mesh in D, resulting in a sequence of regular, quadrilateral
meshes of D with meshwidths hy = ho2~¢ for £ = 0,1,..., L. We select the truncation dimension as
sp = min(2%,2%) as in (4.40), and my as in (4.44), where for this particular case Ny is given in Table 1.
Using formally the limiting values py = 1/2 and p; = 2/3, the total error is O(h2) = O(e) at cost

L MLQMC MLMC

0 (1) (1)

1 (31) (5,2)

2 (53,1) (10,7,4)

3 (7,5,3,1) (15,11,8,5)

4 (9,753,1) (19,15,12,9,7)

5 (11,9,6,5,3,2) (24,20,16,13,10,8)

6 (13,11,8,6,5,3,2) (28,24,20,17,14,11,9)
7 (15,13,10,8,6,5,3,2) -

8 (17,15,12,10,8,6,5,3,2) -

Table 1: Logarithm of the number of samples per level m, = log, N, for the multilevel methods used in
the results below, i.e. Ny = 2™ with m, given by (4.44) for QMC for both ratio and splitting estimators;
for MLMC, we show m}?¢ = |log, N;| with Ny from (4.45). Note that for MLMC we use N, directly,

mC is specified for ease of comparison.

of © (ZeL:o Ngh;28e> = O(e3/?), ignoring logarithmic factors. For ¢ = 0, we use the SPOD weights
from the single-level case with By ; from above. For £ > 0, the SPOD weights that enter the fast CBC
construction are different from those for the single-level algorithm; as indicated above, we use the choices
derived for this problem in [6] for the affine-parametric forward problem also for the computation of
integrals in the inverse problem. We take base b = 2, Walsh constant Cy,, = 0.1, and

digit interlacing factor & = [1/p1] +1 =2, and 8; = p1,; = A\j m max(ky j, k2 ;) -
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6 Implementation and numerical results

We now present numerical experiments which validate the choices of the algorithm steering parame-
ters from Section 4.3.4 for their implementation, for the fast, deterministic solution of Bayesian inverse
problems for PDEs with uncertain random field inputs. We present in particular experiments for the
model linear, parametric elliptic forward problems from Section 5. The problems are set in the domain
D = (0,1)?, with homogeneous Dirichlet boundary conditions, and with parametric coefficients given
by an s-term truncated Karhunen-Loeve expansion in D, with exactly known eigenfunctions. The first
problem has an affine-parametric coefficient, the second problem is a nonlinear (holomorphic) transfor-
mation of this coefficient. The purpose of the ensuing numerical experiments is to illustrate the preceding
convergence analysis and to show that the proposed MLHoQMC algorithms outperform other methods,
such as MLMC, in terms of error vs. work. For the implementation, we use the gMLQMC library from [11].

We compute the forward solution up to maximal discretization level L = 8, yielding s = 512 active
dimensions. No exact solution for this problem is available, so we verify convergence rates by testing
accuracy with respect to a numerically computed reference solution. This reference solution was computed
on level L = 9 with maximal truncation dimension s = 1024 and the MLQMC method. For the posterior
expectation, the splitting estimator was used. In the error vs. work plot in the figures ahead, we used

the work measures
L

Wer, = hZ2SN , and Wy = ZNthQSg . (6.1)
£=0

The MLMC runs which are provided here for comparison purposes were performed with identical dis-
cretizations of the forward problems, and with the optimized MC sample numbers (4.45); in order to
reduce the (inherent in MC sampling) scatter in the convergence rate plots, in the ensuing graphs the
MLMC convergence was obtained by averaging 5 MLMC runs. We emphasize that the presently con-
sidered MLHoQMC are entirely deterministic: for the MLHoQMC algorithms, the computation of each
convergence plot required only one single run.

6.1 Affine parametric, linear elliptic test problem

In the results below, the work measures (6.1) were used for the multilevel methods. The expected
convergence rate is —1/2 for the single-level algorithm and —2/3 for the multilevel algorithm (for both
forward and inverse approximations), both of which are confirmed by the results. In the MLMC runs,
R = 5 repetitions were used to average out sampling noise in the estimated L? error. The MLQMC
(splitting estimator) result with finest discretization level L = 9 was used as a reference in the error
computation.

24



10°

Convergence of Error vs. Work for Prior Mean ({=2)

—
o
£
w
()
>
)
©
[}
m b
-~ fit: -0.644
B8 SLQMC
1051 - fit:-0.516
@ MLMC
-~ fit:-0.407| _ o
10-6 0 l1 l2 l3 i4 i5 iS i7 iS i9 i10 11
10 10 10 10 10 10 10 10 10 10 10 10

Work

Figure 1: Convergence of forward UQ estimates for the affine-parametric 2d diffusion equation model.
The slope of the lines was estimated by a least-squares fit omitting the first three points.
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Figure 2: Convergence of estimates to the Bayesian inverse problem for the affine-parametric 2d diffusion
equation model, with covariance I' = 1. The slope of the lines was estimated by a least-squares fit
omitting the first three points.
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Figure 3: Convergence of estimates to the Bayesian inverse problem for the affine-parametric 2d diffusion
equation model, with covariance I' = 0.1. The slope of the lines was estimated by a least-squares fit
omitting the first three points.
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Figure 4: Convergence of estimates to the Bayesian inverse problem for the affine-parametric 2d diffusion
equation model, with covariance I' = 0.01. The slope of the lines was estimated by a least-squares fit
omitting the first three points. In this case, the MLQMC splitting estimator was used as a reference. In
the small noise case, the convergence of the ratio estimator is negatively impacted, both for MLMC and
for MLQMC. The splitting estimator seems to be more resilient for small ', as indicated in Remark 4.1.
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6.2 Nonaffine-parametric, linear test problem

We consider once more the linear operator equation (5.8), however, now with diffusion coefficient modelled
for y; € [-1, 3] by the nonlinear expression

u(y) =exp [ D y050) | (6.2)

i1

i.e. simply the exponential of the affine-parametric coefficient model from (5.8) with ug(-) = 0, yielding
for the new model the nominal value «(0) = 1. When considering the exact same QMC parameters as for
the above results (a, C, §;) and maximal parameter dimension in the ML experiments being s = 1024,
we observe the results in Figures 5 to 7.

o Convergence of Error vs. Work for Prior Mean (¢=2)

10

Relative Error

MLQMC

- - fit: -0.644

|m-m SLQMC

105 || - - fit: -0.513
o0 MLMC

[| - - fit: -0.410

10°® ' .

, i ; i i i i i
10° 10 102 10° 10* 10° 10° 10" 10® 10° 10'° 10"
Work

Figure 5: Convergence of forward UQ estimates for the nonaffine-parametric 2d diffusion equation model
with coefficient (6.2). The slope of the lines was estimated by a least-squares fit omitting the first three
points.

7 Conclusions

We extended [9] to a class of deterministic, multilevel Petrov-Galerkin, higher order Quasi-Monte Carlo
integration algorithms for forward and Bayesian inverse computational uncertainty quantification of possi-
bly nonlinear, well-posed operator equations. Novel, computable deterministic multilevel estimators have
been proposed for “distributed” uncertain input data in a separable Banach space X. Upon parametriz-
ing the uncertain input data in terms of a countable basis of X (as, e.g., through a Karhunen-Loéve
expansion), and upon multilevel Petrov-Galerkin discretization of the forward problems, the forward
and Bayesian inverse uncertainty quantification problem is reduced to numerical evaluation of high-
dimensional, parametric integrals of nonlinear functionals depending on the likelihood function of the
responses from the parametric forward problem and the observation data. The numerical integration is
conducted with the deterministic, higher order QMC integrations from [8]. The present results gener-
alize, in particular, the HoQMC PG error analysis of [7] to smooth, nonlinear operator equations with
holomorphic-parametric dependence of their responses on the parameters. They apply to broad classes
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Figure 6: Convergence of estimates to the Bayesian inverse problem for the 2d diffusion equation model
with coefficient (6.2), with I' = 1. The slope of the lines was estimated by a least-squares fit omitting the
first three points.

of forward equations, with possibly indefinite or saddle point variational formulations, and nonlinear,
analytic dependence on the parameters.

In several numerical experiments for Bayesian inversion of linear, elliptic forward problems in two
space dimensions, the presently proposed, multilevel higher order Quasi Monte-Carlo strategy consistently
outperformed the corresponding single-level algorithms from [9], and corresponding MLMC methods in
both forward as well as Bayesian inverse UQ on parametric inputs with proper sparsity: to reach one
percent accuracy in the Bayesian estimate, the MLHoQMC strategy achieves a speedup of a factor 10 of
error versus total work as compared to the SL strategy and to the MLMC approach. Higher efficiency is
expected on input data with higher smoothness in the data space, i.e. u € Xy, implies higher sparsity;
having said this, we admit that for problems whose parametric input data does not afford sufficient
sparsity, the presently proposed methods will not outperform MLMC and ML versions of first order
QMC methods.

The presented numerical experiments also confirm the dimension-independence of the QMC conver-
gence rates, which are only limited by input sparsity and by the digit interlacing order of the polynomial
lattice rule. They also indicate the expected deterioration of the algorithms’ performance for small ob-
servation noise covariance I'; in this respect, the splitting estimator was found to be less sensitive than
the ratio estimator. The presently introduced algorithms allow us to handle uncertainties with several
hundred to thousands of parameters, in two space dimensions, with moderate computational effort. The
parametric sparsity of the countably parametric model problem considered in the numerical experiments
was moderate (pg = 1/2 in (5.12)); for classes of uncertain input data v with higher sparsity, i.e. smaller
values of pg, the gains of the presently proposed, HoOQMC-based algorithms over MLMC are predicted to
be correspondingly higher, as a consequence of the present theoretical results, and supported by extensive
numerical experiments in [12].

Acknowledgments This work was supported by CPU time from the Swiss National Supercomputing
Centre (CSCS) under project IDs s522 and d41, by the Swiss National Science Foundation (SNF) under
Grant No. SNF149819, by the European Research Council (ERC) under AdG 247277, and by Australian
Research Council’s Discovery Project grants under project number DP150101770.

28



(lig,nvergence of Error vs. Work for Posterior Mean (I' =0.01,{ =2)

O 102 |
o
=
<% 1023 | : : : D
_E - | @@ MLQMC (ratio) |
% - - fit: -0.646 ‘
o 104 | A—A MLQMC (split) |
- - fit: -0.643
(|-l SLQMC
107 - - - fit: -0.513
[ ©—© MLMC (ratio)
| - - fit: -0.404
10-6 0 ]l l2 ]3 l4 iS iG i7 l8 i9 ilO 11
10 10 10 10 10 10 10 10 10 10 10 10

Work

Figure 7: Convergence of estimates to the Bayesian inverse problem for the 2d diffusion equation model
with coefficient (6.2), with I' = 0.01 The slope of the lines was estimated by a least-squares fit omitting
the first three points.
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