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Abstract

We propose a new procedure named PASOA,
for Bayesian experimental design, that performs
sequential design optimization by simultaneously
providing accurate estimates of successive
posterior distributions for parameter inference.
The sequential design process is carried out via a
contrastive estimation principle, using stochastic
optimization and Sequential Monte Carlo (SMC)
samplers to maximise the Expected Information
Gain (EIG). As larger information gains are
obtained for larger distances between successive
posterior distributions, this EIG objective may
worsen classical SMC performance. To handle
this issue, tempering is proposed to have both
a large information gain and an accurate SMC
sampling, that we show is crucial for performance.
This novel combination of stochastic optimization
and tempered SMC allows to jointly handle
design optimization and parameter inference.
We provide a proof that the obtained optimal
design estimators benefit from some consistency
property. Numerical experiments confirm the
potential of the approach, which outperforms
other recent existing procedures.

1. Introduction

A design refers to some experimental conditions required
to perform an experiment and get observations from the
phenomenon under study. Assuming that such a design
is characterized by some parameters denoted by &, simple
examples of £ are coordinates in a 2D space or a frequency
at which we wish to measure a quantity of interest. The
overall goal of experimental design can be summarized
as the acquisition of good quality data, which is of
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increasing importance in numerous scientific and industrial
applications, see e.g. (Ryan et al., 2016; Rainforth et al.,
2024). Quality can be defined from numerous view points,
allocating resources for information gathering, improving
precision and/or prediction or reducing experimental costs.
In this work, we assume that the desired designs are
continuous parameters { € & that maximize information
on some parameters of interest € @ C R™. In Bayesian
Optimal Experimental Design (BOED), a Bayesian model
is specified over 8 (Chaloner & Verdinelli, 1995; Sebastiani
& Wynn, 2000; Amzal et al., 2006; Ryan et al., 2016;
Rainforth et al., 2024). The criterion defining the optimality
of a design may then depend on the application (Ryan
et al., 2016; Kleinegesse & Gutmann, 2021) but the most
used of them is the expected information gain (EIG). It
targets designs that most reduce the entropy of the posterior
distribution over 6, or equivalently that maximize the
Kullback-Leibler divergence between the posterior and the
prior, and this in expectation over all possible experimental
outcomes, see eq. (1,2). The Bayesian formulation is
particularly convenient in sequential contexts, where we
wish to exploit the results of previous experiments to guide
the design of future ones. Unfortunately, computing and
optimizing the EIG sequentially requires sampling from an
evolving sequence of intractable posterior distributions. We
propose to use a sequential Monte-Carlo (SMC) approach
for an efficient sequential sampling (Del Moral et al., 2006;
Doucet & Lee, 2018; Naesseth et al., 2019; Chopin &
Papaspiliopoulos, 2020; Dai et al., 2022) and in the spirit
of some original and recent approaches (Huan & Marzouk,
2014; Kleinegesse & Gutmann, 2021; Foster et al., 2019;
2020; 2021; Blau et al., 2022), we adopt a stochastic
optimization approach to optimize the EIG. The originality
of our approach is to use SMC in conjunction with stochastic
optimization to efficiently sample the relevant quantities
and estimate the required noisy gradients. However, naive
SMC is potentially problematic. In sequential EIG-based
optimization, larger gains are obtained for larger distances
between successive posterior distributions, which is a
particularly bad scenario for SMC performance. A solution
is to consider distribution tempering or annealing (Neal,
2001; Del Moral et al., 2006), which creates a path of
intermediate closer distributions for a more accurate SMC
sampling (Figures 1 and 2). We name our approach PASOA,
for Particle baSed Bayesian Optimal Adaptive design, where
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Figure 1. Source location example at steps 5, 7, 9, 11. Over design steps, particles concentrate faster to true sources (red crosses) with
PASOA (2nd line) than with SMC (1st line). Lower particle weights in blue, higher in yellow.

particles refer to samples featuring an evolving Bayesian
posterior information that adaptively guides the successive
design estimation. To our knowledge, such a combination,
of stochastic optimization and SMC or tempered SMC, has
not been proposed before for BOED. It allows to benefit
from both techniques’ advantages. Stochastic optimization
provides a more scalable way to handle sequential design
optimization, while the principled SMC framework allows
to efficiently perform an accurate parameter inference by
reusing samples from past experiments. This high quality
inference is exploited in turn via stochastic optimization
to yield informative design estimators coming with good
theoretical features. We show that these estimators are
consistent and converge in probability to the optimal designs.
On the numerical side, we verify their practical performance
on benchmark design problems. We observe significantly
higher information gains than previous methods, including
sophisticated and reinforcement learning approaches (Blau
et al., 2022; Foster et al., 2020), with these gains leading,
in turn, to improved posterior inference and parameter
estimation. We thus provide the first theoretical result of
this kind in the BOED literature, while also highlighting
tempering as a mean to greatly enhance the performance of
SMC in BOED.

2. Related work

Simulations required for EIG optimization can be obtained
via Markov Chain Monte Carlo (MCMC) algorithms, see
e.g. Kleinegesse & Gutmann (2020) for a static design.
In a sequential design context, the necessity to do so
at each step is very simulation intensive (Amzal et al.,
2006; Kleinegesse et al., 2020). Typically, Kleinegesse
et al. (2020) extend Kleinegesse & Gutmann (2020) to
a sequential setting but shows up to only K = 4 or 5
experiments. As an alternative, SMC samplers have been
used in previous work, e.g. Drovandi et al. (2014; 2013)
use SMC but only for finite-valued design parameters,
avoiding the problematic optimization by reducing it to
a finite number of comparisons. Another attempt (Kuck

et al., 2006) proposes SMC to handle the optimisation part
but restricts to static one-step design. In our work, we
consider both the continuous design and sequential setting,
which was referred to as an open question by Ryan et al.
(2016). Recent ideas using stochastic optimization (Blau
et al., 2022; Kleinegesse & Gutmann, 2021; Foster et al.,
2020; 2021; 2019; Huan & Marzouk, 2014) have since
then paved the way to efficient optimisation formulation
of sequential BOED but without consideration of SMC
techniques and somewhat neglecting posterior distribution
inference. A solution explored by Foster et al. (2019;
2020) uses mean field variational approximations of the
posterior distributions but with no guarantee on their quality,
while Foster et al. (2021); Blau et al. (2022) bypass the
need for such posterior estimation using a reinforcement
learning formulation. In this work, we show that superior
performance than these previous solutions can be obtained
with SMC, from which we also derive new good features.
We provide theoretical results and guarantees that have not
been formulated before in modern BOED and we shed a new
light on tempering by showing that it can be crucial in SMC-
based sequential BOED, to face the contradiction between
searching for the largest information gain and maintaining
good sampling performance.

3. Sequential Bayesian Optimal Experimental
Design (BOED)

The Bayesian framework is a unified way to account for
prior information via a probability distribution p(8), for
uncertainties about the observations y through a distribution
p(y|6,€), and for a design criterion (also called utility
function) F'(&, 6,y) describing the experimental aims. The
prior is assumed to be independent of & and p(y|@, &)
available in closed-form.

Expected Information Gain (EIG). There exists various
utility functions F' depending on the targeted task (Ryan
et al.,, 2016; Kleinegesse & Gutmann, 2021). In this
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work, we focus on parameter estimation and consider an
information-based utility leading to the so-called expected
information gain (EIG). The EIG, denoted by I, admits
several equivalent expressions, see e.g. (Foster et al., 2019).
It can be written as the expected loss in entropy when
accounting for an observation y at £ (eq. (1)) or as a mutual
information or expected Kullback-Leibler divergence (eq.

(2)). Using p(y,0|€) = p(0]y, &)p(y[€) = p(y]0,&)p(0),

1(§) = Epyie)[H(p() — H(p(O]Y, )] (1)
=E,yie) KL(p(O]Y, &), p(0))] 2)

where random variables are indicated with uppercase
letters, E,[-] denotes the expectation with respect to p,
KL the Kullback-Leibler divergence and H(p(6)) =
—E,6)[log p(8)] is the entropy of p. We thus look for £
satisfying

& cargmax(€) . 3)
£eRd

Before optimizing (&), evaluating I(£) is often difficult
due to the intractability of p(@]y, &) and p(y|€).

Sequential design. Solving (3) is a static or one-step
design problem. A single & or multiple {&,,-, &} are
selected prior to any observation, measurements {y1, -, Yk }
are made for these design parameters and the experiment
is stopped. The prior p(@) can be used to encode previous
observations but in static design, the selected designs depend
only on the model. In contrast, in sequential or iterated
design, K experiments are planned sequentially to construct
an adaptive strategy, meaning that for the k' experiment,
the best £, is selected taking into account the previous
design parameters and associated observations Dy_1 =
{(y1,€1), " (Yr—1,8x-1)}- Then, y} is measured at £, and
Dy, is updated into Dy, = Dy,_1 U (yk, &;,). This approach
is referred to as greedy or myopic, in that the next design &,
is chosen as if it was the last one. Non-myopic approaches
exist, using for instance reinforcement learning principles
(Blau et al., 2022; Foster et al., 2021) but with another
layer of complexity and performance that are not always
superior, see (Blau et al., 2022) or our results in Section
7. In this work, we limit ourselves to the greedy approach,
replacing in (1) or (2) the prior p(@) by our current belief on
0, namely p(9|Dk'—1) = p(0|y17 Ela 5 Yk—15 Ek—l)’ and to
solve iteratively for

€ € arg max I (&), @)
where I (§) = E[H(p(0| Dy.-1))— H(p(0|Y,§,Dy.—1))]
=E [KL(p(e‘YvSkafl)up(elefl))] (5)

and E is with respect to p(y|€, D—1). Observations are
assumed conditionally independent so that p(@|Dy)
p(0) Hlep(yi |6, &;) which also leads to

p(0|Dy) o< p(0| Di—1) p(yx|0,§y) - (6)

EIG contrastive bound optimization. Going back to the
optimization in (3), we focus on the continuous design case
and assume that quantities are differentiable when needed
and that gradients are well defined. This is generally not
a restrictive assumption except for discrete design spaces
that may require specific treatments, see e.g. (Blau et al.,
2022; Drovandi et al., 2014). A standard gradient ascent
algorithm would consist, at iteration ¢, of updating §; , ; =
&+t Vel(§)|e—e, With a stepsize 74, but in practice both
I(£) and its gradient VI (£) are intractable. However, they
can both be expressed as expectations, which naturally leads
to consider stochastic approximation approaches (Borkar,
2008), among which the most popular is the Stochastic
Gradient (SG) algorithm. In a BOED setting, if V¢1(£) is
expressed as an expectation V¢I(€) = E[f(&,X)] over a
random variable X, the SG iteration writes §;,,; = &; +
vt f(€,,%x¢) with x; a realisation of X. This assumes that
we can differentiate under the integral sign in (2). There
exist different ways to differentiate, including the popular
reparametrization trick, but SG for I(£€) remains difficult
to perform due to the intractability of the integrand in (2).
An alternative has been proposed by Foster et al. (2019;
2020) referred to as a variational approach. It consists of
optimizing a tractable lower bound of I(£) and computing
£ via an alternate maximization. We also consider such a
bound, I/ pc g, introduced by Foster et al. (2020) and named
the Prior Contrastive Estimation (PCE) bound. It is based
on contrastive samples from L additional variables 6, for
¢ =1: L, distributed following the prior p(€) as 8, which
is rewritten as Og. I pcg is defined as

Ipcr(§) = Eyyi00.6) 115, p(o0) [F'(&: 00,01, Y)] (7)

p()’|90,€) .
2 Yo p(y10:,€)

IpcEk is alower bound 1(£) > Ipcg(€) and the bound is
tight when L tends to oo (see Foster et al. (2020) for a proof).
It is tractable as all expressions p(y|8@¢, &) are tractable,
and its gradient requires only the gradient V¢p(y|6,&).
Stochastic approximation can be applied to maximize Ipc g
as Velpop(€) can be expressed as an expectation via
reparametrization. More specifically, we assume that there
exists a transformation 7, go such that Y = TgO(U ) with
U € U independent of £ and 6, and easy to simulate,
e.g. U is a standard Gaussian. It follows under some mild
conditions specified in the Appendix that

with F(€7007 B BL?y):log

Velpc e (&) =By )11z, peo,) | Vel (€60, 0L, T5 (V) (8)

A similar bound and its gradient can be derived for
sequential design optimization (4). Using conditional
independence (6), at each step k, p(6) only needs to be



PASOA- PArticle baSed Bayesian Optimal Adaptive design

replaced by the current posterior p(6|Dy_1),

IIkDC’E(ﬁ) =
B (y100.6)TTE o p(8:| D [F'(§; 00, -, 0.1,Y)] (9)

Velpop(€) :Ep(u)ngzop(e,z\pk,l)[VEF(E,GO, 0L (U) -

The stochastic gradient algorithm is summarized in
Algorithm 1, with the additional possibility to estimate
gradients with minibatches of size Ny, in line 5.

Algorithm 1 SG with minibatches (N;);—1.7 at step k to
optimize [ kac £ in(9)

1: Set T iterations, &, stepsizes (7V¢)t=1.7
2: while t < T do
3: Sample 8}, ~ p(8|Dy.—1), {=0:L,i=1:N;
4 Sample ui ~ p(u), fori=1:N;
Ny ) X )
5: Setthrl:NLt;vﬁF(Eve%),tﬂ ) lL,thgsé t(ui))k:&
6:  Update & ) =& + Vit
7: return &, = £ or a Polyak averaging value

Optimizing the contrastive bound I%., requires then
sampling Oy, -, 0, from p(0|Dy_1) (Algorithm 1 line
3). This is more costly than sampling from the prior, as
p(0]|Dy_1) is only know up to a normalizing constant (6),
but can be efficiently dealt with using a SMC approach as
detailed in the next section.

4. Tempered Sequential Monte Carlo

SMC Step

m

S N N T N T NS
Mo = Pk-1 Hxr_1 M H1 = Pk

Figure 2. Tempered SMC, a SMC step from pr_1 to pi (blue)
performed in 7 intermediate tempering steps (red).

SMC samplers extend the idea of importance sampling
by re-using samples from one distribution to another,
and benefit from numerous theoretical results (Del Moral
et al., 2006; Doucet & Lee, 2018; Naesseth et al., 2019;
Chopin & Papaspiliopoulos, 2020; Dai et al., 2022). More
specifically, denoting P (@) the set of probability measures
on O, the goal is to provide samples (called particles)
from a sequence of probability distributions {pg }r=1.x
in P(O®). To simplify, we deal with probability densities
assuming absolute continuity with respect to the Lebesgue
measure but the setting is more general, e.g. (Chopin &
Papaspiliopoulos, 2020). A standard MCMC approach
would require to build an ergodic kernel M}, and to run

Algorithm 2 Adaptive tempered SMC at step k
Set 7=0, A0 =0, M, ESSin, M), resample
Sample 85" ~ p(8|Dy_1) = ix, (0)
Setw) =47, i=1: M and wi™ ={w}, -, wl’}
while A\, < 1do

Set T=T +1

Set 0., =resample(01 Y wiM)) ~ py |

Sample 6" NMAPI(QLI, -) for i=1:M,

Set M — (9! . oM}

T

A A SR ol

(M, p(yel6ig))?
M p(yel6i &)
10:  Set A, = A\ _1+7

= ESSnin
Tempered step
)

11:  Setw® = p(y|0,&,)7, wi = er fori=1:M

9:  Solve for v,

W}
Jj=1

Compute new weights

13: return ;M = M wiM = wlM for a particle

122 SetwiM = {w! ... wM}

M .
approximation p; = >~ wj,d; of p(-|Dy) = 1
i=1

a Markov chain from scratch for each pg. In contrast,
SMC samplers provide the possibility to approximate py
recycling samples from pi_;. SMC samplers aim at
propagating M particles 0;™ = {6; ,,-,02 |} and
their corresponding weights wil = {w}_,,-,wi’}
in such a way that the empirical distribution p{c” of
the particles at time k converges to p; in some sense:

meaning that for all integrable functions ¢, E,x [¢(0)] =
M wig(6L) ——— En [#(0)]. However, as showed
—00

by Agapiou et al. (2017), the number of particles M
required for an accurate particle approximation pﬁ/f scales
exponentially with the Kullback-Leibler distance between
the proposal pr_; and target p; distributions. For
pr—1(0) = p(0|Dy_1) and pr(6) = p(6|Dy), this is
problematic as EIG optimization aims at increasing this
distance, see (4,5). Moving from p(8|Dy_1) to p(8|Dy)
with just one SMC step might then yield poor results. A
solution is to consider fempering (Neal, 2001; Del Moral
et al., 2006; Syed et al., 2021) to move along a sequence of
probability distributions interpolating between p(0|Dj_1)
and p(0|Dy). A tempering path is a sequence of the form
pa, With 0 = X < A\p < ... < Ay =1 where pg = pr—1
and 1 = py, (Figure 2). Usually, only the initial and final
distributions are imposed. Intermediate distributions p
are not of interest so that the \,’s can be chosen as desired.
A popular approach is to use what is know as the geometric
path: 1y () o pr_1(8)'~* pr(8)*r, which using (6),
takes the form py_(0) o p(0|Dy_1) p(yi|0,&,) N or
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equivalently 1 _(0) o< px._,(0) p(yx|0,&,) "~ 1. As
setting the sequence A, manually can be a challenging
task with disappointing results, we follow the adaptive
strategy proposed by Jasra et al. (2011). Given a user-
set threshold ES'S,,;, interpreted as an effective sample
size, at iteration 7 of the tempered SMC procedure, given
a current set of particles Hi:M, we set recursively A, =
Ar—1 + 7 with v the solution in [0,1 — A\._;] of the
(M, p(yrloign)’)’
2511 P(Yk|93—»£k)2’y

[0,1—A;_1], A is set to 1 and the tempering stops. This is
a relatively simple task to solve with numerical root finding.
This procedure guarantees that the SMC approximation
error remains stable over iterations, see (Jasra et al., 2011)
for details. It can be interpreted as a way to control the Chi-
square pseudo-distance between the successive distributions,
see (Chopin & Papaspiliopoulos, 2020) Proposition 17.2.
Tempered SMC then requires like SMC an unbiased
resampling scheme denoted by resample(8*M wi:M).
Resampling is the action of drawing randomly from a
weighted sample, so as to obtain an unweighted sample.
Several unbiased resampling schemes are listed in Chapter
9 of Chopin & Papaspiliopoulos (2020) and studied in
e.g. (Gerber et al., 2019; Crisan & Doucet, 2002).
The most standard one is multinomial resampling which
draws samples independently according to their weights.
Tempered SMC also requires a family of Markov kernels
(Mx)a so that My : ® — P(O®) leaves u, invariant.
Tempering is illustrated in Figure 2 and in Algorithm 2.

equation = ESSpin .- If v is not in

5. Particle EIG contrastive bound
approximation and optimization

Algorithms 1 and 2 can then be combined iteratively. We
call the resulting algorithm PASOA. Algorithm 2 at step
k provides a particle approximation of p(6|Dy,) used in
Algorithm 1 line 3 at step k£ + 1 to optimize the next EIG
contrastive bound I%55Y, and get & +1- A new y 1 is then
measured at £ 1, D11 is set to Dy, U {yj41,&),} and
Algorithm 2 is used again to get a particle approximation
of p(6|Dy41) etc. More specifically, the M weighted
particles produced by Algorithm 2 are used to approximate
the intractable p(6|Dy,) and to simplify the sampling of the
L + 1 contrastive variables in line 3 of Algorithm 1 at step
k + 1. In practice, line 3 can be performed in different
ways. We propose the following one, which has good
numerical and asymptotic properties (see Section 6). Due
to the use of generally large numbers L (typically L = 200)
of contrastive samples, expectations of interest, e.g. (7,8),
are computed in a large dimensional space Ot even if
©® is of moderate dimension. A simple way to mitigate
the dimension impact is to start from M = N(L + 1)
particles using a SMC procedure on ® and partition them
into L + 1 disjoint subsets of IV particles, denoted by

0,1?7 for £ =0: L, with their associated weights denoted
by Wkl:}[ with Zivzl W,ijé = 1. Seeing particles and
weights as random variables, if the resampling procedure
used in Algorithm 2 is so that the resampled values are
independent conditionally on the previous particles, then
the L + 1 collections of random variables denoted by
¢ ,]CV = {W,z o 027 ¢}i=1:n are independent and identically
distributed (i.i.d.) conditionally on the previous particles.
For instance, multinomial resampling preserves conditional
independence. From the weighted particles produced by
Algorithm 2, we then derive L + 1 i.i.d. random probability
measures P,i\fe = Zf\il W,z ¢6: , (dg is the Dirac measure
at @) and the gradient estimate at each iteration ¢, Algorithm
I line 5, is computed with 6 ;,...,67 , values sampled
independently from realizations pﬁ ¢ of the respective
independent particle approximations P,i\)fe fori =1: NV
and ¢ = 0 : L. We thus define P,j\fg on ® and use in our

SG algorithm approximated distributions on O+ which
are product measures ®ZL:0PI£\7,Z' It follows a SG procedure,
detailed in the Appendix (Algorithm 3), which produces
an estimator &, ; x from the optimization of a particle

approximation of 555}, defined as

k+1,N
IpbE (5):Ep(u)ngﬂpg{e(ee)[ﬂfﬂov'79L7T§0(U))} (10)

The advantage of such a product form particle
approximation over standard SMC lies in the following
observation.  Standard SMC would consist in using
[Ti_p(6:) =~ PN (6, -,0L) where

N L
RY =3 ( Wé,e) 0(07 o0 1) - (11
/=0

i=1

As an alternative, with the same M weights and particles,
our product form approach is using HgL:o p(0y) =
17—, pY,(8;), which can be rewritten as a sum, i.e.

L N N L ‘
Iere=> > (H W,;§£> depo,oity - (12)
£=0 )

io=1 ir=1 \¢=0

There are two main differences between (11) and (12). First,
(12) is more statistically efficient: the 07@2 are i.i.d. and
so all permutations (0};0)0, -, OZL)L) of these samples, for
1 < ip,...,i, < N, are identically distributed. Hence
(12) averages over N“*! tuples while its conventional
counterpart (11) only averages over IV tuples. This increase
in tuple number leads to a decrease in estimators variance.
With the same particles, product-form (12) makes the most
out of every sample available. Second, in contrast to tuples
in (11), those in (12) are not independent because the same
027 ¢, appears in many terms of the sum. As a consequence,
using product form approximations requires to generalize
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standard SMC results, which rely on the independence of
the terms in the sum. In the next section, we take that into
account to show the convergence of the quantities involved
in PASOA.

6. Asymptotic properties

With the contrastive bound approach, to increase
approximations quality, we can play with L the number
of contrastive samples and N the number of particles. It has
already been shown by Foster et al. (2020) that increasing
L improves the quality of the Ipcr bound that becomes
tight, i.e. to the limit equal to the EIG. We then study
the behavior of our approximations when the number N
of particles tends to co. The sequential design values
produced can be seen as realizations of random estimators

{&}1 1 n}n>1 targeting points of maximum of random

criterion functions {7 IICDEEN (&)} n>1. We use here the same

notation for random quantities and their realizations. We
first establish the convergence of the criterion functions
adapting standard SMC techniques in Proposition 1, and
then the convergence of their points of maximum, i.e. the
consistency of the {§},; y}n>1 to the optimal designs in
Proposition 2.

Convergence of product particle approximations. With
the use of contrastive samples, expectations are computed
in ©Lt! Particles could then be considered as
(L 4 1)-dimensional elements in this space so that
standard SMC convergence results could apply (Chopin
& Papaspiliopoulos, 2020), Chapter 11. However, working
in a (L + 1)-dimensional space is more challenging for
SMC and not necessary for the type of convergence result
we need. As importance sampling, SMC suffers from
the weights’ variance which scales unfavorably with the
dimension of the problem (Naesseth et al., 2019; Chopin
& Papaspiliopoulos, 2020). In contrast, in Section 5, we
define Pzi\,fe on ® and use in our SG algorithm (Algorithm 3

in Appendix) approximated distributions on @~ which
are product measures ®ZL:0P,£Y€. Such products have been
used in various settings but have been only recently studied
in a more general way (Kuntz et al., 2022). However,
theoretical results therein do not cover the use of product
form estimators within SMC samplers. Other papers
that consider structured SMC settings (Rebeschini & van
Handel, 2015; Lindsten et al., 2017; Kuntz et al., 2024;
Aitchison, 2019) differ from our work in key aspects further
discussed in Appendix Section C.1.

Let C,(®XT1) denote the set of functions ¢ : @1 — R
that are measurable and bounded, and let ||¢||~, denote the
supremum norm ||¢||cc = supgcgz+1 |¢(0)]. Using the
notation and terminology of Chopin & Papaspiliopoulos
(2020) and previous authors before them, we introduce

the potential function G, » which in our setting is equal
to Gy (0) = p(yx|0,&,)" and used in Algorithm 2 to
compute weights. We simplified the notation but v may also
depend on k and 7. More specifically, in standard tempering,
7y is a preset constant but in Algorithm 2, we use an adaptive
tempering where + depends on previous particles. Although
adaptive tempering schemes are often more challenging to
study, e.g. (Salomone et al., 2018; Beskos et al., 2016;
Del Moral et al., 2012), this is not problematic in our setting
as v < 1 and all we require is G,  to be bounded.

For our result, the assumption that p(y|0, &;,) is bounded
and strictly positive is enough but more general results and
cases are available in (Beskos et al., 2016; Jasra et al., 2011).
The following proposition establishes the convergence in
Ly-norm, which also implies the convergence in L;-norm
and in probability.

Following Chopin & Papaspiliopoulos (2020); Crisan &
Doucet (2002), we can establish similarly L,,-norm (p > 2)
and almost-sure convergence but convergence in probability
is sufficient for consistency of the design estimators.
We denote by (,]CV 1, the collection of random variables

¢ = Wiy, 6}, ¢+ }i=1.n,¢=0:L. and use the short notation
P (el for pE O] = By pio, ) [#(80, - O1)):

Proposition 1 (L, convergence) Using Algorithm 2 with
multinomial resampling and assuming that all potential
Sfunctions G, ; are upper bounded, there exists a constant
¢, such that, for all functions ¢ € Cp(©FT1),

N N L
‘ ' ' L+1
Ecy, {EZ [T Wi 0630, 030) — w7 m}
io=1ir=1¢=0
<crene 0%
with ey, = 1 — (1 — £)87 ~ L and where the
expectation is taken over all the realizations of the random
tempered SMC method, or equivalently on ( ,iv I

The proof is detailed in Appendix and extends the proof in
Chapter 11 of Chopin & Papaspiliopoulos (2020) which is
itself mainly based on (Crisan & Doucet, 2002). Note that
the first term in the outer expectation above corresponds to
the expectation of ¢ with respect to ®ZL:0P,£YZ, which is a
random variable as the Pé\f[ are random measures. For any
&€ € & when ¢issetto ¢g(0o,-,01) = frcr(€,60,-,0L),
with fpop(€,60,7,61) = By [F(€80,-01.T5(U))]
assumed to be bounded on OF*! for all &, then
pPE pe] = IEEL(€), the PCE lower bound (9) we seek
to optimize at step k + 1. Similarly, the expectation of ¢¢
with respect to ®EL:0P,£\)[€ is Iﬁg}g’N(é) in (10). It follows
from Proposition 1 that

2
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or in other words that for all £ € &, the sequence of
random variables {Igg}jN(ﬁ)} ~N>1 converges in Lo-norm
to IE51(€) when N tends to co. Using Chebyshev’s
inequality this also implies the convergence in probability,

pointwise in &, that is for all &, for all € > 0,

lim pey, (|15~ © — 1hep©)] =€) =0. a3

N—oc0

To further comment this result and give more insight on
the constants involved, we note that interestingly, if the
normalized potential functions are bounded by 1 (see
Appendix Section C.2 for details), the constant denoted
by ¢ in Proposition 1 remains low and decreases when
L increases. Otherwise, the constant may increase very
fast with k£ and, even if k is relatively low in BOED,
the bound may become uninformative for finite N. This
is actually a well referenced behavior in SMC, see e.g.
(Chopin & Papaspiliopoulos, 2020). In our work, we limited
the presentation to simple conditions but with stronger
assumptions, in particular on the Markov kernels, it is
possible to limit the growing of ¢ over steps k, see Section
11.4. in (Chopin & Papaspiliopoulos, 2020).

Consistency of the sequential design estimators. Under
additional assumptions, specified in Proposition 2, it follows
from Proposition 1 that the design parameters found at each
step of our procedure tend to the ideal ones.

k+1 . . . *
Assume Il (&) reaches its maximum in &, and

consider a sequence {£;,; y}n>1 of estimators defined
by

€y € argrmax [iE™ (€) (14)

Proposition 2 states that {£},; y}n>1 are consistent
estimators of &, |, i.e. that for all € > 0,

]\}i_rfloopg,?{L (|‘£Z+17N - £Z+1|| > 6) = 0. (15
The assumptions in Proposition 2 are in a simplified form.
More general situations could be handled but would require
more complex developments while not changing the general
idea. To simplify the presentation, our first assumption
(A1) is that the design space £ is compact. The second
assumption (A2) is to ensure that the point of maximum
€1 is isolated or well-separated and that only design
values in the neighborhood of &}, | reaches values close to
IEE L (€5 41) (see Lemma 5 in Appendix). Assumption (A3)
indicates that estimators &, ; » could be points of near
maximum only. The formulation of (A3) uses additional
variables py that account for the fact that estimators &, 1IN
are usually only approximations of the maxima in (14), as
in practice the optimization task is solved numerically with
a given precision that can be controlled in the sense that a

bound on the approximation error can be provided. If we
assume that &,  is an exact maximizer of Iﬁg}E’N(E),
then (A3) is trivially satisfied with py = 0. In our setting,
3 +1,n 1s obtained by a stochastic gradient algorithm for
which we could exhibit the py sequence but this is a
particular case left to the interested reader. This point
of view, the assumptions and the technique of proof we
are using, are similar to the ones used for establishing
asymptotic properties of M-estimators (van der Vaart,
1998; van der Vaart & Wellner, 1996). A proof is given
in Appendix, using the pointwise convergence (13) from
Proposition 1 and several intermediate results.

Proposition 2 (Consistency) Assume

Al £ € R? is a compact set.

A2 Forall & # &y, InE5(8) < IEEp(&hy0)

A3 There exists a sequence {pn}n>1 of positive
random variables and a sequence of random variables
{€hs1 NI N>t in € that satisfy

ve>0, lim pey (pn =€) =0
L. k+1,N/ o E+1,N/ pox
thlgfoopc,{fL(IPgE (€k+1,N) ZIPgE (Epg1) — PN> =1

Then the sequence {&}. | x}N>1 s consistent, i.e. for all
€> 0,

Jim ey, (16w = €l > ) = 0.

7. Numerical experiments

To benchmark our method in terms of information gained,
we use the sequential prior contrastive estimation (SPCE)
and sequential nested Monte Carlo (SNMC) bounds
introduced in (Foster et al., 2021) and used in (Blau
et al., 2022). For a number K of experiments leading to
&1, &k, and L contrastive variables, SPCE and SNMC are
respectively lower and upper bounds for the total EIG, i.e.
the expected information gained from the entire sequence
&, -, €5 and they become tight when L tends to co. Their
exact expressions are given in Appendix Sections D.1 and
D.2. They have the advantage of using only samples
from the prior p(@) and not from the successive posterior
distributions, thus not considering posterior approximation
errors and making them convenient criteria to compare
methods on design sequences only. Methods can be
compared via their [SPCE, SNMC] intervals which contain
the total EIG. However, one benefit of our approach is to
also provide accurate posterior estimation for subsequent
accurate parameter estimation. To assess this aspect, we
use the L, Wasserstein distance between the weighted
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particles yielded by our method and the true parameter
6. We consider two other recent approaches, namely a
reinforcement learning-based approach RL-BOED from
(Blau et al., 2022) and the variational prior contrastive
estimation VPCE of Foster et al. (2020). RL-BOED is
a non-myopic approach, while VPCE involves iteratively
optimizing Ipcp in a myopic manner but estimating
posterior distributions with variational inference. We also
compare with a non tempered version of our approach and
with a random baseline, where the observations {y1, -,y x }
are simulated with designs generated randomly. For
methods that do not provide posterior estimations or poor
quality ones (RL-BOED, VPCE, Random), we compute
Wasserstein distances on posterior samples obtained by
using tempered SMC on their design and observation
sequences. In contrast, naive SMC Wasserstein distances
are computed on the SMC posterior samples to better assess
the impact of tempering via the comparison with PASOA.

Source location. We consider the 2D location finding
experiment used in (Foster et al., 2021; Blau et al., 2022).
It consists of S hidden sources in R? whose locations
6 = {0, -,05} are unknown. Each source emits a signal
whose intensity attenuates according to the inverse-square
law. The measured signal is the superposition of all these
signals. The design problem is to choose where to make
the measurements to best learn the source locations. If a
measurement is performed at a point & € R2, the signal
strength is u(0,&) = b + Zle W—ﬁll% where o, b
and m are constants. A standard Gaussian prior is assumed
for each 8, ~ N(0,I) and the likelihood is assumed log-
normal, (logy|0,&) ~ N(logu(,&),0) with standard
deviation 0. Weset S =2, a1 =as =1, m=10"%b =
1071, ¢ = 0.5 and we plan K = 30 successive design
optimisations. The Markov kernel is that of a Metropolis-
Hasting scheme with a Gaussian proposal centered at the
current particle with a variance set to the empirical variance
of the particles. We use L = 200 contrastive variables for
the 1 ’f,c g bound. Algorithm 2 is used to get N = 100
simulations B}W of each contrastive variable. The Adam
algorithm (Kingma & Ba, 2015) is then used with standard
hyperparameters to perform the stochastic gradient.

The whole experiment is repeated 100 times but drawing
source locations at random each time. Figure 3, column 1,
shows, with respect to k, the median and standard error for
SPCE, SNMC and the L, Wasserstein distances between
weighted particles and the true source locations.

A first observation is that design optimization leads to a
significant improvement over the naive random baseline.
For VPCE and RL-BOED we recover the results shown
in Figure 1 of Blau et al. (2022). Our method leads to a
significant improvement, both in terms of information gain
and posterior estimation. It improves by 30% RL-BOED

results on SPCE and provides much higher SNMC. The
L, Wasserstein distance is two order of magnitude lower,
suggesting the higher quality of our measurements.

SPCE over experiments SPCE over experiments

—— PASOA 1125000

—— PASOA 80000
PASOA 20000

—— PASOA 5000

-+ SMC 1125000

-+ SMC 80000
SMC 20000

----- SMC 5000

A e

0 s 10 15 20 25 o 5 10 15 20 25

SNMC over experiments SNMC over experiments

S sMc —— PASOA 1125000
—— Pasoa —— PASOA 80000
— R PASOA 20000
v random

—— PASOA 5000
50 SMC 1125000
----- SMC 80000
SMC 20000
----- sMC 5000

10 —— PASOA 1125000
—— PASOA 80000
PASOA 20000
03 | == sme 1071 —— pASOA 5000
SMC 1125000
— AL -+ SMC 80000

104 vpce ~we SMC 5000

Figure 3. Source location. Column 1: median and standard
error over 100 rollouts for SPCE (top), SNMC (middle) and
Lo Wasserstein distance (bottom) with respect to the number of
experiments k. Column 2: impact of the number of particles (SK
to 1M) on median SPCE, SNMC and Wasserstein distance for
PASOA (plain) and SMC (dotted). Note the logarithmic scale.

Both plain SMC and PASOA outperform the other methods.
Additional illustration of the benefit of tempering is visible
in Figure 1 where PASOA better estimates the posterior
concentrating around the true sources when SMC leads to
more scattered particles and is less efficient in removing
particles from non informative locations. Tempering allows
to reduce the number of particles, outperforming SMC
even with much fewer particles, e.g. 5e? vs 106 for a
lower computation time (Figure 3, column 2, and Table
1). The number of tempering steps tends to decrease with
the number of experiments as more information is gathered
(Appendix Figure 6). PASOA is also more robust to prior
misspecification (Figure 7).

Constant Elasticity of Substitution (CES). In this other
model (Blau et al., 2022; Foster et al., 2020), an agent
compares two baskets of goods with 3 items each and
gives a rating in [0,1]. The design is a 6-dimensional
vector representing quantities for each item in each basket.
There are 3 parameters 8 = (p,a = («a1,a9,a3),u)
in dimension 5, which have to be recovered from the
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Table 1. Impact of the number of particles on average computation
times for Source location on a V100 GPU and on average total
tempering steps for PASOA.

Particles 50 000 100 000 320 000 1 000 000
SMC 25.1s £0.1s | 30.1s £0.1s | 61.7 £ 0.1s | 130.1 +0.2s
PASOA 259s £0.1s | 31.4s £0.1s | 63.4+0.1s | 1344+ 0.2s
Tempering steps 120.2 120.0 116.1 114.2

SPCE (plain), SNMC (dashed) bounds over experiments

W; over experiments

—— PASOA
164 —— RL
VPCE B e s
144 e PASOA ~
& RL

Figure 4. CES example. Median and standard error over 100
rollouts, with respect to the number of experiments k, for SPCE
-plain , SNMC -dashed (left) and Wasserstein distance (right).

agent’s ratings of different baskets. The design task is
challenging since most basket configurations provide very
little information. Figure 4 shows the obtained SPCE,
SNMC and Wasserstein distance curves for K = 10
experiments. SMC-based methods outperform again RL-
BOED and VPCE, both in terms of design sequences and
Wasserstein distances. For PASOA, the [SPCE, SNMC]
intervals (Figure 4 left) are distinctly above the other ones.
For clarity sake, the SMC [SPCE, SNMC] intervals are not
plotted but shown in Appendix Figure 8.

For a global view of the methods, Table 2 summarizes the
main features and running times, with more explanations in
Appendix Section D.3. Additional experimental results and
implementation details are also given in the Appendix. The
chosen models are benchmarks used in BOED. A real-word
application would be a great addition but is out of the scope
of this paper.

Table 2. Main features of the compared methods. Column 5 shows
training times required for amortization.

Method Posterior | Amortized | Non-myopic Training Time
PASOA X X —
SMC X X —
CES: ~ 20h
- 4 3 )
RL-BOED (Blau et al., 2022) X Sources: ~ 10h
VPCE (Foster et al., 2020) X X —

8. Conclusion

We have introduced a new Bayesian sequential design
optimization algorithm which also provides posterior
distribution estimates for parameter inference. The

procedure uses a tempering principle to handle the fact
that maximizing information gain jeopardizes standard
SMC samplers accuracy. Although greedy, our approach
performs better than the long-sighted reinforcement learning
approach of Blau et al. (2022). As already observed by
Blau et al. (2022), a possible explanation is the use of
posterior information in our optimisation process. Moreover,
the lesser performance of VPCE, which uses suboptimal
variational posterior approximations, suggests that the key to
a good EIG optimization is an accurate posteriors estimation,
which can be achieved via SMC and further improved with
tempering. Accurately estimating posterior distributions
seems more important and more critical than planning
multiple steps ahead. In addition, when the design parameter
is high dimensional, all methods are likely to suffer from
the difficulty of searching in a high dimensional design
space, but as a myopic approach PASOA is likely to suffer
less than non myopic approaches for which the search space
grows exponentially as the number of experiments increases.
Nevertheless, investigating the possibility to extend our
approach via a policy-based method would be interesting.
Another difficulty may come from a high dimensional
parameter. Augmenting the parameter dimension makes
inference more difficult. If posterior inference fails, PASOA
may loose its specific advantage and result in design of
lesser quality. Methods that do not rely on these posterior
estimation are less prone to this loss of design performance.
However, the goal of experimental design is to provide
informative data to infer and ultimately gain information on
the parameter of interest. Even if other methods may then
provide better SPCE values, this is useless if the posterior
is impossible to estimate correctly. In practice, for PASOA,
one might use a more sophisticated tuned Markov kernel and
exploit the advantage of tempering that a good kernel allows
to scale to higher dimensions, see Section 17.2.3 in (Chopin
& Papaspiliopoulos, 2020). At last, investigating amortized
simulation-based inference such as (Ivanova et al., 2021;
Kleinegesse & Gutmann, 2021; Kleinegesse et al., 2020) to
handle models which are only available through simulations
would be an important next step for applications.
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In this appendix, we provide proofs for the theoretical results in our paper and additional details on the implementation and
numerical experiments.

A. Particle EIG contrastive bound optimization

The algorithm below summarizes the procedure developed for design optimization. It is the result of the combination of
Algorithms 1 and 2 in the main body. It results from the replacement in the former of the current posterior p(6|Dy_1) by its
particle approximation resulting from the adaptive tempering in Algorithm 2.

Algorithm 3 Particle EIG contrastive bound stochastic optimization at step k + 1

1: Set T iterations, &, stepsizes (V¢)i=1.7
2: Run tempered SMC Algorithm 2 (main body) at step k for M = N(L + 1), and set L + 1 independent particle
approximations P,é\fg, for £ = 0 : L (see main paper Section 5 for details)
3: while t < T do
: Sample 6} ,~ P}, for (=0:L,i=1:N,
5. Sample u! ~ p(u), fori=1:N;
Ny ) )
6: SetVH_l:NLLZ:lVgF(é,BBu K Ztangzn(ui))‘g:gf

7: Update &, 1 = &, + 7t Vit
8: return &; ,, vy =& or a Polyak averaging value

B. Differentiation under the integral sign

We briefly recall standard conditions under which it is possible to exchange differentiation and expectation operators. In our
setting this implies conditions that are also useful for other results in Section C.3. Indeed to carry out a stochastic gradient
algorithm (Algorithms 1 and 3), we assume that all quantities are well defined. In particular,

Velpcr (€)= yu) 112, piop) | Ve F (€80, 01, T5,(U)] . (16)

Denoting p, ® p=*! the product probability distribution p(u) [Tr_, p(6¢) on U x !, sufficient conditions for

(16) are that the function F' is differentiable in & for p, ® p(;@LH-almost all (u,8,-,05) and its gradient satisfies
VeF(€,00,-,0 L,Tgﬂ(u))’ < H(@y,,01,u) where H has a bounded expectation. In particular this implies the continuity

properties (i¢) and (7i7) required in Lemma 4 and 5 below.

In practice, it can also be useful to notice that the gradient required within the expectation (16) can be expressed using only

the log-likelihood gradient. To simplify, in the expression below we denote Tgo (u) by y. Using the definition of F, it comes,

L

VEF(£7007 '>0L7 y) = VE Ing(ylg, 00) - ng(007 %y 6L> £7 y) VS lng(y‘g, 05) (17)
£=0
where the w¢(0o,-,01,&,y) = M sum to 1 and act as weights. Thus we only need to compute for all 8, 8, the

[2 P(y1€,0,/)
1! =0
gradient V¢ log p(Té{J (u)|€,0y).

C. Proofs of main and intermediate results

We first specify the steps that lead to Proposition 1 in the main body. The overall goal is to show that products of particle
approximations have similar convergence properties than single particle approximations.

C.1. Product form estimators

Product form estimators have been used in various places in the literature but only studied in a more formal and general
way in some recent work (Kuntz et al., 2022). Their advantages are clearly highlighted in (Kuntz et al., 2022) but the
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theoretical results therein do not cover the use of product form estimators within SMC samplers. In contrast, (Rebeschini
& van Handel, 2015; Lindsten et al., 2017; Kuntz et al., 2024; Aitchison, 2019) consider SMC settings that may look
similar to ours but differ in key aspects. Indeed, (Rebeschini & van Handel, 2015) proposed a so-called block particle filter
consisting of a product of local smaller particle filters to approximate particle filters in high dimensional models. The last
line of their Algorithm 2 clearly shows that the block particle filter is equivalent to running several independent particle
filters on smaller dimensional spaces. In contrast, we run a single SMC from which we extract at each step a product form
estimate of the target distribution. This allows to compute expectations and other inferential quantities in a more efficient
way, using the advantages of product form estimators, notably their lower variance, as explained in (Kuntz et al., 2022). The
Divide-and-Conquer SMC (DaC-SMC) methodology introduced in (Lindsten et al., 2017) and further studied in (Kuntz
et al., 2024) targets a different objective, which is to generalize the sequential nature of standard SMC to a more general
tree-structured execution flow of the sampler. Hierarchical decompositions of variables of interest into subsets are considered
and product form estimators are used to recombined the splitted subsets of particles. Typical use cases include sets of
variables exhibiting a graph dependence structure such as Markov random fields. In contrast, in our work, the execution
flow remains sequential, corresponding to a tree that is a simple line, and we do not address complex parameter structures.
At last, the Tensor Monte Carlo technique proposed in (Aitchison, 2019) shares similarity with DaC-SMC but focuses on
computational aspects and does not cover as many theoretical properties. The work in (Aitchison, 2019) proposes to exploit
dependence structures in variables and conditional independence properties to address the issue of computing the very large
sums induced by product form estimators. This is not an issue we encounter as, in our work, the computation of very large
sums is avoided via stochastic approximation.

The advantage of using a product of particle approximations justifies a new analysis of the SMC procedure. Interestingly,
the product-form can also help to mitigate the growth of constant ¢, in the Ly bound in Proposition 1 (¢, in the proof below).
Increasing L can allow to reduce ¢ to an extent that can make the bound informative for finite sample N. See the remark at
the end of Section C.2.

C.2. Convergence of product form particle approximations

The result is intuitive and generalizes standard SMC proofs but as mentioned in the previous section, we believe it is not
covered in previous work. It requires additional care as illustrated in Lemma 1 below. We follow the presentation in
Chapter 11 of Chopin & Papaspiliopoulos (2020) which is mainly based on the presentation in (Crisan & Doucet, 2002). As
mentioned in (Chopin & Papaspiliopoulos, 2020) it is not the most general presentation but it has the advantage of using
standard tools while presenting the general idea. For simplicity, we only present the Lo convergence result, which is enough
to prove Proposition 1.

To simplify the notation, we use 7 as the time or step index and p,, M, for , uy_, My, as in Algorithm 2, to denote the
step and successive targets and Markov kernels, but this extends to k£ and py, as we repeat the same process sequentially.
For a SMC procedure on ®, G, denotes then the so-called potential function involved in the weights normalization and
G, = G /(ur—1M,_1(G;)) its normalization. For example, in our setting in Section 6, G-(0) = Gy -(0) = p(y«|0,&;)".
Recall that for a function ¢ on ®, we then have

pelé) = B 6] = e Mr116 6ol = [ Go(0)0(6) { [ 44-1(0'.0) -0 de’} 0. a8)

As a particular case, we have
e (00) = el = Gr(0) { [ M:-1(0'.00) e-1() a0} o (19)
pr—1 M _1[G] = pr[1] = 1 (20)

We generalize these definitions and results on the product space Ot with ¢ being now a function of L + 1 variables. For
a function ¢ on O©L"! we use notation M., ¢ for the function

MT(b: (905'50L) — //¢< 67)02) <H MT(0€702) da,ﬁ) . (21)

£=0

14
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Similarly, we denote p&L+1[¢] = E er¢] = [ [¢(60,-.65) (Hé::o 1(0,) ng) . Defining,

L
(12500 = [+ [ o600 ]

£=0

{/MT_l(eg,eg) fr—1(6)) deg}dez.

we can deduce from (18) (respectively via (19) and (20) that

L
pEE ) = (pr A My ) ® [¢> 11 éfwe)} : (22)
{=0
L
(2 Mo )P ] G- (00) | = 2" 1) = 1. (23)
£=0

The strategy is to establish Proposition 1 by decomposing the error at step 7 as a sum of contributions from each step
(sampling, reweighting, resampling, etc.) of the current and previous steps. We first need a general result on variances of
sum of random variables.

Lemma 1 Let {XZ}g:OIL,izlzN a collection of i.i.d. random variables on X. For any function ¢ on XL+ 50 that the
variances exist we have, for all (ig,-,ir,) € [1 : NJL*L,

Var (p(X,-, X)) = Var (¢(Xg,-, X1))

and we denote this common variance by Var(¢p1). We can then bound the following variance
N N _ _
Var <Z Y B(Xy, ~,X}f)> < NEFU(NEH (N = DE) Var(¢r)
io=1 ip=1

Proof. Letusdenote I = [1: NJ, J = I**, j = (ig,-, i) for i, € I, and use the short notation ¢; = d)(XéO, -,XiL).
Then

N N
Var <Z IR0 ¢ -7X£L)> =Var()_¢;) =Y _ Var(g;) +>_ > Cov(es, b))

io=1 ir=1 JjeJ JjeJ JEJJ'#)
= NL+1VQT(¢1) —+ Z Z OOU(¢j/7 (rbj) .
JEJJ'#J

The second covariance term is a sum of N2(L+1) — NL+1 pairwise covariances among which a number are zero due to
the independence of the { X} }s—o. i—1.n. To count them, we notice that for each j = (io,,i1) € J, Cov(¢;, qb;) =0
for every j' € J such that j' = (if,, -, i} ) with i) € I\{i¢}. There are thus (N — 1)“*1 such j'. It follows that there are
altogether NL+1(N — 1)L+ null covariance terms and NXT1(NL+L — (N — 1)+ — 1) non null ones. For each non
null covariance, the Cauchy-Schwartz inequality implies that Cov(¢;, ¢;) < \/Var(¢;)Var(¢;) = Var(¢r), which
concludes the proof. O

We then recall some notation and definitions specific to our product form particle approximation. The tempered SMC
procedure in Algorithm 2 produces M = N (L + 1) particles denoted by 82 at each step indexed by 7. When partitioning
these particles into L + 1 disjoint subset we will denote by O}iv the IV particles in each subset with / =0 : L + 1. We

denote by C,i\f 1, the collection of random variables ¢ ,i\' L = {W,z o 027 ¢}i=1:N ¢=0:L, and use the short notation p?LH (9]
for pPttig] = Bz, po.p)[#(60,,01)]. We write F;_ for the o-algebra Fr_y = 0(01%). Let Cy (@51

denote the set of functions ¢ : @' — R that are measurable and bounded, and let ||$||, denote the supremum norm

[|¢l|oc = supgeer+1 |¢(0)]. The following lemma bounds the Monte Carlo error at step 7.
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Lemma 2 (Monte Carlo error) Using Algorithm 2 with a multinomial resampling scheme, for all functions ¢ € Cb(@L +1),

;NN } } N N /L 4 } 2
By, {NLH DD 08,0 =Y > <H WZZ,[T—1>MT—1¢(06(:T17'791111:7-—1)} <enrlglls 24

' io=1 ip=1 io=1 ir=1 \¢=0
withey =1 — (1 - N)LJA and where the expectation is taken over all the realizations of the random tempered SMC
method, or equivalently on (¥ kL

Proof. Multinomial resampling preserves conditional independence so that the particles Hﬂv are i.i.d. conditionally on
F,_1 and their conditional distribution is

N
z’Tlfol ~ Z Wéi,-rflMT*l(ez,Tfh )

=1

Thus for all g, -, 7,

N N L
EC}JXL Qs(e(l)o'rv 701LL7-) | ‘FT—li| = Z ’ Z (H W;f—,——1> MT—lQS(e/(l)[z'rfl’ "elLLL,T—l)

1 ; ;
=Boy, | yoor 2 > 408 70Lﬁ7)|f,1].

It follows that

| NN 4 N N /L 4 } 2
Eer, {NZ DI CERINED IS (H Wz,i_l) Mf—leé(oa‘zmmezzn} | Fra
io:l iL:1 io:ll

N N

oD 0,0, ) | J-"Tll

Z():l iL:1

=Var

L
1 N N
e 3 S 00501 7| = v

io=1 ir=1

< CN,L Var [Qs(e(l),‘ra B 0},,7) | ‘FT—l]
<¢NL EC;—YL [d)(e(l),‘ra ) 91L,7)2 | fol} S eN,L ||¢||io

The line before last above results from Lemma 1. Using the tower property, we get (24). (|

The constant ¢y 1, is equivalent to LIJ\;l and tends to 0 when [V tends to co. The next Lemma involves the potential functions
G. Note that in Section 6, G, corresponds to G, . (0) = p(yx|0, &), where v usually also depends on 7 and k as it is
found adaptively. However all we need is that the potential and then the likelihood is upper bounded in 6.

Lemma 3 (Weights normalization error) If G, is upper bounded, then for all functions ¢ € Cb(®L+1),

_ 1 N N L _ 27
{Z Z (H W;[T> 9607'7 701LL,7-) - W Z ' Z <H 977’ >¢ 0607'7 701LL,7-)}
io=1 ir=1 io=1 ir,=1 \¢=0

H:h
N
2=
()

5
2

3
N———
L
——

< [Igl13e Eex, {
£=0

where G, = G /(r—1M;—1(G;)).

Proof. By definition ) ~ _
. Geor) _ G6y)

xd = i - =, i
SN LG8, YN G.65,)
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Thus the term in the square in the left hand side is

(33 (1w otatoi) (1 st T3 010

io=1 ir=1

and the first factor is bounded by ||| since Z Z (H W;i) =1. O
i0=1 ir=1 \¢=0

The two Lemmas can now be combined to establish the proposition below.

Proposition 1 (L, convergence) Using Algorithm 2 with multinomial resampling and assuming that potential functions
G, are upper bounded, there exists constants c., ¢, so that, for all functions ¢ € Cb(GLH),

N N 27
1 i ir
Egy, {N PORDDTICHRE S —mT_lMT_l)@L“w} <cr evr [0l 25)

io=1 ir=1

N N L 2
ECIJ:L {Z ’ Z (H WZ?) 96077 79%LL7—) M?L—H[(b]} SC;— CN,L ||¢||Zo (26)

io=1 irp=1 \¢=0

withen, =1— (1 — %)EF

Proof The proof works by induction on 7. Replacing p1—1 M,_1 by pg, at 7 = 0, (25) holds with ¢y = 1. Assume (25)
holds at step 7, we first show that (26) also holds at step 7. The left hand side in (26) can be decomposed into

N
>y (sza) (010,00 — P41 [g] =

£=0

N J\T L ] N N L 4
Z ' Z (H WZ@T) ¢(0607'7 ’elLLT NL+ Z Z (H 0227— ) 0607-7 velLL,r)
i o=1 =1

. NN /L _
et 2 3 (11601 o005 - 511
3 4

=0

For all ¢, when ¢'(6o,-,61) = (HLO ér(9£)>¢(907 ,01), we have (pir—1 M-—1)®5F1[¢/] = pP+1[¢] by (22). The
second term can then be bounded by ¢ cy, 1, |#||%,, applying (25) with ¢'. For the first term, we apply Lemma 3 and then
(25) with ¢(80,-,01) = [T+, G+ () since then (1,1 M,_1)®EH1[¢] = p@L+1[1] = 1 by (23). Finally we get (26) with

. = 4c, |G, Hié”” where we have used that E[(X + Y)?] < 2(E[X?] + E[Y?]). We then show that (26) at step 7 — 1
implies (25) at step 7. Similarly, we have,

N N
1 % A
NL+T Z Z ACH. L0 — (A My 1) ] =
0=1 ir=1
RSP IR WICSRUISES ol oY | ) (Z80) RIS N
0=1 1 1 10=1 ir=1 \4=0

2
=

* Z > (H Wf?—l) Mr1§(06 1,07 1) = (1 Mro1) 5+ [g] .

i0=1 ir=1 \¢=0

The first term can be bounded using Lemma 2 and for the second term by applying (26) at 7 — 1 to function M _; ¢ defined
in (21). Then (25) holds with ¢, = 2(1 4 ¢/ _,). O
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Proposition 1 in the paper is just the result above but reduced to the presentation of (26). To give more insight on the
constants involved in Proposition 1, we note that the constant denoted by ¢ corresponds to ¢’ in the above proof. A well
referenced behavior in SMC, see e.g. (Chopin & Papaspiliopoulos, 2020), is that this constant may increase very fast
with £ and become uninformative for finite N. Without considering tempering for simplicity, it comes that ¢) = 1 and
cr =42+ 1) HGH?,SLH), where ||G|| denotes the upper bound in 8 of G,(0) o p(y+|8, &), which is assumed here
to be independent on the specific value of y;, and ;.. It follows that ¢, = 2 Zle (4G ||§<(>L+1))i. Interestingly, with our
product form approximation, if ||@ loo < 1, ¢k remains low and decreases when L increases.

C.3. Consistency of the sequential design estimators

We specify the steps that lead to the proof of Proposition 2 in the main body. We first recall some notation and definitions.

The sequential design values produced by Algorithm 3 above can be seen as realizations of random estimators {£}, F1LNIN>1

targeting points of maximum of random criterion functions {1 Ilizlb’ﬂN (&) }n>1,

k+1,N
ey (8) =Ey TTE o P}, (60) F(€,00,-,0L,T§O(U))] :

A natural question is to study the limiting distributions of these random quantities when the number of particles IV tends
to infinity. The main property is the following Theorem 1, which results from a general result from M-estimator theory
(van der Vaart, 1998; van der Vaart & Wellner, 1996). The two following lemmas are then useful to provide simpler sufficient
conditions to satisfy the Theorem’s assumptions and to establish our main result in Proposition 2 in the main body, also
recalled below.

Theorem 1 (Theorem 5.7 in (van der Vaart, 1998)) Assume

(i) For all e > 0,

N —oc0

lim chL<§gglﬁé}jN(£> — Ipbp(€)] = e) =0. @7

(ii) For all € > 0,

sup  IEEL(E) < IEEL(Eryy) - (28)
le—€5, l1>e

(iii) There exists a sequence of positive random variables {pn } n>1 and a sequence of random variables {€Z+1,N}N21
in & that satisfy
Ve > 0, J\}E}noc pC;ﬁ\fL(pN >e)=0

. . k+1,N [ &* k+1,N [ ex
lim ngfocpg,g{L(ngE (€k+1,N) > IPgE (€k+1) - PN> =1

Then the sequence of estimators {&},, 1 y}N>1 is consistent, i.e. for all e > 0,

I&ETloopggL(HSZ-s-l,N - 524-1” > E) =0.

Proof. The proof is a special case of Theorem 5.7 in (van der Vaart, 1998). We reproduce it using our notation. In all

the following proofs, to simplify, we drop the k + 1 notation, so that ]ﬁg}s(ﬁ ) and Iﬁ'CHE’N (&) are now simply denoted by

Ipci(€) and I, (€) and their respective maximizers by {£*} and {€} }. Since £&* maximizes Ipc (), it comes that for
al N > 1,

0<Ipce(&) — Ipce(&y)
= (Ircp(€") — hop(€) + Upor(€") — Ipop(En)) + Ipor(€N) — Ipce(€N)) -
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The first and third terms in the sum are bounded by sup |Ipc g (€) — Ip-(€)| while the second term can be bounded
gee

by pn + (I3 5(&°) — IR 5 (EN) — pN) O(IN. (€)—IX., (¢3)>px} Where 6.4 is the indicator function which is 1 if A s
satisfied and O otherwise. It follows that

0<Ipcp(§’) — Ipce(€N)

< 3max (2 216112 e (&) — Ipce(é)]: pn, (IIQICE(E*) — Ipcp(€n) — pN)(S{II,{,VCE(g*)Ilg\’OE(ﬁ}‘\,)>pN}> :

Assumptions () and (¢4¢) imply that all three terms in the max tend to O in probability so that for all n > 0,
lim pey (Ipop(§”) = Ipce(€y) 2 1) = 0. (29)

N —o0

Then, for all € > 0, using (74), for all £ satisfying ||€ — £"|| > e, there exists > 0 so that Ipcp(€) < Ipcr(€*) — n. This
implies that {[|{y — &7[| = €} C {Ipce(§y) < Ipcr(£") —n} and

pey (1€ = €71l 2 €) < pey (Ipor(€n) < Ipor(€) —n) = pey (Ipcp(§") — Ipcp(€y) 2 1)

The limit in N of this last term tends to 0 by (29), which concludes the proof. ]

In general, the uniform convergence in () is the most difficult assumption to check but in our setting, when & is compact,
it is easily derived from previous assumptions and the pointwise convergence in probability ((iv) below), which can be
derived from the Lo convergence in Proposition 1 (see comments in the main body). Recall the following definition,

fPC’E(éa 007 *y aL) = IEp(u) [F(£7007 '70L7T0€0(U))

L

and the shortcut notation p“ ™! = ] p(8,|Dy,).
=0

Lemma 4 Assume

(i) € € R? is a compact set.
(ii) Iﬁéﬁ}f (&) is a continuous function in &.
(iii) fpcr(€, 00, -, 01) is a continuous function in € for p?LH—almost all (6,-,01).

(iv) Convergence in probability pointwise: For all § € € and all € > 0,

lim pey (115N (€) = IEERE©)] = ¢) = 0.

N—o00

Then the uniform convergence in Theorem 1 (i) is satisfied, that is, for all € > 0,

N—o0

lim pen | sup|Iptp™ (&) — IEEL(€)] > €] = 0.
k,L cee

Proof. Continuous functions on a compact set are uniformly continuous. It follows from (i) and (74) that for all € > 0,
there exists 7 > 0 so that for all &’ € &,

sup  |Ipcp(€) —Ipcp(€) <e (30
[1€—¢€"1I<n
and for p%LH—almost all (0, -,071,),
sup | fpoe(€,00,,0L) — froe(€',60,-,01)] < e (€29)

1€—&"lI<n
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Let B(&,n) be a ball centered at € with radius 7). As £ is compact, for all n > 0, it is possible to extract, from the cover set
U B(&,n). afinite subcover |J B(&®,n)sothate ¢ |J B(&®Y,n)and

gce b=1:B b=1:B
sup | IPep(€) — Ipcp(§)] = max  sup  |[IPLp(€) — Ipcr(€)]. (32)
ge€ b=L:B eepe® )

Forallb=1: B, and all £ € B(¢®),n), we also have that

\Pep(€) — Ipce(€)] < [Pegp(€) — BPepE®)] + 112cp(E®) — Ipcp ()| + | Ipce(€?) — Ipcr ()]

which implies

sw | Bep€) ~ rep@ < sw {IR0p(©) - BopE®)]] (33)
£eB(E™,n) £eB(E™,n)
+ |BepE®) = Ipcn(E™)|

_|_

sup {|IP0E($(b)) - IPCE(§)|}

£eB(E® n)

For the first term in the right-hand side,

sup {II%E(s)IéVCE@“’))l}éEpg@ull sup fPCE@,eomeL)fPCE(e“’>,eo,~,9L>|]
£€B(E® ) llE—€®|1<n

By Proposition 1 (26), the right-hand side above tends in Ly-norm and then in probability when /N tends to co to

Epgml sup fPCE<s,ao,~,eL>—fPCE<s<”),eo,-,eL>]7
llE—€®™1<n

which is smaller than € by (31). The second term in the right-hand side of (33) tends in probability to 0 by (iv) for all £(b).
Finally, using (30), the third term in (33) is smaller than e. To conclude, (32) implies the uniform convergence (27). O

The following result gives simpler sufficient conditions for Assumption (¢7) in Theorem 1 to hold.

Lemma 5 Assume

(i) € € R? is a compact set.

(ii) Iﬁg}f(g) is a continuous function in £ .

(iii) For all & # &}y, 151 (€) < IpEp(€ie) -
Then Assumption (it) of Theorem 1 is satisfied.

Proof. A continuous function reaches its maximum on a compact set. It follows that I].fg}s (&) reaches its maximum

on the compact subset E\B(&}. 1, €). Let £, denote a value at which this maximum is reached. Then (i7) implies that
I5EB(€.) < IhE 5 (&h ), which leads to (28). O

Using Lemmas 4 and 5, we can now replace in Theorem 1 Assumptions (¢) and (i¢) by simpler conditions. It follows the
Proposition 2 presented in the paper and recalled below.

Proposition 2 Assume

Al &£ € R? is a compact set.
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A2 Forall € # &y, InEE(8) < ISEL(&540)

A3 There exists a sequence of positive random variables {pn } n>1 and a sequence of random variables {&;, 11, NIN>1 iR
& that satisfy
ve>0, lim pey (py =€) =0

JE+LN S LN

lim Nigiopc}g{L( pcE (Erp1,n) = Ipcp (Eryr) — PN) =1L

Then the sequence of estimators {§},, 1 y}N>1 is consistent, i.e. for all e > 0,
Jm pey (I = €l > €) =0.

Proof. With £ compact, we can use Lemma 4. The continuity of , ﬁg}g (&) and fpc g has been already assumed earlier as

specified in Section B and Lemma 4 (iv) is a consequence of Proposition 1. It follows the uniform convergence property (%)
in Theorem 1. Then (A1-2) and Lemma 5 imply (4¢) in Theorem 1. With (A3), Theorem 1 leads to the result. Note that if

we assume that &, v is an exact maximizer of Iﬁg}ﬂ’N({) then (A3) is trivially satisfied with pn = 0.

D. Numerical experiments
D.1. Sequential prior contrastive estimation (SPCE) criterion

We specify the SPCE introduced by Foster et al. (2021) and used in our experiments and those of Blau et al. (2022) to assess
the design sequence quality in our comparison. For a number K of experiments, D = {(y1,&;),, (¥k,€x)} and L
contrastive variables, SPCE is defined as

=

h p(yk|00a€k)

M|

I p(yelén00) 1 p(60) K
I p(yel&x.00) T1 p(6c L%HL, kH p(yr|0e, &)
=1

0

SPCE is a lower bound of the total EIG which is the expected information gained from the entire sequence of design
parameters &, .. ., & and it becomes tight when L tends to co. In addition, SPCE has the advantage to use only samples
from the prior p(0) and not from the successive posterior distributions. It makes it a fair criterion to compare methods on
design sequences only. Considering a true parameter value denoted by 8, given a sequence of design values {&; }r—1.x,
observations {yy }x=1.x are simulated using p(y|0*, £,,) respectively. Therefore, for a given Dy, the corresponding SPCE
is estimated numerically by sampling 6+, -, 8, from the prior,

K
I1 p(yxl6", &)
k=1

N
1
SPCE(Dg) = N E log K L K )
i=1 et (knlp(yke*,ik) +€; knlp(YkWZ»fk))

As shown in (Foster et al., 2021) (Appendix A), SPCE increases with L to reach the total EIG I (£, ...,& ) when L — oo
at a rate O(L~!) of convergence. More specifically, it is shown in (Foster et al., 2021) that

C

K
Dk|6 . .
where C' = Ey,(p)p(6|Dx) [p;(pl;l))} — 1 with the notation p(Dk|6) = kl;[lp(}’k|97 &)
It is also shown in (Foster et al., 2021) that for a given L, SPCE is bounded by log(L + 1) while the upper bound SNMC
below is potentially unbounded. As in (Blau et al., 2022), if we use L = 107 to compute SPCE and SNMC, the bound is
log(L + 1) = 16.12 for SPCE. In practice this does not impact the numerical methods comparison as the intervals [SPCE,
SNMC] containing the total EIG remain clearly distinct.
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D.2. Sequential nested Monte Carlo (SNMC) criterion

Similarly, an upper bound on the total EIG, with similar features, has also been introduced by Foster et al. (2021). Its
expression is very similar to that of SPCE, varying only through the sum in the denominator,

K
knlp(yk|007£k)
SNMC(&,,-€x) = « L log ——
.0 0, LS
kl;llp()'klﬁk 0) EI;IOP( ¢) % Z H p(}’k|0€7£k)

4

Il
—

k=1

D.3. Implementation details

For VPCE (Foster et al., 2020) and RL-BOED (Blau et al., 2022), we use the code available at github.com/csiro-mlai/RL-
BOED, using the settings recommended therein to reproduce the results in the respective papers. From the obtained
sequences of observations and design values, we compute SPCE and SNMC as explained above and retrieve the same results
as in their respective papers.

Our code is implemented in Jax (Bradbury et al., 2020) and available at github.com/iolloj/pasoa. Several packages are used
through the repository. Namely, we used Optax (Babuschkin et al., 2020) to run Gradient Descents, the Sequential Monte
Carlo part was heavily inspired and built using Kernels from BlackJax (Lao & Louf, 2022) and we used OTT (Cuturi et al.,
2022) to compute Wasserstein distances.

Table 3 summarizes the main features and running times of the compared methods. The RL-BOED method has the advantage
to be both non-myopic and amortized in the sense that a policy is learnt upfront and then used straightforwardly at each new
experiment. It follows a much longer training time, which does not exist for the other methods. Note that in comparison
the deployment times of all methods are neglible (see Table 1 in the paper). In contrast RL-BOED does not provide
approximations for the posterior distributions.

Table 3. Main features and training times of the compared methods: the second column indicates whether a method also provides
approximation of posterior distribution, the third if it is amortized and the fourth if it is non-myopic. The last column shows training times
for the amortized method RL-BOED and a sequence of K experiments run on a single Nvidia V100 GPU, for the source finding and CES
examples.

Method Posterior | Amortized | Non-myopic Training Time
PASOA X X —
SMC X X —
CES: ~ 20h
RL-BOED (Blau et al., 2022) X Sources: ~ 10h
VPCE (Foster et al., 2020) X X —
D.4. Hardware details

Our method can be run on a local machine and was tested on a Apple M1 Pro 16Gb chip. However, for a faster running
time, each experiment was finally produced by running our method on a single Nvidia V100 GPU. One other advantage of
tempering and of our PASOA method is that by reducing the number of needed particles for an accurate procedure, it lowers
the hardware requirements for this method as it becomes feasible to run it on CPUs (see Table 1).

D.5. Checking the assumptions given in the theoretical results

Ideally, the models used in experiments should satisfy the assumptions appearing in our propositions. For the Ly convergence
result (Proposition 1), the conditions are easy to check. Proposition 1 requires that the potential functions G, » are bounded.
It is sufficient to check that the likelihood p(y|6, &) as a function of @ is bounded (main Section 6 before Proposition 1). For
the source location model, the likelihood is log-normal and is bounded independently of 8, y, and £. For the CES example,
the likelihood is a mixture given in equation (36), Section D.7 below where the last component is a logit-normal distribution.
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Both pg and p; in equations (37) and (38) below are in [0, 1]. The only potentially problematic case may be when o,, — 0.
In that case, 1 — pg tends to O and for p; we can use the approximation below equation (38). It follows that the third term
(1 —po —p1) q(y|0, &) in (36) remains bounded.

For the consistency result (Proposition 2), conditions (A1) and (A2) can be stronger than necessary. Note that condition
(A3) is not directly related to the model but to the optimization procedure and could be ignored. The important weaker
condition is (ii) in Theorem 1. Similarly to consistency results in M-estimator theory (see e.g. van der Vaart (1998)), in our
work, we assume that £, ; is a global and unique maximum of / 112%1E ((A2)). Condition (ii) actually states that &}, ; is in
addition well separated (see Figure 5.2 of van der Vaart (1998) for an illustration of this notion). Lemma 5 gives sufficient
conditions for (ii), which results in (A1) and (A2) in Proposition 2. (A1) is that the design space is compact and (A2) states
that &5, 11 is a unique global maximum (not necessary well separated). (A1) is easy to check but (A2) is strong and not
usually easy to check. Both can be relaxed with additional technicalities, see section 5.2.1 of van der Vaart (1998). For the
CES model, the design space is compact. For the source example, it can be restricted to [—X, X]? without specific care, as
e.g. in (Blau et al., 2022). For (A2), we have not found yet a general way to check this for the /pc g bound. Note though,
that this unchecked assumption is common practice as it would require more care to talk about consistency if the maximum
was not unique and global.

D.6. Source location example

For the 2D location finding example used in (Foster et al., 2021; Blau et al., 2022) and tested in the paper, with 2 sources,
K = 30 successive design optimisations, and 100 repetitions of the experiment, the number of gradient steps was set to 5000
and the ESS for the SMC procedure to 0.9. Also, in practice stratified resampling was preferred to multinomial resampling.
The latter has the advantage to considerably simplify the proofs and this mismatch between theory and practice is very
common in the SMC literature. Figure 3 in the paper shows the SPCE, SNMC and the Ly Wasserstein distances between
weighted particles and the true source locations, providing three quantitative assessment and comparison of methods. As an
additional, visual assessment of the quality of the posterior approximation provided by our method, Figure 1 in the paper
and Figure 5 below illustrate the evolution of the particles over the design steps, starting from a sample following the prior
to a sample concentrating around the true source locations. In particular, the £ = 0 step shows particles simulated according
to the prior. In most use cases, plain SMC already gives better results than other reference methods. Figure 1 and Table 1 in
the paper show that tempering allows to reduce the number of particles. In Figure 5 below, the source locations, indicated by
red crosses in the plots, are chosen in a part of the space not well covered by the prior to illustrate the robustness of our
approach to a potential prior misspecification. After some iterations PASOA is able to explore the parameter space to finally
concentrate the posterior on the true source locations. In contrast, SMC may miss some of the sources when they are outside
the prior mass or when there are too many of them. We suspect that prior misspecification is a typical very common feature
that jeopardizes SMC performance while impacting much less PASOA. This is actually the same problem encountered with
IS that tempering aims at solving. Similarly, Figure 7 shows, in terms of SPCE, SNMC and Wasserstein distance, that SMC
is more robust with tempering. Figure 6 indicates the number of tempering steps taken on average. The median (over 100
rollouts) number of tempering steps varies from 14 to 2 and is globally decreasing, being under 5 after 15 experiments.
The number of tempering steps reduces when the posterior concentrates and when adding new observations becomes less
informative.

D.7. Constant Elasticity of Substitution example

This other model, used in (Blau et al., 2022; Foster et al., 2020), comes from behavioral economics. In this model, an agent
compares two baskets of goods and gives a rating y on a sliding scale from O to 1. The goal is to design the two baskets of
goods so as to infer the agent’s utility function, which depends on some unknown parameters. The designs are 6-dimensional
vectors € = (&;,&,) corresponding to the two baskets with 3 values each €; = (£, 1,€45.&43) € [0: 100 ford = 1,2,
which represent quantities for 3 items in each basket. There are 3 parameters 6 = (p, ¢, u) in dimension 5, whose prior
distributions are respectively p ~ Beta(1,1), @ = (a1, as, a3) ~ Dirichlet(1,1,1) and logu ~ N(1, 3).

The model likelihood is given by the following model that uses a subjective utility function U and two hyperparameters

23



PASOA- PArticle baSed Bayesian Optimal Adaptive design

Particle approximation 0 Particle approximation 1 Particle approximation 2

24

4

-6 -4 -2 0 2 4 6 -6 -4 -2 0 2 4 6 -6 -4 -2 0 2 4 6

Particle approximation 45

a -«

-4

Figure 5. PASOA evolution of particles (in purple) over some selected steps k. Particles correspond initially to a sample from the prior
p(0) and progressively evolve to a sample of particles located around the initially unknown true source positions indicated by red crosses.
Green crosses indicate the optimal measurement locations &), obtained at each step k.

T-steps over experiments

tempering steps

— TSHC 1125000
—— TSMC 80000
TEMC 20000
2 | = THC 3000
+++ SWIC 1125000
+ SMIC 80000
SMIC 20000
07~ smucsooo

T T T T T
[} 5 10 15 20 25 30
experiment k

Figure 6. Source location example: median (over 100 rollouts) number of tempering steps over the number of experiments, with respect to
the number of particles.
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Figure 7. Source location example. Prior misspecification: median (over 100 rollouts) (a) SPCE, (b) SNMC and (c) Wasserstein distances
for SMC (blue) and PASOA (red).

where f(n, €) takes it values in [e, 1 — €] and is a censored sigmoid defined by

fln,e) = 1—e¢ ifn>logit(l —e)
= e ifn<logit(e)
= (1+exp(—n))~" otherwise

with logit(y) = log(y/(1 — y)). In other words, y is a censored logit-normal distribution with parameters y,, and o,,. Its
density is a mixture

p(y|0,€) = pode(y) + p1o1—e(y) + (1 —po — p1) ¢(y]6,€) (36)

logit(y)—pun)?
(( g (ggu;) )

where ¢(y|0, &) = - \/2711/ = is the density of a logit-normal distribution and py and p; are defined

by the following logit-normal CDF values

logit(e) —
po = q(y <e)=p(n<logit(e)) = F (W) (37)
n
, logit(1 —€) — py
po= 1—qly<l—e) =1-p(n<logit(l—¢))=1-F . (38)
n

with the last equalities involving the normal CDF values of variable 7 and the standard normal CDF F' values. In practice,
computing log pg and log p; may sometimes be numerically problematic when pg or p; become too small. Computing pg or
p1 involves computing lower and upper Gaussian tails. In this case, following (Foster et al., 2020), we use the following first
order asymptotic approximation of the standard normal CDF, when z is large,

1

1—F(x)~ exp(—22/2).

X

N

and when z is small (negative)
1

—xV 27

Flz)=1-F(—x) = exp(—2?2/2).

m and 1ng1 ~

Ty

Thus, denoting f the pdf of the standard normal distribution, log pg ~ log f(z) —log(—x) with x =

log f(x) — log(zx) with z =

logit(1—e)—p, . . . .
< or to summarize both approximations when || is large, log f(z) — log(|z|).

Implementation details, if not otherwise specified, are the same as for the source location example. We plan K = 10
successive design optimisations and repeat the whole experiment 100 times for varying values of the true parameters, for all
methods, PASOA, SMC, RL-BOED, VPCE and the random design baseline. This is overall a more challenging example as
the objective function has many suboptimal local maxima, and the stochastic gradient procedure may be more sensitive to
initialization. The number of gradient steps was set to 5000. For the SMC procedure, the ESS was set to 0.9, the Markov
kernel is that of a random walk Metropolis-Hasting scheme with prior transformations mapping the parameters to R*. The
transformations used are respectively, v’ = logu, p’ = logit(p) = log lfpp, and oy =log o1, o) = log 2, with the inverse
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Figure 4 in the paper and Figures 8 and 9 below show, with respect to k, the median and standard error of the SPCE, SNMC
and Wasserstein distances between weighted particles and the true parameters. We observe for all methods more variability
in the repetitions for this example. In terms of total EIG, the difference with RL-BOED is not as large as in the source
location example, but the difference remains large for Wasserstein distances. PASOA still shows better performance in
terms of information gain as measured by SPCE and SNMC. In Figure 4 in the paper, we observe that in experiments 0-2,
our approach temporarily loses its advantage over RL-BOED due to insufficiently refined particle approximations of the
posteriors. However, this edge is regained in subsequent experiments as more information from the posteriors becomes
available. Our better design sequences are also visible in the Wasserstein distance plot presented in Figure 4. Figure 8
left shows on the same plot the SPCE and SNMC curves. Without tempering, SMC gains an advantage only in the latter
steps 7-9 in terms of information gained, while, in the Wasserstein distance plot presented in Figure 4, SMC shows better
performance from the start. A possible explanation is that, as shown in Figure 9 below, RL-BOED performs better on
parameter p at the expense of sacrificing precision on the others. Overall the Wasserstein distance for all parameters remains
in favor of our methods but it may be that a better precision on p leads to a slightly higher information gain (Figure 8 left).

In our current tempering implementation, the Markov kernel is fixed to a standard Metropolis-Hastings scheme for all steps.
It is out of the scope of this paper but possible directions for improvement include using more sophisticated kernels, such as
Langevin or Hamiltonian Monte Carlo moves, as suggested in the Tuning parameters section p.1591 of Dai et al. (2022) and
in references therein. More generally, a number of recommendations, as reviewed in (Dai et al., 2022), have been reported
as efficient and could be investigated.
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Figure 8. CES example. Median and standard error over 100 tollouts, with respect to the number of experiments k. The [SPCE, SNMC]
intervals containing the totel EIG are plot, respectively with plain (SPCE lower bound) and dashed (SNMC upper bound) lines. Left:
SMC (blue) vs RL-BOED (green) and VPCE (yellow). Right: SMC (blue) vs PASOA (red).

D.8. Non differentiable examples

When the model log-likelihood is not differentiable, either because the gradient is not available or difficult to compute,
or because the design space is discrete, the stochastic gradient part of our method cannot be directly applied. However,
we can still use the other parts by replacing the optimization step by either an exhaustive argmax, in the case of a finite
design space, or by Bayesian optimization (Snoek et al., 2012; Henrandez-Lobato et al., 2014; Benassi et al., 2011) which
does not requires gradients. This can be seen as an advantage of myopic solutions, which allow such replacements to be
easily performed. For each sequential optimization, the search space remains of reasonable size or dimension and does not
increases exponentially. This is not the case for other policy-based approach, e.g. (Foster et al., 2021), which would involve
a challenging high-dimensional Bayesian optimization of the policy parameters, or an exhaustive search in an exponentially
increasing space with K.
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Figure 9. CES example. Median and standard error of Wasserstein distances for each parameter (p, o, u) separately.

To illustrate this situation, another benchmark example used in (Blau et al., 2022; Moffat et al., 2020) is the Prey population
example. The design is a discrete variable. Instead of using stochastic gradient descent to optimize the I 1’30 g bound at each
step sequentially, we can compute it for every possible design and take the argmax. The same can be done to adapt VPCE
to this discrete design space, while RL-BOED has the advantage to be applicable for both continuous and discrete spaces.
Without the gradient part, our approach is similar to that of Moffat et al. (2020) but with an additional tempering, which was
already reported to compare favorably to RL-BOED in Figure 4 of Blau et al. (2022).
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