N
N

N

HAL

open science

Adaptive reconstruction of imperfectly-observed
monotone functions, with applications to uncertainty

quantification

Luc Bonnet, Jean-Luc Akian, Eric Savin, Tim J. Sullivan

» To cite this version:

Luc Bonnet, Jean-Luc Akian, Eric Savin, Tim J. Sullivan. Adaptive reconstruction of imperfectly-
observed monotone functions, with applications to uncertainty quantification. Algorithms, 2020, 13

(8), pp.196. 10.3390/a13080196 . hal-02908957v2

HAL Id: hal-02908957
https://hal.science/hal-02908957v2
Submitted on 17 Aug 2020

HAL is a multi-disciplinary open access
archive for the deposit and dissemination of sci-
entific research documents, whether they are pub-
lished or not. The documents may come from
teaching and research institutions in France or
abroad, or from public or private research centers.

L’archive ouverte pluridisciplinaire HAL, est
destinée au dépot et a la diffusion de documents
scientifiques de niveau recherche, publiés ou non,
émanant des établissements d’enseignement et de
recherche francais ou étrangers, des laboratoires
publics ou privés.


https://hal.science/hal-02908957v2
https://hal.archives-ouvertes.fr

Adaptive reconstruction of
imperfectly-observed monotone functions, with
applications to uncertainty quantification

L. Bonnet!? J.-L. Akian? E. Savin! T. J. Sullivan®*
August 11, 2020

Abstract: Motivated by the desire to numerically calculate rigorous upper and lower bounds
on deviation probabilities over large classes of probability distributions, we present an adap-
tive algorithm for the reconstruction of increasing real-valued functions. While this problem
is similar to the classical statistical problem of isotonic regression, the optimisation setting
alters several characteristics of the problem and opens natural algorithmic possibilities. We
present our algorithm, establish sufficient conditions for convergence of the reconstruction to
the ground truth, and apply the method to synthetic test cases and a real-world example of
uncertainty quantification for aerodynamic design.

Keywords: adaptive approximation e isotonic regression e optimisation under uncertainty e
uncertainty quantification e aecrodynamic design
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1 Introduction

This paper considers the problem of adaptively reconstructing a monotonically increasing function F'f
from imperfect pointwise observations of this function. In the statistical literature, the problem of
estimating a monotone function is commonly known as isotonic regression, and it assumed that the
observed data consist of noisy pointwise evaluations of FT. However, we consider this problem under
assumptions that differ from the standard formulation, and these differences motivate our algorithmic
approach to the problem. To be concrete, our two motivating examples are that

Fi(z) = Pz, l9(E) < z] (1.1)

is the cumulative distribution function (CDF) of a known real-valued function g of a random variable =
with known distribution u, or that

Fia) = sup Pao,lg(E) < a] (1.2)
(g:m)€A

is the supremum of a family of such CDFs over some class A. We assume that we have access to
a numerical optimisation routine that can, for each x and some given numerical parameters ¢ (e.g.
the number of iterations or other convergence tolerance parameters), produce a numerical estimate or
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observation G(z,q) of Ff(x); furthermore, we assume that G(z,q) < Ff(z) is always true, i.e. the
numerical optimisation routine always under-estimates the true optimum value, and that the positive
error F'f(x) — G(z, q) can be controlled to some extent through the choice of the optimisation parameters
q, but remains essentially influenced by randomness in the optimisation algorithm for each xz. The
assumption G(z, q) < FT(z) is for example coherent with either Equation (1.1), which may be approached
by increasing the number of samples (say ¢) in a Monte Carlo simulation, or Equation (1.2), which is a
supremum over a set that may be explored only partially by the algorithm.

A single observation G(z,q) yields some limited information about FT(zx); a key limitation is that
one may not even know a priori how accurate G(z,q) is. Naturally, one may repeatedly evaluate G at
x, perhaps with different values of the optimisation parameters ¢, in order to more accurately estimate
Ft(z). However, a key observation is that a suite of observations G(z;,¢;), i = 1,...,I, contains much
more information than simply estimates of F'f(x;), i = 1,...,I, and this information can and must be
used. For example, suppose that the values (G(z;,q;))!_; are not increasing, e.g. because

G(zi,q;) > G(ziyr,qy) and x; < xy.

Such a suite of observations would be inconsistent with the axiomatic requirement that F'' is an increasing
function. In particular, while the observation at x; may be relatively good or bad on its own merits, the
observation G(z;/, gy) at x;/, which violates monotonicity, is in some sense “useless” as it gives no better
lower bound on F't (z;/) than the observation at x; does. The observation at z;/ is thus a good candidate
for repetition with more stringent optimisation parameters ¢ — and this is not something that could
have been known without comparing it to the rest of the data set.

The purpose of this article is to leverage this and similar observations to define an algorithm for the
reconstruction of the function FT, repeating old observations of insufficient quality and introducing new
ones as necessary. The principal parameter in the algorithm is an “exchange rate” £ that quantifies the
degree to which the algorithm prefers to have a few high-quality evaluations versus many poor-quality
evaluations. Our approach is slightly different from classical isotonic (or monotonic) regression, which is
understood as the least-squares fitting of an increasing function to a set of points in the plane. The latter
problem is uniquely solvable and its solution can be constructed by the pool adjacent violators algorithm
(PAVA) extensively studied in Barlow et al. (1972). This algorithm consists of exploring the data set from
left to right until the monotonicity condition is violated, and replacing the corresponding observations
by their average while back-averaging to the left if needed to maintain monotonicity. Extensions to the
PAVA have been developed by de Leeuw et al. (2009) to consider non least-squares loss functions and
repeated observations, by Tibshirani et al. (2011) to consider “nearly-isotonic” or “nearly-convex” fits,
and by Jordan et al. (2019) to consider general loss functions and partially ordered data sets. Useful
references on isotonic regression also include Robertson et al. (1988) and Groeneboom and Jongbloed
(2014).

The remainder of this paper is structured as follows. Section 2 presents the problem description
and notation, after which the proposed adaptive algorithm for the reconstruction of FT is presented in
Section 3. We demonstrate the convergence properties of the algorithm in Section 3.2 and study its
performance on several analytically tractable test cases in Section 4. Section 5 details the application
of the algorithm to a challenging problem of the form Equation (1.2) drawn from aerodynamic design.
Some closing remarks are given in Section 6.

2 Notation and problem description

In the following, the “ground truth” response function that we wish to reconstruct is denoted F': [a,b] —
R and has inputs = € [a,b] C R. It is assumed that FT is monotonically increasing and non-constant
on [a,b]. In contrast, G: [a,b] x Ry — R denotes the numerical process used to obtain an imperfect
pointwise observation y of Ff(x) at some point = € [a,b] for some numerical parameter ¢ € R, . Here,
on a heuristic level, ¢ > 0 stands for the “quality” of the noisy evaluation G(z, q).

The main aim of this paper is to show the effectiveness of the proposed algorithm for the adaptive
reconstruction of F'f, which could be continuous or not, from imperfect pointwise observations G (z;, g;)
of F, where we are free to choose r;41 and g; 11 adaptively based upon z;, ¢;, and G(z;,q;) for j <i

First, we associate with I imperfect pointwise observations {x;,y; == G(z;,¢;)}_; C [a,b] X R, positive
numbers {¢;}._; C R, which we will call gualities. The quality ¢; quantifies the confidence we have in
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Figure 2.1: Possible ground truth functions between two consecutive points z; and x5, and our choice of

piecewise constant interpolant.

the pointwise observation y; of F'(x;) using the numerical process G(z;,q;). The higher this value,
the greater the confidence. We divide this quality as the product of two different numbers ¢; and r;,
q; = ¢; X 1;, with the following definitions:

e Consistency c¢; € {0,1}: This describes the fact that two successive points must be monotonically
consistent with respect to each other. That is, when one takes two input values x5 > x1, one should
have y» > y; as y must be monotonically increasing. There is no consistency associated with the
very first data point as it does not have any predecessor.

Reliability r; € Ry: This describes how confident we are about the numerical value. Typically, it
will be related to some error estimator if one is available, or the choice of optimisation parameters.
It is expected that the higher the reliability, the closer the pointwise observation is to the true
value, in average.
Typically, if the observation y;11 = G(i+1,¢i+1) is consistent with regard to the observation y; =
G(z;,q;) where z;41 > x;, the quality g;+1 associated with y; 1 will be equal to g;41 = 141 € R since
¢i+1 = 1 in this case. If the value is not consistent, we have g;11 = ;41 X ¢;41 = 0. Finally, if x = a
there is no notion of consistency as there is no point preceding it. Thereby, the quality associated with
this point is only equal to its reliability.

Moreover, we associate to these pointwise observations a notion of area, illustrated in Figure 2.1 and
defined as follows. Consider two consecutive points x; and x;41 with their respective observations y; and

Yi+1, the area a; for these two points is

a; = (Tiy1 — i) X (Yir1 — Yi) - (2.1)

I~1 which contains all the computed areas for the whole dataset.

Thus, we can define a vector a = {a;};_;
In addition, we can assure that if we take two points 1 and x5 > z1 with y; = FT(xl) and yo = Ft (x2)—

namely, the error at these point is equal to zero, the graph of ground truth function F' must lie in the

rectangular area spanned by the two points (z1, F'(21)) and (22, FT(x)).
To adopt a conservative point of view, we choose as the approximating function F of F'! a piecewise

constant interpolation function, say:

I—-1
F(z) = yilig, 00 (@), (2.2)
=1

where 17 denotes the indicator function of the interval Z. We do not want this interpolation function
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to overestimate the true function F! as one knows that the numerical estimate in our case always
underestimates the ground truth function F(x). See Figure 2.1 for an illustration of this choice, which
can be viewed as a worst-case approach. Indeed, this chosen interpolation function is the worst possible
function underestimating F' given two points x; and x5 and their respective observations y; and ys.

3 Reconstruction algorithms

The reconstruction algorithm that we propose, Algorithm 1, is driven to produce a sequences of recon-
structions that converges to F' by following a principle of area minimisation: we associate to the discrete
data set {z;,y;}/_; C [a,b] x R a natural notion of area (2.1) as explained above, and seek to drive this
area towards zero. The motivation behind this objective is in Proposition 3.6 which states that the area
converges to 0 as more points are added to the data set. However, the objective of minimising the area
is complicated by the fact that evaluations of FT are imperfect. Therefore, a key user-defined parameter
in the algorithm is £ € (0, 00), which can be thought of as an “exchange rate” that quantifies to what
extent the algorithm prefers to redo poor-quality evaluations of the target function versus driving the
area measure to zero.

3.1 Algorithm

The main algorithm is organized as follows, starting from I(®) > 2 points and a dataset that is assumed
to be consistent at the initial step n = 0. It goes through N iterations, where N is either fixed a priori,
or obtained a posteriori once a stopping criterion is met. Note that gnew stands for the quality of a newly
generated observation yney for any new point ey introduced by the algorithm. The latter is driven by
the user-defined “exchange rate” £ as explained just above. At each step n, the algorithm computes the
weighted area WA as the minimum of the quality times the sum of the areas of the data points:

WA = ¢™ 5 A0 (3.1)
where
1M1
)= min o}, AT = > a”, (3:2)
agn) is the area computed by Equation (2.1) at step n (see also Equation (3.5)), and I(™ is the number

of data points. Then it is divided into two parts according to the value of WA ™ compared to £.

o If WA(™ < & then the algorithm aims at increasing the quality q&n) of the worst data point
(the one with the lowest quality) with index i = arg min1<i<1<n){q§n)} at step n. It stores the
corresponding old value g4, searches for a new value 9w by improving successively the quality
of this very point, and stops when ypew > Yold-

o If WAM™ > £, then the algorithm aims at driving the total area A(™ to zero. In that respect, it
identifies the biggest rectangle

(n) (n)
— \ 3.3
ay’ = gi?ﬁﬁ_l{a@ } (3.3)
and its index
igf) = argmax {a\™} (3.4)
1<i<I(n) —1

and adds a new point z,ey at the middle of this biggest rectangle. Then, it computes a new data

value Ynow = G(Tnew, Gnew) With a new quality gnew-
In both cases, the numerical parameters gyevw (for example a number of iterations, or the size of a sampling
set or a population) are arbitrary and any value can be chosen in practice each time a new point Zyey
is added to the dataset. They can be increased arbitrarily as well each time such a new point has to
be improved. Indeed, the numerical parameters ¢ of the optimisation routine we have access to can be
increased as much as desired, and increasing them will improve the estimates G(z, q) of the true function
FT(x) uniformly in z; see Assumption 3.1. The algorithm then verifies the consistency of the dataset by
checking the quality of each point. If there is any inconsistent point, the algorithm computes a new value
until obtaining consistency by improving successively the corresponding reliability. This is achieved in a
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finite number of steps starting from an inconsistent point and exploring the dataset from the left to the
right.
n+1)}[(“+1) n+1)}[(”+1) the

Finally, the algorlthm updates the quahty vector {g; the area vector {a; Jisp

worst quality q 1 and the index z(n+ ) of the corresponding point, the biggest rectangle a

index zi n+l) , and then the new weighted area WA+

and its

Algorithm 1: Adaptive algorithm to reconstruct a monotonically increasing function F

Input: I > 2, {2!9 4© (O)}I(O) and €.

Output: {xw),yfm, Z(N>}I( " with 10V > 7,

Initialization:
Get the worst quahty pomt and its index:

(0)
L] =
- =g <0>{ql K
o i =arg mln{q§0>}.
1<i<1(0)

0) _ ((0)_

0 0 0
2P =2y x 1P, — o).

Compute the area of each pair of data points: a; Yir1 — Y

Get the biggest rectangle and its index:

. af) = max {aio)};
1<i<1(0) -1

. if) = argmax {al(.())}.

1<i<1(0) —1
191
Define the weighted area at step n = 0 as WA = qg)) Y al®

while n < N do
if WA(™ < £ then

Data points are unchanged: I"*1) = 1) and {x(nﬂ)}l(nﬂ) = {xEn)}I(n)'

i=13
Store the old value yola = yf(g),
while ynew < Yora do
Compute a new value Ynew = G(xi:g) s Qnew);
end
else
Introduce a new point at the middle of the biggest rectangle: 1"V = 1™ 41,
Tnew = é(mi(g) + :ci“?)ﬂ), and

¥
(n+1) (n+1)  (n+1) (n+1) (n+1) \ _ (,.(n) (n) (n) (n) y.
(zy ,,..,xi(r) ’xig_">+1’xz‘§r”)+2""’mﬂ”'*l)) =(z;",. .,z (n),mnew,m (")+1 . ,JJI(M),

Compute the new value Ynew = G(Znew, gnew);

end

Verify consistency of the pointwise observations {y(”+1))}1(n+1) by checking their quality. If there

are not consistent, recompute them until obtaining consistency and then update the quality vector;
n+1)}1(n+1) (n+1)}1("i+1)'
i=

and area vector {a ;

Compute the new quality vector {g;

Update q&n+1), i(f+1), a(f“’ and ’L(ﬂ+1)

1(nt+ )_
Compute WA +1) = ¢+ o ) 1a<n+1);

=1

n=n+1;
end

3.2 Proof of convergence

We denote by I the number of data points, and {:z:("), yl("), ql")}l the positions of the data points,
the observations given by the optimization algorithm at these positions, and the qualities associated
with the optimization algorithm at the step n of Algorithm 1. For each i = 1,...,1(™ — 1, we define
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31(‘”) = [xgn) 5—7-)1[ C [a, b] and the vector containing all rectangle areas {a(")}ﬂ -1 by:
aE = (- M) < - ™). (3.5)
The pointwise observation y G( ,ql( )) is thus associated to the quality q( " R, which

quantifies the confidence we have in this observatlon as outlined in the problem description in Section 2.
This number can represent the inverse error achieved by the optimization algorithm, for example, or the
number of iterations, or the number of individuals in a population, or any other numerical parameter
pertaining to this optimization process. The higher it is, the closer the observation is to the true target
value. Therefore we consider the following assumption on the numerical process G.

Assumption 3.1. G(z,q) converges to F(x) as ¢ — +oco uniformly in z € [a, b], that is:
Ve > 0, 3Q > 0 such that Vg > Q, Vx € [a,b], |qu FT(x)|§e.
Moreover, we can guarantee that:
Vz € [a,b], YgeR,, G(zq) <Fi(x). (3.6)

That is, the optimisation algorithm will always underestimate the true value F'(z). In this way, one
can model the relationship between the numerical estimate G and the true value F' as:

Vo € la,b], YgeR,, G(z,q)=F(z)—e(xq), (3.7)

where € is a positive random variable. These assumptions imply some robustness and stability of the
algorithm we use.

In the following, we will assume that 1(°) > 2. That is, we have at least two data points at the beginning
of the reconstruction algorithm. Also among these points, we have one point at z = a and another one at
x = b. Moreover, we will assume that the initial dataset is consistent. Since Algorithm 1 recomputes the
inconsistent points at all steps, we can also consider in the following that any new numerical observation
is actually consistent. Also, we need to guarantee that the weighted area WA™ will permanently oscillate
about &£ as the iteration step n is increasing; this is the purpose of Assumption 3.3 below as shown in the
subsequent Proposition 3.5. From these properties it will then be shown that Algorithm 1 is convergent,
as stated in Theorem 3.8.

Assumption 3.2. Any new numerical value obtained by Algorithm 1 is consistent.

(n)

Assumption 3.3. ¢’ — +o00 as n — oo.

Within Assumption 3.2 all points have a consistency of 1, and therefore ¢ = r > 0 the reliability.
Besides, one has G(x; (n ) ( ) < G(z Ei)l, qz(+)1) that is, y( m) < y +1 for all points i and steps n. We finally
define the sequence of pleceW1se constant reconstruction functions F(™ as follows.

Definition 3.4. For each = € [a,b], we define the reconstructing function F(™) at step n as:

1™ _1
F(n) Z yl )]1 (")

and F(™) (1'5?3)) = F(”)(b) = y%z)
Now let
Et ={neN; WA > g}, E- ={neN; WAM™ < &}, (3.8)

which are such that EY UFE~ =N and Et N E~ = @. In order to prove the convergence (in a sense to
be given) of Algorithm 1, we first need to establish the following intermediate results, Proposition 3.5,
Proposition 3.6, and Proposition 3.7. They clarify the behaviour of the sequence WA ™ when points are
added to the dataset and the largest area af) is divided into four parts at each iteration step n; see
Figure 3.1.
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Proposition 3.5. ET is infinite.

Proof. Let us assume that ET is finite: 3N such that Vn > N, n € E~. Therefore we are in the

situation WA < £ the minimum quality %S
modified although the evaluation points {z\™}

%

independent of n. Repeating this step yields

) ?f the data goes to infinity, and the total area A(™ is
{;“1 and their number ™ are unchanged; thus they are

I—-1
HILH;OA(H) = z;(ﬁm —z)(FN(2i1) — Fl(2;)) = A >0
1=

since F'T is monotonically increasing and non-constant on [a, b], and Assumption 3.1 is used. Consequently
WA = +ocasn — 0o, that is WA () > £ VYn > N; for some Ny, which is a contradiction. [ |

The set E7T is therefore of the form
E* = ([, mal
E>1

where
[me,nk] ={n € N; mp <n <ng}.

Let us introduce the strictly increasing application ¢ : N — N such that ¢(p) is the p** element of E+
(in increasing order), and [my, nx] = ¢([pr + 1, pr+1]). p is the counter of the elements of ET, and n is
the corresponding iteration number.

Proposition 3.6. Let I1(¢®) = [(¢(0) 4 5, Then

1le(@) _q

1
Ale®) _ 20D _ g ()
> 7

i=1
as p — 00, and A — 0 asn — 0.

Proof. Let k > 1 and n = o(p) € [mg,ni], where p € [pr + 1, pr41]. Let A be given by Equa-
tion (3.2), a(f) be given y Equation (3.3), and if) be given by Equation (3.4). At iteration n + 1 one
has:

xz(-") forl1 <i< iSfL),
1) _ ) L ( () > )
z; =45l T 0 T2 fori=1i,"+1,
9 \ T T Een +
ng)l for ig:l) +2<i< [ntD),
Also y§"+1) < yﬁ‘fn for 1 <4 < I™tYH — 1. One may check that af) = Qa%—fl) + 2(1(.(731)1 (see
'L+ l+
Figure 3.1) and therefore:
1
A = A _gm) g g bl) () A 2 () (3.9)
iy i+l 2
Besides A < (1(™) — 1)af) so that one has:
At A _ AW
2(1(m) —1)
< A 2(IM —1) -1
- 2(Im —1) ’
o (e(r)
21 — 1) — 1
(p(p)+1) (#(P))
e < s (L7001 0

At this stage two situations arise:
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Figure 3.1: New area when one adds a point at the middle of the biggest rectangle.

o cither p € [px + 1, pr+1 — 1], in which case ¢(p) + 1 = p(p + 1);
® Or p = P41, in which case by our algorithm A(™) is kept constant from n = ng 4+ 1 to n = my41;
that is A+ = A(met1) op:
AP@Er+)+1) — A (e(Pry1+1))

The choice of k being arbitrary, one concludes that Equation (3.10) also reads Vp € N:

AlEHD) < A(@(p))< (1) —1) — 1>

2(I(e(p)) — 1)

(
(
< Al (20 +p—1) -1
< 20D +p )

Thus:

0
AEE) < A H( I(“;E:()O;i— 1)1; 1)
-

< A H<1+Z>
s\t 7

letting o = 1(#(0) — 3 and B = 1%0) _ 1. However,

P « P 1
1 (1 *)Z - C//

where lim, ,, C = C", and

~.

P
1 /!
Zf logp +v+€,,

where v is the Euler constant and lim]oHoo ep = 0. Consequently:
p—1 a p—1 8
log(1+ %) = > tog( 142 ) = (a = B)loglp— 1) + €
S tog(1+5) - Stos(1+5) = e s)iostp 1)+ ¢

(a—B) [longrlog(l - ;)] +C,

1
=logl —= | +C,,
g(ﬂ) v
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since a —f3 = f%; again C), and 01/9 are sequences with constant limits lim,,_, C}, = C and lim,_, Cz/) =
C'. Therefore,
p—1
1+ 2 C
H ;3 == (1 + ep)
mi\LFT/) VP

where C is a constant, and lim,_, €, = 0. One also concludes that A which is either kept constant
or equal to A®®) converges to 0 as n — co. Hence the claimed results hold. |

Proposition 3.7. E~ is infinite.

Proof. Let us assume that £~ is finite: 3N such that Yn > N, n € ET. Therefore we are in the situation
WA™ > € >0, and ¢(n) has the form p(n) = n — ng, n > N for some ng € N. From Proposition 3.6

1
(n—nop) _
A O(\/ﬁ)’

o

thus A(™ — 0 and WA™ — 0 as n — oo since ¢\ is kept unchanged, which is a contradiction. |

We now provide three results on the convergence of Algorithm 1. As is to be expected, the algorithm
can only be shown to converge uniformly when the target response function FT is sufficiently smooth;
otherwise, the convergence is at best pointwise or in mean.

Theorem 3.8 (Algorithm convergence). Assume that F' is strictly increasing. Then, for any choice of
E >0, Algorithm 1 is convergent in the following senses:
o If F1 is piecewise continuous on [a,b], then lim, o F™ (z) = Ff(z) at all points x € [a,b] where
F' is continuous;
o If FT is continuous on [a,b], then convergence holds uniformly: |F™ — F1|| o — 0.

Proof. Let £ > 0. We know from Propositions 3.5 and 3.7 that WA will oscillate about € in the
iterating process as n — co, while lim,, q(_") = 400 from Assumption 3.3. Furthermore, let

A = sup x(i)l — "M,
1<i<rom—_1! ’
Assuming for example that for some 7, sg.") = [xyl(), 935‘1)1) is never divided in two in the iteration process
n

and is thus independent of n, it turns out that a; g (241 — ) (FT(zj41) — FT(z;)) > 0 as n — oo,
which is impossible because A(™) goes to 0 as n — oo from Proposition 3.6. Therefore there exists
some m € N* (depending on n) such that Alntm) < %A("); also the sequence A(™) is decreasing, hence
A — 0asn— oco. Now let z € [ac(n), xl(-i)l). Then:

g

FO() — F(@)| = |6 ¢™) ~ F'(2)

< |GG, q™) = Fi@™)| + | F1@™) - (@)

But 9%(”) — & as n — 0o because A — 0; thus if FT is continuous at x, the second term on the right
hand side above goes to 0 as n — co. However, if FT is continuous everywhere on [a, b], it is in addition
uniformly continuous on [a,b] by Heine’s theorem, and the second term goes to 0 as n — oo uniformly
on [a,b]. Finally, invoking Assumption 3.1, the first term on the right hand side above also tends to 0 as
n — co. This completes the proof. |

Proposition 3.9 (Convergence in mean). Let F': [a,b] — R be piecewise continuous. Then Algorithm 1
is convergent in mean in the sense that

P — Bty ——o.
n—oo

Proof. We can check that the sequence F(") is monotone. Indeed, if WA™ < & , then by construction
we have

9
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(n) _

where s’ = [xi??),x( )

(T:”H)' However, if WA™ > £ then consistency implies that

FUD () — FO (2) > (y?:::” - y&’t?)) 1o (2) > 0

i +1 iy Sy
(n+1) (n+1) (n+1)
+ T [xi(f)ﬂ’ i +2
the fact that F(© is integrable. |

where s ) The claim now follows from the monotone convergence theorem and

4 Test cases

To show the effectiveness of Algorithm 1, we try it on two cases, in which F' is a continuous function
and a discontinuous function respectively. For both cases, the error between the numerical estimate and
the ground truth function is modelled as a random variable following a Log-normal distribution. That
is,

Va € [a,b], e(x) ~ LogN (u(x),0?), (4.1)
with 02 = 1 and u(x) is chosen as P[0 < e(x) < 0.1 FT(z)] = 0.9. Thus, the mean  is different for each
x € [a,b].

As we have access to the ground truth function and for validation purpose, the quality value associated
to a numerical point is the inverse of the relative error. Moreover, we assume that the initial points are
consistent.

For illustrative purposes, we set the parameter £ = 15 for the examples considered below.

4.1 F'is a continuous function
First, consider the function FT € C°([1,2],[1,2]) defined as follows:

Fl(2) = {F{r(m) ifzel,3],
2

with
Fi(z) = ay exp(z®) + by, (4.2)
Fj(z) = ag exp((3 — 2)%) + ba,
where:
ay = — 1 by = 3 — 2exp(19/8) ag = —ay, bs=2a;exp(27/8)+b;.

2(exp(1) — exp(27/8)) ’

The target function FT and the reconstructions F(™ obtained through the algorithm for several values
of the step n are shown on Figure 4.1. For each n, the reconstruction F(™ is increasing and the initial
points are consistent. The co-norm and 1-norm of the error appear to converge to zero with approximate
rates —0.512 and —0.534 respectively.

2(1 — exp(19/8))’

4.2 F'is a discontinuous function

Now, consider the discontinuous function F! defined as follows:

Fiz) = Fl ifze(l,d],
O\ E ifze (2,

where F and F] are given by (4.2), and:

o = — 1 p — 3= 2exp(19/8)
LT 2(exp(1) — exp(27/8)) " 2(1 = exp(19/8))
0 — 2 b 10 — 8 exp(37/8)

5(exp(8) — exp(27/8))’ 5(1 — exp(37/8))

10
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2.0 === F after n = 0 steps 201 === F after n = 10 steps : 2.0 === F after n = 100 steps
—— Ground truth F' [ Ground truth Ff [ —— Ground truth F

10° 10°

2,01 ==== F after n = 300 steps
Ground truth F'

1.0 12 14 1.6 18 2.0 107! 10° 10! 10 10 10 107! 10° 10! 102 10° 104
T Number of steps n Number of steps n

(d) n =300 (e) co-norm error (f) 1-norm error

Figure 4.1: Evolution of (™) and the oo- and 1-norms of the error FT — F(™) as functions of the iteration
count, n, for a smooth ground truth FT.

Here, F'T is piecewise continuous on [1, 3] and ]2,2]. In this case, one can apply Proposition 3.9. The
target function FT and the reconstructions F(™ obtained through the algorithm for several values of the
step n are shown on Figure 4.2. Observe that the approximation quality, as measured by the co-norm
of the error FT — F(") quite rapidly saturates and does not converge to zero. This is to be expected for
this discontinuous target F'T, since closeness of two functions in the supremum norm mandates that they
have approximately the same discontinuities in exactly the same places. The 1-norm error, in contrast,
appears to converge at the rate —0.561.

Regarding computational cost, the number of calls to the numerical model is lower when FT is contin-
uous than when it is discontinuous. For both examples above and for the same number of data points,
the number of evaluations of the numerical model (analytical formula in the present case) in the dis-
continuous case is about six times higher than the number of evaluations in the continuous case. This
is because the algorithm typically adds more points near discontinuities and the effort of making them
consistent increases the number of calls to the model.

4.3 Influence of the user-defined parameter £

We consider the case in which F'' is discontinuous, as in Section 4.2. We will show the influence of the
choice of the parameter £ on the reconstruction function F(™).

4.3.1 Case £ K 1

Let us consider the case £ = 107* <« 1. This choice corresponds to the case where one wishes to split
over redo the worst quality point. This can be seen on Figure 4.3 where the worst quality is almost
constant over 100 steps while the sum of areas strongly decreases; see Figure 4.3(e) and Figure 4.3(f)
respectively. At each step, the algorithm is adding a new point by splitting the biggest rectangle. One
can note on Figure 4.3(f) that the minimum of the quality is not constant. It means that when the
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2.0{ ---= F after n = 0 steps 2.0{ ---= F after n = 10 steps 1 201 ---= F after n = 100 steps
Ground truth F' E Ground truth Ff i —— Ground truth Ff

(a)yn=0 (b) n =10 (¢) n =100
101! 10“
2.04 ---= F( after n = 300 steps
Ground truth Ff 6x 107!
18 £ =
g = = 10!
= 4x107! =
16 £ &
o LT 3x 107! )
S 4 = =
: =, a1 £ 1072
&o2x10 &
1.2 —
1.0
10-! . 10-3 ; 3
10 12 14 16 18 20 107! 10° 10" 10° 10° 10! 107! 10° 10* 10? 10° 10!
v Number of steps n Number of steps n
(d) m» = 300 (e) co-norm error (f) 1-norm error

Figure 4.2: Evolution of F(™ and the oo- and 1-norms of the error FT — F(") as functions of the iteration
count, n, for a discontinuous ground truth FT.

algorithm added a new data point, the point with the worst quality was not consistent any more and
had to be recomputed. In summary, in this case, we obtain more points but with lower quality values.

4.3.2 Case € > 1

We now consider the case & = 10* > 1. This choice corresponds to the case where one wishes to redo
the worst quality point over split. This can be seen on Figure 4.4 where the sum of areas stays more or
less the same over 100 steps while the minimum of the quality surges; see Figure 4.4(f) and Figure 4.4(e)
respectively. There is no new point. The algorithm is only redoing the worst quality point to improve
it. To sum up, we obtain fewer points with higher quality values.

5 Application to optimal uncertainty quantification

5.1 Optimal uncertainty quantification

In the optimal uncertainty quantification paradigm proposed by Owhadi et al. (2013) and further devel-
oped by, e.g., Sullivan et al. (2013) and Han et al. (2015), upper and lower bounds on the performance
of an incompletely-specified system are calculated via optimisation problems. More concretely, one is
interested in the probability that a system, whose output is a function g7 : X — R of inputs Z distributed
according to a probability measure uf on an input space X, satisfies g'(E) < x, where z is a specified
performance threshold value. We emphasise that although we focus on a scalar performance measure,
the input E may be a multivariate random variable.

In practice, uf and ¢! are not known exactly; rather, it is known only that (uf,g') € A for some
admissible subset A of the product space of all probability measures on X with the set of all real-valued
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2.0 ==== F after n = 0 steps 2,01 ==== F after n = 10 steps 2,07 -=== F0) after n = 50 steps
Ground truth F'f i Ground truth Ff

Ground truth F7

@ i @
(a) n=0 (b) n=10 (¢) n="50
107 10
2.04 -=-= F™ after n = 100 steps
—— Ground truth F'
18 10t
107!
16 110 e
2 = axo =
14
2
i 10
12
1.0
- 10! > 1073 >
1.0 12 14 1.6 1.8 2.0 107! 10° 10t 10 107! 10° 10t 10?
z Number of steps n Number of steps n
(d) n =100 (e) Minimum of the quality (f) Total area

Figure 4.3: Evolution of F("™) and the minimum of the quality and the total area as functions of the
iteration count, n, for a discontinuous ground truth F'f with £& = 1074

functions on X. Thus, one is interested in

Py(x)= inf Pz,[9(E)<z] and Pa(z)= sup Pz..[g(E) <zl
(m.g)eA (1,9)€A

The inequality
0 < Py(x) < Pepilg'(8) < 2] < Pafz) <1

is, by definition, the tightest possible bound on the quantity of interest Pg.,:[g'(E) < 2] that is com-
patible with the information used to specify A. Thus, the optimal UQ perspective enriches the principles
of worst- and best-case design to account for distributional and functional uncertainty. We concentrate
our attention hereafter, without loss of generality, on the least upper bound P 4(z).

Remark 5.1. The main focus of this paper is the dependency of P4(z) on z. In practice, an under-
lying task is, for any individual z, reducing the calculation of P 4(x) to a tractable finite-dimensional
optimisation problem. Central enabling results here are the reduction theorems of Owhadi et al. (2013,
Section 4), which, loosely speaking, say that if, for each g, {u | (1, g) € A} is specified by a system of
m equality or inequality constraints on expected values of arbitrary test functions under pu, then for the
determination of P 4(x) it is sufficient to consider only distributions y that are convex combinations of
at most m + 1 point masses; the optimisation variables are then the m independent weights and m + 1

locations in X of these point masses. If u factors as a product of distributions (i.e. E is a vector with
independent components), then this reduction theorem applies componentwise.

As a function of the performance threshold x, P 4(z) is an increasing function, and so it is potentially
advantageous to determine P 4(x) jointly for a wide range of  values using the algorithm developed
above. Indeed, determining P 4(x) for many values of x, rather than just one value, is desirable for
multiple reasons:
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2,01 ==== F after n = 0 steps 2,07 === F after n = 10 steps
Ground truth F'f H Ground truth F

2,07 ==== F0 after n = 50 steps
Ground truth Ff

2,04 ---- F™ after n = 100 steps
—— Ground truth F?

1.0 12 14 1.6 1.8 2.0 107! 107 10 10? 107! 10° 10 10?
B Number of steps n Number of steps n

(d) n =100 (e) Minimum of the quality (f) Total area

Figure 4.4: Evolution of F("™) and the minimum of the quality and the total area as functions of the
iteration count, n, for a discontinuous ground truth F'f with & = 10%.

1. Since numerical optimisation to determine P 4(x) may be affected by errors, computing several
values of P 4(z) could lead to validate their consistency as the function x + P 4(x) must be
increasing;

2. The function P 4(x) can be discontinuous. Thus, by computing several values of P4 (z), one can
highlight potential discontinuities and can identify key threshold values of z +— P 4(x).

5.2 Test case

For the application of Algorithm 1 to OUQ, we study the robust shape optimization of the two-
dimensional RAE2822 airfoil (Cook et al., 1979, Appendix A6) using ONERA’s CFD software elsA
(Cambier et al., 2013). The following example is taken from Dumont et al. (2019). The shape of the
original RAE2822 is altered using four bumps located at four different locations: 5%, 20%, 40%, and
60% of the way along the chord ¢ (see Figure 5.1). These bumps are characterised by B-splines functions.

The lift-to-drag ratio % of the RAE2822 wing profile (see Figure 5.2) at Reynolds Number Re =
6.5-10%, Mach number M., = 0.729 and angle of attack o = 2.31° is chosen as the performance function
g with inputs E = (21,25, 23,Z4), where (Z;);—1..4 is the amplitude of each bump. They will be
considered as random variables over their respective range given in Table 5.1.

The corresponding flow values are the ones described in test case #6 together with the wall interferences
corrections formulas given in Garner et al. (1966, Chapter 6) and in Haase et al. (1993, Section 5.1).
Moreover, we will assume that (Z;);=1.. 4 are mutually independent. An ordinary Kriging procedure
has been chosen to build a metamodel (or response surface) of g7, which is identified with the actual
response function ¢! in the subsequent analysis. A tensorised grid of 9 equidistributed abscissas for each
parameter is used. The model is then based on N = 9% = 6561 observations. In that respect, a Gaussian
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0.02

-0.01

-0.02

Figure 5.1: Black lines: Maximum and minimum deformation of the RAE2822 profile. Red: Maximum
deformation of the third bump alone. Blue: Minimum deformation of the third bump alone.
This image is taken from Dumont et al. (2019).

Flow direction

Figure 5.2: Picture depicting the lift C; and the drag Cy of an airfoil.

kernel
4 =
= =) — _ S 7
K(...,...)exp( 22 3

= = = =

has been chosen, where B = (2, Z5,Z3,Z4) and &' = (2}, Z}, 25, Z}) are inputs of the function ¢', and
where v = (71,72, 73, 74) are the parameters of the kernel. These parameters are chosen to minimize the
variance between the ground truth data defined by the N observations and their Kriging metamodel gf.
The responce surfaces in the (21, =3) plan for two values of (3, E4) are shown on Figure 5.3.

One secks to determine Pa(z) = sup,c 4 P=~,[9'(E) < 2], where the admissible set A is defined as
follows:

EEX:X1XX2XX3XX4
g: X +— Y is known equal to g
= p1 @ 2 © p3 & g
E=ulg(E)] = LD

=~

A=1 (9,1 (5.1)

A priori, finding P4(z) is not computationally tractable because it requires a search over a infinite-
dimensional space of probability measures defined by A. Nevertheless, as described briefly in Remark 5.1,
it has been shown in Owhadi et al. (2013) that this optimisation problem can be reduced to a finite-
dimensional one, where now the probability measures are products of finite convex combinations of Dirac
masses.
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Range Law
Bump 1: Z; | [-0.0025¢; +0.0025¢] | pl: Beta law with a = 6,3 = 6
Bump 2: Z5 | [-0.0025¢; +0.0025¢] ugz Beta law with o = 2,8 =2
Bump 3: Z3 | [-0.0025¢; +0.0025¢] u;: Beta law with a = 2,5 =2
Bump 4: Z4 | [-0.0025¢; +0.0025¢] | pl: Beta law with a = 2,3 = 2

Table 5.1: Range of each input parameter.

80
70
60

C/Cqy 50 C/Cq 5

0.0025  0.0025

(a) 2 = —0.0025, Z4 = 0. (b) E3 = 0.0025, =4 = 0.

Figure 5.3: Response surface in the (E1,Z3) plane with (22 = —0.0025,Z, = 0) (a) and (55 =
0.0025,Z4 = 0) (b). These images are taken from Dumont et al. (2019).

Remark 5.2. The ground truth law p' of each input variable given in Table 5.1 is only used to compute

—

the expected value Ez.,[¢(E)] = LD. This expected value is computed with 10* samples.

Remark 5.3. The admissible set A from (5.1) can be understood as follows:

One knows the range of each input parameter (Z;);=1, .. 4;
g is exactly known as ¢ = g';

(Ei)i=1,...,a are independent;

One only knows the expected value of g: Ez.,[g(E)].

The optimisation problem of determining P 4(x) for each chosen x was solved using the Differential
Evolution algorithm of Storn and Price (1997) within the mystic optimisation framework (McKerns et al.,
2011). Ten iterations of Algorithm 1 have been performed using £ = 1 x 10%. The evolution of P 4(z) as
function of the iteration count, n, is shown on Figure 5.4. At n = 0 — see Figure 5.4(a) — two consistent
points are present at x = 57.51 and x = 67.51. At this step, WA©® = 35289. As WA > &, at next
step n = 1, the algorithm adds a new point at the middle of the biggest rectangle — see Figure 5.4(b)
and Figure 5.5(b). After n = 10 steps, eight points are now present in total with a minimum quality
increasing from 5000 to 11667 and with a total area decreasing from 7.05 to 0.84; see Figure 5.5(a) and
Figure 5.5(b) respectively.

The number of iterations in this complex numerical experiment has been limited to 10 because obtaining
new or improved data points consistent throughout the optimization algorithm may take up to two days
(wall-clock time on a personal computer equipped with an Intel Core i5-6300HQ processor with 4 cores
and 6 MB cache memory) for one single point. This running time is increased further for data points
of higher quality. Nevertheless, this experiment shows that the proposed algorithm can be used for
real-world examples in an industrial context.
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Figure 5.4: Evolution of P 4(z) as function of the iteration count, n.
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Figure 5.5: Evolution of the minimum of the quality and the total area as function of the iteration count,
n.
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6 Concluding remarks

In this paper we have developed an algorithm to reconstruct a monotonically increasing function such
as the cumulative distribution function of a real-valued random variable, or the least upper bound of
the performance criterion of a system as a function of its performance threshold. In particular, this
latter setting has relevance to the optimal uncertainty quantification (OUQ) framework of Owhadi et al.
(2013) we have in mind for applications to real-world incompletely specified systems. The algorithm uses
imperfect pointwise evaluations of the target function, subject to partially controllable one-sided errors,
to direct further evaluations either at new sites in the function’s domain or to improve the quality of
evaluations at already-evaluated sites. It allows for some flexibility at targeting either strategy through a
user-defined “exchange rate” parameter, yielding an approximation of the target function with few high-
quality points or alternatively more lower-quality points. We have studied its convergence properties and
have applied it to several examples: known target functions that are either continuous and discontinuous,
and a performance function for aerodynamic design of a well-documented standard profile in the OUQ
setting.

Algorithm 1 is reminiscent of the classical PAVA approach to isotonic regression that applies to sta-
tistical inference with order restrictions. Examples of its use can be found in shape constrained or
parametric density problems as illustrated in e.g. Groeneboom and Jongbloed (2014). Possible improve-
ments and extensions of our algorlthm include weighting the areas a( ") as they are summed up to form
the total weighted area WA (™) driving the iterative process, in order to optimally enforce both the ad-
dition of “steps” gn) in the reconstruction function F() of Definition 3.4, and the improvement of
their “heights” yz( m) ThlS could be achieved considering for example the followmg alternative definition
z(+) = argmax; {(I(”) - ) } in Algorithm 1, which results in both adding a step to the z(+ )_th
current one and poss1bly improving all subsequent evaluatlonb yl( +1) ;1> z( ") We may further envisage
to adapt the ideas elaborated in this research to the reconstruction of convex functions by extending the
notion of consistency. These perspectives shall be considered in future works.
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