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Abstract

In this work, we build optimal experimental designs for precise estimation of the
functional coefficient of linear regression model where both the response and the
factors are continuous functions. After obtaining the variance—covariance matrix of
the estimator of the functional coefficient which minimizes the integrated sum of square
of errors, we extend the classical definition of optimal design to this estimator, and we
provide the expression of the A-optimal and of the D-optimal designs. Examples of
optimal designs for dynamic experimental factors are then computed through a suitable
algorithm, and we discuss different scenarios in terms of the set of basis functions used
for their representation. Finally, we present an illustrative example inspired by a real
application in a pharmaceutical manufacturing process, to illustrate the feasibility and
the advantages of our methodology.
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1 Introduction

In many applications, data are collected as curves over time, and it is therefore natural
to consider statistical models with curves (or functions) as response and as covariates.
This kind of problems has been considered for example in areas such as biomedical
sciences (Shi et al. 2012), genetics (Miiller et al. 2008), pharmaceutical sciences (Rah-
man et al. 2019) and transport engineering (Zhang et al. 2018), to mention just a few.
However, most of these works have been concerned with observational data and little
attention has been devoted to experimental design for settings where both the covari-
ates and the response are functional in nature. An example of a laboratory experiment
that is within this framework and motivated this research is the one described in Pigoli
et al. (2023), in the context of forensic entomology. Entomologists are interested in
studying the relationship between larval growth (and growth rate) and temperature,
but both these quantities vary in time. In a laboratory setting, the current practice is
to keep the incubator temperature constant for each experimental run, and then hav-
ing various runs at different temperatures. However, this is a choice based only on
practicality, since it does not require the operator to change the incubator temperature
during the run. A natural question is if there are better experimental designs to explore
the relationship between the growth rate curve and the temperature curve. This is an
example of the kind of scenarios we wish to address in this work. Another example is
the ergonomic experiment discussed in Aletti et al. (2016a,b) to forecast car driver’s
arm motion. Here, the control variables are the spatial coordinates of a target object
inside the car cabin, which are scalar. The functional response is the angle formed at
the right elbow between the upper and the lower arm varying during time to reach this
object. As an extension to functional control variables, the target locations can change
to specific trajectories that the hand must follow to move an object from one position
to another. Other examples arise in industrial settings, where the response is func-
tional (e.g., near infra-red spectroscopy measurements in chemical or pharmaceutical
manufacturing, Blanco et al. 1998) and the process parameters (such as temperature
and speed) can be varied over time. More recently, Chen et al. (2021) illustrated an
application in bioengineering, where function-on-function Gaussian process regres-
sion is used to emulate the tissue-mimicking performance of synthetic materials. A
motivating example, inspired by the pharmaceutical industry, will be described in the
next section.

One of the main tasks of optimal experimental design is the choice of the best
experimental conditions to estimate the unknown parameters of a statistical model.
D-optimality and A-optimality, studied in this paper, are popular criteria that aim to
minimize the generalized variance and the average variance of the parameter esti-
mators, respectively. Classical references on optimal experimental design are, for
instance, Fedorov (1972), Silvey (1980), Pukelsheim (2006) and Atkinson et al. (2007).
The use of optimal design is crucial, since it can drastically lower the cost of experi-
mentation by reducing the total number of observations needed to guarantee the desired
precision in parameter estimation.

We consider a framework where both the experimental factors and the responses
have a functional nature. In practice, the data analysis always starts from raw mea-
surements, and a preprocessing smoothing step is required to represent observations
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as functions. We refer to Ramsay and Silverman (2005) for an extensive discussion
of the smoothing procedures that can be used to reconstruct the functional data; the
starting point of our work will be responses and factors that are already represented as
functions. Also, we restrict ourselves to the case of densely observed functional data,
(Gertheiss et al. 2024), where smoothing can indeed be treated as a preprocessing
step, while we will not discuss the case of sparsely observed functional data, where
the location of the measurements can pose in itself an experimental design issue (see,
e.g., Rha et al. 2020; Kao and Huang 2024).

In terms of statistical models, in this work we will consider function-on-function
linear models (see, e.g., Ramsay and Silverman (2005) or Horvéith and Kokoszka
(2012)). To the best of our knowledge, statistical inference on these models has not
received much attention. The original contribution of this paper is therefore twofold.
First, we derive the expression of the covariance of the estimator obtained after basis
expansion of the functional coefficient (Ramsay and Silverman 2005). Second, we
use this result to construct optimal experimental designs with dynamic factors, which
guarantees the most precise estimation. This will expand the current state of the art
on experimental design for functional data, where optimal designs for experiments
for scalar-on-function linear models (i.e., models with functional covariates but scalar
response) have been considered by Michaelides et al. (2023) and for function-on-scalar
linear models have been discussed in Aletti et al. (2014) and Aletti et al. (2016b). On
the other hand, previous work on optimal design of experiment for problems with
time-varying factors and response (see, e.g., Fedorov and Hackl 1997) has focused on
models in which the functional form of the relationship between factors and responses
is known (e.g., quadratic) or on kriging estimators (Morris 2014). In our approach,
we instead consider the functional data framework where the model coefficients are
themselves functional objects, represented in a flexible way through a basis expansion.

The paper is organized as follows. Section 2 describes in detail an illustrative exam-
ple. The model is presented in Sect.3. In Sect.4, the estimator of the functional
coefficient of multiple factors is derived, and its properties are proved. Section5 is
devoted to the construction of exact optimal experimental design on the base of the
inference results previously obtained. In addition, Sect. 6 illustrates and discusses
some concrete examples of optimal designs, obtained with an optimization algorithm.
In Sect. 7, inspired by the motivating example in Sect. 2, we present a proof-of-concept
example with simulated data, as an illustration of our methodology for practitioners.
In Sect. 8, conclusions and future developments are discussed.

2 Motivating example

We illustrate the applicability of our framework with an industrial scenario based
on a pharmaceutical manufacturing process (Van Snick et al. 2019). The process
involves feeding material into a continuous line through a gravimetric feeder, while
the outlet concentration of the material is measured in-line downstream. Subsequently,
the mixture of material is abruptly changed, and it is measured how the resulting outlet
concentration changes over the time of the experimental run.
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Functional Factor 1
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Fig. 1 Example of a nine-run A-optimal design for the industrial case study. Each panel shows the dosing
trajectory of a single experimental run as a stepwise input over normalized time ¢ € [0, 1]

Hence, each experimental run can be viewed as a dynamic input—output system. The
input is the dosing program applied at the feeder, which specifies the exact mixture of
material that is fed over time. In practice, these dosing profiles are typically stepwise
functions, as the feeder may be turned on or off, or operated at a few different levels in
successive time intervals. The output is the concentration measured at the outlet, also
observed over time. Because of transport delays and mixing, changes in the input are
reflected in the output only after some lag, and the response tends to be smoother than
the input. This leads to a setting where both the experimental factors and the responses
are functions of time. Each run corresponds to one pair of functional trajectories: a
dosing profile and the resulting concentration curve.

In the original study of Van Snick et al. (2019), these functional quantities were sim-
plified into scalar or low-dimensional summaries before designing the experiment. For
instance, researchers worked with cumulative or normalized versions of the concentra-
tion curve (such as residence-time distributions). The experiment was then designed
for these scalar parameters rather than for the underlying functional relationship.

Our framework treats the dosing program and the measured concentration directly
as functions. Instead of designing an experiment around scalar summaries, we design
the specific trajectories of mixture of material to be tested. The goal is to select a small
number of profiles that provide the most precise information about how input activity
at one time influences the response at another time.
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A possible A-optimal design with 9 runs obtained under our framework is illustrated
in Fig. 1. Each of the nine runs corresponds to a distinct dosing program applied to
the feeder, where the feed level switches between —1 (lowest setting) and 1 (highest
setting) at different time intervals. These stepwise profiles were obtained using a step-
function basis for the input factor, reflecting the discrete operating modes of the feeder.
The corresponding process response was represented using a smoother, second-order
spline basis to capture the gradual transport and mixing effects observed in the outlet
concentration. This combination of stepwise input and smooth output is consistent with
the physical behavior the experimental setup of Van Snick et al. (2019). Collectively,
they provide rich coverage of the input domain, ensuring that changes in the input
mixture occur at various stages of the run. This diversity allows the resulting data to
capture how early, mid-run, and late changes in dosing propagate through the system.

3 Model and notation

Throughout this paper, we consider the following function-on-function linear model,
which generalizes to multiple factors the model introduced by Ramsay and Dalzell
(1991) and further discussed, for example, by Ramsay and Silverman (2005) and
Kokoszka and Reimherr (2017):

p T
yn<r>=ﬂo(r>+2/0 Bis. Dxni()ds +ea(). n=1,...N. p=1 (1)
i=1

where y, € L2([a, b]), xpi € L*([0,T1, Bo € L*([a, b]) and B; € L%([0, T1x [a, b])
are square-integrable functions, and €(¢), ..., ey () are i.i.d. zero-mean stochastic
processes (not necessarily Gaussian). Without loss of generality, we assume that all
factors are defined over the same interval [0, 7]. If this is not the case—i.e., if the
factors are defined on different intervals or involve different independent variables
such as time, frequency, or spatial coordinates—they can nevertheless be rescaled to
a common standardized interval [0, 7]. Similarly, the independent variable ¢ in the
response is not necessarily the same as in the factors and even when it is the same, it
can be defined on a different interval.

Furthermore, the model formulation in (1) assumes that the response at any point
may depend on the entire domain of the factor. In the special case where the inde-
pendent variable is time for both the response and one or more of the factors, this
assumption may be unrealistic, as it would imply that the response depends on future
values of the factor. In such cases, a more appropriate approach is the historical func-
tional linear model (Malfait and Ramsay 2003), in which the integration is restricted
to the interval [0, r]. While the general methodology proposed in this paper can be
extended to the historical model, it requires additional numerical computations to
approximate the integrals. For this reason, we do not consider the historical model
further in this work.

In matrix notation, model (1) can be rewritten as
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T
y@) = /0 X(s)B(s, t)ds + &(1), ()
wherey(t) = (y1(1), ..., yny(t))T isthe vector of responses, & (1) = (£1(¢), ..., en(t)T
is the vector of errors, B(s, t) = (Bo(1), B1(s, 1), ..., Bp(s, )7 is the functional coef-

ficient to be estimated, and X'(s) is the N x (p + 1) model matrix:

X(s) = [y [ X(s)], 3)
with X(s) being the N x p design matrix of the dynamic predictors:

x11(8) ... x1p(s)

x21(8) ... x2p(s)

X(s) = [}1(5) %2(5) ... Xp(5)] = @

XN{(S) xN1;(S)

We consider abasis {6;(t), [ > 1} toexpand the responses y, (), and the errors &, (¢),
forn =1, ..., N. We can then expand the intercept Sy (¢) and the kernels §; (s, t), for
anyi = 1, ..., p, according to the basis {6;(¢), [ > 1} and to p bases {n,lc(s), k> 1},...,
{ng(s), k > 1}:

Bo(t) =Y b} Oi(0),
l

Bils, 1) =Y bl mi(s)6r(0).
k,l
Since, by the Gram—Schmidt orthonormalization procedure, any basis can be trans-
formed into an orthonormal basis, from now on we assume that the basis {6;(¢), [ > 1}
is orthonormal, that is,

(On(1), k(1)) 2 = /Qh(l)é’k(t)dt = Ok,

where is the Kronecker delta symbol: 6y = 1if h = k and 65 = 0if h # k.

In order to estimate the parameters of the functional model (1), we follow the ideas
contained in Ramsay and Silverman (2005) and in Horvath and Kokoszka (2012); their
fully functional model is here extended to multiple factors and, in Sect.4, we derive
explicitly the estimator for the parameters of our model. Let us project the unknown
coefficients in the subspaces generated by the finite bases {6;(¢), 1 < [ < L} and
{ni(s),1 <k < K'},... {nf(s),1 <k < KP}. Note that each coefficient g; (s, t) for
i =1, ..., p, can be expanded, with respect to their first variable s, in a different basis
and with a proper dimension K’ , according to the features of the corresponding factor.

We have:

* ol
Bo @) =b"" 6(1),

Bis,t) =n'(s)"B O(1),
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foranyi =1, ..., p, where

b0 = @Y, ..., 60T,
0(1) = (61(1),...,00(t)T,

n'(s) = M), .. nh DT,
and
B' = [b}]
isa K’ x L matrix. Then, the functional coefficient B (s, t) becomes
B (s.1) = (B3 (D). B{(s.1)..... Bp(s.1)" = H(s)" BO() ©)
where H(s)T isa (p + 1) x (1 + K' 4 ... + KP) diagonal block matrix given by
H()" =diag(Ln' )", n”()"),

and Bisan (1 + K! 4+ ... + KP) x L block matrix of coefficients

N

Bl
B =
BY

to be estimated. Model (2) becomes:

T
¥() = / X()B* (5, 1)ds + (1),
0

that is, putting the (5) into it,
y() =ZB6O() +&(), (6)

where Z is the N x (1 + K' 4 ... + K”) matrix given by
z:/xamoﬂw. (7)
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4 Estimation of the model

In this section, we derive an estimator of the unknown functional coefficients of model
(3), and we obtain the expression of its variance. This is equivalent to estimating the
unknown block matrix B of coefficients in (6); to this aim, we minimize the Integrated
Sum of Square of Errors (ISSE), and then, we define the matrix estimator

A

B =arg mBin ISSE, 8)
where
ISSE = / ly(t) — ZB6(t)|ds
= [ w) - zBOw) (1) - ZBowW)K
=tr /(y(t)Ty(t) +00) BT 2" ZBO(1) —20(t) BT 27 y(1))ds
= tr/y(t)Ty(t)dt +uB’ 2T ZBlgy —2uBT 2T /y(t)O(t)Tdt; 9)
the last equality follows from the cyclic property of the trace and by defining

Joo = /H(I)O(I)Tdt.

To obtain the estimator 1§, we calculate the matrix derivatives of (9) and set them equal
to zero; according to the properties of matrix calculus we have:

0 T 5T 0 T 5T / T
—turB"Z'"ZBlyy —2—trB" Z )0 ()" dr
55 T 00 g y(@®)o(r)
=272T7ZBlgg —22" /y(t)B(t)Tdt =0,
and hence, we obtain the normal equations:
ZTZB oo =ZT/y(t)9(t)Tdt.

Since the basis {6;(¢), ] > 1} is orthonormal, then Jgy = I ; if Z in (7) has maximum
rank (1 4+ K! + ...+ KP), thatis, ZT Z is invertible, we have the following expression
of the estimator (8):

B= (ZTZ)—lzT/y(t)o(z)T dr. (10)
The following result provides the variance of the vectorization of the matrix esti-

mator (10). Given a p x g matrix M, vec(M) is the pg-vector obtained by stacking
the columns of M; the symbol ® denotes the Kronecker product on two matrices.
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Proposition 1 The estimator (10) is an unbiased estimator of the matrix B of coeffi-
cients of B* (s, t), and its variance is

Var(vecB) =32 @ 2'2)~".
where ¥ is a L x L matrix whose elements are
i1 = Cov (eni, enl)

notdepending on n, with e,; and ey, being the i -th and the l-th coefficients, respectively,
of the expansion of €, (t) in the basis {6;(t),l = 1, ..., L}.

Proof The unbiasedness follows from the interchangeability between expectation and
integration, and because Jgp = I, from the orthonormality of {6;(¢),l =1, ..., L}.

By considering the representation y(z) = YO(t) of the response vector, where Y is
a N x L matrix of coefficients, we have that

/y(t)O(t)T dt=YJge =Y

and thus, the estimator (10) can be expressed as B= (z"Z7)~'7TY. Note that the ran-
dom coefficients in each n-throw of Y, forn = 1, ..., N, are dependent between them,
since they expand the same functional response y,(¢), while each row is independent
on the others since each row expands a different response.

In order to obtain an expression of the variance of estimator (10), it is then conve-
nient to concatenate the rows of Y and, to get it, to vectorize its transpose BT

BT =Yz z"z2)~".
If ® and W are a p x g and an r x s matrices, respectively, it is possible to show that

vec(®W) = (¥ ®1,) vec(d).

Hence, A
vee BT = [((ZT2)7' 2"y @ 1] vec(YT)
and .
Var(vecBT) = FAFT,
where

F=[((Z"2)"'2")®1;] and A = Var(vecYT),

which are, respectively, a (1 + >/ K')L x NL and a NL x NL matri-
ces. To obtain the matrix X, observe that since yi(¢), ..., yy(¢) are independent
and identically distributed stochastic processes, then the columns of Y7, that is,
[yimemTde, ..., [yn()0(t)T dt, are i.i.d. random vectors. Then,

A=Iy®3,
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where

% = Cov <f yn(t)Qi(t)dt,/yn(t)Gz(t)dt) (1)

which does not depend on n. As a consequence of model (1), the second term in (11)

is equal to
Cov (/ e, (1)0; (1) dt,/an(t)el(t)dt);

moreover, for any n and i,

L L
/En(t)@'(t)dt :/Zenlel(t)ei(t)dt = Zem/@l(l)@i(t) dt = ey,
=1 =1

where the last equation follows from the orthonormality of {6;,/ = 1, ..., L}. We
finally obtain

Var(vecBT) = [(ZT2)7'2T) @ 1.1y ® ) [Z ZT2)" ) @ 11]
=((Z"2'"ZH e zZ')TH el
=zZ"2) 'ex. (12)

The two last equalities are due the following property of the Kronecker product: If A,
@, ¥ and 2 are matrices of sizes that can form the matrices products A ¥ and & €2,
then

AP (VRN =AY (DQ).

Finally, to obtain Var (vec l§) fromthe (12), letus denote by K (P-9) the commutation
matrix of dimension pg x pq such that vec(MT) = K9 vec(M) for any p x g
matrix M (see (Magnus and Neudecker (2019), Chapt. 18). Then,

vecB = KL 1HXIL KD VeC(BAT),
and hence,

Var(vecB) = KLIHEL KD (277)~1 @ )k XL KD
=222,

where the first equality is justified by the property K»9" = K@) while the

final equality follows from the property of the commutation matrices with Kronecker
product (see again Magnus and Neudecker (2019, Chapt. 18)). O

5 Optimal experimental designs

An experimental design for the model described in Sect. 3 is defined as a set of experi-
mental conditions x,,1 (s), . . ., X,y (s) in the interval [0, 7 ] chosen by the experimenter
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for each experimental runn = 1, ..., N, according to a specific experimental objec-
tive; an experimental design is then identified by the design matrix X(s) in (4).

Extending the classical definition of the optimal design literature, see, for instance,
(Atkinson et al. 2007), to the functional framework considered in this paper, an opti-
mal experimental design is an experimental design X*(s) which minimizes a proper
function ® of the variance—covariance matrix of the estimator. From Proposition 1,
it follows that an optimal design is given by

X*(s) =arg min (T ® (ZTZ)il), (13)
X(s)eC

with the Z given by (7) and C is the functional space where the factors are defined. Up
to this point, we have maintained a general functional representation for the factors.
However, to proceed with the design, it is necessary to express these factors using a
basis expansion. The choice of basis functions defines the functional space, denoted by
C, in which the factors reside. In practical applications, the selection of basis functions
may be influenced by constraints arising from the underlying physics of the problem or
from economic considerations. For instance, if the factors are required to be smooth,
higher-order spline bases may be appropriate; if monotonicity is required, I-splines
may be used (Ramsay 1988). In these cases, the constraints guide the selection of the
basis functions directly. In other cases, the constraints must be incorporated into the
optimization problem explicitly. Since such requirements are typically application-
specific, we assume in the following that C is the space spanned by the selected basis
functions, and that the optimization problem is unconstrained with respect to the basis
coefficients. Nonetheless, it is straightforward to modify the formulation to include
additional constraints by specifying certain coefficient values as inadmissible.

Let us expand each factor x;(s), for i = 1, ..., p, according to a proper basis
{c;'{ (s), k < 1}, and write the experimental conditions as finite linear combinations of
the first K© elements of the respective basis:

. T .
xni(8) =y, (),
forany n = 1,..,N andi = 1,..., p, where y! is a Ki-dimensional vector of
coefficients.

Recalling that the model matrix (3) is obtained by adding a column of one’s to the
matrix of the experimental conditions, we have that it can be rewritten as

X(s) = I'C(s),

where
C(s) = diag(1,¢' (s), ..., ¢P(s)),

andT"isa N x (1 + K): + .-+ K?) block matrix given by

C=1y|T ... |TP), (14)
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with
i T
Vi
ri=| :
i T
YN
Hence, the matrix Z in (7) can be rewritten as
Z=T /C(s)H(s)T ds=TJcu (15)
where
Jon = diag(1, T, .. Jepp) (16)

and, foranyi =1,..., p,
Joyi = fci(S)ni(S)TdS-

Hence, an optimal design X*(s) defined by Eq. (13) is identified by a matrix I'*
such that
r* =argmrincb(E®(JCHTFTI‘JCH)_1). (17)

5.1 A- and D-optimality

In this section, we extend A- and D-optimality criteria to the dynamic experimental
conditions: A functional A-optimal design X’ (s) and a functional D-optimal design
X;‘) (s) satisfy the (13), with & = tr, and ® = det, respectively. Hence, the D- and
the A-optimal designs ensure the precise estimation of the functional coefficients
by minimizing the generalized variance and the average variance of the parameter
estimators, respectively. In the following propositions, we derive the expression of
these criteria.

Proposition 2 A functional A-optimal design X7 (s) is obtained by minimizing
I VAVARE
where Z is the matrix defined in (7).
Proof From Proposition 1 and from the property of Kronecker product that
tr(A ® B) = (tr A)(tr B),

we have that .
tr Var(vecB) =tr = t(z'2)"; (18)
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note that ¥ is the covariance matrix of the error process and it is not affected by the
design; then, if a functional design minimizes tr(ZTZ)*l, it minimizes also the (18),
and hence, it is A-optimal. O

Proposition 3 A functional D-optimal design X7,(s) is obtained by maximizing
det(Zz"7),

where Z is defined in (7).

Proof Again, from Proposition 1 and from the property of Kronecker product that if
A and B are an n x n and a m x m matrices, respectively, then

det(A ® B) = (det A)™ (det B)",

we have that .
(det £)1T2im K

det Var(vec ﬁ) = W,

(19)
then, if a functional design maximizes det ZT7, it minimizes the (19), and hence, it
is D-optimal. O

Propositions 2 and 3 show that that A-optimal and D-optimal designs do not depend
on the unknown covariance matrix X of the error process. This is a crucial result
because it allows us to generate optimal designs without the need of information from
the data, which would be available only after the experiment.

Note that the expression therein contained is still based on the general representation
of the design matrix, which is integrated to obtain the matrix Z. According to our
method, the experimental conditions are expressed as linear combinations of proper
basis of functions, and hence the optimization need to be done with respect to the basis
coefficients, as it can be seen in equation (17). The optimal designs will then depend
on the original choices of the bases for the factors and of the bases for the functional
coefficients in the direction of s. The range of admissible functional shapes can be
freely chosen by the experimenter, taking into account the experimental constraints.
Several examples will be provided and discussed in Sect. 6.

6 Results: optimal designs

This section is devoted to offer some examples of functional optimal experimental
designs for precise estimation of the functional coefficient of model (3), based on the
theory developed in the previous sections. The examples are organized as follows:
First, we consider the same basis of functions to expand the functional coefficient
and the runs of one functional predictor (Sect. 6.1); then, we extend to the case of
choosing two different bases (Sect. 6.2); finally, we present an example with more
than one predictor (Sect. 6.3).

In all of the examples, various B-splines (Smith 1980) are used as a choice for
expanding the basis for both the functional factors and parameters. A B-spline is
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defined by its degree D and its knot vector. If we assume that the knot vector is
constructed by equidistant points in the interval [0, 1], then we can define it in terms
of the number of breakpoints K (in our notation including the two bound points 0 and
1). For example, the knots vector with IC = 5 should be {0, 0.25, 0.5, 0.75, 1}. The
length for a basis of degree D, using K knots in the knot vector, is D + IC — 1.

In the examples with one functional predictor, we assume that N = 12 runs are
available and we investigate how increasing the number of breakpoints for expanding
the functional factor x(s) affects the optimality. Additionally, we increase the number
of break points in the expansion of B(s, t) with respect to s, to investigate how the
design output chances for a constant number of breakpoints in X (s). For a design to
be estimable, we need the total number of parameters (plus one to include a constant
term according to (3)) to be less than the number of experimental runs. So if we
expand B(s, t) with a B-spline of degree Dg and Kpg breakpoints, we need N >
Dg+Kpg. Additionally, if we use a B-spline of degree Dy and Ky knots for expanding
the functional factor X (s), we need to enforce Dx + Kx > Dg + Kg, to ensure
identifiability of (3).

Additionally, we explore scenarios involving multiple functional predictors to
demonstrate how the interplay between different factors and their respective basis
expansions influences the optimal design. Specifically, Sect. 6.3 presents an example
with more than one predictor, illustrating the complexities and considerations that arise
when extending the design framework to accommodate multiple functional inputs.

The algorithm used is a version of the coordinate exchange (Meyer and Nachtsheim
1995) using 1000 random starts implemented in Python 3.10 (Van Rossum and Drake
2009). The code is available by the authors upon request. The examples are referred
to A-optimality, and similarly, D-optimum designs could be obtained.

6.1 Same basis of functions to expand the dynamic factor and the parameter

In this scenario, we consider one functional factor and we expand both X (s) and the
functional parameter S (s, t) using zero-degree B-spline basis functions (Dy = 0 and
Dg = 0). Zero-degree B-splines are defined over a set of equidistant breakpoints (or
knots) within the domain of the function. Between each pair of consecutive break-
points, the basis function is constant.

In our analysis, we investigate how varying the number of breakpoints in the B-
spline basis for X (s) affects the A-optimality criterion value while keeping the basis
and number of breakpoints of B(s, t), with respect to the s variable, fixed. More
specifically, we assume Kx € {3,5,9, 15, 19,29} and Kg € {3, 5, 7} and we vary the
number of breakpoints Ky for each fixed Kg.

Table 1 summarizes the A-optimality values and the relative efficiencies for dif-
ferent combinations of Ky and Kg. The computed efficiency is relative to the best
A-optimality value achieved in each case.

From Table 1, we observe that when Kg = 3, the efficiency remains constant at
100% no matter the number of breakpoints for X (s). This indicates that increasing
the number of breakpoints of the predictor’s basis functions does not improve the
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Table 1 A-optimality values and relative efficiencies for zero-degree B-splines expansion of X(s) and
B(s, t) with varying numbers of breakpoints in X (s)

Breaks 3 5 7
A-opt Efficiency A-opt Efficiency A-opt Efficiency
3 0.75 1.00 - - - -
0.75 1.00 542 1.00 - -
9 0.75 1.00 542 1.00 27.25 0.69
15 0.75 1.00 6.33 0.86 23.46 0.80
19 0.75 1.00 6.10 0.89 18.70 1.00
29 0.75 1.00 542 1.00 21.04 0.89
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(a) Design output with Kx =9 (b) Design output with Ky = 29

Fig.2 Comparison of design output for different breakpoints when g =3

estimation precision of B(s, t) when the coefficient function is represented with only
two (Dg = 0, Kg = 3) basis functions.

This observation is further illustrated in Fig.2, where we compare the optimal
design outputs for Ky = 15 and Ky = 29 with Kg = 3. Despite the increase in
the number of breakpoints for X (s), the overall shape of the optimal design remains
unchanged. Essentially, the simplicity of the coefficient function limits the complexity
that can be captured in the design, and thus, even with more breakpoints, the optimal
design does not change.

In contrast, when Kg = 7, allowing for a more flexible representation of the factor
by increasing the number of breakpoints improves the efficiency of the design, albeit
with diminishing returns. A more flexible basis for X (s) allows the design to capture
the increased complexity of the more intricate coefficient function S(s, t), enhancing
the estimation precision.

This can be seen in the design output in Fig. 3. Increasing the number of breakpoints
for X (s) from 9 to 29 changes the shapes. Upon closer inspection of Fig. 3, we see
that there is no run in the left panel that matches in shape any from the right panel.
This reinforces our belief that a more complicated expansion for the functional factor
is better at capturing a more complicated expansion of the functional parameter.
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Fig.3 Comparison of design output for different breakpoints when g =7

An interesting observation arises from Table 1 concerning the case with 19 break-
points for X (s) and 7 breakpoints for 8 (s, t). Notably, this specific configuration yields
a better A-optimality criterion value than the case with 29 breakpoints for X (s). To
understand this why this happens, it is essential to examine the knot vectors of X ()
and B(s, t) in this scenario.

We deduce that the knot vector of B (s, t) is included within the knot vector of X (s)
when 19 breakpoints are used. This inclusion means that every knot of S(s, t) aligns
with a knot of X (s), facilitating a more precise estimation of the coefficient function.
In contrast, this alignment does not occur for X (s) with 9 or 15 breakpoints, where
the step sizes do not result in such inclusion. This observation suggests that carefully
aligning the knot vectors of X(s) and B(s, #) can enhance the estimation precision,
and the knot vector of the predictor should be thoughtfully selected based on that of
the coefficient function.

A similar rationale applies to the case with 5 breakpoints for B(s, t) and 15 or 19
breakpoints for X (s). In these scenarios, the knot vector of the coefficient function is
not included within that of the predictor. As a result, the design cannot achieve 100%
efficiency compared to cases where such inclusion exists.

These findings suggest the importance of matching not only the number of knots of
the predictor’s basis functions with the complexity of the coefficient function but also
ensuring the alignment of their knot vectors. When the coefficient function is more
intricate, increasing the number of knots of the predictor’s basis functions is beneficial.
However, optimal efficiency is further achieved when the knot vectors are carefully
constructed so that the knots of the coefficient function are included within those of
the predictor. This alignment allows the predictor to capture the essential features of
the coefficient function more effectively, leading to improved estimation precision.

In the next section, we will explore scenarios where different families of basis func-
tions are employed for the functional predictor and the parameter. This investigation
will further elucidate how the choice of basis functions and the alignment of knot
vectors impact the efficiency and effectiveness of the experimental design.
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6.2 Different bases of functions

In this scenario, we explore the optimal experimental design when the functional
predictor X (s) and the functional coefficient S(s, t) are expanded using different
bases functions. Specifically, we consider cases where the predictor and the coefficient
function are represented using B-splines of different degrees. This investigation aims
to understand how the choice of basis functions for the predictor and the coefficient
affects the efficiency of the design.

We focus on two sub-scenarios:

1. Dx =1 and Dg = 2: This setup allows us to assess the impact of having a more
complex coefficient function relative to the input factor.

2. Dx = land Dg = 0: This contrast helps us understand the effect when the factor’s
flexibility exceeds that of the coefficient function.

In both sub-scenarios, we vary the number of breakpoints (knots) in the B-spline
basis functions for X (s) to observe how increasing the number of knots of the predictor
influences the A-optimality criterion and the efficiency of the design.

6.2.1 First-degree B-splines for X (s) and second-degree B-splines for B(s, t)

In this sub-scenario, we investigate the optimal design when the functional predictor
X (s) is expanded using first-degree B-spline basis functions (piecewise linear func-
tions), and the coefficient function B(s, ) is expanded using second-degree B-spline
basis functions (piecewise quadratic functions). This setup allows us to examine the
effect of using a basis for the coefficient function that is allowed to change in more
points relative to the predictor.

We consider varying the number of breakpoints in the B-spline basis for X(s)
(Kx € {5,9, 15, 19, 29}), while keeping the number of breakpoints for B(s, t) fixed
at three different values as per the previous example (Kg € {3, 5, 7}). By analyzing
both cases, we can assess how increasing the complexity of the coefficient impacts
the efficiency of the design and precision of estimation when combined with predictor
flexibility.

Table 2 summarizes the A-optimality values and relative efficiencies for these set-
tings. The efficiency is calculated relative to the best A-optimality value achieved in
each case, which corresponds to the maximum number of breakpoints for X (s).

In Fig. 4, we present two designs with a fixed number of breakpoints for X (s)
(Kx =19), for Kg € {3, 7}. We can observe that increasing the complexity of the
functional parameter significantly impacts the design. The optimal design adapts by
utilizing the available knots in X (s) to generate more varied predictor functions for the
more complicated B (s, t). This is clear when comparing the changes in slope between
Figs. 4a, and 4b. Fig. 4a shows much fewer changes in slope for each experimental
run because the coefficient function is simpler.

This sub-scenario demonstrates that when the predictor’s representation is fixed,
increasing the complexity of the coefficient function requires the design to make full
use of the available knots to achieve optimal estimation. The designs become more
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Table 2 A-optimality values and relative efficiencies for first-degree B-splines expansion of X(s) and
second-degree B-splines of (s, t) with varying numbers of breakpoints in X (s)

Breaks 3 5 7
A-opt Efficiency A-opt Efficiency A-opt Efficiency
36.82 0.60 - - - -
23.71 0.92 112.84 0.71 352.12 0.60

15 22.49 0.98 84.44 0.95 256.99 0.79

19 22.19 0.99 83.93 0.96 216.76 0.94

29 21.96 1.00 80.30 1.00 207.83 1.00

Functional Factor 1 Functional Factor 1

777777 1 1

LI W A VA A W o [T\ N\ T\ S\ AS A\

1
000 025 050 075 100 000 ©025 050 075 100 000 025 050 075 100 000 025 050 075 100 000 025 050 075 100 000 025 050 075 100
t t t

Run4 Run’5 Run 6 Run 4 Run 5 Run 6

- - + p— 1 EETEEEEE—— -
0 A A W A W HVAAVAVARVARIAVA WA W] \_/
- e — G b -1 \ YR Y e - e
000 025 050 075 100 000 025 050 075 100 000 025 050 075 100 000 025 050 075 100 000 025 050 075 100 000 025 050 075 100
t t t ! t ¢
Run7 Run8 Run9 Run7 Run8 Run9
1 [ N ' —— 1 e " = ~ T AL
0 o/ / WA AN AW A AWAW
B LV o\ 3 ——— JERYASIRY | AW —— T A
000 025 050 075 100 000 025 050 075 100 000 025 050 075 100 000 025 050 075 100 000 025 050 075 100 000 025 050 075 100
t t t t t
Run 10 Run 11 Run 12 Run 10 Run 11 Run 12

RS A VN T A VY AR T VY A W I A W AW AT WY A W A T AR VAN

- T -1
000 025 050 075 100 000 025 050 075 100 000 025 050 075 100 000 025 050 075 100 000 025 050 075 100 000 025 050 075 100
t t t t t t

(a) Design output with Kg =3 (b) Design output with Kg =17

Fig.4 Comparison of design output for different breakpoints when x = 19

intricate, with more changes in slope in the predictor functions, reflecting the need to
capture the additional complexity in B(s, t).

6.2.2 First-degree B-splines for X (s) and zero-degree B-splines for B(s, t)

In this last sub-scenario, we explore the optimal design when the functional predictor
X (s) is expanded using first-degree B-spline basis functions, while the coefficient
function B(s, t) is expanded using zero-degree B-spline basis functions. This setup
allows us to examine the effect of using a more flexible basis with respect to the number
of breakpoints for the predictor relative to a simpler coefficient function.

We will again vary the number of breakpoints Ky in the B-spline basis for X (s)
while keeping the number of breakpoints for B(s, ) fixed. We assess how the predic-
tor’s number of knots impacts the efficiency of the design and the estimation precision
when the coefficient function is relatively simple.

In Table 3, we again observe the same thing as with the previous sections. The
efficiency of the design increases for all cases of Kg when we allow X(s) to vary
between more breakpoints, with diminishing returns.

In scenario 6.1, we assumed the same zero-degree B-spline basis for the expansion
of B(s, t) as in this scenario. Hence, the A-optimality values presented in Table 3 are
directly comparable to Table 1 from scenario 6.1. The only thing that changed between
those two scenarios is the type of basis function chosen for expanding the functional
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Table 3 A-optimality values and relative efficiencies for first-degree B-spline expansion of X (s) and zero-
degree B-spline expansion of B(s, ) with varying numbers of breakpoints in X (s)

Breaks 3 5 7
A-opt Efficiency A-opt Efficiency A-opt Efficiency
2 1.58 0.49 — - - -
3 1.34 0.58 - - - -
5 0.97 0.80 15.01 0.40 - -
9 0.85 0.91 8.13 0.74 32.21 0.66
15 0.80 0.97 6.35 0.95 25.17 0.85
19 0.79 0.98 6.11 0.99 24.69 0.86
29 0.77 1.00 6.04 1.00 21.34 1.00
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Fig.5 Comparison of design output for different breakpoints when Cg = 3

factor. In scenario 6.1, we used a zero-degree B-splines basis, and in this scenario, we
allow for a more complex first-degree B-splines basis.

In Table 3, we can see that even at the maximum number of breakpoints, Ky = 29,
we never quite reach the same A-optimality values as in Table 1 of scenario 6.1 with
respect to Kg. This suggests that the design with the more abrupt changes in slope
(scenario 6.1) produces a more efficient design that the one with a more gradual change
in slope (scenario 6.2.2).

To visualize the impact of the different basis functions, we present Fig.5, which
shows the optimal designs for Cx =9, Kg =29 and Kg = 3.

By comparing Figs. 2a to 5a, we see that the shapes of each experimental run of
the functional factors are the same, given the constraints of each basis. For example,
either the function experiences no change in slope and is pushed to the extreme values
of the [—1, 1] range that they are allowed to take, or they show one change in slope
at the mid-point of the domain (0.5). The zero-degree B-spline basis of Fig. 2a results
in more abrupt jumps from the one extreme point to the other, while the smoother
first-degree B-spline basis of Fig. 5a has a more gentle slope going from one extreme
to the other. The same can be said for the comparison between Figs. 2b and 5b.
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Table 4 Degree of the B-spline and number of breakpoints for the two functional factors and coefficient
pairs

Component 1 Component 2
Degree Breakpoints Degree Breakpoints
Factor x(s) 0 5 2 9
Coefficient B(s, 1) 0 3 1
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Fig.6 Design of experiments for two experimental factors

This last sub-scenario demonstrates that increasing the predictor’s complexity
by using higher-degree basis functions does not necessarily improve the estimation
precision when the coefficient function is relatively simple. Overall, this analysis
underscores that the choice of basis functions for the predictor and coefficient func-
tion should be carefully considered in functional experimental design.

6.3 More than one predictor

In this final scenario, we extend our investigation to the case of multiple functional
predictors. Specifically, we consider a model with two functional predictors x; and
X», each one expanded using different B-spline basis functions. This example allows
us to explore how the interplay between multiple predictors and their corresponding
coefficient functions affects the optimal design and estimation precision.

The predictors and their associated coefficient functions are expanded as summa-
rized in Table 4.

In this scenario, we fix the number of breakpoints for both predictors. The A-
optimality criterion value obtained for this design is 6.425.

Figure 6 presents the optimal design for this scenario, displaying the experimental
runs for both functional predictors X1 (s) and x;(s). In this scenario, we observe that
the design must accommodate for predictors with different degrees of the B-spline and
number of knots, and their associated coefficient functions. The zero-degree B-spline
expansion for xj (s) results in simpler experimental runs, suitable for estimating the
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relatively simple coefficient function S (s, 7). In contrast, the second-degree B-spline
expansion for X, (s) provides the enough complexity to capture the intricacy of B> (s, )
which is expanded using first-degree B-splines.

Introducing multiple factors into a model increases the number of parameters that
need to be estimated. In our experiments, we found that the coordinate exchange
algorithm struggles to find an optimal design when the number of parameters is high.
To address this issue, we can either expand the experiment by increasing the number
of experimental runs or employ an alternative optimization algorithm.

In conclusion, the case of multiple functional predictors demonstrates that optimal
experimental design can account for different complexities of the basis functions of
each predictor and their associated coefficient functions. This example highlights that
it is possible to accommodate the individual properties of each functional predictor
and their associated coefficient functions in the design of experiments on the fully
functional model.

7 Proof-of-concept example

We develop a proof-of-concept example of our methodology from the continuous man-
ufacturing line setting (Van Snick et al. 2019) described in Sect. 2. In each experimental
run, a mixture is dosed into a gravimetric feeder (input), and the outlet concentration is
monitored in-line downstream (output). Because of transport delays and mixing, sharp
changes in the dosing program produce smoothed responses after a temporal lag. This
naturally yields a function-on-function regression problem, where both factors and
responses are trajectories on the normalized interval [0, 1].

Simulation setup and data generation
To generate data, we specify a bivariate coefficient surface B(s, ) on [0, 1]2 and
simulate responses

1
Y;(1) = / Xi(s)Bs,0)ds + &j(t), j=1,....n,
0

where X ;(-) is the dosing profile of run j and ¢;(-) is a mean-zero functional noise
process. The true coefficient is represented on a B-spline basis with 4 x 4 cubic
splines and random coefficients. The error is a Gaussian process with radial-basis-
function kernel and small variance (y = 1073, 62 = 10~2), represented on a Fourier
basis with 81 terms. The choice of a rich, smooth basis for the noise ensures realistic
smoothness and Dispersion of the response curves while keeping the signal-to-noise
ratio moderate.

Designs under comparison.
We compare three different designs, each one with n = 24 runs (the exact designs
are provided in the Appendix and visualized there):

1. Multivariate baseline (naive approach): we discretize the dosing profiles at 10
equally spaced segments and 7 different responses and apply a classical multivari-
ate A-optimal design on the resulting 10-dimensional factor space. This design
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Responses for the multivariate design Responses for the step design Responses for the B-splines design
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Fig.7 Simulated response curves for the three 24-run designs

was generated using the software JMP (SAS 2024), treating the discretized values
of X (-) as independent factors. This corresponds to approximating the functional
input by a finite grid and designing the experiment as a standard multivariate linear
model.

2. Step-step (basis-aligned to physical actuation): the dosing trajectories are rep-
resented on a degree-0 B-spline basis with 11 knots, yielding 10 stepwise segments
over s € [0, 1]. The coefficient surface used in the design criterion is expressed
on the same degree-0 B-spline basis (11 knots), and the response direction is rep-
resented on a 7-term Fourier basis. This setup produces A-optimal designs whose
runs correspond to stepwise input profiles consistent with realistic feeder actuation.

3. Spline-spline (smooth dosing): the dosing trajectories are represented using
degree-2 B-splines with 9 knots, yielding 8 interior segments and smoother func-
tional inputs. In the design criterion, the coefficient surface is expressed using
degree-3 B-splines with 5 knots in the factor direction, while the response direction
is again represented on a 7-term Fourier basis. This basis choice yields A-optimal
designs whose runs correspond to smooth dosing programs.

The first design serves as a baseline obtained by discretization and classical mul-
tivariate optimal design. The other two are purely functional A-optimal designs
constructed directly in the appropriate functional basis, reflecting either stepwise or
smooth actuation of the dosing mechanism.

Figure 7 displays typical responses produced by the three designs in a single simu-
lated experiment. The multivariate baseline produces responses that are less diverse and
exhibit—Dby design—blocking at the discretization points, whereas both basis-driven
designs (step and B-spline) generate trajectories that explore the response space more
effectively and more smoothly, better matching the expected physics of the process.

The corresponding coefficient estimates are shown in Fig. 8. As expected, the multi-
variate fit yields a blocky estimate that misses smooth transitions, while the functional
designs recover the main features of the true surface. Among them, the estimates
produced by the spline—spline design are visually the closest to the true coefficient.

Simulation study (RMSE). To quantify the performances of the different designs, we
repeated the simulation 100 times using the same true (s, t) and error process and
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Fig.8 True coefficient and estimated coefficient surfaces under the three designs

computed the RMSE on a 100 x 100 grid:

1 =R 1/2
RMSE = {WZ(ﬁ(Sg,th)_:B(sg,lh))z} :

g.h

Figure9 summarizes the distribution of RMSE across replicates. The spline—spline
design attains the smallest errors, the step—step design is second, and the multivariate
baseline is the worst. This ranking is consistent across repetitions and confirms that
designing directly in function space yields more informative experiments than the
naive “discretize-then-design” approach.

These results demonstrate that functional A-optimal designs tailored to the structure
of the factor and response spaces provide substantial gains over naive, discretization-
based, strategies. When the design space is expressed in an appropriate functional basis,
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Fig.9 RMSE over 100 simulated experiments. Left to right: multivariate baseline, step—step, spline—spline

capturing either the stepwise actuation of the process or its expected smoothness, the
resulting experiments yield more informative response trajectories and hence, more
accurate estimates of the coefficient surface.

8 Conclusion

This work presents new results on optimal experimental design for estimating the
functional coefficient of a linear model with multiple dynamic factors and where also
the response is functional. The first part of the paper develops inference results and
extends optimality criteria for selecting designs of experiments, proving that both
A-optimal and D-optimality do not depend on the covariance of the error process.

The second part of the paper is dedicated to illustrating the proposed methodology
in concrete examples. In order to construct an experimental design in this context,
an experimenter should set in advance the set of basis functions (e.g., type, order,
dimension, etc.) to be used for the predictors, and the set of basis functions to expand
the functional coefficients in the direction of the predictors. As we have shown, the
functional form of the optimal design is affected by this choice.

We describe then a real life example in an industrial scenario, and we apply our
method with a simulation study. Simulations show that functional A-optimal designs
provide substantial gains over naive, discretization-based, strategies by yielding more
informative response trajectories and hence, more accurate estimates of the coefficient
surface.

The function-on-function model considered in this paper could be straightforwardly
extended by including also non-functional factors and concurrent functional interac-
tions. The extension to time-delayed interactions is more challenging, since the model
includes functional coefficients in higher dimensions. This will be scope for future
work. Moreover, in some cases it can be of interest to represent the functional coef-
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ficients using a higher number of basis functions and this can make the model not
identifiable with the available number of runs. In this case, we need to include a penal-
ization in the estimator, usually imposing a penalty on the derivatives of the functional
coefficient. A further development will be to derive the expression of the optimal
designs for this different estimator. Finally, other optimality design criteria, particu-
larly those focusing on precise prediction, will also represent an interesting direction
for additional development of the present work.

Supplementary information

e An exhaustive database of the experimental designs generated in this paper is
available online.! The dataset consists of 576 records, each representing one exper-
imental design with 12 columns detailing the settings and results. The columns
include the design ID (id); constants such as the number of random starts of the
coordinate exchange algorithm (epochs) and the number of experimental runs
(Runs); choices made for the functional factor—basis type (X family), degree (X
degree), and number of breakpoints (X breaks); and similar choices for the func-
tional coefficient (B family, B degree, B breaks). The results comprise the design
coefficients of the basis expansion of the functional factor, the A-optimality crite-
rion value, and the figure of the design. If a design cannot be estimated for specific
settings, the design column will have the value “NONE,” the criterion column will
be null, and the figure column will contain no image.

o The three optimal designs constructed for Sect. 7 are showed in the Supplementary
Material. This contains a table with the optimal multivariate design, a figure with
the step function optimal design and a figure with the B-splines optimal design.

Appendix A Supplementary Material

We report the exact experimental designs used in the realistic proof-of-concept exam-
ple discussed in Sect.7 of the main paper. We provide (i) the 24-run multivariate
A-optimal design used for the naive discretize-then-design baseline and (ii) graphical
representations of the corresponding 24-run functional A-optimal designs in the step—
step and spline—spline settings. This material is intended to facilitate replication and
to give additional insight into the structure of the proposed functional designs.

A.1 Multivariate A-optimal design

Table 5 reports the 24-run multivariate A-optimal design (SAS 2024) employed for the
baseline approach in Sect. 7 of the main paper. Each factor represents the value of the
discretized input trajectory X (-) at one of ten equally spaced points on [0, 1], coded
at levels —1 and 1. The resulting design is obtained by applying standard A-optimal
design methodology to this 10-dimensional multivariate regression setting.

1 https://airtable.com/appX72fWQTQO081 Ykg/shrfeUIXNUS8kR2iV/tblLI0ckw7EVoaa7j.
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Table 5 Twenty-four-run
A-optimal multivariate design
used in the proof-of-concept

Run X; Xo X3 X4 X5 X¢ X7 Xg X9 Xio

study 1 -1 -1 -1 -1 -1 -1 -1 -1 -1 -1
2 1 -1 -1 -1 -1 1 -1 1 -1 -1
3 1 1 -1 -1 -1 -1 1 -1 1 -1
4 1 1 1 -1 -1 -1 -1 1 -1 1
5 1 1 1 1 -1 -1 -1 -1 1 -1
6 -1 1 1 1 1 -1 -1 -1 -1 1
7 -1 -1 1 1 1 1 -1 -1 -1 -1
8 -1 -1 -1 1 1 1 1 -1 -1 -1
9 -1 -1 -1 -1 1 1 1 1 -1 -1
10 -1 -1 -1 -1 -1 1 1 1 1 —1
11 -1 -1 -1 -1 -1 -1 1 1 1 1
12 1 -1 -1 -1 -1 -1 -1 1 1 1
13 1 1 -1 -1 -1 -1 -1 -1 1 1
14 1 1 1 -1 -1 -1 -1 -1 -1 1
15 1 1 1 1 -1 -1 -1 -1 -1 -1
16 -1 1 1 1 1 -1 -1 -1 -1 -1
17 -1 -1 1 1 1 1 -1 -1 -1 -1
18 -1 -1 -1 1 1 1 1 -1 -1 -1
19 -1 -1 -1 -1 1 1 1 1 -1 -1
20 -1 -1 -1 -1 -1 1 1 1 1 —1
21 -1 -1 -1 -1 -1 =1 1 1 1 1
22 1 -1 -1 -1 -1 -1 -1 1 1 1
23 1 1 -1 -1 -1 -1 -1 -1 1 1
24 1 1 1 -1 -1 -1 -1 -1 -1 1

Each row corresponds to one experimental run, and each column Xj
to the coded level of the factor at the k-th discretization point in s

A.2 Functional A-optimal designs

Figures 10 and 11 display the two functional A-optimal designs considered in the
main paper, namely the step—step and spline—spline designs. In both cases, the input
factor is a trajectory X (s) on [0, 1], corresponding to the dosing program applied to
the gravimetric feeder. Each curve in the figures represents one of the 24 runs in the
corresponding design.
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Fig. 10 Twenty-four-run step—step A-optimal design. Each curve represents one dosing trajectory con-
structed using a step-function basis with ten segments over the normalized time domain s € [0, 1]
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Fig. 11 Twenty-four-run spline—spline A-optimal design. Each trajectory is represented using second-order
B-splines with ten segments over s € [0, 1]
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A.2.1 Step-step design

In the step—step design, the input trajectories are constructed using a step-function
basis with ten segments, reflecting a setting where the feeder operates at a finite
number of discrete levels over successive time intervals. This basis aligns closely
with realistic actuation patterns (on/off or few-level changes over time) and with the
stepwise representation used when computing the A-optimal design in the factor space.

A.2.2 Spline-spline design

In the spline—spline design, the input trajectories are represented using second-order B-
splines with ten segments, yielding smoother dosing profiles. This setting is appropriate
when the actuation can vary more gradually over time, and it complements the use of
smooth B-spline bases for both the factor and response directions in the estimation of
the coefficient surface (s, t).
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