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Abstract

In many branches of physical science, when the complex physical phenomena are either too expen-
sive or too time consuming to observe, deterministic computer codes are often used to simulate these
processes. Nonetheless, true physical processes are also observed in some disciplines. It is preferred
to integrate both the true physical process and the computer model data for better understanding of
the underlying phenomena. In this paper, we develop a methodology for selecting optimal follow-up
designs based on integrated mean squared error that help us capture and reduce prediction uncertainty
as much as possible. We also compare the efficiency of the optimal designs with the intuitive choices
for the follow-up computer and field trials.
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120 Pritam Ranjan et al.

1. Introduction

Deterministic computer simulators are often used to explain the behaviour observed in
physical systems. Scientists are able to adjust inputs to computer codes in order to help
understand the impact on the process. A sufficient mathematical description of the system
is often computationally intensive, and the trials of a computer experiment must be selected
with care. To this end, a variety of experimental designs, such as Latin hypercube and space
filing designs (McKay, Conover and Beckman, 1979; Johnson, Moore and Ylvisaker, 1990)
have been proposed.

In many cases, observations of the physical process are also available. Kennedy and
O’Hagan (2001) proposed a Bayesian approach that directly incorporates both computer-
model simulations and field observations to form a predictive model. This approach, called
model calibration, explicitly models the computer simulator and the discrepancy between
the field process and the computer code. In addition, their model also attempts to estimate
unknown constants that govern the physical system. This model is of specific interest in this
article.

To implement the approach of Kennedy and O’Hagan (2001), one needs both a suite
of field observations and computer simulations. The field observations may have been the
result of a designed experiment (e.g., the motivating example in the next section) or an
observational study (e.g., climate studies). The initial computer experiment designs are
typically Latin Hypercube designs with space filling properties like maximin and minimax
criterion (Sacks et al., 1989; Johnson, Moore and Ylvisaker, 1990).

In this article, our primary focus is to explore ways of obtaining good follow-up designs
that help us capture and reduce prediction uncertainty as much as possible. Due to cost
constraints and experimental settings, it is often preferred to choose follow-up trials in a
batch of pre-specified number of trials. Such trials can be chosen in many different ways,
for example, by optimizing a criterion that is based on prediction errors (Sacks, Schiller
and Welch, 1992), entropy (Currin et al., 1991) or expected improvement based (Jones,
Schonlau and Welch, 1998; Schonlau, Welch and Jones, 1998). Santner, Williams and
Notz (2003, Chapter 6) present more details on design selection criteria. In this article,
we discuss two types of follow-up trial selection techniques: (a) optimal choice (in mean
squared error sense) and (b) intuitive choice. The performance of different approaches is
illustrated through simulation, and the proposed methodology is applied to an ongoing study.

This paper is organized as follows. In Section 2, we present a motivating example from
a physics hydrodynamics application. A brief review of the integrated process model is
presented in Section 3. The fundamental approach for selecting follow-up trials is developed
and the implementation details are discussed in Section 4 . In Section 5, we present the
results from a small scale simulation study that compares several different choices of follow-
up trials, and in Section 6 we apply the new methodology for identifying new field trials to
the hydrodynamics application. Finally, in Section 7 we present a brief discussion and
recommendations for selecting follow-up trials for such integrated processes.

2. Motivating Example

At the Center for Radiative Shock Hydrodynamics (CRASH), model calibration is play-
ing an important role in combining physics modeling (i.e., computer simulator) and physical
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Follow-up Experimental Designs for Computer Models and Physical Processes 121

experiments. The application under study is one where a laser pulse irradiates a beryllium
disk positioned at the mouth of a zenon-filled tube (see Figure 2.1). The laser pulse ignites
the beryllium causing a shock wave to flow down the tube. This shock is such that a radiative
cooling layer forms immediately behind the shock front. The radiation then travels in front
of the shock wave and interacts with the tube, causing a second shock (the “wall shock”).
This second shock then interacts with the primary shock. The physics in this application
is dominated by complex interactions between the laser-driven radiative shock, the wall
shock, and the xenon-beryllium interface behind the primary shock, and has implications in
astrophysics and high-energy-density physics.

Figure 2.1. Illustration of the CRASH experiment.

An important endeavor for CRASH is to be able to accurately predict features of radiative
shock with associated measures of uncertainty. The specific feature under study here is the
distance the shock has traveled down the tube (i.e., shock location). A series of physical
experiments were conducted, varying the settings of four experiment factors (see Table 2.1).
There are nine such observations available for our modeling purposes.

Table 2.1. Experimentally controlled inputs.

Factor Description Average/Typical Values Range for Study

x1 Be drive disk thickness 21 µm 18 – 22 µm

x2 Laser total energy 3870 J 3.23 – 4.37 kJ

x3 Xe gas pressure 6.5 mg/cc (1.15 atm) 5.85 – 7.15 mg/cc

x4 Observation time to 13, 14 and 16 ns 12.5 – 14.5 ns

In addition to physical observations, a deterministic computer simulator (the CRASH
code) has been constructed to help understand radiative shock in this context. The CRASH
code is computationally demanding, requiring a supercomputer to run, and often requires
manual intervention to overcome numerical instabilities. A suite of 320 computer simula-
tions were conducted, varying the levels of the same four factors in the physical experiments.
Furthermore, four additional variables (see Table 2.2) that correspond to physical constants
(e.g., calibration parameters) were also studied. The values of the physical constants are not

D
ow

nl
oa

de
d 

by
 [A

ca
di

a 
U

ni
ve

rs
ity

] a
t 0

7:
19

 1
3 

Ju
ne

 2
01

2 



122 Pritam Ranjan et al.

Table 2.2. Calibration inputs θ .

Description Nominal Value Range for Study Symbolic Name

γBe Be gamma 5/3 1.4 – 5/3 θ1

γXe Xe gamma 1.2 1.1 – 1.4 θ2

Be opacity scale factor 1 0.7 – 1.3 θ3

Xe opacity scale factor 1 0.7 – 1.3 θ4

known precisely, but some value must be given to the simulator for the code to run. So, an
additional goal of the endeavor is to estimate the unknown physical constants. The choice
of simulations was determined by using an orthogonal array based Latin hypercube with a
space filling criterion (Owen, 1998; Tang, 1993; Johnson, Moore and Ylvisaker, 1990).

From a data analysis viewpoint, the aim is to combine the physical observations and com-
puter simulations to build a predictive model of the physical system and also to estimate the
calibration parameters. Data analysis will be discussed in the next section. The CRASH
project has access to the laser facility where the experiments are conducted only once per
year. A crucial question facing the experiments is “which physical experiments should be
performed?" A secondary question that can be asked “if new computer simulations are to
be run, which ones?" In the next several sections we introduce the methodology for analyz-
ing such experiments and propose new methodology for identifying follow-up physical and
computer trials to improve the predictive performance of the statistical model.

3. Modeling, Estimation and Prediction

In this section, we outline the standard approach to model calibration (Kennedy and
O’Hagan, 2001). We follow the fully Bayesian implementation described in Higdon et al.
(2004).

There are two types of variables that influence the system: the p−dimensional design
variables, xxx, that are the observable (often controllable) in the physical system and the
q−dimensional calibration parameters. Without loss of generality, we will assume that the
input space is a unit hypercube. The actual values of the calibration parameters, denoted
θθθ = (θ1, . . . ,θq), are unknown. For each run of the computer simulator, some value, ttt, is in-
serted in place of the unknown calibration parameters. Thus, the computer model has inputs
(xxx, ttt), whereas the response in the physical system is governed by (xxx,θθθ).

Two sources of data inform the predictive model for the physical system – the simu-
lator and field observations. Denote y fi as the ith observation of the physical system and
represented as a sum of three components

y fi = η(xxxi,θθθ)+δ (xxxi)+ ε(xxxi), i = 1, . . . ,n f ,

where η(·, ·) is the computer model, δ (·) is the discrepancy between the computer model
and the physical observations (the aspects of the physical process not modeled by η(·, ·)),
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Follow-up Experimental Designs for Computer Models and Physical Processes 123

and ε(·) are iid observation error. Denote the jth simulator output, at inputs (xxx j, ttt j), as

yc j = η(xxx j, ttt j), j = 1, · · · ,nc,

where η(·, ·) denotes the computer simulator.

Let yyyc = (yc1 , . . . ,ycnc )
′ be the vector of outputs for the nc computer model runs and

yyy f = (y f1 , . . . ,y fn f
)′ denote the vector of observations on the physical process. Denote the

combined vector of responses as dddT = (yyyT
c ,yyyT

f ). Let DDD1 be the nc × (p + q) experiment
design matrix of the input settings for the simulator and DDD2 be the n f × p matrix of the input
vectors at which the physical process is observed.

Both η(·, ·) and δ (·) are viewed as independent Gaussian spatial processes (Sacks et
al., 1989; Welch et al., 1992). Specifically, the computer model, η(·, ·), is modeled as a
Gaussian process (GP) with mean µη and power exponential covariance function,

c1((xxx, ttt),(xxx′, ttt ′)) = σ2
η · exp

!
−

p

∑
k=1

β η
k (xk − xk

′)2 −
q

∑
l=1

β η
p+l(tl − t ′l)

2
"
. (3.1)

Similarly, the discrepancy, δ (·), is modeled as a GP with mean µδ and power exponential
covariance,

c2(xxx,xxx′) = σ2
δ · exp

!
−

p

∑
k=1

β δ
k (xk − x′k)

2
"
. (3.2)

Thus the covariance of the combined vector of responses, ddd, can be written as

Σ = Ση +

#
0 0
0 Σδ

$
+

#
0 0
0 Σε

$
,

where Σ is an (nc + n f )× (nc + n f ) matrix of covariances. The elements of Ση and Σδ
follow the covariance models specified in (3.1) and (3.2), respectively, and Σε = σ2In f . The
distribution of the combined vector of responses, ddd, can be written as

[ddd|ΩΩΩ]∼ N(HHHµµµ ,Σ),

where Ω = (θθθ ,β η ,β δ ,σ2
η ,σ2

δ ,σ
2
ε ,µη ,µδ ), µµµ = (µη ,µδ ), and

HHH =

#
1nc 0
1n f 1n f

$
.

The likelihood for ddd is then

L(ddd|ΩΩΩ) ∝ |Σ1/2|exp
#
−1

2
(ddd −HHHµµµ)Σ−1(ddd −HHHµµµ)

$
.

Completion of the Bayesian specification requires prior distributions for the unknown
model parameters. We specify a priori that the unknown calibration parameter, θ , has a
N(0.5,(0.5)2) distribution. This prior reflects reasonable uncertainty in the computer model
η(·, ·). For purposes in this paper, without loss of generality we assume µη = µδ = 0,
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124 Pritam Ranjan et al.

although we retain the notation for purposes of completeness. For the error variance, we
assume a Jeffreys prior distribution, that is

π(σ2
ε ) ∝ (σ2

ε )
−1,

a specification that allows the data to be the primary information source for the posterior
distribution.

We specify the prior distribution for the parameters in the computer model η(·, ·) as
independent distributions of the form

π(β η) ∝
p+q

∏
k=1

(1− e−β η
k )−0.5e−β η

k ,β η
k > 0,

σ2
η ∝ (σ2

η)
−1.

These GP governing priors allow for the computer model η(·, ·) to be relatively flat, allowing
the data to dictate the overall response as a function of the inputs and calibration parame-
ters. Specifically, the choice of the 0.5 exponent on the prior distribution of β η follows the
convention of Higdon et al. (2004) and has the effect of prior GP flattening. Furthermore,
we adopt the Jeffreys prior for σ2

η analogous to the specification on σ2
ε .

Similarly, we specify prior distributions for the discrepancy term δ (·). That is,

π(β δ ) ∝
p

∏
k=1

(1− e−β δ
k )−0.6e−β δ

k ,β δ
k > 0,

σ2
δ ∝ (σ2

δ )
−1,

where the choice of the 0.6 exponent gives even stronger tendency for flat discrepancy func-
tions, δ (·), than the computer model, η(·, ·).

The main focus of this article is the prediction of the underlying physical process at
unobserved trial locations. Let y f (xxx0) be the response of physical process value at xxx0. The
expected response of the underlying physical process at xxx0 given the data dddT = (yyyT

c ,yyyT
f ) and

the true values of parameters are given by

E{y f (xxx0)|ddd,ΩΩΩ}= hhhT
f µµµ + ttt f (xxx0,θθθ)T Σ−1(ddd −HHHµµµ), (3.3)

where hhhT
f = (1,1) and ttt f is the vector of correlations between the response at xxx0 and the

data ddd. Notice that the expected response in (3.3) is the same as the best linear unbiased
predictor (BLUP) for y f (xxx0) in the likelihood setup if the parameters are replaced with their
maximum likelihood estimates.

There are several ways one can imagine predicting y f (xxx0). One way is to average (3.3)
over the posterior distribution of the model parameters. One can also imagine substituting a
single value into (3.3) (e.g., the posterior mode or mean of the parameters). Indeed, because
of the computational savings accompanying the plug-in approach, we use the posterior mean
throughout.
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Follow-up Experimental Designs for Computer Models and Physical Processes 125

4. Selecting Follow-up Runs

The primary interest of the application that motivates this work is building a predictive
model for the physical system. Accordingly, the aim of our work is selecting new trials that
improve the predictive ability of the model outlined in the previous section.

4.1. Integrated Mean Squared Error (IMSE) Criterion

A common approach to assessing the quality of a prediction is to consider the mean
squared error. Given the existing responses dddT = (yyyT

c ,yyyT
f ) and designs DDD1 and DDD2 for the

computer and field trials, the MSE for predicting the true physical process at an unobserved
location, xxx0, under the model outlined in the previous section is

MSE[y f (xxx0)|ΩΩΩ] = E
%
E{y f (xxx0)|ddd,ΩΩΩ}− y f (xxx0)|ΩΩΩ

&2 (4.1)

= hhhT
f WWWhhh f −2hhhT

f WWWHHHT Σ−1ttt f + tttT
f (Σ−1HHHWWWHHHT Σ−1 −Σ−1)ttt f +σ2

η +σ2
δ +σ2

ε ,

where WWW = (HHHT Σ−1HHH)−1. We use a plug-in estimate (the posterior mean) of ΩΩΩ to evaluate
(4.1). A full Bayesian approach where (4.1) is integrated over the posterior distribution of
the model parameters could be implemented, but this approach would require considerably
more computational effort.

It might be tempting to select new design points xxxnew where (4.1) is maximized. However,
we are interested in improving predictions throughout the entire design space. Thus, we
instead use the integrated mean squared error (hereafter, IMSE) criterion where (4.1) is
integrated across the design space. That is,

IMSE(xxxnew) =
'

D
MSE[y f (xxx0)|xxxnew]dxxx0, (4.2)

where xxxnew is a new design point (either in the field or a computer model trial).

In principle, one could identify the computer model run, or field trial, that minimizes
(4.2). However, in most settings it is not practical to run a single trial, update the model,
identify a new trial, and continue in this manner. Instead a batch of new trials is identified.
Let XXXnew be a batch of m f +mc ≥ 1 new trials, where m f and mc are the number of new
field trials and computer trials, respectively. Note that for runs corresponding to the field
trials, the current estimate of θθθ is inserted in the columns corresponding to the calibration
parameters. The design criterion is then,

IMSE(XXXnew) =
'

D
MSE[y f (xxx0)|XXXnew]dxxx0. (4.3)

The design matrices, DDD1 and DDD2, are augmented with prospective design points when eval-
uating the integrand in (4.2) or (4.3).

Finally, the set of follow-up runs, XXXnew, is chosen from the design region X (assumed
to be a [0,1]p for the field trials and [0,1]p+q for the computer runs), such that the resulting
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126 Pritam Ranjan et al.

IMSE(XXXnew) is minimized. That is,

XXXopt
new = argmin

XXXnew∈X
IMSE(XXXnew). (4.4)

Although it looks simple, (4.4) represents a (m f p+mc(p+ q))-dimensional optimization
problem. It is computationally intensive to explore the entire region to find the global opti-
mum. We will discuss the implementation of this approach in Section 4.3.

Example 4.1 below illustrates the selection of a batch follow-up trials (computer sim-
ulations only or field trials only) using the IMSE optimal strategy outlined above. For
generating outputs from a computer simulator, we use a 2-dimensional test function used
by Crary (2002) for demonstrating the prediction performance of GP based metamodels
with the IMSE optimal designs. Note that Section 5 also presents simulation results for the
scenario when the batch of desired follow-up runs is a mixture of both computer and field
trials.

Example 4.1. Suppose the simulator output η(x, t), is generated using

η((x1,x2), t) = (30+5x1 sin(5x1))
(

6t +1+ e−5x2
)
,

where x1,x2, t ∈ [0,1]3 and the true value of the calibration parameter (replaced by t in
the simulator) is θ = 0.5. Suppose that the computer model matches the physical system
up to a discrepancy δ (x1,x2) and a replication error ε ∼ N(0,0.52). We arbitrarily chose
the discrepancy function, δ (x1,x2) = −50e(−0.2x1−0.1x2), that makes the simulator output,
η(xxx, t), easily distinguishable from the underlying physical process, η(xxx,θ)+δ (xxx). Figure
4.1 displays the contour plots for both the processes.

(a) Computer simulator (b) Computer simulator + discrepancy

Figure 4.1. Contour plots of the true computer simulator and the discrepancy function.

The implementation begins with finding two space-filling designs for the initial set of
nc computer trials and n f field trials. We used a 15-point maximin Latin hypercube design
(McKay, Conover and Beckman, 1979; Johnson, Moore and Ylvisaker, 1990) for computer
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Follow-up Experimental Designs for Computer Models and Physical Processes 127

trials and a 10-point maximin coverage design (Johnson, Moore and Ylvisaker, 1990) for
the initial set of field trial locations. Based on these 25 trials, the posterior distributions
of all the parameters in ΩΩΩ, and subsequently the plug-in estimates of E{y f (xxx0)|ddd,ΩΩΩ} and
MSE[y f (xxx0)|ΩΩΩ], were obtained by fitting the model outlined in Section 3. Finally, a batch
of four new follow-up trials are chosen by minimizing the IMSE criterion in (4.3). Next
we present a few illustrations of the optimal choices for a batch of follow-up trials using
the IMSE criterion based on different realizations of the physical process (differing only in
observation error).

Figure 4.2 displays two realizations of the implementation when the desired batch of
follow-up trials consists of field trials only. Although not always true, the optimal choice of
new field trials tends to align a new trial with an existing field trial (see Figure 4.2(a)) and
an existing computer trial (see Figure 4.2(b)).

(a) Aligned with a field trial (b) Aligned with a computer trial

Figure 4.2. A batch of 4 new field trials (denoted by red circles) obtained by
minimizing the IMSE criterion (4.3). Initial design: 10 field trials (denoted by
∗) and 15 computer trials (denoted by +).

Similarly, when adding a new batch of computer trials only found by minimizing the
IMSE criterion (4.3), a few of the new trials in the optimal choice of follow-up trials can
be aligned with the existing field trials. Since the computer simulator is assumed to be
deterministic, the new computer trial locations will not be aligned with the initial computer
trials. Figure 4.3 presents two realizations.

These illustrations indicate that the alignment of new field trials with the existing com-
puter and/or field trials are sometimes recommended under the IMSE criterion. That is, the
forced alignment and replication of the follow-up trials (at least for a fraction of the batch)
may lead to good designs for minimizing the IMSE and hence for good prediction of the
underlying physical process y f (·). This feature can especially be very attractive to a practi-
tioner because reducing the batch-size of the follow-up trials that are IMSE optimal reduces
the dimensionality of the optimization problem (i.e., minimizing the IMSE criterion) which
can be computationally burdensome.

Section 5 presents a simulation study to show that the forced alignment and/or replication
of a fraction of the batch of new follow-up trials can be almost as efficient as the IMSE-
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128 Pritam Ranjan et al.

(a) Aligned with a field trial (b) Aligned with a computer trial

Figure 4.3. A batch of 4 new computer trials (denoted by red circles) obtained by
minimizing the IMSE criterion (4.3). Initial design: 10 field trials (denoted by
∗) and 15 computer trials (denoted by +).

optimal choices for the follow-up runs. Although one can envision accommodating these
features in the initial design itself, we choose to implement the notion of alignment and
replication in the batch of follow-up trials as it fits well in our framework. It turns out that
both the intuitive choices of the forced replication of the field trials and alignment of the
computer trials with the field trials can be theoretically justified as advantageous for the
prediction of the true underlying physical process.

4.2. Intuitive choices

Recall that the observations from the true physical process have observational error, and
the replication of the field trials should be able to capture the associated uncertainty. More-
over, if the computer trials are aligned with the field trials, the discrepancy between the
computer simulator and the physical process can be approximated reasonably well.

Let xnew,1 and xnew,2 be two field trials that are replicated, i.e., xnew,1 = xnew,2. Then, the
expected responses at xnew,1 and xnew,2 are given by

E(y f (xnew,1)|ddd,ΩΩΩ) = E(y f (xnew,2|ddd,ΩΩΩ)

= hhhT
f µµµ + ttt f (xxxnew,1,θθθ)T Σ−1(ddd −HHHµµµ).

Note that y f (xnew,1)− y f (xnew,2) is conditionally normal with mean zero and variance 2σ2
ε ,

which is to say that the sample variance of the two field observations collected as replicates,
xnew,1 = xnew,2, can be used as a simple estimation procedure for σ2

ε . Thus, forced replication
of a fraction of the follow-up field trials can be very informative and may lead to good
designs for prediction from the underlying physical process.

On the other hand, the alignment of a few field trials with the computer trials can be useful
in directly accessing the information on the discrepancy between the computer simulator and
the physical process. Let (xnew, tnew) be a follow-up computer trial that is aligned with a field

D
ow

nl
oa

de
d 

by
 [A

ca
di

a 
U

ni
ve

rs
ity

] a
t 0

7:
19

 1
3 

Ju
ne

 2
01

2 



Follow-up Experimental Designs for Computer Models and Physical Processes 129

trial from the initial design. Then,

[δ (xnew)|ddd,ΩΩΩ]∼ N
%
µδ + tttT

δ Σ−1(ddd −HHHµµµ), σ2
δ − tttT

δ Σ−1tttδ
&
,

where tδ = t f (xnew,θ)− tc(xnew,θ). Specifically, one is gaining information on the discrep-
ancy, conditional on θθθ .

If the primary objective is to estimate the uncertainty due to replication error or the dis-
crepancy, one can use the outputs from the field and computer trials to fit the two models
deduced here. However, we aim for good prediction from the underlying physical process;
thus, we enforce the alignment and replication via the batch of follow-up trials and fit the
integrated model proposed in Section 3. As we will briefly demonstrate in Section 5, these
intuitive choices of follow-up trials often lead to efficient designs for prediction as compared
to the IMSE optimal designs.

4.3. Implementation Details

In this section, we discuss the computational challenges and the steps taken to resolve
these issues in implementing the methodology. The overall procedure for finding a batch of
follow-up trials can be summarized as follows.

1. We assume that initial designs for the physical and computer experiments have been
performed. In the previous examples, we used a maximin design (Johnson, Moore and
Ylvisaker, 1990) for the field trials and a maximin Latin hypercube design (McKay,
Conover and Beckman, 1979; Johnson, Moore and Ylvisaker, 1990) for the computer
trials. The designs are: {x1, ...,xn f } for the field trials and {(x1, t1), ...,(xnc , tc)} for the
computer simulation runs. The simulator output at the initial computer trial locations
is yyyc = (y1, ...,ync)

′, and the physical process response for the initial field design is
yyy f = (y1, ...,yn f )

′.

2. Fit the joint model outlined in Section 3 to the data {x1, ...,xn f }, {(x1, t1), ...,(xnc , tc)},
and dddT = (yyyT

f ,yyy
T
c ).

3. Choose a batch of m f +mc follow-up trials, Xnew, that minimizes the IMSE criterion
(4.3). This search is a (m f p+mc(p+q))-dimensional optimization problem and can
be very computationally expensive if one or more of three quantities (i) the batch size
(m f +mc), (ii) the input dimension p and (iii) the number of calibration parameters
q, are large. We used an exchange algorithm (e.g., Miller, 1994) on a fine grid of
the p− and q-dimensional input space. As demonstrated in Section 5, one can obtain
comparable efficiency in less time by forcing the alignment and/or replication of a
fraction of the batch of follow-up trials with the initial design points.

In the implementation of the IMSE optimal design strategy, the computational cost of
evaluating the IMSE criterion (4.3) for every candidate batch of follow-up trials takes a
significant portion of the time. For large data sets, this can be of serious concern as the
inversion of an n× n matrix takes O(n3) operations. The inversion time of the covariance
matrix Σ for the augmented design can be substantially reduced by avoiding the direct inver-
sion of Σ for every candidate batch, and instead using the inverse updating technique (Schur
Complement method) proposed by Schur (1917).
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5. Simulation Study

In this section, the proposed approach for identifying follow-up trials is investigated. We
consider finding optimal IMSE designs and explore issues related to full/partial replication
and full/partial alignment. The setting in Example 4.1 is used for illustration.

Consider the setup in Example 4.1 where the physical process is defined as y f (x) =
ηηη(x,0.5)+δδδ (x)+ε(x), where δδδ (x) =−50e−0.2x1−0.1x2 , and ε(x)∼N(0,25). For the initial
designs, a random maximin Latin hypercube design of size nc = 15 is used for the computer
model and a minimax design of size n f = 10 is used for the physical process. Using these
designs, computer model and field observations will be generated. We will do this 500
times. The goal is to find m f +mc = 8 follow-up runs for each simulated dataset.

To investigate the impact of adding field and computer follow-up trials suggested by
the IMSE criterion and the intuitive choices, we find follow-up trials under the following
schemes:

• Field trials only

1. m f = 8 randomly selected field trials.
2. m f = 8 IMSE optimal field trials.
3. m f = 8 replicated field trials (i.e., 8 of the n f = 10 field trials are randomly

selected to be repeated).
4. m f = 8 field trials where 4 are randomly selected to be replicated and 4 trials are

selected as IMSE optimal.

• Computer trials only

5. mc = 8 randomly selected computer trials.
6. mc = 8 IMSE optimal computer trials.
7. mc = 8 computer trials that are aligned with 8 randomly selected field trials. The

value of t for each simulation trial is also randomly selected.
8. mc = 8 computer trials where 4 are aligned with 4 randomly selected field trials

and the other 4 trials are selected as IMSE optimal.. The value of t for each
simulation trial is also randomly selected.

• Field and Computer trials

9. m f = 4;mc = 4 randomly selected field and computer trials.
10. m f = 4;mc = 4 IMSE optimal field and computer trials.
11. m f = 4;mc = 4 where the 4 field trials are randomly selected to be replicated

and the computer trials are IMSE optimal.
12. m f = 4;mc = 4 where the 4 computer trials are aligned with 4 randomly selected

field trials and the field trials are IMSE optimal.
13. m f = 4;mc = 4 where the 2 computer trials are aligned with 2 randomly selected

field trials, 2 field trials are randomly selected to be replicated and the remaining
computer field trials are IMSE optimal.
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Only field trials are added for the first four design schemes. The IMSE optimal design
(scheme 2) will be compared to cases where we are replicating all or half of the follow-up
runs. We include a random follow-up design (scheme 1) simply to investigate whether or
not it is worth the effort to find good follow-up trials. Schemes 4−8 consider adding only
computer model runs. Notice that design schemes 7 and 8 explore the issue of alignment.
The final design schemes find designs where the follow-up trials are equally divided between
the computer model and the physical process. For instance, the final design has 2 field trials
replicated, 2 computer simulations aligned with field trials, and the remaining trials selected
according to the IMSE criterion.

The model in Section 3 was fit to each of the 500 simulated datasets, and the m f +mc = 8
follow-up trials were identified for each of the 13 above design schemes. The expected
reduction in the IMSE was computed for each case. The results are summarized in Figure
5.1.

Figure 5.1. Percent reduction in the IMSE for 500 simulated datasets under 13
different follow-up design schemes.

There are several observations we can take from this plot. Consider first the cases where
only field trials are performed (schemes 1 − 4). The best performing design scheme is
the IMSE optimal designs where the average reduction in the IMSE is 43%. The second
best design, with an average reduction in the IMSE of 38%, is the scheme where half of
the follow-up trials are replicated and the other half are IMSE optimal. Indeed, we would
expect to see this since both schemes focus on reducing the IMSE. The random design
(scheme 1) performs poorly, but better on average than the fully replicated design. This is
not too surprising since the randomly selected trials will tend to fill in the gaps in the design
region, whereas the fully replicated runs will only serve to reduce the impact, and improving
the estimate, of observation error. Turning to the scenarios where only computer trials are
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added (schemes 5− 8), the most important observation is that the gains in terms of IMSE
are marginal. As before, the IMSE design performs best with an average reduction in the
IMSE of 2.9%, and the design that is a combination of aligned and IMSE optimal design
points performs comparably with an average percent reduction of 2.8%. Finally, turning to
the cases where both field and computer trials are added, we see that the best performing
cases are design schemes 10, 12, and 13, with average percentage reductions in the IMSE of
36%, 35%, and 29% respectively. Again, the random design and the design where the field
trials are entirely replicated do comparatively worse.

Comparing all cases, we see that field trials are far more valuable than computer trials
only. However, adding a combination of field trials and carefully chosen computer trials
(either aligned or IMSE optimal) achieves substantial gains with only half the effort in the
physical system. In general, in the simulations that we have performed, we have found
that adding only computer model trials typically yields only modest gains in the IMSE
(albeit when a good initial design is chosen). Furthermore, as one might expect, one should
devote as much resources to experimentation on the physical process as possible. However,
comparable gains are often seen in a combination of computer model and field trials, where
some computer model runs are aligned with field experiments and some field experiments
are replicated. In the next section, we note that there are advantages to considering replicated
and aligned runs from an exploratory data analysis perspective.

6. Optimal Design for Radiative Shock

We now return to the motivating example from Section 2. An important goal for the
CRASH researchers is to accurately predict features of radiative shock location (measured
in meters). To this end, n f = 9 field trials were conducted, varying the levels of the four de-
sign variables. In addition, a computer experiment with nc = 320 trials was conducted. The
experiment design for the first 256 simulation experiments was chosen using an orthogonal
array based Latin hypercube with a space-filling criterion (Owen, 1998; Tang, 1993; John-
son, Moore and Ylvisaker, 1990). The next 64 runs were chosen so that they were aligned
with the 8 field trials. That is, for each of the 8 field trial, 8 computer simulations were
conducted at the same levels of the four design variables but at different levels of the four
calibration parameters.

The joint model for the field and computer trials outlined in Section 3 was fit to the re-
sulting data. At this point, interest lies in selecting new field trials aimed at improving the
predictive capability of the model. The Omega facility where the experiments are conducted
is available to the CRASH researchers once per year, and only a limited number of experi-
ments can be performed. As a result, we are interested in finding the batch of m f = 10 new
field trials that are expected to give the most improvement in the predictive ability of the
model as measured by the IMSE.

Before moving on to identify new trials to improve the predictive model, we take a mo-
ment to consider the impact of alignment and replication in these settings. As one would
expect, the IMSE optimal designs give the most improvement in terms of prediction. From
an exploratory data analysis viewpoint, there are sometimes advantages in aligning some
computer model trials with field experiments and also replicating some of the field trials.
Consider, for example, Figure 6.1 where the observed responses (the circles) are plotted
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Figure 6.1. Observed field responses, with measurement uncertainty
(black circles and bars), 95% posterior intervals for η(x,θ) (blue) and
ŷ f (xxx) = η(xxx,θ)+δ (xxx) (red).

with the estimated discrepancy and also the prediction at each of the n f = 9 field locations.
Notice that there are two field locations where experiments were replicated. The replicated
field trials reveal that the experimental error is likely to be quite small – without replication
in the design, it is not possible to visually assess this feature. Also, notice that 95% posterior
prediction intervals are smallest where there is replication and where the computer model
consistently underestimates the field responses.

Similarly, consider Figure 6.2 where the observed field responses (the circles) are plotted
with the computer model responses (red x’s) that are aligned at the same the four design
variables. Notice that since two of the field trials are replicated, there are 16 computer trials
at these locations. Also, note that the values of the four calibration parameters are varied
for each simulation. Looking at the figure, we again observe that the computer simulator
consistently underestimates the observations in the field. Indeed, notice that the range of the
simulator responses fails to contain the aligned field observation in each case. This often
implies that either the computer model is missing the necessary physics to adequately pre-
dict the physical process without discrepancy or the range of calibration parameters that is
explored should be expanded. Since the sensitivity of the response to changes in the cali-
bration parameters is fairly large – evident in the range of computer trial responses at each
location – one might be tempted to expand the design range for the calibration inputs. In this
case, however, the consensus among the scientists was that the simulator inadequacy was
due to missing physics rather than misspecification of the design region for the calibration
parameters.
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134 Pritam Ranjan et al.

Figure 6.2. Observed field responses (black circles) and computer model
responses (red x’s).

The goal now is to identify new field trials to be run on the physical system. The IMSE
optimal design with m f = 10 was found. The expected percentage improvement in the IMSE
is 21%, which is well worth the effort. Furthermore, Figure 6.3 displays the locations of the
original field trials and the new IMSE optimal design. Notice that there are no replicated
runs. The reason for this is likely that the follow-up trials are aimed at filling in the design
space that was not adequately covered by the initial experiment design. Indeed, the initial
field trials were not chosen for statistical purposes, but instead to validate specific conditions
of particular interest to the scientists.

7. Final Comments

In this article we have introduced new methodology aimed at finding follow-up trials
when the system under study is informed by both field and computer model data. The
particular setting is one where calibration parameters are also present. We have found that
a combination of field and computer model runs can substantially improve the predictive
capability of the joint model outlined in Section 3.

By exploring a combination of potential design schemes, one is able to observe the impact
of running new computer or field trials and also issues related to alignment and replication.
Interestingly, we found that a random design is likely to improve the predictive model, in
terms of IMSE, more substantially than replicating field trials alone. Of course, the IMSE

D
ow

nl
oa

de
d 

by
 [A

ca
di

a 
U

ni
ve

rs
ity

] a
t 0

7:
19

 1
3 

Ju
ne

 2
01

2 



Follow-up Experimental Designs for Computer Models and Physical Processes 135

(a) Original field design

(b) IMSE optimal follow-up design

Figure 6.3. Two dimensional projections of (a) original field trials and
(b) the IMSE optimal follow-up field trials for the CRASH experi-
ments.

optimal design consisting of only field experiments gave the most improvement. However,
a combination of replicated field trials, aligned computer trials and IMSE allocated field and
computer trials still gave substantial gains in IMSE with fewer field experiments. We would
recommend exploring such schemes routinely before conducting the IMSE optimal design
with, say, field trials only because gains may be achievable with a fraction of the resources.
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