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Abstract

This paper introduces a metamodelling technique that employs gradient-enhanced Gaussian process regression (GPR) to
emulate diverse internal energy densities based on the deformation gradient tensor F and electric displacement field Dy.
The approach integrates principal invariants as inputs for the surrogate internal energy density, enforcing physical constraints
like material frame indifference and symmetry. This technique enables accurate interpolation of energy and its derivatives,
including the first Piola-Kirchhoff stress tensor and material electric field. The method ensures stress and electric field-free
conditions at the origin, which is challenging with regression-based methods like neural networks. The paper highlights
that using invariants of the dual potential of internal energy density, i.e., the free energy density dependent on the material
electric field Ey, is inappropriate. The saddle point nature of the latter contrasts with the convexity of the internal energy
density, creating challenges for GPR or Gradient Enhanced GPR models using invariants of F and E¢ (free energy-based
GPR), compared to those involving F and Dy (internal energy-based GPR). Numerical examples within a 3D Finite Element
framework assess surrogate model accuracy across challenging scenarios, comparing displacement and stress fields with
ground-truth analytical models. Cases include extreme twisting and electrically induced wrinkles, demonstrating practical
applicability and robustness of the proposed approach.
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1 Introduction 53-55]. Among these, dielectric elastomers are particularly

noteworthy due to their remarkable actuation capabilities,

Electro Active Polymers (EAPs) have emerged as a category
of intelligent materials capable of undergoing substantial
changes in shape in response to electrical stimuli [9, 32,
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encompassing attributes such as light weight, rapid response
times, flexibility, and low stiffness properties. Notably, these
materials can undergo electrically induced substantial strains
(with reported area expansions of up to 1962% [37] as
observed in research conducted at Harvard’s Suo Lab). Their
potential is exceptionally promising, with applications span-
ning bio-inspired robotics [8, 11, 29, 36, 47], humanoid
robotics, and advanced prosthetics [9, 40, 68], as well as
implications for tissue regeneration [48].

The realm of nonlinear continuum mechanics has reached
an advanced stage of development, encompassing the varia-
tional formulation, finite element implementation, and prin-
ciples related to the constitutive modeling of EAPs [6, 7, 16,
17, 67]. In the context of the latter, the reversible constitu-
tive model for dielectric elastomers is encapsulated within
the free energy density, contingent upon the deformation
gradient tensor F and the material electric field Ey. Com-
plementary to this potential, which exhibits a saddle point
nature, is the internal energy density, contingent upon the
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deformation gradient tensor and the electric displacement
field Dy. Building upon this foundation, researchers in [22,
51, 52] introduced an extension of the concept of polycon-
vexity, originally from the field of hyperelasticity [2, 12-14,
64], into this coupled electromechanical scenario. This novel
definition of polyconvexity played a pivotal role in establish-
ing the existence of minimizers in this context for the first
time [65], serving as a sufficient condition for the extension
of the rank-one convexity criterion within electromechanics.

In spite of the considerable inherent potential exhibited
by EAPs, a primary limitation arises from their demand
for a substantial electric field magnitude to induce signifi-
cant deformation, rendering them prone to electromechanical
instabilities or electrical breakdown [4, 57, 70]. To mit-
igate the requirement for high voltage operation, some
researchers propose the adoption of composite materials as
the basis for EAPs. These composites often amalgamate a
low-stiffness, low-permittivity elastomer matrix with stiffer,
higher-permittivity inclusions distributed randomly as fibers
or particles. Experimental investigations have evidenced a
substantial enhancement in the coupled electromechanical
performance of electroactive composites, thereby reduc-
ing the voltage prerequisites for actuation. A noteworthy
development in recent years pertains to rank-one laminate
composite dielectric elastomers [15, 43, 44].

The determination of the macroscopic constitutive response
of the composite material hinges upon the specific type
of microstructure under consideration. In the case of lam-
inated composite materials, the homogenization challenge
at the microstructure level is governed by a system of non-
linear equations that implicitly establish the microstructural
parameters with respect to the macroscopic strain gradient
tensor and the electric displacement field [15, 21, 58]. In the
case of more intricate microstructures, such as randomly dis-
tributed inclusions embedded within an elastomeric matrix,
the determination of the macroscopic constitutive response
of the composite material necessitates the utilization of com-
putationally intensive homogenization techniques. However,
these methods come with a limitation. EAPs exhibit nonlin-
ear behavior, leading to a non-linear dependency of their
macroscopic response on macroscopic deformations and
electric or magnetic fields. Essentially, this signifies that a
boundary value problem must be solved at the micro level,
considering suitable boundary conditions, for every stress
and electric/magnetic field combination [63].

In the effort to mitigate the high computational demands
associated with methods like computational homogeniza-
tion, recent developments in the realm of nonlinear contin-
uum mechanics have witnessed the emergence of Machine
Learning algorithms. These methods enable the genera-
tion of diverse constitutive models through the utiliza-
tion of data gathered from experimental tests or in-silico
(computational)-based computations. This paper aims to
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explore a specific type of Machine Learning technique,
namely Gaussian Process Regression (GPR), to showcase
its viability in approximating the constitutive model of ana-
lytical constitutive models in electromechanics, particularly
within a specific category of composites known as rank-one
laminates. By applying rank-n homogenization principles,
it becomes feasible to derive the homogenized or effective
response of rank-one laminates in an almost analytical man-
ner, without necessitating computational homogenization.
Utilizing in-silico data generated based on this model, the
objective is to create surrogate models capable of replicat-
ing the behavior of the aforementioned types of constitutive
models. This initial focus pertains to simpler scenarios, with
the intention of demonstrating the feasibility and accuracy of
the employed GPR technique. This approach sets the stage
for addressing more complex composite cases in near future
works, eliminating the need for computational homogeniza-
tion and facilitating a computationally efficient evaluation of
their effective behaviour [63].

Artificial Neural Networks (ANNs) have been employed
for learning or discovering constitutive models based on
data generated either in silico or in physical laboratories, as
demonstrated in studies several [10, 20, 31, 38, 39]. The work
by Klein [31] represents a pioneering effort in the success-
ful application of ANNs for uncovering constitutive laws in
nonlinear electromechanics. Additionally, Gaussian Process
Regression (GPR) has gained traction and found applica-
tion in the development of data-based constitutive models
for moderate strains in soft tissue applications, as shown by
Aggarwal et al. [27]. A distinctive feature GPR compared
to the ANN approach lies in its inherent probabilistic nature.
GPR allows for the specification of prior knowledge, the gen-
eration of a distribution encompassing potential predictive
functions, and the direct calculation of prediction uncertain-
ties [5, 41, 56]. Moreover, GPR or Kriging offers control over
the degree of interpolation between known points through the
specification of noise in the correlation function [20].

Kriging [33, 46, 62] predicts Gaussian random field val-
ues using observed data from a finite set of points, finding
applications in geostatistics, numerical code approximation,
global optimization, and machine learning [28, 46, 56, 61].
It employs Gaussian distributions to define a joint distribu-
tion based on observations and predictions, utilizing spatially
correlated covariance to weigh observation importance. The
joint distribution conditions on observed data, yielding a pre-
diction distribution characterized by mean and covariance,
facilitating sampling for predictions [49]. This emulator type
has grown popular due to its nonlinear function capture and
statistical output [28, 45], yielding confidence intervals and
adaptive metamodel refinement strategies.

This paper proposes a gradient-enhanced Gaussian pro-
cess regression metamodelling technique for emulating
internal energy densities characterizing soft/flexible EAP
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behavior. The method enforces physical constraints upfront
by incorporating principal invariants as inputs. Gradient
Kriging excels in precise interpolation of energy, first Piola-
Kirchhoff stress tensor. Derivative incorporation reduces
sampling points while maintaining accuracy. In contrast to
neural networks, Kriging’s interpolatory nature precisely
matches stress tensors at sample points, ensuring stress-free
origin compliance.

The structure of this paper unfolds as follows: In Sect. 2,

we establish the foundational concepts by introducing the
essential elements of nonlinear continuum electromechanics,
emphasizing constitutive modeling. Moving forward, Sect. 3
provides a comprehensive and self-contained overview of
Gaussian Process Regression (GPR) or Kriging. Proceed-
ing to Sect.4, we undertake the calibration of Kriging-
based surrogate models by employing synthetic data derived
from well-established ground truth internal energy densities.
Lastly, Sect.5 exemplifies the practical application of these
surrogate models within a 3D Finite Element computational
framework. A thorough assessment is conducted to gauge
the precision of these models across diverse and demanding
scenarios, juxtaposing displacement and stress fields against
their corresponding ground-truth analytical model counter-
parts.
Notation Throughout this paper, A : B = A;;B;j,VA, B €
R3*3, and the use of repeated indices implies summation.
The tensor product is denoted by ® and the second order
identity tensor by I. The tensor cross product operation X
between two artibrary second order tensor A and B entails
[AX Bl = EpoErrsApPrBos. Furthermore, € repre-
sents the third-order alternating tensor. The full and special
orthogonal groups in R? are represented as O(3) = {A €
R33 |ATA = I} and SOB3) = {4 € R¥3 |4TA =
I, detA = 1}, respectively and the set of invertible sec-
ond order tensors with positive determinant is denoted by
GLt(3) = {4 € R¥*3|detA > 0}.

2 Finite strain electromechanics

2.1 Differential governing equations in finite strain
electromechanics

Let By denote a subset of three-dimensional Euclidean space
R3, representing the initial, undeformed state of an Electro
Active Polymer (EAP) material. We postulate the existence
of an injective function ¢, which uniquely maps each point
X in the material configuration By to a corresponding point
x in the deformed, spatial configuration B € R>. This map-
ping relationship is mathematically expressed as x = ¢(X)
(as illustrated in Fig.1). Associated with the mapping ¢,
we define the deformation gradient tensor F € GL*(3) as
F = 0x¢.

Fig.1 mapping of material quantities to the spatial quantities

The behavior of the EAP represented by By is governed
by the ensuing coupled boundary value problem:

F = 0dx¢, in By Ey = —dxo, in By

DIVP = —f,, in By DIVDy = po, in By
¢ =", on 8¢ Bo 0 =", on 9,8y
PN =ty, on 9; By Dy - N = —uwo, on 9,80

ey

where the equations on the left correspond to the purely
mechanical physics and those on the right hand side, with
the electrostatics equations. In (1), DIV (e) signifies the diver-
gence with respect to the material coordinates X € By, while
[ represents the force applied per unit volume By. Dirich-
let boundary conditions for the field ¢ are imposed on 94 3o,
and ¢o represents a force per unit undeformed area, being
N the outward normal at X € 9;39. Furthermore, on the
right hand side of (1) pg represents an electric charge per
unit undeformed volume By. Dirichlet boundary conditions
are prescribed on 9,8 for the field ¢, and wy represents
an electric charge per unit undeformed area 9,,5¢, being N
the outward normal at X € 9,8y. For both coupled physi-
cal problems, the boundaries where Dirichlet and Neumann
boundary conditions are prescribed satisfy the following

0By = 9d¢Bo U 3¢ By
0 = 9pBo N 0By

0By = 3,80 U 9,80
= 3¢B() N 9,80
2

Finally, P and D symbolize the first Piola-Kirchhoff
stress tensor and the material electric displacement field,
respectively. These tensors are interlinked with the defor-
mation gradient tensor F and the material electric field Eg
by means of an appropriate constitutive law, as described in
Sect.2.2.
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2.2 The internal energy density in electromechanics

The constitutive model of the undeformed solid By is encap-
sulated in the internal energy density per unit underformed
volume, denoted as
e:GLT(3) xR’ - R,  (F, D) — e(F, Dy) 3)
Taking the derivative of the internal energy density with
respecttoboth F and D gives rise to the first Piola-Kirchhoff
stress tensor P and the material electric field E( as defined
in Eq. (1)
P = 9dfe(F,Dyg) Eo=dpy,e(F, Do) “4)
The internal energy density e(F, Dy) is required to adhere
to the principle of objectivity, also known as material frame
indifference. This entails its invariance with respect to rota-

tions @ € SO(3) applied to the spatial configuration, as
follows

e(QF, D) =e(F,Dy) VF €GLT(3), Dy € R,
0 € S0(3). 5

Moreover, the internal energy density must conform to
the material symmetry group G < O(3), a defining fac-
tor in determining the isotropic or anisotropic attributes of
the underlying material. This requirement can be succinctly
expressed in mathematical terms as follows

e(FQ, QDo) =e(F,Dy) VF eGLY(3), Dy e R,
0eG<C003). 6)

Furthermore, the internal energy density e(F, Dg), along
with the first Piola-Kirchhoff stress tensor P and the material
electric field E(, must all vanish when no deformations are
present, i.e.

e(F,Do)lp=1,py=0 =0,  P(F,Do)|p=1 py=0 = 0;
Eo(F, Do)lp=1,py=0 = 0. (7

The conditions in Egs. (5), (6), and (7) embody essential
physical criteria. Alongside these, there is a requisite for the
internal energy density function to satisfy pertinent math-
ematical criteria. Specifically, the internal energy density
function conventionally adheres to mathematical constraints
rooted in the concept of convexity. One of the simplest con-
ditions is that of convexity of e(F, D), that is

D*e(F, Do)[8U; SU| = sU o [H,] o SU > 0;
V{F, Do} € GLT(3) x R?, (8)
VoU = (8F, Do} € R x R,
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which requires positive semi-definiteness of the Hessian
operator [H,], defined as

92 e 0%, ¢
[H]=[ g P } ©)
¢ 3o r€ ODoDy®

However, convexity away from the origin (i.e., F =~ I,
Dg =~ 0) is not practically suitable, as it doesn’t encompass
realistic material behaviors like buckling [2]. An alternative
mathematical constraint is the quasiconvexity of e(F, D)
[3]. Unfortunately, quasiconvexity is a nonlocal condition
that is challenging, and even infeasible, to verify. An implied
requirement of quasiconvexity is that of generalized rank-
one convexity of e(F, Dg). A generalized rank-one convex
energy density satisfies

D?e(F, Do)[8U: U] = SU o [H,] & U > 0;
V{F, Do} € GLT(3) x R’ (10)
VoU={u®V,V.}, u,VeR VvV, . V=0

Remark 1 Notice that the vector V | in (10) is orthogonal to
V. The reason for this choice has its roots in the analysis
of the hyperbolicity of the system of PDEs in (10) in the
dynamic context. In this case, it is customary to express the
fields ¢ and Dy as a perturbation with respect to equilibrium
states ¢°9 and Dy, respectively, by means of the addition of
travelling wave functions as

=0 +ud(X -V —ct); Do=Dp'+V 1 (X -V —ct)
(11)

where V represents the polarisation vector of the travelling
wave and c the associated speed of propagation of the pertur-
bation with amplitudes # and V | . Introduction of the ansatz
for Dy into the Gauss’s law in Eq. (1) reveals that

DIVDg — po = DIVDy! — pg+ (V1 - V) /(X - V —ct)
=0 (12)

and therefore, V| must be orthogonal to V.

Condition (10) is known as the Legendre-Hadamard con-
dition or ellipticity of e(F, Dy). It is associated with the
propagation of traveling plane waves in the material, defined
by a vector V and speed ¢ [50]. Importantly, the existence
of real wave speeds ab initio for the specific governing Eq.
in (1) is assured when the electromechanical acoustic tensor
0. 1s positive definite, with

[Q.)ij = [E]iljj Vivy (13)
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with
e 2 2 2 -
C = ane + aFDOE (8D0D06>

-1
<V ® (312)0Do€)_1 \ 4 - I) 3%)0Fe. (14
V- (33,0,¢) ¥

A sufficient and localized condition aligned with the rank-
one condition in (10) is the polyconvexity of e. The internal
energy density is considered polyconvex [2, 22] if a convex
and lower semicontinuous function W : GL*(3) x GL*(3) x
Rt xR?xR?® — RU+o00 (generally non-unique) is defined
as

e(F, Dy =WU), U= (F,H,J,Dyd), (15)

where H and J represent the co-factor and determinant of
F, and with the vector d a vector in the spatial configuration,
being the three of them defined as

1
H = CofF = (detF) F~T = 3 (FXF);
1
J:detF:E(FxF):F; d = FD,. (16)

Polyconvexity of the internal energy density entails the
satisfaction of the following inequality

D>WU)[SU; SU) = SU o 377, W o SU > 0;
VU eGLT(3) x GLT(3) x Rt x R? x R?, (17)
voU € R3S x R3S x R x R? x R?

2.3 Invariant-based electromechanics

A simple manner to accommodate the principle of objec-
tivity or material frame indifference and the requirement of
material symmetry is through the dependence of the internal
energy density function e(F, Do) with respect to invari-
ants of the right Cauchy-Green deformation gradient tensor
C = FTF and Dy.Letl = {1y, I», ..., I,,}, represent the n
objective invariants required to characterise a given material
symmetry group G. Then, it is possible to express the strain
energy density e(F, Dg) equivalently as

e(F,Do)=UD) (18)

Application of the chain rule into Eq. (4) yields the first
Piola-Kirchhoff stress tensor P and the material electric dis-
placement field Dy in terms of the derivatives of U (I) as

n n
P = Z (81,.U>8p1,~; Ey= Z (3]l. U)aDOI,' (19)
i=1

i=1

2.3.1 Isotropic electromechanics

For the case of isotropy, the invariants required to characterise
this material symmetry group, and the first derivatives of the
latter with respect to F and D (featuring in the definition of
P and E( in (19)) are

I:=F:F=w(C), 0drl; =2F,
dp, 1 0
I, := H : H = tr(CofC), orplb2H X F,
opy 2 0
Iy := J = (detC)'/?, orl3H, (20)
opy 13 0
Iy := Dg - Dy, or 140,
9p, 14 2Dy

Is:=FDy-FDy= Dy-CDy, dFls2F Dy ® Dy,

31)0[5 2CDO

Inserting the expressions in (20) into (19) yields the following
expression for the first Piola-Kirchhoff stress tensor P and
for E

pP= (a,1 U)2F n (812U>2H X F 4 (3130)
H+ (815U>2FD0 ® Dy 1)

Eo = (9,U)2D0 + (015U )2C Do

2.3.2 Transversely isotropic elastromechanics

In the context of transverse isotropy, a preferred direction N
emerges, perpendicular to the material’s plane of isotropy,
imparting anisotropic characteristics. Our focus centers on
the material symmetry group Dyop, [25], where the structural
tensor takes the form N ® N. This group is distinct from Coo,
also present in transversely isotropic materials, characterized
by the structural vector N and encompassing the potential
for piezoelectricity. The Do, group, beyond the invariants
{Ih, I, I3, 14, Is} in (20), is distinguished by three additional
invariants, detailed below

I¢=FN-FN=tr(CN®C),
ople =2FN ® N,
I; =HN - HN = tr(Cof(C),
apyI7 = 0Ig = (Do - N)*,
oplg =0,

0pyle =0
opl; =2(HN @ N)X F,

dpyls =2(Do- N)N
(22)
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In this case, the first Piola Kirchhoff stress tensor P and
the electric field E adopt the following expressions

P= (a,] U)zF + (a,zu)zH x F + (813U)

H + (9,U)2F Do © Dy
(23)
+ (316U>2FN N + (317U)2 (HN @ N)X F

Eo = (814U)2D0 + (815U)2CD0 + (a,gu)z(l)o -N)N
2.4 Application to rank-one laminates

Section 2.3 presented the case of phenomenological inter-
nal energy densities using principal invariants. In composite
materials, computing effective strain energy density requires
homogenization. This section focuses on rank-one laminates,
composed of two constituents perpendicular to N. Rank-n
homogenization theory [15] relates macroscopic F, Dy! to
microscopic F¢, F?, Dj, Dg as

F = c“F% + ¢’ F?:
Dy = c“D§ + cng;

[F]xN =0, 24
[Do] - N =0,

where indices a and b differentiate the constituents and ¢ and
c? denote their respective volume fractions, with b =1—ca.
A possible definition for F¢, F b Dg and Dg compatible with
(24) is

F° (F, oc)=F+cboc®N;
Dg (l_)o, OC):Do-l—ChTNﬂ;

b (F F_a :
1;‘ (_F,ot):l_’fc a®N; 25)
DO (Do, a) =D0 — CaTNﬂ.

where @« € R3 and B € R? represent the mechanical and
electric amplitude vectors, respectively, which need to be
determined. Furthermore, 7y = T1Q E1 4+ T, ® E», being
T and T, any two perpendicular vectors to N, and E| =
[10]" and E» = [01]".

Remark 2 Notice that in Eq. in (25), although it might seem
a priori not intuitive, the definition of F¢ in terms of c? and
vice-versa (and also for Dfj and Df’)) is necessary in order to
comply with Eq. (24). The first of these two equations entails

¢ F® + P Fb = c“(i’—i—cba ®N)

+c”(F — e ® N) - (c“ + cb) F=F (26)

=1

' We could continue using the notation F and Dy for the macroscopic
deformation gradient tensor and electric displacement, respectively.
However, we prefer to adhere to the traditional convention in homogeni-
sation theory [4, 24, 59], where macroscopic fields are generally referred
to as average fields, for which the bar symbol on top of these fields can
be used, hence the notation F, DO,

@ Springer

which is clearly satisfied, and the second

[F]xN
=(F“—Fb>xN= (<F+c”a®N)—(F—c“a®N))

XN =(? —cHa® (N x N) =0 27)

=0

which is also satisfied. The same derivations and conclu-
sions are obtained when considering D{j and D(b) as in (25).

The determination of e and B can be done by postulating
the effective energy e(F, Dy) as

e (1_7, Do) = argmiél{é (1_7, Dy, o, /3)},
¢ (F. Do, B) =c""(F" (F.a), D§ (Do.B))  (28)

+che(F? (F.a), Df (Do, B) ).

The stationary conditions of ¢ with respect to & and
yield

Dé[Sa] = cc? (P“ - Pb) . (o ® N) = O¥ax

= [P]N =0;
(29
DésB] = cc? (Eg — Eg) (TnSB) = OVSB
B TNT[[E()]] =0.

which represent two nonlinear vector equations from which
{oc, B} can be obtained. Finally, computation of {e, 8} per-
mits to obtain the effective first Piola-Kirchhoff stress tensor
and electric field as

P=c P+ P P =dpue(F* (F.a), DG (Do, B) ).

P = the(Fb (F,a), D} (Do, /3))
Ey= CaEg + CbEb; (30)
E§ = dpge(F* (F.a), D

a
0
Ef§ = oppe(F" (F. ), D (Do, B) )

3 Gaussian process predictors

In the realm of computer experiments, metamodelling or
surrogate modelling entails substituting a resource-intensive
model or simulator U = .# (I) with a computationally effi-
cient emulator ./ (I). Both the simulator and emulator share
the same input space D; € R” and output space Dy C R.
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In our context, .# represents the response of an actual inter-
nal energy density U, dependent on principal invariants I
(as discussed in Sect.2.3). Thus, we replace the common
input field x with I and the output y with U. As the internal
energy U is scalar, the theoretical developments presented in
this paper exclusively pertain to scalar outputs. Our approach
employs Kriging models [30, 60], also known as Gaussian
Process (GP) modelling. Succinctly, the key components of
this method will be detailed in Sects. 3.1-3.3.

3.1 Gaussian process based prediction

GP modelling assumes that the output U = . (I) is charac-
terised by

U=gMD- B+2zD), €1y

where, g(I) - B signifies the prior mean of the Gaussian
Process (GP), representing a linear regression model over a
specific functional basis g;,i = 1, ..., p € L2(DI, R). The
subsequent component, denoted as Z(I), characterizes a GP
with a zero mean, a constant variance 05, and a stationary
autocovariance function, defined as follows

CAYT)=0RAT,0), (32)

where R is a symmetric positive definite autocorrelation
function, and @, the vector of hyperparameters. In this work
we employ the Gaussian kernel for the definition of R,
defined as

’ " / 2
R, T, 8) = exp (Z—@k ‘1,{ —1 ) (33)

k=1

The construction of a Kriging model consist of the two-
stage framework described in the upcoming Sects. 3.2 and
3.3.

3.2 The conditional distribution of the prediction

The Bayesian prediction methodology assumes that obser-
vations gathered in the vector

U= [U(I(l)), ua®y, ..., U(I(’”))]T

The observed values, including any unobserved U (1),
constitute a realization of a random vector adhering to a
parametric joint distribution. This section seeks to derive
a stochastic prediction for this unobserved quantity by
harnessing this statistical interdependence. The Gaussian
assumption for Z(I) in Eq. (31) and the linear regression

model’s nature enable the inference that the observation vec-
tor U is also Gaussian, characterized by

U~ MGB,ojR), (34)

being G and R the regression and correlation matrices,
defined as

Gij=g;AD), i=1,....m, j=1,...,p, (35)
and
Rj=RADV 1D 0) i=1,....m, j=1,...,m. (36)

Likewise, anew random vector, encompassing the observed
set U alongside any unobserved value U (1), follows a joint
Gaussian distribution, presented as

U\ G [ R r(
{Uu)} N<{g<I>T}’3"’U[r<I>T 1D 37

where g (I) is the vector of regressors evaluated at I and r (I)
is the vector of cross-correlations between the observations
and prediction given by

@M =RAVL,0) i=1,...,m. (38)

Assuming that the autocovariance function given by Eq.
(32) is known, the conditional distribution of the prediction
U (I) = U)|U is governed by the Best Linear Unbiased
Predictor (BLUP) theorem [62]. As per BLUP, the unob-
served quantity U (I) = .# (I) in the prior model of Eq. (31)

follows a Gaussian distribution, represented by the Gaussian
random variable U with a specific mean:

ny® =g -B+r® R (U-GB), (39)
and variance

o2 =0 (1-rM - Rr@® +u() (GTR”G)_]u(I)), (40)
where

~ -1

B= (GTR’IG) G'R'U, (41)

is the generalised least-squares estimate of the underlying
regression problem, and

u) =G R 'r@) — g(D). (42)
For those readers unfamiliar with the previous derivations,

we suggest consulting the comprehensive treatment offered
in Reference [18], which provides a thorough elucidation of
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the foundational mathematical principles and methodologies
involved.

3.3 Joint maximum likelihood estimation of the GP
parameters

In the previous sections, we operated under the assumption
of a known autocovariance function. However, the specifics
of the correlation functions R (I, I,, 0) and the variance value
0(21 are typically not known in advance. In this study, we pre-
define the correlation function type (specifically we make
use of Gaussian kernels in (33) [18]), and the determination
of hyperparameters 6 and variance ULZ, is achieved using the
observation dataset via the technique of maximum likelihood
estimation (MLE). The outcome of this process yields the
empirical best linear unbiased predictors (EBLUP) [62]. The
estimation of GP parameters involves solving the following
minimization problem

[87.0%".0°} =arg min 2WIB,02.0), 43)
B.oj;.0

where Z(U|B, alz,, ) is the opposite log-likelihood of the
observations U with respect to its multivariate normal distri-
bution given by

ZU|B, o}, 0) = ﬁ(v —GB)"R®6)" (U - GB)
+210g(27) + %log(o}) + tlog(IR®))). (44)

The MLE of 8 and aLz, are obtained from the first order
optimality conditions of £ (U|8, 0(2,, #), namely

3.2 = %GTR*‘ (GB —U) = 0;
%y
45
| (U—Gﬂ).R—l(U—Gp) (43)
g 2= 2 )=o
U 20’U o7}

from which the following optimal values can be obtained

B*(0) = (GTR(O)—lG)qGT (R(O))ilU;
i ] 4 (46)
o2 (0) = Z(U - Gﬂ*(o)) : (R(0)) : (U - Gﬂ*(G)).
Substituting B*(#) and 012]*(0) into the log-likelihood
function (44) enables it to be re-written as
m
2
m 2% 1
— — 4
+ zlog(aU ®) + 210g(|R(0)|) (47)

= %logww)) + gaog(zn) + 1),

LWUIB* 02" 0) = = + %log(Zn)
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where the reduced likelihood function has been introduced
as

V(@) = a2 @)R@)™. (48)

This entails that the minimisation problem in Eq. (43) is
equivalent to

s.t. [0];=0 i ={1,2,---,n}
(49)

0*:argmoin v (0),

Unfortunately, an analytical solution for the optimal
hyperparameters # € R” is unavailable. Instead, a numer-
ical minimization approach is typically employed. In our
research, we employ the box-min algorithm [69].

3.4 Gradient-enhanced Gaussian-process based
prediction

In addition to function observations, leveraging output
derivatives concerning input variables is possible, aiming to
enhance predictor accuracy. This gives rise to what is termed
Gradient Enhanced Kriging in the literature [23, 35], in con-
trast to the conventional Kriging detailed in Sects. 3.1-3.3. To
establish a gradient-enhanced predictor, the observation vec-
tor is extended to encompass derivatives of the strain energy
density U concerning its input variables I, resulting in:

1 1 T
v=[v0, . v U, U] (50)
where

: . . . AT
v —ya®y  pud = [a,l G U(’)] . (51)

To interpolate both the variable and its gradient at any
unobserved location, the extension of the correlation matrix
R is necessary to incorporate the correlation between the
variable and its gradient, formulated as

Ryy RUU’]
R = ; (52)
[RSU/ Ry

where Ry is the correlation matrix presented in (36) for
the non-gradient case. Ry g includes the partial derivatives
of R according to

Ryy
o RAMDID 9y .. 3y RAD, 1™ )

= : : , (53)
o RAM™ 1MW 1 9) ... 3y RA™, 1™, 0)
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given

qoRAD, 1D 9)

OR () T
IRA f”‘”} . (54)
8111])

.....

| RAD, 1D, 0) aRAD, IV, )
ar? ' )

The submatrix Ry contains the second derivatives

812(1,1(.)72(1(1),1(1)’0) <1)I<m)R(I(1) | ()
Ryy = .
81<"1>1<1>R(I(m) 10,6) . I<m)1(m)R(I(m) I, )
(55)
where
i RAV, 1Y, 0)
1<'>1<1>R(I(l) 17,6) . 1<1>1<m>73(1() 17),9)
31<m>1(1>R(I(l) 10.6) . I(m)I(m)R(I(l) 17, 9)
(56)

Similarly the vector of cross-correlations between the
observations and the prediction is extended as follows

r(D) = [R(I, 10, 9),

T
LRAI™ ), 80 RALID . 9), ... dyn RALI™, 0)] .

(57)

Once these adaptations have been made, the revised def-
initions for the respective quantities can be inserted into the
descriptions provided in Sects. 3.2 and 3.3. To begin, let us
revisit the mean prediction

ng®=gm-B+rm R~ (U-GB), (58)

and the variance

TR_1G>7lu(I)) ,
(59)

o2 = 05(1 —r@ - R r@ + u) - (G

with

B*(0) = (GTR(o)—IG)”GT (R(0))7]U;
g (v-cs®):
(60)

2" ®) = ﬁ(v ~68"®)- (R®)

(a) (b)

Fig. 2 a Convex nature of the strain energy density e(F, Dy) and b
saddle point nature of the free energy density ¥ (F, Ey) in the vicinity
of F~Iand Ey ~ 0

and
G (ga)”
G [ U}, Gy = : :
GU’ ° T
(@)
(31<1)g(1(1)))T
Gy = : . (61)

(Bgon g (@)

Finally, the optimal hyperparameters are achieved by min-
imizing the log-likelihood function.

2w ot 0y =" +")l 2 (¥ (9))
(62)
+ @(log@n) + D).

Remark 3 The conceptual framework presented in Sects. 2
and 3 has been constructed around the internal energy den-
sity e(F, Dg). Yet, intertwined with this formulation, lies
the ability to define its corresponding dual, referred to as the
free energy density, symbolized as ¥ (F, E). This duality is
established through the subsequent Legendre transformation
(Fig. 2)

VU(F,E)=—sup{Dg — e(F, Dy)} (63)
Eo

The free energy density ¥ (F, E() imposes distinct con-
vexity constraints compared to its dual counterpart e (F, Dy).
As a consequence, in the proximity of F ~ I and Eo ~ 0,
it assumes the character of a saddle point function, exhibit-
ing convexity with respect to F while displaying concav-
ity concerning Eq. This divergence in convexity/concavity
attributes in the context of both mechanics and electro physics
can introduce challenges in the application of Kriging or
Gradient Enhanced Kriging interpolation models that rely
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on invariants of F and E (i.e., free energy-based Kriging),
as opposed to those formulated in terms of F and Dy (i.e.,
internal energy-based Kriging). Notably, our observations
underscore that an internal energy-focused approach yields
markedly superior outcomes compared to the utilization of
the free energy density methodology.

Remark 4 Applying Kriging and Gradient Enhanced Kriging
techniques (discussed in Sects.3.1 to 3.4) can be criticized
due to the need to include strain energy values (U) at each
observation or training point. This constraint limits their suit-
ability for datasets from physical experiments, unlike those
from in-silico or numerical sources, the paper’s focus. Quan-
tifying energy measurements poses challenges in such cases.
Yet, the Gradient Enhanced Kriging excels in adaptability,
accommodating cases with a single observation (F = I)
where U often equals zero. Here, derivative information at
this point, combined with derivatives from other points, can
be seamlessly integrated. This tailored approach is elaborated
in Appendix C.

3.5 Derivatives of strain energy density for Gradient
Enhanced Kriging

As detailed in Sect.3.4, the gradient-enhanced Kriging
method incorporates both the internal energy density U and
its derivatives concerning the invariants I = I, I, ..., I.
In cases involving isotropy or transverse isotropy within
material symmetry groups, coupled with a principal invari-
ant approach (see Sect. 2.3), addressing the derivatives of U
with respect to I becomes imperative. While obtaining these
derivatives for analytical energies like those derived from
a Mooney—Rivlin model is straightforward, intricate internal
energy densities arising from complex homogenization tech-
niques in composites (e.g., rank-one laminates in Sect.2.4)
may lack readily available derivatives. In such scenarios,
deriving these derivatives from the first Piola-Kirchhoff stress
tensor P and the electric field E( can be undertaken using
conventional linear algebra principles. To facilitate this, let’s
revisit the invariant-based expressions for P and E¢ in (19),
conveniently restated below

P=(0,U)Vi+-+ (0,U0) Vs

(64)

Eo = (a,1 U)W1 b (a,”U)Wn
where
V,‘ = 8FI,-; Wi = 8D()Ii- (65)

Let us introduce now the following notation

P Ul .

= : P = ={1,... 66

A [EO} W, [Wj,z (I...on)  (66)
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where P € R® and U; € R° represent the vectorised
expressions for both P and U;. This entails that A can be
conveniently written in terms of W; as

A= (0,0)Wi+ -+ (3,0 W (67)

In (67), Wi; can be understood as the linear independent
vectors of a basis, whilst (811. U ) represent the coordinates

of A along the vectors W;, (i = {l,...,n}). As standard
in basic courses of linear algebra, given A, the coordinates

<8 U ) can be obtained through projection of the latter over

the n vector of the basis, which yields the following linear
system of equations

A- Wi allU
AW, LU
A'Wn 81r1U
[M1;; =W, W, i,j={l,...,n} (68)

Remark 5 By examining the algebraic system of equations
presented in (68), it becomes feasible to ascertain the
conditions under which a solution for {9, U, ..., 9;, U}, rep-
resenting the components of .4 with respect to the basis
{W1, ..., Wy}, can be derived. Notably, the solvability of
(68) (i.e., the linearity independence of {Wi,..., W,})
hinges on the determinant of the system, which must not
equal zero. Ill-conditioning in the equation system (68) can
stem from several factors: identical principal stretches of
deformation (found in both isotropic and transverse isotropic
models), alignment of principal deformation directions with
the preferred direction of transverse isotropy, or alignment of
Dy with one of the principal directions of F. To rectify this
numerical issue, we propose a perturbation approach, intro-
ducing slight variations to the identical principal stretches
and a misalignment of the coinciding principal direction with
the preferred direction. This ensures solvability of (68).

3.5.1 Noise regularisation

In cases of substantial training data and the incorporation of
derivative information into the training strategy (e.g., in the
context of gradient-enhanced Kriging), the correlation matrix
R defined in Eq. (52) can become ill-conditioned. To mitigate
this issue, a customary practice is to introduce regularization
by augmenting the correlation matrix with a diagonal matrix
as follows: [19, 49, 66]

R = Ryv +e1lmxm RUU’
R{]U’ RU'U' +€21m-n><m-n

],81,82 cRT (69)
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While our paper primarily highlights the interpolation
properties of this technique, we consistently employ suf-
ficiently small values of &1 and &, to mitigate potential
challenges. It is noteworthy, as elucidated in Remark 3, that
Kriging and its gradient counterpart can achieve interpolation
when R remains unregularized, specifically fore; = ¢, = 0.
However, when €1 # 0 and & # 0, and in the extreme sce-
nario of both parameters assuming larger values, Kriging
transitions from an interpolation technique to a regression
technique. Thus enabling to filter noisy data.

To illustrate this technique we explore the performance
of Gradient-Enhanced Kriging in a regression context, par-
ticularly when confronted with severely ill-conditioned cor-
relation matrices arising from noise-contaminated data. To
elucidate this aspect, we employ two designated training
samples, denoted as:

— Unperturbed sample training sample devoid from noise
in the output variables, including the values of the
energy V(F) = U(ly, I, I3, Is) and its derivatives
{on,U, 0,U, 01,U, 3;;U}, where the ground-truth con-
stitutive model from which these data have been gener-
ated in-silico corrresponds with the Mooney—Rivlin/ideal
dielectric model described in Appendix A.

— Noisy sample this training sample has been obtained by
perturbing the deterministic sample according to:

U =U+NO,oyp); a/lz_ljzaliU"FN(O’UaliU)’

i={1,2,3,5} (70)
with
oy = 0.2 - mean(U); oy U = 0.2
-mean(d;,U), i ={1,2,3,5} (71)

In both datasets, Fig. 3 illustrates the performance of inter-
polation and regression based approaches. In the case of the
unperturbed sample (see Fig.3a and b), Kriging prefectly
reproduces the training data points (represented by circles).
Conversely, in the noisy sample, Kriging strives to replicate
the perturbed and irregular data to the greatest extent possi-
ble. Discrepancies observed at certain points, resulting in the
ill-conditioning of the correlation matrix and subsequently
the loss of interpolation properties. Notably, it is evident
that the condition number of the matrix R experiences a
substantial increase when dealing with the noisy sample, as
illustrated in Fig.3c. This observation aligns with expecta-
tions and raises concerns regarding the predictive accuracy
of Kriging between training points, potentially leading to
undesired oscillations.

Alternatively, we have explored aregression-based method-
ology, as detailed in [19, 49]. In this context, the regu-
larization parameters {¢1, €2} are treated as supplementary
hyperparameters. Consequently, both sets of hyperparame-
ters, namely {01, 62, 63} and {e1, €2}, are optimized through
the minimization of the reduced likelihood function w(é)

0" = argming ¥ (@), sz [01;=0 i={1,2,---,5)
(72)

where the augmented set of hyperparameters is defined as
(= {61, 62, 63, 1, €2}. Applying this approach to only the
the noisy sample yields the outcomes depicted in Fig. 3. The
values of {1, &>} are determined to strike a balance between
the interpolation and regression properties of the Kriging
response. Naturally, the response does not precisely match
the noisy data, thereby avoiding the introduction of undesir-
able oscillations caused by data perturbations (see Fig. 3f).

4 Calibration of Kriging and Gradient
Enhanced Kriging predictors

4.1 Design of Experiments

In this section, we present the procedure used for generating
synthetic data, utilizing a diverse set of ground truth con-
stitutive models. The internal energy densities and material
parameters for these models can be found in A. To acquire
the dataset, we adhere to the procedure outlined in [34],
extended to the coupled context of electromechanics. The
deformation gradient tensor F is parameterized via a chosen
set of deviatoric directions, amplitudes, and Jacobians (J,
i.e., the determinant of F'). The process of generating sample
points for deviatoric directions, amplitudes, and Jacobians is
elucidated in Algorithm 1. Similarly, the electric displace-
ment D is also parametrised in terms of unitary directions
and amplitudes. Concerning the deviatoric directions for
F, denoted as Vg we formulate them using a spherical
parametrization in RY, precisely representing these directions
using five pertinent angular measures (¢1, ¢2, @3, ¢4, P5 €
[0,27] x [0, 7] x [0,7] x [0, 7] x [0, w]) within this
5-dimensional space. For the directions employed for the
parametrisation of Dy, denoted as V p,, these are created
using a spherical parametrization in R>, using as angular
measures (0, ¥) € [0, 2] x [0, ], namely

cos q)i
| sin g cos ¢}
v = sin ¢} sin ¢y cos ¢y
sin ¢i sin ¢’2 sin 4)3 cos zj)éL
sin ¢} sin ¢} sin ¢4 sin ¢

; 1 <i <ny;
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Fig.3 Performance of
regression-based
Gradient-Enhanced Kriging. a,
b interpolation using an
unperturbed training sample; c,
d interpolation using a perturbed
training sample; e, f Regression
using a perturbed training
sample

cos 0 sin !
D, = | siné' siny’
cos Y

10.93305

10.93304

= 10.93303

10.93302

10.93301

;1 <i<ny

1.5
1+
=
0.5} ]
0 . . . . .
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1.6 T
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Training Points
(d)
o o /!_ 35
o m o I °
-0.2 - o - -
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Training Points
()

reconstruction process is demonstrated in Algorithm 2, where
(73) W represents the basis for symmetric and traceless tensors
(refer to Appendix B for details on W¥).

Once the sample is generated following Algorithm 1, the
reconstruction of the deformation gradient tensor F and of
D becomes possible at each of the sampling points. This
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Fig.4 Evolution of metric E P 4

for both ordinary and Gradient
with the number of training of

---Ordinary
——Grandient Enhanced

infill points for: a
Mooney-Rivlin/ideal dielectric
(MR/ID); b rank-one laminate
composite model (ROL)

---Ordinary
——Gradient enhanced
-8 : 3 : ‘ : : A
0 20 60 20 40 60 80 100

Algorithm 1 Pseudo-code for sample generation

1: Set the number of amplitudes, directions and determinants:
(nep.nv.ng, ney b

2: Initialise the vector of
tp = [0, --~stFmax]n,F><l;
tDo = [O, ceey D()max]n,u() x1-

3: Initialise a vector of Latin Hypercube Sampled angles: ¢; =
[0, 271'];1y><1, 0 =0, 271']11y><1;

4: Initialise three vectors of Latin Hypercube Sampled angles:
¢2,..,,4 = [0, n]nvxl; ¥ =[0, n]nvxl

5: Construct the directions, Vp, using an extended Spherical
parametrisation in R3 - detailed in (73);

6: Construct the directions, V p(, using Spherical parametrisation-
detailed in (73);

7: Evaluate the deformation gradient tensors, F and Dy- detailed in
Algorithm 2;

8: Evaluate the invariants, energy U, P and Eo;

9: Get derivatives 97, U according to Eq. (68);

amplitudes and determinants:

J =

[Jmins -e» Jmax]n]x 15

Algorithm 2 Pseudo-code for construction of the set of defor-
mation gradient tensors and electric displacement fields

1: fori =1:ny do
2: forj=1:n;do

3 for k = 1:ns. do
_ g1/3 5 i .
4 F = Jj €xXp [tF]k Zmzl[vp]m\l’m B
5 for/ =1:n, do
6: Dy = [tDU]lViDU;
7: end for
8 end for
9 end for
10: end for

4.2 Calibration and Validation

The synthetic data, generated as per Sect.4.1, calibrates
Kriging and Gradient Enhanced Kriging surrogates, follow-
ing principles in Sect.3. To assess surrogate accuracy at
non-observation points, generated evaluation points mirror
the procedure in Sect.4.1. These points test the model per-
formance but are not part of calibration. For validation, a
substantial validation set of 10,000 data points is used.

40
Infill points

Infill points

This density ensures assessment of the smaller calibration
set’s accuracy. Validation comprehensively evaluates the sur-
rogate model’s performance, verifying its reliability and
generalizability.

The calibration and validation process has been carried
across a diverse range of constitutive models. These include:
(a) Mooney-Rivlin/ideal dielectric model (MR/ID); (b)
Arruda-Boyce/ideal dielectric (AB/ID) (see Reference [1]);
(c) Gent/ideal dielectric (Gent/ID); (d) Quadratic Mooney—
Rivlin/ideal dielectric (QMR/ID); (e) Yeoh/ideal dielectric
(Yeoh/ID); (f) Rank-one laminate composite (ROL). Specific
expressions for strain energy densities and material parame-
ters are available in A. For each model, 2 training datasets are
generated, each containing N = {45, 100} training points.
Kriging and Gradient Enhanced Kriging models are cali-
brated for all 6 ground truth models within each training set.
Results include mean squared error (R2%(P) and R%(E)) for
first Piola-Kirchhoff stress tensor P and E(, and values of
E p and E E,» defined below

R ”PAni _ PKr[”
Ep = max S
| A
. IEG" —E§ Y\ . 3
Eg,=max | ————— ={1,---,n=10, 000},
EAnl
IES™ |

(74)

are presented in Table 1 (for N = 45 training points) and 2
(for N = 100 training points). In Eq. (74), ||A|| denotes the
Frobenius norm of A, n is the number of experiments, pAn!
and PK"' represent the analytical and Kriging-predicted first
Piola-Kirchhoff stress tensors, respectively. Similarly, E 6‘”!
and E 6( ! represent the analytical and Kriging-predicted
material electric field, respectively.

The findings of the analysis, as presented in Tables 1 and 2,
offer insights into the performance of Kriging and Gradient
Enhanced Kriging techniques. In both tables, the achieved

@ Springer



Computational Mechanics

Table1 R2(P), R2(Ey), Ep

Model Ordinary Kriging Gradient Kriging
and Eg, for gll .six mgdels for R2 (I P Ep RZ(IPI) Ep
‘;;‘“;bj;j’;ffggggigg‘;; o R (I Eol) E, R (I Eol) E,
Gradient Enhanced Kriging AB/ID 0.8614 175 1 2.17 x 1072
0.9999 3.03 x 1072 1 4.74 x 1073
Gent/ID 0.5495 2.83 1 1.08 x 102
0.9999 2.21 x 1072 1 1.71 x 1073
Yeoh/ID 0.9999 1.03 x 107! 1 2.97 x 1072
0.9997 2.66 x 1072 1 8.10 x 1072
MR/ID 0.9798 1.11 1 242 x 1072
1 2.06 x 102 1 2.78 x 1073
QMR/ID 0.9975 1.60 x 107! 1 1.49 x 1072
1 8.05 x 1073 1 8.34 x 1073
ROL 0.1295 3.20 0.8871 1.20
0.9806 213 x 107! 0.9987 511 x 1072
Table2 R*(P), R*(Eo), Ep Model Ordinary Kriging Gradient Kriging
and Eg, for a.ll .six m(?dels for R2(|P) Ep R2(| PI) Ep
T A ® 1 E0l) ® o)
Gradient enhanced Kriging AB/ID 0.9985 3.82 % 107! 1 1.9 x 1073
1 5.62 x 1074 1 1.51 x 1074
Gent/ID 0.9999 2.55 x 107! 1 1.25x 1073
1 1.06 x 1073 1 2.15x 1074
Yeoh/ID 1 1.62 x 1072 1 5.68 x 1073
1 2.1 x 1072 1 1.18 x 1072
MR/ID 0.9984 2.66 x 107! 1 1.38 x 1073
1 9.34 x 10~* 1 1.46 x 10~*
QMR/ID 1 1.45 x 1072 1 9.96 x 10~4
1 2.32 %1073 1 1.69 x 1073
ROL 0.8456 1.85 0.9955 1.82 x 107!
0.9971 2.84 x 107! 0.9998 2.27 x 1072

R?(P) and R?*(E) values are notably high, approaching
unity, signifying an impressive level of accuracy in predict-
ing the first Piola—irchhoff stress tensor. This is true for all the
models except for the rank-one laminate composite material,
where the performance of the ordinary Kriging approach is
extremely poor. Furthermore, under the consideration of the
alternative metric, specifically E P, E E,» Gradient Enhanced
Kriging demonstrates a significantly superior accuracy, con-
sistently yielding values approximately an order of magni-
tude smaller compared to the Kriging counterpart.

For comprehensive understanding, Fig.4 depicts the evo-
lution of the E p metric for both conventional and Gradient
Enhanced Kriging methodologies. This illustration pertains
to two specific constitutive models considered in Tables 1 and
2, namely the Mooney—Rivlin/ideal dielectric model and the
rank-one laminate composite model. Notably, as the number
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of training points increases, the Gradient Enhanced technique
adeptly diminishes this metric, substantiating its efficacy.
On the contrary, the ordinary Kriging method is incapable
of decreasing the metric Ep as the number of infill points
increases.

These observations emphasize the distinct advantage of
adopting the Gradient Enhanced technique, as it facilitates
precise predictions of the first Piola-Kirchhoff stress tensor
P and of the material electric field Eqg even when operat-
ing with an considerably small number of training points.
This characteristic positions Gradient Enhanced Kriging as
an exceedingly expedient and efficacious alternative in com-
parison to the conventional Kriging methodology.

Remark 6 Appendix A contains the material parameters used
in each of the constitutive models (MR/ID, AB/ID, Gent/ID,
QMR/ID, Yeoh/ID, ROL) considered for calibration of their
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respective Kriging and Gradient Krigind predictors. Notice
that the values of these material parameters do not correspond
with those of typical dielectric elastomers such as the VHB
4910 by 3 M. It is importante to emphasize that our Kriging
and Gradient Kriging predictors are flexible to deal with any
realistic value of material constants, and in particular, those
typical of the popular VHB 4910. These materials exhibit a
large disparity between the values of mechanical constants
and electrical constants. For instance, the shear modulus
and electric permittivity ¢ of VHB 4910 material [26] take
values of approximately ju &~ 10° —10° (Pa)and e &~ 10~ —
10~'2 (F/m).

The enormous gap between the material constants of both
physics (i.e. mechanics and electric physics) can ultimately
pose challenges for the accurate calibration of the Krig-
ing predictor (i.e. yielding ill-conditioning of the correlation
matrix R (36)) or of any other type of machine learning tech-
nique. In order to remedy this, instead of considering the data
generated by the model with such material constants, and
in particular, the first Piola-Kirchhoff stress tensor P, the
material electric field E and the material electric displace-
ment Do, we can alternatively perform the calibration with
their dimensionless counterparts, P.E o and l~)o (notice that
the deformation gradient tensor F is already dimensionless),
respectively, defined as

=L E,= iR, Dy=-20 (75)
=—, 0=,/—Eo, 0= :
1" NGT

Remark 7 With regards to the rank-one laminate material, in
our previous publications (see Reference [42]), we demon-
strated that whenever each of the phases a, b of the rank-one
laminate comply with the polyconvexity condition (15), and
therefore with the ellipticity condition (10), the solvability
of o and B in (29) is always guaranteed. This entails that at
microscopic level there is no apparent difficulty. However,
the homogenised response of phases which are elliptic indi-
vidually does not necessarily inherit this desirable property,
and can indeed exhibit loss of ellipticity. We have not dis-
carded this situation for the calibration of the Kriging and
Gradient Kriging predictors, and in fact, some points within
the data generated violate the ellipticity condition (at the
macroscopic level). Despite this, the predictors can handle
these situations.

5 Numerical three-dimensional examples

The analysis in Sect.4 strongly supports the superiority of
gradient enhanced Kriging over its energy-only counterpart,
which lacks first derivatives. Inspired by these promising
results, the primary objective of this section entails the
seamless integration of gradient enhanced Kriging models

into an in-house Finite Element computational framework.
This assimilation endeavors to establish the accuracy and
efficacy of these metamodels through meticulous juxtapo-
sition with the Finite Element solutions provided by their
respective ground truth counterparts. Specifically, this eval-
uation embraces intricate and exacting scenarios including
complex bending and wrinkling, thus furnishing a robust
appraisal of the metamodels’ performance within demanding
contexts.

5.1 Electrically induced bending example: isotropic
ground truth model

The inaugural exemplification within the Finite Element
domain revolves around a cantilever beam configuration, as
illustrated in Fig.5. The geometric attributes and bound-
ary conditions underpinning this scenario are succinctly
elucidated in Fig.5. Pertaining to the discretization frame-
work, tri-quadratic Q2 Finite Elements have been judiciously
employed to effectuate the interpolation of the displacement
field.

In this illustrative instance, we examine a Mooney—
Rivlin/ideal dielectric model (as expressed in Eq. (76)) as the
ground truth internal energy density. We adopt the material
parameters specified in Table 3. Upon subjecting the sys-
tem to a voltage differential AV ./e/u; = 0.5 (see Table
3 for the value of w1), the ensuing deformation is depicted
in Fig. 6a and b for the ground truth Mooney—Rivlin model
and its gradient enhanced Kriging counterpart, respectively.
Evident congruity emerges between both figures. This con-
gruence is also manifest in the contour plot of o3, where o
denotes the Cauchy stress tensor, i.e., ¢ = J “1PFT . These
consistent parallels serve to affirm the precision and robust-
ness of the gradient enhanced Kriging models, signifying
their potential in effectively capturing the intricate behavior
of the underlying physical systems.

Fig. 5 Electrically induced actuation. Geometry and boundary condi-
tions. Beam fixed at X| = 0. {a, b, ¢} = {120, 10, 1} (mm)
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Fig.6 Electrically induced
actuation: a Mooney-Rivlin
ground truth model; b isotropic
Gradient Enhanced Kriging
counterpart. Contour plot
distribution of o13/141 (see
Table 3 for the value of 1)

Q2001 01

Fig. 7 Complex electrically induced actuation. Geometry and electri-
cal boundary conditions. Displacements fixed at X; = 0. {a, b, c} =
{120, 10, 1} (mm). Electrodes highlighted with colour green (two
regions in the lowest surface across the thickness and one region on
the top surface) and red colour (one region in the mid surface across the
thickness)

5.2 Complex electrically induced bending example:
rank one laminate ground truth model

The second example considers the same cantilever beam
as in the preceding section, subjected to a more complex
set of boundary conditions for the electric potential ¢. This
can be seen in Fig. 7. Pertaining to the discretization frame-
work, tri-quadratic Q2 Finite Elements have been judiciously
employed to effectuate the interpolation of the displacement
field.

In this instance, we consider a more complex constitu-
tive model in comparison to the precedent section, where the
selection encompassed an isotropic ground truth model. Our
present investigation is directed towards a rank-one laminate
composite ground truth model. The homogenized internal
energy governing this model is encapsulated within Eq. (81),
while the associated material parameters are cataloged in
Table 9. Upon the imposition of a voltage gradient denoted

@ Springer
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as AV, /e4/u{ = 2.5 across the electrodes (see Table 9 for
the value of 1§ and &), the intricate phenomenon of electri-
cally induced bending is explored for both the ground truth
and Gradient Enhanced Kriging models. The outcomes of
this analysis are presented in Fig. 8, effectively showcasing
the marked concordance evident in the electrically induced
deformations, as well as the alignment in stress distributions,
between the two models.

For a more comprehensive evaluation of the electrically
induced deformation in the context of both models (the
isotropic ground truth model and its corresponding coun-
terpart developed using the Gradient Enhanced Kriging
approach), an enhanced comparative perspective is available
in Fig. 9. This representation serves to underscore the notable
concurrence observed between the deformation predictions
of the two models.

5.3 Electrically induced wrinkles: rank one laminate
ground truth model

The last example considers the geometry and boundary
conditions shown in Fig. 10. This example has been previ-
ously analysed in other works by the authors [43, 44]. The
squared plate is completely fixed in its borders. The voltage
is grounded at the maximum value of coordinate X3 whilst
a surface charge wy = 220/,/u{&? (Q-mm~2) (see Table
9 for the value of u{ and &%) is applied at the minimum
value of coordinate X3. The Finite Element discretisation
considers Q2 (tri-quadratic) hexahedral Finite Elements with
80 x 80 x 2 elements in X, X, and X3 directions.

The primary objective of this illustrative instance is to
assess the precision of the Gradient Enhanced Kriging model
within scenarios characterized by the emergence of wrinkles
induced through electrical stimuli. In a specific context, our
focus centers on employing the rank-one laminate model,
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Fig.8 Complex electrically
induced actuation. Contour plot
distribution of o13/{ for
various of AV./u{ /g% (see
Table 9 for the value of 1 and
&%): a Rank-one laminate
composite ground truth model; b
Transversely isotropic Gradient
Enhanced Kriging counterpart

-1.2e-01 -0.1 -0.08

Fig. 9 Complex electrically induced actuation for various values of
AV . Isotropic ground truth model represented by meshed domain. Gra-
dient Enhanced Kriging counterpart represented by magenta domain

as defined by Eq. (81), as the baseline model representing
ground truth.

The pertinent material parameters integral to this model
can be found in Table 9. Upon the application of an elec-
tric charge denoted as wy, the progression of electrically
induced wrinkles is portrayed in Fig. 11, these predictions
being furnished by the Gradient Enhanced Kriging model
across a spectrum of escalating wg values. In addition, this
figure represent the evolution of the displacement along Z
or X3 direction of points A and B (see Fig. 11) predicted by
both ground truth and Gradient Enhanced Kriging (Emula-

electrode

Fig. 10 Electrically induced wrinkles. Geometry and boundary condi-
tions. Squared plate with side 0.06 (m) and thickness 1 (mm). Maximum
applied surface charge wo = 20/,/t1€1 (Q-mm~2) (see Table 9 for the
value of u{ and &). Volumetric force of value 9.8 x 1072 (N/m?) action
in along X3 axis (in the positive direction)

tor) models, showing a clear similarity between the paths of
both models.

Crucially, Fig.12 offers a side-by-side comparison of
the wrinkles projected by the rank-one laminate composite
model, serving as the veritable benchmark, and its concomi-
tant representation through the Gradient Enhanced Kriging
methodology. Evidently, the congruence between the pat-
terns of electrically induced wrinkling is remarkable, further
corroborated by the similarity observed in the distribution
of stress patterns as depicted in the contour plots of both
models.
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A =0.05 A =0.065
L
Test point B
0.12 ; . .
—Ground truth
0.1 -°-Emulator |
0.087 1
< 0.06¢ 1
0.04 1
0.02 1
0 0.005 0.01 0.015 0.02
Uy

Fig. 11 Electrically induced wrinkles. Wrinkling patterns for various
values of surface charge Awp, being A the load factor. Top row: results
predicted by the transversely isotropic Grandient Enhanced Kriging
model, calibrated against rank-one laminate composite ground truth

Fig. 12 Electrically induced
wrinkles. Contour plot
distribution of 013 /4] (see
Table 9 for the value of 1) for
A = 0.1. a Rank-one laminate
composite ground truth model;
b transversely isotropic Gradient
Enhanced Kriging model

6 Concluding Remarks

This manuscript introduced an innovative metamodelling
technique that leverages gradient-enhanced Gaussian Pro-
cess Regression or Kriging to emulate a diverse range
of internal energy densities. The methodology seamlessly
incorporates principal invariants as input variables for the
surrogate internal energy density, thereby enforcing crucial

@ Springer
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model. The graphics represent the evolution of the displacement along
Z or X3 direction of points A and B predicted by both ground truth and
Gradient Enhanced Kriging (Emulator) models

physical constraints such as material frame indifference and
symmetry. This advancement has facilitated precise interpo-
lation not only of energy values, but also their derivatives,
including the first Piola—Kirchhoff stress tensor and mate-
rial electric field. Furthermore, it ensures stress and electric
field-free conditions at the origin, a challenge typically
encountered when employing regression-based methodolo-
gies like neural networks.
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Table 3 Material parameters
used with the
Mooney-Rivlin/ideal dielectric
model

Parameter "o A&

Value 05 05 5 1

The research has indicated the inadequacy of utilizing
invariants derived from the dual potential of the internal
energy density, particularly the free energy density. The
inherent saddle point nature of the latter diverges from the
convex nature of the internal energy density, engendering
complexities for models based on GPR or Gradient Enhanced
GPR that rely on invariants of F and E (free energy-based
GPR). This is contrasted with models formulated using F
and Dy (internal energy-based GPR).

Numerical examples within a 3D Finite Element frame-
work have been thoughtfully incorporated, rigorously assess-
ing the accuracy of surrogate models across intricate scenar-
ios. The comprehensive analysis juxtaposing
displacement and stress fields with ground-truth analytical
models encompasses situations involving extreme bending
and electrically induced wrinkles, thus showcasing the utility
and accuracy of the proposed approach.
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A Constitutive Models
A.1 Mooney-Rivlin/ideal dielectric elastomer model

The internal energy density for this model is:

U, b, I3, Is) = 5 (I = 3) + B (1 = 3)
— (1 +2u) I (I3) + 5 (I3 — 1)? + £ 2 (76)

and the material parameters used are

A.2 Quadratic Mooney-Rivlin/ideal dielectric
elastomer model

The internal energy density for this model is:
K2

2
A 11
—6(1 +2u) In(I3) + 5 (I3 — D? 4 o~ (17
2 2¢ I3

M1
Uh, b, I3, Is) = — (I + == ()?

and the material parameters used are (Table 4)

Table 4 Material parameters
used with the quadratic
Mooney-Rivlin/ideal dielectric
model

Parameter n2 A€

Value 05 05 5 1

A.3 Gent/ideal dielectric elastomer model

The internal energy density for this model is:

U, ;05 = 27 (1 hi=3
» 43, = - n -
1, 13, 15 2m 7

m

() 4 5= 1) L5 (78)
J— n J— J— —_——
pinis 5 s 2 I

and the specific values for the material parameters used are
(Table 5)

A.4 Yeoh/ideal dielectric elastomer model
The strain energy density for this model is:

U, I3,1I5) =Cio(I1 —3)
+ Cao (I = 3)2 4 C30 (1) = 3)°
Is

A 1
—2C;oln (1 -1+ —=2 79
10n(3)+2(3 )-1-2813 (79)

and the material parameters used are (Table 6):
A.5 Arruda-Boyce/ideal dielectric elastomer model
The internal energy density for this model is:

Ul I3, I5) = ar (ﬂ (1) 2 (I1) — aln (M))

B (I1)
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Table 5 Material parameters
used with the gent/ideal
dielectric model

Parameter uw J, A ¢

Value 1 19 5 1

Table 6 Material parameters used with the Yeoh/ideal dielectric model

Parameter Cio Coo Cao A e

Value 1 1 1 5 1

Table7 Material parameters used with the Arruda—Boyce/ideal dielec-
tric model

Parameter ap a A e

Value 2.1899 V6 4.9159 1

Table 8 Material parameters used with the transversely isotropic/ideal
dielectric model

Parameter "2 "3 A o B e N
Value 05 05 75 5 2 2 1 T [1 1 1]
1 1 15
— Aln(13) + /\ (I — 1)+ — %k (80)
where

1 3x —x3
Ae (1) Z\/;ﬁ; £l = T2

| )”c(ll)
Bh) =L (—az )

The material parameters used in the model are (Table 7):

A.6 Transversely Isotropic/ideal dielectric elastomer
model

The internal energy of the this model is:

UL, I, I3, Is5, I, I7)

= %(n —3>+£<12—3>—(m+2uz+u3>1ﬂ<13>

’\1 2+ Ig)* )P ! !
+—(3—) (6)+2’3(7)+2<—+ﬁ>

1 15
2¢ 13

The material parameters used for this model are (Table 8):
A.7 Rank-One Laminate

We consider Mooney—Rivlin and ideal dielectric internal
energy densities for the individual phases a and b within
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Table 9 Material parameters used with the rank one laminate model
pLLZI )»a o ,B fm f e c

Value 05 05 5 /4  w/4 2 2 0.6

a
Parameter i

this composite (refer to Sect.2.4), namely

1
5#7 (Ila - 3)

(i +2u3) In (15)
1 I”

| 2
ot (13_1) +2£“I3

2

1
b — —
U(11,12,13,15) 2M1<Il 3)

Ut (It I3, 1, 1) =

1
+ous (13 = 3) -

1
+ 515 (17 =3) = (uh +205) (1)

1,/ I B

Za (1 — 1) — 3 81
+ 2 3 + 2eb Ié’ B

being the effective strain energy ¥ (F , l_)o)

with

e (F* (F.a). D (Do, B) )

= U (1, 18,18, 18); o (F* (F,a), D} (Do, B) )

=ut (ip. . 1. 12 (83)

where {I{, 15,15, I} and (1%, Ié’, Ié’, Ish} represent the
principal invariants of F¢, F b D§ and Dg related to the
macroscopic deformation gradient tensor F and D through
Eq. (25). The material parameters used for this composite
material are found below (Table 9):

where the mechanical and electrical contrasts f;, and f,
are defined as

b b b b
W W A &

and with the vector of lamination N spherically parametrised
in terms of « and B according to

N = [cos 0 sin ¢ sin O sin ¥ cos w] . (85)
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B Basis for Symmetric Traceless Second
Order Tensors

T[20 0 -[00 o rfo1o
v =/-lo-10] w=,/-l010]| w=,/=|100
00

6lo 0 -1 2lo0 -1 21000
(86)
-foo1 -[000
w4:\g 000 xpsz\/; 001 (87)
(100 010

C Gradient-enhanced Gaussian-process
based prediction using a single
observation point in the strain energy

The gradient enhanced Kriging approach, described in
Sect.3.4, can be particularised to the case when there is
only one observation point for energy, whilst still retaining
n observation points for the derivatives of the energy with
respect to invariants. In order to particularise this approach
to this scenario, the vector of observations U is now defined
as

T
U= [U“)alu(l),..., 81U<’">] , (88)

where
. . T
u® = gam BIU(”:[811U(’),...,81nU(’)] . (89)

The correlation matrix R is similar to that in (52), with
the same block structure, namely

R = [RUU RUU/],

(90)
R}, Ryy

with Ryy = R, 1Y, 0). R vy’ includes the partial deriva-
tives of R according to

Ryy = [ RAV, IV, 0) ... 9y RAD, 1™ 6)],
©On

given

3 RAV 1Y), 9)

3 |:8R(I(">, 10),8) aRAD, 1D, 6)

. . T
ARAD 1), )
210 o1l

910
92)

The submatrix Ryyr exactly the same as that in (55)-
(56). Similarly the vector of cross-correlations between the
observations and the prediction is extended as follows

T
r@) = [R(I, 1D,9), 8,0 RA.IDV, ), ..., 8o RA, 1™, 0)] .
93)

Once these adaptations have been made, the new defini-
tions for the various quantities can be substituted into the
definitions detailed in Sects. 3.2 and 3.3. To start with, recall
the mean prediction

no®=g®-B+rm R~ (U-GB). (94)

and the variance

o2 = a},(l —r@ - RP@ + u(D) - (GTR" G)_lu(l)> :
95)

with

B*(6) = (GTR(0)’1G)_IGT(R(()))_lU;

2% _ ® -1 * .
ot 0= (0 eme) (ko) (o am)
(96)
and
(al<1>g(1(1)))T
G(I>={g”]; Gy =gy Gy = :
v :
(31(m) g(I("o))T
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