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This paper concerns a two-field reduced basis algorithm for the metamodelling of parametrized one-way coupled
thermoelasticity problems based on the constitutive relation error (CRE) estimation. The coupled system consists
of parametrized thermal diffusion and elastostatic equations which are explicitly coupled in a one-way manner.
The former can be solved in advance independently and the latter can be solved afterwards using the solution of
the former. For the fast and accurate analysis of the coupled system, we developed an algorithm that can choose
adaptively the number of reduced basis functions of the temperature field to approximate the CRE equality of the

mechanical field. We compute approximately the upper bound for the true errors of displacement and stress fields
in energy norms. To enable this, a two-field greedy sampling strategy is adopted to construct the displacement
and stress fields in an efficient manner. The computational efficiency of the proposed approach is demonstrated
with computing the effective coefficient of thermal expansion of heterogeneous materials.

1. Introduction

Coupled systems exist in many engineering applications such
as fluid-structure interaction, thermo-mechanical, electro-mechanical,
electro-magnetic, and so on. The coupling is caused by the interaction
between different subsystems describing different physical quantities
such as temperature, displacement, velocity, pressure, etc. After dis-
cretizing coupled systems with certain traditional numerical methods
such as finite-element and finite-volume methods, their resulting alge-
braic systems are often complex and very large. Such a complex and
large algebraic system entails difficulties for the real-time computation
which is vital for tailoring responses of the complex system via com-
putational system design approach. To circumvent such difficulties, the
purpose of this work is to develop a two-field model order reduction
(MOR) technique that can enable metamodelling of the coupled system
for the fast and accurate computation.

In the following, we provide a brief literature review on the use of
MOR techniques for coupled problems, as a more exhaustive overview
on this topic can be found in Refs. [1,2]. The first MOR technique to
deal with coupled systems is the component mode synthesis method
proposed for structural dynamics problems [3-5]. After that, different
MOR techniques have been proposed and can be categorized into sev-
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eral types. For examples, MOR techniques based on systems and con-
trol theory such as balanced truncation [6,7], MOR techniques based on
approximation theory such as moment-matching [8,9], MOR techniques
such as the reduced basis (RB) method [10,11], proper orthogonal
decomposition (POD) method [12,13] and proper generalized decom-
position method [14] have been successfully applied to coupled sys-
tems, and have shown significant efficiency for various multi-physics
problems.

In this work, we focus on the application of a reduced order model
(ROM) for the class of one-way coupled thermoelasticity problems. In
particular, a one-way coupled thermoelasticity problem shall include
one thermal elliptic partial differential equation (PDE) and one elas-
tic elliptic PDE, where the former can be solved in advance indepen-
dently and the latter is solved afterwards using the solution of the
former [15,16]. Due to this special property, the application of the
ROM for the thermal PDE is straightforward and simple: any avail-
able ROM with associated error estimation technique (e.g., a snapshot-
proper orthogonal decomposition method [17-20], a hyper-reduction
technique [21,22], a proper generalized decomposition method [23],
reduced basis with a successive constraint method [24,25], or a recent
two-field reduced basis method (TF-RBM) [26]) will work well for
such thermal problem. However, a posteriori error estimation for the
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ROM of the elastic PDE is complicated because of the passing of the
approximated ROM temperature field from the thermal PDE to the elas-
tic one. To the best of our knowledge, there is no work in literature
to evaluate such an error of the elastic PDE in this context. As ref-
erences, the application of ROM techniques for the class of coupled
thermoelasticity problems can be found in, for example, [7,27]. These
works belong to the class of either balance truncation or moment-
matching methods which were described briefly in the previous para-
graph.

In this paper, we pursue the RB methodology with a CRE estimation
to handle such parametrized coupled thermoelasticity problems. In par-
ticular, we use the TF-RBM with the CRE estimation technique [26] to
approximate certifiably both thermal and elastic PDEs. As mentioned in
the previous paragraph, while such an approach to handle the thermal
PDE is straightforward, that to handle the elastic PDE is not trivial and
requires some special modifications. This is due to the appearance of
expansion terms which depend on the true error of the RB temperature
field, besides the usual true errors of the RB displacement and stress
fields in the CRE equality.

Therefore, the first purpose of this paper is to propose an algorithm
to choose adaptively the number of RB basis functions of the temper-
ature field in such a way that these expansion terms are eliminated
— thus recovers approximately the CRE equality. In other words, we
recover the upper boundedness of the CRE estimator for true errors
of RB displacement and stress fields [26]. In turn, this CRE estima-
tor is used in a two-field greedy sampling algorithm to build the
corresponding reduced spaces of these displacement and stress fields.
The second purpose of this paper is to extend the CRE upper error
bound to goal-oriented error bounds for several quantities of inter-
est (Qols), where these Qols are linear functionals of the displace-
ment field. (Note that the Qols of the thermal PDE are addressed
in the RB approximation of the thermal PDE in advance.) Based on
these goal-oriented error bounds, the final objective is to compute
the certified ROM approximations of the effective coefficient of ther-
mal expansion (CTE) for parametrized coupled thermoelasticity prob-
lems.

The remainder of the paper is organized as follows. In section 2, we
state the exact parametrized coupled thermoelasticity problem and its
finite-element discretization. In section 3, we describe our ROM approx-
imations for the thermal equation in section 3.1 and the elastic equa-
tion in section 3.2. While section 3.1 repeats briefly the work in Ref.
[26], section 3.2 and section 4 present all the novel proposed theory of
this paper. In particular, section 3.2 is devoted to the CRE estimator,
the proposed algorithm to select appropriately the number of RB basis
vectors for the temperature field, and the two-field greedy sampling
algorithm. Goal-oriented error bounds and the extension to compute
the effective CTE are presented in section 4. In section 5, the perfor-
mance of all the proposed algorithms is investigated for a 2D material
homogenization problem. Finally, we provide some concluding remarks
in section 6.

2. Parametrized explicitly coupled thermoelasticity equations
2.1. Exact formulation

2.1.1. Strong form

We consider the problem of determining the displacement field u(x)
and the (excess) temperature field 6(x)! within a static thermoelas-
tic body occupying the physically spatial domain Q € R4 (d = 2, 3).
The displacement field u € U/(Q) = (H! (Q))d and the temperature field

1 grt(x) = 6 + 6(x) where 6®'(x) is the total (absolute) temperature and 6™ is the
reference temperature corresponding to the zero thermal strains state, which motivates
the notion excess temperature for 6.
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6 € B(Q) = H'(Q) satisfy the nonhomogeneous Dirichlet boundary con-
ditions u = wand 6 = 9 on the parts I'* and I'? of the boundary T, respec-
tively. Here, HY(Q) = {v € L%(Q) | Vv € (L?(©))?} is a Hilbert space and
L2(Q) is the space of square integrable functions over Q. The body may
also be subjected to prescribed tractions t, body forces b, prescribed
flux h and heat source f on the boundary parts I', Q, T"* and Q, respec-
tively.

We define a set of input parameters D c R”, a typical point of which
is denoted by u = (y1, ..., up). In particular, the force densities b, t; the
heat densities h, f; the Dirichlet boundary conditions w, 9 and the mate-
rial properties of the structure may be functions of parameter u. We
assume that Q, I'¥ and I'V do not undergo any parametric changes.

For a given parameter u, the strong formulation is stated as: obtain
(6(u), u(w)) by solving the following one-way coupled system

~k(wV20(u) =f(u) on Q
Heat equation< g =9 on IY, (@)
q(u) =k(u)-Vo(u) on Q,
~div (o(u(n))) = b(u) on &,
Elastic equationq u=w on I
o(p)) =D(u) : e(p)) —D(u) : eg(0(w)) on Q.
(3]

Here, q(u) is the flux field and k(u) is the heat conductivity tensor
for the heat equation. For the elastic equation, e(v) = % (Vv+ W) is
the strain field, o(u) is the Cauchy stress field, D(u) is the fourth-order
Hooke’s elasticity tensor which depends on the two Lamé constants A(u)
and G(u), €9(6(p)) is the thermal strain which depends on the tempera-
ture field 6(u) that was solved from Eq. (1) (see for instance Eq. (1.9) in
Ref. [28] or Eq. (8.23) in Ref. [29]). System (1) and (2) is thus one-way
coupled in this sense. (Interested readers can refer to the full coupled
thermomechanical system, for instance, arising in shear band modelling
application [30,31].)

2.1.2. Weak form
For a given parameter yu, the corresponding weak form is described
by

- / q(u) - Vv, dQ + / Flu) - v dQ + / G- v dr =0, W € erd0(Q),
Q Q T
(3a)

—/o‘(u) D e(vy) dQ +/b(u) - v,dQ +/ t(u) v, dl =0, Vv, e UA0Q).
Q Q rt
(3b)

Here, 0@ ={(veO@|vp=90uw) and ©*Q)={(ve
©(Q) | vre =0} are the spaces which contain the full and homo-
geneous temperature fields; UAYQ;p) = {v e V(Q) |y =w(p)}
and UA40(Q) = {v EVQ) |V = 0} are the spaces which contain
the full and homogeneous displacement fields. The solution to the
parametrized heat conduction problem (3a) is an admissible pair
(H(M),q(y))e@Ad(Q;y)XQAd(Q;u) that verifies the isotropic linear
constitutive law

q(u) = k(u) - VO(u). 4

Similarly, the solution to the parametrized problem of elasticity is
an admissible pair (u(u), o(x)) € UA(Q; u) x SA(Q; y) that verifies the
isotropic linear constitutive law

o(u) =D(u) : e(u(p)) —D(u) @ €o(O(1)).

By substituting (4) into (3a) and (5) into (3b), the parametric prob-
lem of thermoelasticity can be written in the following primal varia-
tional form: for any u € D, find 6(n) € oA, w) and u(y) € U2(Q; )
such that

%)
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00 (0, vy ) =0 (visn). Wy € @A (@), (6a)
W (), Vs ) = fY (Vs ) + @ (0u), vasm), Yy, € UAA0(Q)
(6b)
where
9 (0,vy; ) = /k(,l)vew1 e, (72)
Q
O (visn) = /Qf(ﬂ)-vl o + /th(ﬂ)-vl dr, (7b)
a™ (u,vo; u) = / e() : D(u) : e(vy) dQ, (7¢)
Q
Y (vaim) = /b(,l)-v2 dQ+/ t(u) - vy dI, (7d)
Q rt
0 (0,vy 1) = / €0(0) : D(p) : e(vy) dQ, (7e)
Q
respectively.  We  recall that a% : @*4Q)x ©2°Q)x D,

u o AdQ) x UAN0Q)x D are symmetric, continuous and coer-
cive parametrized bilinear forms. We assume that 7 : 0240y x D,
f UA40(Q) x D are continuous, bounded linear forms, and that the
bilinear form a*? : ©49(Q) x U440(Q) x D is sufficiently regular. Under
these conditions, there exists unique “weak” solutions 6(u) € O(Q) to
(6a) and u(u) € V() to (6b).

Multiple Qols can be extracted from u(u) and 6(u) as

Q) = Q) + Q) = £ () + €7 (B(w)).

with #¢ : ©A@Q)x D and /¥ :
bounded linear forms. Outputs ff’“ may be compliant or noncompliant
linear functionals. Notice that system (6) (or (3)) is explicitly coupled
in a staggered manner, i.e., one-way coupled. In other words, for given
any input parameter u € D, (6a) (respectively (3a)) is solved indepen-
dently first to obtain the temperature field (). This resulting 6(u) is
then substituted to (7e) to solve the elastic Eq. (6b) (respectively (3b))
to get the corresponding displacement field u(y). Finally, the Qols are
computed from (8).

A crucial assumption to efficiently deal with parametrized problems
is the affine decomposition property of the operators that governs our
problem. In particular, V0 @Ad(Q),vl € @Ad’o(ﬁ), vu € UA(Q), vy €
UAd0Q), i e D, we require that

1<i<n®

(8

UA(Q)x D being continuous and

QSS

9 (0.v13m) = Y, 0 () (0, v), (92)
q=1

£ (vism) Zoq<u)f9(v1) (9b)

7l (viiw) Zoq W) ). 1<i<n?, (99)
QLlLl

(Vi) = Y 04 (k) i w.v,). (9d)
q=1

£ (vain) 20 () fgva), (%)

4 (va:n) zgq WL vy), 1<i<n®, (9

for some (preferably) small integers Q%?, Q?, fo Q", Q" and Qi . Here,
the smooth functions ¢® : D — R depend on u but all the bilinear and
linear forms ag, fq‘ and fi‘q do not depend on the parameter. In practice,
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such an affine decomposition is at hand if the parametrized data are
originally given in the form of separate variables; namely

nk

k(e )= Y 7E(wkix), VueD.xe: (10a)
i=1
nh

e, u) = Y yP(hix). VueDxerlm, (10b)
i=1
nf

— f 3

fee =Y viunfix). vueDxeq (100)
i=1
n&.w

90wy =Yy %), VueDxel’; (10d)
i=1
nD

Dx.u)= ) 1P (WD), VueD.xe; (10e)
i=1
nl

tee )= Y yt(x). YueD.xel’, (10
i=1
nb

bee. )= Y 7X(whix). VueD.xeQ, (10g)
i=1
n]l,W

wie, )= ) M (wwix), VpeDxel (10h)
i=1

Here all the v
eter y, while Ei(x), Hi(x), fi(x), ﬁi(x), Bi(x), t;(x), Ei(x) and w;(x) are oper-
ators/functions that do not depend on u.

Lastly, by inserting (10) into (7) we can easily infer all the bilinear
and linear forms in (9). For example insert equation (10a) into (7a),
we can see in (92) that of’(u) = v§ (W), @’(0,v)) = /QEq(x)VQVvl, 1<
q < Q% and Q% = n*. We do not provide the definitions of all bilinear
and linear forms in (9) here but they can be inferred easily by the same
way as described above.

D — R are explicitly known functions of the param-

2.2. Finite-element discretization

We approximate the solutions of the coupled system (6) using the
finite-element method (FEM). The finite-element (FE) solution spaces
are defined as

(11a)

)}

(11b)

@h(g):{we@(gnwespan{ﬁiJgignn}},

vh@Q) = {ve V@IV e (L,....d)Lv € span{ﬁi,1 <i<

where v; denotes the jth component of the vector field v and Nys are
compactly supported FE shape functions. Here, n, is the number of
nodes in the FE mesh and 'Y and N'" represent the dimensions of the
FE spaces oM0(Q) and UhO(Q) (defined in the following paragraphs),
respectively.

Let @™0(Q) = ©"(Q) N ©29°(Q) be the space of FE temperature fields
that vanish on I'” and 6P(u) be a particular field of erM(Q; u), for any
u € D. The FE approximation 0" (u) of O(u) is the solution to the fol-
lowing variational problem [32]: find 6P(u) € O"%(Q) + {6P()} such
that

o (PG visu) = (viin), Wy € OMO@), (12)

We assume that the parametrized Dirichlet boundary conditions
conform to the FE space, meaning that @h(Q) N @Ad(Q; 1) # {}. In this
context, 6P(u) can always be chosen in the FE space eMQ). The varia-
tional problem (12) can be recast in the form
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@ (0"0G0, vy ) = £ (vis ) = a” (PG viin) . Wy € OMOQ),
13

As 6P(y) is known, we denote 7 (vism) =£9 (visu) — a® (6P(u), vy m).
Then, the final variational form is: for a given u € D, find 6"0(u) €
eM9(Q) such that
@ ("G vsu) =F (visu). Wy € OM0@). (14)
The FE solution is obtained by using the lifting identity 6" (x) = 60 (u) +
0P(u). Under standard assumptions, the linear system (14) possesses a
unique solution.

Following a completely similar treatment, the final variational form
for the elastic Eq. (6b) is: for a given u € D, find uM%(u) € UM0(Q) such
that

@ (0G0, voi ) =F* (vain) . Wy € URO@) (1s)
where )?“ (Vo m) =f4 (vos u) — @™ (uP(u), vo; ) + @ (Gh(y), VaiH).
Here, UM0(Q) = UMQ)n 1UA40(Q) is the space of FE displacement
fields that vanish on I'* and uP(u) is a particular displacement field
of UA4(Q; ), for any u € D. The FE displacement solution is then
obtained by using the lifting identity uP () = uPO(u) + uP (). Similar to
(14), the linear system (15) also possesses a unique solution (which
depends on the FE temperature field 6"(u)).
The FE Qols can then be evaluated as

Q= @+ QG =2 (W) +¢¢ (6hw) . 1<i<n®,
(16)

In the following, we assume that the FE spaces are sufficiently fine
so that any relevant measure of the FE errors eZ(y) = 6(u) — () and
eﬂ(y) =u(y) — ul () are very small for all 4 € D. In this context, the
source of error will come from using the metamodelling technique
described in the next sections.

3. Reduced basis approximations

The basic idea of projection-based reduced order modelling relies on
the fact that the solutions of the parametrized boundary value problem
reside on a smooth and low-dimensional parametrically induced mani-
fold. The governing equations can then be projected onto this manifold,
leading to a reduced system of equations that can be solved inexpen-
sively for any parameter set.

In this work, we propose to use the TF-RBM approach [26,33]
to build the ROM models for the explicitly coupled thermoelastic-
ity problem and assess the approximated quality of these ROM mod-
els using the CRE bounding technique [23,26]. With this spirit, the
heat Eq. (14) is approximated using one TF-RBM approach with
corresponding CRE bounds, while the elastic Eq. (15) is approxi-
mated by another TF-RBM with other CRE bounds. All these con-
tents are presented in this section. However, due to the length limit
of the paper, we only present the necessary equations with the
new proposed techniques (section 3.2), and refer readers to [26] for
full details of standard/repeated equations and algorithms (section
3.1).

3.1. Two-field reduced basis approximations for the heat diffusion equation

3.1.1. Reduced order model for the temperature field

To apply the reduced basis method for general nonhomogeneous
Dirichlet boundary condition problems, we perform a lifting of the FE
solution over the parameter domain

") = M0 + OMP(y), VueD. a17)
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Here, 6M0(y) € @™0(Q), ie., 689(u) =0 on I'Y for any u € D, while
Py @h(Q) satisfies exactly the nonhomogeneous Dirichlet bound-
ary conditions. This equation is to be understood as follows: for given a
valid lifting oh-P(y), the complementary part 620(4) can be formally
calculated from the knowledge of #"(x). We approximate 6"%(y) by
its projection in a reduced vector space, while the lifting 6"P(y) is an
explicit function of the parameters. The computation of "P(y) is stan-
dard in literature and thus is not repeated here. Readers can refer to
[26] (section 3.1.2) or [33] for the detailed computation.

Using a global lifting technique and with the assumption of the
affine form for prescribed temperatures, the FE lifting 6"P(4) can be
defined by the following affine expansion

now

") = 3 " ww!. YueD
i=1

a8

where y/f is a set of n®" of temperature fields that can be obtained
by solving n®" standard FE problems with nonhomogeneous boundary
conditions, i.e.,

We assume the availability of
{uf eD,...,,,fV(, €D}, 1<N? <N?

max’
RB spaces @Ir\}g (@ =span{¢? 1 <n<N}, 1 <N®<NP  where¢le
@]r\‘]g (©).1 <n<Nf  are mutually orthonormal RB basis functions with
respect to a particular norm using a Gram-Schmidt process. The proce-
dure to construct efficiently the sets vae and @;\}2(9) is discussed in
(3.1.5).

For any u € D, we find an approximation 6" (u) to 6"(u) in the form

vy € OM0(Q),
vx eI,

a” (w{,vipg) =0,

0 VMO eD.
w; () = 900,

nested parameter sets Silg =
and associated nested Lagrange

NO
0") ~ 6" () = 0°°(u) + 6™ (), where ") = D’ a0ty

n=1

19

and afl(y)’s are interpolation weights, called “reduced variables”. The
RB approximation 6%%(u) to #™0(y) is optimally (in the sense of the
energy norm, see Céa Lemma) obtained by a standard Galerkin projec-
tion: for given u € D, find 7°(x) that satisfies

a® @0 (o). vy; ) = F' vy )
=f* (visu) —a” (eh’P(y), Vi u) W, € 055(Q). u e D.
(20)

This typically very small system of linear equations can be solved
on demand, for any parameter set of interest. The RB Qols can then be
evaluated from the reduced solution as

Qwy=¢0 (07(w), 1<i<n® 1)

We note that systems (20) and (21) accept the very efficient offline-
online computational procedures [25,34] which include an expensive u-
independent Offline stage performed only once and many cheap Online
computations for any input parameter value y € D. In particular, in the
Offline stage the affine terms {y/l.g, 1 <i<n?%"} (18), the RB basis func-
tions {¢?,1 <n<N® <N’ } (19) and all the parameter-independent
terms (in (20) and (21)) are computed and stored. In the Online stage,
for any given y, all the parameter-dependent functions (in (20) and (21))
are evaluated, the reduced system (39) is assembled and solved to find
the RB coefficients af(1),1 <n <N’ and the RB Qols are obtained
through the simple scalar product (21). The Offline cost depends on
N? and thus expensive, while the Online cost is completely indepen-
dent of M. The detailed computation of these procedures are standard
in MOR community and hence will not be repeated here. An elaborated
description is referred to as [26,35].
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3.1.2. Reduced order model for the heat flux field

The principles underlying the construction of the heat flux surro-
gate are parallel to those employed for the construction of the tem-
perature surrogate [26,33]. We first recall that the “exact” FE flux field
q™(u) = k(u) - VO (u) satisfies the equilibrium in the FE sense, namely, it
verifies

—/qh(ﬂ) - Vvy dQ + /f(ﬂ) -y, dQ+ /hh(,,)-v1 dr=0, vy, €0M@Q).
Q Q I

(22)

We denote by QPMA4(Q:yu) the space of fluxes satisfying the
parametrized equilibrium in the FE sense (22). The construction of the
flux surrogate relies on the separation of the FE flux field into two
parts:

") = ") + ¢"P(w). (23)

The first part ¢™(x) belongs to the space Q"0(Q) of flux fields satisfying
the following homogeneous equilibrium condition

Yu e D.

/ @) -v; d2=0, Vv, € 0™0Q), ue D, 24
Q

while the second part belongs to 0ohAd(Q: 1)) and therefore satisfies the
equation

—/qh~l’(,4)-v1 o + /f(ﬂ) v, dQ+ /hh(ﬂ) v dl =0, Vv € @™0Q).
Q Q T

(25)

Here, (23) is to be understood as follows: given a valid equilibrated
flux q"P(u), then the complementary part ¢"%(u) can be formally calcu-
lated from the knowledge of the exact FE flux a(w).

The flux field ¢"P(x) € QMA4(Q; u) will be explicitly defined as a
function of the parametrized heat source and prescribed flux, while the
complementary part ¢™(x) will be approximated by its projection in a
reduced vector space.

Using a standard technique as described in section 3.2.2 of [26] and
with the assumption of affine forms for heat source f(x) and prescribed
flux h(y), the particular flux field ¢"P(x) can have the following affine
forms

Fap

PG = Y 7P a. VueD. (26)
i=1

We now introduce the nested parameter sets Sz]q =

{ ;4‘11 eD,..., ”zlq € D} ,1 <NI< Ngmx, and associated nested Lagrange
RB spaces QFo(Q)=span{¢f.1<m<NI} 1<NI<NE.,
o € Qh0(@).1 <m < N%,, are mutually orthonormal RB basis func-
tions with respect to a particular norm using a Gram-Schmidt process.
Details on how to construct efficiently the sets SZN and Q;’,g (Q) are
discussed in (3.1.5).

As mentioned above, we construct the surrogate flux field q(u)
as

where

N9

")~ qu) = ¢°() + ¢"P(w), Yu €D, where g 0(u) =Y al(wel,
i=1

27)

where a9(u)e RN? are (unknown) generalized coefficients to be
obtained by the projection.

The generalized coefficients are required to satisfy the optimum
property
qg(u) = arg min
8 q* €QT ()

la* - a"w|, 28)

1w’

where the admissible space for reduced flux field is defined by
q

Q@ p) = {g* €QQ) | g* = T, af ¢! + ¢P (), Var e RN} |- llr

is the so-called energy norm for the flux fields and is defined in (3.1).
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Using the constitutive relation (4), the optimization problem (28)
can be recast in the following variational form: find G(x) € Q"(Q; u) such
that

- / 4w k7N - q* dQ+ / VO (u)-q* da=0, Vq* € Q°(Q), (29)
Q Q

where 9"%(Q) = {¢* € Q(Q) | ¢* = zﬁ‘fl a*¢l,Va*re RN},
Now, substituting (27) and (19) into (29) and noting (24), we
obtain the variational form that we will use to compute the flux field

a0

/ @O kY - q* dQ = / VOhP () - g% dQ
Q Q

- /ﬂ Pk (w) - q* dQ.  Vg* € QP0(Q).
(30)

From (18) and (26), and assuming that k=1(x) has the affine
decomposition form, (30) also accepts the very efficient offline-online
computational procedures which include an expensive u-independent
Offline stage performed only once and many cheap Online compu-
tations for any input parameter value u € D. In particular, in the
Offline stage the affine terms qf, 1 <i<n%P (26), the RB basis func-
tions {¢1,1 <n<NI<NZ. .} (27) and all the parameter-independent
terms (in (30)) are computed and stored. In the Online stage, for
any given pu, all the parameter-dependent functions (in (30)) are eval-
uated and (30) is assembled and solved to find the RB coefficients
a,‘f(y), 1 < n < NY. The system matrix is very small, with a size (N9 x N9)
completely independent of the FE space dimension N'9. Again, the
detailed computation of these procedures is standard and hence is not
repeated here. Readers are referred to [26,35] for an elaborated descrip-
tion.

3.1.3. Constitutive relation error for the heat diffusion equation
We recall briefly here the CRE equality for heat equation, and refer
to [26,33] for its full presentation.

Proposition 3.1. Let e,(1) = 0%(u) — 0°(u) and ey(u) = (1) — G(u) be
the RB errors for the temperature and flux fields, respectively; ||q*||;-1 w =

(Joq* - kKl - q* dQ)l/ 2 be the energy norm associated to an arbitrary
flux field ¢* € Q(Q) and [Vl = (foVv-k(u) - Vv dQ)l/2 be the energy
norm associated to an arbitrary temperature field v € ©°(Q).

Then, the square of the distance ASRE(u) between the RB flux field
q" (1) € Q(Q) and the surrogate flux field G(u) € QM4(Q; u), measured in
energy norm, will be equal exactly to the sum of square of energy norms of
the RB errors of the temperature and flux fields as follows

AgRE(M)Z = ”qr(ﬂ) - a(”)”z—l(m = ”eg(ﬂ)”)%(”) + ”eq(u)”i’l(u)' 31

The proof is standard and can be found in Appendix A of [26]
(Note that g*(u) = k(i) - VO*(u) in (31) above.). It is important to under-
stand from (31) that the RB errors ||eg(;4)||k(u) and |leg(i)llg-1,, are indi-
vidually uncomputable, but the sum of their squares is computable
in an a posteriori manner. It was shown in Ref. [26] that the com-
putation of AgRE(y) is very efficient which can be decomposed into
Offline-Online computational procedures. The key point to note is that
the cost to compute AgRE(y) (in the Online stage) is completely inde-
pendent of A%, N'9, and is only dependent on N?, N4. The effectivi-
ties of the CRE bound for both temperature and flux fields are defined
as

ASRE ()
16" ) — 6" llkyey”

ASRE ()
llgh(w) - a(#)”k—l(u) ’
(32)

ng(w) = and  ndRF(u) =

respectively.
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3.1.4. Goal-oriented error bound for the heat diffusion equation

Duality technique is a standard tool to bound engineering Qols for
linear problems [36,37]. Readers that are familiar with this topic should
only scan through this section to identify the notations used throughout
the remainder of this paper.

For each one of the Qols, we define the FE dual (or adjoint) problem

00 (gihv‘)(ﬂ), vl;ﬂ) =0 (vip), W €M@, 1<i<ng — (33)

where g“l.h‘o(u) € ®M0 is the FE dual temperature field corresponding to
the output functional ff, which is required to satisfy homogeneous
Dirichlet boundary conditions.

We solve this problem approximately by the projection-based ROM
obtained by the reduced Galerkin formulation: find Cir‘o(y) e o™
such that

a* <g§~°(,4), vl;ﬂ) = (viin). W e00@, 1<is<ng, (34)
where @ZJ?(Q) c OM%(Q) is the reduced basis space for the dual tem-
perature field associated with the output functional fl.g ; and generally
@ZJ?(Q) # (9;\’]2 (Q). For consistency, for the i — th Qol, we also define the
sets of RB basis functions {d)ﬁ‘i, 1 < n < N4} for dual temperature and
{q.')f,f, 1<m<Né&1<i< ng ) for dual fluxes, respectively.

Using the classical technique as described in Refs. [26,36], we
obtain the following inequality

Q) < QM < P, (35)
where

F,H,low - ?,9 RG .r,O : _ACRE ACRE

Q) = Q) + R (67°y: ) = AFEGaTE ) cing

QP = Q)+ R 670y ) + AT )a T )

In the above expression, R? : eM0(Q) x D — R is the residual form
of (20) defined as

RY0ysp) = FO s i) — a0 vys ). Wvy € OM0(Q), VuED. (36)

The inequality (35) is fundamental to our Greedy sampling strategy.
It provides an interval in which the FE output, which is not computable,
is guaranteed to be found. We call this interval “uncertainty gap”, and
our aim is to control and minimize its length through our Greedy sam-
pling algorithm. In fact, we use a relative measure of this gap defined
as

QP - Q" (|
1/2(1Q Pl + Q" Gol)

gap;(u) = VueD, 1<i<ng,

37

for the i-th Qol.

3.1.5. Goal-oriented greedy sampling for the heat equation

Several authors have shown the advantage of devising goal-oriented
sampling strategies to construct the projection spaces used in reduced
order modelling [38-40]. Instead of aiming at minimizing the maxi-
mum over the parameter domain of an arbitrary measure of the error,
one aims at minimizing the error in the quantity or quantities of inter-
est. This type of approach has been shown to lead to faster convergence
rates of the greedy algorithm in terms of input-output maps.

In this study, (37) shows that the output accuracy is controlled by
the primal/dual temperatures and fluxes ROMs through the CRE (37).
Therefore, it is natural to set the minimization of the maximum uncer-
tainty gap (35) over the parameter domain as our target for the con-
struction of the projection spaces.
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Of course, such a minimization problem is not directly solvable, and
we will make use of a greedy algorithm, as proposed in the original RB
method. The method proceeds iteratively by assuming the existence of
projection subspaces for primal/dual temperature and flux and perform-
ing a rank-one correction in such a way that the maximum of the uncer-
tainty gap over the parameter domain is approximately minimized. The
algorithm can be stopped whenever the uncertainty gap is sufficiently
low over the entire parameter domain.

The rank-one update is performed as follows. First, we identify
the point of the parameter domain where the uncertainty gap is at
its largest. Then, we enrich one, and only one of the bases, tempera-
ture/flux of the primal or temperature/flux of one of the adjoint prob-
lems, by its corresponding FE solution (after orthonormalization) to the
corresponding existing reduced basis. The choice of the field to enrich
is simply based on testing which one of the enrichments would result
in largest decrease in the gap at this particular point of the parame-
ter domain. A more detailed full algorithm description is referred to as
section 5.2 in Ref. [26].

3.2. Two-field reduced basis approximations for the elastostatic equation

3.2.1. Reduced order model for the displacement field
Similar to the heat equation, we use a global lifting technique to
handle general nonhomogeneous Dirichlet boundary condition problem

uP(u) = uPO(u) + uPP(p), VueD. (38)

Here, uM9(y) € UM0(Q), which means that uP0(y) vanishes on T for
any u € D, while u"P(y) € UM (Q) satisfies exactly the nonhomogeneous
Dirichlet boundary conditions. This equation is to be understood as fol-
lows: given a valid lifting u™P(x), the complementary part u"9(x) can
be formally calculated from the knowledge of uM(x). We approximate
uPO(y) by its projection in a reduced vector space, while uP(y) is an
explicit function of the parameters. Again, the computation of u™P(y) is
standard in literature, and thus is not repeated here. Readers can refer
to [26] (section 3.1.2) or [33] for the detailed computation.

Using a global lifting technique and with the assumption of the
affine form for the prescribed displacement, uMP(x) can be defined by
the following expansion

nw

uPG) = oy, VueD
i=1

(39

where y' is a set of n“" of displacement fields that can be obtained
by solving n*V standard FE problems with nonhomogeneous boundary
conditions (see section 3.1.2 in Ref. [26]).

We assume the availability of nested parameter sets Sy, =
{;4;‘ eD,..., MIL\lT“ eD,1 <N'< N;ax}, and associated nested Lagrange
RB spaces Ulflf(ﬂ) = span {d)“, 1<n<NY1<N'< N;ax}, where ¢ €
U;ﬁ? (Q),1 <n < Ng, . are mutually orthonormal RB basis functions with
respect to a particular norm using a Gram-Schmidt process. The proce-
dure to construct efficiently the sets SIL\‘IH and U;fl? (Q) is discussed in
(3.2.5).

For any u € D, we find an approximation uf(x) of u"(x) in the form
N]l
o) m U () = U0 + U (), where u(u) = Dl

n=1

(40)

and «/(u)’s are interpolation weights, called “reduced variables”. The
RB approximation u™(u) to uhO(y) is optimally (in the sense of the
energy norm) obtained by a standard Galerkin projection: given u € D,
find u™%(x) such that

AU (), v ) = FU Vg5 ).
= £ (vas ) — @ (uP (), v ) + @ (67 (1), v k)

W, € Und(Q), u € D. (41)
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The key point to note here is that we use the RB temperature field 6*(u)
in (41) rather than the original FE temperature field 6 (w) in (15). If we
use 6"(u) in (41), its ROM efficiency would be lost as we need to solve
a full FE heat problem (14) for every input parameter u.

This typically very small system of linear equations can be solved
on demand, for any parameter set of interest. The RB Qols can then be
evaluated from the reduced solution as

Q) =£ (u'(w), 1<i<n® (42)

Offline-Online computational procedures for the reduced variables
In this subsection, we recall briefly the usual offline-online computa-
tional procedures for the Galerkin ROM, which is necessary in order to
fully exploit the dimensional reduction of problem [25,34,35,41].
Using (40) and v = ¢%,1 < n < N¥, then invoking the affine decom-
position (9), (10) and using the expanded expression of the RB temper-
ature field 6"(u) = ZNe a?(y)q.’)f + Z:lilw y.g‘w(y)wf from (18), (19), Egs.

i=1 " i

(41) and (42) can be expressed explicitly as

NLl QLlLl
> <Z o Gag ( ’,m’,:)) ap (1)

m=1 \g=1
Qu Quu nu.w
= Y dkGfa (¢2) = X X emGor " oa (v, o)
g=1 ¢=1 i=1
Nﬁ' né‘,w
+ Y dwa® (¢, ¢%) + Y, vV (wa® (wl ¢t), 1<n<NY,
i=1 i=1
(43)
and
i,
QU =Y, Y o WakGe, (4%)
n=1g=1
g cu
+ X X ey et (vh). 1<is<n® (44)
j=1 g=1

From the above decompositions, the computational procedures are
now clear: an expensive u-independent Offline stage performed only
once and many cheap Online computations for any input parameter
value y € D. In the Offline stage, the terms {1//{",1 <i<n’wW} (18),
{w!,1 <i<n*¥} (39), the RB basis functions {¢f,1 <n <N?_ 1} (19),
{¢¥,1 <n<N“_} (40) and all the parameter-independent terms (bold
typeface in (43), (44)) will be computed and stored. In the Online stage,
for any given u, all the parameter-dependent functions (normal typeface
in (43), (44)) are evaluated, the reduced system (43) is assembled and
solved to find the RB coefficients f(x),1 <n < N and the RB Qol are
obtained through the simple scalar product (44). The Offline cost will
be expensive as it depends on MU (the dimension of the FE space).

The Online operation count is O (Q““N”2> to assemble the system and

O ( N*3) to invert the reduced operator in (43). The RB QOI is then eval-

uated with the cost of O (NY) from (44). Therefore, the Online operation

count to evaluate y — Qf’“(y), 1 <i<nQ is completely independent of
Ntand N,

3.2.2. Reduced order model for the stress field

We first recall that the “exact” FE stress field oP(u):=D(u) :
eW(w) = D(p) : eO(Gh(M)), satisfying the equilibrium in the FE sense,
ie.,

—/o‘h(u) :e(vy) dQ+/b(u)~v2 dQ+/ t(u) - vo dT = 0,
Q Q rt

v, € UMQ). (45)
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The space of stresses satisfying the parametrized equilibrium (45)
in the FE sense is denoted by SMd(Q; ). The construction of the
stress surrogate relies on the separation of the FE stress field into two
parts:

o (w) = ™) + PP (),

The first part ¢™0(u) belongs to the space SM0(Q) of stress fields satis-
fying the following homogeneous equilibrium conditions

Yu eD. (46)

/ MOu) 1 e(vy) dQ =0, Vv, € UMQ), ue D, (47)
Q

while the second part o™P(4) belongs to S"A4(Q; 4) and therefore satis-
fies the equation

—/O'h’p(/l) D e(vy) dQ + /b(y) SV dQ + / t(p) - vy dl' =0,
Q Q rt

W, € UM(Q). (48)

Here, (46) is to be understood as follows: for given a valid equi-
librated stress oMP(y), the complementary part ¢™0(u) can be for-
mally calculated from the knowledge of the exact FE stress o"(u). The
stress field o™P(u)e SMAd(Q; p) is explicitly defined as a function of the
parametrized body forces and surface tractions, while the complemen-
tary part o™0(y) is approximated by its projection in a reduced vector
space. Using a standard technique as described in section 3.2.2 of [26]
and with the assumption of affine forms for body force b(x) and surface
traction t(u), the particular stress field o™P(u) can have the following
affine form
fiop

"P(u) = Y 7Pl VueD (49)
i=1

where 7;7,1;(”) is the same with (38) in Ref. [26].

We introduce the  nested parameter sets  S3, =
{Mf eD,..., ;4;,6 € D} ,1<N° <Ng. ., and associated nested Lagrange
RB spaces SIES(Q) = span {q.’)" ,1<m< N"} ,1<N° <N¢. ., where
@7 € S;,'?(Q), 1<m< N7 - are mutually orthonormal RB basis func-
tions with respect to a particular norm using a Gram-Schmidt process.
Details on how to construct efficiently the sets S, and S;;?(Q) are
discussed in (3.2.5).

We first recall the definition of the RB stress field which is post-
processed from the RB displacement and temperature fields o"(u) =
D(p) : e (p)) — D(p) : €y(6"(w)). To fully exploit the ROM efficacy, we
propose to construct the surrogate stress field 6(u) as

N

o' (W)~ 3() = "*(u) + a"P(w), Vu e D, where ") =) af (W),
i=1

(50)

where alf’(u) e RN’ are (unknown) generalized coefficients to be
obtained by the projection.

Notice that this construction is slightly different from the original
one proposed in Refs. [26,33] with 6M(u) ~ 5(x). The reason for this
modification is that the computation of o"(x) in this work includes
additionally the term 6"(y), thus if we use o"(u) ~ &(u), the online
computation of 6(u) would invoke 6"(u) for every input u. In other
words, in this case, the online computation cost would still depend on
N? and hence is expensive. This will be clear in the following deriva-
tion.

The generalized coefficients are required to satisfy the optimum

property

P . * _ ’ 51
o =arg  min o =o' Wl (51)
where the admissible space for reduced stress field is defined by
SHQip) = {0* € S@) | 0* = T a ¢ +oMP(w), Var e RN )5 || Il
is the so-called energy norm for the stress fields as defined in
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Proposition 3.2.

Using the constitutive relation (5), the optimization problem (51)
can be recast in the following variational form: find 6(u) € S*(Q; u) such
that

—/3(,4) (Cw) 6*dQ+/e (U (W) : o*dQ
Q Q

- / € (6"(w)) : c*dQ =0, Vo* e S™Q), (52)
Q

where SY(Q) = {¢* € SQ) |o* = T o ¢7. Ya*€ RV }. Now, substi-
tuting (50) and (40) into (52) and noting (47), we obtain the following

variational form to compute the stress field o™0(u):

[ owsctoman= [ (ym'f u“(m) ot [ @)

— / oM (p) - C(p) : 0% dQ,
JQ

Offline-Online computational procedures for the dual ROM Thanks
to the affine properties of uMP(u) eq. (39) and o™P(y) Eq. (49), we see
that Eq. (53) can also be decomposed into Offline-Online computational
procedures if the operator C(y) is also affine, which we will assume:

nC

Coep)= Y 7 (WCix). VueD.xeQ.
i=1

(54

Invoking (39), (49), (54) and the expanded expression of the RB

temperature field 6"(u) = Zfl af(y)d)f + ijlw yf‘w(y)y/ig, Eq. (53) can

then be written as

(Lo :cc: o d2) oz
Q

NG
= 7w </e(wz> X dsz) - a{’(u)/ €o (#7) : ¢7 dQ
k=1 Q i=1 Q

N° nC

PR

i=1 k=1

P"C

DA

=1

><</Qo-£:51:¢]‘.’d9>, 1<j<N°.

From the above decomposition, the computational procedures are
now clear: an expensive p-independent Offline stage performed only
once and many cheap Online computations for any input parame-
ter value u € D. In particular, in the Offline stage the affine terms
alP, 1 <i<n°P (49), the RB basis functions {¢9,1<n<N° <N7_ .}
(50) and all the parameter-independent terms (bold typeface in (55)) will
be computed and stored. In the Online stage, for any given u, all the
parameter-dependent functions (normal typeface in (55)) are evaluated,
the reduced system (55) is assembled and solved to find the RB coef-
ficients aZ(u),1 <n < N°. The system matrix is very small, with a size
(N° x N°) completely independent of the FE space dimension N (Here,
N'° denotes the dimension of the FE stress field.). The Online opera-
tion count is O (R°N°?) to assemble the system and O (N°3) to invert
the matrix in (55). Therefore, the Online operation count to evaluate
u — a°(u) is also independent of N and N'?.

=

nB,w
- MW / eo (W) : ¢7 dQ —
i=1 Q

k=1

(55)

3.2.3. Constitutive relation error for the elasticity

In this section, we derive a new CRE approximation for the elasticity
equation by extending the technique developed originally in Ref. [26]
as follows.

Proposition 3.2. Let ey(u) = 6M(u) — 0" (w), e,(u) = u () — u*(u) and
e (p) = oM(u) — 6(u) be the RB errors for the temperature, displacement
and stress fields, respectively. We consider the energy norms [|6* ||p,, =

(Jo€o(6*) = D(u) : €g(6*)dR)""* for a temperature field 6* € OM(Q),
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e {lpg = (Joe@*) : D(u) : e(u*)dQ)l/Z for a displacement field u* €
Uh0(Q), and ||o'*||c(”) = (foo* : Cw) : o* dQ)l/2 for a stress field c* €
S(Q). Then, by controlling appropriately the term e,(u), we can obtain the
CRE estimator

AT = (|00 = 8wl ~ lew®llpy) + llestiE, - (56)

Proof. We sketch the proof as follows. By substituting the
constitutive relation expressions for o"(y) and o'(4) from (5)
into AERE(M) and after some algebraic manipulations, we obtain

ot dQ
(53)
Vo € §70(Q).
AFEG? = Nlo" () = 8GIIZ, = l6" () = o™(w) + o™ (W) = 3WIIZ,
= I=D(p) : e(ey () +D(w) : eoleg() + e, (W%,
= eyl + lep I, =2 [ cteut : e, de
#llegl, =2  coleatn) = Do : ety de
2 / coleo()) * ey(u) dQ. (57)
Q
The above expression can be rewritten as
ASRE()? = |ley ()| + llea )| + T+, (58)
where
T = —2/e (ex(w)) : e, (u)dQ
Q
S= ||e9(;4)||12)(u) —2/50 (eg(w)) = D) : € (e, (w)) AQ (59)
Q

103

+2/Q€0 (ea(w)) : e, (u)dQ.

We observe that the term T =0 due to (47) as e,(u) = uhO(y) —
uO(u) € UMO(Q) and e, (u) = a™(u) — 6"0(p)e SMO(Q) (see for exam-
ples [26,33]). The term S depends on e,(4) whose magnitude can
be completely controlled by its a posteriori CRE upper bound, i.e.,
leg(i)llkgy < AGRE(w), Vi € D (31). Hence, we can control appropriately
the magnitude of term S (through ey(y) or indirectly through AgRE(y))
such that

S (eg) < lleatn)l| + lles )l - (60)

From the above observations, the terms T and S can be eliminated
from (58) which concludes the proof. O

Similar to the computation of AgRE(y) in (3.1.3), the computation
of ACRE(y) is also very efficient with completely decomposed Offline-
Online procedures. The technique, which is very similar to the one pre-
sented in Appendix B of [26], is detailed in Appendix A. The key point
to note is that the cost to compute ASRE(M) (in the online stage) is com-
pletely independent of N'%, A°, and M. It only depends on N’, N%,
and N°. We define the effectivities of CRE bound for both displacement
and stress fields as

A%RE ()
”D—h(ﬂ) - Gr(ﬂ)“(;(”) ’

(61)

ACRE
nERE(ﬂ)=| U and nSRE(u) =

|llh([4) - ur(ll)“D(”)

respectively.
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3.2.4. Goal-oriented error bound approximations for the elasticity equation
Similar to section 3.1.4, duality technique is employed to
bound engineering Qols. We first pursue this approach to derive
the goal-oriented error approximation for the elasticity equa-
tion.
For each one of the Qols, we define the FE dual (or adjoint) problem

a (Z?’O(M), Vo ,u) £ (vask), W eUM@, 1<i<n® (62

where z?’o(u) € Uh0,1 <i<nQ is the FE dual displacement field corre-
sponding to the output functional ¢}, which is required to satisfy homo-
geneous Dirichlet boundary conditions.

We solve this problem approximately by the projection-based ROM
obtained by the reduced Galerkin formulation: find zg‘o(y) e UhoQ)
such that

att (z;‘)(ﬂ), Vo ,4) =4 (vyin). W eUR@), 1<isn®  (63)

where U;’iO(Q) c Uh0(Q) is the reduced basis space for the dual dis-
placement field associated with the output functional £}'; and generally
U'Zr’io(Q) # U‘,;’uo (Q), 1 <i<n@. For consistency, we also define the sets
of RB basis functions for dual displacements {qb,zf, 1 < n < N#i}, and that
for dual stresses {¢;,1 <m < N°'}, 1 <i<nQ for the i-th Qol, respec-
tively.

Using the classical technique in Ref. [36], we obtain the following
expression

Q) = Q"0 = £y () = @ (), eu(uyin)
= a™ (e,(n), e, (1); 1)
+a (£ eu(uin), 1<i<n®
(64)

where e, ;(u) = Z?(y) - z{(ﬂ) is the true error for the dual variables.

Applying Cauchy-Schwarz inequality to separate the errors in pri-
mal and dual problems, and substituting the CRE as a computable
bound for exact errors in energy norm, we obtain

QUG < QP < QP (), (65)
QUG = Q) — ATEGOAZE ()
CRE r,0
where = A7) 1127 D) pgy l1<i<n®

QP () = Q) + AT AT ()
+ ASRE () 1125 ()l

We notice from this expression that the “uncertainty gap”: gap;(y) =

QPG = @7 () = O (AGRE ) (AZE ) + 1l ) )
O (cASRE(y)), where c¢ is an arbitrary constant as usually
AS}E(y) < ||z§’0(;4)||D(M). In other words, the uncertainty gap gap;(u)
now depends linearly with ASRE(y) rather than quadratic depen-
dence as in classical derivation [25,36,37,42-44] due to the ROM
approximation 0%(4) ~ 07(4) in f¥(vy; ) in (41).

Due to this reason, we follow the primal-only approach which is
simpler and also has linearly dependence of “uncertainty gap” on the
CRE estimator. Following classical and standard derivations such as in
Ref. [25], we can easily have

| - @ | =

£ ()|

< ||fiu||(1/h,o(g))’ llew (il pey (66)

<N oy Ay ). 1 <i<n?,

where X’ denotes the dual space to X. From which, we obtain the fol-
lowing goal-oriented bounds
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Fig. 1. Schematic representation of the computational homogenization framework for
composite materials. The heat conductive contrast and elastic contrast of the particulate
composite are parametrized.

Q) < QP () < QP (),

Q™ (o) = Q7 G0) = 11 oy A (1)
QP () = Q) + 147 1l g rmogyy A (k)

where

3.2.5. Two-field, CRE-based greedy sampling for the elasticity equation
Principle: As similar to the heat equation, with the available CRE
estimator (56), it is natural to set the minimization of the maxi-
mum CRE over the parameter domain as our target for the con-
struction of the projection subspaces. Again, this minimization prob-
lem is not directly solvable, and we will make use of a greedy algo-
rithm. This greedy algorithm is quite similar to the one presented in
section 3.1.5 or the one developed originally in Ref. [26]. In addi-
tion, as derived in Proposition 3.2, the CRE displacement error esti-
mator (ASRE(y)) requires some proper control of the CRE temperature
error estimator (AgRE(M)). For this purpose, we propose a new con-
trol procedure (so-called “procedure to select N?”) within the greedy

u=10
0=0

N

08
08
07
06
05F
o4l (Emat’ kmat)
03F . .
ok (E'ln(?’ kln(’,)

01r

0

Fig. 2. FE discretization of the parametrized SVE.
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algorithm. The main idea of this procedure is to choose adaptively
and automatically the RB dimension of the temperature field (N?)
so that the CRE expression (56) is valid as this is crucial for this
approach.

The greedy algorithm proceeds iteratively by assuming the exis-
tence of projection subspaces for both displacement and stress
fields and performing a rank-one correction in such a way that
the maximum of the CRE over the parameter domain is approxi-
mately minimized. As the CRE is an approximated bound for both
RB displacement and stress errors, the algorithm can be stopped
whenever the CRE is sufficiently low over the entire parameter
domain.

The rank-one update is performed as follows. First, we iden-
tify the point of the parameter domain where the CRE is at its
largest. Then, a simple test on enrichment to identify which one
of the enrichments would result in the largest decrease in the CRE
at this particular parameter point will be performed. Finally, we
enrich either the displacement or the stress ROM by adding the
corresponding solution (after orthonormalization) to the correspond-
ing existing reduced basis. (For interested readers, the convergence
of greedy algorithm for reduced basis method was proved in Ref.
[451.)

Greedy algorithm: The two-field greedy sampling algorithm is pre-
sented in Algorithm 12

The input parameter e®! can be set either directly or through a max-
imum RB dimension N . A training sample Z,,,;;, C D is a discrete set
representing a very fine sample of n,j, = |Eqain| Points in the parame-
ter domain. And ¢°RE and =% are the parameters for the selection pro-
cedure selectNtheta. There are two sets of RB basis functions to
be built: the RB displacement set (Zy«) and the RB stress set (ng).
The two-field greedy algorithm starts with arbitrarily chosen param-
eters uy, 4] € Eygin to construct Z; = {¢}} and Zi= {¢7}, respec-
tively (lines 1-2). We now analyse each greedy iteration in detail as
follows.

We first perform the selection procedure to choose a proper N?
based on the current sets Zy. and zZ no (line 4). We then compute the

CRE indicators Aflﬁ’;m (M), Vu € Epqin based on the current RB dis-

placement and stress spaces, i.e., U‘rO(Q) =span{¢4,1 <n < N“} and
SrO(Q) =span{¢?,1 <m < N°} (line 5). The “worst” parameter point
u* which induces the maximum error indicator thus can be found
(line 6). We then perform two following tests at u*. First, we com-
pute the CRE indicator Agﬁ Lo Nﬂ(”*) after enriching the current
RB displacement space with qé“(;)*). Second, we compute the CRE
indicator ACR];:V” 1N (u*) after enriching the current RB stress space
with ¢°(u*) (line 7). These two CRE indicators are then compared
with each other, and the actual enrichment is decided based on this
comparison. If A;ﬁi ) *) < AC LN L0 (u*), this implies that the
“testing” displacement enrichment helps to decrease the CRE error indi-
cator at y* more than the “testing” stress enrichment does; and hence
“actual” displacement enrichment will be performed (lines 9-10). In
a completely opposite way, the fact AEEE LN Nﬂ(”*) > AI(\:J]}SV” LY ™)
implies that the “testing” stress enrichment reduces the CRE indi-
cator at y* more than the “testing” displacement enrichment does;
and hence “actual” stress enrichment will be performed (lines 12-13).
The iteration of this algorithm continues until it satisfies the stop-
ping criterion (line 3). Lastly, we use two functions GSdisp and
GSstress to construct next RB basis functions for displacement and
stress fields using Gram-Schmidt orthogonalization process, respec-

tively. The function selectNtheta is discussed in next two para-

NN (u

CRE CRE.u
A (u) as AN" NoNE

that this term depends on N¥, N’ and N’ — the number of RB basis functions for displace-
ment, stress and temperature fields, respectively.

2 Note that in this algorithm, we will write (u) to reflect the fact
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Algorithm 1 Two-field greedy sampling strategy.

INPUT: By, €' (or N¥); B, ¢RE

OUTPUT: Zyu = {¢!,1 <n < N“}; Zyo = {2, 1 <m < N°}

h0
u_ U)o = (") N4 =1:
¢1 ”“h‘o(l‘l)”D(uO) » <1 {¢1 }; >
ho (77 ~
oo o™V (u1) . - o1 N° =1:
it IoP0GiD)llcgr)” =1 (1) ’

While ACREmax 5 ctol qg

e N? = selectNtheta( CRE zst, Zm,gNo>;

o Compute a’(u), a'(4), a®(u) and ASS" (1), Vit € Eqggins

e, Nu N” N?
o Set: ACREmax ”gﬁ)a(m A le, o (3 u* = arg ugﬁin
R
o Test: compute ANu N4 (u*) and ANu+1 NoND u*);
if AI(\:IEET,NU,NH W) < ACR}?\IL;H NH(”*) then

Mgy = @Sdisp (W) —uMP(u*). Zyu);
Znup1 < Znu U¢;1V"+1; NY <« N%+1;
else
$fosy = GSstress (ah(u*) = (), Zye );

ZNNU_H ‘—2]\]6 U¢?\-IU+1; N° « N° +1;
end if
end While
NLl
G8disp: B,y < w0 = X (W0 at)
= D(ug)
u
u Nu+1
a1 < % Mo
Nu+1 1D(1o)
N©
GSstress: ¢, ; <« MO (u*) — Z <6h‘0(/4*), 4);)(:( ) o

m=1 Ho

¢o‘ - ¢?\‘I"+1 .
e ||¢7VU+1”C(M0)

The basic idea of this proposed algorithm is that we use only one
single greedy loop to build simultaneously two RB spaces (U‘r’O(Q) and

SrO(Q)) in an optimal way. At one greedy iteration, the particular set
of RB basis functions is chosen for “actual” enrichment depending on
the performance of its “testing” enrichment set on x*: which “testing”
set decreases ACRE(;*) the most will be chosen.

Finally, the efficient offline-online computational procedures for the
TF-greedy sampling algorithm are detailed as follows. We consider
one TF-greedy iteration in more details. With the reduced spaces Zyu,
Zye and associated offline terms available from the previous itera-
tion, we can perform an exhaustive search over the training sample
Eyrain to compute AI(\:JI:?VL; Nﬂ(”) from Eq. (83) (line 5 in Algorithm 1);
from which, the “worst” parameter point u* can be extracted (line
6 in Algorithm 1). At u*, we solve the full order Egs. (5), (14) and
(15) to compute AIC\:JUETNG Nﬂ(”*) and A;ﬁi]’i 1,N‘9(M*) (line 7 in Algo-
rithm 1). The enrichment of the field is determined via the compari-
son of these two error measures. If the displacement field is enriched,
ul0(,*) is added to the set Zpnu, a Gram-Schmidt orthogonalization
is performed and N* is updated (lines 9-10 in Algorithm 1). Corre-
spondingly, all the offline terms associated with the RB displacement
basis functions (i.e., ¢*) in (41) and the CRE in (86)-(109) are all
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Fig. 3. Solution visualization with x'*t = (10,0.1).

computed/updated and stored. In the other case, if the stress field is
enriched, ¢™0(;*) is added to the set ENG, a Gram-Schmidt process is
also performed and N° is updated accordingly (lines 12-13 in Algo-
rithm 1). At last, all the offline terms associated with the RB stress basis
functions (i.e., ¢°) in (53) and the CRE in (86)-(109) are all updated
and stored.

Procedure to select N’: As shown in Proposition 3.2, controlling the
term S (through e,(u)) such that (60) holds true is the key idea to obtain
the a posteriori CRE estimator (56). The most feasible way to control
ep(u) = 6"(u) — 6%(u) is by choosing adaptively N® which is the num-
ber of RB basis vectors for the temperature field of the heat diffusion
equation. In particular, we want to choose N? sufficiently big so that
ACRE(y) is sufficiently small, and hence e,(u) will be small too because
AgRE(M) > |leg()||g,> ¥4 from (31). For this purpose, we propose the
following criterion to select NY: choose N? (sufficiently big) such
that

ASE )2 — (Jley(lZ,, + lle,(1Z,)

CRE
A (W)

v _V

CRE
<e,
ATy

Vu e B%, (68)

st CRE

where %' c D is a given (coarse) subset of input parameters x and €
is a prescribed error tolerance.

Essentially, (68) implies that the normalized residual of Eq. (58)
is smaller than some prescribed tolerance over a given (coarse)
subset of the parameter domain D. Thus if we prescribe some

small values for ¢RE (e.g., 1%, 5%), Eq. (60) and ultimately (56)
will hold true. The selectNtheta function is described as follows

selectNtheta: N? =1;
While 1
o Check (68) Vu € E%
If exist any u not satlsﬁed (68) and N¢ < N?__
then
N? « N? +1;
end if
If N9 ==N? __
=5t then
exit while loop;
end if
end while

or (68) is satisfied for all u €

In practice, N? takes the smallest possible value such that (68) is
satisfied with all u € Z5'. The iterative procedure starts with N? =1
and keeps increasing to N?  whenever there exists any u not sat-
isfied (68). Otherwise, the procedure stops at one specific value of
N? (1 <NP<Nf ) if all yeE" satisfy (68). This is a simple yet
effective criterion to choose appropriately N? such that the approx-
imation sign in (56) is as close to the equal sign “=” as pos-

sible. We use the following notation to denote this algorithm: N? =
selectNtheta (eCRE,ESt, Znu, §N6 )

[
~
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Fig. 5. Virtual charts of 3 Qols: Ef;x(y) (first row), Eﬁy(y) (second row) and Eﬁy(y) (third row) with respect to the variations of material heterogeneity at various Greedy iterations for
thermal equation.

Remark 3.3.

1.

From section 3.2.3, we see that (60) (and hence the approximation
(56)) is violated when the magnitude of ||eu(:“)||D(;4) and ||ea(:“)||cw)
are close to that of ||ey(u)|| (- I other words, the value of the CRE

estimator (56) is limited by the value of ||eo(w)||p,, and ultimately by

ECRE.

. In general, due to the way we solve the coupled thermoelasticity problem,

i.e., solve the heat equation first and then pass the approximated RB
temperature field to the elastic equation to solve for the displacement
field, the ROM approximation accuracy of the elastic equation could not
be better than that of the heat equation. This is the key point of this
proposed work.

. There is a situation in which all u points in 25t do not validate the crite-

rion (68) for a given ¢“RE. In this case, N? is simply set to N0 as this is
the best possible value of N°. We note that the CRE estimator (ARE(y))
becomes an error approximation for both |le,(1)llp(,y and lle, (1)l

rather than a strict upper bound as before. Hence, it may approximate
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even better these two true errors.

4. Upper and lower bounds of the effective coefficient of thermal
expansion

The FE effective coefficient of thermal expansion (CTE) can be com-
puted numerically as [46].

1

h,eff —__
" (u) AT

e () (s (w)), (69)

where Cheff(,) = pheff(,)-1 is the FE effective compliance tensor, and
(eP(w)) = Ilﬁl fgah(y)dg is the FE average stress. Here, the components

of (6"(11)) can be computed as follows: for a 2D problem, 1 <i,j < 2,

Qw0 = (") = /ﬂ %y ¢ o"(u) d2

_1 [ . . h
= IQI/QZ" .D(M).e<u (M))dsz
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1 . . h
—@/inj.u(m.eo(e () do

= QM+ Q. (70)
which is one specific FE Qol as defined in (16).
The RB approximation for the effective CTE is
reff _ _L r.eff r
a i (p) = ATC (u){e" (W), 71

where C*ff(y) = preff(;)=1 can be computed very efficiently from our
previous work [26], and (6" (x)) is a vector of several RB Qol as defined
in (21) and (42).

Since each ij-component of the term (sM(y)) = Eg(,u) is one specific
FE Qol, it can be bounded from above and below as

—r.,low —h —r,up
oy () ST ST (), (72)
where

—_rl ) 0,

0'; ow(ﬂ) — 1:ulow(ﬂ) + galow(ﬂ)

1<ij<2

700 = 1P + Q)

from (35) and (67).

Now, if we can approximate sufficiently well Cheff(,) ~ creff(y) =
chj(M) (thanks to the computations of Gf(4) and 1¢f(4) from our previ-
ous work [26]) and define

I I

) —r,low Clj
i _

c.(u _
Q;up(ﬂ) = max _ZiT i s ﬁ‘f;np(ﬂ)
, (73)
cL(u) _ cL(u) _
Q" (u) = min {—ZT 55" )= g )
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we obtain the bounds for the k-component of the FE effective CTE
as

Q™) < T < Q| 1<

(74)

where the indices are (i,j, k) = (1,1,1), (1,2,2) and (2,2,3), respectively.

Note that the key point of this derivation is that we need to approx-
imate sufficiently well cheff(y) ~ Ccreff(y) (i.e., this associated error
reaches machine errors) such that the error (a™f(y) — a™ff(4)) now
depends only on ((ah(u)) - (c"(w))), not (cheff(u) — Cr*eff(y)).

4
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1.
1074
1072 102
1
10° 10° 10
ECRE

=]
=

Fig. 7. Effects of the prescribed tolerance ¢°R® and the size |E%| on the number of tem-
perature RB basis functions N’ using our proposed selectNtheta algorithm with fixed
Z, and Z,.
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5. Numerical study

We apply the TF-RBM algorithm to the metamodelling of compu-
tational models of thermoelastic heterogeneous materials, under 2D
plane strain assumption. The heterogeneous material of interest is
made of two isotropic linear thermoelastic phases possessing distinct
heat/elastic properties: circular inclusions and surrounding matrix. The
positions and diameters of the inclusions are distributed randomly. The
aim is to determine the so-called “overall” (or “effective”) CTE as a
function of some characteristics 4 € D of the material heterogeneities.
In other words, we build a virtual chart of the overall homogenized
properties for the class of composite materials under investigation (see
Fig. 1).

We consider a 2D statistical volume element (SVE) model under
plane strain assumption in Fig. 2. The domain Q is a unit square
which is defined by Q =[0,1]x[0,1]. The model is composed of
two distinct material phases: the circular inclusions characterized by
Young’s modulus E™ and thermal conductivity k"°; and the surround-
ing matrix characterized by Young’s modulus E™@ and thermal con-
ductivity k™at, Both phases are assumed to have elastic and isotropic
behaviour. The random distribution of positions and diameters of the
inclusions is performed via the package [47,48]. For the heat con-
duction problem, the Dirichlet boundary conditions include 6§ = 0 and
0=0.1 on the left and right edges, and no heat source nor sur-
face flux, respectively (see Fig. 2). For the elastic problem, there are
no body force nor surface traction; and the left edge is fixed as a
homogeneous Dirichlet boundary condition u = 0. In other words, the
model deformation is caused only by thermal load. The SVE bound-
ary value problems are parametrized by the material parameters u =

(41 112) = (% gﬁ) € D =10.1,10] x [0.1,10], where E™ = 1 and
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the heat conductivity kfi** = k™2 = 1. The (very fine) FE mesh con-
sists of 7693 nodes and 15114 linear triangular elements as shown in
Fig. 2.

The ultimate goal is to build the virtual charts of the effective CTE as
functions of thermal and elastic contrasts. As shown in (69), the compu-
tation of effective CTE invokes the computation of effective compliance
tensor CMeff(;) and the average stress tensor (c"(x)). The computation
of average stress tensor which implements all the proposed theory in
this paper will be detailed in section 5.1.

Regarding the computation of effective compliance tensor,
cheff(,) = pheff(,)=1 where DMeff(}) is the effective stiffness tensor
which can be found via two effective Lamé constants EMeff(y) and
vieff(y (or abeff(y) and GPeff(y)), respectively. Following [46] (Eq.
(26)), Dff() is calculated at the reference temperature 6™, thus tak-
ing into account only the elastic effects and ignoring the thermal ones.
Consequently, considering only the elastic equation with the elastic con-
trast (u,) as the only input parameter is sufficient to calculate DM-eff(y).
For convenience and compatibility, we adopt the approach in our previ-
ous work [26] to compute these effective Lamé constants and ultimately
the effective compliance tensor C2¢ff(). This part is detailed in section
5.2.

5.1. Computation of average stress tensor

The “truth” FE SVE problems read: find 0"y € ©™°(Q) and
uhO(y) € UM0(Q) such that

/ k(u) - VO™ () - v dQ = — / k(u)- VOPP(u) - v, dQ, Wy, € OM0(Q),
Q Q

(75a)
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/s(uh’o(u)) D) : e (vy) dQ
Q
:/Qeo (0h(;4)> (D)t e(vy) dQ, Vv, € UM,
=/eo (0}1,0(”)) D) ¢ € (vy) dQ
Q

+/€0 (eh’P(u)) D) : e (vy) dQ
Q

where 9MP(x, ) = 0.1,Vu € D,x € I’ and u™P(4) = 0 are known tem-
perature/displacement fields as described above; "9(y) and uM%(y) are
the unknown temperature/displacement fields which will be approxi-
mated using RB method.

The computation of effectlve CTE will need all components of the
average stress, i.e. ReME o’k(y) 1<k< d(d“) = 3 with d = 2 for our
specific problem. Therefore, three Qols from (c®(w) include QY (u),
Q;}y(u) and ng(u) defined as

(75b)
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() (first row), o (;4) (second row) and & (;4) (third row) with respect to the variations of material heterogeneity at various Greedy iterations for

he \_ hy oy _ L . h
Q) = Zylo™ () = lgl/gzij - o) do
1 . (.h
- |Q|./QZU : DG < e () d@

1
- @/Zij (D) : € (0“(,4)) o

—h.0

(76)

(;4) +to (W),

- 01‘.}*”(;4) + oj.}f’(m, 1<ij<2,

where X, =1[0,0,1]7, =[0,1,0]" and ZX,, =1[0,0,1]" are field
extractors to compute the Xx-, y and xy- components of (sM(u)), respec-
tively. Note also that all Qols ¢ 0' “(u) and & a (;4) are noncompliant out-
puts, respectively.

The affine representation of heat conductivity and Hooke’s elasticity
tensor over the parameter domain reads
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Fig. 10. Effective compliance tensor problem: solution visualization with x'*t = (10,0.1).

kG, ) = k™3 + (g — DHM0K™, Yy eD,x € Q, 77 respectively.

D(x, ) = D™ 4 (4, — DHM (D™, V4 e D,x € Q. The affine representation for the inverse of the above tensors over
the parameter domain become

Here, HI"(x) is the indicator function of the inclusion phase. Namely,

it is equal to 1 for a point located in an inclusion and 0 elsewhere. The 1 .
tensors of the matrix phase k™2 and D™ are defined by (4) and (5) 1ox, ) = ™ 4 (Z - 1) H™(x) ™, Yy eD,xeQ,
N LSS -~ ' e 78)
H mat _ mat _ J.mat _ at _ mat _ . Inc _ .
with k = o mat , kxx = kyy =1, EmMt =1, v =" =0.3, Clx, p) = cmat <l _ 1) HI"(x) Cmat’ YueD,xeQ,
Yy Ha
25—
—gapg ) 2 W {s"}
10" ~8aPG £ 20 M{o™)
g l:l{?du}
E 45 o™}
B2
S
<2 107t
2
. 57
S
g
10-15 0
0 10 20 30 40 50 60 1 6 111621 26 31 36 41 46 51 56
Iterations Iterations
(a) (b)

Fig. 11. Effective compliance tensor problem: (a) Maximum of gapg ;, gap; and gap, over E,,;,, and (b) sizes of the sets ZP", ZPr, 74 and 7% as functions of GO-greedy iterations
(only first 56 iterations are shown in (b)).
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Fig. 12. Effective compliance tensor problem: Virtual charts of G%' () (first row) and 4%/ (41) (second row) with respect to the variations of material heterogeneity after first 7 GO-greedy

iterations.

where [M3 and C™3" are the heat and elastic compliance tensors of the
matrix phase.

In order to implement all sampling strategies (described in section 5
of [26], section 3.1.5 and section 3.2.5), we first create the train-
ing sample set E,,. In particular, the parameter domain D=
[0.1,10] x [0.1,10] is divided by a logarithmically equidistant distribu-
tion along two axes u; and u, with 900 (=30 x 30) sample “points”
u=(py.pz).

In the following, the treatment of heat Eq. (75a) and associated Qols
EZ.‘G(y) in (76) is detailed in section 5.1.1; while that of elastic Eq. (75b)

with Qols ng"(y) in Eq. (76) is described in section 5.1.2, respectively.

5.1.1. FE and GO-RBM approximations for the heat equation

T (), Gy (o) and 57 ()

a) Here, we have three noncompliant Qols Yy
with three corresponding dual problems. The primal problem has
primal temperature and primal flux fields, while each dual problem
will also have its own dual temperature and dual flux fields. Thus,
there are totally eight sets of RB basis vectors that need to be built.
For reference, the FE primal temperature and FE primal flux fields
are shown in Fig. 3.

We implement the GO-greedy sampling strategy (section 3.1.5 and
section 5.2 of [26]) to build simultaneously these eight sets. The
convergent results are shown in Fig. 4. We show the maximum

of three uncertainty gaps gap™™, gap®™* and gap’™ and the
O'x 0, O.

b)

X yy Xy
evolution of the temperature and flux reduced basis functions in
Fig. 4a and b, respectively. In Fig. 4c, we show the value of the

maximum of primal CRE AgRE’maX =maX,ez Agfgf(y), the primal
max O ) .
temperature error hpr = max,cz . |leg 5 (kg and primal flux

max — = .
eITOT €4 = MAX ez, lleg.pr()l) OVEr Egain as a function of the
greedy iteration number.

—

C

The GO-RBM algorithm converges both in Qol gaps and solution
errors in energy norms. Due to the way of excitation via Dirichlet
boundary conditions for our particular problem, the xy-component
of Qols are zeros, i.e., Eilj’f(y) =E)1:}’,”(;4) = 0. This is reflected in

Fig. 4a and b, where gap?eax =0; { ¢gu3 1 {¢gu3} each has only one

“initial” RB basis vector duxi:ing the whole Greedy algorithm. Lastly,
Fig. 4b and c show that the maximum number of RB basis functions
for temperature field will be an’g; =10 at greedy iterations 60-80.
These information will be used in the TF-RBM approximation of the
elastic equation afterwards.

Finally, we show the virtual charts of 3 Qols Eg.(u), 1<ij<2as
functions of material heterogeneity at various Greedy iterations on

Fig. 5.

5.1.2. FE and TF-RBM approximations for the elastic equation

a)

b

=

112

With the available results from section 5.1.1, we now proceed to
approximate the elastic equation with three Qols El;)’(”(y), E;}’,”(M) and

E};}"(M). Note that there is no dual problem to solve as explained
in section 3.2.4. For reference, the FE primal displacement and FE
primal stress fields are shown in Fig. 6.

Regarding the proposed algorithm selectNtheta described in
section 3.2.5, there are two control parameters which are a pre-
scribed tolerance ¢“RE and a coarse discretized subset =t of D.
The effects of these two parameters on N? is investigated para-
metrically as follows. In particular, we fix Z, = {d);‘,l <i<2},
Z,= {¢J‘.’,1 <j<2} and let ¢°RE € {0.5,0.1,0.01,0.001,0.0001}
and |E%| € {9, 16, 36,64,100}; then run selectNtheta algorithm
to find NY corresponding with each pair of (¢“RE, |E'|) in the
above sets. The final result is shown in Fig. 7. We observe from
Fig. 7 that NY is sensitive to the change of ¢“RF and less sensitive
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Fig. 13. Virtual charts of the xx-component (first column) and yy-component (second column) of effective CTE, @,,(x) and @, (), with respect to the variations of material heterogeneity
at various combinations of the number of Greedy iterations for thermal and elastic equations.

c)

to that of |=%|. The general rule would be: N¥ will increase with
a decrease in ¢“RE and vice versa; and N’ might be less sensitive
to |2%!|. This is reasonable as we need more temperature RB basis
functions to make the approximation sign in (56) closer to the equal
sign.

From the above analysis, we use the “modest” setting (e“RE, |2]) =
(0.01,36) to implement the two-field greedy algorithm. The con-
vergent results are presented in Fig. 8. Fig. 8a shows the max-
imum values of CRE ASREmaX _ maX,ez ASRE(y), the dlsplace—
ment error e =max”63mm||eu(y)||D(m and stress error '™
max,cz e, (1)llc,) OVer Eyg, as a function of the greedy
iteration number. Fig. 8b shows the evolution of the displace-
ment/stress reduced basis; Fig. 8c and d report all displacement
and stress effectivities for all u € E,;,; while 8e presents the his-

113

d

-

tory of number of temperature RB basis functions found by the
selectNtheta algorithm as functions of the greedy iterations,
respectively.

We observe that the TF-RBM converges well both in stress and
displacement fields, and the selectNtheta algorithm did choose
adaptively N?P' for the CRE equality of the elastic equation (Fig. 8e).
This is reflected clearly in Fig. 8c and d that our CRE upper bound
is strict and rigorous.

Finally, we show the virtual charts of 3 Qols o (;4) 1<ij<2as
functions of material heterogeneity at various Greedy iterations in
Fig. 9. We observe that the goal-oriented bounds derived in (67)
indeed work very well (i.e., strictly upper/lower bounds). This is
because the approximation sign in (56) is very close to the equal one
thanks to the good performance of the proposed selectNtheta
algorithm in c) above.
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Table 1
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Comparison of CPU-time for FE and RB* analyses of problem 2 (tzz, = 0.6501sec).

|Elx1x(“)’a§(x(“)‘

. . . 1
Greedy iter. (thermal) Greedy iter. (elastic) max,es, . e Speedup = ﬁ
20 20 2.4124 x 10° 247
25 25 2.1003 x 102 242
28 28 6.3747 x 104 241
30 30 2.0382 x 1074 241
40 38 1.7793 x 10~* 240
60 40 5.2011 x 107> 232
60 50 1.4621 x 107° 229

2 The number of Greedy iterations to evaluate the RB effective compliance tensor is fixed at 45.

5.2. Computation of the effective compliance tensor

5.2.1. FE approximations for effective compliance tensor

We now turn back to the computation of the effective compliance
tensor CPeff(;). The specific model problem is elaborated in Ref. [26]
(section 6.1), here we recall briefly the main equations and results.
The model problem as shown in Fig. 2 with the elastic contrast as
the only parameter is considered. There are no body force nor sur-
face traction-the only load applying to the model is via parametrized
Dirichlet boundary conditions. The SVE boundary value problem is
parametrized by the material parameters y™ and the load parame-

ters u' as: p = (p™ u') = (llmsllll,lllz,ll;l;> = (p1. o, 3. Hg). The mate-

rial heterogeneities are only parametrized by the elastic contrast ;™ =
Einc

M1 = Emat *

components of the effective strain tensor eM, where eMe R? x R? and

T . .
eM =M. More precisely, we define u! =y, = €M, ul) = yz = €l and
yé =y = ele. The affine representation of the Dirichlet boundary con-

ditions is thus defined as

The load parameters x! are constituted by the independent

wx, 1) = M - X

1 o) (o 0y (o1 -
o 0/ \o 1)1 o)™ ’

Yu € D,x € 0Q%,

79

with X being the barycenter of Q (i.e., /Q(x —X)dQ = 0).
The “truth” FE SVE problem reads: find u"9(y) € U'10(Q) such that

/ ¢ (40) 1 DG : ey da = - / e (#20) : D) : ey de,
Q Q

=fw), werhoQ), (80)

where uMP(x, ) = w(x, u),Vu € D,x € 0Q" is a known displacement
field as described above, and u™(u) is the unknown displacement
field approximated using the RB method. The “truth” effective Lamé
constants GMA(y™) = GP(y) and AMh(u™) = AP () are computed as (see
Chapter 7 of [49])

" =29 (w'w)) = / 56 1 D(p) ¢ e (w) d, (81a)
12 /o

P =4 (W) = 2 / =3 D) e@h(p)) de, (81b)
12l /o

where X; and T, are field extractors such that £%(v) = _\512_|]:\(V) and

A W) ;Ef(v). Hence, GM(u) and AM'(u) are compliant and noncompliant
outputs, respectively.
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We now note that by solving {(80), (81)}, setting u=uC =
1

(mo0) %o-(7 }

. ) renders GM"(x); while setting u =t =
2

1 -

<;41,1,0, \%), X, = . V2 | renders AP(u), respectively. There-
-5 |

fore, the only “actual” parameter of this problem is y; = % eD=

[0.1,10]; and note that each u; provides correspondingly one x¢ and
one u* as described above. The (very fine) FE mesh consists of 7693
nodes and 15114 linear triangular elements as shown in Fig. 2. The FE
space to approximate the 2D homogenization problem is of dimension
N =14846. The reference parameter used in this work is chosen as
Ho =(1,0,0,0); Q; =2, ny, =3, n. = 2, and 71, = 0 as there is no body
force nor surface traction applied to the model (Note that the dual prob-
lem will have 7, # 0 as there is an applied body force which comes
from the primal output #%(v).). We show the FE displacement field and
the corresponding FE stress field in Fig. 10 with st = (5,1,0, %),

respectively.

To implement the GO-greedy sampling strategy (section 5.2 of [26]),
we first create the training sample set E,.;,. In particular, the range D =
[0.1,10] is divided by a logarithmically equidistant distribution with
500 sample points 4™; and each y™ provides correspondingly one u¢
and one u*. Hence, the training sample set Z,,,;, contains a total of 1000
sample parameter values which are 500 pairs (4%, u#) logarithmically
equidistant distributed.

5.2.2. RB approximations for effective compliance tensor
The QoI gaps of the homogenization problem are defined as

~ o 2 Gr,up(MG)_Gr,IOW(”G)| o
gapg = gap(u”) = [GFaP (%) + |GHIo™ (%) (82a)
E 2 Ar,up(ui)_ AI‘,IOW(MA.)‘
gap; = gap(u”) = (82b)

Mr,up(uﬂ)l + Mr,low(ﬂl)l ’

where G™P(y), GHloW(y), ATUP(y) and A™OW(y) have the same roles as
Q"UP (1) and Q™*1oW () in (67) for compliant and noncompliant Qols,
respectively. In addition, there is a dual equation associated with A2(y),
and no dual equation associated with G"(u) due to this reason.

We now implement the GO greedy sampling strategy (section 5.2
of [26]). The results are shown in Fig. 11. In particular, we present
the maximum of gaps gapg,"jx €S i 193PGs 9B, } together with
gapg™* = Max,Gez, . gapg and gap)™ = max ez . gap, in Fig. 1la.
In addition, Fig. 11b shows the sizes of ZPr, ZPr, Zdu and Zdu as
functions of GO-greedy iterations (first 56 iterations), respectively. It
is observed from Fig. 11a that the GO-greedy strategy converges in a
goal-oriented manner: the strategy only enriches necessary RB basis
functions (primal/dual displacement/stress) to minimize the Qol gaps.
Fig. 11b shows that the primal displacement/stress RB basis functions
are enriched more frequently than the dual ones. This is because ZP*

= max
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and ZP* help to improve both gaps, i.e., {gapg, gap,}; while Z and
Zdu contributes to the improvement of gap, only. Fig. 12 illustrates the
virtual charts of G*ft(41) and 2°ff(y) as functions of the material hetero-
geneity ™ = 5::, after first 7 GO-greedy iterations, respectively.

Finally, as we will use the ROM approximation CPeff(;) ~ Creff(y)
in the computation of the bounds for the effective CTE (74), we
will use the best possible approximation, i.e., with 45 iterations in
Fig. 11a.

5.3. Computation of the effective CTE

Now all necessary ingredients are ready so that we can easily obtain
the bounds for the effective CTE. Fig. 13 illustrates the virtual charts
of the effective coefficients of thermal expansion in x- and y-directions,

kinc

() as functions of material heterogeneity y; =

i.e., @, (¢) and o

ayy
and py = % using various combinations of the number of Greedy
iterations of thermal and elastic equations, respectively. The bounds

—h —h . .
for @, (u) and “yy(/‘) are derived in (74). We also note that the xy-

component of the effective CTE, Egy(y), is zero and hence is not shown
here.
We report the “online” computational time for the computation

u— {E,r(x(u), Efc’,lcow/ uP(ﬂ)} and compare it with that of FE computa-

tion y — sz( u). Notice that the yy-component is completely similar and
hence we just use the xx-component as an illustration. Table 1 records
the RB online computational time and associated maximum relative
error for sz(y) over B, as a function of number of Greedy iterations
for both thermal and elastic equations. The results show that we achieve
the speedup of up to two orders of magnitude while still maintaining
very high accuracy.

Finally, we comment on the convergence of the proposed greedy
algorithm with the increase/decrease of number of particles for

Appendix A. offline-online computational procedures for ACRE(y)
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a given volume fraction of inclusions/matrix. In general, with an
increasing/decreasing of number of particles, the Kolmogorov N-
Width for the particular parametrized homogenization problem might
increase/decrease correspondingly, the convergence rate of greedy
algorithm thus might be slower/faster appropriately. This point was
already mentioned in section 6.2.2 of [26]. However, the key point is
that the greedy algorithm will eventually converge following the proof
in Ref. [45].

6. Conclusion

A new reduced basis framework has been proposed for the meta-
modelling of parametrized one-way coupled thermoelasticity problems.
While the CRE estimator for the thermal PDE is straightforward, that
of the elastic PDE does not hold true due to the appearance of expan-
sion terms. The first novel idea is to propose an adaptive algorithm to
eliminate those terms, thus recover approximately the CRE equality for
the elastic PDE. This CRE estimator is then used as an indication of
accuracy of the ROM to (i) construct the projection spaces based on a
greedy sampling of the parameter domain and (ii) certify the final ROM.
The method requires the construction of separate ROMs for the primal
(displacement) and flux (stress) fields. The second key idea is to extend
this concept to the context of goal-oriented error estimation with many
Qols. The technique is applied to evaluate the effective CTE of het-
erogeneous composite materials. Numerical experiments show that the
approach permits to construct ROMs that are directly certified in terms
of input/output maps, and extremely efficient in terms of computational
expense.

In our future work, we will develop more efficient sampling tech-
niques to further reduce the computational cost while we can more
strictly control the error from the ROM approximation. It can be done
via developing more suitable objective function for the developed GO-
greedy algorithm.

We first expand (56) and noting the definition of || - llc.y (Proposition 3.2) as follows

NU NG,

Ao 0% = 1670 = B0IIG,, = /Q (6"(w) = 3(w)) = Cu) = (6™ (u) = G(w)) dQ = /Q o"(u) 1 C(u) = o™ () dQ

+/03(M) DC(w)  5(w dQ — Z/QGI(M) : C(w) 1 6(u) dQ = RR(u) + HH(y) — 2RH(). (83)

Now, we expand ¢*(u) by using (5), (39) and (40) as

o) = D(u) : ¢ (U0 +u"(w) ) = D(w) : e (600w + 6" () )

NU nLw N?
=D(u) : € (Z B+ Y yﬁ“(u)w,?) =D : eo| D oG + 3 1™ wwf
i=1 Jj=1 i=1 i=1

j=1

=By (1) + By(u) — B3(p) — B4(p),
and 5(u) by using (49) and (50) as

N° Tlp

80 = 0" + 0™ (u) = Y a7 g7 + Y, 7 (W)o] = Bs () + Be(w).
i=1 j=1

nf-w

o/ (W] | =D : e[ X, 7" Gw!

N]l n]l,W
=D(u) : e (Z ai“(mqb?) +D(u) : € <Z yj“’wwwj“) —D(u) : €| Y,
i=1 i

i=1

(84)

(85)
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1. Using (84), the term RR(y) in (83) can be written as
RR(u) = /Qﬁr(ll) 2 C(p) = 6" () dQ
= /Q (By (1) + By(u) = Ba(u) —By(w)) = Cu) = (By(p) + By(u) — B3(u) — B4(w)) dQ

= /B1(M) D Cw) : By(w) dQ+/Bl(M) D C()  By(u)dQ +- --+/B4(/4) D Cp) : By(u) dQ
Q Q Q

= RRy; (1) + RRy(p) + - - - + RRy4 (1)
= RRy; () + 2RRy (1) — 2RR;3(1) — 2RR14(1) + RRy5(4) — 2RRy3(u) — 2RRo4(1) + RR33(1t) + 2RR34(pt) + RRy4(p0). (86)

Let us take the term RRy; () as an example

NY N
RR;; (1) = /Q (D(M) : e(Zai“(mqs;f)) C) (D(ﬂ) : e(Za}‘(u)qﬁ,.“)) dQ
i=1 j=1

Nt Nt
= /Q e(de‘(M)d)?) : D(p) : e(Za}‘(u)qb;‘) dQ. (asD(u) : Cu) =1)
i=1 Jj=1

N N* nP
=D aw < / e(@}) : D(w) : e(¢;‘)d9> ) = Y, Y atwa (wrg(w < / (@) : Dy : e<¢;')d9> : 87)
ij=1 Q ij=1k=1 Q

We observe from the last line of (87) that the term inside the brackets (in bold typeface) is y-independent and hence can be pre-computed and
stored in the Offline stage; and then in the Online stage RRy;(u) can be estimated rapidly with the computational cost independent of N'* by
assembling all remaining y-dependent terms. Applying the same trick to other terms, we obtain the following results (note that all the offline
terms will be in bold typeface):

NU pbw D

RRy,(1) = ), > > a0 (070 () ( /Q @) : Dy : ew) d@) , (88)
i=1 j=1 k=1
NU NB nD

RRy3(0) = D, ) Y @ al Wy (w) < /Q @) : Dy : €o(9)) dQ) . (89)
i=1 j=1 k=1
NU nfW nD

RRy4(0) = Y, X > &y ™ (wrg () < /Q (@) : Dy : eo(w;’)dsz> , (90)
i=1 j=1 k=1
nUW pUw nD

RR, (1) = A OV ) < / ey?) : Dy : e(w}')dﬂ) . (91)
i=1 j=1 k=1 Q
nw N? pD

RRy3 (k) = 7w (wrd () ( / et) : Dy : eo(¢;’)d9> , (92)
i=1 j=1 k=1 Q
bW 0w D

RRy4(p) = v ’W(ﬂ)yf’w(u)y,? ) < / ew}) : Dy 1 €o(wy) dQ), (93)
i=1 j=1 k=1 Q
N? NP nP

RRy3 () = of () e () 7 () ( / €o(¢)) : Dy : eo(¢;’>dﬂ), (94)
i=1 j=1 k=1 Q
NG n&.w nD

RR3, (1) = ), > > al (0™ 7 () < /Q eo(#?) : Dy : eo(wfmsz) . (95)
i=1 j=1 k=1

and
né‘,w n&.w nD

RRy () = 2, > > ™ 4™ wrd ( /Q o) : D : €ow)) dsz>. (96)
i=1 j=1 k=1

def
We note that for all the terms related to ¢;(e), y(e) = €p(e — oref), where ¢%f is the reference temperature for which thermal strains are zero (see
for instance Eq. (1.9) of [28] or Eq. (8.23) in Ref. [29]). In our derivations, we choose oref = 0 for simplicity, but its extension for the general
case 0f £ 0 is really straightforward since the term eo(eref) is treated as an additional constant.
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2. Similarly, using (85), the term HH(y) in (83) can be written as

HH(u) = / &(u) 1 Clu) = 5(p)dQ = / (Bs(m) +Bg(1)) : C() : (Bs(u) + Bg(w)) dQ
Q Q

= /Bs(ﬂ) 2 C(p) = Bs(u) d9+2/35(#) 2 C(p) = Bg(u) dQ+/B6(ﬂ) : C(u) @ Bg(u) dQ
Q Q Q

= HHs55(p) + 2HH5¢ (1) + HHgg(1).
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97)

Using the same method as above: substituting the expressions for Bs(x) and Bg(u) (from (85)), expanding and assembling the u-independent
terms, we finally obtain

HHs5(1) =

HH;56 (1) =

HHgg (1) =

N° N° nC

22 2 el W () ( / ¢7 1 Cy :

i=1 j=1 k=1

N° nprl

DI IA DAY </¢“ (G

i=1 j=1 k=1

C

=
=

P p I

i=1 j=1 k=1

3. Finally, for the term RH(y) in (105), we also have

RH(y) = /Gr(ll) 1 Cw) : o(u) dQ
Q
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Q Q
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In summary, there are 4 types of terms that need to be pre-computed offline as follows.

5 terms relates to {¢"}: the bold terms of RRy; (1), RR15(1), RR13(), RR;4(¢) and RHyg(u).
5 terms relates to {¢°}: the bold terms of HHg5(x), HH5¢(14), RHos(4), RH35(1) and RHys(p).
1 term relates to both {¢"} and {¢°}: the bold term of RH;5(u).
10 independent terms which do not depend on either {¢"} or {¢”}, and thus can be computed independently: RR,, (1), RRy3(1), RRo4 (1),
RR3; (1), RRay (1), RR (1), HHgg (1), RHog (1), RHag (1) and RH g(p), respectively.
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/34(;4) 2 C(u) : Bg(u) dQ
Q
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(104)
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The above analysis demonstrates that the a posteriori CRE error estimator defined in (56) also accepts a very efficient Offline-Online computa-

tional strategy. In the Offline stage, the terms {y/i“, 1<i<n*™}, {6P1<k<Tn

P

} and the RB basis functions {¢4,1 <n < N}, {¢7,1 <m < N°} are

computed first; then all the offline terms (bold typeface in brackets) in (86)-(109) are computed and stored. In the Online stage, for any given p,
we first solve (39) to get ag(y), 1 < n < N? solve (43) to get al(u), 1 < n < NY then solve (55) to obtain a,(4), 1 < m < N7; and finally assemble all
the remaining terms to compute A“RE(y) from (83).

For any given yu, the Online operation count at this stage includes (excluding the Online counts described in section 3.2.1 and section 3.2.2):

0 (nD(Nuz + NUN? + N? 2)) operations to assemble and compute RR(x) in (86), O ("°N°?) operations to assemble and compute HH(y) in (97), and

O (N“N° + NN°) operations to assemble and compute RH(y) in (101)° Therefore, the Online operation count to evaluate 4 - A®RE(y) is also
independent of N4,

Appendix B. Supplementary data
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