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1. Introduction

A complex fluid, also called a non-Newtonian fluid, is “a fluid made up of a lot of differ-
ent kinds of stuff” as described by GELBART and BEN-SHAUL [1996]. This high number of
complexities and their interactions can produce a variety of new nontrivial physical phe-
nomena (BIrRD, CURTISS, ARMSTRONG and HASSAGER [1987]), including, for example, the
rod-climbing Weissenberg effect (DEALY and VU [1977]) and the die swell (CLERMONT and
PIERRARD [1976]). Among the phenomena that have been of particular research interest in
recent years are the flow behaviors in highly elastic complex fluid with a vanishingly small
Reynolds number (GROISMAN and STEINBERG [1998], THOMASES and SHELLEY [2009]). It
is agreed that the peculiar behavior of the highly elastic fluids flow, known as “elastic tur-
bulence,” originates in the strong nonlinear mechanical properties of the polymer solutions
(GroisMAN and STEINBERG [1998]), and it is similar to the phenomena observed from the
strong inertial effects in Newtonian fluids. During the past decade, these phenomena have
been the subject of many theoretical and experimental studies.

The controlling parameter of the strength of the nonlinearity of complex fluid mod-
els is the Weissenberg number or the Deborah number. Roughly speaking, the larger the
Weissenberg number, the stronger the elasticity of the polymer solutions (see GROISMAN
and STEINBERG [1998]). One crucial outstanding problem in computational rheology is that
computations for complex fluid models with a high Weissenberg number have encountered
great difficulty due to a breakdown in the convergence of the algorithms at critical values of
the Weissenberg number. Although some significant progress has been made in recent years
(e.g., FaTTAL and KUuPFERMAN [2004]), the level of fundamental correctness in the relevant
regimes of large Weissenberg number has yet to be obtained. The main aim of this article is
to focus on the issues that arise in simulating highly elastic and high Weissenberg number
flows.

After briefly reviewing recent progress regarding the theoretical and numerical study
of generic polymeric fluids in high Weissenberg number regimes, we will give a detailed
presentation of a family of algorithms originally proposed by LEE and Xu’s [2006] and
some new results developed in the last few years. In particular, we will give a more
refined presentation of the positivity-preserving discretization schemes proposed in LEE
and XU’s [2006] and present some preliminary numerical experiments. In our discussion,
we will

e demonstrate how a general macroscopic viscoelastic fluid model can be reformulated,
in terms of the conformation tensor, as a Riccati differential equation;

e use this reformulation to establish the positive definiteness of the conformation tensor;

e use key numerical methods based on the Eulerian—Lagrangian method, which dis-
cretizes the momentum equation and constitutive equations by solving the nonlinear
ordinary differential equations that define the characteristics related to the transport
part of the equation;

e discuss how the resulting discrete system can be effectively solved iteratively by com-
bining multigrid and parallel computing techniques; and

e show that the nonlinear iterations uniformly converge and the computational costs of
the methods are uniformly optimal with respect to relevant physical parameters (such
as the Reynolds number and the Weissenberg number) as well as time step and mesh
sizes (see LEE, XU and ZHANG [To appear]).
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The rest of the article is organized as follows. In Section 2, we review the basic properties
of the flow maps, the generalized Lie derivatives, and the algebraic Riccati differential equa-
tions. In Section 3, we introduce the connection between the algebraic Riccati differential
equations and the macroscopic constitutive relations for viscoelastic fluids. In Section 4, we
discuss the properties of various macroscopic models for viscoelastic fluids. In Section 5,
we briefly review the existing numerical schemes designed for simulating viscoelastic fluids
at high Weissenberg number regimes. In Section 6, we discuss the numerical discretization
schemes that preserve the positive definiteness of the conformation tensor. In Section 7, we
briefly consider the solution techniques for the resulting discrete systems. In Section 8, we
show the energy estimate, the long-term stability, and the well posedness, of the discrete
solution, and then in Section 9, we present the implementation details and corresponding
numerical results. Finally, in Section 10, we offer concluding remarks.

2. Flow maps, generalized Lie derivatives, and Riccati equations

2.1. Notation

Throughout this article, we use the standard notation for Sobolev spaces: H*(£2) denotes the
classical Sobolev space of scalar functions on a bounded domain € ¢ R? whose derivatives
up to order k are square integrable, with the full norm || - ||x and the corresponding seminorm
| - |x- The symbol H(l) () denotes the subspace of H!(£2) whose trace vanishes on the bound-
ary 0$2. We will also discuss the corresponding spaces restricted to the subdomain of €2. For
any w C 2, wedenote || - ||x, and | - |g,¢ as the norm and the seminorm, respectively, on the
domain w. The usual L*®-norm and L%-norm will be denoted by || - lleo and || - ||o, respec-
tively. The symbol L(z)(Q) denotes a subspace of L?(2) consisting of functions that have
a zero average. (-, -) and (-, -) denote the classical L?-inner product and the dual pairing,
respectively. The space L7 (0, T; H 1(Q)) for 1 < p < oo is the Hilbert space consisting of
functions f(x, t) : Q x [0, T] + R such that

1/p

T
/ IF G w)IIf dv < 00.
0

The symbol M denotes the space of matrix-valued functions whose ranges are in R*4 and
S denotes the subspace of M consisting of the symmetric matrices. In addition, ST denotes
the subset of S consisting of positive-definite matrices. Finally, following (Xu [1992]), the
symbol A < B means A < CB with a constant C independent of space mesh size h and time
step k, and A < B is an abbreviation of A < B < A.

2.2. Flow maps and the deformation tensor

Consider a bounded domain 2 C R? (d = 2 or 3) and a velocity field of flow u = (;) € R%.
The motion of a particle can be described by the flow map ¢; s : € — €2 such that

a
35 Prs @) =0(dr5(). ), () = x. 2.1)
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We note that by ¢;,(x) = x, we mean that the Eulerian coordinate is coincident with the
Lagrangian (or material) coordinate at time 7. As in classical mechanics, the flow map ¢, ¢
is assumed to be a diffeomorphism. Moreover, the flow map satisfies the composition rule,
i.e., @1, P1.ey, = Pr.1y, forany 11, 1 > 0.

By means of this flow map, with an abuse of notation, we define

v(t, s) = v(x, t;8) :=v(;s(x),s) and v(t, 1) =v(t) =v(x, t; 1) = v(x, 1),

where v can be any (scalar, vector, or tensor) function. Furthermore, for any v(x, t), we have
the following definition of the material derivative:

Dv o d B v 29
T 0= aV(@,s(X),S)L:t = (vi+ (- V)v)(x, 0). 2.2)

Of the different conventions to define the gradient of velocity u, denoted by Vu (or Viu),
we use the convention that (Vu); j = (dju;); j, i.e.,

V”lT Oruy dpuy - -+ Oqu

Vug diup Ooup - -+ d4uUp
Vu := ) =

Vug Oug dug - -+ dgug

For any two time variables, #; and #;, we define the relative deformation gradient
F(x,t;t1, ) (F(t; t1, 1) in short) as follows:

F(t;t1,1) := Vg 1, (2),  withz = ¢, (x). 23)

In case t; =t, we have F(t; t, 1) = Vi¢; 1, (x). Geometrically, the deformation gradient
F(t; t1, 1) measures the relative deformation between two configurations at #; and 7;.

From the definition of F(¢; #1, t) and the chain rule, we can derive the following ordinary
differential equation:

oF (t; 1, 1) d
= VZ¢[1,12 (Z) = VZu(¢t,12 (x)v t2) = Vzu((Pt],tz (Z)v t2)
oty ot

Vu(dr i, (2), )F(t: 11, 1) = Vu(t, o)F(t; 11, 12) (2.4)

and the initial condition F(; t, t;) = &, where § is the identity tensor.

Throughout this article, we will only consider incompressible fluids, namely, V - u = 0,
which implies the determinant of F(; t1, t2) is one, i.e., detF(¢; t1, tz) = 1. Therefore, it
is invertible. Furthermore, the inverse of F(; t1, t2) is given by F(¢; t2, t1) unambiguously
because we have the following relation:

F(t;t2,11) = Vo, (), WithZ' = pp, (x). 2.5

Using (2.5), we can derive the following relation that

AF @t 11, 0)F(; 1o, t AF(t; 11, ¢t AF(t; 12, t
0= (F(t; 11, )F(t: 1y 1)): (51 Z)F(t;tz,tl)—i—F(t;tl,tz) (& 12, 11)

ot it ot
OF(t; 12, 11)

it

=Vu(t, )+ F(t; 11, 1)
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Therefore, we obtain

oF 1,1, t
% — —F(t; 1o, t)Vu(t, 1) and F(t:11,1) = 6. (2.6)
2

2.3. Generalized Lie derivatives

We will now introduce the generalized Lie derivative. For any given continuous function
D) =P(x,1): Q x (0, +00) — M, we define L(¢; t1, t) to be the transition matrix (or
evolution matrix) that satisfies the following ordinary differential equation:

oOL(t; 11, 1)

5 =®(t,n)L(t; 11, ) and L(t;11,1) = 6. 2.7
2

We can view this transition matrix L(#; t1, t2) as a generalization of the deformation gradient
F(t; 11, nn); when ®(¢, 1p) = Vu(t, 1), L(t; t1, tp) reduces to F(t; t1, 1p).

The following lemma gives a fundamental property of the transition matrices (see, for
example, BROCKETT [1970, theorem 2, section 1.4].)

LEMMA 2.1 (Composition Rule). For any time levels, t, to, t1, ta > 0, we have the following
property

L(t; 11, )L(t; 19, 11) = L(1; 1o, 12). (2.8)
In particular, we also have

L(t; 1, 10)L(t; 19, 11) = 8.
Furthermore, we have that L(t; ta, t1) is the inverse of L(t; t1, ty) and it satisfies:

oL(t; 1), t
% = —L(t;tp,11)®(t,1p) and L(t;t,1)=34. (2.9)
2

ProoF. Given any point y € €2, we consider the ordinary differential equation:

ay(s)
as

=®(,5)y(s) and y(t1) = y. (2.10)

Then, by definition (2.7), we obtain y(s) = L(¢; t1, s)y. Similarly, let z(s) satisfy the follow-
ing ODE:

dz(s)
as

= ®(1,5)z(s) and z(19) = y(to). (2.11)
We have the relation:

2(s) = L(t; 1o, )y(10) = L(1; to, S)L(t; 11, 10)y.
It follows that z(t1) = L(¢; to, t1)L(¢; t1, to)y, which implies that

z(s) = L(t; 11, 5)z(t1) = L(t; t1, S)L(t; to, t1)L(E; 11, 0)y.
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Consequently, by the definition and the uniqueness of the transition matrix L, we have
L(t; to, s)L(t; t1, to)y = L(t; t1, s)L(t; to, t1)L(t; t1, t9)y, Vye 2, s>0.

Hence, we can get the composition rule. Furthermore, by simply taking f, = o, we obtain
the second equation in this lemma.
Hence, we immediately see that L(t; 11, )L(t; 12, t1) = L(¢t; 12, 1) = 8. By taking
derivatives with respect to #; on both sides, we can obtain
OL(1; 11, 1) OL(5; 12, 11)

L(t:tr,t1) + L(t; 11, ¢
P (t; 0, 11) + L(t; 11, 12) PP

0.

By plugging (2.7) into the equation above, we can see that L(t; #p, t1) is the inverse of
L(t; 11, 1) and it satisfies the following ODE:

oL(t; 12, 11)
= —L(t; 1, 1) (@1, )L(t: 11, 1) )L(; 12, 11) = —L(t; 1o, 1) (1, 12)
and the initial condition L(t; t1, t1) = 6. O

Now, we are ready to introduce to the definition and the properties of the generalized Lie
derivative.

DErFINITION 2.1 (Generalized Lie Derivative). We define the generalized Lie deriva-
tive of a symmetric tensor with respect to ® in the Lagrangian frame as follows: for
t,s >0,

3 (L(t; s, 0 (1, 5)L(t; 5,07

Lu,gt(t,s) =Lt t,s) 3 L1, 5)T. (2.12)
K
In the Eulerian coordinates, we let s = ¢ and
3 (L@t; s, D¢, Lt s, )T
Lu, () :=L(1;1,5) (L )C(a M ) )L(t; t, )7 (2.13)
S s=1

The following lemma then gives the generalized Lie derivative defined above in the
Eulerian frame:

LeEmMmA 2.2 (The Generalized Lie Derivative in the Eulerian Frame). For any ¢ =
C(x, 0): 2 x (0, 400) > S, we have

D
Lugt(t) = % i JOHOER{GL IGLS (2.14)

Proor. Using Eqn (2.9) and the product rule, we have

I(L(t; 5,08 (1, 5)L(t; 5,0")  OL(t:5,0)

L(t; ,zT
as as @ s,1)

gt L@ s, 0" + Lt 5. 1) 8(;2(; :

+ L(t; s, )¢ (¢, 5) 35
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Hence, we can immediately obtain

. . T
Lot s) =Lt 1, 5) AL s, t)C(;’ss)L(” SO0y T

T
_ L1, >8L(’ ”);( 9+ a“ s)+c< )WL( 51,97,

Using the relation (2.9), we observe that

aL(t,s)
os

Lu,gl(t,s) = —®(t,5)¢(t,5) — £(1,5)D(1, 5)". (2.15)

Now, by letting s = ¢, we get Eqn (2.14) in this lemma. O

The derivative Ly ¢ ¢ is known as the Truesdell stress rate (Stmo and HUGHES [1998]).
The notion of generalized Lie derivatives makes it possible to treat many complicated
time derivatives in a unified way. This observation has been used in developing numeri-
cal schemes effectively in the pioneering work by HUGHES and WINGET [1980]. The main
advantage that had been obtained was that the temporal discretization induced from this
type of Lie derivative-based algorithms can have the numerical frame indifference, which is
called the incrementally objective discretization. A key observation in LEE and XU’s [2006]
is that many macroscopic constitutive equations can be reformulated into a well-known sym-
metric matrix Riccati differential equation in terms of the aforementioned generalized Lie
derivatives. Many new numerical methods can be obtained based on this observation. This
will be further explored in Sections 3 and 6.

2.4. A few examples of generalized Lie derivatives

With some appropriate choices of transition matrices, one can consider many types of gen-
eralized Lie derivatives; see especially HUGHEs [1984] and StMo and HUGHES [1998]. For
example, if @ () is the zero matrix, then the transition matrix L(¢; s, 1) = § and the corre-
sponding generalized Lie derivative are reduced to the usual material derivative (2.2).

We now give a few more examples that will be used in the next section.

ExampLE 2.1 (Upper Convective Maxwell Derivative). If ®(r) = Vu(¢), then the tran-
sition matrix L(t;s,1) = F(t;s,t) is the deformation gradient. From Lemma 2.2, the
generalized Lie derivative with respect to ®(¢) is just the upper convective Maxwell deriva-
tive (OLDROYD [1950]):

Lu,el (1) = ﬂ Vu@) &0 — V@’ V(1) € M. (2.16)

ExaMPLE 2.2 (Lower Convective Maxwell Derivative). If ®(1) = —Vu(¢)7, then the tran-
sition matrix L(¢; s, 1) = F(t; t, s), the inverse of F(t; s, t) (cf. Eqn (2.6)). In this case, we
have that

u¢C()—£+V "¢ + ¢ Vu@), V(1) € M. (2.17)

This is the well-known lower convective Maxwell derivative.
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These two examples above have been studied in terms of the Lie derivative by
THIFFEAULT [2001].

ExaMpLE 2.3 (Gordon—Schowalter Derivative). We can also take ® (1) = R(t) with

1 -1
R®) = %Vu(r) + aTVuT(t),
where a € [—1, 1] is some parameter. In this case, the generalized Lie derivative with respect
to R(?) can be given as follows:
D¢ (1)
Lygs® = o RO L) —cORD. (2.18)
This is known as the Gordon—-Schowalter derivative (GORDON and SCHOWALTER [1972]), in
which the transition matrix is often denoted by E (JOHNSON and SEGALMAN [1977]), and we
also use this convention in the rest of this article.

2.5. Riccati differential equations

The classical symmetric matrix Riccati differential equation (ABOU-KANDIL, FREILING,
ToNEscu and JANK [2003]) for a symmetric tensor ¢ : 2 x (0, 4+00) — S has this form:

DE(1)

b =AOE0 + cADT — (B0 +G(), (2.19)

with a symmetric positive semidefinite initial condition ¢ (¢, 0) = ¢&. Typically, it is assumed
that the coefficient matrices A, B, and G are bounded and that the matrices B and G are both
symmetric and positive semidefinite.

In particular, in this study, we are interested in two important properties of the Riccati
differential equation (2.19):

e Equation (2.19) has a certain closed-form solution, from which the solution ¢ can be
proved to be symmetric positive definite under certain conditions.

e The positivity-preserving schemes for such equations can easily be devised, especially
in time, as investigated in the literature, as well as in terms of the solution to the Riccati
form of the ODE (Ditct and EiroLA [1996]).

The following theorem shows further how this view can be exploited to establish the

property of the solution to a symmetric matrix Riccati differential equation.

THEOREM 2.1 (Solution of Riccati Equations). Equation (2.19) is equivalent to
1
Lugel () =G{), with ®@) =A@ — EB(t);'(t). (2.20)

Furthermore, we can write ¢ in a closed form as follows: for any t,s > 0,

t

¢(t) = L(t; s, 0)¢(t, s)L(t; s, t)T + / L(t; v, )G(t, v)L(t; v, t)Tdv, (2.21)

N
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where the transition matrix L satisfies the following ODE:

OL(t; t1, 1)

5 =@, t)L(t;t1,1) and L(t;t,4) = 4.
2

PrOOF. We first rewrite Eqn (2.19) in the Lagrangian frame:

aL(t,s)

= A@, )L, s) + £, DAW )T — ¢, 9B, HC @, )T + G, s). (2.22)

Hence, the equivalence between two Eqns (2.19) and (2.20) is straightforward from the
definition of generalized Lie derivatives and (2.15). We can write Eqn (2.20) as follows:

. . T
Lt 1, 5 2L S, t)g(;’ OLES D) e 9T = G, s). (2.23)
S

This relation can also be cast into the following form:

ALt v, g (t, VLt v, ")

. = L(t; v, DG, v)L(t; v, )T . (2.24)

By taking integration (from s to #) with respect to v on both sides of the equality above, we
obtain the desired result. This completes the proof. O

REMARK 2.1 (Positive Definiteness of the Solution). Notice that the expression of ¢ given
in Eqn (2.21) suggests that ¢ is always positive definite if G and ¢, are positive definite.

In the rest of this article, we drop the first variable of the transition matrix L(¢; t1, t2)
when #1 or 1, is equal to ¢. For example, L(z; s, ) is denoted simply by L(s, ). Same notation
applies to the deformation gradient F (s, t) = F(¢; s, t) as well.

3. General macroscopic viscoelastic models

Most macroscopic complex fluid models are given by three fundamental equations: the
momentum balance equation, the continuity equation, and a constitutive law. In this sec-
tion, as stated earlier, we will reformulate various constitutive equations from viscoelastic
fluid models into symmetric matrix Riccati differential equations (ABOU-KANDIL, FREILING,
IoNEscu and JANK [2003]). This new formulation will be a key ingredient in understand-
ing viscoelastic fluid models and in developing new numerical algorithms. The link between
viscoelastic fluid models and symmetric matrix Riccati differential equations was first estab-
lished by LEE and Xu’s [2006]. It is then successfully used by LEE [2004] to compute the
falling sphere simulation through the Johnson—Segalman fluids. The close relation between
the general macroscopic viscoelastic fluid models and the symmetric matrix Riccati dif-
ferential equations in this section leads to a number of important numerical schemes for
solving non-Newtonian equations in a unified framework, and it opens new doors to further
development.
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3.1. Basic fluid models

Consider fluids that occupy a bounded domain R¢. Define the Reynolds number Re :=
UL /7o where 1 is the zero shear viscosity and U and L are the characteristic velocity scale
and the length scale, respectively. The dimensionless form of the momentum balance and
continuity equations in these models can be written as follows:

d
Re(a—l:+u-Vu>:—Vp+V~T, (3.1

and
V-u=0, (3.2)

where u is the velocity of the fluids, p is the pressure, and T is the extra-stress tensor that can
be decomposed into two parts (GROISMAN and STEINBERG [1998]) in the dilute polymeric
fluids as

T = 2n,D(u) + 7, (3.3)

where 7 is the Newtonian viscosity and D(u) is the symmetric part of the gradient of
velocity,

D)= ——. 3.4

We remark that 2n,D(u) is the solvent contribution of the stress. We note also that the tensor
T is the polymeric contribution of the stress, which arises from the high-molecular-weight
viscoelastic macromolecules and enters the equation of motion linearly.

3.2. The Oldroyd-B model

Most complex fluid models share the same mathematical form for the momentum and con-
tinuum equations as (3.1) and (3.2); different constitutive equations for the polymeric stress
7 lead to different complex fluid models. One basic model for complex fluids that introduces
the outstanding challenge for high Weissenberg number regimes is called the Oldroyd-B
model (OLDROYD [1950]).

The Oldroyd-B model (OLDROYD [1958]) obeys the following constitutive relation for z:

ad
T+ Wi (8—: +u-Vr—Vurt — r(Vu)T) = 2n,D(u), 3.5)

where 7, is the polymeric viscosity and the Weissenberg number Wi = AU/L, where A, U,
and L are the relaxation time, the characteristic velocity scale, and the length scale, respec-
tively. The Weissenberg number is proportional to the material relaxation time.

The Oldroyd-B constitutive model (3.5) can be viewed as the simplest nonlinear exten-
sion of Maxwell’s idea of formulating a system of ordinary differential equations to deter-
mine the stress in terms of the velocity gradient and the time derivative. It is easy to see that
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the upper convective Maxwell time derivative aa—f +u- V7 — Vur — 7Vu! that appears in
the model can be identified to be £, vy (see Example 2.1); therefore, the Oldroyd-B consti-
tutive law can simply be written as

T+ Wi Ly.vat = 21,D(u). (3.6)

It is well known that the Oldroyd-B model reduces to the upper convected Maxwell (UCM)
model for the special case in which 1y = 0. It has been proved that Eqns (3.1), (3.2), and
(3.6) are stable in the sense of Hadamard (OwEgNs and PHiLLIPS [2002]).

Writing the constitutive equation as in Eqn. (3.6) is an attempt to relate the stress T and the
rate of strain D(u). For instance, when Wi becomes zero, the stress is linearly proportional
to the rate of strain, which is the Newtonian constitutive relation; in this case, the Eqns (3.1),
(3.2), and (3.3) become the Navier—Stokes equations. The Weissenberg number Wi is thus
the characteristic constant that distinguishes the polymeric fluids from the Newtonian fluids.

3.3. A reformulation of the Oldroyd-B model in terms of the conformation tensor

We now take the Oldroyd-B model (OLDROYD [1950]) as an illustrative example to show
how the Oldroyd-B constitutive law can be reformulated in terms of the conformation tensor
and viewed as a symmetric matrix Riccati differential equation.

The constitutive law (3.5) is frequently written in terms of the conformation tensor

. p
ci=1+ Wia' 3.7

From a physical point of view, the conformation tensor can be regarded as a molecular defor-
mation tensor on a continuum level. More precisely, the conformation tensor is the ensemble
average of the dyadic product of the end-to-end vector of the dumbbell. It is, therefore, sym-
metric and positive definite, and it is often used as a primary variable in viscoelastic flow
calculations (CARREAU and GRMELA [1987]).

We recall that the rate of the strain tensor D(u) can be expressed in terms of the upper
convected derivative of the identity tensor §:

LeEMMA 3.1 (Lie Derivative of the Identity). Let § be the identity tensor. Then, we have
Ly vud = —2D(u). (3.8)

This is a direct consequence of the definition of £, vy, and this simple identity plays
a significant role in understanding various constitutive equations. We can reformulate the
model (3.6) as follows:

.

T+ Wi (cu,v“r +

cu,vl,s) = 0. (3.9)

By adding %8 to both sides of the equation above and using the fact that the operator Ly vy
is linear, we obtain

(r+ %5) + Wi Ly va (7 + %5) - %5. (3.10)
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In terms of the conformation tensor, the constitutive equation (3.6) becomes
. Tp
¢+ WiLyvue = 4, (3.11)
Wi

and we observe that Eqn (3.11) can be written such that for Wi # 0,

Dc 1 n

— —Vuc—cVul + —c= 23 3.12
Dr uc—cvu + Wic Wi2 ( )
REMARK 3.1 (Algebraic Riccati Form of Oldroyd-B). Equation (3.12) can be further refor-
mulated into the following form:

De 1 1 T
Y (L — _vu) =g 3.13
Dt (2Wi ") cte <2Wi “) Wi (.13

This form can be immediately identified with the symmetric matrix Riccati differential equa-
tion for ¢ as introduced in the general form (2.19) with the choice of the coefficient matrices
that

1

A0 =W

6 — Vu, B(?) is a zero matrix, and G(¢) = %5. (3.14)
i

REMARK 3.2 (Positivity of the Conformation Tensor for the Oldroyd-B Model). The pos-
itive definiteness of ¢ is thought to have been first established by HULSEN [1990] directly
from the differential model (3.11). From the Riccati form of the Oldroyd-B constitutive law
(3.13) and Lemma 2.1, it is easy to establish that if ¢(0) is given to be a positive definite
tensor, then the conformation tensor ¢ is always positive definite since G is non-negative. In
fact, this technique will allow us to provide an integral equivalent equation of the differen-
tial equation given by Eqn (3.12) and establish the positive definiteness of the conformation
tensor ¢ in a transparent manner as well. See Eqn (3.30).

3.4. Conformation tensor formulation of the Johnson—Segalman model

The Oldroyd-B model (3.6) is a basic constitutive model for complex fluids. Many improve-
ments for constitutive equations have been developed from the Oldroyd-B model, e.g., by
modifying the upper convective derivative or by adding additional terms to better fit the
rheological property of the fluids. A few such examples will be discussed in this section.
Let us first consider the Johnson—-Segalman model (JOHNSON and SEGALMAN [1977]):

T4+ Wi Ly g7 = 27,D(u), (3.15)

where Ly g is the Gordon—Schowalter derivative as in Example 2.3. The Johnson-Segalman
model is often the model of choice for studying material instability, such as shark-skin and
spurt, which have been the subject of considerable research interest in recent years.

Similar to our approach with the Oldroyd-B model, we first reformulate Eqn (3.15) in
terms of the conformation tensor ¢. We obtain

1 -1 1 -1 T
./:u,R5=—<aJ2r Vu—i—az W)—(a;’ Vu—i—az Vu> — _2aD(u).
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Therefore, for nonzero Wi and a, the model (3.15) can be written as follows:

U

. Np Mp . p
T+ Wi Eu,RT — _?‘CU,RS — T + ﬁ +WI£u,R<T + 78) = AWi .

W aWi

Defininge = 7 + (I/Iil 8, we arrive at the following reformulation of the Johnson—Segalman

model (3.15):

. Np
w = ——34. 1
¢+ WiLyge aWiS (3.16)

Recall that the generalized Lie derivative Ly p is determined by the transition matrix E(s, 1)
that satisfies the following ODE:

DE(s, t 1 -1

I;St ) _ (a; Vu + 2 . VuT> E(s,r) and E(s,s) = 8. (3.17)
The tensor E(s, t) obeying (3.17) was first introduced by JOHNSON and SEGALMAN [1977]
as a deformation tensor for viscoelastic fluids that have certain degree of nonaffinity. The
parameter a is related to the so-called slippage parameter & = 1 — a, which measures the

nonaffinity in the reaction of macromolecules under the exerted force from the surrounding
fluids.

3.5. Conformation reformulation for a general viscoelastic model

To summarize, we now discuss macroscopic models that can be written in the following
general form:

Ly gc + ac = Bé, (3.18)

where o > 0 and B > 0 may depend on ¢ and/or ¢. For instance, the Johnson—-Segalman
model can be recovered from Eqn (3.18) by choosing o = ﬁ and g = \7/7\”/_2 . It would be
|

of interest to consider Eqn (3.18) as it is, which is because the generalized Lie derivative
Ly, is ubiquitous in general macroscopic equations. We can, in fact, derive the solution
expression ¢ in terms of the transition matrix E as follows.

THEOREM 3.1 (Explicit Solution of the Constitutive Equation). The solution to the consti-
tutive equation in Riccati form (3.18) satisfies

t

c(t) =exp —/a(g)dg E(s, He(t, s)E(s, t)T

+/exp —/ot(g)dg BWEW, HE(v, t)Tdv. (3.19)

N vV
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ProOF. Note that Eqn (3.18) can be reformulated as follows:

ﬁu,«pc = B4,

where the generalized Lie derivative is with respect to

1 —1 t
®(1) = %VujL 2T vl = %)

From the Lemma 2.1, we arrive at the following expression for c:
12
c(t) = L(s, e(t, s)L(s, ) + / BW)L(v, HL(v, n)Tdv. (3.20)
s
On the other hand, the matrix L(s, #) can be expressed as follows:

“(2”) dv |EGs, 0. (3.21)

t
L(s,t) = exp —/
N

To see this, we note that L (s, r) = E(s, t) is the solution to the following ODE:

OLi(s.1) (a +1

v Al Guor)L
o 5 ll(t)-i-T ll(ﬂ) 1(s,7)

and the solution to the equation

oLy(s,1) _ aln)

=——"L)(s,t
or > 2(s, 1)
is given by
t
LaGs, 1) =exp | — / a(zv)dv ;. (3.22)
S
The simple observation that L(s, t) = L1 (s, 1)L (s, t) completes the proof. O

The simple formulation (3.18) can, in fact, represent many existing models. For exam-
ple, it can represent the well-known Phan-Thien and Tanner (PTT) model THIEN and TAN-
NER [1977] and other models that belong to the finitely extensible nonlinear elastic (FENE)
models (CHILcOTT and RaLLIsON [1988], ILG, KARLIN and OTTINGER [2002], LIELENS,
HALIN, JAUMAIN, KEUNINGS and LEGAT [1998], REMMELGAS, SINGH and LEAL [1999],
SzEr1 [2000]).

ExaMpLE 3.1 (The Phan-Thien and Tanner Model). The Phan-Thien and Tanner (PTT)
model can be given in the following expression:

F(r)T + WiLy gzt =2n,D(u), (3.23)
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where F is a scalar function defined by

F(r) =exp (GTW' tr(r)>, (3.24)

P

where € is a parameter. The model (3.23) can easily be transformed in terms of the confor-
mation tensor ¢ as follows:
g G(e)

Luyge+ ——-c=1

. n
W€ Tt with G = Fle- a—vfhs) (3.25)

Therefore, the PTT model belongs to the class of models that can be represented by
Eqn (3.18).

ExAaMPLE 3.2 (General Single-Variable Models). We note that the general single-variable
models as introduced by Hulsen (e.g., BERis and EDWARDSs [1994], HULSEN [1990]) can be
given in terms of the conformation tensor ¢ as follows:

Dc
Dr =at)c+ca®)” + god + gic + gac?, (3.26)

where g;’s (i =0, 1,2) are given functions that may depend on time and/or ¢. HULSEN
[1990] provided a sufficient condition that gop > O for which the conformation tensor ¢ for
models of the form (3.26) remains positive definite for all time if it is positive initially. His
arguments were based on the rate of change in the determinant of ¢ along the trajectory. Our
framework cast (3.26) into the general Riccati equation

Dc T
D At —cA() =G(1), (3.27)

with the coefficient matrices
A = a() + %‘5 + % and  G(f) = go.

An alternative reformulation of (3.27) can be given by
Ly ¢ =G(). (3.28)

This reformulation in terms of the generalized Lie derivative with respect to ® immediately
proves the positivity of ¢ under the assumption that gg > 0.

It should be note here that the analytic expression (3.19) of the conformation tensor ¢
can be used to derive the corresponding integral models. Indeed, under some appropriate
assumption (such as o« > «g for some positive constant «g and E(s, 7) is bounded for s < 1),
we formally obtain the following integral models by taking s — —oo,

t 12
c(f) = / exp | — @du BWEW, NE(w, HTdv. (3.29)

—00 v
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In particular, this includes the Johnson—Segalman integral model, which does not seem to
be known in the literature; see JosepH [1990]. Furthermore, as an immediate consequence
of a = 1, we obtain the well-known integral expression for the Oldroyd-B model (3.12) as
follows:

t
c(t) = % / exp (—%)F(v, HF, T dv. (3.30)

Although it has been widely believed that the integral expression (3.30) of the conformation
tensor is equivalent to (3.11) (see, e.g., RENARDY [2000b]), a rigorous justification for this
equivalence is missing in the literature (see relevant remarks made both by JoserH [1990,
p-15], RENARDY [2000b, p.18]). Note that it is easy to establish that the integral model can
result in the differential model (3.11) by taking the (material) time derivative. With the help
of the Riccati formulation, the justification that the differential model results in the integral
model is completed with ease, which would have been difficult otherwise.

4. Basic mathematical and physical properties of the models

In this section, we give a brief overview of the existing mathematical analysis of basic the-
oretical issues such as the existence and stability of the solution to complex fluid models.
While these theoretical works are obviously of interest themselves, they are also instrumen-
tal to designing of appropriate numerical methods for these models.

4.1. Existence theory

On the mathematical theory for complex fluid models, many fundamental questions, such
as whether (weak) solutions exist, are still open (CHEMIN and MasmouDpI [2001], LiN, Liu
and ZHANG [2007], Lions and Masmoubi [2000]). On the Oldroyd-B model, the existence
of global weak solutions even at regimes of low Weissenberg number has not been fully
understood yet. The global existence of weak solutions was established by BARRETT and
SULI [2008] for the corotational models, under the assumption that the velocity field is reg-
ularized. For the noncorotational models, like the Oldroyd-B model, both the velocity and
the extra-stress fields are assumed to be mollified in the weak formulations in order to obtain
the global existence of weak solutions (BARRETT and SULI [2008]).

Some studies have been published on short-time existence (GUILLOPE and SAUT
[1990a,b], JoUrRDAIN, LELIVRE and BRris [2004], L1 and ZHANG [2004], RENARDY [1991])
and global existence with small initial data (GuiLLOPE and SAauT [1990a,b], LiN, Liu and
ZHANG [2005]) of the solutions. In particular, LiN, Liu and ZHANG [2005] established the
existence of classical solutions for the Oldroyd-B model at infinite Weissenberg number
with small initial data. In another notable work, LioNs and Masmoupr [2000] proved the
existence of global weak solutions for the corotational Jeffreys model based on the L?-norm
energy estimate for both velocity and stress fields. This type of energy estimate does not,
however, hold for the Oldroyd-B model; therefore, the global existence of the Oldroyd-B
model is still an open problem for general initial data. A stability result has also been
obtained by HE and ZHANG [2009]: if the initial data is sufficiently close to the equilib-
rium, the solution approaches to the equilibrium with a certain decaying rate measured in the
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L?-norm. The main idea behind the existence and stability proof in HE and ZHANG [2009]
and Lin, Liu and ZHANG [2005] is to take full advantage of the Divergence-free condi-
tion imposed at the velocity field, which is shown to generate a dissipation mechanism and
hence stabilize the equation. This work strongly indicates that incompressibility plays an
important role in the stability of the system. It hints at the importance of preserving incom-
pressibility on the discrete level in order to obtain stable numerical schemes.

While the global existence of the Oldroyd-B model for general “large” data is missing,
there are several global-in-time existence results of some complex fluid models for sim-
ple shear flows. ENGLER [1987] and GuILLOPE and SAUT [1990a,b] obtained global exis-
tence results for shear flows obeying a class of nonlinear integro-differential models and
the Johnson—Segalman model, respectively. This problem has recently been revisited by
RENARDY [2009], in which the global existence for shear flow under the PTT (GIESEKUS
[1982], THIEN and TANNER [1977]), and Johnson—-Segalman models (JoHNsSON and SEGAL-
MAN [1977]) has been established for some parameters, although not for the Oldroyd-B
model. As Renardy stated in RENARDY [2009] that the positive definiteness of the confor-
mation tensor is crucial to his proof.

In addition, several studies indicate that the Oldroyd-B model might produce nonsmooth
stress fields; for example, see RENARDY [2006] and Basas, PasQuaLt and PrakasH [2008].
Renardy’s (RENARDY [2006]) results have been correlated with the numerical results of
THOMASES and SHELLEY [2007], where certain numerical evidence of singularity forma-
tion is provided. The latter study tried to explain why the flow-past-cylinder benchmark
problem presents numerical challenges. We note that these singular solutions are obtained
for the steady-state Oldroyd-B model, and it is unclear whether or not singularity will form
for the time-dependent equations.

While global-in-time existence remains illusive for continuous problems, we will estab-
lish the global existence of the discrete solutions for macroscopic viscoelastic models
in this article; see Section 8. Similar to the theories on the continuous level, the strong
divergence-free condition and the positivity of the conformation tensors play critical roles
in our analysis. As suggested by these successful theoretical efforts, our guiding principle
is that the positivity of the conformation tensors and the strong divergence-free condition
for the velocity fields should be both preserved in the fully discrete level. Both ingredients
are crucial in deriving the discrete energy estimates and global existence for the numerical
solutions.

4.2. Energy estimates

Energy estimates are basic ingredients in the analysis of well posedness of the equations, and
they are also crucially important in designing well-posed numerical discretization schemes
as well. We will present some basic energy estimates (LEE and Xu’s [2006], LoziNsk1 and
OWENS [2003]) for the continuous equations in this section, and we will later extend these
estimates to the discrete level.

To state the energy estimate, let us first introduce an energy norm for the conformation
tensor:

ol = /tr(a)dx, Vo € S;. 4.1
Q
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This obviously defines a norm on the space of positive-definite tensors. We note that for
the conformation tensor ¢, the norm ||c||;1 has its own physical meaning as well. The trace
of the conformation tensor ¢ can be viewed as the length from the tail to the head of a
macromolecule: the longer the length, the more elastic energy it stores. We can view ||c||;1 as
the total elastic energy due to the interaction between the macromolecules and surrounding
fluids.

Based on this, we can define the total energy (kinetic and elastic) of the fluid at time level
t to be

1
E() := Relu(, 0§ + S lleC Dl 4.2)

For all the estimates presented in this section, the following bridging identity is crucial:

(cC,t): D), 1) = /tr(Vu(-, tc(-, 1)) dx. 4.3)

Q

This identity plays a role in bridging the energy term in the momentum equation and its
counterpart in the constitutive equation.

Now, we take the Oldroyd-B model (in terms of the conformation tensor) in the Riccati
form as an example:

d
Re (ai; +u- vu> =—Vp+2u,V-Du) +V -, (4.4)
V.u=0, 4.5)
0 fu.Ve-v Vol 4 L= g (4.6)
— u-ve—vuc—cvu - C = —30. .
Y Wim T wi?

From (4.3), we can easily establish the following energy law for Eqns (4.4)—(4.6):
d 1 d1l—n;
—E() = —ng|ID@C, )| — ——|le(-, ¢ LA ToTH 4.7
3¢ ) nslP(ul-, D)l Wi e, Dl + 2 WE 1€2] 4.7
where |2| and d are the measure and spatial dimension of the domain €2, respectively. From

the energy law (4.7), we can derive the following energy estimate for the Oldroyd-B model.

THEOREM 4.1 (Continuous Energy Estimate). For Wi # 0, the Oldroyd-B model (4.4)—(4.6)
admits the following energy estimate:

—C[l‘ g _ —Clt

£ = EO + ¢ (1 e ) (4.8)

t
s / 1D w)IZdv < £0) + Car, (49)

0

with the constants
. CQ’]S 1 _ dl— Ns

Ci=min(—=F ) and C=3 et (4.10)
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where Cq is a positive constant depending on Q2 only. For the special case when Wi = oo,
we have

t
& =&0)  and ns/ ID@C, v < £0). (4.11)
0

Proor. From Korn’s inequality, we have the following inequality Cqllullo < [|D(w)]lo,
where Cg depends only on Q. The energy law (4.7) then leads to

d , 1 , 1 dl1—n
gt (el 013 + SleC. 1) < —niCalluC. DI = srmlleC. Dl + 5~ 2.

dr 2
We define C; = min (Cqns/Re, 1/Wi) and Cp = %W';ﬂm to obtain the following
inequality:

d 1 1
= (RelluC. 113 + S lleC. 0l ) = =Ci (RelluC lF + 3 lleC 0l ) +Ca. - (@.12)

This estimate gives the desired estimate (4.8) immediately by Gronwall’s inequality. We take
integration with respect to time on both sides of (4.7) to get

t
1
Relluc DI + 3l Dl + / 1D, v) 2 dv
0

1
1 1
< Rellu(-, )5 + SlleC. Ol = m/ e, V)l dv + Cot
0

1
< Rellu(-, 0)[I3 + S leC, Ol + Car.

This completes the proof. O

REMARK 4.1 (The Effect of the Weissenberg Number). The parameter Wi is the ratio
between the relaxation time of the macromolecules and the characteristic time. The longer
the relaxation time, the longer it takes for the macromolecules to return to their original
states; this can be interpreted as showing that the fluid is less dependent on its initial state.
This has been correlated in the energy estimate (4.8); that is, the coefficient function multi-
plied to the initial data decays slowly when Wi becomes larger.

5. Existing numerical methods for viscoelastic fluid models

In this section, we offer a brief overview of numerical methods for solving viscoelastic
fluid models, especially in regard to studies focused on the well-known high Weissenberg
number problem (HWNP). The problem is associated with the breakdown of the numerical
solutions to the complex fluid models when the Weissenberg numbers are moderately large.
This outstanding problem has been one of the driving forces for developing new numerical
techniques for complex fluids (see OWENS and PHILLIPS [2002]).



390 Y.-J. Lee et al.
5.1. Mixed formulations

To numerically achieve mesh convergence and long-time stability beyond certain criti-
cal Weissenberg numbers for various viscoelastic models has proven difficult. Numerous
attempts have been made to overcome the high Weissenberg number problem with mixed
finite element methods. Most of the early work on viscoelastic flow analysis is based on the
mixed finite element formulations for (u, p, t); see Baaijens’s BAAENS [1998] review for
more details. Two basic problems have been encountered with the above formulations. First,
as the value of the Weissenberg number increases, the importance of the convective term
grows, which makes Galerkin discretizations not suitable. Second, the discretization spaces
for the three variables must be carefully selected with respect to each other in order to satisfy
appropriate stability conditions for the three fields.

Numerical success in the early stage of computational rheology can be found in
MARCHAL and CROCHET [1987], which introduced a new mixed finite element method
for the numerical simulation of viscoelastic flows. In MARCHAL and CROCHET [1987], the
authors showed that the streamline-upwinding (SU) method by HUGHES and Brooks [1982]
could be used for viscoelastic fluid simulation in order to stabilize the hyperbolic constitutive
equation. Further, FORTIN and PIERRE [1989] analyzed the finite element spaces employed
in MArRCHAL and CROCHET [1987]. Another approach, introduced by FOrRTIN and FORTIN
[1989], used the discontinuous Galerkin (DG) method by LESAINT RAVIART [1979] for the
constitutive equation combined with the element-wise streamline-upwinding method for the
momentum equation.

Much work has been done in this line of research. To stabilize the numerical simulation,
these algorithms focus on adding more diffusion to the momentum equation in order to
make the ellipticity of the equation explicit. SUN, SMITH, ARMSTRONG and BROWN [1999]
summarized the main ideas as follows:

(1) reformulating the momentum and the constitutive equation to make the elliptic char-
acter of this equation explicit with respect to the velocity field;

(2) splitting the formulation into the solution of the velocity-pressure saddle point prob-
lem equations for an incompressible fluid and the calculation of the extra-stress field
from the hyperbolic constitutive equation;

(3) applying numerically stable and accurate methods, like SUPG or DG methods, for
solution of the hyperbolic constitutive equations; and

(4) introducing accurate and smooth interpolation of velocity gradients for additional
numerical stability in solution of the constitutive equation.

KING, APELIAN, ARMSTRONG and BRowN [1988] made the first effort in this direction;
they introduced the explicitly elliptic momentum equation (EEME) and gave a reformula-
tion of the momentum equation that makes its ellipticity explicit for the upper convected
Maxwell (UCM) models. This method was later generalized by BERIS, ARMSTRONG and
BrownN [1984, 1986]: their elastic-viscous split-stress (EVSS) formulation splits the extra-
stress T into a viscous part and an elastic part; i.e., T = 7, + t,, where 7, = 25,D(u) and
14 is a parameter for viscosity; in this way, the formulation introduces another variable, the
rate-of-strain D(u). The application of this method has been limited to a few models; further-
more, it introduced a new term containing convected derivatives of D(u). RAJAGOPALAN,
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ARMSTRONG and BROWN [1990] modified this method by using a least square approxima-
tion of D(u) and generalized it to the Oldroyd-B model, as well as the Giesekus models.

The EEME and EVSS formulations are significant improvements over previous methods
based on the standard viscous model in terms of numerical stability. They allow numeri-
cally stable and accurate calculations at moderately high Wi values. However, almost every
flow problem has levels of elasticity that cannot be calculated with these methods for any
given finite element mesh. SUN, PHAN-THIEN and TANNER [1996] argued that the failure
is due to a steep stress gradient and introduced an adaptive way for choosing the viscosity
parameter 7, to tackle the difficulty; this is known as the adaptive viscoelastic stress splitting
(AVSS) method. An alternative EVSS method was proposed in BROWN, SzADY, NORTHEY
and ARMSTRONG [1993] and SzADy et al. [1995], who applied least square approximation
for the gradient Vu instead of D(u); this type of methods is called EVSS-G. GUENETTE
and ForTIN [1995] and Liu, BORNSIDE, ARMSTRONG and BROwWN [1998] applied the stress
splitting at the discrete level, which gives the discrete elastic-viscous split-stress (DEVSS)
and DEVSS-G, respectively. SUN, SMITH, ARMSTRONG and BROWN [1999] combined all
these techniques to create the discrete adaptive viscoelastic stress splitting—discontinuous
Galerkin (DAVSS-G/DG) method, which does exactly what the name suggests.

Besides the finite element formulation, other related discretization schemes, such as finite
volume method and the spectral methods, have been applied to viscoelastic fluids. Just to
mention a few, Hu and JosepH [1990] designed a finite volume (FV) discretization based
on the semi-implicit method for pressure-linked equations revised (SIMPLER) for the UCM
model on orthogonal staggered grids. OLIVEIRA, PINHO and PINTO [1998] generalized this
method to nonorthogonal collocated grids. ALVES, OLIVEIRA and PINHO [2003] and ALVES,
PinHO and OLIVEIRA [2001] discussed FVM on nonorthogonal grids combined with a high-
resolution scheme (HRS) instead of usual upwind difference schemes for the Oldroyd-
B model and the PTT model for the planar contraction benchmark problem. CHAUVIERE
and OWENSs [2001] applied the spectral method for viscoelastic flows and introduced the
streamline-upwind Petrov/Galerkin (SUPG) for constitutive equations.

5.2. Steep stress layers and log-conformation formulation

The breakdown of the numerical algorithms for high Weissenberg numbers has often been
associated with the steep stress gradients in the narrow regions of the flow domain. Even for
the well-known flow-past-cylinder problem, which has no geometric singularities and gen-
erates smooth flows, the numerical simulation is still difficult. Observed in many numerical
simulations is that this difficulty inheres in the thin stress layers that develop around the cylin-
der and in the wake along the centerline, where the flow is purely elongational; see the
review by BAAUENS [1998] for example. BERIS, ARMSTRONG and BrRowN [1983, 1987]
have demonstrated the formation of elastic boundary layers in both asymptotic analysis and
spectral/finite-element calculations for the flow between two eccentric rotating cylinders.
RENARDY [2000a] analyzed the width of the boundary layer and the wake for the UCM
model with fixed Newtonian kinematics. Based on this work, WAPPEROM and RENARDY
[2005] applied a Lagrangian technique to simulate viscoelastic flow past a cylinder bench-
mark problem; they showed that for an ultradilute solution, the governing equations for the
Oldroyd-B model can be solved for arbitrarily large values of Wi under the assumption that
the underlying velocity field is fixed to be Newtonian.
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By far the most successful method is (FATTAL and KUPFERMAN’s [2004]) matrix-
logarithm formulation of the conformation tensor for the constitutive laws; this method
introduces a new variable ¥ = Inc¢ and rewrite the constitutive equations in terms of ¥ for
numerical calculations. The main motivation relies on the fact that the stress tensor is expo-
nential in regions of high deformation rates or stagnation points; numerical instabilities are
caused by failure to balance exponential growth with convection. In FATTAL and KUPFER-
MAN [2004], the authors pointed out the inappropriateness of polynomial-based approxima-
tions to represent the stress.

Let the conformation tensor be ¢ = § + ”—”ir. Notice that the conformation tensor is
different from that defined in (3.7) by a constant multiplier. We can then write the Oldroyd-
B constitutive equation (3.5) in terms of c:

ac

1
Ve —Vue—c(Va)' = — (@ —¢). 1
8t+u c uc —c(Vu) Wi(& c) 5.1

The core feature of the transformation is the decomposition of the velocity gradient into a
traceless extensional component B and a pure rotational component R:

Vu=R+B+Nc ', (5.2)

where N is antisymmetric. By plugging (5.2) in the Oldroyd-B constitutive relation, we
obtain

dc

1
” + (u-V)c — (Rc —cR) — 2Bc = W(&—c). (5.3)

Because of the symmetric positive-definite (SPD) nature of the conformation tensor, we
can have the factorization ¢ = UAU”, where U is an orthogonal matrix that consists of the
eigenvectors of ¢ and A is a diagonal matrix made with the corresponding eigenvalues of
c. Therefore, we obtain ¥ = U(In A)UT. Then, we can write the Oldroyd-B constitutive
relation in terms of ¥ and solve it numerically:

% + (u-V)¥ — (R¥ — WR) — 2B¥ = ﬁ exp(—W) (8 — exp(F)). (5.4)

Note that the positivity of ¢ is guaranteed automatically in this way.

FattaL and KUPFERMAN [2004] reported numerical results on the lid-driven cavity
benchmark for a finitely extensible Chilcott—Rallison (FENE-CR) fluid (CHiLcoTT and
RALLISON [1988]) with a Weissenberg number of up to 5.0. FATTAL and KuPFERMAN [2005]
made a break-through in HWNP with this idea on the Oldroyd-B model for the lid-driven
cavity benchmark using finite difference methods. Recently, this method has been further
investigated by PAN, HA0 and GLowINsKI [2009] based on the finite element method and
an operator-splitting Lie’s scheme. HULSEN, FATTAL and KupFERMAN [2005] applied the
log-conformation formulation combined with the DEVSS/DG to the Oldroyd-B as well
as the Giesekus model for the flow-past-cylinder benchmark in the finite element context.
CORONADO, ARORA, BEHR and PasQuAaLl [2007], on the other hand, gave an alternative
log-conformation formulation and applied the DEVSS-TG/SUPG method (PAsQuALI and
ScriveN [2002]) for the flow-past-cylinder benchmark. Their reported numerical results
are for Weissenberg numbers of up to 1.8 (HULSEN, FAaTTAL and KuprFERMAN [2005])
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and 1.05 (CorONADO, ARORA, BEHR and PasQuaLl [2007]). Recently, AFONSO, OLIVEIRA,
PiNHO and ALvEs [2009] applied a finite volume method on the log-conformation and
reported computational results for the flow-past-cylinder benchmark up to a Weissenberg
number of 2.5; but mesh convergence was not confirmed for Weissenberg numbers larger
than around 0.9.

The stability of the algorithm in FATTAL and KupPFERMAN [2004] has been analyzed by
BoyavaL, LELIEVRE and MANGOUBI [2009]. The key ingredients used in the analysis were
the divergence-free condition and the positivity of the conformation tensor. We note that
the log-formulation of the conformation tensor preserves positivity in the discrete sense
naturally. In fact, preserving the positivity of the conformation tensor is regarded as one
of the main issues in developing stable numerical schemes for viscoelastic flows. We next
discuss several attempts to address this issue.

5.3. Positivity-preserving schemes

The HWNP has been closely investigated in correlation with the loss of the positivity-
preserving property of the conformation tensor ¢ on the discrete level (BEris and EDWARDS
[1994], DUPRET, MARCHAL and CROCHET [1985], HULSEN [1988], JosEPH and SAUT
[1986], OWENSs and PHILLIPS [2002]). Although there have been many attempts to construct
positivity-preserving schemes, only a handful of schemes are available that preserve the
positive-definite character of the conformation tensor on the discrete level. These include the
log-conformation schemes discussed above. Another notable example is given by LoZINSKI
and OWENSs [2003]. Using the fact that the conformation tensor ¢ is positive, they wrote
the conformation tensor ¢ as ¢ = CCT and defined the matrix C by the solution to some
semidiscrete equation. More precisely, let u” and ¢” = C"*(C")T be the nth time step approx-
imate solution to the velocity field u and the conformation tensor ¢, respectively. Then, C"
is defined as the solution to the equation given as follows:

npk

1
n n n . n __ nen\ — n—1
C +k<72WiC + @" - vV)C" — vu"C ) "+ Wi267 5.5

where k is the time step size. It is further shown that this semidiscretization is consistent
in Lozinskr and OWENs [2003]. This approach has been further explored by Hao, Pan,
GrowinskI and JosepH [2009] as well.

VAITHIANATHAN, ROBERT, BRASSEUR and CorLLINs [2006, 2007] have developed a
positivity-preserving algorithm that takes into account that the conformation tensor ¢ can
be decomposed as ¢ = UAUT, where U is the orthogonal matrix that consists of eigenvec-
tors of ¢ and A is the diagonal matrix consisting of the eigenvalues of ¢. They wrote equa-
tions for both A and U. These are evolved by solving equations that define these unknowns,
which have been successfully applied for the turbulent flow of a viscoelastic polymer solu-
tion (VAITHIANATHAN, ROBERT, BRASSEUR and COLLINS [2006, 2007]).

LEE and Xu’s’s [2006] made an attempt to tackle the high Weissenberg number problems
by preserving the positivity of the conformation tensors on the fully discrete level. The
idea relies on the link between the constitutive equations and the symmetric matrix Riccati
differential equations (ABOU-KANDIL, FREILING, IONEscU and Jank [2003], ReID [1972]).
We will demonstrate why this is crucial in the stability of the solutions and prove that the
discrete solution exists in time without break-down in Section 8. More importantly, we will
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show how this approach can be generalized so that the proposed method will be able to
handle most existing macroscopic constitutive equations in a unified and efficient way.

LEE and Xu’s [2006] method is closely related to the method proposed by PETERA [2002],
which is based on a conformation tensor formulation of the constitutive laws and the method
of characteristics for the upper convected time derivative directly. PETERA [2002] devel-
oped an Eulerian—Lagrangian discretization based on the direct discretization of the gener-
alized Lie derivative introduced by Hughes and Winget in their pioneering work (FORTIN and
EsseLaoul [1987], HuGHEs and WINGET [1980]). However, this method does not preserve
the strong divergence-free condition. While the method by PETERA [2002] can be shown to
preserve the positivity of the conformation tensor, due to the lack of the strong divergence-
free condition in his scheme, stability could not be proven; the relevant energy estimates
were missing as well. Moreover, the fact that the conformation tensor formulations can be
identified with the Riccati equations, as discussed in Section 3, was not noticed there. In
particular, the techniques introduced by FORTIN and EsseLaour [1987] have been further
investigated by KABANEMI, BERTRAND, TANGUY and A1T-KADI [1994].

5.4. Constitutive equations with diffusion

Other approaches attempt to stabilize the viscoelastic models by adding a small diffusion
term to the constitutive equations. Considering the fact that the difficulty of simulating and
proving the global-in-time solutions to the general complex fluids lies in the hyperbolic
nature of the constitutive equations, this is a natural choice. Not only does this addition stabi-
lize the equation, it also eases the proof of the global-in-time existence of solutions (see LIN,
Liu and ZHANG [2005], for example.) Another existence proof can be found in EL-KAREH
and LeEAL [1989]. Furthermore, SURESHKUMAR and BERis [1995] investigated this approach
for the Poiseuille flow of the Oldroyd-B model and concluded that a small stress diffusiv-
ity can be introduced so that enhanced stability can be achieved without altering the flow
rheology.

The main issue, which is still open here, is how to impose the boundary conditions upon
adding the diffusivity of the stress fields to the constitutive equations (BERrIS and EDWARDS
[1994]). The pure Neumann boundary or the Robin boundary conditions are often given (see
Apawms, FIELDING and OLMSTED [2008], BLACK and GRaAHAM [2001]). It is, however, impos-
sible to know how macromolecules react near the boundary in general and the construction
of the right boundary conditions still remains elusive. In fact, the molecular derivation of
the Oldroyd-B model has the diffusion terms although the diffusivity constant is small, and
it has been shown that, generally, the multiscale approach is more stable (BAajaJ, BHAT,
PrakAsH and PasQuaLi [2006]). The addition of dissipation, therefore, may help achieve
the stability of the numerical calculations. This technique has been widely used for turbu-
lent drag reduction (SURESHKUMAR and BERr1s [1997]). Experiments in SURESHKUMAR and
BERIs [1995] showed that adding the diffusion term in the constitutive equations has definite
positive effects without altering the flow pattern significantly.

6. A family of Eulerian-Lagrangian finite element methods

In this section, we present our numerical methods to solve the viscoelastic flow models intro-
duced in Section 3. Typically, the viscoelastic fluids are described by the time-dependent
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models, and even steady-state computations are generally performed using time march-
ing (ALVES, OLIVEIRA and PiNHO [2003]) for the corresponding time-dependent problem.
Therefore, our interest lies in developing time-dependent non-Newtonian models and their
time and space discretization. Our aim here is to introduce, in a systematic way, a class of
positivity-preserving discretizations of the Riccati formulation of the constitutive equations
in terms of the conformation tensor. In particular, we will demonstrate that our schemes pos-
sess the important stability property, and we refer to a recent work by BOYAVAL, LELIEVRE
and MANGOUBI [2009], where similar stability results have been presented as well.

6.1. Temporal discretization

In the Lagrangian frame, it has been established that the general macroscopic constitutive
equation can be cast into (3.18). Therefore, it is natural to employ the Lagrangian approach,
and there are two main ways to use this approach.

The first idea, the pure Lagrangian approach or the method of characteristics, is to follow
the particle trajectories in time and to use the initial positions of the particles as nodes at
which the solutions are evaluated. This approach has an inherent disadvantage in that grid
points can be severely distorted, and therefore, the accuracy of long-time calculations can
easily be degraded. Further, the relocation of particle positions is unavoidable, in which case
it is necessary to interpolate the solutions at the new positions. And, this in turn introduces
additional numerical error (BAATJENS [1993]).

In order to avoid mesh distortion, we can view the fixed discretization at any time level
as the particle positions and consider the characteristic foot (or departure foot) as the previ-
ous position of this given particle. This method, known as the Eulerian—Lagrangian method
(ELM) or the semi-Lagrangian method (SLM), was introduced to the finite element commu-
nity in the early 1980s; see DouGLAS and RUSSELL [1982] and PIRONNEAU [1982].

6.1.1. Eulerian—Lagrangian method for the momentum equation
The ELM begins by establishing the characteristic foot of any given particle at the current
time step. Note that similar approaches have been applied to the computation of viscoelastic
flows in BoNITO, P1casso and LAaso [2006] and PHILLIPS and WILLIAMS [1999] as well.
Let x be the position of any material particle at the current time #; let x also be used to
refer to the particle itself. Suppose that the particle x moves with the velocity u(¢; s(x), s)
at time s. The characteristic foot (or the departure foot) y = ¢, ;(x) of the particle x at any
previous time s < ¢ can be found by solving the following flow map equation:

ad
35 Prs @) =0(drs(x), ), i) = x. (6.1)

A straightforward approximation scheme for (6.1) is the first-order forward Euler
method:

)% —u(y, ) + O(k), (6.2)

where k is the time step size k = t — 5. We denote the approximate solution to Eqn (6.2) by
v, which satisfies the equation

y=x—ku(y,s). (6.3)
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We note that the characteristic foot y is defined implicitly. Hence, we must apply certain
nonlinear iterations to obtain the solution to Eqn (6.3).

Unfortunately, the explicit Euler scheme does not preserve volume, which is crucial for
the stability of numerical simulations and the convergence of nonlinear iterative methods;
see Section 8 for more detail. FENG and SHANG [1995] discussed volume-preserving numer-
ical schemes for the ordinary differential equation (6.1) and noted that the simplest one
replaces u(¥, 5) in (6.3) with u((y +x)/2, s), i.e

~ y+x
y:x—ku(y > ,s). (6.4)
Next, we offer a simple discussion to demonstrate why this scheme is volume-preserving.

LEMMA 6.1 (First-Order Volume-Preserving Scheme). Let Q2 C R2 Suppose u(s) €
(H'(2)¢ and V - u(s) = 0. If the time step size k is small enough, then the scheme (6.4)
is well defined and volume preserving, i.e., det(Vy) = 1.

ProOF. First, if k is small enough, Eqn (6.4) is solvable, and the scheme is well defined.
Now let J := VY be the Jocobian matrix. Taking derivative with respect to x on both sides
of (6.4), we can obtain

J=5— SVU(S;—;X,S)(J—I—S).

This immediately implies that

o+ Svu(X3 2 )]s =5 - Eva (P22 ).

Hence, if k is small enough, § + k Vu(y R ) is invertible, and we can solve for J. So the
determinate of the Jacobian matrix is

detJ = det [3 + 5vu (y X ,s)]_ det [5 - fVu<y+x, s)]
2 2 2
To show detJ = 1, we assume that
ko (y+x N\ _ (an an _
EVU<T, S) = <a21 an and ay; +axp =0.
Therefore, by direct calculation, we obtain

Il —ay —axn +apaxn — apax
detJ = =1,
14 a4+ ax + anax — anaz

which completes the proof. O

REMARK 6.1 (Alternative Volume-Preserving Schemes). The scheme (6.4) is only of first
order. An alternative is this second-order scheme:

x-S+, 65)
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The aforementioned two schemes (6.4) and (6.5) preserve volume in R2. For three-
dimensional problems, constructing volume-preserving schemes is possible, but more com-
plicated; see FENG and SHANG [1995] for details.

We will now apply this idea to discretizing the momentum equation of the Oldroyd-B
model. More specifically, we will assume that the solution at time level s = 14 s known;
that is, (u°d, pold, 7014y is given, and for any given mesh points at time level r = /"%, we
let ¥ be solutions to the discrete flow map equation (6.3). Namely, y is an approximation of
the departure foot y = @mew, 0 (x). In the Lagrangian view, the momentum equation (3.1)
can be viewed as an ODE; therefore, it can be discretized by using the flow map solutions
as follows:

uev — uold oy
Re ( n y = AUV — VpheY 4 v . eV,
Therefore, we arrive at the following semidiscrete equation (continuous in space
variable):

R R
Teunew _ T]SAllneW + Vpnew V. TV — Te“()ld 03}'. (6.6)

6.1.2. Eulerian—Lagrangian method for constitutive equations

The particle-following approach (6.6) can be naturally applied to approximate generalized
Lie derivatives as well. We now explain it using the model equation (3.18) with positive
constant parameters o and § as an example.

Approximations based on the generalized Lie derivative First, we consider the numeri-
cal discretization of the generalized Lie derivative £, ¢ at time **¥. By Definition 2.1, we
can employ the first-order difference approximation for the time derivative to obtain

EGs,0¢(s, DE(s, )T —E(s —k, (s — k, DE(s — k, )T

k s=t
t,) —E({t—k D¢t —k DE(t—k 1T
_ s — E( )& ( VE( > ©.7)
k
Let E be an approximate solution to the ODE for the transition matrix, namely,
0E(s, 1)
ryam R(s,H)E(s,t) and E(s,s) = 4. (6.8)
For example, we can apply the explicit Euler method:
E -4 old T old
& =R() — E =6 + kR(°"). (6.9)
We can also apply the implicit Euler method:
E- é newy 77 > newy\ !
—— =R("Y)E = E = (§ — kR(™™)) . (6.10)

k
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Using either (6.9) or (6.10) for approximating the transition matrix E and the approximate
solution y to the flow map equation, we derive a numerical discretization of the generalized
Lie derivative as follows:

;new _ E(cold O}')ET

L, REE) ~ ;

u,

(6.11)

This approximation can be easily shown to satisfy the desired property that the conformation
tensor is positive definite in the semidiscrete level when applied to approximate the general
Riccati form of the constitutive law (3.18).

LemMaA 6.2 (Positivity-Preserving Semidiscretization). Consider the semidiscrete scheme
(6.11) for the model equation (3.18) with positive parameters o and 8, namely,

eV E(Cold o ’)‘;')ET

p + ae™v = Bs. (6.12)
¢'¢ is positive definite, then the numerical scheme preserves positivity, namely, ¢"¥ is sti
Ifold. itive defini h h ical sch Iy, €MV js still

positive definite.
PrROOF. We can solve the Eqn (6.12) in terms of ¢™" to obtain

(1 + ka)e™ = B o ME" + kpS8. (6.13)
As an immediate consequence, if ¢®'4 is positive definite, then so is ¢"®V. O

Approximations for the Riccati form of constitutive laws However, the above discretiza-
tion of the generalized Lie derivative is not the only way to obtain positive-definite discrete
conformation tensors. We can simply apply the discretization of the material derivative to
obtain the following semidiscrete systems:

new __ cold oY

c y _RnCWCnCW _ cneW(RneW)T + acnew — /38 (614)

Known as the Lyapunov equation, this equation can be reformulated as a symmetric alge-
braic Riccati equation by a simple change of variable:

k+1 k+1 T eod
<“ 2: 5 —R“°W> " 4 "V (L 2']: 5 —R“ew) =2+ p8. (6.15)

old

In fact, the solution ¢"™V is positive definite if ¢®'“ oy is positive definite.

Approximations based on the explicit solution We can also design numerical schemes
based on the explicit solution of the Riccati form of the constitutive equations. In general, the
numerical schemes based on the analytic solution (3.19) require approximations of E(s, t),
(3.22), and the time integral in (3.19); see Lemma 3.1. Approximations of E(s, f) do not
affect the approximated conformation tensor’s positivity property. The integral expression
in (3.19) should be computed by using numerical quadratures with positive weights in order
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to maintain the positivity property, which is the approach taken by Ditect [1994] and DiEcI
and EIroLA [1994, 1996].

There are many possible methods based on explicit integral expression (3.19) of the solu-
tion; an extensive list of schemes can be found in LEE and Xu’s [2006]. Here, we present
only one such example: if & and § are both constants, the explicit form of the solution can
be approximated by the left-point Euler method:

™Y = exp(—ka)E(c 0 3) E" + kpS8. (6.16)

If we use the first-order Taylor expansion for the exponential function and drop higher-order
terms with respect to £ on the right-hand side, then we get the exact same scheme as (6.12).

6.2. Spatial discretization

It is now clear that the Eulerian—-Lagrangian framework provides semidiscrete equations,
which preserves the positivity of the conformation tensor. The main goal of this section is to
introduce spatial discretizations so that positivity can be realized in the fully discrete sense
as well. It is worth noting that the Eulerian—-Lagrangian approach follows the particle trajec-
tory and the interpolated solution may not be positive even if the solution is positive at mesh
points. This will restrict the choice of the approximation spaces, in particular the approxi-
mate stress field. In this section, we introduce various approximation spaces for which the
positivity of the conformation tensors can be preserved.

6.2.1. Stokes-like saddle point problems

We begin by introducing the equations that will be discretized in space. After applying the
ELM to the model problem (3.1), (3.2), and (3.18), we obtain the following semidiscrete
problem: find (u"®V, p"¥, ¢"%) such that

%unew _ nSAunew + vpnew — %uold OS;+ V. v (6.]7)
V.uv =0 (6.18)
(1 + ka)e™™ = E(c® o PHE" + 8. (6.19)

We note that Eqn (6.17) is nonlinear and coupled together through the conformation tensor
with (6.19); the nonlinearity also lies in the computation of y and E. The finite element
spaces for the unknowns u, p, and ¢ should be constructed carefully based on the stability
conditions to keep the solution from blowing up as the mesh size reduces.

In this section, we identify the ingredients necessary to achieving this goal by considering
the momentum equation and continuity equation with the conformation tensor being given
explicitly. We consider the most straightforward linearization method here: the conformation
tensor ¢ explicitly given at each iteration. In each nonlinear iteration, Eqns (6.17) and (6.18)
can be written as the following system of equations up to a simple rescaling:

pu—k2Au + Vp=g
(6.20)
V-u=0,

where g depends on u and p?, k2 <1
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The main goal now is to identify stable finite element pairs for the velocity and pressure
so that accuracy is independent of all relevant parameters p2 and «2. We begin by casting
Eqn (6.20) into a weak formulation as follows: find (u, p) € (Hé (92)? x L%(Q) such that

{ ap(u, v) +b(v,p) = (g, v) Vv e (H)(Q)!
6.21)

b(u, q) =0  VgelLiQ),

where the bilinear forms a,(-, -) : (Hé)d X (Hé)d — R and b(-, ) : (H(l))d X L% — R are
defined as

ap(u,v) := p*(, v) +«*(Vu:Vv) and  b(v,p) := —/(V-V)pdx.
Q

Here, we use the standard notation that (- : -) acting on two matrix-valued functions A =
(aij) € M and B = (b; ;) € M denotes

d
(A:B):= / tr(AB) dx = / 3 aigbijdr, (6.22)
Q Q =1

where tr : M +— R is the standard trace operator of a matrix.
Apparently, the bilinear form a, (-, -) induces a norm

lullf, = ap(u, w) = p[lull§ + <> Julf.
We now introduce the energy norm ||-|| on (Hé (£2))4 as follows:
llall® := iy, + 1V -ulg  Yu e Hy@)?.
It is then clear that the bilinear forms a, (-, -) and b(-, -) are continuous, i.e.,

ap(u,v) < lull vl Vu,v e (Hy?
b(v.q) SIVI llglo  ¥v e (Hp?, g € Lg.
We also note that [luf| = [lull,, for any ue N :={v e (H})?:V-v=0}. Therefore,
ap(-, - is also elliptic on N
Furthermore, using the following inf-sup condition (or the Brezzi condition) that
b(v, q)

> lgllo  VgelL}, (6.23)
V€(H(1))‘1 ”V”l

and the fact that ||V - u|l¢p < ||u||1, we can easily obtain that for 02, k2 <1,

b(v.q) - u b(v, q)

> > ligllo Vg e L. (6.24)
VE(H&)Z "|V”| VE(H(IJ)Z ”V”]

This means that the Eqn (6.21) is uniformly stable with respect to the norm ||-|| for the
velocity and || - ||p for the pressure.
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6.2.2. Stable discretizations of the generalized Stokes equation

Similar considerations can be directly transferred to the discrete case as well. We assume
that the domain € C R? has been partitioned into triangular/tetrahedral elements 7, = {E}
and that the conforming and quasi-uniform partition 7, satisfies

Q= U E. (6.25)

E€Ty

Based on the partitions 7, we will choose appropriate approximation spaces V;, and W, for
the primitive variables u and p, respectively.

Consider a discrete weak formulation that is formulated by making the appropriate choice
of space V), C (H(]) (€2))¢ for the velocity and W), C LS(Q) for the pressure: find (uy, py) €
V5, x Wy, such that

ap(p, Vi) + b(Vi, pr) = (8, Vi) Yvp € Vy
b(up, gn) = 0 Van € Wh.

(6.26)

As demonstrated by X1E, XU and XUE [2008], the uniform well-posedness and error analysis
for the finite element pairs V;, x W}, can be achieved if we can show that the following two
conditions are satisfied from the well-known (Brezzi theory BrEzz1 [1974], BREZz1 and
ForTIN [1991]), namely,

bV,
sup D) S gy € Wi 6.27)
viReV), ”v/’l”l

and
V-V, C W, (6.28)

We define a(u, v) := a,(u, v) + as(u, v) with a;(u, v) := (V -u, V - v). Under the two
afore stated conditions (6.27) and (6.28), we can immediately see that

b(vp, qn)

2 llgnllo  Yagn € Wy (6.29)
vievy  Ivall

and
a(uy, wy) 2 luyll? Yu;, € Nj, (6.30)

where Nj, ;= {v, € V), : V- v, = 0}.
Now, we give some examples of conforming finite element methods that satisfy both
conditions, (6.27) and (6.28).

ExamMpPLE 6.1 (Scott—Vogelius Finite Elements). The Pﬁ - P3_] Scott—Vogelius ele-
ment (ScOTT and VOGELIUS [1985a,b]) is important in fluid mechanics computation. It uses
the piecewise continuous polynomials on triangles of a degree up to 4 to approximate the
velocity field and uses the piecewise discontinuous polynomials of a degree up to 3 for the
pressure. In R, on each triangle, the Pg space has 15 degrees of freedom (DOFs) determined
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by values at three vertices, three quartering points on each edge, and three interior points
inside each triangle. The P3_1 space has 10 DOFs on each triangle, all of which are given
inside the triangle independently. This element is stable in the sense that it satisfies the inf-
sup condition, if the triangulation is singular-point free (a vertex is called singular if all
edges meeting at the vertex fall into two crossing straight lines). This kind of element is
of key importance because it can preserve the incompressible condition, i.e., the discrete
velocity is divergence-free pointwise.

ExAMPLE 6.2 (Austin—-Manteuffel-McCormick Finite Elements). The tensor-product finite
element in two-dimensional domains given by AUSTIN, MANTEUFFEL and MCCORMICK
[2004] can easily be extended into three-dimensional domains. In each reference triangle,
for the horizontal component of the velocity fields, the product of the cubic Hermite poly-
nomial in the x| variable and the quadratic polynomial in the x, variable are used. For the
vertical component of the velocity fields, the product of the quadratic polynomial in the x|
variable and the cubic Hermite polynomial in the x; variable are used. For the pressure, the
product of the quadratic polynomial in the x; and x, variable is used. This element has been
shown to be uniformly stable by LEE, Wu and CHEN [2009].

6.2.3. Approximation Space for Stress

Our guiding principle in choosing the approximation space for the stress fields is to preserve
the positivity of the conformation tensor. The main bottleneck in this process is to evaluate
the conformation tensor at any points, which may not necessarily be the mesh points. This
can be reinterpreted as constructing an interpolation operator Hi : M — M, which preserves
positivity in the following sense:

06>0 = TIIj(0)>0, YoeM, (6.31)

where 0 > 0 means o is positive definite.
For this purpose, we first consider the scalar positivity-preserving interpolations. We start
with two simple examples:

ExampLE 6.3 (Piecewise Constant Interpolation). The simplest finite element space that pre-
serves the positivity of the scalar functions is, of course, the space of the piecewise constant
functions. In this case, the existence of the positivity-preserving interpolation operator I,
is obvious. For example, we can take, on each element E € 7p,

Iy(g)(x) := |1?|/ng Vx e E, (6.32)
E

where |E| is the area of E. It is easy to see that

1 -1/2
ITh(e)llec =max — [ g < max |E]

6.33
X ligllo (6.33)
E

and

ITTn ()l

> [ moi= Y [ 1= gl (6.34)
EE EE
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Notice that these two inequalities are sharp. To see this, we can take a function g that is 1 on
an element E and 0 elsewhere.

ExaMPLE 6.4 (Piecewise Linear Interpolation). The other choices can be given by continuous
or discontinuous piecewise linear finite element spaces. For cases in which we choose a
globally continuous piecewise linear finite element space, the standard pointwise nodal value
interpolant would be positivity preserving. In case the solution is not smooth or the point
values of g are not well defined, we can define the nodal value of I1;,(g)(x;) as the local
mean value as follows:

1
[Ty (g) (xi) == IBi‘I/gdx’ (6.35)
Bi

where B; = B(x;, ri(x;)) and where the ball centered at x; and with radius r;(x;) with r;(x;)
small enough so that B; is contained in the union of closed elements containing x;. This inter-
polation can be shown to be of second-order accuracy (NOCHETTO and WAHLBIN [2002]).
For a case in which we choose a discontinuous piecewise linear finite element space, the
construction of positivity-preserving operator I1; for the above continuous piecewise linear
element can be applied similarly.

REMARK 6.2 (High-Order Interpolations). We note that it is well known that the positivity-
preserving interpolant cannot be made for a polynomial of degree 2 or higher. To summarize,
we can choose the approximation space Sy, for the conformation tensor as either piecewise
constant or piecewise linear polynomial spaces in case the positivity preserving is the main
restriction and, therefore, the accuracy of the approximations for such choices is either first-
order or second-order.

Now, we introduce a lemma that though simple, is useful, as it allows us to construct
positivity-preserving interpolation operators for tensors based on simple scalar interpola-
tions.

LemMmaA 6.3 (Positivity-Preserving Interpolations). Let I1;, be a positivity-preserving inter-
polation operator for scalar functions, that is, if g > 0 on Q, then I1,(g) > 0 on Q. Then,
the interpolation operator Ty, induces Hf; such that

Mj(0) = ((05))ij=1,....d- (6.36)
And Hg is a positivity-preserving interpolation in M.

PrOOF. We note that the operator I1;, defined on scalar functions preserves the positiv-
ity in the sense that g > O implies IT;(g) > 0. We choose any positive-definite tensor
0 = (0i)ij=1,...a € M and any nonzero vector & = (§;)i=1,...a € R? and observe that

d
0<&Tot =) &oijg = 0<I, (8 0t).

ij=1
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We exploit the fact that the operator I}, is linear to see that

d
My (§708) = Y &Maloi ). (6.37)
ij=1
Therefore, the operator 1'[2 is positivity preserving. O

The following simple lemma is useful for deriving the discrete analog of the bridging
identity (4.3) that has been crucially used to obtain the energy estimate in the continuous
level.

LEMMA 6.4 (Bridging Lemma). For matrix-valued functions A and B : R? — M, the fol-
lowing identities hold true:

(ng(A) :B) = (nﬁ(A) : n,f(B)) = (A : ni(B)). (6.38)

ProoF. These equalities can be obtained by noticing that Hi is an L? projection to the space
of constant matrices. We show a more direct proof here. It is enough to show that for any
scalar functions f and g, we have

/fnh(g)dX:/Hh(f) Hh(g)dx:/Hh(f)ng- (6.39)
Q

Q Q

And it can be shown from the following relation:

Q/fl'lh(g)dxi[f; |;lE/gdx wEdy=§ Q/fwdy JE'E/gdx

1 1
= — d dz | — dx| = | I I1 dx.
;f E| /f y | ¢ dz |E|/g / (5 p(g)
) E o

E

The second equality follows using the same argument. O

REMARK 6.3 (Connecting the Momentum Balance with the Constitutive Laws). Lemma 6.4
can be used to establish the discrete analog of the important bridging identity (4.3) in the
continuous level, namely,

(Mvw ) = (Mvw : Mf©) = (Vu: Mi@). (6.40)

We will apply this to obtain the discrete energy estimate in Section 8.

6.3. Full discretizations

In this section, we will conclude our discussion on discretization by combining time and
space discretizations. We choose the approximation spaces V;, x Wj, € (H(l)(Q))d X L%(Q)
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so that they satisfy both the inf-sup condition and the strong divergence-free condition. In
addition, we choose S}, to be a symmetric tensor space whose entries belong to the piecewise
polynomial spaces with a degree less than or equal to one.

The weak formulation of the semidiscrete system of Eqns (6.17)—(6.19) can be written as
follows: given u"ld, pzld, and c"ld find (Wi, pp", ¢;°%) € Vi x Wy, x S, such that for any
Vi, gn, op) € Vh x Wy x S,

lll'lCW
Re (T Vh) + 1y (D@™) : D(vp)) — (P, V - Vi) (6.41)
V ( 0ld
= Re (W, vh) — (ef™ : D(wp)),
(V-u)™, q5) =0, (6.42)
(1 + kar) (2% : 0y) = (EhI"IS(c"ld oPE! : ah> 1BG: o). (6.43)

Based on the various approximations for the constitutive equation in Section 6.1.2, we
can devise many approximations for the constitutive equation (3.18). There are a number of
approaches to handling the constitutive laws. The weak formulation (6.43) leads us to the
following discrete equation:

ACy, = Fy, (6.44)

where A = (a;j) € M, and q;; = fﬂ(l + ka)g;p; dx and {@;}; are the basis functions for
each entry of the stress approximation fields, the entries of Cj are the components of the
expression of the tensor cEew in terms of the finite element basis, and Fy, is the force terms

due to the right-hand side in Eqn (6.43).

REMARK 6.4 (Discretization Based on the Algebraic Riccati Form). Note that the discretiza-
tion of the material derivative in the constitutive equation (6.14) leads to the following dis-
crete constitutive equation:

CECW _ HS(CO]d "‘)
k

— Ryl — czewRZ + el = B3. (6.45)

The equation can be recast into the well-known algebraic Riccati equation called the
Lyapunov equation given as follows:

k+1 k+1 Tomies
(“ i —Rh) eIV - elew (O‘ kA —R,,) €09 | g, (6.46)

2k 2k ok

ExXAMPLE 6.5 (A Fully Discrete Scheme for the Oldroyd-B Model). We would like to give
a fully discrete scheme for the Oldroyd-B model, (3.1), (3.2), and (3.11), which we will
discuss in later sections; for various other schemes, we refer interested readers to LEE and
Xu’s [2006].
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ArGoriTHM 1 Full Discretization—One Time Step

Step 0: Given uj, and cJ.
Step 1: For any particle x, compute the departure feet

~ '+ x
n — _ k n .
Step 2: Solve the following nonlinear system:

Reuw! ™! — kAt + kVypit! = kv, - €T+ Re 1) (ufl 037,
V. uZ'H =0,

(1 + kayep ™ = FITT (el o 7)) (FEFHT + KBS,

-1
where FZH = (8 - kHi(VuZH)) .

7. Fast and robust solvers for Stokes-type systems

As discussed in Section 6, by applying the Eulerian—Lagrangian method (ELM) to the non-
Newtonian models, we reduce the task of solving nonlinear systems of equations to solving
symmetric linear systems of Stokes type at each iteration. Therefore, the optimal solution
methods and multilevel preconditioners for non-Newtonian fluids can be devised, if we can
solve the following Stokes-type equation defined in €2:

p’u—k?’Au+Vp=g and V.u=0, (7.1)
where g is a function that depends on the conformation tensor from the constitutive equa-
tion of the underlying model. We note that p® and «2 in Eqn (7.1) are material-dependent
parameters. (The uniformly stable finite elements with respect to the parameters p and «
were discussed in Section 6.)

7.1. Discrete Stokes-type system

The purpose of this section is to consider the fast solution techniques for such parameter-
dependent problems as the Stokes-type equation given in (7.1). We begin by writing the
discrete weak formulation of the Stokes-type equation (7.1) given as follows: find (up, pp) €
V5, x Wp, such that

{ ap(uy, Vi) + (v, pr) = (8, Vi) Vv, € Vi a2
b(wy, qn) =0 Van € Wi, '
where the bilinear forms are defined as

ap(up, vp) = p>(up, Vi) + kK (Vuy : V) and  b(vy, pp) = — f V - Vi pp dx.

Q



Stable Finite Element Discretizations for Viscoelastic Flow Models 407

Throughout this section, for convenience of the presentation, we will consider the opera-
tor form of Eqn (7.2) given as follows:

A, B* w\ (g
(BO)(ph =\o) (7.3)
where A, = p2 — k2Ay, B=—V.,and B* =V,
Our goal here is to discuss two types of iterative methods for solving the discrete version
of Eqn (7.1): one is the augmented Lagrangian method, and the other is the preconditioned
minimal residual (MinRes) method. For a comparison of the computational costs of solving

techniques for Stokes-type systems, we refer to the recent work of LARIN and REUSKEN
[2008] and references therein; see XU [2009, 2010] as well.

7.2. Augmented Lagrangian method

Augmented Lagrangian methods for Stokes problems have been introduced by Fortin and
Glowinski in FORTIN and GLowINSKI [1982] and ForTiN and GLowiINskI [1983]. They have
been further discussed in GLowiINskI and LE TALLEC [1989] and GLowiNsk1 [2003]. In this
section, we discuss the augmented Lagrangian Uzawa method that can be shown to be fast
and robust with respect to parameters p, k as well as the mesh size h.

We assume that the mixed finite elements employed here satisfy the uniform accuracy for
the aforementioned Stokes-type equation (7.1). Namely, the pair of finite element spaces Vj,
and W}, for velocity fields and pressure satisfy the classical inf-sup conditions and the strong
divergence-free condition, namely, V - V; € Wj, as discussed in X1E, XU and XUE [2008].
For conforming finite elements, it is well known that the Scott—Vogelius elements ScoTT and
VOGELIUS [1985a,b] enjoy the optimal approximation property for the problem (7.1). And
it has recently been established that finite elements introduced by AUSTIN, MANTEUFFEL
and McCormick [2004] have such a property as well LEe [2009]; see Example 6.1 and
Example 6.2.

The Augmented Lagrangian iterative method for the operator form of Stokes-type equa-
tion (7.3) can be viewed as the Uzawa method for the following penalized problem:

Ay +12B*B B\ (w\ _ (g
() Gn)=(5): 08

where 12 > 0 is an arbitrary parameter. Note that due to the fact that the strong divergence-
free condition holds for the finite element pair, the formulations (7.3) and (7.4) are equiv-
alent. The optimal choice of damping parameter for the Uzawa method has been discussed
by NocHETTO and Pyo [2004].

An application of the Uzawa method with damping parameter p? reads as follows: given
(“27 pil), the new iterate (u;l“ , p;j“l) is obtained by solving the following equations in an
alternating way:

(Ap + 12B*Buit! = g — B*p), (1.5)
Pyt =pi + wBu (7.6)
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The contraction factor of the Uzawa iterations (7.5) can be shown to be O(u‘z) when
w12 > 1 (LEE, Wu, XU and ZIKATANOV [2007]). Therefore, if u? is big enough, the Uzawa
iteration converges very fast. However, as discussed in LEE, WU and CHEN [2009], the
trade-off for achieving such a fast convergence is the inversion of a nearly singular operator
Ay + n*B*B.

It should be noted here that while the construction of robust multilevel methods for the
operator A, + u*B*B is well-known, theoretical analysis on this point is missing from
the literature. In fact, AUSTIN, MANTEUFFEL and McCormMick [2004] posed the theoreti-
cal justification of their numerical experiments on the multilevel method for the operator
A, + w?B*B as an open problem. Recent papers by LEE [2009] and LEE, WU and CHEN
[2009], however, have addressed this question. In this article, we will not attempt to repro-
duce this work. Instead, we focus on algorithmic details for the robust multigrid methods for
the operator A, + 28*B in terms of 112 as well as the mesh size, thereby introducing fast
and robust solvers for Stokes-type equations.

We now present the robust multigrid algorithm for A, + w?B*B in an abstract frame-
work. Let V be a real Hilbert space with the inner product a(-, -) and the induced norm
Il - lla = a(-, -)'/?. We begin by constructing multilevel finite element spaces on which our
multigrid method is based. We assume that €2 has been triangulated by nested triangulations
Ty Cc T C--- C T, where 7, forms the finest triangulation of Q2. Foreach 1 < <L, we
let {xﬁ}i be vertices of the triangulation 7; and denote 77 by the set of triangles in 7; meeting
at the vertex xf. We define the local patch as follows:

Q= |JE .7

E€T]

These patches form an overlapping covering of €2 for each k. We then build the finite element
spaces on £2; as follows:

Vi ={v, € V;:supp(v)) C 5;}. (7.8)

Correspondingly, we also define W; , the subspace of W;, which is supported on Q; It is then
clear that

L N

L
V= ZVI - ZZV",
=1

=1 i=1

where N, is the number of vertices for the triangulation 7.
We further introduce additional notation that the space N° jforl <l<Jand1 <i<N,

Nf:{ueVﬁ:(V~u,q)=0, Vq6V~V§}
={ueV;:(V-u,V-v) =0, VveVj.

The robust multigrid method will be constructed by the successive subspace correction
(SSC) method with local exact solvers in each subspace V. In this setting, it is easy to
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demonstrate that the finite element spaces V; and W; generated based on the triangula-
tions 7; are nested, especially for Scott—Vogelius finite elements and Austin—-Mantueffel and
McCormick finite elements, namely, we have

Vvic---V;c---Vy;, and Wy C-.---W,C---Wj. (7.9)
Furthermore, in this setting, the following assumptions hold true:

L N L N

Al: V=3"3"Vi and A2 N =) > (VinN).

=1 i=1 =1 i=1

Under these assumptions, we can establish that the following subspace correction algo-
rithm possesses the optimal convergence property; see LEE [2009] and LEE, Wu and CHEN
[2009].

ALGORITHM 2 Successive Subspace Correction Method

Give the initial guess u’ € V and let m = 0.
while The residual is bigger than the given tolerance do
uﬂ’l — um.
0 b
for/=1,...,Ldo
fori:l,...,_N;do '
Find e; € V), s.t. a(e;, vi) = g(vi) —a(u}” |, v;), Vv; € Vj;
u =l e
end for
end for
1 .
u"t! =l
m=m+1;
end while

7.3. Preconditioned MinRes method

In this section, we will introduce another algorithm; for this one, it is not necessary to assume
the strong divergence-free condition. For instance, we can employ the well-known Taylor—
Hood finite elements (TAyLOr and Hoop [1973]) to approximate velocity/pressure fields.
To solve the discrete saddle point problem, we can use the preconditioned minimal residual
(MinRes) method by PAIGE and SAUNDERS [1975]. Like the conjugate gradient method, the
efficiency of MinRes depends heavily on the construction of preconditioners, which should
be spectrally equivalent to the inverse of the original operator.
The time-dependent Stokes system has the coefficient matrix in the following form

A=(“2P f)' (7.10)
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For this system, we apply the MinRes method with the block diagonal preconditioners by
RUSTEN and WINTHER [1992] and BRAMBLE and Pasciak [1997], namely,

_(Pa O
P = ( 0 Ps) ’
where Pr is a multigrid preconditioner for the Laplace-like matrix A, and Ps is a pre-
conditioner corresponding to the Schur complement. The matrix A, has a block-diagonal

form with each diagonal block corresponding to a scalar reaction-diffusion problem. And
the Schur complement preconditioner can be chosen to be

Ps = max(k?, p> k)M~ + p2(—=An) ",

where M is the mass matrix for the pressure space and — Ay is the auxiliary Laplace oper-
ator with the Neumann boundary condition. This preconditioner is shown to be uniform
with respect to p, k, and h; see BRAMBLE and Pasciak [1997] and OLSHANSKII, PETERS
and REUSKEN [2006]. Since fast solvers, like multigrid method (BRAMBLE [1993], BRANDT
[1977], HAackBuUscH [1985]), for scalar reaction-diffusion problems are available (see Xu
[2010]), we can solve the Stokes-type system efficiently.

8. Stability analysis and existence of discrete solutions

In this section, we show that our discretization schemes as discussed in Section 6 are stable.
The stability will then be used to establish the existence of the discrete solutions in time
evolution. For simplicity and clarity in presenting the main ideas of the proof, we only
discuss the Oldroyd-B model:

Re(%—‘;+u-Vu>:nsAu—Vp+V~c, inQ x RT,
V.u=0, inQ xRT,
ac + Ly vue = B3, inQ xR, @.1)
u(x,t) = 0, indQ x R,
u(x,0) = up(x), in 2,
c(x,0) = co(x), in 2,

with « = 1/Wi and 8 = np/Wiz, in a polygonal domain € C R? here. The extension of
these stability and convergence results to more general cases is straightforward.

8.1. Stability analysis for discrete solutions

We first consider the discrete analog of the continuous energy estimate in Theorem 4.1.
We are not aiming to presenting the stability analysis for all the schemes introduced in
Section 6; instead, we focus on a particular scheme and demonstrate unambiguously the
critical role played in the analysis by the positivity of the conformation tensor and the volume
preservation of flow maps.
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Let us now start to investigate the discrete scheme in Algorithm 1: given the solution
(u}, pj. ) € Vi x Wy, x Sy, from the previous time level, find (u”+] ,pZH ”+1) eV, x

Wi, x Sp, by the following relation equations:

n+1 _ HV

Re( h Z(uzoy) ) GV ) + g (D(u"+‘):73(vh))

=~ (e : D) (82)
(V-urt g =0 (8.3)
(ke (o) = (e o @D 00) + kB 62 0, (8.4)

for all (v, qh, o) € Vi x Wy, x 8y,
~ 1
Here, FZ (6 kI3 (Vu”“)) is an approximation to the deformation tensor F;

see Section 6.3 for more details. And we use the interpolation operator Hi CLHQ) > L2
introduced in Section 6.1, i.e.,

1
) = (M) oy g With Thi®) = 3 | o / gdr | (), 8.5)

EeT;,

where 75, = {E} is a quasi-uniform triangular partition of the physical domain Q with char-
acteristic mesh size &, and ¢ is a characteristic function that is one on E and zero elsewhere.

As discussed in Section 6.2.2, we assume that the pair of spaces V;, and W), satisfy the
inf-sup condition as well as

V.u, e W, Yu, € Vj. (8.6)

The property (8.6) is crucial to constructing the volume-preserving flow map in both two-
and three-dimensional domains as discussed in FENG and SHANG [1995].

The flow map ¢ s : Q — 2 can be obtained so that the approximate flow map ¥ satisfies
the following identity:

/goydx:/gdx VgeL'(Q). (8.7)
Q
And (8.7) is the key to deriving uniform energy estimates for the solution to the discrete
model equations (8.2)—(8.4). Recall that the discrete scheme (6.4) preserves volume in RZ,
We can easily show that this scheme satisfies (8.7) by simple change of variables.
Now, we are ready to present the discrete analog of the energy estimate.

THEOREM 8.1 (Discrete Energy Estimate). The discrete solution to (8.2)—(8.4) admits the
following estimate: if Wi < oo and n > 1, then

Rellu 3 + lichl < ere™C"" (Reluf + el ) + ez, (8.8)
20y ZkuD(u,pno < Re [u) 1§ + lleli 1 + cat™. (8.9)
(=1

Here, c1 and ¢y are generic constants.
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ProOOF. From (8.4), we have the following relation:

+1
(1 +ka)c),

- (5 - kl‘[i(VuZ“))il (! o) ( kni(Vu"“)) 1 kBS. (8.10)

We first multiply 8 — kTT5 (V™) to the left and § — kIT3(VultH7 to the right of
Eqn (8.10) to obtain that

T
(1+ ko) (8 = KT (V) et (8 — kT (vagth )
= T3(c! oF") + kB (3 - kHS(Vu”+1)> (5 — kTS (Vu "“)) . @8.11)
Hence, by taking trace and then integration on both sides of the equation above, we get that

k(1 +k0[)/tr HS(Vun+l)cn+1 + Z-HHS(Vun—H) )dx

= (1 +ka) lle; ™l = llej o3 1 — dBIQIk

—|—k2ﬂ/tr H,Sl(Vu"+‘)+n (Va7 )dx

2 S n+1 n+1 kﬁ N n+1\T
+( +ka)/tr (n Vuh (e 1+ka8>1'[h(Vuh ) )dx. (8.12)

We note that from (8.10), the approximate conformation tensor cZH satisfies

(I +ka)ef™ —kB§ >0  Vn=>1, (8.13)

if the initial condition cg > 0. Since cZH is symmetric, by Lemma 6.4 and the discrete

divergence-free condition, we can easily see that
/ tr (ns (Vuith + ni(Vug“)T)dx
Q
= /tr (Vupt! + (V) de = 2/ Voutldx =0 (8.14)
Q Q

and

/ (M vu+hey v = / tr (e I (Vu T dx
Q Q
( n+l . HS(D(un+l))) _ ( n+l . D(un-&-l)). (8.15)
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Finally, based on the volume-preserving property of 3, we have ¢} o ¥"|l;1 = [}l
Taking the facts (8.13), (8.14), and (8.15) into account, we can derive the following inequal-
ity from (8.12):

1 dg|L2|
n+1 . n+1 n+l n
D - _ P 8.16
( (W, )) = 21<“ I = e x e ~ 30 ke (8.16)

We now consider the momentum equation (8.2). Using the energy method, together with
the discrete divergence-free condition and (8.16), we can obtain

Re
—nu”*‘ 1% + 0 D@13

_ i (H;‘,/(llhoy ), un+1> ( ntl . D(u”“))

Re o n+1> 1 1 n dp|f|
— - _OPREL g7
& ( oY ” I+ i e T 30k &7

| /\

Applying the Cauchy—Schwarz inequality and the standard kick-back argument, we obtain
the following relation:

Re 1 1 1
—||u"+ I3 + sl D@t 15 + —nc”+ It

dg|L2
leplip + _dpiel . (8.18)

” il + 2(1 + ko)

- 2k 2k(1 + ka)

We are now in the position to show the first estimate (8.8). Multiplying 2k to both sides
of (8.18) and using Korn’s inequality, we obtain that

1 kdB|L2|
n+1 n+1 <R
I I e < Relub I + Il +
kdpI|
< exp (—Cik) (x||uz||é+||cz||L1)+ L (8.19)

where ¥ = Re + 2kn;Cq and Cg is a positive constant depending only on 2. Here, C; > 0
is chosen to be a constant such that

max < Re 1 )
Re 4 2knCq’ 1 + ka

<exp(—Cik), 0<k<l. (8.20)

Now, we use the induction argument to obtain:

kdBIQ 5
IS + ez < exp(=Cor") (iluflg + el ) + T2 D exp(=Cir)
=0

< exp(=Ci") (s [0fF + llef . ) + C5. (8:21)

where

1 —exp(—Ci1")
" =kdB|Q ——————. 8.22
2 Al 1 —exp(—Cik) ( )
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It is clear that we can choose generic constants ¢; and ¢; such that

w12 + 10 < e (Re||u2||2 + ||c2||L1) and Ci < co. (8.23)

‘We then obtain the desired result (8.8).
We now drive the other estimate (8.9). First, we multiply 2k to both sides of (8.18) and
take summation for / =1, 2, ..., n for both sides to obtain:

n n
20y Y KID@IG < 1 (Relluf I3 + el ) + Y kdpial,
I=1 I=1
< c1 (Reluli§ + el ) +car”.
This completes the proof. O
We will now consider the limiting case in which Wi = oo; in this case,« = g = 0.

COROLLARY 8.1. Assume that Wi = oo and o = B = 0. Then, the following estimates hold
true forany n > 1:

Rellw} |3 + lichll, < Reluflig + el (8.24)
and
n
ns Y kID@)[§ < Reflup g + llcfll - (8.25)
=0

ProOF. Note that in the limiting case, « = = 0 and cj, is itself a conformation tensor for
n > 0. The result then immediately follows from two estimates (8.8) and (8.9) since C; =0
and C5 = 0 for all #n > 0. This completes the proof. O

RemaARKk 8.1 (Effects of Load). When there is a nonzero external force term f on the right-
hand side of the momentum equation (8.2), it can be shown that the energy estimates in
Theorem 8.1 are still valid as long as 7, > 0. In this case, the L? norm of f will enter into
the constant ¢ in the inequality (8.8).

8.2. Existence of the discrete solutions

The discrete model equations (8.2)—(8.4) are fully nonlinear, and the well posedness of this
model is not trivial. The main purpose of this section is to prove the existence of the discrete
solution. We will show that the solution to the discrete problem exists for sufficiently small
time step size k; furthermore, the discrete solution is unique. These will, in turn, confirm that
the discrete problem, (8.2)—(8.4), is well defined. Theoretically, the restriction of & is only
given by the mesh size A.

Let tol be the tolerance for the nonlinear iteration. We assume that uj, pj, and ¢}, at the
time level #* are available. Then, we have the following algorithm for time marching:

The Algorithm 3 is a single-step time-marching algorithm. Once the initial condition
(ug, pg, 02) is given, we can proceed to the evolution process. Note that the presence of f on
the right-hand side of the Stokes-type equation is due to the Dirichlet boundary condition.



Stable Finite Element Discretizations for Viscoelastic Flow Models 415

ALGORITHM 3 Nonlinear Iteration

. 3 n n n
Step 0: Given wuy, pj, and ¢;. Set
n0 ._ .n n0._ n n0._ n
w=w, p,; =p,, and ¢, =c).

Step 1: For any particle x, compute the departure feet

~n n,0

Vi=x—ku, (

)
2
Step 2. F()rz == O, 1, 2, ey dO

(1) Solve the Stokes-type system

Re uz,l-&-l _ kAhllZ'“_l + kvhpz,K—H
=Re Hl‘:(uZ’O oY) + kVp, - cZ’Z + kf,

V. uZ’”l =0.

(2) Update the conformation tensor

(1 + kel = FRE S o 7y YT 4 ks,

L+, N 1)~
where F;'" " = (8§ — kTT (Vu, ")) .

G3) If u T —w Yl < tol and Ip} ! — plo < tol, then break.
. sl onl+l ol 0+l nt+l . nl+1
Step 3: Update solution: w, ™" :=w," ', p," =p," " ,and¢," =¢, .

REMARK 8.2 (Solving the Flow Map Equations). From the energy estimate (8.9), we know
that [|uj||; is bounded. Hence, if the time step size k is small enough, the nonlinear equation
for the flow map in Step 1 of Algorithm 3 is solvable by the inverse function theorem. We
will discuss iterative methods for solving the flow map equation in Section 9.

REMARK 8.3 (Feet Searching). We remark that one of the key ingredients for the Eulerian—
Lagrangian method here used to solve the Riccati form of the constitutive equation is to find
the function values at the departure feet, uZ’O 0y" and cZ’O 0y", as quickly and accurately as
possible. In Algorithm 3, we did not provide referents for the points x. It can have different
meanings in different discretization methods. But, of course, it is not practical to trace back
through all points. We will explain the implementation details in Section 9.2.1. Usually,
for the finite difference method, x is any grid point; for the finite element method, x is any
quadrature point.

REMARK 8.4 (Parallel Computing for Solving Ricatti Equations). We note that the consti-
tutive equations can be solved in a fully parallel way. This is because all the coefficients are
defined locally by a d x d matrix equation in each of the nodes, all of which are completely
independent.
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The main goal in this section is to show that the Algorithm 3 is convergent in each time
step under certain conditions on the time step size k. This has been discussed by LEE, XU and
ZHANG [To appear]. Before introducing the main existence result, we would like to make a
few comments:

(1) The discrete model, (8.2)—(8.4), is a highly coupled nonlinear system of equations.
Therefore, we need to apply certain iterative methods that lead to the solution implic-
itly given in order to satisfy the discrete models. There are many such nonlinear
iterative schemes, and we focus on one of them in Algorithm 3. Moreover, extending
the existence proof to other methods is possible.

(2) This result can be achieved from the uniform stability estimate established in the pre-
vious section. In addition, we note that the notion we used here as the well posedness
for the solution to the discrete models (8.2)—(8.4) should be distinguished from the
one introduced by Kreiss [2001]. In particular, our result does not necessarily imply
stability with respect to the perturbation of the data.

(3) Our analysis fully exploits the finite dimensionality of the solution space; therefore,
technically, it will be difficult to extend this analysis to the existence analysis for the
continuous level.

Our proof is based on the induction argument. Specially, we will assume that at time
level ¢, the discrete solutions uj, and ¢}, are well defined and generate a sequence of iterates
according to Algorithm 3 and show that the nonlinear iteration converges and defines uZH
and cZH. More precisely, we will show that the solutions at the time level ! can be
obtained uniquely by the Algorithm 3. We note that if wj and ¢}, at the time level " satisfy

the uniform bounds
luillo <1 and |c}lig <1, (8.26)

the fixed-point iteration (Algorithm 3) converges. We, therefore, conclude our proof by a
simple recursive argument.

REmARK 8.5 (Inverse Inequalities). We recall the well-known inverse inequalities
(cf. BRENNER and ScotT [2002, chapter 4]) that

Ve SA VIO and [VVIo KA Vo, YV e Vi (8.27)

~

Let us first establish that the sequence generated from Algorithm 3 is bounded uniformly.

LemMA 8.1 (Uniform Boundedness). Suppose that f € (Lz(sz))2 For sufficiently small k,
the sequence generated by Algorithm 3 is uniformly bounded in L* norm for the velocity and
L' norm for the stress field, respectively.

ProoF. Using the strong divergence-free finite elements as in Section 6, we have V - uZ’(Z =
0, for £ =0,1,2,..., By Lemma 6.1, it holds that det(Vy") = 1. Employing the energy
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method and the inverse inequality (8.27), we derive that

2 . 2 Re 052 Re ’ 2 ’
Re [ 5+ k[ Va5 < - ur 5 + o G + kL oy
+ ke Ve -
Therefore, using the Cauchy—Schwarz inequality, we obtain

R
Re [juf 1[5 + k| v [ <

Re
L P T

-2 2 -2
v 2 v 12 Cih a2 1 12
T e R e e T e )

2 2 2 2
where v is chosen such that IUZ’H] 12 > vzllufl’“] ||(2). We can then get, forall¢ =0, 1,2, ...,
that

o+1 0 - ¢
Re [[uy 15 < Relu,?I1§ + Cikh~2(le“ |17, + Cokl £115. (8.28)

where Cp and C are generic constants independent of k and 4. Without loss of generality,
we can assume that both Cp and Cy are greater than 1.

The equation (3) in Step 1 for updating the conformation tensor reveals the following
inequality

JL+1 A+112 0
e o < [Fr 21 + disBk. (8.29)

Combining the last two inequalities, (8.28) and (8.29), we obtain

n,+1

_ 4
Re [l 13 < Re [l I3 + 2C1kh=2 | F|| 2 llep 12, (8.30)

+ CoklIfII + 2C1d* |11 B2K>.

Now, we define
_ 1
C:= (Re u}® I3 + 4C1 [l 12, + CollfIf + 2C1d* |22 B7) 2.

And we will show that, if k is small enough, C is a uniform upper bound for ||u2’[Z llo and

||CZ'Z ;1. This is apparently true for £ = 0. Now, suppose that this is also true for £, and we
can now prove that it is true for £ 4+ 1 with a fixed time step size k.
Using the inequality (6.33) and the inverse inequality, we have

TS (VU oo < A HIVE Yo < Coh~ 2 lo < CCR2

Hence, we can choose 2CCrk < h%, which implies that § — kl'Ii (VuZ’l) is invertible and

that F' Z’e is well defined. Furthermore, we also have that

1 1
IF} oo < < <2

1 —kh=1|Vu Yl ~ 1 — CCokh™2 ~
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Plugging the inequality above to (8.30), we obtain
— -2
Re [l 11§ < Re [ 1§ + 32C1kh e 17, + Coklf 15 +2C1d% Q17 %> < T,

if k < min(1, k2 /8). And then (8.29) immediately gives that ||cZ’(ZJrl [l1 is bounded uni-
formly, which completes the proof. O

REMARK 8.6 (Condition on Time Step Size). From the proof, we can see that there is an
upper bound for the time step size:

2 h2

k < min (1, —, T),

8 2CC,
which depends on neither nonlinear iteration step ¢ nor time level n. Furthermore, this still
holds for the infinite Weissenberg number case where o = 8 = 0.

We would like to remark that the Lemma 8.1 also shows that the discrete conformation
tensor given by Algorithm 3 is always symmetric and positive definite.
THEOREM 8.2 (Positivity of the Discrete Conformation Tensor). If the initial condition "2
is symmetric positive definite and the time step size k is small enough, then the discrete
conformation tensor ¢}, is always symmetric positive definite for alln = 1,2,3, ...,

PrOOF. It is trivial to the symmetry is kept for all n. We only need to check the positivity
here. From the proof of Theorem 8.1, we have seen that if k is small enough, F Z’Z is well

defined. Since Hi is a positivity preserving interpolation and 8 > 0, we can obtain that cZ‘e
is positive definite by induction. As this is true for all £ and n, it completes the proof. O

We are now ready to show the existence of the solution from the compactness argument.
We will show that the sequence converges to a unique limit and conclude our main result in
this section. To begin with, it is helpful to notice that for any invertible matrices A and B,
we have that

A'-B'=4a"'B-4)B~". (8.31)
We arrive at the main result for this section as below.

THEOREM 8.3 (Convergence of Algorithm 3). The nonlinear iteration in Algorithm 3 con-
verges if k small enough.

ProOOF. For ease of our presentation, we define

+1 . .nl+1 n,l +1 . nt+1 n,t
e, =u, —u, and e;" =c), -

By subtracting the momentum equation for uZ’Hl from the equation for uZ’Z in Algorithm 3
and taking integration by parts, we obtain that

(41,2 0+1)2 e+1 ¢
Re lley ™[5 + kI Ve, 15 < kI Vey oo llegl -
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Therefore, by the inverse inequality (8.27) and the Cauchy—Schwarz inequality, we conclude
that

RelleSt'II§ < Cskh™2lebll7,. Ve =0,1,2,.... (8.32)

n,t+1

By subtracting the constitutive equations for ¢, and cZ’K, we obtain the following

inequality:
”eZJrl ”Ll < ”Fn A+1 HS(cn ,0 an)(Fn Z-H) _ Fz,ﬁni(cz,o O')\;”)(FZ'K)T”LI )
In the proof of Lemma 8.1, we have seen that FZ"‘Z is well defined and also that the ||F Z’[ lo <

2fort =0,1,2,....
Therefore, we have

leet o < IFy T o 7@ DT = FRf ey o 7 @ I
+IF Sy o@D — FRel o @R
Using an argument similar to that in the proof of Lemma 8.1, we obtain

+1 A+1 L41 N
leg™ Ml < 231 F oo + 1F) Do) llef I I1F T = Fl o

< 81l I 1F T = Fylloe < 32kl Yl 1 9uy = Vg€,
where the last inequality is from the inverse inequality and the following fact:
FZ,€+1 _Fz,e _ FZ,@+1 <(FZ,5)71 _ (FZ’H])A)FZ’Z
= Fp " (8 = kT (Vult) = § 4+ kT (VU ) Py
= kFy (v - vl O
By invoking the inverse inequality again, we conclude that

Relles™ I3 < Cskh2lleGl?, < Cakh™ e} 1, llel 113, (8.33)

For sufficiently small k, more specifically C462k3h_4 < 1/2, Eqn (8.33) implies that the
sequences {||eﬁ||o} and {||ef. |l;1} are contractions. Hence, uZ"Z converges in the L? sense and
cZ’e converges in the L' sense. O

THEOREM 8.4 (Global Existence of the Discrete Solution). For any initial guess u2 and
02, there is a positive constant kg, such that the discrete systems (8.2)—(8.4) have a unique
solution for all n > 0 as long as k < I{()hz.

ProOF. This theorem follows directly from Theorem 8.2 by noting that, in its proof, the time
step size k and all other constants appearing in the proof of Theorem 8.2 are independent of
the time level #". O
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8.3. Computational complexity

So far, we have discussed all the details of the fully discrete scheme, Algorithm 3. We can
now further investigate the computational complexity of Algorithm 3.

First, if k is small enough, then the nonlinear equation for the flow map in Step 1, Algo-
rithm 3 is solvable. Specifically, Step 1 can be solved in a fixed number of iterations. Second,
Theorem 8.3 guarantees that the fixed-point iteration for solving the coupled system in Step
2 can also be terminated in a finite number of iterations to any given tolerance tol. Finally,
we have seen that Stokes-type systems can be solved by optimal multilevel methods inde-
pendent of A, k, Re, and 7,. Based on these observations, we can easily see the following
result:

COROLLARY 8.2 (Computation Complexity). If the time step size k is small enough, Algo-
rithm 1 converges uniformly with respect to Re and Wi and the computational complexity is
O(N log N), where N is the total spatial degrees of freedom.

9. Implementation details and numerical experiments

In this section, we will give details of our implementation of Algorithm 3. We will also offer
some preliminary numerical experiments.

9.1. A benchmark problem

We consider the Poiseuille flow between two parallel plates around a cylinder with circular
cross section for the numerical tests. The problem is well suited as a benchmark problem for
understanding the viscoelastic models in a smooth flow without geometric singularity; see,
for example, AFONSO, OLIVEIRA, PINHO and ALVES [2009], CORONADO, ARORA, BEHR and
PasqQuaLi [2007], and SUN, SMITH, ARMSTRONG and BROWN [1999]. We start by describing
the geometry and boundary conditions.

9.1.1. A two-dimensional model problem
Consider the computational domain  C R? as described in Fig. 9.1.

We use a symmetric domain with R = 1, Hy = H, = 2, and L1 = Ly = 15. The ratio of
the distance between the two plates and the diameter of the circular hole is 2.

As discussed in Section 3, the nondimensional Oldroyd-B model can be written as fol-
lows: find (u, p, ¢) for x € Q and ¢ € (0, 400) such that

ou
Re E+u~Vu +Vp—nsAu =V -.¢
V-u=0 .1
St/
ﬁc—i—ﬁuyv“c = (W?Z)s'

On the top and bottom walls, we impose the no-slip boundary condition for the flow velocity
u; at the outflow boundary, we give the Neumann boundary condition for u. And the inflow
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Top wall

Inflow Out flow H,

Bottom wall
X

P ———— A —

F16. 9.1 Flow-past-cylinder domain

boundary condition for velocity is given by

[ (1 - (%)2>

Therefore, the average speed of the background inflow fluids is 1.0 in the horizontal direction
and 0.0 in the vertical direction.

9.1.2. Drag coefficient
In order to compare with the established benchmark results in the literature, we focus on the
dimensionless drag coefficient. The definition of the drag coefficient can be given as follows:

1
Fp = / (=p8 + ng(Vu+Vu') +¢)n- e dr, 9.2)
9B
where n is the outer unit normal vector for the boundary of circle 0B (vector pointing out-
ward from the circle) and e; = (1, 0)7 and U is the mean background flow velocity.

There are two standard ways of computing the drag coefficient: one way is to compute
the line integral directly on the curved boundary as in (9.2); an alternative is to do integration
by parts and transform the integral into a volume integral (see JouN [2004], for example.)
Let ¢ = (¢, 0)7 be a smooth function in § in which ¢, equals one on 3B and vanishes on
0$2 \ 0B. Multiplying ¢ on both ends of (9.1), we obtain that

a
/Re(a—ltl—i—u-Vu)-(pdx:/(—Vp—l—nSAu—f—V-c)wpdx. 9.3)
Q Q
Applying integration by parts, we get

1 9
FD:E/{Re<£+U'VU>_VP+77XAU+V'C}"pdx‘ ©.4)
Q
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9.2. Implementation details

In this section, we discuss the details for implementing Algorithm 3 step by step.

9.2.1. Flow map
We first discuss how to numerically approximate the departure foot of any point x in Step 1 of
Algorithm 3 and how to find the value of certain functions at 3" using interpolation. Notice
that in Step 1 of Algorithm 3, ¥ appears on both sides of the equation for the midpoint
rule. We can use a simple fixed-point iteration or the Newton—Raphson method to solve the
nonlinear equation

Gy) =0 with G() =y + ku’;(’%) —x

In our experiments, we employ the Newton—Raphson method, and we stop the Newton—
Raphson’s iteration once the residual is less than 10710, In our experiments, the Newton—
Raphson method usually converges in 2 to 4 iterations.

9.2.2. Feet searching

Once the coordinates of the departure foot 3" are computed as discussed in the previous
section, we need to find the element in which " is located in order to perform interpolations
in Step 2. Note that the time step size is usually small and the departure foot should not
be too far away from the corresponding arrival point x. So it is natural to start searching
for the host element by beginning with the element that contains x and then following the
characteristics to locate the host element of each characteristic foot (ALLIEVI and BERMEJO
[1997]). In order to describe the algorithm, we introduce two data structures first:

(1) PATCHC(:,x) gives all elements that share a given point x, and PATCH(i,x) is the local
index for the ith element in the patch.

(ii)) NEIGH(:,E) gives the neighboring elements of a given element E, and NEIGH(s,E) is
the neighbor of E opposite the side s.

Now, we are ready to describe the feet-searching algorithm.

ALGORITHM 4 Finding the Host Elements of Departure Feet

Step 0. Set the current element £ = PATCH(1, x) and i = 1.

Step 1. Find the reference coordinate r of yin E. If r| +r, > 1,thens = 1;elseif r; <O,
then s = 2; else if r; < 0, then s = 3; otherwise, return E as the host element of y
and stop.

Step 2. If NEIGH(s, E) has not yet been visited and it is not out-of-boundary, set E =
NEIGH(s, E); else if PATCH(i + 1, x) is not empty, set E = PATCH(i + 1, x) and
i =i+ 1. Go back to Step 1.

Step 3. Let E be the next nonvisited element and go to Step 1.
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9.2.3. Stokes solvers

As stated in Section 7, the main computational cost at each iteration in Algorithm 3 is to
solve the Stokes-like systems in Step 2. To date, we have only tested the Taylor—-Hood P% —
P(l) element; our implementation of the Scott—Vogelius P?) - Pil is on going. We discussed
two types of Stokes solvers in Section 7. Here, we test the preconditioned MinRes method
using the flow-past-cylinder benchmark problem; we, therefore, (i) test the Stokes solvers
for steady-state problems and (ii) test the time-marching scheme as a smoother to solve
steady-state problems.

We report the dimensionless drag coefficient for various meshes in Tables 9.1 and 9.2
and for iteration numbers in Table 9.3. From Table 9.2, we note that the steady-state solution
does not depend on time step size k. The differences between drag coefficients using different
time step sizes k are less than 1074,

9.2.4. Using subdivisions to improve accuracy
In order to further improve accuracy, we divide each element E € 7), into several subele-
ments and then define the degree of freedom on each subelement for the piecewise constant

TABLE 9.1
Drag coefficient for steady-state Stokes flow between parallel plates

DOF Pmin Drag coefficient Difference
Mesh 1 33001 1.8e-3 132.24599
Mesh 2 58979 7.1e-4 132.30130 5.5315e-02
Mesh 3 109729 3.2e-4 132.33079 2.9488e-02
Mesh 4 213575 2.0e-4 132.34571 1.4917¢-02
Mesh 5 416409 7.1e-5 132.35255 6.8414e-03

The convergence rate for the drag coefficient is DOF~! where DOF is
the degrees of freedom. Reference value = 132.34 ~ 132.36.

TABLE 9.2
Steady limit of the drag coefficient for the time-dependent Stokes
flow between parallel plates

DOF Amin k=0.5 k=0.1 k=0.01
Mesh 1 33001 1.8e-3 132.24577 132.24577 132.24577
Mesh 2 58979 7.1e-4 132.30126 132.30125 132.30125

Mesh 3 109729 3.2e-4 132.33078 132.33078 132.33078
Mesh 4 213575 2.0e-4 132.34571 132.34571 132.34571
Mesh 5 416409 7.1e-5 132.35256 132.35256 132.35255

TABLE 9.3
Number of iterations for the MinRes solver with zero initial guess for the
steady-state Stokes system

Mesh 1 Mesh 2 Mesh 3 Mesh 4 Mesh 5

Number of iteration 106 106 109 112 113

The stopping criteria is that the relative residual is smaller than 1078.
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tensor ¢j. We notice that MARCHAL and CROCHET [1987] have employed a similar technique,
which has been used to enhance stability.

Here, we have some different considerations due to the difficulties that inheres in the
Eulerian—Lagrangian method:

e The integrand on the right-hand side of the momentum equation is usually nonsmooth
(piecewise polynomial), and using subelements can improve the accuracy of numeri-
cal quadrature.

e When the velocity field is nonconstant, the deformed element E(y) changes its shape,
and using subelements can describe the shape of deformed triangles much better.

The extra cost of this approach is that, after locating the host element of y,, we need to find
in the subelement in which it is located and then evaluate interpolation on each subelement.

9.3. Numerical experiments

For the benchmark problem (the flow past a cylinder in a two-dimensional setting), the
Newtonian viscosity 1 chosen is 0.59, and the Reynolds number is assumed to be 0. So
the polymeric viscosity is 1, = 1 — n, = 0.41. For the computational domain in Fig. 9.1,
we take R = 1, H = 2R, and L = L, = 15. Under this setting, many research groups have
obtained results for Wi up to about 1.2, and they have agreed on the problems for Wi <
0.7; see AFONsO, OLIVEIRA, PINHO and ALVES [2009], for example. In this section, we test
our algorithms using the two-dimensional benchmark problem above on different meshes,
with various Weissenberg numbers. The main purpose is to validate the convergence of the
proposed algorithms and the long-term stability of the computation.

First, we fix Wi = 0.1 and 0.5; we use different meshes to test the convergence of the
algorithm. We report drag coefficients in Table 9.4. Notice that the drag coefficients converge
when we refine the mesh.

In order to reduce the error introduced by the interpolation, we employ the subelement
technique introduced in Section 9.2.4. We divide each element into 4 and 16 congruent ele-
ments by applying regular refinement (by dividing each triangle into four smaller congruent
triangles) once and twice, respectively. The numerical results for Wi = 0.1 are reported in
Table 9.5. We find that accuracy is improved by using more accurate interpolation.

We test the proposed algorithm using 16 subelements on a mildly refined mesh (Mesh 2)
for various Weissenberg numbers. As discussed in Section 8, our algorithms remain stable
as the time steps increase. The drag coefficients are reported in Fig. 9.2, and the results are
consistent with the literature at least for Wi less than or equal to 0.75.

We find that the positivity of the conformation tensor can be preserved in the discrete
sense. But we have yet to implement a discretization scheme that will maintain a strong

TABLE 9.4
Mesh dependence of the drag coefficient for low Weissenberg numbers

Spatial DOF k Wi =0.1 Wi=0.5
Mesh 1 6269 2.5% 1073 127.60 115.41
Mesh 2 25471 1.25 x 1073 129.33 117.23
Mesh 3 102674 6.25 x 107 129.94 117.99

Mesh 4 412277 3.125 x 1074 130.11 118.35
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TABLE 9.5
Comparison of drag coefficient for Wi = 0.1 numbers using different
number of subelements

Spatial DOF 1 subelement 4 subelements 16 subelements

Mesh 1 3477 121.96931 124.68434 125.62053
Mesh 2 15509 127.13945 128.40418 128.94619
Mesh 3 25763 128.08089 129.00947 129.28447
Mesh 4 50068 128.41062 129.19577 129.53881
150 T T T T T T T
145 .
140 i
135 B
o
© 130 4
o
125 B
120 B
15+ .
110 1 1 1 1 1 1 1
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F1G. 9.2 Drag coefficients for various Weissenberg numbers.

divergence-free condition. Though the algorithm has not been fully realized, we obtained
a stable numerical solution in time. We checked the grid convergence for different Weis-
senberg numbers, and we observed that the numerical solutions for Weissenberg numbers
larger than 1.0 exhibit difficulties in grid convergence. In future research work, we will
work to fully implement the proposed algorithms and study mesh convergence in high Weis-
senberg number regimes.

10. Concluding remarks

In this article, we reviewed the link between various constitutive equations from viscoelas-
tic fluid models and symmetric matrix Riccati differential equations. We presented several
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building blocks for the unified and stable numerical treatment of viscoelastic fluid models.
We provided the proof that the resulting discrete problem admits a globally unique solu-
tion. We discussed how Stokes-type linear systems can be solved effectively using multigrid
methods. We also presented some of our recent efforts to implement the designed algorithms
in order to demonstrate some of our theoretical results.
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