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Abstract.

This work presents the development of a numerical technique for simulating two-dimensional viscoelastic free surface flows of an
Oldroyd-B fluid. The governing equations for an Oldroyd-B fluid are considered. The time derivative is approximated by a high order
method. A novel formulation is developed for the computation of the non-Newtonian extra-stress components on rigid boundaries. The
full free surface stress conditions are employed. The governing equations are solved by the finite difference method on a staggered
grid. Numerical results demonstrating the capabilities of this numerical technique in solving two-dimensional flows of an Oldroyd-B
fluid are given for a number of problems involving unsteady free surface flows. In addition, validation and convergence results are
presented.
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1. Introduction

The numerical simulation of fluid flow with free surfaces is important to many industrial applications. It is common,
particularly in the processing industries, that the flow is unsteady, non-Newtonian, non-isothermal and possesses multiple
free surfaces flowing in complex geometry. Moreover, in such industrial problems constitutive equations modelling such
flows cannot be solved analytically so that only numerical solutions are invariably required. One of the main difficulties is
how to formulate a technique which can impose the stress conditions on the free surface in such a way that the numerical
solution approximates the physical solution accurately. Nonetheless, numerous researchers have attempted to solve this
class of problems and a variety of methods have been presented, for instance, boundary integral techniques (Oguz &
Prosperetti 1993), boundary element methods (eg. Phan-Thien et al. 1991), finite-element methods (eg. Marchal &
Crochet 1987), Carew et al. 1993), Brasseur et al. 1998), methods using orthogonal coordinates (see Kang & Leal 1987,
Asaithamb 1987) and Lagrangian methods (e.g. Fritts & Boris 1979). A different category of numerical techniques which
have the potential for handling large surface deformations and surface folding and merging is that of volume trackling
methods. These methods use a volumetric progress variable such as the cell volume fraction in the volume of fluid
(VOF) technique (Hirt & Nichols 1981) for Lagrangian transport of the interfaces and the marker-and-cell (MAC) method
(Harlow & Welch 1965) which employs marker-particles to represent the fluid interfaces. The MAC method has the
advantage over the VOF method of easier logic programming which makes it attractive for developing computer codes
to simulate free surface flows. It has been developed by various researchers (eg. Viecelli 1971, Chan & Street 1971,
Amsden & Harlow 1970, Miyata & Nishimura 1985) and a detailed description of the technique can be found Tomé
(1993). Recently, Castelo et al. (2001) developed the Freeflow3D code for simulating incompressible three-dimensional
free surface flows. Freeflow3D is an extension of the GENSMAC code (Tome & McKee 1994) to three dimensions. Like
GENSMAC, Freeflow3D is a finite difference technique for solving incompressible flows using primitive variables on
a staggered grid. However, many problems can be modelled by assuming two-dimensional flow and a two-dimensional
version of FreeFlow3D, denominated FreeFlow2D, has been developed. FreeFlow2D was construted from FreeFlow3D
by supressing one of its coordinates. FreeFlow2D can cope with Newtonian free surface flows having complex shaped
domains. Details of Freeflow2D can be found in (Oliveira & Castelo 1999). This work has the objective to extend the
FreeFlow2D capabilities by incorporating a viscoelastic model within the framework of FreeFlow2D. We shall present
a finite difference technique for solving the Oldroyd-B model and incorporate it into the FreeFlow2D code. This paper
is organized as follows: Section 2 gives the governing equations of an incompressible Oldroyd-B fluid flow and Section
3 describes a numerical method for solving the basic equations. Section 4 presents the finite difference discretization;
Section 5 gives validation results and presents some numerical results.
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2. Governing Equations

The basic equations governing the incompressible flow of an Oldroyd-B fluid are the equations of motion and the
mass conservation equation together with the constitutive equation for the Oldroyd-B model, which can be written as (see
Tomé et al. 2002):
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where S;j, is the non-Newtonian symmetric extra-stress tensor. The upper convected derivative S;y, is defined by
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is the rate-of-deformation tensor and A\; and A, are time constants (relaxation and retardation) and pg is the solution
viscosity. The vector v;, (i = 1,2) denotes the velocity, p the pressure, p the density and g;, (¢ = 1, 2) the components of
gravity. D% denotes the material derivative. We observe that by making A2 = 0 we obtain the Maxwell model.

We consider two-dimensional flows and by letting L, U and v denote “typical” length, velocity and viscosity scales,
we introduce the nondimensionalization
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which upon introduction into Egs. (1)—(2) produces the following nondimensional equations (the bars have been dropped
for convenience)
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respectively, where Re = vo/UL denotes the Reynolds number, We = A;(U/L) is the Weissenberg number, F'r =
U/+/Lg is the Froude number. L, U and v, denote “typical” length, velocity and viscosity scales, respectively.

3. Boundary Conditions

In order to solve Egs. (4)—(9) one needs to impose boundary conditions for u and S. For the momentum equations
we assume the no-slip condition u = 0 on solid boundaries is valid.

3.1 Computation of the stress on rigid boundaries

Equations (6)-(8) will be solved by a high order upwinding scheme which requires the values of the non-Newtonian
extra stress S on rigid boundaries. As rigid boundaries may be regarded as characteristics, the stresses S**, S¥¥ and S*Y
on the boundary are computed from Eqgs. (4)—(6), which we assume to hold on rigid boundaries with the initial condition

S = 0. We introduce the change of variables S = e~ w=tS into Egs. (4)—(6) obtaining the equations
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Now, making use of the no-slip condition equations Eqs. (9)-(11) can be easily solved for the stress components
S¥® S¥Y and S®Y. If we consider solid boundaries parallel to the z-axis, it can be shown that the components of the
non-Newtonian extra stress are given by (for details see Tomé et al. 2002)
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It can be shown that the components of the non-Newtonian extra stress tensor on solid boundaries which are parallel to
the y-axis are given by
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3.2 Inflow and Outflow boundaries

These can be specified as follows:

e Inflow boundary: At the fluid entrance we can impose the velocity components u,, = U and u, = 0 while for
the non-Newtonian extra stress tensor components S we adopt the strategy of Mompean & Deville (1999), namely:
S¥® =0 S* =0and S¥Y = 0.

e Outflow boundary: At fluid exit we impose homegeneous Neumann conditions for both the velocity compo-
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above the subscripts n and 7 denote directions normal and tangential to the boundary, respectively.

3.3 Free Surface Stress Conditions

At the free surface the normal and tangential stresses must be zero (see Batchelor 1967). If we consider two-
dimensional cartesian flows than the stress conditions can be written as
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4. Method of Solution

To solve Eqs. (3)-(8) we employ the procedure presented by (Tomé et al. 2002). We suppose that for a given
time, say t,, the velocity field u(x, t,) and the non-Newtonian extra stress tensor S(x,t,) are known and the pressure
field p(x,t,) satisfies the pressure condition on the free surface. We compute the velocity field, pressure field and the
non-Newtonian extra-stress tensor at the advanced time t,, 1 = t,, + dt, in the following steps:

i : Calculate the intermediate velocity field, @i(x, tp41), from
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with @i(x,t,) = u(x,t,) using the correct boundary conditions for u(x, t,,). These equations are solved by the
finite difference method.

ii : Solve the Poisson equation: V24 (x,t, 1) = V.i1(X,t,1). The appropriate boundary conditions for this equa-
tion are: g—f{ = 0 on solid boundaries and 1) = 0 on the free surface.

iii : Compute the velocity field: u(x,t, 1) = W(X, tny1) — VY(X, try1)-
iv : Compute the pressure: p(X,tn41) = B(X,tn) + %.

v : Update the components of the non-Newtonian extra-stress tensor on rigid boundaries according to the equations
given in Section 3.1



vi : Compute the components of the non-Newtonian extra-stress tensor, S*® (X, tp41), S (X, tnt1), SYY (X, tnt1),
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Equations (20)—(22) are solved by finite differences. Details of the difference equations are given in the next Section.

vii : Update the markers positions: The last step in the calculation is to move the markers to their new positions. This
is done by solving
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for each particle. The fluid surface is defined by a list containing these markers and the visualization of the free

surface is obtained simply by connecting them by straight lines.

5. Finite Difference Approximation

To implement the algorithm presented in Section 4 (see eqgs. (18)-(22)) we employ the finite difference method as
follows. A staggered grid is employed and typical cell is displayed in figure 1a. The components of the non-Newtonian
extra-stress tensor together with the pressure field are applied at the centre of a cell while the velocity components » and
v are staggered by dz /2 and dy /2, respectively. As the fluid is continuously moving, a scheme to identify the fluid region
and the fluid free surface is employed. To accommodate this, the cells within the mesh are flagged as boundary cells (B),
empty cells (E), full cells (F), surface cells (S), inflow cells (I) and outflow cells (O). A detailed description of these types
of cells can be found in Tomé et al. (Tomé et al. 2002). Figure 1b illustrates the types of cells used by Freeflow2D.
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Figure 1. Typical cell for an Oldroyd-B fluid flow calculation.

When solving the tilde equations (18)-(19), it is usual to approximate the time derivative explicitly by the well known Euler
method which is of first order (see Tomé et al. 2002). In this work we shall approximate the time derivative by the explicity
modified Euler method which is second order in time. The pressure gradient is approximated by central differences and the
laplacian operator is discretized using second order differences. The convective terms are approximated by the VONOS
scheme which is a high order upwind method. Details of the VONOS scheme can be found in (Ferreira et al. 2002). The
terms involving the components of the non-Newtonian extra-stress tensor inn (18) are approximated by central differences,
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appearing in the v-tilde calculation (19). If the cell (i, j) is a surface cell (S) the treatment for approximating the deriva-

tives %;y i+l and % i+ d is the same as for cells which are adjacent to B-cells. Thus, Eqs. (18) and (19) are
approximated by
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We would like to point out that the approximations described for discretizing the momentum equations are second
order accurate in time and space. In a similar manner, the components of the non-Newtonian extra stress Eqs. (20)-(22)
are approximated by finite differences. The time derivative is explicitly approximated by the modified Euler method, the
convective terms are computed using the VONOS method and the spatial first order derivatives are second order accurate.
Thus, S%%, S®¥ and SYY are computed as follows:
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In equations (26)—(28), terms which are not defined at cell position are obtained by averaging, that is:
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The Poisson equation (see step iv Section 3) is discretized at cell centres using the five-point Laplacian, namely,
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Equation (30) leads to a symmetric and positive definite linear system for 1); ;. In order to solve this linear system we
employ the conjugate gradient method as implemented in GENSMAC (see Tomé et al. 1996). The final velocities are
obtained by (see step iii, Section 3):
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The pressure is obtained by (see step iv, Section 3): p; ; = p; j + 5



5.1 Free Surface Stress Conditions

On the free surface, Eqs. (16) and (17) are expected to hold. They are imposed on every surface cell by considering
the local orientation of the free surface. For instance, if a surface cell has only one face in contact with an empty cell
than the free surface is considered to either horizontal or vertical. In this case, we take n = (1,0) or n = (0,1) so that
equations (16) and (17) simplify to
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Equation (32) and the mass equation Eq. (5) are employed to compute the pressure p; ; and the velocities at the free
surface. These are computed using the same methodology given by (Tomé et al 2002). On the other hand, if a surface cell
has only two adjacent faces which are in contact with empty cell faces than the free surface is considered to be at 45° with

the coordinate axes. For these cells we take n = (:l:@, :I:@) . In this case Egs. (16) and (17) reduce to
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Equation (33) and the mass equation Eq. (5) are used to calculate the pressure and the velocities on surface cells which
have two adjacent faces in contact with empty cell faces. Details of finite difference involved can be found in (Tomé et al
2002).
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5.2 Computation of the non-Newtonian extra-stress components on solid surfaces

When the discretized momentum equations and the discretized non-Newtonian extra stress equations are applied at nodes
that are adjacent to the boundary then the values of S¥*, S¥¥ and S”¥ on the boundary cells are required.
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Fig. 2. B-cell having only the (¢ + %) face in contact with an interior cell.

They can be obtained by using the equations derived in Section 3.1 and by inspecting the boundary cells. For instance,
if a B-cell has only the (i + %)-face in contact with an interior cell we assume that the solid boundary is parallel to the
y-axis. In this case, Eqs. (14) and (15) give
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where %(.’L‘i+% ,Yj,t*) is obtained by averaging %(mH% ,Yj,t) at times ¢, and ¢,41, namely

v ov
9z (z z+2ayjit )__ [3 (z z+2)yJ7tn)+ ( ¢+%:yjatn+1)} .

These derivatives are approximated by expanding v in a Taylor series at the point (z; +1>Yjs t,) as follows:
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where h = (z — z;, 1). Evaluating (36) at 2 = z;1 and z = z;1» We obtain
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Multiplying (37) by -9 and adding to (38) and solving for 2¢ So(x; i+ 1> Yi n) We obtain the second order approximation
(since v(z Tiy1,Yj:t n) = 0 due to the no-slip condition)
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The required values of S¥% and SY¥ are then computed by linear interpolation using the nodes (i + 2 ,7) and (i + 1, 7).
Boundary cells having the left 51de cont1gu0us with an interior cell are treated similarly. On the other hand, if a B-cell has
only the top face in contact with one interior cell then we assume the solid boundary is parallel to the z-axis in which case
Egs. (12) and (13) give
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The derivative g—’;(xi,yj +1,tn) is evaluated in the same manner as @( Tiy1,Yj>tn). We take the Taylor series at

(s, yH%,tn) and apply it at the points (z;,y;11,%,) and (z;,Y;12,t,) and solving for J¢ (w,,yJJrl t,) we obtain the
second order approximation
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6. Validation and numerical results

The finite difference equations presented in this work have been implemented into the FREEFLOW?2D code (see
Castelo et al. 1999) in order to simulate free surface flow of an Oldroyd-B fluid.

6.1 Fully developed channel flow

We validate the numerical treatment for calculating the viscoelastic extra-stress tensor on rigid boundaries and on
interior points by simulating the flow in a two-dimensional channel. We consider a 2D-channel formed by two parallel
walls at a distance L from each other and having a length of 5L (see Fig. 3). At the channel entrance we impose the
analitical profiles of fully developed flow and at the exit the conditions presented in this paper for outflow boundaries
are employed. On the channel walls the no-slip condition and the expressions for the viscoelastic extra-stress tensor (see
Section 3.1) are applied. We start with the channel empty and inject fluid at the inflow at a prescribed velocity. The fully
developed flow imposed at the inflow is given by

u(y) = —4%(31 —L/2?+U, v=0 (43)

so=med () E) m bR (E) o

L
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Figure 3. Channel flow set up parameters.

To simulate this problem we used the following inputdata L = 1, U = 1, v = 1, A\; = 2 and the ratio A2/ was
set equal to 0.5. Hence Re = LU/v = 1 and We = A U/L = 2. To verify the convergence of the numerical method
proposed in this work we run this problem on three meshes as follows: Meshl - dx = dy = 0.2 (5 x 25 cells); Mesh2 -
0z = dy = 0.1 (10 x 50 cells) and Mesh3 - dz = dy = 0.05 (20 x 100 cells). Initially the channel is empty and fluid is
injected at the inflow until it reaches the outflow and steady state is established. Under steady state conditions the velocity
field and the viscoelastic extra-stress on the channel must have the same values as those on the inflow. Figure 4 displays
snapshots taken from the simulation on Mesh?2 at different times. Figure 5 displays the calculated values of the velocity
w and the values of the non-Newtonian extra-stress component S** at the line = 2.5 (middle of the channel) together
with the respective analytic values (see Eqs. (43)(44)) on Mesh1, Mesh2 and Mesh3, respectively. As we can see in Fig.
5 the agreement between the exact and the numerical solutions is very good. Indeed, the relative [5-norm of the errors,

EY — Z (Sfxyact Sz'zyzmemcal)2 E*® — Z ( ezwmact Tzuajmerical)2
E(Sezzyact)2 ’ Z(ngwact)
are 7Y = 0.001138, E** = 0.005839 on Mesh1, E*Y = (0.000579 and E** = 0.002201 on Mesh2 and E*Y = 0.00038,
E*® = 0.00179 on Mesh3. These results demonstrate the convergence of the numerical method presented in this paper.
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Figure 4. Numerical simulation of the channel flow. Fluid surface and velocity contours of the u-velocity and the
components of the non-Newtonian extra stress S** and S*Y, respectively. Times shown are t = 4 (on the left) and t = 100
(on the right).
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Figure 5. Numerical and analytic solutions of the velocity u and the component of the non-Newtonian stress S**
at time ¢ = 50 at position z = 2.5.

6.2 Numerical simulation of the transient extrudate swell of a planar jet

To demonstrate that the numerical method presented in this paper can simulate viscoelastic free surface flows we
simulate the extrudate swell of a planar jet emerging from a die.

We consider the time-dependent flow of a two-dimensional jet flowing through a slit and extruded into air. The no-
slip condition is imposed on the wall of the slit while fully developed flow is imposed at the fluid entrance (see equations
(43) and (44)). On the fluid free surface we imposed the full stress conditions (see Eqs. (16) and (17)). The flow domain
is sketched in Fig. 6.

Figure 6. Definition of the flow domain for the extrudate swell simulation.



The following input data were employed: Slit width: L = 10 mm; dx = dy = 1 mm Poisson solver tolerance EPS =
10~7; Fluid definition: po = 0.01 Pas, p = 1 Kgm~3, A; = 0.01 s, Ay = 0.005 s; scaling parameters: L = 0.01 m,
U=1ms1!, o = 0.01 Pas and gravity effects we neglected. Hence, Re = 1 and We = 1. We observe that the value
of We = 1 used in this simulation is not the effective Weissenberg number. The effective Weissenberg number for the
Oldroyd-B model, as pointed out by Yoo and Na (1991), is

W eeffect = (]- - é) We.
A1

Thus, in this simulation we used Weegrect = 0.5. The results of this simulation are displayed in Fig. 7. Figure 7 shows
different time frames of the jet flowing through the slit and then being extruded into the air. As the calculation proceeds
the fluid jet undergoes large swelling deformation due to viscoelasticity; the final frame in Fig. 4 shows the jet at the later
time ¢ = 0.34 s where the jet has achieved the maximum swelling ratio of S, = D,4,/L = 1.69.
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Figure 4. Numerical simulation of the channel flow. Fluid surface and velocity contours of the u-velocity at times:
a)t=0.09s,b) t=0.15s,¢) t=0.20sand d) t =0.34s.

7. Concluding Remarks

This paper has been concerned with the implementation of a numerical method for solving viscoelastic free surface
flows into the FREEFLOW?2D code. In particular, we have been dealing with flows governed by the Oldroyd-B model.
The finite difference method described has improved the technique presented by Tomé et al. (2002) in several ways:
we have replaced the explicit Euler solver by the explicity modified Euler method, obtaining a second order method for
calculating the intermediate velocities; the same procedure was applied to compute the components of the non-Newtonian

extra stress tensor. By using local Taylor series expansions, the derivatives % and %—:’ in Egs. (18)-(19) are obtained

by second order schemes; the same treatment has been used to compute the derivatives % and g—; when calculating the
non-Newtonian stress on rigid boundaries. The implementation has been validated by simulating the flow of an Oldroyd-
B fluid inside a channel and the numerical results were compared to the analytic values of a fully developed flow. We
used We = 2 and performed mesh refinement and the results demonstrated convergence of the numerical method. To
demonstrate that the numerical method presented in this paper can simulated viscoelastic free surface flows we simulated
the classical extrudate swell problem. We used We,frec; = 0.5 and a grid containing 10 points inside the slit and obtained
a swelling ratio S, = 1.69. Tomé et al. (2002) has simulated this same problem using a grid with 20 points inside the slit
and obtained S, = 1.69. Thus, the implementation described in this paper produced the same result using a coarser grid.
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