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ABSTRACT

Since 1996, a team at the Centre for Research in Applied Technology (CRATECH) at
Peninsula Technikon, under NRF sponsorship and with industrial co-operation, has
been involved in the simulation of Non-Newtonian flow behaviour in industrial
processes, in particular, injection moulding of polymers.

This study is an attempt to deal with some current issues of Non-Newtonian flow, in
small areas, from the viewpoint of computational mechanics. It is concerned with the
numerical simulation of Non-Newtonian fluid flows in mould cavities with re-entrant
corners. The major complication that exists in this numerical simulation is the
singularity of the stresses at the entry of the corner, which is responsible for non-
integrable stresses and the propagation of solution errors.

First, the study focuses on the derivation of the equations of motion of the flow which
leads to Navier- Stokes equations. Thereafier, the occurrence of singularities in the
numerical solution of these equations is investigated.

Singularities require special attention no matter what numerical method is used. In
finite element analysis, local refinement around the singular point is often employed in
order to improve the accuracy. However, the accuracy and the rate of convergence are
not, in general, satisfactory. Incorporating the nature of singularity, obtained by an
asymptotic analysis in the numerical solution, has proven to be a very effective way fo
improve the accuracy in the neighborhood of the singularity and, to speed up the rate of
convergence. This idea has been successfully adopted in solving mainly fracture
mechanics problems by a variety of methods: finite difference, finite elements,
boundary and global elements, and spectral methods.

In this thesis, the singular finite elements method (SFEM), similar in principle to the
crack tip element used in fracture mechanics, is proposed to improve the solution
accuracy in the vicinity of the singular point and to speed up the rate of convergence.
This method reguires minor modifications to standard finite element schemes.

Unfortunately, this method could not be implemented in this study due to the difficulty
In generating the mesh for the singular element. Only the standard finite element
method with mesh refinement has been used. The results obtained are in accordance
with what was expected.
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CHAPTER 1

INTRODUCTION

1.1 Background

For the past several years, numerical simulation of Non-Newtoman flow has been a
powerful tool for understanding the fluid behaviour in a variety of industrial processes
and scientific interests. Non-Newtonian fluids, owing to their inelastic or viscoelastic
character, are of particular interest in the numerical simulation community. Their wide
applications in materials processing, and their different behaviour from that of
Newtonian fluids, are often complex and stnking.

The origin of this work is an attempt to deal with an industrial problem concemning the
mjection of thermoplastics. It is concerned with the numerical simulation of Non-
Newtonian fluid flow in injection moulding filling processes. One of the difficulties in
treating such flow is the presence of the re- entrant corner of the mould cavity, where
the stress becomes extremely higher resulting in numerical instability and loss of
convergence of the solution.

Great strides have been made in understanding the complexity of Non-Newtonian fluid
behaviour. This understanding has led to further challenges in mathematics and
numerical methods. In injection moulding, this complexity is particularly displayed in
the details in the vicinity of a sudden change of geometry of a cavity, the details of a re-
entrant corner, as well as those when the free surface leaves the die of the mould. It is
well known that, under these circumstances, the flow develops a singular behaviour,
which leads to a singular problem.

In this Chapter, the occurrence of singularity in mechanics in general is introduced.
Thereafter singularity in fluid mechanics has been attended to. The different types of
fluids are also addressed. Our application is imjection moulding, thus a bref
introduction to this process as well as the difficulties associated with singularity in this
process, are also given. The objectives of this study, the numerical method that deal
with singularity, and our proposed method of approach has been discussed. Further,
some of the related literature to singularity that occurs in non-Newtonian fluid is given
consideration. The Chapter ends with the dissertation outline.

1.2 Singularity problems

Singularities are present in many of natural and engineering systems around us.
Examples of singular phenomena in fluid mechanics include three-phase moving



Chapter 1 Introduction 2

contact lines, cusps generated in interface with surface tension, flow around sharp
corners, break-up of liquid drops and threads, and the shape of drops when they freeze.
In sohd mechanics, examples include crack initiation and propagation, stress field
around sharp comers and cracks, penetration of indentures into a plastic medium, strain
localization and shear bands.

Since the problem is a fluid mechanics problems, Figure 1.1 shows the set up for the
three singular problems in fluids, namely the die-swell, the stick slip and the corner
problems. These are often used as model problems for the various numerical methods
proposed for Newtonian or Non-Newtonian flows. These problems are important in
injection moulding processes and in other industrial applications, and have been the
subject of a considerable amount of experimental and numerical work.

Rigid boundary
NOANNNNANNN
@) Singular point
Rigid boundary Simgular point
ARARARRRRRRRAY
(b)
SOOIV
Rigid boundary Singular point
NETTHIIIS

(c)

Figure 1.1 Singular problems in fluid

{(a)} The die swell problem
(b) The stick slip problem
{c) The comer flow

In these three problems the solution of the equation of behaviour of the flow is smooth
(regular) in the whole domain, except In the neighborhood of the singular point as
shown in Figure 1.1.
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Since the geometry of the mould has a night angle corner, it is chosen to solve the flow
of a Non-Newtonian fluid around a corner, as in Figure 1.1(c), which is more
challenging than that of a Newtonian fluid.

1.3 Types of fluids

A flud is called Newtonian if the dependence of the stress tensor on the spatial
variation of the velocity is linear. This model was introduced by Stokes in 1844 and is
very well applicable for describing flows of many fluids including water and air in the
standard regime. On the other hand, there are many problems in different areas of
science and industry where it is necessary to study flows of fluids, which are not
described by Stokes’s model. Such fluids are called Non-Newtonian.

Due to the negative definition of Non-Newtonian fluids, it is useful to define some
important points of non-Newtonian behaviour. The most significant characteristics are:
= The ability of the fluid to shear thin or thicken tn a simple shear flow

The presence of non-zero normal siress differences in a simple shear flow

The ability of the fluid to yield stress

The ability of the fluid to exhibit stress relaxation

The ability of the fluid to creep.

A particular Non-Newtonian fluid can exhibit just one or all of the above mentioned
charactenistics. Using these characteristics Crochet and Walters (1983) classified the
fluid into four groups, namely, purely viscous or time independent fluids, time
dependent fluids, viscoelastic fluids and complex rheological fluids. Since we will use
the model of a purely viscous fluid, the main departure from Newtonian behaviour will
be shear thinning and shear thickening. All other characteristics are somehow
connected to visco-elastic qualities and we will not discuss them here.

Now, let us take a look at just the first phenomenon. It can be typically found with
polymer melts, polymer solutions, or solid-in-liquid suspensions. Let us consider a two-
dimensional simple shear flow. Then the velocity field has the following form:

wxy) = (v)0)

And the symmetry part of the velocity gradient and the viscous stress tensor can be
written in the form:

14
. 2 dy
Si=  dv, 0
2 dy
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If laminar-shearing flow can be generated in a viscometer, then it is possible to measure

the dependence of the shear stress 7= 0'5- on the shear rate & =&;;. The apparent
viscosity 77, is defined by

na(k) = T;_!

and the difference between the shear thinning and shear thickening can be described as
follows:

1.3.1 Newtonian fluids

The Newtonian fluid shows the simplest behavior of the purely viscous fluids. The
apparent viscosity is constant, equal to the dynamic viscosity of the fhud, i.e.

Shear stress
9 _g A
dk

»Shear rate

Newtonian behavior has been found for all glasses and in general for hquids or
solutions of materials of lower molecular weight. However, there is speculation and
some supporting evidence that fluids which are normally considered to be Newtonian
may exhibit some non-Newtonian behavior under conditions of very high shear, so the
classification of a fluid may change with imposed conditions.

1.3.2 Pseudo-plastic fluids (Shear thinning)

The apparent viscosity is a decreasing function of &, one which concave downward:

Shear stress
M, A
dk

— mShear rate

Examples of fluids, which show pseudo-plastic behavior include polymeric solutions or
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melts such as rubbers, cellulose, acetate, and napalm, suspensions such as paints and
detergent slurries, and dilute suspensions of inert solids.

1.3.3 Dilatant flnids (Shear thickening)

This model shows rheological behavior essentially opposite to that of pseudo-plastic.
The apparent viscosity is an increasing function of %, that is:

dn, >0 Shear stress
dk A

»Shear rate

Examples of fluids that are reported as exhibiting dilatancy are pigment-vehicle
suspensions, such as paints and printing inks. Dilatant fluids are much less common
than pseudo-plastic fluids and have received much less study.

1.4 Imtroduction to injection moulding

Today injection moulding (IM) is one of the most important polymer processing
techniques. The commercial importance of injection moulding comes from the high
level of automation and high production rate that is possible. Furthermore, injection
moulding allows complex parts to be produced in a single operation. The resulting
surface is often good enough and moulded articles require litile or usually no extra
effort for finishing. The advantages and weaknesses of the technique can be
summarized as follows...

Advantages. ..

The procedure is fast and can be performed at a high level of automation.

Very complex articles can be manufactured.

The resulting surface often requires no extra effort for finishing.

There is little waste of material in the process.

Weaknesses. ..

» The moulds are very expensive, and difficult to make.

» The moulding machinery is very complex and therefore expensive.

The result of the mmjection moulding process depends significantly on the conditions
under which the part is moulded. The complexity of the moulding process makes it
difficult to predict the quality of the resulting product. This complexity makes it
interesting to develop theoretical models that describe the moulding process. This issue
will be discussed in Chapter 2.
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1.4.1 A survey of the production method

In the injection moulding of thermoplastics, molten material is forced into a mould
where it is cooled and hardens. The working procedure of the injection moulding
machine is as follows... (See Figure 1.2)

Polymer granules fill the barrel. The polymer material is melted by heating elements.
The screw acts as a ram and pushes the molten polymer into the mould until the mould
is just filled. This is called the filling phase. The clamping unit holds the mould in
position during this period of time.

At the end of the filling phase pressure is maintained for an extra period of time, called
the packing phase. During this period a small amount of extra material can enter the
mould. This compensates for the decrease in density of the polymer at higher
temperatures.

The final phase is called the cooling phase. The mould has cooling channels that
increase the cooling rate. At the end of this phase the mould opens and the product is
pushed out from the mould. During this period, new polymeric material is fed into the
barrel and the process can start again.

Stationa
Né;?;»?é’,l]e Mold Platen Hopper

Plates Barrel l
: Rotating and

Recipracating
Crew

Figure 1.2 Injection moulding machine

1.4.2 Air traps

In addition to the singularity that arises from the abrupt change in the geometry of the
mould, when the melt front arrives at the comer, another singularity called interface
singularity arises in the injection moulding. This singularity comes from the interface
between the polymer melt and the air that is caught inside the mould cavity. The air
becomes trapped by converging polymer melt fronts, or because it failed to escape from
the mould vents. Air-traps locations are usually in areas that fill last. Lack of vents or
undersized vents in these last-to-fill areas are a common cause of air traps and the
resulting defects. Air trap is crucial because the two fluids represent radically different
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behaviour which gives a strong discontinuity of certain physical coefficients at the
interface. The numerical solution is then delicate. Figure 1.3 shows the air trap location.

Melt

Figure 1.3 Air trap location

1.4.3 Weld lines and meld lines location

A weld line (also called a weld mark or knit line) is formed when separate melts fronts
travelling in opposite directions, meet. A meld line occurs if two emerging melt fronts
flow parallel to each other and create a bond between them. Weld and meld lines can be
caused by holes, or inserts in the part, multiple gates, or variable wall thicknesses where
Hesitation or race tracking occurs. If weld or meld lines cannot be avoided, they should
be position them at low-stress and low visibility areas by adjusting the gate position and
dimension. The strength of weld and meld lines can be improved by increasing the local
temperature and pressure at their locations.

Traditionally, the “meeting angle™ is used to differentiate weld lines and meld lines. As
illustrated in Figure 1.4 below, a meeting anglef smaller than 135° produces a weld
line; greater than 135°, a meld line. Note that the weld line surface mark disappears
when the meeting angle reaches 120° to 150°. Normally, weld lines are considered to be
of lower quality than meld lines, since relatively less molecular diffusion occurs across
a weld line after it is formed.

There are some other difficulties and problems associated with the injection moulding
method. These difficulties are summarized as follows:
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The polymer can solidify before the mould is completely filled.
Differences in the mould thickness and in the cooling system capacity between
different parts of the mould can cause cooling rate, and therefore the shrinking rate
to differ at different parts of the product. This can cause the final product to become
warped.

= Polymer can leak out of the mould if the clamping units are not pressed together
using enough force.

1. Melt fronts 2 Weld line 3. Meld line
approach forms forms

Weld
Line

(™

Fiber reinforced material; meit fronts approach.

Figure 1.4 Interface singularity due to the meld and the weld line

1.5 Previous related studies

The problems of singularities have always attracted the attention of mathematicians,
scientists and engineers IACM (1997). The flow of Non-Newtonian liquids involving
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abrupt changes in geometry has been the subject of experimental and numerical study
for over a decade (see Crochet et al., 1984). Walters and Webster (1982) were the first
who noted the strong interaction between fluid and the corner conditions. In some of
their experiments they reported that corner conditions had a far greater influence on the
flow field as a whole in non-Newtonian flows, than was the case for corresponding
Newtonian flows. Madrers et al.,, (1990) used an iterative linking of the singular
analytical solution with a steady numerical finite element solution to study the flow ina
converging channel with re-entrant comner. Pogu and Tournemine (1990) have studied a
viscous flow in domains with corner. Kim et al., (1983) addressed the roles of shear
thinning and inertia on axisymmetric sudden contraction flows. Rosenberg et al., (1988)
reported new finite elements of creeping flows through a sudden planar contraction, the
re-entrant corner which is defined by a circular arc of small radius. Song et al., (1988)
simulated the flow of upper convected Maxwell fluids through a planar 4:1 contraction
using type dependent difference approximation of the vorticity equation. A very good
review of both experimental and numerical studies of axisymmetric and planar entry
flows has been given by White et al., (1987). Mendelson et al., (1982) presented results
for two viscoelastic models, the convected Maxwell model and the second order fluid
model in a planar sudden contraction and in the wall driven cavity flow. Keunings and
Crochet in (1984) analyzed the flow through an abrupt 4:1 contraction by means of
finite elements. The effects of the memory in flows involving abrupt change in
geometry has been given first by Perera and Walters (1977) in their work concemed
with L- shaped and T-shaped geometry. They give further consideration to the solution
of problems involving abrupt changes in geometry using implicit rheological equations
of state in (1977), this idea has been extended by Davies et al., (1979) to the moving
boundary problem. An analytical asymptotical solution has been proposed by Moffatt
(1964) and Micheal (1958) for Newtonian flow to point out the presence of the stress
singularity near geometrical singularity. Hassager (1988) solved a shear thinning power
law fluid Lipscomb (1987) has studied the implications of boundary singularities in
complex geometries for second order fluid. Davies (1988) has also given the theory of
re-entrant singularities. He used biorthogonal series expansions to study creeping flow
in re-entrant and non-reentrant corner sectors. Killer (1991) examined the flow around a
3/2 = corner of suspension of non-Brownian rigid rods. Renardy (1993) proposed a
scheme to integrate the stresses of the UCM fluid, which avoids the downstream
instability near the re-entrant corner. The scheme is based on representing the stress in a
natural basis that is aligned with the streamlines. An exact series solution for planar
creeping flows in the neighborhood of sharp comers are presented and discussed by
Davies and Delvin(1993).

1.6 Numerical methods for singularity problem

The numerical simulation of Non-Newtonian flow involves the solution of the
continuity and momentum equations with a specified constitutive equation and
specified boundary conditions. The descriptions of the free surface offer a particular
challenge especially when the melt front reaches the singular point. It is not understood
how the solution behaves at this point. The free surface can be treated numerically from
gither the Fulerian or Lagrangtan view. The Eulenian mesh remains fixed in space with
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the flow moving through it, while the Lagrangian mesh is convected with the flow.
Many of the computational codes use either a Eulerian mesh together with a control
volume (CV) approach (also referred to flow analysis network (FAN)), to track the
motion of the flow front (see Broyer et al., 1977; Tanguy and R Lacroix 1991), or
remesh either locally at the flow front or remesh completely over the domain covered
by the fluid (for more detail see Subbiah et al., 1989; Garcia 1991). However, 1 this
study we are not interested in treating the melt front tracking and the free surface
problem by determining the shape and the location of the free surface. Mahomed
(1998} has solved this problem. We are interested only in the behaviour of the solution
at the singular point. It is very important to improve the accuracy and to speed up the
rate of convergence in the neighborhood of the singularity. A variety of methods have
been successfully proposed to deal with this problem. These methods are:

The Spectral method (see for instance Lee et al., 1987; Cai et al., 1993; Lucas et al.,
1993), the finite difference method Holsten and Paddon (1981), the boundary and
global elements method Kermode et al.,, (1985), the J integral based schemes (see
Tanner and Huang 1993; Hassanger and Laurdissen 1988) and the most popular finite
element method (FEM). The work by Baker (1983) and Zienkiewwicz (1988) provide a
general reference for the FEM.

In the finite element method, the approximate solution must be smooth (non-singular).
In order to get the smoothness, it is convenient to modify the boundary by local mesh
refinement or replace the corner by an arc with a small radius, or use a special finite
element. These three approaches to smoothening are now discussed in the following
section.

Local mesh refinement. Babuska and Rheinboldt (1978) have pioneered the adaptive
placement of irregularity embedded finite elements in crude meshes for increased
accuracy in regions of the domain where the solution varies greatly. The mesh
refinement is based on the three versions of the finite elements, which are the h-version,
the p-version and the A-p version (see Babuska and Miller 1994). Recently, adaptive A-
p finite element methods have been used for analysis of significant classes of
incompressible flows {see Oden et al., 1993) including generalized Newtonian fluids
Lagat and Oden 1996), and extended to viscoelastic fluids by Warichet and Legat
(1996). These techniques automatically adjust the parameters 4 and p (the mesh size
and the degree of the polynomial). The accuracy can be achieved by refining the mesh,
(small #) while the p remain fixed, usually at lower level p=1, 2, or 3. Also, it is
possible to increase the degree p of the clement uniformly or selectively while the mesh
size is fixed, or to vary both of them. For some conception of remeshing (mesh size and
computation of the mesh size) and treatment of the singularity, (see Zienkiewicz et al.,
1988 for more details).

Replacing the corner by an arc. In this case, the boundary is smoothed by replacing the
corner with a circular arc of a small radius as shown in Figurel.5. To increase the
accuracy, mesh refinement is also necessary.
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TARN

Figure 1.5 Replacing the comer with small arc (Bloch et al., 1994)

Singular finite element method (SFEM). This method has been developed in solid
mechanics to deal with the crack propagation and the stress intensity factor. The
singular finite element method has been extended to fluid mechanics by Georgiou et al.,
in (1988) and (1990). This idea used a special element with a special shape function
around the singular point and ordinary finite elements elsewhere. This issue is one of
the main objectives of this study and will be discussed in detail in Chapter 5.

1.7 Objectives of this study

The goal of this dissertation is to study the flow around the singularities in injection
moulding. Such singularities occurs when the free surface of polymer melts flow in a
mould with a sharp corner.

This research effort focuses on investigating the occurrence of the singularities in the
numerical solution of the equations defining the flow behaviour, particularly the
Navier-Stokes equations. The existing techniques for overcoming the problem of the
singularities are further investigated. In this investigation, a suitable method for solving
this problem has been proposed. The proposed method is called the singular finite
element method (SFEM). This idea has been used in solid mechanics, but received
limited attention in fluid mechanics, especially for Non-Newtonian fluids.

Considerable progress has recently been made in developing the finite element codes
for free surface problems. These have been incorporated in CRATMOLD, a Fortran
code for the computational simulation of Non-Newtonian fluids in injection moulding
processes.

The scope of this project includes the assessment of the capability of CRATMOLD to
deal with singularity and the investigation of the possibility of implementing the new
method through the modifications of CRATMOLD. This requires the development of
an additional routine for generating the singular element mesh, shape function,
Jacobian transformation and the integration routines to the CRATMOLD code.
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1.8 Dissertation outline

The Chapters of this dissertation are organised in the following manner. In Chapter 2
the mathematical mode! for injection moulding filling that 1s used throughout this work
is derived from a fundamental viewpoint which serves as a rigorous basis for the
dissertation. The solution of this model involves the solution of the equations of
continuity and momentum with specified boundary conditions. The equation of energy
has been derived, but it is not solved due to the isothermal condition of the filling
phase. The free surface offers a particular challenge, but here again this problem is not
mvestigated.

In Chapter 3, the occurrence of the singularity in the Stokes model is investigated. This
investigation needs to solve a fourth order biharmonic equation in polar coordinates to
find the analytical solution. This solution gives the stress and the velocity field
distribution near the singular point. The order of the singularity is determined here, and
is used to construct the singular element in Chapter 5.

In Chapter 4, the full finite clement formulation of the problem is given. The
formulation is based on the Galerkin weighted residual method, which transforms the
classical form of the problem to the weak variational form. The penalty method to
eliminate the pressure from the momentum equation is presented. The shape function,
the coordinate transformation, the mumerical integration, and some of the conditions for
the mixed formulation for four noded isoparametric element that is used in the
CRATMOLD code, are described in detail in this Chapter.

To achieve maximal accuracy of the flow field near the corner of the cavity, special
finite element analysis have to be used. In Chapter 5 the singular finite element method
(SFEM), which is one of the methods used to solve singular problems in solid
mechanics, is introduced. The types of SFEM are discussed, which are the singular
basis function approach and the singular element approach. Furthermore, only the
singular element approach is concentrated upon. Two special shape functions have been
developed, starting from knowing the analytic solution that has been given in Chapter
3, one for the velocity and the other for the geometry. The Jacobian transformation for
the geometry is given. It is noticed that at a certain point the Jacobian becomes
singular. It was attempted to implement this element into the CRATMOLD code, but
for some difficulties that will be exposed in the recommendations, 1t was not used.

In Chapter 6, a general overview of the CRATMOLD code and its implementation is
given. Four input files BMESH, CMESH, IMESH, and IMOLD are needed and one
output file called OMOLD is generated {see Appendix D). A special routine has been
added to the code for computing the two components of the normal stress and shear
stress. The Chapter ends with the results and discussions.

Chapter 7 ends the dissertation with a conclusion for the entire work that was done,
along with recommendations for further study.



CHAPTER 2

MATHEMATICAL DESCRIPTION OF CONSERVATION
EQUATIONS FOR MODELLING OF INJECTION MOULDING

2.1 Imtroduction

Modelling of injection moulding has been an area of considerable research over the last
two decades. In these processes, the modelling of the fluid flow represents several major
challenges, since the flow is inherently transient, non-isothermal, non-Newtonian, and
includes a free surface moving through cavities of highly irregular geometry.

Three conservation laws, namely, the conservation of mass momentum and energy,
mathematically describe the fluid flow. These completely determine the physical
behaviour of the fluid and are totally independent of the nature of the fluid, which is
defined by additional properties such as viscosity, heat conductivity and compressibility.
These fundamental laws can be expressed in terms of mathematical equations, which
their most generals form, are usually partial differential equations.

In this Chapter, it is proposed to establish a mathematical model for polymer melt flow in
a cavity mould with complex geometry. The mathematical model is derived from the
fundamental principle of the fluid mechanics and thermodynamics. Some of the boundary
conditions for the process are needed. This issue will be discussed at the end of this
Chapter.

2.2 Fluid Dynamics
2.2.1 Continuum model

“Fluid mechanics” is the way of looking at a large collection of particles, so as to avoid
dealing with cach particle separately. Consider a volume of fluid. At microscopic level,
we see lot of molecules and lot of empty spaces between them. The density (mass per unit
volume) at each point in the volume is either Zero if there is no molecule, or high value if
there is one. In other words, density is a discontinuous function of the space variables. To
simplify matters mathematically, we approximate this discontinuous function with a
continuous one by associating each point in space with the average demsity over a
sufficiently large neighborhood of that point. This is the basis of the continuum model.
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2.2.2 Variables and notation

Three physical quantities, velocity, pressure and density, will be of particular interest in
what follows. Velocity is a vector-valued function of space and time variables. It will

be denoted by v =v{X,t) which means that v is a vector quantity, i.e.,

v=|v,(X,7) 2.1)

Pressure, which is scalar valued, also depends on space and time. It will be denoted by

p = p{X,t). The density of the fluid, denoted by p, is assumed to be constant. This
implies that the fluid is incompressible, which is a realistic assumption for the mould
filling stage,

Mathematically speaking, v, p, p, are considered to be the dependent variables of the
flow that are functions of the independent variables X and ¢z This general description is
termed a field description, and the dependent variables are called field variables. Thus,
the terms such as velocity field used to imply the dependence of the velocity and the
pressure on the independent variables X and 1.

In this thesis, the Cartesian coordinates have been used to describe the position vector X,
X =xi+ yj+zk

The following tensor notation will be used throughout this Chapter:

a;b; =a.b, +ayb, +a,b,

% = aax +§f:vm+ aaz
X & oy oz

The motion of a fluid is assumed to be completely known if we have expressions for the
functions v(X ,t) and p(X ,r). The objective of the remaining sections is therefore to find
(differential) equations from which these functions may be determined. Since v has three
components, then a total of four scalar valued variables v,,v,,v, and p have to be
gvaluated. it require four independent equations 10 determine these variables. One

equation can be obtained from the principle of the continuity (mass conservation) and the
remaining three from the principle of conservation of momentum.
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2.2.3 Kinematics of the fluid

Suppose there is a fluid particle moving in space (see Figure 2.1). At time =0 the
position of the particle is specified by & and at a later time the particle is at position X.
The spatial position can be represented parametrically by Aris (1989):

X =x(&1) (22)

In general, near P if &+ 68 — X + 86X, and X(£,2) is differentiable
z

i P

x
Figure 2.1 Particle trajectory description
oX;
dX = (A’“}d &
06
or, symbolically,
dX = F(¢,1)d¢

The matrix F = [%ﬁl—}, is called the local deformation gradient, and for (1,1) mapping

5
the Jacobian J=det F 0.

Note: Under change of the background coordinates, F transforms like a second rank
tensor.

The point trajectory may be inverted (assuming a non-singular Jacobian, i.e., the fluid
particle does not break up during the motion or two particles do not occupy the same
space at the same time) to give the initial position or material coordinates of the particle
which is at any position X and time .

£ =X 1) (2.3)
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and dé =F~'(&,)dx
with Fg' = o6& )ox,

Any properties of the fluid, say N(g,r), may be observed along the particles path. The

description of the change of the properties N(&,/)may be changed into a spatial
description by Equation (2.3):

R(X,2) = &[e(x )] (2.4)
This says that the value of the property at position x and time ¢ is the same as the value

appropriate to the particle at (X z). The material description may be derived from the
spatial description (2,2):

(& 1) = R[x(&,0)1] 2.5)

meaning that the value as seen by the particle at time ¢ is the value of the position it
occupies at that time. Let the change in the property observed at a fixed point X be:

- on
g (95] 2.6)
ot ot X
Let the change in the property observed when moving with the particle be:
DN [ 8N
== (— @7
Dt bt Jg

The velocity of the particle is the material derivative of its position (‘N =X I') and is
defined by:

5X
W(X,1)= (O—] (2.8)
o Jg

The two derivatives (2.7), (2.8) may be related by differentiating the material description
{2.5) and using the chain rule:

DN _(o8) _8 () [ [aw
E:[&)g_arx{x(g,r),r]_(at )X"’[ o L (axl 29)

or

DR %
— . \
~=— +( VR (2.10)
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The acceleration field is then:

_0 A
a= aJXv(X,t)-l-[v aX)v (2.11)

2.2.4 Conservation of mass

The conservation of mass requires that the accumulation of mass inside a control
volumew is accounted for by the net flow of mass across the surface S (see Figure (2.2)).

Yolume v
Surface §

Fignre 2.2 Arbitrary “CV” fixed in space.

Mathematically, this can be stated as (see Bird et al., 1987):

N

Dividing by the time increment df, we obtain an expression for the time rate of increase
of mass inside the control volume

%J;demypu-ndS:o (2.13)

by bringing the time differentiation inside the volume integral and applying the
divergence theorem to the surface integral, gives

”{%}]‘"”* [}y (kv 2.14)
”{%?+V'("”)]"U=O (2.15)
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Because this holds for all control volumes, the integrand must be zero:

a_"’+v-(pv)=0 (2.16)
ot
Using the incompressibility condition, the continuity equation takes the simpler form
(V-v)=0 (2.17)
which must be satisfied for all x, y, z.

This equation expresses the conservation of mass applied to a fixed control volume. It is a
scalar equation and is not sufficient by itself to determine the velocity field v. Sometimes
the fluid mass conservation is called the continuity equation in recognition of the
constraint it imposes on the velocity field.

2.2.5 Conservation of momentum

A basic principle of Newtonian mechanics is the following: whenever there is no net
external force acting on a system, its momentum is conserved. The only way the
momentum inside a volume can change is therefore through:

= The total force exerted on particles inside v,

* The rate of momentum influx through S,

= The total forces acting on S.

The discussion of each of this component is as follows:
Body forces: These are forces such as gravity that act on the particles inside a volume,
thus changing their momentum. The total effects of these forces simply given by

integrating them over the volume. For the ith component of momentum, the rate of
change due to the body forces is given by:

” g dv (2.18)

Momentum influx: The it2 component of momentum per volume 18 pv; = v; and the ith
component of the momentum infiux intov is consequently

_ ”viv.ds (2.19)
A

Surface forces: The description of these forces is a rather complicated matter (see Figure
2.3). The force acting on S has three spatial components; its effects on the surface
depends on the surface’s orientation, which has three components as well; and finally, the
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resulting force on o again has three components. Some thought reveals that the itk
component of the resulting force can be written in the form:

j J.cridej (2.20)
A
Here, o; i1s a Cartesian tensor, which for proposes of this study is a spatial type of

3 x 3matrix. The notation in the above integral is a tensor form that is equivalent to a dot
product, 1.., it really means

_”-(O-ideI +O'1'2dS2 +O'i3dS3) (2.21)
S

c'if.!S

Surface element
das

Figure 2.3 Element of surface 45 across which the force ;S is transmitted

Note that: in the above notation /, 2 and 3 represent x, y and z respectively.

theno; can written in this form (see White 1991 for more detail):

Oxx Oxy Ox
Oz (2.22)
ag

O'ij: O'yx O-W

zx Ozy 7

The linear momentum balance is given by the definition:
The rate of the total linear momentum is equal to the sum of the external forces, this
gives:

5? {[[prav = [[Jegidv— [[omv-ds+ [foyas, (2.23)
U v A hY

Equation (2.23) is called the linear momentum balance.
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2.2.6 Constitutive relations

The balance law for linear momentum (2.23) do not make any reference to the properties
of the fluid. The full specification of the mechanical and thermal properties of the fluid
requires further information as to the relation between the stress and the rate of the strain.
This is provided by the constitutive equation which give a mathematical representation of
functional dependence between stress and rate of the strain.

The fluids can be characterised a constifutive equation in which stress depends on the rate
of strain In terms of the velocity gradient &v;/ dv;, density p, and temperature 7 as
follows:

o= {0v:/8%; p.T) (2.24)

Generally, the motion of a fluid involves translation, deformation and rotation. The local
translation is described by the velocity vector v. The deformation and rotation are
obtained from the velocity gradient tensor Vv. In the study of the filling phase of
injection moulding, the interesting part is the rate of deformation of the fluid. This is
described by the rate of strain tensor defined as:

1{ov  ov,
t= | L 2.25
Ey Z[ij ExIJ ( )

The rate of strain tensor is symmetric and can be written as a matrix of its components as
follows:

2avx avx + avy avx + avz
&x & ox & x
&2 D Oy )2y Wy oy (2.26)
2l oy Ox ay gz Oy
Ovy JOv: Py B, Lo,
& & & W oz |

The isotropy property of deformation rate tensor requires that ;= sy(é,-j, p.T) and ¢; are

coaxial (see Emanal (1994)). The most general form for o; is therefore:

o= al +b &;+c ézjz (2.27)
where a, b, ¢ are functions of p and 7 and the mvariant ofg; .
In the absence of the motion &; =0 which gives:

oy=sf0.p.T)=-p(p.T} (2.28)
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where p{p, T) is the hydrostatic pressure. It is easy to write down the corresponding
tensor:

-p 0 0
cf={0 -p 0 (2.29)
0 0 -p

The classical Newtonian viscous fluid is a special case of Equation (2.27) in which the
stress is linear in the velocity gradient

oy=—plo. T+ by €u (2.30)
cr;;? oy

0',] is called the viscous stress tensor. The by are the component of a fourth order
1sotropic tensor with i - jk —/ symmetry so that

b = ASiP + 1O dji + 546 (2.31)

Equation (2.30) therefore becomes:

o= plo.T)+ Ao, T+ 2n(p. T) &y (2.32)

In the theory of elasticity Ais called Lame’s constant. It is customary to call it the
coefficient of bulk viscosity (see Chung (1988)). In this study, the term /'{(p, T )55 can be
ignored and the explicit form of the stress tensor can be written as:

o;=-plo. T)5y+7][——-+——i] (2.33)

ox; O

This gives an excellent description of many fluids. The additional dependence on ei in

Equation (2.27) is insufficient to provide an adequate description of many materials for
example, blood, polymeric liquids, which deviate from linear dependence on rate of
strain. These materials have a memory of deformation, which can be described using
viscoelastic constitutive laws.

2.2.7 Navier Stokes Equation

The formulation of the equation of motion is obtained by equating the rate of change of
momentum with the sum of the expressions for the body forces, the momentum influx,
and the surface forces.
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The density p is supposed constant; this will simplify the mathematical exposition.

% .Uﬁ/idu = _Ujg,-dv - Hv,—v-dS + H%FSJ (2.34)
v U S S

using tensor notation to write v;vdS =v;vdS and applying the divergence theorem, we
rewrite this equation as:

0 0 G,
J;H{g Vit Ej?j(vivj)_gi_ﬁjo—ﬁ}dv =0 (2.35)

Note the special meaning of the symbols in the above equation:

é o 0 o)
gj(v‘.vf)z gx—(vivx)+ —ay—(viv}, )+ a—z(vivz) (236)
and
0, ~0ou %%y oy (2.37)
_ zj: .
X7 x &

Since v can be any arbitrary volume, Equation (2.35) can rewritten

. v oo
P Py, 9% (2.38)
a " ax ox,

Switching to vector notation, the above equation can be written in the form
2Ly ()= i+ -0, (2:39)

The first component of this equation gives

3;’&+V-(v§ +VyVy +vxvz)= g+V-o, (2.40)
t

Evaluating the divergence term in Equation (2.40) gives

ov
X X X - ( A Y
= +2Vx +V,, +Vy T~ V. TVy —

ct &tyay'ay“z

-~ a'v N -~ 8v
o i >y, Zx 2 g, +divo, (2.41)
(94
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or

v
e xavx +v Bvx+vz avx-:—vx avx+ y+3vz =g, +dive,, (2.42)
ot ax Yo oz x &
The same form of equation is obtained for the second and third components of force. In
vector notation we have

g +(v-Vi=divo+g (2.43)
where
divo =(div0'xx dive , divozz) (2.44)
and
ov ov
Ve =4V, Py TV, 5
Ox oy oz
d G, d vy, vy, v,
("'V)”z("xa”ya*"%}’z Ta ey e 249
ov ov
x -tV &, +v, —=
ox oy oz

Finally, it necessary to evaluate divo. To see the general pattern, consider the first
component of div o . The first component of the stress tensor is:

-~ - - av -
O'xx=(—p 0 0)_{_1}[0;;_{_0% ovx+ ¥ an_I_UVz

Ox ox oz ox

hence,

A ov., 2 52 2
divo =-@+ 9| s +o +avz + %y e +a Vx (2.47)
ox oxl oOx ay oz 6372 ayz 622

= -% + ”gg(v v )+, (2.48)

From the incompressibility condition, V-v = 0, Equation (2.48) becomes

Ao = -2 + V3, (2.49)
ox
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for the other two components ofdiva , the expressions are analogy. In vector notation,
this can be written as:

divo =—Vp+7V°2y (2.50)
inserting these results into the equation of motion, we obtain Navier-Stokes equation

¥

at+(v-V)v=g—Vp+17V2v (2.51)

which has explicit non-linearity through the convected denvative term. Note that
Equation (2.51) will be used mntensively in Chapter 3

2.2.8 Material properties

When constructing a model of the injection moulding process it is important to
understand the mechanical behavior of the polymeric material used. The viscosity is
usually the most important property in polymer processing. There is difficulty in using
the above equations for a polymer melt since the viscosity of macromolecular fluids
depends on the rate of deformation and is therefore not constant. In order to obtain a
simple formulation applicable to polymeric systems, rheologists have employed the
generalized Newtonian fluid equation. In these types of fluids, the viscous stress tensor in
Equation (2.30) is expressed linearly as a function of &, but the viscosity depends on the
temperature, the pressure and the magnitude of the deformation as follows:

o} = 2m(& T.p)&; (2.52)

where r;r(_é—, T,p) is the apparent viscosity as shown in Figure 2.4.

Pressure increases

—~~

>

iz

o

[

2

<

oh

=S Temperature
increase
Log (Shear rate)

Figare 2.4 The viscosity of polymer melt depends on the shear rate, pressure, and temperature.

In general, the viscosity is a function of temperature, pressure and the magnitude of the
rate of deformation & :

&= \,fz(é,j-éy-) (2.53)
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The laws that give the fluid viscosity as a function of pressure and temperature represent
an important part of Rheology, i.c.,

&1, p) = Ae@(%} & exp(Bp), 0<n<] (2.54)

In this Equation, the coefficient # varies between 2,3.]0"8 and 61078 pa~! depends on

the type of thermoplastic, the temperature T,can be written in the form % where R is

the constant of gas and E,the activation energy, which varies between, 3.10%and

13.10% Jimole depending on the type of the polymer used. Finally the coefficient 4 has an

order of 10° PL(Poiseuille=Pa.s); for polyamides, for example equalto 6.4.7 0° Pa.s. For
lower shear stress, the viscosity given above becomes infinmite. The 5-
constant (17, v ,BT,, ﬂ) Cross-Exponential Model for incompressible flow and sufficient
temperature is given by Mahomed and Kleiber (1998):

HE.T.p)= oiL £ )_ ~= (2.55)
]+(170(T,p) €7 )I
with
T;
1o(T.p)= Bexp(—Tb—Jexp(ﬁp) (2.56)

For the filling stage, the fluid pressure is relatively low and the above equation may be
reduced to:

(T, p) = Bexp(%?) 2.57)

the constants B and 7}, related to A and T, by

-1
A= B”(z-*T and T, = nTy
It is clear for this model that for large &, the viscosity 77 can become very small, giving
rise to a singularity condition. This typically occurs near flow boundaries or where the
fluid encounters a sharp bend. Techniques to counter such singular behaviour is the

subject of this study, and the particular case of the singular behaviour of Cross-type fluids
in Stokes flow will be investigated in the following Chapters.
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2.3 Thermodynamic

The mechanical aspects of the deformation cannot separate from the thermal and other
changes and have therefore to introduce the concepts of continuum thermodynamics. In
the filling phase of injection, thermal effects are small and are often neglected due to the
1sothermal condition. In this section, a brief description to the energy equation has been
given to help future workers in the CAD/CAM project.

2.3.1 State equation and variables

The thermodynamics is an essay to give an important number of properties in a smali
number of variables, named state variables. Examples of these variables are pressure p,
temperature 7, density p, specific entropy s, internal energy e, specific enthalpy 4. A state
equation 1s a relation between many of these variables.

The thermodynamic state of a system s totally determined by two variables independent

from the state variables. Example, for the pressure p and the temperature 7, the density is
given by the state equation:

p=p(p.T) (2.58)

If this law is derivable, the differential ofp is expressed in terms of the differential of p
and 7,

%) . .
NT = _{(‘J > () the compressibility coefficient is isotherm
T

p\ op

1 e . .
p= ——[a—p) > 0 the compressibility coefficient is isobar
pA\aT »

2.3.2 Energy equation and first principle

For a fluid in local thermodynamic equilibrium, there exists a state variable e where,

Dgt ”-_(—;-MZ —i—e}pdu = _U of do+ '”[o'x nlds — _Uq -ndS (2.59)
3] v S S

the heat flux g is related to the temperature by Fourier s law:
g=-kvVT (2.60)

where k is the thermal conductivity and may be a function of temperature. The local form
for the energy equation can be obtained using the notation of the stress tensor o, and the
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equations of dynamic. This equation is valid in the entire fluid domain where the
quantities are considered continuous. Here the form

p% =—p(Vv)+n &? +v.(kVT) (2.61)

Remark: The term 7 &? represents the dissipation energy.
2.3.3 Energy equation function of temperature

A simple calculus shows that the energy equation can be expressed in terms of
temperature and pressure (see Bird et al (1987)) as follows:

DT Dp =2
—=NpT—+n &° +V-kVT 2.62
PCp = =RpT Tt (kvT) (2.62)

. . D, . .
In ihis equation, the term FI; represents heating by compression, the
termn &? represents the viscous heating and the last terms represent heat diffusion.
2.4 The mould cavities geometry

In the previous sections, the governing equations of the polymer flow are presented.
These equations express the conservation of momentum, conservation of mass and the
fluid response to the deformation. Now in modelling of injection moulding, the cavities
arc considered to have shall geometry. This means that the thickness is negligible
compared with the other dimension. Examples of plastic components in our daily life to
verify the good foundation of this restriction are:

Bumper, computer keyboard, floppy disks... etc.

Consider a process where molten polymer is injected into a planar mould cavity with
thickness 2k (see Figure (2.5)). Introduce a Cartesian coordinates system such that the
flow is confined between — % < z < . The flow will be parallel to the x-y plane in this
coordinate system. Introducing some of the assumptions known as Hele-Shaw
assumptions to simplify the flow. These assumptions are summarised as follows:

» vy, =0,1ie, all flow is parallel to the x-y plane. The viscosity force in the z direction
is also neglected.

»  The flow in such that viscous forces and pressure differences are dominating in the
momentum equations, i.¢., inertia and body forces are ignored.

= Derivatives of v, and vy with respect to z are usually bigger than the denivatives with

respect to x and y. This is due to the geometrical proportions and non-slip conditions
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avx 6vx avy av}’
x Jy x oy

for z =xh. This is aliows us to ignore the contributions of to

&

Using these assumptions in the expressions for the rate of the strain tensor, the following
expression for the rate of strain tensor and the shear rate is obtained

.1 &vy - - a"xwz 6vy ?
(rllo 0 ZloE reg- (az) |2 (263)
e My,
| &z & A
z +h
y —

‘ ;

Y
S x

i

-h

Figure 2.5 Representation of the Hele-Shaw flow

The pressure is constant along the thickness of the cavity, and fluid velocity is
proportional to the pressure gradient: there exists a coefficient S(x,¢, p) where:

vx,t)=—S(x.t, p)Vp (2.64)

on all points x in the cavity and for all time ¢, for more details (see Appendix A).

The equations for conservation of mass and momentum are also simplified by these
assumptions. They can be written in the following form:

ov,
P Dy g (2.65)
ox o

Vp = dfv(a;;-) (2.66)
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The analysis of the Hele-Shaw flow for generalized Newtonian fluid was made by Hieber
and Shen (1980) and extended by Hassager and Laurdissien in {1988) to the power law
fluids.

2.5 Restrictions for our study

The main disadvantage of the Hele-Shaw flow model in injection moulding, its gives rise
to errors in the entrance region and cannot capture the details of the flow field whenever
out of plane flows are present such as in the vicinity of the flow front Kamal et al. (1988);
Friedrichs and Guceri (1993). In an attempt to develop a model to represent the entry
regions and the front regions, some assumptions, less restrictive than those for Hele-Shaw
flow, have to be used in regard to the geometry of the cavity and the fluid.

In his study, Mahomed (1998) has used the Stokes model to simulate generalized

Newtonian flow. The assumptions that were made are listed below:

* The fluid motion is laminar

= The unsteady state tenms in the momentum and continuity equations are neglected in
view of the comparatively long duration of the flow.

* The body forces are negligible.

* There are no velocity components in the z direction.

From the Navier-Stokes equation (2.49) and using the above assumptions then:

—Vp+7]V2v =0 (2.67)

This model is called the Stokes flow model, and is composed only from the continuity
equation and the momentum equation to be solved for the two components of the
velocitics and pressure. The energy equation is not considered here, so there is no
unknown temperature. It should also be noted that the motion and position of the free
surface is not considered in this study. The occurrence of the singularity of this model
will be investigated in the next Chapter.

2.6 Initial and Boundary conditions

In order to completely specify the mathematical model it is necessary to define the initial
conditions as well as the conditions at the boundary of the flow domain. Mathematically
there are two types of boundary conditions, namely Dirichlet (fixed value) conditions or
Von Neuman (fixed gradient) conditions. However, in a complicated mixture of elliptic,
parabolic and hyperbolic behaviours this oversimplified mathematical classification is of
little use. It is more appropriate to define the conditions.

The equations of continuity and momentum previously derived are quite general. For the
application to injection moulding, specific boundary condittons are needed. These
boundary conditions in terms of velocity and its vanations. Boundary conditions related
to energy and temperature will not be needed here.
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2.6.1 Boundary condition at the inlet

An inlet boundary is a boundary where the polymer has specified velocity distribution.
The pressure at the inlet is unknown and a boundary value is extrapolated from the
interior of the flow domain. However, if the gradient of the pressure at the inlet is small,
1t is sufficient to apply a zero gradient boundary conditions.

V=1, (2.68)
2.6.2 Boundary condition on the free surface
At the free surface both normal and tangential stresses vanish. This leads to

(c-n)=0

(0-1)=0 (2.69)

2.6.3 Boundary condition on the rigid boundaries (walls)

At the wall, the fluid takes the velocity of the wall, which means no slip of the fluid at the
wall. This condition is called the zero slip condition.

- .70
v=0 r, (2.70)
"3
— Ts
Tw
Figure 2.6 Boundary conditions

2.7 Closure

In these sections, the equations that reflect the mechanical aspect of injection molding,
and define clearly the variable to be used, are derived. In most cases the model to be
used can not solved analytically and therefore a numerical methods have to be applied.
The next Chapter concerns the investigation of the occurrence of the singularity in this
mathematical model.



CHAPTER 3

STOKES FLOW AND SINGULARITY ANALYSIS

3.1 Introduaction

In this Chapter, the occurrence of the singularities in the Stokes model is
investigated. The analysis is based on stream function concepts. The stream
function gives rise to a partial differential equation called the biharmonic equation.
This equation is a Laplace equation and shows the boundary value problem. Many
papers have been published to deal with singularities in the Laplace equation (see
for instance (Wigley, 1988; Olson et al.,, 1991; Gergiou et al., 1991, 1996). The
solution of the Laplace equation mm polar coordinates with proper boundary
conditions gives the real flow field behaviour around the corner of the cavities for
the velocity, pressure and stress.

In this Chapter, however, the analysis of Micheal (1958) and Moffatt (1964) was
followed to give the complete picture of the asymptotic behaviour of the flow field
near the singular point. Note that this analysis will be used in Chapter 5 to derive
the shape functions for the velocity field.

3.2 Stream function

In Chapter 2, the Stokes flow model has been presented to simulate the behaviour of
generalized Non-Newtonian flow in injection moulding. The exact solution of this
model is obtained using the stream function concepts. In this model, Only two
independent spatial variables are involved. The flow is considered to be creeping
e,.1 Re <</ where Re is the Reynolds number, and the inertia forces are negligible
(Isayev, 1987). Equation (2.16) and Equation (2.60) rewritten here,

Vov=0 (3.1)
~Vp+3Viv=0 (3.2)

The solution of these equations will be in special domain in the cavity, where the
geometry of the cavity is suddenly changed. Geometrically, this domain represents
a re-entrant corner and is defined by:

<r <R, 0<;€?<377r

It is not understood how the solution of Equation (3.1) and Equation (3.2) behave at
this domain.
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The velocity v can be eliminated form the Equation (3.2) by taking the divergence
of the entire equation, the result is:

vip=0 (3.3)

Which is Laplace’s equation and is elliptic. Thus the pressure shows pure boundary
value behaviour.

The continuity Equation (3.1) can be satisfied by taking the velocity components in
terms of the stream function ¢ such as;

vxayyax

(3.4)
The curves ¢ = constant represent streamlines since v-Vg=0 and V¢ will be

normal to the surface @ =constant. The x and y components of Equation (3.2) take
the form:

Z. —%n(v-’w) (3.5)
—Zyg = %TI(VZ o) (3.6)

The variable p can be eliminated to give:

v? (V2q0)= vip=0 3.7

which is a fourth-order differential linear equation with the stream function only the
variable. This equation is known as the hiharmonic equation in two dimensions. Tt
happens that this equation is governing relation in the theory of two dimensional
elasticity, so that a large number of practical sohitions already exist from solid
mechanics (Tomoshenko and Goodier, 1970). These can be applied to our types of
flow. The Equation (3.7) can be written as:

4 4
42 a,¢,+a_f=0 (3-8)
oy oxToyT  ox

It is usual to use the operator V*, defined as:

(3.9)
so that

=t (3.10)
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And operating a second time gives:

4 8’ &% |2
& oy

The solution of Equation (3.11) would correctly simulate all singular flow problems
that include flow around comer, the die-swell, the stick slip and the driven cavity
problems, which are often used as model problems for various numerical methods
proposed for Newtonian or non-Newtonian flow. The particular form of ¢ is
determined by the boundary conditions of the problem considered. The solution
here, however, will not conducted in Cartesian coordinates, but in terms of polar
coordinates, since this system is more convenient to use.

3.3 Polar Coordinates

1t is convenient to formulate the flow around the comer using the polar coordinates.
In this section, the detail of the transformation between the Cartesian and the polar
coordinate is presented. The coordinates are related by:

x> +y?=r® and tanﬂz%
The derivative relationships in the two coordinate systems are:

zz—zcosg @=Z=sin9
ox r oy r
%__l__sinﬁ @_i_cosﬂ
ax r2 r ay ?‘2 r

Now the derivatives of ¢ with respect to y may be written as:

29 _2p06 dpir

(3.12)
0% ooy

Op _rcos@dp . .00 (3.13)
ay r 06 or

Differentiating a second time and substituting for the derivatives with respect to x
and y gives:

2 2 ~2
d P _ sin? 96—-£+c0326‘ i_&ﬂg_{__};o f +2Sin9c039_‘£(£67¢i] (3.14)
ay° o2 ror ¢ 56 or\r 66

Sumilarly

2 2 ~2
& g!):(;’e:»szoﬁ’a ? tsin’@ £_62+_¢’_0 Ld —2Sin90039:a_[£a—¢) (3.15)
&c? ol or\r 66
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Adding Equation (3.14) and Equation (3.15) gives:

v :Qiﬂfi
ol ol
azqo 1op 1 62¢w

o’ ror 2 692

Thus the basic equation may be transformed to:

(3.16)

7 18 18 &% 189 1 3%
Vip=| oy G ¥ Y, S PPy
¥ [arz ror 2007 \ar? ror ,?5p?

3.4 Stress analysis around the corner

In polar coordinate the analysis of the comer admits separable solution with bonded
velocities at the corner. Local solutions, those satisfy all local boundary conditions,
and partial local solutions, those, that when free surfaces are present, satisfy all
local boundary conditions with the exception of the normal stress boundary
conditions (Anderson and Davis, 1993).

Figure (3.1) shows the stress components in polar coordinates as used in the basic

derivation. The various stress components may be derived using the following
transformation:

[crn, O | [cos® sin0lo, oy (cosd —sind 6.17)
06 Ogg “|-siné cos@ O, Oy |l sin@ cosf '

Figure 3.1 Stress components in polar coordinates

However, this study is concentrated on the Non-Newtonian flow in thin two-
dimensional L-shaped cavities as shown in Figure (3.2). It is very important to show
that the solution of Equation (3.16) which is an elliptic differential equation, will
have singular components in the neighborhoods of each of the vertices 4,B,C, D, and
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O with the worst singularity occurring at O, the vertex with the largest interior angle
(Babuska and Miller 1994).

B

C D
Figure 3.2 The L-shaped cavity

If the cavity has three dimensional, the problem will be more complex (Babuska
and Miller 1994),

3.5 Formulation

The formulation of the problem is started by discussing the definition of the domain
where the stream function has singularity (see for instance Yosibash, 1997; Szabo
and Yosibash, 1996; Yosibash and Szabo, 1995). Consider a domain around the
point O as in Figure 3.3. Let 602 =u, I, where [;are analytic simple arcs curves
called edges. These edges intersect at point called vertices to form a comer. The
straight boundaries, which intersect in the singular point O, will be denoted by [;
and 75, On [jand 15 the boundary condittons are assumed to be homogenous. In the
remaining boundaries, ¢=0 on I.°, ¢, =0on &2 IPwhere n denotes the outward
normal vector to the boundary.

Figure 3.3 Domain with re-entrant comer and notation

The problem therefore becomes that of finding ¢ the solution satisfies the
biharmonic equation given in Equation (3.16), which has the general solution given
by Tomoshenko and Goodier (1970):
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Q= Cor2 + (C; + Czrz)lnr + (C3+C4r2)9
+|(C5 5in6 + Cg cosOY 0 + Cyrinr] (3.18)

+Y r*Fy(6)
3.6 Asymptotic analysis of the singularity

The analysis of Micheal (1958) and Moffat (1964) gives the complete picture of
the asymptotic behaviour of a fluid flow near a comer. This analysis is the
comerstone to approach the Non-Newtonian fluids. In this section, the detail of this
approach is given. Micheal(1958) and Moffatt (1964) showed that the expression
for the stream function in Equation (3.18) afier neglecting the first four terms can be
written as:

o=r*F,(0) (3.19)

Where A is any number, real or complex, which may conveniently be called the
exponent of the corresponding solution. Substitution of Equation (3.19) into
Equation (3.16) yields an ordinary differential equation for F;(8) as;

a’ g df 2
—5+l —2+(/1—2) Fi,=0 (3.20)
dg do
Equation (3.20) has the solution of the form
F1(8)=AcosA@+ BsinA@+Ccos(A—-2)8 + Dsin(A-2)8 (3.21)
Here, A, B, C, and D are real constants to be determined, along with the exponent A.
3.7 Boundary conditions

Boundary conditions along the two boundaries determine the constants in Equation
(3.21) and may also impose certain resirictions on the values of 1 and the comer
angle a. In Figure 3.4, along a rigid surface, both velocity components must vanish.
Along a planar free surface, the shear and normal stresses must vanish. The
azimuthal (tangential) component of the velocity must vanish on the free surface.
All the boundary conditions can be summarised as follows:

on the rigid boundary

¢ =0, vg =0 on 8 =zta (3.22a)
v, =0 on 8 =xx (3.22b)
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on the free surface

O, =0 on 8=0 (3.23a)
Ogg =0 on =0 (3.23b)

The general expressions for o,,and o, along 6 =0 can be simplified, when use

1s made of conditions v, =0 and a—;'?— =(along 0 =+a

The simplified expressions, in physical component form are given by Huilgol,
(1977):

= nA(r6
Iro = nA(r) (3.24)
Og =—D+ nA(QG)
Here along @ =0
Arf) = +*=2F (@)
A(68) = 2r*7?Fy(a) (3.25)

(o)

Figure 3.4 Comer boundary conditions

In Equation (3.24), p is the pressure and 7 the coefficient of viscosity.

Clearly to get a non-zero solution that satisfies the above conditions, which are
homogeneous in the constants, A, B, C, D, this required satisfying two conditions
between the coefficients, i.e. between o and the index A. These conditions will thus
serve to find pairs of values (@, 4) each of which will give a possible mode of

separation. Imposing the non-slip boundary condition v, =vg =0 At @ = ¢ This
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means that Fj(*a)=Fj(ta)=0. From F;(@), these become four equations
involving the constants 4, B, C and D.

By simple additions and subtractions there are easily seen to be equivalent to:

Acos Aa+Ccos(A—2)a =0 (3.262)
AdsinAda+C(A-2)sin(A-2)a=0 (3.26b)
BsinAa+ Dsin(A—-2)a=0 (3.26¢)
BAcosAa+D(A-2)cos(A—-2)a=0 (3.26d)

Each pair of equations is homogeneous, and therefore if the index A is chosen
arbitrarily, the four constants will be zero.

3.8 Eigenfunctions solution

3.8.1 Antisymmetrical Flow

Figure (3.5) shows this type of the flow. In this case the values of 1 are odd and the
corresponding eingenfunction is also odd.

Figure 3.5 Antisymmetrical flow

The both velocity components vanish on 8 =+a provided F;(ta)=Fj(ta)=0
sothat B, D=0

F;(0)= Acos 18+ Ccos(A—-2)0 (3.27)
and F(a)given by

AcosAla+Ccos(A—-2)a=0 (3.28)
and Fj(a)is given by

AdsinAa+C(A-2)sin(A-2)a =0 (3.29)

The values of 4 and C in Equation (3.28) and Equation (3.29) can be non-zero if the
determinant of the coefficient vanishes, i.e., if

(A-2)sin(i—2)acos la—AsinAacos(A—2)a=0 (3.30)
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Let u=A-1,Equation (3.30) reduces to the form:
sin2ua = —pusin2a (3.31)
3.8.2 Symmetrical flow

For this type of flow F;(€) is odd, the both velocity components vanish on
0 =ta provided F;(+a)=F;(ta)=0.In this case A=C=0and F; (@) is given
i F;(6)=BsinA6+ Dsin(A-2)6 (3.32)
and F; (@) given by:

BsinAa + Dsin(A -2 )a=0 (3.33)
and F}(a)is given by:

BAcosAa+D(A-2)cos(A—-2)a=0 (3.34)

The values of B, D in Equation (3.33) and Equation (3.34) can be zero if the
determinant of the coefficient vanishes, i.e., if

(A —2)cos(A -2)asin Aa — Acos Aasin(A —2)a (3.35)

This reduce
sin2ua =+usina (3.36)

Where u=A4A-1

\
—

Figure 3.6 Symmetrical flow

The characteristic Equations (3.31) and (3.36) are solved numerically using iterative
methods. For a given separation angle & Equations (3.31) and (3.36) give the
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distribution of the eigenvalues g . In this study, the cavity has a re-entrant corner
with an anglea = iz .

The first eigenvalues from Equations (3.31) and (3.36) ordered by increasing real
part, for antisymmetrical and symmetrical flow are listed in Table 3.1see Georgiou
et al., (1990).

Antisymmetric

Symmetric

0,54448

0,50853

1,62926+ 0,231251

2,30133+£0,31584

2,97184+ 0,373931

3,64148+0,418791

4,31038 £ 0,45549i

4,97890 £ 0,486631

5,6471110,51368i

6,31508+0,537631

6,98287+ 0,559111

7,65051 £ 0,57859i

6,31803 £+ 0,596421

8,98546+ 0,612851

Table 3-1 Eingenvalue for asymptotic solution

It 1s worthwhile to note the following:

= Although u = /is a solution to (3.31) and (3.36), it is not an eigenvalue for this
problem.

® There is an infinite number of eigenvalues for both sets of solutions.

* There is only one real eigenvalue for each solution and it is less than unity.

» The real parts of the complex eigenvalues are always greater than unity.

The velocities and stresses are obtained by differentiating Equation (3.19). Since
Re( 11 )>0, the velocities and the integrated stresses, which are O(r” ), approach to
zero at the comer (7 — 0). The stresses at the comer, however, are O(r*™ ) and
become more singular as & increases.

3.9 Higher order solutions

In the case of the two-dimensional Navier-Stokes equations in the plane, the
singularities has been treated by expanding the stream functions ¢ in the form
(Lugt and Schwiderski 1965; Vasilopoulos, 1988).

P=Qg+@;+¢@)... (3.36)

where ¢, is the Stokes solution. The term ¢, corrects for the mis-match in the
inertial terms when ¢, substituted into the full equations, while ¢, corrects for the

mis-match for ¢, + ¢, and so on. They assume that in the Stokes regime the stream
function can be expanded in a series of the form

op = Ar’™F,; (0) (3.37)

n={
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where the A, are suitably chosen and ordered so that

I(Re( A; XRe( A3 )... (3.38)

The A, are constants. The general flow is mixture symmetrical and antisymmetrical
flow but it is convenient and permissible in view of the linearity of the Stokes
equation to consider the types separately.

Taking the antisymetrical case Equation (3.27) is satisfied, and from Equation
(3.28):

£=_ cos Aa (339)
A cos(A—-2)a
The stream function (3.37) becomes:
o = Yy cos(A, — 2)acos 4,8 — cos 4,a cos(A, —2)6 (3.40)
cos(4, - 2)a

Taking the converse symmetrical case Equation (3.32) is satisfied, and from
Equation (3.33):

22_ .Smla (3.41)
B sinfA-2)a

The stream function becomes

0o, =1 B[sin(lz —2)asin 2,6 —sin A, cos(A, — 2)9} (3.42)

sin(4, - 2)a
but the stream function is given by:

Py =Py +Po2 (3.43)

Finally, the stream function takes the form

-y cos( Ay —2 Jacos A8 —cos Ajxcos( Ay — 2 )0
cos{ Ay —-2)a

2B sinf Ay — 2 )a sin A58 —sin Ara sin{ Ay — 2 )0
Sin(/lz -2)0[

(3.44)

@ =rMFy (6)+r*2F; (6) (3.45)
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There is only two real roots which satisfy the characteristic Equation (3.31) and
(3.36) when a =3Z | these roots are A, =1.544 and A, =1.908 corresponding to
antisymmetric and symmetric flow.

The pressure field in the neighbordhood of the comner is given by Weinbaum,
(1968).

p=d(ay - DA -8 N2 Gun e
cos(Ay —2)a
» (3.46)
Sin A& As—2
—4(A; —1)Bl ———— ™2 Ay —2}+
(42=1) (sin(/'tz —2)a} cos(hy—2)*e
where c is constant.
Finally, the stream function can be written on this form:
o= Ar' 3 F(0)+ Br1 P Fy(6) (3.47)

giving rise to algebraic singularities in second derivatives, i.¢. in pressure and stress,
at the corner in both antisymmetric and symmetric parts of the flow. An interesting
characteristics of the local asymptotic solution of the corner problem is that both the
antisymmetrical and symmetrial solutions contribute one singular term that causes
the stresses to become infinite such as:

AR N (3.48)

O — €
Along the bisector @ =0, the leading order symmetrical contributions to the radial
velocity component and the pressure vanish; the contributions to the circumferential

velocity component also vanishes. Therefore, at 8 = 0 and close to the singular

point, the radial velocity component is proportional to %™ and the

circumferential velocity to r®*. The antisymmetrical contribution to the stress

also vanishes at @ = 0 and the stress is determined by the less singular symmetrical
contribution.

The corner flow problems in this study is considered to be the flow between a rigid
boundary and free surface which is equivalent to the die swell problem. Micheal
(1958) showed that for zero surface tension on a planar free surface the angle
amust be equal to 7. Schultz and Gervasio (1990) suggested that either the slope
is zero or the mean curvature is infinite. The first two roots for various angles up to

ég— are listed in Sturges (1979). However, in this study, it is assumed that the radial

form for the local solution is not very different from the solution for a= r.
Therefore, the local solution is the same as that for the die swell or the stick-slip
problems. The problem of this study is antisymmetrical flow problem, the
symmetrical flow is ignored from the formulation and the stream function for the
antisymmitrical flow becomes
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@ =r*" dlcos(A+ 1P —cos(A - 1)9] for A=1,3,3,.. (3.49)

The asymptotic behaviour of stream function, velocity, pressure and stress simply:

o~ vort p gy i

so the most singular behaviour of the velocity and stress components are

y ~ r0-54448, oy~ 0454

there are two important consequences of these results, Although the stress field is
singular at the comer, i.e. gjj—> o as the force F exerted by the fluid on the
boundary is finite. This fact is verified by computing

F=[[ogs (3.50)

where 7 is the unite normal pointing into the fluid and noting that the integral is
finite as longas A+7> 1.

The local solution will used to construct the singular element that will be discussed
in Chapter 5. Note that the singular elements require only the knowledge of the
radial form of the local solution Georgiou et al, (1990).

3.10 Closure

In this Chapter the local analysis of the stress singularity due to the abrupt change
in the geometry of the cavities has been discussed. The analysis is carried out using
the stream function concept, the polar co-ordinate is used to solve the biharmonic
elliptic partial differential equation. The solution is based on an idea used to solve
solid mechanics problems (fracture). The goal of the solution is to find how the
stress and the velocity behave. This analysis will be used in Chapter 5 to derive the
shape functions for the singular element.



CHAPTER 4

THE FINITE ELEMENT METHOD FORMULATION

4.1 Imtroduction

The conservation laws described in Chapter 2 results in partial differential equations
(PDE) which are the continuity and momentum equation. The analytic or the exact
solution of these equations is impossible due to the complexity of the boundary
conditions as well as the boundary of the cavities, which is irregular. While insight
has been gained from many analytic analyses, the approximations is necessary to
obtain a solution often limit the applicability of the solution to generalities or
qualitative assessment. For a realistic, detailed study a numerical method must
itroduced to explains the necessary transformations of the partial differential
equations (PDE) to discrete formulation of the problem, that can be finally be solved
numerically.

In this Chapter, one of the most power full methods to deal with these types of
problems has been introduced. This method is called the finite element method
(FEM). Through this Chapter all the steps of this method are discussed. In this study,
also a special finite element method have to be mmplement, this 1ssue will be discussed
in detail in Chapter 5.

4.2 'Weak variational formulation

The first step that must be undertaken in use of the finite element method is to write
the variational formulation of the problem. Equation such as (2.16) and (2.32) are
called the strong or classical formulation of the problem. These differential equations
must be satisfied at every point within the domain of the flow. Solution for this type
of formulation are often impossible because of irregularities and discontinuities in the
data describing the problem. Hence, it is necessarily to look for a “weaker”
variational formulation of the problem. That will allow for irregulanties in the data.

Here the formulation is based on the Galerkin's weighted residual approach. In this
approach the basic equation is weighted with appropriate discrete weighting functions
and the resulting equation integrated over the region of interest is equal to zero.

j-(weighring ﬁmction)x (differential equation)d = 0 (4.1)

02
The weighted function in this study is the velocity and the differential equation is the

momentum equation.
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Let L’(€2) the Hilbert space of square-integrable functions, and H'((2) the Sobolev
space of functions which are square integrable up to its first derivative. We denote by

U c H'{£2) the space of admissible velocities, defined by:

U= {1 =(u;,uz):up,uy eH](.Q),u=OonFe I,

That is the weighting functions u satisfy the essential boundary conditions. To
formulate the weighted residual statement, we approximate the solution by taking the
product of momentum Equation {2.32) by the weighting function #, and integrating
over the domain.

It is important to note that, the notation employed in this section 1s very powerful, yet
very simple. The convention is used whereby ANY repeated subscript is assumed to
imply a summation over its appropriate range (i and j over coordinates x and y), and &
and / over 1 to 8 for a 2-D 4-node quadrilateral element. When a comima appears in a
subscript list, this implies partial differentiation with respect to appropriate
coordinate. Thus v;; has an implied summation over the coordinates, and
representdv, (3x +dv), dy. Using this notation the momentum equation can be

written as:
(6P +2m &y);=0 42)

Doing the variational and substituting for &,, the weighted residual form of Equation
(4.2) is then:

[fus 652+ nlvs v ); d2 =0 4.3)
P

We have the vector identity:

[ui {5UP + 77(":‘,1‘ Vi )}] ;=

(4.4)
uij{é',-JP + TT(V,-J' +v )}+ u; {5UP + q(wu +vy )}]

The Equation (4.4) can be used to expand the integral Equation (4.3) above, as well as
the fact that the term in the integral can be simplified by the following:

(w0P) ;= us S =i P (4.5)

and we obtain

”{u,-)iP + “i,ﬁ("i,j"' Vii )}dﬂ = ”uz. {é'yP + n(v{-J+ Vii )}Jd!? (4.6)
o 19
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The right hand side is an surface integral of a divergence, and so can be converted to
line integral of the normal over the appropriate portion of the boundary. The above
equation becomes:

[Jlus.sP -+ us rlos o vys Jd2 = fusomiar 4.7)
Q r

where
{5 ]-P + r;(v i+ Vi )}n (4.8)
is the normal stress on the surface.

The normal stress on the surface can be neglected due the boundary conditions that
made in Chapter 2, the variational formulation of the momentum equation becomes:

H{u,-jp g v v R = 0 (4.9)
o

but (vf,j+ Vji)= 2 éi
Substituting into equation (4.9) lead to:

H{ui,fP +u; ;21 ég}d!? =0 (4.10)
0

Separating the terms of Equation (4.10) gives:

| ju,- 2néyd2+ [[usPdc (4.11)
0 2

From the incompressibility condition for polymer melt, the continuity equation using
the above notation is given by:

i~

0 (4.12)

integrating &;; over the area

Hei,- 40 =0 (4.13)
02

and then substituting for €;

va,z-d-@ =0 (4.14)
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Equation (4.11) and Equation (4.14) are the variational form of the problem, it can be
apply for the domain as a whole, but it also for particular subdomain, or element.
Thus we would have only a set of element equations corresponding to the above,

where only (2 and I” would be changed to £2°and I¢ for element e. To solve (4.11)
special variation of the velocity and pressure must found. The first step is to subdivide
the simulation domain into a number of subdomains called elements. Each element is
associated with number of discrete points or nodes located within the element or its
boundary. The variation of the velocity and the pressure within an element is then
defined in terms of the values at the belonging node points. This issue will be
discussed in the next section.

4.3 Isoparametric element

The domain occupied by the fluid is divided into simply shaped elements, and within
each element, the dependent variables are interpolated from their values at set of
nodal points. The interpolation function in the isoparametric formulation can be used
to mnterpolate the solution, which is the vertical and the horizontal velocity, and the
geometry of the element which is quadrilateral. Given that, the velocities and
coordinates are interpolated as follows:

{:‘ } =[~Ka,} (4.15)

¥

{;} =¥} (4.16)

where
{ai}z[le Viy - - Vm vny]T

{C}""[x] Yro- - Xy yn]T

wif [N ] is higher order than [ﬁ ] , the element is called subparametric element,
= qf [N ] = [f\;’ ], then the element is called isoparametric element,
= if [N ] is lower order than [IV ] , the element is called superparametric element.

In this study, the fluid domain is divided by quadrilateral isoparametric elements, the
velocity has approximated by bilinear interpolation functions. The element has four
nodes with two variables at each node (see Figure 4.1).
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Figure 4.1 Four noded quadnlateral isoparametric element

The x component of the velocity at any point within the element can be expressed as a
sum of values at the nodes times shape function evaluated at the point.

4
v, =2 Ny, (4.17)
i=1

where v; are the value of v at the node / in the element e. Similarly for the y-
component of the velocity:

4
v,=Y Ny, (4.18)
!

Here the N’s are shape functions or interpolating polynomials, and are defined such
that each N, is equal to one at the /* node , and equal to zero at all the other nodes in

the element. With these substitutions for v, and v, it is apparent that the variational
form depends only on the values of the velocity components at the nodes and the
pressure in each element.

For convenience, let e for each node in the element the velocity vector to be defined
as:
vy
a; = (4.19)
vy

Let similarly, the velocity vector v at any point within the element given by:
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vy Ne
v= v =EN,-Ia,- (4.20)

this represented in matrix form as:

N, 0 N, 0 N, 0 N, 0
v {a} (4.21)
0 N, 0 N, 0 N; 0 N,

where

T
{ai}:[vfx Viy Vax Yz, Vi Vi Vg V4y] (4.21)

Recall the expression for deformation rates

Ey:i ?Kl__;__l
2\ oy o

The deformation rate can be expressed as a matrix product with the differential matrix
operator L as follows:

R
Sxx Gx 0 Vx
e l=| 0 = = LNV = BY (4.22)
R oy vy
Cxy ;8 ;0
2 Ey_ 2 5;

here, the matrix [B] is the deformation rate matrix. This matrix will be discussed on
details in Appendix B

Recall the incompressibility condition here:
éz’izéxx +é}’y=0 (423)

which also can be expressed as a matrix product with the differential matrix operator
M as follows:

v
—f—}{ x] = MNY =m! O (4.24)
ay v}"_{

where m” =[1 1 0]
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Substitution of the approximation Equation (4.22) and Equation(4.24) back to the
integral equations Equation(4.11) and Equation(4.14) yields:

ol Jol- 0 429

y

e, {:x} =10} (4.26)

b -

4.4 Penalty method for eliminating the pressure

or

We apply a penalty method whereby the pressure, p 1s assumed to depend on the
velocity gradients in the following form:

mCv-2 =p (4.28)

A
where A is penalty parameter. Equation (4.28) allow p to be eliminated from the
computation. As computationally it is advantageous to use the mixed form and

introduce the penalty parameter only to eliminate the p values at the element levels,
we shall presume such penalization to be done after mixed discretization.

The use of penalty forms in fluid mechanics was introduced early in the seventies by
Zienkiewicz and Godbole (1975) and is fully discussed by Zienkiewicz and Vilotte
(1985). The discretization equation will be:

[]E»’:]l [ké {:;} _ {g} (4.29)

P

where 7 is the identity matrix. Equation (4.29) can be simplified to:

[[kv]+ A, Ik, ]IV] = {o} (4.30)

where

lk,]= [[" DBdO (4.31)
2

K, 1= - [[cac (4.32)
2
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The matrix [D] contains the material properties is given by:

2n 0 0
D=0 2n 0
0 0 ¢

For stable solution, it turns to be necessary that [k p] is singular, This can be

accomplished by using integration in the numerical integration (see Fortin (1981)).
This simply consists using a lower order Gaussian integration rule for evaluating of

the integrals in [k P]will using a sufficiently higher order rule for [k,,]. This

requirement actually reduces the computational load in generating the matrix
equations.

In addition, we have also gained in the elimination of the additional unknown
representing the pressure in each element. As an added benefii, the matrix is more
closely banded as well as the elimination of the zeroes along the diagonal of the
pressure equations which effectively eliminated the possibility of an iterative solution
of the matrix equations.

The penalty constant, A, is typically chosen to be:
A=cn (4.33)

where ¢ is constant on the order of 10°-10" as in Zienkiewich and Vilotte (1985). This
choice seems to yield reasonable results with regards compressibility and pressures,
without producing numerical i1l conditioning.

4.5 Conditons for the mixed formulation

In the solution of penalty formulation, four-noded quadrilateral elements are used
with continuous bilinear velocity interpolation. The use of reduced (l-point)
integration for the penalty term makes the penalty formulation equivalent to the mixed
formulation. It is important to recall here that the mixed form allows only certain
combinitions of N, and N, interpolations to be used without violating the convergence
conditions. To ensure convergence in the solution, the interpolation functions for the
velocity, N, and the pressure, N, must be chosen such that dimension of N, is one
order less than that of N,. The O,-P; element conforms to this requirement. Continuos
bilinear interpolation is used for the velocity field and the pressure, or stress, field is
constant over the element.

Owing to the incompressibility, or nearly incompressibility, condition present in the
mixed formulation, mesh locking can occur. It is well known that the elements that
satisfy the Babuska-Brezzi, or LBB, stability condition will not lock. Although the
O;-py elements does not satisfy the LBB condition, optimal rate of convergence can
still be proven under certain conditions-nearly incompressible approximation and
reduced integration. This was discussed in detail by Hughes (1987). Many other
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clements useful in fluid mechanics are documented elsewhere, (Fortin, 1981;
Englemen et al., 1982). It is of general interest to note that frequently elements with
Cp continuous pressure interpolations are used in fluid mechanics and indeed their
performance is generally superior to those with discontinuous pressure interpolation
on a given mesh, even though the cost of solution is marginally greater.

4.6 Shape functions

The essence of the finite element method, already stated above, is the approximation
of the unknown by expression given as:

k
V:ZNi-aizNa (434)
i=1

where N, are the interpolating shape functions prescribed in terms of linear

independent functions and a; are a set of unknown parameters. In the Galerkin

method the variables are chosen to be identical with the values of the unknown
function at the element nodes, thus making:

v =q, (4.35)

Now consider to interpolate a constant function over the simulation domain. It is clear
that a constant value of a;specified at all nodes must result in a constant value of v
which immediately implies that:

i
YN, =1 (4.36)
=1

At all the point of the domain. The so defined shape functions are referred to as
standard shape functions.

In the simplest case (which is also the choice that is compatible with element to be
developed in Chapter 5) a non-curved quadrilateral elements with a node in each

comer have to be used. The shape functions N, are taken as bilinear functions. They
are given at each node by Zienkiewicz (1988):

N, = {1-£Kt-n) (4.372)
N,= é(f +&EXI-7) (4.37b)
N; = i—(} +EXI+7) (4.37¢)
N, = -3(1 —EX1+7m) (4.37d)

In the isoparametric element the interpolation functions can be used to interpolate the
coordinate of the element as well.
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4.7 Coordinate Transformation

It is remarkable that two transformations are necessary to evaluate the integral in
Equation (4.30) over the domain of interest:

Because the shape functions N, are defined in terms of local coordinates (£,7), it is
necessary to devise some means of expressing the global derivatives of the type
occurring in the Equation (4.30) by local derivatives. The element of volume (or
surface in case of boundaries) over which the integration has to be carried out need to
be expressed in terms of the local coordinates with an appropriate change of
integration limits.

To express these transformations, consider two dimensional local coordinates (£, 17)

and a corresponding two of global coordinates (x, y). The following mathematical
resuits based on the chain rules of differentiation is used:

Using the chain rule on G=F ,(£,n)=F,(x,y)

1G04 3y,

ox oy

now the derivatives of the shape functions with respect to £ and 7 have the form

oN; _aN; ox oN;

= — 438
& ox 96 oy O& (438)
. ON, o&x ON.
6N, — [ i 2 (438)
én ox dn oy on
Or in matrix notation can be expressed as:
oN; | |&x Oy aN; | ON;
05 |_|0¢ 8| | &x |_14] &x
N, |=| & o ||V, =[J o, (4.39)
én | |6n on] | 9 &y

The lefi-hand side of the Equation (4.39) depends only on the shape functions ¥, that
are specified in the local coordinate system. Furthermore, as (x, y} are given
explicitly, the matrix J can be found in terms of local coordinates. This matrix is
known as the Jacobian marrix. Equation (4.39) represents a set of simultaneous

equations in which 8N/éx and ON/dy are the unknowns.

Since the point of interest is the definition of denvatives in terms of locally defined
shape functions the remaining task is to convert the Jacobian matrix J. As a result the



Chapter 4 The Anite Bement Method Formulation 54

derivatives of the shape functions in general coordinate system are found to be using
Cramer’s rule:

ON; ON; Y _yyoN:
_[yH] 0 |_1] én o5 || 9&
N, =T o, "7 B a | v, (4.40)

oy on on o0& || on
Y 7
A

T 5
r—

Figure 4.2 A transformation from a quadrilateral to master element

In Figure 4.2 a four noded element mapped onto local master element. For integration
purposes a general located element defined in the plane coordinates (x, y) is mapped

onto a standard element in the (/,’, 77) coordinates system Figure 4.2.

Again the variation approach can be used but now interpolating the coordinates
vectors itself instead of a distributed value. The variation approach can be written as:

x=xT -Nn) (4.41)
y=YT . N(&7) (4.42)

Where x and y are the coordinate vectors of the element points. Notice that (4.41) and
(4.42) is the same formulation as (4.37) only applied to the global coordinate values.

Using the Equations (4.41), (4.42) and (4.37) we find the values of J and |J|at any

point in any £2,. For instance;

S = 2 Lm0 b+ 08X ) 1=K, |

=-E(I-q)x1 -'r;(]“'n)xg +Z(]+7?)x3 +z(1+77)x4

It can be written in matrix from as:
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X
_ax [oN, av, aN, N, ]x
"Tos e 8 oc ¢
H (4.43)
X;
:{_(1-17) (1-n) (+n) _(1+77)} X,
4 4 4 4 |lx;
X4
or
G=n) (=) Gon) ~Gonler
_1i=U-n) U-n) U+n) -U+n)ix, v,
V-4 Sohy en o)l (440

Xy Vg

Multiptying the two matrices gives:

L (= x X =)+ G5 —x X1 +m) vz =y W -m)+ (s -y NI+ 7)
[J]m4[(x4—xlX]_é:).[.(xs_szj_,.g) (}’4_J’JX]"~’§)+(y3-y2XJ+§)} (4:43)

And then the Jacobian is evaluated as:

=285 o G G

4 4 oN, BN 8 GN
'§,Z,[ (65 on  on 65] }

(4.46)

By setting i =/,2,3,4 and j=1,2,3,4 for each 7, the summation in Equation (4.46) leads
to |/ in matrix notation as:

0 I-n -&+n —-I1+& ||y,
-I+n 0 I+& —=&-11y;
E-n —-I1-& 0 I+n iy;
1-& &+n -I-n 0 J}uJ

Mzé[xz Xy X Xy (4.47)

Expansion of |J| in Equation (4.47) and omitting the tedious algebra gives:

1 .
] :g[(xij_?# — x3,¥ 13 )+ €063y —x12y34)+1](x23y” ~X13¥ 23] (4.48)

Where
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xy=x;—x;and y;=y; -y,

The inverse of the Jacobian is given by:

o on
T = ZgZ; = _% % (4.49)
o &

The computations of d&/dx,0n, 8x,0&/dy,and 8r7/8y can be calculated as follows

because &/ =0
Similarly

The nverse matrix of the Jacobian can be written on a special form, which is useful
to evaluate the strain in terms of the local coordinate (see Appendix B).

— 1 Jzz _sz f}l F}?
rl=l’ == = ’ :
[ ] [ ] J|i‘“-]21 Ju } [sz rzz (#59

With the help of parameter comparisons and simple transformations the global
derivatives can be extracted.

To transform the variables and the region with respect to which the integration is

made a standard process will be used that involves the determinant J. Thus the area
glement becomes

dxdy = 1J\d&dn (4.55)

Assuming that the inverse of J can be found the problem of general evaluation of an
integral is reduced to element properties F of the form:

i1
[ [Fle.mpzan (456)

-1
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The integration 1s carried out within a standard element in the local coordinate system
and not in the complicated distorted shape, thus accounting for the simple integration

4.8 Numerical Integration

The idea of numerical integration in finite element analysis is similar to integration by
using well-known formulas such as the trapezoidal and Simpson rules. In finite
element applications, the Gauss-Legendre formula is often used. In general terms,
numerical integration can be expressed as:

[P = iF(xf)V,- (4.57)

1

where idenotes an integration point, m is the number of such points at which the
function is evaluated and summed, and W, are the weighting function. That is, an
approximate values of the integral in Equation (4.57) is obtained by finding the
summation of the values of the function at a number of points multiplied by a
weighting function at each point.

To integrate over the x-y plane, first, it is important to transform x-y coordinate to
&—n coordinates by an appropriate transformation. The advantage of the
transformation of any element onto a standard element offers the possibility to use
standarized integration methods. Thus, a set of sampling points has to be chosen with
the aim of the best accuracy. To integrate (4.57) a discrete formulation like:

1= [ [ Frilodty=[ | Foenpan (4.58)

Because the above integration would be over a rectangular domain in the x-y plane, to
transform x and y we take the advantage of the shape functions

1-¢ 1+¢&
N P B 459
X= A (4.59)
I-n 1+7m
_ R 4.60
y=—F Yt (4.60)

Next, integrating twice, as illustrated below:

I= fi _[]Fz(é:ﬂ}iﬂfdﬁz fli:ZFZ(afi,q)Wf n= ZZFZ({;,%W (4.61)
i=]

Fli=1

where 7 is the order of integration, £;,7, are sampling points or the so-called Gaussian

points within the standard element and W;are belonging weighting functions. The

accuracy of integration is described by the order of a polynomial, which integrated
exactly. For Gaussian Quadrature, the order of polynomial exactly integrated is 2n-/,
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where n is the order of Quadrature used. The following table relates the sampling
points and the weighting functions.

Order Location of sampling point | Weight function
1 0 2
-0.577350269 1
0.577350269 i
3 -0.77459667 0.5555555
0 0.83888888
0.77459667 0.5555555

Table 4-1 Sampling point related to weight function

In the case of our model the integration can be calculated using (4.61). With the
values for sampling points and weighting functions taken from Table 4-1.

With the numerical integration used to substitute the exact integration, an additional
error is introduced and the first impression is, that it should be reduced as much as
possible. Therefore, it is for interest to determine:

* The minimum integration requirements permitting convergence
=  The integration requirements necessary to preserve the rate of the convergence
which would result in case of exact integration.

In tumed out, that the minimum order for the numerical integration must be the same
or higher than the order of the interpolation chosen by the shape functions. To
preserve the accuracy of the results it is normally enough to increase the integration
order by one in comparison to the interpolation order of the shape functions.

4.9 Solve for the primary unknowns: Nodal velocities

Equation (4.30) is a set of algebraic simultaneous equations. This set of equation is
nonlinear because the coefficients K| in the matrix [K,], which are composed of

material properties (viscosity 17) 1s not constant and depend on the magnitude of the
deformation rate and other loading conditions like temperaiure and the pressure. The
unknowns in Eq.(4.30) are the nodal velocities given by the assemblage vector,

{v }T = [le Viy Vax Y2y Viz Vi Ve Vg ] Theses are called prmary
unknowns because they appear as the first quantities sought in the Equation (4.30).
Very often additional or secondary quantities must be computed from the primary
quantities. In our case the secondary quantities are the stresses and the deformation
rate. It is relatively straightforward to find the secondary quantities once the primary
quantities are known, since we can make use of the relations between the deformation
rate and the velocities and the stress and deformation rate.

The equations can be solved by using iterative methods. One of the well known
iterative methods to treat these types of equations is called The Newton-Raphson
method.

Twenty-two points, plus triple-word-score, plus fifty points for using all my Iletters.
Game's over. I'm outta here.



CHAPTERS

SINGULAR FINITE ELEMENT METHOD

5.1 Introduction

To achieve maximal accuracy of the flow field near the corner of the cavity, special
finite element analysis have to be used. Elements with special properties are
required to treat this special domain of the cavity. The geometric features of the
special domain may give to highly singular response in the solution of a field
problem. In Chapter 3, the eigenfunctions analysis derived to characterize the
asymptotic strength of the singularity to the solution field. However, the actual
solution depends upon the nature of the loading and there are situations when the
singularity does not contribute significantly. For this reason, it has been suggested
that, ideally, singular finite elements (SFEM) should strike some balance between
being able to represent smooth behavior and potential singular behavior.

In Chapter 3, the local asymptotic solution of two dimensional comer problem has
been presented. This solution gives the stress distribution field near the singular

point. The stresses exhibit behavior of the form r*~' , and the velocity at the corner
varies as r* (A is real number), where r is the distance from the corner and A is the
order of the singularity. The value of 1(0 < A < I)depends on the geometry of the

problem. In the case of antisymmetrical flow A=0.54¢and in the case of
symmetrical flow 4 =09.

In this Chapter, the singular finite element (SFEM) approach is reported in attempt
to deal with singularity in injection moulding arising from the sudden change in the
geometry of the cavities. The singular element interpolation functions are
constructed from the eingenfunctions described in Chapter 3, and has a variation of

the velocities of ## (A is real number) from the singular point and hence a variation
of the derivatives of »*.

The singular finite element technique has been developed and used extensively in
solid mechanics (Dutta, 1993; Abdel Wahab and De Roeck 1996, 1995(a), 1995(b)),
and introduced also for Newtonian fluid mechanics by Gergiou et al.,, (1989),
(1990), but received limited attention for the non-Newtonian fluid. Here, this
approach is introduced to simulate the Non-Newtonian fluid in injection moulding
with comer singularity. The types of singular finite element, the construction of
field shape functions and numerical integration over the singular element will be
addressed in the next sections of this Chapter.
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5.2 Types of singular finite elements

The desirability of using a special element with the proper singular behavior is
almost self-evident. A properly constructed special element strictly speaking should
observe the inter-element continuity required between the special element and its
neighbors. Two singular finite elements approaches have been review it in Kermode
et al., (1985).

5.2.1 Singular basis function approach

A set of supplementary basis functions chosen to reproduce the leading terms of the
singularity solution is added to the standard finite element solution expansions
(Srang and Fix 1973; Morley 1973). The singular functions are usually defined over
several elements and can span the entire domain.

Two difficuities arise in applying this approach to an actual computation, even after
the form of the singularities is known (see Srang and Fix 1973). The first is the
evaluation of inner product involving singular functions, and the second is the
inversion of the stiffness matrix. For the former there are a variety of tricks which
exploit the special form of the singular functions. Generally speaking the most
singular part-the radial dependence in the energy integrals-must be done
analytically. The integration in 6, and if absolutely necessary, also the energy
integrals involving only one singular function can be done by high-order numerical
integration. A fixed quadrature rule of low accuracy is totally inappropriate.

The inversion of the stiffness matrix is a more serious problem. The addition of the
singular functions destroys the band structure of the matrix and may lead to extra
operations in elimination as well as extra storage requirements. In additions, the
conditioning of the stiffness matrix is very much in question.

5.2.2 Singular Element Approach

In which special elements incorporating at least the radial form of the local solution
(by means of special basis functions or singular geometric transformations) are
employed in small region around the singularity while ordinary elements are used in
the rest of the domain. The various proposed elements can be classified in three
categories:

Embodied singularity elements

Special elements are employed around the singular point, and the corresponding
field shape functions embody the form of the singularity (Tracey, 1971; Tracey and
Cook 1977; Askar, 1987).

Embedded singularity elements

The leading terms of the singularity expansion are used to describe the full solution
over multinode element surrounding the singular point, and conventional elements
are used elsewhere (see Sih 1973).
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Singunlar isoparametric elements

Singular geometric transformations, defined on the elements surrounding the
singular point, can provide finite element approximations with the desired singular
behaviour. The transformation becomes singular by properly changing the position
of the midnodes, e.g. quarter point elements(Henshell and Shaw 1975; Bersoum,
1977; Horvath, 1994; Benzely, 1974). Even though the singular isoparametric
elements have been successful in dealing with crack problems in fracture
mechanics(Henshell and Shaw 1975; Bersoum, 1977) and are equivalent to the
embodied singularity elements in some cases. The singular isoparametric element is
not appropriate for fluid flow problems for the following reasons:

» Singular isoparametric elements cannot handle singular primary variables. The
proposed elements can be constructed with no node at the singular pomnt for the
singular primary variables.

= Singular isoparametric elements with curved sides are difficult to use without
loss of accuracy. Consequently, they are not effective as the embodied
singularity elements for free surface problems.

» In order to describe general power- type singularities with isoparametric
elements, one has either to increase the number of nodes per element or to
construct special field shape functions which combination with the distortion of
the physical element will yield the desired behavior. With the embodied
singularity elements one has to modify only the field shape functions.

5.3 Element description

In the finite element discretization, we use singular triangular shaped elements in a
small core around the singularity to capture the abrupt change in the geometry and
ordinary rectangular elements in the rest of the domain, as illustrated in Figure 5.1.

Singular

/’ element

element

>~

Figure 5.1 Ordinary and singular element

The singular element described here is a generalization of the singular element
suggested by Tracey, (1971) for elastic crack tip singularity. The element is five
nodes triangle, and has one of its nodes at the singular point, which is node 1 as in
Figure 5.2. The power form variation is chosen in the direction away from the
singular point low order smooth variation is chosen in the angular directions.
Figure5.2 illustrates the triangular singular element that we are going to
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implemented in this study. The shape functions is developed in terms of the oblique-
co-ordinates & 7 which vary over the range /-1, / ] with in the element.

The radial edges correspond to 77= -1, 1. The edge &= -7 is actually a point- the
singular point, and the far transverse edge is &= 1.

n
6 3
@‘6
X
1 4 2

Figure 5.2 General triangle terminating singular point 1

5.4 The velocity shape function

The construction of the field shape functions, describing derivative singularities of

the general form 7"/ (0 <n <), has been the central subject of various works
(Bersoum, 1976; Hughes and Akin, 1980). Hughes and Akin (1980) presented an
algorithm for generating shape functions from an arbitrary starting set of
independent functions. Unfortunately, this algorithm is not capable to achieve
satisfactory result when few nodes added to the element. Dydo and Busby, (1997)
developed a new equivalent algorithm to circumvent these difficulties. For the
present work, the previous algorithm has been used to derive the shape functions.

The algorithm for constructing the interpolation functions is:

Mpy(r)- ZMm+l(ra)Ma(r)

Stepl: M, (r)« a,:l
Moy (tmeg )= ZMm-i—I(ra WMo (tyiy)
a={
Step 2: Ma(r) « Ma (r) _Ma(rm+l )Mm-ri (r)
Step 3 If m+1<n, replace m by m+1 and repeat step /-3
Ifm+1=n Stop

In the above, M, (r) is the a" shape function of the coordinates . M alrmsy) is

the nodal value of Af, evaluated at the r,,, ;nodal point. The arrow < means ‘is
replaced by’. Each shape function that is added to the set of the existing shape
functions requires;
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Each previous shape function to be evaluated at each of the new nodal locations,
M, ;(r,). The subscript m is the original number of the shape functions, and n is
the total number of shape functions after the set expanded. The subscript a is simply
a counter-index.

Remark: we should note that 7 = r(§), and this will proved next sections.

The shape function M construct by considering one dimensional tree nodes elements
with nodes given by r, =0, r,=1/2and r; =1 as in Figure 5.3. We wish to
construct shape functions capable of exactly representing 1,7, and r* singularity.

1 K ) [ ] —

Figure 5.3 One dimensional three- node element

The algorithm start by using preliminary shape functions, in our case we begin with
the following shape functions.

M,=2r (5.1)
M, =r*

Observe that M ,(n,)=6,, I<a,b<2 in terms of algorithm m=2 and n=3.
Using the above algorithm we get.

M (r)«

My(r)—M;(1)M,(r) _ri'z(ﬁ)j’ (5.2)
1

Ms(2)-M;(DMy(2) 1o

A _ 91
M](r)<—M1(r)—M,(2)M3(r)=I—2r+ﬂi (5.3)
1-2(4)

A _afs r
Mz(r)(—Mz(r)—-Mz(Z)M3(r)=2r—-21:%{1 (5.4)

The field shape functions must embody the singularity and be compatible with the
adjacent ordinary elements. Therefore, for the five nodes Lagrange types element,
the shape functions shall be constructed from the products of the tree node-one

dimensional shape functions by the linear shape function in the mdirection. Hence
the shape functions for the velocities

¢ =M ()P (n) (5.6)
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To maintain the compatibility with adjoining elements, two velocity nodes are
needed in the n direction. At £=-/, P=17 and the two velocity nodes of the
master element in Figure 5.2 collapse to one node with only two degrees of freedom
for the two velocity components.

The two dimensional shape functions for the velocity may then defined as follow.

81 (&.m)=M (&) (5.72)
#2(&.m) =M ()P, () (5.7b)
#3(&.m)=M,(E)P,(n) (5.7¢)
94(&m)=M3()Pi(n) (5.7d)
¢5(&n)= M35 (n) (5.7¢)

For more detail see Appendix C for the shape function and its derivatives
5.5 Geometry shape function
5.5.1 Degenerate linear triangular elements

Now in pure isoparametric formulation the element geometry would be defined by
the same form as Equation (5.7) and have an arbitrary shape. But in the singular
finite element methods the geometry has deferent interpolation function. In this case
the element is not isoparametric, the interpolation function for the geometry is lower
order than the interpolation function for the field and the element is called
subparametric element as we have seen in Chapter 4.

We shall derive the geometry interpolation for the singular element from the
bilinear four node quadrlateral master element by closing node 1 and 4 (see Figure

5.4). Specifically we set x4 = x;, and define new shapes functions for triangle.

Figure 5.4 Geometry of triangular element
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N,, a=I, 2, 3 as follows.

N.x, (5.8)

[

x=
i

a

3
=(ﬁ1 +ﬁ4)7‘1 + Nyxg + N3x;z =Zﬁaxa (5.9

a={

We derive the shape function for the geomeftry of the element by using the
following Lagrange formula:

T(&-&,)
b=I

La(§)=3§-"—— (5.10)
[1(¢.—&)
b=1

bza

Omitting the tedious algebra we can write directly the interpolation function for
quadrilateral four nodes element.

Ni(&m) =§(z—§)(1—n)

Naem) =§(1+5)(1—n)

J (5.11)
Ns(f,??)=;(l+<f)(1+ﬂ)
=~ 1
Ny(gm)=2(1-E)1+m)
And then we can write the interpolation function in the following form
~ N,+N, = i(1—.»; )
N,=y MitNe=3 (5.12)
\N, =(1+& )(1+nqm,) For i=23
and therefore,
3 —~—
x=Y Nix; (5.13)
i=I

3 -
J’:ZNEJ*’;' (5.14)
i=]
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5.5.2 Isosceles triangle

We consider a isosceles friangle with vertices vl(xj,yf),vz(xz,yz)and v_:;(x3,y3)
shown in Figure 3.4 where x, y are Cartesian co-ordinates. This triangle can be
described by local coordinates (£,77)or by the polar coordinate (7, 9). The triangle

has the following dimension, R and base /4. The relations between the various
coordinates are given by Yiang, (1982),

Figure 5.5 Isosceles triangle at the singularity.

x=(]+§)§ (5.15a)
y=(]+§)r[g (5.15b)

It is straight forward to show that (£+/) is always a linear function of r times a
trigonometric function of angular orientation within the element and that 7 is solely
a trigonometric function of angle.

From the Equation (5.15a) we have

(1+§)=5Rf (5.16)

but x =rcos@ , we substitute in the above equation we get
2
(I+§)=Ercos6 (5.17)
From the second equation of Equation (5.15) we have

2
=7 é)h (5.18)
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using a little algebra we can show that

y /h tan@
=2/ _ 5.19
7 x/R tan ©-19)

It is clear also to show
(1+&=rf () and 7=1(0) (5.20)

With (1+&) being a linear function of 7, and therefore (1 +&)* vary as r*
5.6 The Jacobian transformation for the geometry

In this section, the Jacobian transformation for the geometry is introduced. The
transformation was discussed in details in Chapter 4 for the ordinary four node
elements here will be applied directly to singular element.

o oy 3 8ﬁi 3 aﬁi
Ul=[2n Je]o|%E e Lo Hag” (5.21)
Jau Ja ox Oy 2 0N, 3 any

én on Efan Yo S

Using Equation (5.13) and Equation (5.14) gives:

- . 5 (5.22)
y=Ny; +Nyys + Nyys
Substituting the interpolation functions into Equation (5.22) gives:
1 1 I
x=§(f+§)n'1+;(f+§)(1—ﬂ)xz +‘4‘(1+§X1+7?)13 (5.23)
7 I 1
y =5+l + JUs e =nly + (1 + 6N -y, (5.24)

Referring to Figure 5.5, if the element has the global angle S and global radice R
then:
x,=0 x,=x;=Rcosf

) (5.25)
¥; =0, y,=-y;=Rsing

if a=0 cosfi=1
if a=0 sinfi=f
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After certain manipulation gives:

=Rae
i (5.26)
y=3ﬁ(1+§)7]
Any point p on the radial line is at distance 7 from the singularity.
r=+x*+y?
R (5.27)
r=5(1+§},/1+ﬁ2q2
or
(+8)=-—2— (5.28)
RyI+p°n?
&x R
o 5.29
ox
—=0 5.30
an (5.30)
& _RB
- =— 5.31
ot 2 7 (5.31)
& _Rp
@D _Rpg, 5.32
o~ 2 U+E) (532)
Substituting the above equations into Equation (5.21) the Jacobian becomes:
R Rﬂn
L a2 7 .
[J]z 2 Rﬁz :l: 1 J:z} (533)
0 7(]+§) Jau I
And its determinant
Sy O
' 8Edn oné
Ri n onos (5.34)
I=EL1g)=(1vg)
The inverse of [J] is obtained as:
2
[J]-J’:i Jiz —Jiz|_|R  R(1+¢) =!-F11 . (5.35)
VE ~Ju Ju 2 l_rzz Iy

RB(1+¢)



Chapter 5 Singular Finite Hemert Method 69

5.7 Deformation rate

To evaluate the deformation rate matrix, we need first to calculate the derivatives
of v, and v, with respect to £and 7

v, _ 304, v, 309,

=2 72w =27 Vxi
o8& =108 én =1 0n
ov 5 B, 5 Adb.
Py O, > _$0,
& =108 on =10q

(5.36)

%v—g :Lf‘4x+41"1(1+§)’1"1]vx1 —{ZX[J-Z(1+5V"]}{(I—ﬂ)vxz +HI+7mves}
flox + 2)- a3t £V - nny + @5 mvss)

(537)
";"_;= [0k, +2Xkl+§)—(1+§)l}’x2 -2X[(”5)‘(”5)4’x3

—[(4X+§XI+§)—4X(1+§)’EL;¢4 + [(4X+§k1+§)-4X(I+§)’1 }&5
(5.38)

a;_; = LJ -4X +4X)L(]+§)l']}vy] - {zX[J A1+ ]}[(I —nvy2 + T+,

{(4)( +-§-)- 4XA1 + EP ]}{(1 W yq + (U + 75 )
(5.39)

22 by 22+ (s e by - 2xlir -G,

- [(4X + i 1+¢)-4x(+e) ]vy4 + [(4X + 1)1+ &)—4x(1 + ) ]vys
(5.40)

The equations derivative of the velocity with respects to the local coordinates for
any point along the line &=constant (z7=constant), will depend on &, and can be
written in the form:

Q@

el (7)+a, (o)1 +£) (5.41)
‘2’; = by X1+ &)+ 5, ()7 + &)’ (5.42)
Z; =co(m)+c,lri+ &) (5.43)
2 dyfaos 2 di oK) (5.4
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where agy,a;,by,b;,¢4,¢;,d,.d, are constants for any given set of nodal velocities
and along any line ¢#=constant

The deformation rate vector {¢}is expressed in terms of the nodal velocities as
follows:

v, |
.
- 100 0]
¥y X,y
= = — 0 0 0 1 5.45
{E} » T ay 01 1 0 vy,x ( )
ad %.{.ﬁ Vy,y
Ly Ovy
Vix Iw]l ‘FIZ 0 0 Vig
v I, T 0 0 v,
=y _ 21 22 7 (546)
Vi ] 0 I, I, V.
Vi 0 0 Iy Iyl|ves

’vxl 1

vyl

Viz
Vyg be 0 620 0 5. 0 @ 0 g5 0 ] Vyz
v 0 0 0 0 . 0
x| _ Pin P2 Pin Pin b5 IRt (5.47)
Vyg 0 ¢ O G2y 0 f5p 0 B 0 Pspilvy
Vyn 0 ¢1J}’ 0 ¢2_;7 0 ¢3,17 0 ¢4,}] 0 ¢5JI_ Vs

v

y4

vxS

Yy |

Equation (5.46) and Equation (5.47) can be simplified in the following form:

€xx Iy Iy, 0 0
€y b=| 0 0 -5 1y [Defv;}  (5.48)
€gt Iy Iy T2 -1

The matrix [D;é]contains the derivatives of the shape functions ¢ with respect to
£and 7 1e,
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P00 0 Gy 0 @52 0 4y 0 s, O
by O @2, 0 3, 0 ¢, 0 g5,
0 ¢ 0 ¢y 0 50 0 P,y 0 s,
0 ¢, 0 ¢, 0 ¢, 0 ¢, 0 g,

[Dg]= (5.49)

The derivatives of v, and v, with respect to x and y are obtained by multiplying
[T by their derivatives with respect to £ and 7. From Equations (5.46) and (5.48)

ov, ov, ov,
=T + 1
ox 1 65 12 67]
R (B (R e )

Collecting the terms containing the same powers of (1 + &), noting that 77=constant
on any hine #=constant gives:

ov -
=== Aol)+ A, (X1 + (5.51)
Similarly
ov ov ov
=Ty ==+~ 5.52
o~ Tty (5.52)

Inthis case [, =0

2 :
T QUSRI G 559

Multiplying inside the bracket we have

)

Og}j‘ = By (7)+ B, (X1 + £ (5.54)

The derivatives for v ; are similar and ¢an be written as:

fvi =r ?_vl'_r’ :crv_} (5.55)
P 11 PE T4 o .
av

= =C,(n)+C, ()1 +&) (5.56)
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and
ov By v
2L =r,,=t+,— (5.57)
oy o0& on
but I, =0 therefore,
v, dv
Y=, 2 5.58
ay 22 aT] ( )
avy A-1
E=Do(n)+DJ(n)(J+§) (5.59)
v, vy v, v, v, vy
- =y Xy 2y 24 5.60
ay pe 21 oz 22 an 11 PY: 12 = on (5.60)

Omitting the tedious algebra it is straightforward to show that terms in the
deformation rate matrix described in Chapter 4 [B] take the form:

1

Iy
& a?;x _
.
T R Oy R S K
Sxy vy, oy, g
—_—_—
(o Oy

where

II

[8]

Here /B,] is linear and B,/ is polynomial of n + Jorder. The exponent (1 —1) to
the non-dimensional term (1 + é) in Equation (5.62) represents the deformation rate
singularity in this analysis. It is noted that the modification is only pertinent to the
term multiplied by A in the deformation rate nodal velocities matrix [B], compared
to the conventional non-singular case when A equals unity.

[B.(@)]+(+&£Y[B,(m) (5.62)

5.8 Numerical integration

A variety of numerical schemes integration exist e.g. the midpoint rule, the
trapezoidal rule, Simpson’s rule, other, higher open and closed Newton-cotes
formulae, composite version of these, Romberg integration and Gaussian
integration. (Gaussian integration has a distinct advantage over other methods in that
no error arises when an # or more Gauss point formula is used to integrate a
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polynomial of degree 2r-1. This is essentially twice the order of Newton-Cotes
formula involving an equivalent number of function evaluations. This higher order
translates into high accuracy where the integrand is smooth in the sense that it is
well approximated by a polynomial, alternatively where it can be written as the
product of a function well approximated by a polynomial and a known weight
function containing an integrable singularity.

Thus quadratures rules that integrates the stiffness matrix accurately would vary
with A either by sampling points, weights, or both.

k.- | o Dlslaelrbizan+a | [T [clielbisan o

i -1l

Substituting Equation (5.62) into the first integral of Equation (5.63) gives:

[ flB.6 +G+8/ I8, )F o]

-1-1 (5.64)
(B, )]+ 1+ £V [8, () edl it

by using normal multiplication we get

H(1+&Y"2 +H,(1+&Y " +H

where
H,= j{jl[Bb @) (D18, 7 le&dy (5.65)

H, = 1{ ]Ij (8.0 I8, @)+ B, [DIB. ) ean (.66

H, = IIII[B ) [D1B, @) iy (5.67)

~~1

2
Using Equation (5.34) for the Jacobian [J ] = %—E(I +&)= (1+¢) and holding 7
constant in the integral in Equation (3.64) we are lead to integral of the form:

1 1 .
fan [, + B, (18 + 1+ 2P D1+ £)ag

=

1 .
I= [dn ff [H; A+ &)+ H(1+8) + Hy(1+ &) }d& (5.68)

-1 -]

1= 1, + &)+ B+ £Y + Hy(1+ €)% e
-1
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Stern (1979) approximate the integral as:
2
I =W, )+ Hy (04 &Y + Hy (6 Y] (569)
i=1
For the £ integration the two points rules have been used;

m+1
2 " =Wx" +Wyxy (5.70)

1
I = Ix"dx=
" ;!- m+

Exact for tree values of m=1, m=A, and m=24-1, for 0<A<l], and

x=(1+¢&y) (5.71)
xs=(1+&) (5.72)
For m=1, m=A, m=22-1

W1(1+§1)+W2(1+52)=2

A+l

w,(1+&)Y +W2(1+52)‘=(§a—) (5.73)
_ g2

WI(1+§1)21 " w(1+& )" ==

22

In the set of Equation (3.73), we have more unknowns than equations. We place the
first sampling point near the singular point of the element at &= -7/9 and solve the
set of equation for given value of A.Duhaman (1979) chose &= I where there is no
loss of continuity of displacement gradient. The advantages of this choice is that it
gives direct expressions for &, W;, W, as a function of A For special case where
A=1/2 and after the solution of Equation (5.73) we have the following sampling
point and weighting function given by Solecki and Swelow (1984);

&= -0.7777778, &= 0.38888889
W= 0.6666667, W,;=1.33333333

Other values for the sampling point and the weighting functions are possible by
chousing other value for 4 and solving again the set of Equation (5.73).

5.9 Closure

A two dimensional five noded singular finite element was presented. The element is
compatible with the quadrilateral four noded isoparametric elements. This
advantages leads to simplifying the modeling of the corner by reducing the number
of elements required for accurate solution. The elements also satisfy the constant
strain condition. Therefore, its application has wide applications. The interpolation
function for the field and the geometry has been developed. Special quadrature has
been presented this rule vary with the sampling point or weight or both.



CHAPTER 6

COMPUTER SIMULATION AND NUMERICAL RESULTS

6.1 Introduction

To accurately simulate the processes of the injection moulding, a simulation code must
include a variety of Non-Newtonian models and the variety of the numerical methods.
Considerable progress has recently been made in developing finite element routines and
programming techniques for 2-D and 3-D free surface flows. CRATMOLD (Mahomed,
1998) is one of the best codes based on the FEM, is best suited for low Reynolds number
flows as well as for complex free surface problems. CRATMOLD provides the facility
to translates a mathematical formulation of nonlinear discretized coupled partial
differential equation system into a highly optimized model which will then be passed to a
nonlinear numerical solver that can handle different mathematical models on
quadrilateral gnd.

In this study, the CRATMOLD code has been used to understand certain aspects of Non-
Newtonian fluid behavior around a singular point as encountered in the injection
moulding filling process. The following sections gave a general overview of
CRATMOLD and the results obtained using CRATMOLD.

6.2 General overview

The core of CRATMOLD code is a simulation system, which can handle non-linear
partial differential equation systems in time and space in either one or two dimension for
the incompressible Stokes formulation. It’s designed to automatically generate and
regenerate of the finite element mesh. The non-linear (Non-Newtonian) solution of the
finite element flow formulation. The adaptive refinement of the finite element mesh, the
iterative solution of the melt front position based on the extermination of the free surface
functional and finally the explicit advancement of the melt front and the tracking of the
solid boundaries.

Four-noded isoparametric quadrilateral elements, which are automatically generated by
the mesh generation routines for selected domain, are used to interpolate the finite
element solution. Higher order interpolation and integration routines are available. The
mesh generator is limited to four-noded bilinear elements and it can not generate the
singular element. The objective of this study is to modify or to add a routine to generate
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special finite elements to be used around sharp comer in a cavity to solve the problem of
singularities.

6.2.1 Program implementation

CRATMOLD starts by reading input data required generating the mesh from the files
prepared by the user. This data specifies the boundary of the fluid domain and material
properties, and the background mesh used for interpolating the mesh density distribution.
The data specifying the boundary of the fluid domain and material properties is written in
the file IMESH while the background mesh information is written in the file BMESH.
Once the input has been read from these files, the process of automatic mesh generation
is performed. The output of this module, i.e. the generated mesh, is written to the file
GMESH. Since the generated mesh 1s going to be used as the background mesh for the
next time step, the mesh is also written to BMESH. In this case nodal mesh densities are
included.

When the mesh genecration process is over, the finite element analysis module is
executed. Input data to this module is the generated mesh in GMESH, the time step
information in IMOLD and the cavity mesh in CMESH, The cavity mesh provides
information about the cavity of the mould. The finite element module solves the Stokes
flow problem presented in Chapter 2 to calculate the nodal velocities across the fluid
domain. The output of this module, i.e. the velocity field, is written to the file OMOLD.

Owing to uneven distribution of the velocity through the domain, it becomes important to
adjust the mesh such that small elements are distributed in areas where the velocity
gradient is higher and conversely. Once the nodal velocities are determined, the melt
front nodes are advanced 1o a displacement vector equal to the velocity times the time
step taken. The melt front is advanced such that it does not intersect the boundary of the
cavity specified in CMESH. The melt front position together with the mold boundary in
contact with the fluid outlines the boundary of the fluid domain for the next time step.
Data specifying the new domain is stored m IMESH. The process is repeated until the
cavity is filled. The program will inform the user that the mold is completely filled.

6.2.2 Input data

CRATMOLD required a total of four input files CMESH, BMESH, IMESH and IMOLD.
The file CMESH provides the topological and material data for the cavity. It used for
tracking the melt front. Generally, the materials properties will not vary the cavity but the
geometrical data, such as may vary.
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Each region is then divided into a number of four noded elements according to standard
finite element topological conventions. This information is stored in CMESH.

The file BMESH is identical to CMESH at the start of the filling process. Thereafier, it is
self-generated. It contains the background mesh information, which is used for mesh
density interpolation during the mesh generation process. The background mesh data
does not necessarily need to represent the cavity of the mold since the mesh density
information is interpolated.

The file IMESH contains the input mesh data of the current boundaries of the fluid
domain. This input file must prepared be the user for the initial state of the flow domain.
For the next step, the boundary segments describing the domain occupied by the fluid,
after advancing the position of the melt front, are copied automatically to this file to form
the input mesh. The boundary of the fluid domain is divided into number of segments,
each segment being described by a number of points and having a particular boundary
condition. Boundary segments are indicated as either a free surface (constant stress
boundary) or a solid liquid interface (constant velocity boundary). Constant velocity
boundary values are taken as polymer entrance lines.

The last input file required is IMOLD and this file contains the user-specified fill-time,
the time at which the mesh is initiated and the time increment explicit advancement of the
melt front.

All these input files are given in Appendix D.

6.2.3 Output data

The output file is the generated mesh GMESH this file contains the topological data for
the generated finite element mesh. In addition to this, the material data sets are also
specified as well as the boundary nodes and corresponding boundary values. It serves as
an input file for the finite element analysis module. The mesh generated by the mesh
generation module using the domain specified in IMESH is written to this file
automatically.

6.3 Results and discussion

In this section the numerical results obtained for the flow around a right angle corner is
presented. The geometry and the boundary conditions are depicted in Figure 6.1. The
inlet is taken at x=0, the singularity is positioned at x=/0 and y=8. The centerline is
placed at y=4, and the upper boundary is located at y;=8 and y;=/8.The vanation of the
velocity components will be given at the section A4 where x=9, BB x=11, CC, y=4, also
along the line PQ and PS . The stresses wili be computed along the horizontal wall at y=8
and along the vertical wall at x=10 as in Figure 6.1.
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Figure 6.1 Geometry of the mould cavity.

6.4 Material properties

The polymer used in this study is Polystyrene grade Dow Styron 678 D, which is
modelled by the Cross-Exponential viscosity model given by:

n(eT,P)= TTO(T:P)

- 6.1)
I+ @;E
T
with
T;
no(T,P):Bexp(;")em(ﬂ) (6.2)

Wheren represent the shear viscosity, 77, the zero shear rate viscosity, € shear rate, T
transition stress, n power law index, 7, temperature constant, ' temperature, B material
constant, fpressure dependent coefficient in viscosity model and p the pressure. These
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five constants for this model are taken from the resin database of the C-Mold injection
moulding simulation code, and are presented in the table below. The values of the
physical constants that were used are all in SI units.

6.5

n 0.2799

¢ (Pa) 1.484x10*
B(Pas) 5x107%
T, (K) 13520
plPa! 3.5x107%

Finite element meshes

Table 6-1Summiary of the Cross-Exponential viscosity model constants

The finite element meshes used for the calculations of the flow field in this study are
generated by the CRATMOLD Non-Newtonian flow simulation code. The first mesh M!
was used to calculate the velocity and the stresses. All the information of mesh M/ is
summarized in Table 6.2.

Cavity
Volume

Filled " Time
volume | elapsed

Mesh
density

Percentage
filled

Number of
nodes

Number of
elements

520 mm’

504.72 mm” E 971s

97.06 %

293

256

Table 6-2 Data for mesh Af/

The mesh M/is showed in Figure 6.2,
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6.6 Velocity field

The simulation of Non-Newtonian flow around comner can be analyzed in terms of the
velocity components. It is not understood how the velocities behave around the corner
where we have the sudden change in the geometry of the mould. In this section we show
how the velocity behaves in certain section of the mould cavity. We have two velocity
components, the horizontal and the vertical velocity. These velocities are computed in the
following sections:

= The section A4 at x=9 before the comer, the section BB at x=1] after the corner.

= The centerline of the mould y=4 or in section CC,

= [In the radial direction along the line PO and PS.

All these sections are shown in Figure 6.1.

6.6.1 Velocity profiles

In Figures 6.3 and 6.4 there are plotted velocities profiles. The horizontal and the vertical
velocity are computed along the section 44 just before the corner at x=9, and along the
section BB after the corner at x=II. The polymer was injected with constant velocity
V.=200mm/s from small region in the cavity mould.

As expected, the maximum of the horizontal velocity profile just before the corner is of
the centre of the cavity mould and it is higher in this region as in Figure 6.3. (a). When
the fluid passes the comer at x=117, the horizontal velocity reaches the maximum value as
shown in Figure 6.4.(a) and then starts to decrease gradually due to the deceleration of the
flow. In this case the vector velocity and vector acceleration have different directions and
therefore the velocity has a negative sign, thus the flow stops and the velocity becomes
Zero.

o

/ 3 : 40 B
(a) 350 —. ()
35
300
30 1
250 w
% 200 :;_‘.: 20 |
= ‘B
) / =
> 100 10 -
50 S 5
0 0
0 2 4 6 8 0 2 4 6 8
Vertical distance v {mm) Vertical distance y (mm)
. _J - _J

Figure 6.3 The velocity profile atx=9, (a) Horizontal velocity v,, (b) Vertical velocity v,
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Figure 6.4 The velocity prefiles at x=//, Horizontal velocity v., (b) Vertical velocity v,

The vertical velocity was also computed. In Figure 6.3.(b) and Figure 6.4 (b), we plotted
the vertical velocity as a function of the vertical distance y. At x=9, the vertical velocity
take the maximum value at y= & which is next the singular point and starts to decrease
due to the deceleration of the flow.

6.6.2 Centerline velocity

The velocities along the section CC at y=4, are plotted in Figures 6.5.

/_.'-7 T V - -\\ L 120 T T —_\

(a) 150 - (b) )
300 100 -
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£ 20 % 60 _
£ 150 \ g -

2 G
S 100 . - 20
50 | : 0.
0 -20 _—
4 8 1216 20 4 8 12 16 20
Horzonzal distance x{om) Horizontal distance x{mm)

Figure 6.3 The centerline velocity, (a) Horizontal velocity v, (b) Vertical velocity v,
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As expected, the velocity in the small region in the mould cavity before the comer is high
and reaches the maximum value in the section across the corner, then will decrease
gradually in the largest region after the comer.

6.6.3 Velocity near the corner

From the analytical solution that has been given in Chapter 3, the velocity exhibits

behavior of the form % In Figure 6.6 this function is presented and gives a smooth
curve for the velocity.

velocity

The radial distance

Figure 6.6 Velocity analytical solution

In order to evaluate the results, we computed both the vertical and horizontal velocity
from the singular point in the x and y directions. Let us now examine in Figure 6.7 the
results obtained along the horizontal and the vertical distance from the comer using the

mesh given in Table 6.2

In Figure 6.7. the horizonial and the vertical velocities have been plotted along the line
PS§ as shown in Figure 6.1.
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Figure 6.7 The velocity, along the line £S, (a)} Horizontal velocity, (b) Vertical velocity

The curve representing the horizontal velocity is shown in Figure 6.7. (a). This curve is
smooth and is free of oscillations. The vertical velocity has been plotted in Figure 6.7.(b).
The curve is not smooth enough and is different from the analytical solution shown in

Figure 6.6.

Finally the velocity components in the horizontal distance along the line PQ as shown in
Figure 6.1 were also computed. Here, the vertical velocity is free of oscillations and the
curve is smooth. Some oscillations has been noticed for the horizontal velocity as shown

in Figure 6.8 (a).
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Figure 6.8 The velocitv, along the line PO, (a) Horizontal velocity, (b) Vertical velocity
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Compared with the analytical solution, the finite element mesh gives reasonabie resulis
for the velocity even without mesh refinement.

6.7 Qualitative description of the stress fields

From the analytical solution given in Chapter 3, the stress varies as a'yv- w r 0436 , Where

r is the radial distance from the corner. This is an asymptotic solution of the stresses. In
Figure 6.9 the stress is plotted as a function of the radial distance. From the graph, the
stress behaves smoothly and asymptotically, and tends to infinity as r approaches to zero,
which is the singular point.

The normal stress

The radial distance r

Figure 6.9 The asymptotic stress solution

The computation for the viscous stresses oy, , @, and the shear stress o7y, along the two

walls forming the comer at y=8 and x=10., started by plotting the graph of the stress
components as a funcuon of the horizontal distance x along the wall y=8 using the finite
element mesh M/.

The distance x represents a small interval near to the singular point before and after the
corner. It should be remembered the corner or the singular point is located at

(x.y)=(103).
Figures (6.10), (6.11). and (6.12) illustrate the Normal viscous stress oy, 0, , and the

shear stress o, respectivelv. All the stresses are characterized by spurious oscillations
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around the singular point at x=70. The graphs representing the stresses are not smooth
and they are not in agreement with the analytical solution.

5.00E+01
4.50E+01 |
4.00E+01
3.50E+01
3.00E+01 _
2.50E+01
2.00E+01
1.50E+01 |
1.OOE+0T !
5.00E+H)0
0.00E+00
-5.00E+00

Normal stress

Horizontal distance, x

Tigure 6.10 The Normal stress cr;x along the wall y=8
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Figure 6.11 The Normal stress O';y a long the wall y=8
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-2.30E+02

Horizontal distance, x

Figure 6.12 The shear stress O'_:y along the wall y=8

The computation for the different stresses along the vertical wall at x=I0 is also
presented. All the stresses are shown in Figures (6.13), (6.14) and (6.15).

e - - T I

1.00E-02

5.00E-G1 !
Q.00E00
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SLOOE—2 |

Normal stress

-1.30E-02

2.00E-07 |

2.50E-u2 .
6.3 7 75 8 85 9 9.5
Vertical distance, y

Figure 6.13 The Normal stress o'y, along the wall x=10
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Figure 6.14 The normal stress O';y a long the wall x=10
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Figure 6.15 The shear stress oy, along the wall x=10

Using the mesh M/ the stresses exhibit also some oscillations around the singular point.
This oscillations take a maximum amplitude exactly at x =70 which is the singular point.
The oscillations are due to the discontinuity in the geometry, giving rise to a jump in the
values of the stresses

In order to obtain reasonable results and to eliminate the oscillations in the stress fields
around the corner, the mesh refinement approach has been introduced. This approach is
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based on the /# version of the finite eilement method, where 4 is the size of the element. In
this version the accuracy can be achieved by refining the mesh (small %) while the degree
of the polynomial p remain fixed. In this study a mesh M2 with a smaller density (smali
size) of 0.5 mm was generated. The information of mesh M2 and the corresponding filling
simulation is summarized in Table 6.3.

Cavity Filled Time Percentage | Mesh Number of | Number of
volurne volumie elapsed filled density nodes elements
520 mm® 50472 mm’ | 861s 86.15 % 0.5 mm 1014 946
|
Table 6-3 Data for mesh M2

Figure 6.16 shows the finite element mesh that used in this simulation.
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Figure 6.16 Finite elements mesh M2

Computing first the stresses along the wall y=8 this computation gives the real values of
the stress around the corner. In Figures (6.17), (6.18) and (6.19) the stress fields along the
horizontal distance x are plotted, just before and after the corner. As expected the stresses
exhibit singular behavior around the corner. The same behavior is noticed here compared
with that of the first compuration when the mesh M7 was used, but the results are more
agreeable with the real behavior.

Figure 6.17 shows the curve of viscous normal stress oy, . The curve starts to increase
smoothly from a position indicating a very small stress value. From this position the
curve oscillates between a maximum and a minimum vatues for the stress. The normal

viscous stress o, curve is signifecally different to the stress o), curve. This is showed
in Figure 6.18. the behavior of the stress in this case is comprise the value of the stress
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decrease just before the comner and then the curve change its direction at the corner down
and starts to increase.
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Figure 6.17 The Normal stress o) along the wall y=8
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Figure 6.18 The Normal stress o, along the wall y=8 for mesh M2
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Figure 6.19 The Normal stress o, along the wall y=8 for mesh M2

In Figures (6.20), (6.21) and (6.22) the different components of the stresses computed
along the wall x=170.
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Figure 6.20 The Normal stress ¢ along the wall x=/0 for mesh M2
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The results can not superimpose due to the location of the corresponding Gauss point.
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Figure 6.21 The Normal stress o, along the wall x=10 for mesh M2
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Figure 6.22 The Normal stress ¢, along the wall x=10 for mesh M2

Generally, the singular behavior of Non-Newtonian fluid (polymer melt) can be
interpreted as follows:

The flow of polymer melt during injection moulding filling is predominantly shear flow,
which layers of material elemenrts slide over each other. When the melt passes the area of
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the comner the material elements undergo elongation and the flow becomes an extensional
flow. Here, there will be some disentanglement, slippage chains over each other, and
molecular alignment in the direction of applied stress. As a result, the resistance exhibited
by polymer to flow decreases with deformation rate, due to the evolution of its
microstructure (which tends to align in the flow direction). This is often referred to as
shear-thinning behaviour, which translates to lower viscosity with a higher shear rate.
This sudden change of the type of the flow due to the sudden change in the geometry of
the mould cavity 1s partially responsible for the oscillations in the stresses and the
singular behaviour.



CHAPTER 7

CONCLUSIONS AND RECOMMENDATIONS

7.1 Conclusions

The overall goal of this dissertation has been to understand certain aspects of Non-
Newtonian fluid behavior around a singular point in as encountered in the injection
moulding filling process. The study focused on the stress singularity that arises from
the abrupt change in the geometry of the cavities.

The research philosophy in this dissertation has been to approach these complex issues
in a very basic generic way. A numerical approach based on the analytical approach
was taken, since the more complex problems defy closed-form or analytical solutions.
The simulation to help interpret the data and prevailing mechanisms was used. The
regions of validity of the best existing simplified analytical and numerical models of
other works have been explored as well.

A numerical simulation code called CRATMOLD for the solution of plane transient
free surface flow has been used to achieve the above goal. The problem to implement
the proposed method, which is the singular finite element method (SFEM) into the
code, was very complex. It was too difficult to generate a mesh for the singular element
auntomatically due to the code. The code has been written to generate only four noded
quadrilateral elements for each time step. It was attempted to generate a singular
element mesh manually around the comer by modifying the original quadrilateral mesh.
The idea is to replace the three quadrilateral elements around the singular point by six
triangular elements by splitting each element into two, or into four, to get twelve
triangular elements. Due to the distortion of the quadrilateral elements around the
comner it was not possible to use this idea and to introduce the singular element into the
code. Since the singular finite element method (SFEM) was too complex to implement
at the present time, a standard finite element method with mesh refinement to deal with
stresses and the velocity around the simgular point was used.

The stresses and the velocities along the two walls forming the comer have been
computed by using two finite element meshes. The first mesh was of Imm density. The
results obtained using this mesh density were not satisfactory for the stresses. A mesh
refinement has been made by decreasing the density to a 0.5mm, these results were
more reasonable. It was not possible to refine the mesh further in this study due to the
shortage of computer memory.
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A special singular element to deal with the comer problem has been developed. This
singular element has a special shape function for the velocity and for the geometry, and
special integration quadrature. Future workers should be able to take this element and
implement it into CRATMOLD if a capability can be generated, or implement it into
another code.

Thus, in this dissertation, we have attained about two major goals as set forth in our

original objectives:

= The full understanding of fluid mechanics, for both Newtonian and non-Newtonian
fluids and the causes of the singular behavior of non-Newtonian fluids;

» The full understanding of the finite element method and the singular finite element.
This represents a powerful tool for treating singularity problems.

7.2 Recommendations for future work

7.2.1 Physical issues

The development of numerical methods for simulating the steady state and transient
flows of non-Newtonian fluids is not sufficient to give a real behavior of the flow,
especially in situations when the singularities are present. Experiments should be set up
to measure the flow fields, which are the velocity and the stresses, for comparison with
the simulations.

The challenge in these experiments will be the simultaneity of measurement of the
stresses and the velocity. The velocity field can be measured by laser-Doppler
velocimetry (LDV). Fluid stress is determined by measurement of flow-induced
birefringence (FIB) by using a two-colour FIB system. These issues necessitate a study
beyond this dissertation.

7.2.2 Numerical method issues

The main drawback of the current numerical method is the work required to carry out
the full simulation of the singularifies of the Non-Newtonian fluid in the injection
moulding process. A code to deal with a variety of the singularities in this process is
very important. The code should include the singularity due to the multicorner mould,
singularity due to the interface of the melt front and the air trap, and singularity due to
the interface of two different melts front, as well as the singularity in the temperature.
Also the simulation should be extended to three-dimensional moulds by developing
special singular elements. The code should be written to generate different types of
element simultaneity. However, this is suited for a Ph.D. study.
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APPENDIX A
The Hele Shaw Flow Formulation

Adopting the coordinate definition as shown in Figure 2.2 and following the assumptions
of the Hele Shaw flow, the expressions govemn the fluid motion become

2
X- momentum % = q% (A.1)
&%y
y- momentum % =7 . zy (A.2)

From Figure 2.2, the boundary conditions in the z direction are:

v, =0 . Vy=0 at z=h (A.3)
v
_,a?xh =0 , -523—’- = at  z=0 (A4
For an incompressible, inelastic fluid, the equation of continuity is given by
d 4, _ é(,_
a(hvx)-i-a(hvy)-—-ﬂ (A.5)

where v, and v,, are the mean velocities averaged through the gape of with 25.
Integrating (A.1) and (A.2) in the gapwise direction and using boundary conditions (A4):

Ovy _0p
n % "5t (A.6)
ov
y _op
¥ 7
s s z (A7)
Integrating (A.6) using boundary condition (A.3)
Ve = £l szdz
nYox
2
noxt 2
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Ve =— - |-zdz (A.8a)

Similarly

v, == Loty (A.8b)

Y B (A.92)
X

Similarly

2
v, =L P [Fez (A.9b)

{-’-[sg—p}g[sﬁﬂ]:o (A.10)
. .

where

S= j-_dz (A.11)
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APPENDIX B

The Deformation Rate Matrix

In this Appendix we present the detail of the deformation rate (strain matrix) [B], for two

dimensional quadrilateral isoparametric element:

From equation (4.54) we have
J -J Iy, T
[F]:[J]"f=i 22 2 _14n i
Ji=Ja Jpi Iy raz
The strains are given by:
€= P =f}1gv‘£+rjz P
Ox o0& on
Vix Vix
ON, ON, 0ON; 0N, ||V, ON, ON, &N; ON, ||V
=13 = +1p;
o 05 o8& O |vi on om on  On Jlvi
v4.t Vix
ov ov
e =—r=ly 2+~
& o¢ an
v!y v]y
[aN,. N, ON; BN, ||Vay| . 10N, ON, oN; N, |y
MNoe os o 8 v, | "Plen ap on oy |lvs,
Vey Vyy
ov ¥ ov ov ‘ oy,
€=~ =T + Iy —~+I;,, —2+1,—~*
Xy ED" - 2] 22 F i1 12 aT]

. 100 o)™
fel={e, t=10 0 0 1 :y
€y 0 1 1 0"
V}'-}"
veel Iy I 0000 vxé]
Vel Iy Iy 0 0 |Vsen
Vix 0 0 Iy Ipqvy:
Vyy 0 0 05 IyyliVes

(B.1)

(B.2)

(B.3)

B4)

(B.5)

(B.6)
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rvxl
vy
Vig !_ng 0 N, 0 Nz 0 N,y 0 ||y
Ven _Nm 0 Nzﬂ 0 N;, 0 N, 0 412},2> B
Vyn 0 Ny, 0 N, 0 N; 0 Nyilvs
vx4
V4 )
Multiplying the above 3 matrices together forms [B] for a linear quadrilateral element
1000 Iy, r,, o 0Ny 0 Nz 0 Ny 0 N, 0
[B]=000 [IE r, 0 0 4N, 0 N, 0 N;, 0 N, 0
0110 0 0 I, I,{ 0 N, 0 N, 0 N;; 0 N,
0 0 ra21 r,y 06 N, 0 N, 0 N;, 0 N,
Multiplying the first two matrices gives:
N 0 N 0 N 0 N 0
r, r, o 0 1E 2¢ 3£ Y
Ny, 0 N, 0 N; 0 N, 0
[B]= 0 0 Iy Iy
0 Ny, 0 Ny 0 Ny 0 N
Iy Iy Iy I '
¢ N, 0 N,, 0 N; 0 N,
The final matrix is:
(7N, + TN, 0 (1N, + TN, 0

[8]=

0
(r,~, s+ N,

( I Ny +1,N;,
(r;

(FHNig +1I5,N,,
( IyNpg + TN,

0
(szng +F22N3;;)
(F]]Nig + 1N

0

0
Iy Ny + 1N,

0

)
)
)
)

) (FzzNz,; +rzzNz,n)
(FHN +F12N4;,)

( I3 Ny s +F22N4.#)

(FZJNZ,é "'FzzNz,n)
(fuNz,g +]"12N_,_,,)
0

(‘I_:':‘IN4,§ +F22Nzn)
(I_}IN4,§ +F12N4;;)
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APPENDIX C
Interpolation Function for the Singular Element

The velocity interpolation functions for two-dimensional five nodes singular element and
it derivative are given by:

1(&.n) =& —4X(1+ &)+ 4x(1+ &) (C.1)
o: (&)= -2X[(I +&)-(1+ &N }1 +nm;) for i =23 (C.2)
¢i&n)= {(4)( + él] +&)-4x(1+&Y 11 +on;) fori=45 (C.3)

Where X = I/4(2* - 2)
The derivative of the interpolation function with respect to £ and 1 are:

34:(&.m) _

¥ —1—4X +4XA(1 +£P1 (C4)
ag; (&, - |
___,._¢‘£§§ n) = ""ZXL"}“(I +§))“ 1 b +a1;) for i=2,3 (C.5)
%é(?_’?) = [(4 X+-é»)—4XA(I + e L’“Nh') fori=4,5 (C.6)
3¢1(&.m) _
L 0 (C.7
20 (¢, :
ié(f;—n) = _QX[(1+§)_(] +§)ﬂ“ }h‘ fori=223 (C.8)
o¢;(&.m)

—a;f_— = [(4X+§Xf+§)-4x(1+5)1 }7,- fori=45 (C9
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Appendix D

INPUT AND OUTPUT FILES FOR THE CRATMOLD

BMESH: BACKGROUND MESH - USED FOR DENSITY INTERPOLATION

3 [onodel

1 0.000 8.000 1.000 [n,xnode(1,n) ,xnode{2,n) ,bdelta(n)]
2 00.000 4,000 1.000

3 00.9Q00 Q.000 1.000C

4 4.000 0.000 1.Q000

5 4.000 4.000 1.00C

a 4.000 8.000 1.000

2 [nelem]

1 1 2 5 [ 1 [e,inode(1,e),inode{2,e),incde(3,e),
2 2 3 4 5 1 inode{4,e) ,ireg(e)]

i [oreg]

1 .1000E+0L .1000E+08 .4730E+03 .2799E+00 .1484E+05 .S5000E-07 .135206+05 .35Q00E-07

[, d(r,1), d{r, 2}, da{r,3}, d{rc, 4}, d{z,5}, d{z,8). al{zc, 7}, d(r,8)]

nnode -rumber of nodes in background mesh

mode {1, n) -x-coordinate of background mesh n

xnode {(2,n) -y-coordinate of background mesh n

bdelta(n) -mesh density at background mesh n

nelem -number of elements in background mesh n
inode{1, e) -podel 1 of background element e

inode(2,e) -nodel 2 of background element e

inode {3, e) -nodel 3 of background element e

inode {4, e) -nodel 4 of background element e

ireg(e} -region number of background element e

nreg -mumber of regions in background mesh

di{r,1) -half gape width for background region r

d(r, 2} -penalty parameter for background region r
d(r,3) -injection temperature of melt for background region r
dir,4) -power law index for background region r
d{r,s) -transition stress for background region r
dir,6} -Crecss constant b for backaround region r
d(r, -temperature comstant for background region r
a(r, s} -Cress constant beta for background region r

CMESH: CAVITY MESH-USED FOR MELT FRONT TRACKIRG

8 [nnodec]

1 80. 000 8.0090 1.000 [n,xmodec{l,n),xnodec{2,n),cdelta(n)]

2 g0.000C 0.000 1.000

3 10.000 ¢.00Q 1.000

4 20.06400 0.000 1.000

5 20.000 8.000 1.000

1 20.000 15.000 1.000

7 14.Q00 138.000 1.000

B 10.4000 B.000G 1.9000

3 [nelem]

1 1 2 3 g 1 {e,ipodec(l,e),inodec{2,e),inodac{3, e},

2 8 3 4 5 1 inodec{4,e},iregc{e)]

3 g 5 & 7 1

1 [nregc]

i .1Q000E+CY .1000E+08 .4730E+03 .27S%3E+00 .1484E+05 .5000E-Q7 .13520+05 .35QQ0E-07

[, d{r,1}, d4{z.2), d{z.3), dir,4), d(r,5}, d{x,6), air,7), d{r,8)]
nasdec -number of nodes in cavity
xnodec {1, n} -x-coordinate of node n

xmiodec (2, n) -y-coordinate of node n
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cdelta(n) -mesh density at cavity node n

nelemc -mumber of elements in cavity

inedec(l,e) -nodel 1 of cavity element e

inodec{2,e) -nodel 2 of cavity element e

inodec(3,e) -nodel 3 of cavity element e

inodeci{4,e) -nodel 4 of cavity element e

iregc(e) -regicn number of cavity element e

nregc -number of regions in cavity

di{r,1} -half gape width for background region r
dir,2} -penalty parameter for background region r
d{r, 3} -injection temperature of melt for background region r
d{r,4) -power law index for background region r
d(r,s} -transition stress for background region r
d({r,6): -Cross constant b for background region r
d(r, 7} -temperature constant for backgrourd regqion r
di{r, 8} -Cross constant heta for background region r

IMESH: INPUT MESH DATA OF BOUNDARY SEGMENTS AND NODES

TO BE USED FOR QUADRILATERAL MESH GENERATION

4 [nseg]
1 1 1 .20000+03 .0000E+G0 2 1 2 [2,isegcurves (s),isegtype(s),
2 1 1 . GO0OE+00 -0QQOE+00 2 2 3 valuesegx(8),valuesegyi(s),
3 1 2 .Q000E+00 .0000E+D0 2 3 4 npoinseg(s),ipoin{l,s),.
4 1 1 .0000E+00 .0000B+00 2 4 3 ipoin(npoinseg, s5))
4 [npoin]
1 00.000 8.a00 [p,coor{l,p),coor{2,p)]
2 00.000 0.000
3 1.000 Q.000
4 1.000 8.000
nseqg -number of boundary segments describing the £luid deomain
isegcurve(s) -curve type for boundary segment s: l1=linear, 2=cubic spline
isegtype (s} ~boundary coondition type for boundary segment: l=const velocity
2=const stress
valuesegx(s) -x-value of boundary condition boundary segment s
valuesegy (s) -y-value of boundary condition boundary segment s
npoinseg(s) -number of points on bpundary segment s
ipeinil.s) -point number 1 of boundary segment s, etc
coor(l,p) -x-coordinate of point b
coor (2, p} -y-cocrdinate of point p
IMOLD: DATA FOR TIME INTEGRATION
1.000 0.03¢0 0.005 [ftime, start,dt]
frime -filling time
start -initial or restart time
ac ~time increment
QUTPUT FILE OMOLD
Cavity volume = 520.00 mm3 Filled volume = 16.00 mm3
Time elapsed = .031 secs Percentage filled =  3.08%
ELEMENT TOPOLOGICAL DATA
NEWTONIAN VELOCITY FIELD
1 200.000 .Q00 [n, voede(l,n),vnode(2,n}]
2 200.000 .Qaa
3 200.000 .Q00
4 200.000 . 3049
5 200.000 .00¢
& 20G. 000 s jeli]
7 200.000 .G00
a4 200.000 . 040
S 200,004 .00
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106 .000 -000

11 297.414 107.445

12 190.086 14.571

13 212.318 13.762

14 200.441 -.185

15 212,360 ~11.785

16 185.78¢6 ~15.688

17 294 .886 ~95.104

18 .000 -G0G
n -number of nodes
voode (1,n) -horizontal velocity of node n
vnode (2, n} -vertical velocity of node n

STRESS FIELD .......c.vvvunn.

element no=, 1
1 .2113 7.7909 -.19280E+03 .28596E+02 -.11726E+03 [ngaupoint,xgaupoint,
2 .2113 7.2197 .459348E+02 .28536E+02 -.1%53%E+03 vygaupoint,sigmaxx,
3 . 7887 7.2424 _59292E+02 .10893E+03 -.45079E+03 sigmayy, sigmaxy]
& .7887 7.7970 -_.19Q23E+03 .10993E+03 -_37031E+03
element no=, 2
1 L7887 6.8281 .16513E+03 -.15092E+03 .18553E+02
2 .2113 &.795%2 .17244E+03 -.40439E+02 -,13318E+03
3 L2113 6.2218 .26230E+02 -.40439E+02 -.22702E+02
4 . 7887 6.2508 .IBS19E+02 -.15092E+03 .128303E+03
element no=, 3
1 . 7887 5.8B259 -.2854BE+02 -.20516E+02 ~.21806E+03
2 L2113 5.7909 -.34875E+02 -.53446E+01 -.13102E+03
3 2113 5.1908 .54010E+02 -.53446E+01 -.11569E+03
4 . 7887 5.2424 _61877B+02 -.20516E+02 -.20229E+03
element no=, 4
1 .7a87 4.8175 .10311E+03 -.10606E+03 .112%0E+02
2 L2113 4.7598 .11109E+03 -.28420E+02 -.76191E+0Q2
3 .2113 4.1825 _31368E+02 -.28420E+02 .14534E+01
4 .7887 4.2402 .23397E+02 -.10606E+03 .S8%35E+02
element no=, 5
1 L7887 3.8175 .40009E+02 -.11320E+03 -.56658E+02
2 L2113 3.7598 .32952E+02 -.30332E+02 _.56270E+01
3 L2113 3.1825 .10352E+03 -.30332E+02 .B88496E+02
4 .7887 3.2402 .11058E+03 -.11320E+03 .26212E+02
element no=, &
1 .7887 2.8052 .30688E+02 -.40859E+01 .2052%E+03
2 L2113 2.7576 .4795BE+02 -.11261E+01 ,12374E+03
3 L2113 2.1741 -.36531E+02 -.13261E+01 .12682E+03
4 . 7887 2,2091 -.41454E+02 -,40855E+01 _20828E+03
element no=, 7
i . 7887 1.7781 .38052E+02 -,16406E+03 ~.10478E+03
2 L2113 1.7492 .31153E+02 -.43%960E+02 .2759B8BE+02
3 .2113 1.1719 .169%3E+03 -.438%60E+02 .14810E+03
4 . 7887 1.2008 .17687E+03 -.16406E+03 .15325E+02
element no=, 8
1 .T887 L7803 .351235E+02 .11931E+03 .4435%E+03
2 L2113 7576 .44553E+02 .32929E+02 .2078%9E+03
3 L2313 L2030 -.19202E+03 .32929E+02 .12243E+03
4 . 7687 L2091 -.194548+03 .11931E+03 .36C§1E+03

DYNARAMIC STORBAGE ALLOCATIOHN INFORMATTION

ARRRAY NO, ARRAY ADDRESS DIM1 DIM2 DIM3 PREC.

I id 1 2 18 0 1
2 diag 37 23 Q 0 1
3 alhs al 206 Q 5 1
4 brhs 287 23 a a 1

ngaupoing -number of gaupoint

xgaupoint ~%x-coordinate of the gauss point

ygaupeint ~y-coordinate of the gauss point

sigmaxx ~the normal viscons stress sigmaxx at gauss point

sigmayy ~the normal viscous stress sigmayy at gauss point

sigmaxy ~the shear sfress sigmaxy at gauss peing
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