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Chapter 1

Introduction

Droplets formation from a liquid jet are ubiquitous in nature, water droplets dripping from a tap
is a common example that we encounter in our everyday life. In fluid dynamics, a jet is a stream
of fluid that is projected into a surrounding medium, usually from some kind of nozzle, aperture
or orifice. An industrial application of liquid jetting is inkjet printing, where droplets are created
in order to print patterns on paper. Recent advances in inkjet printing technology pose large
demands to develop fundamental understanding of the forces and flow conditions that control the
dynamics of the jettings.

This thesis investigates some aspects related to the fluid dynamics and numerical modeling of
liquid jettings, motivated by inkjet printing applications. This problem involves multiphase flows
in 3D complex geometries.

1.1 Drop on Demand (DoD) Inkjet printing

Inkjet printing technology is used to dispense picoliter volumes of liquids onto a substrate. A
broad range of liquids can be dispensed, for example, inks, metals and even recently biological
tissue [5]. Unlike traditional printing methods, which create a pattern by transferring liquids
through a master stencil onto a substrate, inkjet printing progressively builds up patterns by
depositing a large number of individual micrometer-size drops onto the substrate [9].

There exist different methods of inkjet printing, of which Continuous Inkjet (CLJ) and Drop
on Demand (DoD) are two of the most important [5]. In CIJ, liquid is contained in a pressurized
chamber and continuously flows through a nozzle, on which a periodic disturbance is applied to
breakup the liquid jet into a continuous stream of drops. A complex process is used to select
which drops reach the substrate in order to form the pattern. Unused drops are collected back
into the printer. In contrast to CIJ printers, DoD inkjet printers do not use a continuum stream of
drops. Instead, DoD inkjet printheads contain thousands of microscopic-size nozzles which can be
individually controlled [20]. This method allows for a dynamic and more accurate control of drop
deposition— doubted drop on demand (DoD). In this thesis, liquid jetting specifically in Piezo
DoD inkjet nozzles is numerically investigated.

In a Piezo DoD inkjet nozzle unit, liquid jetting is controlled by applying a voltage signal to
a piezoelectric material, which generates a pressure pulse that jets the liquid out of the nozzle.
The amplitude, frequency and shape of this pressure pulse define the size, velocity and frequency
of the droplets [4]. For optimal control of the drop formation process, it is extremely important
to design a pressure pulse which considers both the characteristic features of the nozzle unit and
the physical parameters of the liquid. Fig. 1.1 illustrates a typical piezo DoD inkjet nozzle unit.
The main process in a piezo DoD inkjet nozzle unit can be summarized as follows: i) a voltage
signal is applied to the piezo element, ii) the deformation of the piezo element generates a pressure
pulse inside the liquid chamber, iii) this pressure pulse drives the liquid jetting, iv) resulting in
the formation of a main drop and satellite droplets.

Fully 3D numerical investigation of liquid jetting 1
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Figure 1.1: Schematic diagram of (DoD piezo) inkjet nozzle unit. In the nozzle unit, a voltage
signal is applied to the piezo actuator, then the displacement of the piezo generates a pressure
pulse that drives the liquid jetting.

1.2 Drop formation on DoD inkjet printing

Images of experimental DoD liquid jetting are presented in Fig. 1.2. The drop formation process
in DoD liquid jetting can be described in three main stages. In the first stage, the ejection and
stretching of the liquid is governed by inertia. In the second stage, the filament forms a head
droplet and the liquid pinches-off from the nozzle exit due to surface tension. In the last stage,
a tail droplet is formed and the filament may break up into satellite droplets due to Rayleigh
Plateau instability [4]. Ideally, the jet should become a single spherical droplet before reaching
the substrate, however the main droplet is commonly followed by a set of small satellite droplets.
The diameter of the main droplet is determined by the size of the nozzle, both of which typically
vary from 10 to 100 [um]. The volumes of these droplets are of the order of 0.5 to 500 [pl] [4]. The
velocity of the main droplet typically ranges between 5 to 8 [ms~!] [9]. In Fig. 1.2 the image on
the left shows a droplet that was ejected with a lower amplitude actuation signal than the droplet
on the right image. This amplitude of the actuation signal is directly proportional to the velocity
of the drop i.e the droplet on the left is slower than the droplet on the right. The faster jet breaks
up into satellite droplets.

2 Fully 3D numerical investigation of liquid jetting
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Figure 1.2: Experimental images of liquid jetting in a piezo DoD inkjet printer. The left and right
images represent two different voltage actuation signals. The left side liquid jetting was generated
with a lower amplitude signal than the amplitude the one on the right hand side image. The
amplitude of the actuation signal is directly proportional to the velocity of the drop, which in
fact shows that higher velocities result in a higher number of satellite droplets, figure reproduced
from [4].

1.3 Numerical modeling of liquid jetting

Performing experimental studies on liquid jetting in inkjet printers is a complex task because
of the size and speed of the droplets. It requires either ultra high-speed imaging techniques at
frame rates of 1 million frames per second or stroboscopic techniques with illumination times
<20 [ns] ([5]). Experimental studies on drop formation and nozzle-fluid interaction have three
main limitations. The first restriction is on the liquid, as one can not investigate all sort of liquids
i.e. the whole parameter space of the liquid. Secondly, the nozzles material, shape, and wetting
condition can not be chosen arbitrarily. Lastly, the processes inside the nozzle chamber, such as
bubble entrainment [10], are difficult to be measured.

In contrast, numerical modeling of liquid jetting offers, in principle, the possibility to explore
the parameter space of the liquid and can reveal detailed information about the fluid dynamics
throughout the entire liquid jetting process [5]. Numerical modeling also provides information
about interactions between the liquid and the nozzle, such as the dynamics of the contact line [16].
For these reasons, numerical modeling is often used to complement experimental studies and is
widely used in the design of droplet production systems [3]. Although numerical modeling has
many advantages over experimental studies, modeling liquid jetting presents its own challenges.
When simulating free surface flows, special mathematical treatments are required to model the
singularities that appear in the pinch-off of liquid jets [3]. Modeling surface tension driven flows also
requires complex and computationally expensive algorithms to track the fluid-fluid interface [13].

In this context, the Lattice Boltzmann Method (LBM) has shown promising results for simu-
lating free surface multiphase flows in complex geometries [8]. Multiphase LBM has already been
applied to simulate Piezo DoD liquid jetting in 2D [7] and 2D axisymmetric systems [16], however
fully 3D numerical simulations could give a deeper insight about the physics behind liquid jetting.
Particularly, 3D simulations are necessary when the features to be measured are not axisymmetric,
for example, the effects caused by structural defects in the nozzle.

The research collaboration between the Vortex and turbulence dynamics group (WDY) at
Eindhoven University of Technology and the R&D department at Océ technologies aims to develop
a numerical toolbox to accurately and efficiently study fully 3D liquid jetting. This thesis focuses
in developing and using this toolbox to study the role of nozzle wettability in inkjet printing.

Fully 3D numerical investigation of liquid jetting 3
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1.4 Outline of the thesis

Chapter 2 provides the theoretical background for the numerical study of liquid jetting. Here we
briefly describe the concepts, definitions, and laws which are necessary for the understanding of
the problem and that are used in the rest of the thesis.

Chapter 3 provides an overview of the Lattice Boltzmann method for multiphase flows. In this
chapter, we discuss the boundary conditions and force implementation in the method. Here we
provide a detailed analysis of the Kupershtokh multiphase model, which helps us to understand
some of the strengths and limitations of the model. We conclude this chapter with a discussion of
the implementation of the wetting conditions in the Kupershtokh method.

Chapter 4 presents the numerical simulations of liquid jetting in inkjet printing. This chapter
describes the important aspects of the LB model to study liquid jetting: first a non-dimensional
analysis shows that we are capable of simulating real inkjet printing systems in 3D; second we
discuss the constraints that must be taken in account while choosing the LB parameters; third
we introduced a way to convert the LB simulations to SI units and vice versa; and finally we
present fully 3D simulations of a real inkjet printing system and we present results of the role of
non-homogeneous nozzle wettabilitty in the liquid jetting.

Finally, in chapter 5, we draw conclusions from our research and give recommendations that
may be used in the future for continuation and extension of the research presented in this thesis.

4 Fully 3D numerical investigation of liquid jetting



Chapter 2

Theoretical background

This chapter provides the essential theoretical background information used in the rest of the thesis.
This includes, the mass and momentum conservation equations, the equations of state, the basic
concepts behind the Lattice Boltzmann equation, as well as essential features of the interfacial
phenomena between fluids and solids.

2.1 Hydrodynamics and Kinetic Theory

The continuity, momentum (Navier-Stokes) and energy equations are reviewed in the first part of
this section. In the second part, the basic of kinetic molecular theory are presented.

2.1.1 Navier Stokes and Continuum Theory
Continuity equation

In fluid dynamics we assume that fluids are described by continuous hydrodynamic fields, such as
density and velocity. Let us consider a small fluid element with density p which occupies some
volume Vj. By conservation of mass, the change of the mass in this fluid element per unit time,
must equal the amount of fluid flowing into or out of this fluid element. Mathematically this is

expressed by
9/ pdV:—f pu - dA (2.1)
ot Vo BT

where conventionally one takes dA as the outward normal direction to the surface. The surface
integral on the RHS can be transformed into a volume integral by using the divergence theorem
and by removing the volume contribution, we obtain:

ap

e +V-(pu)=0 (2.2)

where u is the fluid velocity and pu = j is the momentum density or mass flux density.
If the fluid element is not at a fixed point in space, the continuity equation can be written in
the form
Dp

here we introduced the material derivative, defined as

D 0

which denotes the rate of change of the fluid element moving in space.

Fully 3D numerical investigation of liquid jetting )
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For a general conserved quantity, ¢, fluid conservation equations can be given in two main
forms: conservation form, or material derivative form. The two forms can be related as
9(¢) D¢

SV (o) =

o (2.5)

Navier-Stokes Equation

Consider the change of momentum for a fluid element with density p and velocity u occupying
a volume V. Ideally, the change of net momentum can be due to (i) flow of momentum into
or out the fluid element, (ii) differences in pressure p and (iii) external body forces F. Those
contributions are mathematically expressed in the momentum balance equation:

4 pudV = —]{ puu - dA — pdA —|—/ FdvV (2.6)
dat Jy, oV Vo Vo

where uu denotes the outer (tensor) product with components u,ug. By transforming the surface
integrals into volume integrals, using the divergence theorem and removing the volume contribu-
tion, the above equation leads to the Euler equation:

9(pu)
ot

a PDE describing the conservation of momentum for an ideal (i.e non viscous) fluid. The general
form of the momentum equation is called the Cauchy momentum equation:

d(pu)
ot

where IT is the momentum flux density tensor:

-(puu) = -Vp+F (2.7)

+V-I=F (2.8)

Hag = PUqUp — Oap (29)

The term 0,4 is called the stress tensor and it corresponds to the non-direct momentum transfer
of the moving fluid. For simple fluids described by the Euler equation we find an isotropic stress
0ag = —P0ap i.e. the diagonal elements.

In the Euler equation the momentum flux does not include the contribution of viscosity, which
causes dissipative and irreversible transfer of momentum from one fluid element to another. The
general form of the stress tensor includes the contribution of viscosity. Assume that this contribu-
tion is zero for a uniform flow and that for small velocity gradients the momentum transfer due to
viscosity is represented by terms which are proportional to the first derivative of the velocity [11].
Under those assumptions the second rank stress tensor is

’ 8ua 8U ou
oy = <8x N aﬂ) n €6QB8 (2.10)

where 7 and £ are coefficients of viscosity. The viscous stress tensor is often separated in two
terms: shear stress and a normal stress [11]:

o Ou,  Oug ou Ou
Tap =1 (83}5 * 04 5aﬁ3 > *180as Oz (2.11)

Here 7 is called the shear viscosity and np = 2n/3 + £ is called the bulk viscosity.
Consider the total stress tensor as follows

Tap = Tnp — Pas (2.12)

where p is the pressure. In this context, the Navier-Stokes equation is

8(pua) a(p’lhﬂbg) dp Oug, % B QJ uy
o dzp "o | 3I5+6xa T\ 83:766“5 +Fa (2.13)

6 Fully 3D numerical investigation of liquid jetting
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for a constant viscosities, follows

Dug, 0%uq,
+(

N ) R
p al’a naxgl‘ﬁ

n
s+ 0zax3

E, 2.14
! - (2.14)

Assuming p = constant, which implies V - 4 = 0, the incompressible Navier-Stokes equation
becomes

u
- _ _ Au+ F 2.15
P Vp+ nAu + (2.15)

where A is the Laplace operator.

Equations of state

To describe the fluid system we use the continuity equation, which describes the conservation
of mass, and the Navier-Stokes equation (one for each spatial component), which describes the
conservation of momentum. The two equations constitute a system of four equations, however we
have five unknowns, density p, pressure p, and the three velocity components ug, uy, u,. To close
the system we can include another equation by using the state principle of equilibrium thermody-
namics. This principle relates the thermodynamic variables that describe the local thermodynamic
state of the system. The principle states that any of the state variables such as density p, pressure
p, temperature T, internal energy e, and the entropy s can be related to any other two state
variables through an equation of state [11].
Consider the ideal gas law as a equation of state:

p = pRT (2.16)

where R is the specific gas constant. The ideal gas law relates the pressure, temperature and
density, which implies that we have now five equations but six variables including the temperature
T. The system is still not mathematically solvable, some approximations are necessary. One of the
possible approximations is the isothermal equation of state, which is central to the LBM. Consider
the fluid as having a constant temperature T = Ty, in this case the isothermal EOS is

p = pRT) (2.17)

here the pressure p is linearly related to the density p. The incompressible approximation is also
commonly applied, it takes a density constant p = py. In this case the continuity equation V - u
and N-S equations are themselves sufficient. Those equations form a closed system of four variables
and four equations.

The van der Waals EOS can describe the behaviour of many real fluids [8]. It is given by

RT 1)°

where V,,, = V/n is the volume occupied by one mol of substance at a particular pressure and
temperature, a is a parameter that characterize the attraction between molecules, and b is a
minimum molar volume such that as V,, approaches b, no further compression is possible and the
pressure rises rapidly.

2.1.2 Mesoscopic scale

In computational fluid dynamics, we often use the length and time scales of the fluid system
to categorize the regime of our simulations. The three common descriptions are: microscopic,
mesoscopic and macroscopic, as we can see in Fig. 2.1. Microscopic usually denotes a molecular
level description. Macroscopic refers to a fully continuum picture, which is commonly used in
traditional CFD methods. In between those scales, the mesoscopic description uses kinetic theory
to track representative collections of molecules. LBM is a mesoscopic numerical method based on
kinetic theory.

Fully 3D numerical investigation of liquid jetting 7
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Figure 2.1: Hierarchy of length and time scales in computational fluid dynamics. Reproduced
from [11].

Length scales

From small to large in a classical mechanics description [11], we have: the size of the fluid atom
or molecule /,, the mean free path of the particle l,,yp, the typical scale of gradients in some
macroscopic properties [, and the system size [s. The ordering of those length scales as illustrated
in Fig. 2.1, is:

log K lmpp <1< (2.19)

Time scales

For the description of fluids, we consider the collision time t. scale as the shortest time scale.
This collision time represents the duration of a collision event [. ~ 7%, which is closely related
to the thermal fluctuations of the system by the average thermal velocity of the molecules vy =
(kpT/m)*/? [11]. Tt is common to assume that collisions happen instantaneously if t. — 0. The

time scale for the kinetic theory description is ¢, = lU”f , and on this time scale the system
relaxes to local equilibrium through collision events [11]. Local equilibrium does not imply global
equilibrium.

Hydrodynamic effects appear at relatively large time and length scales. The shortest times at
this scales are the convective teon, ~ % and the diffusive t4irf ~ % time scales., where u is the
macroscopic fluid velocity and v is the kinematic viscosity. The Reynolds number can be defined
as the ratio between those two time scales as follows

pe - Laifr _ul (2.20)

tCOTl’U v

Another time scale which is very important in the LBM formulation is the acoustic time scale

8 Fully 3D numerical investigation of liquid jetting
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tsound ~ —, where ¢4 is the speed of sound in the fluid. If the sound time scale is faster than the
advection tlme scale, the fluid behaves similarly to an incompressible fluid [11]. To characterize
the compressibility of the fluid system, we can define the Mach number

tsoun
Mg = ound _ (2.21)

teonw Cs

for values of Ma < 0.1 we can assume incompressible flow. This assumption is very important in
LBM, and gives a quote for the maximum velocities allowed in our simulations.

In extreme cases the hierarchy of length scales does not follow the one presented above. Con-
sider a nanofluidic device, in those systems the mean free path l,,¢, can be of comparable mag-
nitude of one length scale of the system size l5 ~ l,, . To characterize those length scales we can
employ the Knudsen number

K, = Lmlfp (2.22)

for K,, < 1 the system is well described by Navier-Stokes equation, but for K,, ~ 1 we have to use
the kinetic theory description [11]. The K, is an important piece in the theoretical development
of LBM, we will see later that it is used in the Chapman-Enskog expansion.

2.1.3 Kinetic theory

As we mentioned before, LBM lies on the mesoscopic length and time scale, as a result we need
kinetic theory to describe the systems. For simplicity we will consider a dilute gas, i.e we will
assume that t. < tp,fp. In this description we will not consider polyatomic gases, i.e. we will not
consider inelastic collisions.

The distribution function

We can consider the distribution function f(x,&,t) as a representation of the density of mass in
both three-dimensional physical space and in three dimensional velocity space [11]. Therefore, f

has the units .
kgs3

[f] = (2.23)

in this sense, f(x,&,t) can be seen as the density of particles with velocity & at position & and
time t. By calculating the momenta of f, one can obtain the macroscopic variables such as mass
density p, momentum density pu, and total energy density pFE, as follows

mb

plat) = [ o0 (2.240)
pla, u(w, 1) = / £f(x,&,t)d% (2.24D)
p(z,t)E /\E\ flx, &, t)d>¢ (2.24c)

The equilibrium distribution function

Due to the collisions between molecules, if the gas is left alone for a sufficient long time, one
can assume that f(x,&,¢) will reach an equilibrium distribution, f¢4(x,&,t), which is isotropic
in velocity space around & = w [11], where u is the mean velocity. If we see our system from a
reference frame moving with speed u, the equilibrium distribution can be expressed as f(x, |v|, t).
By considering f¢? as a separable solution, and by using the ideal gas and statistical mechanics,
the equilibrium distribution can be found to be [11]

3\ 3|v|?/(4e) 1 i [v|?/(2RT)
eq — —3|v e) _ —|v
f(z, |v],t) =p (471_6) e p (271_ ) e (2.25)

Fully 3D numerical investigation of liquid jetting 9
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The Boltzmann Equation and the Collision Operator

We want to obtain the evolution of the distribution function f = f(x,&,t). In order for obtaining
that one can start by expressing the total derivative of f with respect to time ¢ as:

G _(0f\di (0 \dvs  (0F des
dt_<8t>dt+(amﬁ> dt +(8§B> dt (2:26)

here % = &g and from Newton’s second law % = 1)

By applying the reasoning developed above, the Boltzmann equation is

of of  Fsof _

i 55@ T oe Q(f) (2.27)

this equation can be seen as an advection type equation, where the first two terms represent the
distribution function being advected with the velocity &€ of its particles and Q(f) is called the
collision operator.

The conservation of mass, momentum and energy can be expressed in terms of the moments
of the collision operator Q(f), as follows:

mass : /Q(f)d3£ =0 (2.28a)
momentum : /SQ(f)d3§ =0 (2.28b)
energy : /|£|2Q(f)d3§ =0 (2.28c¢)

In LBM one often uses a simplified version of the collision operator. One of the possible simplific-
ations is the well known Bhatnagar, Gross and Krook (BGK) collision operator

0f) =~ (f ~ 1) (229

it accounts for the relaxation of the distribution function towards the equilibrium distribution.
The constant 7 determines the speed of this equilibration, and it is a very important parameter in
the LBM simulations, as we will see later, eg. the value of 7 is directly related with the viscosity
of the system.

Macroscopic conservation equations

The moments of the Boltzmann equation over the velocity space provide the macroscopic equations
of fluid mechanics. The moments are [11]

M, = / fPe=p T, = / £ = pue (2.30a)
M5 — / Calafde  Tap, = / Cabst, fd (2.30b)

here the second order momenta I,z is found to be the momentum flux tensor, which was intro-
duced before in the Cauchy equation (2.8). To obtain the conservation equations we need the next
result, which can be found by using multidimensional integration by parts [11]

/gg;d‘?’ﬁ =0 (2.31a)
OF pe—_ [%arppe_
/é“a (%ﬂd §= 2%, fdP¢ = —pdags (2.31Db)
ﬁ 3¢ a(gafa) 3¢
/Eafa agﬁd §= / o€, fd*¢ = —2pug (2.31c)

10 Fully 3D numerical investigation of liquid jetting
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at this point one can obtain the mass, momentum and energy conservation equations, respectively,
as follows:

% N 859/);3) 0, (2.32a)
B
8(,;11,04) (961_[a5 _F, (2.32b)
]
I(pE) | 10Uaap _
28 4 2 ot = Faug. (2.32c)

2.2 Surface tension

An insect walking on water is shown in Fig. 2.2. Those insects can walk on water as a consequence
of surface tension, a thermodynamic material property for a system maintaining liquid-liquid or
liquid-air interfaces. On the region between the liquid and gas, the density changes smoothly.

Figure 2.2: Water strider walking on the liquid-air interphase, figure reproduced from [6].

This transition layer is of the order of nanometers for common thermodynamic conditions. As a
result, the transition layer is very small compared with the size of a macroscopic system. From a
mechanical description, the effect of surface tension have two manifestations; i) a force per unit
length acting on the molecules which lie close to the interfacial region. ii) A pressure jump across
a curved interface, which is known as the capillary pressure. These pressure difference can be
described by the Young-Laplace law [1]:

1 1
A 2.33
= (Rl Rg) ( )

here R; > are the radii of curvature of a general surface. In drops and bubbles, there is a pressure
difference between the inside and outside. The pressure is always higher on the inside of the
bubble, or drop, and it reduces to
2y
Ap=— 2.34
p=7 (2.34)

In this thesis, we will use this mathematical expression to estimate the surface tension on the
interface between the liquid and vapor in our Lattice Boltzmann simulations.

Fully 3D numerical investigation of liquid jetting 11
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2.2.1 Contact angle

The contact angle of a liquid on a solid is a parameter that quantifies the affinity of the liquid to
this material. The contact angle is defined as the angle formed by the intersection of the liquid-
solid interface and the liquid-vapor interface, as shown in Fig. 2.3. The Young equation describes

6 < 90° 8 = 90° 0 > 90°

Yiv
/ B B Ysv
sl

¥

Figure 2.3: Image of contact angles formed by droplets resting on a flat solid surface, figure
reproduced from [22]. Here 6 is the contact angle, 4, Vs» and v are the liquid-vapor, solid-
vapor, and solid-liquid interfacial tensions.

the mechanical equilibrium of the droplet on a solid surface

’Ylvcosa = Vsv — Vsl (235)

here 6 is the contact angle; vy, vsv, and 4 are the liquid-vapor, solid-vapor, and solid-liquid
interfacial tensions. It is common to consider consider that a droplet wets the solid for values of
f < 90 and that the droplet non-wets the solid for values of 8 > 90. In this thesis, we will study
the role of the wettability conditions on the nozzle of the inkjet printer.

In this chapter we provided the essential background information that will be used in this thesis.
In the next chapter, we continue with a detailed overview of the Lattice Boltzmann method for
multiphase flows. This computational method will be used to simulate the liquid jetting.
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Chapter 3

Simulation method

In the previous chapters we have motivated the problem of liquid jetting in inkjet printing and
described the fluid dynamics theory behind this process. Next, we numerically model the problem
by using the Lattice Boltzmann Method for fluid dynamics. In this chapter, we introduce the Lattice
Boltzmann Method (LBM), including the typical lattices and the basic algorithms used to impose
boundary conditions. Since our problem involves a liquid surrounded by a wvapor, a multiphase
LBM model known as the multiphase Kupershtokh model is introduced here. Finally, we describe a
procedure for estimating surface tension and discuss the implementation of the wetting conditions
for our model.

3.1 The Lattice Boltzmann Method

The Lattice Boltzmann method is a discretization of the continuous Boltzmann equation (Eq. 2.27).
In our model, the collision operator is simplified by using the single relaxation time BGK approx-
imation (Eq. 2.29). In absence of external forces, the discretized Boltzmann equation for a finite
set of m velocity vectors ¢; can be expressed as:

ofi
ot

FeVfi=—(fi- £, =01 m-1), (3.1)

where f; = f(v, ¢, t), m is the number of discrete velocities and 7 the single relaxation time from
the BGK approximation. The function f{? is the equilibrium distribution function which in its
discrete form is given by

[ =pla+blei-u+cle; - u)? + d(u - u)’] (3.2)

where the constants a, b, ¢ and d depend on the choice of the lattice. The macroscopic variables,
mass density, p, and velocity, u, are defined as:

pat) = 3 fimt), (et = —— 3 afi(e) (33)
gt plx,t) =

Fig. 3.1 shows the typical two (D2Q9) and three (D3Q19) dimensional lattices, with 9 and 19
velocities, respectively. The table 3.1 reports the properties of these lattices.
For the D2Q9 model, the equilibrium distribution function f€? is defined in [19] as

(3.4)

. ci-u  9(c;-u)?  3u?
fiq(:c) = wzp(:c) l:l + 3 Cz + 5 Cg - 5073

where w; are the weights, and ¢, =1/ V3.
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1/

+ 3 n/ ;1*
,, 2

Figure 3.1: Hlustration of typical two and three dimensional lattices. On the left the D2Q9 and on

the right the D3Q19, with 9 and 19 discrete velocities, respectively, figure reproduced from [18].

k.

Notation Velocities ¢; Number Length |¢;| Weight w;

D2Q9 (0,0) 1 0 479
(£1,0), (0,£1) 1 1 1/9
(£1,41) 4 V2 1/36

D3Q19  (0,0,0) i 0 1/3
(£1,0,0), (0,=£L1,0), (0,0,=1) 6 1 1/18
(£1,£1,0), (&1,0,£1), (0,%1,+1) 12 V2 1/36

Table 3.1: Properties of the D2Q9 and D3Q19 lattices. The speed of sound for these velocity sets

is cs = 1/V/3.

The time derivative in the BE (Eq. 3.1) is approximated by forward finite difference, and the
spatial derivative by an upwind scheme [21], resulting in:

fz(x’t""_AAti fl(w’t) +|Ci|fl(w,t) fgil ezszat) :—%[fi(:n—eiA.Ti,t)_feq($_6A$i7t)]

(3.5)
where e; = ¢;/|c;| and Az; = |z — x;|, and x is the nearest neighbor node in the e; direction.
From this equation, we can obtain the popular form of the Lattice Boltzmann equation [16] given
by

filx + c; At t + At) — fi(z,t) = fg[fi(m,t) — fi%(z, 1)) (3.6)

where the equilibrium distribution function is given by (Eq. 3.2). Through a formal asymptotic
technique called Chapman-Enskog method [17], the lattice Boltzmann Equation gives us the con-
tinuity equation and the N-S equations presented in section 2.1.1. This procedure shows that the
dynamic viscosity p and the thermodynamic pressure on the lattice are:

At
p=vp=pc; <7—2>, p=cp (3.7)

where v represent the kinematic viscosity, in addition, if 7 < At/2 the method becomes unstable.
The term ¢s = 1/dp/dp can be interpreted as the speed of sound.

3.1.1 Forcing scheme in LBM

Body forces, such as gravity or intermolecular forces, can be included included in the numerical
scheme. In this thesis, an intermolecular force between neighbor fluid nodes is introduced to

14 Fully 3D numerical investigation of liquid jetting
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simulate the vapor-liquid phase transition. The LB equation which includes the body force is
written as

At

T

filx + c; At t + At) — fi(z,t) = [fi(z,t) — iz, t)] + Af; (3.8)

where Af; is the body force term. This term can be implemented in many different ways. In

this thesis, we use the so called Exact Difference Method proposed by Kupershtokh [12]. In this
scheme, the proposed force term is

Afi = [, u+ Au) — [ (p,w) (39)

where Au = FAt/p. The real fluid velocity (Eq. 3.3) is then modified as follows

(3.10)

1 FAt
u = ; [zi:cifi + -

here u is calculated at half time steps.

3.1.2 Units in The Lattice Boltzmann method

The elementary numerical units in LBM are presented in Tab. 3.2. All the physical quantities in
the simulations can be expressed in terms of these elementary parameters.

H unit symbol H
Mass mass unit mu
Length lattice unit lu
Time time step ts
Temperature temperature unit tu

Table 3.2: Units in Lattice Boltzmann Methods.

3.2 Boundary conditions

Boundary conditions must be defined before we can obtain a solution for a given flow problem. In
LBM we need boundary conditions for the distribution functions. It has been shown that non-slip
and free-slip boundary conditions can be easily implemented [19]. In fact, this is one of the main
advantages of LBM over traditional CFD methods. The basic forms of periodic, no-slip and open
boundary conditions are described here.

3.2.1 Periodic boundary conditions

In periodic boundary conditions the system becomes closed by the edges, as if the flow leaving a
boundary enters the opposite boundary. It implies that the flow properties at the east boundary
are the same than the ones at the west boundary in Fig 3.2. The ghost nodes in the figure must
be initialized before the streaming step. In our notation, periodic boundaries are implemented as:

filXy . t) = filXegt), fi(Xeo . t) = fi(Xa,,t) (3.11)

where this relation holds for all times ¢, velocity directions ¢ and indices j.
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Figure 3.2: Illustration of the distribution functions at the boundary of D2Q9 lattice, reproduced
from [16]. The solid dots are fluid nodes, and the hollow dots are ghost nodes, used to impose the
periodic boundary conditions.

3.2.2 No-slip boundary condition

We use the bounceback algorithm [19] for the simulation of solid walls. The implementation of
this is quite simple, one simply needs to designate a particular node as a solid obstacle and no
special programming treatment is required. From Fig. 3.3, the standard bounceback boundary
condition for D2Q9 model can be expressed as:

fo(X'g pot) = fa(X g, 1), fs(Xx-1,t) = f1(X Bk 1), fo(X'p pi1,t) = fS(XB,k(v t) )
3.12

where the same algorithm applies for all times.

XB,k

® ®
W2 1A

Wall

, o
XB.k—1 XB.k XB.k+1

Figure 3.3: Illustration of the distribution functions for bounceback boundary conditions of D2Q9
lattice, reproduced from [16].
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3.2.3 Open boundary condition

In this thesis, we use this condition on the upper-lower boundaries. For the LB simulations
we apply this condition for the distribution functions [16].. We use the equilibrium distribution
function given by Eq. ( 3.4) for the unknown values of f5(X'g 4, 1), fo(X'5 1, 1), f6(X 5 4, 1) at the
ghost nodes X', see Fig. 3.2. To calculate the equilibrium distribution function one requires the
value of density and velocity at the ghost nodes. Different values of density and velocities lead to
different values of the equilibrium distribution function. The choice of density and velocity at the
ghost nodes impose different hydrodynamic boundary conditions.

3.3 Multiphase Lattice Boltzmann methods (LBM)

Multiphase LBM have become an efficient and robust technique for simulating complex flows
that undergo phase transitions between liquid and vapor [8] [18]. The following are few of the
advantages of multiphase LBM over traditional CFD methods:

1. In LBM non ideal equations of state can be incorporated to accurately describe both liquid
and gas phases [12].

2. LBM automatically recovers the interfacial dynamics and explicit interface tracking is not
required [8] [7] [12], which allows us to simulate coalescence and break up dynamics of the
liquid jetting.

3. In LBM, complex solid boundaries with different wetting conditions are easily implemented,
and the contact line dynamics on the nozzle can be accurately studied [16].

4. LBM has all the features of efficient parallel computing execution, which allows for fully 3D
simulations at a reasonable computational time [17].

For these reasons, multiphase LBM are an excellent option for performing fully 3D simulations
during the whole fluid dynamics process of liquid jetting. There exist many multiphase models
for LBM, all of them with their own advantages and disadvantages [8]. In this research, the
Kupershtokh [12] multiphase method is used. This model allows for incorporation of arbitrary
EOS to describe the phase separation. In addition, the Kupershtokh model is able to achieve high
density ratios ~ 107 between the liquid and vapor phases. These features of the Kupershtokh
model are both key factors for simulations of liquid jetting in inkjet printing. In the next section,
the Kupershtokh model will be described.

3.4 Kupershtokh multiphase LBM

Special mesoscopic forces are required for simulating the vapor-liquid phase transition in LBM.
These forces act between every pair of neighbor nodes. One of the most typical LB multiphase
models is the one implemented for Shan and Chen [19], where the total force acting on a fluid
node is:

N
F(z) = 1(p(x)) Z with(p(x + ;))e; (3.13)

where w; are the coefficients for basic and diagonal directions in the lattice (see table 3.1), and ¢
is the interaction potential:

¥(p) = po(1 — exp(—p/po)) (3.14)

in this model, phase transition is possible for some values of py, which is an arbitrary constant.
The EOS for this model has the form

P = pf — aw,1)? (3.15)
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where « and w; depend on the model, for example, « = 3/2 and wy = w;/4 in the D2Q9 model.
The Zhang and Chen multiphase model allows for incorporating arbitrary EOS [12]. In this
model the total force acting on a fluid node is expressed as the gradient of a special potential,

which depends on the EOS
F=-VU, U=P(p,T)—pb (3.16)

The Kupershtokh model [12] is based on the Zhang and Chen model. In Kupershtokh, the
mesoscopic force is expressed as a function of a special function ® as follows

F =F(V,) (3.17)

where ® is constructed in such a way that any arbitrary EOS can be included into the model and
is defined as

@ (p, T) = _U(/j7 T) (318)

where U is the reduced potential U = UAt?/p.h, h is the lattice spacing.

In this case, U = kP — pf represents a potential function which depends on the particular
EOS, with 6 = 0(At/h)? = 1/3. The coefficient k = 1; Ahg is related to the simulated material,
which for most inert gases it is k ~ 0.01. Throughout this thesis, the van der Waals EOS will be
used, and it can be expressed as

_ 8pT
pP= 7'0 — 357 (3.19)
3 _
where the quantities are expressed in reduced variables: P = P/P., p = p/p., T = T/T., where
T., P. and p,. are the values at the critical point. The numerical approximation of this force for

the D2Q9 and D3Q19 LBM models is

N
=4 AZwi<I>2(x +e)e + (1 —24)P Zwl T +e;)e; (3.20)

i=1

where e; = ¢; At and the constant 5 is equal to 18/3 and 6 for the D2Q9 and D3Q19, respectively.
In this force, the coefficient A is a free parameter which can be adjusted in order to fit the simulated
and theoretical liquid-vapor coexistence curves.

Throughout this research the van der Waals EOS will be used. It was found in [12] that
for the Kupershtokh model with vdW EOS, the simulated coexistence curve virtually coincides
with the theoretical curve for temperatures T' in the range 0.4 < T < T,. In addition, with this
configuration of parameters density ratios of the order of 1 x 107 are achieved [12].

Fig. 3.4 shows the simulated coexistence curve for Kupershtokh model with van der Waals
EOS and for A = —0.152 and k = 0.01. For this curve, a 2D spherical droplet (R = 40 [lu]) was
initialized in the center of a rectangular domain (144 x 144 [lu]) and the temperature was varied
through the simulation. Fig 3.5 shows that the density ratio p;/p, increases as the temperature
T decreases. In inkjet printing applications, the density ratio is of the order of 1 x 10%. In our
simulations, this density ratio is achieved for temperatures around 7' = 0.3. In addition to the
density ratio, surface tension is a key parameter to describe the behavior of liquid jetting. The
next section describes the procedure to estimate the surface tension in our simulations.
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Figure 3.4: Liquid-vapor coexistence curve for kupershtokh multiphase model with van der Waals
equation of state. Liquid p; and vapor p, densities are plotted as a function of the reduced
temperature T. The value of the parameters are: A = —0.152 and % = 0.01. In this simulation, a
2D spherical droplet with R = 40 [lu] was initialized in the center of a rectangular domain with

dimensions of 144 x 144 [lu].
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Figure 3.5: Liquid-vapor density ratio p;/p, as a function of the temperature 7. This density
ratio corresponds to the phase diagram presented in Fig. 3.5 The density ratio required for inkjet
printing is of the order of p;/p, ~ 1 x 103. In this plot the desired density ratio was achieved for

temperatures 7' < 0.4.
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3.5 Estimating surface tension

The Laplace equation (Eq. 2.34) can be used to estimate the surface tension in our simulations.
For this task, a set of droplets of different radius R are simulated. To calculate the surface tension,
v, the difference in capillary pressure AP inside and outside each droplet has to be measured. The

0.0018
0.0016 f
0.0014 f
0.0012
0.001 f
0.0008
0.0006 f
0.0004 f
0.0002
0

I(x)= 3.25e-02x + 8.90e-06

Pressure diff., A P/2 [LU]

0 001 002 003 004 005 006
Curvature, 1/R [LU]

Figure 3.6: Plot of curvature of the droplets 1/R vs pressure difference inside and outside the
droplets AP/2 . The slope of the linear fit gives the value of the surface tension v = 3.25 x 1072
[lu mu ts=2]. In the simulations, the parameters are: k = 0.01, T = 0.7, and the radius R were
varied from 20 to 70 [lu]. In this plot, the red droplets illustrate the relative sizes of the droplets
for each point.

radius R of the droplet can be estimated as follows [14]:

M — NN, p,\ />
Rp = ("Lyp> (3.21)
7(p1 — po)

where M is the total mass of the system, and N, and N, the size of the domain in X and Y
directions, respectively. The capillary pressure AP can be obtained by measuring the densities
inside p; and outside of the droplet p, and converting them to pressure P via the EOS. Once R
and AP are measured, the slope of the plot 1/R vs AP/2 gives the surface tension, see Eq. 2.34.
Fig. 3.6 shows results for a set of droplets, yielding a surface tension v = 3.25 x 102 [lu mu ts—2].
The Kupershtokh parameters in this simulation are k& = 0.01, 7' = 0.7, and the radius R of the
droplets was varied from 20 — 70 [lu].

One minor drawback of our numerical scheme is that there is a coupling between density ratio
p1/p» and surface tension v. As shown in Fig. 3.7, surface tension 7 increases as temperature T
decreases. From Fig 3.5 and Fig. 3.7 this implies 7 increases along with the density ratio p;/ps.
In addition, Fig. 3.7 shows 2D images of a droplet at two different temperatures. From these
images, we can see that the thickness of the liquid-vapor interface decreases as the surface tension
increases. In the next section we present the modeling of the wetting conditions.
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Figure 3.7: Plot of surface tension v of a 2D droplet vs temperature 7. In our simulations, the
surface tension v and density ratio p;/p, increases as temperature decreases, see Fig. 3.5.

3.6 Modeling of the wetting conditions

In multiphase LBM, wetting conditions between fluids and solid surfaces can be modeled by
incorporating an adhesive force between fluid and solid nodes [19]. Lets consider a solid node that
interacts with a fluid node which has a density p,,. If the density of the fluid node is imposed at the
solid node, it leads to a zero gradient of pressure between these two nodes i.e. a neutral wetting
condition with a contact angle equal to 90 degrees. To impose a different wetting condition, we
mirror the density and then we modify the value of the pseudopotential & when the fluid node
interacts with the solid node. In this case, the pseudopotential ®,, which accounts for the wetting

conditions is
b, =d—w (3.22)

where the parameter w controls the wetting conditions and is a free parameter in our simulations.
The wetting conditions imposed by the choice of w can be quantified by measuring the contact
angle of a droplet sitting on a solid surface. The procedure for measuring the contact angles is
described in the following section 3.7. The results of the simulated contact angles are presented
in section 3.8.

3.7 Geometrical determination of contact angles (CA)

In order to determine the contact angles, the surface of the liquid phase must be located within
the liquid-gas interface. As shown in Fig 3.7, this interface is a thin transition layer of fine width
where the density changes smoothly. The droplet surface is defined as a set of points, each one of
which connects a gas node and a liquid node. A gas node is defined as a node that has a density
smaller than the mean density. A liquid node has density greater than the mean density. The
mean density is defined as follows

+ v
Pm = AL 2 P (323)

where p; and p, are the liquid and vapor densities, respectively. Fig 3.8 illustrates the procedure
for finding the surface of a liquid droplet. For this example, a droplet is situated in the center of
a rectangular domain. To find the surface of the droplet, the density in the center of the domain
is plotted as a function of the Y coordinate. From this plot, the points that belongs to the liquid
surface are estimated, and the radius of the droplet calculated.
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Figure 3.8: Illustration of the procedure used to find the surface of a droplet. Left panel: image
of a spherical droplet in the center of a rectangular domain. Right panel: one dimensional plot
for the density p of the droplet presented in the right panel, as a function of the position along a
line parallel to the Y-axis.

Now that the droplet interface can be located, the contact angle § can be estimated. This
estimation is based on a geometrical approach [15] in which the sessile droplet is assumed to be a
perfect spherical segment. From this spherical segment, the base b, height i and radius r have to
be measured and the contact angle 6 is estimated as follows

b/2
6 = 7 — arctan L — h} (3.24)

Fig 3.9 shows a graphical description of the geometrical approach for the estimation of contact
angles. In our simulation,the base b of the sessile droplet was measured at a distance of two nodes

h

h—r T

b/2

Figure 3.9: Geometrical determination of contact angle, figure reproduced from [15].

from the solid wall, and the height h was measured at the center of the droplet.

3.8 Contact angles as a function of the wetting parameter

The plot showed in Fig. 3.10 demonstrates that different contact angles can be obtained by ad-
justing the wetting parameter w. When the parameter w varies between —0.04 to 0.04 the contact
angle varies from 6 = 36 to § = 151, respectively. In these simulations the domain is 144 x 384 x 384

22 Fully 3D numerical investigation of liquid jetting



CHAPTER 3. SIMULATION METHOD

[LU], the upper and lower boundaries are solid walls, and the east and west boundaries are peri-
odic. Here The vdW EOS is used with & = 0.01, T' = 0.08, and the liquid density p; = 1.95345
and the vapor density p, = 0.261737. For the simulations, a spherical 3D droplet of radius R = 40
[LU] is initialized in contact with the solid wall.
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Contact angle, 6 [deg.]
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Figure 3.10: Contact angles for a fluid interacting with a surface as a function of the control
parameter w. Simulation domain is 144 x 384 x 384 with solid walls in the upper-lower boundaries
and periodic in the east-west boundaries. A droplet with R = 40 [lu] is initially in contact with
the solid wall; it is simulated till equilibrium is reached. The red droplets represent the regions of
wetting, non-wetting and neutral wetting conditions.

Fig 3.11 shows fully 3D droplets with wetting, neutral and non-wetting contact angles. In these
images, from left to right wy; = 0.04, 6; = 36; wo = 0.00, 62 = 90; and w3 = —0.04, 63 = 151.

Figure 3.11: Simulation of 3D droplets wetting, neutral, and non-wetting contact angles. These
wetting conditions are obtained by the force balance controlled by the parameter w. For this
simulation w; = 0.04, #; = 36; w2 = 0.00, #> = 90; and w3 = —0.04, O3 = 151.

In this chapter we reviewed the necessary concepts that allow us to use the multiphase Lattice
Boltzmann method for the simulations of liquid jetting. With this numerical model we performed
the simulations that are presented in the next chapter.
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Chapter 4

Numerical simulations

In the previous chapters, we presented the theoretical and numerical framework of our multiphase
numerical model. Our model, in principle, is able to simulate density ratios of the order of 1 x 107.
In this model we can easily impose open, periodic, and no-slip boundary conditions in complex
geometries; in addition, in this model we can accurately control the wetting conditions in our
simulations. Now we have the necessary framework to simulate fully 3D liquid jetting and to study
the role of nozzle wettabilitty in the liquid jetting. In this chapter, we present our results for the
3D simulations. First, the geometry of the system is introduced in section 4.1. Second, a non-
dimensional analysis of the problem is presented in section 4.2. Third, an estimation of the LB
parameters is performed in section 4.53. Finally, we present results of the fully 3D simulations and
the role of nozzle wettability on liquid jetting (section /.4 and 4.5).

Liquid Chamber —
Solid Wall —

Vapor —

z

Jéy """"""""

X

Figure 4.1: Schematic representation of the 3D nozzle geometry. In the computational domain
every node is either a fluid node or a solid node. This model has a liquid chamber (fluid), nozzle
(solid) and vapor channel (fluid). For the boundary conditions: upper and lower are open, east-
west and front-back are peridodic, and no-slip in the nozzle.
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4.1 Nozzle geometry

Fig. 4.1 shows a schematic view of the 3D nozzle geometry. In the computational domain every
lattice node is either a fluid node (liquid and vapor chambers) or a solid node (nozzle). In the
nozzle the bounceback algorithm is applied to mimic a non-slip boundary condition. The boundary
conditions in our model are: upper and lower are open, and east-west and front-back are periodic.
Fig. 4.2 shows the relevant parameters of the geometry. They are radius of the nozzle (R,),
velocity of the liquid at the nozzle (U,,), width of the chamber (R.) and length of the channel
(H). With these parameters and the properties of the liquid, we can calculate the non-dimensional
groups of the system, and then we can estimate the Lattice Boltzmann parameters to make our
simulations analogous to reality.

x=0

Nozzle Inlet — |
Nozzle Outlet ———----= I 1

r‘y

O A

Figure 4.2: Image of a 2D slice of the domain. The relevant parameters of the geometry are:
nozzle radius R,, velocity of the liquid at the nozzle outlet U,, width of the chamber R., and
axial-length of the channel H.

4.2 Non-dimensional groups in inkjet printing

Surface tension, inertia, and viscosity can be used to describe the behavior of liquid jetting. To
characterize the relative importance of these quantities we introduce the Reynolds (Re) and Weber
(We) numbers as follows:
U,R U2R
Re:pln n7 We:ﬁln n
H Y

where p; is the density of the liquid, U, its velocity at the nozzle outlet, p its dynamic viscosity,
R,, is the radius of the nozzle, and -y is the surface tension. Additionally, a third non-dimensional
number, the Ohnesorge number (Oh) describes the ratio between surface tension and viscosity:

on=YWe _ (4.2)

Re vpiyRn,

(4.1)

For optimal printing conditions the liquid jetting should have enough kinetic energy to eject
from the nozzle, overcoming surface and viscous forces, characterized by We and Re. In addition,
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Figure 4.3: Non-dimensional parameter space map. It is suggested that stable operation regime
of DoD printing is quoted by the black and pink lines, which represent pair of values of Ohnesorge
and Reynolds numbers [9] [2]. Each color points on the plot represent a DoD inkjet system, which
belongs to different regimes such as typical parameters in red color, high velocities, plotted in blue,
and high viscosities, plotted in green. The values of these parameters are shown in Table 4.1.

optimal liquid jetting avoids satellite droplets and splashing onto the substrate, characterized by
Oh. Tt is suggested in [2] that if Oh > 1, viscous forces will prevent jetting. On the other hand,
if Oh < 0.1, surface forces dominate resulting in large number of satellite droplets [2]. It is also
suggested in [9] that liquids can be optimally printed if Oh and Re follow the relations:

Oh > 50/Re®*,  Oh < 2/Re (4.3)

These four suggested inequalities for Oh define a region called the printable fluid region [2]. This
region is shown in Fig. 4.3 enclosed by the black and purple lines. Fig. 4.3 also contains color
points which represent the Re and Oh numbers for various inkjet printing systems. The red points
represent real DoD inkjet printing systems [9]. The blue and green points represent hypothetical
printing systems with relatively high velocity (high Re), and high viscosity (high Oh), respectively.
This parameter space map offers a useful guide for selecting the physical properties of the domain
and the liquid for our simulations.

Additionally to the Re, We, and Oh numbers, we need to consider a fourth non-dimensional
number that represents the pressure pulse that drives the liquid jetting. This pressure difference
across the nozzle and the resulting inertia of the liquid are time-dependent. In order to jet the
liquid, the transient inertia must overcome surface and viscous forces. To characterize the relative
importance between these forces the Womersley [16] (Wo) number is introduced:

2
Wo =R/ # (4.4)

where the angular frequency w is the reciprocal value of the characteristic time scale of the problem.
The modeling of the pressure pulse is presented in the next section.

4.2.1 Velocity pulse in the nozzle

We model the pressure pulse as a time-dependent velocity (inflow) boundary condition defined as
follows:

Un(t) = Up—maz exp[—&*t?] cos[wt] (4.5)
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Parameter Symbol  Value SI units ‘
Density of liquid ol 1.0 x10? [kg m~3]
Radius of nozzle R, 10.0 - 70.0 x10~%  [m]

Velocity at the nozzle Un, 5.0 - 15.0 [ms~!
Surface tension 0% 20.0 - 70.0 x10~3  [kg s~ 2]
Viscosity i 1.0-50.0 x1073  [kgm~! s71]
High viscosity W 60.0 - 90.0 x10~2  [kg m~ T s71]
High velocity at the nozzle U, 20.0 - 60.0 [m s~1]

Small radius of nozzle R, 1.0-10.0 x107%  [m]

Table 4.1: Set of parameters in SI for different DoD inkjet printing systems. Combinations of
these parameters are plotted in the non-dimensional parameter space in Fig. 4.3.

where U, _mq, is the maximum velocity at the nozzle, w is the frequency, and & is a constant
that controls the damping of the pulse. A typical velocity pulse from our simulations is plotted in
Fig. 4.4, for Uy —maz = 9 [m/s], £ = 1.87 x 10* [1/s], and w = 1.04 x 10° [1/s].

Velocity, U,, [m/s]

0 20 20 80 80 700
Time, t [us]

Figure 4.4: Plot of the velocity pulse given by Eq. 4.5. In this plot, the parameters in SI units
are: Up_maz = 9 [m/s], € = 1.87 x 10* [1/s], and w = 1.04 x 105 [1/s].

In the last two sections the non-dimensional groups Oh, Re, We and Wo were introduced.
Based on these numbers, the Lattice Boltzmann parameters for our simulations are estimated in
the next section 4.3.

4.3 Estimation of the Lattice Boltzmann parameters

To simulate the flow conditions in the nozzle of a real inkjet printer the Oh, Re, We and Wo
numbers should be identical in both the simulation and reality. This presents some challenges
for our numerical model. There is a restriction on the maximum velocity in the system due to
the fact that LBM provides a solution for flows only in the incompressible regime [19] [16] [17].
Further, there is also a restriction on the size of the computational domain, which is related to
the computational infrastructure available. Finally, our numerical model has a coupling between
density ratio and surface tension, as shown in section 3.5. As a result, the estimation of the LB
parameters for our simulation is a delicate task. Based on the practical knowledge of our system, to
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calculate the LB parameters we consider a balance between the capabilities of our computational
infrastructure, the real system we want to simulate, and the desire to get a high density ratio
(p1/pv = 2 x 10%). We propose the following procedure for estimating the LB parameters:

1. obtain the parameters of an inkjet printer in SI units,
2. calculate the dimensionless numbers Oh, Re, We, and Wo, and
3. estimate the Lattice Boltzmann parameters as a function of the non-dimensional groups.

As an example of this estimation, let us consider the parameters in SI units presented in table 4.2.
These parameters were found in [9].

’ Parameter Value ST units ‘
R, 15.00 x10°  [m]
Up—maz 9.00 [m s~1]
oi 1.00 x10° [kg m~3]
Do 4.67 [kg m~?]
ol 8.00 x10~2  [kg s~ 2]
L 5.00 x1073  [kg m~!s71]
w 1.04 x10° [s71]

Table 4.2: Parameters in SI units of a real inkjet printer. The non-dimensional numbers for the
system are: Re = 27.00, We = 14.28, Oh = 0.14, and Wo = 5.44. The Re and Oh numbers define
a point inside the parameter space map, as shown by the red point in Fig. 4.5. This point lies
inside the printable fluid region of the map.

The non-dimensional numbers for this system are: Res; = 27.00, Weg, = 14.28, Ohgs = 0.14 and
Wos = 5.44. The values of Re; and Ohg define a point inside the printable fluid region of the
map, as shown by the red point in Fig 4.5.
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Our fully 3D simulations ¢
Srivastava, 2014 (2D axis)
He, 2016 (2D) =
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Figure 4.5: Space map for the Lattice Boltzmann simulations of liquid jetting. The red dot
represents our fully 3D simulations, the blue dot is from a 2D simulation [7], and the green dot a
2D axisymmetric simulation [16].

Now, we need to find a set of LBM parameters that match the Re; and Wes numbers:

UZR, U, R,
Wes = M, Re, = (4.6)
v v
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For We,, the temperature T of the system defines the density p; and surface tension . Therefore,
the velocity U, can be expressed as a function of R,, as follows

YWes 1 1
_ =TI 4.7
Pl V Rn Vv Rn ( )

where IT = II(T) is a constant, Fig. 4.6 shows the contour lines for 7' = 0.4 and T' = 0.8.
For Reg, the relaxation parameter 7 = % + = gives the kinematic viscosity v, analogously the
velocity U, is expressed as a function of R,, as follows

Un

1 1
Un = VReSRin = ZRin (48)

where Z = Z(7), Fig. 4.6 shows the contour lines for 7 = 0.9 and 7 = 1.3.
The region enclosed by the contour lines of Weg and Re, gives the appropriate values of R,, and
U, for the Lattice Boltzmann simulations. Note that the velocity in our system has to be U,, < 0.1

due to the incompressibility of our method. In the next section a procedure for converting Lattice
Boltzmann units to SI units and viceversa is presented.

0.1

0.08 f

0.06

0.04 }

Nozzle velocity, U, [LU]

0.02}f

0 50 100 150 200 250 300 350 400
Nozzle radius, R, [LU]

Figure 4.6: Phase diagram for selection of LBM parameters. This plot represents a system with
Re = 27, Oh = 0.14, and Wo = 5.44. The enclosed region between red and blue lines represent
LB systems that match the non-dimensional numbers. Each point in the enclosed region has a
unique value of U,,, R, 7, and T

4.3.1 Unit conversion

This research is focused on industrial applications of inkjet printing. For this reason, it is desired
to express all the quantities of our simulations in the international system of units, SI units. Here
we present the procedure proposed in [16] to convert the parameters from Lattice Boltzmann units
(LU) to ST units. For this task, only three basic dimensions are considered: mass [M], length [L],
and time [T]. Any physical quantity in the system can be expressed as a product of these basic
quantities as follows

[q] = MeLPT® (4.9)
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In the inkjet system, the characteristic length, mass and time scales are: R,, pyR3, and w™!,

respectively. With these scales any physical quantity ¢ can be non-dimensionalized as follows

q

q*x = 4.10
(0 (B2 () (10
where ¢x is dimensionless and «, 8 and -y are determined by the dimensions of g.
For the system presented in table 4.2, the characteristic scales in SI units are: U, =9 [m/s],

R, =15 [um], pp = 103 [kg/m3], v = 0.08 [N/m], u; = 0.005 [kg/m/s] and w = 1.04 x
10° [Hz]. For these quantities, the dimensionless groups are: Re = 27.00, We = 14.28, Oh =
0.14, and Wo = 5.44.

First, T = 0.43, and 7 = 1.00, which leads to R,, = 45 and U,, = 0.1 in LU. The values of
pr = 2.572, p, = 0.012, and ~ were dictated by T = 0.43. The density ratio is: p;/p, = 214.
In addition, 7 = 1 in combination with the density gives pu; = 0.428. This set of parameters in
combination with Wo = 5.44 gives us w = 3.88 x 10~* in LU. Now, we use the phasediagram
presented in Fig. 4.6

Finally, the rule presented in Eq. 4.10 is used to calculate the values of ¢* for all the parameters.
The table 4.3 present the results for the estimation of the LB parameters and the conversion factors
between systems of units. In the next section, we present the simulations performed with this set
of parameters.

[q [LU K [ ST (kgms) [ [q] |
Ax | 1.00 2.20x1072 | 3.30x10~7 | L
Am | 1.00 4.26x107% | 1.44x1078 | M
At | 1.00 3.88x10~* | 3.73x107° | T
R, | 45 1.00 1.50x107° | L
R. | 240 5.33 7.99x107° | L
H 1104 24.53 3.67x107* | L
U, |01 5.70 9.00 LT T
ol 2.572 1.00 1.00x 103 ML—3
Do 0.012 4.66 x 1073 | 4.67 ML-3
v 0.08 2.20 8.00x1072 | MT?
i 0.428 0.21 5.00x107% | ML-'T-!
w 3.88x107% | 1.0 1.04x10° T-1
¢ 7.22x107° | 0.18 1.87x10% T!

Table 4.3: Table for parameter conversion between LB, SI units and other simulation methods.
The set of parameters correspond to the following dimensionless numbers: Re = 27.00, Oh = 0.14,
and Wo = 5.44. The LB parameters: U,, R,, pi, ti, 77, and w where calculated with the phase
diagram presented in Fig 4.6. The density ratio for LB is equal to 214. Fully 3D simulations for
these parameters are shown in Fig. A.1.

4.4 Fully 3D numerical simulations of liquid jetting

In the previous chapters, we presented the theoretical framework and a detailed analysis of our
multiphase numerical model. Now we are capable of performing fully 3D simulations of liquid
jetting, and also capable of measuring the relevant parameters of the jetting, for example, densities,
velocities, contact angles, isovolumes, and positions of the liquid droplets. The results of our
simulations are presented here.

Fig. 4.7 shows qualitative numerical results of a 3D liquid jetting. This image shows a visu-
alization of an isovolume of the density, which represents the liquid phase. The geometry used
for this simulation is shown in Fig. 4.2 and the parameters in SI and LB units are presented in
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Figure 4.7: Qualitative numerical results of 3D liquid jetting. The red droplet is an isovolume
of densities, p;so > pm, where p,, is defined in Eq. 3.23, therefore, the red droplet represents the
liquid phase. The density ratio in this case is p;/p, = 214. Times are expressed in [ps]. From left
to right we can observe: (a) meniscus, (b) stretching of the liquid, (¢) pinch-off at the nozzle, (d)
head droplet, (e) tail droplet, (f) pinch-off behind the head droplet, and (g,h) satellite droplet. The
geometry and set of parameters for this simulation are shown in Fig. 4.2 and table 4.3, respectively.
Time series of this drop formation are shown in Fig. A.1.

table 4.3. The density ratio in this simulation is p;/p, = 214. In this image we can observe the
main stages of the drop formation process, which are summarized as follows:

In the initial stage (¢ = 0.37 [us]) the meniscus shows a typical parabolic profile. We can ob-
serve at t = 11.19  [us] that the liquid is stretching due to surface tension effects. This stretching
leads to the formation of the head droplet (¢t = 11.19—31.70 [us]). Next the pinch-off at the nozzle
is observed at ¢ = 26.11 [us] and tail drop formation at ¢t = 29.84 [us]. After the pinch-off at
the nozzle, a second pinch-off takes place behind the head droplet (t = 31.70 [us]). This second
pinch-off breaks the jet into two parts, a head droplet and a ligament (¢t = 35.43  [us]). In the last
stage, the ligament contracts to form a secondary droplet, a satellite droplet (¢t = 55.95 [us]). A
complete time series of this drop formation is showed in Fig. A.1. From the simulations, we can
also obtain information about particular points inside the liquid region, for example the positions
and velocities of the head droplet, tail droplet, and tip of the tail.

Fig. 4.8 shows plots for the positions and velocities as a function of time of the head droplet
(c), tail droplet (a) and tip of the tail (b). To find the surface of the liquid jet, we used the
algorithm presented in section 3.7, once the points are found, we can measure the velocity at these
particular points. In the left panel, we can observe the time of pinch-off from the nozzle, and the
time of pinch-off behind the head droplet. In addition, from the positions of (a) and (b) we can
observe the contraction of the ligament into a satellite droplet.

In the right panel, the velocities of (a), (b) and (c¢) are plotted as a function of time. In this
plot, one can observe the maximum velocity of the meniscus (U =2 9 [m/s]), which is imposed
by the maximum velocity of the velocity pulse (U, =9 [m/s]). In addition, we can observe that
after some time, ¢t = 60 [us], both the main and satellite droplets reach a final common velocity,
U =39 [m/s]. In this velocity plot (Fig. 4.8), we can also observe fluctuations between the
velocity of the tail droplet (a) and the velocity of tip of the tail (c). It is observed that when the
velocity of (a) is at a maximum, at the same time the velocity of (b) is at a minimum and vice
versa.

To recapitulate, in this section, we have presented results of the 3D simulations of liquid
jetting. This results qualitatively show that we have set up a computational tool that is capable
of simulating the whole drop formation process in inkjet printing. In addition, our approach shows
that we are able of measuring the relevant physical quantities in the system. To end this section,
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Figure 4.8: Left panel: position of the head droplet (c), tail droplet (a), and tip of the tail (b),
as a function of time. The surface of the liquid jet was found with the algorithm presented in
section 3.7. Right panel: velocity magnitude of (c¢), (a), and (b) as a function of time. In this
image we can observe that initially the meniscus has a maximum velocity, U 29 [m/s], imposed
by the maximum velocity, U, =9 [m/s], of the velocity pulse; in addition, we can observe that
both the main and head droplet reach a final common velocity, U = 3.9 [m/s]. Fig. A.3 and
Fig. A.2 show colorbar images of the velocity magnitude and isovolumes of the density of the
jetting as a function of time, respectively.

we highlight three aspects that show the achievements of our simulations when compared with
similar attempts ([16]) to simulate liquid jetting with the multiphase LBM: (i) our simulations
have a higher density ratio 224 vs 10, (ii) our model is capable of simulating liquid jetting with
parameters that lie inside the printable fluid region of the parameter space map (see section 4.2),
and (iii) our simulations do not show numerical enhanced evaporation of the satellite droplets.
Now that we are capable of perform the 3D simulations of liquid jetting, in the next section, we
present a preliminary investigation of the role of nozzle wettability in the liquid jetting.

4.5 The role of nozzle wettability in the liquid jetting

The research topic presented here is motivated by experiments that have been carried at the
laboratories in Océ technologies. These experiments suggest that structural defects in the nozzle,
such as non-homogeneous wetting conditions, may play an adverse role on the liquid jetting. These
defects could change, for example, the size and shape of the droplets, and could also deviate the
jet from its axial trajectory. If these effects appear in a real inkjet printer, they could drastically
compromise the quality of the printing. At this time, we have not found numerical investigations in
this topic. We think that these investigations ideally must be performed in a 3D domain, because
the undesired effects are in principle not axisymmetric.

In this context, we use our computational toolbox to perform a preliminary investigation of
the role of non-symmetric wetting conditions in the nozzle. In this first study, we set up a simple
case which simulates a nozzle that has a wetting condition in one half of it, and a different wetting
condition in the other half. The 3D geometry for these simulations is shown in Fig. 4.1 and
the configuration of the non-homogeneous wetting conditions is illustrated in Fig. 4.9. The non-
symmetric wetting conditions in the nozzle are imposed by the wetting parameters w; and ws.
It results in two different contact angles in the nozzle, #; in one half and 6> in the other half,
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respectively.

Fig. 4.10 shows qualitative numerical results of a simulation with non-symmetric wetting con-
ditions in the nozzle, where in one half §; = 36 and in the other half #; = 151. In this figure,
we can see that the jetting shows a different shape as compared with a jetting ejected from a
nozzle with symmetric wetting conditions. In addition, a similar comparison shows that the head
droplet does not have a typical symmetric profile. The parameters in LB and SI units for these
simulations are presented in table 4.4.

q LU ST Units [q]
R, | 45 1.50x107° | L

R, | 288 7.99x107° | L

H | 1440 3.67x107* | L

U, | 0.1 9.00 LT !

o | 1.95345 1.00x10% | ML—3

po | 0.261736 134 ML—3

v | 0.017 2.30x1072 | MT2

W | 0.428 6.50x1073 | ML—1T-1
w | 3.88x10~% | 7.84x10° | TT

Table 4.4: Table of parameters in LB and SI units for the simulations with non-homogeneous
wetting conditions in the nozzle. The set of parameters correspond to the following dimensionless
numbers: Re = 20.50, We = 51.7 and Wo = 4.74.

The non-symmetric wetting condition may also influence the contact line dynamics in the
nozzle. Fig. 4.11 shows images of the contact line in the nozzle. In this image, we can observe
that there exist two different contact lines in each half of the nozzle, and we can also observe that
the liquid jetting pinches-off first on the side of the nozzle that has a non-wetting contact angle,
0, = 151. This qualitative results illustrates the influence of the non-symmetric wetting conditions
in the shape of the droplet and contact line.

Now we investigate if these conditions in the nozzle also deviate the liquid jetting from its
axial trajectory. Fig. 4.9 illustrates this problem, where a droplet hypothetically deviates from its
axial trajectory. For this task, we measure the trajectory of the center of mass of the jetting as a
function of the non-symmetric wetting conditions in the nozzle. This center of mass is calculated
from an isovolume of the density, which represents the liquid phase. This isovolume is defined as
a set of points inside the domain, where each point has a density greater than the mean density
defined in Eq. 3.23. Once the isovolume is calculated, we measure the center of mass of the liquid
jetting as follows:

n n
CM(x,t) = %Zpiazi, M:Zpi (4.11)
=1 i=1
where n is the number of points inside the isovolume, x; and p; are the position and the density
at the point i, respectively, and t is the time. Note that computing the center of mass is a
relatively demanding task, because our domain contains 119439360 nodes, and every node has its
own density and positions.

Fig. 4.12 shows the trajectories of the center of mass of the jetting for different combinations
of wy and wy. In these set of simulations, we maintain half of the nozzle with a fixed wetting
condition, w; = 0.4, which represents 6; = 36. The value of ws will be varied from wy = 0.4 to
wg = —0.4, which imposes contact angles from 65 = 36 to 3 = 151, respectively. The left panel
shows the position of the center of mass in the center of the domain in a plane parallel to the Y
axis. This is a 2D plot, because the center of mass does not deviate in the direction parallel to
Z, see Fig. 4.9. In this plot, we can observe that the non-symmetric wetting conditions in the
nozzle deviate the trajectories of the jetting in the direction paralel to Y. The plot also shows that
by increasing the difference of contact angles, A = |#; — 61|, the deviation, R4e,, increases. To
estimate the value of the angle o and the deviation Rg.,, we applied a linear fit to the trajectories.
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Figure 4.9: Left panel: Schematic top view of a nozzle plate with non-symmetric wetting condi-
tions. The parameters w; and ws represent a particular wetting condition, 61 and 62, in the nozzle
surface. Right panel: Side view of the 3D geometry. This image illustrates the deviation of the
droplet from its perfect axial trajectory. The angle o and deviation distance R4, depend on the
combination of wetting conditions w; and wy on the nozzle.

From the linear fit, we calculated the deviation, Rg.,, as a function of ws, and for different lengths
of the channel, Lye,. Fig. 4.12 shows these results of the deviation, R4.,, as a function of the
wetting condition wo and for different lengths of the channel Lg4.,. It was found that for a channel
of 2 [mm] length, the center of mass of the droplet can deviate 25 [um], in the case of §; = 36
and #; = 151. Note that this deviation, Rge,, is equal to zero for the case of symmetric wetting
conditions, A8 = 0, in the nozzle.

Now we calculate the Y velocity of the center of mass as a function of the wetting conditions.
Fig. 4.13 shows a plot of the trajectories of this center of mass as a function of time. From this
trajectories, we apply a linear fit to the tail of the plot to obtain the final velocity of the droplet,
U. This final velocity of the center of mass increase as Af = 05 — 0, increases. It implies that by
increasing the value of Af, the liquid jetting acquire a higher momentum in Y direction. For a
nozzle with symmetric wetting conditions, this velocity is equal to zero.

In this section, we applied our computational tool to study the role of non-symmetric wetting
conditions in the nozzle. The results have shown that these conditions modify the shape and
symmetric profile of the liquid droplets, and ligaments. It was also found that these conditions
lead to two different contact lines in each half of the nozzle. Finally, the results have shown that
these non-symmetric wetting conditions deviate the liquid jetting from its perfect axial trajectory.

In the next section, we briefly discuss some conclusions of this thesis.
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Figure 4.10: Qualitative numerical results of the simulations with non-symmetric wetting condi-
tions in the nozzle. In this image, we can observe the effects of these wetting conditions, which
result in changes in the typical dynamics and shape of the droplet and ligament. In this simula-
tion, the left side of the nozzle has w; = 0.4, and the right side has ws = —0.4, with 6; = 36 and
0, = 151, respectively. The parameters of this simulation are shown in table 4.4.

a) b)

d)

Figure 4.11: Images of a 2D slice in the center of the domain, where red is the liquid phase. This
figure shows that the non-symmetric wetting conditions result in two different contact lines in
each half of the nozzle. The left side of the nozzle refers to a contact angle 6; = 36, and the right
side to 63 = 151. In images a) and b), we can observe that there exist two different contact lines
in each half of the nozzle. In images ¢) and d), we can observe that the liquid pinches-off first on
the right side.
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Figure 4.12: Left panel: Position of the center of mass of the liquid jetting. The jet deviates in
the Y direction. It is a 2D plot, because the center of mass has a perfect axial trajectory in the Z
direction (see Fig.4.9). In this plot, wy = 0.04 and 6; = 36, and the values of 63 were varied from
0> = 36 to 65 = 151. The black lines represent a linear fit, which is used to calculate the value of
the deviation Rge,. Right panel: shows the calculations of the deviation Ry, for different wetting
conditions, Af = 05 — 01, and for different channel lengths, Lge,.
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Figure 4.13: Left panel: Plot of the Y coordinate of the center of mass of the jetting as a function

of time. The value of #; = 36 and 6 is varied from 65 = 36 to 5 = 151. In this plot, a linear fit
of the tail of the plot gives us the value of the velocity, U, of the droplet. Right panel: the values

of the final velocity, U, are plotted for different wetting conditions.
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Chapter 5

Conclusions

In this report, we have shown how to numerically simulate liquid jetting in inkjet printing by
using the multiphase Lattice Boltzmann method. We found that the Kupershtokh LB method is
a viable tool for performing fully 3D simulations of real liquid jetting under some restrictions on
Re, We, and Wo, and a restriction on the density ratio between the liquid and vapor phase, p;/p,.
Many of the conditions encountered are intrinsic to the Kupershtokh model and not to LBM in
general.

The results of the simulations qualitatively show that our approach is capable to simulate
the whole drop formation process of the liquid jetting. We also show that the relevant physical
quantities of the system can be quantitatively measure in the simulations. In this simulations, we
were able to obtain a density ratio of the order of 2 x 102, and also able to overcome the numerical
enhanced evaporation that other multiphase LBM models have shown.

Furthermore, we applied our computational tool to study structural deffects in the nozzle,
particularly, the role of non-symmetric wetting conditions in the nozzle. We found that this
non-symmetric wetting conditions can change the typical shape, and symmetric profile of the
liquid jetting. In addition, it was found that this conditions can deviate the jetting from its axial
trajectory. It was found that by increasing the difference in contact angles, A§ = 6, — 01, the
deviation from the axial trajectory, Rge,, increases.

Finally, further improvements in the approach are necessary in order for it to become a more
useful and quantitative computational tool. The major remaining issues include: (1) further
enhancement of numerical stability to achieve higher density ratios; (2) further improvements of
the numerical scheme in order to decouple density ratio and surface tension; (3) including a more
realistic pressure pulse and the acoustic dynamics in the nozzle chamber; (4) and direct comparison
with experimental or other numerical results.
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Appendix A

Numerical results and parameters
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Figure A.1: Time series of qualitative numerical results of 3D liquid jetting, times are expressed
in ps. The red color represents the liquid phase (isovolume of the density). Fig. 4.2 shows the

geometry for this simulation and the parameters in SI and LU units are presented in table 4.3. In
this simulation, the density ratio is p;/p, = 214.
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APPENDIX A. NUMERICAL RESULTS AND PARAMETERS
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Figure A.2: Time series of a slice in the center of the domain showing the density field. The

position of the head droplet, the tail droplet and the tip of the tail are plotted as a function of
time in Fig. 4.8.
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APPENDIX A. NUMERICAL RESULTS AND PARAMETERS
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Figure A.3: Time series of a slice in the center of the domain showing the magnitude of the velocity
field. The velocity of the head droplet, the tail droplet and the tip of the tail are plotted as a
function of time in Fig. 4.8.
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