Do simplifications in the initial set-up matter?
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1 Abstract

The Richtmeyer-Meshkov instability occurs in a number of flow application. Therefore, some experimental and
numerical studies have been conducted. But during the numerical studies some simplifications are made to
reduce computational time. In this paper, there is investigated what the effects are of these simplifications on
the particle cloud. This will be done with two-dimensional simulations of a shockwave hitting particle cloud
with a volume fraction lower than 3 %. The simulations focus on the effect of particle response time, a Gaussian
distributed particle diameter, a random uniform distributed initial particle cloud and particle collisions. Al
these phenomena have an effect to a varying degree on the number density distrubution, the x-location and
width of the cloud

2 Introduction

The first theory describing the instability on the interface of two fluids with different densities caused by the
acceleration of one fluid into the other fluid, was developed by G.I Taylor. His theory describes the growth of
the irregularities on the interface of the two fluids, which later became known as the Rayleigh-Taylor instability
(RTI)[1].

This instability occurs in many flow applications, from high speed combustion too dust explosions. In these
examples a special type of RTT occurs, namely: The Richtmeyer-Meshkov Instability (RMI). A shockwave ini-
tiates the RMI, so the acceleration is no longer constant, and can be seen as an impulsive acceleration. This
impulsive acceleration amplifies the initial perturbation on the interface. Richtmeyer[2] was the first to describe
this problem. His theories were later confirmed by Meshkov][3].

The RMI is a result of misalignments of the local density gradients and the pressure gradients on the interface.
These misalignments generate baroclinic vorticities. These baroclinic vorticities amplify the initial perturba-
tions. This growth of the pertubations enters the nonlinear regime, with blobs of the light density fluid moving
into the heavy density fluid and blobs of the heavy density fluid moving into the light density fluid. [4].

The majority of the studies of RMI focus of on the interface between two fluids with different densities. Far less
studied is the problem of a curtain of particles, which is accelerated by a shock wave. Some studies dedicated to
dispersed phase flows, flows with a dispersed phase of particles, have been conducted. For instance by Boiko el
al [5], who studied the interface between a shock wave and a cloud of particles experimentally and numerically.
Further numerical studies of this problem have been conducted by Jacobs el al [6]. In these numerical studies
the initial particle cloud was simulated as an uniform distributed curtain of particles, with constant diameter.
Furthermore, there are no mentions of a particle collision model in these papers. These simplifications could
cause for differences between the numerical results and reality

In this paper we will build on the previous work of Jacobs el al[6], and study the ways in which the simplifica-
tion of initial particle curtain affects the irregularities on the interface between a normal, moving shock and a



curtain of particles. This is done by varying the particle distribution as well as the diameter of the particles. In
later the stages of this paper, a simple particle collision model will be introduced, to study the effect of particle
collisions.

In the first section the governing equations and the physical model will be given. Next, the numerical model
will be explained. Finally, the initial set-up and the results will be evaluated, followed by the conclusion.

3 Governing equations

The problem is modelled with the particle-source-in-cell (PSIC) method [7]. This method tracks the particles
in a Lagrangian frame and solves the the conservation equations for the carrier flow in the Eulerian frame. In
the rest of the paper, variables with the subscribed p will be particle variables and variables without a subscript
will be fluid variables unless stated otherwise.

3.1 Gas Phase

As mentioned, the conservation equations form the governing equations of the carrier flow. These equations
are given in dimensional form in the next subsection and later the method for rewriting the equations into
non-dimensional form is given.

3.1.1 Dimensional form

The two-dimensional Euler equations in Cartesian coordinates are given below. A source term is added to these
equations to ensure two-way coupling between the carrier flow and the particles.

Qi+ F.+Gy=5, (1)
where
Q = (p, pu, pv, B)7, (2)
F = (pu, pu® + P, puv, (E + P)u)", 3)
G = (pv, puv, pu® + P, (FE+ P)U)T (4)
and 1
P=(y- 1)(E - 5'0(“2 + vQ)), v =14 (5)
This system of equations is closed with the equation of state:
PM?

where the reference Mach number is given by Mycf = Upey/ \ﬂ’yRTr‘3 #). In the simulations the reference Mach
number is set to be unity [6].

3.1.2 Non-Dimensional system of equations

The governing equations shown in the previous paragraph are rewritten in non-dimensional form to reduce the
number of free parameters and thus, to simplify the analysis.

Four reference values are used to obtain the non-dimensional form. These being Urcf, pref, Lres and Tres.
Using these reference values gives nine non-dimensional variables, all non-dimensional variables in the paper are
denoted with a bar on top, except in figures, where all variables are non-dimensional, unless stated otherwise.

u = u/Urefa (7)
0 =v/Urey, (8)
p=p/pref 9)
T = x/LTef, (10)
Y =y/Lyes, (11)
T=T/Tey, (12)
P =P/(pres Uly), (13)
E=E/(pres Ulp), (14)
t=1tUpes/Lyes. (15)



Furthermore, there are two more variables that are used to describe this problem, namely, the Reynolds number
and the particle response time, which is an indicator for the time a particle needs to react to changes in the
carrier flow. Their formula’s are given in equations 16 and 17, respectively.

Re = prefLrerref’ (16)
I
de?)
= t 1

where p is the dynamic viscosity after the shock.
The particle response time will be rewritten in a non-dimensional form.

_ Tp Uref _ ppd?)Uref Reu

b Lref 18,U/L'ref prefLrerref
Repyd?  Rep,d,”

8prefli; 18

3.2 Dispersed Phase
Kinematic equations are used to track the motion of the particles, this is done in a Lagrangian frame. Below
the equation for the particle’s position &, is given.

dZ R
d—tp = T, (18)

where ¥, is the velocity vector.

The particles are accelerated by the drag force on the particles, this is in accordance with Newton’s second law.
Furthermore, the particles are assumed to be spherical and the drag is taken as a combination of pressure drag
and Stokes drag with corrections for high Reynolds and Mach numbers. This leads to the following equation
governing the particle velocity[6]

Tp Up — Uy 1
dt fl( Tp ) Pp VPl (19)
In this equation, ¥y is the velocity of the fluid at the particle position. The first term on the right hand side
of the equation describes the contribution of velocity difference between the particle and the carrier flow to the
particle acceleration. f; in this term is an empirical correction factor [5], which gives results within a 10% of
measured particle acceleration for higher relative particle Reynolds numbers up to Rey = 10,000 and relative
particle Mach number up to My = |f|/\/Tf = 1.2

3 043
fi = 2(24+0.38Re; + 4/Rey) (1 + ezp[WD (20)

The second term describes the particle acceleration caused by the pressure gradient in the carrier flow at the
particle position.
The equation for temperature is given as,

dT), _lﬂ(Tf—Tp) (21)

dt 3 Pr Tp

This equation is derived from the first law of thermodynamics and Fourier’s law for heat transfer. In this
equation the Prandtl number set to be Pr = 1.4, and Nu = 2 + \/Re;Pr%33 is the Nusselt number corrected
for high Reynolds number[6].

3.3 Source term

The momentum and energy generated by the particles affects the carrier flow. The volume averaged contribu-
tions are summed in the a continuum source term, which gives a contribution to the the momentum and energy
equation in 1 as:

-,

gm(f) = ZK(fp’f)Wma (22)



NP
ge(f) = ZK(fmf)(Wm 'ﬁp"i_We)a (23)
i=1
where K(z,y) = K(]Jz — y|)/V is a normalized weighting function that distributes the influence of each
particle onto the carrier flow. The weight functions describing the momentum and energy contribution of a
particle are W, = mp f1(Uf — Vp) /7, and W, = myp(Nu/(3Pr))(T —T),)/7p, where m,, is the mass of a spherical
particle, and IV, is the total number of particles.
In the code, the source term is computed using the computer particles N.. To correct this the source is multiplied
by a factor, namely: the source factor. The source factor is a factor between the real number of particles and
the number in the computer simulation. The formula for the factor is given below.

N,
Fsour(ze = Fpa (24)

4 Numerical model

4.1 WENO-Z

The numerical scheme that will be used too solve the problem is a WENO (Weighted Essentially Non-Oscillatory)
scheme. WENO schemes are based on the ENO (Essentially Non-Oscillatory) schemes. This type of scheme
was first introduced by Liu et al[8]. These schemes were analysed and improved further along the years[9]. The
scheme that will be used to analyse the problem was developed by Jacobs et al and is described in [6].

4.2 Gaussian Distributed Diameter

In order to obtain an Gaussian distribution, the Box Muller method [10] is used. This method transforms two
uniform random values into a Gaussian random value, using the following equation:

d, = \/—2log(r)cos(2ms)o + pur, (25)

where r and s are uniform random variables, o is the standard derivative and pu,. is the mean diameter.

4.3 Collision Model

The Collision model is modification of a collision model made in Iowa University. The collision model uses
Newton’s second law to model the collisions, there is assumed that the two particles have the same mass.

The model will simulated a collision when the distance between the two particles is smaller than the critical
diameter. The definition for the critical diameter is given in equation 26.

(Zcric =12 Jp : Esource : F2D7 (26)

where Fyp is a factor to account for switching from 3D to 2D to model the collisions. This factor are given in
equation 27.
2

To reduce computational time, only the distance between particles that are positioned in the same grid cell is
checked. The grid cell location of the particle (Cell) is computed using the following formula:

_ Lp — Lo
C, = INT<7LQC(N5 —voy + NO), (28)
Yp — Yo
—INT(-—e =%y 2
Cy (Ly(M5—MO) +M0), (29)
Cell = (Cy — NO +1)(C, — MO) + C,. (30)

In these equations NO and MO are the first grid points in, respectively x and y-directions. N5 and M5 are the
final grid points in these directions. Finally, L, and L, indicate the length of the domain in both directions.
Errors occur when Clell is equal to zero, too prevented this from happening one is added to the first term on
the right hand-side of equation 30.

In figures la and 1b, the free body diagrams (FBD) of the colliding particles are shown. First, the velocities
of the particles are transformed into a normal and a tangential component, with the rotation matrix shown in



equation 32. After the transformation, the normal velocities after the collision are computed using the following

formula: n
U Uy,
Unew = % (31)

R= ot e @

[Zﬂ =R B}i] . (33)

After u,, is replaced by upeq, the velocities are transformed back to the original coordinate system. The rotation
matrix used for this transformation is shown below.

[ ) @

this matrix is filled in equation 33 to obtained the transformation. After the u,, of the particles is adjusted, the
velocities are transformed back to the original coordinated system with the next rotation matrix,
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(a) Free body diagram of the particle collision in orig- (b) Free body diagram of the particle collision after
inal coordinated system coordinated transformation

Figure 1: Free body diagrams of the particle collision

5 Simulation setup

A two-dimensional problem of a moving shock hitting a cloud of particles will be simulated. This two-dimensional
problem was studied experimentally by Boiko et al [5].

In the simulation, the 7, will be varied in order to analysed the effects of the particle response time on the
results. Furthermore, the influence of the particle distribution in the initial cloud will be analysed. This is done
by studying two different cases, namely: an uniform distributed case and a random distributed case.

In these simulations the Reynolds number, given in equation 16, will be 5.152 x 10°. The dynamic viscosity (u)
used in the calculation is the dynamic viscosity of dry air at temperature of 750K, (u = 3.482 x 107° kg/ms
[11]). The rest of the dimensional, non-dimensional and the reference variables are given in the tables below.
The relation between these variables is described in subsection 3.1.2. The dimensional values are given in table
2 correspond to a shock with Mach number 2.8 in a shock tube [12].

The domain for which the problem will be simulated is & = [-0.5,6.5] and § = [—0.1,0.1], this will be done on
a 401 x 201 computational grid.



Table 1: Reference variables

Lyer =0.052 m
Urey = 293,41 m/s
Tpop = 214.88 K
Pref = 1.176 kg/m?

Table 2: Problem variables

After the shock (2)

Before Shock (1)

ug = 706,74 m/s
P, =0,920 mPa
p2 = 4.301 kg/m3
Ty =737,372 K
as = 544.72 m/s

up =0m/s

P; =0,101 mPa
p1 = 1.176 kg/m3
71 = 300.00 K

ag = 347,463 m/s

Table 3: Non-Dimensional variables

After the shock (2)

Before Shock (1)

U = 2.4087 i =0
P, = 8.98 P =1
Ty = 3.421 Ty=14
g2 = 3.6636 oi=1

As mentioned the 7, will be varied, the particle diameter and the volume fraction will also change accordingly.
The volume fraction of the cloud is calculated by dividing the volume of the particle cloud by the total volume
of the particles, the formula is given as:

7 3 d 3
NpTer o 4 NCFSOUT'CCTFTP
howe 3 hewe '

Foor = (35)

Q| >

6 Results

The results will be split into 4 subsection. In the first subsection, the effect of 7, is discussed. The second
part focuses on an uniform random distributed particle cloud versus a uniform distributed particle cloud. In
the third subsection the diameter of the particles will be varied with an Gaussian distribution, and finally, the
effect of particle collisions will be investigated.

6.1 Particle response time

In subsection three cases are analysed and compared, the particle response time and the volume fraction for
these cases are shown in table 4. All initial particle distribution is uniform random. The average T location of
the particle is plotted against the non-dimension time in figure 2.

Table 4: Cases

Tp Volume fraction
972 3%

729 1.95%

486 1.06%
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Figure 2: T location of the cloud for different particle response times.

As can be seen in the figure, when the particle response time is lower, the particles reacts faster to changes
in the carrier flow and thus, the particle cloud moves quicker. This is according to the flowing formula:

duy,

1
i =l —w (36)

6.2 Uniform Random distribution

To see the effect of the initial distribution of the particles in the particle cloud, the difference in number density
will be plotted. The number density describes the concentration of the particles. The difference in number
density is plotted in figure 3. The difference in number density is calculated using this formula:

Ny N
>0 Zj:yO |¢§l,j - ¢?,j|
N, - N,

Nm N a
/Zi:O Zj:yO ¢i,j
N, N,

Diffs =
(37)

where the superscript a stands for a uniform grid and b for a random grid.
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Figure 3: Difference between the number density of the random initial cloud and the uniform initial cloud



A difference in number density means that the particles are distributed differently in the cloud. In the
figure, there can be observed that there already is a difference in number density. The different particle position
in the initial cloud causes this difference in number density. This initial difference grows over time. Meaning
that the particles concentrated in other positions of the cloud, this is shown perfectly in figures 4 and 5. The
distribution of the number density for the random initialized cloud has more fluctuations, especially in the
y-direction. These fluctuations can have huge impacts on the flow-field upstream.
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Figure 4: Number density at £ = 3.3 of the uniform distributed initial cloud
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Figure 5: Number density at £ = 3.3 of the random distributed initial cloud

6.3 Gaussian distributed diameter

The effect of the Gaussian distributed particle diameter is studied using three cases, namely, a case with a
constant diameter, a case with a standard standard deviation of 5 % of the distribution of the particle diameter
and a case with a standard deviation of 10 % of the distribution of the particle diameter.

In figure 6, the variance of the Z-location of the particles is plotted. The variance of the cloud gets bigger
with an increasing standard deviation. This is due to the wider range of Jp, and this leads to a wider range 7,
following equation 17. In figure 2, it can be seen that particles with an higher 7, react slower to changes in the
flow and therefore, travel slower than particles with a lower 7,.
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Figure 6: Variance of the Z-location of the particles plotted against the ¢

6.4 Particle collision

In figure 7, the difference between the results of a code with the random grid and the uniform grid are shown,
the formula for the difference is shown in equation 37, where this time the superscript a stands for the uniform
grid and the superscript b denotes the random grid.

The difference become bigger over time, and the particle collision model has a bigger impact when the volume
fraction is higher. Due to the higher number of particles there are more collision, and it has thus a bigger effect
on the number density.
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Figure 7: Difference in number density caused by the particle collision

Energy loss occurs because kinetic energy is lost when the particles collided. The lose of kinetic energy of
the particles in percentages is plotted in figure 8. It can be seen that the energy loss is greater for the case with
the higher volume fraction. The mechanism behind, this bigger energy loss at higher volume fractions is the
same as for the greater change in number density. But the energy loss due to the particle collisions is less than
0.01% and is thus negligible.
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Figure 8: Energy loss due to particle collision in percentages

7 Conclusion

To conclude, the simplification in the initial set-up matters to a varying degree. The simplifications can affect the
width and position of the particle cloud, also the number density of the cloud is affected by the simplifications.
The width of the cloud is mostly affected by the assumption of a constant diameter for all particles. The
mechanism behind this phenomenon is the quicker reaction of particles with a smaller diameter to changes
in the carrier flow than their larger counterparts. This is caused by the relation between the diameter and
the particle response time, smaller particles have a smaller particle response time. This difference in particle
response time increases the overall width of the particle cloud.

The location of the particle cloud was mostly affected by changes in the particle response time. This relation is
described in formula 36.

The number density of the cloud was affected by some simplifications. The simplification with the greatest
effect on the number density is the distribution of the particles in the initial particle cloud. The effect minor
in the beginning, but increase over time and in the end could cause a difference of 17% in the end. The effect
of particle collisions on the number density was less dramatic for clouds with a low volume fraction. But the
effect of the collisions increases, when the volume fraction of the cloud increases.

Finally, there was seen that the effect of particle collision on the total kinetic energy of the particle cloud was
negligible for clouds with a low volume fraction.

All these simplifications could cause major differences between the results from the CFD analysis and reality,
therefore the effect of the simplifications should always be considered before making them. For this reason,
more research should be dedicated to the effects of the simplifications on the carrier flow: How is the pressure
of the flow affected?, How is the temperature of the flow affected?, etc.

A Appendix

This paper is part of a research conducted by the Aerospace Engineering department of the San Diego State
University (SDSU). SDSU is a public research university located in the San Diego county, and is the largest
and oldest higher education institute of the San Diego county. The research is lead by professor G. Jacobs and
focusses on Computational Fluid Dynamics applications.

As described in the paper, mine research focusses on the initial particle cloud and other simplifications. During
the research the code created by G. Jacobs et al [6] was used to analyse the effects of the initial particle cloud on
the final solution. In order create a different initial particle cloud, some subroutines were added to the original
code. Later a particle collision model was created and added to the code.

During the period of the internship, I worked individual on my assignment. There were other students working
on their own assignments, who could help with problems. Furthermore, every week I had a meeting with my
supervisor to discusses results and set goals for the next week.
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