MNANEMIZTHMIO KPHTHE - TMHMA E®@APMOIMENQN MAGHMATIKON "'i'
Archimedes Center for Modeling, Analysis & Computation

UNIVERSITY OF CRETE - DEPARTMENT OF APPLIED MATHEMATICS 4
Archimedes Center for Modeling, Analysis & Computation ¢

ACMAC'’s PrePrint Repository

A kinetic model for the sedimentation of rod-like particles
Christian Helzel and Felix Otto and A. E. Tzavaras

Original Citation:

Helzel, Christian and Otto, Felix and Tzavaras, A. E.
(2011)

A kinetic model for the sedimentation of rod-like particles.
(Unpublished)

This version is available at: http://preprints.acmac.uoc.gr/90/
Available in ACMAC's PrePrint Repository: February 2012

ACMAC'’s PrePrint Repository aim is to enable open access to the scholarly output of ACMAC.

http://preprints.acmac.uoc.gr/


http://preprints.acmac.uoc.gr/90/
http://preprints.acmac.uoc.gr/

A KINETIC MODEL FOR THE SEDIMENTATION OF ROD-LIKE PARTICLES

CHRISTIANE HELZEL*, FELIX OTTOf, AND ATHANASIOS E. TZAVARAS ¥

Abstract. We consider a kinetic multi-scale model, describing suspensions of rod-like particles, which couples a
microscopic Smoluchowski equation - for the distribution of rod orientations - to a macroscopic Stokes or Navier-Stokes
equation via an elastic stress tensor and a gravitational forcing term. A reciprocal coupling of phenomena on these
different scales leads to the formation of clusters. The buoyancy force creates a macroscopic velocity gradient that causes
the microscopic particles to align in such a way that their sedimentation reinforces the formation of clusters of higher
particle density.

We perform a linear stability analysis and show that linear theory can predict a wavelength selection mechanism for
the cluster width, provided that the Reynolds number is larger than zero. An asymptotic analysis of the largest eigenvalue
around Re = 0 explains this response, while numerical simulations of the nonlinear model confirm the wavelength selection.
By looking at special flow configurations and at parameter scalings, we derive simpler models which describe the aggregate
behavior of the suspension in various regimes. In particular, in a diffusive type of scaling, we obtain the two-dimensional
Keller-Segel model.
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1. Introduction. Complex fluids are fluids with a suspended microstructure such as polymers
with a long chain structure. A simplified model is that of suspensions of rod-like particles. In such
systems multiscale interactions can cause interesting phenomena. The macroscopic flow leads to a
change of the orientation and shape (in the case of flexible particles) of the suspended microstructure.
In turn, this produces a fluid stress which interacts with and modifies the macroscopic flow.

Here we consider the sedimentation of dilute suspensions of rod-like particles under gravity. This
problem exhibits interesting pattern formations and has been studied by several authors in theoretical,
numerical and experimental work. Understanding sedimentation is of importance in recycling processes
of the paper industry [7], and related models arise also in the description of self-locomotion [20]. In
contrast to spherical particles, rod-like particles have an orientation, what adds complexity to the
sedimentation process. For instance, the sedimentation velocity of a single particle depends on its
orientation. Furthermore, a particle falls not only in the gravity direction but also sidewards. By
restricting considerations to rigid rods we eliminate deformation effects such as bending of polymers.
While previous experimental and numerical work studies the sedimentation of non-Brownian particles,
we mainly concentrate on the case of Brownian particles.

The kinetic model considered here is an extension of the Doi model for dilute suspensions of rod-
like particles described in Doi and Edwards [5]. In previous work we considered the Doi model for
suspensions of rod-like molecules neglecting the effects of gravity, see [9], [16].

The sedimentation of fibers has been studied in experimental work for instance by Guazzelli and
coworkers [10, 11, 14]. These experiments reveal the following scenarios: Starting from a well-stirred
suspension packets of particles form after some time. These packets seem to have a mesoscopic equilib-
rium width, suggesting that the density of particles acquires variations of a characteristic length scale.
Within such a cluster, individual particles are aligned with the direction of gravity during most of the
time; occasionally they flip. The average settling speed in a suspension is larger than the sedimentation
speed of a single particle oriented in the direction of gravity.

In recent years the sedimentation of rod-like particles (and other orientable particles) has also been
studied via numerical simulations of multi-scale models. Gustavsson and Tornberg [8, 21] used a very
detailed description of rod-like particles in a dilute suspension based on a slender body approximation.
They were able to simulate suspensions with up to a few hundred particles and a domain size of the
order of a few particle length. Butler and Shaqgfeh [2] used a lower order slender body description.
Saintillan et al. [17] accelerated this algorithm using fast summation techniques. This allowed them to
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simulate several thousand particles. Wang and Layton [22] used the immersed boundary method for
their two-dimensional numerical studies. All numerical results confirm the basic experimental findings:
Packet formation and alignment in gravity direction (at least for higher concentration). Note that
the models used in these simulations are of more microscopic nature than the model considered here.
Instead of a number density function for the rod orientation in every point of the domain, those authors
consider a large number of individual particles. Moreover, Brownian effects are not considered, which
amounts to setting the absolute temperature 8 = 0 in our model.

Koch and Shagfeh [12] performed a linear stability analysis for a related kinetic model by neglecting
Brownian effects. They found a purely imaginary continuum spectrum, but also a point spectrum with
positive real part. This predicts instability of density modulations for horizontal waves with a sufficiently
small wavenumber but not a wavelength selection mechanism. The introduction of Brownian effects in
terms of translational diffusion does also not provide a wavelength selection mechanism at the level of
linear stability analysis, see Saintillan et al. [19].

In the case of non-Brownian sedimentation of spherical particles, there is a mathematically related
divergence of fluctuations at long wavelength [3]. For that physical system, a small stable density
stratification has been proposed as a mechanism which suppresses this long wavelength divergence [13].
In the case of sedimenting rod-like particles it also leads to a wavelength selection at the level of linear
stability analysis [18]. In experiments and numerical simulations, this stratification may be induced by
the boundary conditions at the horizontal container walls [18]. However, the predicted scaling of the
unstable wavelength does not agree with experiments [15].

Our objective in this work is on one hand to address the issue of initial wavelength selection, and
on the other to discuss the subsequent mechanism of aggregation. We employ a kinetic model in the
spirit of Doi theory focusing on dilute suspensions of rod-like particles. We first present an analysis of
the thermodynamic consistency of the kinetic model and pursue a non-dimensional analysis. There are
three non-dimensional parameters in the problem. The Reynolds number which quantifies the relative
importance of inertial forces versus viscous forces and two additional non-dimensional parameters which
measure the importance of the rate of work due to elastic force vs. buoyancy as well as buoyancy vs.
viscous force. The influence of these parameters on linear stability theory is studied. In Section 3
we present a linear stability analysis which includes also the effects of rotational diffusion. We show:
If the macroscopic flow is modeled by the Stokes equation, linear stability theory does not predict a
wavelength selection mechanism. However, if the macroscopic flow is modeled by the Navier-Stokes
equation (i.e. Re > 0), we obtain a wavelength selection mechanism. This behavior is explained by
doing a (singular) perturbation analysis of the largest eigenvalue in Reynolds number.

In Section 4, we perform the stability analysis for the sedimentation of non-Brownian particles.
While we do not have a theoretical justification for the use of the linear model in the case of non-
Brownian particles, we show that the predictions of the linear model are in good agreement with
numerical simulations of the nonlinear model.

Finally, in Section 5 we derive the aggregate behavior of the suspension in various parameter
scalings. We show that for a particular flow configuration and a diffusive scaling of the equations the
density follows a nonlinear concentration mechanism that is captured by the well-known two-dimensional
Keller-Segel model. Related derivations of macroscopic models as limits of kinetic models can be found
in [4, 6]

We also present numerical simulations for the coupled nonlinear multi-scale model which indicate
the initial wavelength selection as well as capture the subsequent concentration.

2. The mathematical model. We describe a kinetic model for sedimentation in dilute suspen-
sions of rod-like Brownian particles. Models of this type were introduced by Doi and Edwards, see [5,
Ch. 8]. In [16] a related model for suspensions of rod-like particles was considered. Here we extend this
model to account for the effects of gravity.

We consider inflexible rod-like particles of thickness b which is much smaller than the particles
length I. Our considerations are restricted to the dilute regime which is characterized by the relation
v < 173 where v is the number density. Note that in contrast to the model considered in [16], the
number density is not constant here. The orientation of a rod-like particle is characterized by n € S9!
where d is the dimension of the macroscopic physical space Q C R?.



Fia. 2.1. Basic notation for rod-like molecule which is falling sidewards.

We denote by es the unit vector in the upward direction and by g = —ges the acceleration of
gravity with gravitational constant g. Furthermore, let mg denote the mass of an individual rod-like
particle and G = —mgges be the force of gravity on a single particle. Some of our basic notation is
depicted in Figure 2.1.

In a quiescent suspension (i.e. macroscopic velocity u = 0) each particle sediments at a speed
depending on its orientation n according to

dx 1 1
E:C—H(G~n)n+a(G—(G‘")n)
= <C1|n®n+gll(l—n®n))G
:i(n®n+I)G
CL

where (|| and ¢ are the frictional coefficients in the tangential and the normal direction which satisfy
(1 = 2¢})- In particular, a particle with a horizontal orientation sediments slower than a particle with
a vertical orientation and a particle of oblique orientation moves also sideways.

In addition a macroscopic velocity gradient causes a rotation according to the equation

dn
E = PnL Vmun
where P, 1 Viaun := Voun — (Vzun - n) n is the projection of the vector Vzun on the tangent space
at n.

We next include the effects of rotational and translational Brownian motion and account for the
macroscopic mean flow u(x,t). The model then becomes the system of stochastic differential equations

1 1
dm—udt+<n®n+(1n®n))Gdt

q ¢
2kpo 2kpo
+ Enon+ =2 (I-non)dw (2.1)
q ¢
2kpo

dn = P, . Vaundt + dB

Cr

where W is the translational Brownian motion and B is the rotational Brownian motion, (. is the
rotational friction coefficient, kg is the Boltzmann constant and € the absolute temperature .
The above stochastic equations may be equivalently expressed via the Smoluchowski equation for



the evolution of the local orientational distribution function:

Of + V- [(u+ Lot (—m09€2)) f} V- (PoeVauny)

= @Anjwr@vm men+1)Vyf.
4} CL

Here f(x,t,m)dn describes the number of particles per unit volume at macroscopic position & and
time ¢ with orientations in the element centered at n and of volume dn. The second term on the left
hand side of (2.2) models transport of the center of mass of the particles due to the macroscopic flow
velocity and due to gravity. The last term on the left hand side models the rotation of the axis due
to a macroscopic velocity gradient V,u. The terms on the right hand side describe rotational as well
as translational diffusion. The gradient, divergence and Laplacian on the sphere are denoted by V,,
V- and A,,, while the gradient and divergence in the macroscopic flow domain are denoted by V, and
V. The total number of rod-like particles is

/Q/Sd_lf(w’t’n)dndw:/ﬂ/sd_l f(xz,0,n)dndx = N,

i.e. f has dimensions of number density. It is convenient to rewrite the Smoluchowski equation in the
form

(2.2)

atf +"7m '(Itf) +"7n.'(}ami‘7mqi7lf)

1 2.3
:D,>Anf+DLvm.(I+n®n)(me+ﬁfVmU), (2:3)
B
where D, := @ and D, := % stand for the rotational and translational diffusion coefficients and

U(z) = mog(x '762) is the potential of the gravity force G = —VU = —mgges.

As can be seen from (2.3), a velocity gradient V,u distorts an isotropic distribution f which leads
to an increase in entropy. Thermodynamic consistency requires (compare with Section 2.1), that this
is balanced by a stress tensor o(x,t) given by

o(x,t) :=kpb (dn@n —1) f(x,t,n)dn. (2.4)
Sd*l

Local variations in the density mg f ga—1 fdn lead to spatial variations of the specific weight of the
suspension that generally can not be compensated by a hydrostatic pressure and thus trigger a fluid
motion (buoyancy). The macroscopic flow is described by the Navier-Stokes equation. Let py be the
density of the fluid which is assumed to be constant. The balance laws of mass and momentum have
the form

pr(Ou+ (u-Vy)u) = plgu—Vep+ Vg -0
— prges — (/ fdn)m0962 (2.5)
Sd*l
Ve -u=0

The term prges can be incorporated to the pressure. For the linear stability analysis it will be
convenient to express the momentum equation in the equivalent form

N
pf(Ou+ (u-Vy)u) = puAgu—Vap + Vg -0+ (V — / fd'n) moges
gd—1

Ve -u=0

(2.6)

by redefining the pressure,

moNg
%4

P =p+prges-x+ ey,



to account for the hydrostatic pressures, where V is the volume occupied by the suspension and N the
total number of rod-like particles.

We summarize the final model :

Of=-Vg- (uf) —Vn- (PnLV:cunf) + D, Anf

1
+ Dva . (I +n® ’I’L) (wa + Hmog€2f> (27)
B
o(x,t) = kgl (dne®n—1I) f(x,t,n)dn (2.8)
Sd—l
Ve -u=0 (2.9)
pr(Ou+ (u-Vy)u) =plAgu—Vap+ Vg -0 — (/ fdn)mogeg (2.10)
Sd*l

2.1. Thermodynamic consistency of the model. To show thermodynamic consistency of the
model we use the free energy functional

Alf] = /Q/S (kpffIn f + fU(x)) dnda, (2.11)

where U(x) = mogxes is the gravitational potential.

PROPOSITION 2.1. For f satisfying the Smoluchowski equation (2.7), the free energy A[f] defined
in (2.11) satisfies the identity

O Alf] +Drk39// [V In f|?dndz
aJs2

1 1
+ DLkBe/Q /SQ Ve(ln f+ @U) (I+n®n)Vy(Inf+ @U)dndw (2.12)
= | Vgu:odr +/ moges (/ fdn) -udx
Q Q 52
Moreover, the total energy
1
Elu, f] = / (pf|u|2 +/ ((k‘BH)flnf + fU(a:))dn) dx (2.13)
a\2 52
of the system (2.7)-(2.10) dissipates.
Proof: We differentiate (2.11) with respect to ¢,
O A[f] = / / (kBH(l +Inf)+ U(m))ft dndx (2.14)
QJs2

and use (2.7) to express the various contributions.
The contribution of the transport term —V - (uf) gives

Ly = — /Q [S (ko1 +101) + U(@)) Ve - (uf) dndz

_ /Q/S (kp0Vaf + [V,0) - udnda

(22) / moges (/ fdn) -udx
Q 52



Next, consider the contribution of the drift term —V,, - (P, Vzunf). We obtain:
Ly = f/ / (kBo(l +Inf)+ U(a:)) Vo - (PooVeunf) dndz
QJs2
20 / / kpOValnf - P,. (Vyunf) dndz
QJs?
:/ Vau : kBQ/ nQ V,fdndx
Q 52
(B.3),(2.8) / Vau: odrx.
Q
The contribution of rotational diffusion is:
- / (k39(1 +Inf)+ U(m))DTAnf dndx
QJs2
=/ (k:BG(l +1nf) +U(w))DTVn (fVnln f) dndz
QJs2

= —(k§9)2 /9/32 |V In f|?f dndz

Finally, the contribution of the last term in (2.7), modeling translational friction and translational
diffusion, reads

Itdf_// k301+1nf)+U( ))DLV (I+n®n)( of + fev U)

. (kp0)? 1 . BN
= 7@_ /32/va <lnf+kBeU) (I+n®n)fVs <lnf+kBeU)

Combining all these contributions together yields (2.12).
Next, we multiply the Navier-Stokes equation (2.10) by w and integrate over 2 to obtain the balance

of the kinetic energy

d

7 pf|u|2d:c+u/vmu Vzudz

=— un:adsc—/u-mog@(/ fdn)d:c
Q Q 52

Combining (2.12) and (2.15) leads to the balance of total energy. In particular, it follows that the total
energy dissipates.

(2.15)

2.2. Non-dimensionalization. We first list the dimensions of the terms that appear in the equa-
tions. The units of mass, length and time are denoted by M, L and T'. We also monitor the dependence
on the number of particles V.

e v: velocity [%]
e mpg: mass X acceleration [%ZL],

e kph: energy = force x length [ML }

e (,: translational friction orthogonal to rod = force / velocity [%]
=

L
e (,: rotational friction = torque / rotatational velocity [M L }
_ kgl J1
D, = %% 7]
force/area [ M}

LT

¢ K= velocity gradient
e p: pressure = force/area [ Lj\z{?]



e f: number of particles / volume [%}

o o~ (kt)f [H2]
Now we consider a change of scale of the form

N
v
We have used two length scales in (2.16): a length scale X that will be selected in the course of the
non-dimensionalization process, and a length scale L standing for the size of the macroscopic domain
and entering only through the volume occupied by the suspension V = O(L?).

In these new units the Smoluchowski equation takes the form

t:Tf,:c:Xi,u:%ﬁ,f:%f,p:%ﬁ,a:(k,gﬁ) (2.16)

0:f + Vs - (ﬂf) +V,, - (PnLViﬂnﬂ =TD, A, f

2.17)
T ~ Dy __mog . (
+ﬁDLV@ . (I+n®n)V@f+7LTﬁf9V@ . ((I+n®n)ezf)
We select the time scale T' to be the time scale of the rotational Brownian motion, i.e. we set
1
T=—. 2.18
> (2.18)
Furthermore, we select the length scale X via
mog
X = . 2.19
CJ_DT ( )
This selection corresponds to a velocity scale
X mog
— = —= 2.20
i (220)

i.e. the velocity scale is proportional to the motion of a single rod falling due to gravity in a friction
dominated flow.
Using (2.18)-(2.20) in Equation (2.17) we obtain the kinetic equation in the dimensionless form

0if + Vg - (Uf)+Va  (PprVeunf)esf — V- (I +n®n)esf)

(2.21)
=Anf+7Vs- (I+n®n)V@f,
with the dimensionless parameter
D,
= M;z’. (2.22)
(mog)

REMARK 2.1. The parameter v measures the relation of the work of elastic forces vs. the work of
buoyancy.
Recall the equation (2.15) for the rate of change of the kinetic energy of the fluid

1
0 [ bsslulde

=— /,uvmu : Vaeudrx —/ (Vu o+ (/ fdn) mMogu - 62) dx . (2.23)

rate of energy dissipation rate of work of microscopic forces

The rate of work of microscopic forces is the sum of the rate of work of elastic forces and the rate of
work of buoyancy. Thus we obtain:

rate of work of elastic forces Vau:o

rate of work of buoyancy ‘ ([ fdn) mogu - e;

7 (kBOf| _ kpbCiLDy
Zmog|f]| (mog)?




The non-dimensionalization of the elastic stress tensor leads to the expression
6= / (dn®n —I) fdn. (2.24)
Sd*l

Finally, we non-dimensionalize the Navier-Stokes equation. We obtain

ps (Ot + (4 V) w)

Tp
XT kg N N XT A
=AMz —Vap+ ———=Vs 06— = — d .
R TS S A A T </sf ”>62
There are three non-dimensional numbers emerging: First, a Reynolds number based on the microscopic
velocity X/T and the microscopic length scale X,

which is proportional to the number density v = % and turns out to describe the ratio between buoyancy
and viscous forces. The third non-dimensional quantity is a composite, expressed in the form

XThof N _ (N XT\ ko0 _ kobCDy _ g
w X VAV ) megx T megz
The non-dimensional form of the Navier-Stokes equation is
Re (Q;u+ (4-Vz)u) = Ayt —Vap+06yVg -0 -0 (/ fdn) es. (2.25)
gd—1

REMARK 2.2. The parameter 6 measures the relation between the rate of work of buoyancy vs. the
rate of work of viscous force.
From (2.23) we express

rate of work of buoyancy ‘ ( N dn) mogues
rate of work of viscous force 2
. ”J{VM (2.26)
Tmogs N XT
~ ViolgT = —mpg— = 0.
K7z Vv
We summarize the non-dimensional form of the equations (dropping the hats)
Ohf+Vae (uf)+ V- (PpVgunf) —Vg - (I +n@n)esf)
=Anf+Ve-I+n@n)Vyf
7 /S[H( n@n—1)fdn (2.27)

Re(@tqu(Uon)u)Amuvmp+5fyvm~a§</ fdn)@
s

d—1

Ve -u=0
If we express the Navier-Stokes equation in the equivalent form (2.6), then the non-dimensionalized
form is given by

Re(@tu+(u~vm)u)—Amu—vmp+5'yvm~a—|—5<1—/ fdn)eg
S

d—1

(2.28)
Ve - u=0



2.3. Multi-scale mechanism for instability and cluster formation. The multi-scale mecha-
nism that leads to the instability and the formation of clusters was first explained by Koch and Shaqfeh,
see [12].

In our kinetic model, the function

plx,t) = /Sd?l f(x,t,n)dn

measures the density of rod like particles. By virtue of the buoyancy term in the Stokes equation, a
density modulation (as indicated in Figure 2.2 (a)) triggers a modulated shear flow with flow direction
es (see Fig. 2.2 (b)).

By virtue of the microscopic drift term on the sphere V,, - (P, Vzunf) this shear destroys the
uniform distribution f in n. For moderate local Deborah numbers the distribution f slightly concen-
trates in a direction at 45 degrees between the flow direction and the shear direction as shown in Fig.
2.2 (c). For larger shear rates the distribution f concentrates more pronounced in direction of gravity.
In this figure we plotted the average microscopic orientation Ar, where \ is the largest eigenvalue of o
and r is the corresponding eigenvector.

By virtue of the term —V - (I +n ®mn)esf) this nonuniform distribution in n implies that
particles on average fall in a direction which is at a non-vanishing angle between flow direction and
shear direction. Hence this term acts as a horizontal drift term for the modulated density p . In fact,
it reinforces the original horizontal modulation of the density p since particles with an orientation as
shown in Fig. 2.2 (¢) move towards the center.

It 1l CNNNNNS sl

(b) () (d

Fic. 2.2. ITllustration of the concentration mechanism (a) initial density modulation, (b) velocity field, (c¢) microscopic
orientation: plot of Ar, where X is the largest eigenvalue of o and r is the corresponding eigenvector, (d) increased density
modulation at later time.

(a

3. Linear stability analysis. Experimental studies for the sedimentation of suspensions with
rod-like particles (see [10, 11, 14]) reveal the formations of packets of particles which seem to have a
mesoscopic equilibrium width. In our formulation of the problem, this means that the density p should
acquire variations of a characteristic length scale. Our goal is to give a theoretical explanation of this
phenomenon.

Several authors have performed a linear stability analysis ([12, 19]), which however did not predict a
wavelength selection mechanism. Instead they found that the infinitesimal growth rate is independent of
the wave number |€| in the limit |£] — 0. Saintillan et al. [18] showed that a small density stratification
can lead to a finite wavelength selection. However, the predicted wavelength does not agree with
experiments, see [15]. In those papers the Stokes equation was used to model the macroscopic flow.
Here we show that the use of the Navier-Stokes equation leads to a wavelength selection mechanism
which depends on the dimensionless parameters Re, § and .

In this section we restrict considerations to the spatially two-dimensional case (one horizontal
direction + direction of gravity). In this configuration we look at the Smoluchowski equation on S* and
use the notation = (x,y)" and u = (u,v)’. We linearize the Smoluchowski equation around the state
ug = 0 and fy = 1/27 and consider small perturbations of f; which we denote by f and perturbations
of ug which we denoted by uw = (u,v)!. The evolution of f is described by the equation

Oif + Vi - (PpiVgun) % —(D(n)ez)  Vof = Anf+9Ve - D(n)Vyf (3.1)
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with

[ cos® B [ cos?6+41 cosfsind
n= ( sin 0 )’ D(n)=({I+n&n)= ( cosfsinf sin?f + 1 >

Now we consider a closure at the level of second moments

27

27 27
pat)= [ fa00d0. . ::%/0 cos(20)f d, (1) ::%/0 sn(20)fd0 (3.2)

which allows us to derive evolution equations for p, ¢ and s, see Appendix A for details. Note that p

now describes the perturbation of the density. This closure makes sense in the regime where § is small.

In this situation, the velocity gradient caused by modulations in density is small and the rotational

diffusion term in the Smoluchowski equation will lead to a fast damping of higher order moments.
The linear model has the form

3 3
Op = 5Py~ CytSa Y <2(Pm + Pyy) + 280y + Cax — ny) (3:3)
1 3 1 3 1
Oic = —gpy + §Cy + Z(um — Uy) —4c+ ’Y(i (Cow + ny) + 3 (P22 — Pyy)) (3.4)
1 3 1 1 3
Ors = gPe + 55y + Z(Uy +vg) —4s+ 7 <4pacy + Q(Sm + 5yy)> : (3-5)

In a moving coordinate frame of the form (#’,t') = (x + 3est,t) we obtain the system (dropping
the primes)

3
Op =5z, —Cy+7y (2 (Pez + Pyy) + Caz — Cyy + 25$y> (3.6)
1 1 1 3
Orc = _gpy + 1 (ug —vy) —dc+ 'Y(g (Pzz = Pyy) + B} (Cox + Cuu)) (3.7)
1 1 1 3
Ops = gpz—f— l(uy—kvz) —4s+7y szy—i— i(sm—i-syy) . (3.8)

3.1. The Stokes equation. We consider (3.6)-(3.8) together with the Stokes equation (Re = 0)

Au — py + 07 (2¢, +2s,) =0
Av —py + 67 (28, —2¢y) = 0p (3.9)
Uy + vy = 0.

Since here p is the perturbation of the density, we have on the right hand side the term dp instead of
d(p — 1) (compare with (2.28)).
We rewrite (3.6)-(3.8) as a system for p, ¢ = s, — ¢, and ¥ = s + ¢4

3
8tP=¢+7(2AP+¢y+wm>

1 1 1 3
O = gAP + ZAU —49+ (8A(Py) + 2A¢>

o= T Au— 4+ (;A@m) + ;’mp) .

The terms Au and Awv are replaced using the Stokes equation, i.e.

Au = py — 07 (2¢; + 2sy) = po — 0720
Av = py, — 67 (28, — 2¢,) + 6p = py — 672¢ + dp.
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We obtain the system
3
dhp =9+ (QA/H%Jr%)

1 3
1 (py — 0720 +0p) — 4+ (;A(py) + 2A¢>

1 1 3
oY = 1 (e — 072¢) —4p + v (8A<pa:) + 2A¢) .
After Fourier transformation we obtain with & = (&;,&,)?
0upl6, 1) = (&) + 7 (- 31€PAE 0 + i6adle, 1) + i6rie.0))
O(E0) = — L EPPE.1) + TiED(E, 1) — L90(E.1) + SO0, 1)

C4d(E )+ (—|s|2ze2p<s 0 Yepicen ) (3.10)

0u(E,1) = Jiah — SOVI(E D) — AD(E.1)
1o, . 3 5
+ (—3lePisite.n - Sierien).
We want to calculate p from the Stokes equations. For this we differentiate the first equation of (3.9)
with respect to x, the second equation with respect to y and add the two equations. We obtain

A (ug +vy) —Ap + 267 (e + ¢y) = 0py.
——
=0

Fourier transformation gives us

_ il .
_ 7%5'2 (zgm ¥ zfgqﬁ) n 5|£|2 (3.11)
In (3.10) we need expressions for i§1p/4 and i€3p/4, which have the form
L., . d &1 5
szlp 2‘5‘2 (511/1 +€152¢) - ZW o)
1. § & '
Ti6oh = gz (i + €680) — 70

Using the expressions (3.12) in (3.10) we obtain the system

T 1o & §1&2
0 B 2 - 75 ] > ( )

1 1
5 (|£|2 fod - w€2|£|2>

N ~ 2
atwqb( 5 ffj)w( 4= Dolel - 1o éTQ) (3.13)

o ( o ;wfnsﬁ)

L s . ao . 3
= ¢ (L+7i&) + 9 (vi&1) +p <—27|§|2)
We have rewritten the problem into a linear ODE system of the form

U(§,t) = A&, 6,MU(& 1),
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T
with U (&,t) = ((;5,1/),[)) and A(&,0,7) equal to

2
—4— 39|¢]2 - L7 167 ~ LR + 168 — LyitaleP
2
30756 —= Sl - sovig — iR aviGiler
1+ yi&s yi&1 -3¢

With «(A) we denote the spectral abscissa, which is defined by

alA) = Jnax, Re();),
where \;, j = 1,2,3 are the eigenvalues of A. Now U (&,t) remains bounded provided a(A4) < 0 and
U&t) = 0ast— oo if a(4) <0.
In Figure 3.1 we show plots of the positive part of the spectral abscissa for different values of 6 and
. Since we can not give analytical expressions of the eigenvalues of the matrix A, we calculated (using

postive part of spectral abscissa for =0.01, y=0 - postive part of spectral abscissa for $=0.01, y=0.01 10 postive part of spectral abscissa for 5=0.01, y=0.1 ‘10
g g 6
0.4 014 014
012 s 012 5 012 5
01 01 04
4 4 4
008
s o s
008
2 2
004
1 1
01z om 008 o1 0z o
&
postive part of spectral abscissa for 8=0.1, y=0 $10° postive part of spectral abscissa for 5=0.1, y=0.01 x10° postive part of spectral abscissa for 6=0.1, y=0.1 X107
6 6 6
0.5 0.5 0.5
04 5 04 5 04 5
035 035 035
4 4 4
03 03 03
uf 025 R i 025 R uf 025 s
02
2 015 2
01
1 1
\ ot R i oS
(3 of 05 02 & 05 0% 04 04 (3 of o6 0z g 03 0% o4 04 o o 01 o 02 ¢m 03 om o4 ok
postive part of spectral abscissa for d=1, y=0 postive part of spectral abscissa for 9=1, y=0.01 postive part of spectral abscissa for d=1, y=0.1
006 008 006
14 14 14
12 005 12 005 12 005
! 004 ! 004 ! 004
08
003w 0.03
06
002 002
04
001 001
02 A
o Bl
o 02 04 06 08 1 12 14

Fic. 3.1. Positive part of spectral abscissa for the matriz A vs. &1 and &a for different values of § and ~y.

MATLAB) the positive part of the spectral abscissa on a fine mesh in the £;-&»>-plane. We summarize
our observations in Remark 3.1.

REMARK 3.1. On the level of linear instability, there is no wavelength selection mechanism for the
coupled micro-macro model with the macroscopic Stokes equation.

An increase of the parameter § has a destabilizing effect, while an increase of the parameter v has
a stabilizing effect.
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3.2. The Navier-Stokes equation. We now study the linear stability for the system (3.3)-(3.5)
together with the Navier-Stokes equation

Redyu = Ugy + Uyy — Po + 072 (¢ + sy) (3.14)
ReOyv = gy + Vyy — Py + 072 (S5 — ¢y) — Op. (3.15)

Since we linearize around the velocity uy = 0, the effect of the convective term is neglected. Note that
we here use the linear moment closure system in the non-moving frame (instead of transforming the
Navier-Stokes equation to the moving coordinate system).

A Fourier transformation of (3.3)-(3.5), (3.14), (3.15) leads to the system

Oup = Sitap +i6as — 120+ (—|§|2A 2 4+ €20 - 2&@@) (3.16)
0,6 = —gifgﬁ + 304 L 1 600 — i620) — 4¢

(5 -0+ 60) - Slere) (317)
08 = iap+ Sikad + 1 (G +i61D) — 43+ ( — [0&ap — SIEIS) (3.18)
orit = ;e( €20 — i€1p + 267 (1610 + i625)) (3.19)
Oud = = (€% — iap+ 267 (1615 — i€8) — 57) (3.20)

We eliminate the pressure term p using the expression

= s (2606ad + €6 = 60) + it (3.21)
Equations (3.19) and (3.20) can thus be written in the form
oo L (588 5 . 28 407i&1 €3
o = g (o7 6P+ 20 (1 |£|12> ) (3:22)
oL S8 A , 2 407617
0= gz (oo~ lefor e (1- ) - igthe) (3:29)

We have rewritten the problem into a linear ODE system of the form

U(&,t) = A(§,6,7, Re)U (&, 1),

with U (&,t) = (p, ¢, 8,4,0)" and A equal to

—2y1€” + %iﬁz —ié2 + 7(525 - &) &1 — 276182 0 0
s (Ci& +(E &) 4= 5l + i 0 6 it
s — 3766 0 —A-EP i fie  fi6

LISEP) 487, €3 257its 261 ey

Relg|? Rel€|2 Re T e Re

S _ A6vita€d 25~it; ( _ ﬁ) 0 _le?
Rel¢]? Rel€|? Re GE Re

In Figures 3.2, 3.3 we plot the positive part of the spectral abscissa for different choices of the
parameter values Re,  and .

REMARK 3.2. For the coupled micro-macro model with the Navier-Stokes equation, the linear
stability analysis predicts a wavelength selection which depends on Re, § and 7. An increase of Re
decreases the wavelength of the most unstable configuration. An increase of 0 has a destabilizing effect
and decreases the wavelength of the most unstable wave. An increase of v has a stabilizing effect and
increases the wavelength of the most unstable wave.
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positive part of the spectral abscissa (Re=0.001, $=0.1,y=0) X107 positive part of the spectral abscissa (Re=0.001, §=0.1,y=0.1) X107
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q 02 b 2
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B 0151 4 15
15
1 01F 1 1
1
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P n N A1) L L L L L
0 0.05 0.1 0.15 0.2 %25 03 0.35 0.4 0.45 0 0.05 0.1 0.15 0.2 %25 03 0.35 0.4 0.45
(c) ‘ (d) '
positive part of the spectral abscissa (Re=1, 8=0.1,y=0) x10° positive part of the spectral abscissa (Re=1, =0.1,y=0.1) X106
T T T T T T T T T 45 T T T T T T T T T 3
045 1 4 0.451 1
04r 4 041 1 25
35
0.35[ 1 0.351 1
3 2
03 1 03 1
25
wfN 0251 1 uf 0251 1 15
2
02 q 02 q
15 1
015 1 0.151 1
1
01 q 01 q
0.5
05 005 1
[ e . .

L L L
0 0.05 0.1 0.15 0.2 Q§.25 0.3 0.35 0.4 0.45
1

(f)

F1G. 3.2. Positive part of the spectral abscissa for 6 = 0.1 and different values of the parameter values Re and ~.

3.3. Asymptotic expansion of the relevant eigenvalue. It is expected that the most unstable
wavelength lies in the nearly horizontal direction. This motivates to consider the special case £ = 0
and (for simplicity) v = 0. We give an asymptotic expansion of the unstable eigenvalue of the linearized
system in Re. This asymptotic expansion captures the singular effect of the dependence on the Reynolds
number and explains why the inclusion of inertial effects leads to a wavelength selection.

ProprosITION 3.1. Consider horizontal waves in the regime v = 0. For Re = 0, the coupled system
is linearly stable provided that the eigenvalue

1
o= (—8+ \/64—1—45—25%)
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positive part of the spectral abscissa (Re=0.001, 6=1,y=0) positive part of the spectral abscissa (Re=0.001, 8=1,y=0.1)
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1 0.6 | 0.025
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1.4 e 141 R 0.045
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0.04 0.035
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0.035 0.03
i 0.03 0.8F i
~ 0.025
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B o6k | 0.02
0.02
0.015
B 0.015 041 1
0.01
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0.005 0.005
. . . .
0.8 1 1.2 1.4
(d) ;
positive part of the spectral abscissa (Re=1, 6=1,y=0) positive part of the spectral abscissa (Re=1, 6=1,y=0.1)
T T T T T T T T T T T T T T 0.03
141 1 1.4t 4
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1.2 4 120 B 0.025
0.035 )
1F 4 0.03 1 B 0.02
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0.8 1 0.8 1
uft uft 0.015
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0.015 0.01
4 04r 1
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F1c. 3.3. Positive part of the spectral abscissa for § =1 and different values of the parameter values Re and ~y.

is smaller than zero, otherwise it is unstable.
For Re > 0 (and Re < 1) the change of this eigenvalue can be described by an asymptotic expansion
of the form

A=+ (Re)As + . ..

with
0

2 (84 /61140 —2) +4€2
m("‘ + —51)"‘51

A= —
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Proof: Our starting point is the linear system which is obtained via Fourier transformation of the
linear moment closure. For £, = 0, v = 0, this system has the form (dropping all the hats)

5'tp = 7:515
1.
Orc = zlflu —4c (324)

1 1
Ors = giflp + Ziflv —4s

Using the notation = = (p, ¢, s)T, y = (u,v)T, we rewrite (3.24) into the form

& = Az + By, (3.25)
with
0 0 i 0 0
A= 0 -4 0 |, B=| 1i& O
lieg 0 -4 0 i&

From the Stokes equation (Re = 0) we obtain

—Su—o
_S%U —dp =0,
which we rewrite into the form
0=Cy+ Dz, (3.26)

with
(=& 0 /0 00
C‘(o e ) P={ 5 00)
Using (3.26), we obtain y = —C~!Dz. Introducing this in (3.25) gives

&= (A—BC'D)=. (3.27)

The eigenvalues of (A — BC~1D) are

(oot (s orraag). t(se orraag)) 52)

The last eigenvalue (which we denote by \g) is larger than zero provided that § > 0 and &% is small

enough. Thus, for horizontal waves and v = 0, the moment closure system coupled with the Stokes

equation is most unstable for waves with wave number & — 0, compare with Figure 3.1 (left column).
The eigenvector corresponding to the eigenvalue Ay has the form

2 T
xy = (252_'52% (8—1—\/644—46—25%) ,0,1) . (3.29)

Now we consider the case Re > 0, for which the linearized coupled system can be expressed in the

form
<§>:<£D fc)(i) (3.30)
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Our goal is to give an asymptotic expansion for eigenvalues of the matrix arising on the right hand side
of (3.30), which is valid for small values of Re. In particular we wish to understand how the eigenvalue
Ao changes with Re. We make the ansatz

Ax. + By, = \.x.

(3.31)
Cy, + Dx. = ey,
with
Ae =X+ EX+...
T =xgtexy+...
Y. =Yg t+ey,+....
We obtain
O(1): (as considered above)
Axo + Byy = Moxo (3 32)
Cyo + Da)o - 0 '
O(e):
Axq + By1 = o1 + A1z (3 33)

Cy, + Dz = My,

which we rewrite into the form

(A—DAOI g><§i)_<§;§2> (3.34)

The left null space of the matrix on the left hand side of (3.34) is given by

ol — (_8 — /64446 — 2620, —4i&;, 0, 1> : (3.35)

We multiply both sides of Equation (3.34) from the left with u” and obtain

AT
0=ul- RO 3.36
v <A0y0> (8:36)

Here

0
yo=—C "Dz = — < 281 (8+1/64+45-2€7) ) .

&1 26—¢€7

Using the expressions for A\, @, Yy, and u in Equation (3.36), we can now calculate A1, which has the
form

AL =— 0 (3.37)

28 (o4 6145 28 442
@oen 8+ VO H40 =267 ) 414G

In Figure 3.4 we show a plot of A calculated by the asymptotic expansion (solid line) and compare
it with the positive part of the spectral abscissa (calculated at discrete points) for purely horizontal
waves.
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positive part of the spectral abscissa (Re=10'3, 8=1,y=0)
T

Fia. 3.4. Solid line: eigenvalue calculated from asymptotic expansion, '+ ’-symbol: positive part of spectral abscissa
for Re = 0.001 and 6 = 1.

3.4. Numerical simulations of the nonlinear model. Here we show numerical simulations for
the system

O f + O (vm cos? Hf) — Oy (sinfcosbf) = go f
(3.38)
O =gy + 6 (1 —/ fd9> ,
Sl

i.e. we solve the coupled model in a simple setting with

u = U(l’,t) ) f:f(xvevt)’
0

We use 6 =1 (and v =0, Re = 1).
Initial values are specified on an interval of length L = 500, periodicity is assumed. The initial
values for f have the form

F#,0.6) = 5 +p(x) we0L), W (3.39)
where p(x) is a small perturbation with size of the order 5 x 1077, see Figure 3.5. The velocity v is
initially set to zero.

We discretize the macroscopic domain by 8000 grid cells. At each grid point of the macroscopic
domain we discretize the Smoluchowski equation on S! using 100 grid cells.

In Figure 3.6 we show numerical simulations for the nonlinear initial value problem. In 3.6 (a) we
show a plot of f as a function of = (horizontal axis) and 6 (vertical axis), (b) shows a plot of p. The
results of a discrete Fourier transformation of p — 1 as a function of || = |§;| are shown in Figure 3.6
(¢), (d). The numerical result obtained for the nonlinear model fits well to the prediction of the linear
theory, compare with Figure 3.3 (e). Instabilities are only observed within the domain predicted by the
linear theory. Furthermore, the most unstable waves are observed for wave number [£;] = 0.5.

In Figure 3.7 we show plots of the density p at later times. We observe regions with high concen-
tration which are separated by regions with very small concentration of particles. This is the nonlinear
regime, the solution structure can no longer be predicted by a linearized model. In Section 5 we show
that for a particular scaling of our model the evolution of p can be described by a Keller-Segel model.

4. Sedimentation of non-Brownian particles. In experimental and numerical studies that
can be found in the literature (e.g. [14, 17]), the authors discuss the sedimentation for suspensions of
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density at initial time «10° fft(p—1) vs. wave number at initial time
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F1G. 3.5. Initial values of density p and fft(p —1).
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F1G. 3.6. Numerical results for the initial value problem (3.38), (3.39) at time t = 250. (a) f(0,z), (b) p(x), (c)
fftlp—1) vs. |&1], (d) closeup view of results from Fourier transformation.

—
o
~
i

non-Brownian particles. For our kinetic model, this case can be considered by setting the absolute
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F1G. 3.7. Numerical results for the initial value problem (3.38) at later times. Figure (d) showes a closeup view of
the solution from (c)

temperature equal to zero. We then obtain the system

Of =~V (uf) - Van (Pmmunm% = (D(n)esf)

pf(Ou+ (u-Vg)u) = pAu — Vep + (]‘\/] - / fdn) moges (4.1)
SQ

0=V u.
In order to non-dimensionalize the system we consider a scaling of the form

N - o

t=Tt, =Xz, u= —f, p==p.
Vf p P

u, [=

3 >

where V' = O(L?) is the volume occupied by the suspension, and L is the size of the macroscopic
domain. Time and space scales are selected according to

2
r="0 g x =109

2 R (4.2)
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which corresponds to the velocity scale (2.20). We obtain the non-dimensional equations (dropping all
the hats)

Orf = —Va - (uf) =V (PyiVeunf)+ Vg - (D(n)esf)
Re(Qu+ (u-Vg)u) =Agu—Vgp+0 <1 - / fdn) e (4.3)
5'2
0=V u,
with non-dimensional parameters Re = p fff—; and § = %W
In analogy to the previous section, we now present a linear stability analysis for this slightly sim-
pler model. By neglecting diffusion there is no justification to restrict considerations to second order
moments, since there is no fast damping of higher moments. However, our numerical simulations of the
nonlinear model will show good agreement with the wavelength selection mechanism predicted by the
linear model.

We consider the spatially two-dimensional case and linearize around the state ug = 0 and fy = %,
f and uw now denote small perturbations of fy and wg. The linearized equations have the form

0f = —V - (P Vaun) 2i +(D(n)es) - Vaf

" (4.4)

Redyu = Agu — Vep — 0 (/ fdn) es.
S2

We consider a moment closure on the level of p, ¢, s as defined in (3.2) and obtain the evolution
equations

3
Op = 84 + 2Py~ Cy
3 1 1
Oic = 5~ 3Py Z(Ux —vy) (4.5)
1 3 1
08 = gpm + isy —+ Z(uy + vy).
By changing to a moving coordinate system, we get
Oip = 52 — ¢y
1 1
8tc = —gpy + 1 (Uar — Uy) (46)
1 1
Ois = gpx + Z(uy + vg).

We first consider the system (4.6) together with the Stokes equation

Au—p, =0
Av —py = dp (4.7)
Uy, + vy = 0.

Using ¢ = s, — ¢y, we can rewrite (4.6) into the form
op = ¢
1 1
=_Ap+-A
at(b ) P+ 4 v,
and by using (4.7) we obtain
Op=09
1 1
Ocp = gAp+ 1 (0p +py).
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Using Fourier transformation and elimination of the pressure term, we derive the linear ode system

P _ 01N\ (p
8t(é>_<—é£|2+iééiz o)(é)' 9

In Figure 4.1, we plot contour lines in the & — &»-plane for the positive part of the spectral abscissa
for the matrix on the right hand side of equation (4.8). At the level of linear stability analysis there is

positive part of the spectral abscissa (6=0.01) positive part of the spectral abscissa (5=0.1) positive part of the spectral abscissa (5=1) -

1 4
0 o0 o1 0% 02 g 03 0% 04 04

5

1

Fic. 4.1. Positive part of spectral abscissa for the matriz arising in the linear stability analysis of the system
modeling the sedimentation of non-Brownian particles in a Stokes flow (with § = 0.01,0.1,1).

no wavelength selection mechanism for the micro-macro model (4.3) with Re = 0. An increase of the
parameter ¢ has a destabilizing effect.
We now counsider system (4.5) together with the linearized Navier-Stokes equation

Redyu = Au — p,
Redyv = Av —py, — dp (4.9)

0 =uy; +v,.

Fourier transformation and elimination of the pressure leads to the linear ode system

3 . . .
. 3 - 0 0 5
p 2lb2 iz i . . p
¢ —1§Z§2 3i& 0 %%El _ﬁ-Z& é
ol s |=| &8 0 %% g 16 3 (4.10)
a R}? 0 0 -—glg* 0 i
A~ 1 -~
v “mr 0 0 0 —glf /Y

In Figure 4.2, we plot the positive part of the spectral abscissa for the matrix on the right hand side of
equation (4.10) for different values of Re and §. We observe a wavelength selection mechanism which
depends on Re and 6.

ProrosiTION 4.1. Consider horizontal waves, i.e. & = 0. For Re = 0, the coupled system
describing the sedimentation of non-Brownian particles is linearly stable provided that the eigenvalue

Ll V]

G

)\0: g

= o

is smaller than zero, otherwise it is unstable.
For Re > 0, (Re < 1) the change of this eigenvalue can be expressed by an asymptotic expansion

of the form
e & )
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F1G. 4.2. Positive part of spectral abscissa for the matriz arising in the linear stability analysis of the system modeling
the sedimentation of non-Brownian particles in a flow with Re > 0. Different values of Re and § are considered.

The proof can be carried out in analogy to Proposition 3.1. Using the same notation, the eigenvalues

of the matrix A — BC~1D are now
i & \/ 5 &
o-y5-$5-9

The eigenvector corresponding to the last eigenvalue (which we denote with Ag) is

T

2v/2¢1i
V26 — €2’

0,1

The left null space of the matrix

A—)XI B
D C

is the vector

—\ /46 — 2€2,0, —4£4i,0, 1

Using all these terms, one can carry out the calculation leading to (4.11).
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For horizontal waves we now derive an approximative expression for the most unstable wavenumber
as a function of the parameter values Re and 6. We rewrite the leading terms of (4.11) in the form

3
NGNS
) 25 ze
_ Vo g Rel
) 16 z’

2
with z = %. For z < 1, we can use the approximation

=\

F(ig) -

AR5 T

\ attains a maximum for z = %Rel/ 2§=1/4, which corresponds to the most unstable wavenumber
&1 = Re'/45°%/8, (4.12)

In Figure 4.3 we show plots of the spectral abscissa for horizontal waves (solid line) and the approxi-
mation of the largest eigenvalue as calculated from (4.11) (plus symbols). For small values of Re (here
we used Re = 107* and Re = 107?) the expansion (4.11) is a good approximation of the spectral
abscissa. The dashed line indicates the approximation of the most unstable wavenumber as calculated
from (4.12).

Spectral abscissa (Re=1 0% 5= 0.1) Spectral abscissa (Re=1 073,5= 0.1)

L L L L L L L L !
05 (b) 005 01 0.15 02 025 03 0.35 04 0.45 05

Fic. 4.3. Positive part of spectral abscissa for horizontal wave over wavenumber (solid line), A\(§1) as calculated
from (4.11) (plus symbol), most unstable wavenumber as approzimated by (4.12) (dashed line); (a) Re = 1074, § = 0.1,
(b) Re=3, 6§ =0.1.

Now we compare the predicted most unstable wavelength with experimental studies from [10].
The experiments where performed using glas rods with particle density p, = 2.25_%5, particle length
l, = 0.108c¢m and diameter d, = 0.0102cm. The particles are suspended in a fluid with fluid viscosity
p = 5.5-2 and density py = 1.07_%;. The particle volume fraction in the suspension is 0.48%. From

cm
d

2
those data we calculate the volume of a single particle V, = 7 (—p) l, = 8.825 - 10~ %cm?, the mass of

cm3”

2
one particle mg = p,V, = 1.98562-10~°¢, the number density % =0.0048/V, = 543.9103cm 2, and the
translational friction coefficient ¢; = % = 3.1632¢ (using the formula from [5, Section 8.3]). Our

characteristic length and time scales are X = 3.8655-10~%cm = 3.5792 - 10*711, and T = 6.2773- 107 6s.
The nondimensional parameters can now be calculated and we obtain the values Re = 4.6308 x 10!
and § = 4.6729 - 10713, Via (4.12) the predicted most unstable wavenumber is £; = 6.2017 - 10~8 which
corresponds to a predicted selected wavelength of the size % = 5.77131,. This is in good qualitative
agreement with experimental studies which show the formation of clusters with a typical width of the
size of a few particle lengths, see [10, 11, 14]. An increase of the number of particles (within the
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dilute regime) leads to an increase of the parameter ¢ and via (4.12) to a decrease of the predicted
most unstable wavelength. In experimental studies such a dependence of the cluster width from the
concentration of particles was also observed. Furthermore, the length of the particles as well as the
aspect ration affect the most unstable wavelength.

Finally, we show numerical simulations for the nonlinear model

Ouf + 0 (vycos® 0f) — O, (sinfcosff) =0

OV — Vg = (1 7/ fd9> ,
Sl

with initial values as specified in (3.39). We choose L = 500 and discretize the macroscopic domain
[0, L) with 8000 grid cells. The Smoluchowski equation is discretized using 100 grid cells. In Figure 4.4
we plot the density p and the result of the Fourier transformation of the data vs. wave number at time
t = 35. The observed wavelength selection (with a wave number of about 0.7) is in good agreement
with the prediction of the linear stability, compare with Figure 4.2 (§ =1, Re = 1).

p at time t=35 X107 zoom of fft(p—1) vs. wave number at time t=35
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F1a. 4.4. Simulations of the one-dimensional nonlinear model for 6 =1 and Re = 1.

5. The hyperbolic and diffusive scalings. Relation to the Keller-Segel model. In this
section we derive the hyperbolic and diffusive limits for the system (2.27) with Re = 0. The limiting
behavior in the hyperbolic scaling will be described by a Boussinesq type system. For certain flows the
hyperbolic scaling produces a trivial behavior, and it is then natural to consider the diffusive scaling.
Such a situation occurs for two-dimensional rectilinear flows of suspensions. We will show that the
collective behavior in the diffusive limit is described by the Keller-Segel model

It is expedient to view the scaling limits from the perspective of the question of describing the
aggregate behavior of a suspension starting from rest. The function

plx,t) = /Sdil f(z, t,n)dn

measures the density of rod-like particles. As discussed in the previous section, linear stability theory
predicts an instability and a wavelength selection mechanism for modulations of p.

For such a problem it is natural to ask how the aggregate response of the system is described in
long times. Our analysis of the diffusive scaling will show that it is described by the Keller-Segel model.

5.1. The hyperbolic limit. With the goal to derive equations describing the aggregate behavior
of the suspension, we turn to calculate the hyperbolic and diffusive limits.

We first rescale the model (2.27) (with Re = 0) in the hyperbolic scaling,
t, u=1u, p=p.

r=—-x, t=

S| =
ST
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The scaled equations (after dropping the hats) are

00 f +ou-Vayf—dDn)es - Vaf 4+ 06Vy - (PriVaunf)
=Anf+ 62’Yvw : D(n)vmf

) ) (5.1)
—0°Agu 4+ 0Vap —0°vVy -0 = =0 (/ fdn> es
S2
OVy -u=0
where D(n) =1+ n®n.
We introduce the ansatz
f=0f0+0%f1+...
u=ug+ou +...
p=20po+8p1+...
to the system (5.1) and obtain equations for the various orders of the expansion:
0(9) Anfo=0 (5.2)
O<52) O¢fo+ug - Ve fo— D(’n>€2 -Vaefo+Va- (Pnj_vm’u,o’nfo) =Anf1
0(8%) — Agug+ Vapo = — (/ fodn) e
S2
0(6) Vw cUy = 0

It follows from (5.2) that fj is independent of n and thus

1 1
folt,z,m) = = /52 fodn = Epo(t,:c)

™

Then integrating (5.3) over the sphere, we deduce that py = f g2 Jodn and wg satisfy the Boussinesq
system

1
8tp0 + Vm . <’I,L0p0 — (E D(n)dn)egp0> =0
§2

5.4
—Agzug + Vapo = —poes (54)

Vw-uoz()

5.2. The diffusive limit. Next, we consider rectilinear flows with a vertical velocity field obeying
the ansatz

u(t,z,2) = (0,v(t,z,2),0)" , f=f(t xz)

and depending only on the horizontal variables. This restriction - to the two-dimensional case - is
motivated by experimental observations of long clusters with higher particle density.

Indeed, for flows as above the hydrodynamic scale produces a trivial equation and one may consider
the behavior in the diffusive scaling. We will show that in the diffusive scale the aggregate behavior of
the system is described by the Keller-Segel system, which is known to provide a nonlinear concentration
mechanism.

In the sequel we will monitor the quantities

flt.a.m) = f(t.a+tesr- [ Dinyin.n)

1
u(t,z) = u(t,x + teg— D(n)dn)
4r S2
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Then f and @ satisfy

Of+a-Vaf— (D(n)—4177 SQD(n)dn> ey Vaf

T v (PnL Vain f) = Apf +9Vs - D(n)Vaf. (5.6)
~Aglt+ Vgp — Y6V -6 = —0 (/ fdn) es
52

We rescale the model using the diffusive scaling, i.e.

1 1.

w:gﬁc,t:(;—zt,u:'&,pzﬁ. (5.7)
The scaled equations (dropping the hats) have the form
1
820 f +ou-Vauf —0 (D(n) - — D(n)dn) e - Vaf
47 S2

+0Vy - (Pni-vmunf) = Anf + 62’7vm : D(n)vwf
—82Agu + 6Vgp — 6°4Vy -0 = =0 (/ fdn) es
SZ
Ve -u=0

We introduce the ansatz

ft,z,z,m) =Sfo+ 62 f1+ ...

0 0
u(t,z,z) =uo+our+...=| vo | +6| v | +...
0 0

p=0py+6%p1+...

to the above system and collect the terms of the same order, thus arriving at

0(9) Anfo=0 (5.8)
0(6%) — (D(n) — % D(n)dn) € Vafo+ Va  (PpiVaeuonfy) = Anfi (5.9)
T Js2
0(6%) ¢ fo — <D(n) - % . D(n)dn) €2 Vo fi (Pot (Vouinfo + Vauonfi))
=Apnfo+Ve - D(n)Vafo (5.10)

Here, we used the fact that due to the form of the ansatz all terms of the type w; - (V4 f); = 0 vanish.
The same procedure applied to the Stokes system yields

0(62) — ACB'U/Q + vao = — (/ fod’l’b) €9
S?
Equation (5.8) implies that fy is independent on n, that is

1
_47'(' S2

1
fo fodn = Eﬂo(t,x,z)

Next, integration of (5.10) over the sphere gives that pg satisfies

1
Oypo = Vg - (D(n) ~ i
52

1
D(n)dn) esfrdn+yVy - yp D(n)dn Vzpo (5.11)
SQ

S2

=:17 =:1s
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where the terms I; and I5 are computed in terms of f; solving (5.9) for fo = ﬁpo.

It remains to compute the terms I; and I5. Observe now that we have the identities:

1 . 1 1
/(n@n—fl)dn(B:él)—f Apn@n—-Ndn=0
o 3 6 /s 3
I ROCE L [ (non+Ddn="21
ST CAm g B
1 1
D(n) — — Dn)dn=n@n— -1
4 S2 3

These, in conjunction with (5.8), (5.9) and (B.7), 1mp1y that f; satisfies

1
Apf1= — 7/ D(n dn 62 pro + Evn - (PpVaugn) po
3
~(n@n— gl)ez g v:ch — Po(n - Vauon)

Next, we compute Iy

I = /S (D(n) - % D(n)dn) esf1dn

1
/ nen— gl)egfldn
B.4)

1

( _7/ An, (n®n—11)62f1dn
B 3

6
. 1 1 1
(5.13) r | (n @n — gl)eg [(n Q@n — 51)62 - Vazpo + 3po(n - unon)} dn
1 ning
=50 | n} — i [(BPO'UOI + poz)ning + (3povoz + p0z)n2n3] dn
s

namns3

Observe that, due to symmetry considerations, the integrals

1
/ nlng’ — —ninadn =0
g2 3

1
/ ngng — —nonzdn =0
52 3

nlngngdn ==0,
SQ

while the remaining integrals are computed via spherical coordinates

™ 2
4
/ nandn—/ sin 9d9/ sin? p cos® pdp = — T
S2 0 15

2w
4
/ n2n3dn = / sin® 0 cos? GdG/ sin? pdyp = il
S2 0 0 15

We conclude that

I, = 3povoz + poz, 0 ,3povo. + pOz)T

1
0 ¢
and that pg satisfies the equation

1 1 1 4
a 5 POx x az o POz z 7Azz
30 ( <3Po + povo ) + <3p0 + povo )) +73 (2,2) PO

—— . 4 A
30V(x,z) (va(x,z)UO) 3 < v+ 30) (z,2)P0

Oipo =

(5.12)

(5.13)
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We summarize the result:

PROPOSITION 5.1. Let f(t,z,z,n), u(t,z,z) = (0,v(t,x,2),0) be a solution of (5.6). In the
diffusive scaling (5.7) the leading order terms fo = ﬁpo(tx,z) and vo(t, x, z) satisfy the Keller-Segel
model

1 1 1
Oipo = %v(m,z) - (PoV (z,2)v0) + 5(47 + %)A(m,z)po

A(z,z)vo = po-

(5.14)

Conclusions. We present a kinetic model for the sedimentation of dilute suspensions of rod-like
Brownian particles in low Reynolds number flow. This model describes concentration and the formation
of clusters with higher particle density. Such phenomena have previously been observed in experimental
and numerical studies of non-Brownian particles.

By restricting considerations to second moments, we derive a linear model and study the linear
stability. We show that a non-zero Reynolds number leads to a wavelength selection mechanism. This
indicates that inertial effects (which have often been excluded in related mathematical models) can
influence the pattern formation on the macroscopic scale.

Furthermore, we show that at large times the macroscopic behavior of the system can be described
by a Keller-Segel equation.

Appendix A. Linear moment closure. Here we give the details on the derivation of the two-
dimensional linear moment closure system used in Section 3.
Using the relations

sin?@ = — (1 —cos(26)), cos?f = % (1 + cos(26))

N |

D(n)exVy f = % (02 f sin(260) + 0y f (3 — cos(26)))
Vi (PpiVgun) =0y (n* - Veun)

o (ot ) v (g )
= (v, — 1) c08(20) — (uy + v, ) sin(26)

1 1
Ve -Dn)Vgf = 5 (34 c0s(20)) Ops f + sin(26)0yy f + 5 (3 —cos(20)) Oyy f
we rewrite the linearized Smoluchowski equation (3.1) into the form

Ouf = % (s1n(260) D, f + (3 — cos(260)) , f)

(€3]
1 1
+ —(uy — vy) cos(26) + Q—(uy + v,) sin(20)

2m s (A.1)
(1)
1 1
+05f + ((3 +€08(20)) Oz [+ 5i1(260) Dy f + 5(3 = 008(29))3yyf> :
NG 2 2
(111)
(v)

We consider a closure at the level of second moments

27

27 27
)= [ f(@.0.0)d0.clat ::% /0 cos(20) f d6, 5(, 1) ::% /O sn(20)fd0 (A.2)

and derive evolution equations for p, ¢ and s.
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Evolution equation for p:. The evolution of p can be expressed by
27

o= [ 0.fdo.
0

We replace d;f by the terms on the right hand side of (A.1). Note that there is no contribution from
(IT) and (IIT).
Contribution from (I):

2m
/ % (sin(20)0, f + (3 — cos(20))0y f) df = s, + gpy — ¢y
0

Contribution from (IV):

27 _
Ja (3 EOC0) g+ sin(26)0,  + 2P %f) a0
0

3
=7 (2(/).L.L + pyy) + 25Ly + Cpx — ny)
Thus we obtain

3 3
Oip= spy —Cy+ 8, +7 ((Pm + Pyy) + 250y + Caz — ny) (A.3)

2 2

Evolution equation for c:.

2m
Orc = %/ cos(20)0, f db.
0

Contribution from (I):

1 2 )
Z/o cos(26) (sin(20)0, f + (3 — cos(20))0, f) db

1 2m 1 2
= f/ sin(40)0,. f do + §cy - f/ cos?(20) 0, fdo
2 0 2 4 0 —— ’
=1 (1+cos(40))
.3 1
—9% T gPy

In this approximation (notation =) we neglect terms that involve integrals of the form fozﬂ sin(40)q df

and fOQﬁ cos(40)q df, respectively.
Contribution from (II):

11 2

297 J, cos(20) [(uz — vy) cos(20) + (uy + v,) sin(20)] df

11 [ o 1
11 / (s —v) co?(26) b+ / (uy + v2) sin(46) db
221 | /o —_—— 0 2

=1 (1+cos(46))

Contribution from (III):

27

2m
%/ cos(20) (05 f) db = % 2sin(20)0y f do
0

27

2cos(20)f do

S— —

= —4c



Contribution from (IV):

27 _
%’y / cos(26) {Wamf+sm(2o)awf+3“;(%)ayyf d
0

3 1 [ ) 1 [ 3
= {—cm + = / cos®(20)  OppfdO+ - / Sin(46)0yy f dO + =cyy
2 1), = Z 1/, 2

=1 (1+cos(40))

1 2 )
- / c0s?(20), f 9|
4 0

. 3 1
We obtain:
1 3 1 3 1
Oic = _gpy + icy + Z(Uac - Uy) - 46"’7(5 (Cacx + ny) + 3 (pa:x - pyy))

Evolution equation for s:.

27
6t8 = %/ sm(29)8tf do.
0

Contribution from (I):

1 2m ) ]
i /O in(26) [sin(26), f + (3 — cos(26)), f] d6

2m 2m

= 1/ sin?(20)  0,.fdf + §sy - 1/ sin(46)0, f d6

1), 72 27 78/,
=2 (1—cos(40))

1

. 3
“glr Tyt

Contribution from (II):
27

L sin(20) [(uy — vy) cos(20) + (uy + vy) sin(20)] df
227 0
L - )/% in(46) d6 + - - (u, + )/QW in?(20) do
= 15, (e =0y ; sin 55, Uy T Va | sin
L1
:Z(uu +vg)
Contribution from (III):

1 27 27

5/ sin(20) (03 h) df = —/ cos(26)0y f df

0

0
2m
= —2/ sin(20) f df
0
= —4s

Contribution from (IV):

1

- 5 +
= S5z a5
72

27
2 Jo 2

. 3 1
=7 i(sw + Syy) + pry

2
fy/ sin(26) [;(3 + c08(20)) 0y f + sin(20)0,, f + %(3 —c0s(20))0y, f| db
0

31
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We obtain

1 3 1 1 3
Ors = gPe + 55y + i(“v +vz) —4s+ 7y (4sz + i(sm + syy)> (A.5)

Appendix B. Properties of the differential operators in spherical coordinates.
The operator V,, satisfies certain elementary properties that are extensively used in this article:
Let F' be a vector-valued function and f, g be scalar-valued functions, then

/ (Vo - F)fdn=— | F-(Vpf—2nf)dn (B.1)
52 52
/ (Vi - Vi f)gdn = / (Vi - Vipg)fdn (B.2)
92 g2
/ n®andn:/ an®ndn:/ Bnen —id)fdn (B.3)
52 52 52

The components of the tensor 3n ® n — id are the surface spherical harmonics of order 2. That is
they are harmonic polynomials on R? of order 2, restricted to S2. The surface spherical harmonics are
eigenfunctions of the Laplacian on S? with corresponding eigenvalue —¢(¢ + 1), where ¢ is the order [1,
App. E]. Hence

An(Sni Uz _51']’) = —6 (3’111 ny —(Sij). (B4)

It is convenient to use spherical coordinates in proving such formulas, see [1, App. A.6 and E.6].
A point P with Cartesian coordinates (ns,n,,n.) is expressed in spherical coordinates via

ng =rsind cosp, ny, =rsinfd sinp, n, =rcosf

where 0 < 0 < 7, 0 < ¢ < 27. Let e, eg, e, be the orthonormal coordinate system associated to
spherical coordinates and attached at P. It satisfies the derivative formulas

de, de de :

G =0, 55 = €q, &;:e@sm&

—aaer" =0, —66'399 =—e,, —%‘3’ =e, cosl, (B.5)
de, de, de, .

5 =0, S5 =0, W*fersm&fegcosﬁ.

We visualize the sphere S? as embedded in the Euclidean space. The surface gradient V,, is related
to the (ambient) gradient operator V through

. 0 1 90
Vn—r(ld—n®n)~V—69%+e¢7sin9%

and, for a scalar-valued function f, the surface gradient and the Laplace-Beltrami operator are given
respectively by

_ 9 1 of

Val =eog5 T e 500,
B 1 9 (. ,0f 1 82f
Bnf =Vn Vol = 51550 (bmeae) gy

The divergence of a vector-valued function F' = F.e, + Fyeg + F e, has the form

10
wF=(eg 9 (Fre, + Fyeo + F
v <6959+e“’sm98¢) (Frer + Foeo + Foe,)

®s5 1 0 . 1 0F,
- siHG%(bmoFa)+ sin +25
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It is now easy to compute (B.1)-(B.3). Observe that

1 0F, .
/32(v Ffd'n,—// (6‘86‘ (sin@Fy) + 00 99 )fsm9d9d<p

_ //( 2Ff+F9—f+ﬁF gf>sin9d9dap

— F.-(Vn.f—-2nf)dn

SQ
which gives (B.1), and (B.2) follows by applying (B.1) twice:
/ (Vi - Vi f)gdn = 7/ Vuf  (Vag —2ng)dn
52 52
f(vn : vng)dn
5’2

Using integration by parts, we obtain the chain of identities

of 1 9fy\ .
/Szn®andn://er® 69 + “’sm@@ )sm&d&dcp

9 1 0 )
// 2 (e, ®eg) + 06r® 9+ 000, (er®e¢)} f sin0dbdp

B:5)_// eg®€9+€¢®e¢_2er®eT:|fSiHGdad(p
- / (Bn®mn —id)fdn 0
S2

Since the final equation in (B.6) is a symmetric tensor, (B.3) follows.
Note that, for any 3 x 3 matrix , the equation holds

Vi (Pprkn) =tr K —3n-kn, (B.7)
where tr stands for the trace operator. Indeed, using (B.5) we obtain

0 1 0
Vi (Ppikn) = (6960 + ewSiIlQ(?gp) . (ner — (e - ﬁer)er)

B.5)
= ey key+ e, Ke, — e, - Ke,
=trk—3n-kn (B.8)
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