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Models of flows containing vesicles membranes with liquid crystalline phases have been widely studied
in recent times due to its connection with biological applications.

In this work we propose a new model to represent the interaction between flows and vesicle
membranes with internal nematic order and preferential orientation of their molecules in the
membrane. In fact, the dynamics of the system is determined by the dissipation of an energy that
regulates the competition between different effects, through the kinetic, bending, elastic and anchoring

Moreover we introduce a new numerical scheme to approximate the model, that is unconditionally
energy stable. Additionally, we present several numerical results in order to show the well behavior
of the proposed scheme and the dynamics of this type of vesicle membranes.

© 2020 Elsevier B.V. All rights reserved.

1. Introduction

Vesicle membranes can be defined as closed structures made
of bilayers (usually two lipid monolayers with anchored proteins)
that separates an aqueous compartment from a surrounding fluid.
The study of their structural changes, dynamics and deformation
is presenting a growing interest due to its applications to Biology,
Biophysics and Bioengineering [1-4].

In addition, these materials are coupled with environmental
conditions, that might include interactions with different type of
flows, thermotropic effects and electric or magnetic fields [4,5].
For instance, the dynamical behavior of fluid vesicles in various
types of external hydrodynamic flow is determined by a complex
interplay between membrane elasticity, hydrodynamic forces,
and thermal fluctuations acting at microscopic length scales and
it is fundamental for understanding the dynamics of these soft
objects. We refer the reader to [6] for a nice review on these
type of dynamics and to the works [7-9] for experimental and
numerical studies of the motion of vesicles through constrictions.

In particular, there is a growing interest on understanding
the coupling of vesicle membranes with anisotropic flows of the
liquid crystal type in which they are immersed or filled. In fact,
liquid crystals-type of flow play an important role in the dynam-
ics of biological components [10-12]. For instance, in [13] it is
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shown that extracellular matrices of fibrous tissues in plants and
animals are very similar to cholesteric liquid crystals, although it
is important to keep in mind that the living cells present in those
systems introduce additional difficulties to model such type of
systems in an effective way. Moreover, liquid crystalline phases
are found in many biological materials, such as actin, DNA, cellu-
lose, collagen...and they can be responsible for the deformation of
cell membranes [14]. There are also evidences [15] that actin and
tubulin networks (both liquid crystalline materials) are capable
of deforming the shape of cells until they reach an equilibrium
(anisotropic shape) and the magnitude of the deformation is
determined by a balance of elastic and surface forces. Moreover,
active nematic film of microtubules and molecular motors encap-
sulated within a shape-changing lipid vesicle exhibit a myriad of
dynamical states produced by a combination of activity, topo-
logical constraints and vesicle deformability [16]. Additionally,
vesicles formed from block copolymers with liquid-crystalline
side chains reveal a rich variety of vesicle morphologies, and
the authors of Xing et al. [17] have developed a model to study
the morphology of the membrane structure with internal ne-
matic and smectic order. Furthermore, it has been shown that
biological cell dynamics have intricate properties when they are
immersed in nematic liquid crystals [18-20].

The shape of the vesicle membranes can be modeled by using
the minimizers of different surface energies, such as the bending
elastic energy, which are associated to the equilibrium shapes
when vesicle membranes are not interacting with external fields.
This idea together with localizing the membrane using the diffuse
interface approach has been used to develop gradient flow mod-
els [21-29] that have been studied analytically and numerically


https://doi.org/10.1016/j.physd.2020.132768
http://www.elsevier.com/locate/physd
http://www.elsevier.com/locate/physd
http://crossmark.crossref.org/dialog/?doi=10.1016/j.physd.2020.132768&domain=pdf
mailto:guillen@us.es
mailto:angeles@us.es
mailto:gtierra@unt.edu
https://doi.org/10.1016/j.physd.2020.132768

F. Guillén-Gonzdlez, M.A. Rodriguez-Bellido and G. Tierra

with and without coupling with external fields (check [30-38]
and the references therein). Moreover, these type of phase field
models have shown to be very versatile in its application to cell
motility [39].

This work is an extension of the work analyzed in [40], where
a model to represent vesicle membranes with nematic order and
taking into account anchoring effects was presented and studied.
In this new approach we also include the interaction of the
membrane with internal and external flows (they might be flows
with different properties) to represent a more realistic setting,
that leads to a richer phenomenology [6]. In fact, the ideas can be
viewed as an extension of the vesicle membrane model studied
in [37] (that comes from the interesting work presented in [26]).
We consider a vesicle membrane containing (or immersed in)
a nematic liquid crystal flow, whose orientation, its interaction
with the membrane (anchoring effects) and its interaction with
the surrounding flow will determine the dynamics and equilib-
rium configurations of the system. The coupling between the
external flow and the internal liquid crystal part will be treated
as a phase field system, and derived using similar arguments
to the ones presented in [41], where the authors presented and
studied a model for complex fluids composed by the mixture
between isotropic (Newtonian fluid) and nematic (liquid crystal)
flows taking into account anchoring effects of the liquid crystal
molecules on the interface between both fluids.

The paper is organized as follows: We present the model that
we are considering and the main ideas to derive such a model
in Section 2. Then, we develop a new numerical splitting scheme
over this model on Section 3. In a first step, an approximation
only in space is made, which conserves the unconditional energy
stability property of the continuous model. After that, a complete
discrete approximation (in space and time) is developed resulting
in a numerical scheme that also preserves the unconditionally
energy stability property. Numerical results are presented in
Section 4 to illustrate the type of dynamics that can be ob-
tained using the proposed numerical scheme. Finally, we state the
conclusions of our work in Section 5.

2. The model

As previously mentioned, we consider a phase field system to
model the interaction between the fluid settled in the internal
part of the vesicle membrane and the external one. We denote
by ¢(x, t) the phase field variable which is used to localize the
interior (¢ = 1) and the exterior (¢ = —1) of the mem-
brane. The dynamics of the membrane are derived through the
energetic variational approach with respect to the total energy
(Etor(u, ¢, d)) of the system, that relates the kinetic, bending,
nematic and anchoring energies.

The bending energy is the energy stored in the vesicle mem-
brane shape, and usually is represented by using the Helfrich
bending energy:

H(I) = ko f % (H(x) — k(x))* do(x) + ic / K(x)do(x),
r r

being I' C R> a smooth, compact surface without boundary
representing the membrane of the vesicle (the domain occupied
by the whole vesicle will be denoted by £2), do(x) the surface
differential, ko and x two bending rigidity coefficients and k(x) a
given function representing the spontaneous curvature. Functions
H(x) = kq(x) + ky(x) and K(x) = kq(x) - ko(x) are defined using
k1(x) and k;(x) the principles curvatures at each point x.

In this work, we consider a bounded domain £2 ¢ R¥(M =
2, 3), whose boundary will be represented by 9£2. We replace the
Helfrich energy equation by the bending energy associated to a
phase field function used to localize the membrane. In particular,
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we follow the approach presented in [26,42] where the bending
energy is consistent with the general framework of the energetic
variational approach (EVA), takes into account the spontaneous
curvature of the membrane and converges to the Helfrich one
when ¢ — 0 [43], where ¢ > 0 is a parameter related with the
interfacial width of the vesicle membrane. The bending energy
considered along this paper is defined as

1 2
Epen(¢) = %/ ( ¢ — 820(05)) dx = %/ w’dx, (2.1)
2 2

1
© = —Ap+ 50(¢),  G¢) = F(9)—ekxH(9)  (22)
with
F(¢) = 1(¢>2— 1%, H(¢) = 1¢>3—a>
= , =3 ,

being F(¢) the Ginzburg-Landau potential, k(x) a given func-
tion representing the spontaneous curvature and H(¢) a function
that appears when the spontaneous curvature is considered. The
volume and surface area of the vesicle are defined as

V(g) = %/ﬂ(qﬂ—l)dx and

1
B(¢) = / (§|V¢|2+—F(¢)> dx,
Q &

respectively. We want to develop a model such that the volume
and surface area of the vesicles remain constant in time, that is,
we need to enforce somehow these constraints in our model. In
particular, instead of enforcing directly that the volume remains
constant in time, we will enforce that A(¢) remains constant,
where

Ag) = f ¢ dx,
2

because the two constraints are equivalent. We are going to
follow the approach considered in [37,40], where the volume
conservation is enforced exactly by taking a H~!-gradient flow
(by using a Cahn-Hilliard-type model which directly enforce the
volume conservation property) while the conservation of the
surface area will be approximated by introducing a penalization
term in the bending energy. In particular, the energy terms read:

(2.3)

Enl0) = B9+ 5 (B0)~ ) (24)
with Epen(¢) defined in (2.1), n > 0 being the penalization
parameter, B(¢) the surface area of the vesicle given in (2.3) and
B > 0 the desired surface area of the system.

Let u(x, t) be the fluid velocity field (internal or external to
the vesicle membrane) and d(x, t) the mean director vector of
the liquid crystal molecules. The total energy of the considered
system is:

Eta[(uv ¢7 d) = Ekin(u) + )\prbpM’) + )\nemEnem(ds ¢) + )\anch Eanch(d7 ¢) )
(2.5)

where Eyin(u) = 5 [, |u|* dx denotes the kinetic energy associ-
ated to the fluid velocity u, Eyp(¢) the penalized bending energy
given in (2.4), Enem(d, ¢) the elastic energy due to the nematic
liquid crystal (that also contains a penalization part related to the
unitary constraint of the director vector |d| = 1) and Eguch(d, @)
the anchoring energy that represents the influence of the in-
terfacial effects on the orientation of the nematic liquid crystal
molecules on the surface of the membrane. Positive parameters
Abp, Anem and Agnen are introduced to balance the effect of each
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energy in the system. On the other hand, the nematic energy is
described as

Even(d, ¢) = /Q I¢) (%IWIZ 4 P(d)) dx,

where the function P(d) (whose derivative will be denoted as

p(d) = P'(d)) is defined as the following double-well potential
whose minimums (and consequently their equilibrium states) are
located at |d| = 1:

Pd) = —(d — 17,
4nd

with ng > 0 being a penalization parameter. The volume fraction
of the liquid crystal will be denoted by I(¢) (I(¢) € [0, 1]) and we
will consider that it takes the same form previously introduced
in [40,41], with its derivative denoted by i(¢) := I'(¢). This
function I(¢) is introduced in order to being able to define the
nematic energy globally in the whole domain 2, but vanishing
in the newtonian part, being equal to one in the liquid crystal
part, and a regular intermediate function over the membrane
(matching the newtonian and the nematic part). Concretely, the
volume fraction I(¢) is defined as follows:

l(¢>+1)3(3¢2 -9 +8) ifgpe(-1,1),
16
le) =14 it > 1,
0 ifp <—1,
whose derivative is given by
15 200 12 _
0 in other case .

Finally, the anchoring energy has the form:
1
Eaci(d. §) = - / (8:11d1?|Vo 2 + 8, |d - Vo) dx,
o)

with (81, ;) depending on the anchoring effect considered:

(0,0)
(81,82) = { (0, 1)
(17 _1)

No anchoring,
Parallel anch., (2.6)
Homeotropic anch. .

Observe that the anchoring energy is defined in the whole domain
£2 but it only acts on the membrane, because V¢ ~ 0 inside and
outside the membrane.

Now, we are going to derive the coupled system, considering
it as a thermodynamically consistent complex fluid composed by
two different fluids separated by a elastic interface of a certain
width (in this case the vesicle membrane). Our approach is based
on using the energetic variational framework (see [44,45] for de-
tails), which has proved itself useful to design thermodynamically
consistent models in several applications such as liquid crystals,
mixtures of fluids, biofilms or blood clots, to name a few [46-49].
This can be done combining ideas from the Least Action Principle
(LAP) and the Maximum Dissipation Principle (MDP), arriving at
the following PDE system:

u+-Vu+Vp—-V.on = 0,
V-u = 0,
SE
dt+(u'v)d+ynem<ﬁ> = 0, (2.7)
SE
¢ +u-Vip— V- (ybenvsgf>
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The expressions for each variational derivative in (2.7) will be
introduced as two new variables:

._ 8Etot _ SEnem Y 8Eanch
= sd = ~nem sd anch sd
SEanch
= nem —v . V ancl ’
nen (= - (19)Ve) + [@)P)) + Rancr =
and

(SEtot 5Ebp (SEnem SEanch
=— = Ap— +Apem—— + X

5¢ bp8¢+nem 5¢ + Aanch 5¢

Il

>
=
S

1 1

+ —(B(¢) — ) —e A9 + —F’(¢))>
n &

+ Apeml () 1|Va!|2 +P(d)) + 2 8Eann
nem 2 anch 8(15 )

where the anchoring terms will depend on the case considered
((81, 82) as in (2.6)):

) Eanch

5d =581|Ve’d + 85(d - Vo) V¢, (2.8)
and
8Eanch 2

o = V- (8:11d°Ve + 83(d - V) d) . (2.9)

Finally, the stress tensor of the coupled system (2.7) reads:

ot = Oyis + Obp + Onem + Fanch,

where
ous = 2v(¢)Du,
oy = Op+op=hpe| = VB Vo+ (Vo
—%(B(dﬂ —p)(Vé® v«p)] ,
Onen = —Aneml(@)(Vd)Vd,

(recall that w was introduced in (2.2)) and

(aanch)y

0 No anchoring,
—(d-V9) (Vo ®d) Parallel anch.,
—|d>V¢ @ Vo + (d - V¢) (V¢ @d) Homeotropic anch. .

= Xanch

Hereafter, ® denotes the tensorial product, for instance (V¢ ®
d); = 0i¢p d;.

Observe that (2.7) is a highly nonlinear system: there are
convective terms ((u - V)u, (u - V)d and (u - V)¢), and most of
the terms involved on the variational derivatives of the energy

8Et0t SEtOt
( and

sd 8
The highly nonlinear character of the system requires a suitable
(non-trivial) numerical approximation in order to catch the main
features of the continuous model.

) and of the tensor o, are also nonlinear terms.

Remark 2.1. Since the viscosities of each component of the mix-
ture could be different, in order to simplify, we have considered
the viscosity coefficient v depending on the phase function ¢,
where v(¢) is a strictly positive function such that v(—1) = vy,
(the viscosity of the newtonian fluid) and v(1) = vy (the viscosity
of the nematic liquid crystal)

The effect of the stress tensor —V - o4 can be rewritten in
order to arrive at a simpler formulation of the model, where these
new terms are going to be easier to handle.
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Lemma 2.2 (Reformulation of the Stress Tensor). It holds:
V. Opp — V-Onem — V- 0aquch = —u Vep — (Vd)tz + Vo,

where

1
¢ = eml() (5 |Vd|? + P(d)

&

1 1
+ Ay <f w® + ;(3(45) - B) (%IWPIZ + EF(¢))>

2
anch
— W, ¢),
2 Wd, )
and
0 No anchoring,
wd,)=1{ Id-Vo|* Parallel anch. ,

(1d1*|V|* — |d - V|*)  Homeotropic anch. .

Proof. We focus on the terms related with V - o}, due to the
fact that the rest of the operations are equivalent to the ones
presented in [41].

Decomposing the purely bending part and the penalized one
as follows

1
Mbp = b + Mp = App <—8 Aw + SG/(¢)0))
1 1,
+ Abp;(B(‘p) -8) (—8A¢ + -F (¢))
1
WYbp = Qb + Yp = Abp (% wz) + App 7
£ 5, 1
x (B(¢) — B) <5|V¢| + gF(¢)> .
Opp =0p+0p = )pr8<—v¢ ® Vo + (V2¢)w)

1
— bp s;(B(«t») —B) (Vo @ Vo),
it suffices to prove that
Veop=up Ve —Vep, and V.0, =pu, Vo — Vo,

First we check the purely bending part and after the penalized
one. Indeed, on the one hand

(V . (V¢ 24 Va)))i = 31¢ A(l)+ 8U¢> ij = 8,¢ Aw + 8](81]¢ a)) — A3,¢) w,
hence
V-0p = hpeV-(—=Vo®Vo+(V2¢)w) = Ay 8(—Vd Aw+ AV o)

and on the other hand

1 €
b Vo — Vop = App (—g Aw + gG’(¢7)w) Vo — iy V (5 wz)

= App (—s Aw + %G'((b)a}) Ve — hipt @ (—AV¢ + glzc’@p)v(p)

=Ape(=V¢ Aw + AV ).

Consequently, one has the equality V - 0, = up Vép — Vp.
In order to prove V.o, = u, V¢—Vg, we follow the following
computations

1 1
(up Vo — V)i = )\bpg(B((ﬁ) —B) (—8A¢ + EF/((M) di¢

1 e 1
— Abp E(B("’) — B)d; (2|V¢|2 + gF(qs))
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1 1
= kbp;(B(dﬁ) —B) [(—8A¢ + EF/(¢)) di¢p

- (sw Vo + %F’(¢)8f¢)]
1

= )»bpgg(Bw) — B)[—A¢ di¢p — 0(3ip jp) + A 3]
1

= kbpeg(B(qb) =BV - (Vo ® Vo))

Thence the equality V-0, = u, V¢ — Vg, holds. ®

By applying Lemma 2.2, using the variational derivative vari-
ables z and u, and taking into account the following relations (to
assure the conservation of volume of the numerical schemes):

uVe = Vipu)—ovu,
u-Vo =V-(¢u),

system (2.7) can be reformulated as:

u+u-Vu+Vp—V.-Q2u(@)Du)+¢Vu —(Vd)z = 0,
V-u = 0,
dt + (u . V)d + VnemZ = 0,

SEHHC
Jaen[ =V - ((GIV) + I@)PA) + hanct —5" —2 = 0,
¢t+v‘(¢u)_v'(ybenvru) = 0,

1 1
hap (—s Aw+ LG+ ~(B(6) ~ B)(—e a0 + 4’(¢)))
& n e

, 1 SE
+xnm1(¢)<5|w\2+1’(d))+Aanch 6“;“—# = 0,

ew+ AP — %G(aﬁ) = 0,

(2.10)

where (§Eqnch/8d) and (8Eqnen/8¢p) were previously defined in
(2.8) and (2.9) respectively, Vnem, Ypen > O are time relaxation
parameters and the following modified potential appears:

P=p+o—ou.

The first two equations in the nonlinear coupled system (2.10)
are devoted to the movement of the fluid, and apart of the effects
included in the standard Navier-Stokes system, they also includes
the contribution of the nematic liquid crystal and the vesicle
membrane to the dynamics of the fluid through the terms (Vd)'z
and ¢ Vpu, respectively. The third and fourth equations represent
the dynamics of the nematic liquid crystal part (remember that
d represents the orientation of the average orientation of the
nematic molecules) and it includes nonlinear transport effects
due to the fluid velocity u and nonlinear interactions with the
phase field unknown through the volume fraction I(¢) and the
anchoring effects. Finally, the last three equations in (2.10) are de-
voted to the dynamics of the vesicle membrane and they include
nonlinear transport effects due to the fluid velocity u, a global
nonlinearity related with the penalization of the conservation of
surface constraint (the term (1/7)(B(¢)— B (—eA¢p+(1/)F'(¢)))
and nonlinear contributions of the liquid crystal to the dynamics
of the vesicle.
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The PDE system (2.10) is supplemented with the following
initial and boundary conditions:

Uli—o= Uy, d|i=o=do, @li=0= ¢ in 2,

ulyo= (I(¢)Vd)-n|,, =0, Vu-njze=0 in(0,T),

dlae= —1, V¢ -njo=0, in (0, T),
(2.11)

where n denotes the outwards normal vector to the boundary
082, and T > 0 will be the final time observed for the solu-
tion of the system (2.10)—(2.11). Following the phenomenological
derivation of the model, the boundary conditions have been taken
in such a way that starting from (2.10)-(2.11) and considering
adequate test functions the energy law (2.12) can be obtained.

Lemma 2.3. Problem (2.10)-(2.11) satisfies the following dissipa-
tive energy law,

d~ 2

—Eaule) (0).d(6). 0(0) + |20 vato)|
+ Yoen V(OIS + Viem 12615 =0,

where the following modified energy appears

Eto[(u7 ¢,d, w) = Egp(u) + )\prbp((ﬁ, ®) + ApemEnem(d, @)
+ )\anch Eanch(d’ d’),

(2.12)

with

~ 1

Fld ) = / e + - (30) ).
2

Proof. Testing (2.10); by u, (2.10); by p, (2.10)3 by 2z, (2.10)4 by
d; (2.10)s by p, (2.10)s by ¢¢ and ((2.10),),; by Appw, and adding
these relations we easily derive the energy law (2.12). =

3. Numerical scheme

The aim of this section is to design unconditionally energy-
stable schemes for approximating system (2.10), that is, we
focus on designing numerical schemes that satisfy a dissipative
energy law, similar to (2.12), without imposing restrictions over
the discrete parameters involved.

3.1. A generic FE space-discrete scheme

Let

Vi, X Py X Dy X Zy x @y x My x Wy, C H)(82) x L3(£2) x H'(£2)
x L*(2) x H'(2) x H'(2) x H'(2)

be conformed finite element spaces associated to a regular and

quasi-uniform triangulation 7, of the domain £2 whose poly-

hedric boundary is denoted by 352. Hereafter (-, -) denotes the

L?(£2)-scalar product. For the sake of simplicity we skip the use

of the subscript h to denote functions that are discrete in space.
Then the Finite Element approximation of problem (2.10)

reads: Find

(u(t), p(t), d(t), z(t), p(t), u(t), w(t)) € Vi x Py

><Dh XZhXCDhXMhXWh

such that
in £2,
(3.13)

ul_, =Pyuo, d|_, =Ppdy. ¢|_, = Poo.
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(with Py denoting the L2-projection into the space X) and

(u, @) + c(u, u, 1) + (Vp, t)
+2(v(¢)Du, Du) + (¢ Vu, i) — (Vd)z,ut) = 0,
(V-u,p) = 0,
(d.2) + (u-V)d, 2) + Vrem(z.2) = O,
Anem (I(@)Vd, Vd) + Jnerm (1) p(d), d)
(SEanch r r _
“l‘)\anch (Ms d) - (Z, d) - 01
(¢, 1) — (P VL) + Voen (Vr. Vi) = 0,
) (3.14)
Abp (5 (Vo, Vo) + - (G, ¢_5)>
)\bp - 1 , -
+7(B(¢>) -B) (e(%, V) + —(F(¢). ¢>)>
1 -
+Anem (z’(¢>)(5|w|2 + P(d)), ¢>
8Eanc I 7
+)hanch< 8¢h7¢>_(:u7¢) = Oa
e(w, @) — e(Ve, V) — %(G(q&), @) = 0,

for any

(,p,d,Z,¢, it,®) € Vy X Py X Dy X Z X ®p x My x Wh,

with c(-, : ) being the trilinear antisymmetric form defined
as

c(u,v,w) = ((u~V)v,w) + %((V-u)v,w) Yu,v,w € Uy,.
(3.15)

We assume that the following inf-sup stability condition for the
discrete velocity—pressure spaces (U, Py) holds :

(pt V. u)
sup ———— > Blpl2

VpePb.
uclp\(0} ||u||H(}

(3.16)

There are many choices of (U, P,) that satisfy condition (3.16),
for instance the pair (U, Py) can be considered either as the
mini-element ((IP; — bubble) x IP1) or the Taylor-Hood element
(P, x IPq) [50]. Moreover, since there are no constraints for the
choices of (Dy, Z,, @, My, Wy), we can define this set for instance
considering Py X Py X P; x P1 X Py.

Lemma 3.1. Any solution (d(t), z(t), ¢(t), u(t), o(t)) of the space-
discrete scheme (3.14) satisfies the following space-discrete version
of the energy law (2.12):

d 2

—Eau(). 9(0). d(0). (1) + |V20(g(E) V)
+ Yoon IO + vaem 12001 = 0.

12

(3.17)

Proof. Taking in (3.14) as test functions

(ﬁv I_)a 27 » My (Z)) = (u(t)v p(t)7 Z(t), d[(t)! /'L(t)7 d)t(t))
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adding with ((3.14);); by Apw, and using the antisymmetric
property

c(u(t), u(t), u(t)) = 0,

we arrive at (3.17). &

3.2, Fully discrete scheme

In this section we present a fully discrete numerical scheme
to approximate the nonlinear problem (2.10), discretizing in time
the nonlinear FE space-discrete problem presented in (3.14). For
simplicity, we assume a uniform partition of the time interval
[0,T]: t; = nAt, with At = T/N denoting the time step,
8¢ denoting the discrete time derivative and ats denoting the
midpoint approximation:
sia™t! = oo and "7 = il i

At 2

We consider a first order in time approximation of the time
derivatives and for the remaining terms in the system we use
adequate implicit and semi-implicit approximations. Moreover,
in order to reduce the computational cost of the scheme we
have split the computation of the system into three different sub-
steps. Apart from being more computationally efficient, another
advantage of solving a splitting scheme instead of a fully coupled
one is that this approach allows us to bypass dealing with some of
the nonlinearities that relates unknowns that now are computed
in different sub-steps. The proposed numerical scheme reads:

Initialization:

Let u® = uf;—o, ‘PO = ¢li=0,
»® € Wy, such that

d° = d|,, given in (3.13) and

(0 @) —e (Ve V) — é (G(¢°),®) =0 V€ W.

Step n + 1:
Given (¢n, dn, w”) € & x Dy x W

Substep 1: Find (d"*!,
Dh X Zh

dn+1 —d" _ N W =
(T,z> + ((u -V)d ,z)
+ynem(zn+l7 2) = 0 B
Anom (1(¢>”)Vd”“, V&)
+)\nem (I pA (dn+1 dn) &) + )\anch

x( A, g, [i)—(z”“,&) - o0,

z"t1) € D, x Z, such that, for each (d, z) €

(3.18)
where
= u' 42 At (Vd") 2"
Ag(d™1, ¢™) and p(d™1, d") denote first order approx-

imations of —=(d(tn 1), ¢(tn+1)) and p(d(tn;1)), respec-

tively. In fact,

SEGHC
Add. $) =~ "

with (81, 6;) chosen as in (2.6).
Substep 2: Find (¢"*!, u"t!, 0"*1) € @4 x My, x Wy, such that for
any (¢, i, @) € @y x My x Wy:

(d,¢)= 8:[Vo’d +8,(d- Vo) V¢,
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¢n+1 _ ¢n _ . ~
(At, i) = (9" Vi)
+Vben(vﬂn+l7 Vi) = 0,

)prg(vwn#»]’ Vfi) (GAI(¢H+1 n n+1

+)‘ﬂ< (¢n+l +B¢" )
n
(e(ve2, ve) + Lrai( ¢>"+1 ¢"). 9)

+)Lanch <A¢(dn+l n+1) Vd)

\_/\_/

+)¥nem (iAt(¢n+la ¢n) |:2|Vdn+l|

+P<an+l>} ,é) — g = o,

8(w”+l,cb)—e(v¢"+1,va))—%(G(qﬁ”“),&)) = 0,

where
u** — un _ 2At¢"V,u,”+1,

ia(@™1, @") and —V - Ay (d™1, ¢"+1) represent first order

3‘;’;"1 (d(tnr1), Pltnsr)),

approximations of i(¢(t,+1)) and

respectively. In fact,
Ag(d, ¢) =51 1d]> Vo + 8, (d - V$)d

with the values of (§1,6,) defined in (2.6). Moreover,
Fal(¢™1, ¢") and GA4L(¢"H1, ¢™) denote the nonlinear se-
cant type approximations (see [51-53] and the references

therein for different ways of handling these type of poten-

tials):
F n+1 — F(o"
Fattg 1) = T
1
= Zw"“ +¢"((@"Y + (") —2)
(3.20)
and
G n+1 — G(o"
Gau(@™ ', ¢") == (¢¢r+1) _¢i¢f) = (¢"" — 9"y
+ 3(¢“+1¢" — 1 — ek(x)(™ +¢“)). (321)

Substep 3 : Find (u"*!, p"*!) € Uy, x Py, such that for any (it, p) €

Uy X Py
1 - -
ar (™' -, a) + c(u", u" )
+(2v(¢" DU Dit) — (p"1, V@) = o0, (3.22)
(V . un+1’ 5) = 0,
where
—~ u* u**
u = -; = u" + At((Vdn)tszrl _ ¢nvun+1) .
(3.23)

and C(-, g ) is the trilinear antisymmetric form defined in
(3.15).
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3.3. Mass conservation

Lemma 3.2. Scheme (3.19) satisfies the conservation of mass, that is,
/ ¢n+1 _ / d) / ¢

Proof. Testing (3.19); by z=1. ®

3.4. Energy stability

Lemma 3.3. Scheme (3.18)-(3.23) satisfies the following discrete
energy law (which is a discrete version of the energy law (2.12)),

~ 2
OB (W1, ", d 1, 0) 4 |/ 20(@ Du!

12

+Vben||vlin+l||fz + Vnem||2"H! ||§2
1 1 1 1
+NDH 4+ NDF! 4 NDLEL 4+ NDI

elast

+ NDn+1 + NDn+l =0

penal interp anch — >

(3.24)

where the following numerical dissipation terms appear:

1_ =2 m 2 m 2
ND = o (20 =, + I — i + 13—

et — )+ e —u))

1
NDH —Abp—n& "1

12
At
NDZIZS[ = Anem —- / I(¢")
2 2
ND;;LI = Anem _/QI(W) (Pacd™!, d")
.5[dn+l _ (Stp(dnJr])) dX,
G(dn+1))

|Vt ?
)\nem / T +
2

X (@™, ¢") 8ep™ ! — 8:l(¢"1)) dx

|8:vd™* dx,

NDn+1

interp —

and

At
NDZ;TC:] = Aanch 7 / [ 1 (latdm—] |2|V¢n|2 + |dn'H |2|5tv¢ﬂ+] |2)
2

+8; (181 - Vg’

+|dn+1 . V8[¢n+1|2 )] dx
with the values of (81, 8,) depending on the type of anchoring
defined in (2.6).

Proof. For the sake of simplicity we will only show the case
of homeotropic anchoring (the parallel anchoring case can be
studied using the same arguments while the no anchoring case
is just a trivial generalization).

Taking (z, d) = (2"*', §,d™") in (3.18), we obtain:

Yem||Z"*! ||§2 +ND™H 4 NDHL 4 ((u* V)", zn+1>

elast penal
Vdn+1
thoen [ 16675, (' | P(d"“)) dx
)Lanch n+1,2 n
ZAt519|V¢||d I — |V¢>||d|]

)\'anch 52 [ |dn+1 n . V¢n|2] dX
anChAtf_Q I:(S]|5tdn+l| |V¢n+l| +52|5tdn+1 v¢n| ] dx=0.

(3.25)

Ve —1d
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On the other hand, taking (jz, ¢) = (u"', 8:¢™*') in (3.19);2,
adding the resulting expressions and taking into account the
definition of FA!{(¢" !, ") and G4L(¢™ !, ¢") given in (3.20) and
(3.21), that is,

1 1
(GSAeE((prﬁl’ PN, 5t¢"+l) _

- n+1y _
e At (G(d) )

<e(V¢”+%, Vg™ + (Fsﬁi (@™, ¢"), 8™t )>

G((bn), wn+1) ,

= B(¢""") — B(¢"),
we obtain
Voen | Vi 12, + 6(Vo™ 1, V9™ 1) — (¢"ur, Vi)
1
- (G(¢n+1) _ G(¢n), a)l’Hrl) + ﬂat (B(¢n+1) _ ﬂ) + NDE:[;,,D

vdrt!
Anen (' '+c(d"+1)> (" ax

Aanch 2 2
s V 12 gr 12 gt 21 di ]dx
+5o 1/9 (V" 1" — (Ve

Aanch 2
s dn-H V1P — 1d™ . veh ]dx
TR /Q "V | ¢!

Aanch

At/ 5 ‘dn+1| |V5t¢n+1| 4 8y d™ - V8™ ] X
:2

(3.26)

Subtracting (3.19)3spiir23 for previous time step, and dividing by
At, we obtain

1
e(8™ !, @) — & (Vo 9", V) — Y (G(@™") = G(¢"), @) = 0.
Then taking & = ™!, we obtain
§8t||wn+l”f2 + 1VDZ+1 —¢ (V8t¢n+l, an+l)
1
_ G n+1 -G n’ n+1 =0. 3.27
7 (G™) g o) (327)

Adding relations (3.26) and (3.27), the terms & (V8,¢" !, Vo)
and % (G(¢™") — G(¢"), @™*) cancel, hence we derive :

8eEnp(@™, ™) + Yoen | VLI,

|V |2
+Anem / -

Sty [ [Iver i = v an
2

+ NDn+1 + NDn-H

interp

+ G(dn+l)> 8[1(¢ﬂ+1 )dx

2At
Aanch
2At

(82 / dn+1 . V¢n+1|2 _ |dn+1 . v¢n|2:| dx
2

)»
anChAf/ 8 |dn+1| |V6 ¢ﬂ+l| +82|dn+1 v$§ ¢1’!+1| ] X
2

(3.28)

Following the same argument presented in Proof of Theorem 32
in [41] we obtain

1 1 1
+12 2
m (5||u" 1% — 5||u"||Lz)
+lv/2v(¢™ ) VU2, 4 NDIH!

H@"u, V) — (- vyt 2 = 0.

Adding expressions (3.25), (3.28) and (3.29), we arrive at the
desired equality (3.24). =

(3.29)
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Fig. 1. Initial conditions of ¢ (vesicle) and d (nematic liquid crystal orientation) considered in Example I for studying the contribution of the anchoring effects to

the dynamics of the system.

Remark 3.4. From (3.24) it is clear that scheme (3.18)-(3.19)-
(3.22) is unconditional energy-stable with respect to the modified
energy Ei(u, ¢, d, ), that is

Etot(unﬂ’ ¢n+1, dnH, CU"H) < Ep(u", 9", d", &") Vn,

if we consider approximations of the nonlinear terms
Pac(d™1 d™) and ia ("1, ¢™) such that
NDjft =0 and NDjil >0. (3.30)

There are several ways of achieving this goal, but we will consider
the approximations introduced in [41] (where it is shown that
these approximations satisfy (3.30))

1 -
pa(d™' dY) = P(d”)+illp’(d)lloo(d"“ —d"),

(3.31)
54/3
iac(c™, c") i(c™) + % (™ —cm),
with
2 d
— (d|=1) l if |d] > 1,
pay=1 "
—(d?—1)d  ifld <1,

d

Lemma 3.5. Scheme (3.18)-(3.19)-(3.22) considering the approx-
imations of pa(d""!, d") and ia(¢" ", ¢") presented in (3.31) is
unconditionally energy-stable with respect to Ei:(u, ¢, d, w).

4. Simulations

The aim of this section is to present the results of several
numerical simulations to display the type of dynamics exhibited
by the proposed model as well as to illustrate the efficiency and
accuracy of the numerical scheme derived in the paper. In partic-
ular, we have considered the scheme presented in (3.18)-(3.19)-
(3.22) with the boundary conditions presented in (2.11) unless
mentioned otherwise, using the approximations of p.(d™*!, d")
and i, (@™, ¢") presented in (3.31) and for the sake of simplicity
we only consider the case with no spontaneous curvature (k(x) =
0).

All the simulations have been carried out in 2D domains using
FreeFem++ software [54] and the discrete spaces considered are
(P, x Pq) for the pair (Uy, Pp) (Taylor-Hood element) and Py for

Table 1
Parameters considered in Example I.
h At )"bp Anem  Aanch  Vnem Vben € Nd n UNw Vic

1/100 107> 0.01 100.1 100.1 0.5 0.01 0.01 0.075 10~ 1.0 1.0

Dy, Z,, @, My and Wy, In the first example we demonstrate how
the anchoring effects play an important role in the shapes of the
vesicles. Then, in the second example we perform a numerical
test to prove the accuracy of the proposed scheme. After that,
we study how in the case of vesicles filled with nematic liquid
crystal, the internal configuration of the liquid crystal also plays
an important role on the achievable shapes of the vesicles. In
the rest of the examples we focus on the interaction of the
vesicles with the flow, showing that our approach is able to
capture interesting features such as rotation of the vesicles in
rotating fluids, deformation through constrictions and axisym-
metric shapes of the bullet-like shape (with a convex rear end)
and the parachute-like shape (with a concave rear end) when the
vesicles are transported by Poiseuille flows.

4.1. Example I. Anchoring effects

In this first example we study the influence of the anchoring
effects in the dynamics of the system. We consider initially cir-
cular configurations of the vesicles and we study the evolution
of the system depending on the different anchoring cases consid-
ered. The domain considered for this example is a square (2 =
[0, 1]?), the imposed surface area of the vesicle corresponds with
the initial one (that is, 8 = B(¢°)) and the discrete and physical
parameters are presented in Table 1. We have considered two
different types of simulations, ones where the vesicles are filled
with newtonian fluid and immersed in a nematic liquid crystal
and the other way around, that is, ones where the vesicles are
filled with nematic liquid crystal and immersed in a newtonian
fluid. The initial configurations considered for the simulations are
presented in Fig. 1. The equilibrium configurations obtained for
the three types of anchoring effects in each case are presented
in Figs. 2 and 3, where it is observed that the considered choice
of parameters produces that the anchoring effects are strong
enough to deform_the vesicle to accommodate their influence.
The evolution of E;, (total energy), Ey, (Kinetic energy), f o®
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Fig. 2. Equilibrium configurations of ¢ (vesicle) and d (nematic liquid crystal orientation) using as initial condition the configuration in the left side of Fig. 1. Left:
Homeotropic Anchoring ((81, 82) = (1, —1)). Center: No Anchoring ((81, §2) = (0, 0)). Right: Parallel Anchoring ((81, §2) = (0, 1)).

Fig. 3. Equilibrium configurations of ¢ (vesicle) and d (nematic liquid crystal orientation) using as initial condition the configuration in the right side of Fig. 1. Left:
Homeotropic Anchoring ((81, §2) = (1, —1)). Center: No Anchoring ((81, §2) = (0, 0)). Right: Parallel Anchoring ((81, §2) = (0, 1)).

(volume) and B(¢) (surface) are presented in Figs. 4 and 5, respec-
tively. These results show that the deformation of the systems
to accommodate the anchoring effects produce movement of the
fluid part, movement that results in an increasing kinetic energy
but maintaining the expected decreasing property of the total
energy (this is expected in the original problem due to (2.12) and
numerically due to (3.24)). Moreover, the surface of the resulting
vesicles are close to the original ones although they are not
exactly conserved. This is due to the fact that this conservation
of surface is imposed through an energy that forms part of the
total energy. Minimizing the total energy (that represents the
combination of very different effects) does not imply that the
system will arrive to a configuration where all the sub-energies
achieve their possible minimums, because there is a combination
of interests (for instance perfectly achieved conservation of sur-
face could lead to configurations that are not satisfactory to the
anchoring energy). Finally we can observe that the volume of the
systems remain constant as expected (check Lemma 3.2).

4.2. Example II. Accuracy study

In this second example a numerical error estimate in time is
estimated. The domain considered for this example is a square
(£2 = [0, 1]?), the imposed surface area of the vesicle corresponds
with the initial one (that is, 8 = B(¢°)), the initial configura-
tion is the one presented in the left side of Fig. 1, the physical
parameters for this test are the ones used in Example I, that is
the ones detailed in Table 1, we consider homeotropic anchoring

((81,82) = (1, —1)) and the final time considered is T = 1074
The parameters are chosen in such a way that the dynamic
is not at equilibrium yet. We compute the EOC (Experimental
Order of Convergence) using as reference (or exact) solution the
one obtained by solving the system using scheme discretization
parameters h = 1/200 and At = 1078, configuration that is
presented in Fig. 6.

We now introduce some additional notation. The individual
errors using discrete norms and the convergence rate between
two consecutive time steps of size At and At are defined as

e (0) __ ”9€xact - eh”LZ(Q) e (0) o ||98xuct - 0h”1—11(9)
2 =, 1 =
||9exact||L2(Q)

ei(+) At
o= [s (5] /[ea(50) ]

The convergence history for a sequence of time steps using
h = 1/200 is presented in Table 2. We can observe that all the
unknowns show a good performance from the order of conver-
gence point of view, because all the unknowns seem to achieve
order one (higher orders of convergence are not expected for
splitting schemes like the one we are considering). On the other
hand, some of the errors might seem high and this is related
with a combination of several facts: (1) the system that we are
approximating is highly nonlinear; (2) we are comparing the
solutions in a challenging setting, where the system has not
achieved an equilibrium yet.

Nl Oexact ”Hl(fz)
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Fig. 6. Example II. Reference solution considered for computing the Experimental Order of Convergence of the scheme with h = 1/200 and At = 1078, Left: ¢
(vesicle) and d (nematic liquid crystal orientation), Center: ¢ (vesicle) and u (velocity), Right: [u| (velocity magnitude).

Table 2

Example II. Experimental absolute errors and order of convergences using the physical parameters detailed in Table 1 with h = 1/200
and reference solution computed using h = 1/200 and At = 1075,

At ey(d) ra(d) ei(d) ri(d) e(z) r(2) ex(9) () ei(¢) ri(¢)
1x10°° 0.0303 - 0.0549 - 0.2938 - 0.0300 - 0.0106 -

5% 10°¢ 0.0187 0.6975 0.0389 0.4978 0.1530 0.9413 0.0218 0.4600 0.0077 0.4573
2x 1076 0.0097 0.7174 0.0221 0.6188 0.0696 0.8597 0.0125 0.6063 0.0044 0.6051
106 0.0056 0.7865 0.0132 0.7424 0.0384 0.8568 0.0075 0.7424 0.0026 0.7420
1077 0.0006 0.9415 0.0016 0.9291 0.0042 0.9639 0.0009 0.9316 0.0003 0.9316
At ex(p) ra(u) e1(u) ri(u) e(w) ry(w) ey(w) ri(w)
1x10°° 1.0352 - 0.0009 - 0.1197 - 0.0939 -

5x 1076 0.3733 1.4713 0.00036 1.3290 0.0799 0.5826 0.0664 0.4987
2 x 1076 0.0770 1.7234 0.0001 1.3179 0.0445 0.6385 0.0383 0.6010
1076 0.0200 1.9438 0.000048 1.1393 0.0265 0.7479 0.0231 0.7300
1077 0.0031 0.8039 0.000005 0.9753 0.0031 0.9307 0.0027 0.9248
At ex(u) ra(u) eq(u) r1(u) ex(p) r2(p)
1x107° 0.2856 - 0.0254 - 0.3995 —

5x 1076 0.1921 0.5719 0.0187 0.4387 0.2002 0.9966
2% 1076 0.1017 0.6938 0.0111 0.5750 0.0806 0.9932
1076 0.0588 0.7908 0.0068 0.7122 0.0406 0.9900
1077 0.0067 0.9404 0.0008 0.9169 0.0038 1.0278

4.3. Example III. Evolution of defects inside a circular vesicle

In this example we study the evolution of circular vesicles
filled with nematic liquid crystal immersed in an isotropic fluid,
where the initial configuration of the liquid crystal includes two
defects, a hedgehog and an anti-hedgehog one. The domain con-
sidered for this example is a square (£2 = [0, 1]?), the imposed
surface area of the vesicle corresponds with the initial one (that
is, B = B(¢°)) and the discrete and physical parameters are the
ones presented in Table 1 (the same values that were considered
in Example I).

In Figs. 7-9 we present the dynamics for the different types
of anchoring effects considered (homeotropic anchoring, no an-
choring and parallel anchoring, respectively). In the three cases
the systems are trying to eliminate the two defects to decrease
the total energy of the system, producing movement on the fluid
part of the system, and this movement contributes to push the
defects closer to the interface, where they can be eliminated.
Interestingly, in the homeotropic case not both defects can be
eliminated, due to the fact that the initial configuration of d
(nematic liquid crystal orientation) is close to be optimal from the
anchoring effect point of view, and with this choice of parameters
it seems energetically better for the system to maintain the defect
in order not to increase the anchoring energy while trying to
eliminate it. In fact, what the system does is to move the defect to
the center, producing that the anchoring energy with this radial

11

configuration is going to be very small. It is interesting to note
that these equilibrium configurations are in accordance with the
experimental and numerical results presented in [15]. The evolu-
tion of E;, (total energy), Exin (kinetic energy), f o @ (volume) and
B(¢) (surface) are presented in Fig. 10. We observe that the total
energy of the systems decrease in time, corroborating the results
of Lemma 3.3. The volume of the system is exactly conserved (as
expected) and the surface of the vesicles is not exactly conserved
but it remains in a range of values close to the desired one (again,
this is due to the fact that we are imposing the conservation of
surface through the energy).

4.4, Example IV. Rotation of vesicles

This section is devoted to show that the presented numerical
scheme is able to simulate vesicles rotating as a whole like rigid
bodies, as it is known to happen in the tumbling regime [6].
For simplicity we have considered the case where no anchoring
effects are imposed ((81, 82) = (0, 0)). The domain considered for
this example is a square (£2 = [0, 1]?), the imposed surface area
of the vesicle corresponds with the initial one (that is, 8 = B(¢°))
and the discrete and physical parameters are the ones presented
in Table 3.

The initial conditions are a elliptical configuration of the vesi-
cle, d® = (0, 1) and the initial and boundary conditions for the
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Fig. 7. Example IIl. Dynamics of a vesicle filled with nematic liquid crystal immersed in an isotropic fluid with Homeotropic Anchoring ((§1, §2) = (1, —1)) at times
t = 0,0.0005, 0.001, 0.0025, 0.01, 0.03. Top: ¢ (vesicle) and d (nematic liquid crystal orientation). Bottom: ¢ (vesicle) and u (fluid).

Fig. 8. Example IIl. Dynamics of a vesicle filled with nematic liquid crystal immersed in an isotropic fluid with No Anchoring ((81,82) = (0,0)) at times
t = 0,0.0005, 0.001, 0.0025, 0.01, 0.03. Top: ¢ (vesicle) and d (nematic liquid crystal orientation). Bottom: ¢ (vesicle) and u (fluid).

Fig. 9. Example III. Dynamics of a vesicle filled with nematic liquid crystal immersed in an isotropic fluid with Parallel Anchoring ((81,482) = (0, 1)) at times
t = 0,0.0005, 0.001, 0.0025, 0.01, 0.03. Top: ¢ (vesicle) and d (nematic liquid crystal orientation). Bottom: ¢ (vesicle) and u (fluid).

fluid velocity are given by The dynamics of the system are presented in Fig. 11 and

0 _ _ . 2 the evolution of B(¢) and the volume fg ¢ in Fig. 12. It can be

U= Ulsg, = ( 20007 cos(rry)sin(x)", observed that with this choice of parameters the vesicle does not
— 40005 cos(rx) sin(x) sin(ry) ) .

12
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Fig. 10. Example III. Results considering vesicles filled with nematic liquid crystal immersed in an isotropic fluid. Top Left: Evolution of Total Energy. Top Right:
Evolution of Kinetic Energy. Bottom Left: Evolution of B(¢). Bottom Right: Evolution of f o ®-

Fig. 11. Example IV. Top: Dynamics for a vesicle filled with nematic liquid crystal and immersed in a rotating newtonian fluid at times t =
0, 0.00006, 0.00012, 0.00018, 0.00024. Top: ¢ (vesicle) and d (nematic liquid crystal orientation). Bottom: ¢ (vesicle) and u (fluid).

experience deformation, although the amount of surface (that is,
B(¢)) fluctuates a bit (again this fluctuation is related with the
fact that we are not imposing the conservation of B(¢) in an exact
way). These results suggest that this model can be considered

to perform a more detailed study of the dynamics of vesicles in
linear flows, because the rotation of vesicles without deformation
are of key importance to capture the dynamics exhibited in the
tank-treading and tumbling regimes [7].
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Fig. 12. Example VI. Left: Evolution of B(¢). Right: Evolution of |, o ®-

Fig. 13. Example V. Dynamics of ¢ (vesicle) and d (nematic liquid crystal orientation) for a vesicle filled with an isotropic fluid and immersed in a nematic
liquid crystal at times t = 0,0.0001, 0.0002, 0.0003. Initial condition: d = (0, 1). Top: Homeotropic Anchoring ((81, 82) = (1, —1)). Middle: No Anchoring case

((81, 82) = (0, 0)). Bottom: Parallel Anchoring ((81, 82) = (0, 1)).

Fig. 14. Example V. Dynamics of ¢ (vesicle) and d (nematic liquid crystal

orientation) for a vesicle filled with an isotropic fluid and immersed in a nematic

liquid crystal at times t = 0, 0.0001, 0.0002, 0.0003. Initial condition: d = (1, 0). Top: Homeotropic Anchoring ((81,82) = (1, —1)). Middle: No Anchoring case

((81, 82) = (0, 0)). Bottom: Parallel Anchoring ((81, 82) = (0, 1)).
4.5. Example V. Vesicles transported by flow

In this example we study the shapes of vesicles in a two-
dimensional Poiseuille flow. The domain considered for this ex-
ample is a rectangle (2 = [0, 2] x [0, 1]), the imposed surface
area of the vesicle corresponds with the initial one (that is,

14

B = B(¢°)) and the discrete and physical parameters are the
ones presented in Table 4. The initial condition and boundary
conditions for the fluid velocity are given by

u’ = (3000sin(7y), 0), Ul = Uls2yqen=(0,0) and
u|3-Qlefr: ulagn-gm: (3000sin(y), 0).
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Fig. 15. Example V. Dynamics of ¢ (vesicle) and d (nematic liquid crystal orientation) for a vesicle filled with nematic liquid crystal immersed in an isotropic fluid with
at times t = 0,0.0001, 0.0002, 0.0003. Initial condition: d = (0, 1). Top: Homeotropic Anchoring ((81, 8;) = (1, —1)). Middle: No Anchoring case ((81, 32) = (0, 0)).

Bottom: Parallel Anchoring ((51, 82) = (0, 1)).

Fig. 16. Example V. Dynamics of ¢ (vesicle) and d (nematic liquid crystal orientation) for a vesicle filled with nematic liquid crystal immersed in an isotropic fluid with
at times t = 0, 0.0001, 0.0002, 0.0003. Initial condition: d = (1, 0). Top: Homeotropic Anchoring ((81, §2) = (1, —1)). Middle: No Anchoring case ((81, d2) = (0, 0)).

Bottom: Parallel Anchoring ((81, 82) = (0, 1)).

Table 3 Table 4

Parameters considered in Example IV. Parameters considered in Example V.

h At )\bp Anem  Aanch  Ynem Vben € Nd n UNw Vic h At )\bp Anem  Aanch  Vnem Vben € Nd n UNw  Vic
1/100 1077 1.0 100.1 100.1 0.5 0.01 0.01 0.075 10~ 1.0 10° 1/70 107% 1.0 100.1 100.1 0.5 0.01 0.01 0.075 10> 1.0 1.0

We have considered two different settings, one where the
vesicles are filled with a newtonian fluid and immersed in a
nematic liquid crystal and the other where the vesicles are filled
with a nematic liquid crystal and immersed in a newtonian fluid.
In both settings we have considered two different initial condi-
tions for the orientation of the nematic liquid crystal molecules,
namely d° = (0, 1) and d° = (1, 0). The dynamics of the vesicles
immersed in nematic liquid crystal are presented in Figs. 13, 14
while the dynamics of the vesicles immersed in a newtonian fluid
are presented in Figs. 15, 16. It can be observed that in the all
the cases the vesicles deform to achieve axisymmetric shapes (in
particular bullet-like ones) that are different depending on the
anchoring effect considered. This type of axisymmetric shapes in
the vesicles are expected, because it is known that in a Poiseuille

15

flow, vesicles migrate towards the tip of the flow where the shear
rate is minimal, adopting a shape which is symmetric relative to
the axis of symmetry of the flow [6]. Interestingly, we can observe
how the shape produced by homeotropic anchoring with initial
condition d(0) = (0, 1) is the same that the shape achieved in
the case of parallel anchoring with initial condition d(0) = (1, 0)
and how the shape produced by parallel anchoring with initial
condition d° = (0, 1) is the same that the shape achieved in
tf(l)e case of homeotropic anchoring case with initial condition
d° =(1,0).

4.6. Example VI. Vesicles through constrictions

In this section we study the dynamics of vesicles with three
different shapes advected by a flow through a constriction. This
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Fig. 17. Example VL. Initial and equilibrium configurations for ¢ (vesicle) and d (nematic liquid crystal orientation). Top Left: Initial Condition. Top Right: Equilibrium
configuration for No Anchoring ((81, 32) = (0, 0)). Bottom Left: Equilibrium configuration for Homeotropic Anchoring ((81, §2) = (1, —1)). Bottom Right: Equilibrium

configuration for Parallel Anchoring ((81, 82) = (0, 1)).
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Fig. 18. Example VI. Left: Evolution of Total Energy. Center: Evolution of B(¢). Right: Evolution of fg ¢. In dashed blue line the No Anchoring case ((§1, 82) = (0, 0)),
in red dotted line the Homeotropic Anchoring case ((§1, d2) = (1, —1)) and in solid black line the Parallel Anchoring case ((§1, 82) = (0, 1)).

section is divided into two parts: (1) we start neglecting the
fluid part of the system and considering as initial condition a
biconcave vesicle with initial orientation of the liquid crystal
field d° (0,1), and we impose the three different types
of anchoring effects; (2) we will use the resulting equilibrium
configurations from (1) as initial conditions for studying the
dynamics of these three different vesicles. Let us remark that
the initial configurations of (1) have been computed in the same
domain and mesh that is considered for the simulations in (2),
in order to avoid difficulties projecting the configurations into
different domains/meshes.

4.6.1. Deformation of a vesicle with anchoring effects and no flow

In this part of the section we study the influence of the
anchoring effects on the equilibrium configurations achieved by
the system. The domain considered for this example is a rectangle
(£2 = [0, 2] x [0, 1]) with a narrowing in the middle, the imposed
surface area of the vesicle corresponds with the initial one (that
is, B = B(¢°)) and the discrete and physical parameters are the
ones presented in Table 5.

We carry out simulations using the same initial configuration
for ¢ and d for each of the possible anchoring effects. In partic-
ular, we consider initially ¢ as a biconcave cell and d parallel
to the y-axis (d = (0, 1)). Moreover, we consider that there is
no flow, in order to isolate the dynamics of the system from
the influence of the flow part. The initial condition considered

16

Table 5
Parameters.

h At Abp  Anem VYnem Vben € Na n T
1/100 1077 1.0 100.1 100.1 0.5 0.01 0.01 0.075 10> 3 x 10~*

Aanch

for the three cases and the obtained equilibrium configurations
are presented in Fig. 17 and the evolution of the energies and
the approximation of the constraints are presented in Fig. 18.
We can observe how the obtained equilibrium configurations are
different in each case, with the homeotropic anchoring moving d
and deforming the vesicle in such a way that the orientation of d
is perpendicular to mostly all the membrane while the shape of
the membrane tries to minimize the curvature. The parallel an-
choring also moves d and deform the membrane but in this case
to obtain a configuration where the orientation of d is parallel
to mostly all the membrane while the shape of the membrane
tries to minimize the curvature. Meanwhile, the no anchoring
case does not produce any visible change on the configuration
of d or ¢, because the initial condition is already in a shape that
minimizes the curvature. In the three cases the total energy of the
system is decreasing in time as expected. Interestingly, in all of
the dynamics there is a small readjustment of the surface area
of the vesicle, which is not too surprising due to the fact that
the system is minimizing a total energy (2.5) with contributions
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Fig. 19. Example VL and d

Dynamics
0, 0.00006, 0.00012, 0.00018, 0.00024, 0.0003, 0.00036 (from Top to Bottom).
((81, 82) = (1, —1)). Right: Parallel Anchoring ((41, 82) = (0, 1)).

of ¢ (vesicle) (nematic

from different effects and under the considered weights (Apem =
Aanch > App) the system focus on minimizing the nematic and
anchoring part instead of the bending part. Obviously, changes
in the values of App, Anem, Aancn Will lead to completely different
dynamics and probably to different equilibrium configurations.

4.6.2. Deformation and advection of vesicles filled with liquid crystal
by a isotropic flow in a channel with a narrowing in the middle
Now we study the dynamics of vesicles advected by a flow in
a channel with a narrowing where the vesicles have to deform
in order to go through the narrowing trying to maintain the

liquid

17

crystal
Left:

orientation) for vesicles
No Anchoring ((81,d2) =

transported by flow at times t =
(0,0)). Center: Homeotropic Anchoring

volume and the imposed surface area. We consider as initial con-
ditions the equilibrium configurations obtained in Section 4.6.1
(see Fig. 17). The flow is a Poiseuille-like flow, that is we are
considering:

0 _ —
w = oo, = Ulogpg,
(0,0)

(3000sin(ry), 0),

ulaQTop = ulaQBame =
and

VNw = Vic = 1.0.
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Fig. 20. Example VI. Left: Evolution of Kinetic Energy. Right: Evolution of Bending Energy. In dashed blue line the No Anchoring case ((81, 8;) = (0, 0)), in red dotted

line the Homeotropic Anchoring case ((81, 82) = (1, —1)) and in solid black line the Parallel Anchoring case ((§1, 8;) = (0, 1)).
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Fig. 22. Left: Evolution of f_q ¢. Right: Evolution of B(¢). In dashed blue line the No Anchoring case ((81, 82) = (0, 0)), in red dotted line the Homeotropic Anchoring

case ((81,82) = (1, —1)) and in solid black line the Parallel Anchoring case ((1, 82) = (0, 1)).

The dynamics of the three cases are presented in Fig. 19, value. The parachute-like shape is well known to appear when
the kinetic and bending energies of the systems are plotted in working with vesicles in Poiseuille flows [6]. Again, the weight
Fig. 20 and the nematic and anchoring energies of the systems of the different parts of the energy (Asp, Anem, Aanch) determine
are plotted in Fig. 21. Moreover the evolution in time of f o ¢ and the dynamics of the system, and different sets of parameters will
B(¢) are presented in Fig. 22. We can observe that in the three lead to different dynamics. Moreover we can observe that f o®(a
cases the vesicles exhibit deformation in order to be transported quantity directly related with the volume of the vesicles) always
through the narrowing and this fact produces changes in the remains constant (as expected). It is interesting to note in the case
surface area of the vesicles (B(¢)). In fact, after the vesicles of considering parallel anchoring, the deformation of the vesicle
go through the narrowing, they deform themselves to a new through the narrowing produces the system to reconfigure itself
parachute-like configuration that keep the original surface area in such a way that the orientation of the nematic molecules in
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the interface is very different from being parallel to the interface,
and this fact produces an increase in the anchoring energy, as can
be observed in Fig. 21.

5. Conclusions

In this paper we have studied a system that can be used
to represent vesicle membranes immersed in a newtonian fluid
with internal nematic order as well as to represent vesicle mem-
branes filled with isotropic fluid and immersed in a nematic liquid
crystal. Firstly, taking into account kinetic, bending, nematic and
anchoring effects we have derived a thermodynamically con-
sistent model that includes the contributions of all the effects.
Then, we have derived a splitting numerical scheme that allows
us to split the computation of the unknowns in three differ-
ent sub-steps (reducing the computational cost when compared
with a coupled scheme), computing first the nematic part (d, z)
(director vector-equilibrium), then computing the vesicle part
(¢, 1, w) (phase field variables) and finally the fluid part (u, p)
(velocity-pressure).

We have reported the results of several numerical simulations
using the presented new numerical scheme, showing that the
numerical scheme is efficient and accurate, achieving energy-
stability in all the cases where no external forces are applied to
the system. Moreover, we have demonstrated how the interaction
of the vesicle with the nematic liquid crystal (independently that
if the liquid crystal is inside or outside the vesicle) influences
the achievable shape configurations of the vesicle. Additionally,
the proposed numerical scheme is able to capture interesting
features exhibited by vesicles in experiments such as rotation of
the vesicles in rotating fluids, deformation through constrictions
and axisymmetric shapes when the vesicles are transported by
Poiseuille flows.

Finally, the obtained results suggest that the presented nu-
merical scheme is a good choice to try to addressed interesting
questions by doing a systematically study of the possible dy-
namics and equilibrium configurations that vesicles can exhibit,
due to its efficiency and accuracy. In fact, because the proposed
system is energy-stable, it can be viewed (when no external
forces are applied) as a way of finding minima (or at least critical
points) of the non-convex energy functional. A systematic study
of the minima will provide a better understanding of the possible
equilibrium shapes that vesicles can exhibit. In fact, this model
and the numerical scheme can be used in 3D domains, and
the splitting character of the scheme makes it a better choice
from the computational point of view than any coupled scheme.
Moreover, another interesting set of questions are related with
the interactions with flows, and it will be interesting to study
in detail some of the effects described in the nice review [6],
like tumbling, tank-treading, elongational flow or even to obtain
phase diagrams of vesicles in Poiseuille flows as a function of the
reduced volume and the maximal flow velocity.
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