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Numerical analysis for nematic electrolytes

Lubomir Banas, Robert Lasarzik, Andreas Prohl

Dedicated to the memory of John W. Barrett

Abstract

We consider a system of nonlinear PDEs modeling nematic electrolytes, and construct a dissipative
solution with the help of its implementable, structure-inheriting space-time discretization. Computational
studies are performed to study the mutual effects of electric, elastic, and viscous effects onto the molecules
in a nematic electrolyte.
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1 Introduction

We consider a nonlinear system of PDEs to model electrokinetics in nematic electrolytes, and show conver-
gence of an implementable discretization to its solution. Electrokinetics is a term describing electrically driven
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L. Banas, R. Lasarzik, A. Prohl 2

flows, either of a fluid with respect to a solid surface (electroosmosis), or of particles dispersed in a fluid (elec-
trophoresis). For electrokinetics to occur, it is essential that electric charges of opposite polarities are spatially
separated such that an electric field can trigger motion in a fluid. Recent studies show that if an anisotropic
electrolyte replaces an isotropic one, the resulting electrokinetic flows may show very different responses to an
induced electric field; see [32], and also Figure [d]in Section 5] Additionally, mechanisms triggering electrokinet-
ics in isotropic electrolytes are far more restrictive, i.e., an anisotropic medium lifts the constraints on the electric
properties of the transported particles and additionally allows for alternating currents to induce a static flow field
in the medium (see [32] or [7]), and also Figure[13]in Section 5]

In this work, we show the solvability for a model proposed in [7} (2.51)—(2.52), (2.55)—(2.56), (2.65)] (in simplified
form) via an implementable (finite-element based) approximation, which is then used for computational studies.
The nonlinear PDE system uses

B the simplified Ericksen—Leslie equations for the director field d representing the spatio-temporal distri-
bution of average orientations of elongated molecules in the liquid-crystalline phase, which is coupled
with

B the Nernst—Planck—Poisson system to model phenomena due to the electrolyte.

Let Q C R? ford = 2,3 be a bounded convex Lipschitz domain. The PDE system is as follows:

v+ (v-V)v—vAv+Vd' (Ad + £,(d - VP)V®) + (n" —n )V +Vp =0, (1a)
Vv=0, (1b)

9d+(v-V)d—(I-d@d)(Ad+e,(d-VP)VP) =0, (1c)

d|=1, (1d)

~V-(e(d)V®)=nt —n", (1e)

an* + (v- V)= — V-(e(d) (Vn* £n*VD) ) =0, (1)

where v : Q x [0,7] —R? denotes the macroscopic velocity of the nematic fluid, d : Q x [0,T] —R? the
local orientation of the nematic liquid crystalline molecules, ® : Q x [0,7]— R the electric potential, n* :
Q x [0,T]— R the concentrations of positive and negative ions in the liquid crystal, and p : Q x [0,7] —R
the pressure of the nematic electrolyte resulting from the incompressibility constraint (Tb). The matrix €(d) :=
I+ ¢€,d®d for g, > 0 is called the dielectric permittivity matrix, which describes the relation between the
electric displacement D of the nematic electrolyte and the electric field E = —V ®: for static dielectric constants
measured in the direction of the molecular orientation d (g) and perpendicular to it (€, which we normalized
to 1), this relationship is given by D = —&(d)V®, where &, = g — &, > 0. The system is supplemented with
initial data

v(0)=vy, d(0)=dy with |do|=1, n=(0)=n5c[0,1] inQ,
and boundary conditions
v=0, d=d, n~<vni—8(d)[VniiniV<I>D:O, n-ed)Veé=0 onadQ.

where the initial and boundary conditions for the director are assumed to fulfill the usual compatibility conditions,
e.g.,dy=d;ondQ.

The equations are deduced from corresponding ones in [7], and are expected to describe relevant physical
effects of the original model. Applied simplifications here include

B the choice of equal elastic constants in the Oseen-Frank elastic energy, and omitting body forces, as well
as inertia effects acting on the director field,
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Numerical analysis for nematic electrolytes 3

B setting to zero all Leslie constants in the dissipation potential, except from the one that corresponds to
the classical Newtonian part of the stress tensor,

B that electrokinetic effects are initiated from only two species of particles (with related densities ni),
B that the interaction matrix in the Nernst-Planck-Poisson part is set to be €(d), where all appearing con-
stants are set equal to 1 — apart from &,, which scales inherent anisotropy and coupling effects.

The goal of this work is to establish a practically useful solvability concept for (1), where a sequence of functions
is generated via an implementable space-time discretization, and the solution of is the limit of a properly
selected convergent subsequence. There are always two main obstacles for such a result:

1. (A structure-inheriting discretization scheme & stability) It turns out that the construction of a se-
quence of approximate solutions of practical schemes (here: obtained via finite element method), each of
which, in particular, inherit the properties and in proper sense, and contain [0, 1]-valued approx-
imate concentrations, as well as relevant Lyapunov structures is still not sufficient to construct a weak
solution of from it as the limit of a proper, convergent subsequence when discretization parameters
tend to zero (d = 3).

2. (Convergence & solution concept) Instead, only a measure-valued solution is known to exist even in
this case for the Ericksen-Leslie system (which is a sub-problem of (1); see [19]) — for whose practical
construction no implementable scheme is known so far. We here show convergence to a dissipative
solution instead.

In particular, we present a structure-preserving space-time discretization for which satisfies all properties
outlined in 1. in Section[4] and show the practical constructability of a dissipative solution of () through it — see
Section[3.2]for a definition of this solution concept — as described in item 2. We provide further details of these
main results in this work in the following discussion.

The analysis of models for nematic electrolytes so far is rare in the literature: an interesting approach is [12],
where the authors show a priori estimates and weak sequential compactness properties for a model similar
to (1). In their model, the (pointwise) property of d to be a unit vector field (see ) is approximated by a
Ginzburg-Landau-type singular logarithmic potential term that is added to the free energy functional; this ad-
ditional term is then crucial to validate relevant bounds for the director field. Unfortunately, this additional term
blows up for |d| 1, thus leaving open convergence of this model to ; additionally, it has been pointed out
in [12] that it is not obvious how to construct such approximate sequences that satisfy the assumed properties
12, (2.26)].

A first sub-problem of (1) is the Navier—Stokes-Nernst—Planck—Poisson system, which corresponds to formally
setting d constant in (Ta), and ignoring —. For this sub-problem, complete analytic resp. numerical works
are available, which prove the global existence of a weak solution (see e.g. |36, 110]), as well as their practical
constructability by a finite element-based, structure-preserving space-time discretization in [34]: approximate
space-time solutions generated from corresponding time-iterates of this scheme satisfy a discrete energy law, as
well as a discrete maximum principle (for charges), from which we may identify the limit of a proper, convergent
(sub-)sequence of approximate solutions (for numerical parameters independently tending to zero) as a weak
solution.

A second sub-problem of (1) are the simplified Ericksen—Leslie equations (1a)—-(1d), where we set @ = n* = 0.
We mention several results on the local existence of classical solutions or global existence of classical solutions
under smallness conditions (see [14}, [16] 17, [26] for a similar setting) — but our goal here is a global solution
concept that copes with possible singular behaviors, and its practical constructability. For d = 2, a weak solution
is constructed in [23], thanks to known properties of the singularity set of solutions of the harmonic map heat flow
to the unit sphere S?, local energy arguments, and a continuation procedure in time to cope with the elastic stress
tensor in (Ta). Unfortunately, a corresponding existence result for a weak solution so-far is not known to hold
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for (the practically relevant case) d = 3 and general (initial) data, which is why a Ginzburg—Landau penalization
is chosen to approximate in (7). Here, a weak solution may be constructed (see [24]) for every positive
penalization parameter; moreover, different structure-inheriting numerical methods of varying complexity are
available in the literature which construct a weak solution for vanishing discretization parameters: while the first
work [29] required Hermite-type finite element methods to validate a discrete energy estimate, later ones [4}139]
only require mixed methods to serve this purpose. Again, passing to the limit with the penalization parameter to
validate is open to yield a weak solution of the simplified Ericksen—Leslie equations.

Instead, a measure-valued solution is constructed in this way in [19] for the full Ericksen—Leslie system equipped
with the Oseen—Frank energy, satisfying almost everywhere: its construction considers ([sequences of]
weak solutions of) the Ginzburg-Landau penalization first, and then tends the penalization parameter to zero
to efficiently cope with the extra viscous stress tensor in in terms of a generalized gradient Young mea-
sures. This construction strategy of firsttending discretization parameters to zero in available, structure-inheriting
schemes (see [4, [39]) for the Ginzburg-Landau penalization, and only afterwards tending the penalization pa-
rameter to zero clearly excludes a practical construction of a measure-valued solution. Regarding this gener-
alized solution concept, a relevant property of it is the weak-strong (or rather measure-valued-strong) unique-
ness [20], i.e., measure-valued solutions coincide with the local strong solution emanating from the same initial
data as long as such a strong solution exists.

A practical shortcoming of the relaxed solution concept in terms of parametrized measures is its complexity;
in fact, the first moment of a measure-valued solution is the physically relevant quantity in which fulfills
the so-called dissipative formulation (see Definition below, and [18] for details). To get this formulation, the
solution concept is not relaxed in terms of parametrized measures, but the weak formulation of equation is
relaxed to a relative energy inequality (see below). The relations of the different solution concepts for the
full Ericksen—Leslie system equipped with the Oseen—Frank energy can be summarized as follows: global weak
solutions exist for the Ginzburg—Landau penalization to approximate the norm restriction (Td). In the limit of this
approximation, these solutions converge to a measure-valued solution: the first moment of the measure-valued
solution is then a dissipative solution [18], which also coincides with the local strong solution as long as the latter
exists.

The concept of a dissipative solution was first introduced by P.-L. Lions in the context of the Euler equations [28
Sec. 4.4], with ideas originating from the Boltzmann equation [27]. It is also applied in the context of incompress-
ible viscous electro-magneto-hydrodynamics (see [1]) and equations of viscoelastic diffusion in polymers [38].
Our first goal in this work is to construct a dissipative solution to via a practical scheme (see (27) in Sec-
tion[4). For this purpose, related iterates have to inherit relevant properties of (1)), including a discrete energy
law, a discrete unit length property for the director field, and a discrete maximum principle for the charges (see
Theorem [4.5). Upon unconditionally passing to the limit with respect to the discretization parameters then gen-
erates a (6-tuple of) limiting functions which may be identified as a dissipative solution of (). We remark that the
proposed scheme seems as well to be the first for nematic materials (i.e., including a convection term) which
preserves the norm restriction |d| = 1 at every nodal point of the triangulation. Another new ingredient in this
article then is to show that the solution to the fully discrete scheme fulfills an approximate relative energy in-
equality (see Proposition [4.6), which eventually establishes that a proper limit of this sequence of approximate
solutions is a dissipative solution of (T). As a by-product, we show strong convergence to the unique classical
solution, as long as this more regular solution exists.

The paper is organized as follows: in the following section, we collect some notations and preliminaries. Sec-
tion (3| is dedicated to the continuous system and collects associated a priori estimates and the definition of a
dissipative solution. Section [4|introduces the fully discrete scheme, its solvability, associated a priori estimates,
the approximate relative energy inequality, and the convergence to a dissipative solution. Section [f discusses
computational experiments.
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2 Notation and preliminaries

We denote by ¥ := {v € €(Q;R?)| V-v = 0} the space of smooth solenoidal functions with compact sup-
port. By H and V we denote the closure of ¥ with respect to the norm of L>(Q) := .2 and H'(Q) := W2,
respectively. Note that Hl can be characterized by H = {v € L2|V-v=0in Q,n-v =0 on dQ}, where the first
condition has to be understood in the distributional sense and the second condition in the sense of the trace in
H*I/Z(BQ). The dual space of a Banach space X is always denoted by X* and is equipped with the standard
norm; the duality pairing is denoted by (-, -). We use the standard notation (H)* = H~'. By W!? /g we denote
the functions f € W12 with [, fdx = 0. We define |a\g(d) —a-¢(d)afora,d € RY. The inner product in L2 is
denoted by brackets, i.e., (-, ), and the associated norm is || - ||.2. We define the dyadic product of a vector and
amatrix by (a ®A);jx = a;Ax, and the cross product for two matrices, as well as of a vector and a matrix using
the well-known Levi-Cevita symbol T € R¥*4*4 py (A x B);jk = YimA Bk, as well as (@ X A);j = Yim@iAmj
,where a € R? and A, B € R*“_ For simplicity, we denote the matrix vector multiplication without a sign, i.e.,
(Aa),‘ :Aijaj, where a € Rd andA € RdXd.

2.1 Discrete time derivative

Given a time-step size k > 0, and a sequence {@’} for 0 < j < J in some Banach space X, we set d; ¢/ :=
o/ — @/ ) for j>1andd, @’ =0

The following lemma provides a tool to mimic the Gronwall inequality for the relative energy inequality on the
discrete level.

Lemma 2.1. Consider sequences {f/}o<j<; C R, {g{}ogjgj, {gé}ogjgj, {»/}o<j<s CR{. If we have
diy 4 f < gy +giy ! for1 <<, @)
then it holds true for k sufficiently small that
Lo (V15 ) B () <eor
=0 =1 ' = 1 —ké’] !

forall ¢ € € ([0,T)) with ¢ >0, and ¢’ <0 on [0,T], where ¢/ = ¢(jk) and d; /! = (¢/+! — ¢/) /k for

. J
0<j<Jwith = [(T/k)]| as well as @’ := :iﬁ?.
81
Proof. From (2), we find
yi—wiyt <K g
T kg

By some elementary calculation, we observe (where we understand H?:l l/a)l as 1)

J

J . I J J
—kzdz(b]H (yjHa)l> = ¢J+1yJle +Z¢1le y _wj i 1)
j=0 =1

=1 =1 =1

0 0 Z Jj ﬁ 1
kY o .

=1 1—k81) = @

Note that the term ¢’*! vanishes since ¢ € € ([0,T)).
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2.2 Finite element spaces

Let 7, = U, Ky be a quasi-uniform triangulation of Q C RY (d = 2,3) into triangles or tetrahedrons K, of
maximal diameter i > 0; see [6]. We additionally assume:

(A1) 7}, is a strongly acute triangulation, or for d = 2 a Delaunay triangulation.

A triangulation is strongly acute, if the sum of opposite angles to the common side of any two adjacent triangles is
< 1w — 6 with 8 > 0 independent of /; see e.g. [8,[31]. For strongly acute meshes, we may verify the M-matrix
property for the Nernst—Planck—Poisson sub-system, which establishes its unique solvability, and a discrete
maximum principle. Moreover, we often use .4}, = {x;}1<;<1, which is the set of all nodes of .7}, on which we
validate a unit-length property of iterates for the director, for example.

Let P (K;Rd) denote the set of R%-valued polynomials in d variables of degree < [ on a triangle/tetrahedron
K € 9. We introduce the following spaces

Yy ={ye€(Q)NL]: y|,€Pi(K) VK€ F}
Zy={yc?(Q) :y|,cPi(K) VKe T}
Yy={veCo(QRY) :v| € P (K;R') VK€ T}
Z,={veC(RY) : v| € Pi(K;RY) VK € F3}
B, = {ve[Hy : v e P(K;R?) VK€ F;}
X,=Y,UB;

My={qeLiNE(Q) : q| £ Pi(K) VK€ F},

where €o(Q;RY) := {v € €(Q) : v=00n9Q} and L := {g € L? : (¢, 1) = 0}. We assume the discrete
inf-sup of Babuska-Brezzi condition to be fulfilled, i.e., there exists a constant C > 0 independent of A, s.t.

(V‘V,Q)
sup ~————— > C||qll2 Vg e M,.
veX), ||VvH]L2
A well-known example complying to this condition is given by the MINI-element given by X, and Mj,. Define
Vi={veX,: (Vv,q)=0 VgeM,}.

We remark the following compatibility condition of spaces from [34] is valid above that accounts for coupling
effects in the electro-hydrodynamical system:
(A2) Y, NLE(Q) C Mp.
Lemma 2.2 (Inverse inequality). For the considered triangulations .7}, there exists C > 0 such that
IVyllLr < Ch7||y||Le Vy €Y,

where Y = 1+min{0,d/q—d/p}, and p,q € [1,e0].

This result is a special case of [6, Thm. 4.5.11]. We use the nodal interpolation operator .#, : €' (Q) — Y}, such
that

Z() =Y y@)e:,

ZEN,

where @, € Y}, denotes the basis function associated to the nodal point z € .4}, For functions y;,y, € ‘f(ﬁ)
we define mass-lumping

Gronyi= [ AGdr= ¥ @@ [ eox  ad nli= 0o
Q ZENM, Q
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Numerical analysis for nematic electrolytes 7

For all y1,y, € Yy, there exists C > 0 independent of 2 > 0, such that [35] 9]

Ivillee < lyille < Clyilliz,  and  [(vi,32)0 — O1,32)| < Chllyr]l2[[Vy2llp2 - (3)

We will need several properties of the interpolation operator.

Lemma 2.3 (Interpolation estimate). Let p € [1,00]. There exists a constant C > 0 such that
1y = Za )l < CHIVH YL Vye W (£€{0,1}).

Furthermore, for 1 < p < o and y € IL” there holds ||y — -#,y||L» — 0 for h—0.

The result is standard and can be found for example in [6, Thm. 4.6.19].

Lemma 2.4. Let p € [1,) and g € [1,o0]. There exists a constant C > 0 such that

1= 7)) lr < Chlfillim (I8l + [ gls)
forall f, € Yy and g € € (Q) with r =min{p,dpq/((p+d)q—d)}ands = pg/(g—1) forg > 1and s =
for g = 1. Note that for ¢ > 1, we may estimate further ||Vg||Ls < ||Vg|ly1. .

Proof. From Lemmal2.3] we observe

1 =2 (i)l < CH2 V2 (fig) o = CH2 Y V2 (fi) oy -
Te9,

The subsequent argumentation will be done of a certain element of the triangulation 7, summation over all
element provides the assertion on the whole domain. Due to the product rule, we find Vz(fhg) =V2fg+
2V f, ® Vg + fV2g, where the first term vanishes since f;, is a polynomial of degree < 1. Applying Holder's
inequality for the two remaining terms, we find

CR* ||V (fi) lLo(r) < CH? (HthHW(T)HVgHJLm'(T) + HthIqud/w—pq)(T)HVZgHLdpq'/<d+pq’>(r)>

where we set pgd/(d — pq) =« and dpq'/(d + pq') = p as soon as pg > d. Summing over all elements,
standard embeddings, and Lemma|2.2]imply

”(1_ jh)(fhg)”ﬂﬂ’ < CththH]LW (Hvzg”LdM’/(HM’) + ”VgH]qu')
< Ch| fillue (128l vt a0y + V8l o) -

O

By &2, we denote the standard LL2-projection P L2 — Zj,, which is denoted in the same way for matrices.
The ]Lz-projection onto the finite element space Y;, and Y, are denoted accordingly, whenever the underlying
finite element space will be clear in the context. For quasi-uniform meshes .7}, the Hl-stability of Y2 is well-
known (see e.g. [9]), and the following error estimate is valid (see e.g. [6]),

by = 2l <RIVl (£=1,2).

We also use the projection &2, : C(Q) — Y, via (q) — Z3(¢),y)p = 0 for all y € ¥,. We use the discrete
Lapacian Ay, : [H}]¢ — ¥, where

(—Ah¢,y):(V¢,Vy) verh‘ (4)

Forasumd =d+d,;, withd € H(‘) andd; € W22 we denote accordingly Ayd = And + WLzAEl, where 7 »
denotes the }Lz-projection onto the finite element space Z,.
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A discrete Sobolev interpolation inequality is a consequence of [13, Lemma 4.4],

4—d d
V¥l <ClIVyll 2 1Ayl Vy €Y. (5)

This holds for homogeneous Dirichlet boundary conditions, for imhomogeneous Dirichlet boundary conditions,
we find in combination with the standard Gagliardo—Nirenberg inequality

IV(d+A3[di])||Ls < || Vd||Ls +C|[Vd]|Ls
—  4d —. 4 —  4d __ d — —
<C|Vd|| 3 |Ad], +Cl VAL 3 il VA EYjandd) € W2

Additionally, we note that the boundedness of the discrete Laplacian of d follows from the boundedness of the
discrete Laplacian ofd +d, i.e.,

[Ad |12 < ||And + P2Ad 12+ || P20 |2
< HAhdHILF_"HAElHLZ VEEY}[ andgl EW2’2

with Apd = Ahg—k ﬁLzAtjl as defined above. This will help us to infer some A-dependent bound for the director
on the discrete level.

3 Continuous system

The main obstacle which prevents the construction of a weak solution (d = 3) even for a sub-problem of
— the simplified Ericksen—Leslie equations —, where we set ® = n™ = 0 — is the extra elastic stress
tensor in the Navier-Stokes equation, i.e., the fourth term in (Ta). This highly nonlinear term is difficult to be
identified in the limit for solutions of an approximate scheme, due to limited regularity estimates. In [19], it was
found that using a suitable regularization in the equation in order to pass to the limit in the extra elastic stress
tensor may lead to undesired error terms coming from the chosen regularization procedure: the oscillatory
effects introduced herewith do not vanish in the limit and give rise to an additional defect measure (see also
Remark [3.4] below). This is circumvented by approximating the system via a Galerkin approximation with point-
wise norm constraint; see also Section [4] Unfortunately, it still seems not possible to pass to the limit in the
weak formulation of the Navier—Stokes-like equation even in this case due to the fact that the extra elastic stress
tensor is a nonlinear function of Vd, the associated sequence of which only converges weakly. However, it is
possible to pass to the limit in the dissipative solution framework given in Section by only exploiting this
weak convergence property of gradients of approximate director fields for the extra elastic stress tensor: for this
solution concept, only weakly lower semi-continuity is needed at this place to retain the relevant relative energy
inequality in Section [4.4]— which then settles the construction of a dissipative solution of {T). — We start this
section with a collection of relevant properties of a classical solution of ().

3.1 A priori estimates

Theorem 3.1. Let 7 > 0, and (v,d,®,n™) be a classical solution of (7). Then the following energy equations
and norm restrictions are fulfilled forany 0 <t < T,

i) energy conservation

t
1
3 (w12 + 9aE+ [ vl 0x)
0

t
+ [ (VIVVIE:+ [ x (8d +,(V0-d) V) 22) 05

t
+/0 <||n+—n_||i2+/§2(n+—|—n_)|VCI>|§(d)dx)ds:O, (6)
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ii) charge conservation

t

!
+/0 /Q\vn+|§(d)+|vn*y§(d)dxds
0

2 (1 + 1)
+1/t (n* —n~ 2= [ 12 ds =0,
2 Jo
iii) norm restriction
ld(x,t)]=1 forae. (x,t) € Qx(0,T),
iv) maximum principle
0<nT(x,t)<1 forae. (x,1) €Qx(0,T),
v) elliptic regularity
||| =(0,7:0) <C  for some p > 2. (7)
Proof. In order to prove the energy equality [3.1]), we multiply by v and integrate over €2 to obtain
%%an%u + vVl + (VdT (Ad + £,(VD -d)w),v) + ((;ﬁ —n*)ch,v) —0. ®)
Multiplying by —Ad — €,(d - V®)V® and integrating over Q gives
%%Hw”iz —e, (atd.ch,d . ch) - ((v-V)d,Ad+8a(d-VCI>)VCI>>
+||d x (Ad+ &,(VO-d)V) 7, =0. (9)
Multiplying by nt —n~ — 0,®, adding multiplied by +® and integrating over Q, we observe
- (atwp, s(d)Vcb) n (n+ —n_,atq)) + (a,(n+ - n—),cp)
— (VO =n7),e(@) V) + =~ |2
—(n* —n",wW®) + <V[n+ — n*],s(d)VCI)) + ./Q(nJr +n*)]Vd>\g(d) dx=0. (10)
By the product formula,
(n+ —n*,8,CI>) + (8,(n+ —n*),CD) = o (rfr — n*,CD) ,
and

— (9, VD, e(d)VD) —¢&,(0d-VP,d- VP :—13, Vo2, dx.
2 Q 8(d)

Adding the three equations (8), (9), and (10), we find

1d _
r (Wl 1VaE 420" =, @) = [ [V ax)
+ (VIVYIZ:+ 1d x (d+ 2, (VD-d) V) |2, )

+Int —n" |3 —|—/Q(n++n*)]V<I>\g(d)dx:0. (11)
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Integrating in time and using equation gives the assertion i).
In order to prove assertlon i), we multiply equation (1f) by n* , integrate over £, to find

1d

Sar (It B+ 22) + [ 9 g+ 19 g

+%(8(d)VCI>,V(n+) V() ) ~0.

Adding multiplied by %((nﬂz — (n™)?) and integrating over €, leads via another integration over (0,7)
to the assertion.

The unit norm restriction of the director 3.1fii) is implied by multiplying equation by (|d|> — 1)d. Integrating
the resulting equation over Q x (0,7'), we observe that

i/gatqdﬂ— 12+ @-V)(d? - 1)%dx=0.

Since the initial value fulfills |do| = 1 a.e. in Q and is valid, we find that |d| = 1 a.e. in Q x (0,T).

Standard maximum principles are applied to prove [3.7]v). Indeed, multiplying for the positive charges by
(n+ — 1), and for the negative charges by (n~ — 1), and integrating in space, we find

1d
2 0 = DB 1 = D4 22) + [ V0 1)1 By + 907 = 1) g 0x
+ («E‘(d)VCID,nJ’V(n+ —1)y —n"V(n - 1)+> =0. (12

The last term on the left-hand side can be transformed using to

(e(d)vq>,n+V(n+ )y —n V(i — 1)+)
- (e(d)VtID,V[%(n* —1)2 - %(rf 12 (= 1)y —(n — 1)+])

(n+— 1~ (n — 1),%(n+— D=3 =13+ (" =)= (0 — 1)+) >0.

The inequality follows by observing that the right-hand side may be written as (a™ —a ™, f(a™) — f(a™)) with

a* =n* — 1 and due to the monotony of the function f : @~ (1/2)(a)% + (a)+. Integrating in time implies

due to the condition on the initial condition the upper bound in[3.7jv). Using this L-bound on the charges, we
may show their non-negativity. Multiplying (T by —(n*)_ = —max{—n*,0}, we find

ey )R+ [V dxi( @)V, v [(r*)? ]> ~0. (13)
For the last term on the left-hand side, we observe due to and the upper bound on 1 in[3.1jv)

+(e@)Ve,V((r)2) ) = ((r)2,n%) = ()2 %) = 1 r)- s = 1) 2

Reinserting this into implies

d
S0 < 10—

and via Gronwall’s inequality the lower bound of 3.1}v).

The additional regularity of & follows from elliptic regularity theory (see [30, Theorem 1]).
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Remark 3.1. By the formulation of the equation, it is implied that the mass of the charges is conserved. Indeed,
integrating over € the equation and using the associated boundary conditions implies that

/Qni(t)dx:/gni(O)dx.

Integrating the equation over Q even implies that

/Qngdx:/Qn+(r)dx=/gn*(t)dx:/gn5dx,

which is a hidden compatibility condition for the initial values of the charges.

We remark that the verification of Theorem [3.7] involves nonlinear functions of the classical solution of (1) to
be multiplied with (), which prevents an immediate corresponding argumentation in Section [4] where a finite
element-based space-time discretization is discussed.

3.2 Dissipative solutions

The concept of a dissipative solution heavily relies on the formulation of an appropriate relative energy. This
relative energy serves as a natural comparison tool for two different solutions u := (v,d,(b,ni) and i ;=
(fl,fl,&),ﬁi). One possibility to interpret the corresponding relative energy inequality is as a variation of the
energy equality. Thus in comparison to weak solutions which fulfill the equation in a generalized sense, the
dissipative solution rather fulfills the energy dissipation mechanism in a weakened sense. We decide to use the
variation of the energy principle i) in Theorem therefore, the charges are not present in the relative energy.
It is also possible to derive a relative energy inequality for the energy principle ii) in Theorem but this is
not necessary, since n™ inherits enough regularity in the limit to perform the calculations to get ii), and thus
the relative energy inequality in the limit rigorously. This is also due to the fact that the weak and dissipative
solution coincide, if the solution inherits enough regularity to be unique (compare to [22]). The charges are
regular enough such that the equations may be tested with the solution n™ in the limit.

We introduce the underlying Banach spaces X and Y to denote u := (v,d,®,n™) € X, if

veL”(0,T;H)NL*(0,T;V), (14a)
d e L”(0,T; W2y nw'2(0,T;L%?), (14b)
® e L(0,T;W'2/R)NL>(0,T; W) for some p > 2,
n* € L=(0,T;L=)nL*(0,T;H" ) nW'2(0,T; (H")*), (14c)

and i := (v,d,®,i") € Y, if it € X and additionally

v e €1([0,T);H)NLY0,T;L™),

d e L*0,T; W' N& ([0, T]; W2 NIL=) N L0, T; W) N L2(0, T; W2) |
& cL?(0,T;W»?NE ([0, T]; W) N L0, T;W!=),
it e L'(0,T; W),

As will be detailed in Definition below, the space X will be the solution space, and Y the space of test
functions. The relative energy % : X x Y — R is defined for a.e. r € (0,7T') by

- 1 ~ 1 5 1 -
Awi) = S|V d = D)2+ 5 [v=3lF+ 5 [ [V(@=B)0x (15)
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and the relative dissipation 7" : X x Y =R fora.e.t € (0,T) by
W (ula) = vV —9)[i.+ |d xq—d xq]j
Jr/g(ifr +n7)|[V(@ = B)[F 4 dx+ || (0" —n7) — (7" _ﬁ_)HHZJ :
We introduce the potential #": Y — R for a.e.t € (0,7T) via
@) = C(IPlE+ alls + VA + @5 (- V)a+a) s
+d % (7 V)d+§)l|-+|0d]; g, + [V
V2B + Vil + VAT s + VBl + 1),

which measures the regularity of the test function iz € Y, and finally the solution operator o7 . Y — X*, which
incorporates the classical formulation of system (1) evaluated at the test functions (f),d,ci),ﬁi) by
OV + (- V)9 — vA» + (Vd)T (Ad +eVD-dVP) + VO (it —ii")
<,xz{(ﬁ),o):< dd+ (V-V)d—dx(dxq) ,o>, (17)
ot + (v- V)it — V- (Vit £ 7= VP)

where § is given by § := — Ad — &,(V®-d)V® € L*(0,T;1?), and ® solves — V-(e(d)VP) = it —ii.
The mapping <7 : Y — X* measures ‘how well’ the test function & € Y ‘approximately solves’ the problem, it is
a well-defined mapping, this can be read of the regularity requirements of X and Y.

Definition 3.2. The function u := (v,d,@,ni) € X'is called a dissipative solution to the system (1), if there
exists a g € L*(0,T; (H) NILP/(P=2))*) with d x q € L*(0,T;1L?), where p is given in ({4) such that

T T T
/ <8,ni,ei>dt—/ /vni-Veidxder/ /e(d)(vniinivqa)-widxdt:0, (18)
0 0 JQ 0 JQ

for all e* € L2(0,T;H') and n* € [0,1] a.e.in Q x (0,T), as well as

—V-(e(d)V®) =n" —n" ae.inQx(0,T), (19)
dd+(v-V)d—dx(dxq)=0 ae.inQx(0,T), (20)
where
T T
/ (q,b)dt:/ /Vd-Vb—saVCD(d-VCD)-bdxdt 1)
0 0o Jo

for all b € € (Q x (0,T);R?). The norm restriction is fulfilled almost everywhere, i.e., |d(x,t)| = 1 a.e. in
Q% (0,T), as well as tr(d) =d; € H'/?>(dQ), and the relative energy inequality

! A ot oy
K (ulit)(t) + %/ W (uli)e * B9 g5 < B (uo|a(0))els # @ds
0

/ vV—v
+/ <»<Zf(ﬁ), Gg—q+A(P)d—d) >e.f§%<ﬁ>dfds
O —

holds for a.e. t € (0,7') and all test functions & € Y, where tr(d) =d,

AD):= (VPR VD), G:=-Ad—£,(VP-d)VP, and —V (e(d)VD) =7t —ii .
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Theorem 3.3. Let Q C RY for d = 2,3 be a bounded convex Lipschitz domain. Let (vo,do,n(jf) eV x
[W2,2]3 X []L""]z, with |do| = 1 and ny € [0,1] a.e. in Q such that [ n] — n, dx = 0. We additionally as-
sume that there exists ad; € W2?(Q) such that tr(d1) = d = tr(dy). Then there exists a dissipative solution
according to Definition (3.2

We are going to prove the theorem by the convergence of a fully discrete, implementable scheme in Section

Remark 3.2. The variational derivative g may be interpreted via
T T
/ (d x q,b)d1 :/ / d % Vd-Vb— g,d x VO(d - Vd)-bdxdr,
Jo 0 Jo

since (21) may be tested by b =d x hforh € €5 (Q x (0,T)). Note that in this formulation, all integrals are
well defined, since d x g € L*(0,T;1L?) and @ € L=(0,T;W'), where p > 2, but p can be arbitrarily close
to 2.

Remark 3.3 (Continuity in time). Considering functions u = (v,d,CID,ni) € X, we may deduce additional reg-
ularity in time. From the regularity of d, we observe by a standard result (see for instance [37, Lemma 6]) that
d € €,,(]0,T]); W'?). Using compact embeddings and the uniform bounds on d impliesd € €([0, T];IL?) for
any p € [1,0). For the charges we find from the standard embedding L>(0,7; W'2) "W 12(0, T; (W!2)*) <
% (]0,T);IL?) that n* € €([0,T];IL?). From the uniform boundedness, we even observe n* € ([0, T]; L")
for any p € (1,0). For the electric field, @, we may deduce ® € ([0, T]; W'2) by the following calculation,

which employs (Te):
/Q V(1) — V(1) 2 4, 0% = (vq:@, [e(d(t,)) —e(d(t))]V (®(r) - <I)(t,,)))
(n+(t) —n () = [n" (ta) =1 ()], V(D) — @(zn)))

+

< 3 [ 1V00) - V() By, 0
+CIVE()IE, le(d(t) — @) 22
(It () = @)l + (1) =0~ ()2 )

where we used the uniform coercivity of the matrix £, and that p is given according to (14).

We note that we do not claim any continuity in time for the velocity field, since we lack any uniform control on
its time-derivative. In the dissipative solution framework, this additional regularity is not needed to give sense to
the initial values as in the weak solution framework. If we would instead show (additionally) that is fulfilled
in a measure-valued sense, we would gain the additional regularity v € €, ([0, T]; H).

Remark 3.4 (Measure-valued formulation). Already our initial formulation relies on an integration-by-parts
formula, which we took from [7]. In our simplified case, for smooth functions, it takes the form

Vd" (Ad + &,(d - V®)VD) + (n" —n")V® = Vd"Ad + £,Vd" (d-VO)VD — V-(e(d) VD) VD
=V-(Vd"vd) - %V|Vd|2 +£,Vd"VO(d - VD)

— V- (VORe(d)VP) + V>De(d) VP (23)
= V- (Vd'"Vd - VPR ¢e(d)VP)

- %V (Wd’z - |Vq”§(d)) ;

where the term in the last line can be incorporated into a reformulation of the pressure. Using this reformulation
of allows to show the weak-sequential stability of a measure-valued solution concept, where the relative
energy inequality of Definition [3.2) would be replaced by
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T
/ V(YV,V0) — (v,0,0) — (v&v, V) — (VAT Vd — Vb & £(d)VD, V) — (m, Vo) dt
0

= / Vo dx
Q

forall ¢ € €7 (]0,T)) ® ¥, and the energy inequality

1
3 (VI3 1val + | 90 ax-+ m.1)

t
t
+ [ (vIVVIE: +axq]i:) os
0

1
+/ <|n+—n\Iiz+/g(n++n)|vq>y§<d)dx> ds <0, (24)
0

fora.e.t € (0,T), where m € L.(0,T;.4 (Q; M?*?) and M?*“ denotes the set of symmetric semi-positive
matrices. We set the initial value of the defect measure to zero, i.e., m(0) = 0. For this formulation, one could
also gain the additional regularity v € W12(0, T; (W'*NV)*) such thatv € €, ([0, T];H).

We decided against this formulation, since it seems difficult to numerically keep track of the defect measure
m. Additionally, to show convergence to this formulation, basically requires that an integration-by-parts formula
similar to holds on the approximate level, as long as structure preserving approximations (complying to a
discrete energy principle) are concerned. We will rather focus on a scheme that preserves the structure of the
continuous system, but where an according integration-by-parts formula is not known to hold.

3.3 Relative energy inequality

The construction of a dissipative solution for () in Section[4.4] heavily relies on an (approximate) relative energy
inequality for the approximate problem in Section [4, For convenience, we prove the relative energy inequality
formally.

Proposition 3.4 (Relative energy inequality). Letu € X be a classical solution of (1). Then it fulfills Definition[3.2}

Proof. The only thing we have to prove is that u fulfills the relative energy inequality (22). All calculations hold
forallz € [0,T]. For any it € Y, we decompose the relative energy into the related two energy parts, as well as
a mixed part:

o1 1/, ~ -
sotuls) = 5 (IvI3+ [Val + | 190 0x) 4 5 (1513 + V@R + [ V0 0x)

—(Vd,vd) — (v,9) — (VD,e(d)VD).

(25)

Similarly, we obtain for the relative dissipation
W (uli) = W (u|0) + ¥ (0]@) — 2v (Vv, Vi) — 2 (d x g,d q)

—2(n"—n", @i —0) —2/ (nt —n")V®-e(d)VPdx.
Q
The energy inequality for the solution u is given by
1 2 2 2 ! ! 2 2
3 (VIR 41Vl + [ IVegax) |+ [ (VIVVIR: +1d gl ) ds

!
+/ (Hn+—n\yi2+/g(n++n)yvq>\’g‘(d)dx>dsgo.
0

For the test function, we observe that
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1/ - % 1 ; i
3 (HVH%LZ + || V||t +/Q Wq"i(a) dx) + 5/9 (|V<I>\§(d) - ’VCI)@(&)) dx

t ~
+ [ (vIvIE: + [ xal ;) s

N (AR KR L )ds=/0’<£/<a>, (q>>d

Multiplying by ¥, integrating, and mimicking the same calculations for the test function tested by v implies

t \4
:/0 (v-Vv,9) + ((7- V)¥,v) +2v(Vy, VD) — <4z/(12), (o) >ds
0

_/Ot(g,.v)d,q) + ((V.v)a’q) _ ((n+ _n—)vqn,v) <(n _ i)V, v)

Multiplying by g, integrating, and mimicking the same calculations for the test function tested by g implies

—(Vd,Vd) ‘; = /Ot((vV)d,q) +(#-V)d,q) +(d xq.d x§) + (d xg,d x q) ds

! ~ o~ - ! 5 O
_ga/o (8,dV<I>,Vq>.d)+<8td-VCI>,VCI>.d)ds—/O <4zf(u) (g)>ds. (26)

For the remaining term in the relative energy, we use equation (Te),

—(VD,e(d)V®) = — (n" —n~ &)

Multiplying by 0,® and adding multiplied by ®, as well as mimicking the same for it leads to
t

—((n+—n‘),ci>) — _/Ot((v(,ﬁ_n ), V®) + (vt —i), Vcb))ds

0

_/’( £(d)V, V&Ni)) (a,( @)\Vd), ch)ds
—i—/ V(nt —n7), Vé) + (8(3)V(ﬁ+—ﬁ*),V®>ds

+/0 ed)\VO, (1t +n7)VE) + (e(d)V, (7" +77)Ve) ds

For the different terms on the right-hand side, we infer
(e(@)vn*,v®)+(e(@vi=, Vo)
(s(d) ) + (e@vit,ve)
+( —£(d))Vn*,V®) + ((e(d) — 2(d)) Vi*, Vo)
At —ii ,ni) =+ (rﬁr —n_,ﬁi)

+ ((ed) ~ @)Vt —7).V®) + ((ed) () Vi* V(@ D))
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and
(e@) Ve, (0" +n7)VE) + (@V, (7" +7) V)
- 2(e(d)vq>, (n* +n—)v&>) n (e(&)(ﬁ+ i) —e(d)(n" +n—),v&>®vq>) .
The next term is
<8(d)V<I>,8,VCT>> ( ) ( e(d) — e(d))Vo a,vq>> <8t£( W, ch)
- ( (e(d) — e(@)) (VO — V), athp)
n

((e(d) £(d))Vd, atvqn) (a,s( W, vq>)

From calculating the derivative of

%(8(11) - s(fl),Vd)@Vé) [: € /Ot (a,d,Vcb(d.Vcia)) - (ata,vé(a-v&:)) ds
0

3 [ (2(v80v8) e@) - e@) s,

we find for the terms incorporating &, that

t

- /Ot & (d : Vcb,cha,&) te, (&-V&),&,d-Vﬁ)) ds+ % (e(d) - e(&),V&:@Vci:)

0

- /O ((e(d) ~£(@)V®.aV®) — (e@)VD, V) ds
_ —/Ot£a<d-V<I>,VCI>8,3> te, (d-Vd),a,chI)) ds

te, /0 ’ (9a,vé(@-v@)) - (9, V(@- V@) ds+ /0 t (3red)vd, ve) as
- ea/ot <8td—8,[l,VCT> (V- (d—&))) + (8,3(VCI>—VCTD),VCT>-&—VCI>-d> ds

t ~ ~ ~ ~
+sa/ (9d-V®,(d~d)- (V& - V) ) ds.
0
Putting the pieces together, we obtain the inequality
/ W (ulin)d

g/o (v-VIv.5) + (- V)¥,v)ds

_l’_

u|u

A

(v V)d.g)+(#-V)d,q) — ((#-V)d.q) — ((v-V)d.g)ds
+ (dquxq) (dxg.dxq)—2(dx§.dxq)ds

=

+ nt—n~ V@v) (n —il )V<I>v)

=

c\o\;c\c\

t

(
(vn —n" (A" —a~ )VCID))ds
A(

+
S—

e(d V(nt —n )—V(ﬁ+—ﬁ_)),VCi>)ds
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+/t d)— ~+—ﬁ*)+atv&>),wq>—ci>))ds
+/ (i +77) —ed)(n +n7),V®E (V(@—&))) ds
d-vd,(d-a) V(cb—cp))ds

For the difference of the time-derivatives of d and ;i, we observe
od —dd+ o/ (@t)-(0,1,0)" = -V)d—(v-V)d+d x (d xq)—d x (d x q)

(#—v)-V)d—(v-V)d—d)+dx (dxq—dxg)+(d—d)x(dxg).

0 = V|d|?. Thus, we observe by

Due to the norm restriction on d and the test function d, we find that V|d|> =

some manipulations that
((v'V)d«?) ((v V)d, q) ((v- V)dvq)f((v’V)Ué)

and similarly
—2(dx§.dxgq)

(dxq,dxq)+(dxg.dxq)
(&XQ7(&_d) X (q_Q)) :

=(dxq-dxq,d—d)xq)+
We use and integration by parts to estimate the terms including the difference in g and q. Indeed, for any

smooth enough function a, we find
1—d)" x V[d—fl})

).

(a,d—d) x (q—7)) = — (Va,([d—d) x V[d—d]) - (a®l,(V[
+ea<a,([1—d)>< [VO(VD-d) — VI(V

»eu

Additionally, we use integration by parts in the term incorporating the derivative of n™ to find

([e(d) @) [V(n* —n )—V(fﬁ_ﬁ*)],vq:)

Berlin 2020
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Note that the boundary terms vanish, since d and d fulfill the same inhomogeneous Dirichlet boundary condition.

Inserting this back into the relative energy inequality, we find

d
+sa/ot(&>< (5-V)d+3).(d—d) x [V(VP-d) - VE(VE-D)] ) ds

—|-/t(((n+ —n)— (At —7")) (Vd)—VCT)),\?) ds

where we defined

A®) = (V2 VD) .

Estimating the right-hand side in terms of the relative energy and relative dissipation leads to

V—v
2/% i) ds < % (uo|(0) +/< ( g&:)( )>>ds

o}

+/0 Ji/(ﬁ)%(um)dsqti/o I — 2+ [t — it | ds
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such that Gronwall’'s estimate implies (22).

4 Fully discrete system

The aim is this work is a practical construction of a dissipative solution for (1). The related discussion in the
introduction of existing schemes [4] [39] for the simplified Ericksen—Leslie equations (Ta)—-(Td) as a sub-problem
of shows that they are not practical, since involved discretization and penalization parameters have to in-
dependently tend to zero to construct a related measure-valued solution. In this respect, a different effort is
made in [21], where a dissipative solution to this sub-problem is constructed with the help of a spatial discretiza-
tion, whose iterates satisfy an approximate relative energy inequality, and related director fields are (uniformly)
bounded. While this scheme avoids the construction of a solution via (sequences generated by) a (Ginzburg-
Landau) penalization approach, and thus is exempted from the above unpractical scenario of admissible pa-
rameter choices, it is still not practical, since it is only a semi-discretization in space. In this section, we propose
a practical/implementable construction of a dissipative solution for (1), where related iterates inherit physically
relevant properties, including a discrete sphere-property for director fields, that approximate concentrations take
values in [0, 1] only, and a discrete/approximate (relative) energy (in)equality. For this purpose, the Scheme
below, with solutions in the finite element space

U,=V;, x [Yh]2 X [Zh]2 XYy,

uses different numerical tools which make this possible:

M mass lumping (-, )y in equations (27d) and strongly acute meshes .7}, to validate an M-matrix property
which ensures that discrete charges take values in [0, 1] only,

M regularizing terms in (scaled by h?) resp. via 1; (scaled by /#P) to limit the spatial varia-
tion of discrete velocities resp. director fields, and thus allow the M-matrix property for equations (27d);
cf. Theorem[4.5] below,

B mass lumping (-, ) in reformulation of to obtain unit-vector director fields at nodal points of
the space-time mesh,

B a proper discretization of the (coupling) elastic stress tensor in to allow for a discrete energy law
for non-trivial fluid-flow velocities; cf. Theorem [4.5| below. This strategy requires the evaluation of (local)
averages of gradients of the discrete director field at nodal points of .7,.

B the introduction of a new variable g for the variational derivative of the free energy functional with respect
to d in order to cope with the nonlinear contribution in this term.

The discrete dynamics starts with initial data (vo,do, [n*]°) € Vi x Z, x [Z,)?, such that
d°@)| =1 Vze A, [*°€0,1]  (n']°—[n7]%1)=0.

Below, we denote d/ /2 := %(dj +dj_1) for brevity. Additionally, we define d’ =d’ — .7, [d|] for 1 < j < J
in order to work on linear finite element spaces, where d; is the function of the assumptions on the boundary
conditions in Theorem Note that the discrete Laplacian is defined according to the Definition at the end of
Section[2

Leta € (0,(6—d)/d)and B € (2—(2d)/3,(4—d)?/d).

DOI 10.20347/WIAS.PREPRINT.2717 Berlin 2020



L. Banas, R. Lasarzik, A. Prohl 20

Scheme 4.1. Let a, 3 > 0. For every 1 < j < J, find the solution (v/,d’,q/,[n*)/,®/) € U, for the given
Co—il1 . ) )
6-tuple (W 1,d’" g/, [n*])/ !, ®i7) € Uy, such that for all (a,b,c,e*,g) € Uy holds

(dv’,a) + (Vv ,Va) +h* (Vdv/ ,Va) + (v~ - Vv, a) + ; ( Vv~ vf,a)

+ () = )Vl a) + ([22(Va )] @12 x (@712 x 1) ] a

) (27a)
hﬁ(Ahdf*I/%Ahb)jL(Vdf*I/Z,Vb) (chJ(dJ v ) (¢/,b), =
)

h

= (27b)

(dtdj,c)h~|— (dj_l/z X [ﬂLz(Vdj_l)vj] 712 c)h+ (dj_l/z ><qj,dj_1/2 xc L 0, (27¢)
(d, [ni]f,ei)h + (e(df)V[nﬂf,vei) + ([ni]fe(df)vqﬂ,vei) - (vf [ni]f,vei) 0,  (279)

<s(dj)V<I>j,Vg> - ([nﬂf Y g)h 0.  (27¢)

Remark 4.1. We use the regularizing terms in and to establish the M-matrix property of the linear
system associated to (27d). In the computational studies elaborated in Section[5} the positiveness and bounded-
ness of the charges (which follows form the M-matrix property in our analysis) were observed in the experiments
even without these additional regularizing terms. Possibly these regularizing terms are only needed in turbulent
or oscillating regimes. In particular, the hP regularization in is used to deduce h-independent bounds for
®/ in stronger norms to validate an M-matrix property in (27d). In the 2d-case, the hb regularization in is
not needed to deduce the M-matrix property in (27d), but it is essential in the 3d-case.

4.1 Construction of a solution for Scheme [4.1] via an auxiliary Scheme

We first consider an auxiliary problem (Scheme[4.2), for which we show the existence of a solution to this scheme
in form of a 6-tuple (vj,gj,qj, [ni]j, CI>j) € U, via Brouwer’s fixed-point theorem; for a (slightly) restricted class
of space-time meshes, we then show that this 6-tuple already solves Scheme

For this purpose, we introduce a non-increasing function ¢ € C“([O,oo); [0, 1]) which satisfies

(1 on[0,1] ,[10,2] on0,1]
q)_{ 0 2n eyt St —¢ e{ (0} ;)n 2.00) (28)

For every ¥ > 0, let ¢ (s) := ¢(ys) forall s € [0,00).
Scheme 4.2. Fix a, 3,7 > 0. For every 1 < j < J, find the solution (vj,?ij,qf, [n*]/,®7) € U, for the given

C—il . . .
6-tuple (vffl,d‘/ ,q/ 1 [nF)~1 @/~ e Uy, such that for all (a,b,c, e, g) € Uj, holds

(dv/,a) + (Vv/,Va) +h* (Vdv! Va) + ((v/~' - Vv, a) + ! < Az ’,a)

+([¢Y(Hnﬂf|)[ V=9Il V) Y| v, ) (298)
+<[<@L2(Vdjl)]T d=1? % (df 1/2qu )
KB (Ahdf*I/Z,Ahb)+(Vdf*1/2,w;) (vq>1(dJ Ly, b) (29b)

(dtdj,c)h—k (dj*l/2 x [P (Vd ™ W] Y L c)l + (dj71/2 xql,d/=1/? x c)h =0, (29¢)
(dln V) + (e@)Vin*,ver ) = (vay(Iln*)/ ) [n*), Ve

| (294)
(o)) I e(@) v/, ve*) =0,
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(e(df)vqaf,vg) - ([n+]f . g)h 0. (29

Lemma 4.3. Let k < 1/(8Y) , and k < ko(Q) and /1 < (L) be sufficiently small. There exists a solution
(vj,gj,qj, [n*)/,®7) € Uy, of Scheme

Proof. Forevery 1 < j </, Schemedefines a continuous map 9‘,- : U, — Uy, in a canonical way, whose

zero is the next iterate (v/,d’,q/,[n*]/,®/); to show its existence, we use Brouwer's fixed-point theorem in
the following form
(Zw)w), >0 vYwe{peUy:|$llu, >R}, (30)

fora number R; > 0. The following argumentation establishes this property, but complies already to the energetic
principle (37), by formally choosing

: S T[]/ . _ j
w= (a,b,c,ei,g) = (Vf’dtd]’q]’q)]+ ) [n7] o) )

G e (Y = ) 24,0 -

in Scheme4.2] Testing by v/ implies
SV 2 K 2 4 VIV kv 2,
— (dj_l/z X [L@Lz(Vd]_l)v’},d’_l/z X q )
+ (0 V) 0 = oy (I V) ),V v) =0, @31)
Testing by d,d’, and adding this equation to tested by ¢/ lead to

Wb . 1 . . .
|2 5|V e (VDT V)
(@ [2a(Va WA xgl) +a R gl =0. @)

In the following we test (29d) by +-®/ and add (@9¢) tested by —([n])/ — [n7]/) — d,P/:

(e (1) = n7)7) @) + (S(dj)V (W]j ~[n}),ve)

(o ]ff¢y(|[n-]f|)[n—1f,vaq>f)
( oy(I[n* ) [+ ¢y(I[n ]'\) )e(d))\ Ve, Vcbf)
~ (@) Ve Vd @) + (I = Vi)
0 = VI - ( @)V V (I =) =0. (39

When adding the three equations (31), (32), and (33), we observe that the terms in the second and third line
of cancel with the first term in the second line of and the two terms in the second line of (33). Addition-
ally, the second and the last term in cancel.

For the following, it is crucial to observe the integration by parts formula
(e (Y = [n)) . @) + (I V=7V .d27) (34
_ (e(dj)Vcbj , Vd,qnf) _g, (d,dqu>f i chf)

1 ) . . 1 . . . ; . .
= d, (e(d’)Vcbf,Vcbf) +hy (e(df_l), AL ®d,vq>f)) —|—k%||VCI>/ ddl|]2,.

DOI 10.20347/WIAS.PREPRINT.2717 Berlin 2020



L. Banas, R. Lasarzik, A. Prohl 22

Indeed, by the standard discrete integration by parts formula and equation (29¢), we find
(dt (In*) = [n ) ,cpf)h + ([n+]f - [n_]j,d,CIDj)h
= d, ([nﬂf - [n*]f,cpf')h +k<dt (I =) ,d,<I>f>h
—d,(e(@)V), VO ) +k(d; [¢(d)) VD], Va0 )
and additionally, we observe
k(dt (e(d) V] ,thqﬂ) - (e(df)vqﬂ,vcztcbf) S (e(dH)Vcbf*l,Vd,q:f)

21k (e@ Ve~ vai) - (s(@ ")Vl Vol ) + &2 (e(d/ ), d, Vel @4, VT )| .

We combine the remaining terms, and recall the definition of £(d’~") to find

d, (s(df WV, Vcbf') _g, (d,df Vol il Vd)j>
1
ok
_ 14 (e@) Vel va) 4L (el@) —e(@ ™) 26/~ | od! VO 0 V)
2 ’ 2k
~ 1 (e(df)vq>f vq>f') trte (ddf®ddf vq:f'@vq:f)
2 t 9 2 t t 9 .

[( (@ Vil Vi~ 1) ( (dffl)vqaf,vqnf)}

This argumentation settles (34). We may now use it in and (33), and combine the result with (31), which
leads to

1 1 |
Ed,vaHsz+k§||dtvj\|i2+v\|vaHiz
h* , h* . 1 , hP ,
+7leVVJ”]iZ +k*HthVJHi2+EdtHVdezzu+7dtHAhdj||J2L2
((m(u Y)Y+ (V1) 1) (@), V) + [ = w7
1 . . . . . . & . .
+ 5 (e(df)Vcbf,Vcbf) +kE (s(df_l), (d, VD ®d,Vd>/)> + k| - dd’|[2. = 0. (35)

Note that only the first term in the third line of is not necessarily non-negative. Due to the truncation, it may
be absorbed into the first term of the fourth line of (35), if

(@I V)Y + 0y (Il V) 07V e(d)) v/, v/ ) | < 27(e(@d) Ve, Ve )

%( e(d)V cpf',vqaf)

and thus k < 1/(87). In the next step, we test with [n%]/,
Sl VI kg P+ (e(@) VI, Vi)
= (VI oy (1n=11), Vi) ) 3 (05 (1)) [0V e(@) Ve Vin®]') . (36)
Note that
(o151 1@ Vel Vi) )| < %<s(dj)V[ni] ) +47 (e(d)) Vel Vol ).
(Yo, (0P =, V1) < 27 iz IV P e < (@)1, VIV ) + 87 W[
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Note that &(d”) is a positive definite matrix. Adding and multiplied by 1/(8y?), we find
1 iz 1 2 il2 h* J 12
2 VI + kvl + VIV + = di [V
h* . 1 . W .
k- VAV |2+ Sd |Vl + - dil|avd” | -

n ldt (s(df')vq>f,vq>f) Iy (s(df—‘), (dtVCDf®dtV<1>j)> +k—HVCI>f dd’|2,

1 . i i ey .
+ 167 Y Hh+k16 s VI + 555 (2@ VI VY )+ )~ Pl < 0. @7)
This argumentation implies , where R depends on the data from the previous iteration. O

This auxiliary result will now be used to validate that a solution of Scheme |4.2| already solves Scheme
provided the space-time mesh satisfies certain criteria.

Lemma 4.4. Suppose (A1), (A2) for Scheme [4.2] where

(4—d)?

6
0<a<-—1 and 0<fB< R

P (38)

Y= Cz/Zh% for some existing constant C, independent of the discretization parameters, which are assumed to
be be sufficiently small, i.e., k < ko() and h < ho(Q). Then, the solution

(v.d.q'. ). @) €U,
of Scheme [4.2]already solves Scheme [4.1] Moreover,
d/z)| =1 Vze A, O<EF<1  (1<j<).

Proof. Letagain 1 < j < J be fixed; by Lemma there exists u/ 1= (vfﬁ],qj, [n*)/,®7) € U}, which solves
Scheme

a) In particular, there exists d~'?¢cz, on choosing djfl/z(z)(pz as test function in <i where @ is the
nodal basis function attached to z € .4}, with z € Q (i.e., z is an inner point), we recover |d’ (zl] =1 for all inner
points z € /4. For the boundary points z € .4, , we immediately observe that |d” (z)| = |7 [d1](z)| = 1, since

Ej €Y.
b) There exists C; = C>(Q,&,) > 0, s.t.
V|6 < ChI=43 (14 p=PA/B=24)) (39)

by)Letd! =d’ € Z), and (0] = [n*)/ € Zy. For given di €Zj and f}{ = [n)/ —[n, ) € Y, we consider
the solution @7 € H' /R to the elliptic PDE

(s(d;;)v&);;,v@ —(fl.g) =0 vgemH'. (40)
Note thatx — £(d’ (x)) € C(Q;REX!), where by a)

Sym

VxeQ:  |ER < (e(d)(x))E.E)ps < (1+€,)E[Z VE R,

We use elliptic regularity theory to obtain an estimate for the solution of in the H?-norm: on restating
in non-divergence form and using a), we find a constant C = C(Q) > 0, s.t.

1~ . . .
oAl < 1Ved) s VR, s + 13l -
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d/4

(4—d) /4
[i58 2

Since HVCIJJ llps < C||Vq)] ||ACI)J I3, by a), Young's inequality, , and an inverse estimate,

=j 4/(4—d) = j
EIIA‘PLIIL2 < Ve IVl + 11 e

IN

Ch=PYE2019] ||+ || £l < C(14+hPUE20) (41)

by ) We consider the foIIowmg auxiliary problem, which accounts for the effect of mass lumping of the right-hand
side in  given (dJ, [n:f]7), find @] € ¥y, sit.

(e(d))VP),Ve) — (fi,.e) =0 VgeY,. (42)
Subtraction of from {i choosing g = P/ — &Jj, and then using estimates (3) and leads to

V(@) —®])||1> < Chl|fl]|,» < Ch.

I»
By an inverse estimate, we then infer ||V (®/ — CID{l)HLs <C.
b3) Since EIVD{; € Y}, is the Galerkin projection of Cf){l € HI/R, a standard estimate, and yields

V(@) — @) |lr2 < Ch(14hPI/E2D), (43)
Putting steps b; )-b3) together, an inverse estimate then shows (39), since

IVl < [IV(D) = D)) s +[IV(D], = B} s +C[ VD] s
< Chl*d/:;(l_’_hfﬁd/(gfzd))

¢) In (29d), and consequently (29a), we have [n*})/ € [0, 1], provided that (A1) and (A2), hold. The proof of
this assertion adapts a corresponding argument in [34], Steps 3 & 4 in Section 4.1]; we consider as two
linear problems, where €(d”), ¢y (|[n*]]),v/, @/ are given. Its algebraic representation then leads to a system
matrix 2 € R?>:*2L which is an M-matrix — which then validates [n*]/ € [0, 1]; see ¢1) and ¢;) below.

c1) It holds 0 < [nF]7 (1 < j < J), provided that (A1), (A2), and hold. This property follows from the M-
matrix property of 2 for the two equations (29d) for 1 < j < J fixed (but arbitrary), which is assembled via the
nodal basis functions { ¢ };L3:1 C Yy, with entries (.4, ¢ € REXLy

mppr = (M )ﬁﬁ/ (‘Pﬁ (pﬁ)h’

(
Gy = (%(vf))ﬁ,;,- ~(or(Ie* 1f|)vf<pﬁ,wp,3/),
(@) gy == (01" ) (@) 95V Vg )

Hence, the entries blj;ﬁ, = (%)Eﬁ, of the system matrix Z = diag[ %+, %~ | read

2,4+

pp’
1 ; .

BE = %//+%+%ﬁ(vf) + 655 (P, (44)

(o 2))=()

where x* = (x7,...,x}) 7, and [f*])) " = L([n*)/ ', @) - Note that the matrix .’ is an M-matrix, since its
defining properties (see ci1)—ci3) below) — which follow from an element-wise consideration — are a conse-

quence of

{K €T}, supp @ Nsupp g/ NKF#0} Rdxd

and [n*)/ := Y5, x[f(pﬁ solves
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since V(pﬁ € R? is element-wise constant, and the minimum resp. maximum eigenvalue of the symmetric,
positive definite-valued function x — 8(df (x)) is bigger resp. less than 1 resp. 1 + &,. We now guarantee its
dominating influence as part of Z* via a dimensional argument — and hence M-matrix property of Z*:

c11) Non-positivity of off-diagonal entries of 27, i.e., (%’i)ﬁﬁ, < Oforall B # B’. Since 7, satisfies (A1),
there exists 690 > 0, suchthat kggr < —Egoh‘l*2 < 0 uniformly for & > 0, for any pair of adjacent nodes.

The remaining parts of (,%’i)ﬁﬁ, will be bounded independently, and we start with c;}’;: on using an

embedding property, [|[v/{|;s < CHij||Hd£3ijHf[d)/3 and , we conclude

(6,111 0.V )| < V1l 95 Vopllsys < Con/O-1Chodlo. qas

We use a dimensional (asymptotic) argument, which ensures that this term may be bounded by agohd_2

— and thus may be controlled by the corresponding negative term in . : we find that

5d ad 6
2<—=1—— -—1 4
d < z G = a< p (46)
validates this requirement.

Below, we use C = C(Q) > 0. We proceed similarly with c%;, utilizing

(V0 Vgp)| < 1V0 sl Ve s < O/ (14 (/18200 ydfo-

By the same dimensional argument as below (45), we deduce

5d d d (4—d)?

Such that, we have |kgg:| > |czﬁi,| for A small enough.

Finally, non-positivity of off-diagonal entries of .# holds. Therefore, off-diagonal entries of %~ are non-
positive, if h < hy(L2) is small enough and holds.

c12) Strict positivity of the diagonal entries of JB*: we have to verify that

1
%mﬁﬁ —l—kﬁﬁ +Cll3ﬁ —i—C%’Eﬁ >0.

By (A1), we know that there exists Cg > 0, such that

1 d d—2
%mﬁﬁ > Q(—)oh y and kﬁﬁ > Qeoh .
Moreover, from (45) and (47), we conclude

|Cll37;:| T |Cl237[jit| < C2h5d/d—lch—06d/6_|_Ch1—d/3(1 +h—ﬁd/(8—2d))h5d/6—1 — n(h)

Hence, nghd*Z —n(h) > 0is valid by the same dimensional argument as in ¢|) provided and
are valid.

ci13) 287 is strictly diagonal dominant, i.e., Ygr .5 |(B5)pp/| < |(%F)pp| forall 1 < B < L. We use the fact
that the number of neighboring nodes xg: € A, for each xg is bounded independently of h > 0, and that
this property is inherited from .%". Hence, there exists a constant C := C({#B’ : kg # 0}) > 0, such
that, thanks to ¢11),c12) and for k < ko(2) and h < ho(Q) sufficiently small,

| B _
(% )pp > %QeohdJrQeohdz—n(h)>clf3f}§>l§!(=%’i)ﬁﬁ'|
= C|-Coh > —n(n)|
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The properties c11) — ¢13) then guarantee the M-matrix property of 2~ for k < ko(Q) and i < ho(LQ) small
enough, under the given mesh constraints: this property then implies 0 < [ni]/ € Y}, via the discrete maximum
principle.

) Itholds [n%]/ < 1 (1 < j < J), provided that (A1), (A2), and (38) hold.

First, we identify that ¢, (|[n]/|) = 1. From the bound multiplied by k, we infer a bound on the I.?-norm of
the charges [n*]/ such that an inverse estimate helps to conclude

IV llee < Ch P [[Le < Ch 2| [} 1y < Coh™/2.

. _ C _d . ~fq7
Choosing ™! = % (h™2) yields ¢, (|[7*)/]) = 1.
By induction, we may assume that [n]/~! < 1 for some fixed 1 < j < J.

In the following, we consider the system which is solved by (.%,1 — [n"]/, .#,1 — [n~]/). First, we observe
that

(dFu[1],e7), =0.

Secondly, for the convection term, we use integration by parts, the definition of V', and (A2) to conclude
. o . 1
vV, Ver) = — (divi/,[e"]/ = 1) =0,  where A= |Q/ e* dx.
Q

Thirdly, we find
+ (e(d)Vd,Ve™) = £ ([n']) — [n_]j,ei)h
Combining these equations, we observe that (.#,[1] — [n*]/, #,[1] — [n]/) " solves

(di(A[1] = [7))),e7), + (dz(fh[] [n")),e7),

e(@d)V(A[1] = [n*)),Ve) + (e(@) V(A1) — [n 7)), VeT)
v’(fh[] (7)), VeT) = (V/(A[1] = [n7)), VeT)

e(d V(1 —[nT]) ,Ve*) (e(d)VO(1—[n"]/),Ve)
T[] = [n*)Y = (A1) = [n7)),e")
(A1 =7V = (A1) = [n"V),e7), = (e@)VI[1], V(" +e7))

/‘\/\/\/\

+
+
_|_

Going back to (44), we observe that (.7),[1] —nF)/) := %:lx[f(pﬁ solves

Br+M - N (Vo )
—wt B +)\x) T\ 1)
where x* = (xf,....x5) T, 1=(1,...,1)T, and [f*]] " := L((A[1] - [7")/~"), @) . We already proved

that 8 are M-matrices and since .# is a diagonal matrix W|th positive entries due to the mass lumping,
we deduce that the system matrix is also an M-matrix. The right-hand side remains positive, since % is an
M-matrix (this term even vanishes, since constant functions are in the kernel of .#") such that [n*] < 1.

The arguments in a)—c) now show that u/ € U, solves Scheme [4.1] By choosing e = 1 in (29d), we observe
that the mass of the iterates [n*]/ is conserved. O

We combine the assumptions of Lemma[4.3]and Lemma [4.4]to:

(A3) An admissible step size (k, ) satisfies k < Ch?/?.

Remark 4.2. The proof of the assertion ¢, ) of the previous Lemma follows a different argument than the asso-
ciated proof in [34]. By considering the system matrix and showing its M-matrix property, we can eliminate
the previous k and & coupling for this part of the proof. The remaining step-size assumption (A3) is only needed
to guarantee the existence of solutions. It can probably be improved and was not observed in the numerical
computations.
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4.2 The structure-inheriting Scheme 4.1]

Scheme was designed to inherit key properties of system (); while such a scheme is of independent
relevancy, these properties will be crucial in later sections to construct a dissipative solution of (1) via (proper
sequences of) solutions of Scheme [4.1]in the limit of vanishing discretization parameters. Below, we use the
discrete energy

EG ) = 2|+ 5V 2 4 5 (el V!, vl

2

Theorem 4.5. Let Q C R for d = 2,3 be a bounded convex Lipschitz domain. We additionally assume that
there exists a d; € W2?(Q) such that tr(d;) = d;. Suppose (A1), (A2), and (A3). Assume k < ko(Q) and

h < ho(Q) to be sufficiently small. For every 1 < j < J, there exists a solution {(v/,d ,qj, ), ®0); 1 <
Jj< J} cUyof Schemen W|th the following properties:

i) conservation of properties: Forall 1 < j </J,

0<[n)/ <1, and |d/(z)|=1 VzeH.
i) discrete energy equality: Forall 1 < j <J,
i i o oz A i
E(V.d/,® )+—||Vv HL2+7||Ahd I
ey _
=) 1|22 + Vv |2 + (2@ )V, VD! ) + 6, VD' - dd' 2]
J
kY VIV IR 112 < g 4 () + 7] ) Vel e(@) ve )
(=1

h® WP
+|[n "]~ [n’]ﬂHﬂ =E(W,d’ @) + 7\\Vv0Hiz + gHAthHi, (49)

iii) bounds for discrete charges: Forall 1 < j < J,

o VI 1 IR+ 3 B + D]

(=1
+ki [(8(df)V[n+]£,V[n+]g) + (8(dZ)V[n’]£vV[”f]g)}

(=1

B h® WP
<" P15+l n ]0\\%+C<E(Vo,d°@°)+ZHVvOHiﬁzHAthH%) :

iv) bounds for temporal variation: Forall 1 < j < J,

~

e 1 e+ s | + 1z
J:

<C|E(W,d°, ®° ﬂV“ @Aaﬂ2 12
<CE(W,d",0%) + Wl + S Iad 7+ 1] (s0)

Proof. Assertion i) follows from Lemmaand Assertion ii) from (35), Assertion i), and summation. We start
from with @,(|[n*]7]) = 1 and observe by i) and the coercivity of €(d”) that

)([ni]fg(df)vqﬂ,wni]f) ‘ < %<s(dj)V[ni]f,V[ni]j) n (e(df)vq>f,vq>f) ,
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(VoY V0P ) < Wleall eV e 1905 e < 5 (@) VY, Vi) + s

where the second terms on the right-hand sides are bounded due to and the first ones may be absorbed
into the left hand side of (36). Note that €(d”) is a positive definite matrix. Summing up implies the assertion of
iif).

To verify assertion iv), we use approximation properties of the Lz—projection P 2: By the Hl—stability of P2,
see [11], and (3), and with the help of (27d) and the second assertion in i), we find

+1j (dl[ni]jV@LZ(P)h (dl[ni]j7¢gzL2(p) - (dl[ni]jﬂ@]LZ(p)h
ol gty < sup
pEH! |||z [t

< C(IVll + V=Y e + V9 2 + Allds ]2 )

+ sup
ocH!

Note that due to and an inverse inequality

ldi [ 7 < (Hv[ni]jHM+("Vq)j“L2+||Vj||]Lz)||[”i]jHL°°)Hth[”i]jH]L?

IA

(VI e + IV 2+ V7 2 ) s ] o

Applying the discrete integral operator implies the desired bound.

Using again the stability of the L2-projection, and (), imply

. dd’, » dd’, » —(d,d’, 2
ldid’|| s = sup (d: L2((P))h + sup (d LZ((P))h (ds 12(9))
pel4 [@llps pel? ollLs
< sup (19l (a2 [[v/]}ol| 2.2(Va ) | &1
oel*

+|d/ 7 el ><qj||L2) +Ch | dd ||y

The last term on the right-hand side of the previous inequality stems from the error due to the mass lumping,
it can be seen by a proof similar to the one in [9]. From (3), we find by Lemma and the stability of the
projection that

(I =D [did’ Pp2(9)] [l <CR* Y. (Ul Ve 2 () IV P2 (9) L)
Ted) (52a)

< Ch'|did || 12| @I+
Similar, we find for the L?-norm of the time derivative
ldd’ |2 = — (df—‘/2 X (P VAT W), iV x d,dj)h - (df‘l/z g, di V% x d,dj)h
< ”djil/zuiw(g) IV [lLs o) | 202 [V ™ e )1 || (52b)
+|d7 |l x @' |20 1did’|| L3 )

and by the Gagliardo—Nirenberg inequality, the inverse inequality, and (),

||y < Clldd |5 |Vad’ |12 < Ch%||did] . (520)

Such that the last term on the right-hand side of is bounded independently of & and even vanishes for
h— 0. Considering the IL2-norm in time, we find

J
kY dd’ |2, , < ( 124k
FZIH t ||]L4/3—C je?}axj}u Iz :

gorey

J
VIIfs max ||Vd’|},
= I ety L
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J
+ ma d122 K 42« gl|12 >
jG{l,..).(,J}H Iz J.;H 7’|l

Due to (27b), we may estimate g/ via

(qj7 P12(9)n
H ¢ HWZ«,QQW(I)’z

sup

||qj||(W]2A,2rwy(l)-2);F - sup
PEW22NW,”

1,2
QeW22NW;

< sup [QllllVAT P+ sup [[@fue VR @ Pl (53a)
peW22nW,? peW22nwy?

+C sup WP Md | @llwes + CRUT g
pEW22NW,?

(qjﬂ@]Lz((p))h_ (q]’gZH}((p))
H ® HWZ«,QQW(I)’z

forall @ € W22 ﬂWé’z, where the error due to mass lumping is estimated similar to (52a)), by

(A =D [a’ Zr2(@)]lle <CH Y I 1Ve [z () IV Pz (@) llusry
Teg; (53b)
< Ch" B lg7 |2 @l -

From testing by ¢/ and Lemma|2.2] we find

]2 < |IVd? V2|12 Vg |l + V7|2, a2 |l g 1 + 7P | And? 2 2] Ang |12
<Ch " +h 92+ 1P1272) g7 |1s

which implies the asserted bound on g/, (note that we have to choose 8 > 2/3 for d = 2)

”qj H (WZ.ZQW(I)Q)* S C .

O

Remark 4.3. Note that in the continuous case the term due to the mass lumping in vanishes and we can
even deduce the bound on the time-derivative asserted in (14).

4.3 Approximate relative energy inequality

In [21], an approximate relative energy inequality has been derived for a (semi-)discretization of the Ericksen-
Leslie system (Ta)—(Td). The approximate relative energy is a new tool for the construction of a dissipative
solution, which here is employed for the space-time discretization (27): instead of showing the convergence of its
approximate solutions directly, the result in Proposition[4.6]essentially bounds the distance between approximate
solutions and a related regular test function in terms of how well the chosen test function solves problem (T).
The approximate relative energy inequality is essential in Section [4.4]to construct a dissipative solution for
via proper convergent sequences of functions that are generated from the discrete system (27). In the proof of
the approximate relative energy inequality, several difficulties arise due to the different discretization steps. To
focus on the ideas of the proof of the relative energy inequality, the reader is rather referred to the proof in the
continuous case (see Proposition|3.4).

The next result is a discrete relative energy inequality for a solution of Scheme[4.7] which employs modifications
1, H and Ky, and ¥, of related ones used in (22): the different regularity measures %1, #5 and %, are
given by

e ~i—1 o " o ~7 o
(@ W) = C(I!Vdj s+ 187 (155 + 11971 + IV + [V |[F s + VD717
VAV s+ VAVl + 10,V [l + | [ + (7712
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dd {2+ )@ < (V)@ +@) | (19 gy + 1)
@ (0 V)@ )y 1)
(@ @) = C(IV@ s + 1@ + 19 + 19V o + [V .
@ (@ )@ @) (1B 1)
+]|d@ < (V) @) | + 1)
Ho@) = kegldd’ |-

Note that 1 (it|it) + 5 (it,it) = % (i) and that %, (i) —0 as k— 0. Additionally, we define the discrete
dissipation distance by

Wy @) = vV (v wf>||2+||df—”2 xg'—d" " x|,
[V PV VB2 dx () o) - (7))

The relative energy % is given by (15).Moreover, we use the abbreviative notation a = a(j-k) for a continuous
functiona € €' (Q x (0,T)), where 0 < j < JwithJ = | (T /k)].

+]/,®7) € U}, be the solution of the fully

Proposition 4.6 (Relative energy inequality). Letu/ = (v/.d’,q’,[n
®,7it) € Y be a smooth test function. Then the

v/
discrete system according to Theorem Letit = (¥,
discrete relative energy inequality

d'q
d,

R P i . 1 o
d,,@(uj\u/)—i—?d,HVvJH]LQ—|—7HAhd \|h+dt”k(h)+5%(uj7uj)

< (@ )+t ) ) <%<uf|w>+'§||Ahdfui> @ )R )

1 . e L I (54)
3 [0 = VI + )] = VI
W —yi
+<%f'<ﬁf>, g+ Ve (VO (@ -d))) >+r,%<h>-
b/ @)

holds for any 1 < j <J ,where r}(h)—0 and kZ 1|2 (h)|—0 as h— 0. Here, we defined the discrete
solution operator ;zn{j by

) . a
<%J(ﬁ]), ¢ >

= (d,a) + (va,Va) (@ V) (VP a)

( INZ 3 ) ((V&f“)T[&f“/zx(3j‘1/2xqf)],a)h (55)
+(d, ,c) (J V2 ((f»f-V)&j‘l),&j“/zxc)h+(&j‘l/zxqf,&j‘l/zxc)h
+ (&7 ), + (e@)VIa), ve*)
i(~ifed’ W/ Ve ) (#/[t), Vet) |
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where g/ = —Ad’"* + &,v®/VdI .d' " and & is given as the solution of (e(d)VD,Vg) = (it —ii, )
forallg € €5 (Qx (0,T)),aswellas |d| =1 a.e.inQ x (0,T).

Proof. We start by decomposing the relative energy into the two energy parts and the mixed parts:

| . . , » i .
2w) = 3 (VI + 1902+ [ [VOIR g ax 91124 (52 B+ [ 9812, or) -
— (vd',vd') - (v %7) — (Vcbf s(df)Vciﬂ) +1 (Vcinf (e(df) —s(&j)) Vci:f) .

Y Y ) 2 )

Similarly, we obtain for the relative dissipation
Wl |@) = #y (! |0) + Wa(Ola) — 2v (Vv/, Vi) —2 (df' xq'.d x qf')h
2| = Y - V), <2 [ (= ) Ve (@) V@i ax.
h Q

The energy increment equality for the solution # € X is given by (compare to (35))

i ai o2 " vz, 7P i i
d | E(V.d),® )‘i‘?HV" |’L2+7HAhd I
k . . - . . S
5 V12 + 5V |2, + (2@ )V, Va0 ) + 6, [V -did’ |2
+ (VIR + 12 g |+ () + 7))V (@) VT ) 4[|} = [ ) = 0
where E is defined in Theorem[4.5] For the test function ii € Y, we observe that

T ) i . . L
GEW 3 &)+ (492 + (@ )\Vad VadT) +e, Ve -dd'|1%:)

+ (VIR 1 < g+ () + (7)) V8 e(@) V@) +[|[7) — 1)

v/
= %(ﬁj)a qj
oY)
For the mixed terms in the second line of (56), we need several discrete product rules:

0, 9) — (9 = k[0 ) + (A 9] R () ), 7
(Vdf',vaf) - (Vdf—‘,vaf*l) - [(Vd,df,vaj”/z) + (Vdj_l/z,deajﬂ , (58)

Indeed by a simple calculation, we deduce the first identity via
W) = (L) = 0 ) (0 - — 0 e e

and the second identity follows accordingly.

Testing by .#,[¥] and mimicking the same calculations for the test function tested by v, and using the
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discrete integration by parts formula implies
() + (o)
Jj—1 j 5 Z vy 5 T IR VAT, VAR,
< ((vh AN ]) +3 ((V vV, ]) + ((v V)v/ v )

(@712 5 (2a[Va 1A, <)
— (@@ ha @)
+ (0 = 1) V@I Ay 3] +2v(V, V.53

v/
([P - )vel v - <%f<a>, 0 >

0
+k(dv!,dv)) +h®*(d, Vv,V 7 57) + (d,vf' (I — D ) .

h

Testing by -#,[g’], adding tested by .#,[d,d’] and mimicking the same calculations for the test
function tested by g’ implies

- (Vdj,VJ") + (vﬂ*&v&“)
— (dj‘l/zx(%Lz[dj_l]vj),dj_l/zxﬂh[q])h+(&jx((v/ v’ ').a’ xq)

J12 o i @i =12 Gl P2 i a7V gl
—l—(d x q’.d xﬂh[q])h+(d x g',d xq)h

—g, ((d,df‘vdﬂ,véf -&j’l) + (dtfh[[ij] VO VD -df—l)) _ <£4(a), (;f) >

0
+hP (Ahdj’l/z,Athd,dj) + /Q (S —1I) (dd’-g3’)dx (60)

For the remaining terms in the relative energy, we use after some manipulations equation
— (V! e(d)VD/) = — ([n) — [n")], &), - (e(dj)Vqﬂ,V(I—fh)ﬁ)f) .
We observe another integration by parts rule:
a (1Y =V, A0®]) = (d () = 10 V) A1)+ (I =) 5[ D)

)
—k(d, ([n+]f A )
)
1)

h

h
= (dt () = [n7)) ) ( “V, Id D]

—k(d: (e(@)) VDY), V.5, [P

h

Testing by F[d D] and add tested by .#,[®/] and mimicking the same for i, while replacing
dy([it) — [ ]))®/ by d,(e(d’ ) VD! - VB, we find

—d; (chf,e(df)v&af) —_ (vf([nﬂf - [n’]j)ﬂfh[@]) - (w‘([ﬁﬂf - [ﬁ’]j),Vd)j)
- ((s(df)vq>f V.7, [dtciﬂ]) n (dt(e(flj )V&:f'),vqﬂ)
+(e(df)v (I =) ,vyh[ciﬂ]) + (e(af)vqﬁﬂf ~ [ﬁ’]j),VCIDJ)
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+(e(@)Ve!, ([0 + [ 1) V.587)) + (e(@ ) V&7, (7)) + i |V

0
- <%(af), ( 0 ) > +k(d, (e(d) V') ,thfh[&)j]) —d, (s(dj)VCDf,V(I— fh)ciﬂ) :
dJ

For the different terms on the right-hand side, we infer

(e(@))Vin*), Wh[cbf]) (e@)vir), ve/)
— (@)t V&) + (e(@’) V.5 7], Vo)
+(8(d’)th[CI>J] e(@) VP, Vint])) + (e(@)VIit) - e(@) V.7 i), Ve )
(1) =), 1)), + ([ Y- ), fﬁ')
+(( (@) —e@)) (Vi ). Ve )+ ((e(d VI, Vel - V)
+ (e(@)V(5[®] - &),V [i]f)f( @)V (A ]~ [ ]chf)

and
(e@) V!, (1n"V + [0 [)\V.A @) + (e(@ )V, () + 7))V )
—2(e(@)Ve, ([0 + (7)) V)

+(8(3J)([~+]’+[ 1) —e@)((n) +[n ]j),Vciﬂ@chf)

+ (e@) Vel (I +[n)) V(48] - )
as well as

( (d)Va/ th[dtdﬂ) d,(e(@ V), chf)
_— ((e e(@))ves Vd,cpJ)
(dre

+ (de@)vai-! Vc1>f> ( (dJ)thj,Vd,(fh—I)CT)j>.

From calculating the discrete derivative of <V P/, VCIDJ) we find

%d,<e(dj)—e(3j),Vd~>j®VCT>j>:%(dt((df) e(d’)) cpf@chJ)

+% (e(dj) —e(d)),d, (Vfi)j®V~:T>f)> _k

5 <a’, <e(dj) — 8(3’)) .d; (V&' ® VCT)/))
—¢, (df dd —d' ©dd vV @ v&ﬂ) + (e(df) _ (@), v ®d,V<i>j>
- gea (d,df @dd —dd ®dd Ve @V )
k

- ((e(df'*l) _ s(a-"1)> ALY ®d,V<i>f> —k (d, (e(d/) - e(&j)) ALY ®V<i>f> .

We find for the terms incorporating &, that

1 . P . . . o
S <e(df) —e(@), v/ ®V<1>J) ~|—k<dt(s(d1)V<I>f),Vd,<I>f> s (d,dedﬂ,VCIﬂd] 1)
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- ((s(df) —e(&j))vqﬂ,vcz,ci:f) s (d,&quaf,vqﬂ -dj‘l) v (d,e(&j)véf—l,vqﬂ)
—e, (d-f' wdd —d' @dd vV @ v&:f) + (s(df') _e(@), v ®dtv&>f)
- ((e(df) —e@))ve/, thciaf) —&, (d,dfv&ﬂ, Vciafiij) e, (dtaj IR -dj)
te, (dtflj vd/ vaid’ ) te, (dtaj V&I 3 v )
ek (dt;lj Vol dd’ - Vcbf) & (dts(z?j FAZY Vch') +k (dy (e(d') VD), Vd, BT
Fek (dtdfv&:f Vdidd’ ) ek (dtﬂj Vo Vi . dtdj)
—sag (d,dj®d,dj —dt3j®d,&f,v&>f®vé>f) - ; ((e(df—‘) —e(&’”)) ,dthbf@dthiﬂ)
—k (d, (s(df) - s(&f)) ,d,VciJf®VCT>f)
—¢, (dtdj —d4d Ve (v&ﬂ (d—d’ ))) te, (d,[ij (VO - VdI), vdid - vq>fdf)
+e, (d,&f V&I (@ —d)) V(P —cpf)) + ((8((11'*1) —e(af*l)) (VO —Vciaf),d,vd:f)
- g ((s(df—l) . e(&”l)) ALY @dthi:f) Yk (e(dj‘l)d,VCIJJ,d,VCT)j)
+ea§||d,dj V|7 +ea§|ydt&" V|2, - ea§||(dtdj —dd’)-vai |2,
sa§||(dtdj —dd’) V&2, +£a§]\d,3j(V<i>j —Voi)|2,.

The first two lines on the right-hand side are similar to the contributions in the continuous case. The terms in the
third and fourth line on the right-hand side contribute to the positive terms on the left-hand side of the following
inequality. The term in the last line has to be estimated later on.

Putting the pieces together, we observe the inequality
&% (w'|@’) + h*dzHVVJIILmL*HAhd’Hﬁ [ldiv’ —div7||> + h*(|d Vv |75 ]

JrgK.s(d”l)vcl,(cpf—cI>J),Vd,(cI>J—cpf)))+ea||(d,df—d,[i’)-chfufLz

+ &, (dd! —dd’) 'V(i)j||iz:| —i—%yﬂ(uj,ﬁj)

g((v;;” -V)vj,f:j> + % ((v-vg*)vf,w) + ((w'*l ~V)\7j,vj> + % ((v-vffl)vf,vf)

- (df—1/2 (P |VdI ), di 12 xqj)h+ (&H/Z (v -vyd@y,a > xqfs)h
(df*l/z X (P VAT W), i x qf)h+ (&f' < (#-vyd".,d ><qj>h
(P = 1)val #7) 4 (')~ )Vl )
(0l =) Vl)) — (W (7*) — 7)), Ve )
(dj—l/quj’dj—l/Zqu>h+(&j—l/quj7aj—l/2xq) ( j—1/2 ¥l di ‘/qu)
((et@’) —e@)) (Vin) - vl 1)v<1>f) ((e(@) ~ e(@’)) Vi, Vie/ - &)
~ (((e@’) ~e@)) (VIn V= Via)) Vo) + ((e@) — e(@)Via ), Vi@ - &) )
(@) (7Y +1771) — e(@) (i) + (1)), V&I & (V@) — &)
((s(dffl)—e(af*‘))(vqaf—vqﬂ Vd,cbf) (e(d)\VO! Vd,(.5, — 1))

DOI 10.20347/WIAS.PREPRINT.2717 Berlin 2020



Numerical analysis for nematic electrolytes 35

+k(d,(e(d’)VD'),Vd,(Ih—1)D)
+e, ((dtdj —dd VdIvE . (df Y )) n <d a . (vl - vdi), vdid —vaidl ))

+ea(dt3j-v&>f,(d —d)).v(® cbf +/ (S —1) (dd’-g’) dx

(Jn =D
(VY . (I —1)did’
+<%J(’1’)’ 7 -9 >+<%j("’)a (I — )“ >
Y (Ih— 1D
(Ih=D)([7") = [a") —d, D7)

b ) (VB V)| —d (el )V V (1~ 57) &)

1 (V! Vo) + 1P (A2, )

P —y)
= I+L+L+( @), | ¢—q | ),
DI — P/
where we used the definition of the discrete solution operator for the continuous solution and similarly the
definition of the discrete solution operator, which is given analogously to (55), but according to the discrete

system (27),i.e., (Jzﬂ(uf) (a,b,c,e*,g)T) is given by the sum of the left-hand sides of the five equations
in (27).

Above, I}, abbreviates all terms that vanish for vanishing spacial discretization parameter #, i.e.,

(fhfl)vj

(I, —1dd’
Ih—<42/J(uf) (I — )~'
(Ih—1)P’
(I —D([7) ~ a7} —dd)

+ /Q(fh 1) (dd’ &) dx —di (£(d) VIV (1~ 55) &)

> + k(dt(e(dj)VCDj), V(I — 1)&:}')

+h (Vdpw! V) + hP (Ahdj’l/ 2 Ayd,d’ )

=d, (v, (I — D) +h* (V! V 797) + 1P (Ahdj‘l/z,Ahfhdt[lj) — (W (I = Ddv)
+d; (e(@)V0),V (A, ~ ) &) — ((el@’ ") VDI ™), Vd, (5~ )P )
(VWL (I D )+;(<v VW (T D) 4 (0] — () )V, (S — D))
+(Vdf 12 v(.7,— )d,dj))—ea (vq>f (dj*I-VCIﬂ),(eﬂh—I)dt&j)
+ (e@)\Vnt ), V(A - D) + (10" e(@ ) Vel V(55 - D)
. <v ), V(% —1)@) + (s(df)vqﬂ,vmi]f) .

Note that all terms including mass-lumping vanish immediately since
(@, yb), = (a.b), .

The term I abbreviates the term vanishing for vanishing temporal discretization parameter, i.e.,

koo~ .. . i L
I = sa§||d,dJ(Vd>J —V®))|i. < ekl did’ |2 ||V(D — D))},
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and I incorporates the terms, which are similar to the continuous case, such that the associated manipulations
are also similar, i.e.,

I=(w™! V)vj,f)j)+%((V-v{fl)vj,flj)+((f:j’l-V)f:j,vj)+%((V~f)j’l)ﬁj,vj)
- (df“/z < (P [V, a2 ><qj> (&f‘l/z (o -wa",a""? qu')h
(dH/Zx(,@Lz[vzszl]vf),dﬂﬂxqf) (d’ (@ -va",a xqf)h

€ ( (d,df —4d' VIV (@ -d')) + (dt[lj (V&I - Vi), VdId' - vaid))
+e, <dt3" V&I (@ -d') V(P - cpf'))

~jfl) . V)(vj _i‘,j)’f,j) + % ((V~vj*1)f;j,vf _f)j)

I
—~
~—~
—~

<
.
L

|

<

(dj—l/z ((@I[P [Vdj_l] ,V[ljfl)(vjfw)) ,df 1/2 xq’ )

( )3 (=) v)a) a2 )

(@ (0w wd ) @ -a ) <),
(@12 x ((Palval |- v i) @ Nj_djil/zxqj)h

(dj—l/ZX((L@[Vdj ]— 7 1) ) (@~ 12 _g/= 1/2) ‘?)h

~1/2

((dj—l/z_&j—l/z)x ((fﬂ'-V)&] 1) 3172

((djfl/Z_ajfl/Z) « ((f)j,v)&kl> ,(d”l/z—d’”/z) qu)
(djfl/Z wq' g g (I _ajq/z) qu)h

(Vﬂ ((df 2_gi Py @ (o vd ! +qf))> 7Vdj71/2_vaj—l/2>
Y x @2 (5 v)d ! +qj))> ’Ahdj—l/z)
)Xaj—l/z

h

+ o+ o+ o+ o+ o+ +

P (Ahfh ((alf—l/2 _am"?

_8[1(%1 ((dl 1/2 d] 1/2

x ((#- V)szfl _|_qj)> : (chj(vq)j N v (VI HH)))
(Y V) - (5~ 1) 9 - (Ve - V)

)= ([ = [)7), (7 —v)) - V)

nY = V) = () (7)), V-(e(@)) ~ 6@)) - VO + (e(d)) ~ e(@)) : VPP
e@))—e(@) V(i) ~[37)))), V(@ - &)
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+ ((8(3j) —e(@))([@) = [i*)) +e@) (0 = [ ) = ([7") = [a))) , V&' @ (V(@/ _qu))>
te, (dtdf —dd VOV . (@ - d )) + (d,&j V(@ - ), V(did - <1>-i)fd)

+((e(df*1)—e(&f*l))(vq>f Vi), Vd,d>1)+sa<dtdj 2 (df ) V(- '))

_ (V&j*1/27v ((jh_l) <(aj*1/2_dj*1/2) % (&Jf /2 X ((VJ V )))))
-1 ~ j
+q

te, <Vci>j(v<i>f-[lj_l),(fh—l) ((&j‘l/z—dffl/z) x (&f‘“z X (( v)d’

+/Q(I—fh) ((d<’*1/2—&j“/2) y (;ij—l/QX (<‘~,j.v)&j—l+qj)) .qj) dx,

)

where we employed and the definition of §/ (see Proposition [4.6).

The term incorporating the difference in the discrete time derivative may be handled as follows: for any function
a:Qx[0,T] —R?, we find

0 0
(dtdj—d,aj,a>:<,szfdj(uj), (I— %)a >—<%’(a1), a >+(dtdj,a)—(d,dj,a)h
0 0

([1"*1/2 < (#-vyay,a "> xa)h - (df’l/z % (P [V @i/ xa)

_ (djfl/Z « qjjdjfl/Z % a)

h

0
(@ x @ wa "), @ " -a' ) xa)

(61)

h

N
N

0 0

:<%f(uf), (I—7)a >—<%f(af), a >+/Q(I—fh)(dtdj,a)dx
N

N

+ (df’l/z x (,@Lz \Z el —vf)) 412 xa)h

+ (@12 (P2 | -V ), a1 xa)

h
+ (&jqﬂ X qj,([lrl/z —d’1/?y xa) + (&jfm x gl —d/~\*x gl .d=1/? xa)

h h

Concerning the IL2-projection, we may estimate
P2(Vd'™! _V;l];l 2 < || P2 vdi - 2, V&J;l 2+ || P12 V&jil —V;lj;l L2
L L L L
< V@ =@+ e[ VP

Inserting this, we may start to estimate the right-hand side of the relative energy inequality. Note that the inter-
polation operator is stable with respect to the H'- and L*-norm, i.e.,

1 _
IVIulflll: <ClIVSll: VAeH, and  [|F[f]llL- <[fll- VfeF(Q).

First, we may estimate the terms also occurring in the continuous setting as in the proof of Proposition [3.4; we

will not repeat the details here. Keeping only the additional terms stemming from the discretization, we end up

with

™ h* N2 hP 2 1
P ) +d, |V + | ! [+ dork ()

k . . . . -
5 (ldv = div |[F2 + 0% d VY 2 + | Vdid' — Vd,d’ ||§L2]
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k i S S
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. L ‘ . L 1 o
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H/ — pJ

et | - (v (w80 @) )

0
/1 I dd’ - (VOIS (@ —d))))dx+1,

(35 (- (@ (w9 )
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s (Vc’bf(v&:f.&j’l) (=0 (@ —a 1) (@ (v +7)))
+ = (@) (@ v0a 7)) ) ax
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- [Hnﬂf—[ﬁﬂf||iz+mn]f—[ﬁ]f||iz]+<%<af>, g+ VS (Vo @ - d)) >

Y »Y)

N =

Above, we defined

ri(h) = (vj, (S —I)f)f'> - (e(dj)VCIﬂ,V(jh _1)@)

and correspondingly
R0) = 1=k () = [ (1= 53) (da’ - 3/ + VOV (& ~d")) ) ox

+ (&f“/z <|@-v)d " vgl] @ P —a ) < —qu")

. (V&j“/z,v )

e, <V&>j(vci>j-&j_l),(fh —n (@ —a ) @ (v +21’)D)

(S —1) ((Jﬂ"‘/2 —di 1) % [3,-_1/2 < [# V)™ +qu)

+./Q (1= 7) (@2 =a ) @ (0 )@ +70)| 7 ) ax
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+ (@ )| 2 (va ) - Va1,
o s (@0 (@ (000 )
1 (a2 (@~ a2 (@7 (0 V) +2)))))

Thus, it remains to show that r; () — 0 and kZ§:1 |r2(h)|—0 as h— 0. With regard to r{, we may estimate
by Lemma[2.3]

F)] < 17121 (Fh = D9 2 + | (@) VO 2|V (55 = 1) & 1.
< Ch (V2 V9 12 + | (@) V12 [V2B |2 )
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Above, we used Lemma[2.3] Lemma[2.4] and (52).

Corollary 4.7. Let the assumptions of Proposition [4.6]be fulfilled. Then it holds that

/ i Walw|al) i
l—k%(uJ)l 1a)’

J 1 . h* - hB - . J 1
kY 7 | R+ 9V [+ ) TT g+
j=0 =1 J
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0 01~0 h* 0112 hﬁ 0
< 9" ( @) + SV B + 7 |

1

R S RSN T
+j;¢ [ kA @) 2 n A+ n i 72 o

=1
; W —v/ ,
Yo | (@), | g VO (VO @ ) | )+ M e
A -k (@) d N o
&/ — P
forall ¢ € €7 ([0,T)) with ¢ >0, and ¢’ < 0on [0,T], where

i I+kon(@)
S l—k @)

Proof. This result follows from applying Lemma[2.1]to (54). O

4.4 Convergence to a dissipative solution

The a priori estimates achieved in the Theorem[4.5]allow to apply well established standard results to conclude
convergence of a subsequence. For k, h— 0 as given above, there exists a subsequence such that

vk vk Sy inL2(0, 7L NL2(0,T; V), (63a)
dy.dt dk2d inL2(0,T;L¥3) NL>(0,T;L°) nw'2(0,T;L3?), (63b)
A=), )y Sa™ in L2(0, ;L) NL*(0, T;HY) nWw2(0, T (H')*) (63c)
o, dk S inL=(0,T;H /g), (63d)
g =g inL(0,T; (W2 NWy?)H, (63¢)

Due to the Lions-Aubin lemma, we infer the strong convergences
)k 0]k —=n® inL2(0,T;1L7), (63f)
—k
d,.d}.d;—d inLF(0,T;L") (foranyp € [1,0)), (639)
where we employed the standard notations

jk—t

() = a(jk), w(t) = a((j—1k), wr) 3

u((j—1)k)+
—k —k

for (j — 1)k <t < jk. Additionally, we use the abbreviation d;, := (d, +d¥). Using these convergences,

going to the limit in (27€) gives immediately the weak formulation of and thus (19). The convergence of

the Nernst—Planck—Poisson system may be verified as in [34] and [33] due to the strong convergence (63g).
Passing to the limit in the formulation (27d), we find the weak formulation (18},

Testing by Zph forh € €7 (Q x (0,T)) implies
T — — | — —
/ (a,d’;,fhh) 4 (42 X (22 [VAF) . d) x th> i (4’,; xgk.d) % fhh) dr=0.
0 h h h

In the limit as k, 1 — 0, we find that is fulfilled. Indeed, the only non-obvious point may be the change from
mass-lumping to LL2-inner products. With respect to this point, we observe by as well as Lemma for

p = 2 that
‘ /OT (adf.n) — (adh.h)ds
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and

/OT (Z];, X?’;nz;l Xh)h — (Z]; xq’;l,z; xh) ds

<ch|d, x (2, <3

L2(Qx(0,T)) HhHLZ(O,T;WLZ) . (64)

By Lemma|[2.4] we find for the remaining term that

Tk " —k "
' | (@ (2avai) @ <), = (& (20:Vd)9%)., <) ds

<cn [ < (@ < (2eAvdis)|

k —k
< Ch||Vdyl =0,7:12) Vil 20,71 1R 1] 2 0,731 3) -

Lo Rl ds

oo . . . =k
In order to pass to the limit in equation (27b), we first establish strong convergence of V&, . Therefore, we use
a standard trick for strongly elliptic problems together with the additional regularity of the limit V& (see|3.1).

=k =k —k
IV(®—®,)|7; +elld- VP —d),- V|7
—k. =k . —=k —k —k

— (e(d)VP, VD) + <s(dh)V<I>h J,chh) 2 (Vd)h,e(dh)JhVCD)

2 (V@Z,e(&’;) (17, an) ~2e, ((Z’,ﬁ —d)\V.,d- VEQ)
< (n"—n", @)+ ([n*]j - [rf]’}@ﬁ —Z,ﬂhq))h

—~k —k
2| VB, e (1+ el ) 17— ) Vel
—k —k —k
+2¢&4/|d —dply 2002 [ VRlLr ||d L[| Dy |2

The strong convergences (63f) and (63g) as well as the weak convergence (63d) allows us together with the
additional regularity of the limit (see (7)) to pass to zero on the right-hand side as k, 1 — 0.

Testing by .k forh € € (Q x (0,T);R?), we may observe
/(; Y (A 8.5h) + (VE,, V.53 — &0 (VE)(VE} -df), ik ) 61 = /0 ! (qz,fhh)hdt. (66)
For the last term, we observe by that
), - ) ({0, 00
< (k) + O (a2 /02 P

such that its convergence is inferred from (63€).

For the second term on the left-hand side of (66), we first estimate the influence of the Interpolation operator by
Lemmal24]

—k —k —k
(Y2, V(= D) < Va1 (5= Dhllwa < ChVE 12 ]z

such that this term actually converges to the first term on the right-hand side of (21).

Using the additional regularity of the limit ®, we may observe for the second term in

|(Vove-a)h) - (VB (VE,-df), 5ih)|
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- )/OT (ch ((ch-d) — (VD -z’;)) ,h) + (wp(va’,;(z’; —4’;,)),h)
+ (VOB -df). (1~ 71) (0)) + (VO - V&, (VB -df), (k) ) o
<Vl 2 an0,r) IVP-d — v, 'EZHLZ(QX(O,T))HhHL"“(Qx(O,T))
+IVP| r(ax(0,r)) HVE]I;HLZ(QX(O,T)) I\, —dill 2002 (@ (0.1 Il 2=(@x (0,7))
+ |} Nl 2= (@x (0.1)) I VR o (0 0.1)) Hvazllm(gx(o,m) (T =) (W) || 2or0-2 (0 (0.1))
+ V0 = V20 (0.7 I VB 2@ 0.1)) 1 =@ 0.1 b= 0.7 -

The right-hand side vanishes as k, #—0 due to the strong convergences and (65). For the first term
in (66), we observe that

HP (A,@’;,Ahfhh) < 1P (hﬁ/2||Ahz’,§||h) k]2 —0 ash—0.

We may conclude that converges to the limit equation as k, h—0.

It remains to pass to the limit in the relative energy inequality. Therefore, we define the linear and constant
interpolates also for the test function it € € ([0,T];Y) and &z € € ([0,T]), i.e.

a(r) =a(jk), a)=a((j—1)k), @)= (J+1k)’<u(jk)+r—jk

u((j+1)k),

for (j — 1)k <t < jk. The inequality may be interpreted as
r ~ —k =k ha
7/0 % | Z@yla") + — [V IILz+ HAhthLsz( )| Gk(t)dt
T ik
+ [ 0w @G0 ds

<9(0) <9?(u2\f¢(0)) S IVl + = HAthHLz)

=k
v —uﬁ‘

+['s (1+Vk(t))<%(ﬁ'/i), 77+ Ve (V& @ - >ck<r>dt
3 -3
T Lok stk ——k _ m1k(2 2
+ [ B0 5 (11 = FIE = IR+ 200 Gty
forall ¢ € €7 ([0,T)) with ¢ >0, and ¢’ < 0 on [0,T], where we defined

(@ (t),i(t))
1— ko (a(t),a(t))

%(t) =k
and

=11 :
= U ) G @am aue) + A @an,aw)

Ce

where 1 := jk, for (j— 1)k <t < jk and the error terms r,l and r,% are interpreted accordingly. For the above
terms, we observe that

%(t)—0 and Ck(t)%e*fé‘%/(f‘)ds ask—0,

DOI 10.20347/WIAS.PREPRINT.2717 Berlin 2020



L. Banas, R. Lasarzik, A. Prohl 44

where we used %] (i1,it) + %5 (@a,i) = ¢ (). Note that the regularizing terms may be estimated form below
by zero on the left hand-side of the above inequality. The regularizing terms of the initial values vanish in the
limit 2— 0 due to the additional regularity of the initial values (compare to the assumptions of Theorem (3.1)).

Passing to the limit with 2 and k, we find the inequality

r 't il T ol oy (e
_/ 8t¢%(u‘ﬁ)e_j0%(u)dfds+/ (PW(u‘a)e—joe)f/(u)det
0 0

T vV—v _ ) i
§¢(0)%’(uo\ﬁ(0))+/ ¢<¢(a), G—q— VOV (d—d) >efof<">dfdz
‘ d-o
Tl + _ A2 - _ =121 ,— Jo A (@)dr
+ [ og Lt =t R+ =i 2] e B @anar.
forall ¢ € €7°([0,7)) with ¢ >0, and ¢’ <0 on [0,T]. A variation of the fundamental lemma of variational

calculus (see [22, Lemma 2.2]) and multiplying by eh 7 @dr implies (22).

5 Computational studies

We set Q = (—0.5,0.5)%, d = 2,3 and consider a slight modification of the numerical scheme :

(dv,a) +v (VW ,Va) + (v ' V) a) +% (V-v/~ v a)

(67a)

+ Aoy (INT) = [NTV)VD! a) + vy ((22[Va )T (@2 x (@)% x¢')),a) =0,

PP L i
A (Va2 Vb) — o (£,V0/ (@ - VOI) b) ~ (¢/,b), =0, (67b)
(did’ \c), + Ver (dj71/2 X (P2 |VdT),d/ 1% x c)]

. o (67¢)

+ (df*]/2 xq/,d’~1/? xc)h =0,
(di[N*),e*), + po (e(d)VINT), Ve¥) 67

£ ([N ) e(@)VP/, Ver) — Aupp (VINF), Ver) =0,
Uo (e(d’)VO/,Vg) - (INT) = [N"V,g), =0, (67¢)

where €(d) = €,1 + &,d ®d; we introduced additional constants €, A, A,,p, Ha, Ve in order to control
the strength of interactions between the different physical variables in the system. If not mentioned otherwise,
wesetvg=0,¢e =0.1,6=10,A=0.01, up =0.25, vy=1,v=1.In we use homogeneous
Dirichlet boundary conditions for the velocity, and in (67b), (67d)-(67€) we employ homogeneous Neumann-type
boundary conditions; i.e., we use the same boundary conditions as given in System (), except for homogeneous
Neumann boundary conditions for the director in and (67b).

In , we neglect the stabilization terms h* (Vdv/, Va) from and 1P (A,d’~"/% Aub) from ,
which was not required to preserve the discrete maximum principle for [ni]j in the presented experiments —
as opposed to part d) in the proof of Lemma [4.4] In addition, we note that a suitable choice of the nonlinear
solver guarantees that the discrete constraint |dj| =1,j=0,...,J is always satisfied at the nodes of the finite
element mesh up to machine accuracy independently of 7, /; cf. [2] and below.

The velocity in the equation is approximated using the P2-P1 Taylor-Hood element, see e.g. [3], the re-
maining unknowns are approximated using standard continuous piecewise linear finite elements. To solve the
nonlinear algebraic system related to the coupled equations (67a)-(67€), we use a simple fixed-point iterative
scheme analogous to [33] Algorithm A1] (cf. also 3, Algorithm A]). The stopping criterion for the iterative solvers
was the f.-norm of the subsequent iterates with respective tolerance rol = 10~ in the fixed algorithm, and
tolerance fol = 10~'% in the arising linear and nonlinear systems in each fixed-point iteration to eliminate a

DOI 10.20347/WIAS.PREPRINT.2717 Berlin 2020



Numerical analysis for nematic electrolytes 45

possible effect of the algebraic solvers on the numerical approximation; we note that more efficient implemen-
tations of the algorithm are possible. In each iteration of the fixed-point algorithm the equations (67a)-(67¢€)
are linearized, cf. [3, 33|, in a way that the resulting respective equations are decoupled and can be solved
separately. All resulting equations, except for (67c), are linear; the nonlinear algebraic system that corresponds
to (the linearized version of) (67¢)-(67b) is solved using a Newton-multigrid algorithm; cf. [2]. Linear systems
arising from in d = 3 are solved using the Vanka-multigrid method, cf. [3].

A simple modification of the proof of Theorem ii) implies that the above numerical scheme satisfies the
following discrete energy law

k J . . : : i i
B0 )+ X (140 el VA V) o 9 1)

VWV + 712 gl | (N + V1)V (@) Vel ) [ IN )7 — (N2

HE |

=E(,d°,®°), (68)

where E(v/,d’, ®/) := IvNZ, + %HVdeHZJ2 + K2 (¢(d’)V®7, V). In the experiments below (except for
the ones with applied field) we verified the decrease of the phyzsically relevant component in the above energy
law, i.e., we neglected the numerical damping term scaled by % in (68).

5.1 Ericksen—-Leslie interactions

In the next two experiments we illustrate the Ericksen—Leslie interactions in the model. We set n =0, Appp =
€, = €, = 0 which implies that ®/ =0, j = 1,...,J, and the interactions in the system (67a)-(67¢) reduce to

the coupling between (67a)-(67¢).

5.1.1 Defect driven flow

We choose the parameters analogically to [4, Example 5.2]: we choose vo =0,andA =1,v =1, v,; = 0.25,
and the discretization parameters were k = 0.0005, h =2+, T = 0.1. To construct the initial condition for the
director we setd(x,y) = (4x* +4y> —0.25,2y,0)” and define

g — d/|d| if |d| >0,
1 (0,0,1)7 if |d=0

We observe that the initial condition above contains two defects, see Figure [1] (left).

The computed results are displayed in Figures [1]and 2] The observed evolution is similar to the results in [4]
Example 5.2] for d = 2: the velocity drives the defect towards each other and the director field gradually becomes
uniform in space.

5.1.2 Velocity driven flow

Next, we examine the effect of the velocity on the evolution of the director field. We choose vy = 10(—y,x)T,
A=0.1,v =1, v,; =1, and the remaining parameters, as well as the initial condition for the director are the
same as in the previous experiment. In Figure [3]we observe that the defects in the director field rotate around
the center of the domain due to the advection effect of the velocity field (Figure[3](right)). We note that since the
energy decreases over time, the velocity field becomes weaker and eventually vanishes.
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Figure 1: From let to right: initial condition d( (colored by the z-component), evolution of the discrete energy,

0.02 (colored by the magnitude).

velocity at ¢

Figure 2: Director at time t = 0.02,0.04,0.1, colored by the magnitude of the z-component.

Figure 3: Director at time t = 0.05,0.15,0.25 (colored by the magnitude of the z-component) and the velocity

field at time ¢t = 0.15 (colored by the magnitude).

Berlin 2020
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5.1.3 Effect of the director on the electric field

We demonstrate the anisotropy effect which is created as a consequence of interaction between the electric
field and the director. We consider d = 3 and study a stationary situation where we only solve (67a), with
prescribed director field and charge densities that do not evolve over time. The configuration of the charges is
the so-called dipole: we consider two spherically distributed (stationary) charges with opposite polarity centered
atx; = (£0.2,0,0)7 given as n*(x) = exp(—50|x —x;|?), and a constant director field in the z-direction
d = (0,0,1)”. The remaining parameters were v = 1, A = 0.1, A, = 100, A,; = 0, v, = 1, e = 0.25,
€, =0.1, & = 100, and the results were computed with k =35 x 10™4, h =277.

In general the induced (negative) electric field —E = V& points from the negatively charged region towards
the positively charged one. Without the director effect the electric field induced by the dipole with €, = 0 (i.e.,
no effect of the director) is radially symmetric along the x-axis; see Figure [4| (left). When the director field
d = (0,0, l)T is included in the system it introduces an anisotropy effect in the z-direction, i.e., the field is
approximately constant in the z-direction; see Figure 4] (right). For illustration in Figure |5/ we also display the
velocity field induced by the electric field at time t = 0.0005; the velocity is qualitatively similar for both cases.

Figure 4: Negative electric field —E = V® and the +0.5-level setof n* —n~! ford =0 (left) andd = (0,0, 1)”
(right).

5.2 The full system in 3D

In the subsequent experiments we examine the evolution of the full system (67a)-(67¢) in d = 3 for different con-
figurations of the model parameters. The main observations from the presented simulations can be summarized
as follows:

B In the simulations below we want to illustrate physically relevant features which are predominantly due
to the effect of the electric field. Consequently, the parameters are chosen such that the velocity field
(which is induced by the interactions of the flow with the director field and the electric field, i.e., the k,,pp,
V,;-terms in (67a)) has a comparably weaker effect on the overall evolution. Furthermore, except for the
last experiments, the director field did not significantly evolve over time.

B The orientation of the director induces an anisotropy into the system, i.e., the charges are transported by
the electric field along the director field. In addition, the orientation of the director determines the direction
of the induced electric field, as well as of the velocity field. In particular, due to the anisotropy effects of the
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Figure 5: Velocity field at # = 5 x 10~* and the +0.5-level set of n* —n~! ford = 0 (left) andd = (0,0,1)”
(right).

diffusion tensor €(d) in (67€), the electric field (E = —V®), which is induced by the difference between
the positive and negative charges, remains predominantly perpendicular to the director field.

5.2.1 Effect of the director on the diffusion of the charges

The next experiment is to demonstrate the anisotropy effect due to the orientation of the director. The initial
condition for the director is dp = 2'/2(0,1,1)7, and the initial charges are taken as ng = exp(—25/x —x; |?)
with x(j)E = (:t0.2,0,0)T. The remaining parameters were v =1, A = 0.1, 4,,, = 100, v,; = 1, o = 0.125,
€, =0.1, & = 100, and the results were computed with k = 2.5 x 10™4, h =274

The director field remains approximately constant during the whole evolution, and the induced velocity field
(which exhibits symmetry properties along in plane perpendicular to (0,—1, I)T; cf. Figure |§| (right)) is small.
Consequently, the velocity has a negligible effect, and the evolution is driven mainly by the diffusion of the
charges and the advective effects of the electric field.

In Figure |§| we display a typical configuration of the gradient of the electric potential, the 0.2-level set of the
charges, and the magnitude of the velocity field along the direction (0, 1, l)T (the direction of the director). As
in Section we observe anisotropy in the displayed electric field along the (0, 1, 1)-direction, which is due
to the interactions with the director.

In Figure [7}, we display the evolution of the 0.2-level set of n*, as well as of the value of n™ —n™ in the
plane normal to (0, —l,l)T; we observe that the charges evolve along the direction of the director, which is
~ (0,1,1)T.

5.2.2 Effect of an applied electric field

Without external influence, the gradient of the electric potential (i.e., the negative electric field) is generated
solely by the difference between the negative and positive charges. From the previous experiments we deduce
that for £, > € the electric field is induced predominantly in the direction that is perpendicular to the director
field, and thus only has a little influence on the director field. In order to demonstrate the effects of the electric
field on the evolution of the director we apply a uniform external electric field Eg = (0.4,0,0)T along the x-
direction, i.e., we replace V& by V& = Vd — Ej in —. The remaining parameters in the simulation
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Figure 6: Snapshots of the negative electric field from two different angles (left, middle), and the velocity field in
the plane normal to (0, —1,1)7 attime t = 0.015.

Figure 7: Snapshots of the 0.2-level set of n", n™, and a cut through n™ —n~ att = 0,0.02,0.045.
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were v=1,A=0.1, ,,, = 1000, v;; = 1, uo = 1.0, £, =0.1, &, = 10, and the discretization was performed
for k = 1073, h = 27*. The initial distribution of the charges and the initial orientation of the director field are
chosen to be uniform, i.e., ng = 0.5 anddo = 371/2(1,1,1).

The applied electric field forces the positive and negative charges to accumulate according to their polarity in
the opposing parts of the spatial domain along the direction of the director field. Initially the charges accumulate
in the opposing corners of the domain along dy, i.e., the (1, 1, 1)-direction; see Figure Due to the effect of
the external field, the director rotates from its initial orientation towards the direction of the applied field (i.e.,
the direction parallel to the x-axis); see Figure [9] As the system approaches a stationary state, the charges
accumulate along the x-direction. The induced perpendicular component of the electric field V& = Vo —E,
and the induced velocity at # = 0.03 are displayed in Figure [T0}

Figure 8: Snapshots of the £0.05-level setof n™ —n~ atz = 0.001,0.004,0.006,0.03, along with a cut through
nt—n atz=0.
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Figure 9: Director at time t = 0,0.01,0.03, colored by the magnitude of the x-component.

5.2.3 Effect of the director on the velocity

In the next experiment we demonstrate how the director can be used to influence the velocity field which is gener-
ated by an applied electric field. We repeat the previous experiments with applied field Eg = (1,0, O)T, h=27
and consider three different initial orientations of the directordg = (1,1,1)7, (1,0,1)7, (1,1,0)7. The results
displayed in Figure[T1]indicate that the direction of the induced velocity field is prescribed by the direction of the
director field; the respective velocities rotate around the respective directions (0, —1,1)7, (0,1,0)7, (0,0,1)7
that are perpendicular to the respective initial conditions for the director.

When a constant electric field is applied, the induced velocity field quickly diminishes over time; see Figure [T2]
By using an alternating electric field, it is possible to sustain the flow field over a longer period of time: we
consider an oscillating electric field Eo(t) = (cos(357¢),0,0) and observe that the amplitude of the induced
velocity oscillates in time but the flow retains its direction and persists over a longer time period; see Figure [13]
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Figure 10: The perpendicular component of the (negative) electric field (VP = Vo —Epatz=0andy=0
(left,middle), and the velocity (right) at time t = 0.03.

Figure 11: (from left to right) Velocity induced by the applied field Eg = (1,0,0) att = 0.04 fordo = (1,1,1)7,
do=(1,0,1)7, anddp = (1,1,0)T.
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(the maximum amplitude of the velocity is roughly half of the maximum amplitude in Figure [T2). Eventually the
director aligns parallel to the applied electric field, the associated anisotropy effect vanishes, and the induced
velocity field becomes negligible. We note that as long as the orientation of the director is fixed, it is possible to
produce the desired flow pattern over an arbitrary period of time; cf. [32].

Figure 12: Velocity field at # = 0.04,0.07,0.1 for dy = (1,0,1)7, and a constant applied field E¢g = (1,0,0)
(computed with i1 = 27%).

I e —— I
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Figure 13: Velocity field at# = 0.12,0.13,0.14,0.15 fordp = (1,0, 1) and with oscillating applied field E¢(t) =
(cos(357t),0,0) (computed with i = 2~4).
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