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Abstract

In this paper, a complete mixed finite element method is developed for a modified
Poisson—Nernst—Planck/Navier—Stokes (PNP/NS) coupling system, where the original Pois-
son equation in PNP system is replaced by a fourth-order elliptic equation to more precisely
account for electrostatic correlations in a simplified form of the Landau—Ginzburg-type con-
tinuum model. A stabilized mixed weak form is defined for each equation of the modified
PNP/NS model in terms of primary variables and their corresponding vector-valued gradi-
ent variables, based on which a stable Stokes-pair mixed finite element is thus able to be
utilized to discretize all solutions to the entire modified PNP/NS model in the framework of
Stokes-type mixed finite element approximation. Semi- and fully discrete mixed finite ele-
ment schemes are developed and are analyzed for the presented modified PNP/NS equations,
and optimal convergence rates in energy norms are obtained for both schemes. Numerical
experiments are carried out to validate all attained theoretical results.

Keywords Modified Poisson—Nernst—Planck/Navier—Stokes (PNP/NS) coupling system -
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1 Introduction

The classical theory of the electric double layer and electrokinetic flow near a charged surface
is over a century old and still remains extremely powerful in a number of diverse fields such
as colloidal science, biophysics, micro- and nanofluidics, and electrochemistry. The classical
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theory of electrokinetics leads to the popular model of Poisson—Nernst—Planck/Navier—
Stokes (PNP/NS) coupling system, which is used to describe the electrohydrodynamic
phenomenon, also known as the electro-fluid-dynamics. PNP/NS equations are adopted
to study the dynamics of electrically charged fluids, the motions of ionized particles or
molecules and their interactions with electric fields and the surrounding fluid. In this model,
the convection-diffusion-reaction equations, also particularly called Nernst—Planck equa-
tions, are used to model the ionic concentrations, while the Poisson equation is adopted to
demonstrate the diffusive behavior of the electrostatic potential, and the fluid flow is generally
modeled by Navier—Stokes equations. So, the coupling between PNP equations and Navier—
Stokes equations is capable of describing electro-chemical and fluid-mechanical transport
throughout the cellular environment. This includes a range of spatial and temporal scales [1].
For extensive applications, we refer to [2-5].

While the usefulness of the classical electrokinetic theory is not in question, there is a
long history of recognizing the limitations and offering new formulations for new applica-
tions [6,7]. In particular, extensions of the classical electrokinetic theory are required for
room-temperature ionic liquids (RTILs). RTILs typically have large organic cations and sim-
ilar organic or smaller inorganic anions and hold promise as solvent-free electrolytes for
supercapacitors, batteries, solar cells, and electroactuators [8§—10]. Recently, Bazant, Storey
and Kornyshev (BSK) [11-13] derive a Landau—Ginzburg-type continuum model for RTILs
to account for the nonlocal dielectric permittivity of ionic liquids resulting from ion-ion
correlations, which leads to the following fourth-order modified Poisson equation for a new
definition of the electrostatic potential equation:

€ (20 — Ag) = p, (1.1)
with a fourth-order modified electrostatic boundary condition
V(Ag)-n =0, (1.2)

where, ¢ is the electrostatic potential, p is the charge density, £. is an electrostatic correlation
length, and ¢ is a constant permittivity to describe the polarizability of the ions. The BSK
theory and the fourth-order modified Poisson equation (1.1) are first applied to predict double-
layer structure and capacitance (RTIL) by using the ion size as the correlation length scale,
and a high agreement to experimental results is achieved [12].

Although “The BSK theory provides reasonable agreement to simulation and experimen-
tal results for ionic liquids and multivalent electrolytes”, however, Souza and Bazant [13]
point out that “the boundary conditions have not yet been proved or validated systemati-
cally”. Therefore, our goal in this paper is to mathematically and numerically investigate the
rationality of (1.1) and (1.2) while they substitute the original Poisson equation in PNP/NS
coupling system, as well as study the numerical performance of the entire PNP/NS model in
a more comprehensive way, i.e., not only the primary variables of PNP/NS coupling system,
but also their gradient variables which all represent corresponding physical significance, will
be analyzed and approximated in an efficient and accurate fashion. Note that the vector-
valued gradient of primary variables of PNP equations are crucial for obtaining an accurate
electric current field which is remarkable for the validation with experimental data, since the
electric current seems the easiest physical quantity to be measured in the experiment. For
instance, the electric current across the biological membrane channel can be calculated by
the following expression [14]

2
qi
I = ; D; [ VCi + —C;iV¢ ) -n dx, 1.3
i§:lq,/MEM ( ,+KBT,¢)nx (13)
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where C; (i = 1, 2) represent the ionic concentrations. Equation (1.3) clearly shows that the
gradients of ionic concentrations and of electrostatic potential are important to produce an
accurate electric current everywhere inside the membrane channel. Moreover, another impor-
tant electrokinetic phenomena existing in ion channels of electrophysiology, the electrical
double layer (Debye layer) [15], is formed near the surface of a charged object (membrane)
due to the exponential decreases of the electrostatic potential, further, of the ionic concentra-
tions, away from the surface, featuring a distance called Debye length [16]. Such exponential
decrease induces a large gradient, so an accurate computation of gradient for the electrostatic
potential and ionic concentrations are crucial to determine the location of Debye layer, which
has a significant influence on the behavior of surfaces of the charged objects in contact with
solutions or solid-state fast ion conductors. Therefore in the PNP system, it is highly nec-
essary to numerically resolve the gradients VCj, VC; and V¢ in an accurate and efficient
fashion.

To achieve the above goal, the mixed finite element method (FEM) shall be the best can-
didate for stably approximating the fourth-order modified PNP/NS coupling system with
the optimal convergence to both primary variables and their gradients, comparing with
conventional Lagrange-type finite element methods which need to use certain numerical
differentiation for computing the gradient and then lead to a loss in accuracy. In this paper we
will employ the Stokes-type mixed FEM by means of a stable Stokes-pair mixed element, e.g.,
Taylor-Hood element, to tackle each equation in PNP/NS coupling system. To that end, we
will need to first reformulate the fourth-order modified Poisson equation and two parabolic-
type ionic concentration equations to obtain their H (div)-type mixed formulations in terms
of both primary variables and their corresponding vector-valued gradient variables, then sta-
bilize them by appropriately introducing stabilization terms in order to apply the Stokes-type
mixed FEM to both modified PNP equations and Navier—Stokes equations, simultaneously.
Thus, we avoid to introduce different types of mixed finite elements for Stokes-type and
H (div)-type mixed problem, respectively, which shall be more convenient and more efficient
for us to analyze and implement the mixed finite element approximation for the modified
PNP/NS coupling in one unified finite element space, simultaneously, bearing with the ben-
efit of optimal convergence rates for all primary variables as well as their gradient variables
in respectively proper norms.

Numerical study and analysis for PNP equations [17-19] and PNP/NS coupling sys-
tem [20-23] have been extensively studied, where the standard FEM is most popularly
adopted in recent years. Prohl and Schmuck [19] propose two nonlinear schemes with a
linear FEM which preserve electric energy decay and entropy decay properties, respectively.
Later, numerical methods for PNP/NS coupling are investigated in [20]. Sun et al. [24]
develop a fully nonlinear Crank—Nicolson FEM for PNP equations, where a Picard lineariza-
tion is used in the inner iteration, an optimal error estimate in H' norm and a suboptimal
error estimate in L> norm are obtained. Then, Gao and He [25] propose a linearized finite
element discretization and establish unconditionally optimal error estimates for all variables
in both L2 and H' norms. To overcome the convergence order reduction and to accurately
resolve the electric current that is the gradient of the electrostatic potential as well, He and
Sun [26] propose a nonlinear mixed FEM for Poisson equation and still apply the standard
FEM to Nernst—Planck equations, which provides optimal error estimates for the electrostatic
potential and ionic concentrations in both H I'and L2 norms, moreover, for electric current in
H (div) norm as well. Later, Gao and Sun [27] develop a linearized mixed finite element dis-
cretization for both Poisson equation and Nernst—Planck equations by using Raviart-Thomas
element. Considering that the Lagrange-type Taylor—-Hood mixed finite element is naturally
stable for Stokes equations and easily implementable, it inspires the authors of this paper to
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employ Taylor—-Hood element as a unique mixed finite element to discretize both the mixed
Poisson equations and Stokes equations in [28], and obtain optimal convergence rates for
all variables of PNP equations and Stokes equations in their energy norms, respectively.
In this paper, we will consider to apply the stable Stokes-pair mixed finite element to dis-
cretize all solutions to the entire fourth-order modified PNP/NS coupling system, develop
its Stokes-type mixed FEM and analyze optimal convergence behaviors of primary variables
and of all vector-valued gradient variables of modified PNP equations in both semi- and full
discretizations.

This paper is organized as follows. In Sect. 2 we introduce the model of fourth-order
modified PNP/NS coupling system. The semi-discrete scheme of the mixed FEM and its
error analysis are given in Sect. 3. Section 4 contributes to the definition and analysis of the
full discretization. Numerical experiments and validations are illustrated in Sect. 5. Finally,
the paper ends with a conclusion in Sect. 6.

In what follows, we adopt the standard notation for Sobolev spaces W/” () and their
associated norms and seminorms. For p = 2, Wwi2(Q) = H'(Q) and H' () = H (Q)?. The
standard L2 inner product is adopted, as (y, ¥) = Jo Ydx, < ¥, ¥ >s0= Jsa Yrds.
Some norm notations are givenas || - [l = || | 1), |- lo = Il - I 22(q)> and | - | wim (wray =
Il lwem o, 7:wra (- For the sake of simplicity, we sometimes drop the time dependence in
variables, such as ¢ = ¥ (¢), drop i = 1, 2 for explaining C;, and use M to denote a generic
constant independent of any discretization parameter (h and At) throughout the paper.

2 Model Description and Weak Formulations

In this section, we first present the model of fourth-order modified Poisson—Nernst—
Planck/Navier—Stokes coupling system, then reformulate it to a fully mixed form in terms
of primary variables and extra vector-valued gradient variables, finally define its stabilized
weak formulation in the sense that a stable Stokes-pair mixed finite element defined in a
subspace of H L(©) x L2() [26,28], instead of a H (div)-type mixed finite element space
belonging to H (div;Q) x L?(£2) [27], can be adopted to discretize the fully mixed modified
Poisson—Nernst—Planck system.

2.1 The Fourth-Order Modified PNP/NS Coupling System

LetQ € RY (d = 2, 3) be abounded Lipschitzdomainand 7 > 0. We introduce the following
governing equations to describe the fourth-order modified PNP/NS coupling system in € X
[0, T][11-13]:

A’ —Ap=Ci—Cy,

0,C;i —V-(VC; +z;VoC; —uC;) =0, i=1,2,
oou+ w-VYu —Au+Vp=—(C; —Cr) Vo,
V-u=0,

(2.1)

where, 0, = d/0t, ¢ is the electrostatic potential, C; (i = 1, 2) are the mass concentration
of ions carrying charge z;, (such as z; = 1, zo = —1), u and p are the fluid velocity and
pressure, respectively. Since in this paper we do not really consider the intrinsic physical
feature of the modified PNP/NS coupling system, but put our full efforts on developing
numerical discretizations and error analyses of the mixed FEM for the presented model in
mathematical and numerical sense, only. So, without loss of generality in this paper, we
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simply treat all involved physical coefficients as the unit constant “1”, which actually does
not really matter in the following error analyses since the value of physical coefficients which
are involved in the presented model are all positive constants. In addition, we impose the
following boundary conditions and initial conditions for (2.1):

¢=fi, V(Ap) -n= f, on R, te(0,T],

Ci=gi,u=0, on 02, t € (0,T], 2.2)
C,-:C?,u:uo, in Q, =0,

where f1, f2, g1, &2, C(l), Cg and u? are all given functions properly defined on 92 and
in €2, respectively.

2.2 Reformulation of Mixed Weak Forms

We first reformulate (2.1) in terms of the following three extra vector-valued variables:
q=-V¢, z=V.-q, Ji=VC; —2z,q9C; —uC;. (2.3)

Here one can see that J; and J, are the mass flux of positively and negatively charged
particles, respectively, while ¢ denotes the potential flux. With the above variables, we can
reformulate the original modified PNP/NS system (2.1) to the following three new systems
regarding the fourth-order elliptic equation, Nernst-Planck equations and Navier—Stokes
equations, respectively:

q=-Vo,

z=V-.gq,

—Az+z7z=C; — (s,

Ji =VCi —z;qC; —uC;, 2.4)

0,C; —V-Ji =0,
ou+ (u-Vyu—Au+Vp =(C; —Cr)q,
V-u=0,

with boundary conditions

¢6=1fi, Vien=—f», Ci=gi, u=0, on dQ, t € (0,T], (2.5)

and initial conditions
Ci=C, u=u" inQ. (2.6)
Define V := H(div; Q) = {v € L*(Q), V- v € L2(Q)}, and [[v]|3, = [v]]3 + |V - v]I3,
where || - ||¢ is the usual L2(€2)-norm for vector-valued variables or L2(§2)-norm for scalar-

valued variables. Particularly, for the trial functional spaces of ¢, C;, u and p, we introduce
L2 (Q) = (¢ € LXQ)|¢p = fiondQ}, L2(Q) = {C; € LAQ)|Ci = g on I} (i =
1,2), H(Q) := {u € H'(Q)|u = 00ndQ}, and L3(Q) := {p € L} (Q)| [, pdx = 0},
respectively.

Then, the mixed weak formulation of (2.4) can be defined as follows: find (¢, q,z) €
L% (@) x V x HY(Q), (Ci, J;) € L3,(2) x V, (u, p) € Hj () x L§(<) such that

4.9 — (@, V-q)=— < fi.4-n >pq, VgeV, (2.7a)
(V -q, ¢3) = (z, ¢3) : Vo e L2(Q), (2.7b)
(Vz,V) +(2,2) = (C1 — C2,2) — < f2.Z >pq. Vie H(Q), (2.7¢)
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(4 di) + (v J,)+(z,qc,,1,) (uCiiJi) =< gi Ji-m>s0. VeV,  (28)

(atc,-, é,-) - ( 5, € ) VG e L2(Q), (2.8b)
(Oru, ) + B(u,u, ) + (Vu, V) — (p,V-a) = ((C; — Ca)q,u), Vu EHQ(Q), (2.9)
(V-u,p)=0, Vp e L7(), '

where we introduce a trilinear form, B(u, v, ®) = %(([L Vv, w) — %(([L - V)w, v), to (2.9) for u, v, w €
H(; (2), and, if V- p = 0, we have B(p, v, w) = ((1 - V)v, w). The following lemma holds for the trilinear
form B(-, -, -)

Lemma 2.1 [29-31]

Bp.v.®) = =B, ®,v), Viv.@ e HH(Q),
Bk v. @) = CIVElolI Vv lolVelo. V. v, € Hy (),

1B, v. @) < Cluld IVRIG IVVIolVelo. Y. v, o e Hj(Q),
1B(r. v, )| < ClIVrlollvl2llelo. Vo e HA(Q). 1o ¢ H}(Q).

Moreover, if p € H} () N L°(Q), v, @ € H}(Q) with V - . = 0, then

[B(r, v, ®)| + (1, @, v)| < ClinllccllvilollVello.

For the well-posedness property of (2.7a)-(2.9), first of all, we know (2.7¢) is well-posed by the Lax—
Milgram theorem since its bilinear form a; (z, 7) = (Vz, VZ) + (z, Z) satisfies the continuity and the coercivity
properties in H L. Secondly, based on Brezzi’s theory [32—34], the well-posedness of solutions to the above
three mixed weak formulations, (2.7a)—(2.7b), (2.8a)—(2.8b) and (2.9) are assured in V x LZ(Q), V x LZ(Q)
and HO1 () x L2 (2), respectively, if the following two compatibility conditions are held for each mixed weak
formulation:

(1) The coercivity property of bilinear forms aq(q, q) = (q.q) in (2.7a), ay (J;, ji) = (J;, -ii) in (2.8a),
and ay (u, u) = (Vu, Vu) in (2.9);

(2) The Ladyzenskaja-Babuska—Brezzi (LBB) or inf-sup condition of bilinear forms bq q, é) = (V- q, )
in (2.7a)—(2.7b), bJ(J,, C,) = (V. J,, C,) in (2.82)—(2.8b), and by (u, p) = p)in (2.9).

It is well known that the above two compatibility conditions impose very severe limitations in the choice
of a stable mixed finite element for the mixed finite element approximation to the above three mixed weak
formulations, in general. For instance, the Stokes-pair mixed finite elements such as Taylor—Hood element is
stable for (2.9) in HJ () x L%(S), it is however unstable for (2.7a)~(2.7b) and (2.82)~(2.8b) in V x L*(%)
since the coercivity properties of ag (¢, ) and ay (J;, i,-) are not held in V if both ¢ and J; are chosen from
a Lagrange-type piecewise polynomial space in H 1 (©2) C V. Only a locally divergence-free mixed finite
element such as Raviart-Thomas (RT) element [35] can fulfill the coercivity of aq(q, ¢) and ay(J;, J;) in
V, but RT element cannot discretize the fluid velocity in H 1(Q) for the mixed formulation of Navier—Stokes
equations in (2.9). In order to apply the Lagrange-type Taylor—Hood mixed finite element to the above three
mixed weak formulations, (2.7a)—(2.7b), (2.8a)—(2.8b) and (2.9), simultaneously, we need to add additional
stabilization terms to (2.7a)—(2.7b) as well as (2.8a)—(2.8b) to guarantee the coercivity properties of aq (¢, §)
and ay(J;, fi) in V when both ¢ and J; are discretized by Taylor—Hood mixed element in H! (2) [36,37].

2.3 Stabilized Mixed Weak Formulations

To make aq (g, ) coercive in V without a divergence-free condition for ¢, we need to change it by taking

¢ = V - ¢ in (2.7b) and then adding to (2.7a), resulting in the following stabilized mixed weak formulation
for the electrostatic potential equation [36]

@D+V-4.V-9)—(.V-)=cV-§—<fi.g-n>y0. V4eV,

(V-q.0)=(z.9), Y € L2(S), (2.10)
(VZ,VD) +(2,2) = (C] — C2, D) — < 2.7 >0, vie H(Q),
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where, aq(q, q) is redefined as aq (¢, ) = (q.q) + (V - ¢, V - ¢) that is definitely coercive in V.
As to the mixed parabolic form of the concentration equations (2.8a)-(2.8b), we differentiate (2.8a) in time
and take C; = V - J; in (2.8b), leading to

{ (g Ji) + (3Ci v - ) + (zia, @C . Ji) + (a, WCi), J;) =< tugi, J; -m =50, (2.112)
0C;,V-J)—(V-J;,V-J)=0. (2.11b)

Subtract (2.11b) from (2.11a), then add to (2.8a), yield a stabilized mixed weak formulation for the concen-
tration equations [37]

(311[, -ii)+(.]is J~;)+(V<Ji,V . J~1) + (Cf, V. J~4) + (quci, JZ) + (uC[, -ii)

+(Zfaz (qC[),ff)-‘r(Bz (uCi),Jz) =<gi, Ji n >0+ <dgi, Ji 1>, viiev, (212)
(E)IC,‘, él) — (V -Ji, é,) =0, Véi € LZ(Q)a

where, we can rewrite the bilinear form a y (J;, J) =i, J)+ (V- J;, V- J;) that is certainly coercive in
V as well.

On the other hand, the bilinear form by (4, ¢) in (2.10), by (J;, C;) in (2.12) and by (@, p) in (2.9) all
satisfy the inf-sup condition in their respective spaces [33,35,38], so by Brezzi’s theory, the above mixed weak
formulations (2.10), (2.12) and (2.9) are all well-posed in their own spaces.

In addition, we assume the following regularity properties hold for the real solutions ¢, u, p and C;
(i=12)to(2.1)

b e (H1 n L°°> (o, 7; H*3(@)n Wk+2*°°(§2)) nH? (0, T Hl(sz)) , (2.13)
C e (Hl n L°°) (0, T H* 3 @) n L°°(Q)) nH? (o, T Hl(Q)) L i=1,2, (2.14)

ue (Hl n L°°) (0, s 2@ n HL(Q) N Wk+2’°°(sz)) N H? (o, T LZ(Q)) ,

2.15
peL2(0.7; HEH @) N L3@) N whHo(@)). @19

3 Semi-discrete Mixed Finite Element Approximation

Let 7, be a shape-regular simplicial triangulation of Q on which we introduce the following finite element
spaces for k > 1:

Zy =1z e HY(Q) : 21x € PF(K), VK eTh},

V= {v ceH'(Q) CVivge [Pk+1(K)]d,VK eTh},
W, = {w e L2(Q) : wig € PY(K), VK € Th}
Wiy = [w e L@ wlg = fi,wlk € PHEK)LVK €T, ),
Wi = [w e L2@) : wlyo = gi wlk € PXK),VK e T, ) (1 =1,2), 3.1
{
{

d
Uno ueHOI(Q):ulKe[Pk“(K)} ,VKeTh},

where the paris, Vi, x Wy 7, Vi x Wp g, and Up o x Wy, are chosen as Taylor-Hood (P**1 Pky mixed
finite element spaces, whereas Zj, is a k-th order standard finite element. In what follows, we will develop
and analyze a fully mixed finite element discretization for (2.10), (2.12) and (2.9) in the above finite element
spaces.
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3.1 Semi-discrete Mixed Finite Element Discretization

According to weak forms (2.10), (2.12) and (2.9), the semi-discrete mixed finite element approximation to the
fourth-order modified PNP/NS model (2.1) is then defined as follows: find (¢y, qp, z) € Wi,y X Vi X Zy,
(Cins Jion) € Wh,g; X Vi, (up, pp) € Up o x W), such that

qn- )+ -qn, V@) — @p, V-9 = (zp, V-~ < f1.4-n >pq, Vg € Vp,
(V-an-6) = (2. 9). véew, (32
(Vzp. V) + (5. D) = (Ciw — Co.p. 2) — < 2.2 >p0. VieZ,

<3t~]i.hs -ii) + (Ji,h’ -ii) + (V Jin, V- ji) + (Ci,h~ V. -ii) + (Zi‘IhCi.ha -ii) + (uhCi,hq -ii)
+ (Ziat (anCin). -ii) + <3t (wrCin), ji) =<gi.Ji -n>pa+<dgi Ji-n>yq VI €V,

(31Ci,hv éi) - (V ~Jihs éi) =0, YC; € W,
3.3)

Brup, @) + B (up, wpp, @) + (Vup, Vi) — (pp, V@) = ((C1,p — Co.p) qn. &), Vi € Uy p, (3.4)

(V-up, p)=0, Vpe Wy, )

3.2 Semi-discrete Error Analysis

It is always necessary to decompose the finite element approximation error of the time-dependent and/or
nonlinear PDE problems to two parts by introducing a linear and steady state H 1 -projection of the solution to
the original PDE problem, and, such H 1—proje(:tion shall satisfy the Galerkin orthogonality property. Hence,
we introduce the Hl-projection of (¢, q, z) that is defined in (2.10), (ITy ¢, I1;q, }z) € W), x Vj, X Z,
such that the following system

(q—-Thq. )+ (g —1q),V-§)— (¢ -1, V-q) =0, Vg€V,
(V@ -ma).9) =o0. véew, (359
(V(z—=Tpz), VD) + (z—Myz,2) =0, vz € Zy.

Obviously, (3.5) satisfies all compatibility conditions (continuity, coercivity and inf-sup conditions) of aq (-, -),

bg (-, -) and az (-, -), and is thus well-posed according to Brezzi’s theory. Then we have the following Lemma
[36,38,39].

Lemma 3.1 Let (¢, q, z) be the solution to (2.10), and (T1y¢, I q, 12) be the solution to (3.5), then for
anyt € [0, T], the following error estimates hold

lg — Tpglly + llp — Trello < M (Ilglira + 16 1kr1) < MEE gl (3.6)
lz = Mpzllo + Allz = Mpzlly < MEFF izl < MAFFY g, (3.7
13 (@ — TIhg) v + 119 (¢ — T) llo < MAMT 3l (3.8)
lg — Thglico < MR Igllirt oo < MAF k42,00 (3.9)
19: (g — 1) lloo < MA* 1 31qllk41,00 < MAFFTH 301412, 00 (3.10)

Remark 3.1 The same L°°-error estimate as shown in (3.9) is presented in [39] for the mixed FEM using
RT element, which relies on the study of a weighted L2—projecti0n, Ry, in a divergence-free finite element
space. In our case of using Taylor—-Hood mixed finite element, to prove the L°-error estimate (3.9), we only
need to replace the kernel space and the weighted Lz—projection which are used in [39] by the following

o
kernel space V), = {v, € V), : (V- vy, qp) = 0,Vg;, € Wy}, and the following weighted L2-projection,
o o
Ry, : LY(Q) — V), such that Vv € L1(Q), Ryv € Vj, and
o
=Ry, )+ (V-(v—Rpv),V-0)=0, Vv eV,

to account for the adoption of a stable Stokes-pair mixed finite element. Thereafter, the rest analyses are the
same with [39, Theorem 3.1], then we can still obtain (3.9).
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The following theorem is related with error estimates of ¢ — ¢y, ¢ — qj, and z — z, in their corresponding
norms.

Theorem 3.1 Let (¢y,, qp. zj) be the solution to (3.2) and (¢, q, z) be the solution to (2.10), and the regularity
property (2.13) is held. Then for any t € [0, T], the following error estimates hold

2

lg = anllzoov) + 16 = nll oo (r2) < M | D_NICi = Cinllpo(r2) + A" | (.11)
i=1
2

2 = 2nll ooy + e = 2nll oo g1y < M | DUC = Cinll oo g2y + 1] (3.12)

i=1
2

190 (q = am)ll 2y + 19 @ = é) 1222y < M| D10 (Ci = Cin) 22 + W<
i=1

(3.13)

Proof Subtract (3.2) from (2.10), and apply the H 1—projection (3.5), yield

(Mpg —qn, @) + (V- Mg —qp) . V-§) — Tpdp —dp, V-4 = 2~ 20, V-§), ¥4 €V, (3.14)
(V- (g —an).9) = (:=21.9). V6 W, (3.15)
(V(Mpz—z), V2) + Mz — 24, 2) = ((C1 = C2) = (C1p — Cap) . 2) s VZ € Zy. (3.16)

Let z = Iz — z, € Zj, in (3.16), utilize the Cauchy—Schwarz inequality, and Young’s inequality with €:
pq < ep2 + 4]?‘12’ results

2
IV (Taz = z) llo + Tz — zallo < M Y IIC; = Cinllo- (3.17)

i=1

Further combining with (3.7), we have (3.12). B
Because the discrete inf-sup condition holds for bg (¢, ¢) in Taylor—Hood finite element spaces [34,38],
we attain

I1 — V.q
1T — dullo < M sup 18— 9n V-0
P Igly

A

(by G.14)) < M sup 11g = anllvidlly + 1z = zillolgllv
T gev, lgllv

M (I1,q — qnllv + llz = zallo) - (3.18)

Let§ = I, — qj,. ¢ = ¢ — ¢y, in (3.14) and (3.15), then add them together, leads to

IA

IThg = anlly = < — 25, V - (g — gp)) + (@ = 2, T — 1)
lz = znllollV - (Tpq — gp) llo + llz — zpllo TR P — Pnllo
by 318)) < M (Iz = 24 loliTag = aully + 12 = 2113

Mz — zplI3 + €l Thg — gl - (3.19)

IA

IA

Take a sufficiently small €, and apply (3.18), yield

Mg —qnllv + ITpd — dpllo <= Mllz — zpllo- (3.20)

Combining with (3.6) and (3.12), then we have (3.11).
Differentiating (3.14)—(3.16) with respect to time, we have

(0 (Tpg —qp) . @) + (V- 0,(Tpq — qp). V- §) — O (Mpdp — ) . V- ) = (3 (2 —2). V- §)
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(Vo (Mg = a1, 8) = (3 e =21, ).

(Vor (Myz — 2p) . V2) + (0 Mz — 23) . 2) = (8 ((C1 — C2) — (C1,p — Cop) . 2) - (3.2
Taking § = 9;(I1q — qp), & =0, — dp), z = 8, (Tl,z — zz,) in (3.21), and following the similar error
estimate process at above, we can also attain (3.13). O

We further define the Hl—projection (IMpu, Iy p) € Uy o x W), of (u, p) thatis the solution to (2.9) such
that
(VIju, Vu:) — (yp, V~ -u) = (Vu,Va) — (p, V- u), Vlz € Uh,O, (3 22)
(V-Tpu, p)=(V-u,p, Vp e Wp. :
By [32, Theorems (12.6.7), (12.6.13)], and [29, Theorems 3.1-3.3 ], we have the following lemma.

Lemma3.2 Let (uy, pp) be the finite element solution to (3.4). Suppose (I u, Iy, p) € Uy o x Wy, is defined
in (3.22), then we have the following error estimates,

lu — Tyullo + hllw — yuly +hllp — Dy plo < MR (lullgn + 121kt -
19 (e — Tpu) llo + Ald; (u — Tpae) Il < MEFF2 (lallgn + Nosullira + 12ks1) »

lu —Tpullco + Al lnhl% e — Tl 1,00 < MEFF2 I RIl2llt2,00 + 1P k41,00

18 ( — Tu) lloo < MA*T2 10 h| (112,00 + 138 lk42,00 + 1 Pllk41,00) -
Now we carry out error estimates for # — uy, and p — py,, as shown in the following theorem.
Theorem 3.2 Let (uy,, py,) be the finite element solutionto (3.4) and (u, p) is defined in (2.9), and the regularity
property (2.15) is held. Then the following error estimates hold

”u_uh”[‘oc L2 +||u_uh”[‘2 H!
(%) (#')

2
_d
<0 | 3 (W81 = o, +1C = Conllagey ) +57 [ (323)
i=1
10: (w — up) ||L2(L2) + llu - uhHLoo(Hl)

2
_d
M Z (h 2|Ci — Ci,h”iz(Lz) +1IC; — Ci,h”LZ(LZ))

Li=1

2
AR DY (h*duc,- = Cinllga(ga) +ICi = Cin ||§2(L2)) : (3.24)

i=1
lp - Ph||L2(L2)

2
_d
<M Z <h 2|C; — Ci,h”iZ(LZ) + |IC; — Ci,h||L2(L2)) 4 gkl

i=1
2

+h! 2} (h—"nc,- = Cinlifz 2y +1Ci - Ci,hlliz(L2)> : (3.25)
=

Proof Subtract (3.4) from (2.9), and use (3.22), yield
(0 (w —up), ) + ay (Mpu — up, @) — by (@, Npp — pp)
2
+ B, @) = B (up,up, @) =y 2 (Cig — Cipgn. i),  (3.26)
i=1
by (IMpu —uy, p) = 0. (3.27)

Letu —up = (u — Mpu) + (Mpu —uyp) =n+&,and choose # = &, p = Iy, p — pyp, in (3.26) and (3.27).
Then

2
@ +8).8) +au &)+ B, u &) — p . up. &)=Y 2 (Cig — Cingn. §) . (3.28)

i=1
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leading to
1
SUIENG +IVEIG = = @, &) + B (up up. ) = B (T, Ty, &)
2
+B (M, Ty, &) — B, u, ) + Yz (Cig — Cingn. €).  (3.29)
i=1
We first estimate terms involving B(-, -, -) as follows.

B (up.up. &) — B (Tyu, yu, &) = —B (up. £.8) — B (&, Tju. §) = —B (€. Tju, §)
1 3
M| VTLulolglg VNG

MIEN3 + €l VEN3, (3.30)

(by Lemma 2.1)

A

IA

where we employ the definition of B(-, -, -), the boundedness of || IT,u| due to Lemma 3.2, and Young’s
inequality with € : pg < Mp4 + 6q4/3, and

B (T, Ty, &) = B, §) = B — Myu,u = Tyu, §)
B = Ty, §) = f,u — Tyu, &)
(by Lemma 2.1) = M (1Y (u — M) [ + 1w = Maullo ) V€0

(by Lemma 3.2) < M (h“(k“) + hz("”)) +ellVEIR. (3.31)

Next, we estimate the last term on the right hand side of (3.29).

2
> 2 (Ciq = Cingn- &)
i=1
2 2 2
=Yz ((Ci—Cin)g. &)+ 2 (Citq—qn). &) — Yz ((Ci — Ci.n) (g — qn) . §)
i=1 i=1 i=1
2
<MY (lgllizeliC; = Cinlloligllo + 1C; 1l llg — gnlloli&llo
i=1
+(lg — Tpgpllzoe + Mg — gallLoo) IC; — Ci nllolI€ llo)
2
< MHSIIOZ (ICi = Ci,nllo + llg — anllo

i=1

_d
+ (\Iq —Mpqlipee +h 2 Mg — g5 ||0> I1C;i — Ci,hHO)

2 2
_d _d
< M|gllo (Hh"“ 2>Zuc,»fci,huo+h"“+h 2 UG = Cinlg
i=1 i=1
2 d 2
< Mlgllo | Y ICi = Cinllo+ A+ 72316 = Gl | (3.32)
i=1 i=1

d
where we apply (3.9), (3.11) and the inverse inequality: || I1,q — gp|lp 00 < Mh™ 2 ||T1,q9 — qpllo-
Combining the above error estimates together and applying Young’s inequality, we have the following
result for (3.29)

_d )
2 ICi — Cinlly

2
1 2 2
231||§||0+HV$H0 <M||h

-

l
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2
+ 371G = il +H2EED g3 |+ el vad.
i=1

Take a sufficiently small €, integrate both sides with respect to time from 0 to 7, then apply Gronwall’s
inequality with a proper choice on the initial condition u2 =TI, u", leads to

2 2
_d
181 oo 2y + 181 2 §M<h 2 NG = CinllFagy + ) :nc,-—cl-,h||Lz(Lz>+h"+‘>. (3.33)
i=1 i=1

Then (3.23) is obtained by combining (3.33) with Lemma 3.2.
On the other hand, choose & = 9;£ in (3.26), differentiate (3.27) in time and then choose p = Iy, p — pp,
yield

1
I9:£ 13 + Eatnvsué = — Bn, %E) + B (w—wp, u—up, )
—B (u,u — up, 38) — B (u — up, u, &)

2
+> 2 (Cig — Cingn. &) . (3.34)
=l

By Lemmas 2.1 and 3.2, we have

1B —upu—up, 88)| < M|V u—up) 3IVai&llo < MIV u —up) |13 h~ &0
< Mh=2||V (u —up) 1§ + el a3,
| =B, u—up, 0&) — B—up,u, )|

A

< MlulloolIV (u — up) llolld:Ello + IV (u — up) llollul218:& o
< M|V (u —up) |13+ €ll3:£13
<

M (W42 1| VEIR) + elant

Similar to (3.32), the last term on the right hand side of (3.34) can be estimated as

2 2 2
d
> i (Cig — Cingn, 9§) < MI|3;€ o (h‘z DG = Cinllg+ Y ICi = Cinllo + h"“)
i=l i=1 i=1
. ) (3.35)

2
d
= M (m D NG = Cinlig+ D NICi = Cinllo + h"“) +elld& G-

i=1 i=1
Then, take a sufficiently small €, (3.34) yields

2 2
_d
I3:&llo + 3 IVEllo < M (™2 Y IIC;i = Cinllf + D NIC;i = Cipllo +h*H + 1 VEllo
i=1

i=1
+h =y 1)
Integrate both sides in time from O to ¢, and apply Gronwall’s inequality with uj, (0) = Hhuo, results
d 2 2
190611 2(12) + V€N poo(r2) = M h72 3 TIC; = Cinliza gy + 201G = Cinll2(r2)
i=1 i=1

k1 +h*‘|\u_uh||iz(H1)>. (3.36)

Applying (3.23), we obtain the desired (3.24) with Lemma 3.2.
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To prove (3.25), we need to apply the discrete form of inf-sup condition by (-, -), i.e., for any Il p € Wy,
we have [38]

by (u, 1 —
IMap—prllo <M sup 2@ ThP = Pn) (3.37)
ViU o\{0} a1

Then from (3.26) we have

by (@, Ty p — pp) = Or(w —up), 4) +ay Mpu —up, @) + B (w,u, ) — B (uy, uy, i)

2
=Y i (Cig = Cipqn. ).
i=1

By (3.37), the continuity of ay (-, -) and the same error analyses for (3.30)—(3.32), we can obtain

2 2
_d
ITp = pllo < M | 18:Ello + €I + R 4> IC = Ciallo+h™2 Y IC = Cillf

i=1 i=1

Then integrate both sides in time from O to ¢, by (3.36), (3.23), Lemma 3.2 and the triangular inequality, we
obtain (3.25). O

Now we analyze error estimates of (3.3) between (C;, J;) € LZ(Q) x Vand (C; p, Ji.p) € Wy x V). We
first introduce the Hl—projection of (C;, J;), I, C;, Iy J;) € Wy, x Vp, satistying

(Js = di B ) +(V - s = ) V- 0o ) + (G = T V- Gy ) = 0, VeV,

] ; (3.38)
—(v.(J,»—thi),c,»):o, VC; e Wy.

Clearly, (3.38) satisfies all compatibility conditions (continuity, coercivity and inf-sup conditions) of aj (-, -)
and by (-, ) in Wy, x Vp, itis thus well-posed according to Brezzi’s theory, and holds the following Lemma
[36,38].

Lemma 3.3 Let (C;, J;) be the solution to (2.12), and (I1,C;, Ty, J;) be the solution to (3.38). Then for any
t € [0, T'], we have the following error estimates

;i — W Jilly + 1C; — MCillo < MEHFY (1 k2 + 1Ci i) » (3.39)
I8 (Ji — O di) Iy + 13 (C; — TLCo) llo < MIKFY (119 J; k2 + 19:Cilley1) - (3.40)

The following theorem demonstrates error estimates of (3.3) approximating to (2.12).

Theorem 3.3 Let (C;, J;) be the solution to (2.12) and (C; j, J; 1) be the finite element solution to (3.3), the
regularity assumption (2.14) is held. Then we have the following error estimates

Wi = Jinllpoo(r2y + i = Jinllp2cyy 1€ = Cinllpoo(r2) = Mp*HL (3.41)
10 (J; = Jin) N2 (22) + i = Tinlloeqyy + 106 (Ci = Cin) 22y < MIETL (3.42)
Proof Subtract (3.3) from (2.12), and use (3.38), yield
(3t (Ji = Jin). ji) + (Hh-’i — Jin, ji)
+ (Vo (O d; = Ji0) V- Ji) + (TG = Cipo V- i)
+zi (in —4qnCin, -ii) + (uCi —upCip, ji) +zi <3t (aCi —anCin). ji)
+ (o (wCi —unCin) J;) =0, Vi € Vi, (3.43)

(a, (Ci = Cin). é,») - (v (U di = i) - éi) —0, VG e W, (3.44)
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Let Ji—Jin = (Ji=TpJ)+ (T Ji = J; ) = € +6;, Ci = Ci p = (C; = C)+ TR C; = C ) = 0 +8;,
choose J; = 6;, C; = §; in (3.43) and (3.44), and add them together, results

(0 (ej +6;),6;)+ (65, 6;)
+(V-0;,V-6;)+ (0 (0; + ;) , ;)
+2; (qCi — qnCin, 0;) + (uCi —upCi 1. 6;) + 2z (3:(qCi — qnCi n). 6;)
+ (3 (uCi —upCip),6;) =0.

Then,
Loz +10:0% + Larps2
5 IO g+ 11: y + S 9lISi g

= —(0r¢j. 0;) — (010, 8;) — 2 (¢Ci — qnCi . 6;) — (Ci — upCj 4. 6;)

6
—2; (3 (qCi — qnCin) . 6;) — (8 (uCi —upCip).6;) =Y Gj. (3.45)
Jj=1

By Cauchy—Schwarz inequality, Young’s inequality with € and Lemma (3.3), we have

A

Gy =
G < M0;I§ + ll8; 15 < MA**FD 4 €)j5;13. (3.47)

M 13e;lI3 + €l16; 13 < MR2*FD 4 e)6;13, (3.46)

Utilize the same analysis skills for estimating (3.32), and apply Lemmas 3.1 and 3.2, Theorems 3.1 and 3.2
as well as corresponding inverse inequalities, leads to

Gy ==z ((Ci = Cin)q.6:) — 2 (Ci (g —qn) . 0) + 2 ((Ci = Cin) (g — qn) , 6i))
< M|l6illo (llgliL=lICi — Cinllo + ICillL=lg — gnllo + llg — gnllL=lICi — Cinllo)
d
M|6; 1o (”Ci = Cinllo+llg —gnllo + 2~ 2IT1rq — quliollCi — Ci,hllo)
2

2 2
d
MY 18 IG + RPED 4+ LR T silo Y 18sllo |+ 16115 | - (3.48)
i=1 j=1
Gy = ((Ci = Cin)u,6i) + ((Ci w—up),0;) — ((Ci — Cip) (w—up) . 6;))
< M6 llo (Il ICi = Cinllo + 1Ci o llw — willo + llu — upll = |Ci — Cinllo)

I\

I\

< M16:1l0 (ICi = Cinllo + lu = wnllo +h ™ T = wslloICi = Cinllo)
2 2 2 2 2
<M | U813+ [ A 20800 S 0800 |+ [A0sillo Y0803 |+ 12D 03 |
i=1 j=1 j=1
(3.49)

Gs = —z (0 ((Ci — Cin) q) . 6;) — 2i (3 (Ci (@ — qn)» 0:) +zi (3 (Ci — Cin) (g — aqn)) . 6;)

< M6 llo (I19:q i< lICi = Cinllo + ligllze< 11 (Ci — Cin) llo
+ 18l g — gullo + ICill~113:(q — gn)llo
+ llg — gnll=lld; (Ci — Cin) llo + 113: (g — qn) ll=1Ci — Ci nllo)
M16:1lo (IC: = Cinllo + 18, (Ci = Ci.n) llo + llg = qullo + 13, (g — qn)llo
+ h=1Tag = @ lloll%:(C; = Ci)lo + ™2 1 (TTag — @) lolICi — Cinllo)

2

IA

2 2

_d _d 2

M E ||5i||3+h2(k+l)+ll9i||5+ h 2||9i||o§ 1851l +(h 2||5i”0||9i||0)
i=1 j=1

IA
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2
+e Y 19:8i 15 (3.50)
i=1

By conducting the same analysis as for (3.49) and (3.50), we have

Ge

— (0 ((Ci = Cin)u),6;) — (3 (Ci (w—up)), 0;) +zi (3 ((Ci — Cin) (w—mp)), 6)
M6 llo (I18;u |l Lo I1Ci — Cinllo + llullL= 119, (Ci — Cin) llo

H10: CillLllw — wpllo + I Cill L 10; (w — up) llo

+llu — upliz=10; (Ci — Cin) o+ 110: (@ — up) || |Ci — Ci.nllo)

< M|6illo (I1Ci — Cinllo + 19, (Ci — Ci.n) llo + llu — unllo + 110; ( — up) llo

_d _d
+ b2 |[Tpu — upllolld; (Ci — Cin) llo + 7~ 2118 (T — up) llollCi — Cip ||0>

IA

2

2 2 2
_d —d—
<MD IS+ 1015+ R*ED + [A72 > 08 05 | + (A D 185018
i=1 j=1 j=1
2 2 2 2 ; 2 2
ARG+ [0 D815 )+ { A2 6illo Y 1850
j=1 j=1 j=1
3 2 ’ d 2 ’
(A2 o0 Do usE |+ [ A2 60 Y 18513 | | + ellaisi - (3.51)
j=1 Jj=1

Now we conduct a mathematical induction process and propose the following induction hypothesis:

4 18;(Dllp <M, ¥t €[0,T),i =1,2,d=2,3. (3.52)

When ¢ = 0, by a properly chose initial value C; 5, (0) = IIj, C?, we have §; (0) = 0, thus (3.52) is satisfied.
Assume that (3.52) holds for G3, G4, G5 and Gg fort € [0, T*], T* < T, then

2 2
G3+G4+Gs+Gg = M (Z 1813 + n2*+D 4 |«9i||3) ey 110815 (3.53)

i=1 i=1
On the other hand, let Ci = 0;9; in (3.44), we have
(01 (07 +8;), 0:8;) — (V- 0;, 8:8;) = 0, (3.54)
thus
19:8illo < 18z0i llo + IV - G llo- (3.55)
Substitute (3.55) into (3.53), then (3.45) can be estimated as
! 2 2 1 2 ’ 2 20kt 2 2 2
SOOI + 1615 + 5001515 < M (Z 18:13 + n2E+D 4 g, |0) +ed e}, (3.56)
i=1 i=1

Sum over i from 1 to 2, take a sufficiently small €, integrate both sides of (3.56) in time from O to 7, then apply
Gronwall’s inequality with C; 5, (0) = Iy, C? and J; 4, (0) =TIy, Ji0 (see Remark 3.2), yield

2
> (ne,-nLOO(Lz) 1161 20y + 118 uLw(Lz)) < Mp*H, (3.57)

i=1
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which is true for any 7 € [0, T*]. (3.57) also shows that for k > 1 and d = 2, 3, we always have
d d
h™T18; 0l < MA*T173 < M.

d
On the other hand, since &~ 2 ||8; ()| is a continuous function with respect to ¢ € [0, T'], thus due to the
d
uniform continuity in time, there exists € such that for any ¢ € [0, T* + €], we have b~ 2 ||§; (1) [lop < M.
Because [0, T'] is a finite interval, so the induction hypothesis (3.52) holds true for all ¢ € [0, T']. Therefore,
for any ¢ € [0, T'] we have (3.57).
Combine (3.57) with (3.55), apply Lemma 3.3 and the triangular inequality, (3.41) is then obtained. On
the other hand, choose J; = 9;0;, C; = 9;6; in (3.43) and (3.44), yields
e lomonze L 2o a0 L5 98 A A
10:6; Iy + 23t 16; lg + 231||V i llg = — (0rej, 0:0;) + (3r (07 + 8;), 0:8;) — 9 (8;, V - 6;)
—zi (¢Ci — qnCi . 0:0;) — (uC; — upCi p, 9:6;) — z; (3 (qCi — qnCi.n) . 0:6;)
— (8 (uCi —uCip) . 0:6;) = Y R;. (3.58)
j=1

By Cauchy—Schwarz inequality, Young’s inequality with €, Lemma 3.3 and (3.55), we have

Ry

IA

Mde; 13+ €136 15 < Mh2*FD 1 e)13,6;13, (3.59)

Ry = M (00313 + 10:8;13) < M (24D 41V 6;13) (3.60)

IA

Utilize the same analysis skills as conducted in (3.48), (3.49), (3.50) and (3.51) for Terms R4-R7, results

2
Ry+Rs+Ro+ Ry = M| Y (1813 + 1V -6;13) + ¢+ | weqanoid. (3.6
i=1
Take a sufficiently small €, and apply (3.57), then (3.58) can be estimated as
1
126313 + 5 211615 < M(E>EHD 119 6;15) — 15, V - 6)). (3.62)

Integrate both sides in time from O to 7, yields

t
M (hz"‘“) +/ nefnzvdr) — (5, V-6)
0

t
M (hz‘”” + fo n9,~||2vdr) +18:13 + €l6;13. (3.63)

IA

t
/0 1306, B~ + 16113,

IA

Then, further take a sufficiently small €, apply Gronwall’s inequality and (3.57), leads to
1966: 1 2.2, + 16 I oo vy < MAEFY, (3.64)
Combine (3.64) with (3.55), apply Lemma 3.3 and the triangular inequality, (3.42) is then obtained. O

Combining Theorems 3.1, 3.2, 3.3, we finally obtain a complete convergence theorem for the semi-discrete
scheme (3.2)—(3.4) as follows.

Theorem3.4 Let (¢, q,z,u, p, C;, Ji) be the solution to (2.7a)-(2.9) satisfying the regularity properties
(2.13)-(2.15), and (¢p. qn. 2ns Uhs Phs Cipy Jin) be the solution to (3.2)—~(3.4). Then the following error
estimates hold

g — gnlloo vy + 19 (g = an) 2y + 10 = Sl oo (12) + 19 (@ = dn) 212
Hliz = 2l oo (12) + Iz = 2l ooty < MIEH, (3.65)

llu — uhHLoo(LZ) + llu - uhHLoo(Hl) + 110, (w —up) ||L2(L2)
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+lp = pall 2 2) < MASF (3.66)
ICi — Ci,h”LOO(LZ) + 119 (Ci - Ci,h) ”LZ(LZ)
H; = Tinlizoovy + 1di = Jipll oo 2y < MAFTL. (3.67)

Remark 3.2 Given initial values CIQ and u¥, we can obtain ¢0 = ¢ (0) that is determined by the fourth-order
elliptic equation in (2.1) at t+ = 0 with the boundary condition shown in (2.2). Thereafter, by the definition
(2.4), we have Jio = J;(0) = VCIQ + ziV¢0C? — uOCiO. Thus, all discrete initial values can be defined as:

Cin(0) = l'[hClQ, Ji n(0) =TI, Jio and uy (0) = l'[huO by their own Hl-projection.

4 Fully Discrete Mixed Finite Element Approximation

In order to develop a full discretization for (2.9), (2.10) and (2.12) , we first define a uniform partition in the

time interval [0, T]: 0 =19 < 1] < --- < ty = T with the time-step size At = T /N, then set 1, = nAt
+1_

(0 < n < N).Let 9" = ("), and d;p" 1! = % In what follows, we employ the backward Euler

scheme together with Taylor—Hood mixed finite element approximation to define the fully discrete scheme of
(2.9), (2.10) and (2.12).

4.1 Fully Discrete Mixed Finite Element Discretization

For n = 0,1,--- N — 1, suppose (¢.q}.2;,Cl;. J0", up. pj) are given, find (¢"+1 "H,

) € Wi gy x Vi< Zi (CFF TS € Wi g Vi i pith) € Uy ox Wi (@, 6.2, J;. Civii, )
Vi x Wy X Zp x Vi x Wy x Up o X Wy, such that

(a7".a) + (Vapv-a) = (47" v-a) = (47.Vd) - < S - m =ae,
(v n+1’ ~) (Zz+]7¢;) . (4'1)
(Vi ve) o+ (s.2) = (e - 331.2) = < 7.2 2,
(J ,",j', F)+ (I B) + v B (v R (gt 0
e 1) es (o (e ) D)+ () B)
:<gl + J, n>aQ+<d,gl l J ‘n >0,
(acrts a) —(veamté) =o,
(d, i+l 12) +8 ("Z ;’l"'l, ﬁ) + (Vu;;'H, Vﬁ) — (ph'H V. u)
- ((cfj,;l - cgj,;l)q;;“,a), 4.3)
(V~u:+l,ﬁ> =0.

‘We use Picard’s method to linearize nonlinear terms in (4.1)—(4.3), and implement the following Algorithm
4.1 to carry out the mixed finite element computation for the presented modified PNP/NS coupling system

@.1).

Algorlthm41 1. Initialization of time marching: set n = 0 and adopt the discrete initial values
(Cl w i h u%) as shown in Remark 3.2.

(¢n+10 n+1,0 _n+1,0 Cn+l.0 Jn+l.0 n+1,0

0 Zp oS ih U
)= @) ay. 2y, Ct s Iy uy, p) asn = 0. Setm = 0.
3. Mlxed finite element computation at each nonlinear iteration: for m > 0, find

2. Initialization of nonlinear iteration: let
n+1 0
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n+1l,m+1 n+l,m+1 _n+l,m+1 n+1,m+1 n+l,m+1  n+lm+1  n+lm+1
((’bh Z ,C W s Uy » Py

*Th *“h ih i.h
Zp x Whgo X Vg x Up o x Wy, V(q, .2, Ji, Ci tt, p) € Vi x Wiy x Zp x Vg x Wy x Up g x Wy,
such that

(q;;-%—l,m-%—l’q)_’_(v qn+lm+l V. q) (¢n+l mtl g q) <ZZ+1""+1,V~5)
=— < fi G n >y,

) € Wp o x Vp x

n+l m+1 7 n+1l,m+1 7
)= (41 6) =0,

(v P ve) 4 () = (et - e 2) < 3 e,

n+l m+1_ n - ~ ~
( Jz) (Ji’f;l’"l+l, Ji) + (V . Ji’f}_:—l,m-Hv V. Ji) + (sz‘-hi—l,mﬁ—l, V. Ji)
nlm

+<Zlqh+lmcn+1 m+1 iz) ( n+1mcn+lm+l iz)+< ucn-HnH—l -iz

+1,m+1 +1m+1
nt-l,m C” "G § “’I:H —u) C"+1 m+l gy n+l m C,n/x "Gl 5
Ziqy Al s Ji Al ,Ji u, Al Ji

1 )
=<g{‘+ Jion>aq + < 88!t T on >aq.
Cin;;l'mﬂfcinh ~ n+lm+1 &~

(T,Ci (vt ) =o.

n+1m+1 n
u, n+l,m _n+l,m+1 ~ n+1,m+1 ~ n+1,m+1 ~
(Tu +,3( Uy, ,u)—i—(Vuh ,Vu)—(ph ,V-u)

n+l m n+1,m n+lm =~
Cin ™ =G )‘Ih ’”>’

(v : uZH‘m'H, 5)=0.

4. Check stopping criteria for the nonlinear iteration: for a given tolerance ¢, stop the iteration if

+Lm+l +1, +Lmtl +1, FLmtl +1,
A A [ e I A [ R ()

2
+Z ||Cﬁ2—1’m+l _ Cn+1 m” + HurH—l ,m+1 u2+1 m” + ”pn-H ,m+1 pz-%—l,mllo <e.

i=1

and set
n+1 n+1 n+l n+1l gn+l n+l n+l
(‘7’ Ay oty 2 Cip i My Py )
_ n+l,m+1 _n+l,m+1 _n+l,m+1 n+1,m+1 n+1,m+1 _n+l,m+1 n+1,m+1
= (¢h 4 Zp Cin i Uy ' Ppy )

Otherwise, set m <— m + 1 and go to Step 3 to continue.
5. Time marching: stop marching if n + 1 = N, otherwise set n <— n + 1 and go to Step 2 to continue.

4.2 Fully Discrete Error Analysis

First, let each term in weak formulations (2.9), (2.10) and (2.12) take the value at ¢, 1, yields

(@"*.q)+ (V-¢"'V-q) = (0" V-§) = (" V) — < .G -n >0,
(V-a1.8) = (+.9). 4.4)
(V! VE) + (2, 2) = (CIH—I _ CE’H,Z) — < 1 g

(at n+l ) + ,3( n+1’ M’H—l, ﬁ) + (vun-%—l’ Vﬂ) _ (pn-%—l’ V. ﬁ) — ((C;l-i—l _ Cg+1)qn+l’ ﬁ) ,
( . n+1 ~) 0.

4.5)
(@ )+ (0 F) + (v V) (V0 + (e et )

+( n+]€n+1 j«) (1»3,( n+lcn+1),ji)+ (3, (“"“Ci"“),jf) 4.6)

=< g Jin>sq+ < gt Ji-n >y,
(acr ™. G) = (v .6 =0
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Subtracting (4.1) from (4.4), and utilizing the H]—projection (3.5) at t,,4-1, we can have the following lemma
by doing an analogous proof as for Theorem 3.1 because of its steady state feature.

Lemma4.1 Let (4], q,’;“, ™) be the solution 1o (4.1), and (¢"+1, q" 1, "+1) be the solution 10 (4.4).
Then the following error estimates hold

2
1 1 1 1
lg" ™ =gy + 1" — g o < M Y ner = g + RF ] 4.7)
i=1
”Zn+l —ZZ+1||0+h||Zn+1 n—o—l”l <M Z”C:H—l Cn+1”0+hk+l ) 4.8)
i=1
Next, we analysis the fully discrete error estimates for u"+1 — uZ'H, Ji"'H — Jl.";;'l and Ci"+1 Cl"')l'l,

respectively. Subtract (4.2) from (4.5), and use (3.22) at #,, 41, reads
(Btu"'H - d,uZ'H , 12) +ay (l'[hu" Z'H, ”) — by (ﬁ I, p" ! pZ'H)

48 (un+l’ u"“,&) -8 (”ZH’”ZH ﬁ> Zzz (Cn+1 n+1 C"Hqgﬂ,&>, (4.9)

i=1

bu (Mau™! =1 5) =o0. (4.10)

Let u"t1 — Z-H (un+l _ l'[hu"+l) + (HhunJrl _ "Z+l) — nn+l + $n+1’ choose i = €n+1’
p =TIy p”"' - p;l'“ and then add (4.9) and (4.10), yield

(d,§n+l, EnJrl) +ay (EnJrl’ §n+l)
_ (3,u"+1 _ d,u”“, é__nJrl) 4 (3[nn+l _ dt']n+l»$”+l) _ (3lnn+l’ é__nJrl)

2
+ﬂ( nel n+1’5n+l)_ﬁ( el gl En+1 +ZZI (Cn+1 n+1 C;ljlrlq;:+17§n+l)~ 4.11)

By Taylor’s expansion, we have

1 [+l 92

¢ .~ 2 .72
" — dyt == (F=m) S ydi. Vol (o, T:L (Q)), (4.12)
then
92
lorg™! — dig™ o = M(AD| =) (4.13)
Thus, we have
(0! — a1 ) < MOl a2 1€ o < M (A0 + 18" 1)
(4.14)
@™ =™ € < M(AD Il g2 2 IE" o = M ((Az)2 + gt u%),
(4.15)
(0" 1) < Mpaen™ lollg™ o < M (W24 4 g™+ ) (4.16)

Analyses of the rest terms in (4.11) are similar with (3.30), (3.31) and (3.32) in the proof of Theorem 3.2 and
are thus omitted here, then we obtain

2 2
HS"HH%-FAIHVS"HH% < (gn’sn+l) + MAt (hdZ”C;hLl C,n;lrlllo-i'Z”CinH Cn+1||0

i=l i=1
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HIET + (A% + KKV 4 ear VTR,

Apply Cauchy—Schwarz inequality and Young’s inequality with € = % to the first term on the right hand side,
and take a sufficiently small €, yield

2 2
||s"“||0 + A VEG < Mac | Y et - epttig + Yo et = ethig
i=1 i=1
1
HIE" G + (an? + h2EED) 4 2 gm 3.

Sum over the time step n fromOto L — 1 (1 < L < N), and apply the telescoping technique, results

L—1
—||s I+ A Yo 0vE G < 5 IISOI\(2)+MAtZ ™ dch"“ critig
n=0 n=0 i=1

2
+ N = PG+ 1E TG + (an? + n2EED

i=1

Then, by the discrete Gronwall’s inequality, and properly choosing the initial value u2 =11 huo, we have

L-1

NG + At Y Ve

n=0
L—1 2 2

<M |:At > (h‘d donertt —crtig+ > et — et uO) + (A2 + hz(“”] . 417
n=0 i=1 i=1

If choose it = di&"+1, p = dy (T p" ! — p 1) in (4.9) and (4.10), then

(dt§n+l»dtsn+l) +ay (én-H,dtfn-H)
_ (a,u"“ _ d,u"“,d,é"“) + (3117"“ _danrl’dl%.nJrl) _ (atnnJrl’dl%.nJrl)

+ﬂ( u' Z“,d@"“) -8 (un—H’ un—H’dtén—H)

+ Zzi (CinJrlanrl _ CinjlrquJrl,dlgnJr]) _
i=1

By similar analysis skills as for (4.11) and (3.34), we can have

L—-1

A g™ TG+ 1vERIG
n=0

<M| A Z (h_2||V(u"+1 n+1)”0 + ||V< n+1 _ "ZH) ”%

2 2
+h= Y et — g Y Iet = el g | + (an? 4 2D (4.18)
i=l i=l

Then by (4.17) we obtain

L—1
A g TG+ IVERG
n=0
L—1 2
2 2d n+1 n+1,8 n+1 n+1
M| Ay (R ch —cihig+ Yo et -y lig
n=0 i=1 i=1
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2 2
+hEY I = g+ oI = g |+ an® R (4.19)
i=1 i=1

As for the fully discrete error estimates of Nernst-Planck equations, we subtract (4.3) from (4.6), and utilize
(3.38) at t,, 41 to have

(allinﬂ _dtJierrl’ ji) + (thinH _ ln;lo—l ji) + (v ) (l—[hJin+l _ Jln;lo—l) V. -ii)

+ (HhC,“] . Cin!;l’ V. jz) g (qn+lcin+1 _ q}rlt+lcirf;1“ii)

+ (un+lcin+l _ uzﬂcﬁly -ii> +z (3z (qn+1clgz+1> —d; (ﬁﬂcle) ’ ji)

+ (o (w et —dy (wp et J) =0, Vi e Vi, (4.20)
(acytt =it G) = (Vo (Mt = a6 ) =0, YCie Wy “.21)

Let Jin+1 _ Ji’j;zrl — (Jin+l _ I—Ih]in+l) + (thin+l _ .Ilrf;l) — eln+1 + 01"1+1’ C;1+1 _ Cin,;zrl —
€t —muerth + @ttt — el = ot 4 68 choose J; = 67, € = 87! in (4.20) and
(4.21), and add them together, yield

(dz9,-"+1, 91_n+1) 4 <9in+l’ 9[_n+1> 4 (V v Gin+1> 4 (d[5;z+1’ 5;z+1)
== (0 =g o) + (el — die o) — (360t 0
_ (a,ci"“ _ dzCi"“, 5,“1) + (&6{‘“ _ dtain+l’ 5?+1) _ («%0{’“, 8}”1)
—z <qn+lcin+l _ ‘I;.’+1Cﬁ;f1’ 9;z+1> _ (unJrlC;H—l _ uZ“Cl.’f;{I, 9[’1“)

-z (at (qn+lcin+]) _ dt <q;r’t+lcirz;]) ; Oirt+l) _ (3[ (un+lcin+]) _ dr (uz+lcﬁ;,rl) GinJrl)
= 1202 Ti. 4.22)
k=1

The analysis of Terms 777§ are similar to (4.14), (4.15) and (4.16), leading to
T\ +Th+T3<M <(At)2 N ||(2)) ,
Ty+T5+To <M ((At)2 + 20D antd ”g) .

As for T7 and Tg, we will do an analogous error estimate with (3.48) and (3.49), i.e., we need to conduct a
mathematical induction by assuming the following induction hypothesis forany n =0, 1, --- , N:

d
hT2|8Mo < M, i=12, (4.23)

which is obviously true when n = 0 since 8? = 0 by choosing C; ,(0) = l'IhClQ. Now we assume (4.23)
holds foranyn =0,1,--- , L — 1, where | < L < N. Then,

T +Ty<M i I8P T3 + 1o+ + h2kED
i=1
Next we estimate Ty and T7q. Let C; = dt(S;H'l in (4.21), yields
(et —aepftoasy ) = (v optaspt!) =o, (4.24)
that is
i

(atcinJrl —dtC?+l,d[lS;l+1> + (d,ainJrl _ 3tan+l,d;8?+1> + (3101»”+1,d15?+1)
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+ (st gt = (Vo 0r st =0, (4.25)
By Cauchy—Schwarz inequality and applying similar estimates as in (4.14), (4.15) and (4.16), we obtain
ldr 3" o < M (At + hk+1) + 1V -0 . (4.26)
Then,
o, —a o < ot = d P g + Ndyo]
—85" o + 18,0l + 1487 lo
< M (A4 RF) 490, (4.27)

On the other hand, differentiate (2.10) in time, and then fully discretize it in both space and time as done
for (4.2). The error equation between them can then be obtained by means of the differentiation of (3.5) in

time, where, we choose § = d; (IT,¢" ! — qZH) and ¢ = d; (TT;¢" ! — 4)2‘“). By Taylor Expansion (4.12)
and the same analysis techniques for proving Theorem 3.1, we can obtain

2
s (T1g" " = gDl = M (A + K 3 13,1 — il o, (4.28)
i=1

Thus by the triangular inequality, (4.13), Lemma 3.1, (4.28) and (4.27), we have
lorg" " —drgi ™M lo < N9rg" ! = dig" o
+lds (4" = 11" 1) llo + e (g™ =g ) o

< M (A0 + ) v 61 o, (4.29)

Therefore, apply an analogous analysis as for (3.50) and (3.51), and utilize Lemma 4.1, (4.29), (4.27) and the
mathematical induction (4.23), yield

Ty = —z <qn+latcin+l _q2+1dtcg;rl’ ein+l) —z (CinHthnH _ Cﬁldrqzﬂ 9[_n+1)
—z; ((qVH—l _ q;lH—l) 3,Cl«n+1, ein+l) —z <q}r:+l (atcl{l-H _ dtcl{l,;:l) , gin-%—l)

—z; ((CirH—l _ Cln—;l—l)) a[qn+1’ Gin-H) —z (Cin,-hH (atqn+1 _ dﬂ],'f“) , 9;1+1)

IA

2
M (Z 1871 G + 16711 + (An® + W*”) +elv -0,

i=1

Tio = — (u"“afcg’“ _ uZHdzCi"j{l, ein+1) _ (C;z+13tun+1 _ Cinj{ldt”ZHs 9;14—1)
== ((w" —w Yoyt o) = (wpt (acrt - dicitt) ort)
— (et =ty o or ) = (it (! = ) o)
<

2
M (Z 187G + 16 G + (A 4 REED g E 4 (1d, g ||%) +elv-ortG.

i=1

Then, (4.22) finally yields

9;1+l -6 1 12 12 ‘S(Hrl -4 1
i i n+ n+ n+ i i n+
T,Qi H16 o+ 1V -6,y + T’B"

2
<M (Z 187G + 167115 + (A0 + R2EFD g™ T+ |1d, g™t ||5) +ellV -0t

i=1
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Take a sufficiently small €, apply Cauchy—Schwarz inequality and Young’s inequality with € = %, yield

1
5 (16703 + 187 13) + Artor G + Angv 671

2
< MACY ISE 100G + an? + 2D a3 4 e g

i=1
1 on 2 s 2
+3 16;" 15 + 18 11 ) -

Sum over the time step n from 0 to L — 1 (1 < L < N) on both sides, apply the telescoping technique, and
properly choose initial values Czoh =TIy Clo and J}? = l'IhJO, yield

L—1
16513 + 1sF 13+ ar > 16113,
n=0
L—1 2
< MACY TS E 0T E A+ 1E TG + 1dig" TG + (an? + n2EFD ) (4.30)

n=0 \i=1

Due to the mathematical induction (4.23) and Poincaré inequality, (4.17) leads to

L—1 L—1 L-1 2
Ay IEMNIG < MAr Y IVE"IG < M| Ay Y s G+ (an® + h2EED | (4.31)
n=0 n=0 n=0i=0
and so does (4.19), resulting in
L—1 L—-1 2
A TG < M A Y ST 4 (an? 4 p2EED | (4.32)
n=0 n=0i=0

Take the sum over i from 1 to 2 in (4.30), then apply the discrete Gronwall’s inequality, results

2 L-1
S IF R+ UsFI3 + ar Yo 6 | = M ((an? +#20ED). (4.33)
i=1 n=0

Because k + 1 — % > Ofork > 1andd = 2, 3, (4.33) implies that when At is sufficiently small, we have

_d
h28E 10 < M,

which proves the mathematical induction hypothesis (4.23) uniformly holds forall 1 <n < N.
Combining (4.33) with Lemma 3.3 att = t;, (1 < L < N), by the triangular inequality we obtain

19 = Ih o+ 1CE = Chylo < M (A + ). (4.34)

Then Lemma 4.1 results
g™ — gk llv + o™ —ofllo < M (At +hk+1), (4.35)
Ik = zEllo + hllzE — 2k < M(ar+R*HY). (4.36)

Further combining (4.17)and (4.19) with Lemma 3.2 att =t (1 < L < N), we have
I —ubllo + lut —uflly < M(ar+*F, (4.37)
On the other hand, taking J; = d;6/""!, C; = d;8/"" in (4.20) and (4.21) , we have

(dleinJrl’ dteirHl) + («91.”+1,d,9in+1> + (V . «9in+l,d,V . 9;1+1)
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_ <atjin+1 —er,-Jrl,dz@,-"H) + (ale;'l+1 —dze;-’H,dr@i"H)
- (a,e;?+1 , dtel.”“) - (af“ A 0;”1)
—z (qn+lCl{1+1 _ q2+lcg;lrl7d19;1+l> _ (un+lcl{1+l _ uZHijfl,dzf?{'H)
—zi (o ("' ) —an (ap ) ciop ) = (o (wr et
A GRS R AR
By using similar analysis techniques as for (4.22), we can obtain the following estimate forany 1 < L < N:

L—1
1
A 108G + 6F 115,
i=0

<A LZI M 222 187G + 167115 + (An? + B2 ) 4 el 07 g
n=0 i=1
Take a sufficiently small €, apply the discrete Gronwall’s inequality and (4.34), yield
ok 1y < M@kt + An).
Further, we have
IIE = Ty < MA + A, (4.38)

To estimate p’”rl - pZ +1 , we need the discrete form of inf-sup condition for by, (-, -) in (3.37). First, apply

(4.9), the continuity of ay (-, -) and the same error analyses for (4.14) and (3.30)—(3.32), yield
bu (ﬁ m, "+ — PZH) _ (8,u”+1 —druZH,ﬁ) ta, (l’Ihu”+1 _ u;+1’ ﬁ>

_Hg (un-H7 un+1, ’2)
2
-B (u;’l*l,uzﬁ,ﬁ) - Zz,' (C;ﬁqq”+1 - Cﬁ;':;;“,ﬁ) .
i=1
= M[(Ar+ R 1dig™ o) Nl + V€ ol
_|_

(19 (" = ) 13+ 17 o7 (w1 = 1) o) Nl

2
_d
+ (h 2y et — et

i=1
2
+> oIt =t + hk“) IIIZIIO} :
i=1

After combining the above inequality with (4.34) and (4.37), we can obtain the following error estimate through
(3.37) as:

1" = pp il < M (Ar+ B 4 g™ )

Then apply (4.32) and (4.33), and combine with Lemma 3.2, yield

1

L—1 2
At Z ”pn+1 _PZH”% <M (A[ +h"+1>.
n=0

Therefore, the following convergence theorem is eventually derived for the fully discrete scheme (4.1)—
(4.3).
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Theorem 4.1 Ler ("1, "1, 21 i+l prtd ot gm0y be the solution 1o (2.72)~(2.9) satisfying
the regularity properties (2.13)=(2.15), and (¢Z+1 , q;llJr] i uZH , pZH ,
Cl."jl'l, Jz'”;:_l) be the solution to (4.1)—(4.3). Then for 1 < L < N, we have the following error estimates,

la™ = af v + 8" = of o+ 125 = zf o + Ak = 2 < v (B + ar).

L 2
Nl —ufllo + Nl —ufly + [ ACY Up" = ppIG | < MGFT 4+ An,

n=1

Ik = chullo+1IE =I5 lo + 19 = Ih v = M (B + ar).

Remark 4.1 The error estimate of pressure in Theorem 4.1 is consistent with its continuous form in Theorem
3.4 which bears L2(L2) norm. To obtain the same error estimate for pressure in L°°(L2) norm, i.e., ||p —
Ph ||Lo<>(L2) =0 (hk‘H ), we need to differentiate (3.26) and (3.27) in time, and choose & = 9; (IT,u — uy)
and p = 9;(Il, p — pp), then conduct similar semi-discrete error estimates by means of analogous analysis
skills for proving Theorem 3.2. A similar error analysis process can be carried out for the fully discrete scheme
to obtain the error estimate of pressure in the discrete L% (L?) norm, as: ||pL — p}f 2 = O(h"ﬁLl + At)
for 1 < L < N. We thus omit its proof in this paper to avoid the high similarity, on the other hand, it will be
numerically validated in Sect. 5.

5 Numerical Experiments

5.1 Example 1: Convergence Test

In this section we apply the fully discrete mixed FEM and the numerical algorithm developed in Sect. 4 to a
numerical example defined below, then validate all theoretical results shown in Theorem 4.1. Let

¢ = etV sing,

C1 = sin(2wx) sin(2wy) sint,

Cy = sin(2mx) sin(27 y) sin(2t), 5.1
u = (—cos(mx)sin(ry)sin(3t), sin(wx)cos(wy) sin(3t))T s

p = (sinx+siny) (1 —e™")

be real solutions to the following fourth-order modified PNP/NS problem defined in 2 = [0, 1] x [0, 1] and
the time interval [0, 0.25]:

A2y — Ap=Cy — Cy + F3,

0C; —V - (VC; +7;V¢C; —uCi) =F;, i=1,2, (5.2)
oru+ w-VYu—Au+Vp=—(Cy —C) Ve + Fy, :
V-u=0,

by appropriately choosing right hand side functions F; € L*(0, T; L2(Q) (1 <i < 4), where all F; are
nonzero functions and do not actually affect our error analyses and theoretical results shown in Sects. 3 and 4 at
all. And, all boundary and initial conditions are homogeneous, which matches with the adopted real solutions
(5.1) on the boundary 92 or at t = 0.

In the following, we implement Algorithm 4.1 to find discrete solutions of (¢,q,z, Cy,Ca,
J1, J2, u, p) to the fully discrete mixed finite element discretization (4.1)—(4.3), and compute convergence
errors in corresponding norms for these variables. To that end, we adopt At = 4h3 with the grid doubling, i.e.,
choose mesh sizes h = 1/4,1/8,1/16 and 1/32 to form a series of nested uniform grids, on which we define
corres;i)onding P2p! (Taylor—Hood) element to discretize (¢, q), (u, p) and (J;, C;) (i = 1, 2), respectively,
and P (linear) element to discretize the variable z by choosing k = 1 in (3.1).

Numerical results are reported in Tables 1, 2, and 3 and Figs. 1, 2, and 3, from which we can see all results
are at least in accordance with or even better than the theoretical results of optimal error estimates shown in
Theorem 4.1. In particular, optimal (second-order) convergence rates are illustrated for approximation errors
of all variables in their corresponding energy norm and L~ norm, except for the velocity’s and the pressure’s
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Table 1 Convergence results of the electrostatic potential and relevant vector- and scalar-valued variables

h 1/4 1/8 1/16 1/32

I — dnllo 5.37E—-03 1.08E—-03 2.25E—04 4.93E—05
Order 2.311 2.265 2.193

llg — qnllo 3.98E—04 8.46E—05 1.95E—05 4.73E—06
Order 2.234 2.121 2.039

lg —qnly 5.60E—03 1.18E—03 2.67E—04 6.35E—05
Order 2.242 2.149 2.072

Iz —znllo 5.89E—03 1.48E—03 3.70E—04 9.27E—05
Order 1.992 1.999 1.998

Iz = znlh 1.61E—01 8.06E—02 4.03E-02 2.02E—02
Order 0.997 0.999 1.000

Table 2 Convergence results of fluid velocity and pressure

h 1/4 1/8 1/16 1/32
e —upllo 1.72E—03 2.06E—04 2.54E—05 3.16E—06
Order 3.061 3.021 3.007
lu — upl; 3.44B—02 8.68E—03 2.17E—03 5.44E—04
Order 1.988 1.997 1.999
Ip = pullo 1.64E—02 2.33E—03 3.05E—04 3.99E—05
Order 2.818 2.934 2.936

errors in L2 norm, i.e., llu —upllp and || p — ppllo that even show a third-order spatial convergence rate in
Table 2, which is however one order higher than the result demonstrated in our convergence theorem. Due to
the nonlinear source term of the momentum equation that involves ionic concentrations and the gradient of
electrostatic potential, our proofs for Theorems 3.4 and 4.1 can only show a second-order convergence rate in
space for the velocity’s error in both H ! norm and L2 norm, as well as for the pressure’s error in L? norm.
But, as illustrated by numerical results, it seems that such nonlinear source term does not prevent the mixed
FEM for Naiver-Stokes equations from achieving an optimal (third-order) convergence rate for ||u — uy ||
with P2 element, moreover, a nearly third-order superconvergence property for ||p — pp|lo with P! element
is illustrated as well. Further theoretical studies would be needed in the future to verify both the optimal
convergence of velocity and the superconvergence of pressure in L2 norms, for the fourth-order modified
PNP/NS coupling system.

5.2 Example 2: A Practical Problem to Investigate the Force Between Two Charged
Particles

To explain why the modified model with a fourth-order elliptic equation for the electrostatic potential is sig-
nificant and necessary in contrast to the classical Poisson equation, in this section we use both the classical
model and the modified model to study a practical example in two dimension for the electrostatic interaction
force between two charged particles, and compare numerically obtained forces with experimental results to
show that only the modified model can demonstrate a reasonable result that is consistent with experimental
phenomena. Figure 4 depicts two spherical particles (represented by £2;) that is submerged into an electrolyte
(represented by 21) and is surrounded by a uniformly alternating electric current field. Two spherical parti-
cles are uniformly charged dielectrics whose electrostatic potentials are defined through either the modified
model—the fourth order elliptic equation (1.1) or the classical model—Poisson equation that is reduced from
(1.1) by letting £, = 0, while the electrolyte, which is an ionic solvent containing ions (cations and anions),
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Table 3 Convergence results of

ionic concentrations and relevant - 18 1716 1732
vector-valued variables ICi —Cipllo  211E—02 433E—03 1.02E—03  2.53E—04
Order 2.285 2.080 2.021
IJi = Jinlo  1.0SE—01 236E—02 548E—03  1.34E—03
Order 2.154 2.107 2.036
IJy — Jinly  202E-01 3.62E-02 7.99E—03  1.93E—03
Order 2.479 2.179 2.049
IC2—Copllo  409E—02 8.40E—03 1.99E—03  4.89E—04
Order 2.286 2.080 2.021
IJ, — Joplo  2.18B—01 497E—02 1.16E—02 2.82E—03
Order 2.131 2.106 2.037
IJ — Jonly  443E—01 7.86E—02 1.72E—02  4.13E—03
Order 2.493 2.196 2.055
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Fig.1 Linear least squares fitting of convergence trends against mesh size for ¢, ¢ and z in respective norms

supposes to be modeled by Nernst-Planck equations, as shown in (2.1), for ionic concentrations. But, since
in this section we only focus on the comparison between the modified and the classical models of the electro-
static potential, we simply replace Nernst-Planck equations by an empirical function for ionic concentrations
that explicitly depends on the electrostatic potential [12]. Such an empirical function is derived based on the
Bikerman model [40] for volume constraints only with equal sized cations and anions, as shown below in
(5.3).

All necessary physical parameters involved in this section are labeled and explained in Table 4. In particular,
we let the charge density p = z1eC| —z2eC3 in(1.1), where C| and C7 are concentrations of the ionic species,
and, we use €] and € to denote the dielectric permittivity in the electrolyte and the particles, respectively,
which describes different polarizability of ions. Here we let €] = €g€s, €0 = €€y In addition, we assume a
binary z; : z electrolyte such that the far field concentrations of cations and anions satisfy z C;‘o =22Cq0.
Following the aforementioned reason, in this section we replace ionic concentration (Nernst-Planck) equations
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Fig.3 Linear least squares fitting of convergence trends against mesh size for C; and J; in respective norms

by two empirical functions at equilibrium which are explicit functions of the electrostatic potential, defined
by [12]

Cy
G

7
C;_Oe 21 KBT¢,

e
o+ 2 kT?
zzcooe B

(5.3)

where the far field concentration, cg“o (in the ST unit of 1/ m3), describes the degree of concentration of cations

T
in physical spaces, while c¢o = %—f, is often adopted to change the unit of the far field cationic concentration
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Fig.4 The schematics of the submerged particles in an electrolyte

Table 4 Notations and physical constants

Symbol Physical parameter Value Unit

Ry Radius of the spherical electrolyte field 5000 nm

Ry Radius of spherical particles 1000 nm

e Charge of one electron 1.6 x 10719 C

KpT Boltzmann energy 4.14 x 10721 J (or Nm)
€0 Permittivity of vacuum 8.85 x 10712 Cz/(N mz)
€5 Dielectric constant of electrolyte 80

€m Dielectric constant of particle 2

71 Valence number of cation 3

22 Valence number of anion 1

Le Electrostatic correlation length 1 nm

Na Avogadro constant 6.02 x 1023 mol ™!

to the most commonly used molar concentration unit: mol /m3 [12]. Moreover, to compute the interactional
force between two particles, we need to introduce the expression of the Maxwell stress tensor, t, for a fluid
(that is the electrolyte in this example) with a non-local permittivity €, defined as [13],

1 1
T= equ—Eeq-que% [q (VY- —q(V(V-gnT —(V(V-g)qT + 5V q)z,] ,

where ¢ = —V¢ is the electric current field. Then the total electrostatic force, F, acting on the surface of the
particle, e.g., the surface of the right spherical particle, I'3 (see Fig. 4), can be calculated by F = fl“3 Tnds.
Since the vertical component of this total force does not contribute to the interaction between two charged
particles that lie along a horizontal direction (as shown in Fig. 4), in what follows, we only take the horizontal
component of this total force to investigate the interaction effect between them.

Specifically in this example, we set two charged particles to carry opposite charges, as shown in Fig. 4. Then
due to the Coulomb’s law, their interaction force in between shall be anti-proportional to (the square of) the
distance between them. On the other hand, the classical electromagnetism theory tells that two opposite electric
charges attract each other, which however no longer holds for the experimental setup in this example when
ionic concentrations in the electrolyte increase to a certain extent, i.e., under that circumstance two oppositely
charged particles turns out to repel each other instead. It is the most significant phenomenon that only the
BSK theory can explain but classical theories cannot. A physically experimental study in [41] fully supports
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Table 5 Horizontal forces (nN) acting on the right particle (see Fig. 4) by two models

dL  ¢p=1.585E—3mol/m>  ¢g=0.1585mol/m® ¢y =253.6mol/m> ¢y = 1014.4 mol/m3

(nm) ModelI Model I Model I Model II Model I  Model II ModelI  Model IT

8 —1.6750 —1.7315 —0.0908 —0.0969 329E-3 —1.66E—4 4.18E—3 —6.45E-7
16  —1.3217 —1.3718 —0.0544 —0.0569 3.16E-3 —1.63E—4 3.98E—3 —6.09E—7
24 —-0.9524 —0.9915 —0.0440 —0.0427 3.17E-3 —1.60E—4 3.97E—-3 —6.42E-7
32 —0.7434 —0.7687 —0.0426 —0.0408 3.17E-3 —1.63E—4 3.87E-3 —6.27E-7
40 —0.6034 —0.6188 —0.0403 —0.0391 307E-3 —1.58E—4 3.64E—3 —6.30E—7

this interesting force reserving phenomenon, and we will essentially validate it in our numerical experiment
using the modified fourth-order electrostatic potential model that is derived from the BSK theory, i.e., we
still expect from our numerical results that the horizontal force between two oppositely charged particles will
decrease along the increase of the distance between them, simultaneously, we will see that their interaction
force is gradually reversed from the attractive force to the repulsive force, e.g., the sign of the horizontal force
acting on the right particle shown in Fig. 4) will be gradually changed from negative to positive along with
the increase of ionic concentrations, which means that its horizontal force is eventually reversed from the left
(attractive) direction to the right (repulsive) direction.

After applying the developed mixed finite element method to the fourth-order electrostatic potential equa-
tion, which is defined in the domain shown in Fig. 4 and involves with simplified ionic concentration functions
defined in (5.3), then numerically computing the Maxwell stress tensor T as well as the total electrostatic
force F, we obtain horizontal forces in the unit of Nanonewton (nN) acting on the surface of the right particle
with respect to the distance from the left particle, dL, and with respect to the far field ionic concentration, ¢,
as shown in Table 5, where Model I represents the modified model with a fourth-order elliptic equation, and
Model II represents the classical model with Poisson equation, both are solved for the electrostatic potential.
From Table 5 and Fig. 5 we can see that both models show that the magnitude of horizontal forces decreases
along with the increase of the distance between two particles, which is consistent with the trend of experimen-
tal results shown in [41, Figure 1]. On the other hand, when ¢ increases, the direction of horizontal forces
computed by Model I are eventually reversed from negative to positive, which is still consistent with the pattern
of change of experimental results shown in [41, Figure 2]. Nevertheless, such a phenomenon of reversing the
interaction force is not observed in numerical results of Model II due to the lacking of considering the ion-ion
electrostatic correlation, which is however fully reflected by the modified Model I.

Thus, we can conclude that the modified model for the electrostatic potential characterized as a fourth-order
elliptic equation is superior to the classical Poisson equation in terms of the applicability, the accuracy and
the practicality.

6 Conclusion and Future Work

In this paper, we analyze error estimates of a fully mixed finite element approximation to arecently founded new
electrohydrodynamical (Bazant—Storey—Kornyshev) theory driven model — a coupled fourth-order modified
Poisson—Nernst—Planck/Navier—Stokes equations. Both semi- and fully discrete Stokes-type mixed finite ele-
ment methods are developed and are analyzed for a stabilized mixed weak formulation of PNP/NS coupling
system, and optimal error estimates are obtained for all primary variables and their vector-valued gradi-
ent variables in corresponding energy norms, that is, if Taylor—-Hood Pkl pk clement is employed, then
we can obtain optimal error estimates for the electrostatic potential flux ¢ = V¢ and ionic mass fluxes
J; = VC; —z;qC; —uC; in L°° (H (div)) norm, for the electrostatic potential ¢, ionic concentrations C; and
the fluid pressure p in L (Lz) norm, and for the fluid velocity u in L>° (H 1 ) norm. To the authors’ best knowl-
edge, this seems to be the first time to apply a fully mixed FEM with PK+1pk clement to a time-dependent,
coupled fourth-order modified PNP/NS equations and obtain optimal convergence rates for all primary vari-
ables and their vector-values variables in respective energy norms. In particular, due to the nonlinear coupling
effect of PNP/NS system, the fluid velocity’s error in L~ norm reaches a suboptimal (second-order) conver-
gence rate in the convergence theorem, which is however illustrated as an optimal (third-order) convergence
behavior in numerical experiments and thus may be considered as a superconvergence property. The same
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Fig. 5 Horizontal forces (nN) acting on the right particle versus distances and ionic concentrations by two
models

sug)erconvergence behavior is also observed in numerical experiments for the pressure’s convergence rate in
L< norm as well. In addition, we also numerically study a practical example to validate the necessity of
introducing the modified electrostatic potential equation characterized as a fourth-order elliptic equation by
comparing with the classical Poisson equation. We observe that numerical trends obtained from the modified
model are all consistent with experimental results shown in [41], which however cannot be predicted by the
classical model.

On the other hand, numerical methodology and analysis tools developed in this paper for the mixed FEM
is not limited to the presented fourth-order modified PNP/NS equations with unit constant coefficients, which
is the case we study in this paper though, all developed numerical techniques can be easily extended to other
kinds of PNP/NS system with more complicated physical coefficients as long as all coefficients are sufficiently
differentiable and necessarily bounded. Our future work will be dedicated to applying the newly developed
mixed FEM to a physically realistic fourth-order modified PNP/NS problem which could reflect the case of
small Debye length and boundary layer effects, etc.
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