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Abstract

The multi-ionic electrokinetic phenomena exist in many biology and industrial processes. Modeling and
developing efficient numerical methods are critical to understanding these phenomena. As a typical multi-
physics system, the phenomena include convection-diffusion of ions, fluid motion in microfluidics, boundary
slip and electrostatic field effects. This makes it challenging to model and simulate effectively the multi-
ionic electrokinetic processes. In this work, we develop a new mathematical model for these phenomena
using the Onsager variational principle. It can be seen as a reformulation of the widely used Navier-Stokes-
Poisson-Nernst-Planck equation. Importantly, the new model enables us to develop a novel, fully decoupled,
and structure-preserving numerical scheme. At each time step, the scheme only requires solving the Nernst-
Planck equation, an evolving equation for the electrostatic field, and the Navier-Stokes equation separately. In
particular, the Nernst-Planck equations can be solved in parallel for each component, significantly improving
computational efficiency. We prove that the fully discrete scheme is uniquely solvable and preserves key physical
properties: positivity and mass conservation for each ion concentration, as well as energy stability with respect
to the original discrete energy. Numerical experiments including accuracy tests, stability assessments, and
benchmark problems demonstrate the effectiveness of the proposed method.

Keywords: Navier-Stokes-Poisson-Nernst-Planck equations; finite element method; unconditional energy
stability; decoupled; structure-preserving.

1. Introduction

Multi-ionic electrokinetic phenomena occur in various biological and industrial processes. Typical examples
include ion transport in the channels of cell membranes, lithium-ion batteries, and microfluidics. To charac-
terize these phenomena, the Navier-Stokes-Poisson-Nernst-Planck (NSPNP) system serves as a fundamental
mathematical model [34, 7], which is
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Here, the Navier-Stokes equations for the velocity and pressure (u,p) describe fluid motion, while the Nernst-
Planck equations for ion concentrations (ci,...,¢n,) model the transport of m ion species under electrostatic
forces and diffusion, and the electrostatic potential ¢ is determined by the Poisson equation. The NSPNP sys-
tem serves as a cornerstone in diverse applications, including biomedical microfluidics, energy storage devices,
and semiconductor manufacturing [18, 5, 4]. Its mathematical structure is well-established, with systematic
studies on well-posedness available in [34, 7, 8]. Despite its broad relevance, numerical solutions of the NSPNP
system remain challenging due to inherent nonlinearity, strong coupling, multi-scale physics, and the need
to preserve critical physical properties, such as mass conservation, ion concentration positivity, and energy
stability.

Numerical methods for the NSPNP equations have been studied widely. Prohl and Schmuck proposed
a coupled fully implicit scheme which preserves the positivity of the concentration and the energy stability
[30]. In [2], Bauer et al. developed a stabilized finite element method based on the variational multiscale
method for the simulation of unsteady and stationary multi-ion transport in dilute electrolyte solutions, to
deal with numerical instability in convection-dominated cases. In [24, 3|, using the logarithmic transformation
of the charge carrier densities, and divergence conforming discontinuous finite element pairs for the velocity
and pressure, a structure-preserving finite element scheme is developed for the NSPNP system. They found
that the divergence-free property of the discrete velocity plays an essential role in establishing the stability of
the scheme. Later, Dehghan et al. proposed a first-order fully discrete scheme for the NSPNP equations and
established optimal error estimates [10] by employing the virtual element method for spatial discretization,
where the divergence-free property of the discrete velocity is still necessary. Recently, the SAV technique has
been used to develop structure preserving schemes for the NSPNP system, e.g. in |28, 46, 16|, where the energy
stability is proved for the modified energy. More recently, Yu et al. developed a first-order, decoupled, and
structure-preserving spectral scheme for the NSPNP equations by using the Wasserstein gradient flow structure
of the PNP equation [44], where the discrete scheme for the Poisson-Nernst-Planck equations is nonlinear and
needs to be solved iteratively. In addition, a second order finite difference scheme is proposed and analyzed
rigorously in [33].

These previous studies demonstrate several key challenges in designing efficient finite element schemes for
the NSPNP system (1.1). First, approximating the Navier-Stokes equations often requires divergence-free finite
element spaces for the velocity field. Second, solving the Poisson-Nernst-Planck equations typically demands
nonlinear iterations to maintain both ion concentration positivity and unconditional energy stability. This
becomes particularly challenging under strong electric fields, even though many elaborate numerical schemes
have been developed for the Poisson-Nernst-Planck system (see [29, 19, 21, 36, 23, 22, 32, 6] among many
others). Additionally, existing studies predominantly consider no-slip boundary conditions for velocity, which
are inadequate for nano-scale channels or domains with rough boundaries [13, 39, 27]. In such cases, Navier slip
conditions become necessary but introduce additional numerical complexities, especially for curved boundaries
due to the Babuska paradox [14, 38, 39].

In this paper, we present a novel decoupled, structure-preserving finite element scheme for the NSPNP
system with Navier boundary conditions. Our approach begins with a new derivation of the NSPNP system
using the Onsager variational principle [26, 11, 31], which naturally leads to a reformulated version of the
system (see Eq. (3.2)). This reformulation introduces several key features: First, we explicitly retain the
gradient terms of ion concentrations rather than absorbing them into the pressure term as in the standard
formulation (1.1). Second, we employ a time-evolving equation for the electrostatic potential instead of the
static Poisson equation. Additionally, we implement a logarithmic transformation of ion concentrations to
numerically guarantee positivity preservation. The new formulation enables us to develop an efficient decoupled
scheme with several advantages:

e Fully decoupled time-stepping: sequentially solving (1) Nernst-Planck equations for each component, (2)
a Poisson-type equation for the potential, and (3) the Navier-Stokes equations.

e Standard finite element discretization without requiring divergence-free spaces (simplifying implementa-
tion in existing software).

e Nitsche’s method for Navier slip conditions, avoiding the Babuska paradox in the weak formulation of



model (3.2).

Notably, the complete decoupling eliminates the need to solve the nonlinear PNP system, and the Nernst-
Planck equations can be solved in parallel for different ion species. Thus, our scheme is particularly efficient for
multi-component systems. We rigorously prove that the decoupled scheme is uniquely solvable and preserves
the positivity of ion concentrations, mass conservation for each component and is of unconditional energy
stability. Through various numerical examples including accuracy tests, structure-preserving verification, and
benchmark simulations, we demonstrate the efficiency and robustness of the proposed scheme.

The remainder of this paper is organized as follows. Section 2 presents the derivation of the NSPNP
system with Navier boundary conditions using the Onsager variational principle. In Section 3, we introduce
an equivalent reformulation of the model that facilitates the design of decoupled numerical schemes. Section
4 details the development of our fully discrete finite element method and establishes its structure-preserving
properties. Numerical experiments in Section 5 demonstrate the accuracy, stability, and efficiency of the
proposed scheme. Finally, Section 6 provides concluding remarks and discusses potential extensions.

2. Derivation of the mathematical model by the Onsager principle

Consider an electrolyte solution containing m types of ions in a nano-scale channel. The characteristic
length of the channel is so small that the slip effect can not be ignored. In this case, the related motion of
the fluid with respect to the wall will induce the extra dissipation. For the sake of simplicity, we consider the
isothermal case. Let w be the fluid velocity, ¢; be the concentration of the i-th type of ions, and ¢ be the
electric potential. They are unknown functions. We would like to derive the dynamic equation for them by
using the Onsager variational principle [26, 11]. The derivation is different from the standard approaches for
over-damped systems but similar to the approach for system with inertial effects, which is recently developed
in [31].

We first consider some basic constraints for the system. The mass conservation condition of the liquid gives
the continuity equation

Op+ V- (pu) =0,

Here p is the density of the solution. Suppose the liquid is incompressible, so that p is a constant. Then the
continuity equation is reduced to the standard incompressible condition

V-u=0. (2.1)
The momentum conservation of the liquid leads to
PO+ - (ws ) = f, (2.2)

where f is the force density, which will be determined later. For the ions, we also have mass conservation
equations for each component,
Orc; +V - (¢v;) =0, t=1,---,m, (2.3)

where v; is the velocity of the i-th type of ions. In addition, neglecting the magnetic effects, we have the
electrostatic equation,

m
—eAg = Z qiCi, (2.4)
i=1
where ¢ is the electric permittivity coefficient of the liquid solution and ¢; is the valency of the i-th type of
ions.
In the following, we will derive the constitutive relations between fluxes and forces by using the Onsager
principle. This will make the previous equations form a complete system. For simplicity in presentation, we
consider the system in a closed domain 2 C R2. On the boundary I' := 052, we assume that

u-n=0 wv,-n=0, V¢ -n=0. (2.5)
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To use the Onsager principle, we first specify the free energy and calculate its time derivative. The total
energy is defined as

P 2 - € 2
£ .= f/ u|“dx +a/ g ¢ Incidr 4+ = Vol dx, 2.6
2 Ja e Qi 2 Jo Vel (26)

where the first term is the kinetic energy, the second term is the Helmholtz free energy, and the last term is the
electrostatic energy, « is a parameter depends on the temperature. Here we do not consider the gravitational
energy, since it is not important for the system with characteristic length much smaller than the capillary
length. The time derivative of the total energy can be calculated directly

% :p/ u-atudx—i—a/ Z(l—l—lnci)(“)tcidx—l—a/ V¢ - Vopdx
dt Q 0 Q

= /Qu A(f—pV-(uxu))dr + a/Q;(l +In¢;)0pc;da — 5/Q¢A8t¢dx. (2.7

Here we have used the equation (2.2), integration by parts and the boundary condition Vd;¢ - n = 0, which
can be obtained by taking time derivative to V¢ - n = 0. For the first term, direct calculations lead to

|ul?

/Qu-(f—pV-(u®u))dx:/u-(f—pu~Vu)dx:/Qu~f—pu-v7dm:/ﬂu-fdx.

Q

Here we have used the equation (2.1), integration by parts and the boundary condition w - n = 0 on 9. For
the last term, we need to compute Adi¢p. We do time derivative to the Poisson equation (2.4) to obtain

—eAOp = qidyc. (2.8)

i=1
Substituting the above two equations into (2.7), we have

e o
- = /Qu - fda +/Qiz_;(a(1 +1n¢;) + ¢;¢)0icidx

:/Qu-fdx—&—/QZ(a(l—f—lnci)+Qi¢)(—v'(Civi))dm

= /Qu - fdx + /Q i(aVCi + qic; Vo) - vide. (2.9)

Here we have used (2.3), integration by parts and the boundary condition v; - n = 0. We see that d€/dt can
be seen as a linear functional with respect to the velocities u and v;.

Next we specify the dissipation function, which is defined as half of the energy dissipation rate of the system,
given by

D::/ H\Vu—&—VuTPdw—i—/ §c,»|'vi—u|2d:v—|—/ é|u7|2ds, (2.10)
o4 o 2 o0 2

where p is the viscosity coefficient, ; is the effective friction coefficient between the i-th type of ions and the
liquid, S is the friction coefficient between the fluid and the boundary, and u, = w - 7 is the velocity on the
tangential direction. Here the first term of Eq. (2.10) denotes the viscous dissipation rate, the second and the
last terms are the corresponding friction dissipations.

Then, the Rayleighian functional is defined as

R(w, v, , V) ::D—&—%. (2.11)
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All other parameters are considered as coefficients in the functional. By using the Onsager principle, the
constitutive equations of the system are derived by
min = R(w,v1, - ,Vm) (2.12)
w,V1,"* ,Um

st. V-u=0.

To derive the Euler-Lagrange equation of the variational problem, we introduce a Lagrangian multiplier p.
Consider the augmented Lagrangian,

Rp :=Ru,vi, -+ ,v,) — /Qp(v cu)dx. (2.13)

Direct calculations of the derivation of the functional give,

IR, :,u/ (Vu + Vul) : Véu + / Z&ci(vi —u)- (bv;, —du)+ ur0urds
Q Qi o9

+ / f - oudr + / Z(QVQ +qiciVo) - dvida — / op(V - u) + p(V - du)dx
Q o Q

= /BQ((VU + V'u,T)’I’L) - Tourds — M/Q(V . (Vu + VuT)) w4+ /Q ;fici(vi — u) . (6'Ui _ 5u)

+ B ur0u,ds + / [ dudx + / Z(aVci +qic;iVo) - dvida — / op(V -u) — Vp - dudz.
o0 Q Qi Q

Then the Euler-Lagrange equations are given by

5

;jp =0 = fl-ci(vi — u) = —(OZVCi + quiVQb)? (214)

IR, T -

Su = 0 = f=uV-(Vu+Vu'))+Vp+ Z(aVci +¢;iciVo), (2.15)
i=1

ORyp T

. 0 = pu=—-p((Vu+Vu )n)- T, (2.16)

ORy =0 = V.u=0.

dp

The equations (2.14)-(2.16) are the conservation equations of the system. By substituting these equations
into the conservative equations (2.2)-(2.3) and using the condition (2.8), we derive a modified Navier-Stokes-
Poisson-Nernst-Planck system,

p(Oru+ - Vu) = 2V - (D(w) + Vp+ > Vei + (Z q> Vo =0, (2.172)
i=1 i=1
V-u=0, (2.17Db)
1
Oic;i + V- <ciu — chi — qucngzS) =0, i=1,2,---,m, (2.17¢)
—eAgy — Zqz‘ci,t =0, (2.17d)
i=1

with the following boundary conditions,

Vei-n=0, V¢, n=0 onT, (2.18)



6
u-n=0, 2u(D(u)n), +pPu, =0 onl. (2.19)

Here we denote D(u) = (Vu + Vu®)/2 and (D(u)n)_ = (D(u)n) - 7 for simplicity in notation. We also use
the incompressible condition to simplify the notation that V - (u ® u) = w - Vu. The system is complete with
the initial boundary condition

u(0)=u’, ¢;(0)=¢) in Q. (2.20)

The initial condition for the eletrostatic field can be solved by the equation (2.4) for initial distribution c.

Notice that the above system will reduce to the standard NSPNP system in literature (c.f. [34]) if one absorbs
the gradient term a )", V¢; into the pressure term, using the equation (2.4) instead of (2.8), and considers
the no-slip boundary condition for the velocity.

By the derivation of the equations, we easily have the following energy dissipation relation,

Theorem 2.1 (Energy dissipation). The modified NSPNP equations (2.17a)-(2.20) satisfy the energy dissipa-
tion law,

d&
dt
Proof. The proof follows directly from the variational problem (2.12). Notice that D is a quadratic functional

with respect to w and v;, and d€/dt is linear with respect to them. Then the optimal conditions of the
variational problem will lead to (2.21). O

—2D. (2.21)

In the following, we deduce the dimensionless form for the above model. Let L,tg, ¢, co,qo,u0 = L/to
be characteristic quantities of length, time, electric potential, ion concentration, charge and fluid velocity,
respectively. We introduce the dimensionless variables as follows

It(—m/L, t<—t/t0a U<—U/UO, p%p/(pug)a
ci < cifco, Qi < qi/q0, ¢ < /0.

The system (2.17) can be written in the following dimensionless form,

CO m m

ou+u-Vu—2R;'V - (D(u)) + Vp + —ZVQ +C, Zciqi V¢ =0, (2.22a)
Jo i=1 i=1

Vou=0, (2.22b)

O + V- (ciu — PN¢; — PiJociqiVe) =0, i=1,2,---,m (2.22c)

—V - (AV) = > gicir =0, (2.22d)
=1

where R, = pLug/u is the Reynolds number, C, = coqodo/(pud) is the coupling number, P; = a/(&uoL) is the
ratio of charge convection to diffusion, J, = godo/c is the ratio of drift to diffusion coefficient, A = e¢g/(coqoL?)
is the ratio of Debye length to the characteristic length. The initial and boundary conditions are given by

w(0) =u’, ¢(0)=c, ¢(0)=¢" inQ, (2.23)
Ve,-n=0, V¢;-n=0 onl, (2.24)
w-n=0, 2R;'(D(uw)n)_ +pBu, =0 onT, (2.25)

where B = pBuyg is the scaled friction coefficient.

It is noted that except for the energy dissipation law, if the initial ion concentrations are non-negative, the
following mass conservation and positivity conservation of the ion concentration also hold for ¢ = 1,2,--- ;'m
and any ¢ > 0,

/Ci(mnj)dx = / ¢i(z,0)dz and ¢(x,t) >0, ae ze (2.26)
Q Q

The proofs are quite similar to those for the standard PNP equations and NSPNP equations in 34, 30].



3. Reformulation of the continuous system

In this section we will reformulate the continuous problem (2.22) so that we can construct efficient numerical
schemes for the NSPNP system with Navier boundary conditions.

First of all, we reformulate the Poisson equation in the NSPNP system (2.22). Replacing the term 0;c; on
the right-hand side of the equation (2.22d) with (2.22¢), we obtain

m

~V - (AVOo) = =V - (cou) + PigsV - (¢;Vni + Jociqi V). (3.1)

i=1

This is an evolution equation for ¢, which seems to be more complex than the original Poisson equation.
However, notice that in the derivation of the NSPNP system in the previous section, we actually used the
time derivative of the Poisson equation (see (2.8)) and the boundary condition VO,¢ - n = 0, instead of the
standard Poisson equation. This indicates the time derivative of the Poisson equation may be more relevant
to the energy dissipation structure than its original form. In the next section, we will show that the modified
equation indeed helps us to design a fully decoupled and unconditional energy stable numerical scheme. In
addition, we would like to remark that the equation has been used to derive an estimate for the time derivative
O in [7]. The similar techniques for designing numerical schemes can be found in [43, 25, 45].

Next, we rewrite the NSPNP system by using the entropy variables corresponding to the concentrations.
Notice that the concentration c¢; is always positive. To keep the property in numerical discretization, a useful
technique is to change the variable by setting ¢; = " (c.f. [24, 3]). Using the technique, we easily have

n; =loge;  so that Ve; = e V;.

With the aid of (3.1) (to replace (2.22d)), the transformed model corresponding to (2.22) is given by

%: +u-Vu—2R;'V - (D(w)) + Vp + g Ze”‘Vm +C, Ze”’qqub =0, (3.2a)
=1
V-u=0, (3.2b)
i
agt + V. (e"u)— P,V - (e"Vn;) — P J,V-(e"q;V$) =0, i=1,2,---,m (3.2¢)
V- (AV,¢) + Zqz (e"u) — Pig;V - (€"'Vn; + Joe" q; V) = 0. (3.2d)

i=1

Hereinafter, we consider more general boundary conditions for the velocity. Assume that 02 = I'p U T's.
We set the Dirichlet boundary condition for the velocity on I'p and the Navier slip boundary condition on I's.
Hence, the initial and boundary conditions are given by

w(0) =u’, 7:;(0) =10, ¢(0)=¢° inQ, (
Vni-n=0, Vo-n=0 onl, (

u=0 onlp, (

u-n =0, 2R*1(D(u)n)T+BuT =0 onlg, (

e

where ¢ is the solution to the following Poisson equation,

-(AV¢?) — qum—o in Q,

Vd)0~n:O onT.

For the transformed system, we have the following energy estimate. The result is similar to that in the
previous section. Here we present a detailed proof and show that the new formulation (3.1) makes the proof
very simple.
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Theorem 3.1. For the reformed NSPNP equations (3.2) with initial and boundary conditions (3.3)-(3.6), we
have the following energy dissipation law,
dé
dt

where the energy and the dissipation terms are given by

—2D, (3.7)

1 - C, AC,
52/ —|ul?dz + —O/e’“mda:—i—/ 2 |V¢|?dr,
Q o ; Jo Ja o 2 Vel

1 — C,P,
D:R;l/DUde—i——A/ u | ds + -
[Pt da+ o [ fueffas+ 3555

e |V (n; + Joqi¢)|2 dz.
Q

Proof. By taking the L*-inner product of (3.2a) with u, using the integration by parts, (u - Vu,u) = 0, and
(3.2b), we get

d [1 ,
- §|u|2dx+2R;1/ D(w))*dz+ 8 [ |u.*ds
Q Q I's

= —% Z /Q e Vn; - udx — C, Z /Q e"q;Ve - udz. (3.8)
0 =1 i=1

By taking the L-inner product of (3.2¢) with n; + 1, integrating by parts, and using (3.4), we have for
1= 1727"' uz

d
— [ elindx + Pi/ e Vm\g dx = / elu - Vn,dr — / P;J,e"q;V¢ - Vndx.
Q Q Q

Multiplying the above equation by C,/J, and summing it up for ¢ = 1,2,--- ,m, we get

d < co/ _ - CoPi/ , 2
— — [ eMndar + —— [ " |V dx
dt Z Jo Q ! ; Jo Q I K |

=> Co [ gniay. Vnide = C’o/ Piq;e"" V¢ - V. (3.9)
; Q

i=1

By taking the L2-inner product of (3.2d) with ¢, we get

d )\ m m m
T §|V¢)|2dx = Z/ gie"u - Vodr — Z/ P;g;e"Vn,; - Vodz — ZPiJOq?/ e Vol da.
Q =179 =179 i=1 Q
Multiplying the above equation by C,, we have
d [ ACy — i , . .
— dr = ogieu - Vo — oPiqie™ Vn; -
i ). 5 [ Vofda ;/Qququb E/QC ¢:€""Vn; -V
m
=Y PCoJod} / e Vo) de. (3.10)
i=1 Q
Then, combining (3.8)-(3.10), we get the desired estimate. The proof is complete. O

There are several issues to be remarked in the reformulated NSPNP system.
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(i) In the standard approach, two functions, ¢; and ¢, are needed to be taken for (2.22¢) in deriving the
energy estimate [24, 30]. If we follow a similar procedure for the discrete scheme, two functions, n* and
¢", are needed to be taken. This naturally brings up a dilemma that these two variables have to be
treated implicitly, which leads to a coupled scheme with high computational cost. To address this issue,
we reformulate the Poisson equation by combining it with the Nernst-Planck equations. Although the
new Poisson equation is more complex, it is helpful for us to apply the implicit-explicit discretization and
design numerical schemes with unconditional energy stability and a decoupled structure.

(ii) The gradient term % Yo, €"Vn,; in (3.2a) is often absorbed into the pressure term by setting p =
p+ % Z;’;l e Vn;. However, it is convenient for us to design stable and efficient numerical schemes
when keeping the gradient term. As we stated in [42], when doing so, it usually needs to make sure the
discrete velocity satisfies the exactly divergence-free property [3, 10]. Hence, we keep the gradient term

to make many commonly used finite element pairs preserve the energy dissipation law.

(iii) The use of direct approximation to the entropy variable 7; instead of the density variable ¢; mainly
ensures the concentration ¢; := exp(7;) to be positive, and this further helps us to prove the discrete
energy stability by standard energy variational arguments.

4. The numerical method

In this section, we aim to construct an efficient fully discrete finite element scheme for the NSPNP system
with Navier boundary conditions.

4.1. Finite element spaces

In the following, we will introduce the finite element approximation for the system (3.2)-(3.6). We start by
introducing some notations and spaces. As usual, the inner product and norm in L?(Q2) are denoted by (-, -)
and |[|-||, respectively. Denote W™P () by the standard Sobolev spaces equipped with the standard Sobolev
norms |-, .. For p =2, we write H™((2) for W™2(€) and its corresponding norm is ||-||,.. For convenience,
we introduce some function spaces

S=H'(Q), Q=Lj Q) =/{qel*®),(g1) =0},
Vi=H,(Q)={ve H (Q),v|,, =0}, W=H"(QNL§Q).

For the space discretization, we will use the finite element method. Let 7j be a quasi-uniform and shape-
regular triangulation of Q. As usual, we introduce the local mesh size hy = diam (K) and the global mesh size

h = max hy. For any integer k > 0, let P(K) be the space of polynomials of degree k on element K and
€Tn

define Py(K) = P (K)?. To approximate the transformed ionic concentrations n;, we adopt the conforming
finite element space S, C S. To approximate the velocity and pressure (u,p), we use the conforming finite
element pair (V) x Qp) C (V x @), which satisfies the discrete inf-sup condition,

di
inf sup {an, divon) > Cs, (4.1)

0£01€Qn 0w, eV, VORI llgnll —

where Cy is a positive constant independent of the mesh size h. To approximate the electric potential ¢, we
utilize the conforming finite element space Wj, C W. In the numerical experiments, we choose Mini-element to
discretize the velocity and pressure, the first-order Lagrange element for the transformed ionic concentrations
and electric potential. To be specific, we set

Sp={sn €S :splx € P(K), VK €Ty},
Vi ={vy € V:v|, € P1y(K), VK €T},
Qn={an € H () : qn|x € PL(K), VK E€T}NQ,
Wy = {vn € W : Unly € PI(K), VK€ Tp}NQ,
where P ,(K) = P1(K) ® {\X2As}, Ai, ¢ = 1,2, 3 is the barycentric coordinate functions on K.
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4.2. The Nitsche technique and the semi-discrete scheme

Notice that we do not force the normal constraint v;,-n = 0 on I's in the definition of the finite element space
V1, since the direct implementation of the normal constraint will make the numerical scheme lose convergence.
The phenomenon is known as the Babuska-type paradox in the literature [14, 38, 39]. To deal with the difficulty,
the existing approaches include the Lagrange multiplier technique [39] and the penalty methods [41, 1, 13].
Both approaches weakly enforce the slip condition in the weak formulation. In this work, we use the Nitsche
technique for the Navier boundary conditions.

For any (v,q) € V x Q, multiplying (3.2a)-(3.2b) by v and ¢, and integrating by parts, we have

(ug,v) +2R;Y (D(u), D(v)) + (u - Vu,v) — (p,V - v) — /F n' (2R;'D(u) — pl) vds

Cox~, v
+=23 (€ V) + Co (€™ Ve, v) + (V- u,q) = 0.

Jo i=1 i=1

Invoking the boundary condition (2Re’1D(u)n) + Bu, = 0, we have

T

(ut,v) +2R; Y (D(u), D(v)) + (u - Vu,v) — (p,V - v) — /F n" (2R.'D(u) — pl) n(v - n)ds

- C, , - _
+B | urords + =23 (Vi) +Cy gj (€"q:;V,v) + (V- u,q) = 0.

Ts ° =1

To deal with the condition u - n = 0, we use the Nitsche technique by setting

) ~1
(ut,v) +2R; Y (D(u), D(v)) + (w- Vu,v) — (p,V-v) + 3 [ uyv,ds+ % / (u-n)(v-n)ds
Fs 1—‘S

—/ n" (2R 'D(u) — pI) (v - n)nds +/ n' (2R;'D(v) — I) (u-n)nds
I's Is

+% 4 (" Vn;,v) + C, Z "¢V, v) + (V-u,q) =0,

i=1 i=1

where vy is a positive constant and h is the mesh size of space discretization.
In order to deal with the convection term in the above equation, we define the following trilinear form

1
O (u,v,w) := 3 ((u-Vo,w)— (u-Vw,v)) Vu,v,weV.
It is easy to see that the trilinear form O(-,-,-) is a skew-symmetric with respect to its last two arguments,
O(u,v,w) = —0(u,w,v) Yu,v,weV, (4.2)

and
O(u,v,v) =0 Yu,veV. (4.3)

One can easily see that if we further assume that V-« = 0 and uw-n = 0 on I'g, the following relation holds
1
O(u,v,w) = (u-Vo,w) + 3 (V- -u)w,v) = (u- Vo,w).

Note that despite the functions w € V' in general neither satisfies w-n = 0 on I'g nor V - u = 0, the trilinear
form is always skew-symmetric by definition.
For simplicity in notations, we further define

a®(u,v) = 2R;* (D(u),D(v)) + f | urv.ds — 2R nTD(u)n(v-n)ds

T's T's



4.3 A fully discrete decoupled scheme 11

R

— u-n)(v-n)ds -t nTD(v)n(u-n)ds
[ mw mas 2R [ nTD@w(nds,

v (v,q) = —/Qq(V -v)dz +/ qu - nds.

I's

Then the finite element approximation of the system (3.2) is to find (wp, pp, ¢r) in C(0,T; V) x C(0,T; Q) X
C(0,T;Wy) and n; p, in C(0,T;Sy) for i =1,2,--- ,m such that the following system holds,

Co N o
(uh,t; ’Uh) + aa(uh7 'Uh) + O(Uh, Up, 'Uh) + b vhaph - Z e’rh’hvni,h7 ’Uh) + Co Z (enl’hqiv¢h7 'Uh) = 03
% i=1 i=1
ba(uha Qh) = Oa
(Oe™ ", s1,) + (e’”*huh Vsn) + Pi(e"" N n, V) + Pido(e""q;V én, Vsp) = 0, i=1,--,m,
MV ént, Vibr) + Z (e, VPn) + @i Py (€ N0 0, Vibn) + 67 Pido (€7 N b, Vipy)) = 0

=1

(4.4)
for all (vh,qh,sh,wh) eV x Qh X Sh x Wy,

4.3. A fully discrete decoupled scheme

For the time discretization, let {¢t, =n7: n=0,1,--- ,N},7 = T/N, be an equidistant partition of the
time interval [0,T]. Given a function w (z,t), the semi-discrete approximation to w (z,t,) will be denoted by
w™(x). For n > 1 and any function v, we define the first-order difference operator as §;v" = i

Inspired by the stabilization method in [35 37, We propose a decoupled and first-order scheme for solving
the system (3.2). Initially, we set u) = Ppu’, and nl’h =JwmY, i =1,2,--- ,m, where P;, and J, are the L?

projections of V', and Sj. The initial electric potential is to find ¢) € W), such that for all ¥, € Wy,

(AVh, Vibn) — zm: (en?*h'Qi7¢h> =0

i=1
For n > 1, we compute (uz+1,pz+17 ZH) € V5 x Qpn x Wy and 77"+1 € Sy, i =1,2,--- ,m by solving the
following three sub-steps:

Step 1: Determine 77;‘;1 € Sy, by solving the Nernst-Planck equations for ¢ = 1,2,--- ,m separately,
(Sieh sp) — (Uﬁemn’h, Vsh) + Py(emn Vit Vsn) + Pidoqi(€" Vi, Vsy)
O J P2 2 n n
rm =2 4 2o d (e’”»hVn’?Zl,e"MVsO =0. (4.5)
Jo 2\ b

Step 2: Determine gb”“ € Sy, by solving the Poisson equation,
<V(5 ¢n+1 th Z% (unem h th) + ZP% em hvnn+1 vwh)

+ Z Pidog? (e Vit Vi) + 7mC, Z g2 (enﬁhvgzsz*l, em’ihwh) ~0. (4.6)

i=1 i=1

Step 3: Determine ( ”+1,p2+1) € V, x Qp, by solving the Navier-Stokes equations,

(G ™ v )+a8( nhon) + 0 (uf, Z“ wn) + 07 (vn, p )

+ Z (6”1 'LVn”H vh) + Cqui (e"z’LVqSZH,vh) =0V, € Vy, (4.7a)
i=1
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b2 (ul ™, qn) = 0 Vg, € Q. (4.7b)

Before proceeding with the analysis, we present some strategies used in the decoupled scheme.

(i) In Step 1 of (4.5), we add two first-order stabilized terms to balance the explicit treatment of the velocity
and electric potential in the coupling terms. These perturbation terms are important in decoupling the
computation of Nernst-Planck equations from the Navier-Stokes equations and Poisson equation while
ensuring the unconditional energy stability. More importantly, we can compute the ion concentration 7;
separately for each i. This can be done in parallel.

(ii) In Step 2 of (4.6), we also introduce a stabilized term to balance the explicit treatment of the velocity in
the coupling term. This term is important in decoupling the computation of the Poisson equation from
the Navier-Stokes equations while ensuring the unconditional energy stability.

n+1
(iii) In Step 3 of (4.7a), we retain the gradient term ) .-, (dVe”i,h ,'vh) to eliminate the cumbersome

assumption regarding the finite element spaces (V, @Qp) that V-V, C Q. This assumption is essential
for demonstrating the energy stability properties within the numerical schemes [3, 10]. Here we do not
decouple the velocity and pressure, since the Stokes solver is quite efficient and implemented in many
FEM packages. Nevertheless, one could easily employ the pressure-correction method [35, 15] or the
gauge-uzawa method [40, 12| to facilitate their decoupling.

4.4. Structure-preserving properties

In the subsection, we will show that the fully discrete scheme preserves several important properties similar
to those for the continuous problem.
First of all, we prove that the proposed numerical scheme is uniquely solvable.

Theorem 4.1. For any 7 > 0 and h > 0, the proposed numerical scheme is uniquely solvable at each time
step.

Proof. Notably, in the proposed scheme, we only need to solve three sub-problems in sequence at each time
step. ’
For Step 1, let g7'), = —e"* /7 and g4, = —ujer — PiJ,qe» V¢, we consider the following functional

on Sh,
1 P on
J(n) = / (6” + e
0 T 2

Direct calculation shows that the first and second Gateaux derivative of 7 in the test direction s; € S}, satisfies

Vn|? +

2 2
Tm <Co L JoPra; ) 27

> \ 7 o Vnl?+giun+ g5, Vn) dz

dJ(n+l1s e n n n
D, J(n) = 7(77(” ] (T,Sh> + (97 1> sn) + (g5 s Vi) + Pi(e"2Vn, Vsy,)
1=0
C, J,P?q? n n
o | Yoridi ;. .,
+7m <Jo + o\ > (e vVn, e thh)7
d? +1 1 2 m 2 C, J,P%¢? n 2
I e e N O A DLaas

Clearly, the nonlinear problem (4.5) is just the Euler-Lagrange equation of ming, J(n) and 7 is strictly convex
on Sp. Thus, from the standard theory of finite-dimensional minimization problems, the solution nZH exists
uniquely in Step 1.

For the next two steps, since the problems to be solved are linear and finite-dimensional, the existence and
uniqueness of solutions can be proven by verifying the uniqueness of solutions to the corresponding homogeneous
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problem of each subproblem. For Step 2, the homogeneous problem corresponding to the subproblem (4.6) is
to seek ¢"+1 € Sy, such that for any 1, € Sy,
v n+1
A ( i
i

m

V¢h> + ZPJO(L enl ths?}’i-i-l vwh) +7mC, Zq (67]7 )LV¢n+1 e, hvwh> (48)

i=1 i=1

By taking vy, = ”H in (4.8), we obtain

A 2 = 2 “ n 2
SV + S Pidod? ||V e ven | oy [errwortt|| <o,
T [Veor ™l +i:1 g || Ve Ph +71m - q; ||e oy,
Therefore, V¢"+1 =0 and thus qﬁ"“ =01in S}.
n+1 n—i—l)

For Step 3, the homogeneous problem corresponding to the subproblem (4.7) is to find (u), ™", p)
Vi, X Qp such that for any (vp,qn) € Vi X Qp,

n+1
(UhT ; h) +a(up ™ vn) + O (up, upth vg) 4+ 67 (v, Pt =0, (4.9a)
b (uptt, qn) = 0. (4.9b)

By taking (v, qn) = (u} ™, pp ) in (4.9), we derive

-1

YR,
HuhHH +2R. [|D(u +5/ lup ! Pds + —— ) / lup ™t m|?ds = 0.
I's

This yields u ”+1 = 0. Then, (4.9a) can be simplified to
ba(U}“qh) =0, Yv € V.

Using the inf-sup condition (4.1) and Lemma I in [1], we obtain

b2 (vy,,
Collpi*) < sup bo(vn,an) _ 0,
0£veVy, thnl,h
where ||vhH1 h= = [|Vvl||® + > Eers h||vh n||0 - Thus, we get p”le =0.
In summary, the proposed scheme is unlquely solvable at each time step. O

The mass conservation of this scheme is given in the following proposition.

Theorem 4.2 (Mass conservation). The total mass for each ion computed by the scheme is conserved in the
following sense,

/e":b;:ldx—/e"?»hdx, Yn > 0. (4.10)
Q Q

Proof. By taking s, = 1 in (4.5), we get (5te’7;:1, 1) = 0. By recursion, we obtain (4.10) immediately. O

The positivity-preserving property is trivial and presented in the following proposition for clarity.

Theorem 4.3 (Positivity). For each ionic concentration c; p,, we have

c"+1(a: t) = o (@) >0, 1=1,2,---,m, VYn>0. (4.11)

In the following theorem, we prove the unconditional energy stability of the fully discrete scheme.
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Theorem 4.4 (Energy dissipation). The scheme (4.5)-(4.7) satisfies the energy dissipation law,

sEMT < —2pptt (4.12)

5":/ |dx+/ Ze

= R_ /\D up)| dx+ﬂ/ lup |*ds +2h/ luy - n)* ds

OGP, [t o )
£ | O+ Joaih)

where

7L

Proof. By taking sj, = 771”2'1 + 1 in (4.5), we have for t = 1,2,--- ;m,

- C, J,Pg
(5te”h‘,h an?;1+1)+7m <+Zqz>/
Q

2
n 41
J, T 2A eIV, ’ dz

(uh 6771 thr}nJrl P / enz h

”*1‘ dx — (PiJ,en g,V gp, V).

To bound the first term on the left-hand side, we use the convexity of the function f(z) = z(logz — 1) for
2 > 0 to show that

(x —y)logz >z (logx — 1) —y (logy — 1).
This follows from f/(z) = logz, f”(z) = 1/x > 0, and Taylor expansion. Applying this inequality with
z=e"h and y = e, we have
]_ n n n+t
(et it - (e"ah,nm) < @ )

=
- <§+ = )/ !6””%"“\ da + (ufl, e V)

- P / enl h
Multiplying the above equation by C,/J, and summing it up for ¢ = 1,2,--- ,m, we get
1 [ C nt1
n+1
T(,:,; [t 35 [ dx)

2
TC Z/ ‘enthn"H’ dx—TmC /‘enthn"H dx
i=1

L Go = .
7 uh emhvnn'ﬂ Zp/em,h

% =1

”H‘ dz — (P, J,e" thlwh,vn"“).

”‘H‘ dz - C, Z (Piein gV gy, V?]”'H). (4.13)

By taking ¢ = qS"H (4.6), we obtain

Vet = 19eql + |Vt — vop
2T

m

=3 (s Vo) Y (P O Vo)

i=1 i=1
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m m
_Jozpiqg/gen:th ‘wzﬂfdx_Tmcozqiz/ﬂen;fh
=1

vert|® de.

i=1
Multiplying the above equation by C,, we have

o IV = 19 aR I + [ Vor — Vol
2T

= OoZQi (uzenﬁh,’v(ﬁzﬂ) c, Zqu emhvnnﬂ Vet
i=1

~JoCo Y Pig} /Q e [Vt P de — rmC2 Z q? /Q emon [Vt da. (4.14)
i=1 i=1

Then, combining (4.13)-(4.14), we have
FAC, VeI = IV epl® + Vot — vep|”

1
— Nin g+l — nin
- (;_ /e niy d E /e U dx) o

02 - C,
LT Z/ emhvnnﬂ‘ d$+Tm /)e"lhvnnﬂ‘ d$+7'm032qz'2/€m'hWﬂszﬂlzdx
i=1 i Q

n+1‘ de—C Z quethd)h,VnnJrl)

i % (ul!, e hvnnﬂ ZP / eMion |V

+C Y (qiuﬁe”?h v¢"+1) c, Zp,qz ("t Vgt JOCOZPiqf /Q e [VrtL|® da
=1 i=1
CO m m
72 / P [T+ T e+ > (P (6 = o i)
L
- CO ny n+1 - n_ne n+1
+ Z J—(uh el Nnin) + Co Z (qiuhe i, Vor ) . (4.15)
i=1 ¢ i=1
By taking (vp,qn) = (u "'H,pZ'H) in (4.7), and using (4.3), we get
ul wll]® + '1/”'1 —ap|]?
T
+ A3 uztl ds + g/ ‘u”“ n’st
s h Jrg
m Co N
= Z A (e"iv’Lan}fl,u;‘H) — Z (C et g Vrtt, "H) . (4.16)
i=1 "¢ i=1

Then, combining (4.15)-(4.16), we have

n+1 n+l n i n
o~ b+ ™ (Z 2 [ enittan =y 5 Ae"i»hnxhdx>
i=1 "°

2T

L, IVer|* — 162l + [[Vor™ - Vor||” TmC2§:/ ‘emhwnﬂ d

2T

Vot de

C "
I Z P2q? / ’6”1 ’LVn”H‘ dz +mmC? Z q / e'lih
i=1 Q
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n+1
uh T

< —2R_ /yD wp|* de - [5/
/Pe’“h

( Z+1 u 6’71 hv,r]n+1 -C, Z < n+1l _ U’Z7 qienﬁh,VgﬁZ"‘l) . (417)

s—%/r ’u"“ n|2ds

i+ o) da+ €, S (Puase (e - o), V)
i=1

=1

!
S8 s
'MS

=1

Using the Cauchy-Schwarz inequality and Young inequality, we bound the last three terms on the right-hand
side of (4.17) as

m

Co S (Paie™ V(@ = 67), Vi) < G Z IV = ol |

" n+1
Pige Ny H

)\C ||C n 1_(25}])” 7mC
+
27

/‘eth??n+1 dz,

CO < n+1 n n+1 CO - n+1 n ne n+1
J—Z ,e 1hV77 )<—ZHuh —uhH He RUAVS /1 H
o i=1

o > |
=17
m

m
03 (17 ) £ €Y -

| /\

n 2
e'lin Vnz;i'l ' dex,

" n+1
aietn V|

i=1
m n 2
< ||u”+1 - uZH2 +7mC? qu/ ’emv@;;“‘ dz. (4.18)
i=1 Q
Plugging (4.18) into (4.17), we get the required estimate (4.12). The proof is thus complete. O

5. Numerical experiments

In this section, we present a series of numerical examples to verify the theoretical results of the proposed
scheme. The numerical experiments are implemented on the finite element software FreeFEM [17]. We define
el = w(t,) — w" as the approximation error at ¢,,. Upon the chosen finite element spaces, the optimal error
orders of the scheme satisfy

IVeall + x|+ [[Ven [l + [Ven | + Vel < O+ h), -l + llen | + llen || + lleg'| < €7+ 12).

In all the numerical tests, the system is two-component (m = 2), the penalty parameter is taken as v =1 and
the nonlinear tolerance is set by enewton = 1le~¢. Without further specifications, the left and right walls of the
domain are subject to the Navier boundary conditions for the velocity.

Example 5.1 (Accuracy test.). This example is to test the convergence rate for the proposed scheme. The
computational domain is taken as a unit square, = (0,1)2, the final time of the evolution is taken as T = 0.4
and all the physical parameters are set by one. The right-hand sides, initial conditions and boundary conditions
in the model are chosen such that the exact solutions are given by

u = —exp(—t) sin(nz) sin(ny)¥, p=exp(—t)(2x —1)(2y —1),
¢ = sin(t) cos (mz) cos (wy), m = 12 = exp(—t) cos (wz) cos (wy),
¥ = (sin (7wz) cos (mwy) , — cos (mx) sin (7y)) .
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In the numerical test, the initial mesh size and time step are set by hg = 1/4 and 79 = 0.05. We refine the
time step and the mesh size at the same time such that 7 oc h to test the convergence orders of H'-errors of
u, M1, N2 and ¢, and L2-errors of p. The corresponding results are displayed in Figure 5.1 for the proposed
scheme. We observe that the errors become smaller and smaller as the mesh size and time step are refined,
and the expected first-order convergence rate is obtained asymptotically. To further test the convergence rates
of L2-errors of u, 11, 72 and ¢, we refine the time step and the mesh size simultaneously such that 7 oc h2.
The corresponding results are displayed in Figure 5.1, which indicates the expected optimal convergence rates
of the proposed scheme are observed.

h h

(a) T h (b) T oc h?

Figure 5.1: Errors and convergence rates for the proposed scheme.

Example 5.2 (Properties test.). This example is to test the energy stability and mass-conservation properties
of the proposed scheme. We take the domain as Q = (0,1)? and set the initial conditions for w and n; to be

u® = (sin(7z) sin(ry) sin(rz) cos(my), sin(rz) sin(ry) cos(rz) sin(my)),

i =1y = cos (wx) cos (y) .

Here, two groups of physical parameters are considered,

eCasel : R, =10, 2z =1, z=-1, C,=10, P=P,=01, J,=A=p=10.

e Case I : R. =100, 2z =1, 2z2=-1, C,=10, P,=P,=0.01, J,=A=p=1.0.
In addition, the final time is given by T = 3.

With a fixed mesh with A = 1/30 and gradually refined time steps, we carry out the numerical tests. Denote
the mass for the i-th ion by M} = f e"ndz, we plot the time evolutions of the total energy and the mass for
the two ions in Figures 5.2-5. 3 It can be seen that as time evolves, all energy curves decrease monotonically,
and all the mass remain constant. Hence, these indicate that our scheme admits the mass conservation and
energy stable properties. This is consistent with our theoretical analysis in Theorems 4.2 and 4.4.
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(a) The total energy (b) The mass for ion 1 (¢) The mass for ion 2
Figure 5.2: Time evolutions of some quantities with different time step sizes for Case I.
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(a) The total energy (b) The mass for ion 1 (¢) The mass for ion 2

Figure 5.3: Time evolutions of some quantities with different time step sizes for Case II.

Example 5.3 (Dynamics with initial discontinuous concentrations.). This example is to study the dynamics
of the NSPNP system with initial discontinuous concentrations. In applications, the discontinuity of the initial
concentrations arises in the transport of ions from the electrolyte towards the solid surface. Herein, we take
the computational domain as a square, 2 = (0,1)2, and consider the initial transformed concentration of ions
with two different types of charges as follows,

o {log(l) (0,1)2\,{(0,0.25) x (0, 1) U (0.25,1) x (0,1)},
(
(
(

)

= og(le — 03), otherwise ,

o Jlog(1), (0,1)%\ {(0,0.75) x (0,1) U (0.75,1) x (,1)},
G log(le — 03), otherwise , '
The initial velocity is set as zero, u® = 0, and the following set of parameters is used,
R, =100, P, =P, =0.02, C,=10, J,=1.0,
=1 ¢=-1, A=01, =10 T=10.
In the computations, we fix the mesh size as h = 1/64 and time step as 7 = 0.001, vary the coupling number
C, as 10, 30 and 50. Define the charge density as p. = qic1 + g2c2, we present the numerical solutions of the
charge density, velocity and electrical potential at the final time in Figure 5.4. We can see that the coupling

number has a significant influence on the dynamics of the NSPNP system, as it becomes bigger, the motion of
the fluid and ions becomes faster due to the larger Coulomb force. The results agree well with those in [16, 28].
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C,=50 =

Figure 5.4: Distributions of gle\fh and ¢hN, streamlines of uhN with C, = 10,30,50 at T'= 1.0.

Example 5.4 (Ion spreading in a charged enclosure.). In this example, we study the electron-diffusion of ions
in a charged reservoir. Following [20, 9], the computational domain is taken as Q@ = (0,1) x (0,2). On the
lower boundary, we assume ¢ = 1, and the upper boundary is assumed to be grounded, ¢ = 0, which creates
an external electric field. Moreover, the initial velocity is set as zero and the initial concentrations of positively
and negatively charged particles are as follows,

C, (@ —Ly/24 1) + (y — Ly /2 4+ 1,)?

0 __ 0 _ Y Y

n = log <2WR3 exp< R ;
C (x—Ly/2—1,)*+ (y— Ly, /2 —1,))?

0 __ 0 _ Y Y

2 = 1o (%Rz exp( 2R? ’

where the parameters are given by Cy = 3, R, =0.25, L, =1, L, = 2, [, = 0.25 and [, = 0.125. The physical
parameters are chosen as

R, =100, P =P =001, C,=10, J,=20,

=1 ¢=-1, x=10, A=10 T=4.0.

In the simulations, we set the mesh size as h = 1/64 and the time step as 7 = 0.001. Figures 5.5-5.7
give some snapshots at some time instants of the charge density, the streamlines of the fluid velocity, and the
distributions of the electric potential. It can be seen that, under the effect of the external electric field, the ions
have the tendency to move towards opposite ends of the reservoir, while the positive and negative charges are
pulled towards each other, thus the flow is created and gradually evolves. The results are qualitatively similar
to the previous results in [20, 9].



20

t=0.7

t=25 t=3.0 t=3.5 t=4.0

Figure 5.5: Snapshots in time of the charge charge in a charged reservoir.

Example 5.5 (Dynamics of a heterogeneously charged system.). In this example, we investigate the flow for a
heterogeneously charged system [32]. The computational domain is a square, Q = (0,2)2, with a molecule region
Q,, and a solvent region §2,,, as depicted in Figure 5.8. Note that the Navier-Stokes equations and Nernst-
Planck equations are placed in the subdomain €,,, while the Poisson equation is placed in the whole domain
Q. Herein, the upper and bottom walls of the subdomain §2,, are subject to the Navier boundary conditions
for the velocity. The physical parameters are the same as those in Example 5.4, except that C, = 20, J, = 10
and A = kg, with the strength xk and the space-dependent function Aq,

2 (z,y) € Qs
/\O(x)y) = + 76
1+ exp (22(1 — 5|z — 1.21]))

To account for the fixed charges in the molecule area €),,, we supply a source term in the Poisson equation,

f=—exp (=250 [(z — 1.12)* + (y — 0.85)%]) — exp (—250 [(z — 1.12)* + (y — 1.15)*])
— 2exp (—250 [(z — 1.28)% + (y — 0.85)%]) — exp (—250 [(z — 1.28)* + (y — 1.15)°])
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Figure 5.6: Snapshots in time of streamlines of u} in a charged reservoir.

+ exp (=250 [(z — 0.7)% + (y — 0.5)%]) + exp (=250 [(z — 0.7)* + (y — 1.5)*]) .

The initial velocity is set as zero, and the initial concentrations of positive and negative ions are given by
1 = n3 =log(0.1).

In the numerical tests, we carry out the proposed scheme to solve the system with the time step 7 = 0.01
on a non-uniform mesh with 30,840 elements of 2 and 11,900 elements of €2,,, as illustrated in Figure 5.8.
Figure 5.9 displays the distributions of the positive and negative ions, and the streamlines of the velocity at
T = 4.0 with x = 0.01 and 0.001. We see that the positive ions gather in the narrow necking region and the
negative ions stay away from the narrow necking region due to the dominant repulsion caused by the dielectric
inhomogeneity. A smaller value of k leads to a smaller Debye length and delivers more obvious clustering and
distancing. Additionally, as the parameter x becomes smaller, the magnitude of velocity is bigger and the
vortex structure is more complex.
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Figure 5.7: Snapshots in time of distributions of ¢} in a charged reservoir.

6. Conclusion

In this paper, we have presented a completely decoupled and structure-preserving scheme for the Navier-
Stokes-Poisson-Nernst-Planck system with Navier slip boundary conditions. The scheme is based on a refor-
mulation of the NSPNP system, which is motivated by the derivation of the system by the Onsager principle.
Our methodology integrates the following key ingredients:

(i) We keep the gradient term related to the ion concentration in the momentum equation, instead of
absorbing it into the pressure. Through this simple skill, the convection term in the Nernst-Planck
equations can be canceled with it during the derivation of the energy estimate. Otherwise, the discrete
scheme usually needs to ensure that the discrete velocity satisfies the divergence-free property exactly for
obtaining energy stability [3, 10]. Hence, maintaining this term is convenient for us to design stable and
efficient numerical schemes with many commonly used finite element pairs.

(ii) We reformulate the Poisson equation by considering the time derivative of the electric potential. Although
the modified equation looks more complex, it allows us to apply the implicit-explicit discretization and
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Figure 5.8: Illustration of the computational domain (left) and its triangulation (right).

design numerical schemes with unconditional energy stability and a decoupled structure. This technique
further enhances the applicability and efficiency of the scheme, especially when considering multiple ions.

(iii) By employing a logarithmic transformation of the ion concentration, we derive the transformed NSPNP
system. The technique not only naturally yields the positivity of the computed ionic concentration but
also makes it easy to achieve the discrete energy stability using classical energy variational arguments.

(iv) We make some subtle implicit-explicit treatments for nonlinear coupling terms to linearize the system, and
introduce some extra first-order stabilization terms to address the issues of some fully explicit treatments
for nonlinear coupling terms. By doing so, while ensuring unconditional energy stability, we can decouple
the simulation of this complex system into the computation of three sub-problems, the Nernst-Planck
equation for each ion concentration, the Poisson equation, and the Navier-Stokes equations separately at
each time step. Thus, the proposed scheme is highly efficient.

(v) Nitsche method is utilized to impose the Navier boundary conditions for the velocity, where the constraint
in the normal direction is enforced weakly and tangential condition is treated by substituting it into the
variational formulation on the boundary. Thanks to the relaxation of the normal condition in Nitsche
method, our scheme can avoid the Babuska paradox when approximating smooth domains by polyhedrons
[13, 14].

In each time step, we first solve the convection diffusion equation for each ion concentration (in parallel),
then we solve a time evolution equation for the electrostatic field, and finally solve the Navier-Stokes equations.
For each equation, the standard finite element methods can be used. This makes the method easy to implement
in standard finite element packages. We prove that the fully discrete decoupled scheme is uniquely solvable and
satisfies the following desired properties: (i) positivity-conserved, (ii) mass-conserved and (iii) unconditional
energy stable. The method is easy-to-implement and can be used to simulate complicated phenomena for
ion solutions. We present several numerical examples to verify the theoretical results and the efficiency of the
method. Undoubtedly, the decoupled skills used in our scheme bring out some extra numerical dissipation than
the fully coupled scheme in the literature. Our extra numerical experiments indicate that the coupled scheme
delivers slightly more precise numerical solution than the proposed scheme does. However, the difference in
these results is quite small, except for the electric potential. Even so, our scheme is preferred in terms of
computational complexity and computational cost.

Finally, we remark that this work focuses on the first-order scheme for simplicity. The proposed method
can be extended to higher-order accuracy through techniques such as discrete variational derivatives, which we
plan to investigate in future work. Additionally, rigorous convergence analysis of the decoupled scheme will be
addressed in subsequent studies.
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