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Abstract In this paper, a linearized local conservative mixed finite element method is pro-
posed and analyzed for Poisson—Nernst—Planck (PNP) equations, where the mass fluxes and
the potential flux are introduced as new vector-valued variables to equations of ionic con-
centrations (Nernst—Planck equations) and equation of the electrostatic potential (Poisson
equation), respectively. These flux variables are crucial to PNP equations on determining the
Debye layer and computing the electric current in an accurate fashion. The Raviart-Thomas
mixed finite element is employed for the spatial discretization, while the backward Euler
scheme with linearization is adopted for the temporal discretization and decoupling nonlin-
ear terms, thus three linear equations are separately solved at each time step. The proposed
method is more efficient in practice, and locally preserves the mass conservation. By deriving
the boundedness of numerical solutions in certain strong norms, an unconditionally optimal
error analysis is obtained for all six unknowns: the concentrations p and n, the mass fluxes
Jp = Vp+ po and J, = Vn — no, the potential ¥ and the potential flux 6 = Vi in
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L>(L?*) norm. Numerical experiments are carried out to demonstrate the efficiency and to
validate the convergence theorem of the proposed method.

Keywords Poisson—-Nernst—Planck equations - Mixed finite element method - Raviart—
Thomas element - Unconditional convergence - Optimal error estimate - Conservative
schemes

Mathematics Subject Classification 65N12 - 65N30 - 35K61

1 Introduction

In this paper, we consider the following time-dependent Poisson—Nernst—Planck (PNP) equa-
tions in regard to the ionic concentrations of the positively and negatively charged particles,
p(x,t), n(x,t), and the electrostatic potential, ¥ (x, ), that is generated by the heteroge-
neous distribution of the positively and negatively charged particles

ap

E—V-(Vp—l—le/f):O, (I.1)
on

5 —V-(Vn=nVy) =0, (1.2)
—AYy=p—n, (1.3)

where, 7 € [0, T] and x € © which is a bounded, convex polyhedron in R3 (or polygon in
R?). The boundary and initial conditions are defined as

9 9 9 9 9

W g W Wy frxedire[0.7]. (14)
on on on on on

p(x,0) = po(x), n(x,0) =np(x), forx € Q, (1.5)

where n is the unit outward normal vector of the domain boundary 9€2. Subject to the
homogeneous boundary condition (1.4), the well-posedness of PNP equations requires the
following initial electroneutrality condition

/ (p(x,0) —n(x,0)) dx =0. (1.6)
Q

With (1.4), the initial condition (1.6) induces that for all t > 0

/ p(x,t)dxz/ po(x)dx=f no(x)de/ n(x,t)dx. (1.7)
Q Q Q Q

In addition, since v is unique up to a constant, here we only consider the zero mean value
solution v which satisfies (¥, 1) = 0, where (-, -) denotes the standard L? inner product.
The PNP system is served as a popular model in a wide variety of application areas, such as
transport of charged particles in biological membrane channels [29,42,43], semiconductors
[6,16,30] and electrokinetic flows [38]. We refer to [2,3,16,33,38] for theoretical analyses
of the PNP equations. Numerical methods and analyses for the PNP system have been exten-
sively studied, see [5,7,13-15,19,25-27,29,31,32,35,37,40,43]. For the regular domain,
several finite difference schemes have been investigated, see [13,19,26,32]. For more general
geometries and boundary conditions, finite element method (FEM) is much more attractive
[4,41]. We shall review previous studies with finite element method which are closely related
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to the present work. Prohl and Schmuck [35] propose two nonlinear schemes with a linear
finite element method which preserve electric energy decay and entropy decay properties,
respectively. The fixed point inner iterations are used at each time step for these schemes
and the convergence theorem is also proved in [35]. Later, numerical methods for the PNP
system (1.1)—(1.5) coupled with Navier—Stokes equations are investigated in [36]. Sun et al.
[40] analyze a fully nonlinear Crank—Nicolson FEM for the PNP equations, where a Picard’s
linearization is used in the inner iteration and an optimal error estimate in H' norm but a sub-
optimal error estimate in L2 norm are obtained. To overcome the convergence order reduction
and to accurately resolve the electric current that is the gradient of the electrostatic potential,
V1, as well, He and Sun [20] propose a nonlinear mixed finite element method for Poisson
equation (1.3) and still use the standard FEM for Nernst—Planck equations (1.1) and (1.2),
which provides optimal error estimates for the electrostatic potential and ionic concentrations
in both H! and L? norms, moreover, for Vi in H(div) norm as well. Recently, He and Sun
[21] further apply the same type of stable Stokes-pair mixed FEM to the PNP/Navier—Stokes
coupling system, and obtain optimal convergence rates for all variables of PNP equations
and of Navier—Stokes equations in their own proper norms, respectively.

It should be mentioned that all schemes in [13,20,35,40] are nonlinear. However, it is well
known that for nonlinear parabolic problems, linearized schemes are much more efficient,
which only need to solve a linear system at each time step, e.g., see [23,39]. Thereby in this
direction, He and Pan [19] propose a linearized finite difference scheme which preserves the
mass conservation and electric energy decay, and the optimal convergence rate and electric
energy decay properties of the scheme are numerically illustrated. Gao and He [17] extend
the scheme to finite element discretization and establish unconditionally optimal error esti-
mates for all variables in both H! and L? norms, additionally, they also demonstrate the
global energy decay and mass preserving properties for the proposed scheme. We point out
that the original PNP system (1.1)—(1.5) satisfies a local mass conservation property. Local
conservation in the discrete scheme can be helpful to guarantee the accuracy of numerical
methods for the coupled flow and transport system. We refer to [10] for more discussion on
the local conservation.

Note that the electric current is crucial for PNP system and its applications. It should
be remarked that the obtained numerical solutions need to be validated by comparing with
experimental data, where, the electric current seems the easiest physical quantity to be mea-
sured in the experiment. For example, the electric current across the biological membrane
channel is calculated by the following expression [45]

2
dm
1= qm/ Dy, (ch + —cmvyf) -n dx, (1.8)
2| -

K
m=1 M B

where, C,, (m = 1, 2) represent the ionic concentrations, i.e., C;1 = p and C> = n in this
paper and n denotes the unit outer normal vector through each cross section inside the mem-
brane channel. Equation (1.8) 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 important electrokinetic phenomena existing in
ion channels of electrophysiology, the electrical double layer (Debye layer) [11], is formed
near the surface of a charged object (membrane) due to the exponential decreases of the
electrostatic potential, further, of the ionic concentrations, away from the surface, featuring
a distance called Debye length [2,3]. 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
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behavior of surfaces of the charged objects in contact with solutions or solid-state fast ion
conductors.

Therefore in the PNP system, it is necessary to numerically resolve the gradients V p, Vn
and V¢ in an accurate and efficient fashion. Conventional Lagrange FEMs need a proper
postprocessing technique to locally conduct a certain numerical differentiation for the pri-
mary variable, then project back to the continuous finite element space for the seek of a
continuous gradient variable, which may leads to a loss of accuracy if no advanced recovery
technique is adopted [34,46]. There have been several works on Raviart-Thomas (RT) mixed
FEMs for solving the PNP system and related models which couple the PNP equations with
Darcy or Stokes flows, see [3, 14,15]. For a two-dimensional stationary model arose from the
discretization of the dynamical PNP equation, Brera et al. in [5] study a conservative mixed
method, where the Delaunay type mesh is used which must satisfy certain angle conditions
to ensure a discrete maximum principle. For the two-dimensional Stokes—Nernst—Planck—
Poisson system, Frank, Ray and Knabner [15] suggest a fully nonlinear backward mixed
FEM, where a fixed point inner iteration is used at each time step to solve the nonlinear
FEM equation. Numerical experiments are reported to show the effectiveness of the scheme.
However, no analysis is available in [15]. Recently, Frank and Knabner [14] proposed a non-
linear BDF2/mixed FEM for the Darcy-Nernst—Planck—Poisson system. A cut-off operator
M is used in their scheme, which needs a cut-off parameter depending on the domain €2,
terminal time 7" and initial data, see [ 14, the right-hand side of (2.5)]. Selecting this parameter
might be difficult in practice. L? error estimates of the velocity, pressure, electric potential,
electric field, concentrations are derived, which relies on the uniform boundedness of the
cut-off parameter. It should be noted that uniqueness and existence of numerical solutions
[14, Problem 3.3] are not shown. Moreover, L (L?) error estimates of the mass fluxes
are still missing, which are of great importance in computing electric current and Desbye
layer.

Motivated by the above, in this paper we propose and analyze a linearized local conser-
vative mixed finite element method for the PNP system (1.1)—(1.5). We apply the RT mixed
FEM for the spatial approximation combined with a linearized (semi-implicit) backward
Euler scheme in temporal direction. Our method is linear so that at each time step, one only
needs to solve three linear systems. Moreover, RT mixed FEMs have many attractive features
over the conventional Lagrange FEMs. For instance, the mass conservation is preserved in
each element; the lowest order mixed RT element possesses the smallest number of degree
of freedoms as a stable mixed finite element pair; besides the primary variables (ionic con-
centrations and electrostatic potential), their fluxes can be computed simultaneously in an
accurate order, which are desirable in studying the Debye layer and current—voltage curves.
The major difficulty in the finite element error analysis lies in the fact that the ionic concen-
trations p and n are strongly coupled with the electrostatic potential i through its gradient. In
this paper, we obtain unconditionally optimal error estimates from the proposed mixed finite
element approximation for all primary variables and their gradients in appropriate norms,
respectively. A key step in our error estimates is to derive the boundedness of numerical solu-
tions in certain strong norms, which is achieved by applying a discrete Sobolev embedding
inequality for the RT mixed FEM (see Lemma 2.3).

The rest of this paper is organized as follows. In Sect. 2, we define some notations and
introduce several useful lemmas. In Sect. 3, we present a linearized backward Euler RT
mixed FEM and the main results on error estimates. In Sect. 4, we prove an optimal L? error
estimate without any restriction on mesh ratio between the time step v and the mesh size
h. In Sect. 5, we provide several numerical examples to confirm our theoretical analyses
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and show the efficiency of the proposed methods. Conclusions and discussions are given in
Sect. 6.

2 Preliminaries

We first clarify some conventional notations. For integer k > Oand 1 < p < oo, let wk.p (2)
be the Sobolev space with the norm

1

(Z/|Dﬁu|!’dx>”,for1§p<oo,
1Bl<k ¥ &

ess supQIDﬂul, for p = oo,
|BI=<k

lullwer, =

where

1B
Y
axfjl - 8x5"
for the multi-index 8 = (B1,...,84), 1 =0, ..., 8z >0,and |B| = B1 + - -- + B4. When
p = 2 we also note H k(Q) := Wk2(Q). For vector function space, we denote

H(div; Q) = {u |u € L*(Q), divu € L*(Q)} with |u[a@v = ()3, + Idive)?,)?

and its subspace ﬁ(div; Q) = {u| u € H(div; Q), u - n = 0} with the corresponding dual
space ﬁ(div)’ with norm

ol v, W
Vo = sup ————.
H(div)’ ° .
weBidiv) lwlla@iv)

To introduce the linearized mixed finite element method, let {t. i }]J.:0 be a uniform partition
in the time direction with step size T = % For a sequence of functions {u/ }]J-:() defined in
2, we denote the backward Euler discretization operator

Y R
D/ = ——, forj=1,...,J.
T

Let 7, = {K} be aregular mesh partition of €2 and denote the mesh size 4 = maxg {diamK }.
We define the RT mixed finite element space by
H(Q) = (g eHWV; Q) : qlx € [HEK)] +xP(K), VK €T},
VIQ) :={uel*Q) : ulxe€P(K), VK €T},
where P, (K) is the space of polynomials of degree r or less defined in the element K. It is

well-known that Hj (2) x V;(2) is a stable finite element pair for solving the second order
elliptic problems [44]. Moreover, the following diagram commutes

div

H(div) — L%()

1_[th Jnh 2.1)

div
H(2) 25 v/ (@)
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where IT;, denotes a general projector. More precisely, IT, : H(div) — H} () is the RT
projector [44], and TTj, : L?(R) — Vy (82) is the L? projector, respectively.

In the rest part of this paper, for simplicity of notation we denote by C a generic positive
constant and € a generic small positive constant, which are independent of j, 4 and 7. We
present the Gagliardo—Nirenberg inequality, the discrete Gronwall’s inequality and a discrete
inequality for the RT mixed FEM in the following lemmas which will be frequently used in
our proofs.

Lemma 2.1 (Gagliardo-Nirenberg inequality [8, Theorem 1.5.2]): Let @ C RY be a
bounded domain. Let m € N, p,r € [1,00), and u € LP(2) N L"(R). Assume that

o"u e LP(R). Then for integer 0 < j < m and 0 € [ﬁ, 1] (with the exception 8 # 1
whenm — j — % € N), define q by

é=§+9(%—%>+(1—9)%.
Then, for any y € N with |y| = j, 8 u € L1(Q2) and we have the Gagliardo—Nirenberg
inequality
0¥ ullze < ClOYul Tl " + Cllulls
with finite 1 < s < max{p, r}, C and C independent of u, C independent of 2.

Lemma 2.2 Discrete Gronwall’s inequality [22] : Let t, B and ay, b, ck, Yk, for integers
k > 0, be non-negative numbers such that

J J J
a;—i—erkfrZykak—i—chk—i—B, for J >0,
k=0 k=0 k=0

suppose that Ty, < 1, for all k, and set o, = (1 — )~ ). Then
J

J J
a;—f—erkfexp(rZykcrk) (chk—i—B), for J>0.
k=0 k=0

k=0

Lemma 2.3 Discrete Sobolev inequalities for the RT mixed FEM [18] : For any given uy, €
V() (2 can be a Lipschitz domain), if there exists a function f € L*() such that

(f, xn) + (up, divy,) =0,  Vx, € Hy(Q),
then the following discrete Sobolev embedding inequalities hold

lunllr < Cllfllg2, forl < p < oo, in two dimensional space,

lunller < CllfllL2, forl < p <6, in three dimensional space,

where C is a constant only depending upon the domain , r and p.

3 A Linearized Backward Euler RT Mixed FEM and Main Results

In this section, we provide a linearized mixed FEM for solving PNP equations (1.1)—(1.5).
We introduce three extra variables below

o=Vy, J,=Vp+po, J,=Vn-—-no. 3.1
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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 notations, we can
reformulate the original PNP system (1.1)—(1.5) to the following new system

Jp=Vp+po,
-V-J,=0,
Jn=Vn—no,
an _Vv. Jn:()
asz,
—V.-o=p—n,

with boundary conditions
Jpon=J, - n=0-n=0
and initial conditions
p(x,0) = po(x), n(x,0)=no(x).

Based on the above mixed PNP system, for t+ € (0, T'], its weak formulation is to find
(I ps P)s (T, n) € H(div) x L®(R) with 22,97 ¢ 12(Q), and (o, ¥) € H(div) x LX(Q)
with (¢, 1) = 0, such that

(Jp. X))+ (. V-0)=(po. 0, Vx € Hdiv), (32)
(%,v>—(v-1p, v) =0, Vo e LA(%), 3.3)
Jns X)+ 0, V-x)=— (o, x), vy € H(div), (3.4)
(%’: v> —(V-Jn,v)=0, vu e LA2(Q), (3.5)
@, X)+@W,V-x)=0, vy € H(div), (3.6)
—(V-o,v)=(p—n,v), Yo e LA(Q). (3.7)

Now we are ready to present the linearized backward Euler mixed FEM for the PNP
system. For j = 0, 1, ..., J — 1, a linearized mixed FEM is to find ((Jp)]+1 P]+1),

(It N/ and (aj+] W/t e (@) x V) (), with (W)™ 1) = 0, such that
(@i )+ (B Vo) = (Plol xa) - Y e B@, G3)

Dp M u) = (VU w) =0, Yup € Vi (), (3.9)

((J,,)f' , Xh) + (N,{“,v : Xh) - (N,{a-,’;, Xh) . Yx, € H(Q), (3.10)

(DN o) = (V- ™ w) =0, Vo, € Vi(Q), (1)
1 i+1 i

(6 AR Xh) (‘I’i;Jr , V- Xh) =0, Van € H, (), (3.12)

(v oIty ) _ (P,{*‘ — NIt Uh) , Vo, € VI(RQ). (3.13)
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At the initial step, P}? = I1, p°, N}? = I1,n° and 02 is determined by (3.12), (3.13) with
j = —1. We shall note that the FEM equations (3.12), (3.13) of (677", w/™") is a pure
Neumann problem, which needs special treatments in the programming, we refer to [1] for
more discussion.

In the rest part of this paper, if the -th order finite element is used, we assume that the
exact solutions of PNP equations (1.1)—(1.5) exist and satisfy the following regularity results

Pl oo o,7: mr+2y + Pl oo, 7: r+2y + N Peell 20,7211y < C
||I’l ”LOC(O,T;H’JrZ) + ||I’l[ ||L°°(0,T;H’+2) + ||”l[[ ||L2(0,T;H| =< C, (314)
1 oo o, 1 mr+2y + 1Vl poogo, 7 mr+2) + WWeell 20,711y < C

It should be noted that the above regularity assumptions might be not optimal but necessary for
our remaining proofs. In this paper, we only focus on optimal error analyses of the proposed
numerical method for the PNP system.

We present our main results on error estimates in the following theorem.

Theorem 3.1 Suppose that the PNP system (1.1)—(1.5) has a unique solution (p,n, )
satisfying (3.14). Then the llnearlzed backward Euler RT mixed FEM (3.8)—(3.13) admits a
unique solution ((Jp)h, Ph) ((J,,)h, Nh) and (ah, \Ilh)for j =1 ... J, and there exist
two positive constants to and ho such that when t < 1ty and h < ho

Jmax, (B = P12+ NS =0l + 1] =/ l2) < Cae + 17D, (3.15)

max, (1)) = Tpliz + 1] = Thlz + o] o l.2) < G+ 1D, (3.16)

where, C1 and C; are two positive constants which depend on the domain Q2 and initial and
boundary conditions, and are independent of j, h and t.

It should be noted that the proposed mixed FEM (3.8)—(3.13) uses a linearized backward
Euler discretization, which is suitable for PNP equations with moderate smooth coefficients.
If the problem is very stiff (i.e., with high surface potentials or very thin double layer in
some realistic applications of PNP equations), higher order backward differentiation formula
(BDF) type schemes or exponential integrators may help to conquer the stiffness to some
extent. In our future work, we will attempt to apply the proposed scheme to a realistic
PNP system with practical parameters, in which more comparison studies will be conducted
against conventional Lagrange-type FEMs in terms of accuracy and run-time.

4 Proof of the Main Results

We denote the projection errors by
O0p =Tlpp—p, Op=In—n, Oy =TIy -1,
01,, :thp_Jpa 0, =Tpdn—Jn, 0, =110 —0.

Then, by the regularity assumption on the exact solutions (3.14) and classical analyses of the
projection IT;, [44], we have for2 < p < 0o

16pllLe < CH™ ipllyrers
16allr < CH Inllyyrars (4.1)
16y 1l < CR [ [lyrerp
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10,1lr + Idiv8y, lr < CA™ T pllyrsrp + CA iV T p llyprein
10,11y + 1div 6, ILr < CR T Ty llyrerp + CR IV T llyrsip 4.2)
105 Nlr + |divOs|Lr < Ch’+1||a||Wr+1.p + Ch’+1||diva||Wr+1,,; ,

P r+1
HT 12 = Ch <’f gr+t '
6 +1
(TS PREe iy [ e 43)
96y r+1 || 9%
<’l 12 =Ch | g1 2
5 <0 (] o],
H (div) Hr+!1 Hr+l ’
< CchrH! ( % 4 H iv aJ,, ) 7 (4.4)
H (div) ot || gr+1 Hr+l
r+1
ot H(div) =< Ch H HH'+' + Hdlv HH’“

Clearly, with the projection error (4.1), (4.2), we only need to the analyze the error functions

ep =P —Typ’, en=Nj —Tn!, e}, =W -y,
ey =Upy—Tdy, e =) —ndn, e = o) — e,
whose estimates will be given in the next two subsections.

4.1 The Proof of (3.15)

Proof The existence and uniqueness of numerical solutions to the linearized mixed FEM
(3.8)—(3.13) follow directly from that at each time step, the coefficient matrices are invertable.

Here we prove the following inequality for j =0, ..., J
2 2 ] 2 C
J J 2 1 ) 242
HeP‘LZ—i_ €n L2+ZT<Heran‘Lz+”e% L2> 57(T +h7ry, 4.5)
m=1

by the mathematical induction. Since

2
|7

2
o7+ 10l =o.

(4.5) holds for j = 0. We can assume that (4.5) holds for j < k — 1 for some k > 1. We
shall find a constant C1, which is independent of j, &, 7, such that (4.5) holds for j < k.
By noting the projection I1; in the diagram (2.1), the weak formulation of the mixed PNP

system (3.2)—(3.3) at ¢4 satisfies that for any (x, vi) € (I(:IZ (€2), Vy (2))

( 75 Xh) (th"'“, V. Xh) = (p"'a"', Xh) + (ijaHl —pla/, xh),
(4.6)

. . . (-, t;
(Dep ™ on) = (V-5 o) = <Dfpf+‘ - Holt) vh>, @)

any Xh) + (HWHI V. Xh) (”jaja Xh) + ("joj —nitlg/tt, Xh) )
4.8)

. . a . t;
(D Myni ™, vy, (v I ) = (Dmf+1 _ OnCti), vh) . 49)

at
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(0j+1, Xh)+(nh1/fj+1sv')(h) =0, (4.10)

- (v et u,,) - (1‘1hpf'+1 — 0t vh> . @.11)

Then, subtracting (4.6)—(4.9) from the FEM system (3.8)—(3.11), we can derive the fol-
lowing error equations

i S
e ’“ oxfl X+ @)V x) = (Pley = plal xp)
—(p!el — plad |y, Vxn € Hy, ()
4.12)
. ap(-, t;
(Deey™ o) — (V- e,+1 ,vp) = — (Dfp’Jrl - p(TjH) Uh) . Y € V()
(4.13)
@+ 07 x + @V xp = lel = Nloh, xy)
+ et Zpigi |y, VY, € Hy(Q)
(4.14)
. on(-,t;
(Deen ™ up) — (V- e’“, vp) = — (Drn”'] - % Uh) . Vo € V()
(4.15)

Taking (., vn) = (eJ'H H_1) into (4.12), (4.13) and (xj, vn) = (e]'H H_1) into
(4.14), (4.15), respectlvely, and summing up the results yield

j j+1 j+1 1 1
(Deei™ ) + (Deei™ ™) [, + e
(P’ I plgl, e]JH) - (Nhah —nla, jJH)
_ (pj+101+1 plol, eJJ+1) + (nj+laj+1 —nigl, /J+1)
(0]+1 ]+1) _ (91‘+1 em) (D,pm _apCi i) ]+1>
Jn J;

o P
i on(-,tj11) 1
B (D,n/“ a TH e’

8
= ZR,. (4.16)

i=

]+1‘

By noting the regularity assumption (3.14) and the projection errors (4.1) and (4.2), we have

1 1 1 j+1
ZRZ < e (IS 2 + 1) 120 + Cllie ™ 12, + 1ed T2

+e'C (2 + 7 H2) . 4.17)

Next, we estimate the two nonlinear terms R and R». It is easy to see that

Ry < e||ef+1 , (4.18)

2
Jlt
12+ HPhah plol|
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i+1,2 € P ..
Ry < ellef 12+ HN,{a;l _ n/aj‘

s (4.19)

To analyze the nonlinear terms in the last two inequalities, we shall derive some estimates
for {e‘[,}l;;(l) and {a{l}];;(l). Subtracting (4.10), (4.11) from (3.12), (3.13) gives

<e£+0{}, Xh)‘f‘(e{/;,v')(h) =0, VX eﬁz(g) (4.20)

- (v el vh) - (e{; —el, vh) : Yop € V/(Q). “.21)
Taking (xj, vn) = (e{;, e{l'/) into the above error equation (4.20), (4.21) leads to

2 o . o
L)+ (et )

1 . . . . .
2 2
= Jlled 172 + 105152 + e — eillz2 lley 2

J
o

(by Lemma 2.3)

Lo j j ; ;
el 152+ Ch2 ™2+ Cllep — enll 2 107 + e .2

A

1 . ; ;

2 2 2r42
ElleélleJrCIIe{;—efllle+Ch e,
hence,

< Cllepl?, + Clien|2, + Ch¥ 2. 4.22)

j2
e, 12

We also need the boundedness of {ai }k;(l) in certain strong norms. By using the mathematical
assumption that (4.5) holds for j < k — 1, we have

1P = Nillee < |ed] e

o TPl fen| =+ ITan

< ITp? 2 + 1Tun fl 2 + Co (v + A7)
<C+1, forj<k-1, (4.23)
if we require that Cy (r +h" ‘H) < 1 for appropriately small T and /4. Furthermore, we can

view (a{;, 1#,1) to be the mixed FEM solution of the Poisson equation with homogeneous
Neumann boundary condition

. . )
—A{ =P/ —Nj, forxeQ and ﬁ =0, forx €dQ. (4.24)

From the L? estimate of mixed FEMs developed in [12], we can deduce that

logllze < 1VE s+ llo, — Vel
(by Theorem 3.2 of 12) < [IV¢ |16 + CITILVE — V|16
(by Lemma 2.1) < C||¢ || 52
(by the assumption on Q) < C||P} — Nj|| 2
(by 4.23)) < C, forj <k-—1. 4.25)

Then, the last term in the right hand side of (4.18) can be bounded by

HP}faljl _pfa./'HL2 = ”(e;, +9’J’)a’]1HL2 + Hpj(e,(/; +0£) L
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=+l

el ot cht!

(by @22) < | (e} +0}

ot s+ Cliehl + Cliedll 2 + Ch™H.

(by (4.25)) <C H (el + 6]

Ly T Cliepllzz + Cllenll 2 + €™

= c|e L, +Cllejllz + Clled 2 + Ch™!
12 1/ . .
che;‘Lz ‘e;HLG + Cllebllz + Clledll 2 + Ch™Y. (4.26)
Applying Lemma 2.3 to (4.12) gives
J J j=1_j—1 ji—1_j—1 i J j—1_j—1
L A P AL AR A I G P
i—1 _j—1 i— i
scle) | +c|p el = pi e F e, .27)
Taking (4.27) into (4.26) leads to
o o 12y . q1/2 V20 iy iy 12
J -J J J J 1 -1
|#ior=riol|, < cler] s e ] +clerl s [ on™ = pmtert]

+C||€p||Lz +Clledll 2+ Cx +hTh

which gives further

JJ j=1 _j—-1 _ j-1_j—1
th"h paHszeHPh g )2

J
€lle
+ HJPLZ

L2

S =
teic|ep] L +ele

el +elc(r+rThy, 428
L2

where the Young’s inequality is used. Similarly, we can derive an estimate for the last term
in the right hand side of (4.19)

o o il o
HN}{UZ —n/aJ” <e€ HN,{ afl —ni gl 1‘
L2 L2

J
+6H8Jn

LZ
e 'Cllehll 2 + e Clledll 2 + e Cx +h ). (4.29)
Summing up (4.28), (4.29) withindex j =1, ...,k — 1, we have

-1
)

(|#lot = pial] .+ [Nioh —n'a’
i—1 _j—1 1 i
+HNh] oril —nilgi 1‘

».

1

J

k—1
j—=1 _j—1 j—1_j—1
SGZ(HPh g, —pTo ”
j=1
k—1
j
+ (e He,
j=1

which can be rewritten as
k—1 o
J ) Jd
( —6)Z<”Pha’h—p o ‘Lz
j=1
-1

J
< €lle
- £ ( H JP‘LZ

j=I

)

eICledll 2 + e Cllehll 2+ C + h’“)) ,

j
+eHe,”‘L2+

+ |Nio] = niol]

)

e 'Clledll 2 + e Clledll 2 + e O + h’“)) .

=~

J
te Hefn‘ L2 +
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where we have noted that at the initial time step
||P}?02 - POUOHLz + ”N;?O‘h —n o‘OHL < Ch Tl

Summing up (4.18), (4.19) withindex j = 1, ..., k — 1 and noting the above estimate with
a small €, we get

2

-)

k—1 k 2
> ek = (s,
j=1 j=1
k . .
+> (€73ClepllT. + e Clledlly, + e Cx + 17HH?). (4.30)
j=1

J
+6He]n

Finally, summing up the index j = 1, ...,k — 1 and substituting estimates (4.17) and
(4.30) into the error equation (4.16), we arrive at
L2>

+fz (s

)

2
L L) e i)

1
el \

+1
o]+

¢p

m+1
+er]

L2

+H m+1‘

fZ (e[
o3 (o

m=0

m
e
P

Then, we chose a small € to deduce that

Jj+1 2 Jj+1 2 . m-+1 2 m+1 2
Hp ‘L2+ €n ‘L2+TZ<eJP L2+ eJn ‘L2>
Jj+1
<ty (c (HeZ’ + e ||22> +C(r2+ h2’+2)> 431)
m=0

Thanks to the discrete Gronwall’s inequality in Lemma 2.2, when Ct < 1, we have

5 j
+1 j+1 +1 1
Heé ‘L2+ eﬁl H 2+TZ< ’}lp +” n-;n+ ‘L2>
m=0
TC
<C 2 g2
< exp(l_cr>(r + )
< Cexp(2TC) (t? + h*2) | (4.32)

Thus, (4.5) holds for n = k if we take % > Cexp(2T C). We complete the induction.
(3.15) follows immediately from the the projection error estimates and inequalities (4.5)
and (4.22). O

Remark 4.1 Combining the projection error estimates (4.2), with (4.22) and (4.5), we con-
clude at once that

Ha',i —ajHL2 <C (t +hr+]).
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With the help of (4.5), we can prove the following uniform boundedness of the numerical
solutions which is the basis in the proof of the error estimates (3.16) in the next subsection.

Corollary 4.1 Under the assumption in Theorem 3.1, there exist two positive constants T
and hq such that when t < 19 and h < hg, the numerical solutions to the linearized mixed
FEM (3.8)—(3.13) possess the following uniform boundedness

J j
éﬁgﬂﬂzm+ﬂMwm)sc, 4.33)
max o] <c 4.34)
0=j=J L>®

Proof We shall consider two cases. For t < h, by using the inverse inequality, we have

|7i] . =

J
6o T He”‘m

<C+h1

@y@®)<c+hh/ T2 + h2rt2)
V?

<C
<C (4.35)
For h < 7, (4.5) gives that
d m ||? Ci > 2r+2 Ci 2r+2 2
ZrHejp L2§7(r +h )57( +7 ) < it
m=
which leads to
1
e <Cit?2, form=1,...,J.
Jl’ L2
Applying Lemma 2.3 to (3.8), we have
J j+1 J_J
2], =[] + | plei]
Jj+1 Jj+1 J J
< |t L+ e+ L Lot
j+1 j+1 j
by @25) = [mait| 4+ [el], +c|n
1/2 |2
sc+cnz+cwm Ap
j j
= 5 th L6+C+CHPh L?
1 j c
=2 H Firll o €
which in turn implies || P/ || ;6 < C.
Thus, for both the cases T < h and & < T, we obtain
J
Og§H%Mp§C (4.36)
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and similarly, we can show that
max Nj 6 < C. 4.37
0<j=<J ” h ” ° ( )

Combining the last two estimates, (4.33) is proved. By applying the L? estimate of mixed
FEM [12] to (4.24), we have

lopllze < IVElize + lloj, — V&L
(by Theorem 3.2 of 12) < ||V¢||poo 4+ C|ITTVE — V| Lo
(by Lemma 2.1) < C|[¢ly26

(by the assumption on ) < C|| Phj — N,{ Il 6
(by(4.33)) =<C. (4.38)

We proved Corollary 4.1. O

4.2 The Proof of Estimate (3.16)

Proof We take D; to both sides of (4.12) and (4.14) to deduce that

" " - S
(Dze’,: + D70§: , x;,) + (Dre{f V- xh) = (Dz(Ph’Ui, —plal), Xh)

_(Dr (Pj+10j+l —Pjﬂj) , Xh) s YXn GI'OIZ(Q)»

(4.39)
. . A 9 b
(Dfe,’fl, Uh) - (V - e’,lfl, Uh) =— (Drp”1 - p(T’H), Uh) , Yo € VI(Q),
(4.40)
+1 +1 +1 i i
(DeelTt + D) x) + (Drel ™.V ) = (Delo? = Nl 1)
n (D, (nf“af“ —nfaf) , x,,) . Ve B9, (4.41)
. . N 9 i
(Dfe',/,H, v;,) — (V . e'gjl s vh) = — (Drnf"'1 — %, vh> , Yy, € Vh’(Q)
(4.42)

@ Springer



808 J Sci Comput (2018) 77:793-817

Taking (x,,, va) = (ef“, -v. ef“) into (4.39), (4.40) and (x . vy) = (. =V}
into (4.41), (4.42), respectlvely, and summing up the results, we have

Ll j+1 ]+1 j+1
(Dfejp .y, + DTeJ + |V e

]+1‘2
Jp

L2

2t

= (De(Pla) = plal). &ft) + (Dewiol = Nia)), ef")

( tojjula ’ ejj;q) B (Drgjj‘ﬁ’ e]J‘:-I) _ (Df (pj+laj+l _ pj,,j) 1J+1)

+< (nj+1a,+1 njgj) §H) n (DTPHI _ 317(-51;/—#1)’ v. e§:l>
on(-, tjy1)
+1 s Lj+1 J+l1

+ — I v.

( )
8

(4.43)

i=1

Again, by noting the regularity assumption (3.14) and the projection errors (4.1) and (4.2),
we can derive the following estimate for the linear terms

8
1 1 1 1
YR = el Vel I+ IV el ) + Clles T + llel )

+elC@? +n¥?) . (4.44)

Then we turn to the two nonlinear terms ﬁl and 132. ‘We can rewrite ﬁl by

Ry

j j i 1 1 1
(Pt = ephal &)™) + (Pl (Deof) = pI (Do), €))

((D e) + D:6})a), ]H) ((Drl’])(e’+0’) ej+l>

+ (Bl (Deel + De00), €)Y + (e 0] HDea), €

4
=Y Ei. (4.45)
i=1
For the first term, we have
j il e j+1
Er < |Dech+ 0.0} oh| el v
J J -1 Jj+l
(by 434)) =€ |Deeh+ Do) +e7'C He,p ;

< e|Dee ” + e 4 eIc Heﬁp“‘ (4.46)

)
By noting the regularity assumption (3.14), the projection error estimates and (4.22), E» can
be bounded by

£z oo, o+

AR
‘]I’

L2 L?

el +0] +CHe]J+1’
P

(4.47)

12 .

(by (422)) < C(2+h7 )+ C He’,j‘
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Before proceeding to the estimate of E3, we shall take D to both sides of (4.20) and (4.21)
to get

(Dre{; + D.6) Xh) + (Dfe;j,, V. Xh) =0, Vx,cH () (4.18)
— (v - (Dre + D07y, vh> = (Dfe{, —D.el | vh) . Vo e VI(Q). (4.19)
where we have used the fact that

(v D6, ) =0, Vo, € V] (),

It is easy to see that (D,eé + D,G{; , D; eljp) can be viewed as the mixed FEM solution to
the following Poisson equation
j j 3¢
—A¢ = Drep, — Drey, forx € Q and = 0, forx € 0Q2.
n

Then, by an L? estimate of mixed FEM [12], we can derive that

HD,eé S e H Dre)— Drel| .- (4.20)
Consequently, the term E3 can be bounded by
j—1 j j j+1
B = [P |peed 4 peod] L[5
j j j+1
(by 4.33) < CHDTe{,—i—DTO{, e ‘Lz
. . "
by 420)) = C|Dee) = Deel| ] |
12 ) B "
<e HDref, ‘Lz te HDfe,f, L Helc He§+ ’LZ 421)
For the last term Ejy, it is easy to see that
J=1 4 gi-1 J i+l
Bz e +07 | [’ e
j=1, pi—l Jj+1
=cle+o L[5
(by 4.5)) =<C@E*+h"+C H f,ﬂ (4.22)

Finally, taking all the above estimates of {Ei}?zl into (4.45) gives

.2
+€HDfe',/l —‘CH ’“‘ ele@ 4 hTY).

L2

~ 212
J
R =e|pee) .
Via a similar analysis, for the term R;, we can derive that

_ICH J+1‘ E_IC(T2+h2r+2).

~ 12 .12
J J
R<e HDTe,, e HD,e,, .

By taking v, = Dref;H into (4.40) and v;, = Dre{, into (4.42), respectively, we can
deduce the following results

j+l
|peei],. <

HV e]+1

2+Cr2,

. 2
HDer,“H i <2Hv ef“H ey
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)

, el (Tt (4.23)

Taking the last two inequalities into the estimates for R and Ry, we have

J+l

S\

R+ Ry <2 (”V ef“‘ +Hv.efj‘ +H ¢
L2 P n
+e'C Hejlljl +elc H ]H‘

At last, taking the estimates (4.44) and (4.23) into (4.43) results in

. . 2
(Dfeﬁ_H e§+l)+(Dre1+l ]+1)+ HV e]-H‘ +HV j+l‘
L2
) 2
_ Jj+1 J+1 J J
i (s P Ay P LA PR R
_ICH Jj+1 . —1CH J+1‘ 2—}—5_1C(t2+h2r+1). (4.24)

By fixing the small constant € and summing up the index j, we arrive at

Hefj:rl —I—” ]+1‘ +TZ(HV ejp +||V e || )
Jj+1 2

<ty (He’}j LCler, ”Z) +C (2>, (4.25)
m=1

With the help of Gronwall’s inequality, we obtain when Ct < %, we have

j+1 ’
Jj+1 j+1 2
T RS A WS S (LA RS ST
m=1
< Ce 1,2 h2r+2
< Cexp (1 - Cr) (7 + )

<G>+ h¥*?), forj=0,...,J —1.

Thus, by noting the projection error estimates (4.2) and last inequality, (3.16) is proved. We
complete the proof of Theorem 3.1. O

5 Numerical Results

In this section, we provide some numerical examples to confirm our theoretical analyses.
The computations are performed with free software FEniCS [28].

Example 5.1 We rewrite the PNP equations (1.1-(1.3) as follow

g =V-(Vp—-pVy)=fi,
V- (Vn+nVy) = fr, (5.1
—Aw p—n.

We test the linearized backward Euler FEM (3.8)—(3.13) on the unit square 2 = (0, D2 A
uniform triangular partition with M + 1 nodes in each direction is used. An illustration with
V2

M = 8 is shown in Fig. 1. Here we can see that h = 7.
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In our computations, we take

p= 272 exp(t) cos(mx) cos(mry)
n = 47213 cos(2m x)
Y = exp(t) cos(mwx) cos(my) — 13 cos(2m x)

to be the exact solution to (5.1). Correspondingly, the right-hand side function f; and f> are
determined by the above exact solution.

Clearly, f; and f> are nonzero source terms which are different from the zero source terms
in (1.1) and (1.2). However, we can easily testify that

t t
/ f fi(x,t)dxdr = / f fr(x,t)dxdr =0,
0 JQ 0 JQ

which guarantees (1.7) is still true, thus we still have the well-posedness of PNP equations.
Furthermore, it is easy to see that nonzero linear source terms do not introduce any difficulty
to the analyses of stability and convergence as illustrated in the previous sections. Therefore,
Theorem 3.1 holds true for the artificial problem (5.1).

We set the final time 7' = 1.0. To confirm our error estimate in Theorem 3.1, for IEIZ (R) x

Vh’(Q) withr = 0, 1, and 2, we choose T = (ﬁ)rﬂ. From Theorem 3.1, we have (r 4+ 1)-th
order convergence for the L2-norm errors. We present the L>-norm errors in Table 1. From
Table 1, it is easy to see that the convergence rate for the linearized backward Euler RT mixed
FEM (3.8)—(3.13) is optimal.

To show the unconditional convergence of the proposed scheme, we use ﬁ}l () x Vh] ()
to solve (5.1) with three different time steps T = 0.1, 0.05, 0.01 on gradually refined meshes
with M =252 k = 1,2, ...,5. The L2-norm errors are plotin Fig. 2. We can see from Fig.
2 that for a fixed 7, when refining the mesh gradually, the L2-norm errors asymptotically
converge to a small constant, i.e., the temporal error which is O(t). Thus, it is clear that
the linearized backward Euler FEM is unconditionally convergent (stable) and no mesh ratio
restriction is needed in the computation.

Example 5.2 In this example, we study the dynamics of PNP equations with the following
initial values
L 0,120,075 x (0, 1) U(0.75, 1) x (0, 1y},
po= 1070, else,

1, (0, D2\{(0,0.75) x (0, 1) U (0.75, 1) x (29—0, D},
o= 1079, else,

Fig. 1 A uniform triangulation
on the unit square with M = 8
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in the unit square. This example was first used in [35], where a fully nonlinear backward
Euler scheme with a linear Lagrange element was analyzed. Later, the authors in [17] applied
a conservative decoupled finite element method to investigate this example. For comparison,
we test the performance of the linearized backward Euler RT mixed FEM (3.8)—(3.13) with
the same settings in [17,35].

In the computation, we take 7 = 1073 and ﬁ}l(Q) X Vhl (£2) on a uniform mesh with
M = 32. We show the snapshots of the numerical solutions Pp,, —(J p)n, Np, —(Jn)n, Wh
and —o, atT = 0.002inFig. 3,at T = 0.02inFig. 4 and at T = 0.1 in Fig. 5, respectively.
All plots in Figs. 3, 4 and 5 agree well with previous results in [17,35].

In addition, we plot in Fig. 6 the global masses {(P}f, 1)}]1:0 and {(Nhj, 1)}}J.:0 and the

electric energy %Haiz ||i2. From Fig. 6, it is easy to see the mass conservation of P, and Nj,

and the decrease of the electric energy %Ha{l ||i2 as time evolves.

6 Conclusions and Discussion

We have proposed a linearized RT mixed FEM for solving PNP equations. An optimal
error estimate in L (L?) norm for the proposed scheme is established unconditionally (i.e.,
the analysis does not require mesh ratio restriction t < Ch® for a certain « > 0) for all
six unknowns: the concentrations p and n, the mass fluxes J, = Vp + po and J, =
Vn — no, the potential i and the potential flux & = V. The method is based on the RT
mixed FEM in the spatial discretization and linearization for the coupled terms p Vi and
nViy. Numerical experiments demonstrate that the proposed method is efficient, accurate
and stable for simulations of dynamics of ion concentrations, of electrostatic potential and
of coupling between two physical processes. As a result of using RT mixed FEMs, the
local mass preserving property is also satisfied for all ion concentrations and electrostatic
potential. Moreover, the mass fluxes of ion concentrations J , and J, are solved directly and

12689 W - .
. 07943
= — o o o
o 05012
)
~= 03162 =01
Y -@-7=0.05
— 01995 her=0.01
0.1259
10" 10° 10" 10° 10" 102
W0l ———a———— % I
e —e o ¢ o = —eo—o—o o = o o o o
= = = 4
Y < S
I ®7=0.1 | =01 I 0 1
Se 8-7=0.05 Sa -€-7=0.05 ~= -9-7=0.05
[y k-7=0.01 = -7=0.01 S k-7=0.01
- -0 N N \*\H_.
2 2

10"

M

10

10'

M

10

10'

M

Fig. 2 L%-norm errors of the linearized backward Euler RT mixed FEM (3.8)—(3.13) on the unit square.

(Example 5.1)
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A UENENENENANENY
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Fig. 3 Snapshots of P, —(J p)p, Np, —(Jn)p, Yp and —oj attime T = 0.002. The results are obtained by
the (3.8)—(3.13) with r = 1 on the mesh with M =32 and t = 1073, (Example 5.2)

1

Uy,
0.05
X 0.8
06 4 06
0
. 0.4
. 0.2
0 -0.05
0 0.5 1

X
1 Ih
CLIIIIIIIIII
o 0-8‘//////////////
~~~~~~~~~ R Y
s A NN
061 e A LI SN SN oot
,,,/ii»‘;éé «\\\QQQQ\ GO [
04 et oAl I IIISONNNA 04:‘.2:11{{‘”&
......... AN CIIITEESO SNNNNNNARNE
.......... ARAR S NN P NN R R R R R
o2L . . ... L 0.2} . . . em=s—— N Sl NN NN N NN
............... e e =~ s S S S NSNS SNNA D
ol 0 e e e e e e ———————— 0 R T
0 0.5 0 0.5 1 0 0.5 1

Fig. 4 Snapshots of Py, —(J p)n, Np, —(Jn)p, ¥p, and —oj, at time 7' = 0.02. The results are obtained by
the (3.8)—(3.13) with » = 1 on the mesh with M =32 and t = 1073, (Example 5.2)

accurately, which is very important in studies of electric current—voltage curves and Debye
layer phenomena. We shall make the following remarks.

@ Springer



J Sci Comput (2018) 77:793-817 815

0.01

-0.01

- TTIIIITIIIl PP
e O N N N A A A A AV AV AV A A |
NESENENENEN NN NV
= IIRE
NIENEN NN
e NN NN SRR R ERR
06| T 27701 os \\iii:»?\\\\\\w CURRER AR
///////// SALA N NENTERERE L N ST IR
”////////////{ NESNNEER RN L A AR ERE
R A A AN 04f v NI N L] 04
LIy IS EERRRRE
LiliIiTlL NussesesttNNNN EFPISRERERERE RS
oLl oos P RS .
OBliiiiIizozzzyy gl OBIIIIIIIIEIERIAN, NN
AL EAN AERERR RS
% 05 1 % 05 1o 05 1

Fig. 5 Snapshots of Py, —(J p)n, N, —(Jn)p, ¥, and —op, at time T = 0.1. The results are obtained by
the (3.8)—(3.13) with » = 1 on the mesh with M =32 and t = 1073, (Example 5.2)
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Fig. 6 The evolution of global masses and electric energy computed by the linearized backward Euler FEM
(3.8)—(3.13) with r = 1 on the mesh with M =32 and 7 = 1073, (Example 5.2)

Remark 6.1 Here we assume the domain €2 is a convex polygon or polyhedron. The main
reason is that we used the H? estimates of elliptic equations. For more general smooth
domains with curved boundary, we refer to [24,41] for detailed description.

Remark 6.2 In this paper we focus on the RT mixed FEM. It is possible to use the Brezzi—
Douglas—Marini (BDM) mixed FEM for the flux approximation. Our error analysis also
applies to the BDM mixed FEM. However, we do not recommend to use the BDM element

which may suffer from a suboptimal convergence for the PNP model, see [9] for more
discussion.
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