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SECOND ORDER APPROXIMATIONS FOR KINETIC AND
POTENTIAL ENERGIES IN MAXWELL’S WAVE
EQUATIONS

J.A. FERREIRA, D. JORDAO AND L. PINTO

ABSTRACT: In this paper we propose a numerical scheme for wave type equations
with damping and space variable coefficients. Relevant equations of this kind arise
for instance in the context of Maxwell’s equations, namely, the electric potential
equation and the electric field equation. The main motivation to study such class
of equations is the crucial role played by the electric potential or the electric field in
enhanced drug delivery applications. Our numerical method is based on piecewise
linear finite element approximation and it can be regarded as a finite difference
method based on non-uniform partitions of the spatial domain. We show that the
proposed method leads to second order convergence, in time and space, for the
kinetic and potential energies with respect to a discrete L?-norm.
keywords: enhanced drug delivery, Maxwell’s equations, finite element

method, finite difference method, supercloseness, supraconvergence.

1. Introduction

We study in what follows a discretization in time and space of the following
wave equation

a(x)a—tg(x,t) +b(x)%(x,t) =V (D(x)Vu(z,t))+ f(z,t), z € Q,t € (0,T]

(1)

with the initial conditions
20,0 = 4u(x)
(2)
u(@,0) = ¢o(x), = € Q,
and homogeneous Dirichlet boundary condition on the boundary 052 of {2
u(z,0) =0, z € 0. (3)

By simplicity we assume that Q = (0,1) x (0,1) and v : Q x [0,7] = R. In
equation (1), a(x) > ag > 0 and b(x) > by > 0, for = € 2, and D represents
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a diagonal matrix with positive diagonal entries d;, i = 1,2, that have in Q
a positive lower bound dj.

Equation (1), a wave equation with a damping factor, has as a particular
case the potential equation that arises from Maxwell’s equations

0V ov 0
HET s + ,LL(T2E =V (oVV) - 8_5’ (4)
where V' denotes the scalar potential, € the electric permittivity, u the mag-
netic permeability, o the conductivity of the medium, and p the charge den-
sity of the current (see for instance [15]).

We remark that the results that we present can be easily extended to the
initial boundary value problem (IBVP) (1)-(3) when u : Q x [0,7] — IR". In
this case, for n = 3, equation (1) has as a particular case the electric field
equation

O*’F oF
vy + Ho o = ViE -V (g) : (5)
(see for instance [15]).

Our main motivation for this paper is the coupling between drug transport
and electric current, which is used in several medical applications like trans-
dermal drug delivery ([13], [14], [16], [19]), cancer treatment ([6], [20]) or
ophthalmic applications ([18]). In all these applications, the drug transport
is enhanced by the applied electric current. The drug mass flux is described
by the Nernst-Planck equation and it is given by three main contributions:
passive transport due to drug diffusion, electric enhanced drug transport that
depends on the electric potential gradient or electric field, and electroosmotic
transport due to fluid flow ([13], [17], [19]).

In the mathematical description of the drug time-space evolution, the au-
thors usually assume that the potential is described by a Poisson equation
when iontophoretic or electroporation protocols are applied. Without being
exhaustive we refer to [3], [7], and [12]. However, to obtain an accurate de-
scription of the drug evolution in a more general setting, it is necessary to
construct an accurate approximation for the electric potential V' defined by
(4) or electric field defined by (5). It is desirable to compute a second order
approximation for the gradient of the potential with respect to a discrete L*-
norm, that is, a second order approximation for the potential with respect
to a discrete H'-norm. In what concerns the electric field, the corresponding
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scheme leads to a second order approximation with respect to a [H!]3-discrete
norm.

The method that we propose is obtained considering the Method of Lines
Approach: a spatial discretization that leads to a semi-discrete approxima-
tion (continuous in time) followed by a time integration. The spatial dis-
cretization is defined considering a piecewise linear finite element method
combined with particular integration rules that lead to a fully discrete in
space scheme. It should be remarked that the constructed fully discrete
scheme can be seen as a finite difference method.

The classical convergence analysis of the semi-discrete approximation us-
ing the finite difference language is based on the concept of truncation error.
Although the truncation error is only of first order with respect to the norm
||-|loo, When general non-uniform grids are considered, using our approach we
prove that the finite difference approximation for the solution of the IBVP
(1)-(3) is second order convergent with respect to a discrete H'-norm pro-
vided that u/(t), u(t) € C*(Q), t € (0,T]. This means that the corresponding
numerical gradient is second order convergent with respect to a discrete L*-
norm.

Furthermore, to reduce the smoothness assumptions on the solution of the
IBVP (1)-(3), we consider the approach introduced in [1] for one dimensional
problems and in [8] for two dimensional elliptic equations and consider later
in different contexts: in [2], [9], and [11] for non-Fickian diffusion problems,
and in [10] for diffusion problems is porous media. Avoiding the analytical
difficulties that arise from the application of this technique we prove the same
convergence result provided that u/(t), u(t) € H*(Q), t € (0,T).

As observed before, the semi-discrete finite difference approximation is also
a fully discrete in space piecewise linear finite element approximation. In
this context the obtained result is unexpected and is usually referred as
a supercloseness result ([21]). There exist many papers about numerical
methods for wave type equations, including finite differences ([22], [23]), finite
elements ([24],(25]), mixed finite elements ([29], [30], [31]), and discontinuous
Galerkin ([26], [27], [28]). On the other hand, only a few works have been
dedicated to supercloseness (or superconvergent) estimates, some examples
are [32], [33], [34] and [35].

The paper is organized as follows. In Section 2 we introduce the definitions
and notations used in this work and formulate our fully discrete in space
method. The convergence analysis of the semi-discrete approximation for
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the solution of the IBVP (1)-(3) when the solution u is smooth, that is, u/(t),
u(t) € C4(Q), is presented in Section 3. Section 4 is focused on the extension
of this analysis to the non-smooth case, that is, when u'(t), u(t) € H3(2). The
fully discrete in time and space method is studied in Section 5 and numerical
results illustrating the theoretical results established in the previous sections
are presented in Section 6. Finally, in Section 7, we draw some conclusions
and future work directions.

2. Fully discrete approximation in space

By L%(Q), H}(2) we denote the usual Sobolev spaces equipped with the
norms ||.[|p, ||.||1 induced by the corresponding inner products (.,.) and (., .);.
The usual inner product in (L?*(2))? is represented by ((.,.)). If v : Q x
[0, 7] — IR, then v(t) : Q — R with v(t)(x) = v(z,t), x € Q.

Let us consider the following variational problem: find u(t) € H'(Q)y such
that

(au”(t), w) + (bu'(t),w) = —((DVu, Vw)) + (f(t),w), t € (0,77,

for w € H} (), and
{ u'(0) = o1
u(0) = ¢o.

In Q we introduce a non-uniform rectangular grid defined by H = (h, k)

N
withh = (b1, ... hy), by > 0,i=1,...,N, Y hy=1,and k= (ky,..., k),
=1

M

ki >0,j=1...,M, ij = 1. Let {z;} and {y;} be the non-uniform
j=1

grids induced by h and £k in [0,1] with z; — 2oy = hi, y; — y-1 = kj.

By Qp we represent the rectangular grid introduced in Q by H and let

Qg = QﬂﬁHﬁQH = 8QﬂﬁH.

Let Hypp = max{h;, kj;i=1,---N;j=1,---,M}. By A we denote a
sequence of vectors H = (h, k) such that H,.,, — 0. Let Wy be the space
of grid functions defined in Qy and by W o we denote the subspace of Wy
of grid functions null on dQp. Let Ty be a triangulation of Q) using the set
Qp as vertices. We denote by diamA the diameter of the triangle A € 7.
By Pyvg we denote the continuous piecewise linear interpolant of vy with
respect to Ty.
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We consider now the following piecewise linear finite element problem: find
up(t) € W such that

(aPHugl(t), PHwH) + (bPHu}I(t), PHwH) = —((DVPHUH(t), VPHwH))
+(f(t), Prwn), .
§

for t € (0,7 and

{ (Pruy(0), Phwy) = (PuRu¢1, Prwr) (7)
(Prup(0), Ppwy) = (PaRugo, Prwn),

for wy € Wyo. In (7), Ry : C(Q) — Wy denotes the restriction operator,
where C(Q) represents the space of continuous functions in Q.

A fully discrete in space approximation is introduced now. In Wy we
define the inner product

(vi, wi)m = Z |0 jlvm (@i, y))wn (i, y;), wr, ve € Wy,
(zi,;)€Qm

where O;; = (25-1/2, Tiy1/2) X (Yj—1/2,Yj+1/2) N €, |O;;] denotes the area of

O;j, and 419 = 2; £ EZ being y;11 /> defined analogously. Let ||.||z be the
corresponding norm.

For vy = (vi.g,vom), wy = (Wi g, wa ), and vy g, we g € Wy, for £ =1, 2,
we use the notation

(v, wm))g = (vig, wimg)gs + (Vo.m, w2,H)H,ya

where

M-1

N
(V1 Wo, ) 1 Z hikj1 2010 (i, y) w1, m (@5, y5),
=1 j=1

being (ve i, wo i) i,y defined analogously.

Let D_, and D_,, be the first order backward finite difference operators with
respect to the variables x and y, respectively, and let Vg be the discrete
version of the gradient operator V defined by Vyuy = (D_yum, D_yug).
By Dy we denote the diagonal matrix with dy g(x;,y;) = di(x;_1/2,y;) and
do (i, yj) = dao(xi, yj—1/2), for (v,y;) € Q.
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The initial value problem (6), (7) is replaced by the following fully discrete
in space finite element problem: find uy(t) € Wy such that

(agui(t), wn) p+(buauy (t), wa)r = —((DaVaug(t), Vaws))g+(fu(t), ws)m,

(8)

fort € (O,T], WH € WH,O, and

iy (0) = Ry
{ un(0) = Ry, (9)

In (8), agy = Rya, by = Ryb, and

Fa®wen) = 5 [ S t)dsdy (10)

We observe that the fully discrete in space finite element problem can
be rewritten as a finite difference problem. In order to define such finite
difference problem, we introduce the finite difference operator Vi, = (D3, D;)
where

UH(SUi—i-la ?Jj) - UH(SI%, ?Jj)

hitv1/2

Divy(zi,y;) =

9

hi 4+ hitq

with hjpq0 = , and Dy is defined analogously.

Then, from (8) we obtain
aguy(t) + bguly(t) = Vi - (DgVgug(t)) + fu(t) in Qg, t € (0,7], (11)
which is coupled with the boundary condition
ug(t) =0 on 0Qy, (12)

and the initial conditions (9).

In the next section we study the convergence properties of the fully discrete
approximation ug(t) defined by (11), (9), and (12) or equivalently by (8), (9),
and (12). The analysis technique depends on the smoothness of the solution
u of the corresponding IBVP (1)-(3).

3. Convergence analysis: smooth case

Traditionally, the convergence analysis of a semi-discrete approximation
ug(t) is based on the truncation error Ty (t) associated with the spatial



SECOND ORDER APPROXIMATIONS FOR MAXWELL’S WAVE EQUATIONS 7

discretization. Assume for simplicity, but without loss of generality, that
d; = 1,7 =1,2. Under this assumption, we have

Ti(t) = —(hs — i) (SR () + 21 2L 1)

— (kjp1 — k; )< Rﬂgyu( )+ ERHZZZ( )) +O(Hp ),

provided that u(t) € C*(Q), f € C*Q). In Ty(t), the term O(H?2,,) repre-

max
sents a term such that there exists a positive constant Cp satisfying

O(H2)| < CrH2, ([u@®)llos + 1 F®)lez ).

where ||.||c» denotes the usual norm in C™(Q), m € IN,.

Let ep(t) = Ryu(t) — ug(t) be the spatial discretization error induced by
the numerical scheme. The spatial and the correspondent truncation errors
satisfy the following equation

(amef(t), wn)a+(buey(t), wn)n = —(DaVuen(t), Vawn)) a+(Tu(t), wn)n,

fort € (O,T], WH € WH,O, and

{ ¢ (0) =0
GH(O) = 0.

In the next result we establish an upper bound for the kinetic and potential
energies of ey (t) where the potential energy is defined by considering the
semi-norm

1/2
IV wnln = ((Viwn, Vawn)u)  wn € Wa.
Here, we denote by ||.||cm(cs) the usual norm in C™ (0,7, CP(Q)), m,p € INy.

Theorem 1. If the solution u of the IBVP (1)-(3) is in C*(0,T,C*Q)) N
C%*0,T,C(Q)) and f € CY0,T,C?*(QY)), then there exist positive constants
C1, Cy, independent of u, f, H, and T, such that for H € A with H,,,, small
enough

t
ek ()17 + /O ek ()1 Eds + llern ()l + IV ren ()5

< CiH e (luliBaieny + |1 Flnen ) £ € 0,T). - (14)
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Proof: From (13) we get

(amey(t), e a+bolley(O)H < —(DaVaen(t), Vaey () a+(Tu(t), ey (t))m,
for ¢ € (0, 7], that leads to

(a2 [ lein(s) s 1DV uen ()1 < 2(Tult).cylt))
0

(15)
fort € (0,7]. In (15), /Dy is the diagonal matrix whose entries are given by
Vd;, i = 1,2. The main difﬁculty in the construction of a convenient upper

bound for ||/amey (t)||5 + Qbo/ €% (8)|13ds + |/ DuVmen(t)||? is related
with the term (T (t), €}y (t))n. We observe that

(Tu(t), €x(t))a = CZ(TH() #(0)n — (Ty(t),en(t)n, (16)

where

4u 2
T3(1) = —(hiwr — 1) (3 B + —RH@iaf )
= (ke = ) (3R (®) + TR 2-(0) + O(HE,),

with [O(H2,,)| < CrH2 . (/1) los + 1/ (D)l )
From (15) and (16) we get

IVamey (t)|E + 260/0 e () 1Fds + IV DV etz < 2(Tu(t), en(t)n

t
—2 [ (Ty(s)enls)nds. t € (0.7
0
(17)
To obtain upper bounds for the terms (T (t),ex(t)) ., (T3 (s),en(s))n we
consider the generic term

—1M-1
TGw Z Z hl+1/2kj+1/2 +1 h)v('xhyjat)eH(xlayj)t)

=1 j=1
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We have successively

—1M-1

TGw Z Z k]"'l/z i+1 h) ( (xl?y]?t)eH(xmyj?t))

=1 j=1

1 N M-1

9 Z kﬂ+1/2h ( v, yj, t)en (i, yj, 1) _U(xz'—l,yj,t)GH(xi—l,yj,t)>
=1 j=1
N M-1

1 i Qv

§Z kﬂ+1/2h Oz —(x,y5, V) dzen(w, yj, 1)

1 =1
1

kjp12hiv(zion, yj, t)D_ep (x4, y;, 1)
1

7

=T

l\D:y—\
.MZ

I
_

7

J
1 2
=T () + Tn(t).

From this, we can establish the following upper bounds

1
Ten(t)] < ype: Hpo [0 IEr + nillen(®)]l
1

and

1

2)

TGO S 1 el liEn + 31D-sen (8l
2

where 7;, ¢ = 1,2, are non-zero constants, and consequently

1 1

Tea(®)] < g Hpao o) l[Eatnillem(t )HH+477
2

e Hyoo 0@ G013 | D—ser (8) [ 77.0-
1

For the correspondent y term

~1M-1
Ty () Z Zh2+1/2k3+1/2 1 — kj)v(@i, yj, ten (i, y;, t)

1=1 j=1
it can be shown that holds the following

1
4n3

1

1 5 H oo o) || 2o+m3 | D—yer () I,
774

Ty (V)] < 75 HmalvO e tnsllen Ol +

where 7;, ¢ = 3,4, are non-zero constants.
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Taking n; = n3 and 1y = 14, we deduce

1
T+ (O] < (525 ) Haallw () 208 e (1) 3403 v (1)
77 772 (18)
From (18) we conclude for (Ty(t), en(t)) the upper bound
1 1 1 2
(T(t). en(®)n] < (5 + g)Hiax( [u®)lles + 51 @lc2)
+3£1HeH< W + IV men (t)Ih
2
= O ()l + 7)) (19)

where ¢;,7 = 1,2, are non-zero constants, and for (77(s),en(s)) we get the
upper bound

(Tt en(s))il < (56 + 3ez) Hios (5105 es + 5175z

265 263
+3€3H6H( )HH‘f—SZHvHGH(S)H%{
2
453% o (I @)l + 17 ®)llc2) (20)

where &;, © = 3,4, are non-zero constants.
Considering (19) and (20) in (17) and using the Poincaré-Friedrichs’s inequal-

ity
2 1 2
g S I VEWH||H, WH H.,0
|wg|] <2|\Vw |57, wg € W

we obtain

t
do
aolle (1)1 + 2bo / b (3)Ilrds + (5 = 6€2) lew (0

d t
(3= 28)IVuen (I < [ 2(81uen()Fs+ 36 en(s) ) ds

v OH! (R( ) + /OtR(s)ds>, te (0,7,

where C' depends on the previous constants &;,2 = 1,2,3,4, and Cr and

R(p) = Nu(m)lles + 1’ (e + 1L )l + 17 (w)lig-.
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d d
Fixing & and & such that ?O — 662 >0, ?O — 6£% > 0, it follows that there
exist positive constants C;, © = 1, 2, such that

t
e (8)117 + /O e (s)[7ds + llen (5 + IV men @)

t t
< Cth (RO + [ R)s) +Ca [ (I9men(s)ly+ len () s,
0 0
(21)
for t € (0,7]. Applying Gronwall’s Lemma to (21) we arrive at (14).

Theorem 1 enables us to conclude that

t
lef (D117 +/O ler ()1 7ds + llem ()7 + Ve ()] < CHpo
and consequently

e )17 + [ Vaen ()7 < CH,

— max-

We conclude that the IBVP defined by (11), (9), and (12) or equivalently by
(8), (9), and (12) leads to a semi-discrete approximation uy(t) whose kinetic
and potential energy are second order approximations for the correspondent
quantities of the solution of the IBVP (1)-(3). We remark that the proof of
Theorem 1 requires that u(t),u/(t) € C*(Q) and f(t), f'(t) € C*(Q).

4. Convergence analysis: non-smooth case

In this section we establish an upper bound analogous to (14) but under
weaker assumptions than those used in the proof of Theorem 1, namely
u € CH0,T,C4Q)) N C*0,T,C(Q) and f € CY0,T,C?*)). The main
ingredient in the proof of the next result is the Bramble-Hilbert Lemma
([4]). Let us assume that

uwe Vo= {ve H0,T,H*(Q)) N H(0,T, H*()) : v = 0 on 90}.

We remark that if w € H™(0,T, H?(Q)) then v € C™ 10, T, H’(Q)), m €
IN, p € INy. In the following we denote by ||.||gmgry the usual norm in
H™0,T, H?(2)), m, p € IN,.

Theorem 2. If the solution u of the IBVP (1)-(3) is in Vi then there exist
positive constants C;,1 = 1,2, independent of w, H, and T such that for
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H e A with H,,,, small enough
t
e ()1 +/O el ()17ds + |V e ()|

< Cre®™t 3 (diam) (ull + [l + el + o )
ATy

for t €[0,T].
Proof: It can be shown that the semi-discrete error ey (t) satisfies

(amey(t), wn)m + (buey(t), wn)y = —((DuVuen(t), Vawn))n

+ T (u(t), wy) + To(u(t), wn), t € (0,T], Vwg € Wgy,
(22)

where
Ti(u(t), wn) = (DuVu(Ruu(l)), Vewn))n — (—(V - (DVu(l)))n, wr)u
and
To(u(t),wy) = ((au"(t) + bu'(t)) g — Ry (au”(t) + bu'(t)), wy)n-

In the definitions of T (wy) and Ty (wy), (g) g is given by (10) with f replaced
by g = au”(t) + bu'(t) or g =V - (DVu(t)).
Lemma 5.1 of [8] allows us to conclude the following estimate

1/2
Ty (u(t), wy)| < C’( Z (diamA)‘LHu(t)H%{g(A)) \Vrwm|lm, wg € Wiy.

AeTy
(23)
Moreover, Lemma 5.7 leads to
1/2
Tou(t), wm)| < C( 3 (diamA) (" (1) 3 a) Hlw Ol a)) ) 19wl
AETy
(24)

for wy € Why, and where C' denotes a positive constant which is not neces-
sarily the same one in each appearance.
If we take in (22) wy = €, (t) then we obtain

(amey(t), ey (t)m + (buey(t), ey (t)n = —((DaVuen(t), Vuey(t)))n

+ Ta(u(t), ey (t) + Ta(u(t), €y (1))
(25)
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As we have

from (25) we deduce

t
IVamey ()l + 250/ ek () ll7ds + doll Viren ()17 < 2T1(u(t), en(t))
0

2Ty (u(t), en(t)) — /O (Tl(u'(s),eg(s))+T2(u'(s),eg(s))>ds.

(26)
Taking in (26) the upper bounds (23) and (24) we get
t
aolley (1) I + 2bo / leh ()3ds + (do — 4E) |V ren (8)]%
_QCzdmmomnm+§mu i)

51 AeTy

1 , L[

550 Y (diama) [ (Jlu'(s M;+Zw ) ) ds
52 AETH 0

t
L2 / IV e (s)|3ds,
0

where &;,1 = 1, 2, are non-zero constants. We finish the proof fixing & such

that dy — 462 > 0, and applying Gronwall’s Lemma.
|

Theorem 2 allows us to conclude that
e ONEHIVaen(®)|F < Cﬂiax(HuH?;(Hs)+HuH?Jz(mﬂr\IUI\%l(Hz)HIUH%B(Hz)),

for ¢ € [0, 7], under weaker conditions than those imposed in Theorem 1.

5. Fully discrete approximation in time and space

Let us introduce in [0,7] the time grid {t, = nAt,n = 0,..., M;} with
ty, =T and where At is the uniform time step. Let also Dy, be the second
order centered finite difference operator in time and let D_; be the first order
backward finite difference operator in time. The fully discrete in time and
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space approximation for the solution of the IBVP (1)-(3) is defined by

(agDoyuy, wy) g + (bg D_yuli™ wi)g = —((DpVpuit', Vewn))g
+ (fH(tn—I—l)awH)H) (27)
where n =1,..., M; — 1, and for wy € Wy, with the initial conditions
D—tu}{ = Ru¢
28
{ uy = R, (28)

and the boundary condition
uy =0o0n 00y, n=0,..., M.
Equivalently, equation (27) can be written as

aHDQ,tu%—kaD_tu"HH = V;I'(DHVHU%—i_l)—f—fH(tn_H) in QH, n — 1, RPN Mt—l.
(29)
The main theorem of this section is stated next.

Theorem 3. If the solution of the IBVP (1)-(3) is in
H'\(0, T, H Q)N Hy(Q)NH*(0,T, H*(2))nC*(0, T, C(2))NC*(0, T, C1()),

then, for H € A with H,,,, small enough, there exists a positive constant C,
independent of u and H, such that for the error €}, = Rpu(t,) — uly,n =
1,..., My, holds the following

n
|1D—sefyllF + At Y 1 Dseyll + IVl
j=1

< C(A8 (lluldoe + ALZxen) + Haellul2s o))

+ 3 (diamA) ([l sy + lulizage) )
AETy

+ At > (diamA) (ulfigrs + Nl ). (30)
AETy

Proof: It can be shown that the error e, satisfies the following equation

n n—+1 n+1 n+1
(agDoyelr, D_vell g + (buD_iely™ , D_se'y ) u

3
= (D Vuei™, VDol )+ Tilultan), D™,
/=1
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where

T (u(tni1), wn) = —(DaVa(Ruyu(tni)), Vawn) g +(=(V-(DVu(tyi))) o, wi) o

Doy(ultnir), wi) = (0" (b)) +b0u' (1)) m— R (0" () +00 (tnia)), wa)

and

T3(U(tn+1), UJH) = (aH(D2,tRHu(tn+1) - RHU//(th))
+ b (D Ryu(ty1) — Rgu'(tay)), wa)m,

for wy € Why.
As we have

n n 1 n
(anDageiy: Dsef i > 55 (IVanD-ie i — |VanD-esl)

(Du ey VD aelf i 2 5 (VD Vet I — I/ DuV el
(see [5]), and
To(u(tn+1), D- tGHH) = D Ti(u(tys1), enHH) — Ti(D—yu(tnsr), ey), £ = 1,2,

we get

2
H\/CLHD ten—i_lHH‘f—QAtb()HD ten—i_lHH ZTZ( (tn—i—l n+1 +‘| / vHen-i-lHH
/=1

3

< |VarD_ieh s + IV DuVaehll — 2> Ti(ulty), k)

/=1

- QAtZTé u(tngn), €fp) + 280 T3 (u(ty ), Dosel™),

(31)
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Inequality (31) leads to

n+1

IWamD_iel ™ |5 + 248t > | D_sely |5 + IV D Vel |15

j=1

< [IVanDeylls + 2At|\D eulli + 1V DuVireyls

—QZTg (t1), ek) -I-QZTg (tpsr), €77

— 2At Z ( Z Tg(D_tu(th), 6%{) + Tg(u(tj+1, D_ t@gl))) )
j=1 /=1

forn =1,..., My — 1. The terms Ty(u(t, 1), e€}™"), £ = 1,2, satisfy (23) and
(24), respectively, with wy = €', and for Ty(D_, (th) ), £ =1,2, we
have

TD-rulta). i) < O (35 (iamd) by, irian) 19kl
t AETy
2)
and

1D ultnir)s )| < O (3 (diama) |l "V e
2 —t n+1) )| = H3(ty,tn 17H2(A))) HCH||H-
At AETy '

(33)
For the term T3(u(t,.1), Dy !) it is easy to show the following
[ T3(u(tns1), Dsely™)| < CAullose) | D-rely™ | . (34)
Considering in (31) the upper bounds (23), (24) for |Ty(u(t,41), e )|, £ =
1,2, and (32), (33) for |Tu(D_ju(tns+1),€ef)], ¢ = 1,2, and (34)
for |Ts(u(tns1), D), we find
n+1

aol| D—e |3 + 28800 — &) Y 1Dl + (do — 46) Vel |
7j=1

< [VarD-rep ||t + 2Atbo|| D_sey |3 + |V DV eyl

T Toa(u) + At S 4 Vel I3
j=1
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formn=1,..., M; — 1, and where

Toa(w) = (5 3 @ioma)! (Jultasn) s +Z\|u ) B

251 AETH
L OAt Z (

) 2
4 %At HUHO3(tj,tj+1,O(ﬁ)))

262 dwmA)4<|\U\|iﬂ(tj,tj+1,H3(A)) + Hu|ﬁ¥3(tj,tj+1,H2(A)))
2 AETy

with &,7 =1, 2, 3, non-zero constants.

Fixing & and & such that dy — 462 > 0, by — £ > 0, and considering the
discrete Gronwall’s Lemma we conclude that there exist positive constant
C, C5 such that

n+1
ID—sei N5 + At Y D—eq i + IVael™ |15
j=1
< C’l(HD er s+ IV aeylls + j_max Ti(u )) (1 + TeCZ”At)
(35)
formn=1,..., M; — 1. To obtain the final error estimate we need to compute

an upper bound for ||D_e};||3; and ||V gek||%. From the first relation of (28)
and as the initial velocity is defined by ¢, we have

D_ser; = D_iRyu(ty) — R/ (ty)
and then
1D-hlly < 5Pl (36)
We also have
VuD_ie; = VgD_Ryu(t)) — RgVu/'(t) + O(Hpas),
where |O(Hpaz)| < CHpazl|u||c1(c2)- Since
VuD_;Ryu(ty) — RyVu'(t) = O(At + Hpaz),

where |O(At + Hpar)| < C( Hypoz ||t o1 o2y + Atl|ul|c2en ) then

(VaD-sepr, Viey))n = (T(u(th)), Viey))n, (37)
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with

IT(u(t)] < C(Atfullezcr) + Has ullericn) ).
From (37) we obtain

(1= 28)IVuepli < Vueylli + 252 HT( (t) [+
where £ # 0. As €Y, = 0, then, there exists a positive constant C' such that
IV ekt < CAR (ALl cxen + Holluleren ) (38)

To conclude (30) we observe that combining (36), (38) with (35) we obtain

n+1

|1 D_el I3 + 288 > Dl + IV e 7 + e |1
7j=1
< C’(Atz(Hqug ARy + H2 o ) 4+ max Tg(U))
—= Cc3(0) c2(Cch) max CHC?) (=2, m+1 )
forn=1,..., M, — 1, and some positive constant C'

=

Theorem 3 allows us to conclude that the numerical scheme defined by (27)

r (29), together with the initial conditions (28) and homogeneous Dirichlet
boundary conditions, satisfies

ID_ef |3 + Ve |l < C (A + H,

max)

The first order term in the previous upper bound is due to the discretization
of the first order time derivatives in the wave equation and in the initial
condition using a first order operator. To increase the time convergence
order we should increase the order of the time discretization. Let D.; be the
second order centered finite difference operator for the first time derivative
and let t_; = —t; and let u};, n = —1,..., M;, be defined by

(ag Doy, wi)g + (b Desty, wy)g = —((DeVguli™, Vawg)) i
+ (fH(tn-i-l)?wH)Ha (39)
where n =0,...,M; — 1, and for wg € Wg, or equivalently

apg Do yuly+by Doy = Vi (D V pult )+ fu(tp) in Qp, n=0,..., M;—1,
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complemented with the initial conditions

Dc,tuoﬂ = RH¢1

uly = Ry,
and homogeneous Dirichlet boundary conditions.
For the corresponding error it can be shown that (35) holds. Then it is
necessary to obtain an estimate for ||[D_sel ||3 and ||V yek||%. We observe
that taking n = 1 in (39) and considering that D, €% = T'(u(ty)), that is,
D_ieY), = —D_seq; + 2T (u(ty)), where |T(u(to))| < CAE||ul|c3(c), we obtain

QH\/CLHD—te}Ju?Lj -+ At((DHvHQlH, VHD—te}{))H = 2(aHT(u(t0)), D_te}{)H

— At(bgT (u(ty)), D_iey)u + At Y To(ultr), D_sely).
(=1

or equivalently, as e = 0, we deduce

2|lvarD-sey | + IV DuaVueply = 2(anT (ulty)), D-re)n

— (b T (ulto)), exr)ur + Y Tolu(tr), epp).
(=1

It can be shown that

d
(a0 — E)ID-sehlly + (5 — &) IV mekliy + (do — ED)lekllh

<C(g 3o diama)!(Jlutt) e +Z|\u (t0) 3 )

2 AeTy

+At4(51 53)Hu\|c4 ).

where &;,7 = 1,2, 3, are non-zero constants. Then, fixing the previous con-
stants such that 2ag — & > 0, dy — 2&% > 0, and dy — & > 0, we conclude the
existence of a positive constant C' such that

ID—elylf + IV neklf + ek % < O D (diamaA) (Ilu(t)oa)
AETy

2
+ D O t0) [ray ) + Al ).
(=1
(40)
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Combining (40) with (35) we get

n
| D_selyllF + At Y I Dseyll + I Vel

j=1
< C(AtullEuey + D (diamA) (ullqrs + leliZars )
AeTy
+ At Z (dzamA)4<Hquql(H3) + HUH%W(HQ)))v (41)
AETy

provided that
we HY0, T, H*(Q) N HY(Q)) N H?(0, T, H*(Q)) N C*0,T,C(Q)).
Inequality (41) means that

|D-ellyy + Vel < €A+ Hy, ).

6. Numerical results

In the following we present some numerical tests that illustrate the theoret-
ical results obtained in previous sections. In accordance with the discussion
in Sections 4 and 5 we consider two problems of type (1)-(3), one with a
smooth solution (Example 1) and the other with a non-smooth solution (Ex-
ample 2). In both cases we take T = 0.05 and use the uniform time step
At = 107°. Moreover, the coefficient functions of the wave equation (1) are
given by: a(z) = 2% b(z) = 1+ z + vy, di(x) = 2+ ¢% and dy(z) = 1 + z.
These functions satisfy the restrictions formerly imposed.

Example 1 To illustrate the smooth case convergence rate we define the
initial conditions (2) and the function f in (1), such that, the exact solution
of problem (1)-(3) is given by

u(x,t) = e'(1 — z)(1 — cos(4my)) sin(zy).
Note that u fulfills the assumptions of Theorem 1, namely, u € C'(0, T, C*(Q2))
N C%(0,T,C(2)). It can also be verified that f € C1(0,T,C?*(Q)).

Example 2 For the non-smooth case we consider the exact solution of
problem (1)-(3) given by

u(z,t) = e'sin(zy)(2x — 2)(y — 1)|2y — 1|, a €R.
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The initial conditions and the function f are defined in accordance with (2)
and (1), respectively. In this example, u is under the conditions of Theo-
rem 2, when a > 2. On the other hand, e.g., for a = 1.1, we have that
u(t) € H*(Q) and those conditions are not meet.

The two previous examples are successively solved on grids Hy, (k= 1,...,6)
of increasing size. We start with an initial random mesh H; and the grid Hy.;
is obtained from the grid Hj by inserting new grid points at the midpoints
of the grid Hj. To calculate the numerical rate of convergence we define the
error

By = max Dol + [Vaehl}
t

.....

and use the relation
log Ey, —log Eg,,,

rate =

Y

log 2

where Ey, denotes the error Ey on the grid Hy.

The results obtained for Example 1 are shown in Table 1 and they confirm
the theoretical O(H?2 ) convergence rate of Theorem 1. The data in Table 1
for Example 2 with @ = 2.1 also verifies the second order convergence rate of
the non-smooth case, as proven in Theorem 2. Again in Table 1, we display
the results obtained for Example 2, but now using o = 1.1, that is, when the

solution u(t) belongs to H*(2). The numerical rate of convergence of order

Example 1 Example 2 (a = 2.1) Example 2 (a = 1.1)
H, 0. Ey rate  H,uz Ey rate  H,uz Ey rate
1.301e-1 4.578e-1 - 1.577e-1 3.272e-2 - 1.713e-1 4.228e-2

6.505e-2 1.182e-1 1.953 7.885e-2 8.697e-3 1.912 8.566e-2 2.005e-2 1.076

3.252e-2 2.973e-2 1.991 3.943e-2 2.200e-3 1.983 4.283e-2 9.440e-3 1.087
1.626e-2 7.441e-3 1.998 1.971e-2 5.513e-4 1.997 2.141e-2 4.466e-3 1.080
8.131e-3 1.860e-3 2.000 9.857e-3 1.378e-4 2.001 1.071le-2 1.978e-3 1.175
4.065e-3 4.649¢-4 2.001 4.928e-3 3.443e-5 2.000 5.354e-3 9.152e¢-4 1.112

TABLE 1. Results of the numerical convergence tests.

O(H qz) suggests that at least the restriction u(t) € H3(Q) of Theorem 2
is optimal, in the sense that cannot be weakness without losing the second
order rate. We remark that, using the results established in [8] and following
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the steps of Theorem 2, it can be proved that the rate of convergence is in
fact O(Hnqr) when u(t) € H?(Q).

0.03+

0.01

0.8

' L 06
02 04 5

FIGURE 1. From left to right: numerical solution u}, (first row)
and square of the error e}, (second row) on the grid Hg at T' =
0.05; for Example 1 and Example 2 with a = 2.1 and o = 1.1.

For illustration, we present in Figure 1 the numerical solution and square
of the error e, for each of the examples considered.

7. Conclusions

In this work a numerical scheme for the discretization of a wave type equa-
tion was proposed and study. The main goal was to establish conditions
that allow to obtain second order approximations, in space and time, for the
kinetic and potential energies with respect to a discrete L?-norm.

The main results of this paper are Theorem 1 and Theorem 2. In these
theorems convergence properties of the semi-discrete solution defined by the
fully discrete in space piecewise linear finite element method (8), (9), and
(12), which is equivalent to the finite difference method (11), (9), and (12),
were analyzed. Two cases corresponding to smooth and non-smooth assump-
tions for the solution of the correspondent continuous IBVP were considered.
For each case, two complete different techniques of analysis were followed to
derive second order approximations for the kinetic and potential energies.
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Theorem 1 establishes the second order convergence for the smooth case,
while Theorem 2 deals with the non-smooth case. The discrete in time ver-
sion of Theorem 2 was studied in Section 5.

Numerical experiments illustrating the obtained theoretical results were
also included. In particular, Example 2 with a = 1.1, illustrates that the
convergence rate established in Theorem 2 is optimal in the sense that if
u(t) € H?(Q) then the rate of convergence is only O(H,,q). The proof
of this fact can be done following the proof of Theorem 2 and the results
presented in [§].

The main motivation for this work is the coupling between the electric
potential, or electric field, and diffusion of a drug in a target tissue. In
fact, in iontophoresis or electroporation applications, electric fields are used
to enhance drug diffusion and absorption by the target tissue. The wave
equations governing the electric potential and the electric field, equations
(4) and (5), respectively, are particular cases of the general equation (1).
In future work we intent to address this more complex problem which is
obtained coupling a equation of type (1) with a properly defined parabolic
equation for the drug concentration.
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