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Abstract

We study transport phenomena involving chemically reactive species, modeled by advection—
diffusion—-reaction systems coupled with flow fields governed by Darcy’s law. Both the
velocity field and the species concentrations are discretized using the Virtual Element Method,
while time integration is performed through a discontinuous Galerkin scheme. This work rep-
resents a preliminary study, in which we introduce some simplifications of the full model. In
particular, we assume a concentration-independent viscosity in the Darcy problem, constant
diffusion tensors in the advection—diffusion-—reaction systems, and first-order reaction net-
works with liquid-phase degradation. We derive an abstract error estimate by means of a
technique that combines Gauss—Radau interpolation with numerical integration. The theo-
retical results are supported by numerical experiments that exhibit arbitrary-order accuracy
in both space and time.

Keywords Virtual Element Method - Time DG scheme - Darcy equations -
Advection—diffusion—-reaction problems

1 Introduction

The simulation of transport phenomena involving chemically reactive species plays a key role
in many environmental and engineering applications, such as groundwater contamination,
and the modeling of water and air quality. These processes are governed by advection—diffu-
sion—reaction systems, where the advective term is associated with a flow model satisfying
a continuity equation, i.e., the conservation of mass.

A wide variety of numerical methods have been proposed to solve these kinds of problems;
see, e.g., [23, 35] and [17] for a comprehensive review. In general, these approaches can be
divided into two main families. The first ones are the Streamline Diffusion (SD) methods,
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whichrely on a continuous Galerkin formulation [10]. The second ones include Discontinuous
Galerkin (DG) methods [12, 25].

When the exact velocity field is used, both SD and DG methods are known to be sta-
ble, accurate, and globally conservative. However, when an approximate velocity field is
employed, these schemes may lose two essential properties: zeroth-order accuracy and/or
global conservation.

The first property refers to the ability to preserve constant solutions. In an advection—
diffusion—reaction problem with constant initial, boundary, and source data, the exact solution
remains constant in time. A method which is zeroth-order accurate is able to numerically
reproduce this behavior. If itis not, spurious sources or sinks may appear. The second property,
global conservation, ensures that the total mass varies only due to fluxes across the domain
boundary.

Interestingly, SD and DG schemes exhibit complementary behavior in this regard. SD
schemes preserve zeroth-order accuracy, but ensure global conservation only under restrictive
conditions on the velocity field [17]. Conversely, DG schemes guarantee global conservation
regardless of the velocity approximation, but may fail to preserve constant solutions unless
additional compatibility conditions are imposed.

In this work, we consider the coupling between an advection—diffusion-reaction sys-
tem and a velocity field obtained from a Darcy problem. The Darcy equation is discretized
by the Mixed Virtual Element Method [6, 9], while the time—dependent advection—
diffusion—reaction equation is solved using the Virtual Element Method (VEM) for spatial
discretization [3, 9] combined with a Discontinuous Galerkin time-stepping scheme [20],
following the approach proposed in [4]. For the time discretization, we adopt a Gauss—Radau
quadrature formula with respect to the temporal variable [20]. This choice leads to high—
order, fully discrete time—integration schemes well suited for adaptive temporal refinement.
As a consequence, while the proposed continuous VEM formulation is exact for zeroth-order
polynomial solutions, unlike DG schemes it does not inherently guarantee the global mass
conservation of the scalar concentrations. The main contributions of this paper are:

e the proof of existence and uniqueness of the proposed semi-discrete and fully discrete
VE-DG schemes within this kind of problem;

o the derivation of error estimates in suitable discrete norms;

o the extension of the analysis to the case of multiple species coupled through a first-order
reaction network.

The remainder of the paper is organized as follows. In Section 2, we introduce the gov-
erning equations for both the Darcy and the transport problems, along with the underlying
model assumptions and the well-posedness of the continuous formulation. In Section 3, we
briefly describe the Virtual Element spaces employed for the discretization, focusing on the
projection operators and the properties essential for the subsequent analysis. Section 4 repre-
sents the core of the work; here, we define the semi-discrete and fully discrete formulations,
establishing their well-posedness and deriving the corresponding error estimates. Finally,
in Section 5, we present several numerical experiments to validate the proposed approach,
including one applicative test case involving the interaction of two species.

Notation. Throughout this article we adopt the standard notation for function spaces and
operators [1, 21, 26, 28, 31]. Specifically, we denote by 9, the derivative with respect to
time, and by V and A the spatial gradient and Laplace operator, respectively. Given an open
and bounded domain D C R2, p € [1,00] and s > 0, we denote by L? (D) the standard
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Lebesgue space with norm

1/p
(/ |u(x>|f’dx) 1< p<oo,
llello, p, D = D

€sS Sup,.ep |u(x)l, p = o0,
and by W7 (D) the standard Sobolev space
WP (D) ={u € LP(D) : D*u € LP(D), forall |a| < m},

endowed with the usual seminorm and norm, denoted by |- |4, p, p and || - [|n, p, D, TE€Spectively.
The space L2(D) is a Hilbert space endowed with the usual inner product (u, v)p. When p =
2, we use the shorter notation H* (D) := W*%2(D). As before, its seminorm and norm are
denoted by | - |s,p and || - ||s,p, respectively. Let H(} (D) denote the subspace of H'(D)

consisting of functions with zero trace on 9D. We denote by W_m’% (D) the dual of the
space WP (D) with the usual convention H " (D) for the case p = 2.

Furthermore, given p € [1,00], s > 1, a Banach space (X, | - ||x), and a time inter-
val (a, b), the corresponding Lebesgue-Bochner space is defined by

LP(a,b; X) ={u : (a,b) — X strongly measurable, ||u|rrq p:x) < 00},

with

b 1/p
u(@)||% dt , 1< p<oo,
lullLrab:x) = (/a lu (i ) =P

ess sup;c(q.p lu(Dllx, p =00,
and by
WP (a,b; X) = {u € L?(a,b; X) : 3/ u € LP(a, b; X), forall 1 < j < s},
equipped with the norm
1/p

k
jonp
lellws @by = | D187 wll] o)
j=0

When p = 2, we use the Hilbertian notation H*(a, b; X) := Ws’z(a, b; X).

To facilitate the reader’s navigation through the complex structure of the problem, we adopt
a consistent typographical convention for the different types of variables involved. Through-
out this work, standard italic letters (e.g., #, w) denote scalar-valued functions defined in R.
Boldface letters (e.g., u, n) are reserved for vector fields in the physical space R?. Finally, to
distinguish the multi—component nature of certain variables, specifically the presence of 7.
species, Fraktur symbols (e.g., v, tv) are employed for vectors belonging to the generalized
space R"<. This distinction is systematically maintained to ensure clarity across the different
mathematical dimensions of the model.

Regarding functional spaces, we extend the previously defined notations to the multi—
component framework. For instance, the space of functions whose components are in H'! ()
for each of the n. components is denoted by [ H 1 (£2)]". Similarly, an element v € [H 1 ()]
represents the vector (vy, ..., v, ), where each v; € H H(Q).

Finally, we use the notation ¢ < b to indicate the existence of a positive constant C,
independent of the mesh size, the element diameters, and the edge lengths, such thata < C b.
Furthermore, we use the notation @ ~ b to indicate thata < b and b < a.
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2 Model Problem

In this section, we describe the multi-species model problem considered in this article. In
Sections 2.1 and 2.2, we introduce the strong formulations of the Darcy and transport equa-
tions, respectively. Then, in Section 2.3, we analyze in more detail how these two equations
are coupled in this class of problems and describe the simplifications adopted in this work.
Based on these assumptions, we define the weak formulation of the problem in Section 2.4.
Finally, Section 2.5 is devoted to establishing the theoretical framework and to proving the
existence and uniqueness of the solution.

2.1 Darcy Equations

We consider the classical Darcy equation in mixed form that describes the flow of a fluid
through a porous medium. In this model, the velocity field, u : Q@ — R2, satisfies the
conservation of mass equation of the form

div(u) = f, (D

where u is the velocity field, and f is an external source or sink term. Specifically, sources
are characterized by positive values of f, while sinks correspond to negative ones.
Darcy’s law for the flow of a viscous fluid in a permeable medium is expressed as follows:

K

u=——/—Vp, inQ, ()
u(ct, - Cn,)

where p : Q@ — R denotes the pressure, K is the permeability coefficient, and u is the
viscosity of the fluid which generally depends on the species concentrations. The boundary
of Q, denoted by T, is partitioned into two parts 'y U T'p with [y N T'p = ¢J. We impose
the following boundary conditions:

p=2gp, onlp, 3
u-n=gy, only, “4)

here n denotes the outward pointing unit normalto I', gp € Hééz(f‘ p)and gy € Hgol/ 2 (T'n)
are the Dirichlet and Neumann boundary data, respectively.

2.2 Transport Equations

Given a set of n, species, whose initial distribution in the domain €2 is a known function c?
fori =1,...,n., we consider the following transport equations for each species

0rci +div(uc; — D;(u)Ve;) = fc;‘ + Ri(ct,....cp,) fori=1,..., nc. (5)

Here ¢; denotes the concentration of the i-th species, and the symmetric positive semi-definite
tensor D; (u) represents the diffusion-dispersion of the i-th species which, in general, depends
on the Darcy flow u. The function ¢} represents the prescribed concentration of the i-th species
at sources or sinks. Specifically, it is defined according to the sign of the Darcy force term f:
for sources f > 0, ¢ is a given function ¢;, whereas for sinks f < 0 it coincides with the
concentration, i.e., ;' = ¢;. Finally, R; is the reaction term which may depend on all species,
including the i-th one.
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The boundary I" for the transport system is split into two disjoint parts:
IN'={xel:u-n<0} and Tp:={xel:u-n=>0}, (6)

representing the inflow and the outflow boundary, respectively. On these boundaries, we
impose the following boundary conditions

(ciu—Di(u)Vc,-)-n:ciIu-n, onl'; x (0, T], (7a)
Di(u) Ve -n =0, onl'p x (0, T]. (7b)

Here cl.l is the inflow concentration of the i-th species which may depend on both space and
time.

2.3 Simplified Model and Assumptions

This class of problems presents several challenges due to the nonlinear relations, the time
dependency and strong coupling of these two problems. Given an initial distribution of
species concentrations, since the porosity p generally depends on the species distributions,
one can compute the Darcy flow at the initial time. Then, using this velocity field u, the
new concentration distribution can be obtained by solving the nonlinear time-dependent
problem (5). However, since the species concentrations evolve in time, the Darcy problem
must be solved again to update the velocity field, and then the transport problem must be
resolved accordingly. In summary, to obtain the concentration distribution over time, one must
repeatedly alternate between solving the Darcy problem and the nonlinear time-dependent
transport problem until the end of the simulation.

Remark 2.1 A possible strategy would be a monolithic approach, that is solving a single
coupled system including the Darcy and the transport equations for all species. However,
such an approach is computationally expensive, since the linear system becomes extremely
large and, more importantly, involves two nonlinearities p(cy, ..., ¢y.) and R;(cy, ..., ¢cy,),
which requires a nonlinear iterative scheme, such as fixed-point iterations at each time step.

Dealing with such system, with all these difficulties, is extremely demanding both from a
theoretical and the practical viewpoint. For this reason, in this preliminary work we introduce
a series of simplifications in order to establish a foundation for future studies, where some
of these complexities will be progressively reintroduced.

Specifically, the model is analyzed under the assumptions of a multi-species transport
system with a first-order reaction network, the particularities of which, relative to the general
model, are grounded in references [11, 29, 30, 32, 33]. In accordance with the cited literature,
the assumptions governing the proposed model are as follows:

(i) more than one species may be present, i.e., n. > 1;
(ii) the coefficient u of the Darcy flow is constant throughout the domain €2 and is not
species dependent;
(iii) the diffusion tensors D; (u) are constant and isotropic, i.e., they can be reduced to scalar
coefficients D;;
(iv) the transport of the n. species undergoes a first-order reaction network with liquid-phase
degradation; in other words, the reaction terms take the form

ne
Ri(Cl,..-,Cnc)Z—Vicl'-i-zyi/j VjCjs (®)

j=1

J#i
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where y; denotes the first-order degradation (or decay) rate constant of the j-th species,
and y;,; is the effective yield coefficient representing the mass of i-th species produced
from the degradation of j-th species.

Remark 2.2 A direct consequence of assumption (iv) is that the reaction terms R; (c1, . . ., ¢p,.)
can be expressed as a matrix—vector product, where the reaction matrix R has entries

-y, ifi=j,
Rij = e, ®)
vi/jvj, ifi#j.

2.4 Weak Formulations

In this section, we introduce the weak formulations of both the Darcy and the transport
equations (see Sections 3.2 and 2.2). Let us consider the Darcy problem. First, we define the
following functional spaces

H(div, Q) := {v e [L*(Q)]* : dive € L2 (Q)},
Hy gy (div, Q) := {v € H(div, 2) : v-n=gyonly},

and
Hy o(div, Q) :={v € H(div,Q2) : v-rn =0o0nIp}.

We equip these spaces with the usual norm defined as

10l = 191150 + Idivol§ o
Starting from these functional spaces, to get the variational formulation of the Darcy problem,
we proceed as usual. We multiply equations (1) and (2) by suitable test functions. Then,
integrating by parts over 2, we get the variational form of Darcy’s problem: find (u, p) €

Hy , (div, ) x L?(), such that

M(@u, v) + N, p) =Gy V), Vv € Hy o(div, ), (10)
N, q) =Gp(q), Vg € LA(Q), (11)

where we have defined the following bilinear and linear forms
M(u,v) .= //LK_I /Qu -vdx,
N, q) = /Qq divv dx,
onw) = [ onw-mas
I'n

Gp(@) :=f fqdrx.
Q

‘We move now to the transport equations. In this case, we adopt as the functional space for
the solution the Hilbert space H! O, T; Hl( €2)). We now turn our attention to the transport
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equations. For simplicity, let us focus on the i-th species. Multiplying (5) by a test function
w; € H'(Q) and integrating by parts over §2, we obtain

/ 0r ¢j W dx—/ (uci—D;iVc;i)-Vw; dx—i—/ (uc;—DiVeci)nw;dS = / (fC?-f—Ri(C))u)i dx

Q Q r Q (12)

Here, we introduce the vector ¢ which collects all the species so that we have a more
compact notation of the reaction term R; (c) instead of R;(c1, ..., cp.).

Starting from this variational formulation, we manipulate these integrals in such a way
that both boundary conditions and the source term of the Darcy problem appear. To do this,
let&, n € H(Q) and g € H(div, Q) N L*() Ny, ' (L?(I)), exploiting by parts integration,
the following identity holds

[Lavenar=- [ - vnar+ [ encg-mas. (13)
Q Q r
Then, if we compute the divergence of the left-hand side, Equation (13) becomes
[@ave+g-vernax=— [ e vnar+ [eng-mas
Q Q r

that gives the following identity;

|- veonax= [ sndivgax- [ e vnar+ [engmas.  aa

Q Q Q r

Assuming that u has sufficient regularity, and setting g = u, n = ¢; and £ = w; in the
previous identity, we obtain

/ci(u~Vw,-)dx:l</ ci(u-Vwi)dx+/ci(u-Vwi)dx>
Q 2 g Q

:1(/ ci(u-Vwi)dx—/ wi(u-Vci)dx—/ wicidivudx—f—/wici(u~n)dS).
2 \Ja Q Q r
15)

Recalling that divu = f, since u satisfies (1), and substituting Equation (15) into (12),
we obtain

/(fc;‘—i-R,-(c))widx:/ 0; ¢ widx—/(uci—Dchi)-Vwidx
Q Q Q
+f(uc,- — D;Vg¢))-nw;dS
r
:/(8,c,- wi+Dch;-Vw;)dx—l—/(uci—D;Vc;)-nwidS—/ ci(u-Vw;)dx
Q r Q
4:/(8,c,- Wi +D,-Vci-Vw,-)dx+/(uc,- — D;Vc¢)-nw; dS
Q r

—l</ ci(u-Vwi)dx—/wl-(u~Vci)dx—/fw;c,-dx+/w;ci(u-n)d5>
2 \Ja Q Q r

1 1
= A;(c;, wi)+f(uci — D;Vc¢) -nw; dS — 7/6‘,’ w; (u-n)dS—f—f/ fw;icidx,
r 2Jr 2 Ja

(a) ()
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where, to have a more readable expression, we have defined the following bilinear form

1 1
A;(ci, w;i) ::/(atc,- w,-—}-D,-Vci-Vw,-)dx—{—f/(u-Vc[)widx—f/ ¢ (u-Vw;)dx.
Q 2 Ja 2 Ja a6)

In the weak formulation of the problem, the integrals (a) and (b) are modified by incorporating
the boundary conditions and accounting for the behavior of the function c;. Regarding the
term (a), we proceed by applying the inflow and outflow boundary conditions (7a)—(7b)

1
(a):/ (uci—Dchi)-nwidS+/ (uCi—DiVCi)'nwidS—*/Ci(“‘")wids
r; T'o 2 Jr
1 1
:/ c'{(u-n)wid5+/ (u-n)c,‘widS—ff(u-n)ciw,‘dS—f/ (w-n)cjw;dS
Iy o 2Jr, 2Jrg

1 1
=/ c{(u-n)w,»dsﬂ/ (u~n)c,-w,-dS+7/ (w-n)c; w;dS
r; 2 Jr, 2Jro

()

According to the sign of u - n on I'; and ", it is possible to rewrite (c) in a more compact
form as |
7/‘ |l -n|c;w; dS.
2 Jr
I

Then, since ¢; is a data, we can move its integral to the right hand side and the variational
formulation of the problem becomes

1
A (ci, w)+Bu; c;, wz)+§/ fwicidx Z/(fCZF‘FRi(C))wi dx—/ cf (w-n)w; ds,
Q Q

Iy

where we defined the following bilinear form
1
B(u; ci, w;) ::5/ lu-n|ciw; dS. (17)
r

Finally, for the behavior of the function ¢, let Q1 and Q~ denote the subdomains where f
is positive or negative, respectively. Recalling the definition of ¢}, we split the integral at the
right hand side as follows

1 ~
Ai(Cia wi)+B(u;Ci, u}i)+*\/ fwiCidx=f fCi widx+ fci widx
2 Q Q+ Q-
—— —
(d)
+/ Ri(C)widx—/ cl(u-n)w; ds.
Q r,

We move the integral (d) at the left hand side since it depends on both the trial and test
functions, ¢; and w;, and obtain the final variational formulation of the problem

D (AiCer, wi) + Blus ¢, wi) +Cie, wi)) = Y Fi(w), Yw; € H(Q),  (18)

i=1 i=1

where we have defined the bilinear and linear form

Ci(c, w;) := %/Qlfl ciw;dx — /Q R;(c) w; dx, (19)
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Fi(wy) ::/ fé wl-dx—/ ¢l (u-n)w; ds. (20)
Qt Iy

2.5 Functional Analysis Framework and Well-Posedness

In this section we introduce the functional framework needed for the analysis of the Darcy
equations coupled with multi-species transport involving a first-order reaction network. We
first recall the abstract setting for linear parabolic problems and the inequalities that will be
used throughout the manuscript. We then apply these tools to establish the well-posedness
of the Darcy problem.

Abstract setting. We consider the Hilbert spaces ¥ and 77, ¥ C 2, ¥ dense in 5. We
identify 27 with its dual space #’. Leta : ¥ x ¥ — R be a continuous bilinear form
satisfying the following coercivity condition: there exist « > 0 and u > 0 such that

a(w, w) + plwly = alwly Ywe7.

Variational formulation and abstract existence result. The variational formulation of the
parabolic problem (where (-, -) denotes the scalar product in .77) is given by the following.
LetT >0, f:(0,T) - ¥/, and ¢y € 5. For almost every ¢ € (0, T) find c(r) € ¥ such
that

O (c(0), w) +alc@), w) =y (f (), w)y, Yw € ¥; ¢(0) = co. 2D

The following existence and uniqueness result for problem (21) is well known (see, e.g., [27]).

Theorem 2.1 Assume that the bilinear form a is continuous and coercive on ¥ x V. Then,
given f € L2((0,T): ¥") and co € S, there exist a unique solution ¢ € L2((0,T); ¥) N
CY([0, TT; ) to (21), with 3,¢ € L2((0, T); ¥"). Moreover, the following energy estimate
holds true:

T T
max_[le()l% +af lell? di < licol’y +C/ If12. dr. 22)
1€[0,T] 0 0

Auxiliary inequalities. The inequalities below will be used in several sections of the
manuscript. Proofs of these results can be found in [1, 8, 21, 34].

Lemma22 Let S C R?, e € (0,00), 1 < r,s < oo such that % +% =1, for¢ € L"(S)
and ¢ € L*(S), the inequality below is valid

o

Lemma 2.3 Ler S C R? be an open bounded Lipschitz subset. Then, there exists a constant
Cs . > 0 such that, for every ¢ € WL (S), the following inequality holds

llLscs) < Cs.rlPllwrr s (24)

—s/r

lollLscs) (23)

€
= ol s)llellzss) < ;I|¢II’Lr(5) +—

forall 1 <s < r* wherer* = %forr <dandr* = oo for p =d.

Lemma2.4 Let S C R? be an open bounded Lipschitz subset. Assume that 1 < | < d,

1<r< %, andr <s < (1(11 }Zr . Then, there exists a constant C‘?‘lg > 0 such that

Ipllo.s.as < C23 NBllirs. Vo e W (S). (25)
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Well-posedness of the Darcy problem. For the mixed formulation (10)—(11), the following
result, adapted from [24], ensures the well-posedness of the problem.

Proposition 2.1 Assume that f € LX(Q), gp € Hy\"(Tp) and gy € Hyy'*(Tn). Then the
problem (10)-(11) is well-posed.

Well-posedness of the transport problem. For the well-posedness of equations (18), we assume
the velocity u in the equations (10)-(11) possesses a normal trace in the space L2(F) and
satisfies

/lu-n|l/2dx2c0>0. (26)
r
The preceding assumption allows us to establish the following equivalence of the norms.

Lemma 2.5 We define the norm || - |4 by
el = I£1Y%el§ o + lelf.q + Nu - n'2e|f .
Under this definition, the norms || - ||1,q and || - |4 are equivalent in H'(Q).

Proof Let G : H' () — R be given by

Gw) = / lu-n|"?wds.
r

. . 1/2
Then G is clearly a linear operator. Moreover, we have G (w) < ||u '"||0/1 rlicllor < Cllu -

n ||(1),/12,r lelli,@and G(1) = [ |u -n|'2dx > co, where C is a trace constant only depending
on I'. Then, by the generalized Poincaré’s inequality from [22], there exist constants ¢y, ¢y >
0 such that, for all c € H'(),

cillellf.g < (G@)? +lelf g < eallellf o- 27)

Then, applying Holder’s inequality to G (c), we obtain

el = e [G@n? +1ef o] = e [ITIu - 11 2l 1+ 16} o] = e max(1, 1P el (28)

Applying Héllder’s inequality to ||| £|'/2

1/2 2 2 2 2
IA12el3 g < U lloraleld s q < Clall Flloralel? . (29)

cllo, and using inequality (24), we obtain

Using Hoéllder’s inequality to |||z - n|!/?

following two cases:

cllo,r and using inequality (25), we obtain for the

e Ford = 2, wesets = 4,r = 8/5and/ = 1. In this case, the trace operator maps
wh8/5(Q) continuously into L4(I") since the conditions
8 d 8 _e-D¥ @d-Dr

Il=1<2=d, 1<§:r<2:7 and r:§<4:s_ 2_% = J

e Ford =3,wesets =4,r =2and/ = 1. In this case, the trace operator maps H! ()
continuously into L*(I") since the conditions

d B3-1)2 d-—1yr
Il=1<3=d, 1<2=r<3=—- and r=2<4=s= = .
l 3-2 d—1Ir
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From the two previous cases and Hollder’s inequality, the following inequality follows:

1/2 .12 2 r 2 2
Il - nl'/ cllgr < lw-nlorrlclgsr < lu-nlorr (Cir,) lelli, g <

2 2-r
(Chi) IR0 llu-nlorlielli o (30)

Then, as a consequence of (29) and (30), we obtain the following inequality:

2 2o
lell < (1 +Ciollfloe + (Chy,) 1907 llu- nllo,1,r) llell - (€3]
The result of the proof is an immediate consequence of inequalities (28) and (31). O

In what follows, we shall employ the norm || - ||, in the space [HL(Q2)]", defined as

ne
2.
Ivolly =" llw;lla,
j=1

where tv := (wy, ..., wy,, ). Henceforth, vectors in R"< will be denoted using Fraktur letters.
By Lemma 2.5, this norm is equivalent to the standard product norm in [HL(Q)]".

Proposition 2.2 Let (u, p) be the solution to the problem (10)-(11), and assume that u €
L*(Q) and that it satisfies (26). Then, there exists a unique solution ¢ = (c1,...,¢cy,) €
[H' ()1 to the problem (18).

Proof For the purposes of the proof, we rewrite (18) using the following vector notation:
(9r¢, W) + D(c, w) = H(ww), (32)

where we have defined the operators D and H. Specifically, given the generic test functions
0= (v1,...,v,) and w0 = (wy, -- -, w,,) in [H! ()], the operator D is defined as

D(v, 1) := Y (AF (i, wi) + Bus vi, wi) + Civ, wy)),

i=1

where
* 1 1
Ai (v, w;) = D;Vv; - Vw;dx + = (w-Vv)w;dx — — v; (u-Vw;)dx,
Q 2 Jq 2 Jq

while the other operator is given by

M) = 3 F ().

i=1

To establish the well-posedness of the problem, we shall invoke Theorem 2.1. For this
reason, we partition the proof into the following steps:

Continuity of D.  Since

/(u Vo)wdx < ulflogelvhielwlose < Cazluloselvielwlie
Q

1/2

- 1/2
< Caaey " max{l, T} ullog.ellvialwla,
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and
/ DiVv; - Vwi dx < Di|[villallwi lla.
Q

we may conclude that
A (vi, wi) < eillvillallwilla, (33)

/2

where «; := D; + C4,2cf1 max{1, |['|}/2. One readily verifies that

1
Bw; vi, wi) < 5|l -n"2vi)lo,rlllu - n|"?w;llor and
/ | flvi wi dx < [1£1"2villo.llL £ willo.- (34)
Q
On the other hand,

ne

f Ri(o)wi dx < yilvillogllwilo.e +@ Y _ llvjlo.clwilloq < Billolulwilla, (35
Q N
j=1
J#i

—1/2
where B; = (y; + (no — l)l/zw)c1 / max{l, |1"|}1/2 and w = max; j—1,....{Yi/jVj}

Combining (34) and (35), we deduce that
Ci(o, wi) < (1 + B llollullwilla- (36)

By combining (33), (34), and (36), it follows that D defines a continuous bilinear form in the
space H! ().

Continuity of H. Employing the same reasoning, we conclude that
Fitw) < [ lo.gv + -2 o, | lwila,

and therefore H defines a continuous linear form on the space [H(Q)].

Coercivity of D. It can be immediately verified by direct evaluation that

ne
DGo.v) = alol ~ Y [ Riw v dx.
=179

where o := min { % D1, ..., Dy, }.Indeed, using the Cauchy—Schwarz inequality, we deduce
that:
ne
Z/ Ri(0) v dx < u||v]|§ g 37
i=17%

..........

Consequently, we obtain
D(v,0) + plolig.q = ellollu-

Gathering the previous steps and applying Theorem 2.1, we conclude the proof. O

Remark 2.3 Additionally, Theorem 21 allows us to obtain the following estimate:

T e T 2
2 2 2 1/2~ 1/2 .1
max 1e0lFg+a [ Iddar<talio+C Y [ (12l gr + w2l o, | ar
1.7 : 0 2T
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3 Virtual Element Method

In this section, we introduce the VE spaces used to discretize both the Darcy equations, Sec-
tion 3.2, and the species transport equations, Section 3.3. The theory underlying these spaces
is well established in the literature. In the following subsections, we focus on describing
the local and global spaces as well as the projection operators required for the definition
of the VEM. We refer to [7] for the Darcy flow discretization, and to [6] for the species
transport discretization. Finally, in Section 3.4, we recall some results which will be used in
the theoretical analysis.

3.1 Space-Time Discretization

Given a polygon K, we denote by hx and | K| its diameter and area, respectively. Let d K
be the boundary of K and let e be a generic edge of d K. We denote by n% the unit outward
normal to K and by 4, the length of the edge e.

We consider a spatial mesh €2;, composed by polygonal elements, with mesh size defined
as h 1= maxgcq, hi. Let £,(L2;,) be the set of all edges of the polygons. We denote the
boundary edges by &, the outflow edges by £, and the set of inflow edges by ShI .

Assumption 3.1 (Space-mesh regularity) For a given a mesh €2, we assume that each ele-

ment K € 2, satisfies:

i) K is star-shaped with respect to a ball Bx of radius less or equal to phg,
ii) the distance between any two vertexes if K is greater or equal to phg,
iii) €2 is regular, that is, h g greater or equal to poh,

where p and pg are positive constants.
For the time discretization, let 7; be a uniform partition of the time interval (0, T') into N

subintervals, given by
O=<ti<---<ty=T,

wheret; —t;_; = tforalli = 1,2,... N. We denote by I, := (#,—_1, t,) the n-th interval of
this time discretization.

A key aspect in the construction of the VEM are local polynomial projection operators.
They play a fundamental role both in the definition of the discrete VE spaces and, more
importantly, in the assembly of the linear system.

Given a mesh element K and a positive integer k, we define the following polynomial
projection operators:

e the V-projection, T} : H'(K) — Px(K) defined for all v € H'(K)

/VHZU-qu dK :/VU-qu dK Vg € Pu(K),
K K

/H,Yvde:/ v de,
9K 0K

o the Lz-scalarprojection, l'[,? s L2(K) — Py(K) defined for all v € L2(K)

/H?vqkdk=/ vardK Vg € Pr(K),
K K
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o the Lz-vectorprojection, 1'[2 C[L2(K)]? = [Pu(K)]? defined for all v € [L2(K)]*

/Hgv-qdezf vqr dK Vi € [Pr(K)]*.
K K

3.2 Spaces for Darcy Equations
In this section, we briefly introduce the local and global spaces used in the VEM disretization
of the Darcy problem. Let k be a positive integer. For any element K € €2, we define the

following space

Uﬁ(K) = {v, € H(div, Q) N H(rot, ) : div(vy) € Pr(K), rot(vy)
€ Pr_1(K), vy - nf € Pr(e) Ve € 9K} .
Itis worth noting that Uﬁ (K) is a typical example of virtual element space. Indeed, it contains
polynomial vector fields of degree k as well as non-polynomial functions. However, all these

functions can be uniquely determined by a suitable set of degrees of freedom. Among the
possible choices, in this work we consider the following:

e edge moments of the vector normal components

1
*/vh ‘neqrde Vg € Pr(e);
le] e

e face moments associated with the divergence of the vector field vy,
hk .
Kl div(vy) pr dK Vpi € Pr(K)\Po(K);
K
e moments of the vector field
1 1L
=7 | vn-prdK Vp e G (K),
K| Jx

where g,g-(K) is the L2 orthogonal space of VIP;11(K) in [Pe(K)]2.

The global velocity space is then defined by assembling the local spaces across all elements:
Uk(©Q) = [vh € H(div, Q) : vy|x € UK(K) VK & sz,,].

From the properties of the local spaces U]h( (K), it follows that the global space Uﬁ (£2) consists
of vector fields in H (div, 2) whose normal component is continuous across internal mesh
edges.

For the pressure, the virtual element space is not required. As in the standard finite element
setting, we consider the polynomial space

05 () := {qn € LX) : palk € Pe(K) VK € 5}

Among the possible choices for the degrees of freedom of Q;‘l (£2), in this work we simply
use the coefficients of the polynomials.
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3.3 Spaces for Transport Equations

For the transport equations, we employ the enhanced VE spaces introduced in [7]. Given a
positive integer k, and a polygon K € 2, we define the local space

VEK) = {vh e HY(K)NCOYOK) : Avy € Pr(K), vple € Py(e) Ve € 3K,

fK MY oy p dK = fK on bk dK Vg € M(K)\HDHUO}.

Notice that, differently from standard VE spaces [3], the Laplacian of the virtual function
belongs to Px (K). This is the key feature of the enhanced VE spaces, as it allows the exact
construction of an L2-projection onto the polynomial space of degree k.

Similarly as the space U’,j (K), Vf (K) contains polynomials of degree k as well as virtual
functions, which are uniquely determined by a set of degrees of freedom. A possible set of
degrees of freedom for V,{‘ (K) is

e vertex values, the values of the virtual function vy at each element vertex;

e internal node values, values of the virtual function at k — 1 points along each edge (in
this work we use the k — 1 internal Gauss-Lobatto points associated with a quadrature
that exactly integrate polynomials of degree 2k — 3);

e internal moments,

1
i | o pdk e Pa),
K| Jx
The global space is obtained by gluing the local spaces along the mesh edges with C°

continuity:
VEQ) = [vh e H'(Q) : vyl € V(K) VK € szh} .

3.4 Auxiliary Results on Projection Operators

In this subsection we collect several technical results concerning polynomial and virtual
element projection operators. These estimates will be used throughout the error analysis.

The following lemma is essential for certain parts of the analysis and corresponds to
Lemma 4.5.3 of [24].

Lemma 3.1 (Inverse inequality) Let po be the parameter introduced in Assumption 3.1,

1 <q <ooand O < m < I. Then there exists C := C(m, 1, p, q, po) such that for all
vr € Pe(K). N WE(K) N W (K), we have

—1 —

||Uh||W,l,(K) <Chy +n/p n/q||vh||Wé"(K)- (38)

The following inequality for Virtual Element spaces can be found in [4].

Lemma 3.2 (Inverse inequality VEM) Let K € 2, be a spatial element with diameter h.
There exists a positive constant C, independent of the local mesh size hk, such that the
Jollowing inverse estimate holds for all functions in the discrete space V}f‘ (K):

—1
IVullo.x = Chy llvllo-

The following lemma is a local version of the standard trace inequality, which can be
found in [24].
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Lemma 3.3 (Trace inequality) Let p € [1, 00). Then, for all K € T, and all v € whr(K),
there exist a positive constant Ct g independent of hx such that

_1 1—1
lviiLrak) < Crr (h Plollegy +h P ||v||W1,,,(K)) . (39

The following lemma establishes a fundamental estimate required for our subsequent
analysis. While related results have been discussed in the literature (see, e.g., [15, 18]), we
provide an alternative proof specifically adapted to the hypotheses of our current framework.

Lemma3.4 Let1 < r < coandn € N. Then for any w € L" () N L*(Q2) we have
ITRwllzr k) < lwller)- (40)
Proof We treat the two ranges of r separately.

e Caser € [2,00):
From (38) and the continuity of the L2-projection, we obtain the following local estimate

1_1

1_1 L_1
p 2

2 P2
IMwler k) < hK< >||H2w||Lz(K> S hK(” lwllz2x)-
Apply Holder’s inequality on the previous inequality and using |K | ~ hi we have

oA (i) (i)
ITwllrk) S hg K2 ?llwllrk) S hg hy lwliLr k) = lwllLrx)-

e Caser € (1,2]:

For this case, we choose 7' := -5 > 2. Using the previous case, Holder’s inequality
and the dual definition of the L"-norm, we obtain
/ngvdK /wl’I?vdK
0 R K _ K
Il = sup Ko = qup K
vEL’/(K) ”v”Lr’(K) UEL”(K) ”U”Lr/([()
< ||w||L’(K)||Hgv||Lr’(K)
veL” (K) ||U||L"/(K)
”w”L’(K) “v”L'J(K)
UEL’/(K) “U”L’/(K)
Slwllerk)-
Since both cases yield, the theorem follows. ]

The following approximation result for polynomials, taken from [3], will also be needed
during the error analysis of the problem here proposed.

Lemma3.5 Let K € T, and v € WSP(K), where 1 < s < k + 1. Then, there exists a
vy € Pr(K) such that

lv — UJT”O,p,K +hglv — Uﬂ'l,p.K S, h%|”|x,p,[(~
We conclude with an approximation property of the virtual element space from [3].

Lemma3.6 Let K € T, and v € H*(K), where 2 < s < k + 1. Then, there exists a
Prv € Vi (K) such that

lv—Prvllo2,x +hxlv—Prvliakx S hklvlsok.
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4 The Discrete Problem

In the following, we derive the discrete scheme associated with our problem. To this end, we
introduce the corresponding discrete bilinear and linear forms, establish the existence and
uniqueness of the discrete solutions, and finally provide the convergence orders for the error
estimates in each case.

We now introduce the discrete bilinear forms employed in the method. Since much of the
analysis is conducted on a generic element K, we denote by MEC D, NEC Y, A,.K(-, 4,
BX(, ), CL.K G-, ), gﬁ(-), gg (+), and .7-'iK(-) the restriction of the corresponding forms to K.
Furthermore, let SX (-, ), SJI&(~, -), and Sﬁl_ (-, -) be symmetric bilinear forms that scale as

(5 )0.K>» MK and AiK on the kernels of 1'12, l'[g, and l'IkV, respectively; these will serve as
stabilization terms. Specifically, we define the following discrete bilinear and linear forms:

(cns cn)o.x ~ SK(en,cn),  Ven € Vi(K) with e, = 0,
ME @, vp) &~ SK (vy, v1), Yo, € UR(K) with Tv;, = 0, (41)
AK (ch.cn) ~ SK (ch.cn).  Yen € V(K) with IT ¢, = 0.

We refer the reader to [3, 7] for a more detailed construction of these stabilization terms. In
the numerical experiments of Section 5, we employ the standard dofi-dofi stabilization
for each Sf , where the subscript * stands for any of the labels introduced above.

We now have all the ingredients to define the local bilinear forms as well as the local
loading terms on each element K to establish the discrete formulation of the problem:

m& (cn, wy) = (e, Mwp)o x + SK (en — My, wy — MRwy),
ME (up, vp) = MK(ngh, H2vh) + S/I\{,l(uh — ngh, vy — H]?"h),
ALKy (bn. i) == Dy (VITY ¢, VIR Yok + SK. (dn — TIY . v — T ¥n),

K (s o, ¥n) := (Muy, - MYV ey, TR0,k
1 1
KX (uns on, ) o= Enf(uh; Ons Vi) — Ekf(uh; Vi, dn)s
NE@n,an) == N i, qu),
cky@.y) = clame, my),
1
By, (up; o, i) = §(|uh|¢h, Yi)o,es
Gi n(vn) == G (vn),
Gr plan) = Gp (an).
FE (@) = (max{0, )&, M¢n)o k.
FEp(uns ¢n) == —(min{0, wy - n}e], Pn)o.e-

Finally, the global forms, denoted by omitting the superscript K or e, are obtained by
assembling the local contributions over the mesh 7;,. For instance, we define

maC, )= ) mE G, A= Y ARG, (42)
KeTy KeT,

with an analogous summation convention for all other bilinear forms. However, since the
data of the problem may involve either the entire domain 2 or the boundary I, we define the
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global linear forms as the sum of their local contributions:

Fl@n) =Y Fl@n) and Fly@n) =D FFywns dn). (43)

KeTy, eel

The remainder of this section is organized as follows. First, we address the discretization
of the Darcy equations. Second, we focus on the transport equations, for which the analysis
is further split into two levels: the semi-discrete and the fully discrete formulations.

Remark 4.1 1t is worth noting that we have applied stabilization to both the diffusive and the
mass terms. Depending on the physical regime of the transport equation, one of these two
stabilization terms can be omitted [5]. For instance, if the diffusion coefficient D; is very
small, we can neglect the stabilization term associated with Af 1 (@i, ¥n). To ensure greater
code flexibility and avoid the use of heuristic thresholds for D;, we consistently employ both
stabilizations.

4.1 Discrete Formulation for Darcy Equations

Based on the continuous variational formulation and the bilinear and linear forms introduced

before, we define the following discrete variational formulation for the Darcy problem: find
(un, pn) € UK(Q) x Q% (), such that

M (up, vp) + Ny i, pr) = Gjy v (1), Vo, € Up(Q), (44)

Nin, an) = Gh p(an), Yan € 05(9). (45)

From [3, 7], we report two fundamental results concerning the well-posedness of the discrete

problem and the corresponding error estimates.

Theorem 4.1 Problem (44)—(45) has a unique solution (uy, py) € Uﬁ (Q)x QZ (), verifying
the estimate

u divu S - .
lnllo.e + lldivanloe + pallo.e S 18wy 12y, + 180112,

Theorem 4.2 Let (u, p) € Hy g, (div, ) x L2(Q) be the solution of the problem (10)-(11)
and (up, pp) € Uﬁ(Q) X Q’; (R2) be the solution of problem (44)-(45).Then it holds

lu—upllo.o+hldiv@—up)lo.q <A k1o and Ip—pullo.a <P (ulkrr .o+ i) (46)

4.2 Semi-discrete formulation for the transport equations

Similarly, based on the continuous analogues, we define the following semi-discrete varia-
tional formulation for the transport problem: find ¢, := (c1,4, ..., 1) € H'(0, T; V}f‘ (R2)"*)
such that, for all t € (0, T] and for all w; , € V}f‘(Q), it holds:

ne ne

Z [mn (B¢cin, i) + Dip(ps ch, wip)] = Z [ﬂs,z;,(wi,h) + J’{h(wi,h)] ,

i=1 i=1

ci.n(0) = ch?, S

(47)

where the operator D; j, is defined as:
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D p(ups o wi ) = Aj p(ci p wi p) + Kj @ps iy wiop) + Bp @y ci g wi p) + Ci g (chy wip)-

We observe that, although not explicitly indicated in the notation, the boundary source term
}'il?h(-) also depends on the velocity field u; through the inflow boundary conditions, as
defined in the local contributions. For the sake of simplicity in the notation, we will omit
this explicit dependence in the remainder of this section. Moreover, with a slight abuse of
notation, we denote the species—wise mass term as my(c, to) to provide a more compact
representation, omitting the explicit summation for brevity.

4.2.1 Existence, Uniqueness and Error Estimates

Before addressing the well-posedness and the convergence of the semi—discrete formulation
for the transport equations, we introduce two lemmas that play a key role in the subsequent
analysis.

Lemma 4.3 Let u and uj, denote the velocity solutions of problems (10)-(11) and (44)-(45),
respectively. Assume that u € H'5(Q), for some s > 0, and define the mesh-dependent
norm

Inliag =D (¥alix + IAPIRUAIG 0O + D N - nl'*yl5,.

KeQy e€&y

Then, there exists hy > O such that for all h < hq such that the norms || - ||p.q and || - |1,
are equivalent in Vé‘(Q).

Proof Let || - ||, given by

lWnll? = > 1Wnlfx + Y Mun -0l >yl

KeQy ee&y

By Lemma 2.5 we have || - ||f o~ |f o+ llu -n|'/2. ||% - Furthermore, note that

[ pnllz = 16nl7 o + Nl - nl'2ulle r| = | - mlgn, go.r — Y (wn - mldn, $n)o.e |-

ee&y

We now estimate I := [(lu - nln, @n)o.r — Leee, (0 - 1ldn, d)o.o

Ir S A nl = luy - nlgn. dn)oel S D M@ —up) - nlocllgnlia, 48

e€&y e€&y

Employing (39) and Cauchy—Schwarz inequality, we obtain that

1 1

2 2
> @ —up) - nlloelenlf g, S (Z !l — uhu%,,(e) + (Z hi,lu— ”h%,[(e)

ey ee&y ee&y

1
2
(Z |¢h||3,4,e) , (49)

eeEh
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Using (46), we may conclude that

2 -+ 2
Dol —up)-nloelgnlga, S | W 2l o+ [ Y hrlu—unli g,

ee&y ee&y

> lnllt 4 (50)

eeéy

where K, € 7j issuchthate C dK,. Using triangular inequality together with Lemmas 3.5
and 3.2 , we obtain that

; —1
lw —upli g, Slu—uglig, + lux —upli g, Shy |uliysx, +hy g —unllox,-
e e

The previous inequality, together with (48), (49), (50) and (46), allows us to deduce that

1

2

s+1/2 4 s+1/2 2
I S Pl [ Y Ienlta. | =11 ulisallénlfar
ee&y

Then, applying Lemma 2.4 as in inequality (30) in the term ||¢y [|0,4,¢ to this inequality, we
obtain |
Ir SH 2 ulis el o (51)

Inequalities (51), (27) and (31) implies that
lpnlf o < lonliq+ lu-nignld e S lenls +1Ir < ol + 2 [uhis.all¢nllf o
and
lpnlly < lonli o+ Il - nlgnlg e +1r S lgnlfq+1Ir S A+ A% 1)) l¢nl -
Hence, we obtain
(=i uhis)lonll g S lenll: S A+ (a0 enll] o
Thus, for a sufficiently small 2 > 0, it holds that
1T ¢ = lignll:. (52)

On the other hand, by applying the vector Cauchy-Schwarz inequality to | f| and (l'[gwh)z,
and invoking Lemma 3.4, we obtain

RIS AT S /K|f|<n2w>2§ > U ok ITIRYAIG 4 ¢

KeQy KeQy KeQy

2
S D I ok Inld 4 k-

KeQy,

Applying the vector Cauchy-Schwarz inequality to ) _ g e, 1 o & 11¥n ||(2)7 4.k We have that

1/2 172
S A3 ¢ < ( > ||f|%,,<) (Z |¢h||3,4,,<) =l fllo.2IVall 4.0

KeQy KeQy KeQy

@ Springer



Journal of Scientific Computing (2026) 109:19 Page 21 of 43 19

From the previous inequality and by applying Lemma 2.3, we can deduce that

STAPIRYRIG kS I lo.llvnli o (53)
KGQh
Finally, (52) and (53) allow us to conclude the desired equivalence of the norms. O

To state the following result, we employ the norm || - ||, in the space [V,f(Q)]”C, defined
for any vector vy, := (Vi 4, ..., Un.5) aS

ne
2. 2
loall; = > 1vjalf g (54)
Jj=l
in order to have a more compact notation that takes into account the presence of multiple
species.

Lemma4.4 Let it : VE(Q)" — R, Fp : VE(Q)" — Rand Dy, : VE(Q)" x VE(Q)" —
R be given by

Fi(op) —Z 2 win),  Fy (o) —Zf (w;p) and
i=1 i=1

D (cn, 1on) = »_ Diuy; ch, win),
i=1

where ¢, = (Cl,h, ..., Cun) and g, == (W1 h, - .., Woy 1)
Then, the operamrs F; 2 5 and F; r ,, are continuous in the VEM space Vh (2) with respect to
the norm || - || . F urlhermore the form Dy, satisfies the conditions of continuity and coercivity.

Proof For simplicity, we denote ¢; := (1 p, - .-, Cn.,p) and 10p 1= (W1 py ..., Wnph)-
The definitions of F£% and |, immediately imply that

o r k
Finin) S Nwinllnaand F; (win) S Nwinllna, Yop € Vi ()",

and hence
Fitwop) < llwplln and Fi (wp) < lwplla, Yiop € V().

Regarding the continuity and coercivity of the form Dj,, we observe that
|(Muy, - Ve, Twi o,k | < I Wunllo.a, & ITVe; allo, & T wi allo4 k-
Then, using (40), Holder’s inequality the embedding H! < L* in (24), we get

Ch s i widl S Y Nulloa,x 1Vei nllo.k lwinlloa.k < lunllo.aelVeinllo.lwinlose
KeTy,

SlluplloaelVer nllo,@llwi mline < luplloqa,elci nllndlwi pllaag-

This last inequality implies that

[KChy s cion, wi )| S Nunlloqlicinllnallwinllna.

Itis easy to deduce from the definitions of A; ;,, B that they are continuous on V,f (R2) x Vi{‘ ()
and that C; ; is continuous on VF(Q)" x V(). The continuity of D}, follows from the
respective continuities of A; j,, B, C; » and IC}.
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Regarding coercivity, note that by the construction of the VEM form and the definition of
IC;, we have

ne
D (rop, wp) = Z [Ai,h(wi,hv wi k) + Ky (s wi gy wip) + B wi g, wip) + Cp p (g, wi,h)]
i=1
ne
= LA i, wi ) + By wip, wi ) + Ci jy (wp, wi )]

i=1

ne
1
=20 D AN i win) + 5 U ITwi o, TRw; o,k — (Ry (Mrop), Twi 1), )
i=1KeQy

ne
+ )0 > (g - mlw; gy, wi o,k -

i=lee&)
Therefore, employing inequality (37), in estimating the term containing R;, it follows that

ne

1
Dp(rop.rop) = Y | D7 (winlf g + §|||f|‘/2n2wi,,,||3,,< + ) Mlwn - nwipl5,

i=1 \KeQy, e€&y
ne
0 0
= > ) (Ri(Mroy), TYw; 1Yo,k
KeQy, i=1
1 1
2 0 2 2 * 2
> — > — —
> Slvonlly = Y IMAlG ¢ = S lvonl; — i 3 Iwallg
KeQy, Key

where * is the continuity constant of 1%, see Lemma 3.4. From this last inequality, we
deduce that

1
Dy(rop, i) + p* Y w0allg = S lIwonl
KeQy

This establishes coercivity and therefore completes the proof. O

We are now ready to establish the existence and uniqueness of the semi-discrete solution
and, subsequently, to derive the associated convergence rates. In particular, by leveraging
Theorem 2.1 and the properties established in Lemma 4.4, we obtain the existence and
uniqueness of the solution to Problem (47), as stated in the following theorem.

Theorem 4.5 There exist a unique solution ¢, := (c1 p, - . -, Cn,.1) to Problem (47) stisfying
2 ! 2 2
max > eI x + / lealls dx <) llen(O)IIg ¢
€O oo 0 Key,

ne T
30 | 1R g+ 3 e el

i=1 Key, ecE]

The main result regarding the convergence of the semi—discrete problem is summarized
in the following theorem, which provides an upper bound on the discretization error.
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Theorem 4.6 Let ¢ be the solution of (18) and let ¢, be the solution of (47). Further-
more, we assume that ¢; € L*((0,T); L*(Tp)", f¢ € L*>((0,T); H ()", ¢ €
HY (0, T); H'(Q))" and u € [L*((0, T); H'*(2))1%. Then,

T
sup [|(c — )@, -)uiz(m+f llle = ealll> S Clu, h*, (55)
te(0,T] 0

where C(u, ¢) denotes a positive constant that depends on the solution and the problem data.

Proof Letcy := ((¢Dxs---» (Cn)n)s 30 i= (Zihs -+ Zno.h) = ¢ — ¢z and € > 0, then
M Br3hs 31)+Dh Wns 3n 30) = Fiy Gr)+F5, Gr) = @rer . Wando.o—D(MMups ¢z, Msn).
Using equation (32), we can rewrite the previous identity as
ma (@3 3n) + Dun: 3ns 3n) = T+ T+ T" + TP, (56)

where

T = FPGi) — F2n). T = Fj Gi) — ' G,

T := (0r¢, 3n)o.@ — (Brcr, Hggh)o,g, and TP := D(u; ¢, 3n) — D(ngh; [ Hggh).
To conclude the proof, it remains to bound each term in identity (56) appropriately.

e Term 7": Using the properties established in Lemmas 3.4 and 3.5, we obtain that

T" = (¢ — (39 Wando.a + (1 — MDdrc. 31)o.2

< [Ndre = @Oxllo,e + I = TI)d,cllo.2]l3nllo.0
S hoels.allznllo.q-

Then, applying Young’s inequality, we obtain
" < (8¢ o + lanld o (57)

e Term 7% Using the approximation properties of the L>-projection, we get

7%= —(f& e + (f6. Mae = Y (fé (=1 + M)an)k
KeQy

S YA =)ok lanlorx S D il Felsklanlox S A FEls.alzmlo.q.
KeQy KeQy

where f := max{0, f}. Applying Young’s inequality, we obtain
T < (£l g + sl - (58)

e Term 7'
Employing Holder’s inequality and the same reasoning used in inequalities (49) and (50)
to derive estimate (51), we obtain

r
TV == (un-nl—|uw-nller.30)e S Y lun —ulloelerloselsnllose

eck! ec&l!
12 1/4 1/4
2 4 4
S DD lun —ulg, D lerlfa > 3nl1G 4.0
ec&l ec&! ec&!
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1 1
SE 2 erlloar lwlsrrelznlie S A2 lerlloar, [#ls1.allsnla.
Applying Young’s inequality, we obtain
r 2 25+1 2 2
T — 6||?)h||h Sh ' ||C1||o,4,r,|u|s+1,9 (59)

e Term 77:
In order to carry out the analysis of this term, we rewrite it in the following form:

P =1 +1° +1P + 1 + 1P,
where

ne ne
TP =" Di[(Ver, Vaia — (Viea, VI zi el T2 =Y
i=1 i=1

[— (Ri(©). 210 + (Ri(cx). TRzi ).
TP = (u-nle. 30 — (up - nls cx.a0r. T = (fle e — (fler. D3p)q and

ne

1
TSD = EZ

i=1
[ Ve, zi o — @ Vzi g cidg — Ay, - Vic)x, MYz e + Muy - MYVz 4, (c)x)a]-

We begin by estimating the term TID. The following estimate follows from Holder’s
inequality, the approximation properties of the l'[kv-projection, and Lemma 3.5.

ne
TP =Y " Di[(VU = T)ci. Vzina + (Viei = (€)x). VITY zin)e]
i=1

ne
SY DI = T)cihig + e — ez h.e]lzinlie

i=1

ne ne
S Y Dikfleilsyralzinhie S ) Dikleilstralizinlna

i=1 i=1
S A lelsvr,ellnln,

and therefore
D 2 2512
Tl _f||3h||h Sh 3|C|5+1,Q

Regarding the term TzD , by virtue of Holder’s inequality, the approximation properties
of the L2-projection and Lemma 3.5, we infer that

ne

TP = [(RiCer — 0, Mz )k + (T — DRi(x), 20.1)k ]
i=1

ne
0
S e = cllo.g + IR = DRi ) llo.]lziallo.0
i=1
s+1
S elsrrellznllo.o-

Consequently,
D 2542 .2 2
T, 5 h*st |C|s+1,Q + ||3h||oygz~
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Concerning the term T3D, proceeding analogously to the treatment of T'T, we infer that

TP = 3" (un - nl = |u - nller. 1) + (1 - nl(c = cx). 3a)e]
ee&y

1
Sh2[|clloaruls1.0 + llwlloarlcls+1.o]ll3 A

Hence,
D 2 2541112 2 2 2
T —ellsnlly S eG4 el o+ lulgarlchi ol

For the term T4D, using Holder’s inequality, the approximation properties of the L2-
projection, and Lemma 3.5, we obtain that

TP = Y [(fle sk — (fler. A3 k]

KeQy

= Y Wl =3k + (flex, (4= T30 k]
KeQy

= > IUfIe = e sk + (flex — o), (I =Tz g + (1 fle, (I = T)zp)K]
KeQy

= > IAfle = e sk + (flex = O, (= T3k + (4 = TN (£10), 1)K ]
KeQy

S Y Uflloaklle = cxliox lsnllo.a.x + 1T = TDAFIOl0.x l3nllo, k1
KeQy

< Y Wl flloaxlels & lsnllo.ax +hxll flels & lsnllo. &1
KeQy

SEfllo,a,0lels,@llznllose + 1 Flcls, @ll3r 0,1 S A UIfllo,4,2lcls,@ + 11 flcls,@1llznll1,Q
SE S Nlo,4,0l¢ls,
+ 11 flels,@lllanlln

From the previous inequality, we have that
D 2 2s 2 2 2
T,y = €llanlly S h7UfNGaqlelsq + 11f1el5 ol

To bound the term TSD, we begin by deriving estimates for the term

Nne

T*:=Y [@- Ve, zina — (Muy - Ve, Mzin)al.
i=1
namely,

ne

=Y "[((I =)@ Vi), zima + @ Vie; — (c)x). Mzin)e

i=1
+ (= I)u - V(e Mzi e + (M) — uy) - Vi), MRzin)a]
Applying Holder’s inequality, the Lemma 3.3, the Lemma 3.5 ,the approximation prop-
erties of the L2-projection, and standard Sobolev embeddings, we obtain

ne

T* <Y U =T @ - Ve llo.g + lullo.sgle — (€)x e

i=1

+ 1 = MulloalV(c)xloa.a + llu = unllo.aelVicHzlloe]lzialh.e
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ne

<SSO [W - Veiloa + B lullosaleils.
i=1

s+1,—4 N
+ 1T RT3 ul o 0l (e)x e + B lulseraleilne]lzinling

e
4—d
$Y mllu- Veilsa + lulosgleilsie +h 7 lulalc)rlie

i=1
+ luls+1,eleilie]lzinllna

4d
SKE[I(VOulsq + llulloselcdie +h 7 lulsieleie + lulsneleie]lzala

By employing arguments analogous to those used for the term 7*, we deduce that

T° Sk [lud|s.o + lulgrnellclie + lulloselclne + llstielelie]lzn .

where
ne

T° =Y [(@-Vzin c)o — (Muy - TV 5. (c)r)a).

i=1

Using the estimates derived for the terms 7* and T°, we can infer that

D _ s t
T <k [1(Vouls,q + luc'ls o + uls1,allch,e + llulo4qlcls+1,0 + lulsr1.allcl,o]lzn

From the above, it follows that

D 2 2s 2 2 2 2 2 2 2 2
T5 —e€ll3nlly Sh v[l(Vc)u\Sngr\uc ‘S,Q+|u|5+]’Q”CH1’Q+”u”(),4’Q|c|5+]’Q+Iulx_‘_l,Q”c”LQ]-

By employing all the estimates previously derived for each term in the decomposition shown
in (56), we can deduce that

muBr3ns 30) + Du @ 3n 30) — 4€llznlly < Cla, Oh* + 1131113 o

where

~ . 2 t)2 2 2 2 2 2 2
Cu,c):= |(VC)M|S’Q + |uc |S’Q + |u|x+1’Q”c”1’Q + ||u||(),4’Q|c|s+1’Q + |u|s+1,g||c||1,gz
F~12 2 2 2 2 2 2 2
e g+ el g ey o + 13 4 ey g + 113 4 a2 g + 1716 g

Utilizing the coercivity properties of Dy, and integrating over ¢ with the choice € = ¢, it

follows that

1
8

t t t
30 () llo,2 + /0 30 ()17 ds < h* /O Cu,c)ds + /0 132 ()13, ds + 11340 llo.0

Subsequently, applying Gronwall’s inequality to the previous estimate, it follows that

t t
132 llo.c + / Isn()I2 ds < b f Ew, O ds + I3 O)llo.c
0 0

Ultimately, the preceding inequality enables us to conclude the theorem. O
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4.3 Fully Discrete Problem

In this subsection, we present the fully discrete formulation of the proposed problem. Since
we employ a Time-DG discretization based on Gauss—Radau quadrature points, we first
briefly introduce the necessary notation and the key properties of this temporal scheme.
Then, in Section 4.3.3, we establish the existence and uniqueness of the solution and derive
the corresponding error estimates for the fully discrete system.

4.3.1 Gauss—-Radau Quadrature and Space-Time Discretization
Given an interval J C R, we denote by IP;(J) the space of polynomials of degree at most

q. We consider the following Gauss—Radau quadrature formula on the reference interval
11 :=(,1]:

q+1
GR;_(p) =) wip(&), (60)
i=1
where 0 < & < --- < &;41 = 1 are the Radau integration points and w; > 0 are the

Radau weights. Using the isomorphism of (0, 1] with I,, = (¢,_1, #,], the formula (60) can
be rewritten as

q+1
GRy, (@) :=1x ) 0iptui), 61)
i=1
where 1, ; = t,_1 + 1,&;. It is worth noticing that the quadrature rules provided in Equa-

tions (60) and, consequently, (61) integrate exactly all polynomials of degree at most 2¢g; that
is,

GRI,,(fP):/ pdt, Yo € Py(ly).

In

Starting from this time discretization, we define the time-discrete spaces
VA = {v; € L*(I) : ve|y, € Py(I)¥n =1, ..., N},

and the global space-time VE-DG space

,
VN % Q) = {vr,h =Y OBin:IxQ—>R:reN,
i=0

Gres Bin) € VE) x VI(D), i = 1,...,1}.

Remark 4.2 Given a basis {go,-}gzl for VZ‘(Q), any function v, € qu’hk(l x ) can be
uniquely expanded as

i
ven(t, x) =Y 0 (i (x),

i=0
where 0; ; € VA(I) fori =1,...,1.

Denote by v" the restriction of v to the time slab 7, x 2. Note that these functions may
be discontinuous from one slab to the next. Therefore, we denote the limits by vF" =
lim,_, g¥ v(X, t, + s) and the jump by {v}* = v ™" —v™",

The following results and notations for the Time-DG scheme are essential for the subse-
quent analysis; for the proofs, we refer the reader to [2].
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Lemmad4.7 Letv € Py(I,) and Lov € Py(1,) be the Lagrange interpolation of the function
T, (t — ty—1) v at the points t,, j, i =1, ...,q + 1:
Lov(tn,i) = tntn,i — tn—l)_lv(tn,i), i=1,.,9+1L

Then
q+1

1
/ v Levdt + (D) Lev(ti-1) = = [ V7@0) + ) &V @) | (62)
In 2 i=1

Lemma4.8 Forall v € Py(ly,), the following inequalities holds:

1 1
(Lo hH2 < — / v dt and (vPH? < — / v dt (63)
In In

Tn Tn

By exploiting the aforementioned properties of the Gauss—Radau quadrature, we estab-
lish the norm equivalence presented in the following lemma, which will be fundamental for
the subsequent analysis of the fully discrete problem.

Lemma 4.9 Suppose u € L*°((0,T); (H1+S(Q))d) and f € L°°((0,T); L4(Q)). Then
there exist hg > 0 such that for all h < ho, we have

q+1
WenllZae iy = T Y @illven(t, )l 4 (64)
i=1
forallvey € VKU x Q) n =1, .., N.
Proof Using lemma 4.3 we have that
e (tn DT @ = N0e ki) 17 4- (65)

Since v; , belongs to the space Vg}lk(l x ), we have vy j = le:l 0j.c¢j, where [ :=
dim(VE(Q)), {goj}lj:l is basis for V¥ (), and 0; ; € V() for j = 1,...,1.

Since the Gauss quadrature rule is exact for polynomials of degree less than or equal to
2q, we have

GRI” (Gi,rgj,r) :/ Qi,fejﬁ dt, i,j =1,...,1 (66)

n

Hence, employing equality (66), we have

1 1
2
oenlz2,: 1200 = /1 /Q (Zl ei*fej"(pi(pj) ddt =/Q (Zl </1 ei’rej‘fdt> (Wj) o
L= Lj=

1 q+1
Z/Q Z n Zwrgi,r(tn,r)ej,r(tn,r) vigj | dx

i,j=1 r=1
r=1 i,j=1

g+1 ! l
=/;z T Zwr (Zei,r(tn,r)‘ﬂi) (Z ej,r(fn,r)(/’j))

r=1 i=1 j=1

q+1 !
:/s.‘z Tn Zwr Z 0[,1:(tn,r)ej,r(tn,r)‘pi(pj) dx
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q+1
dx =/Q Tn Za)rvr,h(tn,r)z dx

r=1

q+1 q+1
=Ty o /Q Ve h(tn)? dx =10 Y orllvep () § o (67)
r=1 r=1

Furthermore, because Vv, = le=1 0;,:Vgj, by applying arguments similar to identity
(67), it follows that

q+1
IVoenlTag 2@y = T D @r Vet o- (68)

r=1

By employing (67), (68), and the equivalence (65), we obtain that

q+1 q+1
2 — PN 2
lenllZag iy = @ D @ lvenn)li o = @ Y orllvenn) I,
r=1 r=1
which completes the proof. O

4.3.2 Space-Time Projection and Commutation Properties

For v € CO((ty_1, t,]), we define the projector I}, in the following way:

() v € Py(ly),
(i) f, (MEv — v)wdr =0, forall w € Py (L),
(i) (TIFv) " =v™".
Letv € NV CO((t,—1, t,]; L*()) be given. The operator I17 is then defined as [T*v(z, x) =
M} v(t, x)in I, x Q.
Givenafunction vy, := Z’jzl 0j9; € NN_ CO(ty—1, ta]; V,f(Q)) ©; € NN, CO((t_1, ta]),
j =1,...,1), we have that

1
my (T vy — vy, wp) = Y _(T1760; — 0))mp (@), wh),
Jj=1

for all wy, € V().
Consequently, we obtain
/ my (I vy, — vy, wh)Q: dt =0, (69)

I

for all v, € NN_ CO((tu—r, 1, 1; VF(Q)), wp € VF(Q),0F € Py_1(I,) andn =1, ..., N.

n=1
Letvy, € ﬂflvleO((tn,l, th]; LZ(Q)) and wr , € qu’hk (I x 2) be given by their respective
representations in the basis {(,o_,'}[j=1 of VZ‘(Q), namely

! !
vy = Zejgaj and wy ) = Z@;T%,
=1 j=1
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Using integration by parts, we can deduce that

[ @ wendr = / S 86,6% nn p3) di — Z/ 0,6,6% . dt mi(gr. 0))
1,

”ljl i,j=1

mi(¢i ¢) [9;”’(97,,)*’” -6 ot - /I 00,07 ¢ dt}
= > (67" O 0 i ) = 6777 05 0 it 0))

—/ 9,j3t9;-‘,fmh(<ﬂi,<ﬂj)df}
Iy

-, -, =1 n—1
=mp (v~ we ") = mp (o P we, T )—/ my, vy, dwe ) dt, (70)
In

By combining (69), (70) and property (iii) of TT*

. - I
/mh(drl'ltvh,wr.h)dt=mh((l'lfvh) Mow ) = my (o)t =1l

In

_f mh(nrvhvatwr,h)dt

In

_ -, _ n—1
= mp (M) ™" w3y = my (o) 71wt >—fl mp (vp. dwe p) dt
n

=mh((vh)+’n_la(wr,h)+’n_l)*mh((nrvh)—h”_l,(wr,h)+’n_l)+/l mp@p. wep)de. (71)

n

Furthermore, the projector satisfies the following approximation property and commuta-
tion results with spatial derivatives.
Lemma4.10 Ifv € HI9t(1,), then

+1 +1
||HIU_U||L2(1”) <7 q ||8q U”LZ(In).

For v € L2((0, T); H*(2)), we also have:
oy, v = 70y v, ae.in Q.
4.3.3 Fully Discrete Formulation
Given the continuity of the exact solution, the identity can be deduced from (32)
(3¢, )@ +D(e, )] + (" — "Lt he = | H(w),

1” In
By employing a VEM spatial discretization, as in the semidiscrete case, and a Gauss-Radau
quadrature rule for the time integral we can obtain the following variational formulation:
find ¢; p, := (c]t’h, ey Gl My e th (I x )" such that, forn = 1, .

+,n—1

n—1 +.,n—1
mp (Cr h ),

1
m+" )+ Dy, n(cr 0z ) = 1' h(mr 0+ F, h(mr h)+mh(cfh Ly
(72)

@ Springer



Journal of Scientific Computing (2026) 109:19 Page 31 of 43 19

0
Cen = I jco,

forall w; ), € qu ’hk (I x )", where the operators are defined via Gauss—Radau quadrature:

q+1
Dy (Cos We i) =Ty Y 0 (Mp(Brcen(tn.i) 0 (tni)) + Dh(cep(tni)s 0o p (i)
i=1
q+1
FE (o) =1y Y @ FH(0ep(tni) and
i=1
q+1
Fo a(oep) =1, Y @ Fp (0 (1))

i=1

Existence and uniqueness. To carry out the existence and uniqueness analysis, we define

the following norm:
q+1

2 . 2
Ivoenllyy = ta Y willoe )l
i=1

Theorem 4.11 SMPPOS@ u c Loo((o’ T), (HI—H‘(Q))LI) f()r some s > 0 and f c
L>®((0, T); L*(Q)). Then:

+n-1 +an—1
mp (mrvhn > ['Tmf,hn ) + Dy, h (W p, Lov07 )
1
—n2 2 2
2100 ™" B o+ —I0eal2 200y + 102140 (73)
n

Proof By Lemma 4.7, we have L 107 ,(t,.i) = Ty (tni — tn,l)_lmt,h (ty,i)- Since t, ; € I,
it follows that 7, (t,,,; — fn—1)~! > 1. Hence, by the coercivity of Dj, it follows that:

q+1
Tn D 0Dy (W p(tn.i)s Lo n(tni)) + 10 nll 207, 1200 2 10ehlni-

i=1
Let{g; }lj:1 be an my-orthogonal basis of the space Vf(Q), ie,mp(p;, ¢j) =0fori # j,

any function v, € qu, ’hk (I x €2) can be uniquely represented as

l
ven(t,X) = D009 (%),

j=1
where 0; ; € VA (I) for j =1,...,1. Next, we define the functional

g+1
) -1 +n—1
I(vp) =1 E wimh(atvr,h(tn,i),Lrvr,h(tn,i))+mh(vr’hn ,ﬁrv,,hn ).
i=1

By virtue of identities (62) and (66), and utilizing the mj-orthogonality of the spatial basis,
we then have

q+1
,n—1 n—1
[e ) =0 Y 0imp@pvr pin,i)s Lovep i) +mp @i~ Loott™h

i=1
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] q+1
= Z my (9. 9;) [rn D 000 ¢ () Lo (i) + 9_,f;"1cfejf;"‘}
i=1

q+1
Z mh«o, ®) {(9,,;")%_Zw,-s,-“w,-,,(tn.i))z}

q+1
_ 1
= Z ~mp(@j.9)) {(e] M2+ Zwlw, e (t.)) } 3" @j w,)[(@.;”)%r—/l ej%,dz}
Jj=1 i=l Jj= n Jin
1 om0 1
=3 mh(vr,}, YU g )Jr? I mp (Ve p, vy p) dt 2 ”Urh HQQ+ Hvrh(f)HQQdf
: n

By combining these inequalities, we obtain

+.n—1 +n—1 —n 2 1 2
mp (3T Low [T 4Dy, (o g, Levor ) 2 (10 ) ’"\I0,2,9+<7 - ) e 12 v plly 5
n

L2 (s L2(Q)
Finally, the conclusion is obtained by choosing t, sufficiently small. O
Error estimates.

Lemma4.12 Let ¢, ¢, ¢;, f and u be functions satisfying the assumptions of Theorem 4.6.
Additionally, assume that ¢ € HIH (1, HY(Q))". Then

e, = a3 g+ llees =TT eq )12, dt S @+ M@, o+l ™" =t o

(74)
n=1,.., N, where M(u, ¢) denotes a positive constant that depends on the solution and
the problem data.

Proof Setting 3; 5 := ¢, — II"¢;, and employing (73), we deduce that

E=mpGiy ™ Los il ™D + Doy nGeans Losea) 2 mr,hr-"naz_w ||z,rhu Flsenl2 . (75)

L2(In: L2 ()
By linearity, we can rewrite the term E in (75) as

+.n—1

1 — —1
E—mh(czh £13+n )"'Drn,h(cr,ha[v‘fér,h)_mh((nrch)_hn l,ﬂfgz’; )+Dr,1,h(nrch«£tﬁr,h)-

Using the fact that ¢, is a solution to Problem (72), we obtain

E= f.[ h(ﬁrérh)Jr h(£T3t11)+mh(c 3

T Coae P (@ gt £ T4 D, (T, Lese ),

By virtue of identity (47), we deduce that

q+1

Tn ]1(£13r n) +~7: ]1(£I?Jr n) =T Z i [mp@Brep (ty,i)y L7ien(tn,i)) + Dpeptn,i)s Loion(ty,i))]-
i=1

Using the aforementioned equality, linearity, and the definition of D, ,, we can rewrite the
term E as follows
q+1
E =1, ) oilmp@ = 0)en(t)s Legen(tni)) + Di(( = T)en(tni), Legen(tni))]
i=1
mp(e L Lot = ma (o)™ Los .

T,h
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Since Legrn(tni) = Tultni — tie1) "3 (tni) = T (@)™ 3en(tni) = & 30 (tni), we
have that
g+1
=T Zwl [mh(at(l - Hr)ch(tn l) 37, h(tn z)) + Dh((l - Hr)ch(tn l) dt, h(tn l))]
i=1

mp(c ™ Lot = ma ()™= Los .

In order to estimate the term E, we proceed by decomposing it into E = E; + E» + E3,
where

q+1 q+1
Ep =1 Zwl mh(at(l—nr)ch(fnz) 3en(tni), Exi=1n szf Dh((l—nr)ch(fnz) 3r,h (i)
i=1

and B =m0 Load it —mp (@t LT,

Letting /7 denote the Lagrange polynomial interpolant with respect to the temporal variable
at the points #,; fori = 1,...,¢g + 1, the exactness of the Gauss—Radau quadrature for
polynomials of degree at most 2¢g implies that

q+1

> wimp 31— W) ey (1 ). 32,0 (0, 1))| =
i=1

q+1
> wimp (178 (1 — ) ey (2, 1) 37,5 (tn, i)
i=1

Ep <& 'z, L,

=¢! ‘/1 mp (179 (I — M) ep, 30.p) d1|,
n

Using the cotinuity of mj and the Cauchy-Schwarz inequality to the time integrals over I,,
shifting to the global space-time norm L2(1,; L*())

E1 S 5;1/1 11701 = T)enllo.@llsenllo.dr < & 170, = T 0ehll 21 20 Woe.h 1210012000
n

By the temporal L2-stability of the Lagrange interpolant /7 and the standard temporal inverse
inequality over I,

Ey S o = ey o I =Tl 220 300121200

76)

To bound the projection error, we insert the exact solution ¢ via the triangle inequality, yielding

20 12@) B2, 020 SET

”(I*HZ)Ch”LZ(]n;LZ(Q)) = ”H (C*Ch)”LQ(In Lz(Q))+”(1 mr )CHLZ([n LZ(Q))+HCh7C”L2([n L2(Q))
(7"

Using the error bounds for ¢, and the approximation property provided in Lemma 4.10 we
obtain

M7 (e — ¢ < e sup H(cfcm(t)n%,g/ dt S Clu, Oh¥ 1y
te(0. T] In

o l? <
L2(Ip: L2(Q)) ~ 2, 2@ =

and [[(7 — TT%)c]| (78)

o141 (020

L2122 S
Employing inequalities (76) and (78), we have that

,1 _ 1 2 -H
E| S § T, ! [C(u C)l/zhs / ||c||Hf1+1(1n;L2(Q)):| I3z, ll2r,: 22
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_ ) g+ —12
=sI‘[C<u,c>1/2h3+rn 2||c||Hq+.(,n;Lz(m)] o Plsenll g eq (9

Regarding the term E;, invoking the continuity of the operator Dj together with the
Cauchy—Schwarz inequality yields

q+1

> i Dy (= Tt ). 32 (i)
i=1

q+1
3w DR UTA = I eyt 1) 524 1 i)
i=l1

Ey St =1

q+1 q+1

S Z w;§; I TAIUES | (LA A PR AR T - Z @i 1T =T ep (b, D I3 2,1 i)
i=1

q+1 12 /gt 172
<g! (rn S w17~ Mg (t,,,i>|i) (rn 3 willsen (zn,;»uﬁ)

i=1 i=1

g+l 12/ g 1/2
Sert (o Y et a =013 D IRC 1 FINICT) 4

i=l1 i=1

Using the definition of || - [|,,, the exactness of the Gauss—Radau quadrature for polynomials
of degree at most 2¢ and the temporal L?-stability of the Lagrange interpolant /7, we have
that

q+1 172

Ex SECTA = TOenll2gmiay | T ) @illaen i)l
i=1

SE A = el 20, @pl3enlnn S &I = T enll 20,101 @y el
Employing inequalities (77) and (78), we have that
_ 1 2 1
Er S &7 [Ca 005 + o el g, ca20 | Isellon (80)
By virtue of the continuity of ¢, with respect to the temporal variable, we obtain c;f’”_l =

c;’"_l , hence
mi (e Los T —mu(ef" T Lot = 0.

Employing this last inequality, we can write E3 as
Ey=mu(co ™ =" Lestit ™D A mi((on = W)™ L5750,
Using the continuity of mj, we have that
Ey S [l ™ =" log + ler = W)™ lo.a | 12375 o

Employing the inequalities in (63) and the L? continuity of /7, we have that
Es 5 [”‘ri’hnfl — " Moo+ 10 T, — My ||L2(In;L2(SZ)):| o sl 2,20

= [leor™ = " Moe + I = Wl g,z | 5 lseallza,z@)

[”‘r_hn P og Pl — ey ||L2(1n;L2(Q)):| o sl 2,120

Using inequalities (77) and (78), we have that

1/2 +1
llen — Hrch”LZ(ln;LZ(Q)) S Cu, C)l/zhs‘fn/ ||C||Hq+l(1n;L2(Q))
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This last inequality implies that

1

E3 S [ucr B =g og + C@, o2+ ncquH(,,,,Lz(Q))] sl 251200

(81)
Combining inequalities (79), (80), and (81) yields
=1 _ .nfl 1/2;s 4+% —1/2
HCT h ' lo,@ + Cu,0)/°h* + 1 llell zg+1 (L L2()) | Tn 3.1 ”Lz(l,,;LZ(Q))
172 1

+[e@ 02r 5 + 5 el a1 1200 | el (82)

Applying Young’s inequality to the inequality (82) and employing inequality (75), we can
deduce that

_ 1 1 -1
1Ge) ™" I5.2.0 + 30 lsen 120 2@t 5 Maenl2, < Sleg ™ =" 13 g + Clu on®
2g+1, 2 2s 2g+2, 12
o el g1 20+ C@ ORI+ @ e g0 g

which completes the proof. O

Theorem 4.13 Let ¢, ¢, ¢;, [ and u satisfy the assumptions of Theorem 4.6 and Lemma 4.12.
Then there exists a constant C > 0 such that the error ¢ = ¢ — ¢, j, satisfies:

” —,n

2q+1
”0 Q + ”e”LZ(In HU(Q) ~ C(/’lzs + 1 a+ ) (83)

forn=1,..., N

Proof Employing the triangle inequality alongside the approximation properties of IT7, it
follows that

e =T enll 20,1 (@ < e = Tel 2, 1@y + T (e = el 22,1 )
+1
S el gar g m @) +lle = cnll 2,0 @)
Combining the triangle inequality with the preceding inequality, we obtain
e —conllizg,m@y < le =T enll 2, w1y + 1T e = conlli2g, mi@)
+1
Sl Nell g, + e = anllz2g,:m @) + 1T = cenll 20, 1@

On the other hand, using the triangle inequality, we obtain

e —ce)™ o, SMe—cp)™ oo+ lIchp —ce) ™ o S sup [I(c—cp)Dlo,q + Ich — ce) ™" o,
1e(0,T]

Combining all the preceding inequalities with Theorems 4.6 and 4.12, we obtain

- - +1
le™" 1.0+ el 72, i1y < 9P €= )OIF o+ 1 en = o)™ IF o+ 5 el a1 ;101 2
m te(0,T] :

+le— ch”Lz(ln»Hl(Q)) + 1Ty — C.h HLz(ln:HI(Q))

2g+1 2 —n—
S C o™ + M@, @™ +h) + e gy I =) T g

Then, using the fact that || (¢;, — cf,h)_’0||0,g2 < hstl [lc(0)]l0,%, the desired result follows. O
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5 Numerical Experiment

In this section we present numerical evidence that supports the theoretical results of the
previous sections. Specifically, in Section 5.1 we perform a convergence analysis of the
proposed method, while Section 5.2 presents a more application-oriented example. Finally,
in Section 5.2, we consider a more applicative example. In all these experiments, we have
used the C++ library vem++ [16].

5.1 Convergence Analysis

In this section, we consider the following model problem. Let 2 = (0, 1)? be the domain.
Weset K = D =T and u = 1. We choose the Darcy forcing term f and the functions ¢ and
¢y so that the exact solution is

c(x, y, 1) = sin(r) 57O

u(x, y) = [;’] .

According to this vector field, we have that the inflow and outflow boundaries are

IMN={x,y)€dQ: x=00ory=0} and To={(x, y) €9Q:x=1ory=1}.

subjected to the following flow field

Starting from this problem, we aim to numerically verify the behavior of the error estimator
defined in Equation (83):

m
2 — 2 2
err? = e gy + Y [ el g d
1,
n=1%""

To achieve this goal, we consider a sequence of four space—time discretizations with decreas-
ing mesh size and time step. In order to check the robustness of the proposed method with
respect to the elements’ shape, we use the following types of space discretizations:

e guad: structured uniform square elements, see Figure 1(a);

e hexa: distorted hexagonal elements, see Figure 1(b);

e voro: Voronoi cells optimized using the Lloyd algorithm [19], see Figure 1(c);

e rand: Voronoi cells with seed points randomly distributed within the domain €2, see
Figure 1(d).

These four types of meshes have an increasing distortion level. The quad one is the
most regular. The hexa mesh type has distorted elements but a mostly uniform topology,
consisting mainly of hexagons. The voro meshes consist of general polygons with both
short and long edges, but they have a regular shape due to the Lloyd optimization. Finally,
the rand mesh is the most challenging one, as it contains highly distorted elements and very
short edges.

Then, to show the convergence of the errors indicators, we construct four decompositions
the unit square 2 = (0, 1)2 with decreasing mesh size & for each of them. We label these
discretizations with the numbers from 1 to 4, 1 will be the coarsest and 4 the finest. For
instance vorol refers to the coarser mesh of the voro type.

For the time discretization, we always consider the time interval [0, 1] and use uniform
time steps. More precisely, we define four temporal partitions, interl, inter2, inter3,
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quad2 hexa2 rand2

R

(a)

Fig. 1 Different mesh types used for the convergence analysis

err H' semi norm error at final time

o =1 quadf{
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-8 L L )6
10 10
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h h

Fig.2 Convergence analysis: convergence curves for different mesh types and polynomial degrees. The error
indicator err is shown on the left, and the H I seminorm of the error on the right

and inter4, corresponding to time steps At = 1/3, 1/6, 1/12, and 1/24, respectively.
For all the simulations we keep the ratio between Ar and i constant. We set the same
approximation degree for both space and time, denoted by k. We compute the errors using
the following space—time discretizations:

(meshl, interl), (mesh2, inter2), (mesh3, inter3), and(mesh4, inter4),

where mesh* refer to one type of mesh.

In Figure 2, we report the convergence curves corresponding to each mesh type for polyno-
mial degrees 1, 2, and 3. For all space—time approximation degrees, the convergence rates are
as expected. Moreover, the curves remain close to each other across different mesh geome-
tries, highlighting the robustness of the proposed method with respect to the element shape.
Although the theoretical estimate is not explicitly provided in this paper, we also compute
the H'! seminorm of the error at the final time. This error indicator exhibits the expected con-
vergence rate and, as further evidence of the robustness with respect to the element shape,
the convergence curves corresponding to the same approximation degree are very close to
each other.
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err H' semi norm error at final time
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Fig.3 The error indicator err (left) and the H ! seminorm error (right) varying mesh types
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Fig.4 Robustness with respect to the coefficient D: Value of the error varying the parameter D

5.1.1 k-Convergence

In this numerical experiment, we analyze the convergence of the proposed scheme with
respect to the space—time approximation degree. To this end, we consider the coarsest space—
time discretization, (meshl, interl), for each mesh type, and compute both the error
indicator err and the H'! seminorm error at the final time.

In Figure 3, we report the convergence curves. At each refinement in the polynomial
degree k, we observe an improvement of approximately one order of magnitude in the error,
which is in agreement with the estimate given in Equation (83).

5.1.2 Robustness with Respect to the Coefficient D

In this section, we analyze the robustness of the proposed method with respect to the diffusion
coefficient D. We consider the same setting as before, but we now solve the model problem
for different values of D:

D =1[10° 107!, 1072, 1073, 107%, 1073, 107°, 10777,

modifying the data ¢ and ¢ accordingly. For each value of D, we solve the problem using all
mesh types at the second refinement level in both space and time, i.e., (mesh2, inter?2).
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Fig.5 Multi-species example: reactor tunnel
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Fig.6 Multi-species example: flow field computed from the resolution of the Darcy problem

In Figure 4, we observe that, while keeping the space—time discretization fixed and varying
D, the error remains nearly constant. This provides numerical evidence that the proposed
method is robust with respect to the diffusion coefficient.

5.2 Multi-Species Example

In this section, we apply the proposed method to a multi—species transport problem. The test
case is inspired by the Porous Catalytic Reactor with Injection Needle model, available in
the open-source COMSOL Multiphysics [13] software and described in detail in [14].

The reactor is a tubular structure, illustrated in Figure 5. The lengths of its parts are
proportional to a unit length denoted by “u”. The first species, cy, is injected from the left
side of the tunnel, while the second species, ¢7, enters through a tubular inlet positioned on
the top. The reactor exhibits a homogeneous distribution of porosity, we set K ~' = I, The
diffusion coefficients are set to D1 = D, = 0.01, and the final simulation time is 7 = 20.
For the Darcy problem, we prescribe a constant unit flux at both the inflow and outflow
sections of the tube, as illustrated in Figure 5, and impose a zero normal flux condition on
the remaining boundaries. For the transport equations, the inflow concentrations of ¢y and ¢»
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Fig.7 Multi-species example: evolution of ¢ considering different scenarios
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Fig. 8 Multi-species example: evolution of ¢, considering different scenarios

@ Springer



Journal of Scientific Computing (2026) 109:19 Page 41 of 43 19

are defined as
@)=y -4, @y =x-2¢@—x),

respectively.

The computational domain is discretized using a Delaunay triangulation, and the time
interval is divided into 100 equally spaced sub-intervals. Both the spatial and temporal poly-
nomial degrees are set to one.

Figure 6 shows the flow field obtained from the solution of the Darcy problem, which is
consistent with the expected behavior based on the problem data.

To analyze the impact of the parameters in the first-order reaction term, we fix the degra-
dation rates of the two species to y; = y» = 0.2. We then consider three different reaction
scenarios:

e noReaction: in this case, the two species evolve independently, and the degradation
of one species does not generate the other. This behavior is obtained by setting y; 2 =
y2/1 = 0.0;

e lowReaction: in this case, a small amount of ¢ is produced from the degradation of
c1, and vice versa, by setting y1,2 = y2;1 = 0.1;

e highReaction: here, we consider a non-symmetric case, with a high production of ¢;
from ¢y, and a low production of ¢ from the degradation of ¢;; specifically, y; 2 = 1.0
and y,,1 = 0.1.

Figures 7 and 8 show selected time steps of the simulations for the three considered
scenarios. The results are consistent with the chosen values of the parameters y, .. In both
the lowReaction and highReaction cases, a noticeable presence of ¢; is observed
along the flow path of ¢y, and vice versa. In the 1lowReaction case, this interaction is
roughly symmetric, whereas in the highReaction case the degradation of ¢; produces
a significantly higher concentration of c2. As expected, in the noReaction case no such
production is observed for either species.
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