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Métodos numéricos para problemas no locales de
evolucion

El objetivo de este trabajo es estudiar aproximaciones numéricas para problemas de
evoluciéon de la forma

“Ofu+ (—A)'u = fin Qx (0,T),

donde (—A)® representa el operador Laplaciano fraccionario en su forma integral y
“0%u(x,t) denota la derivada de Caputo.

Para ser mas precisos,

(=A)’u(z) = C(n,s) p.v. /R M dy,

" |£E _ y|n+2s

1 t 1 L .
Cato‘u(x,t) _ { o) fo (t_r)a,kﬂm(x,r) dr ifk—1<a<k, keN,

aa%”u(a:,t) ifao=keN.

Estudiamos existencia, unicidad y regularidad de las soluciones en el contexto lineal
(es decir, f = f(x,t)). Los casos tratados incluyen contrapartes fraccionarias de los
modelos de difusién estandar y de ondas. Elementos finitos lineales se utilizan para
la variable espacial y técnicas de cuadratura de convoluciéon son usadas para tratar el
operador fraccionario en la variable temporal. Estimaciones del error, uniformes en los

parametros de discretizacion para valores de t lejos de cero, son proporcionadas.

Estos resultados son extendidos al caso semilineal con f(u) = u — u®, siendo este

el término no lineal que aparece en las ecuaciones clasicas de Allen-Cahn, utilizadas
para modelar la separacion de fases para aleaciones binarias. Adicionalmente, el com-
portamiento asintotico de las soluciones para s — 0 es estudiado en este contexto
particular.

Detalles de implementacion, particularmente para el método de elementos finitos, en
el cual se ven involucradas matrices de rigidez fraccionarias no esparsas y cuadraturas
numéricas para nucleos singulares, son cuidadosamente expuestos.

Palabras clave: Laplaciano fraccionario, Derivada de Caputo, Método de Elemen-
tos Finitos.



Numerical methods for non-local evolution
problems

The aim of this work is to study numerical approximations for evolution problems
of the form

Yo% + (—=A)*u = fin Q x (0,T),

where (—A)® stands for the fractional Laplacian operator in its integral form and
“Ocu(x,t) represents the Caputo derivative.

To be more precise,

(—=A)°u(x) = C(n,s) p.v. / ulz) = uly) dy,

Rn |55 - Z/|”+2S

and
1 t 1 Fu .
o— 1 9.k 3 d fk_1< <k,k€N,
Cocu(z,t) =4 Th-a) Jo = ar;k(f r)dr : o
Sru(z,t) ifa=keN.

We deal with existence, uniqueness and regularity of solutions in the linear context
(i.e. f= f(x,t)). The cases under study include fractional counterparts of the standard
diffusion and wave models. Linear finite elements are used for the spatial variable and
convolution quadrature techniques for handling the time fractional operator. Error
bounds, uniform in the discretization parameters for values of ¢ away from zero, are
given.

These results are extended to the semi-linear case with f(u) = u — u® appearing in
the classical Allen-Cahn equations modeling phase separation for binary alloys. Addi-
tionally, the asymptotic behaviour of the solutions for s — 0 is studied in this particular
context.

Implementation details, particularly for the finite element method involving full
fractional stiffness matrices and numerical quadratures for singular kernels, are carefully
documented.

Key words: Fractional Laplacian, Caputo derivative, Finite Element Method.
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Introduction

The Finite Element Method (FEM) is one of the preferred numerical tools in scientific
and engineering communities. It counts with a solid and long established theoreti-
cal foundation, mainly in the linear case of second order elliptic partial differential
equations. These kind of operators, with the Laplacian as a canonical example, are
involved in modeling local diffusive processes. On the other hand, nonlocal or anoma-
lous diffusion models have increasingly impacted upon a number of important areas in
science. Indeed, non-local formulations can be found in physical and social contexts,
modeling as diverse phenomena as human locomotion in relation to crime diffusion [25],
electrodiffusion of ions within nerve cells [52] or machine learning [73].

The Fractional Laplacian (FL) is among the most prominent examples of a non-local
operator. For 0 < s < 1, it is defined as

(—A)’u(z) = C(n,s) p.v./]R ) = uly) dy, (0.0.1)

n |z =yl
where
22551 (s + 1)
7201 — s)
is a normalization constant. The FL, given by (0.0.1)), is one of the simplest pseudo-

differential operators and can also be regarded as the infinitesimal generator of a 2s-
stable Lévy process [17].

C(n,s) =

Given a function f defined in a bounded domain €2, the homogeneous Dirichlet
problem associated to the FL reads: find u such that

(sl ne 012

In contrast to elliptic PDEs, numerical developments for problems involving these
non-local operator, even in simplified contexts, are seldom found in the literature. The
reason for that is related to two major challenging tasks usually involved in its numer-
ical treatment: the handling of highly singular kernels and the need to cope with an
unbounded region of integration. This is precisely the case of (0.0.2)), for which just
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a few numerical methods have been proposed. Effectively implemented in one space
dimension, we mention, for instance: a finite difference scheme by Huang and Oberman
[43], a FE approach developed by D’Elia and Gunzburger [29] that relies on a volume-
constrained version of the non-local operator and a simple one-dimensional spectral
approach [7]. We refer the reader to [3] for a more detailed account of these schemes
and a discussion on other fractional diffusion operators on bounded domains and their
discretizations.

Numerical computations for in higher dimensions have become available only
recently [3]. In that paper a complete n-dimensional finite element analysis for the
FL has been carried out, including regularity of solutions of in standard and
weighted fractional spaces. Moreover, the convergence for piecewise linear elements is
proved with optimal order for both uniform and graded meshes.

In that work there are presented error bounds in the energy norm and numerical
experiments (in 2D), demonstrating an accuracy of the order of h'/?logh and hlogh
for solutions obtained by means of uniform and graded meshes, respectively.

On the other hand, since the introduction of Continuous Time Random Walks
(CTRW) by Montroll and Weiss [67], anomalous diffusion phenomena has been an
active area of research among the scientific community. The CTRW assign a joint
space-time distribution to individual particle motions: when the tails of these distri-
butions are heavy enough, non-Fickian dispersion results for all time and space scales.
A heavy-tailed jump (waiting time) distribution implies the absence of a characteristic
space (time) scale.

The equivalence between these heavy-tailed motions and transport equations that
use fractional-order derivatives has been shown by several authors; see, for example [40].
Space nonlocality is a direct consequence of the existence of arbitrarily large jumps in
space, whereas time nonlocality is due to the history dependence introduced in the
dynamics by the presence of anomalously large waiting times.

The evidence of anomalous diffusion phenomena has been thoroughly reported
in physical and social environments, such as plasma turbulence [27, 28], hidrology
[15], [16, [70], finance [62], human travel [23] and predator search [77] patterns. Models of
transport dynamics in complex systems taking into account this non-Fickian behavior
have been proposed accordingly. Also, evolution processes intermediate between dif-
fusion and wave propagation have shown to govern the propagation of stress waves in
viscoelastic materials [34], 61].

Integer-order differentiation operators are local, because the derivative of a function
at a given point depends only on the values of the function in a neighborhood of it. In
contrast, fractional-order derivatives are nonlocal, integro-differential operators. A left-
sided fractional-order derivative in time may be employed to represent memory effects,
while a nonlocal differentiaton operator in space accounts for long-range dispersion



processes, as we have mentioned before.

We now describe the problems we are going to consider. Let €2 C R" be a domain
with smooth enough boundary, o € (0,2], s € (0,1) and a forcing term f: Q x (0,T) —
R. We aim to solve the fractional differential equation

Cotu+ (=A)u= fin Qx (0,7). (0.0.3)

Here, Cﬁta denotes the Caputo derivative, given by

1 t 1 9 u :
Cato‘u(x,t) _ { o) fo (t_r)a,kﬂm(x,r) dr ifk—1<a<k, keN,

aa%‘u(x,t) ifa=FkeN.

When a € (0,1], equation (0.0.3) with a non-linear source term f(u) will be also
considered.

Closely related to the Caputo derivative, the Riemann-Liouville fractional derivative
is needed in the sequel. Let us recall here its definition,

o —F(kl_a)g—; J—(t_r)i,kﬂu(a:,r) dr ifk—1<a<k, ke,
SHu(zr,t) ifa=keN

otk

For 0 < a < 1, equation ((0.0.3)) is usually called a fractional diffusion equation. On
the other hand, for 1 < a < 2 it is sometimes called a fractional diffusion-wave equation.
Analyzing scaling and similarity properties of the Green function G, s associated to the
operator 9% + (—A)*, in [60] it is shown that

Gas(w,t) = 17 Ca ().
tas
for a certain one-variable function ®, . Notice that in case a@ = s, although the
CTRW associated to equation has the same scaling properties as Brownian
motion, the lack of finite moments makes the diffusion process anomalous. On the
other hand, the term fractional wave equation has been utilized to refer to the problem
with 1 < a = 2s < 2, since for this choice of the parameters some features of the
standard wave equation are preserved [5§].

In order to obtain a well-posed problem, we impose the initial and boundary value
conditions

u=0 inQ°x(0,7),
{ u(-,0)=v inQ, (0.0.4)
and the additional condition for 1 < o < 2
dwu(-,0) = b in Q, (0.0.5)

with data v,b € L?().



It is noteworthy that the fractional Laplace operator defined by does not
coincide with the operator considered, for example, in [I8, [69] [79]. Indeed, the spatial
operator considered in those works is a power of the Laplacian in the spectral sense.

Our work does not include the case s = 1, which corresponds to a local-in-space
process, as it is already covered by other authors’ work. For the range 0 < a <
1, reference [44] develops a semidiscrete Galerkin method and studies the error both
for smooth and non-smooth data. Naturally, the local-in-space case is also covered
by the previously mentioned works [I8, 69, [79] regarding spectral fractional powers
of the Laplacian. For the full range of time derivatives we are considering in this
work, [65] deals with an alternative formulation of and a method based on the
Laplace transform is developed, while in [68] an approach via discontinuous Galerkin
discretization in time is introduced.

Contributions

Chapters [2] [] and [f] summarize results from

e [5] Acosta G., Bersetche F., Borthagaray J.P. Finite element approximations for
fractional evolution problems, Submitted, https://arxiv.org/abs/1705.09815

e [4] Acosta G., Bersetche F., Numerical approzimations for a fully fractional Allen-
Cahn equation, Preprint, https://arxiv.org/abs/1903.08964

Chapter |3| collects results from
e [6] Acosta G., Bersetche F., Borthagaray J.P. A short FE implementation for

a 2d homogeneous Dirichlet problem of a Fractional Laplacian. Computers and
Mathematics with Applications, 74(4), 784-816.
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Introduccion

El método de elementos finitos (MEF) es una de las herramientas numéricas preferi-
das en ciencia e ingenierfa. Cuenta con un sélido fundamento tedrico de larga data,
principalmente en el caso lineal para ecuaciones en derivadas partiales elipticas de se-
gundo orden. Este tipo de operadores, con el laplaciano como ejemplo candnico, estan
involucrados en el modelado de procesos difusivos locales. Por otro lado, los modelos
de difusién no locales o andmalos han impactado cada vez mas en una serie de im-
portantes areas en la ciencia. De hecho, formulaciones no locales se pueden encontrar
en contextos fisicos y sociales, modelando fenémenos tan diversos como la locomocién
humana en relacién con la difusién del delito [25], electrodifusion de iones dentro de las
células nerviosas [52] o el aprendizaje automético [73].

El laplaciano fraccionario (LF) se encuentra entre los ejemplos mas destacados de
un operador no local. Para 0 < s < 1, se define como

(—A)u(x) = C(n,s) p.V./ ulw) = uly) dy,

R [T —y[rte
donde
225 (s + %)
721 (1 — s)
es una constante de normalizacién. El LF, dado por (0.0.1)), es uno de los operadores

pseudo-diferenciales mas simples y también pueden ser considerado como el generador
infinitesimal de un proceso de Lévy 2s -stable [17].

C(n,s) =

Dada una funcién f definida en un dominio acotado €2, el problema de Dirichlet
homogéneo asociado al LF se establece como: hallar u tal que

(=A)Yu=f inQ,
u=0 1in Q°

A diferencia de las EDP elipticas, los desarrollos numéricos para problemas que in-
volucran operadores no locales, incluso en contextos simplificados, rara vez se encuentra
en la literatura. La razon de esto esta relacionada con dos grandes desafios, usualmente
relacionados con su tratamiento numérico: el manejo de ntcleos altamente singulares y
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la necesidad de tratar con una regién de integracion no acotada. Este es precisamente
el caso de ((0.0.2)), para lo cual solo unos pocos métodos numéricos han sido propuestos.
Implementaciones en una dimension espacial, podemos mencionar por ejemplo: un es-
quema de diferencias finitas de Huang y Oberman [43], un enfoque de EF desarrollado
por D’Elia y Gunzburger [29] basado en una versién de volumen acotado del operador
no local y un enfoque espectral unidimensional simple [7]. Referimos al lector a [3] para
una explicacion mas detallada de estos esquemas y una discusion sobre otros operadores
de difusion fraccionaria en dominios acotado y sus discretizaciones.

Técnicas numéricas para en dimensiones mas altas han sido desarrolladas re-
cientemente [3]. En ese articulo un analisis completo de elementos finitos n-dimensionales
para el FL ha sido llevado a cabo, incluyendo el estudio de la regularidad de soluciones
de en espacios fraccionarios estandar y con pesos. Por otra parte, es probada la
convergencia para elementos finitos lineales con un orden éptimo para mallas uniformes
y graduadas.

En ese trabajo también se presentan estimaciones del error en norma energia y ex-
perimentos numéricos (en 2D) que demuestran una precisién del orden de h'/2logh y
hlog h para soluciones obtenidas mediante mallas uniformes y graduadas, respectiva-
mente.

Por otro lado, desde la introduccién de paseos aleatorios de tiempo continuo (PATC)
por Montroll y Weiss [67], los fendmenos de difusién anémalos han sido un area activa
de investigacion entre la comunidad cientifica. El PATC asigna una distribucién con-
junta espacio-tiempo a movimientos individuales particulas: cuando las colas de estas
distribuciones son lo suficientemente pesadas, dispersiéon no Fickiana se aparece para
todas las escalas de tiempo y espacio. Una distribucién con salto de cola pesada (tiempo
de espera) implica la ausencia de una escala caracteristica de espacio o tiempo.

Varios autores han demostrado la equivalencia entre estos movimientos de cola pe-
sada y las ecuaciones de transporte que involucran derivadas de orden fraccionario; ver,
por ejemplo [40]. La no localidad espacial es una consecuencia directa de la existencia
de saltos arbitrariamente grandes en el espacio, mientras que la no localidad temporal
se debe a la dependencia de la historia introducida en la dindmica por la presencia de
tiempos de espera anormalmente grandes.

La evidencia de fenémenos de difusién anémalos ha sido exhaustivamente documen-
tada en entornos fisicos y sociales, como turbulencia del plasma [27, 28], hidrologia
[15], 6], [70], finanzas [62] y desplazamiento humano [23] y patrones de bisqueda de
depredadores [77]. En conseciencia modelos de dindmica de transporte en sistemas
complejos que tienen en cuenta este comportamiento no fickiano han sido propuestos.
Ademas, se ha demostrado que los procesos de evolucién intermedios entre la difusion
y la propagacion de la onda gobiernan la propagacién de las ondas de tensién en los
materiales viscoelasticos [34] 61].
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Los operadores de diferenciales de orden entero son locales, ya que la derivada de
una funciéon en un punto dado depende solo de los valores de la funcién en un entorno
de la misma. En contraste, las derivadas de orden fraccionario son operadores integro-
diferenciales no locales. Se puede emplear una derivada de orden fraccionario del lado
izquierdo en el tiempo para representar los efectos memoria, mientras que un operador
de diferencia no local en el espacio da cuenta de los procesos de dispersion de largo
alcance, como hemos mencionado antes.

Describimos ahora los problemas que vamos a considerar. Sea 2 C R™ un dominio
con un borde suficientemente suave, a € (0,2], s € (0,1) y un término forzante f:  x
(0,7) — R. Nuestro objetivo es resolver la ecuacién diferencial fraccionaria:

Cofu+ (—A)u = fin Q x (0,T).

Aqui, Cag denota la derivada de Caputo, dada por

1 t 1 Fu .
C@f‘u($,t) _ { Fh—a) fo (t—r)a*’“rlm(x’r) dr sik—1<a<k, keN,

%u(z,t) sia=FkeN.
Para el caso a € (0, 1], se estudiard también la ecuacién con un término no lineal
f(u).

Relacionada estrechamente con la derivada de Caputo, la derivada fraccionaria
de Riemann-Liouville sera utilizada a lo largo de este trabajo. Recordamos aqui su
definicion,

s Jo goemmule ) dr ik —1<a <k KEN,

8%u(x,t) = 4 TE—a) o Jo
vu(@,?) { %u(x,t) ifao=FkeN.

Para 0 < a < 1, la ecuacién (0.0.3) es referida como ecuacion de difusion frac-
cionaria. Por otro lado, para 1 < a < 2 suele ser llamada ecuacién de difusion-ondas
fraccionaria. Analizando las propiedades de escala y similaridad de la funciéon Green
G5 asociada a la operador

“0% + (—A)*, en [60] se muestra que

Ga,s(ajat) = t%:q)a,s ( ° > 5

o
para una determinada funcién de una variable @, ;. Notar que en el caso o = s, aunque
el PATC asociado a la ecuaciéon tiene Las mismas propiedades de escala que el
movimiento browniano, la falta de momentos finitos hacen que el proceso de difusion
sea andémalo. Por otro lado, el término ecuacién de ondas fraccionaria ha sido utilizado
para referirse al problema con 1 < a = 2s < 2, ya que para esta eleccién de los
pardmetros se conservan algunas caracteristicas de la ecuacién de ondas estandar [5§].
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Para obtener un problema bien planteado, imponemos las condiciones iniciales y de

borde
u=0 enQ°x(0,7),
u(-,0)=v in Q,

y la condicién adicional para 1 < a < 2
Owu(-,0) = b en Q,

con datos v,b € L*(Q).

Cabe destacar que el operador de Laplace fraccionario definido por (0.0.2)) no coin-
cide con el operador considerado, por ejemplo, en [I8, 69, [79]. De hecho, el operador
espacial considerado en estos trabajos es una potencia del laplaciano en el sentido es-
pectral.

Nuestro trabajo no incluye el caso s = 1, que corresponde a un proceso local en
el espacio, ya que ha sido cubierto por el trabajo de otros autores. Para el rango
0 < a <1, [44] desarrolla un método de Galerkin semidiscreto y estudia el error para
datos iniciales suaves y datos poco regulares. Naturalmente, el caso local en el espacio
también estd cubierto por los trabajos mencionados anteriormente [18, 69] [79] utilizando
potencias fraccionarias espectrales del laplaciano clasico. Para el rango completo de
derivadas temporales que estamos considerando en este trabajo, en [65] se brinda una
formulacién alternativa de y se desarrolla un método basado en la transformada
de Laplace, mientras que en [68] se introduce un enfoque a través del uso de Galerkin
discontinuo en la variable temporal.

Contribuciones

Los capitulos [2, M y [f] resumen resultados de

e [5] Acosta G., Bersetche F., Borthagaray J.P. Finite element approzimations for
fractional evolution problems, Enviado, https://arxiv.org/abs/1705.09815

e [4] Acosta G., Bersetche F., Numerical approzimations for a fully fractional Allen-
Cahn equation, Preprint, https://arxiv.org/abs/1903.08964

El Capitulo [3| recopila los resultados de
e [6] Acosta G., Bersetche F., Borthagaray J.P. A short FE implementation for

a 2d homogeneous Dirichlet problem of a Fractional Laplacian. Computers and
Mathematics with Applications, 74(4), 784-816.
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Chapter 1

Preliminaries

In this section we set the basic notation and present some preliminary and necessary
concepts for the analysis of the fractional elliptic and fractional evolution problems
under consideration. We recall elliptic regularity results for the fractional Laplacian
and some important properties of the Mittag-Leffler function.

1.1 Fractional Sobolev spaces

Given an open set @ C R™ and s € (0, 1), define the fractional Sobolev space H*(2) as

H¥(Q) = {v e L*(Q): |v]|gs) < o},

where | - |5 is the Aronszajn-Slobodeckij seminorm

Ju(z) — v(y)2
dx dy.
//92 rx— rws Y

associated to the bilinear form (-, -) gs() on H*(12),

(U, V) o) = // W)@ = v®) 4 g, (1.1.1)

‘.T _ y‘n+23

It is a well known fact that H*(f2) is a Hilbert space endowed with the norm || -

@) = |- Mz + 1 o @)
Let us also define the space of functions supported in €2,

H(Q) = {ve H(R"): supp v C Q}.
This space may be defined through interpolation,

H*(Q) = [L*(Q), Hy ()],

S
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Moreover, depending on the value of s, different characterizations of this space are avail-

able. If s < § then H*(Q) coincides with H*(2), and if s > it may be characterized

as the closure of C§°(€2) with respect to the || - |[gs) norm. In the latter case, it is

also customary to denote it by H{(€2). The particular case of s = % gives raise to the
1

Lions-Magenes space H(€2), which can be characterized by

v(z)?
Q): | ——==dzr< .
() /Q dist(z, 0) ‘ oo}
Note that the inclusion Hg(Q) C Hg () = H 2(€2) is strict. We also need to introduce
the dual space of H*(£2), denoted with the standard negative exponent H~*(£2).

The following well known result implies that (-,-)gsgn) (recall (L.1.1)) induces a
norm on H*(Q).

N[

HZ(Q) = {v €H

Proposition 1.1.1 (Poincaré inequality). There is a constant ¢ = ¢(€2,n, s) such that

vl p2) < clv

Additionally, Sobolev spaces of order greater than 1 are defined in the following
way: given k € N, then

H*5(Q) = {v e H*(Q): |D*| € H*(Q)Va with |a| =k},
furnished with the norm

vl s ) = 0]l ey + Z | D| s ()
|a|=k

Also, we can define negative order Sobolev spaces by duality, using L*() as pivot
space. Of interest in the problems we are considering is the space

H(Q) = (ﬁS(Q))'.

1.2 Elliptic regularity

We recall regularity results for the homogeneous problem

—A)*u =g in €,
{ =) u = g in €°. (1.2.1)

Even though the fractional Laplacian is an operator of order 2s in R", in the sense
that (—A)®: HY(R") — H*2*(R") is bounded and invertible, the theory is much more
delicate for problems posed on bounded domains.
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Grubb [38] provides regularity estimates for solutions of (1.2.1]) in the setting of
Hormander p—spaces. We express these results in terms of standard Sobolev spaces,
and refer to [38] for further details.

Proposition 1.2.1. Let 2 C R" be a bounded domain with smooth boundary, g €
H"(Q2) for some r > —s and consider u € H*(Y), the solution of the Dirichlet problem
(1.2.1). Then, there ezists a constant C(n,s) such that

|’LL Hs+’Y(Rn) S CHgHH'P(Q)

Here, v = min{s +r,1/2 — €}, with ¢ > 0 arbitrary small.

Remark 1.2.2. Observe that, in general, it is not true that solutions of have
2s more derivatives than the right-hand side function g. No matter how regular g is,
the solution of is not expected to be more regular than H*t7(R"™). In spite of
this, the singular behavior of solutions can be localized at the boundary and described
appropriately in weighted spaces [3] [7].

Remark 1.2.3. In view of Proposition [1.2.1, assuming (—A)*v € L*(Q) is weaker than
assuming that v € H?*(R"). This kind of weaker conditions on the initial /boundary
data are frequently employed as hypothesis throughout this work.

Additionally, the following two theorems summarize classical global and interior

regularity for solutions of ([1.2.1)) in Holder spaces, and we refer to [33] for further
details.

Theorem 1.2.4. Let Q C R™ be any bounded C*' domain, s € (0,1), and u be the
solution of (1.2.1)). If g € L>(R2); then u € C°(R™). Moreover,

ullcs@ny < Cllgllzee (),

where the constant C' depends only on 2 and s.
Theorem 1.2.5. Let §2 be a bounded domain of R™, and let u be a solution for (1.2.1)).
If §(x) = dist(z,09), for each p > 0 define Q, := {x € Q:06(x) > p}. Then, if B+ 2s

is not an integer, for every 0 < p’ < p we have

[ullcsrasa,) < Cllgllesq,), (1.2.2)
with C = C(n,s,Q, 5,p,p).

1.3 Mittag-Leffler function

Let o > 0 and p1 € R, then the Mittag-Leffler function E, ,: C — C is defined as

oo
Zk

Eou(z) = m'

k=0

17



This is a complex function that depends on two parameters; in particular, it gener-
alizes the exponentials, in view of the identity Fj;(z) = e* for all z € C. The following
properties of this family of functions are useful to derive the regularity estimates we
present below.

Lemma 1.3.1 (cf. [51), Pag 46]). If a, A > 0, then
COCEy1(—MY) = =AE, 1 (—At%). (1.3.1)
Moreover, the following identities hold for m > 1:
O Ea1 (=A%) = =Xt Eqy ar1-m(—AtY).

Lemma 1.3.2 (cf. [51, Eq. 1.8.28]). Let 0 < o < 2 and p € R be arbitrary, and
G < p < min(m,ar). Then for p < |arg(z)| < T,

al 1
ZF —ak +O<ZN+1)7

1

e
with |z| — oo. Particularly, for p < |arg(z)| < m we have

O(ﬁ), p—a e Z” U{0},

|Eo.u(2)] € (1.3.2)

1
O( >, otherwise.
1+ |z|

Now we show a result about the behavior of the Mittag-Leffler function under
Laplace transform (see [26, Prop. 2.43] or [63, Eq. (2.2.26)]). Given a locally inte-
grable function f : [0, +00) — R we define its Laplace transform as

= /OOO ft)e *dt.

With this definition, we have the following lemma

Lemma 1.3.3. Let o, u > 0, we have
LA Eq u(=AtY))[2] = 2" (2" + A7 (1.3.3)
for R(z) >0, and XA > 0.

Finally, we end this section by giving a property about the positivity of E, , with
a negative argument.

Lemma 1.3.4 (cf. [74, Lemma 3.3]). Let o € (0, 1), we have
Eoo(—m) >0,  forn>0.

18



Resumen del Capitulo

En este capitulo se recopilan resultados y conceptos necesarios para el desarrollo tanto
de la teoria de elementos finitos, como de los resultados de existencia y regularidad para
los problemas en consideracién.

En la Seccién[1.1]se presentan conceptos basicos en relacién a los espacios de Sobolev
fraccionarios. La Seccién esta dedicada al repaso de resultados clasicos de regular-
idad para el problema de Poisson fraccionario, mientras que la Seccién recopila
resultados y propiedades de utilidad para las funciones de Mittag-Leffler.
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Chapter 2

Fractional evolution problems

In this chapter, formulations for the evolution problems under consideration are estab-
lished, as well as existence and regularity results. Since the regularity theory for these
problems is still an ongoing area, we have imposed some requirements on the problem
data in order to avoid some technical details (see Remark [2.1.5). In spite of the fact
that these requirements may be too restrictive in some cases, examples used for the
computation of the numerical convergence rate in Section meet these conditions. In
any case, this chapter should be understood as a complementary content to the ideas
displayed in chapters [4] and

Let {(ék, M)}, denote the solutions of the fractional eigenvalue problem

{ (—A)*u = Au in (2.0.1)

u=0 in Q°
It is well-known that the fractional Laplacian has a sequence of eigenvalues
O< A< <..., AN —>o0ask— oo,

and that the eigenfunctions’ set {¢x}72,; may be taken to constitute an orthonormal
basis of L*(Q).

Remark 2.0.1. Unlike the classical Laplacian, eigenfunctions of the fractional Laplacian
are in general non-smooth [39,[72]. Indeed, considering a smooth function d that behaves
like dist(z, dQ) near to 012, all eigenfunctions ¢ belong to the space d*C?*(=%)(Q) (the
e is active only if s = 1/2) and % does not vanish near 9€2. The best Sobolev regularity
guaranteed for solutions of is ¢y, € H*T/27(R") for ¢ > 0 (see [20]).

The reduced Sobolev regularity of eigenfunctions precludes the possibility of solu-
tions to equation being smooth, even for & = 1. This is in stark contrast with the
case of the classical Laplacian. However, solutions of diffusion equations with memory
—local in space but fractional in time— are known to be less regular than their classical
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counterparts [64]. The effect of fractional differentiation in time is that high-frequency
modes are less strongly damped than in classical diffusion, and the time derivatives of
the solution are unbounded as ¢t — 0.

In order to represent the solutions in terms of the eigenfunctions, considering t €
(0,T], we define now two useful operators, E*(t), F*(t) : L*(Q) — L*(Q),

E“(t)(v) =Y Eaa(=Mt*)or(dn, v)r2(), (2.0.2)
Fo(t)(v) =Yt B a(=Mt")pr(dr, v)r2().- (2.0.3)

For technical purposes we define the norm

lwllo, = (- AL, 6n)3aey) (2.0.4)
k

It can be easily verified that ||wllos = |w]r2@), [[wlis = |W]ms@n), and ||w|ls,s =
[(=A)*w||r2¢q). Additionally, we denote HH(Q) C H5(Q), 6 > —1, the space induced
by the norm (2.0.4).

The following two lemmas are helpful estimates involving the operators and
(2.0.3), which will be used later both in regularity results and in error estimates for
numerical approximations.

Lemma 2.0.2. Consider t > 0, then we have

1E*(t)v]lps < O], fO<p—g<2,
IE*(t)vllp,s < CHHAHEDD || if 0 <p—g <4,

Proof. From the definition of F'* and Lemma [1.3.2| we have
IF(6l2, =D Mt Eaa(=A) (v, 61)?
k

= Ct DN (1) Eg o (=Mt [PAL (v, 1)
k

S Ct*2+(2+4*p)a Z
k

< CEHERED S Ny, 6,2 < O e 2
k

AP 2
(T O 4

q,8?
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where we have used that sup,. ((A’“tﬂ < C for 0 < p—¢q < 4, and then (2.0.6)

1+ (Agt>)?)2

follows. Finally, (2.0.5) can be derived with similar arguments. O

Another useful result is the following estimation on the time derivatives of the
operator K.

Lemma 2.0.3. Ifv € HY, q € [0,2], then for m > 1
18" B (t)v]| 2y < CH27™ ]| -
Proof. From (1.3.1)), we have 42 E,, 1 (—\t®) = —M* ™ E, q41-m(—At*). Then, by (1.3.2),

we deduce

107 E* (t)v]|72 (0 ”Zdt Ea1 (=A%) (v, ¢1) 2 () Ok || 720

oo

= (Wt O By o (= At ®) (v, 91) 2 () A
k=1

Apl®)? 71 &
Sctqanm sup ( k )

[
k=1

and the lemma follows. O

Additionally, we define the operator A : H*(Q) ¢ H~*(Q) — H~*(Q) as the one
that satisfies

(Au, ©)r2@) = (U, Q) srn) Vo € ﬁs(ﬂ) (2.0.7)
From the previous definition, we observe that (Av,v)r2) = (v,v)gs@ny > 0, for
all v € H*(Q2). And also, from the fact that R(A) = H*(Q), and A™! is a compact

operator, it is possible to show that R(I + A) = H*(2), or in other words,
Yw € H*(), Ju such that u+ Au = w

From this, and [22 Proposition 7.1], we can assert that

(I +AA) 2@ <1, VA >0. (2.0.8)

Now we finish this section by giving an auxiliary result regarding the differentiation
under the integral sign, when the integral is computed in the Bochner sense.

Lemma 2.0.4. Let f € C([0,T], L*()), with f differentiable in (0,T) in such a way
that || f'(t)|| L2 < Ct™7 with v € (0,1) for allt € (0,T). Then we have

&t(/otf(t— s)ds) = f(0) —|—/Ot(9tf(t— s)ds Yt e (0,T). (2.0.9)



Proof. We have
t+h t
/ f(t—i—h—s)ds—/ f(t—s)ds (2.0.10)
¢ t+h
— [srh-9 = ft-syds+ [ fe+n-s)as
0

t

From the mean value inequality in Banach spaces (see [66, Appendix B] for instance)
we can estimate

1 (E+h—=s) = f(t = 5)lr2@) <A (r = 9)ll2@
< Ch(r—s)"" <Ch(t—s)"7, Vsel0,t).

This, along with the fact that f’ exists in (0,7), allows us to use the Domitated Con-
vergence Theorem (see [60, Appendix B]) and get

lim/o f(Hh_S})L_f(t_S) ds:/o £t —s)ds. (2.0.11)

h—0

On the other hand, from the fact that f(¢) is a continuous function in ¢ = 0, we
have

1 [th 1 0 1 h
E/t f(t+h—s)ds:ﬁ/h —f(r)dr:E/O e — f(0),  (20.12)

where the convergence is in L?(§)) sense.

Finally, combining ([2.0.10)), (2.0.11)) and (2.0.12]), we obtain (2.0.9). ]

2.1 Fractional diffusion equation

Considering problem (0.0.3) with o € (0,1), we say that u is a weak solution of (0.0.3)
if w e WH((0,T),L*(2)) N C((0,T], H*(2)) and satisfies the equation (in L?(£2))
Coru + Au = f, (2.1.1)

almost everywhere in (0,7"), and u(0) = v. Here A is the operator defined in (2.0.7)),
and v € L*(2). Note we are forcing u to have a weak derivative in L'([0,T], L*(Q)),
this condition, in particular, ensures the existence of Caf“u.

24



2.1.1 Solution representation

Now we formally derive a representation for solutions of (0.0.3) with « € (0, 1), and
then we introduce the concept of mild solution.

Notice that we can write solutions of (0.0.3) by means of separation of variables,

u(a,t) = ug(t) gu(x). (2.1.2)

Then, for every k£ > 1 it must hold that

C
Ofuy + Mpug = f,
2.1.3
{ Uk(O) = Vg, ( )

where fr = (f, o) 2@y and vy = (v, Pr) L2()- Dxistence and uniqueness of solutions
to follow from standard theory for fractional-order differential equations [31]
Theorem 7.2]. Moreover, solutions of may be represented as the superposition
of the respective solution of the problem with initial data equal to zero and the solution
of the problem with vanishing right-hand side. Namely, defining

t
Fu(t)w = / (t = 1) B (~ At — 7)) w(r) dr.
0
the solution of (2.1.3) may be written as
Uk(t) = Fk(t)fk + UkEaJ(—)\kta) (214)

This fact can be derived from the following result.

Lemma 2.1.1. Considering Fi(t) defined as before, we have
C@?Fk(t)w = —)\ka(t)’LU -+ fk(t> (215)
Proof. First, using the relation ([3I, Theorem 3.1])

“o%w = 9% (w — w(0)), (2.1.6)

along with the properties of the Laplace transform involving the fractional integral and
the usual derivative, it is possible to write

L(0Mw)[z] = 2*L(Fw)[z] — 2* ' F.(0)w.

Note that, since we are deriving a solution representation in a formal fashion, we are
ignoring regularity conditions on w. However, (2.1.1)) requires some smoothness on w

(see Remark below).
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Applying the Laplace transform at both sides of (2.1.5)) we obtain

2 L(Fuw)[z] — 2 Fu(0)w = =\ L(Fpw)[2] + L(fr)[2], (2.1.7)
and observing that Fj(0)w = 0 we have

L(Fw)[2] = (2% + M) T L(fi)[2]-
Applying £~ at both sides we get

F)w =L+ M) * fit) = /Ot(t — 1) By o (= (t — 7)) w(r) dr,

where in the last step we have used Lemma _ Then - follows. O

Note that for the particular value of o = 1 expression ([2.1.4]) yields the well-known
formula

t
ug(t) :/ e M () dr 4 vpe M,
0

usually derived by the method of variation of parameters.

Summing the solutions for every eigenmode, we obtain the representation

u(t) = E“(t)v +/0 Fo(t —s)f(s)ds =: M(v, f)(t), (2.1.8)

with E¢ and F'“ the operators defined in (2.0.2]) and (2.0.3)) respectively. We say that
u(t) = M(v, f)(t) is a mild solution of (0.0.3]). Next result tells us that, under suitable
regularity conditions on the initial data, M (v, f) is a weak solution.

Theorem 2.1.2. Let Q2 be a bounded, smooth domain, s € (0,1) and a € (0,1] and
u(t) = M(v, f) a mild solution of (0.0.3). Assume that f € C([0,T],L*()), differen-
tiable in (0,T), and ||f'(t)||r2@) < Ct'~" with C > 0 and v € (0,1). Finally, assume

that v € H1(Q) for some q > O. Then u is a weak solution of -

Proof. Suppose first f = 0. Then u = E*(t)v. For this case we have
| B (t)0]}re ey = Z MBS (=Xt ®) (v, 61) 720
k

From the uniform convergence of the series with ¢ > 0 we can assert that u € C/((0, T], H*(Q)).
On the other hand, from Lemma we know that 9, E*(t)v € C((0,T1], L*(2)), and

0B (vl 2y < 927 vllg,s
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Then we can conclude that v € WH((0,7), L*(€2)).
Assume now that v = 0. In this case we have u(t) = fot F*(t—s)f(s)ds. Arguing as
before, it can be seen that u € C'((0,7], H*(f2)). Now, using Lemma , we obtain

dyu(t) = F*(1)£(0) + / Fo(s)f(t - s) ds,

from here we can conclude that d;u € C((0,T], L*(Q2)). Moreover, in view of Lemma
[2.0.2] we can estimate

t
10l z2@) < CHIF(O) | L2y + C/ st —s) ds
0

1
= Ct Y| £(0) || gy + Ot / P (1—r) " dr = Ct* Y £(0)| g2y +Ct* T Bla, ),
0

where in the third step we have made the change of variable r = s/t, and B(a,7)
denotes the beta function. Finally, the last estimation implies u € W((0,T), L*(2))
and the statement of the theorem follows. O

2.1.2 Regularity of solutions

In this section we state some regularity results for solutions of the problems under
consideration. We split the estimates according to whether the initial values or the
forcing term are null. We also recall also that throughout this chapter we are assuming
that €2 is a domain with smooth boundary, so that Proposition holds. According
to that proposition, we fix the notation v := min{s,1/2 — e}, with ¢ > 0 arbitrarily
small.

Theorem 2.1.3. Let 0 < o < 1 and suppose that f = 0. Let u, given by (2.1.2)), be
the mild solution of (0.0.3|) with initial and boundary conditions according to (0.0.4)).

a. Ifv e LA(Q), thenu € C([0,T); L*(Q))NC((0,T]; H*(Q) N H*(Q)) and “oru €
C((0,T]; L*(2)). Moreover, there exists a constant C > 0 such that

lullcorirz@) < Cllvllzz@). (2.1.9)
Hu(,t)] Hs+w(Q) + Hcaf‘u(‘,t)HLz(Q) § CtiaH'UHLQ(Q). (2.1.10)

b. Assume that v € H*(Q). Then, u € L2(0,T; H*(Q) N H*(Q)), 0%u € L*(Q x
(0,7)), and the following estimate holds:

||u||L2(O’T;Hs+'y(Q)) + ||C(9quL2(QX(O,T)) S C||U| Hs(Rn). (2111)
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¢. Furthermore, ifv € H*(2) is such that (—A)*v € LX(Q), thenu € C([0,T]; H* ()N
H*(Q)), ou € C([0,T); L*(Q)) and the bound

C qa s
lulleqorsmastr @) + 1707 ulloqo,rze ) < ClI(=A)*v]| 2@ (2.1.12)
15 satisfied for some C' > 0 independent of v.
Proof. Using ([2.0.5)) we can estimate

||U('»t)||L2(Q) = [|E“(t)v]| ) < Cllvllr2 @),

from which we can Conclude Next recalling that ||ul|gs+vq)) < ||(=A)%u|[L2q)
(from Proposition and usmg with p = 2,q¢ = 0, we have

[uls Ol ot < N(=A)ul )@ < (=2 E*(Bvll2@ < vl

Since u is a solution for with f = 0, we have “9¢u = —(—A)*u, and using again
(2.0.5) we obtain 2.1.10.

For the second item, proceeding analogously as in the previous step, and using
(2.0.5) with p =2,q = 1, we have

o) + 1908l 2y < 0] s ey

Noticing that 0 < o < 1, (2.1.11)) follows. Finally, (2.1.12)) can be derived by means of

similar arguments. [

[[ul

Regularity estimates for the fractional diffusion problem with a non-homogeneous
right-hand side function f are also attainable.

Theorem 2.1.4. Let 0 < o« < 1 and consider u, given by (2.1.2), the mild solution of
(10.0.3)) with homogeneous initial and boundary conditions. If f € L* (0,T; L*(Q)), then
u e L2(0,T; H*(Q) N H*(Q)), 02u € L*(Q x (0,T)) and

ull 20,7000y + 108Ul 2 @x 0y < ClIfllpee (o, 22(0))- (2.1.13)

Proof. First we observe that, as a consequence of Lemma and Lemma [1.3.1) we
have

n n
/|t“—1Ea,a(—Akt“)|dt:/ t N By (= At dt = (2.1.14)
0 0

/ at a, 1 )\kt ) )\ (1 - Ea,l(_>\k77a>)7 n > O
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On the other hand, by means of Lemma [2.1.1} it can be shown that
t
O [ ANt =) Bl = Nult = 5°) ds (2.1.15)
0

t
_ —)\k/ Fel8)(t — )7 Eaa (= Ault — 5)7) ds + fi(t).
0
At this point, we can estimate

2

C@f‘/o fre(8)(t = 8)* ' Eaa( — Mi(t — 5)%) ds

L3([0,TT)
2

t
< Clillsgoy + € e [ AE = 9 Bu (= lt = o) s
0

L2([0,77)

T
< C”fk”%?([O,T]) + C”ka%?([O,T]) (/0 IAks® ! Ega(—=Aes®)] ds)

< Ol fellZz oz

where we have used ([2.1.15]) in the first inequality, Young’s inequality for the convolution
in the second step, and ([2.1.14)) in the last inequality. Now, the previous estimate implies

T
HcatauH%Q(Qx(O,T)) < CZ ka“%Z([O,T]) = CZ/O ’fk(s)P ds = CHf”%Q(QX(O,T))'
k k

Finally, observing that

lu(®)[[s+() < CI(=A) u(t)l|z2) < 10 u(®) |2 + 1f ()]l 2(0),
and integrating between 0 and 7" on both sides of the inequality, we obtain (2.1.13]). [

Remark 2.1.5. Tt is worth mentioning that regularity conditions on v and f in theorems
2.1.3|and [2.1.4) may not guarantee that M (v, f) is a weak solution. This implies that a
special attention must be paid in some aspects of the classical theory. Specifically, since
we could have u ¢ WU1((0,T), L*(Q)), “0%u may not be well defined. Furthermore,
relation (4.1.12) (also used in [45]) may not be hold. The regularity conditions in
Theorems [2.1.3| and [2.1.4] also allow f ¢ W1((0,T), L*(£2)). In that case, equalities

[.1.15)) ([74, eq. 3.8]) and may not be hold.

In order to avoid these technicalities, throughout this work we are going to as-
sume v and f verify the hypotheses of Theorem [2.1.2] Nonetheless, we think that
the restrictions on f can be relaxed, Lemma suggests that if v € L*(Q) and

29



v & HY(Q) for any ¢ > 0, then we could have 9,E*(t)v & L'((0,T), L*(2)). In fact,
it is possible to show an explicit example of a function v € L*(€) in such a way that
O E*(t)v & L*((0,T), L*(2)). Indeed, consider s = 1 for the sake of simplicity, and set
ar == 1/vklog(k). We can define

Vg :— Zakqﬁk (2116)

k>2
Taking t € (0,7] and using the uniform convergence of the series it can be seen that
O E*(t)vy € CH((0,T], L3(£2)). Our goal is to prove that &, E*(t)vg & L'((0,T), L*(Q2)).
To this end, we can estimate

1O (t)vol[32i0) = D M 2EZ (= Mit®)a} > Ct ) " (Mt®)2E2  (—\it™)a}
E>2 k>2

(2.1.17)

(ARt®)?

_9 k

= Ct ZH )\kta‘* %
k>2

where we have used Lemma|[1.3.2|in the last step. So we want to study the behavior of
the last term when t — 0. To this end, we define the auxiliary function

22, ifx <1,

glx) =

T
Observing that
estimate

€ O(1), Ay € O(k*), and considering ¢t = (1/n?)'~* we can

(Akt® o
Z# C’Zg)\kt ak>CZg ((k/n)?)

k>2 k>2 k>2

& C
>C’Zk/n a; = n4z _log()7

k>2 k>2 log

where in the third step we have used the fact that (k/n)? < 1 for all ¥ < n and
the definition of g. The last bound can be obtained, for instance, by means of the
Stolz-Césaro Theorem.

Combining the former inequality with ([2.1.17) and recalling ¢t = (1/n)?>72, we
deduce

|0:E* (t)vol|r2() > Ct™ ' log ™ (12%72),
for small values of ¢, from we can conclude that O,E(t)vy & L*((0,T), L*(£2)).
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Remark 2.1.6. There are many possible settings leading to right formulations of equa-
tions of the type considerer here. For instance, in [49] it is shown that the Caputo
derivative is a linear and bounded operator on a time-fractional Sobolev-Bochner space.
The author considers a variational formulation based exclusively on Sobolev regularity
and proves that if the initial condition belongs to H'~'/**+5(Q) for some £ > 0 and
« > 1/2, then the time-fractional problem is well posed with uw € H*((0,T), H}(Q)).
Another approach is given in [37] Gorenflo, Luchko and Yamamoto, where the authors
define a weak solution as the limit of the solutions with smooth source term, with u
belonging to H*((0,T), L*(Q)) N L*(0,T; H*(Q) N H(2)). A special mention deserves
the theory developed by Gal and Warma [35], where a general semilinear problem (in-
cluding the problem treated in this work) is defined by the Caputo derivative directly
through the Riemann-Liouville differential operator. In this way, they obtain global
existence and regularity results under mild assumptions of data.

In any case, the aforementioned alternative formulations do not guarantee the con-
dition v € WH((0,T), L*(2)) that is pivotal in our treatment of the numerical error
for the semilinear problem. Since this condition can be obtained under rather weak reg-
ularity assumptions on the initial datum (i.e. v € H9(Q) for some ¢ > 0), we consider
that our formulation, although not completely general, is appropriate in the context of
this work.

2.2 A semilinear fractional evolution problem

Now our goal is to study a semi-linear version of problem (0.0.3). That is: find u such
that

Coru+ e2(—A)u = f(u) in Q x (0,7,
w(0) =wvin Q, (2.2.1)
u =01in Q° x [0, 7],
where, as before, ) is a bounded domain in R™ with a sufficiently smooth boundary;,

v e L3(N), and 0 < a < 1. All the analysis will be made for a very restricted non-linear
term. That is, we are going to consider f : R — R, such that

f € C*(R), f(0) =0, and
Lf1, 171, 1f"] < B for some B > 0.

The idea is, once we have established the theory for this problem, to extend our
results to other kind of non-linear terms, by taking advantage of certain L> bounds. For
example, in Chapter [5, we present the analysis for the fractional Allen-Cahn equation,
where f(u) = u—u?, that obviously does not comply with (2.2.3)). There we show how
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to handle this case by proving that, for a suitable truncation of f verifing conditions
, the solution remains bounded between 1 and -1. L* bounds for u are
first proved for the semidiscrete in time scheme and then extended to the continuous
solution by means of density arguments.

2.2.1 Weak formulation and solution representation

We call u a weak solution of problem ifu € WEL((0,T), LA(Q)NC((0,T], H*(Q))
and

e

for almost all ¢ € (0, 7).
Using the operator A defined in (2.0.7), the formulation (2.2.4) can be understood
as find uw € WH((0,7), L*(Q)) N C((0,T), H*(€2)) such that

Cotu+ 2 Au = f(u), (2.2.5)
for almost all ¢ € (0,7") with «w(0) = v in Q.
For every v € L*(Q), the solution of (2.2.5]) should satisfy the integral equation

u(t) = B(24)0 + / FO(E(t — 5)) f(u(s)) ds. (2.2.6)

0
If u is a solution of equation (|2 , we say that u is a mild solution of problem ([2.2.1)),
and we use the notation u(t) =: M(v, f)-

2.2.2 Existence and Uniqueness

For the sake of simplicity we are going to consider 2 = 1 along this section.

To obtain an existence and uniqueness result for the integral equation ([2.2.6)), we
base our framework in the one displayed by Larsson in [53] and Mendes de Carvalho in
[26]. With the aim of giving a local existence result, first we define the space

V= {w € C([0,7], L*(Q)) N C*((0, 7], L*(2)) such that |[w||ys < oo}

where the norm ||w||ys is defined as

lwllys := sup [w(®)llzz) + sup P2 w(t)]s + sup #1772 [dw(t)]12()

te(0,7] te(0,7] te(0,7]

with ¢ € (0,1]. By means of standard arguments it can be proved that V¢ is a Banach
space.
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Now we give a local existence result.

Theorem 2.2.1. Suppose we have an initial datum ||v||,s < Ry for some Ry > 0 with
q € (0,1]. Then, there exists T > 0 small enough, such that equation (2.2.6) has a
unique solution u € V1.

Proof. First, we define the operator S(u)

S(u)(t) := E*(t)v —i—/o Fe(t —s)f(u(s))ds, (2.2.7)

and Br = {w € V¢ such that |w|ys < R, and w(0) = v}. It can be easily verified
that Br C VY is a closed set. Our goal is to show that there are parameters 7 > 0 and
R > 0, in such a way that we can apply Banach’s fixed point Theorem. That is, we
look for 7 and R, such that & maps By into itself, and results in a contraction over Bp.

Indeed, observing first that S(u)(0) = v for all u € V4, then the condition u(0) = v
is satisfied for every output of §. Furthermore, by means of Lemma it can be
seen that S(u)(t) € C([0,7], L*(Q)) N C*((0,7], L*(R?)). Suppose now u € Bpg, from
, Lemma , and the definition of f, we have

t0m 02 S (w) (1)

He(Rn) <

t1=092| go(t)y

t
Hs(Rn) + t(liq)a/z / ‘Fa<t - S)f(u(s))le(Rn) dS S
0

t
Ollollg + CHI-072 / (t = ) F(ul5)) | 2o ds:

computing the integral, and using ¢ < 7, this estimation implies

t DS (u) (1)

With the same idea we can obtain

Hs(R") S CR() + CTQ. (228)

|S(u) ()2 < CRy + CT* (2.2.9)
On the other hand, by means of Lemma [2.0.4] we have

o /0 Fo(t — ) f(u(s)) ds) = 0, /0 PO (s)f (u(t — 5)) ds) (2.2.10)

= F*(t)f(v) + /0 Fo(s)f' (u(t — s))0u(t — s)ds,

and we can estimate
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020, () (1) 2y < £ 2O (ol sy + 52 F () F(0)
t
w10 [ (6 £l 9)ountt — )l 0
0

¢
< CRy + CRtl_qa/Q/ sO7Ht — 5)1%/2 7 s
0

where we have applied Lemma , Lemma/|2.0.2} the fact that t'=%/2||9,u(t) 2 <
ullys < R, and 92| F(t) f (v) [ 12y < T3P v]|12(0y. The integral in the second
term can be estimated in terms of the beta function B(a, ga/2). That is, making the
change of variables s/t = r, we obtain

1
t179%2)|9,S (u) (t) | z2() < CRo + C’Rto‘/ rOH 1 — )12t gy (2.2.11)
0
< CRy+ CRB(a, qo/2) 7.
Combining (2.2.8)), (2.2.9)) and (2.2.11)), we have

IS(u)llve < CRo + CRT?,

where C' = C(«). Then, fixing R = 2C' Ry, we can choose 7 > 0 small enough to satisfy
the inequality ||S(u)|lvs < R . Hence, for this 7, S maps Bp into itself.

Now we want to see that S is a contraction over Bg. Indeed, let u and w € Bgp,
using |f’| < B and Lemma we have

t DS (u) () =S (w)(t)

t
ogany < 10092 / (b= || £ ()= f (w(s)) ] 2(gy ds <

(2.2.12)
t
< CB 0 [t )2 u(s) = () oy ds
0
t
< Ju— wHVgCBt(l_‘J)a/z/ (t —s)*/?> 1ds
0
< Ot 0w — wllys < CT|u = wl|ys.
With similar arguments it can be seen that
1S(u)(t) = S(w) ()l 2() < CTJu — wllve. (2.2.13)
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Recalling the equality (2.2.10]), we have that

27910, (S () (1) = S(w) (1))l 2y < 7 1F*(£) (u(0) — w(0)) || 2

t
+72C [ Pult = 5)aule = ) = e = 9)0uwle = 5o ds
0
Using the identity

f'(w)0u — f'(w)Ohw = f'(u) (O — Opw) — (f'(u) = f'(w))Opw,

and the fact that u(0) = w(0) = v, 12| Ow(t) |12y < R, |f], |f"] < B, we can
write

¢
tl_qa/2||8t(3(u)(t)—S(w)(t))||L2(Q) < tl_qa/zCB/ sa_lHﬁt(u(t—s)—w(t—s))HLz(Q) ds
0
(2.2.14)
¢
+C’BRt1_qa/2/ s 7t — 8) " u(t — s) — w(t — )| L2y ds
0

t
< O(1+ R)|Ju — w||yat 9/ / oLt — s)9/21 g
0

S CB(O(, qa/2)7—a”u - wHVg—u

where the integrals in the last inequality have been estimated in terms of the beta

function, as in (2.2.11)), and C' = C(R).
Finally, combining (2.2.12)), (2.2.13)) and (2.2.14)), we can conclude that

IS(u)(t) = S(w)(®)llve < CTu = wllvs,

with C' = C(a, R), and it is clear that we can choose 7 small enough, such that S
results in a contraction over Bgr. Hence, for that 7, there exists a unique solution for

problem in the interval [0, 7]. O

Now, we need to derive an a priori estimate for the time derivative of the solution.
To this end, we first state a useful and well known Gronwall type inequality.
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Lemma 2.2.2. Let the function ¢(t) > 0 be continuous for 0 <t <T. Then, if

t
ot) < AT+ D+ B/ (t—s) " Pp(s)ds 0<t<T
0

for some constants A,D,B > 0 and «, f > 0, there exists a constant C = C(B, T, «, )
such that

o(t) < C(At'> 4 D) (2.2.15)

Proof. Tterating the first inequality N — 1 times, using the identity

t
/ (t —s) s 1P ds = Cla, )t 1T o, 8> 0,
0

bounding ¢ by 7%, and fot(t — 8)""Fds by TP/ /3, we obtain

t
o(t) < CLAt " + CyD + 03/ (t—s) " Np(s), 0<t<T
0

where Cl = Cl(BvT7Q767N>7 CQ = C?<BvT767N>7 and C3 = C3<Baﬂu N) Now we
choose the smallest N such that —1 + NS > 0, and estimate (¢ — s)~'*V8 by T-1+N5,

For the case —1 + a > 0 we can conclude (2.2.15]) by using a standard Gronwall
type inequality. In other case, we can define 1 (t) = t!=“p(t) and obtain

t
@/}(t) § ClA + OQDtl_a + 030/ S_HO‘@D(S) dS 0<t S T.
0

And again, using a standard Gronwall type inequality, we obtain

Y(t) < C(A+ Dt'™%),
from which we can derive ([2.2.15)). O]

The following result gives us an estimation for ||Q,u(t)||r2(q).

Lemma 2.2.3. Let u(t) = M(v, f)(t) with v € HI(Q) and t € [0,T), there exists a
constant C' = C(«, T) such that

10au(t)] L2y < Ct*/*7 (2.2.16)

Proof. For h > 0 we can write
u(t + h) —u(t) = (E*(t + h) — E*(t))v + /Hh Fe(t+h—s)f(u(s))ds (2.2.17)
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_/O Fo(t - 5)f(u(s)) ds
t+h
— (B*(t 4+ h) — B*(®)v + /0 Fo(s) f(u(t + h — 5)) ds
_/o Fe(s)f(u(t —s))ds
= (Eo‘(t—i—h)—Ea(t))v—l—/t FE(s)f(u(t+h—s))ds
+/O PO s) (f(ult + b — 5)) — flult - 5))) ds
t+h
— (B = B O)o+ [ P+ h - 9)ds
+/0 F(t —s)(f(ul(s + h)) — f(u(s))) ds.
Now, considering h small enough, and taking norms at both sides of the equality;

using Lemma in the first term on the left side; inequality (2.0.6), and |f| < B in
the second term and the same idea in the last one, we obtain

t+h t
[u(t+h)—u(t)|r2@) < C (htqa/*w / s* 7t ds+ / (t=5)"" Ju(s+h)—u(s)l| 20 ds)
t 0

t
< C(T) <htq°‘/2*1 +/ (t — ) Hul(s + h) — u(s)|| 2@ ds). (2.2.18)
0
Finally, applying Lemma we derive (2.2.16]). ]

Combining the given results, we are now able to prove the global existence of the
solution.

Theorem 2.2.4. Under the hypotheses of Theorem let u be the solution of (2.2.7))
defined in [0, 7] and consider fized numbers T and 79, such that T > 7 > to. Then,

there exists a constant C' = C(T',79) > 0 such that if 0 < 6 < C, u can be extended to

[0, 7 + 9] as a solution of (2.2.7)).
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Proof. We are going to consider the space VI, for some 0 < ¢ < 1, and Bg C VI_,

defined as Br := {w € VI ; such that w(t) = u(t)Vt € [0,7], and |]wHV3+5 < R},
where wu is the solution of (2.2.7) over [0,7]. Observe that, with this definition, Br
is a closed subset of VI ;. Our goal is, as in the proof of Theorem m, to apply
Banach’s fixed point Theorem, showing that there exists 6 > 0 and R, such that § is a
contraction over Bg, and maps Bp into itself.

Suppose @ € Bg, proceeding similarly as in (2.2.8]), using the boundedness of f, we
can obtain

t1=D2|S (@) | gro(rny < C Ry + C(7 + 8)* < C(Ry + 7% + §%) (2.2.19)
< C(Ro, T) + 6%

With the same idea we can obtain
IS(@)][ 2 < C(Ro, T') + 6. (2.2.20)

Also, applying the same arguments used to obtain (2.2.11]), along with the fact that
u(s) = u(s) for all s € [0, 7], and using ¢ > 7, we can estimate

t17992)10,8 (@) || 20y = (2.2.21)

1929, B (t)v + F(t) f(v) + /0 Fe(s)f(a(t — s))ouu(t — s) ds||2) <
C(T)Ry + 179272 /0 Fo(t —s) f(u(s))opu(s) ds| 2 <
C(T)Ro + tlfqa/zH /OT F(t — s)f(u(s))ou(s)ds + / F(t —s)f(u(s))oyu(s) ds|| 2 (o)

T t
< C(T)Ry + CBt' 79/ / (t — 5)* 159927 ds 4 CBRt'~9%/2 / (t — 5)*1s92/271 s
0 T

= C(Ro,T) + (i) + (id),

where in the last inequality we have used ([2.2.16)). Now, making the change of variables
s/t = r, we can estimate

T/t 1
(i) < Oto‘/ (1—r)* e dr < C(r + 5)&/ (1 — 1)21p99/2-1 g < O 4 052,
0 0

< C(T)+ Cé*
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and

1 1

(1-— r)afqua/z’l dr < C’Rt“(T/t)q“/Ql/ (1—r)*tdr

T/t

(ii) < CRt® /

T/t

< CRt(1/t)1* (1 — 7/t)* < CR(t — 7)* < CR6*,
where we have estimated (7/t)9%/2~! < C(7y) using the fact that t > 7 > 75 > 0.
Applying this estimation to (2.2.21)), we obtain
t17992)19,8 (@) | 120y < C(Ro, T) + C RS, (2.2.22)
and combining ([2.2.22)) with (2.2.19)) and (2.2.20]), we obtain

IS@)lvs, < C(Ro, T) + CRS".

If we choose R = 2C(Ry,T), taking 6% < 1/2C" we have ||«S’(17J)HVZ+(s < R.

Finally, we only need to show that & is a contraction on Bg. Consider u and
w € VI 5, proceeding as in (2.2.12)), and taking advantage of the fact that a(s) =
w(s) =u(s) for all s € [0, 7], we can estimate

t DS (@) (1) — S(w)(t)

oy < GO0 [ 92 () F ()0 d

(2.2.23)
¢
< CBA 0 [t )2 (s) ~ () oy ds
1
< CBlu— wHVgHt@_q)a/Q //t(l — )2 L gy
< Clli = wllys, 172 (1 = 7/1)* < 8|t = wlfys
where in the last step we use the bound ¢t~%/2 < C(7), with 7 > 75 > 0.
Also, arguing as in ([2.2.14]), we have
t171072)|9,(S (@) (1) — S(w)(1)) |2 < (2.2.24)

t
{20 / s 0 (a(s) = w(s)) 2@ ds
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t
LCBRY / (t — )2 1652 i(s) — w(s) |2 d
t
< O(R+ 1) = wlya_ #1772 / (£ — ) Lgm/271 g

1
< Clre D=l [ (=

< C(R+ 1)6°|| — wllys -

Then, we can assert that

|S(@) = S(w)llve,, < CO*(R+ 1)l —wlys,,,
and we can choose 9 such that S results in a contraction. Since R depends on 7" and
Ry, the statement of the theorem follows. n

Notice, in previous theorem, that § does not depend on 7. As a consequence, we
have proved that equation has a unique solution in V4. Moreover, in view of the
regularity of functions belonging to the space V., we can assert that a mild solution is
also a weak solution.

2.3 Fractional diffusion-wave equation

The aim of this section is to reproduce the classical results for problem (0.0.3)) with
a € (1,2]. As in section 2.1 we first define the concept of weak solution of problem
(0.0.3). Indeed, we say that u is a weak solution for (0.0.3) with o € (1,2] if u €
W2L((0,7), L2(Q)) N C((0,T], H*()) and satisfies the equation (in L2(9))

Coru + Au = f, (2.3.1)

for almost all ¢ € (0,7"), with w(0) = v and d,u(0) = b. Here v and b € L?(Q2). Note
that since u € W2((0,T), L*(Q)) then “0%u is well defined.

2.3.1 Solution representation

Arguing as in the fractional diffusion case in Section [2.1] we write solutions of (0.0.3)
by means of separation of variables as in (2.1.2)), so for every k& > 1, it must hold that

Cofuy, + Aug, = fi,
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where, as before, fr = (f, ¢x), ve = (v, ¢x), and by = (b, ¢x) . Again, solutions of (2.3.2))
may be represented as the superposition of the respective solution of the problem with

initial data equal to zero and the solution of the problem with vanishing forcing term.
Using the same notation as in Section the solution of (2.3.2) may be written as

w(t) = Fu(8) fo + 0p Bt (—Aet®) + bt B o (— \it®). (2.3.3)

For the particular value of @ = 2, in virtue of the identities F;(z) = cosh(y/z) and
Ey5(z) = %, expression ([2.3.3)) becomes

sin(v/Art) .

1 b
ug(t) = \/_/\_k/o sin(v/Ar(t — 7)) fr(r) dr + vy, cos(v/Axt) + by o

Finally, summing the solutions for every eigenmode, and defining

E’a(t)w = ZtEa,Q(_)\kta)gbk(Qbkyw)LQ(Q)a (234)
k

we can write the solution as follow:

u(t) = E*(t)v + E“(t)b + /Ot F(t —s)f(s)ds =: M(v,b, f)(¢t), (2.3.5)

and as before, we say that u(t) = M (v, b, f)(t) is a mild solution.

Next result (analogous of Theorem [2.1.2)) tells us that under suitable regularity
conditions, a mild solution is a weak solution.

Theorem 2.3.1. Let Q2 be a bounded, smooth domain, s € (0,1) and a € (1,2] and
u(t) = M(v,b, f) a mild solution of (0.0.3)). Assume that f € C([0,T], L*(Q)), differ-

entiable in (0,T), and || f'(t)|| 2y < C'~' with C > 0 and v € (0,1), v € HYQ) for
some ¢ > 2/a and b € H"(Q) for some r > 0. Then u is a weak solution of (0.0.3).

Proof. Suppose first f = 0. Then u = E*(t)v + E*(t)b. Arguing as in Theorem m
it is possible to check u € C((0,T], H*(X)).

Now, using the same ideas for the proof of Lemma/|2.0.3, we can obtain the following
bound ([45, Theorem A.2))

Oy < CHZ o]y + G/, (2:3.6)

for any integer m > 1. From this, we can conclude that if v € H9(Q) for some ¢ > 2/a
and b € H"(Q) for some r > 0 then u € W'((0,T), L*(Q2)).

Suppose now v = b = 0. In this case we have u(t) = fg F(t —s)f(s)ds. Again,

as in Theorem it can be seen that v € C((0,T], H*()). From Lemma we
know that
O Ea1(—MY) = =X Ey ar1-m(—AtY).
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Since a > 1, the function t*'E, ,(—At*) complies the hypothesis of Lemma and
using this result we can compute

Owu(t) = /0 O F(t —s)f(s)ds,

from which we can conclude that dyu € C((0,7], L*(2)). In view of Lemma we
have the estimation

t
|0cu(t)] L2 (0) < C/ (s = )2 f ()l L2y ds < Ct* | fll Lo (0.1, 2202
0

and we can assert dyu(t) € L'((0,T), L*(2)).
Now, using the the properties of f and again Lemma [2.0.4] we can compute

t
Otu(t) = 0, F*(t)f(0) +/ O F(s)f'(t — s)ds.
0
Hence d;u € C((0,T], L*(R2)) and we can estimate

t

102u(t) |2y < CE1 £ (0) 2y + C / 2t — 5 ds
0

1
= CE ROt Ot [ 1 dr = O 0) OB 1,9),

where in the third step we have made the change of variable r = s/t, and B(a—1,~) de-
notes the beta function. As before, the former previous implies u € W21((0,T), L*(2))
and the statement of the theorem follows. O

2.3.2 Regularity of solutions

Estimates for the fractional diffusion-wave can be reached as in the fractional diffusion
case by means of Lemmas|2.0.2|and [2.0.3] and similar arguments. The following theorem
summarizes the regularity results for fractional diffusion-wave with a vanishing forcing
term.

Theorem 2.3.2. Let 1 < a < 2 and suppose that f = 0. Let u be the solution of

(0.0.3)), given by (2.1.2)), with initial/boundary conditions (0.0.4) and (0.0.5)).

a. Assume thatv € L2(Q) andb € L*(Q). Then, u € C([0,T]; L2(2))NC((0, T]; H*(2)N
H*(Q)) and ©0%u € C((0,T); L*(Q)). Moreover, there exists a constant C' > 0
such that

lulleqoryz@) < C (Ivllz@ + 110l 2 @) »
[u(, )l vy + 908U, )l 2@y < C (8wl z2@) + bl r2(e)) -
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b. Ifve H(Q) and b € L2(Q), then du € C([0,T); H=*(R)), and

10xullco.11;0-+ ) < C(|v]

Hs(R™) -+ ||b||L2(Q))

c. Moreover, if v € H5(Q) is such that (—A)v € 2(Q) and b € H*(Q), then
u e C([0,T]; H5(Q) N H(Q)) N CY([0,T); L*(Q)), “0%u € C([0,T]; L*(2)), and
the following estimates hold:

[l eqo.r ) + 1108wl cqoryra@y < C ([(=A) 0| 2@ + 16l @m))
ulleromzzey < C ([(=A)*0]l 2@ + 1bllL2(@)) -

Finally, estimates for problems with non-null forcing term have the following form.

Theorem 2.3.3. Let 1 < a < 2, v =0 and b = 0. Consider u, given by ,
be the solution of with homogeneous initial and boundary conditions. If f €
C([0,T); L*(Q)) is such that (—=A)*f € L2(Q x (0,T)), then u € C([0,T]; H*(Q) N
H*(Q)), “opu € C([0,T]; L*(Q)) and

[l o,y e+ @)+ O ull oo,y <
< O (I1(=2)° fllzz@x.ry + I flleqorizz @) -

Remark 2.3.4. As in the case 0 < o < 1, regularity conditions in theorems and
do not guarantee that u(t) = M(v,b, f) is actually a weak solution, and this
results in certain problems, similar to those mentioned in remark 2.1.5] As before, in
order to avoid these technicalities we are going to consider through this work v, b and
f as in hypothesis of Theorem [2.3.1] These conditions are more restrictive than those
required for the diffusion case, and we speculate that can be relaxed.

Also, as we have mentioned in Remark 2.1.6] an alternative solution theory can be
developed starting from a weaker definition of the Caputo derivative, where some of
these technical details may be solved without strong regularity requirements.

Resumen del Capitulo

En este capitulo se establecen las formulaciones de los problemas de evolucién a tratar,
asi como también resultados de existencia y regularidad para los mismos. Asimismo, se
discuten hipdtesis razonables de regularidad en las condiciones iniciales bajo las cuales

los problemas resultan bien planteados (ver y [2.1.6)).

En la Seccién [2.1] se tratan los aspectos antes mencionados para el problema de di-
fusién fraccionaria. La Seccién [2.2] estd dedicada a una versién semi lineal del problema
anterior, mientras que en la Seccién se estudia el problema de difusiéon-ondas.
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Chapter 3

Implementation details for the
elliptic problem

The aim of this chapter is to provide an exhaustive description of a FEM implementation
addressed to approximate solutions for problem (1.2.1)). To this end, we have tried to
emulate as much as possible the spirit of [12], where a MATLAB® implementation
for linear finite elements and local elliptic operators is presented in a concise way.
Notwithstanding that and in spite of our efforts, some intrinsic technicalities make our
code inevitably slightly longer and more complex than that. Just to clarify this point,
we take a glimpse in advance at the nonlocal stiffness matrix K. It involves expressions

of the type o) et »
vilz) — Lily))(@;(x) — (Y
/Rz /Rz |z — y[2+2s dxdy, (3.0.1)

where ¢;, ¢; are arbitrary nodal basis functions associated to a triangulation 7. Two
difficulties become apparent in the calculation of (3.0.1). First, at the element level,

computing (3.0.1)) leads to terms like
[ [ GO a0 a0, 502
T JT

|ZL’ _ y|2+2s

for arbitrary pairs 7,7 € 7. If T and T are not neighboring then the integrand in
(13.0.2) is a regular function and can be integrated numerically in a standard fashion.
On the other hand, if TNT # () an accurate algorithm to compute is not easy to
devise. Fortunately, bears some resemblances to typical integrals appearing in
the Boundary Element Method [75] and we extensively exploit this fact. Indeed, a basic
and well known technique in the BEM community is to rely on Duffy-type transforms.
This approach leads us to the decomposition of such integrals into two parts: a highly
singular but explicitly integrable part and a smooth, numerically treatable part. We use
this method to show how can be handled with an arbitrary degree of precision
(this is carefully treated in Appendices|A.1.1} |A.1.2 [A.1.3} |A.1.4).
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Yet another difficulty is hidden in the calculation of K. Although €2 is a bounded
domain and the number of potential unknowns is always finite, (3.0.1)) involves a com-
putation in R? x R2. In particular, in the homogeneous setting, we need to accurately

compute the function
1
/ ——dy, (3.0.3)

T — y|2+25

for any x € ). That, of course, can be hard to achieve for a domain with a complex
boundary. Nonetheless, introducing an extended secondary mesh, as it is explained
in Section [3.2] it is possible to reduce such problem to a simple case in which 02 is a
circle. We show that in this circumstance a computation of can be both fast and
accurately delivered (see also Appendix . Remarkably, this simple idea applies in
arbitrary space dimensions.

Regarding the code itself, our main concern has been to keep a compromise between
readability and efficiency. First versions of our code were plainly readable but too slow
to be satisfactory. In the code presented here many computations have been vectorized
and a substantial speed up gained, sometimes at the price of losing (hopefully not too
much) readability.

This chapter is organized as follows. In Section |3.1} we set an appropriate weak
formulation for problem . Section deals with basic aspects of the FE setting.
The data structure is carefully discussed in Section [3.3| and the main loop of the code
is described in Section Section [3.5] in turn, shows a numerical example for which
a nontrivial (i.e. with a non constant source term f) solution is explicitly known.
Moreover, the e.o.c. in L?(Q) is presented for some values of s. These numerical
results are in very good agreement with those expected by using standard duality
arguments together with the theory given in [3]. Appendix may be found rather
technical for people not coming from the Boundary Element community and deals with
the quadrature rules used in each singular case. Appendices and describe
respectively auxiliary functions and data used along the program. Finally, the full
code, including the line numbers, is exhibited in Appendix [A.4]

3.1 Weak formulation

Weak solutions of ((0.0.2) are straightforwardly defined multiplying by a test function

and integrating by parts. Indeed, the weak formulation of (0.0.2) reads: find u € H*()

such that
C(n,s)

2
Notice that the inner product

<U,"U>Hs(Rn) _ /[RTLXRH (u(:z;) — u(y))(v(a:) B U(y)) dr dy (312)

’.CL’ _y’n+2s

<u,v>Hs(Rn):/va, v e H¥(Q). (3.1.1)
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involves integrals in R".

Throughout this chapter, we assume f € H"(§2) for some r > —s. Existence and
uniqueness of solutions in H (€2) and well-posedness of problem (3.1.1)) are immediate
consequences of the Lax-Milgram lemma.

3.2 FE setting

Consider an admissible triangulation 7 of €2 consisting of N7 elements. For the discrete
space V1, we take standard continuous piecewise linear elements over 7. With the usual
notation, we introduce the nodal basis {1, ..., pn} C Vi corresponding to the internal
nodes {z1,...,xn}, that is ¢;(z;) = 53 Given an element T' € T, we denote by hr and
pr its diameter and inner radius, respectively. As customary, we write h = maxpe7 hr.
The family of triangulations considered is assumed to be shape-regular, namely, there
exists o > 0 independent of 7 such that

hy < oppforall T € T.
In this context, the discrete analogous of (3.1.1)) reads: find uj, € V} such that
C(n,s)
2

providing a conformmgﬂ FEM for any 0 < s < 1.

Writing the discrete solution as up, = ), u;p;, problem (3.2.1) is equivalent to
solving the linear system

<Uhavh>HS Rn) = / fUh, v € Vz, (321)

KU =F, (3.2.2)

where the coefficient matrix K = (K;;) € RYV*N and the right-hand side F = (f;) € RY
are defined by
C(n, s)
2
and the unknown is U = (u;) € R¥.
The fractional stiffness matrix K is symmetric and positive definite, so that
has a unique solution. Notice that the integrals in the inner product involved in com-
putation of K;; should be carried over R". For this reason we find it useful to consider
a ball B containing €2 and such that the distance from  to B¢ is an arbitrary positive
number. As it is explained in Appendix [A.T.5] this is needed in order to avoid difficul-
ties caused by lack of symmetry when dealing with the integral over Q¢ when €2 is not
a ball. Together with B, we introduce an auxiliary triangulation 74 on B\ € such that
the complete trlangulatlon T over B (that is 7 = 7 U Ty) is admissible (see Figure

31).

Notice that even P, elements are conforming for 0 < s < 1/2. We restrict ourselves to continuous
Pj in order to give an unified conforming approach for any 0 < s < 1.

Kij = ——(pi, o) ms@ny, [ = /f%,

47



Figure 3.1: A square domain 2 (gray) and an auxiliary ball containing it. Regular
triangulations 7 and T4 for  and B\ Q are shown. The final symmetry of the
admissible triangulation 7 = T U Ty, exhibited in the example, is not relevant.

Let us call N5 the number of elements on the triangulation of B. Then, defining
for 1 </,m < N;7and1</{< Ns

I = /Te /m il y))(%( ) — i) dedy.

TZ c

Ki; = C(Z’ s) Z Z I;fn + 2J€i’j

/=1 m=1

(3.2.3)

o |2+25d ydzx,

we may write

As mentioned above, the computation of each integral I zfn and Jz’j is challenging for

different reasons: the former involves a singular integrand if 7, N T}, # () (Appendices
IA.1.2) [A.1.3] |A.1.4] are devoted to handle it) while the latter needs to be calculated on
an unbounded domain. In this case notice that

Ji = / oi(2)p; (2)(a) da,

with ¥ (z) := [5. W dy. Therefore all we need is an accurate computation of ¢(x)
for each quadrature point used in T, C © (notice that ¢(z) is a smooth function up to
the boundary of Q since |z — y| > dist(Q, B¢) > 0).

Taking this into account, we observe that it is possible to take advantage of the
fact that ¢ (z) is a radial function that can be either quickly computed on the fly or
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even precomputed with an arbitrary degree of precision (see Appendix for a full
treatment of ¢(x)).

For the reader’s convenience, we finish this section with Table [3.1] containing some
handy notations.

Table 3.1: Main Variables

Notation Meaning
T,Ta, T | Meshes: of 2, B\ Q and B resp.
N Nodes of T
E Edges of T
B Boundary edges of T
Nr #T
Ny #N
Ng #B

3.3 Data structure and auxiliary variables

We assume that the mesh 7~ has been generated in advancd?] The information related
to T should be encoded in some specific variables p, t, bdrynodes, nt_aux nf R, as
follows:

e pis a2 x Ny array, such that p(:,n) are the coordinates of the n-th node.

e tisa N;x3index array, and t (1, :) are the indices of the vertices of T;. Triangles
belonging to T4 must be listed at the end.

nt_aux = #74.

bdrynodes is an index column vector listing the nodes lying on 0f2.

nf is an index column vector contiaining the free nodes (those in €2).

R the radius of B.

These data have to be available in the MATLAB® workspace before the execution of
the main code.

Next, we begin by creating some variables that refer to problem (0.0.2)):

2For the sake of convenience an stored example mesh -as well as a suitable mesh generator- is
provided together with the source code.
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s = 0.5;

f =0(x,y) 1;

cns = s*27 (-1+2%s) *gamma (1+s) / (pi*gamma(1-s));
load(‘data.mat’);

Here, s is the order of the fractional Laplacian involved, f is a function handle
containing the volume force (which as an example we have set to be f = 1), and cns is
equal to the constant C'(n, s) previously defined.

In order to compute the stiffness matrix we need to estimate the bilinear form
(-, ) s rr) evaluated at the nodal basis through an appropriate quadrature rule.

To perform an efficient vectorized computation, we require some pre-calculated data,
given in the file data.mat. This file contains information about nodes and weights for
the quadratures performed throughout the code. The content of data.mat is listed in
Table [3.2] and further details can be found in Appendix

As mentioned before, some auxiliary elements are added to the original mesh in
order to have a triangulation on a ball B containing § (see Figure [3.1). The nodes in
this auxiliary domain B\ €2 are regarded as Dirichlet nodes.

Next, we define some mesh parameters and set to zero the factors involved in equa-
tion (3.2.2). The following lines do not need extra explanation beyond the in-line
comments:

nn = size(p,2); % number of nodes

nt = size(t,1) % number of elements
uh = zeros(nn,1); % discrete solution
zeros(nn,nn); % stiffness matrix
b = zeros(an,1); % right hand side

~
]

Then, the measures of all the elements in the mesh are calculated:

area = zeros(nt,1);
for i=1:nt
aux = p( : , t(i,:) );
area(i) = 0.5.*abs(...
det([ aux(:,1) - aux(:,3) aux(:,2) - aux(:,3)]) );
end

So, area is a vector of length N5 satisfying area(1) = |77, 1 € {1,..., N7}

The quadratures we employ to compute the integrals [ éfn (defined in (3.2.3))) depend
on whether the elements T, and T}, coincide or their intersection is an edge, a vertex
or empty. Therefore, it is important to distinguish theses cases in an efficient way.
We construct a data structure called patches as follows, using a linear number of
operations:
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deg = zeros(nn,1);

for i=1:nt
deg( t(i,:) ) = deg( t(i,:) ) + 1;

end

patches = cell(nn , 1);

for i=1:nn
patches{i} = zeros( 1 , deg(i) );

end

for i=1:nt
patches{ t(i,1) }(end - deg( t(i,1) ) + 1) =
patches{ t(i,2) }(end - deg( t(i,2) ) + 1)
patches{ t(i,3) }(end - deg( t(i,3) ) + 1)
deg( t(i,:) ) = deg( t(i,:) ) - 1;

end

o n
He e e

The output of this code block is a Ny x 1 cell, called patches, such that patches{n}
is a vector containing the indices of all the elements in the neighborhood of the node n.

3.4 Main loop

One of the main challenges to build up a FE implementation to problem ([0.0.2)) is
to assemble the stiffness matrix in an efficient mode. Independently of whether the
supports of two given basis functions ¢; and ¢; are disjoint, the interaction (@;, ;) s ®n)
is not null. This yields a paramount difference between FE implementations for the
classical and the fractional Laplace operators; in the former the stiffness matrix is
sparse, while in the latter it is full. Therefore, unless some care is taken ﬂ

the amount of memory required and the number of operations needed to assembly
the stiffness matrix increases quadratically with the number of nodes. Due to this, the
code we present takes advantage of vectorized operations as much as possible.

Moreover, as the computation of the entries of the stiffness matrix requires calculat-
ing integrals on pairs of elements, it is required to perform a double loop. It is simple
to check the identity I;fn =1 ;f , for all ¢, 7, £, m, and therefore it is enough to carry the
computations only for the pairs of elements T, and T,, with ¢ < m.

In the following lines we preallocate memory and create the auxiliary index array
aux_ind (to be used in code line 58).

vl = zeros(6,2);

vm = zeros(6*nt,2);
norms = zeros(36,nt);
ML = zeros(6,6,nt);

3In [50, 8] some clever ways to reduce the complexity of the assembling process are analyzed.
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empty = zeros(nt,1);

aux_ind = reshape( repmat( 1:3:3*nt , 6 , 1) , [1 , 1);
empty_vtx = zeros(2,3#*nt);

BBm = zeros(2,2%nt);

The main loop goes through all the elements 7, of the mesh of €2, namely, 1 <
¢ < Ny. Observe that auxiliary elements are excluded from it. Fixed ¢, the first task
is to classify all the mesh elements T, (1 < m < Nz, m # ¢) according to whether
T,NT,, is empty, a vertex or an edge. This is accomplished employing a linear number
of operations by using the patches data structure as follows:

edge = [ patches{t(1,1)} patches{t(1,2)} patches{t(1,3)} 1;
[nonempty M N] = unique( edge , ’first’ );

edge(M) = [1;

vertex = setdiff( nonempty , edge );

11 =nt -1 + 1 - sum( nonempty>=1 );

edge( edge<=1 ) = [];

vertex( vertex<=l ) = [];
empty( 1:11 ) = setdiff_( 1l:nt , nonempty );
empty_vtx(: , 1:3%11) = p( : , t( empty(1:11) , : )’ );

At this point, 11 is the number of elements —including the auxiliary ones— whose
intersection with T} is empty and have not been visited yet (namely, those with index
m>1). By considering only the elements with index greater than ¢, we are taking
advantage of the symmetry of the stiffness matrix. The arrays empty, vertex and edge
contain the indices of all those elements whose intersection with 7}, is empty, a vertex
or an edge respectively, and have not been computed yet. In empty_vtx we store the
coordinates of the vertices of the triangles indexed in empty.

Then, the code proceeds to assemble the right hand side vector in equation ((3.2.2))

nodl = t(1,:);

x1 = p(1 , nodl); yl = p(2 , nodl);

Bl = [x1(2)-x1(1) y1(2)-y1(1); x1(3)-x1(2) yl(3)-yl(2)]’;
b(nodl) = b(nodl) + fquad(area(l),xl,yl,f);

Here, nod1 stores the indices of the vertices of Ty; x1 and y1 are the 2 and y coordinates
of these vertices, respectively. The element T} is the image of a reference element 7' via
an affine transformation,

(2,9) — BL(Z,9) + (x1(1),y1(1)).

Recall that b stores the numerical approximation to the right hand side vector from
equation (3.2.2)), namely, b(j) ~ fQ fe;. The routine fquad uses a standard quadrature
rule, interpolating f on the edge midpoints of 7} (see Appendix [A.2)).
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Remark 3.4.1. Let 1 < ¢{,m < Nj. When computing [éﬁn or J;”7, the basis function
indices ¢ and j do not refer to a global numbering but to a local one. This means, for
example, that if T, N T, = (), then 1 < i,5 < 6. See Remark for details on this

convention.

3.4.1 Identical elements

The first interaction to be computed by the code corresponds to the case m = ¢ in
(3.2.3). The values calculated are assembled in the stiffness matrix K.

K(nodl, nodl) = K(nodl, nodl) +...
triangle_quad(Bl,s,tpsil,tpsi2,tpsi3,area(l),p_I) +...
comp_quad(Bl,x1(1),y1(1),s,cphi,alpha*R,area(l) ,p_I,w_I,p_T_12);

The function triangle_quad estimates [ %, while comp_quad computes numerically

the value of Jé’j . These functions use pre-built data from the file data.mat: the first
one employs the variables tpsil, tpsi2 and tpsi3, and the second one cphi, p_I,
w_I and p_T_12. Implementation details can be found in appendixes [A.1.4] and [A.1.5]
respectively. The output of both triangle_quad and comp_quad are 3 by 3 matrices,
such that:

triangle_quad;; ~ Ié’g, comp_quad,; ~ 2(]2}]'.

3.4.2 Non-touching elements

The next step is to compute the interactions between T, and all the elements T}, whose
closure is disjoint 7, (so that their indices are stored in the variable empty). In order
to do this, we calculate and store quadrature points for all the triangles involved in the
operation as follows:

BBm(:,1:2%11) = reshape( [ empty_vtx( : , 2:3:3%11 ) -...
empty_vtx( : , 1:3:3%11 ) ,
empty_vtx( : , 3:3:3%11 ) -...
empty_vtx( : , 2:3:3x11 ) 1 , [1 , 2)’ ;
vl = p_T_6%x(B1’) + [ ones(6,1).*x1(1) ones(6,1).*xyl(1) 1;
vm(1:6%11,:) = reshape( permute( reshape( p_T_6+BBm(:,1:2%11),
(612111 ) , [1432]), [6%x11 21 ) +...
empty_vtx(: , aux_ind(1:6x%11) )’;

The matrix BBm has size 2 X 2 x nt, and it contains nt submatrices of dimension 2 x 2.
The m-th submatrix corresponds to the affine transformation that maps T into T,.
The vectors vl and vm contain the coordinates of all quadrature points in 7T, and T,
for m € empty, respectively.
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Here, the matrix BBm satisfies
BBm(:,2*m-1:2m)’ T+ empty_vtx(:,3%(m-1) + 1)’ — T,

The matrix p_T_6 € R5*2 was provided by the precomputed file data.mat, and
it stores the coordinates of the 6 quadrature points in the reference element 7. In
order to compute vm, we use three nested operations over the 6 x 2 % 11 matrix
p_T_6*BBm(:,1:2*%11). To better understand this, suppose we rewrite this matrix
as follows:

p_T_6+BBm(:,1:2%11) = [Ay, Ag, ..., A771],

where A; is a 6x2 matrix and ¢ = 1,..,11. Then, after the application of reshape ( permute( reshape(
we obtain the 6*11 by 2 matrix [Ay; As;...; A1), which can be used as an input in
pdist2. This trick was taken out from [2].

Next, we compute distances from all the quadrature nodes in v1 to the ones in vm,
and raise them to the power of —(2 + 2s):

norms(:,1:11) = reshape(pdist2(vl,vm(1:6%11,:)),36,[])."(-2-2%s);

Thereby, norms is a 36 x 11 matrix such that form € {1,...,11},

|vi(1,:) —vm(6*m - 5,:) | (22

|v1(6,:) —vm(6*m - 5,:) | (229

[vi(1,:) —vm(6*m - 4,:)|~(3+2)
norms (:,m) = | [[v1(6,:) —vm(6+m - 4,:)|~(+2) |

[vi(1,:) — vm(6*m,:) ||~ (229

Iv1(6,:) — vm(6*m, :) ||~ (2+29)

where || - || denotes the usual euclidean distance in R?.
At this point, we have collected all the necessary information to compute I, for

T,NT, = 0 and 4, corresponding to any of the six vertices of these elements. We
employ the pre-built matrices phiA, phiB and phiD, that contain the values of the nodal
basis functions evaluated at the quadrature points of T, multiplied by their respective
weights, and stored in an appropriate way in order to perform an efficient vectorized
operation. Details are provided in appendixes |[A.1.1] and [A.3.2] The code proceeds:
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ML(1:3,1:3,1:11) reshape( phiA*norms(:,1:11) , 3 , 3, [1 );
ML(1:3,4:6,1:11) reshape( phiB*norms(:,1:11) , 3 , 3, []1 );
ML(4:6,4:6,1:11) = reshape( phiD*norms(:,1:11) , 3 , 3, [] );
ML(4:6,1:3,1:11) permute( ML(1:3,4:6,1:11) , [2 1 3] ) ;

So, the matrix ML satisfies

I, ~ AT | T | ML, 3 ,m).

The last step to complete the computations for the case T, N T,, = 0 is to add the
calculated values in their corresponding stiffness matrix entries:

for m=1:11
order = [nodl t( empty(m) , : )I;
K(order,order) = K(order,order) +...
( 8xarea(empty(m))*area(l) ).*ML(1:6,1:6,m);
end

The vector order collects the local indices of the vertices of T, and T},, given as ex-
plained in Remark Recall that Iéfn = [fnj , and that we are summing over
the elements listed in empty. In particular, this means that ¢ < m. We multiply
ML(1:6,1:6,m) by 8*area(empty(m))*area(l) instead of by 4*area(empty (m)) *area (1)
in order to avoid carrying the redundant computation of Ifnj -

3.4.3 Vertex-touching elements

In order to compute I, ’] for the indices m corresponding to elements sharing a vertex
with T}, we use the pre- buﬂt variables vpsil, vpsi2 and p_cube as input in the function
vertex_quad. Let us mention once more that vpsil and vpsi2 contain the nodal basis
in the reference element 7" evaluated at quadrature points, multiplied by their respective
weight and properly stored. Moreover, the variable p_cube stores quadrature nodes in
the unit cube [0, 1]3. Further details about vertex_quad and the auxiliary pre-built
data can be found in appendixes[A.1.2land |A.3.3] respectively. We compute the integrals
and add the resulting values to K as follows:

for m=vertex
nodm = t(m,:);
nod_com = intersect(nodl, nodm);
order = [nod_com nodl(nodl~=nod_com) nodm(nodm~=nod_com)];
K(order,order) = K(order,order)
+ 2.xvertex_quad(nodl,nodm,nod_com,p,s,vpsil,vpsi2, ...
area(l) ,area(m),p_cube);

end
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Here, we store in nodm the indices of the vertices of T},, whereas nod_com dentoes the
index of the vertex shared by T, and T,,. The first entry of order is the index of this
common vertex, followed by the nodes of T, different from it, and then by the indices
of the remaining two nodes of T;,,. Observe that, unlike the previous case, here there
are involved five nodal basis, so the output of vertex_quad is a 5 by 5 array, such that:

~ JhI
vertex_quad;; ~ I,;,.

3.4.4 Edge-touching elements

Proceeding similarly, we compute next the case where T, N T, is an edge. Now there
are only 4 nodal basis functions involved, and the local numbering is such that the first
two nodes correspond to the endpoints of the shared edge, the third is the one in T}
but not in 7}, and the last one is the node in 7}, but not in 7;. Using the pre-built
variables epsil, epsi2, epsi3, epsi4,epsib and p_cube as input in edge_quad (see
appendixes [A.1.3| and |A.3.4)), we proceed as in the previous case:

for m=edge
nodm = t(m,:);
nod_diff = [setdiff(nodl, nodm) setdiff(nodm, nodl)];
order = [ nodl( nodl~=nod_diff(1) ) nod_diff 1;
K(order,order) = K(order,order) +...
2.*edge_quad(nodl,nodm,nod_diff,p,s,...
epsil,epsi2,epsi3,epsid,epsib,area(l) ,area(m),p_cube);
end

The indices of the two nodes not shared by 7, and 7,, are stored in nod_diff, and
order has the nodes ordered as explained in the previous paragraph. The output of
the function edge_quad is a 4 by 4 array satisfying

edge_quad,;; ~ Iéin

3.4.5 Discrete solution

Once the main loop is concluded, the stiffness matrix K and the right hand side vector
b have been computed, and thus it is possible to calculate the FE solution uh of the
system (|3.2.2)):

uh(nf) = ( K(nf,nf)\b(nf) )./cns; % Solving linear system

The entries of K and b needed are only the ones corresponding to free nodes. The nodes
belonging to d€) and to the auxiliary domain B\ Q2 are excluded, as the discrete solution
uh is set to vanish on them.
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Finally, uh is displayed, and the auxiliary domain is excluded from the representa-
tion:

trimesh(t(1:nt-nt_aux , :), p(1,:),p(2,:),uh);

3.5 Numerical Experiments

In order to illustrate the performance of the code, in this section we show the results
we obtained in an example problem. Explicit solutions for are scarce, but it is
possible to obtain a family of them if €2 is a ball. Other numerical experiments carried
with this code can be found in [3] and in [20] (for the eigenvalue problem in several
domains).

According to the theory given in [3| 20] convergence in the energy norm is expected
to occur with order % with respect to the mesh size parameter h, or equivalently, of
order —% with respect to the number of degrees of freedom. Moreover, using duality
arguments, it is expected to have order of convergence s+ % (resp. —#) for 0 < s <
1/2 and 1 (resp. —+) for s > 1/2 in the L?(Q)-norm with respect to i (resp. number
of degrees of freedom).

We first construct non-trivial solutions for (0.0.2)) if €2 is a ball. Consider the Jacobi
polynomials P,ga”g): [—1,1] — R, given by

(@p), Tla+k+1) ENT(a+B8+k+m+1) (2—1\"
i <Z)klr(a+5+k+1)mz<m> Fa+m+1) < 2 > ’

=0

and the weight function w® : R” — R,
wi(z) = (1= [l«]*)3-

In [32, Theorem 3] it is shown how to construct explicit eigenfunctions for an op-

erator closely related to the FL by using Pkgs’"/ 2-1)

prove the following result.

Theorem 3.5.1. Let B(0,1) C R™ the unitary ball. For s € (0,1) and k € N, define
22T+ s+ k) (3 +s+k)

a KIT (24 k)

. To be more precise, the authors

k,s

and p,(:): R” — R,
s s,n/2—1
P (@) = BV @ P~ Dxson (@),
Then the following equation holds

(—A)? (wsp,(:)(a:)) = Ais p,(:) (z) in B(0,1).
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A family of explicit solutions is available by using this theorem. As a first example,
we analyze the solution with & = 0. This gives a right hand side equal to a constant.
Namely, consider

(=A)Y*u=1 in B(0,1) C R?
{ w="0 in B(0,1). (8:5.1)

We have run the code for a wide range of parameters s, while keeping the radius of the
auxiliary ball B equal to 1.1. Orders of convergence in the L? and energy normﬁ are
shown in Table [3.3} these results are in accordance with the theory.

As a second example we illustrate, in Table that in problem the radius
R of the auxiliary ball B does not substantially affect the error of the scheme. This
suggests that it is preferable to maintain the exterior ball’s radius as small as possible.
Since in this problem the domain 2 is itself a ball, for comparison, we also included
the output of the code without resorting to the exterior ball (the row corresponding to
R =1.0). The table clearly shows that the CPU time grows linearly with respect to the
number of elements Ns— N7 used in the auxiliary domain. Taking into account that the
final size of the linear system (]3.2.2]) involved in each case is the same, the computational
cost is, essentially, increased only during the assembling routine. Since considering an
auxiliary domain involves only the computation of the interaction between inner and
outer nodes, a linear behavior of the type described above is clearly expected.

As a third example we return to the setting of Theorem[3.5.1] We consider k = 2 and
compute the order of convergence in L*(Q) for s = 0.25 and s = 0.75. We summarize
our numerical results in Figure[3.2] These are in accordance with the predicted rates of
convergence. Finally, in Figure the FE solution, for s = 0.75 and k = 2, computed
with a mesh of about 14000 triangles is displayed.

Finally, we would like to mention just a few more facts: our numerical experiments
suggest that the condition number of K behaves like ~ N3 while over the 99% of the
CPU time is devoted to the assembly routine. Actually, the expected complexity for
assembling K is quadratic in the number of elements, and this seems to be the case in
our tests.

Resumen del Capitulo

Este capitulo esta dedicado a la descripcién e implementacién del método de elementos
finitos para el problema eliptico

(=AYu=f inQ,
u=0 1in Q°

4A discussion about how to compute errors in the energy norm can be found in [3].
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loglerr)

Figure 3.2: Computational rate of convergence in the L?*(Q2)-norm for the problem with
solution given by Theorem [3.5.1], for k = 2. The left panel corresponds to s = 0.25 and
the right to s = 0.75. The asymptotic rate for s = 0.25 is ~ (#DOFs)~%/® whereas for
s =0.75 it is ~ (#DOFs)~"/2, in agreement with theory.

En las secciones[3.1]y|3.2| se describe la formulacion débil del problema y se establece
el método de elementos finitos en base a esta. En las secciones y se brinda
una descripcién exhaustiva de la implementaciéon del método en lenguaje MATLAB®,
mientras que en la Seccion [3.5| se muestran experimentos numéricos contrastando los
ordenes de convergencia experimentales con los tedricos.
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we use f(z) = Aaorsps  (x) as a source term (see Theorem |3‘5‘1. :
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Table 3.2: Variables stored in data.mat

Name | Size Used as.lnput Description

in function:

vertex_quad Quadrature points
p-cube | 27x3 edge_qugd over [0,1]3

None (used in non- | Quadrature points
p_T_6 | 6x2 . N

touching case) over T

Quadrature points

p_T_12 | 12x2 | comp_quad over T
b1 Ox1 corflp_quad Quadrature points

triangle_quad over [0, 1]

Quadrature weights

v-1 Oxl comp_quad associated to p_gI
phiA
BB | 030 | ot (O IO oo Appendix |A.3.2
phiD
vpsil | 25x27 | vertex_quad See Appendix |A.3.3
vpsi2
epsil
epsi2
epsi3d | 16x27 | edge_quad See Appendix m
epsiéd
epsib
tpsil
tpsi2 | 9x9 triangle_quad See Appendix
tpsi3
cphi 9x12 | comp_quad See Appendix |A.3.6|

Table 3.3: Computational rates of convergence for problem (3.5.1) with respect to the
mesh size, measured in the L*(2) and energy norms.

Value of s | Order in L?(Q2) | Order in H*(Q)
0.1 0.621 0.500
0.2 0.721 0.496
0.3 0.804 0.492
0.4 0.880 0.491
0.5 0.947 0.492
0.6 1.003 0.496
0.7 1.046 0.501
0.8 1.059 0.494
0.9 0.999 0.467
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Table 3.4: The L*(Q2) and H 5(Q2) errors for different values of R in problem (3.5.1)
with s = 0.5. In all the cases we are using a fixed and regular triangulation 7 of €2,
with N7 = 4228. The computations were performed with MATLAB® version 2015a in
Windows 10, Intel i7 Processor, RAM 8Gb.

R | Ny | CPU time (sec.) | Error in || - [[r2(0) | Error in || - [| 5. (o
1.0 | 4228 80.3 0.0164 0.1314
1.1 | 4980 100.7 0.0167 0.1345
1.4 | 8218 206.6 0.0167 0.1351
1.7 | 12370 344.7 0.0167 0.1352
2.0 | 17170 511.9 0.0167 0.1354
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Chapter 4

Numerical approximations for
linear evolution problems

This chapter introduces and analyzes a finite element scheme for linear evolution prob-
lems involving fractional-in-time and in-space differentiation operators up to order two.
The discrete scheme we develop is based on piecewise linear elements for the space
variable, taking advantage of the ideas displayed in the previous chapter, and a con-
volution quadrature for the time component. We illustrate the method’s performance
with numerical experiments in one- and two-dimensional domains.

A numerical scheme, based on standard Galerkin finite element approximations for
the space variable and a convolution quadrature for the time component, is proposed
and analyzed in Section .1l An error analysis for this scheme is carried out in Sec-
tion [4.2] Finally, in Section we present some numerical examples that illustrate
the accuracy of our convergence estimates as well as the qualitative behavior of the
solutions.

4.1 Numerical scheme

In this section we devise a discrete scheme to approximate (0.0.3]). To this end, standard
Galerkin finite elements are utilized in the spatial discretization (following [3]) and a
convolution quadrature is used for the time variable (following [45]).

4.1.1 Semi discrete scheme

For an appropriate treatment, it is convenient to derive the numerical scheme in two
steps. In first place we discretize in space, and afterwards in time. We follow the ideas
developed in [45], taking advantage of the fact that, from the theoretical point of view,
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minor changes are required to handle the fractional Laplacian instead of its classical
counterpart.

Let 7, be a shape regular and quasi-uniform admissible simplicial mesh of €2, and
let X}, C H*(Q2) be the piecewise linear finite element space associated with 7y,, namely,

X, = {u, € C(Q): uh|T e PVT €Ty, uh‘ag = 0}.
The semidiscrete problem reads: find wy,: [0,7] — X}, such that

(Catauhaw) + <uh7w>H5(R") = (f7 ”LU) ) Vw € Xha
uh(O) = Up, (411)
u,(0) =by, if a € (1,2].

Here, v, = Py, by, = P,b, and P, denotes the L*(2) projection on Xj,.
Observe that, defining the discrete fractional Laplacian A, : X, — X}, as the unique
operator that satisfies

(Apw, v) = (w, V) gs@ny, for all w,v € Xp,
and considering fj, := Py, f, we may rewrite (4.1.1) as

Copup + Apun = fa,
uh(O) = Vp, (412)
u%(O) =by, ifa e (1, 2].

4.1.2 Convolution Quadrature Rule

The aim of this section is to describe a numerical approximation technique for con-
volutions that plays an important role in the assemblage of the numerical scheme we
propose. We give an overview of the main ideas and refer the reader to [56] 57] for
further details.

Dividing [0, 7] uniformly with a time step size 7 = T/N, and letting t = n7 (n €
{1,...,N}), we seek for a numerical approximation of the convolution integral

t
kxg(t) = / k(r)g(t —r)dr (4.1.3)
0
by means of a finite sum

ijg(t — j7). (4.1.4)

The weights {w; };en, are obtained as the coefficients of the power series
6(¢) e
K|{—=|= E 1%
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where K denotes the Laplace transform of the kernel k, and §(€) is the quotient of the
generating polynomials of a linear multistep method.

To obtain the weights in (4.1.4)), suppose that we extend the kernel k by zero over
r < 0 and that for all » > 0 it satisfes

|k(r)| < Or#—ter, (4.1.5)

for some ¢, 4 > 0. Then, the inversion formula

k(r)= %M/FK(z)e”dz (4.1.6)

holds, where I' is a contour lying in the sector of analyticity of K, parallel to its
boundary and oriented with an increasing imaginary part. Furthermore, defining >y :=
{z € C: |arg(z)| < 0}, 0 € (7/2,m), it holds that K is analytic in ¥y and satisfies

|K(2)] < Clz|™ Vze X, (4.1.7)

This condition is in turn equivalent to (4.1.5)).

Replacing (4.1.6)) in (4.1.3) and switching the order of integration gives

/0 k(r)g(t —r)dr = ! K(z)/o e"g(t —r)drdz. (4.1.8)

21 r

Since the inner integral in the right-hand side is the solution of the ordinary differential
equation ¢y = zy+g, with y(0) = 0, we can obtain a numerical estimation by using some
multistep method. For simplicity, suppose we utilize Backward Euler discretization
(BE), that gives the scheme

Yn — Yn—1 = 2y + G-

Multiplying by £™ both sides of the equality, and summing over n, we obtain
(1-¢)

T

where y(§) :== > 7 yn&™ and g(&) 1= > ", g,£". Defining §(¢) := (1 —¢), from (4.1.9)

we deduce ;
v© = (2-2) o)

Thus, the numerical approximation of y at time nrt is given by the n-th coefficient of

-1
the power series (@ - z) g(§).

y(€) = 2y (&) + &(8), (4.1.9)
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In order to obtain the desired numerical approximation of (4.1.3) we utilize the
former expression, fix £ and integrate in z the right hand side in (4.1.8)). Using Cauchy’s
integral formula gives

% /F K(2) <5(T_5) - z) B g(¢)dz = K (@) - g(&).

Therefore, the numerical approximation of (4.1.3) at ¢t = n7 is given by the n-th

coefficient of the power series K (@) - g(¢). Finally, noticing that the coefficients of

the series are the Cauchy product of the sequences {wy, }nen, and {g(n7)}nen,, where

{wn} are the coefficients of the power series expansion of K (5(7—5)>, we obtain (4.1.4]).
Given a complex valued function K, analytic in ¥y and satisfying , we use

the transfer function notation for (4.1.3)),

K(2)g(t) = k= g(t) = / K(r)g(t — ) dr,

where k is given by (4.1.6]), and the notation

K (@) g(t) :== iowjg(t — j7)

T

for the discrete approximation.

Next, we generalize the definition of the Convolution Quadrature Rule to operators
that satisfy with a negative value of u. Indeed, let m be a positive integer such
that p 4+ m > 0, setting K(z) := 27K (z) we define

K(:Jalt) = g o) = 5 [ hirlale =)

with & the kernel associated with /. All the results and estimates that are achieved
in the former case are still true upon this generalization (see [56, Section 5]). This is
convenient because we are interested in the particular case of K(z) = 2®, that delivers

2%(t) == B /0 ra_mﬂg(t —r)dr = 97g(t).

with m a positive integer such that m — 1 < a < m. Considering this, we set the

notation K (0;) := K(z) and K(0,) := K(§(§)/7).

The following important result (cf. [56, Theorem 5.2]) bounds the error for the
Convolution Quadrature Rule in case g is smooth on ¢ > 0, but has an asymptotic
expansion in fractional powers of ¢ at ¢ = 0.
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Lemma 4.1.1. Let K be a complex valued or operator valued function which is analytic
in the sector ¥, with 6 € (7/2,m), and bounded by

K (2)|| < Mz|™ Vz € X,
for some p, M € R. Then for g(t) = Ct°~1, the operator O, satisfies

- -1 B
I(F(0r) — K(97))g(t)]| < { ZZWL’T, %;ﬁf i

Finally, another useful property of the operator 0, is the associativity. That is, let
K1, K5 be operators as in Lemma and k an analytic function, we have

Ky (0)Ka(8)) = (K1 K)(0,)  and K, (8,)(k * g) = (K1(9,)k) * g. (4.1.10)

4.1.3 Fully discrete scheme

At this point, a suitable discretization of the Caputo differentiation operator is required
to obtain a fully discrete scheme. To this end, we employ the convolution quadrature
technique described in the previous section, which allows us to derive discrete estima-
tions of an integral which involve singular kernels.

Upon dividing [0, 7] uniformly with a time step size 7 = T/N, and letting t = nr
(n € {1,...,N}), by means of the convolution quadrature rule we are able to estimate
the Riemann-Liouville operator of a function g by

97 g(t) ~ ijg(t —j7) =9, g(t), (4.1.11)

where the weights {w,}en, are obtained as the coefficients of the power series
1-6\" &
< T ) - ijgj.
=0

We are now able to suitably discretize the Caputo differentiation operator. To this
end, we need to reformulate using the Riemann-Liouville derivative instead of
the Caputo one. It is well-known that these two operators are related by (see, for
example, [31, Theorem 3.1])

le) (k)
Copulty =0 [u(t) — Y © k!(())tk , (4.1.12)

k=0
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under suitable regularity assumptions on u (see [2.1.5).
Thus, we rewrite (4.1.2) for the fractional diffusion case as

{ O (up, — vp) + Apup, = fo
Uh(O) = Uy,

and for the fractional diffusion-wave case as

8?(uh — VUp — tbh) + Ahuh = fh

Replacing the Riemann-Liouville derivative by its discrete version given by (4.1.11)),
and that we will denote by 8, we formulate the fully discrete problem as: find U S
Xy, with n={1,..., N}, such that

U+ AUy =9 on+ By
{ b (4.1.13)
or = 9. 9.
o, U+ AUl = 0. vy + (0- t)bp, + F} (4.1.14)
U}? = Un, a

for fractional diffusion and fractional diffusion-wave problems respectively, where F}' =
Prf(ty).

In order to obtain a better error estimation in the diffusion-wave case, it is necessary
to replace FJ* with a corrected term G% := 0,0; ' fi(t,).

For the sake of the reader’s convenience, we conclude this section by giving the
vectorial form of the fully discrete scheme. Let {gpi}izl 77777 ~ be the Lagrange nodal
ba31s that generates Xh Let U™, F™ and G" eRM, n=0,...,N be such that Uy =
ZZ (Ul FJ' = Zl L EFlo; and G} = Zl . Gl <pz, Where U denotes the solution of
the fully discrete problem. Then we formulate (4 and , respectively, in the

following vectorial equations:

M (woM + K) - (Z%> U — ZMJU” Iy
and

M (woM + K) (Zag) Ul + (ijT(n —j)) vp,

— ZWjUnij + G".

j=1
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Above, M, K € RV*V are the mass and stiffness matrices, respectively. Namely, M, ; =
(i, ;) and Kij = (i, 0;) mrs )
There are several options to compute the coefficients {w; };jen,. Recalling that

(1 5)& = iwjgn, (4.1.15)

Fast Fourier Transform can be used for an efficient computation of {w; };en, (see [T1]
Section 7.5]) . Alternatively, a useful recursive expression is given also in [71], formula

(7.23)):
1
(,UO:T_a, Wj (1—Oéj )CUj_l, \V/]>O

For the numerical experiments we exhibit in Section we have taken advantage of
this identity.

4.2 Error bounds

This section shows error estimates for the numerical scheme discussed in Section 4.l
The derivation of the error bounds can be carried out following the guidelines from [45]
and [47].

We start by defining the discrete analogue to operators E* and F*. Let {¢p 1, ..., onn} C
X}y, be an orthonormal base of egienfunctions of Ay, then we define

N
= Baa(—=Mnkt®)onk (v, dnk) 120, (4.2.1)
k=1
and
N
Fp(tyw =Yt Boa(=Anst®)bni(v, k)20 (4.2.2)
k=1

Discrete analogues to Lemma and Lemma (using Ef and F}* instead of
E® and F%) can be easily proved.
4.2.1 [? and elliptic projection

We start with some estimations on the elliptic or Ritz projection Ry : H*(Q) — X.
This operator is defined as the one that satisfies

<Rhu7 @)8 = (AU, ¢)L2(Q)a VQO € Xha

and we have the following estimation.
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Lemma 4.2.1. Let 1) € H(Q), with 6 € [0,2], then

(R, — D)l 2@y < WD lg.s,
I(Rp, — Dl < 2190,
with v = min{s, 1/2 — ¢}.

Proof. From [19] Proposition 3.3.2 and equation (3.3.3), taking r = 0 and r = —s, we
can assert that

I(Rn — Dl 2y < CR?[|A| L2y = Ch? |96,
[(Bn = D)ol 2y < CR [l 2@) = CH[[l]os,
[(Br — Dvll1,s < CllYllr2@) = Cll¥llo,s,
[(Rr = Dlls < Ch|[A||2i@) = CRY ([ ]|2,s,
From this, and using standard interpolation arguments (see [59, Theorem 4.36] for
instance) we can obtain and . O

We end this section with some estimates for Fj,.

Lemma 4.2.2 (cf. [46, Lemma 2.1]). For a quasi-uniform mesh, and 6 € [0,1] we have

[P = Dllo < Wy, Vo € HAQ) N HY(Q), (4.2.5)
1P = Dlle < W0l Vo € HYQ), (4.2.6)
1Py = Dlha < hl0llzey, V0 € L), (4.2.7)

4.2.2 Discrete norm and inverse inequality

Let (Ang, Onk), with & = {1,..., N'}, be an eigen-pair of the operator Aj,. Another
important tool in the error estimation is the following discrete analogue of the norm
| - llo.s. For every u € X}, we define

N
2
lullls.s =Y " A9 (w, dnp) 720

k=1

It can be shown that both norms |||, and || - [[¢.s are equivalents in the finite
dimensional space X} with constants independent of the discrete parameters. Indeed,
this assertion can be easily checked for § = 1,0, and the case 6 € (0, 1) follows by means
of interpolation arguments.

Also we have an inverse inequality [48, Lemma 3.3].
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Lemma 4.2.3. There exists a constant C', independent of h, such that for all ¢ € X},
and for any p > q

Il < ChP) )], - (4.2.8)

Proof. Tt is well known that for a quasi uniform triangulation 7;, the inverse inequality

V| s mny < Ch™* ||| 22(0),

holds for any ¢ € X;. From this, observing that |¢p x

Hs(Rn) = (Ahqﬁh,k?(bh,k)z/f(ﬂ) -

)\,1/,3, we can conclude that max;<p<y Ap i < h=2%5. Then we have

N
912, < O max N3) DML 04t < CHO P2,
- k=1

and (4.2.8) follows. O

4.2.3 Error bounds for the semi-discrete scheme

Here we focus only on the diffusion-wave case (1 < a < 2), where the error bounds
becomes more laborious. Of course, ideas used for this case can be straightforwardly
applied for the case 0 < o < 1.

In order to establish the error bounds, we first set an integral representation of u for
the homogeneous case f = 0. Define the sector ¥y := {z € C, 2z # 0, such that |arg(z)| <
0}, then u(t) : [0,7] — L*(Q) can be analytically extended to Xy (see [74, Theorem
2.3]). Applying the Laplace transform in (0.0.3]) we obtain

20(2) + Ad(z) = 2 o 4 2272,
where A is the fractional Laplacian with homogeneous Dirichlet conditions. Therefore,
via the Laplace inversion formula, we write the integral representation

u(t) = L/ e (2T + A) (2t + 2°7?D) dz, (4.2.9)
2mi To.s
where Tgs = {z € C: |z| =0, |arg(2)| <0} U{z € C: z = ret?® r > §}.
Recalling (2.0.8), if we choose 6 such that 7/2 < 6 < min{r, 7/a}, then z* € Ly
with 8 = af for all z € ¥y. Considering € in this way, there exists a constant C'
depending only on # and « such that

1(z* 4+ A) 220y < Clz]* (4.2.10)
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As in (4.2.9), we can write an analogous expression for uy,

1
up(t) —/ e (2T + Ap) 1 (2 oy + 2272y, dz. (4.2.11)
Lo,s

- 21

The following technical result can be proved analogously to [14, Lemma 3.3].

Lemma 4.2.4. Let ¢ € H*(Q), and z € 3y with 7/2 < 6 < min{r,w/a}. Then there
exists a positive constant c(0) such that

2% loll 72 + 1lFrs @y < ¢ |2%ll0lZ2) + 101F @] -

The next lemma sets an error estimate between (2% + A)~!f and its discrete ap-
proximation (z*I + Ap) "' P, f, analogous to [14, Lemma 3.4].

Lemma 4.2.5. Let f € L*(Q), z € 3g, w := (22T + A)7'f, wp, := (2°1 + Ap) ' Pof.
Then there ezists a positive constant C(s,n,0) such that

||cu — wh||L2(Q) + h7|w — wh|Hs(Rn) S Ch2’y||f||L2(Q)
As before, v = min{s, 1/2 — e}, with ¢ > 0 arbitrary small.

Proof. We consider first the case s > 1/2. By definition of w and wy, it holds that

2w, @) + (W, QY s@ny = (f,9), Vo € H(Q),
2% (Why @) + (Wh, ) Hs@ny = (f,0), Vo € Xp.

If we set e;, := w — wy, and subtract these two expressions, we derive
zo‘(eh, QD) + <6h, (p)HG(Rn) = O, \V/QD S Xh. (4212)
Applying Lemma and this identity, we arrive to

2% HehH%Q(Q) + |€h|%{S(R") < c|2%(en, en) + (en, en) ms@n)|

:c‘za(eh,w—gp)+<eh,w—go>Hs(Rn)| V()O S Xh-

Taking ¢ = II,w in the previous expression, where I1}, is a suitable quasi-interpolation
operator (see, for example, [3, Section 4.1]), we deduce

|Za’H€hH%2(Q) + len %{S(R")

. B (4.2.13)
< e (12°] llenll 2@y h >~ |w

Hs (Rn)hl/Qis |w

Hs(Rn) + ’eh Hs+1/2fs(Rn)) ;

where we have used the fact that s > 1/2 implies that h® < h'/275,
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On the other hand, if we choose ¢ = w in Lemma 4.2.4] we obtain
2% ||W||2L2(Q) + |w|§{$(R") <c |ZQ(W7W) + <W7W>H5(R")’
= c|(f,w)l < dlflle@llwllza@).
Consequently,
lwllrz@) < clzl™* 1 fllz@) and  |w|gs@ny) < clz| I fll 2 (4.2.14)

From Proposition|1.2.1, we know that for the case z = 0 the estimate |w|as1/2-(gn) <
| fll2() holds. Utilizing this estimate with —z%w + f instead of f, we obtain

|wlgst1r2-e@ny < || = 2% + fllzz@) < ellfllz2 ),
where in the last inequality we used (4.2.14]). Combining this with (4.2.13]), we derive

to@ny < AP fllraiey (2% lenllz2) + len

2% llenllZ2(@) + len H @) -

This implies that

12 lenll 22y + lenlfre@ny < b ™[ 11220, (4.2.15)

and gives the bound for |e|gs(rny. Next, we aim to estimate ||e, |32 (- For this purpose,

we proceed via the following duality argument. Given ¢ € L?*(€2), define
Y= (2 + A) "l and ¥y, = (2% + Ap) " P
Thus, we write
_ [(en, 0)| 2% (en, V) + (en, V) s @m)|
lenllr2() = sup ————— = su .
©EL2(Q) ||4P||L2(Q) pEL?(Q) ||90||L2(Q)
We aim to bound the supremum in the identity above. Resorting to (4.2.12) and the
Cauchy-Schwarz inequality, we bound
2% (en, V) + (en, V) rs@ny| = |2%(en, ¥ — 1) + (en, ¥ — Un) prs(rm)|
< ZQ/QHE}LHL?(Q)ZQ/QH?? - ¢h||L2(Q) + len Hs(Rn)W — Yn|msrn)
< (2 lenll 2y + lenlasm) (222110 = Ynllzi) + [ — v
Finally, applying (4.2.15)) we arrive at
2% (en, ) + (en, V)o@ | < BN fll@llell 2o,

from where we can derive the desired inequality.

Hs(Rm)) -

The analysis of the case s < 1/2 can be carried out in analogously. Indeed, using
that h* > h'/27¢ we obtain, instead of (£.2.13)), the inequality

2% ||€h||2L2(Q)+|€h

?{S(R")
S C <||€h||L2(Q)hs|w|Hs(Rn) + |€h|HS(Rn)hs|W|Hs+l/27s(Rn)) s

and proceeding as before we arrive at the desired estimate. O]
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Homogeneous case

At this point, we are able to give an error estimation for the case f = 0.

Theorem 4.2.6. Let 1 < a < 2, u be the solution of withv € HY(Q), b € H" ()
q,r €10,2s], and f = 0; and let uy, be the solution of (4.1.1) with v, = Pyv, by, = Pyb,
and fr, = 0. Writing en(t) = u(t) — up(t), there exists a positive constant C' = C(s,n)
such that

llen ()] 22y + 17 en(t)

Proof. First, suppose v and b € L?(Q). Combining (4.2.9) and ([4.2.11)), we can obtain

an integral representation for ey,

2s—r
2s

25—
me@e) < ChY <t7a(7q)||v||Hq(R”) + tlfa(i)HbHHT(Rn)) :

1
en(t) = —/ e (2 Hw' 4+ wp) + 2 (W +wy)) dz, (4.2.16)
2mi Jr,

where w¥ = (221 + A) to, w¥ = (2°I + Ap) 1B, w® = (221 + A)71h, wl = (%1 +
Ap)7'Pyb. Using Lemma and choosing 6 = 1/t in the definition of I'y 5 we have

len(t)

0 o)
ms@n) < O (/ eVt dyp +/ ertCOSOTaldT) vl 20

-0 1/t
0 00
+Ch (/ R e (1) +/ ertcosfpa=2 dr) 6] 22(e2)
-0 1/t
< O (vl za) + 1Dl L2(ey)-
With the same idea we can obtain the estimate for ||es||z2(q), and this shows the asser-
tion for v,b € L*(9).

Now, for v,b € H*(R"), first we set v, = Ruv and b, = Rpb. Then e(t) =
u(t) — up(t) can be written as
1
en(t) :—,/ 2 (2 T+ A7 = (2T + A) 'Ry vdz
27T1 F9,6
1
+ = e 22 (21 + A)7h — (21 + Ap) ' Ry) bdz.

27Tl F9,6
Using the identity 2*(2*I + A)™' =1 — (2*1 + A)~' A, we have

ent) =5 ( / ) i) e+ /

Lo 1/t

+ 2%1 (/Fa’m 272 (w"(2) — wy(2)) dz + /

o1/t

ez (v — Ryv) dz)
et 272(b — Ryb) dz> = (1) + (ii),
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where w(z) = (221 + A) 7 Av, wl(2) = (2°1 + Ap) "' ApRpv, and w®(z) and wl(z) are
defined analogously. Now Lemma [4.2.5] and the relation A,R;, = P,A yield

[w®(t) = wh(B) |2 () + A7 [w®(t) = wh(?)

Hs(R™) < Ch%IHAUHLQ(Q).

Then, we can estimate the first term (i)

1 _
T GZtZ 1 dz
1 To.s

[eS) 0
< Ch2 A 120 ( [ entary | ewwdw) < OW2 0]
1/t -0

1)l 12(0) < Ch? || Av| 120

The second term (ii) can be estimated in a similar way:

1
—_/6th_2 dz
21 Jr

and the L?(Q)-error estimate follows. The estimate in H*(R™) norm can be obtained
analogously. Finally, for the choice v, = Pyv and b, = P,b, we have

1| (ii) || L2 () < C’h27||AbHL2(Q) < ChQ’yt“bHHZs(Rn),

E*(t)v — E(t)Pyv = E(t)v — E; (t)Rpv + Ef(t)(Rpv — Pyo),
The first term is already bounded. For the second one we have

||Ef;(t)(Ph’U — th)”p,s S CHPhl} — RhU”p,s S ChQW_’YpHU”H%(Rn), P = 07 1

where in the first inequality we have used Lemma [2.0.2) and lemmas |4.2.1| and [4.2.2]
(combined with classical interpolation techniques) in the second step. The estimate for
b € H*(R") follows analogously. These estimates along with standard interpolation
arguments complete the proof of the theorem. O

Non-homogeneous case

To complete the error estimate for the semi-discrete scheme, it still remains to analyze
the case v = b =0 and f # 0. A proper generalization of [47, Theorem 3.2] can be
carried out following the guidelines outlined in that work.

Theorem 4.2.7. Let 1 < a <2, f € L>(0,T; L*()), and let u and uy, be the solutions
of (0.0.3)) and (4.1.1)) respectively, with f, = Py f, and all the initial data equal to zero.

Then, there exists a positive constant C' = C(s,n) such that

= up| o) < CB*Y[log hl?|| fI| oo o.11:2(02) -
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Proof. Recalling the results of Section [2.3] we know that if v = b = 0 then

u(t) :/0 Fe(t —s)f(t)ds.

So we can estimate

t
|u(t)]|2—c.s / | E“(t — s)f(t)]]a- Esds</(t—s)€°‘/21Hf(t)HL2(Q) ds  (4.2.17)
0

< Ce ' °2| f| oo o,7:22(92))
where in the second inequality we have used Lemma [2.0.2]
Now, splitting u — uy, as
u—up = (u— Pyu) + (Pyou— up) = a(t) + c(t),

and using the relation A, R;, = P, A we can obtain the following equation for a(t):

0% + Apa = Ap(Rpu — Apu), (4.2.18)

with a(0) = 9,a(0) = 0.
Using [4.2.1) and (4.2.17)) we can easily estimate

el r2@) < B2 2 u(t)||a—es < B2TEu(t)]lo—c,s (4.2.19)
< Ch27_€5_1t6a/2||f||L°°([0,T};L2(Q));

for all t > 0.
On the other hand, using (4.2.18]) we can write
t
alt) = / FO(t — ) An(Rou — Ayu) ds,
0

and from this we can estimate

t t
||a(t>||L2(Q) S / ||F°‘(t—S)Ah(Rhu—Ahu)||L2(Q) ds = / ||Fa(t—8)(RhU—AhU)H27S ds
0 0

<c / )22 | (Ryu — Ap)| ds < C / "Ry = A,
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where in the third step we have used Lemma [2.0.2) with p = 2 and ¢ = . Further,
using the inverse estimation from Lemma for || Rhu — Pyul|, ,, and then Lemma

on (Rpu —u) and (u — Pyu) we obtain

t
Ha(t)HL2(Q) < Chss/ (t — S)a5/271H (Rhu — Ahu)HL2(Q) ds (4220)
0

t

t
< ChZW—Qa/ (t_s)aa/2—1”u”2_678 ds < 05_1h27_26||f||L°°([O,T],L2(Q))/ (t_s)aa/Q—ltaa/Q ds
0 0

< Ce 'R fllzeor.22(9))s

where in the third step we have used estimation (4.2.17). Finally, we can obtain the
statement of the theorem taking ¢ = |log k| in the last inequality.

O

4.2.4 Error bounds for the fully-discrete scheme

Considering all the theory displayed up to this point, error estimates for the fully-
discrete scheme can be derived in the same way as in [45].

Theorem 4.2.8. Let u be the solution of problem (0.0.3)) with v € ﬁq(Q), be f[”(Q)
q,7 €[0,2s], and f = 0; and let U} be the solution of (4.1.13) or (4.1.14)) with v, = Pyv,
br, = Ppb, and F}' = 0. Then, there ezists a positive constant C' = C(s,n) such that

o I[fO< <1, then

2s5—q

alL)-1 —af =214
Hu(tn) — U}T:HLQ(Q) < C (tn<2s> T+t ( 2s )h5+’y) HUHH‘I(R")-

o Ifl<a<?2, then

2s—q

alL)-1 _af 25—a
Hu(tn) — U}?HLQ(Q) < C (tn(2s> T+t ( 2s )h5+'y) HUHH‘?(R")
af &~ 1—af 2e=r
+C (tn(25)7+tn 5 )h”) 1By

Proof. In view of Theorem [£.2.6] it suffices to bound U — up(t,). To this end, we
denote for 2z € 3, 0 € (7/2,7), G(2) = 2*(2*1 + A,)~". Then by (4.1.13)) and ([4.1.14)),

we have

U = un(ta) = (G(3;) — G(0,))vn. (4.2.21)

From (4.2.10) we have G(z) < C for z € Xy. Hence, for v € L*(Q), (4.2.21]), Lemma
(with g =0 and 8 = 1), and the L*(Q) stability of P, we obtain

Huh(tn) - U}?HLQ(Q) S CTtT_LlHUhHL?(Q) S Ct;lTHU”LQ(Q). (4222)
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For v € H*(R"), we first consider vh = Rpv. Using the relation G(z) = I — (21 +
Ap) 7T A, with G(2) = (221 + Ap)7Y, we have Ul — uy(t,) = (G4(9,) — G4(0;)) Apvp.
Using (4.2.10) and Lemma [4.1.1] (with p = a and 8 = 1) gives

||Uh(tn) - U;:HLQ < CTta 1||Ahvh||L2 < CTta ||U||H25(Rn),

where the last step we have used A, R, = P,A. The estimate holds also for the choice
vy = Pyv in view of the L?(12) stability of the scheme (4.2.22)), and repeating the final
argument in the proof of Theorem 4.2.6] The assertion now follows from interpolation.
The case of 1 < a < 2 is analogous, and hence the proof is omitted. O

Remark 4.2.9. In the previous theorem —and in Theorem 4.2.6 as well — we wrote
the orders of convergence in term of various Sobolev norms of the data. For clarity,
hypotheses in theorems [2.1.3|and [2.3.2| just involved either L* or H* norms of the data.
For instance, assuming that v € H*(Q) is such that (—A)*v € L*(Q) and b € H*(Q),
the conclusions of Theorem E.2.§ read

uta) = Upllioy < C (8277 + B [(=A) 0]l 2y i 0 < a <1,

lu(ts) = Upll2) < C (t 7' +275) [(=A) ]| 2(q)
+C (t?r + tif%h%) I

We emphasize that, as stated in Remark|1.2.3] the identity ||(=A)*v||r2() < C|v|g2s@n)
holds for all v € H*(Q).

Finally, we state the order of convergence of the fully-discrete scheme for the prob-
lems with a non-null source term.

Theorem 4.2.10. Let u be the solution of (0.0.3) with homogeneous initial data and
with f € L>(0,T; L*(2)); and let UY be the solution of (4.1.13) or (4.1.14) with f; =
Pnf. Then, there exists a positive constant C' = C(s,n) such that

o For0<a<1,if [[(t—s)"|f(s)||2q)ds < 0o fort € (0,T], then

lu(tn) = U2y < O(W 1z orizz@y + 5 71 FO)ll 2o
t‘IL
o7 [ =9 ).
o Ifl<a<?2, then

lu(tn) — Upll2@) < C(R* 6 4 7)|| f1l oo o77:22(02) -
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Proof. Defining G(z) = (2*I + Ap,)~", the semidiscrete solution u;, and fully discrete
solution U}’ can be written as u, = G(0;) fr, and U = G(0-) fr, respectively. Using the

splitting f5(t) = fn(0) + (1 % f;)(t) and the associativity property (4.1.10]), we have

un(ta) — Uy = (G(&) — G(9;)) (fu(0) + (1% f1)(tn))
= (G(0) = G(9:)) fu(0) + ((G(8r) — G(0))1) * fi(ta)) = (i) + (i)

Then Lemma [4.1.1] (with 4 = o and 3 = 1) gives us a bound for the first term (i)
10)lz2@) < erty ™ 1fn(0)llz2(@) < emtn £ (0)]l 2y

Again, by Lemma and the L? stability of P, we have
tn -
@l < [ 1(C@) -GNt — 5) 6 s
0

tn tn
<er / (0 — )L (3) 2y ds < e / (e — )17 (3) L2 ds.
0 0

This shows the first assertion. For the scheme (4.1.14) (using the corrected term G} =
0,0, fu(t,) as source) with v = b = 0, we have U = G(2)g, with g, = ;' f, and
G(z2) = z(2*I + Ap,) ™. Hence the relation g, = 1% f, the convolution property
and Lemma {4.1.1) with y = a — 1 and § = 1 yield

tn
[un(tn) = Uil 20) < CT/ (tn = )11z ds < x|l fllz=rz2(0),
0

from which follows the second assertion. O

4.3 Numerical experiments

This section exhibits the results of numerical tests for discretizations of problems posed
in one- and two-dimensional domains. Numerical solutions of were obtained
by applying the scheme described in Section 4.1} The experiments in two-dimensional
geometries were carried out with a code based on the one presented in Chapter

4.3.1 Explicit Solutions

In Section it is shown how some families of non-trivial solutions for the fractional
Poisson problem can be constructed. Here we recall these results in order to be applied
to the evolution equation in the cases in which Q corresponds to a) (—1,1) C R and,
more generally, b) B(0,1) C R™.
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We recall that for n > 1, the function w® : R — R, is defined as
W (@) = (1 - o)y

Then,

solves

with f(z) = Abg\") (x), where in case a)

F(?S + ]{? + 1) (s)

o= T )= T ),
and in case b)
225T(1+s+ k) (2 +s+k s oon/2—
A= - G ) 9 (@) == PP (202 - 1),
KT (% + k)

Above, C,isﬂ/ ? and P,fs’"/ 27V denote a Gegenbauer and a Jacobi polynomial [I], re-
spectively.

Next, let h(t) be a function such that “9%h(t) can be easily computed. By means
of separation of variables we can construct explicit solutions of the fractional evolution
problem of the form

u(z,t) = h(t) ~ws(x)g,(cs)(x).

4.3.2 Orders of convergence

In order to confirm the predicted convergence rate, we show the results we obtained in
three example problems:

a. u(z,t) = B (—t%) - w(2)C (2), Q = (=1, 1);
b. u(z,t) = sin(t) - w*(z)C$ (x), Q = (—1,1);
c. u(z,t) = Bor(—t*) - w(z) PPV (2022 — 1), Q = B(0,1) C R2.

For examples (a) and (b) we examine the time and spatial convergence over a fixed
time t = 0.1. A fixed small time step is taking to see the spatial convergence and vice
versa. For the computation of the Mittag-Lefler functions we have used the algorithm

described in [36]. Our results are summarized in tables [4.1] [1.2] and [4.4]

80



Example | «\ 7| 0.01 0.005 0.0025 0.001 | Rate (in 7)
(a) 0.5 | 4.227e-3 | 2.105e-3 | 1.055e-3 | 4.493e-4 0.98
(a) 1.5 | 2.512e-2 | 1.261e-2 | 6.349e-3 | 2.602e-3 0.99
(b) 1.5 | 4.867e-3 | 2.402e-3 | 1.188e-3 | 5.362¢-4 0.96

Table 4.1: The L*(Q) error at time ¢t = 0.1 with s = 0.75 using a uniform mesh with
size h = 1/5000. The expected convergence rate in 7 is 1.

Example | o\ mesh size h | 1/250 1/500 | 1/1000 | 1/1500 | Rate (in h)
(a) 0.5 8.837e-3 | 3.856e-3 | 1.781e-3 | 1.198e-3 1.12
(a) 1.5 9.978e-3 | 4.350e-3 | 1.967e-3 | 1.252¢-3 1.16
(b) 0.5 1.162e-3 | 5.158e-4 | 4.010e-3 | 1.640e-4 1.09
(b) 1.5 8.453e-4 | 3.644e-4 | 1.632e-4 | 1.035e-4 1.17

Table 4.2: The L?(Q) error at time ¢ = 0.1 with s = 0.75 using 7 = 1/5000. The
expected convergence rate in h is 1.

The experimental orders of convergence (e.o.c.) are in agreement with the theory
in the case s > 1/2 while our numerical examples exhibit e.o.c. (in space) higher than
those predicted if s < 1/2 (see Tables and [£.4). This behavior seems to be due
to the fact that the extra regularity of the data present in our examples can not be
exploited in our arguments; the actual solutions are more regular than what is predicted
by theorems [2.1.3| and [2.3.2]

4.3.3 Qualitative aspects in R?

Finally, we present experiments that illustrate some qualitative effects of the fractional
derivatives. In Figure 4.1, we fix s = 0.5, and show the evolution in time for different
values of the parameter «, ranging from fractional diffusion to fractional diffusion-wave.
Memory effects are present for a = 0.5, while the solution oscillates for a = 1.5.

Figure [4.2] in turn, displays the effect of moving the parameters o and s for a fixed
time. It can be seen that increasing the spatial differentiation order s leads to a faster
spreading of the initial condition. Apparent differences can be noticed among the three
different problems with o = 2s exhibited along the diagonal of the figure.

Our third example, in Figure [4.3] exhibits the persistence of a singularity along
the time due to the memory induced by the fractional in-time derivative. In that
experiment, we have set @« = 0.99 and s = 0.9. Notice that the solution vanishes to
0 as time increases, but even though the differentiation parameters are both close to
1, which corresponds to the classical heat equation, the singular behavior of the initial
condition persists in time.
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Figure 4.1: In this example we set Q@ = B(0,1), s = 0.5 and the initial conditions
v(x) = XB(o,) With r = 0.275, and b = 0 for a > 1. The evolution in time is displayed
for several values of a.

a=15,5s=0.5

a=05,5s=07 | a=1,s=0.75 | a=1.5,s=0.75

Figure 4.2: Effect of considering various « and s at time t = 0.05. In this example,
2 = B(0,1) and the initial data are v(z,y) = x{y>0}(z,y) and b =0 for o > 1.

82



Example | o\ mesh size h | 1/250 1/500 | 1/1000 | 1/1500 | Rate (in h)
(a) 0.5 8.571e-2 | 4.999¢-2 | 2.924e-2 | 2.139e-2 0.77
(a) 1.5 1.125e-1 | 6.596e-2 | 3.859¢-2 | 2.818e-2 0.77
(b) 05 117102 | 6.8450-3 | 4.010e-3 | 2.937-3 | 077
(b) 1.5 1.154e-2 | 6.811e-3 | 4.014e-3 | 2.943e-3 0.76

Table 4.3: The L?(Q) error at time ¢ = 0.1 with s = 0.25 using 7 = 1/5000. The
expected convergence rate in h is 0.5.

Mesh size h | s =0.25 | s =0.75
0.1 1.790e-1 | 5.673e-2
0.05 1.102e-1 | 2.342¢-2
0.03 7.077e-2 | 1.054e-2
0.02 5.206e-2 | 6.255e-3

Table 4.4: The L*(Q) error at time ¢ = 0.02 with s € {0.25,0.75} and o = 0.8, using
7 = 1/5000 for example (c). The observed rates are 0.77 and 1.38, respectively.

4.3.4 Qualitative behaviour in R

Explicit expressions for the fundamental solutions of the problem

{ Coou = (—A)uin R x (0, 7], (4.3.1)

w(0) =wvinR,

can be derived following the guidelines exposed by Mainardi, Luchko and Pagnini in
[60]. In that work, the authors have studied fundamental solutions for the problem
(4.3.7) with 0 < s < 1 and 0 < a < 2 (including asymmetric kernels), and explicit
expressions suitable for computational representations are provided.

Here, we are going to restrict ourselves to three special cases:

e Space-fractional Diffusion (0 < s <1, a =1)
e Time-fractional Diffusion (s =1,0<a <1)

e Neutral fractional Diffusion (0 <s=a <1)

Indeed, defining v = %, the fundamental solution (or Green function) G s(z,t) can
be expressed as:

Gsa(z,t) =t K o(z/t"), (4.3.2)

where K () is referred as the reduced Green function.
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Solution at ¢ = 0.015 | Solution at ¢t = 0.55

o V"M i3
Solution at ¢t =1 Solution at t = 2.5

Figure 4.3: The effect of a fractional derivative in time: observe the persistence of
the singularity along the time, even for aw ~ 1. In this example we set Q@ = B(0,1),
a=0.99, s =0.9 and v(0,0) = 1 and v(z) = 0 for any other node of the mesh.

For the space-fractional diffusion case, the reduced Green function is a Lévy strictly
stable distribution, that is

Gs,l(xa t) = t_l/QSLZS,O (x/t1/28>7 (433)
where Logo(x) denote a symmetric Lévy 2s-stable distribution.

For the second case, i.e. s = 1, 0 < a < 1, the fundamental solution can be
expressed by means of the so-called M function Mg (of the Wright type),

1
Gra(z,t) = §t_°‘/2M%(:v/t°‘/2), (4.3.4)

where,

M, (z) = % > %F(vn) sin(myn),

with v € (0,1) and Vz € C.
Finally, for the case s = a we have an explicit expression of the reduced Green
function,

1 2s—1 o3
K o5(x) = 2] sin(s) with = #£ 0, (4.3.5)

T w1+ 2[z]?s cos(sm) + ||

and
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Figure 4.4: Time-fractional diffusion case: The numerical solution with initial data
12.511_9.04,0.04) at time ¢ = 0.3 in black-dashed, and the exact solution for a Dirac-delta
type initial datum is shown in red. Here, s = 1 in both case while o = 0.5 in the left
figure and o = 1.5 in the right figure.

S
s =1, (4.3.6)

Recalling that a Green function for the parabolic problem can be understood
as the solution with initial data v = d(x), being ¢ a Dirac Delta function, the aim of the
numerical experiment in this section is to compare the fundamental solution’s behavior
with its numerical counterpart, starting from a suitable domain and initial condition.

Indeed, we apply our numerical method to solve the problem

(4.3.7)

Coru = (—A)*u in [—10,10] x (0,0.3],
U(O) =12.5- 1[70'0470.04] in [—10, 10]

The obtained numerical solutions are shown in figures —. Here, we have used
a 2000 nodes space discretization, and a time step 0t = 0.01. Numerical solutions are
shown in black-dashed, and the explicit solutions, computed from equations (4.3.3)-
, are indicated in red. Solutions are displayed properly rescaled, following the
relation (4.3.2)).
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Figure 4.5: Space-fractional diffusion case: The numerical solution with initial data
12.511_0.04,0.04) at time ¢ = 0.3 is displayed in black-dashed, and the exact solution for

a Dirac-delta type initial data is shown in red. Here, o« = 1 in both cases, s = 0.75 in
the left one, and s = 0.4 in the other case.
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Figure 4.6: Neutral diffusion case: The numerical solution with initial data

12.511_0.04,0.04) at time ¢ = 0.3 is presented in black-dashed, and the exact solution for
a Dirac-delta type initial data is indicated in red. Here we have used the parameters
s =0.75, a = 1.5 in the first case, and s = 0.4, a« = 0.8 in the last one.
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Resumen del Capitulo

En este capitulo se propone y analiza un método numérico para la resolucién de la
ecuacion

“Ofu+ (—A)u = fin Q x (0,T),

con a € (0,2].

La Seccién esta dedicada la descripcion del método numérico utilizado, el cual
hace uso de elementos finitos en la discretizacion espacial y cuadraturas de convolucion
en temporal. En la Secciéon se obtienen estimaciones para el error de aproximacion,
mientras que en la Seccién se exponen experimentos numéricos verificando los
ordenes de convergencia obtenidos en la seccion anterior, asi como también pruebas
numéricas explorando el comportamiento cualitativo de las soluciones.
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Chapter 5

Numerical approximation for the
fractional Allen-Cahn Equation

In this chapter our study will be focused on the development of numerical techniques
for the so-called fractional Allen-Cahn equation, that can be established as: find u such
that

Coru+ 2(—A)u = f(u) in Q x (0,7,
u(0) =wvin Q, (5.0.1)
u =01in Q° x [0, 7],

where 2 is a bounded domain in R" with a sufficiently smooth boundary, f(u) =
u—ud veL*Q),0<a<1and e? close to zero.

The classical Allen-Cahn equation was originally introduced to model the motion
of phase boundaries in crystalline solids [I3]. In this context, the unknown function u
represent the density of the components, describing full concentration of one of them
where v = 1 (or —1). Notably, the original formulation of the phase-field models
[24] contemplates nonlocal interactions, which have been subsequently simplified and
approximated by local models. Recently, theoretical aspects and numerical techniques
have been developed for space and time non-local versions of this equation, most of them
based on finite differences or spectral methods. Here, we can cite [55, 41, [78], [54) 42}, [11].
Also, numerical techniques have been considered for non-local versions of related phase
separation models, like the Cahn-Hilliard equation. In this way we can mention [9} [10].

In order to make use of the theory developed in Section [2.2] since f does not satisfy
conditions (2.2.2)) and (22.2.3)), we are going to employ a truncated source term. That
is, all the analysis will be made for the problem
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Coru+ e2(—A)u = g(u) in Q x (0,T],
u(0) =wvin Q, (5.0.2)
u =01in Q° x [0, 7],

where g : R — R and
e g€ C*(R),
e g=f,in [—1 — by, 1 + J|, for some §y > 0,

e |g],1d'],|¢"| < B for some B > 0.

The goal is to prove that if u is a solution of ((5.0.2)) with [|v||z=(q) < 1, then |[u|| g () <
1 for all time, and then formulations ([5.0.2)) and (5.0.1)) are equivalent. This is carried
out through the analysis of the semi-discrete in time scheme in Section [5.2.3]

5.1 FEM discretization

5.1.1 Semi-discrete Scheme

In view of the weak formulation for the semilinear problem [2.2.1] and using the same
finite element setting as in the linear case (Section , the semi-discrete problem may
be set as: find uy: [0,7] — X}, such that

{ (“Opun, w) + *(un, W) ps@ny = (g(up),w), Yw € Xy, (5.1.1)

up(0) = vp.

We recall that v, = Pyv, and P, denotes the L?(Q2) projection on Xj. Also, using the
discrete operator Ay, we may rewrite (5.1.1) as

{ COpun +e*Apun = Pag(uy,), (5.1.2)

up(0) = vp.

5.1.2 Fully discrete scheme

Arguing as in the linear case, using identity (4.1.12)) and replacing the Riemann-
Liouville derivative by its discrete version given by (4.1.4)), we can formulate the fully
discrete problem as: find U} € X}, with n = {1,..., N}, such that

{ 3 Up + AU =0 o + Prg(U}) (5.1.3)

0 _
Uh = Up,
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For the sake of the reader’s convenience, we include a vectorized form of the fully
discrete scheme. Let {¢;}i=1. . be the Lagrange nodal basis that generates Xj. Let
U" € RY,n=0,..., N besuch that U = ZN U”(pl, Where U} denotes the solution of
the fully discrete problem Then, we may formulate in the following vectorized
non-linear equation:

M~ (woM + K) - (Z%> U° — Z%U” T4 g(U™).

Where M and K are the mass and stiffness matrices respectively. That is, M;; =
(@i, ;) and K;; = (@s,0;)msmny. Of course, the computation and assembly of the
stiffness matrix in dimension greater than one can be carried out by means of the ideas
exposed in Chapter [3]

Since is not a linear equation, it is not clear a priori that there exists a
solution. In that way, next result gives us existence and uniqueness for problem .

Theorem 5.1.1. There exists T small enough, such that problem (5.1.3) has a unique
solution UJ' € Xy, for alln € {1,...,n}.

Proof. Recalling that wy = 77¢, dividing equation ([5.1.3]) by wy at both sides, we obtain

(I + 7A)UP = (Z @-) U= aUr + re P f(U}).

=0 J=1
Observe that, since (Apw,w) > 0 for all w € X}, it is true that

(1 +7%Ap) 2@ < 1,

for all 7 > 0. Now, suppose by induction, that we have a solution U;" € X, for all
m < n, and define T : X}, — X, as

T(w) = (I +7°A1)" ((Z%)% Z%U”wraphf( ).

Applying a fixed point argument, if 7" is a contractlon over Xj,, then problem (5.1.3))
will have a unique solution. To this end, suppose that we have v and w € X}. Then,
using |¢'| < B we have

I7(w) = T(w)llzziey = 102+ 74) 7 (7 Palg() = g(w))) 2o
< 7llgu) = g(w) 2@ < Brllu = wllz2qe).

Taking 7 < B~*, we have that T is a contraction, and problem ({5.1.3) has a unique
solution.

]
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5.2 Error estimation
The error estimation for the numerical scheme presented in the previous section can be

obtained in a similar way to the linear case. For the sake of simplicity we are going to
consider €2 = 1 throughout this section.

5.2.1 Error estimation for the semidiscrete scheme

First, we give an error estimation for the semi-discrete scheme.

Theorem 5.2.1. Let u and uy, be the the exact and the semi-discrete solution of ([2.2.4])
and (B.1.1) respectively. And let v € L*(Q) and vy, = Pyv with ||v]|;2@) < R. Then
there ezists a positive constant C' = C(R,T) such that

Ju(t) — un(®) 2oy < CH (2 + log hP) .t € (0,7 (5.2.1)
With ~ as in Theorem[{.2.6

Proof. We can write the solution and its semi-discrete approximation as

u=E*(t)v+ /0 F(t — s)g(u(s)) ds,

and

up = E;(t)vp, +/0 F(t — s)g(un(s)) ds,

respectively. Then, defining e = u — uy,, we have
e(t) = (E* — EpP,) (t)v + /0 F(t — s)Pu(g(u(s)) — glun(s)) ) ds
+/0 (F* = FPy)(t — s)g(u(s)) ds.

Using Theorem in the first term; |g|,|¢'| < B, and (2.0.6) in the second term;
Theorem with f = g(u) and |g| < B in the last term, we have

t
le()|| 2y < Cht=h?' + CB / (t — 5)° Y le(5) | 2oy ds + Ch?Y|log h?
0

Then, applying Lemma we derive ([5.2.1]).
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5.2.2 Error estimation for the fully discrete scheme

Consider the discrete problem of find V;* € Xy, n € {1,..., N}, V2 = 0 such that

> WV = AW+ S (5.2.2)
§=0

with f' € X, for all n € {1,..., N}. Recalling that wy = 77, and defining £ =
(I +7>A,)~, we can rewrite (5.2.2) as

Vit = B( D Vi g, (5.2.3)
j=1
If we define {@, }nen as the coefficients of the series expansion of (1 — &)®, from the
definition of {wy, fnen (4.1.15) we have @,, = 7%w,, for all n € N. And we can write V"
as a function of f;' in a recursive expression

Vi =Y E.fl, n>0, (5.2.4)
j=1

with E, recursively defined as
n—1
Bo=7°F, E,= E( —wn_jEj). (5.2.5)
j=0

As we have observed in the proof of Theorem [5.1.1] we have

1B 2@y = I + 7%An) 2 < 1.
Then, from ([5.2.5)), and recalling that —w; > 0 for 7 > 1, we have

n—1
1Boll2@) < 7% 1 Eallz@ <D —@nill Ejll 2@ (5.2.6)
5=0
Defining the sequence
n—1
=1 =) —@nc (5.2.7)
5=0
it is possible to check that
1Bl 2(0) < 7% (5.2.8)

In order to bound the error, it will be useful to know about the asymptotic behavior
of {¢, }nen. This is analyzed in the next lemma.
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Lemma 5.2.2. Let {&, }nen, be the coefficients of the power series expansion of (1—£)%,
with o € (0,1), and {cp}nen, the sequence recursively defined in (5.2.7). Then, ¢, €
O(n®™1).

Proof. From the definition of {@,, },ecn,, we know that

(1= =) ¢
=0

Then, defining ¢g(§) = 1 — (1 — £)*, and recalling that wy = 1, we have

g =) —@¢.
j=1

Now, defining f(§) = >°22(¢;&/, from the definition of {c,}nen,, and using the
Cauchy product for power series, the following equality can be easily checked,

9(&) _ f(§) —co
f(£)5 == (5.2.9)

Recalling that ¢y = 1, and —w; = «, from (5.2.9) we can obtain an explicit expression
for f,

[ =0-9" (5.2.10)

It is well known that series expansion of f is

re =3 - (e

=0
Then

= (—1)" (_O‘>, (5.2.11)

where

(—a) - I'(l—a) (5.2.12)

n I+n)l'(1—n—a)

Finally, by means of basic Gamma function properties, we can check that (;O‘) €
O(n®~1), and hence {c, }nen, € O(n®™1).
O

94



At this point, we are able to obtain a bound for the error.

Theorem 5.2.3. Let u and U;' = U(t,,) be the solution of (5.0.2) and (5.1.3) respec-
twely. Consider v € L*(Q) and v, = Pyv with ||v||12@) < R. Then, under the condition

0 < 7% < <1, there exists a positive constant C' = C(R, T, «, ) such that
lu(tn) — Un(ta)lr2) < CR*(t,* + |log h?) + Ot (5.2.13)
t, €[0,7].

Proof. In view of Theorem , we only need to estimate ||up(t,) — Un(tn)| r2(0), with
uy, the semi-discrete solution. Defining the function G(z) = (2*1 + A,) ™', analytic in a
sector Xy with 0 € (7/2,7) (see Section [£.1.2), from the semi-discrete and fully discrete
scheme we have

Up = G(@t)(?t%h + G(@t)Phg(uh),

and - o
Uh = G(@T)a.,- Vp + G(&,—)Phg(Uh>

Subtracting both expressions we obtain an equation for e; := u, — Uy,

en = (G(0)0F — G(0:)0:" Pu)v + G(0y) Pug(un) — G(9;) Pug(Uy) = (5.2.14)
(G(9)0; = G(D:)0:" Pu)on + (G(8)) — G(87)) Pag(un) + G(D;) Pu(g(un) — g(Un))
The norm of the first term (i) can be approximated by means of Lemma[£.1.1] That

is, taking 4 = 0,8 = 1 in that lemma, we obtain

1)l 220y < Ot Tllvnllr2) < Ot ',
with C' = C(R).
For the second term, using property (4.1.10)), we can split (i7) as follow
(i1) = (G(%) — G(D:)) (Prg(un(0)) + (1 % Pudrg(un(tn)))
= (G(8:) = G(9;)) Pug(un(0)) + ((G(8,) — G(;))1) * Pudig(un(ta))

=1+11.

Using Lemmawith 1= a, B =1, along with the fact that |g| < B, we can estimate

||]||L2(Q) S Cti_lT.
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On the other hand, noticing that estimation (2.2.16) can be easily extended to dyup
in order to get ||Oun| 120y < Ct*/*7! (since v, € H*(2)); using again Lemma the
fact that |¢’| < B, and writing 0;g(up(t)) = ¢’ (un(t))Orun, we have

110 < [ 1(G(00 = G@N) Dt = 9 (w(s) (92

tn tn
< OT/ (tn — 8)* M| Opun(s) | 2o ds < CT/ (tn — 5)* 15?1 ds
0 0

3a—1
<Ot

where in the last inequality we have estimated the integral in terms of the beta function
B(a/2,a), as in Theorem [2.2.1]

Now, we observe that the last term (ii7) is a solution for (5.2.2), with fp =
Pi(g(up) — g(Up)). Then, in view of and (5.2.8)), and using again that |¢'| < B,

we have

| (444) || L2y < T ch illen(i)l 2,

where {c, }nen is the sequence defined in .
Using that

34
Crt; + 12 e < ort
with C'= C(T'), we can derive the following

Jen(tn) iy < Crtst + 7S e llent) e

7j=1
Now, recalling that 0 < 7% < § < 1, we have
n—1
len(ta)llz2i@) < CTt, "+ CTY ~ ensjllen(ty)llz2 o),
j=1

with C = C(§). We can apply a discrete Gronwall type inequality to the former
expression, and get
||eh(tn)||L2 < CTt 6 Gl Z] 1 Cn— ]) ( )

Now, from Lemma [5.2.2] we know that ¢, ~ n®!, and hence 7* Z L Cnej S TN <

7N = T“. From this, (5.2.15)), and -, we can derive (5.2.13).

]
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5.2.3 L bounds

In order to prove that the solution remains bounded between 1 and —1, we are going

to define first the semi-discrete in time problem. That is, find U" € H*®(Q2), with
n € {1,..., N}, such that

9, U"+ AU" =0, v+ g(U"

{ 0o o 9(u") (5.2.16)

Before giving an existence result, we set the following auxiliary lemma.

Lemma 5.2.4. Let {a;}jen and {b;} en be two sequences of real numbers, with {a;}jen
non-increasing and positive valued. Suppose

[y

n—

aj(bn—j - bn—j—l) < 07

I
o

J

for some n > 2. Then there exists jo < n such that b, > b,.

Proof. Suppose b; < b, for all j <n. Since a;_1 > a; > 0 we have

n n—1
0> a;(bny—buj1) = ar(bp = bos) + > a;(buy —buj1)
._ j=2
n—1
>a2b _bn 3 +ZCL] n j_l)z...Zan_l(bn—bo)ZO,
=3

and the contradiction came from the assumption b; < b, for all j < n. Then there
exists jo < n such that b;, > b, and the lemma is proved.

[]

The proof of the existence and uniqueness of solutions for problem ([5.2.16)) is similar
to the one given for the fully discrete case. For the solutions of this problem, we have
the following result.

Theorem 5.2.5. Consider the semi-discrete in time scheme ((5.2.16) with U € L>°(Q),
then there exists T > 0 small enough such that has a unique solution U™,
n € {0,..., N}, with U™ € C*(R") for all n > 0. Moreover if |[U°(z)| <1 for all x € Q,
then |[U™(z)| <1 for allz € Q and n € {1,...N}.

Proof. Suppose we have a solution with the desired properties for all m < n. From

(5.2.16)) we have the identity
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U™ = (I +7°A) <(Z%) e —Z%U” iyr g(U")> (5.2.17)

where w; 1= 7%);.
First we want to show that there exists U" € L?(Q) that satisfies equation [5.2.17
In order to do that, we define the map T': L*(Q) — L*(Q)

T(u) := (I +74)" <<Zw]> o _ Z%U” I+ 1% (u ))

We want to show that T is a contraction in L?*(2). From the fact that A is a
maximal monotone operator (see [22]), we know that ||(1 4+ 7%A)|[12(q) < 1. Let u and
v € L*(Q), we can estimate

17 () = ()2 = I+ 774)"'7%(g(u) — 9(v)) |20

< 7%g(w) = g(V)l[r2i) < TCllu = v]|2(0)

Then, for a small 7 we have that T is a contraction. Hence, there exists a unique

solution U™ € L*(Q) for (5.2.17)), and the relation

_ (Z w]) U0 — zn:wjmf +g(U™) (5.2.18)

is satisfied. Since the right hand side belongs to L>°(£2), applying Theorem [1.2.4] we
can conclude that U™ € C¥(R™) N C*(Q,) for all 0 < p < py.

Now, we want to see that if the initial data is regular enough, then the solution
remains bounded between 1 and —1. Suppose |U™(z)| < 1 for all x € Q, for all m < n.
The semi-discrete in time scheme gives us the relation

D w U - (Z wj) U = —AU" +g(U"),
j=0 =0
which can be rewritten as
Zaj (UM — U7 = —AU" + g(U™),

with a,, = Z? o Wj- Suppose there exists some xy such that U™ achieves its maximum
on that point, and U™(x) > 1. Recall that ||[U™|| =) < 1 for all m < n. Assuming

98



U™ e C*(Q) N C*(R") for all m < n it is possible to show that U™ € C?*(Q) N C*(R")
(see Remark [5.2.6)). Using this, we can show that AU"(x¢) = (—A)*U"(xy) > 0 (see
[33, Lemma 3.9]). Then, from the fact that U™(xy) > 1, we have g(U"(x¢)) < 0, which
implies

i
L

a; (U™ (xg) — U7 (zg)) < 0.

Il
o

J
Observing the fact that {a,} is a positive valued and decreasing sequence, we can
apply Lemma [5.2.4] to show that there exists mq < n, such that U™ (z0) > U"(xo), and
then 1 > U™ (xy) > U"™(xg) > 1. The contradiction came from the assumption that
Un<l’0) > 1.

Now we want to see that the same bound holds for less regular initial data. To
this end, applying a density argument, suppose U" is a solution for with U° €
L>2(Q), |U°]| Loy < 1. Consider {U}ren C C(Q), with [|UR|| =) < 1 for all &, and
Ul — U%in L*(Q).

Let U} be the solution of with initial data Up. Calling e} = U™ — U}, we
have the equation

i = (1 + 747 (Z w) = D@+ (gU™) - 9UD) ).

and taking norms we obtain

lepll 2 < ledllzaey + Y —@iller Nl + 7Cliegll 2. (5.2.19)
j=1

Choosing 7 such that 7¢C' < 1, recalling that 0 < Z;;l —w; < 1, and applying a
Gronwall type inequality we have

1/1—rC

1—r72C
with C' = C(7,«, C), and then, ||e}| r2@) — 0.

Since [|UP |l < 1, then ||UP||e@) < 1 for all k, and for all n € {1,...,N}.

Hence, for a fixed n, we can construct a sub-sequence {U, i }jen, such that U,?j — "
a.e. , and conclude that [|[U"||feq) < 1.

lerll 2 < lleRllcz = Clle}ll 2 (),

]

Remark 5.2.6. Suppose we have U™ € C?(Q) N C*(R") for all m < n. If we take a
fixed p' > 0 and p = 2p" in Theorem [1.2.5, a repeated application of this result, along
with the fact that ¢ € C?(R), implies that U™ € C*"23(Qy,,) for some k € N, only
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depending on s. Since py can be arbitrary small, we can assert that U" € C*({2), and
then, U™ € C?*(Q2) N C*(R™).

Finally, proceeding analogously as in Theorem [5.2.3] we can derive the following
error estimation.

Theorem 5.2.7. Let u and U™ = U(t,,) be the solution of (5.0.2)) and (5.2.16) respec-
twely, with v € L*(Q), |[v||z2() < R. Then, under the condition 0 < 7 < § < 1, there

exists a positive constant C' = C(R, T, a,0) such that

u(tn) — Uta) |2 < Ct'r,  t, €10,7T). (5.2.20)

Now, consider |[v||z(q) < 1, a family of nested subdivisions of [0,T] with 7 = T'/N;,
with k € N, and a fixed ¢, € (0,7]. Let Uy(t,) be the solution of (5.2.16), and u the
solution of (2:2.4), using[5.2.7 we have that Ug(t,) — u(t,) in L*(Q2). So, we can extract
a sub-sequence {Uy, (tn)}jen such that Ug(t,) — u(t,) a.e. . Using[5.2.5, we know that
Uk (tn)||Loe () < 1, and then, ||u(t,)||z~@) < 1. We can summarize this observation in
the following result.

Theorem 5.2.8. Let u a solution of (2.2.5) with ||v||L=) < 1. Then ||u(t)||Le@) <1
for all t € (0,T].

This theorem implies that all the analysis displayed up to here remains valid replac-
ing g by f and therefore to the Allen-Cahn equation (2.2.1)).

5.3 Asymptotic behavior with s — 0

Considering now the usual derivative in time (o = 1), the Allen-Cahn equation can be
understood as a gradient flow in L?, minimizing the free energy functional

82

with W(u) = @ (see for example [9]). It is well known that the size of ¢ affects
the interface width of the minimizers of F§. That is, interface width tends to zero with
e — 0. This fact can be easily derived from expression , observing that the
right term, which penalizes the variation of u, tends to lose relevance as € goes to zero,
forcing the minimizer u to take values into the set of minimizers of W, that is values
belonging to {1, —1}. However, since ¢ > 0, the right term promote the minimization
of the interface length (for n > 2), which implies that the limit behavior cannot be
understood as the minimization of Fy with ¢ = 0. In [76], Savin and Valdinoci show, by

means of ['-convergence theory, that the limit behavior of the problem of minimizing
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F; tends to a minimal surface problem if s € [1/2,1), and to a non-local version of the
minimal surface problem for s € (0,1/2).

In our case, numerical experiments (see Figure show that the interface width
tends to become thinner when the parameter s goes to zero, suggesting that (as in
the case ¢ — 0) a minimizer of Fy should approximate a binary function when s —
0. Motivated by the previous observation, the aim of this section is to analyze the
asymptotic behavior of the minimizers of F; with s tending to zero. To this end, we are
going to follow the ideas displayed in [76], and study the T'-convergence of a suitable
modification of the functional Fj.

5.3.1 I'-convergence when s — 0.

Since I'-convergence may not be a usual concept in numerical analysis, we start this
section by giving its definition and basic properties, and we refer to [2I] for further
details.

Let X be a topological space, and {F,}en, F,, : X — [—00,+00], a sequence of
functionals. Then, we say that F,, I'-converge to F' : X — [—o00, +00], if the following
conditions holds:

e For every sequence {z, },eny C X such that z, — z, then

F(z) <liminf F,,(z,).

n—oo
e For every x € X, there exists a sequence z,, converging to x such that

F(x) > limsup F,(z,).

n—oo

Also, we define a complementary concept. We say that the family {F,} has the
equi-coerciveness property if for all ¢ € R exists a compact set K. in such a way that
{F, <c} C K, for all n € N.

These two concept allow us to say something about the limiting behavior of the
minimizers of F;, in terms of the minimizers of F'. That is, if x, is a minimizer of
F,,, then every cluster point of {z,}nen (if exists) is a minimizer of F'. This can be
summarized as follow

Equi-coerciveness + I'-convergence = Convergence of minimizers

In order to study the I'-convergence of Fy, we must set an appropriate domain X
for Fi,

X ={u e L>®R") with |u| <1, and u =0 in Q°}.
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And we are going to consider this space furnished with the norm || - ||;1(q). Note that
if u e X but u & H*(Q), then we can define Fi(u) = +o0.
From the definition of F,, and supposing 2 < 1, we have

g2 g2
Fu) = Slulfany = 5 ol + 5 ol + [ W)

52

= Sl ol + [ (W) + S7),

and, denoting Flu](§) as the Fourier transform of u, we know from [30] and Plancharel’s
identity that

w@wfwﬂwwmquffﬂmmwwa
R’ﬂ
and

lullZo) = | F2lul(s) d&.

R‘IL
Then we have

lu

ey — el = [ (6P = 1) Pul(€) s

so we can rewrite F as

F=5 [ e - 0P+ [ W

with W (s) = W(s) + %s.
Since we have €2 < 1, W (s) is a double-well type potential with minimizers /1 — 2.
Noticing that W (41 —e2) = k. > 0, we define a new auxiliary functional F,

so now W (£y/1—¢e2) = 0.
Fixing s and ¢, it is easy to check that v € X is a minimizer of Fj if and only if u
is a minimizer of F,. So we focus our study on the asymptotic behavior of Fy.

Defining the functional
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Fo(u) = { Jon I |E|F2 ] (6) dE,  ifu=V1—e2(Ip — Ipe)

400, in other case,

(5.3.2)
with £ C Q and E° = Q \ E, we have the following theorem.

Theorem 5.3.1. Let F, and Fy defined as before, then F, L .

Proof. Let us — uw with s — 0 in X, and suppose w.l.o.g, that s takes values in a
discrete set. First, we want to see

lim inf F,(u,) > Fy(u). (5.3.3)

s—0

Indeed, suppose that [ = liminf,_,, Fs(us) < 400, in other case there is nothing to
prove. If we choose a suitable sub-sequence of ug such that us — w a.e. and Fi(us) — 1,
then

R 2s ~
| = liminf £, (uy) > lim inf / <] . L P2 (€) dé + timinf — [ W(u))  (5.3.4)
n Q

5—0 5—0 S s=0 25

We first analyze the left term of the right hand side of ((5.3.4)). In this case we have

25 1 2s __ 1
hgﬁﬂgz—ﬂw@@z@yﬁﬂﬁg—PMQ%
et [ EEZ2 P @ 0 - 0+ )

From the fact that us — u in L'(R™) norm, we have F|u,| — F|[u] point-wise, and
we also have (|€]?* — 1)/2s — In|€|. Then, using Fatou’s Lemma, we get

(i) > /K | WlEF ) d > 0

On the other hand, since |F[u,](§)] < |lus|[z1(@) < ||, we can estimate the second term
as follow

(7i) = —limsup/ Ll

<1 28

f%m@%z—/ — In || 2 (€) de

|€]<1
_ /£|<lln\§]]-"2[u](£) de > —oo, (5.3.5)
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where in the last inequality we have use the reverse Fatous’s Lemma.

Hence, the first term on the right hand side of (5.3.4)) must be a finite number. This
implies that

1 B
0 <liminf — [ W(u,) < +o0,
s—0 S Ja

and thus, [, W(us) — 0 with s — 0.

Since we have chosen u, in such a way that u, — u a.e., we have that W(u) = 0
a.e., then u must have the form

u=+vV1—-¢e2(lg — Ige).
Now, we can estimate

lim inf F,(u,) = lim inf /n |£|28—_1.7:2[u5](§) dg + 2—15 /Q W (us)

50 s—0 2s

z/mmﬁw@%:%w,
Rn
and ([5.3.3) follow.

Finally we only need the to verify that if u € X, then

Fy(u) > limsup Fi(u) (5.3.6)

s—0

To this end, suppose u = /1 — 2(Ig — Igc), otherwise there is nothing to prove. In
this case we have

e S GL

The fact that (|€[> —1)/2s N\, In|¢| with s — 0, implies that F,(u) is decreasing in s.
Then

lim sup F,(u) = lim Fy(u) = lim '5‘25—_1?2 [u](€) d¢

50 520 Jpn 28
1

2
=gglm+émﬂig—ﬂwwﬁ.

Then, using Monotone Convergence Theorem on the integral over || > 1, and Domi-
nated Convergence Theorem over || < 1, we have
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lim sup Fy(u) = Fy(u),

s—0

which proves (5.3.6)).

5.3.2 Equi-coerciveness of F,

To complete the analysis we prove the equi-coerciveness of {FS}S.

Theorem 5.3.2. Suppose s, — 0, and {u,}neny C X, such that an (u,) < C for all
n € N. Then there exists u € X and a subsequence {uy, }jen, such that u,, — u in X.

Proof. First we observe that, as before, we have
Fy, (u,) = / W—_lﬁ(un)[g] de - / W (u,) da.
" n 25n 23n Q

Since (|€]** —1)/2s \,In|¢| and F,, (u,) < C for all n € N, we can assert that

/ In || (wn)[€] dE < C, ¥n € N. (5.3.7)

The fact that u, € X, implies ||uy |11 < Cp for all n € N, and then

/ In (€17 (un) €] dE > C2 / Infé|de > Cy. (5.3.)
|€]<1

l§l<1

Now we want to show that ([5.3.7)) implies that functions in the set {F?(u,)}, keep
a substantial part of their mass uniformly bounded. Namely, given 1 > 0, there exists
R > 0 such that

F(un)[€]dé <n, VneN. (5.3.9)

By contradiction suppose that there exists ny > 0 such that for every R > 0 there is a
number m = m(R,n) € N, in such a way that

F2(um)[€] d€ > 0.
el>R

Choosing R > 0 such that ngIn(R) + C; > C, with C the constant in (5.3.7), and C}
the one in ([5.3.8) , we have
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[ miF s> [P el [P e

1€1<1

> h’l(R)?]o +Cy > C,

which, in view of results in a contradiction. Hence, assertion holds.

On the other hand, the fact that {u,},ey C X, implies that this sequence is uni-
formly bounded in L?*(€2), and then, we can extract a weakly convergent subsequence
{un, }jen. Let u € L*(Q) such that u,, — u, our goal now is to show that u,, — u
strongly in L?(Q), which implies strong convergence in L'() since || < oco.

To this end, we only need to show that |juy,||r2@) — ||ullz2@) or, equivalently,
| F (tn)) | 2y — || F ()] 2rny. From (5.3.9), and the fact that u € L*(Q2), we can
take R large enough, in such a way that

F2(un,)[€] dé <n, Vj€EN,
lEI>R

and

FA(w)[€] dg <.
e[>R

Then we have
< (5.3.10)

1 Ctn, 32y = 17 (0) e

Foun)lEldg = | F(u)le] de| + 2.

‘ l§I<R 1359

Since u,, is supported in €, for all j € N, weak convergence implies F (un,)[{] — F(u)[¢]
for all £ € R™. And, as we have observed before, since ||un,||11q) < Cp for all j € N,
F2(un,)[€] < CF for all & € R™. Hence, we can apply the Dominated Convergence
Theorem in (j5.3.10)) and say that there exists jy in such a way that if j > j, then

‘H]’(unj)llizmm — IF (W) |Z2 @ | < 3n- (5.3.11)

Since 1 can be arbitrary small, we have [|u,,|z2@) — [|ul/z2(), and the statement of
the theorem follows.

]

5.3.3 The case of the spectral fractional Laplacian

Besides ((0.0.1)), it is possible to define a related operator, usually called spectral frac-
tional Laplacian, in the following way
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(—A)su(z) == Z X5 (u, ©3) 2 i (), (5.3.12)

with (A7, ;) eigenpair of the classical Laplacian with homogeneous Dirichlet boundary
condition in €. The associated spectral semi-norm is defined as

ul? ==Y AP (1, 01) 720 (5.3.13)

i=1

Ideas used in the proof of theorems|5.3.1}and [5.3.2| can be straightforwardly adapted
in order to extend this results to the spectral case. That is, redefining (5.3.1]) and (/5.3.2])
as

2
Fi(u) == %|uy§+/W(u), (5.3.14)
Q
and

Zf; In (\;)(u, gpi)%Q(Q) ifu=+v1-—¢2 (IE — IEC)

5.3.15
400, in other case, ( )

Fo(u) := {

respectively, with £ C 2 and E° = Q \ FE, it is possible to prove that minimizers of Fj
converge to minimizers of Fy.

From this, it can be observed that the minimization problems given by and
(5.3.15)) present a similar behaviour, since both functionals prioritize low frequency
functions. In order to make this point clear, consider first the minimization problem
given by . With the purpose of minimize (5.3.15)) we should find a set £ C €2
in such a way that its associated characteristic function v = /1 — £2 ([ p—1 Ec) can be
well approximated using low frequency modes. That is, since In()) is increasing as a
function of A\, we need the largest values of (u, ¢;)* associated to small values of \;. A
similar observation can be done about the minimization problem given by .

5.4 Numerical experiments

In this section, three numerical examples are presented in order to explore the behavior
of the solution under fractional parameters s and a.

For the first example, we have used 2 = [—1, 1], a uniform mesh consisting of 3000
nodes, s = 0.005, @ = 1, e = 0.5, and the function v = —0.51(_1) + 0.5Ijp1) as
the initial datum. Here, the aim is to obtain some experimental support for the ideas
displayed in Section [5.3] that is, the behavior with a small parameter s. Numerical
results are summarized in figure |5.1, and equilibrium values far from 1 and —1 can be

107



08 A

06

04 1

02 -

0.2 -

04 B

-0.6 A

08 -

Figure 5.1: In red the solution of example 1 at ¢ = 50, in black-dashed the values
++v/1 — 2. It can be seen that the equilibrium states remain far from 1 and —1, unlike
the behavior in the classic AC equation, and approach the values predicted in Section

5.3 (see (532).

observed. Furthermore, equilibrium values seems to be placed near the values predicted
in Section [5.3| or, in other words, the solution seems to approximate a minimizer of

(5.3.9).

Example 2 and 3 (spinodal decomposition) are showed in figure and respec-
tively. Here we have used () as the unitary ball, a uniform triangulation consisting of
16554 triangles, 2 = 0.02, and random noise as initial data. In example 2 (figure ,
the parameter « is fixed in 1, and results for several values of s are shown. Can be
observed the fact that, as we have mentioned in Section [5.3] the smaller the parameter
s, the thinner the interface. Finally, example 3 (figure shows the behavior for
fractional values of the parameter o, with s = 1.

Resumen del Capitulo

En este capitulo se aplican las técnicas desarrolladas en el capitulo anterior a una version
fraccionaria de la ecuacién de Allen-Cahn,

Yo% + (—=A)*u = f(u) in Q x (0,T),

con s, € (0,1], f(u) =u —ud.
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s=0.7,t=10

Figure 5.2: In this example we set 2 = B(0,1), @« = 1, and random noise as initial
condition. The evolution in time is displayed for several values of s.
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Figure 5.3: In this example we set Q = B(0,1), s = 1, and random noise as initial
condition. The evolution in time is displayed for several values of «.
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En la Seccién se describe el método numérico propuesto (basado en el usado
para el caso lineal), mientras que en la Seccién se obtienen estimaciones del error.
En la Seccién 5.3 se analiza el comportamiento asintotico de las soluciones con a = 1y
s — 0". Finalmente, en la Seccién se presentan experimentos numeéricos explorando
el comportamiento cualitativo de las soluciones.
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Appendix A

Implementation details

A.1 Quadrature rules

Here we give details about how to compute the integrals [ éﬁn and JZ’j (see Section .

In order to cope with [ zﬁn, we proceed according to whether T, N T, is empty, a vertex,
an edge or an element. Recall that I éfn =1 Zn] ¢, 50 that we may assume ¢ < m.

Consider two elements T; and T}, such that supp(y;),supp(p;) N (Tp U Tp) # 0.
Observe that if one of this intersections is empty, then I;7 = 0. Moreover, it could
be possible that one of the elements is disjoint with the support of both ¢; and ¢;,

provided the other element intersects both supports and zin # 0.
We are going to consider the reference element

~

T={2=(21,22): 0< 2 <1,0 <3y <2y},

whose vertices are

0 1 1
S0 _ H@) _ 53 _
@=(a) =) == (1)

The basis functions on 7' are, obviously,
@1(2) =1 =21, ¢a2(2) =31 — o,  P3(2) = 2o

Remark A.1.1. Given two elements T, and 7,,, we provide a local numbering in the
following way. If T, and T,, are disjoint, we set the first three nodes to be the nodes of
Ty and the following three nodes to be the ones of T,,. Else, we set the first node(s) to
be the ones in the intersection, then we insert the remaining node(s) of 7; and finally
the one(s) of T, (see Figure . For simplicity of notation, when computing I;7 and

,m
J,?, we assume that 4, j denote the local numbering of the basis functions involved; for
example, if Ty and T, share only a vertex, then 1 <1,7 <5.
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3 1 1

Figure A.1: Local numbering for elements with a vertex and an edge in common.

Consider the affine mappings

xe:T =T, Xe(#) = Bei + ",
Xm T =T, Xm(Z) :Bmi—i—xfé),
where the matrices B, and B,, are such that ) (resp. #(®) is mapped respectively

to the second (resp. third) node of Ty and T,, in the local numbering defined above.
Then, it is clear that

2 aixe(@)) = i@ s (e@) = i@ 4,
AT ld)— xn R

= 4|T£||Tm|//// Eij(21, 22,91, 92) dT diy dys.
TxT

We discuss how to compute [ éfn depending on the relative position of T, and T,,,

and afterwards we tackle the computation of Jz’j :

A.1.1 Non-touching elements

This is the simplest case, since the integrand F;; in (A.1.1]) is not singular. Recall that

[ // (pilw) = wily))2i (@) = ;W) 0 1< ¢,m< Ns.
iy m

’I‘ _ ’2—}—25

Splitting the numerator in the integrand, we obtain

dd dd
dd dd
/TZ/m,x_ el - /TZ/m,x- it

Note that all the integrands depend on ¢ and m only through their denominators.
Since @;(x) = 0if ¢ = 1,2,3 and = € T, or if i = 4,5,6 and x € Ty, given two
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indices 1, 7, only one of the four integrals above is not null. Thus, we may divide the 36
interactions between the 6 basis functions involved into four 3 by 3 blocks, and write
the local matrix ML as:

Apm By
ML = m o A12
( CE,m Dﬁ,m ) ’ ( )
where
A”J / / d dy, / / pil@)piis(y) dxdy
7 T Ifﬁ—ylms 7 T, !:v—ylms
vi+s(y)p;(x) / / Pi+3(y)pi+3(y)
= dxdy, dxdy.
/Tz /m Iw—y|2+25 w1, T —yFt

We use two nested Gaussian quadrature rules to estimate these integrals. These have
6 quadrature nodes each, making a total of 36 quadrature points. Let us denote by py
and wg (k =1,...,6) the quadrature nodes and weights in T, respectively. Changing
variables we obtain

AT — AT T, // P
4,m ‘ Z|| | |X€ y)|2+2 Y

and applying the quadrature rule twice, we derive:

i w wwz (Pr) 5 (k)
AV AT T / . (A.1.3)
¢ ;; Ixe(Pr) — Xom(pg)]2H2s

Note that the right hand side summands only depend on 7 and j through their numera-
tors, and on ¢ and m through their denominators. As our goal is to compute the whole
block A, as efficiently as possible, we set the following definitions:

e The matrix ®4 € R® x R3® stores the numerators involved in (A.1.3), corre-
sponding to the 9 pairs of basis functions and the 36 pairs of quadrature nodes,
respectively. Namely,

5 = Gii—tla+1(Pr17) 21 (Pra) Wh- 11117, (A.14)

where [m]; denotes m modulo k£ and [-] is the ceiling function. Let us make this
definition more explicit. The matrix ®4 may be divided in 6 blocks,

P = (@M o),
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o1 (pr) o1 (pr)wrwt  @1(pr)P1(Pe)wrwe ... 1(pk)P1(Pk) wrwe
G2(pr) o1 (Pr)wrwr  G2(pr)P1(Pe)wrwe ... P2(pr)P1(Pk)wrwe
G3(pr)P1(pr)wrwr  G3(pr)P1(pr)wrws ... P3(Pr)P1(Pr)wrwe

) o1 (pr)P2(pr)wrwt  @1(pr)P2(Pe)wrws ... P1(pk)P2(Pk) wWrwe
O = | Po(pr)P2(pr)wrwr  P2(pr)P2(pr)wrws ... @2(pr)P2(Pr)wrwe
O3(pr)P2(pr)wrwt  @3(pr)P2(Pe)wrws ... @3(Pk)P2(Pk)Wrwe
O1(pr)@3(pr)wrwi  ¢1(pr)P3(pe)wrws ... $1(pk)P3(Pk) wrwe

G2 (pr)P3(pr)wrwr  P2(pr)P3(Pr)wrwe ... P2(pr)@3(Pr)wrwe
03(pr)P3(pr)wrwr  G3(pr)P3(pr)wrws ... P3(Pr)P3(Pr)wrwe

e The variable d™ € R3C is a vector storing the distances between all the quadrature

nodes involved:
—(2+2s)

dyt = Xe(p[k—1]6+1) - Xm(p(@) . (A.1.5)
Namely, the vector d™ can be written as:

Ixe(p1) = Xom (1))~

Ixe(p6) — Xm(p1)|” >
—(242s
Ixe(p1) = X (p2)| &)

d™ = | [xe(ps) — xm(p2)| "+
Ixe(p1) = Xm ()|
Ixe(Ds) — Xom(pe)| ">

With these two variables in hand, the computation of the integrals A% may be done
in a vectorized mode. Defining Ay, := d4 . d", we obtain:

AL IS 4|3 A

Pli—1)s+1(Pw)Prir(pr)
— 4|T|| T, |Zquwk i 51 ie{1,..,9).

IxXe(Pr) — Xm (Pg)|?H2”
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Equivalently, using MATLAB® notation:
Ag = 4|Ty|| T, | reshape (Ag,,, 3 , 3).
We apply the same ideas to computate the remaining blocks in ({A.1.2]). We define:

e a9 x 36 matrix ®7, such that
@i = Plictlo+1(Pr27)Pri143(Ph—1)+1) W11, 410 47,
e a9 x 36 matrix ®”, such that
@i = Pli-tlyra(P—11,+1) 1143 (Pl— 1)) W 1)1 W1

Then, considering

B&m = (DB : dm,
Dg,m = <I>D . dm,

we just need to multiply

B‘g’m%4‘E‘|Tm’reshape(éf7m, 3 ) 3)7

Dy = A|Ty|| T, |reshape Dy, 3, 3).
Is simple to verify that Cy,, = Bg}m, so that there is no need to make additional
operations to compute the block Cy,,. Moreover, let us emphasize that the matrices ®4,
®B and ®P depend on the quadrature rule employed, but not on the elements under
consideration; these are precomputed and stored in data.mat. We refer to Section
for details on how this is done. However, in the main loop, the vector d™ needs
to be calculated for every 1 < £ <m < N

We obtain a matrix ML as follows:

reshape (4 - d™, 3 , 3) reshape(®P.dm, 3, 3)
ML ~ 4|Ty|| T < P P .

reshape(q)B-dm, 3, 3)° reshape(CDD-dm, 3, 3)

In addition, this vectorized approach gives us an efficient way to compute Iy, for several
values of m € {1,..., N;} at once. Indeed, suppose that want to calculate Iy, for m € S C
{1,..., N5} (along the execution of the main code, S would contain the indices listed in empty).
It is possible to compute Ag,m, B&m and ﬁgm for all m € S using vectorized operations as

follows: ) A
<A€,m17 L) Af,m#s) - (DA . (dml, ceey dm#s) s

(Bf7m17 "'aBE,m#S) - (I)B . (dml, ...,dm#s) y
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(Df,mla "'7ﬁé,m#5> - @D . (dml, ...,dm#s) .

Observe that, fixed £ and S, the distances between interpolation points of the involved
triangles are all the necessary information to obtain the estimation of the matrix ML (given
by (A.1.2)), for m € S.

In order to perform an efficient computation of (d™, ...,d™#s), we use the MATLAB®
function pdist2 in the following way:

xm
ma
(d™, ...,d"™#S) = reshape( pdist2(X?, . ), n?, [1 )
X“;#S
Here, the vectors X" are given by
Xm(P1)
XM .= :
Xm (Ps)

The computation of the matrix ML is carried in the main code, and it is implemented in

Subsection [3.4.2]

A.1.2 Vertex-touching elements

In case Ty N Ty, consists of a vertex, define 2 = (2, ), identify 2 with a vector in R*, and split
the domain of integration in (A.1.1)) into two components D; and Do, where

3}
1}

l\z>
IN N
l\l>

l\l>

D1:{210§21§1,0§22§21,0§23<21

Dy={2:0<23<1,0< 2 <23,0< 2 <23,

I/\ |/\
N>

Let £ € [0,1] and 1 = (11, 72,m3) € [0, 1]3. We consider the mappings T}, : [0,1] x [0, 1]
Dy, h=1,2,

3 §n2
Ti(€,m) = EZ; , To(ém) = @72773 ,
En2ms &m

having Jacobian determinants |JT1| = &3np = |JT3|.
We perform the calculations in detail only on D;. Observe that if ¢ = 1, which corresponds
to the vertex in common between 7y and T,,, then

wi(xe(€,Em)) — wil(xm(En2, Emans)) = —&§(1 — n2).
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Meanwhile, if the subindex i equals 2 or 3, it corresponds to one of the other two vertices of
T;. Therefore, in those cases ¢;(xm({n2,{n2ns)) = 0, and

w2(xe(§,Em)) =61 —m),
w3(xe(&,€m)) =Em.

Analogously, if i € {4,5}, then ¢;(x¢(&,£n1)) = 0 and so

©a(Xm (&2, Enanz)) = — Ena(1 — n3),
©5(Xm (En2, En2n3)) = — Emans.

Thus, defining the functions w,(;) ([0,1P = R (k€ {1,...,5}),
W) =m -1, ) =1-m, 5 () = m,

() = —ma(1 — 1), D) = —nams,

we may write

M ()

Fij(%)dz = : . 2 dn d
/171 J(Z) : /[0,1] /[0,1}3 B < 13 >—B < §n >2+25£ e e
C\ e "\ Enans
1 oM ()

_ 3-2s v 2 e d
</0 : 5) </[o,113 @ " ”)

1 ¢§1)(n)¢§1)(n)n ’
= & . 919« 12 )
4=2s \Jpoup [d0 ()7

where we have defined the function

1
(77) ¢ m 7273

Observe that in the first line of last equation (or equivalently, in ), the integrand is
singular at the origin. The key point in the identity above is that the singularity of the integral
is explicitly computed. The function dV) is not zero on [0,1]%, and therefore the last integral
involves a regular integrand that is easily estimated by means of a Gaussian quadrature rule.

In a similar fashion, the integrals over Dy take the form

(2) (2)
1 ;7 (Y7 ()
Fj(2)ds = I P pydn ),
/1:)2 () d2 4—23< [0,1)3 ‘d(2)(17){2+25 2

where

¢§2) (n) =1—m2, @052) (n) = n2(1 — n3), §2) (n) = m2m3,



and

1
(77) ¢ n2m3 m

Based on the previous analysis, we describe the function vertex_quad. Let py,...,p, €
[0,1]% be a set of quadrature points and wy, ..., w,, their respective weights. In the code we
present, we work with three nested three-point quadrature rules on [0, 1], making a total of
27 quadrature nodes in the unit cube. The data necessary to use this quadrature is supplied
in the file data.mat, and in Appendix

Set h € {1,2}. Then, applying the mentioned quadrature rule in the cube,

/ e ()™ () Ni o ()" (k)
[

S 2 an =~ W S pk,7
0,1]3 \d(h)(ﬁ)‘%ﬂ k= ‘d(h)(Pk)‘Hz :

where pj, o denotes the second coordinate of the point pr. The right hand side only depends

on £ and m through d(. So, in order to compute I ., using vectorized operations, we define
the following variables, in analogy to (A.1.4) and (A 1 ol):

o A 25 x 27 matrix ¥ satisfying

h _ () (h
‘IIU - w] w[z 1]5+1(p])’(/}"%

)W (pj) Pj2-

e A vector d" € R?", such that

dl — ‘d(h) (pk)‘_(2+28)

Then, defining f&m =Wl d' +¥2. d?, we obtain

[i-1s+1,[21 AT Tml 2
I A Ml 7
lm 4— 9s lm

z 15+1(pk)¢[ ](pk)

2
_ZZ wy, Ao ie{l,..,25}.

h=1k=1

Equivalently, using MATLAB® notation:
 AT|| T

I€m~

, Ereshape(fg,m, 5 N 5)

Given that the matrices W! and ¥? do not change along the execution, we only need to
compute them once. These are precomputed and provided on the data file; explicit information
regarding its entries is available on Appendix

So, the function vertex_quad computes the previous quadrature rule in the following way:
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function ML = vertex_quad (nodl,nodm,sh_nod,p,s,psil,psi2,areal,aream,p_c)
xm = p(1, nodm);
ym = p(2, nodm);

x1 = p(1, nodl);
yl = p(2, nodl);
x = p_c(:,1);
y = p_c(:,2);
z = p_c(:,3);

local_1 = find(nodl==sh_nod);
nsh_1 = find(nodl~=sh_nod) ;
nsh_m = find(nodm~=sh_nod);

p_c = [x1(local_ 1), yl(local_1)];

Bl = [x1(nsh_1(1))-p_c(1) x1(nsh_1(2))-x1l(nsh_1(1));
yl(nsh_1(1))-p_c(2) yl(nsh_1(2))-yl(nsh_1(1))];
Bm = [xm(nsh_m(1))-p_c(1) xm(nsh_m(2))-xm(nsh_m(1));
ym(nsh_m(1))-p_c(2) ym(nsh_m(2))-ym(nsh_m(1))];
ML = ( 4*arealxaream/(4-2%s) ).xreshape(...
psil*( sum( ([ones(length(x),1) =x]*(Bl’)...
- [y , y.*z]*(Bm’) )."2, 2 )."(-1-8) ) +...
psi2*( sum( ([ones(length(x),1) =x]*(Bm’)...
- Ly , y.xzI*(B1’) ).72, 2 ).7(-1-8) )...
, 5, 5);
end

In the code above, nodl and nodm are the vertex indices of Ty and T, respectively, sh_nod
is the index of the shared node, p is an array that contains all the vertex coordinates, areal
and aream denote |Ty| and |7T,,| respectively, s is s, and p_c contains the coordinates of
the quadrature points on [0,1]3. This last variable is gathered form data.mat, where it is
stored as p_cube (see Appendix A.3.1). In addition, B1 and Bm play the role of By and B,,,
and psil and psi2 are U!' and U? respectively. As we mentioned, psil and psi2 have been
pre-computed and stored on data.mat as vpsil and vpsi2 respectively (see Appendix A.3.3).

The output of vertex_quad is a 6 x 6 matrix ML that satisfies ML(i,j) ~ Ié’f;@.

A.1.3 Edge-touching elements

In this case, the parametrization of the elements we are considering is such that both yy
and x,, map [0,1] x {0} to the common edge between T; and T,,,. Therefore, if we consider
Z = (91 — &1,Y2, T2), the singularity of the integrand is localized at zZ = 0:

o 1 1-21 Z1+21 1

Iz:in :4|Tg”Tm|/ / / / Fij(i‘l,égg,i‘l +21,22) dzdzy.
o J-& Jo 0

We decompose the domain of integration as Uzlek, where

Dy ={(#1,5): —~1<2<0,0<%<1+2,

121



Ds

Consider the mappings T} : [0, 1] x

n(§)-

5(5)

2
1<0,0< 29 <1+ 2%,

0<4 <1, 5 <2<,

20— 21, 22— 21 < 27 < 1},

0<23< 29— 21, 20— 21 <21 <1— 21},

= {(3%172):

0<% <1, <5 <1,

Zg—21<23<1—2,23<21 <1—2%}.

[0,

§
—E{mne
Em(1 —mn2)
Emmns

§(1 —mng2)
Emmne
Emnans
Em(1 —mn2)

E(1 — mmans)
Emmnans
Emmne
Emi (1 — n2m3)

with Jacobian determinants given by

|JT1| = &,

Then, over Dy, it holds that

where

12— Dy (ke {1,...,

()

5})7

§
=&minans
Emmnz(1 —n3)
&m

§(1 — mmn2ns)
Emmnans
&m
Emmnz(1 —n3)

|JTh| = Entm, h€{2,...,5}
M ()
s ) 0y i
o1 A (n)|

M) = m(1 =),
D) = —m - ),
)(77) —m(1 —n2),
P ) = —mma(1 = n3),

) (n) = = (1 = nans),
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Y () = m(1 — ), D) = —mnans,
v () = mmrs, ) =m - m),
¢§4) (n) = mna2(1 —n3), 4(14) (n) = —m,

) (m) = mnans, ) = —m(1 - m),
¢ () = m (1 = o), ) = —mm»

Moreover, the functions d®) are given by

1 1-—

d(l) *B < >_Bm< mm2 >,
() N3 (1 —n2)
< ) ( 1 —mmnans3 >

mn2(1 —n3)
< L—mmn2 >—Bm( 1 )7
n1(1 —1n2) 717273

B, < 1 —mmnans ) ( > ’

mn2(1 —ns3)

1 —minans > ( )
(1 —na2n3) 1172

| |
Sy

L

and the Jacobians are
JOm)y=ni, JW(n) =ning, he{2,....5}

As in the case of vertex-touching elements, the problem is reduced to computing integrals
on the unit cube. Let py, ..., par € [0, 1]? the quadrature points, and wy, ..., wor their respective
weights. For h =1,...,5 we have

») (h) () (r)
[ LD st 5 L g
(0,13 ’d(h)(n)‘ . d(h )‘

Once more, the right hand side only depends on £ and m through d™ . So, with the purpose
of computing Iy ,,, efficiently, we define:

e A matrix U € R1%27 given by

Ul = w; Vlim1l+1(P5) Y1 ()T " (p;).
e A vector d" € R?", such that
—(2+2s)

i = |d® (p)|
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Therefore, considering I tm = Ul.dl ...+ U5 d° we reach the following relation:

fimat 151 AT T 5
&m 4—2s O™

U PRV (1)
=> 3 s 1 € {1,...,16}.
hok |d™) (py)|

Using MATLAB® notation,

4\ Ty||T, .
]ngzjAlgdlgﬁireshape(]znl, 4 , 4).
’ 4 —2s ’
As before, the matrices U!, ..., ¥° do not depend on the elements under consideration, so
they are precomputed and provided in data.mat, where they are stored as epsil,...,epsib

respectively. Details about their calculation are given in Appendix

The function edge_quad performs the calculations we have explained in this section.

function ML = edge_quad(nodl,nodm,nod_diff,p,s,psil,psi2,psi3,...
psid,psib,areal,aream,p_c)

xm = p(1, nodm);

ym = p(2, nodm);

x1 = p(1, nodl);

yl = p(2, nodl);

x = p_c(:,1);

y = p_c(:,2);

z = p_c(:,3);

local_1 = find(nodl~=nod_diff(1));

nsh_1 = find(nodl==nod_diff(1));

nsh_m = find(nodm==nod_diff(2));

P1 = [x1(local_1(1)), yl(local_1(1))];

P2 = [x1(local_1(2)), yl(local_1(2))];

Bl = [P2(1)-P1(1) -P2(1)+x1(nsh_1);
P2(2)-P1(2) -P2(2)+yl(nsh_1)];

Bm = [P2(1)-P1(1) -P2(1)+xm(nsh_m);
P2(2)-P1(2) -P2(2)+ym(nsh_m)];

ML = ( 4*areal*aream/(4-2*s) ).xreshape(...

psil*( sum( ([ones(length(x),1) =x.*z]*(Bl’)...

- [1-x.*xy x.*x(1-y)1*Bm’) )."2, 2 ).7(-1-8) ) +...
psi2*( sum( ([ones(length(x),1) =x]*(Bl’)...

- [1-x.*xy.*xz x.xy.*(1-2)]*(Bm’) )."2, 2 ). (-1-s) ) +...
psi3*( sum( ([(1-x.*y) x.*x(1-y)I*(B1’)...

- [ones(length(x),1) x.*y.*z]*(Bm’) )."2, 2 ). (-1-s8) ) +...
psid*( sum( ([1-x.*xy.*z x.*y.*(1-z)]1*(B1l’)...

- [ones(length(x),1) x]1*(Bm’) )."2, 2 ). (-1-8) ) +...
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psib*x( sum( ([1-x.*y.*z x.*(1-y.*xz)]*(B1l’)...
- [ones(length(x),1) x.*yl*(Bm’) )."2, 2 ). (-1-s) )...
, 4, 4);
end

Here, nodl and nodm are the indices of the vertices of Ty and T, respectively, nod_diff
contains the not-shared-vertex index, p is an array that contains all the vertex coordinates,
areal and aream are |Ty| and |7T,,| respectively, s is s, p_c contains the coordinates of the
quadrature points on [0,1]3 (stored in data.mat, see Appendix , Bl and Bm are B, and
By, and psil, ..., psib are W', ... W5 respectively.

The output of this function is a 4 x 4 matrix ML ~ Iy ,.

A.1.4 Identical elements

A~

In the same spirit as before, let us consider Z = ¢ — &, so that

1-21 p21+21—-22
IM—4\T4| / / / / Fij(21, %2, T1 + 21, &2 + 22) d22 d2y dp dy.

Let us decompose the integration region into

Dlz{(.ﬁ,é’): —1<4 <0, -1<2<%

2 > >
Dy={(3,8):0< 5 <1, 0<% < &, (A.1.6)
0<2 <1—2%, 0<39 <71},
Ds={(2,2): —1<2 <0, 0< 2 <1+ 4%,
Zo— 21 <1 <1, 0 <@g <1+ 21 — 22},
Dg={(2,2): 0<% <1, =1+ 2, < % <0,
— <31 <1—-2%, =2 <22 <21}

We begin by considering the first two sets. Making the change of variables (%, 2') = (&, —2)
on Dy and (#',2') = (& + 2, %) on Dy, both regions are transformed into

Dy ={(2,2):0<2 <1, 21 <2, <1, 2,<3] <1, 2,<3, <3},

so that
AnP [ Fyea s = amP / (@8 — ) + By — 2,4 dil 42
D1UD>
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— 8\Tg|2/ F(3,3 — 2 di' d?’,
Dj

because

o (@il@) = @i(@ = 2))(5(2) — ¢5(3 — ) N
Bl =) =72 TBEEE = Fij(@ - 2,).
Next, consider the four-dimensional simplex

D={w:0<w; <1, 0<wy <wy, 0<ws <wsy, 0<wy <ws},

the map Ty : D — Dj,

wq wy,
z! w9 w1 — Wy + W3
o | =1 = . I =1,
z w3 wy,

Wy ws

and the Duffy-type transform 7" : [0,1]* — D,

¢,
§ > §m, 3 9
w=T _ T = . AT
()= am | b=, (AL7
Emmnans

The composition of these two changes of variables allows to write the variables in F;; in
terms of (§,n) in the following way:

o 3 g Emmans . [ E(L—mpns)
$_<§(1—7]1+771772))7Z_< Enine >’x Z_< £(1—m) >

Observe that

—Emnan3 if k=1,

1 N ~ N N N .
A](g )(fa n) = ‘Pk($/) - Sok(fU/ — Z/) =9 =émne(l—mn3) ifk=2,
Emmne if k=3.

Thus,

4’Tg‘2/ Fij(ﬁ}, T + I/S’) = 8‘Tg’2/ Fz-j(wl,wl — W3 + ws, w4,w3) dw =
D1UDo D

AD €, m) AW (g, n)
— 8T / 3 S e de dy
[0,1]4 B <§771772773 )
?
Emna
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Finally, as the functions Al(j) may be rewritten as AS)(ﬁ ,n) = {nlngwlil)(ng), where

VD) = —m3, () = —(1 —m3), WP (mg) = 1,

we obtain

4|Tg‘2/ Fij(#,242) =
D1UD>

1 1 1 ™ (ng) M (113)
= 872 / 5234 / 2= %diy / nk=%dn, / Lo dips.
0 0 0 0 By ( ns >
1

Obviously, the first three integrals above are straightforwardly calculated by hand, and
the last one involves a regular integrand, so that it is easily estimated by means of a Gaussian
quadrature rule.

It still remains to perform similar calculations on the rest of the sets in . Consider
the new variables (#',2) = (Z,—2) on D3, (#/,2') = (& + 2,2) on Dy, (',2') = (2 + 2,2) on
D5 and (#/,2') = (#,—2) on Dg, so that

4|T[]2/ Fij(#,8+2) = 8\Tg|2/ Fyj (2,3 — 2') di’ d?/,
D3UDy l)/2

4|Tgy2/ Fiy(3,8 + 2) :8m|2/ B, i — #) dil dZ,
DsUDg

Dy

where
Dy ={(2,2):0<2 <1, 0<%, <2}, 21 <3) <1, 25 <3hL <) — 2+ 2},
Dy ={(i/,2): —1<2%<0,0<2, <1425, 2 <af <142, 25 <ih <@}

These domains are transformed into [0, 1]* by the respective composition of the transforma-
tions Tp,: D — D} (h=1,2)

wq w1 wq W1 — w4
T w2 . Wy — W3 + Wy T W2 . W — W4
2 = J 3 - ’
ws ws ws — W4
W4 Wy Wy w3 — W4

and the Duffy transformation (A.1.7). Simple calculations lead finally to

2)

2 e 8|72 1 (n3)0 ) ()
AT /DgUD4FZj (&, +2) = (4—25)(3—25)(2—2s) /0

2 e 8Ty|? 1P 3)0 ) ()
anf [ EeE ) = e e ),
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where

P (m3) = —1, ) (m3) =1 —ms, P (n3) = 13,
WP (ng) = 113, &) = -1, b (ng) = 1— ns.

For the sake of simplicity of notation, we write

ooln(D)f" ()

o7,

In order to estimate the integrals in the unit interval, we use a 9 point Gaussian quadrature
rule. Let pi,...,p9 € [0,1] the quadrature points, and wi,...,wg their respective weights.
Considering the integrals over the domains D} (h € {1,2,3}), we may write

24-2s

2+2s

h h h h
f@%Wﬁ@dwiwﬁkm@%w
o di(y) T & am )
As before, we take advantage of the fact that the integrand only depends on ¢ through its
denominator. We define:

e A 9 x 9 matrix ", such that

Wy = w0y i1y 41 )% (03) T (),

e A vector d" € RY, given by

1
P = ————.
R d®) (pr)

Setting fam =0l gt +¥2. 4% + U3 . d3, we obtain, for i € {1,...,9},

Fli-Us L4 8|,
&m (4 —25)(3—25)(2—2s) b™

Uy (0D (o)

_ 8|73 <
T 4—25)(3 —25)(2— 25) DD w a7 (pe)

or in MATLAB® notation,

8|T2[?
(4—25)(3—2s)(2—2s)

reshape(fg,m, 3, 3).

Ié,m ~
The matrices U!, U2 and U3 are supplied by data.mat, where they are respectively saved as

tpsil, tpsi2 and tpsi3.
The code of the function triangle_quad is as follows.
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function ML = triangle_quad(Bl,s,psil,psi2,psi3,areal,p_I)
= ( 8xareal*areal/((4-2xs)*(3-2*s)*(2-2*s)) ) .*reshape(...
psil*( ( sum( (Bl*[p_I’; ones(l,length(p_I))]1)."2 ). (-1-s) )’ ) +...
psi2*( ( sum( (Bl*[ones(1l,length(p_I)) ; p_I’1)."2 )."(-1-8) )’ ) + ...
psi3*( ( sum( (Bl*[p_I’ ; p_I’ - ones(l,length(p_I))]1)."2 ).~ (-1-s) )’ )
» 3, 3);
end

The matrix Bl plays the role of By, s is s, areal is |Ty|, and p_I contains the values of
the quadrature points in [0, 1]. The latter are stored in data.mat under the same name, see
Appendix The matrices W', U2 and U3 are respectively saved as psil, psi2 and psi3.

The output ML of this function is a 3 x 3 matrix, such that: ML ~ I, .

A.1.5 Complement

Recall that we are assuming that the domain €2 is contained in a ball B = B(0, R). Here we are
considering the interaction of two basis functions ¢;, ¢; such that supp(y;) Nsupp(y;) = Ty,
over the region Ty x B€. Namely, we aim to compute

= /Tg / |z — ‘2+25 dydf’f = /Tg wi(x)pj(x)Y(x) dx
= 2Tl /Tsﬁi(fff)%(ai")w(xm)) d,

where

1
V)= [, g

The integral above may be calculated by a Gauss quadrature rule in the reference element
T, provided that the values of 1) at the quadrature points are computed.

Observe that the function 1 is radial (see Figure and therefore it suffices to estimate
it on points of the form x = (x1,0), where z; > 0. For a fixed point x and given 6 € [0, 2],
let po(@) be the distance between x and the intersection of the ray starting from x with angle
0 with respect to the horizontal axis. Then, it is simple to verify that

po(0, ) = —z1 cosf + 1/ R2 — 22 sin? 0,

and therefore, integrating in polar coordinates,

¥( )_i QW#dQ
YT ) @

In order to compute Jy we perform two nested quadrature rules: one over T and, for each

quadrature point py in 7', another one to estimate 1(py) over [0,27]. We apply a 12 point
quadrature formula over 7' and a 9 point one on [0, 2r]. Let p1,...,p12 € T, 61,...,09 € [0, 27]
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Figure A.2: Computing ¢ (x) in a point of B = B(0, R). Due to the symmetry, the

value of 1 is the same along the dashed circle, hence we may assume that = = (z1,0)

and 0 < 27 < R. For any 0 < 0 < 7 , the function py is given by po(6, ) = —x1 cosd +
R? — z2sin* 4.

be these quadrature nodes, and wq, ..., w2, Wi,..., Wy their respective weights. Applying
the rules we obtain

9
Ty
Jy = | ’E wrPi(Pr) P (Pr) § NE
k=1

=1 po( q7X€ Pk

In the same fashion as for the other computations, we write the previous expression as the
product of a pre-computed matrix (that only depends on the choice of the quadrature rules)
times a vector that depends on the elements under consideration. Indeed, we define:

e A matrix ® € RY%!2, such that
Dij = wj Pli-1ys+1()) P11 (j)-
e A vector p € R'2, such that

Wq
po(0g: xe(pK))?

Upon defining Jy := @ - p, we obtain

JETUHL T Jz, e{1,..,9.

Using MATLAB® notation, the above identity may be written as
T, ~
Jy = Mreshape(Jg, 3, 3).
S
The function comp_quad perform the previous computations.
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function ML = comp_quad(Bl, x0, yO, s , phi , R, areal , p_.I , w_I , p_T)
x = (Blxp_T’)’ + [x0.*ones(length(p_T),1) , y0.*ones(length(p_T),1)];
aux = x(:,1)*cos(2*pixp_I°) + x(:,2)*sin(2*pi*p_I°’);
weight = ( ( -—aux + sqrt( aux.”2 + R"2 - ( x(:,1).72 +...
x(:,2).72 )*ones(1,length(p_I)) ) ). (-2*s) )*w_I;
ML = (areal*2xpi/s).*reshape( phi*weight , 3 , 3);
end

Recall the parametrization x¢(&) = Bz + a:gl), so that B1, x0 and yO satisfy Bl = By and

0 . . . . .
( ;O = xél). Moreover, s is s, areal is |Ty|, p_I contains the quadrature points in the
interval [0, 1], so that 2wp_I(q) = 0,4, w_I(q) = W, p_T contains 12 quadrature points over
T, stored in data.mat as p_T_12 (see Appendix A.3.1) and phi is the matrix ®, that is
pre-computed and stored in data.mat as cphi (see Appendix [A.3.6)).

The output ML satisfies ML ~ 2.J,.

A.2 Two auxiliary functions

The main code uses two functions that have not been outlined yet. Here we show them in
detail.

The function setdiff_ takes as input two vectors A and B, such that A contains con-
secutive positive integers, ordered low to high, B contains positive integers and is such that
length(B) < length(A) and max(B) < max(A). The function computes the set difference
A\ B, taking advantage of the pre-condition.

function e = setdiff_( A , B )

e = A;

b =B - AC(1) + 1;
b( b<1 )=[];
e(b) = [1;

end

On the other hand, the function fquad calculates the entries of the right hand side vector
in (3.2.2). Taking as input areal := |T}|, the vectors x1 and yl, that contain the x and y
coordinates of the vertices respectively, and a function f, fquad returns a vector in R? array
such that

fquadk%/T f i
£

Here, for k € {1,2, 3}, i;, denotes the index of the k-th vertex of Ty and ¢;, the basis function
corresponding to it.

function VL = fquad( areal, x1 , yl1 , f )
VL = zeros(3,1);
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xmid = [(x1(2)+x1(3))/2, (x1(1)+x1(3))/2, (x1(1)+x1(2))/2];
ymid = [(yl1(2)+y1(3))/2, (y1(1)+yl(3))/2, (yl(1)+yl(2))/2];
for i=1:3
for j=1:3
if j&=i
VL(i) = VL(i) + areal/6 * f(xmid(j), ymid(j));
end
end
end
end

A.3 Auxiliary data

In order to perform the necessary calculations efficiently, along the execution the code makes
use of pre-computed data, stored in data.mat. Here we describe the variables provided by
this file. It is convenient to clarify that all the MATLAB® code showed in this section does
not belong to the program itself. It is included with an illustrative purpose.

A.3.1 Quadrature points and weights: p_cube, p_T, p_T_comp, p_I
and w_I

We list the quadrature points used in all the quadrature rules and their respective weights.

The matrix p_cube is used as input on functions vertex_quad and edge_quad, and con-
tains 27 quadrature points over [0, 1]3.

p_cube =
0.1127 0.1127 0.1127
0.1127 0.1127 0.5000
0.1127 0.1127 0.8873
0.1127 0.5000 0.1127
0.1127 0.5000 0.5000
0.1127 0.5000 0.8873
0.1127 0.8873 0.1127
0.1127 0.8873 0.5000
0.1127 0.8873 0.8873
0.5000 0.1127 0.1127
0.5000 0.1127 0.5000
0.5000 0.1127 0.8873
0.5000 0.5000 0.1127
0.5000 0.5000 0.5000
0.5000 0.5000 0.8873
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0.5000 0.8873 0.1127
0.5000 0.8873 0.5000
0.5000 0.8873 0.8873
0.8873 0.1127 0.1127
0.8873 0.1127 0.5000
0.8873 0.1127 0.8873
0.8873 0.5000 0.1127
0.8873 0.5000 0.5000
0.8873 0.5000 0.8873
0.8873 0.8873 0.1127
0.8873 0.8873 0.5000
0.8873 0.8873 0.8873

Overfﬂmw1metwodﬁﬁwentquadnmureruks,“dﬂ16and12ponms The set of nodes p_T_6
is used to compute the non-touching element case and p_T_12 as an input on comp_quad.

p_-T_6 =
0.5541 0.4459
0.5541 0.1081
0.8919 0.4459
0.9084 0.0916
0.9084 0.8168
0.1832 0.0916
p_T_12 =
0.7507 0.2493
0.7507 0.5014
0.4986 0.2493
0.9369 0.0631
0.9369 0.8738
0.1262 0.0631
0.6896 0.6365
0.3635 0.0531
0.9469 0.3104
0.3635 0.3104
0.6896 0.0531
0.9469 0.6365

The 9 x 1 array p_I contains the quadrature points over [0, 1], and w_I is a 9 x 1 array
that contains their respective weights. These variables are used as input on comp_quad. The
set of nodes p_I is also employed in triangle_quad.

p_I = w_l =
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0.5000 0.1651
0.0820 0.0903
0.9180 0.0903
0.0159 0.0406
0.9841 0.0406
0.3379 0.1562
0.6621 0.1562
0.8067 0.1303
0.1933 0.1303

A.3.2 Auxiliary variables to compute non-touching elements
case: phiA, phiB and phiD
The variables phiA, phiB and phiD play the role of ®4 | ®5 and ® (defined in Appendix

A.1.1), respectively. We expose below the code used to set up these variables. We use the
lists p_T_6 and w_T_6 of quadrature points and weights in 7" defined in Appendix

w_T_6 = zeros(6,1);
w_T_6(1) = 0.1117;

w_T_6(2) = w_T_6(1);
w_T_6(3) = w_T_6(1);
w_T_6(4) = 0.0550;

w_T_6(5) = w_T_6(4);
w_T_6(6) = w_T_6(4);

local = cell(1,6);

local{1} = @(x,y) 1-x;
local{2} = @(x,y) x-y;
local{3} = e(x,y) y;
local{4} = o(x,y) -(1-x);
local{s} = @(x,y) -(x-y);
local{6} = @(x,y) -y;
mat_loc = zeros(6);
for i = 1:6
for j = 1:6
mat_loc(i,j) = local{i}(p_T_6(j,1),p_T_6(j,2));
end
end

W=w_T_6x(w_T_6%);
M_aux = zeros(18);
N_aux = zeros(18);

134



L_aux = zeros(18);

phiB = zeros(9,36);
phiA = zeros(9,36);
phiD = zeros(9,36);
for i=1:3
for j=1:3
for k = 1:6
for gq=1:6
M_aux( q + 6x(i-1) , k + 6%(j-1) ) =
W(q,k)*mat_loc(i,q)*mat_loc(j+3,k);
N_aux( q + 6%(i-1) , k + 6%(j-1) ) =
W(q,k)*mat_loc(i,q)*mat_loc(j,q);
L_aux( q + 6x(i-1) , k + 6%(j-1) ) =..
W(q,k)*mat_loc(i+3,k)*mat_loc(j+3,k);
end
end
end
end
for i=1:9

[im jm] = ind2sub([3 3] , i);

im = 6*(im - 1) + 1;

jm = 6x(jm - 1) + 1;

phiB(i,:) = reshape( M_aux( im:im+5 , jm:jm+5 ) , 1 , [] );

phiA(di,:) = reshape( N_aux( im:im+5 , jm:jm+5 ) , 1 , [] );

phiD(i,:) = reshape( L_aux( im:im+5 , jm:jm+5 ) , 1 , []1 );
end

A.3.3 Auxiliary variables to compute vertex-touching elements
case: vpsil and vpsi2

The variables vpsil and vpsi2 are used as arguments of the function vertex_quad and play

the role of the matrices ¥! and ¥? defined in Appendix Below we show the code used

to initialize these variables.

First we define a variable w_cube that lists the weights associated with each quadrature
point stored in p_cube:

w_cube =

0.0214
0.0343
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.0214
.0343
.0549
.0343
.0214
.0343
.0214
.0343
.0549
.0343
.0549
.0878
.0549
.0343
.0549
.0343
.0214
.0343
.0214
.0343
.0549
.0343
.0214
.0343
.0214

O O O O O O O O O OO OO OOOO OO0 OoOOoooo

The following lines generate vpsil and vpsi2:

psi_D1 = cell(5,1);
psi_D1{1} = @(x,y,z) y-1;
psi_D1{2} = @(x,y,z) 1-x;

psi_D1{3} = @(x,y,z) x;
psi_D1{4} = @(x,y,z) -y.*x(1-z);
psi_D1{5} = @(x,y,z) -y.*z;

psi_D2 = cell(5,1);
psi_D2{1} = e(x,y,z) -(y-1);

psi_D2{2} = @(x,y,z) y.*(1-z);
psi_D2{3} = @(x,y,z) y.*z;
psi_D2{4} = @(x,y,z) -(1-x);
psi_D2{5} = @(x,y,z) -x;

vpsil = zeros(25,27);

vpsi2 = zeros(25,27);
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for i 1:5
for j

1:5

f1
f2

vpsil( sub2ind([5 5], i , j) ,
( £1( p_cube(:,1) ,p_cube(:,2) ,
vpsi2( sub2ind([5 5], i , j) ,
( £2( p_cube(:,1) , p_cube(:,2) , p_cube(:,3)) ).*w_cube;

end
end

A.3.4 Auxiliary variables to compute edge-touching elements

case: epsil, ..., epsib

The variables epsil, ..., epsib are used as input on the function edge_quad and play the
role of W', ..., U5 defined in Appendix respectively. The code employed to set up these
variables is exhibited below. We used the variable w_cube defined in the previous sub-section

) =
p_c
) =

@(x,y,z) psi_D1{i}(x,y,z) .*psi_D1{j}(x,y,z) .*y;
Q(x,y,z) psi_D2{i}(x,y,2z) .*psi_D2{j}(x,y,2) .*y;

ube(:,3)) ).*w_cube;

(containing weights associated to quadrature points stored in p_cube):

psi_D1 = cell(3,1);

psi_D1{1} = o(x,y,z)
psi_D1{2} = e(x,y,z)
psi_D1{3} = @(x,y,2z)
psi_D1{4} = o(x,y,z)

psi_D2 = cell(3,1);

psi_D2{1} = e(x,y,z)
psi_D2{2} = o(x,y,z)
psi_D2{3} = @(x,y,z)
psi_D2{4} = o(x,y,z)

psi_D3 = cell(3,1);

psi_D3{1} = o(x,y,z)
psi_D3{2} = @(x,y,2z)
psi_D3{3} = e(x,y,z)
psi_D3{4} = o(x,y,2z)

psi_D4 = cell(3,1);
psi_D4{1} = a(x,y,=z)

-X.*y;
x.*%(1-2);
X.%Z;

-x.x(1-y);

—X.ky.*Z;
-x.*x(1-y);
X5

-x.*xy.*x(1-2);

X.Xy;
-x.*%(1-y.*z);
x. x(1-y);

—X. kY. *Z;

X.Xy.*zZ;
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psi_D4{2}
psi_D4{3}
psi_D4{4}

Q(x,y,2) -x;

psi_D5 = cell(3,1);

psi_D5{1} = @(x,y,z) x.*y.

0(x,y,z) x.*x(1-y);
Q(x,y,z) X.*y.

*(1-z) ;

*Z;

psi_D5{2} = @(x,y,z) -x.*x(1l-y);
psi_D5{3} = @(x,y,2z) x.*(1-y.*z);
psi_D5{4} = @(x,y,z) -x.*y;
epsil = zeros(16,27);
epsi2 = zeros(16,27);
epsi3 = zeros(16,27);
epsid4 = zeros(16,27);
epsib = zeros(16,27);
for i = 1:4
for j = 1:4

end

end

f1 = 0(x,y,z) psi_

f2 = o(x,y,z) psi_
3 = e(x,y,2z) psi_
f4 = o(x,y,z) psi_
f5 = @(x,y,2z) psi_

epsil( sub2ind([4
( £1( p_cube(:,1)
epsi2( sub2ind([4
( £2( p_cube(:,1)
epsi3( sub2ind([4
( £3( p_cube(:,1)
epsi4( sub2ind([4
( £4( p_cube(:,1)
epsi5( sub2ind([4
( £5( p_cube(:,1)

D1{i}(x,y,2z) .*psi_D1{j}(x,y,z)
D2{i}(x,y,z) .*xpsi_D2{j}(x,y,2)
D3{i}(x,y,z) .*psi_D3{j}(x,y,z)
D4{i}(x,y,z) .*psi_D4{j}(x,y,2)
D5{i}(x,y,2z) .*psi_D5{j}(x,y,2)

41, 1, 3j) , ) =...
, p_cube(:,2) , p_cube(:
41, 1, 3j) , ) =...
, p_cube(:,2) , p_cube(:
41, 1, 3j) , ) =...
, p_cube(:,2) , p_cube(:
41, 1, 3j) , ) =...
, p_cube(:,2) , p_cube(:
41, 1, ) , ) =...
, p_cube(:,2) , p_cube(:
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»3)) ).
»3)) ).
»3)) ).
»3)) ).

»3)) ).

(x.72);
(x.72).
(x.72).
(x.72).
(x.72).

L I N

*w_cube;

*w_cube;

*w_cube;

*w_cube;

*w_cube;

*y;
*y;
*y;
*y;



A.3.5 Auxiliary variables to compute identical elements case:
tpsil, tpsi2 and tpsi3

Here, the variables tpsil, tpsi2 and tpsi3 are used as inputs on the function triangle_quad
and play the role of the matrices W', U? and W3, defined in Appendix respectively. We
describe the code used to set up these variables, where we use the quadrature data p_I and

w_I introduced in Appendix

lambda_D1 = cell(3,1);
lambda_D1{1} = @(z) -z;
lambda_D1{2} = @(z) -(1-2z);
lambda_D1{3} = @(z) 1;

lambda_D2 = cell(3,1);
lambda_D2{1} = @(z) -1;
lambda_D2{2} = @(z) (1-z);
lambda_D2{3} = @(z) z;

lambda_D3 = cell(3,1);

lambda_D3{1} = @(z) z;
lambda_D3{2} = @(z) -1;
lambda_D3{3} = @(z) 1-z;

tpsil = zeros(9,9);
tpsi2 = zeros(9,9);

tpsi3 = zeros(9,9);
for i = 1:3
for j = 1:3
f1 = @(z) lambda_D1{i}(z).*lambda_D1{j}(z);
f2 = @(z) lambda_D2{i}(z).*lambda_D2{j}(z);
£3 = @(z) lambda_D3{i}(z).*lambda_D3{j}(z);
tpsil( sub2ind([3 31, i, j) , : ) = £1( p_I ).*w_I;
tpsi2( sub2ind([3 3], 1 , j) , : ) = £2( p_I ).*w_I;
tpsi3( sub2ind([3 31, i , j) , : ) = £3( p_I ).*w_I;
end
end
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A.3.6 Auxiliary variable to compute quadrature over comple-
ment: cphi

The matrix ®, defined in Appendix is stored as the variable cphi and used as input on
the function comp_quad. Before explaining the code we employed to build it, we define the 12
by 1 array w_T_12 as the set of weights associated to the quadrature points stored in p_T_12:

w_T_12 =

.1168
.1168
.1168
.0508
.0508
.0508
.0829
.0829
.0829
.0829
.0829
.0829

O O O O O O O OO O o o

Then, the following lines generate cphi:

local = cell(1,3);
local{1} = @(x,y) 1-x;
local{2} = @(x,y) x-y;
local{3} = @e(x,y) y;

cphi = zeros(9,12);

for i = 1:3
for j = 1:3

f1 = @(z,y) local{i}(z,y).*local{j}(z,y);
cphi( sub2ind([3 3], i, j) , : ) =...
£1( p_T_12(:,1) , p_T_12(:,2) ) .*w_T_12;

end
end
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A.4 Main Code

For the sake of the reader’s convenience, we include here the main code described in sections

3.3l and [3.41

1 clc

2 s =0.5;

3 f = e(x,y) 1;

4 cns = s*27(-1+2xs) *gamma (1+s)/ (pi*gamma(1-s));

5 load(’data.mat’);

6 nn = size(p,2);

7 nt = size(t,1)

8 uh = zeros(nn,1);

9 K = zeros(nn,nn);

10 b = zeros(nn,1);

11 % Compute areas

12 area = zeros(nt,1);

13 for i=1:nt

14 aux = p( : , t(i,:) );

15 area(i) = 0.5.*xabs( det( [ aux(:,1) - aux(:,3)...
aux(:,2) - aux(:,3)] ) );

16 end

17 % Build patches data structure

18 deg = zeros(nn,1);

19 for i=1:nt

20 deg( t(i,:) ) = deg( t(i,:) ) + 1;
21 end

22 patches = cell(nn , 1);

23 for i=1:nn

24 patches{i} = zeros( 1 , deg(i) );

25 end

26 for i=1:nt

27 patches{ t(i,1) }(end - deg( t(i,1) ) + 1) = i;
28 patches{ t(i,2) }(end - deg( t(i,2) ) + 1) = i;
29 patches{ t(i,3) }(end - deg( t(i,3) ) + 1) = i;
30 deg( t(i,:) ) = deg( t(i,:) ) - 1;

31 end

32 % Preallocate auxiliary memory

33 vl = zeros(6,2);

34 vm = zeros(6*nt,2);

35 norms = zeros(36,nt);

36 ML = zeros(6,6,nt);

37 empty = zeros(nt,1);

38 aux_ind = reshape( repmat( 1:3:3*nt , 6 , 1) , [1 , 1);
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39 empty_vtx = zeros(2,3*nt);
40 BBm = zeros(2,2#*nt);
41 for 1=1:nt-nt_aux % Main Loop

42 edge = [ patches{t(1,1)} patches{t(1,2)} patches{t(1,3)} 1;
43 [nonempty M N] = unique( edge , ’first’ );

44 edge(M) = [];

45 vertex = setdiff( nonempty , edge );

46 11 =nt - 1 + 1 - sum( nonempty>=1 );

47 edge( edge<=1 ) = [];

48 vertex( vertex<=l ) = [];

49 empty( 1:11 ) = setdiff_( l:nt , nonempty );

50 empty_vtx(: , 1:3%11) = p( : , t( empty(1:11) , : )’ );
51 nodl = t(1,:);

52 x1 = p(1 , nodl); yl = p(2 , nodl);

53 Bl = [x1(2)-x1(1) y1(2)-yl(1); x1(3)-x1(2) yl(3)-yl(2)]’;
54 b(nodl) = b(nodl) + fquad(area(l),xl,yl,f);

55 K(nodl, nodl) = K(nodl, nodl)...

+ triangle_quad(Bl,s,tpsil,tpsi2,tpsi3,area(l),p_I)...

comp_quad(B1,x1(1),y1(1),s,cphi,R,area(l),p_I,w_I,p_T_12);

56 BBm(:,1:2%11) = reshape( [ empty_vtx( : , 2:3:3%11 )...
- empty_vtx( : , 1:3:3%x11 ) , empty_vtx( : , 3:3:3%11 )...
- empty_vtx( : , 2:3:3%11 ) 1 , [, 2)’ ;

+

57 vl = p_T_6%(B1’) + [ ones(6,1).*x1(1) ones(6,1).*xyl(1) 1;
58 vm(1:6%11,:) = reshape(...
permute(. ..

reshape( p_T_6*BBm(:,1:2%11) , [6 1 2111 ) , [1432] ), [6x1121] )...
+ empty_vtx(: , aux_ind(1:6%11) )’;

59 norms(:,1:11) = reshape( pdist2(vl,vm(1:6%11,:)), 36 , [] ). (-2-2%s);
60 ML(1:3,1:3,1:11) = reshape( philA*norms(:,1:11) , 3 , 3, [1 );
61 ML(1:3,4:6,1:11) = reshape( phiB*norms(:,1:11) , 3 , 3 , []1 );
62 ML(4:6,4:6,1:11) = reshape( phiD*norms(:,1:11) , 3 , 3 , [] );
63 ML(4:6,1:3,1:11) = permute( ML(1:3,4:6,1:11) , [2 1 3] );
64 % Assembling stiffness matrix
65 for m=1:11
66 order = [nodl t( empty(m) , : )];
67 K(order,order) = K(order,order)...

+ ( 8*area(empty(m))*area(l) ).*ML(1:6,1:6,m);
68 end
69 for m=vertex
70 nodm = t(m,:);
71 nod_com = intersect(nodl, nodm);
72 order = [nod_com nodl(nodl~=nod_com) nodm(nodm~=nod_com)];
73 K(order,order) = K(order,order)...

142



+ 2.xvertex_quad(nodl,nodm,nod_com,p,s,vpsil,vpsi2,area(l) ,area(m),p_cube);
74 end

75 for m=edge

76 nodm = t(m,:);

77 nod_diff = [setdiff(nodl, nodm) setdiff(nodm, nodl)];
78 order = [ nodl( nodl~=nod_diff(1) ) nod_diff 1;

79 K(order,order) = K(order,order)...

+ 2.*edge_quad(. ..
nodl,nodm,nod_diff,p,s,epsil,epsi2,epsi3,epsi4d,epsib,area(l) ,area(m),p_cube);
80 end
81 end
82 uh(nf) = ( K(nf,nf)\b(nf) )./cns;

83 trimesh(t(1l:nt - nt_aux , :), p(1,:),p(2,:),uh);
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