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The non-Darcian flow and solute transport in geometrically nonlinear porous media
are modeled with Riesz derivative solved via Simpson’s rule or treated through
the Griinwald-Letnikow definition and subsequently discretized via Finite Difference
schemes when considering anomalous diffusion, nonlinear diffusion, or anomalous solute
advection—dispersion, respectively. Particularly, the standard diffusion and advection—
dispersion equations are converted into fractional equations to take into account mem-
ory effects as well as non-Fickian dispersion processes. Hence, a 3D hydro-mechanical
model accounting for geometric nonlinearities is correspondingly developed including
the fractional diffusion-advection—dispersion equations (FRADEs) and a series of one-
dimensional analyses are performed with validation purposes.

Keywords: Fractional derivative; fractional diffusion equation; fractional advection—
dispersion equation; solute transport; porous media; finite strain.

1. Introduction

Solutes are materials that dissolve in liquids forming solutions, e.g., salt (not at
very large concentrations) in water (the solvent). The transport of a solute within
porous media depends on several factors, including solvent and solute properties,
fluid velocity field within the porous medium, and microgeometry, i.e., shape, size,
and location of the solid part of the medium and the void ﬂ&m_sﬂfﬁ, mﬂﬁ]
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Solute transport in liquid-filled porous media plays a significant role in several
phenomena including the transport of contaminants in soils [e.g., m, m;

IE_lfﬁkuuLl 11_9_&7] [Zhang et all, [21113 lZm.uzul] [2111_?] transport of nutrients in
bones [Blair ¢ all, 2007: Knothe Tate and Knothd, lzopd [Wand, 2018], the intrusion

of radioactive wastes within cemented materials , IZDD_ZJ],

secondary recovery techniques in oil reservoirs (where the injected fluid dissolves the
reservoir’s oil), the use of tracers in petroleum engineering and hydrology research
projects ﬂLﬂ&imnd_S_thszﬂ, 11998; [Schrefler et all, |.L9_9_d], ete.

Modeling coupled moisture flows within deformable saturated/partially satu-

rated porous media is a widely investigated field since the pioneer works by
M, @] for establishing complete theoretical frameworks able to represent
multi-component systems in isothermal and nonisothermal conditions [e.g., Lewis
and Schrefler, [1998; [Borja, 2004; [Coussy, [2004; lde Boex, 2005; [Zhang et all, 2013].
In any case, several field experiments for the solute transport in highly het-
erogeneous media [e.g., Schumer et QJ.I IZDDj lZlLaJ;lgiL&LI IZDQd IFQmmit_&LL
Iﬁ} demonstrate that solute concentration profiles exhibit anomalous non-Fickian
growth rates and so-called “heavy tails”, the effects which cannot be predicted via
the standard mass transport equation ﬂFgmin_et_aL], lZD_]_lI] but via fractional-order
differential equations that may be viewed as long-time and long-space limits of

continuous-time random walk (CTRW) ﬂNﬁI_e_tnj_eka, 1198(; Hilfer and_Antorl, [1995;
Barkai et all, 2000; Metzler and Comptd, 2000; Meerschaert et all, 2002; Deng et all,
m, MH, correspondingly, the Fickian advection—dispersion equation (ADE),
unable to reflect the long-tail dispersion process, is converted into a fractional
diffusion—advection—dispersion equation (FRADE). The FRADE approach appears
to have the potential for the prediction of non-Fickian dispersion processes, but
its wide application is hindered by the difficulty of obtaining analytical solutions,
especially when reaction terms are incorporated ﬂDe_ug_et_aL], [201)_4]] Alternatively,
nonlocal problems accounting for long-range interactions can be treated via non-
local integral models ﬂRlanLa._e_t_aﬂ |2Q2_1] and even combined time-fractional and

space-nonlocal strategies |Barretta et al] IZ_QZl'

Additionally, when considering water flow in low-permeability porous media, a

nonlinear relationship between water flux and hydraulic gradient should be consid-
ered, thereby indicating a non-Darcian flow; hence, for developing a more appropri-
ate description able to include a memory effect, the existing relationships can be
modified in a fractional fashion ﬂZ_hgmML‘ IZQLQ

In this work, a coupled three-dimensional fractional hydro-mechanical model in
finite strains m lﬁ based on the modified mixture theory ﬂ&)_g@_@nd_Al@md
119_95 l&mammd 121)_11,' m m is developed from previous versions for sat-
urated porous media ﬂS.msmaML‘, IZ_Qld, Salomoni, 2018; De Marchi et al, IZQld .

Particularly, the upgraded model includes solute transport, but more importantly,

the constitutive equation for pore fluid is converted first into a linear fractional one
to account for anomalous diffusion by computing the integral version of the half-
Laplacian via Simpson’s rule, then into a nonlinear fractional one (obtaining the
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porous medium equation) solved via a Finite Difference scheme in one-dimensional
domains. Correspondingly, also the advection-dispersion equation for solute flux
is transformed into a fractional one (FRADE) with the Riesz derivative treated
through the Griinwald definition which appears convenient for numerical solutions.
Particularly, a series of 1D Finite Difference analyses have been developed adopting
the fractional-centered derivative scheme Iﬁbmlﬁbﬁumdﬁ@ng@ﬁ, IZDLQ] combined
with the S-method, with the advective term treated via the Lax—Wendroff scheme.
In the most general case of advection—dispersion phenomena including overpressure

effects, the numerical algorithm has been enriched following the lines described by

M HZD_QZﬂ] based on the split-operator method; hence, the advection step
has been solved via an explicit second-order midpoint method, together with the

[B-method for the fractional diffusion/dispersion step and the trapezoidal rule for
the fluid excess step.

2. Governing Equations

The main hydro-mechanical equations are briefly recalled in the followini, concen-

.

trating on the upgrades from the model already described in

2.1. Balance and constitutive equations for the solid skeleton

The balance of linear momentum for a saturated porous medium can be written as,
assuming incompressibility of the solid and liquid phases,

pg+V -0 =0, (2.1)
where p = ps (1 — @) + puip is the saturated mass density of the solid—fluid mixture
(¢ being the porosity) and o the Cauchy total stress tensor, with

o=oc' —pl, (2.2)

where o’ is the effective stress and p is pore pressure (with the drained bulk modulus
of the solid grain being much higher than that of the skeleton).

In the total Lagrangian formulation, Eq. (21]) is rewritten in the reference con-
figuration (X) via the Piola transformation, i.e.,

JpG +Vx  -P =0, (2.3)

where P is the total first Piola—Kirchhoff stress tensor obtained from pull-back of o,

P=Jo -F 7, (2.4)

and J = det(F) > 0, with F(X,¢) being the deformation gradient of the solid
skeleton ﬂSimMmL&lgmé, |.l.9_9ﬁ; |Jlme1H ,IZDDd; Maﬁmw ) |2Qld]7

_ Op(X, 1)
F _— aT, (2.5)

with ¢(X,t) being the (local) motion.
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We assume to refer to the Hencky strain tensor h, typical for characterizing
finite isotropic hyperelasticity, as a measure of deformation ﬂK&L&Qth_QJJ, |2£M|]

h = %mb, (2.6)

in which b is the left Cauchy-Green strain tensor, b = F - FT, and, developing the
spectral decomposition,

3
1
h = 5;1nxAnA®nA, (2.7)

with A4 and n being the eigenvalues and eigenvectors of b, respectively.

Correspondingly, the incremental stress—strain relationship can be written as
MEL ﬁl

do = </1 - %G) #dﬁl + 2G¥dh —dpy,I, dV = trdh, (2.8)

with G being the shear modulus of the porous material.

2.2. Balance and constitutive equations for pore fluid

The local fluid content continuity equation in isothermal conditions can be written
as

1 k
Vv — P_V : (pw; ~(Vp - ng)> =0. (29)

2.3. Balance equations for solute transport

By extending the one-dimensional approach of th;mgM 2!213] to three-
dimensional domains, the mass conservation equation for the solute in the solid

phase can be written as

Dgt[(l —@)psmsJ] = Ma—»sa (2.10)
where my is the mass of solute sorbed on or within the solid phase per unit mass of
the solid phase and M,_. denotes the rate of solute loss in the water phase by solid-
phase sorption; hence, considering the stationarity of the solid content, Eq. (210
reduces to

(1 —@)psdims = Mg_.s. (2.11)

The mass conservation equation for solute in the fluid phase is
D

5 #CI ==V as - M, ., (2.12)
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where C' is the concentration of the solute in the pore fluid and q; represents the
solute flux in the fluid phase, leading to

JC+J(907 1)0: *qu 7Ma~>sa (213)
and, extending the expression of gy according to ﬂ&jm&nlﬁ;ﬂ, [ZDD_d]
qr = oewC — J -V, (2.14)

in which D is the hydrodynamic dispersion tensor, given by the sum of the effective
diffusion D, and the mechanical dispersion tensor D,,. However, in case of fine-

grained soils where Darcy velocity is low (approximately around 10~°m/s), the
mechanical dispersion values can be expected to be relatively small

)

]. Hence, the combined solute transport within the matrix—fluid system can be
written as

(1=¢)JC(psKq—1)+JCV v ==V [sopr (g (Vp— pwg)ﬂ

+V- ( ; vc) (2.15)

In Eq. ZI3), it has been considered to neglect the effect of sorption (being
medium in saturated conditions), so that the concentration of solute in the solid
phase can be assumed to be linearly dependent on the concentration of the solute in
the pore fluid via the contaminant partitioning coefficient & ; [Mathur and Jayawar-

dena, |20_O§4]

2.3.1. Fractional dispersion approach to solute flux

It is to be noticed that the second term on the RHS of Eq. (214 assumes that

mass transport media are isotropic |[Fischer et QJJ, |_l_9_7_d; Deng et alJ, |21)Qﬂ], which is

rarely the case. Hence, the approach bybha@ M],Mm@ﬁdﬁ_@ﬂ ﬂL9_9_$j], and
ﬁ]

particularly , proposing a general flux law of molecular diffusion

based on the revision of Fick’s diffusion law, has been followed.

According to this approach, the stated term of the solute flux is decomposed into
a solute flux produced by molecular diffusion, a solute flux produced by turbulent
diffusion, plus a solute flux produced by shear flow dispersion; in any case, it has
been found that the first two contributions, expressed as a linear combination of
the Riemann—Liouville operator and the Weyl fractional derivative
|201)d [Sghumﬁmaﬂ |21)111| are much smaller than the third ﬂMgﬁm;bf&ﬂ |_l_9§_d
By assuming that the dispersion contribution represented by the Riemann-Liouville
derivative prevails on the molecular diffusion one, the second RHS term of Eq. (214
becomes

D
do = —CPT -verlc, (2.16)
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where « is a fractional differential order ﬂDﬁng_et_aiJ, |2_O_O_4]] so that, choosing the
Griinwald definition for fractional derivative which appears convenient for numerical

solutions ﬂthh_am_and_S_pa.njmj, 924]], the value of a fractional differential operator

acting on the generic 3D function ¥(x;,t) becomes an infinite series, i.e.,

N;—1 .
I(j—

78 (@i, 1) = lim e
J

oz Ni—oo h§T(—a) -

Jj=0

@) o
(2, + Sh, — i, 2.1
) (x1+2h1 jh“t), (2.17)

in which ¢ = (z,y, ), h; = Ax; = x;/N;, where N, is a positive integer, and T'(-) is
the gamma function.
Equation (ZIH) can be rewritten as

(1= @) JC(pKg— 1)+ JOV -v = =V - {WO <5(Vppwg)>} v <¢?>

D
Vel + 907 -VeC. (2.18)

As extensively described by |Dﬁug_et_aﬂ ﬂ2_0_0_d], the fractor a physically reflects
the heterogeneity of the soil medium in which the solute is transported and for

isotropic media, o = 2; the more heterogeneous the medium is, the smaller the « is
than the integer constant of 2. Its decrease reproduces an increase in the resistance of
the medium to solute dispersion and transport, so leading to delay the phenomenon.

2.4. Balance equations accounting for anomalous water diffusion
and solute dispersion

It is to be underlined that even the Darcy’s law in itself can be treated in a frac-
tional fashion if an anomalous diffusive phenomenon is additionally associated to the
transport fluid to take into account the observed memory effects m, M],
having been proved that assuming a temporal variation of permeability is equiva-
lent to considering a dependence of the flux on the fractional derivative of pressure;
particularly, the effect of fluid pressure at the boundary on the flow in the porous
medium is delayed and the flow occurs as if the medium had a memory

2000; [El-Amin_et_all, |2Ql_’ﬂ Some data on the flow of fluids in rocks and porous
media show in fact that some fluids can carry solid particles that may obstruct some
of the pores, or some may precipitate minerals in the pores diminishing their size

or even closing them in geothermal areas.
Hence, the complete system of fractional transport equations for pore fluid and
solute is given by

k
puwV V=V <Pw; S(Velp - ng)> =0, (2.19)

together with Eq. (2I1).
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3. One-Dimensional Consolidation with Fractional-Space
Diffusion—Advection—Dispersion Equations

3.1. Solution of the fractional transport equation for pore fluid
(FRDE): Linear case

When considering 1D consolidation ﬂ&i&mnd_s_mﬁﬂ I21)D_j lLﬂmsJLaiJ hﬂﬂg
\Zhang et alJ 201 d Zou et QZJ |2Qlj or a 1D fluid-injection source in a borehole
Carcione and Gei, bmd with negligible self-weight, no changes in vertical stress,

and permeability independent of deformation, the model can be simplified as follows.

Under these assumptions, the logarithmic strain can be written as

pP—po+o—o9

Y~
K+ 3G

(3.1)

with pg and oy being the initial values of pore pressure and axial stress, respectively.
Correspondingly, the FRDE for pore fluid (2.19) becomes, by assuming space inde-
pendence of density, p, = po,

1 Jdp Oo k a

— (1) A Ep=0. 3.2
n+§G(&+8J (=&)%p (3:2)
In case oy is instantaneously applied, Eq. (32l reduces to

1 ap k a
— 2(=A)2p=0. 3.3
K+ 3G Ot (A (3:3)

In the form of Eq. (83), the balance of fluid content does not include advection and
this situation is analogous to the one accounting for sub-critical drifts when diffusion
dominates, so that (3.3) is similar to the fractional parabolic heat equation ﬂm,
2017; Klw;d_lamuzzpﬂd,bﬂl_ﬂ; Delgadino and Smith, [2018] and (—A)? can be
seen as a fractional power of the Laplacian operator through Riesz potential [notice

that the expression is an alternative representation to Eq. (ZI1)],

u@) —uly) o ge01), N21,  (34)

(—A)ﬂu(x) = CNﬂPV |N+2ﬁ

wy |7 —
where u : RY — R, PV stands for “principal value”, and Cx s > 0 is a suitable
normalizing constant i , ]. The outstanding feature of
(—A)P is nonlocality, i.e., the quantity (—A)%u(z) depends not only on the values
of u in a neighborhood of x (as in the case of the standard Laplacian), but rather on
the values of u at any point y € RY. In the limit 3 — 1 (i.e., @ — 2), the standard
Laplace operator is recovered, but there is a big difference between the local operator
(—A) that appears in the classical heat equation and represents Brownian motion,
and the nonlocal family (—A)%, 0 < 3 < 1. The latter are generators of Levy
processes that inclulc;%jj;mps and long-distance interactions, resulting in anomalous

diffusion ﬂw, .
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It is to be underlined that in Eq. (3:2) the fluid pressure is coupled with the
strain via Eq. (3J]), which makes the problem more difficult to solve, but there
are situations in which these field variables can be uncoupled, e.g., when the dis-
placement field is irrotational or when the fluid is very compressible [Detournay

and Cheng, |L9_9§|] In any case, \Carcione and Gei 2D£ld] showed that it is possible

3

to use a less stringent approximation when considering the fluid-injection source

in a borehole, transverse isotropy of the elastic and transport properties, uniax-
ial strain conditions, and vertical deformation only, together with no changes in
the vertical stress. Under these conditions, they obtained the same expression as
of Eq. 32) (with # = 1, and the approach used there not being fractional), with
0o /Ot considered as a source term.

Hence, in compact form the FRDE becomes

op o

P _ Ky(-A)%p, 3.5
2 Ko(~2)%p (35)
where Ky = %(m + %G) is the equivalent diffusion coefficient; for simplicity, Ky = 1
can be assumed in all calculations HLESIM@QMZJ, 2!!13].

The solution of the standard (nonfractional) diffusion equation (DE) for an
infinitely long straight line gives, via Fourier transform , ;ng_u:ﬂ,

2017,

(=2

mowﬁ / fw)e oy, ple,0) = f(2), (3.6)

and
Glat) = —— =5 (3.7)
Vit
is the Gaussian function, working as a kernel.
Similarly, by applying Fourier transform to the FRDE (3.5) and subsequently

the inverse transform ,M], the fractional diffusion equation can be solved
for all 0 < @/2 < 1 by means of the fundamental solution, P(x,t;a),
pe.t) = [ FP - y.ta)dy. (33)
The kernel
t

P(z,t;a) = On,a (3.9)

(% +1a) %
with Oy o = Cia = F(%T“)/WHTQ being explicit only for @« = 1; when o = 2,
the Gaussian kernel (3.7) for the standard heat equation holds; note the marked
difference with the Gaussian kernel: the behavior as x goes to infinity of the function
P(z,t;«) is power-like (with a so-called fat tail) while G(x,t) has an exponential
spatial decay. This difference is expected in a theory of long-distance interactions.
The graphical representations of the (normalized) kernels G(z,t) and P(z,t;1) are
shown in Fig.[lin the dimensionless time—space domain.
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Fig. 1. Normalized kernels for standard DE: (a) half-space and (b) FRDE.

The solution of Eq. (8:6) can be obtained via Fourier series |Salomoni, |2018] or
numerical integration (e.g., by adopting Simpson’s rule), whereas Eq. (38]), with
« = 1, requires numerical integration, so the latter strategy has been used here for
reaching both solutions

1
p(ZL‘, t) = \/m

where p, (z,t) refers to the anomalous diffusion solution and

A(l‘) p@(ﬂc,t) = CN,lg(l')7 (310)

A B
Az) = % S (@) B % S (@) (3.11)
¢ ¢

When performing Simpson’s rule ¢ = 3, so that
A A
D @) =) (w—28y) +[f(z — 28y)G (v — 24y, ) + 4f (x — Ay) G (v — Ay, 1)
3 3
+ f(@)G (2, 1)),
(3.12)

Z( Z (x — 2Ay) + [f(z — 2Ay) P (x — 2Ay,t) + 4f (x — Ay)P'(z — Ay, t)
¢ ¢

+ f(z)P'(z, )],
with

Glat) = e 50, Plat) = ﬁ (3.13)
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—e— t=003
——t=0,1
—a—t=02
08 1 . —0—t=05
—h—t=1
—0—t=2

Px.t)

X

Fig. 2. Spatial pressure profiles from a standard diffusion problem.

0,8 A ——t=05

0,6 4

Pe(x.0)

X

Fig. 3. Spatial pressure profiles from a fractional diffusion problem.

and assuming

1 for-1<z<1
] . (3.14)
0 otherwise

The dimensionless pressures versus the dimensionless half-space resulting from the
DE and the FRDE, respectively, are plotted in Figs. 2 and [ at variables times.

By examining these figures, together with Fig. @l it can be observed that the
nonlocality of the fractional Laplacian affects the solution, influencing both the
shape and the global diffusion velocity; in fact, the predicted fractional diffusion
gradients are lower than those for standard diffusion all along the bar (but mainly
at the bar’s edge) independently of time, with the diffusion process appearing to
be delayed (with lower velocities at the beginning of the process, approaching equal
values at higher times).
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p(x.t)e/p(x,1)

X

Fig. 4. Space-time distribution of fractional /nonfractional solution ratio.

In fact, physically the fractional term is used to describe the long-tailed diffusion
problem caused by surface and volume heterogeneities of the solid media.

3.2. Solution of the fractional transport equation for pore fluid:
Nonlinear case

The previous solution is valid, as stated, particularly when a constant permeabil-
ity is assumed throughout the domain; hence, we can observe that, for variable
permeability, Eq. (Z3]) becomes [after introducing Eq. (B1])]

%§=(~+§G>V-(Sva—mm07 (3.15)

therefore resulting in the Porous Medium Equation (PME) [N n_an Vi ,
}, with a forcing term, representing a degenerate parabolic equation. Apart from
a constant, the diffusion coeflicient takes the expression

k ~
Mm:;:WWE m> 1, (3.16)

in which the standard diffusion equation can be considered as the limit of the PME
when m — 1.
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With fractional diffusion, Eq. (B1H) takes the form |de Pablo et all, 2011] of
o _
ot

Equations of the type of (3.17) can be considered as nonlinear variations of the

(=A)2(Ip|™ " p). (3.17)

linear fractional diffusion equation previously studied (i.e., anomalous diffusion).
Equation I7), together with the initial conditions as of (3.14) and m > m, =
max{(N —2s)/N, 0}, has been proved [Stan et all, 2019] to admit a unique funda-
mental solution [we recall that once the fundamental solution is found, the desired
solution of the original equation can be achieved by convolution, see, e.g., Eq. (Z10)]
with the self-similar (Barenblatt) form

Pasla,t) =t f(|z[t™0), (3.18)
with
N 1
X N(m—1)+2s’ 0 N(m—1)+2s (3:.19)

In our case N = 1 and s = 1/2, and the computed normalized Barenblatt profiles in
the dimensionless time-space domain, for m = 2 and m = 10, are reported in Fig.
notice that, for m = 1 (linear case), the kernel coincides with that for anomalous
diffusion [Vazquez, 12014] and when m = 1 together with s = 1, the Gaussian heat
kernel is obtained.

In the case of nonlinear fractional diffusion, it is still an open question to find
explicit or semi-explicit solutions for the problem (3.17) [Stan et all, 2019], with
an integral representation of the evolution like (3.8) being not available [Vazquez,
2014], hence an approach via Finite Differences similar to the one inldel Tesd [2014]
must be followed.

(a) (b)
Fig. 5. Computed Barenblatt profiles for (a) m = 2 and (b) m = 10 with s = 1/2.
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Particularly, it has been chosen here to adopt the fractional-centered deriva-
tive scheme ﬂmmahmmiﬁgmgmﬂ, M] combined with the (-method. Differ-
ent choices of the fg-parameter allow us to obtain three different time integration
schemes: with § = 0, the conditionally stable Forward Euler scheme is obtained,
and with 6 =1, 1/2 the implicit Backward Euler and the Crank—Nicolson schemes,
respectively.

3.3. General 1D solution in case of anomalous solute diffusion

The system of FRADE (2.18)—(2.19) is partly uncoupled due to the independence of
the transport equation for pore fluid from solute concentration, so that the pressure
values can be treated as known data within Eq. (2I8]). By introducing Eq. ZTI9)
into Eq. (ZI8) and neglecting spatial nonlinear effects for fluid properties, the 1D
saturated model in finite strains is governed by
2
E@)@_C kapc,ﬂ.(fA)%c

wox ) Ox +<J+(ppw);@ J

= 0. (3.20)

(1— ) J(psKa—1)C + (sopw

Similar observations can be done for the Jacobian, which introduces an addi-
tional coupling with the mechanical part; in fact, recalling that 9 = In J, the Jaco-
bian appears to be directly related to pore pressure [see Eq. [B1)], so that it also
can be treated as a known term.

For the sake of simplicity, the nonlocality feature of Eq. (8220) is now attributed
to the solute only; in any case, with the pore fluid distribution being reachable
independently on (3.20), some nonlocality related to pore pressure can be regardless
introduced by taking the results of Sec. Bl or

Equation ([320) involves effectively three processes of solute transport: the sec-
ond term denotes advection caused by fluid flow, the third term reflects the transfer
of solute resulting from pore fluid excess, and the fractional-order derivative term
represents the contribution of dispersion in a heterogeneous medium.

To avoid the use of uncertain initial concentrations, the above equation can be
transformed into a transport rate equation; hence, replacing C' by CQy/Qy, with
Q¢ being the flow discharge,

aC k op\ 9C a1
(1 =) (psKa=1) 7> + (wpw;a%) 5, T @1 [(1 — ) J(psKa—1) ( g?f)
" (cppw;%> oxr  J (=4) (1/Qf)} ¢+ (J‘prw);
%p . D 2
920~ (FArC=0, (3.21)
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with C' = CQ s being termed as the transport rate of solute in the flow. With the
position

Qr = Qs [(1 — ) (psKq — 1)% i (wm%%) a(18/9?)0) B #

(=8)2(1/Qp)] (3.22)
Eq. (32I) becomes

Je. kop\ 0C [~ k%) . oD
(1 =) (psKa — 1)@ + <¢Pw;%) o T {QfJF(JJFSDPw);@ C - N

(=A)EC =0, (3.23)

which can be rewritten as

e Ry SYGNEIE (3.24)
with
. wpuwk @ Y:Qf+(J+<PPw)§%
(1 =) J(psKqg—1)u 0z (1 =) J(psKq—1) (3.25)
K- »D

JH1 = @) (psKa—1)

3.3.1. Solution of FRDE

The dispersion process in Eq. (3224)) can be simulated by the sub-equation [having
clearly the same structure as of Eqs. (8) and (317))

oc - o
o =K (M)EC+s (3.26)

(where it has been assumed for simplicity C' = C'), with f being the forcing function;
while the boundary and initial conditions are given by
C(z,0) = C'(z,0), x € [a,b].

(3.27)
Cla,t) = C(bt) =0, t>0.

By treating the fractional operator via the Riesz approach and developing the (-
method, we have

. . t+1 _ ot

CHP = (1 -p)C 4+ BCt  with C' = %, (3.28)
obtaining the system

(I-BB)C*"™ = [1+ (1 - B)B|C! + (F' + BAF)At, (3.29)
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with I being the identity and B the diffusivity matrix, respectively,

[(po p1 P2 ... 0 ]
P1 Po p1 .-+ PN
B=Kk At \py p1 po ... PN-1 Po = — [(a—1)
Az | S ] [(a/2+1)%
0 pyv pN-1 ... Po
(4 a+1
PN = a/2+N+1 PN-1,
(3.30)
in which n = 1,2,..., N is the index for the space discretization and N is the

total number of space increments. Stability and convergence of the Finite Difference
schemes are already verified elsewhere ﬂQldhagmd_Smglmﬂ 924 bhaﬁ |_19_9ﬁ

,12012; lOwolabi and Atangand, [2019).

3.3.2. Solution of FRADE

Solving the FRADE (3.24) for the transport rate C' ﬂQh_amé, 11998; Benson et al,

|, neglecting solute transport by the pore fluid excess Y C, requires the adop-

tion of a proper numerical strategy; as stated previously, it is here assumed to
refer to the Griinwald definition of the fractional derivative, Eq. (ZI1), particularly
referring to the shifted Griinwald-Letnikow formula Mb@mﬁnﬂ_&m@ﬂ, M]
Correspondingly, the final iterative system now becomes

(I+BA - BB)C" = [1— (1 - B)A + (1 - B)B|C" + (F' + BAF)At,  (3.31)

with

P1 Do 0
P2 P1 Po

K At b3 D2 b1
B=— —[1+yL+(1-yL", L=| N

2 Az~
PN PN-1 PN-2 - Po
L0 »pNv  DPN-1 D1
I'(N —a)
PN = =7 v oo
P(—a)['(N +1)
(3.32)

with v being a parameter accounting for the distribution probability of the relative
weight of solute particle and A being a tridiagonal matrix related to the discretiza-

tion of the advective term via the Lax—Wendroff scheme ﬂ&mlalﬁ_am_Am“ngamJ,
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2014],

r 5 711(1) -1) 7
v 2 0 0
v(v+1) 5 v(v—=1)
2 v 2 0
A= 0 —U(U +1) 02 0 ,
2
Cv(v—1)
2
0 0 0 _vlv+ 1) v?
L 9 J
At
= V—
v Az’

(3.33)

where V' is the average fluid velocity along the z-direction [substantially equivalent
to u in Eq. (324)].

When accounting for pore fluid excess, the scheme proposed bylm_ug_e_t_aﬂ ﬂ21)_0ﬂ]
has been followed, based on the split-operator method; particularly, it has been here
assumed to solve the advection step via an explicit second-order midpoint method,
the fractional diffusion/dispersion step via the aforementioned (-method, and the
fluid excess step via the trapezoidal rule.

4. Numerical Examples
4.1. Nonlinear FRDE

In order to validate the fractional model, the numerical example of |Q£11k_and_m_1maﬂ
M] has been taken as the benchmark; correspondingly, the problem (3.26) has
been subjected to the following homogeneous Dirichlet boundary conditions and
initial conditions (for simplicity ﬂIastmza.n_e_t_aLJ, |2Q]j], aunit K has been assumed):
C(0,t) =0, 0<t<T,
C(1,t) =0, 0<t<T, (4.1)
C(z,0)=2*(1—-2)? 0<ux<l,

and to the following forcing term:
1 14+t\"
) = (1 t—1+a -1 2,2 —a -1 2, .«
flx,t) = (1+1) ( —&—x)a:—i-ir({)ia)x T (=14 z)°x
x [1222 — 6za + (=1 + a)a] + (1 + )2 [12(~1 + 2)* + (=1 + x)?

+(7+6x)a+a2]}sec (%) (4.2)
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Fig. 6. Concentration profiles for the nonlinear 1D FRDE at t = 1s.

t[s]

Fig. 7. Time evolution of concentration for the nonlinear 1D FRDE at x = 0.5 m.

The exact solution is given by
C(x,t) = (t+ 1)*2*(1 — x)*. (4.3)

By adopting an explicit scheme (8 = 0), a space increment Az = 0.0l mm, and a
time increment At = 5-107°s (to respect the Courant-Friedrichs-Lewy stability
condition), the results considering different values of the fractor « are plotted in
Fig. [ for ¢ = 1s (final step), whereas at x = 0.5m in Fig. [[ with Figs. B and
reporting the comparisons with the analytical solution: particularly, a maximum
error of 4.5% is evidenced at the model edges and of 0.03% in the middle, increasing
and then stabilizing during the analysis due to the explicit structure of the temporal
algorithm.

When approaching the classical dispersion (« = 2), similarly to what was experi-
enced in the case of linear FRDE, the concentration (alternatively, pressure) gradi-
ents change in space and time, so evidencing the effect of the fractional order; hence,
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Fig. 8. Numerical-analytical percentage error for the nonlinear 1D FRDE at ¢t = 1s.
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Fig. 9. Time evolution of percentage error for the nonlinear 1D FRDE at x = 0.5 m.

a non-Fickian mass transport shows an effect of retardation of the contaminant flow
accounting for the medium heterogeneities.

4.2. Nonlinear FRADE

Problem (3.24), with negligible Y'C, has been subjected to the following initial and
Dirichlet boundary conditions:

1 2<0
C(z,0) =
0 >0
(4.4)
C(a,t) = 1.0,
C(b,t) =0.0
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Table 1. Material parameters for FRADE analysis.

Parameter Value Unit
a —4 m
b 4 m
K 0.2 m/s
v 0.5 m/s
N 160 —
T 200 —
tend 1 5
1.
T -
S05-
(&)
0 T
1 n\-\
e : i
e e
0.5 S, me et
T 2
t[s] DF g X [m]

Fig. 10. Analytical solution for the standard AD problem [Sousa, 2009].

The adopted parameters are listed in Table [l in which ¢.,q4 is the final analysis
time and T the total number of time steps; no forcing functions have been assumed,
together with a zero probability term ~.

The analytical solution [Sousa, 2009] considering the classical Laplacian operator

is given by (see Fig. [IT)
- Vi
chw9923[1eﬁ(x ff>]. (4.5)
2 2VKt
By adopting an explicit scheme, the results of Figs.[[Tland [2/have been obtained,

confirming ﬂﬂlmmjj_qﬂ, hﬂﬂ] that the contaminant transport in the case of non-
Fickian diffusion (correspondent to a fractal structure of the porous medium) in the

direction of mainstream flow is predominantly determined by an advection mecha-
nism, i.e., the second term in Eq. drives the process and emphasizes the effect
of the non-Gaussian tail HMM, hDDA], such an effect is particularly evident in
zones with high concentration gradients.

When including Y C, the following initial and Dirichlet boundary conditions have
been used:

1
cosh(pz)’ @ € lo, b, (4.6)

Cla,t) = C(b,t) =0, >0,

C(z,0) =
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Fig. 11. Concentration profiles for the nonlinear 1D FRADE at t = tonq.

1.4 T
-0 =a=1.1
131 ==t==q=12
- ® =q=14

Fig. 12. Time evolution of concentration for the nonlinear 1D FRADE at z = 0 m.

Table 2. Material parameters for the FRADE anal-
ysis with pore excess.

Parameter Value Unit
a —10 m
b 10 m
P 0.5 m71
K 0.2 m/s
N 200 —
T 2,000 —
tend 10 S

with the parameters being listed in Table 2] (with v and the forcing function being
zero); the main results are depicted in Figs. [[3 and [[4] again evidencing the contri-
bution of the non-Gaussian tail even if reduced by the nonfractional overpressure
term.
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Fig. 13. Concentration profiles for the nonlinear 1D FRADE with pore excess at t = tenq-

0.75

0.7

065

t[s]

Fig. 14. Time evolution of concentration for the nonlinear 1D FRADE with pore excess at
z = 0m.

5. Conclusions

A coupled three-dimensional fractional hydro-mechanical model in finite strains
has been developed including solute transport and nonlinear fractional diffusion.
A FRADE including overpressure effects has been particularly derived by extend-
ing the Fick’s first law from isotropic media to heterogeneous media, so including
heavy-tailed diffusion phenomena. By adopting the structure of the Riesz fractional
derivative and choosing linear or nonlinear contribution of diffusion, the FRADE
has been solved in 1D domains via Simpson’s rule or a Finite Difference scheme
based on the B-method. Particularly, a series of 1D Finite Difference analyses have
been developed adopting the fractional-centered derivative scheme combined with
the g-method, with the advective term treated via the Lax—Wendroff scheme. In
the most general case of advection—dispersion phenomena including overpressure
effects, the numerical algorithm has been enriched, so that the advection step has
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been solved via an explicit second-order midpoint method, together with the 3-
method for the fractional diffusion/dispersion step and the trapezoidal rule for the
fluid excess step. The algorithm, developed in MATLAB environment, has been
validated against literature results, so confirming the correctness of the approach
as well as allowing for appreciating the contribution from the tail part, increasing
with high concentration/pressure gradients and with time. Particularly, it has been
evidenced that the nonlocality of the fractional Laplacian affects the solution of
water diffusion, influencing both the shape and the global diffusion velocity: the
predicted fractional diffusion gradients appear lower than those for the standard
diffusion independently of time, with the diffusion process appearing to be delayed.
When considering anomalous solute diffusion, a non-Fickian mass transport shows
the effect of retardation of the contaminant flow accounting for the medium hetero-
geneities; if advection is included, the effect of the non-Gaussian tail appears to be
emphasized, apart from when the overpressure term is accounted for. The proposed
fractional approach has been demonstrated to efficiently describe deviations from
Darcy’s law behavior together with, when contaminants are included, a positive
reactivity disturbance phenomenon inducing longer simulation times.
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