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Abstract. We introduce a solver method for time-dependent mobile
and immobile transport regions. The motivation is driven by transport
processes in porous medias (e.g. waste disposal, chemical deposition pro-
cesses).

We analyze the coupled transport-reaction equation with mobile and
immobile areas.

We apply analytical methods, such as Laplace-transformation, and ex-
tend the linear case to the time-dependent case.

The analytical methods are based on variation of constants and Laplace-
transformation to ordinary differential equations.

In such analytical solutions can be embedded into a finite volume meth-
ods which are only spatial dependent and improve their application to
time-dependent convection and reaction problems. At the end of the ar-
ticle we illustrate the analytical solutions for different benchmark prob-
lems.
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1 Introduction

We study real-life problems in the direction of deposition processes given by
transport and reaction models.

The modeling is based an a homogenization of the underlying media, see [3]
and [4].

The equations are coupled with the reaction terms and are presented as
follows.

ORiu; + e (t)V - v u; = =N fi(t) Riui + X1 Ri—y fici(t) uimr (1)

+B(—u;i +¢g:) in 2 x(0,T),
ui0(x) = ui(x,0) on 2, (2)



OiRigi = =i Ry fi(t) gi + Ni—1 Ri1 fica(t) gia (3)
+8(—g; +u;) in 2x(0,T),

gio(x) = gi(z,0) on 2, (4)
i=1,...,m,

where m is the number of equations and ¢ is the index of each component. The
unknown mobile concentrations u; = w;(z,t) are considered in £2x (0,T) C IR" x
IR", where n is the spatial dimension. The unknown immobile concentrations
gi = gi(x,t) are considered in 2 x (0,7) C IR™ x IR", where n is the spatial
dimension. The retardation factors R; are constant and R; > 0. The kinetic part
is given by the factors A\;. They are constant and A; > 0.

Further e;(t), fi(t) : RT — IR", i = 1,...,m are the polynomial functions
of the time-dependent convection and reaction term.

For the initialization of the kinetic part, we set Ay = 0. The kinetic part is
linear and irreversible, so the successors have only one predecessor. The initial
conditions are given for each component ¢ as constants or linear impulses. For the
boundary conditions we have trivial inflow and outflow conditions with u; = 0
at the inflow boundary. The transport part is given by the velocity v € IR™ and
is piecewise constant, see [13] and [14]. The exchange between the mobile and
immobile part is given by g.

The paper is organized as follows. One of the main contributions are the
one-dimensional analytical solutions. The application for reaction equations are
described in section 2. In section 3, the construction of the analytical solutions
for the convection reaction equations in different situations is presented. The
verification of the new discretization method in various numerical examples is
performed in section 4. At the end of this paper we introduce future works.

2 Analytical solutions for time-dependent reaction
equation

In the next section we deal with the following system with piecewise constant
velocities for the coupled transport in one dimension. The equation is given as

R;Owu; = —R; fi(t)Aiu; + Ri—1 fica (8)Nicawiza , t € [0, T, (5)

for ¢ = 1,...,m, whereas m denotes the number of equations. The unknowns
u; = ui(x,t) denote the contaminant concentrations. They are reacting with
constant rates \; and R; are the retardation factors. Further T € IR™ is the final
time.

We assume a irreversible form of a decay chain, e.g. Ay = 0 and fo(t) =
0, V¢t € [0,T], and for each contaminant given single source terms X\;_ju;_1.

Lemma 1. We deal with the linear differential equation (24) where f; : IR —
IR, j=1,...,i are a Riemann integrable functions.



Then the analytical solution is given as:
t
c1(t) = corexp(—M\1 / f(s) ds), (6)
0

ei(t) = cosexp(—As / £(s) ds) (7)

. t t s
+R1;_il)\i—1 exp(—\; /o f(s) ds) /o eXP(/O Aifi(s1)ds1) fi—1(s)ci—1(s) ds

where ¢(0) = (co1,---,c0:)t are the initial condition. We assume i components.

Proof. The idea is based on the integration rule of a linear differential equation
and we apply the recursive arguments.

Ezxample 1. We obtain the analytical solution for i = 3 with f1, fo, f3: R — IR:
t
c1(t) = corexp(—A1 / fi(s) ds), (8)
0
ca(t) = cozexp(—Az / f2(s) ds) (9)
0
+001%)\1 exp(—)\z/o fa(s1))ds1
t s s
. xp(—A d A d d
/o exp( 1/0 fi(s1) 81+/0 2 fa(s1)ds1) fi(s) ds
c3(t) = cosexp(—As / f3(s) ds) (10)
0
t
+Co2g—2)\2 exp(—A3 /0 f3(s1)ds1
. xp(— A ds A s1)ds ds
/Oe p( /0 2f2(s1) 1+/0 3f3(s1)ds1) f2(s)
t
+001§—;)\1)\2 eXP(—)\s/O f3(s1))ds1
. xp(— A ds A s1)ds
/O exp( /O 2f2(s1) 1+/0 3f3(s1)ds1)
. (/ eXp(—/ /\1f1(51)d51 —|—/ AQfQ(Sl)dSl)fl(SQ) d52> fQ(S) dS
0 0 0

Remark 1. The closed forms are only possible for a helpful simplification with
fi(t) = f(t),¥i = 1,...,m, here we obtain an analytical integrable for of the
integral in equation (32). We can use the primitive
f(f exp( [y Af(s1)ds1)f(s) ds = 5 exp( [y Af(s1)ds1 while A € IR is a constant.
In general, the integral in equation (32) can be solved with numerical inte-
gration.



2.1 Special case

In the following we derive an analytical solution of for a special case of the
time-dependent functions.

Lemma 2. We deal with the linear differential equation (24) and assume:

fit) = ... = fi(t) = f(1),

where f: IR — IR is a Riemann integrable function.

Then the analytical solution is given as:

ex(t) = cor exp(~Ar / £(s) ds), (11)

ci(t) = coiexp(—A\; ; f(s) ds) (12)

i—1 i-1 i () ds
S ot 3 S e

toj=m  j=m H;ezm,k;&j()\k - j)

where c¢(0) = (co1,---,c0:)t are the initial condition. We assume i components.

Proof. We apply the integration rule of a linear differential equation and the
complete induction:

i = 1: We solve:
8tR1c1(t) = —Alle(t)Cl(t), (13)
C1 (O) = Co1 , (14)
and we obtain
t
ex(t) = cor exp(~ s / £(s) ds). (15)
0

In the induction step, we assume the solution of ¢; is correct and given we
go to the step:
1 —i+1

We solve:

OiRiviciv1(t) = —Xip1Ripa f(t)ciyr(t) + NiRif(t)ci(t), (16)
Ci+1(0) = C0,i+1 » (17)

and we obtain

cit1(t) = exp(—Ais1 /0 f(s) ds) (18)

(Co,i+1 + /Ot Ai R]iil f(s)ei(s) exp(Aiqa /OS f(3) ds) dS) - (19)



We reset ¢;(s) by the assumed analytical solution and obtain:
t
ci1(t) = exp(—Aip1 / f(s) ds)

<COZ+1+/ g f( 8)co; exp(— /f ) ds) exp(Ait1 / f(3) d3)
i+1

¢ Rm = ‘ exp(—A; fo ) ds)
+/0 z+1 mZCOm R; )\j)z Aj) exp(Aia / 1(8) ds)

j=m j=m Hk mk;é]()\k

we obtain

cit1(t) = exp(—Ait1 /o f(s) ds) (21)

R; 1
(Co i1t Ais————coi (exp i1 — / f(s) ds) — 1)
1+1 )\1+1 )\

t @ Rm 7 1+1 exp( i1 — f
# ) S (Il 3 S

m=1 j=m j=m Hk m,k#£j - )\J)

where we have derived the formula (32) for ¢ + 1 and we are done.

In the following we apply an example for a given f(¢).

Ezample 2. We obtain the analytical solution for the special case f1(t) = ... =

fm(t) =t

Cl(t) = (o1 exp( Alﬁ) (22)
Cz(t) = Co¢ eXp(—)\iﬁ) (23)

2
. ; R

i—1 R,, i—1 —At—
+ZCQm?(H )\J)Z - eXp( J2)A)
m=1 v J

j=m  j=m Hk:m,k#(/\k -

where ¢(0) = (co1,. .., o)t are the initial condition. We assume i components.

Definition 1. We define for the products and summations:
1) liepaj =1 form=1,i=0,
otherwise we use the notation.
2.) E;:maj =0 form=1,1=0,

otherwise we use the notation.

Remark 2. For reversible reaction processes, there exists also analytical solu-
tions, see [7]. For such solutions, we have to solve a coupled linear equation
system.



3 Analytical solutions for convection-reaction equation
with time-dependent convection and reaction

In the following we construct the solutions for the convection-reaction equations
in different initial conditions and coupled situations.

3.1 Piecewise-constant and piecewise-linear initial conditions

In the next section we deal with the following system with piecewise constant
velocities for coupled transport in one dimension. The equation is given as

Oru; + v €;(t) Opus = —A; fit) wi +Xic1 fim1(t) wie1 (24)

for ¢ = 1,...,m, whereas m denotes the number of equations. The unknowns
u; = u;(x,t) denote the contaminant concentrations. They are transported with
constant (and in general different) velocities v; and decay with constant reaction
rates \;. The spatiotemporal domain is given by (0,00) x (0, 7). Further e;, f; :
RR" — R" are Riemann-integrable functions.

We assume a simple (irreversible) form of a decay chain, e.g. Ay = 0, and
for each contaminant given single source terms A;_ju;—1. For simplification, we
assume that v; > 0 for i = 1,...,m. The case v; < 0 can be treated analogously.
Owing to (24), all velocities v; must have the same sign and must be piecewise
constant for the cell 4. Furthermore we do not allow piecewise equal parameters
for the case v; = v;_1 and \; = \;_1, for i = 2,...,m . In special solutions we
will allow these cases.

The analytical solutions for equal retardation factors can be found in [32].
We enlarge the solutions for different retardation factors and special initial con-
ditions.

We will derive the analytical solutions with piecewise linear initial conditions,
but all other piecewise polynomial functions could be derived as shown in the
following.

For the boundary conditions we use zero concentrations at the inflow bound-
ary = 0. The initial conditions are defined for z € (0,1),

_Jar+b,2€(0,1)
uy(x,0) = {() , otherwise ’ (25)

ui(z,0) =0, i=2,...,m,

where a and b are arbitrary constants.

We use the Laplace transformation for the translation of the partial differen-
tial equation to the ordinary differential equation. The transformations for this
case are given in [6], [17] and [20].

In equation (24) we apply the Laplace transformation given in [1] and [5].
For that we need to define the transformed function @ = u(s, t):

s(s,1) = / wila £) e=5 da. (26)



From (24), the functions 4, satisfy the transformed equations

8tﬁ1 = — ()\1 fl (t) + SU1 el(t) ) , (27)
Oty = — (i fit) + sviei(t) ) Qs + Ai1 fima ()i , (28)
and the transformed initial conditions for s € (0, c0),
i(5.0) = (L2 a ey £ Qe (29)
1\o, - 52 s s )
;(s,0) =0, i=2,...,m. (30)

Lemma 3. We deal with the linear differential equations (43) and (28) where
ei, fi:IR— IR, m=1,...,m are a Riemann integrable functions.

Then the analytical solution of equations (43) and (28) are given as:

ﬁl(t) = '&01 exp(—)\l / f1 (tN)dtN— SU1 A el(f)df), (31)
@;(t) = to; exp(— / fi(t)dt — sv; / e;(t)dt) (32)
+h0i—1Ni—1 exp(— / fi(t)dt — sv; / s (B)dt) (33)

/ exp(A / fi(t df+sz/0 ei(t)dt) fi—1(s1)ti—1(s1) ds

where @(0) = (g1, - - -, Gos)t are the initial condition. We assume i components.

Proof. The idea is based on the integration rule of a linear differential equation
and we apply the recursive arguments.

Ezample 3. We obtain the analytical solution for i = 1,2, 3 with e;, f; : R — IR:
o e
ﬁl(t) = ﬁ01 exp(—)\l / fl (t)dt — SV / el(t)dt), (34)
0 0
t t
in(t) = iozexp(—ra | foB)di — svs / e (i)di) (35)
0 0
t e
+a01 A1 exp(—Ag / fa(t)dt — svq / ea(t)dt)
0 0
t S1 ~ ~ S1 ~ ~
/ exp ( -\ / fi(t)dt — sv; / e1(t)dt
0 0 0

—|—)\2 /S1 f2(£)dt~—|— SU9 /51 62(5)d1?> fl(sl) d51
0 0

s(t) = dos exp(—As / fo(0)di — svs / es(0)dF) (36)



t t
+lo2A2 exp(—As / f3(s1)ds1 — svs / es(s1)dsy)
0 0

./Ot exp(_A2 /0 Foi)di — s, /0 e(D)d

+A3 ‘/OSI fg(f)dE—F SU3 /051 63(£)d£> fQ(Sl) dsy

t t
+Ug1 A1 A2 exp(—)\g / f3(£)d£— SU3 / eg(f)df)
0 0

Ao (= [ paiydi—son [ eatii
frow (> ] /

g / " (0 + sus / N e3<£)d£>
0 0

(e =n [ a@di—so [ e
([ oo I

+)\2 /082 f2(£)dt~+ SV /052 62(£)d£>

-f1(s2) d82> fa(s1) dsy

Remark 3. The closed forms are only possible for a helpful simplification with
fi(t) = f(t),¥i = 1,...,m, here we obtain an analytical integrable for of the
integral in equation (32). We can use the primitive
fot exp(fy Af(s1)ds1)f(s) ds = 5 exp(f; Af(s1)ds1 while A € IR is a constant.
In general, the integral in equation (32) can be solved with numerical inte-
gration.

3.2 Special case

We assume f(t) = e;(t) = f;(t),Vi=1,...,m.

Based on this assumption, we can follow the linear case, see also below the
proof.

We denote for further solutions:

Ai=]T%- (37)

The equation (28) is solved with the solution methods for the ordinary dif-
ferential equation, described in [17], and the more general case is presented in
[6].

Lemma 4. The ezxact solution of (43) and (28) are given as:

i = i (s, 0) ") [ 1B dF (38)



fori=2....m,

ﬁi = ﬁl(S,O) Az Ze_()\j—i_svj) fo f(f) di H (s(vk - ’Uj) + /\k - )\j)il . (39)
=

Proof. The case i =1 is trivial:
Oty = — (M f(t) +sv1 f(t) ), (40)

we have to inset the solution in equation (40):

= a5, 0) M) L IO (42)

and we obtain:
Optiy = — (M f(t) +svr f(t) ), (43)
(44)

which is the result.

The proof idea for ¢ > 1 is given to the transformation to the linear case. see
[16].
The derivation of u; is given as:

8tﬁ/i = f(t)étui,lineara (45)

where the linear solutions u; jineqr can also be written with kernel

t o~
ef()‘ﬁsvj)fo F® At i stead of kernel e~ (i +5%)t. The linear solutions are given
and proofed in [16].

One can easily re-substitute the linear to the time-dependent kernel with out
loosing any generality.
So we have to fulfill:

315111' = f(t) (— (/\i + sv; )ﬁz + f(t))\iflﬁifl) ) (46)

and we have
f(t)atai,linear = f(t) (_ ()\z + sv; )’&i,linear + f(t)/\i—lﬁi—l,linear) ) (47)
Ol tinear = — (A + 8V ) Ui tinear + Ai—1Ui—1 linear » (48)

while the linear solutions with the time-dependent kernel fulfilled the equation
(48) and we are done.

The analytical solution in (39) can have a singular point for a single value
of s. Nevertheless, this causes no difficulties when we apply the inverse Laplace
transformation and thus we do not need to discuss this issue any further.



10

To obtain the exact solution of (24), we must apply the inverse Laplace
transformation on (43). For that we have to apply some algebraic manipulations.
For the first case, let us assume that v; # v, and A\; # A, for j # k and
Vi, k=1,...,m. Then we can denote
Aj— A
Aoj = Ajjp 1= 22k (49)

Vj — Vg
Furthermore, for the next transformation, we require that the values ;. are
different for each pair of indices j and k.

The factors A;; with A; # A, for j # k and the factor A ; with Aj # Aj
for k # [ are given by

1=1 Jl B
1#£j
I#£k

o
k#j

where we have the following assumptions:

lovj#wv Vi,k=1,...,m, forj#k, (
2.0 # M Vi k=1,...,m, forj #k, (
3Nk # X Vi kl=1,...om, forj#k Nj#INk#], (53
dovjFvgand \j # XM Vi, k=1,...,m, forj#k. (

From (50), the last term in (39) for a given index j can be rewritten in the
following form,

% 4

-1 Ajk
E (s(ok —vj) + X = A) " = Ay z:j T ik (55)
k#j k#j

From (29), adopted in (45) and (39), the standard inverse Laplace transformation
can be used and the solution u; for (24) is given by

up(x, t)

=exp(—A t) di
( / 1) diy
0 O<x<v1fo i) di

a(x—vlfo t)dt) +b, vlfo dt<x<v1f0 tydt+1 ,
0 vlfo dt—|—1<x

[ t 7
ZGXP(—)‘J'/ FE) DAY AgaAgy |
e 0 -

k
k#j

(57)
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0 ,0§:10<vjfgf(t~)dt~
Ly
x—vj [y f(
Aj = —i—(b—)\%)(l exp( v]fo v]t<:v<v]f0 f)ydi+1
(b——+a)exp( (x — vaO dt—l)
—(b- —)exp( (x — v fo , V5 fo Hdt+1<uwx

3.3 General initial conditions for piecewise linear
convection-reaction equations with time-dependent reaction

To generalize our initial conditions we combine the subsection 3.1 and ?7.
The equation is given as

R;0wu; + v f(t)Opu; = —R; f(£)Aius + Ry f(E) Nic1ui—1 (58)

for i = 1,...,m, whereas m denotes the number of equations. The unknowns
u; = u;(x,t) denote the contaminant concentrations. They are transported with
constant (and, in general, different) velocities v; and decay with constant reaction
rates \;. The spatiotemporal domain is given by (0,00) x (0,T). Further, R; is
the retardation factor that respects the acceleration or restriction of the time
scales.

We have the same assumptions as in the previous sections.

For the boundary conditions we use zero concentrations at the inflow bound-
ary = 0. The initial conditions are defined for = € (0, 1),

Q
1 bp gt Cpg, T E [Tgy Tgt1]
,0) = Eq_l D;q P:q qsq+ 59
up(2,0) {0 , otherwise (59)

p=1,...,m, (60)

where b, ; and ¢, , are arbitrary constants of the piecewise quadratic function
and [z4, x4+1] is the interval of the function, @ is the number of intervals.

We use the Laplace transformation for the translation of the partial differen-
tial equation to the ordinary differential equation. The transformations for this
case are given in [6], [17] and [20].

In equation (58) we apply the Laplace transformation given in [1] and [5].
For that we need to define the transformed function @ = u(s, t):

= 7ui(ac,t)e_” dx . (61)

From (58), the functions 4; satisfy the transformed equations

Oty = — (AL f(t) + sv1f(1)) G, (62)
Optl; = — (/\zf(t) + szf(t)) u; + )\iflf(t)ﬁifl R (63)
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and the transformed initial conditions for s € (0, 00),

ip(5,0) = i((b”—’q #22) (1= ) (64)

52 S
q=1

b —s
=) e,
p=1,...,m. (65)

We denote for further solutions:
i1
Aip =] - (66)
Jj=p

Equation (62)-(63) is solved with the solution methods for the ordinary dif-
ferential equation, described in [17], and the more general case is presented in

[6].
Thus we find the exact solution of (62)-(63):
= in(s.0)exp(~(h [ fOai+0y [ 7DD, (67)

@; = 1;(s,0) exp(— /f dt—l—svl/f t)dt))

i—1

+Zﬁp(8,0 ) Aip *(A +sv;) f f(#)dt H ((vx — i)+ A — /\j)—l (68)
p=1 i=p k=p
fori=1,...,m.

The analytical solution in (67)-(68) can have a singular point for a single value
of s. Nevertheless, this causes no difficulties when we apply the inverse Laplace
transformation and thus we do not need to discuss this issue any further.

To obtain the exact solution of (62)-(63), we must apply the inverse Laplace
transformation on (67)-(68). For that we have to apply some algebraic manipu-
lations.

For the first case, let us assume that v; # v, and A\; # A; for j # k and
Vi, k=1,...,m. Then we can denote

Aj—A
Aej = Ajp 1= rv: (69)
Furthermore, for the next transformation, we require that the values ;. are
different for each pair of indices j and k.

The factors A;; with A\; # Ay for j # k and the factor A;x; with A\, # Aj

for k # [ are given by

1
Ajip= || s Aikip = || , 70
Js 6P 1 e — Jk,i,p 11 /\jl — (70)
oy 1%

1%k
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where we have the following assumptions:

lovj#wv Vi,k=1,...,m, forj#k, (71)
2N £ N\ Vi k=1,...,m, forj#k, (72)
3 Nu ANy Vik =1, m forj#k AjAINk#L (73)
4dov;#vgand \j # XN\, Vi, k=1,....,m, forj#k. (74)

From (70), the last term in (67)-(68) for a given index j can be rewritten in
the following form,

i

klj[((vk_va)*')‘k_ '_ lezs+)\ Ajiip - (75)
Rts i

From (64) adopted in (62) and (63), the standard inverse Laplace transformation
can be used and the solution u; for (61) is given by

up(x, t) (76)
— exp(— Ay / f(d)di)

Q O<x<vlf0 t)dt + z,
Z bl)q — fO dt +Clq,’U1 fO dt-f—l'q <z <wv fO dt+wq+1 s

=1 , U1 fo tydt + zg11 < x
ui(z, t) (77)
= exp(— / f(t)dt)

Q 0 0<$<’Ulf0 dt—l—xq
Z bzchb—vlfo t)dt) +cl7q,vzf0 dt+xq<x<v1f0 tydt + g1
=110 L Uj fo tdt + z441 <

1 i ¢ i
+Y iy | D exp(=) /O F®A)Asip > AjpipAjip |
p=1 i=p k=p

k#j
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Q
Ajrp =)

qg=1
with i =2, ..

9

— (vy fo t)dt + x;))
by
+(Cz,q A]Z)
(1 —exp(—A — (vj fo t)dt + z,))

(cig — ;Z + bi,g)

-exp(—Ajk(z — (v; fo t)dt + Tg+1)))
—(ciq — l;f Z)

-exp(—A — (v; fo dt—i—xq)))

m.

where @ is the number of piecewise linear intervals.

O<x<vjf0 t)dt +

) Uj fo

<vjf0

) Uj fo

dt—l—xq <z
dt+$q+1

tdt + z441 <

Remark 4. Here, we have derived analytical solutions of (58) with general initial
conditions (59) that are used to verify numerical results or design discretization
methods with embedded analytical support functions, see [18] and [33]. Modi-
fications of the solutions can be done respecting to dominant components and
improved notations to stabilize the numerical computations.

3.4 Solution for the mobile and immobile parts

Here we construct semi-analytical solutions for the mobile and immobile parts.

We deal with the equations:

Oru; + Uif(t)amui = —/\if(t)ui + /\i_lf(t)ui_l + ﬁ(—ui + gi) R (78)

0rgi = = Nif (t)gi + Ni—1f()gi—1 + B(—gi + i) ,

where the function f : IR — IR is integrable.

We propose a splitting method to decouple the mobile and the immobile

parts of the equations.

We set A as the operator for the mobile part and B as the operator for the

immobile part.

The following iteration scheme solves the problem.

The iterative time-splitting method

The following algorithm is based on the iteration with fixed splitting dis-
cretization step-size 7. On the time interval [t",#""1] we solve the following

sub-problems consecutively for 7 = 0,2, ...

oU; (x, 1)
ot

:AUJ(.I,t) + BUjfl(I,t), with UJ(tn) =
Up(z, ") =U™, U_y =0,

U (80)
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and Uj(z,t) = Uj_1(z,t) =u1 , on 002 x (0,T),
i t
W%t(“”) = AUj(x,t) + BUj1(x,1),

with UjJrl(.I,tn) = Un 5
and Uj(z,t) = Uj_q1(z,t) =

Uy, on9f2 x (0,T),

where U™ = (u, g)" is the vector of the mobile and immobile solutions and is the
known split approximation at the time level ¢ = ™ (see [8]).

Now we apply to our concrete solutions:
First the mobile solution equation, given in (78):

ul,uncoupled(xa t) (82)

t
—exp(-A [ (o))

0
o o 0<:v<v1f0 s)ds + x4
Z by 4(z Ulfo s)ds) —|—clq,v1f0 ds+xq§x<vlf0 $)ds + g1
=1 |0 , U1 fo s)ds + xq41 <
Uy, uncoupled &Z, t (83)
= exp(— / f(s)ds)
o |o 0<:c<v1f0 s)ds + x,
Z bhqx—vlfo ds)—l—czyq,vlfo ds+xq<:1c<vlf0 s)ds + Tqr1
=1 |0 ) Vj fo s)ds + xqy1 <
i1 i " i
D Aip [ D exp(= / F()ds)Ajip > AjkipAjnp |
p=1 j=p 0 k=p
kot
0 O<x<vjf0 s)ds + x4
— (vy fo s)ds + x;))
bz
‘|‘(Cl a7, Z )
Q | (1 —exp(—A — (vj fo s)ds + x4)))) , v; fo s)ds + x4 <
Ajkp = Z » <Y fo s)ds + xq41
q=1

(cig — AZZ + bi,g)

-exp(—=Ajr(z — (v fo s)ds + xq41)))

_(Ci,q )f Z)

~exp(—A — (vy fo s)ds + z,))) ) V; fo s)ds + g4 <
withi=2,...,m.

3
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where @ is the number of piecewise linear intervals.
Second the immobile solution, given in (79):

gl,uncoupled(t) = go1 eXP(—Al / f(S)dS), (84)
i
gi,uncoupled(t) = goi eXp(—/\i /0 f(S)dS) (85)

L exp(=Ay Jy f(s)ds)
)];1 H?ﬂ:m,k;&j ()\k - /\J)

where g(0) = (go1,-- -, go:)" are the initial condition. We assume i components.
The general iterative scheme is given as:

i—1
+ Z gOm(H;‘;yln)‘j
m=1

Algorithm 31 On the time interval [0,t] we solve the following sub-problems
consecutively, for j =1,2,3,... M and for the components i =1,...,m.

Ui, coupled,j (‘Tu t) = ui,uncoupled(xu t) (86)
t
+ / ui,uncoupled(xa t— S)BQi,coupled,jfl («I, 5) ds
0

with Ui, coupled,j (xa 0) = Uj,uncoupled (xa 0)7

Gi,coupled,j (I; t) = gi,uncoupled(t) (87)

t
+ / gi,uncoupled(t - S)ﬁui,coupled,j—l(xu 3) ds
0
with Gi,coupled,j (fE, 0) = gi,uncoupled(o)a

where the initialization W; coupted,0(%, 1), Gi.coupled,0(T,t) is an approrimation of
wi(z,t), g;(x,t) and can be chosen in our linear case to be 0, for example the
uncoupled solutions i coupied,0(Z,t) = Ui uncoupled(T,t) and gi coupted,0(x,t) =
Gi,uncoupled (T, t). For the integrals we have to apply quadrature rules, which have

to be of order O(t7), where j = 1,2,3,... are the iterative steps. We finish
our algorithm after 2 — 5 iteration steps, or after a sufficient small error :
max;‘llﬂui,coupled,j-l—l (xu t)_ui,coupled,j (LL', t)|7 |gi,coupled,j+1 (x7 t) —3Ji,coupled,j (xu t)') <
err.

Ezample J. For a special function f(¢) = ¢, we obtain the integration :

Iy f(s)ds = 2/2,

which is used in the analytical formulas in Algorithm 31.

Remark 5. Here we present an algorithm based on the Jacobian formulation by
using step j — l-iterative solution of u; in the equation 87. We can improve the
algorithm to a Gauss-Seidel formulation, by using j iterative solution of ;.

Remark 6. For recursively iterations one can apply quadrature rules as Gauss-
Legendre or Romberg schemes. Such schemes can be programmed more efficient.
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4 Numerical experiments

4.1 First experiment: Decay of ten species (time-dependent
reaction)

We use ascending parameters for the retardation factors. The retardation factors
are given as R = 10, Ry =9,R3 =8, Ry =7,R5 =6... R;g = 1. The reaction
factors are given as Ay = 2.0, Ao = 1.8, A\3 = 1.6, \y, = 1.4,..., 19 = 0.0. Further
fi(t) :t,i: 1,...,m.

We apply equation (22) and (23).

errl
0,4+

err2

0,3

0,2+

o1+ |/

Fig. 1. Experiment with ten descending species with error between the quadratic and
linear solutions (experiment for ¢ € [0, 5]).

Remark 7. The analytical solution show that the quadratic time-dependency is
important at the beginning of the initialization process. After ¢ > 5, we have
nearly the same results as for the linear case.

4.2 Second experiment: descending retardation factor with ten
species (Transport and Decay)

We use ascending parameters for the retardation factors. The retardation factors
are given as Ry = 10, Re =9, R3 =8, Ry =7,R5 = 6... R1p = 1. The reaction
factors are given as Ay = 2.0, Ao = 1.8, A\3 =1.6, \y, = 1.4,..., 19 = 0.0. Further
fl(t) :t,i: 1,...,m.

With the assumptions:

=X F M
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— v # vk

— Xjk # A\
The initial conditions are given as

_Jax+b,2€(0,1)
ui(z,0) = {() , otherwise ’ (88)

ui(2,0) =0, i=2,...,m,

where a =1 and b= 1.

The velocity is given as v = 1, where each species velocity is given as v; =
%, 1=1,...,10.

The end time is given as ¢ € [0,T], T = 10 and the spacial domain x € [0, 10].

Here we apply the reduced equation (56) and (57).

The idea is to select the dominated decay chains and to apply them in the
scheme.

The linear cases is given in Figure 2.

The quadratic cases is given in Figure 3.

We have the following color series: u(1)=red, u(2)=blue, u(3)=green, u(4)=yellow,
u(5)=black, u(6)=cyan, u(7)=violet, u(8)=coral, u(9)=brown, u(10)=orange.

The error between the linear and quadratic cases is given in Figure 4.

Remark 8. Here we can see the influence of at least 10 species to our analytical
equations. We can concentrate on the dominant species and save so computa-
tional time without loosing accuracy. Such analytical results helps to generalize
analytical solutions with efficient computations.

4.3 3th experiment: descending retardation factor with general
initial conditions

We use ascending parameters for the retardation factors. The retardation factors
are given as Ry = 16, Ry = 8, R3 = 4, R4 = 2, R5 = 1. The reaction factors are
given as )\1 = 0.4, )\2 = 0.3, )\3 = 0.2, )\4 = 0.1, )\5 =0.0.
The initial conditions are given with the parameters :
1.) Initial condition 1 : 1 = 0.0,z2 = 1.0
b111 = 1.0,0111 =1.0
b271 = —1.0,0211 =1.0
b371 = 1.0,6371 =0.0
b471 = 2.0,6471 =1.0
b571 = —1.0,05)1 =2.0

2.) Initial condition 2 : x5 = 1.0,23 = 2.0
b1)2 = 3.0,01)2 =1.0

b272 = —1.0, C22 = 2.0

b372 = 2.0, C3,2 = 0.0

b472 = 1.0,6472 =1.0
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b572 = —1.0, C5,2 = 1.0

3.) Initial condition 3 : x5 = 2.0,24 = 3.0
b1)3 = 0.0,01)3 =1.0

b273 = —1.0, C23 = 2.0

b373 = 1.0,6373 =1.0

b473 = —1.0,0413 =1.0

b573 = 10, C5,3 = 2.0

For the time-dependent function f(¢), we apply:
t
fO =t [ feds =2 (89)
0

Ft) =12 — /0 F(s)ds = /3 (90)

Here we use our equation (76)-(78) and ¢ = 3.

The idea is to select the dominated decay chains and to apply them in the
scheme, see the results for the linear case is given in Figure 5. Here we have the
following color bars: u(1)=red, u(2)=yellow ocher, u(3)=red.

The results for the linear case is given in Figure 6.

The results for the linear case is given in Figure 7

The errors between the linear and quadratic case in Figure 8.

The errors between the linear and cubic case in Figure 9.

The errors between the quadratic and cubic case in Figure 10.

We have the following color series: err(1)=red, err(2)=yellow ocher, err(3)=red.

Remark 9. The general initial conditions and the coupling to all successive species
is done in the last experiment. Here we can see the influence of general initial
conditions for all species to their successors. The time-dependent cases are dif-
ferent in the initialization process, so for ¢ > 6 we have a lower influence. By the
way the important resolution for the mixed initialization is also important and
influenced the time-dependent case.

Here it is important to deal with the time-dependent quadratic or cubic case
to skip the error, which will occur in the linear case.

5 Conclusions

We derived analytical solutions of time-dependent convection dominant equa-
tions with general initial conditions. The analytical solutions are given for gen-
eral time-dependent functions and we analyze a closed formulation to a special
time-dependent case.

Such test functions can be embedded to discretization methods for the con-
vection diffusion reaction equation.

We couple mobile and immobile problems with an iterative method and apply
to each problem part the analytical solutions.
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For complex computations of large systems of time-dependent convection-
reaction problems, we can use such methods in the initialization process for a
more detailed computation.

In future the decomposition methods and analytically-improved methods can
be generalized for non-linear problems in time and space.
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1,24
1,04
1,01
0,8
0,8
0,6
u_linear u_linear 0,6
0,4
0,4
024 / 024 /
0+ T 1 0
0 15 2,0 0

. 0,
u_linear

Fig. 2. Experiment with ten descending parameters for the linear time-dependent case
(Figure left: © = 0.1,¢t € [0, 1], Figure right: = 0.2,¢ € [0,2]), lower Figure: z =
0.5,t € [0,4].
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u_quad u_quad

25.000-: u3
zo.ooo-:
u_quad 15.000-:
10,000-:

5.000-.

Fig. 3. Experiment with ten descending parameters for the quadratic time-dependent
case(Figure left: x = 0.1,¢ € [0,1], Figure right: = 0.2,¢t € [0,2]), lower Figure:
x=0.5,t € [0,4].
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1.5+ err3 err3
30
1,0
err2 20
err err
0,5
errl 104
err2
errl
0 T T T 1 0 T T T 1
0 0,5 1,0 15 2,0 0 0,5 1,0 1.5 2,0
t t
err3
25.000—
20.000—
err 15.000
10.000
5.000
err2
errl
0 T T T 1
0 1 2 3 4

Fig. 4. Experiment with ten descending parameters and the error between the linear
and the quadratic time-dependent case(Figure left: x = 0.1,¢ € [0, 1], Figure right:
x=0.2,t € [0,2]), lower Figure: z = 0.5,¢ € [0, 4].
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2,01 4
1,6
1,4
1,54 )
u2 1,2+
1,0 u3
1,0 1
0,84
R u2
0,6
0,54 0,4 ul
u3 | ul
0,2
0 T T T 1 0 T T T T 1
0 4 6 8 10 0 10
X X

Fig. 5. Experiment with general initial conditions and linear time-dependent case (left
figure z € [0,10], ¢t = 3.0, right figure = € [0, 10],¢ = 6.0).

1,84 1,2
1,6
1,04
14 u3
1,24 0,8
1,04 u2
0,6
0,8 u2
0,64 0,4
0,4 ul
u3 0,2
0,2+
0 T T T T 1 0 T T T T 1
0 2 4 6 8 10 0 2 4 6 8 10
X X

Fig. 6. Experiment with general initial conditions and quadratic time-dependent case
(left figure z € [0, 10],¢t = 3.0, right figure z € [0, 10], ¢ = 6.0).
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0.8

0.6

0,4

0,2

u3

0,8

0,6

0,4+

0,2

Fig. 7. Experiment with general initial conditions and cubic time-dependent case (left

figure z € [0,10], ¢t = 3.0, right figure = € [0, 10],¢ = 6.0).

0,54 0,5+
0,4 0,4+
err2
0,3 0,3
0,21 0,2
errl err3
0,1 0,1 errl
err3
0 SIS 0 ——
0 6 10 0 6 8 10

Fig. 8. Experiment with general initial conditions and error between the linear and
quadratic case (left figure = € [0, 10], ¢ = 3.0, right figure z € [0, 10], ¢t = 6.0).
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0,6
1,0
0,5
0.8
0,4
0.6 err2
0,3
0,4+
0,2+
errl err3
0,2+ 0,14 errl
err3
2
0 T = T 1 0 T T N 1
0 2 6 10 0 2 6 8 10

Fig. 9. Experiment with general initial conditions and error between the linear and
cubic case (left figure = € [0, 10], ¢ = 3.0, right figure x € [0, 10], ¢ = 6.0).

0,54 0,05
0,4 0,04
0,3+ 0,03
0,24 0,02
errl err3
0,14 0,01 err2
err3
errl
2
0 T o T 1 0 T T 1
0 2 6 10 0 2 6 8 10

Fig. 10. Experiment with general initial conditions and error between the quadratic
and cubic case (left figure z € [0, 10], ¢t = 3.0, right figure = € [0, 10], ¢ = 6.0).



