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CONVERGENCE OF A FINITE VOLUME SCHEME FOR
COAGULATION-FRAGMENTATION EQUATIONS

JEAN-PIERRE BOURGADE AND FRANCIS FILBET

ABSTRACT. This paper is devoted to the analysis of a numerical scheme for the coagu-
lation and fragmentation equation. A time explicit finite volume scheme is developed,
based on a conservative formulation of the equation. It is shown to converge under a sta-
bility condition on the time step, while a first order rate of convergence is established and
an explicit error estimate is given. Finally, several numerical simulations are performed
to investigate the gelation phenomenon and the long time behavior of the solution.
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1. INTRODUCTION

Coagulation and fragmentation processes arise in the dynamics of cluster growth and
describe the mechanisms by which clusters can coalesce to form larger clusters or break
apart into smaller pieces. In the simplest coagulation-fragmentation models the clusters
are usually assumed to be fully identified by their size (or volume, or number of particles).
The coagulation-fragmentation models we consider in this paper describe the time evolu-
tion of the cluster size distribution as the system of clusters undergoes binary coagulation
and binary fragmentation events. More precisely, denoting by C, the clusters of size x
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2 JEAN-PIERRE BOURGADE AND FRANCIS FILBET

with z € RT = (0, 00), the basic reactions taken into account herein are

a(x,z’)

(1) Cyp+ Cyp Cyyzr, (binary coagulation)

and
b(x — ', 2)

—_—

(2) Cy Cy—a + Cyp, (binary fragmentation),

where a and b denote the coagulation and fragmentation rates respectively, and are as-
sumed to depend only on the size of the clusters involved in these reactions.

The dynamics of the density function f = f(¢,x) > 0 of particles with mass z € R*,
at time ¢ > 0, subject to coagulation and fragmentation phenomena is governed by the
following equation

0
Q A=) - ),
where the coagulation and fragmentation terms are respectively defined by
1 * / / / / / o / / /
%@ = 3 [ alw=a) @) fa—)as’ — [ awd) 1) fe!)da

Q:(f)(z) = %/Oxb(m',x—x')dx'f(m) - /Ooob(x,a:')f(x—i—x')dx'.

The coagulation coefficient, a = a(x, z'), characterizes the rate at which the coalescence of
two particles with respective volumes z and z’ produces a particle of volume z+1z’, whereas
the fragmentation coefficient, b = b(x, x’), represents the rate at which the fragmentation
of one particle with volume z + 2’ produces two particles of volume z and z’. Both
coefficients a and b are nonnegative symmetric functions and

(4) a, b € L, (R* x RY).

For symmetric kernels, we observe that during the microscopic coagulation and frag-
mentation processes, as depicted in equations ([])-(E), the number of particles varies with
time while the total mass of particles is conserved.

In terms of f, the total number of particles and the total mass of particles at time ¢t > 0
are respectively given by

My(t) :== . f(t,x)dx, Mi(t):= /R+xf(t,x) dx.

For some coefficients a and b, the total mass might not remain constant throughout time
evolution. More precisely, if a increases sufficiently rapidly compared to the fragmentation
kernel b for large z, 2/, then the larger the particles are, the faster they merge. Then a
runaway growth takes place, producing particles with “infinite” mass in finite time which
are removed from the system. Unlike the local mass in the microscopic picture ([l)-(g), the
total mass is thereby not conserved, that is, M7 starts to decrease, a phenomenon usually
called the occurrence of gelation.

Writing equation (JJ) in a “conservative” form, as proposed in [21], BZ], enables to describe
precisely the time evolution of the total mass. Also, this formulation is particularly well
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adapted to a finite volume discretization which, in turn, is expected to give a precise
account of mass dissipation or conservation. Precisely, the coagulation and fragmentation
terms can be written in divergence form:

zQe(f)(z) = — (),

2 Qs(f)(@) = ~=52 (@),

(5) C(f)(x) = /01/00 wa(u,v) f(u) f(v) dvdu, z€RT,
(6) F(f)(x) = /OJC/C:O u b(u,v) f(u+v) dvdu, xcRT.

Then, the coagulation-fragmentation equation reads

of _ oc(f) | 9F(f)
- T = T o, + e (t,x) € (RT)?,

£0,2) = f*(z), zeRT
and we assume that the initial datum f™® satisfies:
(8) i e LYR*Y) N LY (R, zdx) is a nonnegative function.

Here and below, the notation L!(R™, zdz) stands for the space of the Lebesgue measurable
real-valued functions on R* which are integrable with respect to the measure zdz.

The main purpose of this work is to present a numerical scheme to solve ([)-({}) built
upon an explicit Euler discretization with respect to the time variable ¢t and a finite
volume discretization with respect to the volume variable z. The analysis of the so-
obtained scheme allows to prove the convergence of the discretized particle density towards
a solution to the continuous problem. An error estimate on the approximation is given
and the scheme is shown to give a first order accurate discretization of the coagulation-
fragmentation equation.

Before describing more precisely our results, let us recall that the coagulation and frag-
mentation equations (f])-([{) have been the object of several studies recently. On the one
hand, the relationship between discrete and continuous models has been considered by
some authors, see the survey paper [ff] and [f]]. Their analysis is either performed at a
formal level [[] or restricted to a particular fragmentation model (scaling technique [23]).
A rigorous setting for the formal analysis performed in [ under general assumptions on
the coagulation and fragmentation coefficients has been given in [[l6]. Among the various
approaches for the approximation of coagulation and fragmentation models, we may dis-
tinguish between deterministic and Monte Carlo methods. We refer for instance to [f, [L§]
for deterministic methods, [, f, [[J] for stochastic methods, and the references therein.
However, there are few results concerning the convergence analysis of numerical methods
for coagulation and fragmentation models (see [[[7] for quasi Monte-Carlo methods).



4 JEAN-PIERRE BOURGADE AND FRANCIS FILBET

In Reference [16], the authors obtain as a by-product of their analysis a convergence re-
sult for an explicit time discretization. However, note that the main outcome of this study
is a deeper understanding of the link between the discrete and continuous Smoluchowski
equations, thanks to scaling methods, whereas the present paper is rather focused on the
discretization of the continuous Smoluchowski equation itself. To this aim, we use the
formulation in divergence form, which is more suitable to design a finite volume scheme,
and, unlike the discretization proposed in [14], this scheme is built on non-uniform meshes.
Also, while reference [[[§] gives an analysis for unbounded domains of admissible size val-
ues, one of our goals is to asses the reliability of non-conservative truncation methods.
Among other features established in this paper, these approximation methods prove to
give a faithful picture of long time behaviour as well as of occurence of gelation.

Indeed, the occurrence of gelation at finite time is a well-known feature of coagulation
and fragmentation processes. It has been theoretically established in [[4] with a proba-
bilistic approach and in [§, fIJ with deterministic arguments. Once gelation is known to
occur, a natural question is to determine the gelation time and to investigate the beha-
vior of f(t) at the gelation time, which still consitutes an open problem. In this context,
numerical simulations could give some clues on how to solve this problem and, in partic-
ular, non-conservative truncation methods of approximations may prove an efficient tool
to observe gelation with accuracy.

We now briefly outline the contents of the paper. In the next section, we introduce the
numerical approximation of ()-({]) and state the convergence result which we prove in
Sections ] & [ In Section [, we give some error estimates when the mesh is uniform. In
the final section (Section [), some numerical simulations are performed with the numer-
ical scheme presented in Section fl. Long time behaviour and occurrence of gelation are
investigated.

2. NUMERICAL SCHEME AND MAIN RESULTS

When designing the volume discretization of the coagulation and fragmentation terms,
one is confronted with two somewhat contradictory requirements. First, the coagulation
and fragmentation terms should be discretized so as to allow for the simulation of gelation
phenomena for instance. But occurrence of gelation depends on the behaviour of kernels
a and b for large values of the volume variable x. On the other hand, discretizing these
terms makes necessary to truncate the infinite integrals in formulae (f)-(f). But this
means restricting the domain of action of kernels a and b to a bounded set of volumes =,
that is, preventing coagulation to occur among particles with volume exceeding a fixed
value.

The discretization we propose tries to overcome this conflict by using a non-conservative
truncation method for the coagulation term. The following truncation has been introduced
for the Smoluchowski coagulation equation in [B]. Given a positive real R, let

z rR
R xr) = u alu,v u v vau x .
) CAN@) = [ [ walwe) £ 1) dudu, 2 e 0.R)
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In that case, CE(f)(R) > 0 so that the total mass of the solution is now nonincreasing
with respect to time. This approximation is particularly well suited for reproducing the
gelation phenomenon [f, H].

As regards the fragmentation term, the first idea would be to give a “non conservative”
truncation as for the coagulation term, according to

FR(f // b(u,v) flu+v)dvdu, =€ (0,R),

where R is, as above, a constant positive parameter. Obviously, if one only considers the
solution to the non conservative fragmentation equation, it leads to a time increasing mass
for the system. However, it is hard to conclude on the conservativity of the full model
when including the coagulation term —3, CX since one should have to determine the sign
of
_Cfc(t’R) + frﬁ(t’R)’ t > 0,

which is not obvious (in particular, the first term is quadratical in f and depends on a,
whereas the second one is linear in f and depends on b).

Possibly the most meaningful truncation is therefore a conservative truncation on the
fragmentation term (while a non conservative truncation is performed on the coagulation
part). We introduce

(10) FR(f //Ru b(u, v) f(u+ v) dv du.

Then, the conservative fragmentation operator satisfies exactly the conservation of total
mass, so that the following equation is indeed a non conservative coagulation and frag-
mentation equation:

dfr _  OCa(fr) OFE(fr)
an T = —gy @) + —5 —(2),

f(va) - fin(x)7 S (OvR)7

(t,z) € RT x (0, R),

since A
% x fr(t,z)dx = —Cfc(fR)(t, R) <0
0

Convergence for large values of R has been thoroughly studied in the recent past. We
briefly mention some results for the coagulation equation (that is, with b = 0). These
results adapt easily to the coagulation-fragmentation equation but under different as-
sumptions on the kernels.

On the one hand, when a(z,z")/(z ') — 0 as  + 2’ — 400, convergence as R — +00
of the solutions to ([L]) toward a solution of ({)-({{) can be proven by using the approach
developed in [E] First, we observe that the previous growth assumption on a(x,x’)
does not exclude coagulation coefficients for which the occurrence of gelation takes place.
Second, when gelation does not take place, it can be shown that the solutions to ([LT)
converge toward a solution to (f)-({l) satisfying M;(t) = M;(0) for t > 0 (we refer to
[1]] for a rigorous proof). On the other hand, the convergence of the nonconservative
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approximation ([) to the solution of (f)-(fd) is valid when a(z,z’) ~ = 2’ for large =, 2’
[(5]. Therefore, this approximation is well-suited for the description of both gelation and
mass conservation, despite the qualitatively important gap between these regimes.

Since the convergence of solutions to ([[I) towards solutions of (§)-() is well established
in rather general situations, this paper will only focus on the convergence of a sequence
built on a numerical scheme towards a solution to the equation ([[1) when the truncature
R is fized. The works we have just mentioned fill in the gap to get a convergence result to
solutions to the original problem. In the remainder of the paper, for the sake of clarity, we
drop the subscript R and write f instead of fg for a solution of equation ([LI]). Parameter
R being fixed, this should raise no confusion.

Now, we turn to the discretization of equation ([[J). Having reduced the computation
to a bounded interval, the second step is to introduce the time and volume discretizations.
To this end, let h € (0,1), I" be a large integer, and denote by (%i-1/2)ic{o,...,rny & mesh
of (0, R), where

T_y=0, m= (%—1/2 + $z‘+1/z)/2, Az; = Tiy12 — Tim12 < h,
and A? = [®i_1/2,Tip1/2) for i > 0. Moreover, given two integers i and j such that
Tiy172 — j > 0, we introduce integer 7; ; € {0,---,I"} such that
h
,IZ'+1/2 — 37] € A"/z’,j'
In the general case of a non uniform mesh, we denote by §, = min Ax; and assume that
1

there exists a positive constant (independent of the mesh) K such that

h

— < K
on
or, if the mesh has to be excessively refined in some regions (usually close to the origin),
we assume that the mesh is increasing, that is

(13) Azx; < Az, Vi € {0,...,Ih—1}.
Remark 2.1. In the case of a uniform mesh (that is when Ax; = h for alli), there holds:

(12)

,I-i% = ih, ’Vi,j = ’L—j

(2

In particular, whenever x

-1 <:U<xj+% and j < i, we have

T;01— X GA?fj.

201
’l+§

Let At denote the time step and N be a large integer such that NA¢t = T, where [0, T
is the time domain on which the equation is studied. We also define the time interval

Tn — [tn,tn+1)-
The discretization of the coagulation and fragmentation kernels will be detailed at the
end of this section. For the time being, we formally set

(14) a(u,v) ~ a"(u,v) = a;
(15) b(u,w—u) ~ b(u,w—u) = by
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for u in A%, v in A? and w in A, such that 4,5 € {0,...,I"} and k € {i +1,...,I"} and
assume that this defines a suitable approximation of the kernels.

Let us now introduce the numerical scheme itself. For each integer i € {0,--- ,I"} and
each n € {0,--- , N — 1}, we define the approximation of f(¢,z) for t € 7, and z € Al as
i

The sequence (f*); » is defined recursively by the following discretization of the coagulation-
fragmentation equation: for n € {1,..., N —1}, i € {0,...,I"}, we set

(16) Az z; (fZHl - fi) = -At (Cz+1/2 6?71/2) + At (‘7:@'11/2 - }261/2) )

where the fluxes C | , and F | , are given by

i+1/ i+1/
i IM
(17) Y = YL Y, Awy Anpajag f]fE
J=0 k=", ;
i Ih
(18) Flap = Y. Y Awj Azpxbip fil,
=0 k=i+1

and the initial datum is approached by

(19) fir= Algc' /Ah fin(z)de, ied{0,..., 1"},

whereas the fluxes at the boundary are
(20) CE1/2:.7:1LI/2:.7:}1}L+1/2:0, nG{O,,N—l}

This discretization obviously relies on an explicit Euler time discretization and a finite
volume approach for the volume variable (see, e.g. [[0, [[9]). This will be even clearer
when the discretization of a and b will be given.

We denote by x4 the characteristic function of a set A. The following function f”
defined on [0, 7] x [0, R] will be useful in the sequel.

N—-1 Ih

(21) )= S X () xan (@),

n=0 =0

Note that this function depends on the time and volume steps and that

Ih
)= 3 ()
i=0
converges strongly to fi* in L'(0, R) as h goes to 0.
We may now state our main result.

Theorem 2.2. Assume that the coagulation and fragmentation kernels satisfy ({) and
f® satisfies (). Moreover, suppose that the volume mesh used in the numerical scheme
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is regular in the sense of assumptions ([[J) or ([IJ) and that the time step satisfies there
exists a positive constant 6 such that

(22) max (2, K +1) CrrAt < 6 < 1,
where K is given by ([3) and
(23) Crr = llall oo I/ g1 12T+ R b]| poc.

Then, up to the extraction of a subsequence,
" — f in L*(0,T; L' (0, R)),

where f is the weak solution to (1) on [0, T] with initial datum f*. More precisely, f is
a nonnegative function satisfying

T rR asp 890
/0 /0 xf(t,x)a(t,w) + [Cfc(t,x) — ff(t,x)] D ——(t,z) dzdt

R
(24) +/:Ufin() Oxdx—/CRtR (t,R)dt = 0,
0
for all continuously differentiable function ¢ compactly supported in [0,T) x [0, R].

Moreover, when the mesh is uniform Az; = h, for alli € {0, ..., I"}, we get the following
error estimate

Theorem 2.3. Assume that the coagulation and fragmentation kernels satisfy

(25) a, b € Wh* (RT x RY).

loc

We also assume that fi satisfies

(26) fi € Wi (RT).

loc

We consider a uniform volume mesh and require time step At to satisfy condition (£3).
Then, the following error estimate holds

(27) 17" = fllr < C(T, R) (h + At),
where f is the weak solution to (1) on [0,T] with initial datum f®.

This implies the uniqueness of the limit, and, consequently, that the whole sequence f”
converges under these assumptions.

Of course, these results depend on the definition of a correct approximation of the
coagulation and fragmentation kernels. Equations ([[4) and ([l5) are now given a precise
meaning.

Unless otherwise specified, in the sequel kernels a and b are taken as in (). On the one
hand, the kernel a is approached by a finite volume approximation a”(u,v) on each space
cell: for all (u,v) € [0, R] x [0, R],

L

Zzaz]X/\h XAh( )

=0 j=0
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where x4 denotes the characteristic function of set 4 and

1
= —— d dy.
T AaiAa; /Ama oy dody
i J

This approximation method is well-known and yields strong convergence in the space of
integrable functions provided the kernel a is in L'((0, R) x (0, R)) , which is the case here
according to ({)

IHO, as h — 0.

=

The fragmentation kernel b is discretized in a different way. Indeed, we first notice that b
need not be defined on the whole square [0, R] x [0, R] and that the kernel defined on the
compact set

Dy := {(u,v) €[0,R] x [0,R]; 0<u+v <R}

can be used to compute the fragmentation term F as given in ([0). Therefore, all we

need is to give an approximation b” of the kernel b on the compact set Dy. First, we define
the following finite volume approximation of b, for all (u,v) € Dy,

mn Ik
(28) bh(u,v) = Z Z bl,j XA? (u)XA;L (U + U),
i=0 j=i+1
with
~ 1
2 = — — <1 i< 1",
(20) b= A / L May—a)dyds, 0<i<j<

This sequence is particularly well suited to approach b(u,v — u) since, for all (u,v) €
[0,R] x [0,R] such that 0 < u < v <R,

Ih
bhuv—u ZZ ]XAh XAh()

=0 j=1+1

is obviously a finite volume approximation of b(u,v — u). Then, since b is symmetric, one
would expect that a good approximation b of b should satisfy

b (u,v) = b (v, u),
which would translate on the sequence b; ; as:
(30) bij = bj—ij-

However, this is not true in general and one can prove that, in the case of a more regular
kernel b satisfying condition (R5) and for a uniform mesh, equality (B() holds true only up
to first order terms in A when b; ; = 5”

This motivates the following definition:

Definition 2.4. We define the approzimate kernel b" such that
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(1) if the fragmentation b satisfies ({f), then an approzimation of b is defined by
(31) b (u,0) = B'"(u,v), V(u,v) € Dy,

where b is given by ([28) and (23);
(ii) if the fragmentation kernel b satisfies (B3) and if the mesh is taken uniform, then
one introduces the following approximation of b,

h Ih
(32) ' (u0) = DY by Xar (Wxpn (v +u), V(u,v) € Dy,
i=0 j=i+1
where
1 7 7 . h . . h
= (b i 1,...,7 1,...,1
w9 e { ). et P G
bo.;, i=0,j¢€{1,...,I"}.
It will be useful to write, conventionally,
(34) boo = 0.

Properties of these approximations are summarized in the following Lemma.

Lemma 2.5. The approximate kernel b" given either by (1) or by (83) satisfies the
following convergence properties.

(i) Let b satisfy (§}), then equation ([3]) defines an approximation of b which converges
strongly in the L' topology

¢~

—0, ash—0.
LY(Dy)

(ii) Let b satisfy (2§), and take a uniform mesh. Then the approximation of b given
by equation (33) converges in the strong topology of L!:

th—b‘ .0, ash—0,
L' (Dy)
and the sequence b; ; defined in (B3) satisfies
(35) bij=bjij i€{l,....T", je{i+1,....I"}

Proof: Strong convergence for the approximation (B) is classical: the proof is close to
the convergence proof of the finite volume approximation a”.
On the other hand, when the kernel b satisfies (RJ), we can perform a Taylor expansion

of b and easily prove that

bij — bj—ij| < |bllwre h,

which means that up to a first order term with respect to h, the approximation (BJ) is
equal to the approximation (BI). Therefore, strong convergence for (Bll) implies strong
convergence for (@) since the first order term in A vanishes asymptotically. a
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Remark 2.6. It is worth mentioning that property (B3) is used only in the proof of The-
orem [2.3 to estimate the error between the numerical scheme and the actual solution of
(). In this case, we use approzimation ([32), take a uniform mesh and assume reqularity
(Bd) for b. In contrast, Theorem .3 can be proven without appealing to symmetry property
(Bd) and, therefore, can be established under the weaker assumption (), using approzi-
mation ([31). Of course, it also holds true under assumption (£4) and with approzimation

In the convergence analysis of the numerical scheme, it will be useful to consider point-
wise convergence for the coagulation and fragmentation kernels. These convergences hold
true up to the extraction of subsequences. Namely, there exists a subfamily of the fam-
ily R} of indices h such that, for almost every (u,v) € [0, R] x [0, R] and almost every
(x’ y) € Dy,

ah(u,v) — a(u,v), bh(x,y) — b(z,y)

as h goes to 0. In the remainder of this paper, all sequences will be indexed on this
subfamily of indices, so that these almost everywhere convergences can be used.

3. A PRIORI ESTIMATES

In this section, our goal is to prove that the sequence of functions (f"); converges in
some sense to a function f as h and At go to 0. First, we prove that the solution f” to the
scheme ([[6)-([[9) enjoys properties similar to those of function f given by ([[1) which we
gather in Proposition below. Next, we prove the weak convergence of f" to a function
fin LY(0, R).

The midpoint approximation of a point x is denoted by X"(z), i.e. X"(z) = z; for
T € A?, see section [ for further details.

Proposition 3.1. Assume the time step satisfies ([23). Then, the distribution function
" is a nonnegative function such that

R R
/ XM(z) it ) de < / XMz) fi(s,z)de, 0<s<t<T
0 0

and, for all t € [0,T],

R
(36) / Prte)de < [P Pl
0

Proof: We proceed by induction and first notice that f(0) is nonnegative and belongs
to L'(0, R). Assume next that the function f"(¢") is nonnegative and

R
(37) | e < g erie
0
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We start by proving that f(¢"*!) is nonnegative, and first take i = 0 since it involves
boundary conditions,

At At
1
ity (?JF = xofél—A—xO {L/Q‘FA—xofln/z,
Ih
> 1 - AtZA:Uk aok fi | o fo-
k=0

Then, using condition (PJ) on the time step with (B7), we conclude to the nonnegativity
of f”+1 For i > 1, we have

Ty fl-nJrl =z fi' — Ai; < in+1/2 _6?71/2) + Ai; (mlﬂ _»7:;‘”71/2) :

On the one hand, from the nonnegativity of f"(¢"), we show that

Cliyy—Clyg i1 %l Ay,
? 1—
e n g S A S Y A g
v k=i J=0k=v;-1,
Ih
(38) > - Zﬁ%ai,kf/? z; i

On the other hand, still using the nonnegativity of f"(t"), we get for the discrete frag-
mentation operator
‘FinJrl/2 -7, 1?11 /2
Awi

Z Az x; Zk?fk; - Zijb]Zx_]f

k=i+1
(39) > — Z Awk bk,i ZT; fln

Then gathering the two inequalities (Bg) and ([B9), we get

I 1"
pfPT > (L= A (Y Azpag i+ > A | | @ f
k=0 k=0

Using condition (Bg) on the time step and the L!-estimate (B7) on f"(t"), we finally prove
that f"(t"*1) is nonnegative.

Next, the time monotonicity of the total mass with respect to time follows at once from
the nonnegativity of f” by summing ([[f)) with respect to i

oAz [T < Y Awp f] = AtCH Ly <Y A f]
- = i=0
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Now, let us prove that f"(t"*1) enjoys a similar estimate as (7). It follows from ([L6)
that

I A n+1 I A n_ Ay I C?+1/2 B 6?71/2 At " fﬁklﬂ B JTz‘Til/z
Zz; i fi = Zz; i fi — ZZ;—CU@' + Zzg o :
Of course the coagulation term decreases the number of particles (C; s2 >0, forall i)
I in+1/2 i—1/2 1
_Zox— Zcm/z <—i xm) <0
For the fragmentation term, we observe that
f: iy = Filae < ZA% f: Ay bip £
i=0 4 i=0 k=i+1 ,
and using the assumption ([) on the kernel b, we finally get
I Ih
DA f < (14 Rl At) Y Ay f7
= 1=0
Thus, using estimate (B7) at step n,
Ih’
> Ay [ < R R P
=0

d

We also remark that f"(0,-) is an approximation of f®, with strong convergence in
L'(0, R). Moreover, the initial datum f** is in L'(0, R), hence, by the La Vallée Poussin
theorem, there exists a nonnegative and convex function ® continuously differentiable on
RT with ®(0) =0, ®'(0) = 1, such that @’ is concave,

@ — 400, as r — 00
and
R .
(40) / @ (f**) (z)dr < +o0.
0

Let us now recall an inequality on convex functions.

Lemma 3.2. Let ® € CY(R™T) be convex and such that ®' is concave, ®(0) = 0, ®'(0) = 1,
and ®(r)/r — +o0o as r — +oo. Then, for all (x,y) in RT x RT,

(41) z®(y) < O(z) + 2(y).
Next, the following result holds.
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Proposition 3.3. Let f** € L'(0,R) be nonnegative, and f" be defined for all h and
At by (1d)-([21) where At satisfies ([23). Then the family (fh)(h,At) is weakly relatively
sequentially compact in L*((0,T) x (0, R)).
Proof: Based on estimate ([I]), one can prove a similar estimate on the function fh,
uniformly in h. First, the integral of ®(f") is clearly related to the sequence fi* through
N-1 Ih
/ / fh t,x) dxdt = ) ) AtAz B(f]).
n=0 i=0
From the discrete equation ([lg), together with the convexity of the function ® and the
nonnegativity of @, it follows

Ih
Zmz ) -] < D A (- ) (1
i=0
I -1 Yi,j—
< lal| o At Z Z ijf" Z Az fii @ znﬂ)
=0 j=0 k=vi-1,5
L L
LRI B DRSPS LU
i=0 k=it+1

where we have used assumption (f]) and the fact that z;/z; <1 whenever j < 4. Then the
convexity of ® together with ([]), entails

I -1 Vi, j—
lallpe A8 YD Axj ff Z Ay fi (i)
=0 7=0 k=vi_1,;
I -1 Vi, j—
< lall g At Z Z Az; ff Z Axk (fi) +‘I)(fn+1)]
1=0 .7 =0 k= =7Yi—1,j
" Yi,j—1

= ”aHLOOAtZ Acj [ Y Ay [R(fF) + ()],

i=j+1 k=v;_1;
and still applying (1) to the fragmentation term, it yields

Zsz fszrl (fzn)]

I Ih Yi,j—

< ||a\|LooAtZijff 3 Z Az [D(ff) + ()]

i=i+1 k=vi_1;

+ ||b||L°°AtZAxl Z Azy, [®(f) + @(f7)].

k=i+1



A FINITE VOLUME SCHEME FOR COAGULATION-FRAGMENTATION MODELS 15

On the one hand, we have

Ih Vi, j— Pylh i—1
(42) > Z Az O(fF) = Z Axy O(f1) Z Azy, O(f1).
Z:.]+1 k= =Yi—1,j k= =%5,5

On the other hand, observing that

2: Alg = T, 1/2 = Ty j-1/2

and since z, .19 and x,,_, .15 are defined as left point approximations of z;; 1/ — @
and ;12 — x] respectlvely, it gives

Loy =172 = Loyy_q ;-1/2 = <%,-,j—1/2 - $i+1/2) - <%i_1,j—1/2 - 331'_1/2> + Az;

= (%’—1/2 - xj) = Loy ;—1/2 T <(3€z‘+1/2 - ﬂﬁj) - 90%-,1-—1/2> + Ax;
< (xi—l/2 - xj) T Ty —1/2 + Ax;.

Either assumption ([[J) or assumption ([J) holds, and we get, accordingly,

(mi—l/2 - xj) T Loyq,;—1/2 <h
or
(951‘—1/2 - wj) Ty -1/2 S Ax;.

The latter inequality is a consequence of the fact that the mesh is increasing. In the former
case, however, the regularity of the mesh is such that, by (1), one has

Finally, both cases yield
x’yi’j—l/Q - x'yi—l,j—l/Q S MAxZ

with M =1+ K or M = 2. Therefore,

Yi,j—

Z Z Az d( f’hLl <MZ Ax; ¢ fZ"H)

1=j+1 k=vyi—1,;

Consequently, this result and inequality (fJ) lead to

ZAmz (ffh) — (]

I It

< At allpe [ oAz ] S0 Az [MO(FTY) + o(f1)]

§=0 i=0
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which entails, as |[al| ;> Ax;fI' is bounded by C7, g according to (3) and (B4)

I h
Yo Aw [T —e(fM)] < AMCrry Aw@(f)
=0 i=0
Ih
+ AtCrr Y Az O(f]).
=0

Finally, it appears that if the time step satisfies (29), a discrete version of Gronwall’s
lemma gives

CT’R(1+1VI)

R R
/ O(fM(t,x))de < e 1-0 t/ O(f*™(z))dx, Vte]0,T)
0 0

and this estimate allows to conclude to the compactness of the sequence (f"); thanks to
the La Vallée Poussin theorem. Indeed, the exponent is uniformly bounded with respect

to h and At as long as (R9) holds true. 0

Remark 3.4. Proposition implies that there exist a function f in L'((0,T) x (0, R))
and a subsequence of (fh)h such that f* — f as h — 0. By a diagonal procedure, one can
extract subsequences of (f),, (a"), and (b"), such that

i — f, in the weak topology of L*((0,T) x (0,R)), as max{h, At} — 0
and

a"(u,v) — a(u,v), for almost every (u,v) € (0,R) x (0,R), ash — 0,

V' (u,v) — b(u,v), for almost every (u,v) € Dy, ash — 0.

In the sequel, these diagonally extracted subsequences are considered implicitely, unless
otherwise specified.

Thus, Proposition B.d gives enough information to study the asymptotic behaviour of
all terms in equation ([lf). However, the following lemma recalls a classical tool that will
be needed afterwards.

Lemma 3.5. Let ) be an open subset of R™ and let there exist a constant k > 0 and two
sequences (Vn)nen and (wy)nen such that (vy)neny € LY(Q), v € LY(Q) and

vy — v, weakly in Ll(Q), as n — oo,
(wy,) € L™®(Q), w € L™(Q), and for alln € N, |w,| < k with
w, — w, almost everywhere in €, as n — oo.

Th'en7 nh—>ngo ||’Un (wn - w)HLl(Q) = 07 and

Vpw, — vw, weakly in LY(Q), asn — oo.
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Proof: The proof of this classical result in measure theory is based on the Dunford-Pettis
and Egorov theorems. a

All the material required for the convergence proof is now gathered. The following
Proposition gives, under additional assumptions on the kernels and on the mesh, some
estimates which will prove useful to estimate the error in view of Theorem P.3J.

Proposition 3.6. Let the coagulation kernel a and fragmentation kernel b satisfy property
() and let the mesh be regular in the sense of (L3) or (13), the time step At also satisfies

Assume that the initial datum f*™ is bounded in L{°(R1). Then, the approzimate
solution f" and the exact solution f to (1) are essentially bounded in (0,T) x (0, R)

1|z 0. myx0,7)) < C(T.R), I fllzo(0,1yx(0,8)) < C(T,R).

Moreover, if the kernels a and b satisfy and the initial datum f*® satisfies the
smoothness condition (28). Then, there exists a positive constant C(T, R) such that

(43) IfOllwreeor < C(T,R),
where f is the exact solution to (11).
Proof: 'We prove a priori boundedness for the solution f to the continuous equation ([[1])

only. The proof in the discrete case is similar to the one for the nonnegativity of f".
Integrating equation ([(]) with respect to time gives

t R R
fltr) = fo(w) + /0—— O (ss1) + o (s, ds
< fi(x // a(z’,x —2') f(s,2) f(s,x — 2') da’ ds

+/O/x b(z' —x,x) f(s,2") dx’ ds

t
£@) + bl oot + L2l [ o 7o,y

0 ye(0,R)

IN

where ||f]|co1 denotes the norm of f in L>(0,7T; L*(0,R)). Then, Gronwall’s lemma
enables to conclude the proof.

We turn to the proof of estimate ([3). First, we integrate equation ([LI]) with respect
to time, divide it by = and next differentiate it with respect to volume variable z (using
formulae (fl) and ([[(J) for the coagulation and fragmentation terms). Then, taking the
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maximum value over all possible values of x, it yields

of afin 3 1 9
150 = |5+ {halwrs 1l 0+ 5 bl 151
3 1
+ 5 bl 1f [z + fbllwree {flloon + 5 Bllfllze }t
3 0
+ 2 Gl Wl + 1012 [ 200 s
and, again Gronwall’s lemma allows to conclude. a

Note that, in this proof, f € L>(0,T; L'(0, R)) has been extensively used. Indeed,
Theorem .3 gives this information under the same (or weaker) assumptions as those made
in Proposition B.§. We underline that, of course, Theorem R.9 is proven independently of
this Proposition.

4. CONVERGENCE OF THE NUMERICAL SOLUTION

Proving Theorem P.9 is achieved by interpreting the sequence f;* built from the numer-
ical scheme as a sequence of step functions f* depending on the mesh size h and on At.
Properties (in particular weak compactness) of this sequence have been stated in details
in the previous section. The proof is now reduced to writing the discrete coagulation and
fragmentation operators in terms of f and proving (weak) convergence for these expres-
sions towards the continuous coagulation and fragmentation operators (f)-(d). This is
provided by Lemma [£.1] below. Then usual finite volumes techniques allow to conclude.

The following notations will be used throughout the analysis of the numerical scheme.
First, several point approximations are defined:

X":ze(0,R) — XMz)= le Xpr(x), (midpoint approximation)

ghize(0,R) — EMz)= Z$i+1/2 xXar(x), (right endpoint approximation)

e (0,R) — &)= in_l/g Xpr(x), (left endpoint approximation)
and

" : (z,u) € (0,R)? — O"z,u)= sz%JXAh XAh()
=0 j=0

At this stage, note that (X"),, (2"), and (©"), converge pointwisely: for all = € (0, R),

Xhz) - 2, 2M(z) -z,
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as h — 0 and for all (z,u) € (0,R)?, we have

OMx,u) — z—u ifx>u,
oMz,u) — 0 itz <w.

Then, the proof of Theorem .9 is based on the following Lemma.

Lemma 4.1. Let us define the approximations of the coagulation and fragmentation terms
according to:

Chit,z) = / / Xio0:2(@)) (1) X[ (oo (v) X" (1) 0 (11, 0) 2 (2 10) £ (2, 0) o du

Fhit,z) = /o /O X024 @) (1) X(25 () -, mu) (V) X () 0" (w,0) [ (8,0 + v) dv du.

There exists a subsequence of (fh)h, such that
cho—~ CR in Ll((O,T) x (0,R)), as h — 0,
Fro— FE in LY(0,T) x (0,R)), ash— 0.

In addition, C"(-, R) converges weakly to CE(-, R) in L'(0,T).

Proof: We consider the sequences (f"),, (a"), and (b"), extracted according to the

procedure sketched in Remark B4 Then, obviously for all (t,z) € (0,7) x (0, R) and

almost all (u,v) € (0, R) x (0, R), the sequence X"(.)a"(.,v) is bounded in L*°(0, R) and
X[0,2h(z)] (u) X[©"(x,u),R] (U) Xh(u) a” (u7 U) — X[0,x] (u) X[z—u,R] (U) U a(uv 1)),

as h goes to 0. Thus, applying Lemma B.5, it yields

R
/0 X(0.25 ()] (1) X{oh (), 1) (V) X" (w) @ (w,v) f*(t, u) du

(44) - /0 o (0) wa(u, v) f(t,u) du

for each t, x, and almost every v. The same argument is used to prove the pointwise
convergence of C". Indeed, for each  and t and for almost every v (§4) holds true, and
since f" converges weakly, Lemma B.§ applies again and gives:

Ch(t,x) — Cai(t, z)

for every (t,z) € [0,T] x [0, R]. This pointwise convergence obviously implies weak con-
vergence for C* and for the boundary value C*(-, R).
The convergence study of F” is similar to that of C*, observing that

h(t,z) / / =h(2)) (W) X[z (2),R] (V) XM (w) o (u, v — w) f2(t,0) dv du
and recalling that b"(u,v — u) converges to b(u,v — u) for almost every 0 < u < v < R. O

To make the importance of this Lemma clear, it may be useful to mention that C"(¢, z)
(resp. F"(t,x)) actually coincide with C? (resp. FI') whenever ¢ € 7, and z € A?. This
will be proven in the sequel.
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Now, we turn to the proof of Theorem P.3. We consider a test function ¢ € C1(]0,T) x
[0, R]), which is compactly supported. On the one hand, we observe that, for At small
enough, the support of ¢ with respect to the time variable satisfies Supp, C [0,tn—1].
On the other hand, we define the finite volume (in time) and left endpoint (in space)
approximation of ¢ on 7, x A" by

1 tn+1

p; = E/ @(t, 21 /2)dt.

tn

Then, multiplying equation ([l]) by ¢! and summing over n € {0,..,N — 1} and i €
{0,.., 1"}, yields by a discrete integration by parts

N-1 Ih N—-1 1h-1
S Awim P (e =gl Y At [C;‘:Ll/z - 7’2’11/2] (1 — )
n=0 i=0 n=0 =0
Ih N-1
(45) + Z Az; z; iin gpg — Z At C?h+1/2 Sp?h =0,
i=0 n=0

where the boundary and initial value properties (I9)-(B() have been used. The first and
third terms in the left hand side of equation (§5) can be written in terms of function f":

N—-1 1" In
Z Z Az z; [P (O = of) + ZA%' zi £ o)
n=0 i=0 i=0
N—-1 Ik h . . h
S Z/ Xha) fre oy 2GS @) —e (- atd@) |
n=0 i=0 7 mnt+1 JA} At

I At
+ 3 [ s en g [ e(ne'w) aa

T (R h(p)) — — At. £y
= /At/o Xh(uv)fh(t,ulc)sp(t’5 ( )) zgt bE )) dx dt

(46) + /OR X"() fh(O,x)i/oAtgo(t,fh(x)) dt da

We first treat the last term of the former equality. On the one hand, X"(z) converges
pointwise in [0, R] whereas f(0,-) is a finite volume approximation of fi* and, henceforth,
converges strongly in L'(0, R). On the other hand, since ¢ is continuously differentiable
with compact support, its derivatives are bounded and, therefore, the following conver-
gence is uniform with respect to t,x as max{h, At} goes to 0:

Ait /ON © <t,§h(m)) dt — ¢(0, ).
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Consequently, it first yields

/ORXh(x) fh(O,x)Ait /Omgp (t,fh(az)> dtdx — /ORxfin(x)gp(O,x) dzx,

as max{h, At} goes to 0.
To deal with the first term in (), a Taylor expansion of the smooth function ¢ is
performed, which finally yields

o (1LE@) —o (- ALEW@) e,
At ot

uniformly as max{h, At} goes to 0, while x(as,7](t) X" (x) converges pointwise to x[o 7(t) .
Applying Lemma B.5, together with Proposition B.3, entails that the first term on the right
hand side of ([ff]) converges to

T rR 6(10
/0 /0 x f(t,x) E(t,x) dx dt

as max{h, At} goes to 0.

Consider now the coagulation and fragmentation terms. As mentioned above, the ap-
proximations C* and F" coincide with the discrete coagulation and fragmentation terms.
Indeed, on the one hand, for ¢ € 7, and z € A?,

Chit,z) = /miﬂ/2 /R XM () a®(u,v) f(t,u) f(t,v) dvdu
0 Oh(x,u)

i In
— . . n n
= Z/h du Z /h dvzjajr [ Ii
=070 k=
n
Cit1/2)

where we have used that, for x € A? and u € A?, O"(x,u) = T, ;- On the other hand, for
the fragmentation operator

Fhit,z) = /OxiH/Q/xR X" (w) " (u, v — u) f(t,v) dv du

i+1/2
i I
— h. n
_ Z/h du Z /hdvij]7kfk
=07N k=i TR

Flrjo-

7
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Consequently, it is straightforward to write the second and fourth terms of the left hand
side of equation () in terms of C" and F":

N—-1 Ih—1 N-1

Z Z At [ i+1/2 fﬁu/z] (SD?H - 80?) - Z Atc?h+1/2 SD?h
n=0 1= n=0

N—-1 1h—1

I
M

1
/ / z+1/2 - H—l/Z} A—xl (SD (t,l“i+1/2) - (taxi—l/Z)) dx dt

n=0 1=
N-1

_ Z/ Cihirjp e (b, R — Azpn) di
n=0 " Tn

_ /O ' / s [ch(t,x) - }“h(t,x)] g—i(t,x) da dt

0

T
- / Ch(t,R) ¢ (t,R — Axpn) dt.
0

Therefore, the weak compactness result given by Lemma [£.1] implies the convergence of
the right hand side of the latter equality to the corresponding terms in (24), as expected.

5. ERROR ESTIMATES ON THE NUMERICAL SOLUTION

The error estimate is performed by giving a priori estimates on the difference f* — f,
where f" is built thanks to the numerical scheme and f is the exact solution to ([I]).
The difference f* — f is obviously a solution to the difference of equations ([[§) and (1)
respectively divided by x; and x. A mere integration by parts enables to give to equation
([1)) divided by z a convenient form. Lemma [.1 shows that summations by parts can
yield a similar result in the discrete case. Then, estimating the difference f* — f is easy
thanks to Proposition B.6.

When the mesh is uniform, that is Az; = h for all i € {0,...,I"}, the discrete coagu-
latation and fragmentation terms read

C"+_ -C' i~1 1"
(47) - = hzwj aji—j—1 17 filj1 —thi aij fi' '
f;l+l —Fl
(48) —2 2 = —hzmjbﬂf +h Z @i b f1
Jj=i+1

The following Lemma gives a simplified expression of these variation rates.

Lemma 5.1. Assume that a and b satisfy () and (23) respectively and consider a uniform
mesh, that is, Ax; = h for all i. We also assume that the initial datum fi® is bounded in
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L®(RT). Let (s,x) € 7/ x AP, withn € {0,...,N —1}, i € {0,...,I"}. Then

i

Cli—Cy 1 €@
(49) - % = 5 / ah(x,w%' - Eh(x,)) fh(‘s?x,) fh(8,$ - Eh(x/)) dl’l
ZT; 0
R
- [t ) s ) d 2 (s) o)
0
Tty Timy 1 byt - I\ gl fh
(50) s = —3 /h b (x'yx — ') dx’ f"(s,x)

R
+ / Vi(w,a! — 2) (s, @) do! + (o),

=1 ()

where 6? and 6? denote first order terms with respect to h in the strong L' topology:

R
(51) leclze < F I E = h

R
(52 bl < (5 174 om + 174 ) Bl b

Proof: First, the variation rates have to be written in such a way that the volume z;
is factored out. To this aim, we consider for instance the fragmentation term: since the
mesh is uniform, there holds x; 1 —z; = z;—; and we have, for i > 1,

2

i1 i1 i1

n n n

—h ij biifi" = h in—j bji fi' — @i 1h ij,z‘ fi
j=1 7=1 j=1

i—1 i—1
= hzijifj,ifin_xiJr%thj,ifin-
j=1 j=1
Thus, using the symmetry property (BH) of b; ;
i—1 i—1 i—1
—h ijbjﬂ'fin = hzijj,ifiyl_xi+%hzbj,i in’
J=1 J=1 Jj=1
which finally gives
i—1 L i—1
hy b fl = 5 %itl > b fh
Jj=1 Jj=1

and for ({49)

Fro—Fr 20 Ti1 ik I
— 0 = h | ——bifl' - —2—§ bja fi* + E bij i
hxi xT; s 2 — i1

J= J=1

h 1<
= h —Z—?bo,iff—rgcizbj,iff - §ij,ifi" + Z bij fj'
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since x,, 1 = @; + % We have used convention (@), so that bg; is equal to zero whenever
2
i = 0. We define
9 i—1
ef(2) = —h—boi fi' = — D b ff
i i
7j=1
and then get (p0). Moreover, estimating the x integral of this term is equivalent to
estimating the following sum

I+ " 12 i—1
0 n n
hz h;bo,z'fi t i ij,ifi :
i=0 ! tj=1

The first term in this sum is bounded if one remarks that zp/z; < 1 while the second one
is bounded by noting that

(i-1)h

1—1 h
— < —||b||pee.
< bl

h2 i—1
1o > bji < hbllre
KA J:1

Hence, applying Proposition B.g, the approximate solution is bounded in L and estimate
(F9) easily follows.
Now, turning to equation ([[]) and remarking that z; 1 — x; = x;_;_1, we similarly
2

prove that
-T:Ll - C”-T 1 Tr. 1 i—1 "
i+ i—= i—=
N 2m‘h s o= Qx?hzajvi_j_lf?fﬁjfl o hzaivjfin i
! v j=0 j=0
which gives expression (f9) by setting
h2 i—1
h
ee(@) =—1— > a1 £
7 j:0
and the estimate (51 is obtained in the same way as (53). O

Therefore, both terms (51)) and (52) have to be compared to the explicit formulation of
the continuous coagulation and fragmentation terms

(53) — % aaij(t,x) = % /Om a(x',x — ) f(t, ") f(t,x — 2")d2'
- " el a) f (1,2 (1,2,
0
R

/:v b(z', o — ') f(t,x) + / b(z, o —x)f(t,a')da’.
0 T

DN | —

6y o) = -
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Using formulae (), (50), (F3) and (F4), equation ([L1]) and the scheme ([L6]), we easily get
for t € 7,,

[ten - senfe < [0 \fh (0.0) = Fo(a)| da
(55) . (o + & + L+ bl + bl

where (Ega)

are error terms related to the coagulation operator

a=1,..,4

gl = / / /gh (2, — EMa")) f(s, ") fP(s,2 — EM(2))
— (@, — EM)) fs,a') f s,z — Eh(m'))( dz’ d ds

gy = / / /Eh a(x',x — E(2")) f(s,2") f(s,2 — (@)

—a(d',x — ') f(s,7) fs,x — )

t rR prx
533 = 1 / / / (Z(,II,,I—(E/) f(S,IE/) f(S,fI—fE/) de/dQTdS
’ 2 Jo Jo Jerw)

dz’ dx ds

and

/ / / (z,2') fP(s,2) f*(s,a") — alz,a") f(s,2) f(s,2)| da’ dux ds,

whereas (5?’ o)

w1 4 are error terms related to the fragmentation operator

1 t (R &M@
=5/ ) )
’ 2 Jo Jo Jn
t R
Ehy, = 1// / Vi x —a') (s, ) da’ da ds
’ 2 Jo Jo Jonuien(a),a)

g = [ [ /R() (o'~ 2) (s ) — b’ — ) (s, )

Vi, x— ) fi(s,x) — b(a',z — x')f(s,x)‘ dx' dz ds

dr’ dx ds

and

h LR e h / h / /
Ey = -t b (z, " — x) f*(s,2") dz’ dx ds.
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Finally, Eh is the error due to the time discretization:

" (x)
Ef,n = {/ [ / ah(x/,x — Eh(ac/)) fh(s,x/) fh(s,m — Eh(x'))dm'

€' (=)

+ / (z,2') fi(s,z) f(s,2') dz’ + el(x )—l—%/ V(2! x — ') (s, x) do’
h

L

- Ma, o' —z) fP(s,2')da’ + ez )] dx}ds.

On the one hand, the error given by E?,Q is estimated from the smoothness of the kernel
a and of the solution f to ([[I]). Indeed, since in this section a is taken in W/ZIO’COO, we have

for all z € (0, R) and 2’ € A}

‘a(w',x—xi)—a(x/,x—x' ‘ lallyy1,00 B

)
and applying Proposition B.g, the W1 estimate (i) on f gives
{f(t’x - 'Il) - f(t’x - ,I/)‘ < H ( ")HWI"X’ h
Thus, it yields
h R2
(56) ety < - Iflloe (llallwre flloe + Nallzw 1f lzeqwros) ) ¢

On the other hand, we consider the terms 523, 5?,2 and Eg 4 which are all integrals on a
domain of size t Rh. Then L> bounds on f and f" give

(57) gy < lallze | fll7=tRA
and
(58) Efy + &84 < 2|bllzee | fM Lt RA.

The error due to the time discretization is treated similarly and it is easily seen that
(59) &, < 2 {32 £ 1 llallzoe + B2 zoe Bl + [legllor + He?HLl} At

since |t — t,,| < At.
Finally, we turn to the estimation of terms &, hl, Ei‘ 4 thl and th 3. A detailed calculation

is given for £,. Estimations for the other terms are obtained by using similar arguments
and details are 1eft to the reader to check. First we perform a change of variable x — y =
x — ZM(2) and split 521 into three parts:

h 1 Lt h(,.t / / /
g < 5 || [ a6 —a )] £ #) Fsy) ot dy ds

- 1/t/R/Rah(x’,y)‘fh(S,CU/)—f(s,x')
* /// "' y) (s, 2") ‘fhsy) f(S,y)‘dx/dyds.

f(s,y)dx'dy ds
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Thus, it yields,

h
ety < (RIS lalwi) 5
R h ! h
(60) g el (UM + Wl ) | 1£76) = F(5)lzn ds.
Similarly,
h
ety < (RIS lalwi) 5
R h ! h
(61) + g lallz (I8 + 17l [ 1746) = F@le ds
and
ety + &ty < 2R lo bllws) b
t
(62 + 2R b= [ 17°6) = F9)l s

Finally, using (B) and gathering estimates (b6))-(fJ), we conclude thanks to Gronwall’s
lemma that

1" = Fleeorromy < CTRIMO) = F2lnen + (0 + An}.

To get estimate (R7), one only has to remember that f® is taken in Wllg’coo, so that the
finite volume approximation of the initial datum by f”(0,-) is actually of order 1 in L'
with respect to h.

6. NUMERICAL SIMULATIONS

This section is devoted to the numerical study of two different phenomena: the conver-
gence to equilibrium under the detailed balance condition and the gelation phenomenon,
that is, the possible loss of matter during time evolution.

6.1. Detailed balance kernels and convergence to equilibrium. We assume that
the coagulation and fragmentation coefficients fulfil the detailed balance condition: there
exists a nonnegative function M € Li(R* x R*), such that

(63) a(z,xYM(z) M(2') = blz,2")M(z +2'), (x,2') € Rt xR,

Observe that this condition implies that M is a stationary solution to ([]), usually refered
to as an equilibrium. An additional and interesting consequence of the detailed balance
condition () is the existence of a Lyapunov functional H given by
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Indeed, any positive solution f of the coagulation-fragmentation equation satisfies

GO = =5 [ (awa) f60) £t = ) 0+ )
(log(a(z,2") f(t,z) f(t,2")) — log(b(z,2") f(t,z + '))) dxda’
< 0.

Since any such solution f decays the Lyapunov functional, convergence of f towards the
equilibrium state M is expected. The first series of results proposed in this section is
concerned with the observation of this trend to equilibrium. We choose kernels a and b as
follows:
no_ A n1/2
afz,a) = bz, 2') = ()2,
so that
M(z) = exp(—z), x€RT.
As an initial datum, we take
- 2, f0<zxz <1
in _ ) = =~ 1,
Fi) = { 0, else.
with R = 30, At = 0.004.
From a numerical point of view, some care is needed to compute the small z-behavior
of the stationary state, taking into account that it also depends on its values for large

x. Therefore, it is important to consider a suitable mesh in order to obtain an accurate
numerical solution when x is small but also for large x. We construct the following mesh:

74
e Ot F for 0 < i < N,

1— N

Ti19 = 3/2
e—i—(R—e)( I ) for N+1<i < 2N,

with N = 25, 50, 100 and 200. This mesh satisfies the condition ([[J) and is extremely
refined in the region close to the origin in order to describe with a lot of accuracy the
solution in this region. On the other hand, the mesh Az; is increasing for large x in order
to use a large enough truncature R = 30 with few points.

In Figure [l, we report the evolution of the total number of particles My, the second
moment of f, the Lyapunov functional H(f) and the behavior of the asymptotic profile
f(+o00,2). As expected, the total mass M;(t) remains constant throughout time evolu-
tion and the moments stabilize to a fixed value. As regards the asymptotic profile, our
numerical results are in fair agreement with the equilibrium M (z) = exp(—=x), even when
using few points (N = 25). Moreover, in view of the comparison between the exact steady
state and the numerical solution for large time, we observe that using a non uniform mesh
allows to get a very good approximation in the region close to zero.

6.2. Occurrence of gelation. As already mentioned in the introduction, when the co-
agulation coefficient a increases sufficiently rapidly for large x, 2/, a runaway growth takes
place and leads to the formation of a particle of “infinite mass” in finite time. Since no
such particle is taken into account in ([J), some matter escapes from the system of particles
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FIGURE 1. Ewolution of the total number of particles My, the second mo-
ment of f, the functional H(f) and the stationary distribution f(x) in log
scale.

described by the density distribution function f. As a consequence, the total mass M;
decreases with time, and the gelation time Ty is defined by

(64) Tyer = inf {t >0, /Oox flt,x) dx < /Oox £(0,2) dx} € [0, 400] .
0 0

Then we say that gelation occurs if Ty < +oo0.
An elementary proof that Ty < +oo was given in [20] when a(z,2’) = z2’, and a
central issue in the physical literature in the eighties was to figure out for which coagulation
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coefficients a the gelation time T}, is finite. We restrict our discussion here to the model
case

(65) a(z,2’) = a" (') + 27 (@)W, bz, 2)) = (z+2)7, (z,2") € (RT)?,

with 0 < < v < 1 and v € R. Putting A = p + v, it follows from [, Theorem 3.1] that
there is a mass-conserving solution to ([) for any initial datum with a finite first order
moment when 7 > A — 2. On the other hand, when v € ((A—3)/2, A —2), it is proven in
[, Thoerem 1.2] that gelation occurs when the initial first moment M is large while there
should be mass-conserving solutions when M;j is small enough. Finally, gelation should
occur for every non-zero solution when v < (A — 3)/2 [B], Section A.1].

We have first performed several computations to confirm the fact that the non con-
servative truncation allows to approximate as well mass-conserving solutions (v > \ — 2)
as gelation phenomenon (7 < (A — 3)/2). In these situations, the long time behaviour
does not depend on the initial mass, but only on the relative proportion of coagulation
and fragmentation phenomena. Not surprisingly, the solution is well approached by the
scheme in this case and we prefer to give a detailed account of the more delicate situation
where the long time behaviour strongly depends on the initial mass. Thus, the main pur-
pose of the numerical simulations presented in this section is to observe numerically the
intermediate regime v € ((A — 3)/2, A — 2), which is, due to the dependence with respect
to the initial datum, the most difficult to study.

We restrict ourselves here to the model case (p5) with p = v = \/2; that is,

a(z,x') = (x VM2, bla,2') = (x+2')7, (z,2') € (RT)?,
with A =5/2 and v = 0. We take the following initial datum fo:
(66) folx) = My exp(—=x), @ €RT.

Thus, the gelation phenomenon does take place when the initial mass M; is large enough
and Ty < +oo (see [[l, Thoerem 1.2]) and the authors conjecture that for a small initial
mass M7, there is a mass-conserving solution.

In Figure B, we present our results for an initial mass M; = 0.4 and observe that gelation
occurs at finite time (T,¢; ~ 1). We see that the choice of the truncation (f), ([L0) and the
scheme ([L4)-(21) provide a good estimate of the gelation phenomenon.

Next, the moments M(t) are expected to blow up as t — Ty for £ > 2. We compute
numerical approximations of the solution to ([]) with initial datum (f§) for increasing
values of the truncation parameter R. We define the moment of order ¢ > 0 of the
numerical approximation by

Ih
M) = Awiaf [T,
=0

and we plot the time evolution of the moments of order 1, 2, and 3 (see Figure f). Tt
is clear that the gelation transition takes place in finite time and that there is a sudden
growth of the moments of order 2 and 3 near the numerical gelation time. In particular,
the growth rate increases for increasing values of R, which is seemingly a good evidence
for occurrence of blow-up. The fact that these moments decrease after the numerical
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gelation time is due to the finite length of the interval of computation (0, R). Indeed, due
to the non conservative approximation, the amount of mass F7, +1/2 is lost and high order
moments then start to decrease with time.

On the other hand, we perform other computations (see Figure fJ) for a small initial
mass M; = 0.25 and observe that in this case the solution is mass-conserving. Moreover,
the numerical solution converges as time goes to infinity to an equilibrium (note that
the detailed balance condition is not valid for these kernels a and b (65)): there are two
different regimes in this case, the solution first spreads out and next concentrates itself to
reach a steady state (see last pictures of Figure fj).

7. CONCLUSION

This paper provides an extensive study of a discrete approximation of coagulation
and fragmentation equations. The scheme first introduced for the discretization to the
coagulation-fragmentation equation in [[J] proves unexpectedly efficient in the description
of gelation as well as long time behaviour of solutions to this model. In particular, it should
be emphasized that mass conservation or dissipation is obtained in strong agreement with
theoretical works.

The discretization is based on a divergence formulation, which (in association with the
finite volume method) makes it well adapted to the observation of the time evolution of
the total mass. Finally, numerical results seem to indicate the validity and the flexibil-
ity of the present approach that, to our opinion, will make deterministic schemes much
more competitive with Monte Carlo methods in several situations for coagulation and
fragmentation models.
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