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ABSTRACT. In this paper we study the rate of convergence to the complex bal-
anced equilibrium for some chemical reaction-diffusion systems with boundary
equilibria. We first analyze a three-species system with boundary equilibria
in some stoichiometric classes, and whose right hand side is bounded above
by a quadratic nonlinearity in the positive orthant. We prove similar results
on the convergence to the positive equilibrium for a fairly general two-species
reversible reaction-diffusion network with boundary equilibria.

1. Introduction. The dynamical behavior of spatially homogeneous mass-action
reaction systems has been the focus of much research over the last fifty years. These
ODE systems are usually high-dimensional, non-linear, and depend on a large num-
ber of parameters, which makes them generally difficult to study. However, a fertile
theory started fifty years ago with work of Horn, Jackson and Feinberg [15,22, 23]
has been successful in addressing questions of existence and stability of positive
equilibria, and persistence (nonextinction) of variables. Their work shows that,
surprisingly, the large class of complex balanced mass-action systems have unique
positive equilibria which admit a global Lyapunov function, which makes them lo-
cally asymptotically stable independently of reaction rate constant values. This
robustness is relevant in applications, where exact values of system parameters are
typically unknown. Moreover, Horn conjectured that the unique equilibria are in
fact globally asymptotically stable [23], a question known as the Global Attractor
Conjecture. The conjecture stayed open until recent years, when new work fueled in
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part by advances in systems biology led to a series of partial results. It was shown
that trajectories of complex balanced systems either converge to the positive equi-
librium or go to boundary equilibria [32,34], establishing that persistence implies
global stability. A series of subsequent papers showed persistence for complex bal-
anced systems in two variables and other classes of systems, and proved the Global
Attractor Conjecture in two and three variables [1-3,7,8,21,28]. This work led to
a proposed proof of the Global Attractor Conjecture in full generality [9].

Much less is known about the corresponding reaction-diffusion models, although
a number of recent papers have focused on extending the results above in the PDE
setting. A promising venue for relating the PDE and ODE models is by way of space
discretization (the method of lines). As proof of concept, the network A+ B = C
was considered in [27] where it was shown that solutions of the discretized system
converge to the solution of the PDE system as the space discretization grows finer.
Solutions of the reaction-diffusion system A+ B = C have been shown to approach
a positive spatially homogeneous distribution [31] via semigroup theory. Newer
work uses entropy techniques to prove global asymptotic stability for other systems,
including dimerization networks 24 = B [10] and monomolecular networks [16].

For reversible complex balanced systems, recent work by Fischer established
global existence of a certain notion of renormalized solutions [18]. Siegel and
Mincheva showed that, with equal diffusion constants, w-limit sets of general
complex-balanced reaction-diffusion systems consist of constant functions corre-
sponding to equilibria of the space-homogeneous ODEs [26]. Moreover, the unique
positive equilibria are asymptotically stable. This is the analogous of the “per-
sistence implies global stability” result from the ODE setting, albeit in the case
of equal diffusion constants. Recent results by Desvillettes, Fellner and collabora-
tors [12,14,17] removed the requirement of equal diffusion constants, and showed
that in the absence of boundary equilibria, the positive equilibrium of a general
complex balanced reaction-diffusion system attracts all solutions with positive ini-
tial data. These papers also considered special cases of networks with boundary
equilibria, where a detailed analysis showed that positive solutions remain glob-
ally asymptotically stable. However, the general case of systems with boundary
equilibria remains open, and the analysis of such systems is on a case-by-case basis.

A recent paper by Pierre et al [29] studies the general case of a reversible reaction;
the authors prove that for nonnegative initial data in L' N Llog L, the solution will
converge to some equilibrium. If the equilibrium happens to be the unique complex-
balanced equilibrium in the given stoichiometric class (as opposed to a boundary
equilibrium), then it is shown that the convergence is exponential. Furthermore,
if the solution is globally (in time) essentially bounded, [29] also shows that the
solution converges exponentially to the complex-balanced equilibrium.

Our paper studies two such special cases of complex balanced reaction networks
with boundary equilibria, and uses the entropy method to show that in one spatial
dimension under mild boundedness conditions on the initial data, solutions converge
asymptotically to the unique positive equilibrium at explicit rates. Namely, we
consider the three-species system A + 2B=DB + C (Theorem 1.1), and the two-
species system mi1A + nyB=myA + no B (Theorem 1.2).

In the remainder of this introductory section we set up terminology and notation,
we discuss some of the techniques used here and in previous work, and we state
our main theorems. Sections 2 and 3 contain the proofs of the results for the
three-species and two-species systems. We conclude with a few remarks and open
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problems (Section 4), and with an appendix collecting a few technical results needed
in the paper.

1.1. Terminology and previous results. Let us consider 0 < T < oo and the
semilinear parabolic system

¢t — DAc = R(c) in 2 x (0,T) (1)
with initial data
c(-,0) = ¢p in 9,
where ¢ : Qx[0,T) — R™ is the vector of concentrations at spatial position z €  (an
open subset of R?) and time ¢ € [0, 00), D is a positive definite, diagonal nxn matrix,
and R : R™ — R" is a vector field whose components are polynomials (determined

by the chemical reactions under consideration). We exclusively consider Neumann
boundary conditions throughout this work:

Ve -v=00n00 x (0,T), i=1,...,n,

where v is the outer normal vector to the boundary. This system can be linear and
“trivial” (at least in the sense that “enough” of its equations decouple), such as

a; — dgAa = —ka,
by — dpAb = ka in Q x (0,7,

(which corresponds to the reaction A — B with reaction rate k > 0), linear and
nontrivial (weakly coupled) such as

at — daAa = —kla + kgb,
by — dpyAb = kya — kob in Q x (0,7),

. kl . .
(which corresponds to A = B), or (as soon as a reaction includes two or more
k2

reactants) nonlinear in the zero order terms (semilinear). For example, the single
reaction A+ B 5 C yields

a; — doAa = —kab,
by — dpy Ab = —Ekab,
¢t —deAc=kabin Q x (0,7).

We use this last system to illustrate, rather informally, some terminology and no-
tation. Here A, B, and C are the three species of the network, and A + B and C
are its complezres. In general, complexes are formal linear combinations of species
with non-negative integer coefficients, and sit on both sides of a reaction arrow.
It is useful to think of complexes as vectors in a natural way, for example A + B
corresponds to y = (1,1,0), and C to ¢’ = (0,0, 1). The concentrations of A, B, C
are non-negative functions of time and space and are collected in the concentration
vector ¢ = (a,b,c). The reaction rate of a reaction is given by mass-action, and is
proportional to the concentration of each reactant species. This way, the reaction

A+ B * C has rate kab. The reaction rate constant k is a reaction-specific positive

number. In general, the rate of a the reaction y A y' is given by

n
ke =k ][,
i=1

where n is the number of species, and complexes y and y’ are viewed as vectors, as
discussed above. The reaction rate kab enters with negative sign in the equations



4 GHEORGHE CRACIUN, JIAXIN JIN, CASIAN PANTEA AND ADRIAN TUDORASCU

for a; and b; (A and B are being consumed in the reaction), and with positive sign
in the equation for ¢; (C is being produced). Reaction rates are collected in the
vector R(c) = (—kab, —kab, kab). In general, this is given by

R(c) == Z ky%y’cy(y/ -,

y—y’

where k,_,,s is the rate constant of y — y’ and the summation is over all reactions
y — y' in the network. Finally, D = diag{d,,dp,d.} € M3zx3(R) denotes the
diagonal matrix of diffusion constants.

In the previous example the first two equations have the benefit of being decou-
pled, but that feature is lost as soon as we allow for reversibility; indeed, corre-

k
sponding to A + B kﬁl C we have
2

a; — dgAa = —kyab + koc,
by — dpAb = —kiab + kac, (2)
¢t — deAc = kyab — kocin Q x (0, 7).

When it comes to basic questions on the existence, uniqueness, smoothness and
non-negativity of solutions (if the initial data components are nonnegative), for
linear systems the answers are provided in the (by now, classical) literature (see, e.g.,
[30]). However, complexity adds quickly as nonlinear reactions and more reactants
enter the system.

In this paper we discuss examples of chemical reaction diffusion systems which
have a specific structure relative to a positive equilibrium, i.e. a steady state solution
with all positive components.

In general, we say that an equilibrium point ¢y of a reaction system (i.e. an equi-
librium of the ODE system ¢; = R(c); diffusion is removed) is a complez balanced
equilibrium if for all complexes § we have

v o_ Y
§  kgosych = E :kyHyCO’

y—=y y—y

In other words, the total chemical flux that exits the complex § equals the total
chemical flux that enters the complex y (for any choice of 7). A reaction system
is called complex balanced if it admits a positive complex balanced equilibrium.
We call a reaction-diffusion system complex balanced if its corresponding reaction
system is complex balanced. It was shown that all steady states of a complex
balanced reaction-diffusion system are constant functions (do not depend on space),
whose values equal the steady states of the corresponding complex balanced reaction
system [26]. We can therefore identify the steady states (equilibria) of complex
balanced reaction-diffusion systems with those of corresponding reaction systems.
Reaction systems often admit linear first integrals, called conservation laws; for
example, the single reaction A + B — C has conservation laws a + ¢ const
and b+ ¢ = const. In this paper, an accessible boundary equilibrium of a reaction
network is an equilibrium on the boundary of the positive orthant which gives the
same values of the conservation laws as some phase point with strictly positive
coordinates. These are the only equilibria that might be reachable from positive
initial conditions, and the only ones relevant for positive solutions of the mass-action
system. We note that not all equilibria on the boundary are accessible boundary
equilibria. For example, A + B — A has one conservation law a = const. The
positive a-axis {(a,0)|a > 0} consists of accessible boundary equilibria. On the other
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hand, all points {(0,b)|b > 0} on the non-negative b-axis are boundary equilibria
which are not accessible (the conservation law a = 0 is not compatible with points
in the positive orthant). The distinction between accessible boundary equilibria
and inaccessible ones was relevant in previous work [14], although it was not made
explicit. In that paper it was shown that for complex-balanced reaction-diffusion
systems without accessible boundary equilibria, certain existence conditions imply
convergence of solutions to positive equilibria. The reaction-diffusion systems we
consider in this paper are complex-balanced with accessible boundary equilibria.
All systems arising from complex balanced reaction diffusion systems admit a
“canonical” Lyapunov functional of the relative Boltzmann entropy type. Its general
form (again, see, e.g., [14]), this logarithmic free relative energy functional reads

- i at
= Z/ {ci(ac’t) log cile,t) ¢i(x,t) + ¢ oo | d,
=179 Ci,0

where Coo := (€1,00, s Cn,00) 18 the constant vector denoting the positive complex
balanced equilibrium. The entropy dissipation functional is computed by differen-
tiating F along trajectories; that is, once all the time derivatives of concentrations
are replaced by their equation specific expressions and the Neumann BC are used
to integrate by parts wherever the Laplacian appears, one gets

2 cYr cr
Zd |VCZ“| et E g, +chyr/ ( ;< )dx
cl T, t cdr’ Coo

where p is the number of reactions and ®(z,y) := zlog(z/y) —x+y. Of course, one
gets exponential decay to zero for E if one can prove that there exists a positive
constant a such that

D(t) > aE(t) for all t > 0. (3)
Naturally, E(t) should not only be identically zero when ¢(t) = ¢, but it should
also be bounded below by some increasing function of the distance (from some
norm) between c(t) and Coo.

For complex balanced systems, in the spatially isotropic case (D = 0, so the
PDE’s are reduced to ODE’s) recent work by Craciun [9] answers in the affirmative
a long standing conjecture on the convergence to the positive equilibrium in each
stoichiometric class, called the Global Attractor Conjecture. This conjecture states
that regardless of the existence of boundary equilibria, trajectories starting in the
positive orthant converge to the unique positive equilibrium in the corresponding
stoichiometric class. In the PDE case, the most general result concerns the case
where there are no boundary equilibria. Very recently, Desvillettes, Fellner and
Tang [14] showed that, contingent on the existence of suitable solutions (essentially,
solutions that may not be classical but they are renormalized and do satisfy a weak
entropy entropy-dissipation law), one obtains exponentially fast convergence to the
equilibrium which lies in the same stoichiometric class as the initial data, which is
merely assumed nonnegative and integrable over some bounded, C? domain in R
This is also a remarkably general result in the sense that the initial concentrations
are only assumed to lie in L'(2). This improvement (over the previous works,
where L>°-bounds were imposed on the initial data) is achieved via the use of the
Log-Sobolev inequality (see, e.g., [14]) in order to establish the entropy-entropy
dissipation inequality (EEDI) (3). In all the previous works, the EEDI follows from
the standard zero-average Poincaré inequality applied to the square roots of the
concentration functions, combined with their uniform L°°-bounds (in space-time);
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these bounds need to be proved a priori. This uniform L*°-bound is key to the proofs
of convergence to equilibrium in most of the works on this topic, (in fact, to our
knowledge, the only exception comes when there are no boundary equilibria [14])
and the constant « from the EEDI (3) tends to vanish as the L°°-bound on the
solution blows up. We note that (2) is one of the two systems studied in [10],
and the authors use the uniform L*°-bound as available in the literature (for this
particular system). In [27] the authors carry out the proof in some detail (adapted
from a proof in [5]), and show that the properties of the Neumann Heat Kernel
involved in it hold for the discrete Neumann Heat Kernel as well; as a consequence,
one can emulate the proof in the continuous case to obtain uniform L°° bounds for
the discretized problem. The main idea of the proof is a bootstrapping argument
in which the bounds obtained on a and b in terms of ¢ (from the first two equations
of (2) we get a; — koAa < koc and by — kyAb < koc) are fed into the inequality
¢t — kc.Ac < kyab (from the third equation of (2)) to yield an L® bound on ¢ at
some time ¢ > ¢ > 0 in terms of a sublinear function of the bound at times ¢ < §/2.
The success of this method relies on the right hand sides of the first two equations
of (2) being bounded above in the positive orthant by a constant multiple of ¢. It
therefore fails for systems where all complexes involve multiple species or multiple
occurrences of the same species (such as A + B=2C'). These bounds are crucial to
the proof of consistency and, ultimately, convergence [27].

Our method to prove these uniform L bounds seems confined to one-D, as it
uses the stronger form of Poincaré’s inequality on a bounded interval (where the
essential sup norm of a Sobolev function is bounded in terms of its average and the
L' norm of its Sobolev derivative). This leads to a uniform estimate (with respect
to t) of the L? norm of the solutions in cylinders of type (¢,t+1) x (0, 1), which, once
more using d = 1, leads to a uniform in time L*> bound in the case where one of
the right hand side polynomials is bounded above by a quadratic polynomial. It is
an important improvement that we can deal with the quadratic case, since previous
results (when accessible boundary equilibria are present) only dealt with two species
reactions or, if at least three species are present, the right hand side of an equation
from the system is dominated by a first-degree polynomial [10], [11], [12], [13], [16]
etc.

1.2. The three-species system. A case not covered so far in the literature is A+
2B=B + C; this has accessible boundary equilibria in some (not all) stoichiometric
classes, translates to a 3 x 3 system (2 x 2 being, in general, easier to treat via the
standard maximum principle for the heat equation), and the right hand side is not
bounded above (in the positive orthant) by a linear term. More precisely, the PDE
system we are looking at is

a; — daAa = —krab? + kqbe

by — dyAb = —kyab® + kobc in 2 x (0, 00)
¢ — d.Ac = kiab® — kabe (4)
Va-v=Vb-v=Vec-v=0 on 99 x (0,00)

a(+,0) = ag, b(-,0) =bg, c(-,0) =co in Q,

where v is the (outward) normal vector to 9. We can, without loss of generality,
assume that k; = ko = 1. Indeed, note that upon changing to a(z,t) = aa(x,7t),
b(z,t) = ab(z,Tt), é(z,t) = ac(z, 1t) for a = kiky ' and 7 = k1ky 2 we end up with

4) satisfied by a, b, ¢ with k1 = ko = 1, dz = 7d,, d;i = 7dy, dz = 7d. and initial
b
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conditions aag, aby, acy. We assume d = 1 and (possibly after an affine spatial
transformation, and without loss of generality) 2 = (0,1). The restriction d = 1
is sufficient to obtain the uniform L bound on the solution, which is crucial to
our analysis. We can (for the time being) only justify this uniform bound in the
d = 1 case; note that only the estimates in subsection 2.1 are predicated on this
restriction.

The conserved (in time) quantities here are @ 4 ¢ and b + ¢, where f denotes the
average of the function f over Q. If b, > 0 we obviously can only have a boundary
equilibrium at (0,b00,0) (i.e. aso = ¢ = 0). The conservation of a + ¢ forces
a = ¢ = 0, the second equation of the system decouples into b; — dpb,, = 0, and
boo = bo. This steady state cannot be approached from any initial state for which
ag + ¢ > 0, so (0,b,0) is not an accessible boundary equilibrium. The other
nontrivial type of steady states is given by by, = 0 and aso + ¢ = Gg + ¢ > 0. If
Coo = 0, we get b = c = 0 (from the conservation of b+ &); this is not an accessible
boundary equilibrium either, and no initial data in the positive orthant will yield
solutions which asymptotically converge to it. If, on the other hand, the initial data
is on the b-axis (i.e. ag = ¢o = 0), then it is easy to see that (a, b, ¢) will converge
exponentially to (0, bs, 0), where by, = bg.

We are left with the accessible boundary equilibrium (@uo, 0, o) fOr aooCoe > 0.
We do not know how to prove that agbyéy > 0 prevents convergence to such a steady
state, but in this paper we will prove a slightly weaker statement, namely:

Theorem 1.1. If ag, bg,co € L*(0,1) are a.e. positive and such that by > ¢
a.e. in (0,1) for some 6 > 0, then the (unique) global classical solution to (4)
converges asymptotically exponentially fast (at an explicit rate) to the unique positive
equilibrium in its stoichiometric class.

The above theorem will be proved in Section 2.

1.3. The two-species system. Finally, in Section 3 we prove similar results on
the convergence to the positive equilibrium for a two-species reversible reaction-
diffusion network with accessible boundary equilibria:

m1 A+ niB=msA + noB.

Assume mq, ms, ni, ne are nonnegative integers and let m := m; — my, 1 =
ny —ny. The 2 x 2 reaction-diffusion system is

a; — dgAa = m(kea™2b™ — k1a™b™)  in Q x (0, 00)
by — dpAb = fi(k1a™ D™ — kaa™20"2)  in Q x (0, 00)
Va-v=Vb-v=20 on 99 x (0,00)
a(-,0) = ag, b(-,0) = by in €.

(5)

If m # 7 we can, as in the three species system, change to a(z,t) = Aa(x,7t),
b(x,t) = Ab(z, 7t) for X = (k1 /k2)"/ (™= and 7 = ky A™ t"1~1 We end up with (5)
satisfied by @, b with k1 = ko = 1 (do and dp get multiplied by positive constants).
If m = n = 0 no rescaling is necessary, while for m = 7 # 0 we only rescale
a(x,t) = a(z,t) with X = (k1/ko)'/™ to get the system (5) with k; = ky = 1,
but where m and n are multiplied by two positive constants. Thus, it is enough to
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study the system

a; — dgAa = Agm(a™2b™ — a™1h™)  in Q x (0, 00)
by — dpAb = Mpn(a™1b™ — q™2]p"2) in Q x (0,00)
Va-v=Vb-v=20 on 99 x (0,00)
a(-,0) = ag, b(-,0) =bo in Q,

where A\,, A\, are positive constants.

Theorem 1.2. Let Q be a bounded domain of R® with a smooth boundary, for some
integer d > 1. If mn >0 and 0 < a < ap(x), bo(z) < B < o0 for a.e. z in Q, then
the (unique) global classical solution to (6) converges asymptotically exponentially
(at an explicit rate) to the unique positive equilibrium in its stoichiometric class.

Remarks. (1) The reason for the restriction ma > 0 is technical, as the estimates
that follow after the conservation law (42) in subsection 3.2 only hold under this
restriction.

(2) If initial data is on the b-axis (or, respectively, the a-axis), then the solution
(a,b) will converge exponentially to (0,bs) (or, respectively, to (as,0)). These
are the only two types of boundary equilibria in this case, and are both accessible.
Theorem 1.2 shows that if the initial condition is bounded away from zero and
infinity componentwise, then the solution will not decay to any such boundary
equilibrium.

2. Asymptotic decay for the three-species system. We consider the entropy
functional E(a,b,c) and the corresponding entropy dissipation (when computed
along solutions) D(a,b,c) = — % E(a,b,c) associated to the system:

1 1 1
E(a,b,c) = / a(lna — 1)dz +/ b(Inb — 1)dz +/ c(lnc—1)dz (7)
0 0 0
and

1 1 1
D(a,b,c):4da/ |8x\/5|2dx+4db/ |8x\/l;|2dx+4dc/ 10, /c|2da
0 0 0

1 2
b

2 pe)ln( 2 .

+/0 (ab® — be) n( e dz

We would also like to record (for later use) the following conservation laws

(8)

/01 a(z,t)dz + /01 c(x,t)de = /01 ao(z)dx + /01 co(z)dz =: Mj,

1 1 1 1 (9)
/ b(x, t)dx +/ c(x, t)dx = / bo(z)dx +/ co(x)dx =: My,
0 0 0 0
for all ¢ > 0. Note that these are simply obtained by adding equations 1 and 3
(respectively, 2 and 3) and integrating in space over [0, 1] by taking into account
the boundary conditions. Note also that M; and M, are finite as long as aq, by, co €
LY(0,1).
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2.1. Local L? estimate (a priori estimate).

Proposition 2.1. Let (a,b, c) be a solution for (4) with initial condition (ag, by, co)
such that ag > 0, by > 0, cg > 0 a.e. in[0,1] and agInag, by In by, coIncy € L1(0,1).
Then there exists a real constant C' such that

llallzz o,y x[rr+17)> 10Nl L2 (0,1]x [rr 411y Nlellz2o,11x[rr+17) < C
for any T > 0.

Proof. We start with the obvious inequality (which holds for all z € [0,1], t > 0)

Vate - [ Vatria] < [ o,/awDla,

then use Holder’s inequality to get
(/ \/Tdy+/ |3\/T!dy>
<2( [ Wdy) v2( [ 1o \/T|dy> (10)
§2/0 aly, dy+2/ |0,\/aly, )| dy.

Obviously, the above inequalities also hold for b and c¢. Next we integrate the
entropy dissipation in time to obtain

E(a(t),b /D ,c(s))ds = E(ag, bg, co),

where we have only displayed the dependence on time of the components of the
solution vector. Since the last integrand in right hand side of (8) is nonnegative,
we conclude

E(a(t),b(t), c(t)) + 4d, |0,v/a|?dadt + 4d |8, Vb|?dadt+
i [ [ 79\
4ch [) ‘83;\/6‘2d17dt S E(ao,bo,CO).

Since z(Inz — 1) > —1 for all z > 0 (at « = 0 this holds in the limiting sense),
we get

t 1 t 1 t 1
4da// |8w\/§|2dxdt+4db// |8w\/l;\2d:cdt+4dc// |0, v/c|2dxdt
0 JO 0 JO 0 JO

< E(ao, bo, co) + 3,
which implies

102v/all72 10 11x0.17) + 102 VOIIZ2 0 11x 0.0y + 10Vl 20,11 x 0.0
< E(ao,bo,CO) + 3

= 4d =G
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for any ¢ > 0, where d := min{d,, dp,d.}. Finally, we take into account (9) and (10)
to estimate

/TH/ a*dadt </ " ||a(t)||L°°[o,1](/Ola(x,t)dx)dt

gle/ (/ xtdm+/|6m|dx)dt

T 0
T+1

<oy / (M1 + / Iaw\/MFdx)dtg IM2 4 205 Cy —: O
T 0

Similar inequalities hold for b and ¢, therefore we have finished the proof. O

2.2. Uniform L*° estimate. In this section we shall prove that a classical solution
to (4) is bounded uniformly in time (and therefore, it also exists for all time). To
achieve this, our goal is to place ourselves in the setting of Theorem 4.1 [19]. We
shall refrain from transcribing the assumptions (H1)—(H3) from [19] here, as they are
universally satisfied by CRDN systems with nonnegative and essentially bounded
initial conditions. On the other hand, assumption (H4’) is both specific to our
case and nontrivial to verify. We state it below, as it refers to a general semilinear
parabolic m x m system

Uiy — KiAu; = fi(z, t,u), i=1,...,m, (12)
where z € Q, t > 0, u = (u1, ..., up,). It reads:

such that

d
There exist K7, Ko >0, 1 <p < oo, 1§7‘<1—|—{1—}

2p
p(d+2)|d+2

for each 1 < j < m there exist a; 1, 1 < j <k with o ; = 1 such that (13)

Zoz] kfi(z,t,v) < Kq|v]" + K for all v in the positive orthant of R™.

The followmg result is a version of Theorem 4.1 [19] (see a sketch of proof in Ap-
pendix).

Theorem 2.2. Suppose the initial data ujo € L>(Q), j = 1,...,m, the generic
assumptions (H1)-(H3) from [19] hold. Further assume (13) olds for some 1 <
p < oo and
[ ull Lo (@x (r,r41)Rm) < M < 00 for all T > 0. (14)
Then
u € L®(Q x [0,00); R™). (15)

If we go back to (4) and denote by
U= (a7 ba 0)7 f = (_ab2 + bC, —ab2 + bC7 ab2 — bC)

we see that (13) is satisfied with a1 1 = 1,01 = —1, ago2 =1, ag1 =0, agz =
-1, azg=1,1r=2, K1 = ky/2, K3 = 0. Thus, if we can find 1 < p < oo such
that (14) and the first inequality in (13) (the one bounding r in terms of p) are
satisfied, we can apply Theorem 2.2 in order to obtain the uniform L* bound. But
Proposition 2.1 shows that p = 2 does the job.

The same reference [19], Theorem 3.1 (checked, along with the preceding Lemma
3.1, to apply to bounded domains and Neumann BC) guarantees that the solution
is classical, unique and nonnegative. Therefore, we have proved:
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Theorem 2.3. Let ag, by, co € L*°(0,1) such that ag >0, by >0, ¢g > 0 a.e. in
(0,1) and agInag, by In by, colncy € L1(0,1). Then a unique classical solution to the
system (4) exists for all time. Furthermore, the solution is uniformly (with respect
to time) bounded in L°°(0,1), with bounds depending in a bounded way on the L™
norms of the initial data.

Remark 1. If we approximate the initial data in L?(0,1) by BC compatible initial
ao,n, bon, Con, which are uniformly bounded in L>°(0,1) by, say, n := 2[||ao||c +
160]lco + |Icolloo], then we can easily get the bound

llan(-,t) = a( 013 + 1ba () = b, B)IIE + len (-, t) — el )3

< e“[llao.n — aoll3 + [1bo.n — boll3 + llco.n — coll3]

for all ¢ > 0, where C = C'(n) > 0 is a finite constant. It follows that for any ¢ > 0,
an(t,-) converges in L%(0,1) to a(t,-) (and likewise for b and c¢). Furthermore, note
that if by is bounded below by 26 > 0, then the approximations b ,, above may also
be chosen to satisfy the extra condition by, > ¢ for all n. Via L' renormalization
the approximations may also be chosen such that the approximating problem has
the same complex-balanced equilibrium as the original one.

In the next subsection we use the Log-Sobolev and the Csizar-Kullback-Pinsker
inequalities to first prove an entropy-entropy dissipation inequality which guarantees
that the solution to (4) decays asymptotically to the complex balanced equilibrium
at an explicit algebraic rate.

2.3. L' convergence. In view of Remark 1 we may assume ag, by, cg to be smooth,
positive on [0,1] and to satisfy the compatibility conditions (i.e. they have zero
derivatives at the boundary). Indeed, if we replace the initial data with approxima-
tions as in Remark 1, then all the decay constants appearing below may be chosen
independent of n. Further assume 38 = ||éH Le[0,1] < 00; because the classical so-
lution is continuous on the cylinder [0,00) x [0,1], there exists ¢; > 0 such that
||ﬁ||Loo[071] < 103 for all ¢ € [0,¢1]. We next divide the second equation in (4) by

—b% and use the uniform (in time) L> boundedness of a to get

2 2
&(1) dbA@) ok M <,

b b2 b2 b3

Using the maximum principle for the heat equation, we have that, for all ¢ €
[07 tl]a

e
<|l— + kt = B+ kt.
H b(-,1) L~[0,1] bo L~>[0,1]
We can iterate this inequality in time to get
b(t) := inf b(x,t) > (B +kt)™? (16)
z€[0,1]

for all ¢ > 0. Therefore, we now have an estimate on how fast b can decay to zero.

There exists a unique equilibrium with all positive components for (4) and by
(4) and (9) we see that it is given by vo := (G0, boo, €0 ), Where its components are
uniquely determined by

aooboo = Cooy Qoo t Co :Mh boo+coo :MQ' (17)
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Now we introduce the relative entropy

b
E(a,b,claoo, boos Coo) = / (aln;—a—l—aoo)da:—&-/(blnb—b—i—boo)dx

[0,1] [0,1]
c
+ / <clnc —c+coo>dz
0,1] >
(18)
and its corresponding entropy dissipation
2 bl2 2
D(a,b, claoo, boo, Coo) = dq / de—i—db / %dw—i—dc / ﬂdm
a c
. [2,1] [0,1] . [(;721] (19)
a c C a
b2 U —— —— )dz 4+ bogcos | T i —— )dz,
ol / <aoobzo’boocoo> et / (boocoo aoobgo> v
[0,1] [0,1]
where
U(z;y) =zln (Zj) —x+y. (20)

At this point we introduce the notation
f= / f(z)dzx for all essentially non-negative f € L'(0,1).
[0,1]

On the basis of the following identity

/(alna—a+aoo>dx:/<alna—a+a)dx+/ <alna—a—&—aoo>d:lc7
(oo a Qoo

[0,1] [0,1] [0,1]
we get

E(a,b, clao, boo, Coo) = E(a, b, cla,b,C) + E(a@, b, ¢|too, boo, Coo )- (21)
The Logarithmic Sobolev Inequality

\V4 2
/ | f| dx > Crsy / fln idl‘, (22)
f f
[0,1] [0,1]

(where Cgy only depends on the domain [0, 1]) yields

2 bl2 2 _
da / @dxﬂzb / %dm—kdc / @dmzczE(mb,cla,b,é) (23)
a c
[0,1] [0,1] [0,1]

for an explicit constant Co = min{d,, dy,d.} - Crsr. Next, we define two integrand
functions:

Si(a,b,¢) := (alna —a—|—aoo> + <blnbb—b+boo) + (clnc—c+coo),

aOO o0 COO

ab c c ab
SQ(a,b, C) = \I}(aooboo ; COO) + \IJ<COO7 aooboo)




CONVERGENCE TO THE COMPLEX BALANCED EQUILIBRIUM FOR ... 13

and set S(a, b, c) := S1(a,b,c) + Sa2(a,b,c). From (19), (21), (23) and (16) we get
D(a,b, clas, boos Coo) = C2E(a, b, c|a, b, )

ab? be be ab?
b2 U —— —— )dr+ b | ¥ —— |d
o000 / (aoobgo boocoo> v ¢ / (boocoo aoobgo) *

[0,1] [0,1]
> Cy [E(a, b, |0, boo, Coo) — E(a, Ba Claco; boos Coo)]

- ab c 7 ¢ ab
B NE Sy S
o] [0,1]

> O, / Si(a,b,c)dz — Cy / S1(a,b,e)dx (24)

[0,1] [0,1]

+(B+kt)! aooboo/\ll a . < dx—l—coo/\lf U e
Ooobos Coo Coo Uooboo

[0,1] [0,1]

> @(t){ / [S1(a,b,¢) + Sa(a, b, )] dz — 51(a,b, c)}
6]
2 OS(t) [3(67 Ev E) - Sl (aa Bv E)] )
where

C3(t) = (B + kt) ™' min{BCs, aooboo, coo}

and S is the convezification of S, i.e. the supremum of all affine functions below S.
The last inequality above holds due to Jensen’s inequality and the unit volume of
the spatial domain.

We next define the compatible class:

Cuy vy = {v = (2,9,2) € RSZO cx+2z2=DM), y+ 2= Mo,
E(xvyaz|aooabooacoo) § E(ao»b0a00|aooaboo»coo)}'

In this class, the first two conditions are related to the conservation laws (9) while

the last one follows from the decreasing relative entropy. Since we know S =
S1 4+ 52 > 51 + 53, S1 is convex and S5 is non-negative, we have

(S —S1)(v) = (81 + 82 — S1)(v) > Sa(v) > 0. (25)
Furthermore, it is not hard to verify that
v € Cry v, & S2(v) =0 if and only if v = (G0, Doos Coo)- (26)
It follows A
So(v) = 0 if and only if v = (G0, boos Coo)-
Let

o (5= 51)(v)
Cai= ue(}ﬁf,% E(0]aso, boos Coo)

By (25) and (26) we get C4 can only be zero if there exists a sequence {v,}, C
Cu, v, such that v, = (deo, boo, Co) @s n — 0co. This means

lim inf (S’ —S)()

VEC M, My V=00 B (V]Go0, Dooy Coo)

>0 implies Cy > 0.



14 GHEORGHE CRACIUN, JIAXIN JIN, CASIAN PANTEA AND ADRIAN TUDORASCU

In order to show that the above limit inferior is positive we use the following
lemma [25]:

Lemma 2.4. There exists § > 0 such that for all v € B(vso,d) (ball centered at voo
and of radius delta) S(v) is locally convex in this ball.

In particular, we get that S = S in the ball centered at (@oos boo, Coo) With radius
0. Let us now define

b? be be ab?
Da(v) 1= anb? U 2 5 ] [
2(1]) aOOboo (aoobgoa boocoo) + bOOCOO (booCOoy aoobgo)
and consider the Taylor expansion of
Dg('l})
E(|asos boo, Coo)

around the unique positive equilibrium (Gec, boo, Coo). SiNCE Aooboo = Coo, We have
D3 (aoos boos Coo) = VD3 (oo, boos o) = 0 and quadratic term in the expansion is

Dao(v) =2 —(v1 — Goo) n —(v2 — bso) N (V3 — Coo)

Uoo boo Coo
Thus,
—(T—0 —(y—boo Z—Coo 2
I () Ol 4 ) 4 (ool
vEC M, , My ,V—Voo E(v|aoo,boo,coo) vECM, M, (z—ac0)? + (y_bboo)2 + (2—co0)?

Since v € Cppy,m, (which means @ + 2 = Goo + Coo, Y + 2 = boo + Coo ), We get

—( = o) = (Y = boo) = 2 = Co

Then
o[ =(8=aee) 4 —(¥=boo) | (2—cec) 2 1 1 1
inf [ aoo2 bocz C002] :2<++>>0.
vEC M, , My (x;a’”) + (yzboo) + (Z;COO) Ao boo Coo
Also notice (by direct computation and using that ¢, = aoobso) the identity
Dy (v) = beooS2(v), which implies (in view of the above inequality)
. Sa(v)
1 f > 0.
veCMll%f,lvavoo E(0|aoo; boo; Coo)
Combining the above two steps, we have
S-S
liminf = 5)@)
VEC K, My 0 —=Vo0 B (V|00 Doosy Coo)
= lim inf 52(v) > 0.

VECM, My 000 E(V]too, boo, Coo)
Therefore, in light of (24), we obtain
D(a,b, c|aoo, boos Coo) = C3(t)CaE(a, b, c|oo, oo, Coo)

S0,

D(a,b,cltos, boo, Coo) > Cs(B + kt) " E(a, b, ¢|aoo, boo, Coo ),
where C5 = min{1,Cy} x min{BC%, aoob?,, booCoo }. Then Gronwall’s lemma yields

E(a,b, claso, boo, Coo) < E(ag, bo, coloo, oo, Coo ) (8 + kt)
for all ¢t > 0.

Cs
k
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Now we need the following lemma [4]:

Lemma 2.5. For all non-negative and measurable functions a,b,c:[0,1] - R and
fo = My, fo (b+¢) = Ms. Then there exists a constant Cx > 0 depending
baundedly only on My, My such that:
E(a,b,clace; bocs o) > Cr (fla — GOOH% + 16— boon% + lle = COOH%)
Therefore, we get
la(-,£) = acell? + [1b( 1) — boo1? + lle(-, 1) — caoll? < Co(B + kt) &= for all ¢ > 0,

where Cg = £lac: b”’cocl,ax’b” 1Co0)

The above inequality shows that the solution stays away from the boundary
equilibrium; in fact, its converges to the unique positive equilibrium in the L'
norm. In order to show that the convergence rate is, in fact, exponential, we use
the above inequality to conclude that there exists a time

1 9 2k/Cs 3
TE = ]-a 7 . - 7
max{ k(mln{aoo,boo,coo}> k}
such that

la()]|1, 16|11, [|c(t)]]1 > € := min{aeo, boo, oo }/2 > 0 for all t > T.. (27)

We pause here briefly to comment on the fact that T, can also be taken independent
of n if the initial data is as in Theorem 2.3 and is approximated as indicated in
Remark 1. Thus, in view of Remark 1, we drop here the extra assumptions we
made on the initial data in the beginning of this subsection.

2.4. Entropy entropy-dissipation estimate. In what follows we use the lower
bound on the total mass of each species for ¢ > T, to improve the algebraic rate to
an explicit exponential decay rate. The Poincaré inequality for the square roots of
the densities minus their averages, along with a few important algebraic inequalities
proved in the Appendix and (27) help us obtain an EEDI of the type D(t) > cE(t),
where ¢ is a positive real number (independent of time). Most of the algebraic
intricacies involved are due to the special algebraic coupling of the equations of the
system.
By using the inequality (45), Appendix, we obtain

2 2 2
D(a,b, clace, bos, coo) = /|va| da + dy /IVbI da + d, / [Vel,

[0,1] [0,1] [0,1]

9 ab? ] be / be ) ab?
+a00boo / \Ij<aoobgo’ boocoo)dx+boocoo v boocoo7 aoobgo du
[0,1] [0,1]
> 4d,||V/al|3 + 4dy |V VB3 + 4d. | Ve 3 (28)

+ booCoo

+ asob?,

ob3e

b ||y

2
a
b2 >’
S Shde’s) 2

where C7 := mi (7 by 4de, Aoob? 4+ booCoo ). Due to (9), we have M := max (M,
Ms) such that a(t),b(t),c(t) < M for all ¢ > 0. In what follows we drop the

o0Coo ||2 00Coo

booCoo

Z@Qwﬁ@HWﬁﬁﬂwﬁ@+H
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dependence on t from the notation; each time we write @ or the likes we mean the
spatial average of a(t) = a(+,t). Due to (47), we see that

_Y(Myy)
(VM = \/y)?

Since 0 < oo, boo, Coo < M, we have

U(z,y) < (Vx — /y)? for all z < M.

_ a S S
E(@, 5,000, boo, Coo) = <alna —a—i—aoo) + (blnb —b+boo>

Uoo S

¢ _ \I/(M (o) —
cln— —¢+c ) (Va— Jax)?
+< + ) it am)Q( Vo) )

(M (M, coo) = )2
+—<fr (Vb= Vb + WF)M Vi)

< Cs[(Va — v/am)? + (Vb= Vboo)? + (Ve — Vem)?],

where

Cy i max{ U(M,ax) U(M,bo) U(M, o) }
. (VM — \fan)? (VM — Vb)? (VM — Joxo)?

Next we claim that there exists a real constant Cy such that

IVVal3 + IV VBIE + IV Vel3 +

booCoo

> Co 19Vl + IV VIR + IV Vel + (fogm éfm) |

In order to get the above estimate, we introduce the deviations from the mean,

ie. 8, =+/a—a,o, =Vb— %, b = /¢ — \/e. Now we make the decomposition

[0,1] = D, U Dt,

(30)

where Dy, = {z € [0,1] : |04l |0, |0c] < L} for a fixed constant L. We expand

Val? = (Va+5.) (Vo 8)* = Vavh + [5.(Vo+ &) + Va(2Vo, + 62)]

and

Vie = (Vo +8) (Ve +8.) = Vi/e+ [5sv/e + 6.(Vo+ )]
to see that on the set Dy, one has

5a (Vo + ) + Va(2vb5, + 62)

< (18l + 18 [(VM2 + L)” + VM (2V/Mz + L)] = (18] + 18] Ry

and
Son/c + 0. (Vb + 55)
< (18] + 161) [V/Mz + (v Mz + L)] = (18] + [6c]) R,
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where Ry := (vMs + L) ++/M; (235 + L) and Ry := /My + (/M5 + L). Thus,
avh e

H V aoon Vb VaoobZ, " Vbooto

8a(Vb + 8)° + Va(2Vboy + )] [6/e+ 0.(VB+ 8)] |

L2(Dyp) ‘

\/@ VooCoo L2(Dy)
——2 =
1(\\//3:530 - \/\gi\éio) [Dr| = 2]|[8a| + |5b|||L2(DL) RgQ (31)
— 2H|5b| + |5C|||12(DL)%
(\f;;,[b? \/\2;0\(:[00) |D| — R(My, My, L) [[|6all72(p, )+

166l 72(py) + 10elF2(py)] s

2 2
where R(My, M, L) := 10— + 2T
On the set DE7 by using Poincaré’s inequality, we get
IVVal3 + [V VB3 + [V Vell3

> Cp(18all22 0, + 1841220, + 1561220,

> CpL?|DY|.

Since ., o

< Javh  Vb/e >2 _ (\ﬁMmﬁMf N \ﬁMmﬁsz

\/aoobgo \/boocoo o iV, aoobgo VbooCoo 7
we infer

- —2 _
_Javh Vb \?
19Vl + VBl + [ el 2 A 20 - ME ) IDfl (2

where

~ CpL?

_ -
VMG + M/ M
\/aoobgo \/boc(/oo

Pick K > % and combine (31) and (32) to conclude

K (IVvall3 + [V VBII3 + [V Vel3) +

a
Aoob?,

booCoo 2

ROVl + 9V + [9velf) + KR Y - S ) i+

I— ) .
L/ Vavh  Vbye \?
{(\/a b2 B \/boocoo) |DL| - R(H(Sa”QLQ(DL) + H(SbH%2(DL) + ||5C||2L?(DL))}

+ K(HéaH%?(DL) + ||5b||2Lz(DL) + H5c\|%2(DL))
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2 2 2 - 7\72 Ve \?
ZK(”V\/&Hz“‘||V\/B|2+||V\/E|2)+m1n{KR }<\/a 2. Vb )

+(KCp = R)(I0all72(p,) + 106l1Z2(p,) + I18cllE2(p,.))

I —_
> Crcr|IVVal3 + [VVBI3 + [ Vvel3 + (ﬁ\@ B fbf?f ) }

where Cx p = min {K KR, 2,KCP — R} = min{KR,%} (because K — R > 1).

Therefore, (30) is proved with Cy = %

It remains to show that there exists a constant C7¢ such that

e —
IVVal2 + [VVB|2 + Vel + <\\//a\/b52 ) \/\f\f >

Cro[(Va - V)" + (VB = vbo)” + (Ve - V)]
To this end, we introduce g, pp, te to parameterize \/ﬁ7 \/g, Ve with va = | [0 (1+

1) Vb = v oo (1+ 116),VE = /eoo(1 + puc), where =1 < puq, juy, e < puy, for py, =
— 1. Since §, = v/a — v/a, we have

(33)

mln{\/af\/;’\/a}
I0alf =7 = (Va)* = (Va - Va)(Va + V&)
IR [ - Va — T(a)||8.] 2,

Va+a
1 -
where T'(a) = f—s—f < 1; this inequality follows from @ = [lal|; > € > 0. Simi
larly,
Vb= /’THM2 & Ve =ve-T(|5|3:
where T'(b) = \f+f T(c)= f+f < +. And since
N 62
e < bl < [IVblloolIVEIl < VE[VE1 = VB> —,
Vi
due to this lower bound on %, we can factor out (%)2 and reduce (4) to the

system associated with the reversible reaction A + B=C (which does not have
accessible boundary equilibria). More precisely, we have

<¢wzf e )2 (vb)* ( N ﬁ)Q

\/aoobgo Voo Coo boo Vasobso — v/Coo

5 € {(f—T(a)5a||§)(\/5—T(b)||5b|§) B \/E—T(C)I<5c%}2

= book Nz Voo

_ b;{[l +Ma _ T(a)gfj”2][l +/1‘b _ T((\)}#Q] _ [1 +/f['c _ T(C)|C\/|%foc”2]}

(34)



CONVERGENCE TO THE COMPLEX BALANCED EQUILIBRIUM FOR ... 19

T(a)||da 37 ()[1013 n T(c)|[d|l3
Vi Vom

64
%w{w+uau+uwu+um+

a 2 2 ?
Tl ) TOLOE )

v/ Ooo Vboo
4 a 2 2 c 2
k_{l[(l +Na)(1 +/1*b) _ (1 +/‘LC)}2 _ |:T( )”(SGHZZ([))”(SZ)”Q + T( )ﬂf:”Q

LY AL

F Voo
{ (1 + pta) 1+ub)—(1+uc)}2—4[T(@)l5aﬁ£(b)||5b||§]

Since [|6.]3 =@ — (Va ) we get 16113 < k; similarly, ||6]13, [|6c]/3 < k. Combined
with T'(a), T(b), T'(c) < % dO0<1+4pg, 14+ pp, 14 pe <14 pyg, (34) gives
Javh  Vbve )2 et { 2
— > 1 o) (1 -1 c
(\/aocb2 Vi) = bock (L4 pa) (X + ) = (1 + pac)]

Vv
c~

43 4 4k(1 4 px)?

k(1 + pi)?
2 2
— 16l — 0l — = 6 — g
64 2
Z%km+mm+w%ﬂ+mﬂ—QMW%HW%HM@,
where

2 2 2 9
Cr := max{4k + 41+ pg)? A1+ pr)® 41+ ) }

) )
Gooboo b2, booCoo

Poincaré’s inequality reveals
S -
Vavb Vbye \?
19l + [ VBl + 19velf + (Y2~ 5
> Cha[(1 4 pa) (14 ) — (1 + Nc)]Qv

for Cy5 := W On the other hand,
(\[ — aoo \/ - \/ — Coo) = aoo/l?;, + booliﬁ + Cooﬂza

so we would like to compare [(1 + ua)(l + pp) — (1 + pe))? and p2 + pf + p2. The
conservation laws (9) (applied to @, b, € and @eo, boo, Coo) yield

a b C
—=(1 avizl 77:1 c)y
o (1+ p1a) - (1 + pp) o (1 + pe)

G+ C= oo+ Coo = M1, D+ =boo + Coo = M,

and S0, Geofla + Coofte = bootty + Cootte = 0. Thus, unless pg, iy, e are all zero
(trivial case!), we get pape. < 0 and pppe < 0. If pg, pp, > 0 and 0 > p,, then

(14 pa) (X4 p5) = (L+ pe))* = (ftatis + ta + o — pe)”
> (patty + ta + 1) + (pe)® > p2 + iy + p2-
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Otherwise, if p14, s < 0 and 0 < p., then
[(1+ pa) (L4 1) = (L4 pe)]? = (api + pra + py — pie)”
> (fta + o — pe)” + (tapn)® > pio + piy + piz-
Therefore, in both cases we have
[(L+ pa) (L4 ) = (L pe)]? = i + ) + el

(Notice that when p, = pp = pe = 0, both sides of the inequality are equal to zero.)

Set
Cia

max(Goo, boos Coo)

ClO =

to conclude the proof of (33).

Proof of Theorem 1.1:
Proof. Finally, by (28), (29), (30) and (33), we obtain

D(a, b, claoo; boos Coo)
> CrCaCo|(Va - vaw)” + (Vb= Vo) + (Ve = vex)]
C7CyCho
Z T K
In view of the above inequality and (23), we discover

D(CL, ba C|aooyb007 Coo) Z Cl3E(a7 ba C|a'ooa boovcoo);

(aa E,E|aooa booa Coo)~

where OO
013 ;= min (7910, C2> .
Cs
In conclusion, we have proved that the solution decays exponentially to the pos-
itive equilibrium (with explicit rate). O

3. Asymptotic decay for the two-species system. In this section we prove
Theorem 1.2.

3.1. Uniform boundedness and global existence for the two-species sys-
tem. To show the uniform boundedness for classical solutions to (6) we employ an
invariant region approach. Note that here we do not need the assumptions from
Theorem 1.2 on the signs of m and 7.

Theorem 3.1. Let f denote the two-dimensional mass-action vector field generated

k
by the single reversible reaction mi1A + n1 B k:l moA + noB, where m = mq — mg
2

and . = ng — ny are nonzero. Then, for any compact set K C R2>0 there exists a
rectangle R = [a, o] X [B1, B2] C RZ) such that K C R and such that f points into
the interior of R on OR.

Proof. With the notation we have already introduced, a, b denote the concentra-
tions of A and B, and m = my —mg, 1 = ng —ny. The corresponding ODE system

reads
a miny mana _Aam
<b>:(k1a b — kya™b )< o >

so positive trajectories are confined to stoichiometric classes (p-+span(—M\qm, A\p71)?)
NRZ, (see Figure 1). The positive steady state manifold is the curve a=™b™ = ky /ka,
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Ak\ A b

>a b. Z >

a.

FiGURE 1. Construction of a rectangular invariant region for the
reversible reaction m;A + n1B = moA + nyB for the cases a.
m = mj —my, I = ng —ny nonzero and of the same sign; b. m,n
nonzero and of different signs.

and it is easily checked that it intersects each stoichiometric class intersects at
precisely one point. It is also easy to see that the unique steady state in each
stoichiometric class is globally asymptotically stable on that class. It follows that
a rectangular region R C R2 is invariant if and only if it contains the steady state
on each stoichiometric class that intersects R. If mn # 0 this can be achieved by
choosing opposite vertices of R on the steady state curve (Figure la, b.). O

Now we use a less general (tailored to our needs) version of Corollary 14.8
from [33].

Theorem 3.2. Suppose that D is a k x k nonnegative definite diagonal matriz.
Then any region of the form (invariant rectangle)

k
Z:ﬂ{uazgungz}
i=1
is tnvariant for the k X k reaction-diffusion system
vy = Dvgy + f(U,t)
provided that f points strictly into ¥ on 0.

(1) By using the above two theorems we immediately conclude that if mn # 0,
then the reaction-diffusion system (6) shares the same invariant regions with the
corresponding reaction system. Thus, under the restrictions on ag and by from the
statement of Theorem 1.2, we get a uniform upper bound 0 < w < oo for a and b;
this also implies the existence of a unique global classical solution.

(2) If m = n = 0, then we are dealing with two decoupled homogeneous Neumann
heat problems on the same domain. It is known that the lower and upper bounds
on ag, by are preserved for all time. Both densities converge exponentially to the
averages of the initial data.

(3) If only one of m, 7 is zero, say m = 0, then the equation for a decouples and,
as above, we have that a stays bounded globally in time between inf ag and sup ag,
and it converges exponentially to the average of ag. The equation for b becomes

b — dyAb = Ay|nla™ bP (1 — b1,

where p := min{ny,ny}. The positive equilibrium is bo, = 1. Now we use Theorem
3.2 with k = 1 and f(b,t) := Ap|n|a™ bP (1 — bI™l); since a is bounded uniformly
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away from zero and infinity, we conclude that at the boundary of any interval [§, M],
(where 0 < 6 <1 < M < 00) f does, indeed, point strictly inside said interval.

In conclusion, if ag, by are bounded away from zero by « and from infinity by g
(as in the statement of Theorem 1.2) we get explicit (depending only on a and 3)
global bounds (and global existence and uniqueness) on a, b in all cases. Let these
bounds be €2, w, so that

0 < ¢ < minf{a(x,t),b(z,t)} < max{a(z,t),b(z,t)}

35
<w < oo for all (z,t) € Q x [0,00). (35)

3.2. Convergence for the two-species system. We use the same entropy en-
tropy dissipation method to obtain an explicit exponential convergence rate for the
two species system in any dimension. Once again, the Log-Sobolev inequality, the
Poincaré inequality for the square roots of the densities minus their averages, along
with a few important algebraic inequalities proved in the Appendix help us obtain
an EEDI of the type D(t) > cE(t), where c is a positive real number (independent
of time). Again we introduce the relative entropy

b
E(a, blase, boo) = / (alna - a+aoo>dx +/ <bln bt boo)dx
Q Qoo Q beo
and its corresponding entropy dissipation
2 b 2
D(a,blaso, boo) = da/ @d:c—i—db/ Mdac
Q @ o b
a™pm a™m2pn2 a™p" gmip™
mygni N\ . d mapna \\ . dx.
+ ag, OO/Q (a&lbgé’ag"b&?) T+ Qg OO/Q (a@.’?bﬁé’aé’é%ﬁé) T
Due to the following identity
E(a,blas, boo) = E(a,b|@, b) + E(@,b|as, bso)
and the Logarithmic Sobolev Inequality (22) we have
2 b 2 _
da/ de—kdb/ mdac > D1E(a,bla,b), (36)
Q a o b

where Dy = min(d,,dp) - Crsy.
From inequality (45) we get the following estimate

2 2
D(a,b|aoo,boo):da/ Val g g, [V
o a o b

mijn ma pn2 mao [n2 mipny
> 4d, | VVal3 + 4d, || VVD3 + 4dc |V Vel 3 (37)
a™1pni a™mz2pn2 2 a™mz2pnz a™m1pni 2
VeV amim , + |V  —V a
a™mipni a™mz2pn2 2
> a1V Va3 + [VVEIE + 9Vl + W e )

2
where Dy = min(4d,, 4dy, 4d., a1 b2 + a72b72).

Cr Yoo

dx

mipni
+ Ao boo

2
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The global L> bounds on a and b ensure that there exists N such that @, b < N.
Thus, (47) (see Appendix) yields

V(N,y)

m(ﬁ— VYy)? for all z < N.

U(z,y) <

Since 0 < Goo, boo < N,

_ a S S
E(@, b|ass, boo) = <a1n“ —a—i—aoo) + (blnb - b+boo>

W) e e Wb g i (a)
SR - v YV V)

< Ds[(Va— vam)’ + (Vb - v/b)’],

where

(N, as) (N, boo) }
VN = Jaw)? (VN = Voo

Now we claim there exists a constant D4 > 0 such that

aml bn1 amg bng 2
alom  \ akoz ||,
N %9
> D Va2+v\/52+<“ _va )}
IvValg + 19VBIE + (Yo - Yot

Now we again introduce the deviations §, = v/a — %, 5, = Vb — % and make
the decomposition

Dgzmax{(

IV Va3 + [V Vo3 +

Q=D uDt,
where Dy, := {&x € Q :|d,],|0] < L} with a fixed constant L. On the set Dy, we
get

Vamyn = (Va+ 6,)™ (Vo + &)™
<Va" VB (8] + 18R (15, 81, Va, V),
Vamabz = (Va + 6,)™ (Vb + 6)™
<Va" VB 4 (8] + 8 Ra15ul. 181], Va, V),
where R; and R, are finite due to the boundedness of |d,], 0|, v/a, V/b. Then we

get
\/aml bm \/am2 b2
H 1bn1 agz b7l2 L2(DL)
\/77)’7,1 \/— \/7’!712 \/»
\/W \/anz
2

R3
= 2018l + 10Dz (0, ) gy

(% SN ) 1001 Rl 501 VTl

||5b||L2(DL)]7

2

RQ
Y 190l =218+ ) i
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where R(|04], 0], va. \[) nllbnl + n15b712 is finite (depends on the choice of L
and N).
On the set D%, by using Poincaré’s inequality, we get

IVVall3 + IV VI3 = Cr(1all72 ey + 1061172 ) = CpL?|Df|.

Since
ﬁ'r‘m%’rn _%mgﬁﬂa _ \/le-‘rnl . \/Nmz-&-nQ
we infer
—m1— =N1 ——mo =12 2
S(Va Vb Ja Vb
IVl + 19Vl 2 (Mt — Yt ) 1081
where

\/Nm1+n1 \/Nm2+n2 —2
T )

We combine the above two parts, pick K > % and have the following

R:CPL2<

am2 b’n,g 2

T
SRVl + I9VEE) + | S — \

—mi =Nl ——ma—=N2 g
) Vo o Va Vb
K(|Val?+ V\/BZJrKJ%(\/a - )DC
——my——=n1 — —my——=N2
1(va Vb a Vb
+{< Vo Jambe ) DL'_R[”‘S“%“D“*”‘S””%”DLJ}
JFKCP(H%”%%DL) + H5b||2L2(DL))
—mlﬁnl T&fmgﬁnz 2

> Cr.r|l[VVal|3 + v\/52+(*/5 — )]

> Ck.r [H Vallz + | 112 N Nz
where Ck g = min{KR, %} We can fix L > 0 and get the corresponding R, then

pick sufficiently large K (e.g. K > R+1) such that we obtain (39) with Dy = CI;(R
It remains to show that there exists a constant Dj such that

—mi =11 —=ma— N2 9
19l + I Valg + (Yol - Yo )
> Ds[(Va - vax)® + (VB - Vb)),

We again introduce jiq, 1y to parameterize /@, Vb with

Va = s (1+ i), Vb= v/boo (1+ 1), (41)

2

(40)

where, in view of (35), we have p. ihhub < p with pe = m — 1 and
Mo = m — 1. We have v/a = —\Ji:_‘i} +va=+va- T(a)H(saH% , where
T(0) = =z Similarly, Vb = VB = T0)[53 . where T() = ——. Both

T'(a),T(b) have uniform (in time) upper and lower bounds. Given the symmetry of
(6), it suffices to discuss the case m, 7 > 0, so we make this assumption in what
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O

2
W) from the squared term in the left

follows; thus, we can factor out <

hand side of (40) to see that

(ﬁ”‘w’”_ ﬁm%“)?:wam%”v (ﬁ Vi )

(2(matna) T(a)[6al3\" _ T(®)I0s]l5
L emrmr s o 219 1%lly 1 =: A.
—am&[(*“ szo) <+ \/@H

——=mq N2 2
Of course, if m, n < 0 we would factor out M) instead, which would

2(ma+ny) 2(my+n2) . .
replace the constant € PTG by euml e and the proof would continue otherwise

unchanged. We evaluate

62(m2 +’I’L1)

A= m{[(l + 1a)™ + 16all251 (ttas 10all2, T(a))] — [(1 + )"

2

+ (166|252 (o, 1|05 |2, T(0))] }

62(m2+nl) 1

> Tl
e2(matm) (1 m 72 2 2

Z i 5[(1 +pa)™ = (T + )" )" = 4(10allz + [16612)S ¢

where S = max (|S1],[S2]).

We have [|0,]3 = @ — (va)? < w, similarly [|6y]|3 < w and T(a), T(b) < 1,
Lhas iy < fhw; 0 S is uniformly bounded and

(76”%"1 N >2

(1+pa)™ = (14 )" = 2[][8al|281 — |I5b|252]2}

NN e
e2(matny) n 12 2 2
> W[(l‘ﬂia) — (14 m)"]" = De(||dall2 + [I6s]]2),

2(mo+4mnq)
where Dg = 4%”5 |loo- Poincaré’s inequality yields

ml\/[; \/am2%n2 2
VVall3 + |V Vb5 + (ﬁ - )
> Dv[(l + )™ = (14 )",

2(mz+n1) _

where D7 = ST Dg~. On the other hand,

(Va — vam)? + (Vb= Vbo)? = asopi? + booti2,

so we need to compare [(1+ f1q)™ — (14 up)"]? with p2 + p?. First assume mn > 0,
i.e. both m, i are positive integers. The conservation law for (6) reads

MNRa(t) + Agmb(t) = Apfiaoo + AgMbeo for all ¢ > 0, (42)

so (41) together with the nonnegativity of Ay, Ap, 7, 7 implies that either p, =
wp = 0 (trivial case) or pqup < 0. Recall that p, > —1, gp > —1 for all time. If
e > 0> pyp, then

(14 pa)™ = (14 )" 2 [(1+ pta) = (14 p)]* > g + -
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Otherwise, if pup > 0 > g,
[(1+ )™ = (L )™ = (1 )™ = (L + )™ > s+ i
so in all three cases we have that for all time ¢ > 0
[(1+ pa)™ = (1 )™ = pig + pip-
Now, if m = n = 0, we get the decoupled heat equations case where p, = up = 0
for all time ¢, so the inequality above is trivially satisfied. If m = 0 and 7 > 0, we

get pu, = 0 for all time and it is easy to see that the inequality still holds because
we can use 1 — (14 pp)™ > —pp if pp <0 and (14 pp)™ — 1 > npp > pp if pp > 0.

Proof of Theorem 1.2:
Proof. Set Dy = ——27— to see that (40) holds, and then combine (37), (38),

max(oo,;boc)
(39) and (40) to reveal
> D3yDyDs

D(a, base, ) > 227
3

E(@,b|a00, boo).-

In view of (36), we get
D(a,blaso,boo) > DsE(a,blass, boo)
for Dg = min(%ﬁm, Dy), which finally proves that the solution decays exponen-

tially to the positive equilibrium at an explicit rate. O

4. Remarks and open problems.

4.1. Generalized model. Here we indicate how to adapt the above analysis to
get convergence to the complex-balanced equilibrium for the following model
A+ (r+1)B=rB+C,

where r > 0. By the Gagliardo-Nirenberg interpolation inequality [35] (in spatial
dimension 1), we know that

lulli~ < C1lIVulZe - [lullfz + CollulZe.
where u = v/a, Vb, v/¢. The above inequality implies the following
lalle < IVallz: - lalg, + llallZ: < [Vall7z + llalZs;

the last inequality holds since |al|?: has a uniform upper bound (due to the con-
servation law a(t) + ¢(t) = dp + ¢g). Therefore, we have

T T
/‘WMMﬁS/|WW%ﬂ+WﬁrT§HrWM@*R
0 0

since [ || Val[2.dt = Hy < oo (similarly as (11)). Thus, we get that fOT lla|l e dt
has at most linear growth, and this estimate holds for b, ¢ as well.
Now let us also make the assumption § = H%HLOO[OJ] < 00; because the classical

solution is continuous, there exists t; > 0 such that HﬁHLm[oJ] < 108 for all
t € [0,%1]. We have the following equation for b:

Oib — dyAb = b"c — ab" Y,
We next divide the above equation by —b"+1) and get the following:

1 1 abr ) b |Vb|?
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Using the maximum principle for the heat equation, we have that, for all ¢ €
[Ovtl]v

1 ‘ /T 2
<\ + [ llallzedt S B+ llallz: - £,
Hb’"(-,t) L~10,1] bo L*10,1] 0 t
where 8 = ||%||Loo[0’1] + H;. We can iterate this inequality in time to get
b(t) := inf b"(z,t) > (B + fal[.t)”" (43)
z€[0,1]

for all ¢ > 0. We conclude that b" decays to zero at most linearly, and use the
following inequality

(r+1) r r >
W(Cwl;bc):(b>\11< ab; c )>b(t)q,( ab; c )
aoob<(>2+ ) bZ;OCOO bOO CLooboo boocoo bgo aooboo boccoo

to get the L' convergence to the positive equilibrium by the same method as in the
previous sections.

4.2. Future work. We believe this approach works to prove and quantify the decay
rate to the complex balanced equilibrium for more general systems of the type

A1 +As+ ...+ A,_1 +mA,=A, + An+1, (44)
and even more complex systems such as
A1 —+ Ag —+ ...+ An—l + mA”:‘An —+ An+1’:,B1 —+ ...+ Bk —+ lA,H

where k£ > 1 and [, m > 2 are integers. In fact, for the former the global essential
boundedness of the solution can be proved exactly as for (4), via the method we
adopted from [19]. The work [29] ensures that this global boundedness implies ex-
ponential decay to the complex-balanced equilibrium for reversible reactions. Albeit
with no explicit rate of decay, we infer that if the initial data for (44) lie in L>°(0, 1),
then this system has a globally essentially bounded unique solution which converges
exponentially in time to the its unique accessible complex-balanced equilibrium.

In order to obtain the uniform essential bound on the densities we used the L™
version of Poincaré’s inequality, which is only available in 1D. Can we employ more
refined techniques in order to prove the essential bounds in higher dimensions?
These are some questions we plan to address in future work.

5. Appendix.

Lemma 5.1. For any x, y > 0 we have
x
W(w,y)len§*x+yz(\f*\/§)2~ (45)

Proof. The case z =y is trivial If x > y > 0 we use the Jensen inequality for the
convex function f(s) := [y + s(z —y)]~* to get

lnx—lny /f d3>f</5ds>:xiy-

By using this inequahty and x4y > 2,/xy, we conclude

L2z —y)
(z+y)

)—x+y=x—2\/@+y=(\f—x/z7)2~

4y
v > — =z(2- 2 ) —
(z,y) > T+y x( o ) T+y

Y

4y
x
2\/zy
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Or suppose we have y > x > 0 and set g(u) = €*, u(s) = a + s(b — a), for b > a.
Jensen’s inequality shows

ez:za = /Olg(u(S))ds > g(/olu(s)ds> —

Let b=1Iny, a =Inz to deduce

-y
46
lnx—lny Y (46)

which implies

T—y T
<In ()
VY Yy
It follows

(r —y) x
V(r,y) 2 0—" —x+y= /-0 — /oYy —2+Yy
(z,y) = ;5

:\/§x+\/@—2\/@—x+y>2x—2\/fy—w+y=(\f—\/27)2-

O
The second important tool is:
Lemma 5.2. For each fixed y > 0,
Y(x,y) == is increasing in x € (0,00). (47)
(Ve —5)? f)
Proof. Suppose z >y > 0 and set k = \/% > 1. We have
dy(z,y) In (%)(\f_ \/@2 - [a:ln (%) - x—l—y} (\F_ \/ﬂ)ﬁ
dz (Vr = /y)*
() (V- ) - e (F) -z )5
Ve —y)?
2k =1)Ink— (2kInk—k+ )]y (k—2Imk— 1)y
Ve =i (V- Vi)
Since we have k > 1, we use (46) to obtain
ik k_f >\[k-Z = k—2Ink Lo,
2Ink  Ink—In TR
Combine this with \/z —,/y > 0 and y > 0 to get
d(z.y)
dz —
We can use the same way to show this inequality is correct when y > x > 0. O

Sketch of proof of Theorem 2.2: In [19] the analysis is performed on the whole
space 2 = R? and for more general elliptic operators (instead of the Laplacian).
However, we argue here that Theorem 2.2 holds for the Laplacian with Neumann
BC on bounded domains §2 as well. Indeed, our elliptic operator is the Laplacian
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and on a bounded domain 2 C R? we have that the estimate (used to prove Lemma
2.1 in [19]) on the fundamental solution to the corresponding parabolic operator

_\—d/2 . |z =& }

0< Gz, & t,7) < (Tt —7) exp{ D=7

forz, £ €0, 0<7<t<T < oo (where ¢1(T), c2(T) are bounded for finite T')
holds for the Heat Kernel with Neumann BC on a bounded domain as well (see, e.g,
inequality (1) [6]) with ¢1(t) = ce’, and c2(t) = C, for some constants ¢, C' > 0. It
follows that for the homogeneous problem with initial value at T' > 0, we also have
the estimate [6]

r— £
0< Gr(a &) < alt = D) - ) Pexp - —ITZEL L
which is used to prove Lemma 4.1 [19]. The proof of Lemma 2.3 [19] requires
no modification for the case of bounded domains and natural BC. In the proof of
Lemma 2.2 [19] there is an estimate on solutions of the backward terminal value
problem for the adjoint equation; [24] is given as a reference. We limit ourselves to
noting that when the second order operator is the Laplacian, this backward terminal
value problem is equivalent to a forward initial value problem for the right hand side
a(t,z) .= a(z, T —t) (using the notation from [19], proof of Lemma 2.2); [24] does
not cover the Neumann BC case on bounded domains. However, in [36] we do find
the exact same estimate available in this case as well. These are the estimates one
needs to check in order to convince oneself that Theorem 2.2 holds on a bounded

domain Q c R<.
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