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Abstract

We introduce the necessary conditions for existence and uniqueness of coefficients deter-
mination problem in a class of reaction-diffusion systems from a knowledge of an ap-
proximation of the state variables at the end of the processes. The system considered is
a generalization of the susceptible-infectado-susceptible (SIS) model disease transmission
under the assumption of diffusion. We introduce a formulation of the inverse problem as a
constrained optimization problem for an appropriate cost functional. In the main results
of the paper, we prove the existence of a minimizer for the cost functional, introduce a first
order necessary optimality condition, deduce stability of the inverse problem unknowns
with respect to the observations, and demonstrate the uniqueness up an additive constant
of identification problem. In addition, we introduce a numerical approach of the inverse
problem in the case of parameter identification problem and consider a numerical example.
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1. Introduction

The current literature well documented the mathematical modeling of epidemic spread |1,
2,3, 4,5, 6, 7|. Despite the advances, there are still aspects where mathematical analysis
needs to be precise; an example of such a case is the problem of identifying coefficients from
observations of state variables. In a broad sense, the approaches used to model the dynam-
ics of epidemics are based on differential and difference equations, both deterministic and
stochastic. One of the most used methodologies to formulate those mathematical models
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is the compartmental approach, pioneered by Kermack-McKendrick [8]. In this context,
the most basic model considers that the total population N is divided into two classes of
individuals called susceptible and infected, denoted by S and I. Then, assuming that the
compartment populations change by direct contact of infected individuals with susceptible
ones or after having completed the infection period, the following mathematical model is
deduced
d dl

d—fz—ﬁSl—i—vI, azﬁSI—’yI. (1)
Here, ST models the interaction of infected and susceptible individuals by applying the
mass-action law, and vI models the recovery. If we additionally assume that the diffusion
influences the dynamics of epidemics, we deduce that the model (1) is generalized to obtain
the system

8—S—AS:—BSI+7], g—AI:ﬁSI—VI. (2)
ot ot
We can extensively discuss the possible generalizations, which can be formulated by con-
sidering other variables affecting the dynamics spread. However, we focus on the analytical
and numerical study of identifying reaction terms in (2) by assuming an observed profile
for the infected population at finite time 7.

An essential point in the mathematical modeling of epidemics is the selection of the
function modeling the flow rate out of the susceptible class into the infectious class, well-
known as horizontal incidence or infection force |9, 10]. Even though the most used in-
cidence function in the mathematical epidemic articles is the mass-action-type function,
other nonlinear functions have also been considered in the literature [11, 12, 13, 14|, where
the authors consider f(S,1) = 8Sc(S,I) with o is defined by

(1, (mass action),
1
N’ N >0, (frequency dependent),
1
o(S, 1) = A (proportionate mixing), (3)
(S 11D, 0<p<1l, 0<qg<1, (powerlaw),
1
{ m, c>0 (asymptotic 1&W>

For more information and discussion on other nonlinear models we refer to [12].

In this paper, we are interested in the determination of coefficients (3, ) with a general
function 0. Then, we propose a generalization of the functions given in (3), by considering
the following properties of o:

o: Ry x R — R{ with Rf = RT U {0}, where R = (0, 00); (4a)
o(S,I) >0 for (S,1) e Rt x RT; 0(5,0) =0 for S € RT; (4b)
lo(S,I)| < c1(S"+I") + ¢ for (S,I) € RT x RT and some ¢1,¢co > 0 and 7 > 0;  (4c)
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810(5, [), 820(5, I), 8120'(5, [) > 0 for (S, [) € R" x RJr, <4d)
O110(S, 1) > 0, Dop0(S, 1) >0 for (S,I) € RT x RT. (de)

Hence, in this paper, we study the determination of coefficients (3, ) in a reaction-diffusion
system of the following type

S — AS = —3(x)Sa(S,I) + ()1, in Qr :=Q x (0,77, (5)
I, — AI = B(x)So (S, I) — ~v(x)I, in Qr, (6)
VS n=VI-n=0, on T':= 99 x [0, 7], (7)
(S, I)(x,0) = (So, Lo)(z), in €, (8)

from knowledge of o and an observed measurement for (S,I)" at ¢ = T given by the
function (59, 1°%)t defined on Q2 C R? (d > 1). This inverse problem is formulated more
appropriately as follows

Given the functions Sy, Iy, S°*, and I°** defined on €, and the func-

tion o satisfying (4), find the functions 5 and + defined on €2, such (9)
that (S, 1)(-,T), the solution of the initial boundary value problem

1(5)-(8) at t = T, is as close as to the observation data (S, 1°%).

The notation 0f2 is used for the boundary of €2 with outer unit normal vector field n. We
notice that, the problem (9) is introduced to validate the proposed mathematical models
with experimental data or to solve well known model calibration problem.

We approach the analysis of (9) by considering both an analytical and a numerical
perspectives. Firstly, in the case of our analytical study, we consider an equivalent refor-
mulation of the inverse problem (9) as the constrained optimization problem

inf J(B, subject to (S5, I, solution of (5)-(8), 10
oyt o T(B7) subj (S L) (5)-(8) (10)

where the cost functional and the admissible set are defined by

T(87) = 5180, Tom)( T) = (5%, 1) agae + S IV e T>0, (1)
Ua(9) = A(Q) N HI4/2+1(0)2, (12)
AQ ={(B.7) € C* @+ (B7)(x) €01 on Q and V(8,7) € LAQ)? ). (13)

Here H™(Q) and C%(Q) denote the standard Sobolev and Hélder spaces W™2(2) and
C%(Q), respectively. The first term of J is introduced to make mathematical precise
sense of the term “as close as” in (9) and the second term is proposed to regularize the cost
function with an appropriate selection of the regularization parameter I'. Then by applying
the applying the methodology of optimal control theory we get the following seven main
results results: (i) the global classical solutions of (5)-(8), (ii) the existence of solutions of
the optimization problem (10), (iii) the definition of an adjoint system, (iv) the definition of
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a first order necessary optimality condition for (10), (v) the stability of the direct problem
solution with respect to the coefficients, (vi) the stability of the adjoint problem solution
with respect to the coefficients and the observations, and (vii) the necessary condition for
local uniqueness of (10). Second, in the case of our numerical study, we consider the adjoint
based methodology with the discretize-then-differentiate strategy as is described in [15].
We begin discretizing the direct problem by an IMEX ( implicit for the diffusion term and
explicit for the advection) scheme and proving that the approximation is consistent with
the biological model in the sense that it is positivity preserving and convergent. Then
by considering the parameter identification, we introduce a discrete cost function, define
a discrete adjoint state and calculate a discrete gradient. This exact gradient and BFGS
method allows the develop the numerical examples for the parameter identification.

We remark that there are several works focused on the analytical approaches for optimal
control problems for reaction-diffusion problems, for instance [16, 17, 18, 19, 20, 21, 22, 23,
24, 25, 26]. Particularly, the study of the inverse problem (10), was initiated by Xiang and
Liu in |26], where the authors develop a well detailed analysis of one-dimensional (d = 1)
problem with o give by the “proportionate mixing” given in (3). An extension to d > 1
was developed in [19], by introducing appropriate assumptions and functional framework
such that the results of [26] are still valid in higher spatial dimensions. Some advances,
in order to research the application of the methodology to similar systems and to define
the consistent general assumptions are recently given in [18|, where the authors consider o
give by the “power law” given in (3).

The paper is organized as follows. In Section 2, we present the assumptions, statement
and results for our theoretical study. In Section 3, we present the results for the numerical
analysis of the inverse problem. Meanwhile, in Section 4, we present a numerical example.

2. Analytical study of the inverse problem

We consider that the inverse problem (9) is equivalent to the optimization problem (10).

2.1. Assumptions on coefficients, initial-boundary conditions and the spatial domain

Throughout the paper, we consider the assumptions:

(A1) The set © C R? is an open bounded and convex set with smooth boundary of
class C°.

(A2) The initial condition is considered with the regularity (Sy, Iy) € C%%(2)? x L>=(Q2)?
and such that (Sp, Ip)(z) € Ry x R and (Sy + Ip)(x) € RT on .

(A3) The function o is assumed to be satisfy the properties given on (4).
(A4) The functions (8,7) € Uua(§2) with Uaq(Q2) defined in (12).

(A5) The observation function is assumed such that (S, [°%%) € C2Fel+a/2(Q)2,



2.2. Well posedness of the direct problem (5)-(8)

Theorem 2.1. Consider that Q, (So, Iy), 0 and (5,v) satisfy the assumptions (A1)-(A4).
Then, the initial boundary value problem (5)-(8) admits a unique positive classical solution
(S, 1) € C*+1+2/2(Qp)? and (S, I)(x,t) is bounded on Qp for any T > 0.

Proof. Let us consider that f,(S,I) = —3(x)So (S, I)+~(x)I and £5(S, I) = (x)So (S, I)—
v(z)I. From (A3) ( see (4b)) and (A4), we deduce that

£1(0,1) = =p(x) 0 0(0, 1) +y(x)] = y(x)] =0,
£5(5,0) = 5(x)Sc(S,0) —y(z) 0=02>0,

for all (S,I) € RT x R, i.e. f is quasi-positive or satisfies the condition (P) considered
in [27]. Then, from (A2), (A3) and application of Lemma 1.1 in [27], we deduce the
local existence and uniqueness of non-negative solutions for (5)-(8) on the interval [0, 7).
Additionally, adding (5) and (6) and rearranging the initial and boundary conditions, we
deduce the following initial-boundary value problem

(S+1)—A(S+1I)=0, in Qr, (14)
V(S+1) n=0, on T, (15)
(S+1)(x,0) = (So + In)(x), in Q, (16)

An application of the maximum principle, implieas that || (S+1) (-, t)|| L) < ||So+1ol|z=(0)
for t € [0,7,). Thus, we have the existence and uniqueness of non-negative and bounded
solution for (5)-(8) on the interval [0, T}) and (S, I)(z,t) € [0, [|So+Lo|| o (q)]? on 2x[0, T%).

From (A3) (more precisely (4c)) and Lema 2.1 in [28] (see also Theorem 1 in [29]), we
can prove that the local result implies a global ones, i.e. the global existence and uniqueness
of non-negative classical solutions for (5)-(8). Now, the regularity C?+®1+*/2(Q,.) of the
solution is due to the regularity of o, (3, ) and (Sp, Iy) given on assumptions (A2)-(A4) and
by follow by application of the standard arguments given for instance in [30, 31, 32]. O

2.3. Euxistence of solutions of the optimization problem (10)

Lemma 1. Consider that Q, (Sy, Ip),o and (S, I°%) satisfy the assumptions (A1)-(AS3)
and (A5). Then, there ezists at least one solution of the optimization problem(10).

Proof. We proof the existence by the standard strategy of a minimizing sequence and use
the appropriate compactness inclusions. We observe that U,y(2) # ) and also we have
that J(5,7) is bounded for any (3,7) € U,q(2). Then, we can define {(8n, vn) tnen CU =
Uaa(22) N M a minimizing sequence of J, with M a bounded closed set of HI%/2+1(Q)2.
By the compact embedding HI¥/2+1(Q) c C*(Q) for a €]0,1/2], we deduce that the
minimizing sequence {(3,,7,)} is bounded in the strong topology of C*(Q)? for all a €
10,1/2], since there exists a positive constant C' (independent of 3,7, and n) such that

1(Bns Y )llca@yz < Cll(Bns V)l graraer 2, Vo €]0,1/2].



Notice that the right hand is bounded by the fact that (8,,7,) € M C HI¥/A+1(Q)2. Let
us consider the notation (S, I,,) for the solution of the system (5)-(8) with (3, 7,) instead
of (8,7). From the fact that (3,,v,) € C*(Q)? for all a €]0, 1/2] and Theorem 2.1, we have
that (S,, I,,) € C* %2 (Q,)? and also {(S,, I,) }nen is a bounded sequence in the strong
topology of C***'+3(Q,)? for all a €]0,1/2]. Thus, the boundedness of the minimizing
sequence and the corresponding sequence {(S,, I,,) }nen, implies that there exist

(B.7) € @ NUwW(@,  (5.T) € CH=@r),
and the subsequences again labeled by {5,,v,} and {(Sy, I,)} such that

(B Yn) — (B,%) uniformly on C*(2)?, (17)
S, 1

(Su 1) = (3,T) uniformly on [C% (@) N C*1+5(Q,)]. (18)
Moreover, we can deduce that (S, ) is the solution of the initial boundary value prob-
lem (5)-(8) corresponding to the coefficients (3,7%). Hence, by Lebesgue’s dominated con-
vergence theorem, the weak lower-semicontinuity of L? norm, and the definition of the
minimizing sequence, we have that

J(B,7) < lim J(Bn, V) = inf  J(B,7). 19
(B7) < Jim J(Bnyn) = i T(5,7) (19)

Then, (3,7) is a solution of (10) and the prove of existence is concluded. O

2.4. Definition and some properties of the adjoint system for (5)-(8)
Theorem 2.2. Consider that Q, (So, Iy), (3,7), 0 and (S°, I°°) satisfying the assumptions

(A1)-(A5). Moreover, consider (py,ps) the solution of the adjoint system to (5)-(8) defined
by the following backward boundary value problem

(p1); + Apy = ~B() | 0(S.T) + 510 (S, 7)}( p) inQr,  (20)
(p2)e + Apz = [— B(x)S020 (S, T) + } in Qr, (21)
Vp1 n = Vpg 1N = 0, on P, (22)
(p1,p2)(@, T) = (S, I)(w, T) = (S, 1) (x), in Q, (23)

where (B,7) is a solution of (10) and (S,I) is the solution of (5)-(8) with (B,7) instead
of (B,7). Then, the solution of (20)-(23) satisfy the following estimates

H(plap2)<'>t)H%2(Q)2 <C, H(plaPZ)("t)H?{é(QP <C, (24)
HA(Pl,Pz)(‘at)H%%Q)Z <C, ”<p17p2)('>t>||%00(§2)2 <C, (25)

fort €[0,T], with C a generic positive constant.



Proof. We rewrite the end boundary backward problem (5)-(8) as the following initial
boundary value problem

(@) = Ay = Bl@) |o(S", 1) + S0 (5" 1) | (@1 — ) inQr, (20
(@): — Ap = —| = B@)S 205", 1) +7(@) (01 — ) inQr,  (20)

V¢ -n=Vg -n=0, on I (28)
(q1,92)(z,0) = (E, 7)(% T) - (SObs7 [Obs)(x)a in €, (29)

bX (ionsidering T=T—tfort € [07 T]? (Q17 QZ)(X’ 7—) = (p17p2)(xa T_T)v and (S*a [*)(Xv 7_) =
(S,1)(x,T — 7). Multiplying (26) by ¢i1, (27) by ¢2 and integrating by parts on 2, we get

1 00) ) e+ 19 a1, 02)C )l

/‘ﬁ o (S I") + 5 0ha (57, f*)] (1 — @)
[ B@)S 00 (5", 1) +3()] (0 — a)as] (30)

By applying the fact that (5,7) € Uaq(§2) and the assumption (A3), we deduce that there
is a positive constant C' such that

1d
2dr — (g1, @2) (-, 7 )H%Q(QP + HV(Q17(J2)<'77')||%2(Q)2 < CH(QhQQ)("T)H%?(Q)% (31)

Then, a straightforward application of Gronwall inequality and the initial condition (29),
implies the first estimate in (24). Moreover, from (31), we follow that

HV(%?(]Q)('?T)”%?(Q)? < C||(Q1,Q2)('77)||%2(Q)2

Then from the first estimate in (24) and the definition of the norm of H}(Q) we deduce
the second estimate in (24).

On the other hand, proceeding similar, multiplying (26) by Aq, (27) by Age and
integrating on {2, we deduce that there is a positive constant C' such that

1d
5 g @ @) e + 1A, @) ) o

1
< € (el )W + 31800 @) e )

for any € > 0. Then, for € > C/4, by using the first estimate in (24) we deduce the first
estimate in (25). Now, from (25), and the first estimate in (24), we have that the norm of
(p1, p2) is bounded in the norm of H?*(Q2)?. Thus, by the standard embedding theorem of
H?(Q)? € L>(Q)?, we easily deduce the second estimate in (25).

[



2.5. First order optimality condition(5)-(8)

Theorem 2.3. Consider that the assumptions and the notation of Theorem 2.2 are satisfied
and also consider the symbol <,> to the canonical inner product in L?(Q)%. Then, the
imequality

[ 6-51506G.1) - (- 9] (01~ pa)do
+10(VE7, V(8.4 - B.7)) 20, (32)
is satisfied for any (8,%) € Uwa(€2).

Proof. Let us choose (3,%) € Uaq(€), define (8,7¢) € Uaa(2) by the relation (5¢,~)
(1 —€)(B,7) + €(B,4), for € € [0,1], and consider (5S¢, I¢) and (S, T) solutions of (5)-(8)
with (3¢,7°) and (3,7%) instead of (3,7). Then, subtracting the systems for (S¢,¢) and
(S, 1), dividing by €, defining (25, 25) := e 1((S¢, I€) — (S, 1)), and using the fact that

SE I°) § S, 197 . So(S,I¢) — Sao(S,1)] .
e [ - i+ [ =SB )
— B)(x)Sa (S, f) +7(2)25 + (8 = B)(),
we deduce the system
(29): — Az] =, in Qr, (33)
(25) — Az§ = —hS, in Qr, (34)
Vzi-n=Vz5-n=0, on T, (35)
(21, 23)(%,0) = 0, in €2. (36)

Now, by considering (z1, z3) the limit of (2§, z5) when € — 0, and observing that h¢ converges
to

h = —B(z) [(0—6, T) + 50,0(3, 7))z1 + 5o (S, 7))z2
— (B = B)(x)So (S, 1) +7(x)z2 + (B — B)(x)T.

Then, taking the limit of (33)-(36) when ¢ — 0, we have that (2, 22) satisfies the initial
boundary value problem

(z1) — Az = h, in Qr, (37)
(22)¢ — Azg = —h, in Qr, (38)

Vzi:n=Vz -n=0, onT, (39)
(21, 22)(x,0) = (0,0), in €. (40)



From the definition of (S¢, I€) and using the hypothesis that (S, I) is an optimal solution
of (10), we follow that

= J (B, %) = %H(se,m( T) — (S, 1) |72 + —||v( ANz @2
€ T€E obs T0bs 8 € Je€
<S I9(-,T) — (S, 1°%), 8(571)(-,T)>

+0(VED. V(3.4 - B.7))

=((S,D(-,T) — (8 10”8) (21, 22)(-, 1))

+T(V(E.7).9((8.5) - B.7)) =0, (41)

with (21, z2) solution of (37)-(40). From (20)-(23) and (37)-(40), we observe that, we can

rewrite the first term of (41) as follows

de

e=0 e=0

(SObS IObS) (Zlaz? >_ p17p2)( T)7(217ZQ)('7T)>

// En (p1,p2) - (21, 22)>dxdt
= // (p1,p2) - A(p1,p2) — (21, 22) - Ap1, p2)
— |(B=B50(S.1) ~ (4 =TT (p2 — po) .

Hence, by using the fact that foT ((pl,pQ) - A(p1,p2) — (21, 22) - A(pl,p2)>dxdt =0 and
the inequality (41), we conclude the proof of (32). O

2.6. Continuous dependence results

Theorem 2.4. Consider that the assumptions of Theorems 2.1 and 2.2 are satisfied. Let
us assume that the sets of functions {(S, 1), (p1,p2)} and {(S, 1), (P1,p2)} are solutions to
the systems (5)-(8) and (5)-(8) with the data {(B,7), (S, I°**)} and {(53,7), (S, [°*%)},

respectively. Then, the estimates

1S, D) = (S, D) ) xqae < CNBA) = (B, B2y (42)
1((r.52) — (pr.p2)) 1) 3
< C(I08.4) = (B e + (5P, 1) = (S, 1) Bagqe) . (43)

holds for any t € [0,T] and C a generic positive constant.

Proof. For the sake of clarity of the presentation, we consider the notation éx = x —x and

69(x) = g(%) — g(x). For instance 6(S,I) = (5,1) — (5,1), 6(8.7) = (8,7) = (8,7), and
60(S,1) = (S, 1) — (S, I). From the definition of (S, I) and (S,1) given by (5)-(8) and



also the definition of (pi, ps) and (p1, p2) satisfying (20)-(23), we deduce that (45,7) and
(0p1, dps) are solutions of the following systems

(0S) + A(0S) = —f(x)Sa (S, 1) +4(x)] + B(x)Sc (S, I) —v(x)I,  inQp,  (44)
(61) + A(SI) = B(2)Sa (S, 1) — A(x)] — B(x)Sa(S, 1) +~(x)I, in Qr,  (45)
Véu; -n = Viuy -n =0, on I, (46)
(55,81)(x,0) =0, in Q. (47)
and
(Gp1)e = A1) = =) [#(5, 1) + S0 (S, 1)] (51 — o)
+ (@) ]0(8,1) = 5017(S, D) (b1 = p2), inQr,  (43)
(8p2)e = Aop2) = | = Bla) samé 1) +4()| (b1~ o)
— | = B@)S0u0(S, 1) + ()| (b1 — p2), in Qr,  (49)
Vip; -n=Vipy-n =0, onT, (50)
(6p1, 6p2) (2, T) = (68, 61)(x, T) — (65°%, 61°%) (), in Q. (51)

We observe that the right hand side of (44) can be rewritten as follows

~ A

So(8,1) — So(S,1) So(S,1) — So(S,1)

]55—5(@[ ) 51

RHS 44y = —B(ff) [ i

) —
S
A similar expressions for the right hand side of (45), (48) and (49), in terms of 6.5, 61, dpy,
dpe, 03 and dv. Then, the proofs of (42) and (43) are reduced to get a priori estimations
for the systems in (48)-(51).
We develop the proof of (42) as follows. Let us consider the system for (4.5,d7) in
(44)-(47), by testing the equation in (44) by §.S and (44) by 01, adding the results, we get
the estimate

1d
5 168,81, DliZa(ae + V(08,61 DliEa(0)
< C (238, 61) (-, )l32ae + 108,732z -

Then, by application of Gronwall inequality and the initial condition for 6(S,I) given
n (47), we get

185, 61)(, )32(ape < € (11655, 8D) (-, 0) e + 108,01 e ) = CHOB, 07 ey
for any ¢ €]0, 7], which implies (42).
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The proof of (43) is developed as follows. Let us consider the system for (0p;, dps) in
(48)-(51), by testing the equation in (48) by dp; and (48) by dps, we get the estimate

1d

= 521 091,092) (. DlF2(p2 + 1V (801, p2)) (-, 8) [F2(ce

=< C<||(5p1,5p2)(-,t)||m(m2 + (88, 81) (-, 1) [ 722 + DA™||(38, 67) 1720

Integrating on [t, T| we get

||(5p1,5p2)('7t)||2L2(Q)2 < C<||((5p175p2>('7T)H%?(Q)Q + ||(55757)”%2(Q)2>7
which concludes the proof of (43) by using the end condition (51). O

2.7. A uniqueness result of the inverse problem
Theorem 2.5. Let us consider ¢ € R} (fix) and Us(Q) C U,a(Q) defined as follows

Ue(®) = {(8,7) € Uaal®) = 18,2 = ¢} (52)

Consider that €, (So, Io), o and (S°%, 1) satisfy the assumptions (A1)-(A3) and (A5).
Then, there exists at least one solution of (10) and there exist © € R such that the solu-
tion of (10) is uniquely defined, up an additive constant, on Uc(S) for any regularization
parameter I' > ©.

Proof. We observe that we can prove the existence by application of Lemma 1. Meanwhile,
we prove the uniqueness by application of the stability result given on Theorem 2.4 and
the necessary optimality condition of Theorem 2.3.

Let us consider {(S,1), (p1,p2)} and {(S,1), (p1,p2)} solutions of systems (5)-(8) and
(5)-(8) with the coefficients and observations given by {(8,7), (S, 1)?**} and {(3,%), (S, 1)},
respectively. From Theorem 2.3 and the hypothesis that (5,v) and (B, ) are solutions of
(10), we have that the following inequalities

// [(E_ B)Sa(5,1) = (7 = ’Y)I} (p1 — po)dadt

< (8.7), ((E ) — (577))> >0, V(B,7) € Uw(),  (53)
// g B)Sa(5,1) - (l_ﬁ)}(pl Pa)dxdt
V((

are satisfied, respectively. In particular, selecting (E ¥) = (B,%) in (53) and (5,7) = (8,7)
in (54), and adding both inequalities, we get -

TIV((3.4) — (B, 722
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< [[ [3-8)50(5.0)~ =1 on )
+ (8= Sa(5.1) = (7 = )] (b1 — fo)dadt
< ClIBA) = (B Dllzzaye + 11, 52) = (o1 22)llzzye + 105, 1) = (S, Dllazore].
From assumption (A3), Theorem 2.1, Theorem 2.5, and Lemma 2.4 we deduce that
TIV((3,9) = (B, )2
< (I3, A) = (B e + 105, D™ = (8,1 |22 (55)

Now, considering that (B,’y), (B,7) € Uc(R2), by the generalized Poincaré inequality, we
have that

15.%) = B Mz < Coi (I9(B,4) = B llzzae + 15,3) = (B lrcae)  (56)
)

< Cpoz’“V((ﬂA?’AY - (37’7))HL2(9)2-
Then, using the estimate (56) in (55), we have that

(T = CooiC) IV ((5,4) = (B e < CIE D™ = (S, 1) 20y

Thus, selecting © = C),,;C we deduce the uniqueness up an additive constant. O

3. Numerical solution of the inverse problem

In this section, we introduce a numerical scheme to approximate the optimization prob-
lem (10). For clarity of the presentation, we restrict our presntation the one-dimensional
case (d = 1) and observe that it can be straightforward extended to higher dimensions
on cartesian grids. Moreover, we consider that the reaction coefficients § and v can
be parametrized by the finite set of parameters denoted by e = (ey,...,e;) € R* ie.
B(x) = B(x;e) and y(z) = y(x;e). Our presentations of the IMEX method for discretiza-
tion of the direct problem is based mainly in [33, 34, 35, 36, 37|]. Concerning to the
discretization of the inverse problem, we introduce a discrete adjoint state and calculate a
discrete gradient, by adapting the discretization of the flux-diffusion identification in scalar
strongly degenerate parabolic equations [38, 39].

Let us consider that ©Q =|0, L[,09 = {0,L} and I'r = {0, L} x [0,7]. Concerning to
the discretization of Qr, we select M, N € N such that the discretization of €2 is given by
xp = kAx for k =0,...,M + 1 with Az = L/(M + 1), and the discretization of [0, 7]
is given by t, = nAt for n = 0,..., N with At = 1/N. The approximation of a given
function G : Q@ x Ry — R at (zg,t ) is denoted by G}.

The approximation of the initial boundary Value problem (5)-(6) we introduce the
following IMEX method

St -sp 1
At Ax?

St = 28y + S| = Blan) Sio(SE IE) + (@) I, (57)

12



‘IIZH_I B ]k 1 n+1 n+1 n+1 n n n

At - N 15 =21 [k—l] + B(xr) Sy o (Sy, Iy) — (@) I (58)
St =8y Syp—Sw I Iy Iy, — Iy

Azr Az T Ar Az =0, (59)

In the case of (57) and (58) we have that k = 1,..., M. In order to give a more compact
presentation of (57)-(60) we set the notation

S"— (ST, SN, Tt = (I I (61a)
U":(S{‘,...,S&,I{‘,...,I&)t:(SI;n) (61b)
1 -1
Ay —1 2 -1
L=coH with H= (61¢)
—1 2 -1
-1 1 MxM
—B(x1)STo (ST, I7) + (@) I}
Fs(U") = : 7 (61d)

—B(wan) S0 (S, Iip) + (2w Iy

B(x1)STo (ST, IT) — y(x1) I
F;(U") = : : (61e)
Bwar)Syo(Shps Iiy) — v(xa) Iy

F(U") = ( Fs(U") ) _ ( To +L

[l

(61f)

Fr(U) Ty + L ) 7

where I is the identity matrix of size M. We observe that (57)-(60) can be rewritten as
follows

S 8" = LS + AtFg(U™), TI" 1" = —LI""* + AtF;(U"),
which is equivalently to
LU = U™ + AtF(U"). (62)

Hence, we have stated the IMEX scheme to approximate the direct problem.
For discretization of the inverse problem (10), we begin by considering the discret cost
function Ja defined as follows

. A‘T - obs N obs\ 2
Ja(Sa,1a) —TZ + (I = I7”)
k=1

13



DAL S (5 + ). (63)

k=1

Here 3’ and ' denotes spatial derivatives, since we have assumed that d = 1. Then, the
solution of the inverse problem (10), is replaced by the following parameter identification
problem

eiggk Ia(e), Tale) = Ja(Sa,1a), (64)
subject to (Sa, Ia) solution of (57)-(60). (65)

Then, in order to calculate Ve Ja(e) we introduce a discrete adjoint state for the IMEX
scheme (57)-(60).
Testing (57) by (p1)f™, we deduce EX = 0 with EX defined as follows

M
At
Ei = Z Z {SQ—H _ Sl? s — (Sn—H 25}7;—%—1 + SZI%) — At Fk(un)} (p1)"+1,
n=0 k=1
N-1 M At
=SSt |t - 0 = s (0~ 2002 + k)| - A Bt
n=0 k=1

- A A
£ 30[s - o (S — 28+ 80|l = [0 - g (S0 — 250+ 504 ) | )8
— o S [ 0E — S + S (1) — S

Similarly, by testing (58) by (p2)7™, we deduce E4 = 0 with EX defined as follows

N-1 M At
{In-I—l - 2 (]n+1 oI+ 4 fZIf) At Fk+M(un)} (p2)™H,
1

Z Z Iy { (p2)pt! — A—ﬁ((m)?ﬁq — 2(p2)y + (pz)Z+1>] — At Fpr(u™)(po)it!
n=0 k=1
M
30 S =2+ ) 10— 05 (10— 200+ 12, )] o
Ap V-
A2 Z [In (P2)5 = I3 (p2) i1 + Ihra (P2) s ]1n<p2)g]
n=0

Then, denoting by p! = (p)f. - -, (1)) P2 = (02)7 - (2)y)', we define the La-
grangian La for (64)-(65) by the following relation

EA(ua p?, pg) = JA(u> - Ei(uv p?) - Ei(uv pg)

14



We notice that

d,CA GEA ou &CA

E(th?upg)_ ou ( 7p7117p§>ae + = de (u p17p2)

We select p} and p3 such that 0,La = 0, i.e.

n+1
P Wi LTy~ 20008 + 0]
— Blaw)|o(St,50) + Storo (S S| ()i = @)i*), (66)
ol el L s — 2 + ()i
+ | = B Spaao(SE. 5 + @) | (m0p* = i), (67
()7 — ()5 ()b — () (02)T — (p2)g  (P2)hen — (P2)r
Az N +Ax N Az B Az =0 (68)
Y =S¥ =S e = 1Y - I (69)

The scheme (66)-(69) is called the adjoint scheme. Hence, we have that

=2

-1

Vedale) = At i[ VeB(m) St (S, 1) = Ver(m) 1] ()™ = ()

k=1

Il
=)

I' Az
2 2

M=

+ (IVeB @) + Ve (). (70)

E

=1

defines the gradient which is used for numerical solution of parameter optimization problem.

4. A numerical example

In our example we consider that the initial condition (So, Ip)(z) = (z,2 — z)/2. The
vector of parameters to indentify are e = (e1, €9, €3, €4) and we consider that the coefficients
are parameterized as follows 5(z) = e;+esx and y(x) = ez+e4x. The function o considered
is 0(S,I) = I, i.e. the corresponding to mass mass action (see (3)). We construct the
observation profile at 7' = 0.6 by considering a numerical simulation of the direct problem
with e®®* = (0.00018,0.00001,0.144,0.0001), M = 200 and N = 100000 (i.e., Ax = 5F — 3
and At = 6F — 6). The state simulation on Qr is shown on Figure 1(a),(b). We consider
the initial guess e = (0.0001,0.00001,0.1,0.0011) and get that the identified parameters
are e = (0.000017,0.000012,0.133,0.00015). The numerical identification is developed by
considering M = 100 and N = 1000 or, equivalently, Az = 1.0E — 2 and At = 5.9F — 4.
Moreover, we have considered the regularization parameter I' = 0. The comparison of the
observed, identified and initial guess profiles are shown in Figure 1(c)—(f).
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S(z,t)

=—1I. guess
= ident.

0 . . . .
0 0.2 0.4 0.6 0.8 1
x T
(c) (d)
-5
10 ] 0.14 F 1
or ] 0.135} 1
8r i
0.13 - 1
Tr i
— — . guess — 0.125F — 1. guess |
= 6F « ident. |4 & « Ident.
QU = =Obs. & 0.12 - = =Obs. |4
St i
0.115 i
4+ ]
3r i 0.11F i
....-....n--...--uv"m--g...m---.
PY | o105 |
1 . . . . 0.1 T
0 0.2 0.4 0.6 0.8 1 0 0.2 0.4 0.6 0.8 1
T x

(e) (f)
Figure 1: Results for numerical example. In (a) and (b) we show the numerical solution. In (c¢) and (d) we

show the comparison of initial guess, observed and identified profiles at T' = 1 for suceptibles and infective
functions. In (e) and (f) we show the comparison of initial guess, observed, and identified function 8 and ~.
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