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ABSTRACT. Sequencing batch reactors (SBRs) are devices widely used in wastewater treatment,
chemical engineering, and other areas. They allow for the sedimentation and compression of solid
particles of biomass simultaneously with biochemical reactions with nutrients dissolved in the liquid.
The kinetics of these reactions may be given by one of the established activated sludge models
(ASMx). An SBR is operated in various stages and is equipped with a movable extraction and
fill device and a discharge opening. A one-dimensional model of this unit can be formulated as
a moving-boundary problem for a degenerating system of convection-diffusion reaction equations
whose unknowns are the concentrations of the components forming the solid and liquid phases,
respectively. This model is transformed to a fixed computational domain and is discretized by an
explicit monotone scheme along with an alternative semi-implicit variant. The semi-implicit variant
is based on solving, during each time step, a system of nonlinear equations for the total solids
concentration followed by the solution of linear systems for the solid component percentages and
liquid component concentrations. It is demonstrated that the semi-implicit scheme is well posed
and that both variants produce approximations that satisfy an invariant region principle: solids
concentrations are nonnegative and less or equal to a set maximal one, percentages are nonnegative
and sum up to one, and substrate concentrations are nonnegative. These properties are achieved
under a Courant-Friedrichs-Lewy (CFL) condition that is less restrictive for the semi-implicit than
the explicit variant. Numerical examples with realistic parameters illustrate that as a consequence,
the semi-implicit variant is more efficient than the explicit one.

1. INTRODUCTION

1.1. Scope. Sequencing batch reactors (SBRs) are widely used in the pharmaceutical [33, 30],
petrochemical [16], and chemical [27] industries as well as in wastewater treatment [1,31]. An SBR
is a tank designed for the sedimentation of a suspension composed of solid particles of biomass
that react with substrates (nutrients) dissolved in a liquid. This process is a fundamental stage of
purification in wastewater treatment plants. Due to the living biomass (activated sludge; bacteria),
biochemical reactions always occur. In particular, these reactions are the basis of the well-known
activated sludge process in wastewater treatment. The simultaneous process of sedimentation
and reactions, called reactive settling, occurs both in plants with continuously operated secondary
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FiGure 1. Ilustration of an SBR in the two stages that involve flow through the
hose: (left) feed and (right) extraction. The boundary z moves upward at time ¢
when Z'(t) < 0 and downward when z'(t) > 0, and T; and T¢ are the feed and
extraction time intervals, respectively.

settling tank (SST) and in SBRs when such are used. We study here a general model of an
SBR, which is operated in a number of sequential stages [17,21,32]. Depending on the stage, the
suspension is continuously fed or extracted from the top of its surface by a floating device; see
Figure 1, and concentrated mixture can be extracted from the bottom of the vessel. The cycle of
the SBR takes into account five principal stages: fill, react, settle, draw and idle. The bulk flows
at the different stages lead to a moving boundary; see Figure 2.

A nonlinear, strongly degenerating convection-diffusion-reaction model of an SBR was introduced
in [5] and a numerical scheme defined on a fixed spatial grid in [(]. That scheme will here be referred
to as SBR2. Within that approach one needs to carefully track the upper boundary as it moves
through the computational grid for the numerical solution. It is the purpose of the present work
to introduce alternative explicit scheme that after a suitable transformation of the time-dependent
spatial domain is defined on a fixed computational grid. Moreover, a semi-implicit variant is
introduced that allows for more efficient simulations due to a more favourable Courant-Friedrichs-
Lewy (CFL) condition.

The moving boundary, denoted by z := z(t), where ¢ > 0 is time, is a known function given by
the bulk flows acting on the SBR. The curve t — z(t) defines a spatial change of variables, where
in the new variable £, the top and bottom boundaries are located at £ = 0 and & = 1, respectively.
The sought vector unknowns, in the variable £, are the solid phase and liquid substrate components

C =C(t) = (CVE),...,cR) e )T, §:=8(t) = (SDE1),...,5F) (& )T
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FIGURE 2. Schematic of the five stages of an SBR. The red arrows show the move-
ment of the boundary or the sediment level during each stage. The black arrows
show the direction of the bulk flows Qs (feed), Q. (extraction) and @, (underflow).

The model equations for 0 < £ < 1 are given by
OiC + 0:(Uc (X, &, 1)C) = 9¢ (v(£)B(t)*0¢D(X))
+B()Z(t)C + 6()B(t)ar(t)Ci(t) +v(§)Re(C, S),

2
S + 0: (Us(X,£,1)S) = 0 (Vp(i)—f(?(agp()())

+B(6)7'(1)S + 0(§)B(t)ar(t) Se(t) + v(§) Rs(C, S),

where Uc and Ug are velocity functions related to the velocities of the solid and liquid phases,
respectively, X = (C'(l) + -4 Clkc )) /c is the total solids concentration, ¢ is a conversion factor,
B is a given time dependent function, px is the (constant) mass density of solids, and D(X) is
an integrated diffusion coefficient describing compressibility of the sediment. It is assumed that
D(X) =0 for X < X, where X. > 0 is a critical concentration beyond which the solid particles
are assumed to touch each other, so the system (1.1) is of first order wherever X < X, and
therefore is strongly degenerate. The second term in the right-hand side of both equations is due
to the change of variables in the spatial partial derivative, while the third term contains the feed
concentrations Ct and Sy for the solid and liquid phases, respectively, the feed velocity ¢f, and
the Dirac symbol §. The last terms model the chemical reactions between the components of the
solid and liquid phases, where R¢ and Rg are vectors of reaction terms, and +y is the characteristic
function that equals one inside the tank and zero outside. The system (1.1) is coupled to transport
equations modelling the concentrations in the extraction pipe connected at & = 0. (The variables
and functions arising in (1.1) are precisely defined in later parts of the paper.)

(1.1)

1.2. Related work. Several works posed for SBRs have mostly considered the fill and react stages,
where a continuously mixed tank is assumed and the biochemical reactions are modelled by ODEs
from some of the established activated sludge models (ASM1, ASM2, ASM2d, or ASM3; in short,
AMSx) [25,31]. We refer to handbooks (e.g., [17,21,32] for a broader introduction to the background
of wastewater treatment. PDE models for the reactive-settling process have recently been devel-
oped [3,5,0,12]. One of the first PDE-based models combining the sedimentation-consolidation
process for the batch denitrification in wastewater treatment was presented in [1]. That model
consists of five unknowns, two solid components and three substrates, and includes nonlinear terms
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for the reactions between the solid and liquid components. An extension to the case of continu-
ous sedimentation was introduced in [12], where the model was based on the percentages of the
concentrations of the solid and liquid phases. A reliable numerical scheme and simulations of the
denitrification process were also included. The present work also utilizes the concept of percentages
for sedimentation models, which was introduced in [20]. In [3], the authors presented an alternative
reactive settling model which also included non-cylindrical vessels. A numerical scheme based on a
method-of-lines formulation was developed and the numerical results are compared with the ones

of [12]. Recently, a slightly modified version of that model including extra diffusion terms modelling
mixing near the feed inlet has been calibrated to experiments from a pilot plant in [7].
The present SBR model is the one in [5], which is a development of the one in [3] to take into

account the moving boundary due to bulk flows of the SBR stages. The settling of particles is
allowed in the model in all five stages with the exception of the react one. A conservative and
positivity-preserving numerical scheme developed on a fixed mesh grid was introduced in [6]. The
scheme of [6] employs careful mass distributions in cells near the moving boundary to ensure the
conservation of mass. Simulations of the activated sludge model no. 1 (ASM1) [25] were included
in [6] for the case of a cylindrical vessel.

The trajectory of z(t) is given, and not part of the solution of the problem, so the governing
PDE model (1.1) is a moving boundary problem, but not a free boundary problem. Nevertheless,
extensions of the SBR model to a free boundary problem are conceivable. For one scalar PDE
related models of filtration have been studied in [3, 14]. Finally, we mention that the formulation
and partial analysis of the semi-implicit scheme presented herein is based on anlyses of schemes of
that type for degenerate parabolic PDE in [9,23].

1.3. Outline of the paper. The remainder of this work is organized as follows. In Section 2,
we review the SBR model, starting with assumptions on the tank and the one-dimensional model,
and explaining the relation between the moving boundary and bulk flows (Section 2.1). The one-
dimensional model of the reactive-sedimentation process in the tank is obtained from the balance
laws of mass of all the particulate and soluble components. The details of the formulation of the
model are outlined in Section 2.2, starting from the solid and liquid components and reactions
within the biokinetic reaction model (as an example, we here employ the model ASM1) followed
by a summary of the sedimentation-compression model that has also been employed in previous
works. The balance laws for the SBR are coupled with transport equations for the pipe. During the
react stage with full mixing, the PDEs are replaced by a system of ordinary differential equations
(ODEs). While these model ingredients are reviewed from our previous treatment [5, (], one of
the three decisive novelties of the present approach, namely the transformation of the moving
boundary model to a fixed computational domain, is formulated in Section 2.3. The second novelty
is the reformulation of the governing model in terms of the vector of percentages p (of the solid
components, with respect to X)) done in Section 2.4.

An explicit numerical scheme for the solution of the transformed governing model is introduced
in Section 3. This scheme is based on a standard discretization in space and time of the compu-
tational domain (Section 3.1). The explicit numerical scheme, presented in Section 3.2, is based
on the percentage and fixed-domain formulations of Sections 2.3 and 2.4 and combines upwind
discretizations for transport terms, the Engquist-Osher numerical flux [22] for nonlinear flux terms,
and a central difference formula for nonlinear degenerating diffusion terms arising in the governing
models, combined with appropriate discretizations of the reaction terms. The scheme is comple-
mented by a suitable discretization of the ODEs describing the mixing stage (Section 3.3). It is
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assumed that the spatial mesh width A¢ and the time step 7 are related by a CFL condition out-
lined in Section 3.4, and we prove in Section 3.5 that this scheme is montone, with the consequence
that an invariant-region principle holds, i.e., solids concentrations are nonnegative and less or equal
a maximal one, percentages are nonnegative and sum up to one, and substrate concentrations are
nonnegative. The CFL condition for the explicit scheme essentially bounds 7/A&2.

A more favorable CFL condition that only bounds 7/A¢ is associated with a semi-implicit scheme
for the governing PDE model, which is the third novelty introduced in Section 4. At each time
step, it consists of a nonlinear semi-implicit scheme for the PDE for X, which is described in
Section 4.1, where we also demonstrate that the nonlinear equations are well posed, i.e., possess
a unique solution that depends continuously on data. The solution of the nonlinear equations is
achieved by Newton-Raphson method (Section 4.2). Once the scalar function X has been updated,
one proceeds to update the vectors p and S. This is done by an implicit version of the corresponding
p- and S-schemes of Section 3. This version is, however, linearly implicit and only requires the
solution of one linear system per time step, see Section 4.3. In Section 4.4, it is proved that
the semi-implicit scheme has the same monotonicity and invariant-region properties as its explicit
counterpart (cf. Section 3.5) but does so under the more favorable CFL condition. Numerical
examples that illustrate the performance of the numerical schemes of Sections 3 and 4 are presented
in Section 5. In particular, it is demonstrated that the semi-implicit scheme indeed leads to the
expected gain in efficiency. Finally, conclusions are collected in Section 6.

2. A MODEL OF A SEQUENCING BATCH REACTOR (SBR)

We here review the assumptions of the general SBR model in [5] and refer to [6] for a full
description of the numerical scheme SBR2. That model will then be slightly reformulated, which
allows for a semi-implicit numerical scheme to be developed. The sedimentation and compaction
properties of the flocculated sludge are namely assumed to depend on the total concentration X and
not on the concentrations of the individual components since these are flocculated to larger particles.
Each flocculated particle consists of several individual components, which can be described as
percentages of the total concentration X. For simplicity of writing, we confine here to a constant
cross-sectional area A, which is the most common case in the applications.

2.1. Assumptions on the tank and the 1D model. The reactor tank is assumed to be a
cylindrical vessel with constant horizontal cross-sectional area A; see Figure 2. We place a fixed
z-axis indicating the depth from the top (z = 0) to the bottom at z = B. At the surface of the
mixture, located at z = z(t), a floating device connected to a pipe allows one to feed the tank at
given volumetric feed flow Q¢ (¢) [m?/s] and feed concentrations C¢(t) and S¢(t). The floating device
can alternatively extract mixture at a given volume rate Q¢(t) during the draw stage. One cannot
fill and draw simultaneously. The extraction pipe is modelled by a half-line and the flow through it
by a linear advection PDE. The concentrations in the pipe are denoted by Ce(t) and Se(t). At the
bottom, z = B, one can withdraw mixture at a given volume rate Qy(¢) > 0, and the corresponding
output concentrations there are denoted by C\(t) and Sy (¢). We define the bulk velocities

Qu(t) = Qu(t)/Ay Ge = Qe(t)/Aa qr = Qf(t)/A

If [0, 7] denotes the total time interval of modelling (and simulation in Section 3), we assume
that T := T, U Tt, where

To={t € Ry : Qe(t) > 0,Qs(t) =0},  Tp:={t € Ry : Qo(t) =0,Q¢(t) >0}
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(such that To N T = @). The volume of the mixture at time ¢ is
V(t)=A(B - z(t)). (2.1)

The surface location z(t) is determined by the given volumetric flows, since by differentiation
of (2.1),

7(t) = _V;(lt) _ Qu(t); QW) here O(t) {Qe(t) <0 ifteT,

Qf(t) >0 if t € Tt.

Clearly, z is given at any time, so the model under consideration is a moving boundary problem,
but not a free boundary problem. That said, we emphasize that because of the volumetric flows,
no boundary conditions need to be imposed since the conservation law implies natural output
concentrations when reactions and sedimentation are assumed to occur inside the tank only.

2.2. A model of reactive settling with moving boundary.

2.2.1. Biochemical reaction model and solid and liqguid components. Two constitutive functions
describe the sedimentation-compression process of the flocculated particles that consist of several
components. These functions are stated in terms of the solids in suspension X. This quantity
equals the sum of either all or of most of the particulate concentrations; the precise definition
of X depends on the specific reaction model. Any biochemical reaction model can be used such
as one of the standard ASMx activated sludge models. Within the ASMx models concentrations
are usually expressed in terms of more easily measurable units such as chemical oxygen demand
(COD) (cf. Table 6 in Appendix A), wherefore conversion factors have to be used to obtain the
mass concentrations. We here use the ASM1 model (see Appendix A), in which the particulate
concentrations are (in ASM1 units)

XI7 X87 XB,Ha XB,Aa XPa XND7
and the corresponding definition of the total suspended solids concentration is
X =c(X1+ Xs+ Xgnu+ Xpa +Xp), where c=0.75g/(gCOD).

The concentration Xyp is not in the definition of X, since Xnp represents the nitrogen that is
already part of Xg. To ensure (for mathematical reasons) that the total solids concentration X
equals the sum of all particulate components, we replace the variable Xg by Xs_np = Xg — XD,
and define (in ASM1 units)

C = (XI’XS—ND7XB,H>XB,A>XP,XND)T (i.e., kc = 6),
S = (SI,SS,SO,SNO,SNH,SND)T (ie., ks = 6).
Moreover, we define
Xi= C(C(l) +eot C(kC))’ p(k)X = CC(k), pX = cC. (2.2)

Similar conversion factors as ¢ appear for the soluble concentrations; however, we will divide these
factors away directly, since the left-hand sides of the governing equations to be presented are linear
in C and S apart from the coefficients, which are nonlinear functions of X.
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2.2.2. Reaction terms. The nonlinear reaction terms are given by
AcRc(C,S), where Re(C,S):=ocr(C,S),
AsRg(C,S), where Rg(C,S):=osr(C,S),

which model the increase in (COD) concentration per time unit; see Table 6. Here, Ac =
diag(e, ¢, ¢, ¢,¢,1) and Ag are diagonal matrices with conversion factors, o¢c and og are constant
stoichiometric matrices, and r(C, S) > 0 is a vector of nonlinear functions modelling the reaction
processes; see Appendix A.

We assume that if a solid component is not present, p(*) = 0, then no more such can vanish,
ie. Rgf)(C’, S)|,—¢ = 0, where Rgf) denotes the k-th component of Re. Finally, to be able to
establish an invariant-region property for the numerical solution, we make some additional technical
assumptions. To ensure that the numerical solution for the solids does not exceed the maximal
concentration X , we assume that

there exists an ¢ > 0 such that Rc(C,8) =0 for all X > X —e. (2.3)

This condition means that when the concentration X is near the maximal one X , biomass cannot
grow any more. To obtain positivity of component k& of the concentration vector C, we let

I&,k = {l eN: O'(Cif’l) < 0}, Iak, = {l eN: O'ng) > O},

denote the sets of indices [ that have negative and positive stoichiometric coefficients, respectively,
and assume that

if I € I, then rOc,8) =70 (C,8)c™ with ¥ bounded.

2.2.3. Bulk velocities and constitutive equations. We define the characteristic function x, = 1 if
the statement w is true, otherwise x,, = 0. The characteristic function for the tank is thus y(z,t) =
X{z(t)<z<B} (). The bulk velocity of the mixture in the tank and below it in the underflow pipe is
defined as q(z,t) = qu(t)x{>>z(+)} and the excess velocity due to sedimentation and compression is

vi=0v(X,0,X,z,t) = v(z,t)vps(X) <1 - m;(ji?@X) =7(z,t) (vns(X) — 0.D(X))
(see [13,15]), where
X /
D(X) = / d(s)dsd(X) = vhS(X)”;f;‘(eX(p).

Here, Ap :== px — pr. is the density difference of the flocculated particles and the liquid, g is the
acceleration of gravity, vps(X) is the hindered-settling velocity function, which is assumed to satisfy

o) >0 for X €[0,X), (2.4)
hs =0 for X > X, ’

where X < px 1s a maximum packing concentration (for computational purposes). The second
constitutive function is the effective solids stress o.(X), which satisfies

( ) - 0 for X S XCI'it’
¢ >0 for X > Xait,

where X is a critical concentration above which the particles touch each other and form a network
that can bear a certain stress.
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F1cURE 3. Evolution of a concentration profile varying with respect to time at the
five SBR stages in the space variable z (left) and new variable £ (right). The moving
boundary z = z(t) (red line) is mapped to the constant line £ = 0. The mappings
z=z(§,t) and £ = £(z,t) are shown in the middle.

2.2.4. Balance laws. The balance law of each material component gives the system of PDEs

HC +0.(Ve(X,0.X,2,t)C) = 6(z — 2(t)) q:(t)Cs + v(2,t) Rc(C, S),

) (2.5)
S +0.(Vs(X,0.X,2,1)8) = 6( — 2(1))as(t) St + (2, 1) Rs(C, 5),

modelling reactive settling for z € R, where we have divided away the COD factors ¢ etc. in each
equation, d(-) [m~!] is the delta symbol, and the total velocities are

VC = Vc(X, 82Xa Z,t) = q(zvt) + 7(Z7t) (Uhs(X) - 3ZD(X)),
(vns(X) — azD(X))X

Vs = Vs(X,0.X,2,t) = q(z,t) — v(2, t
s = Vs( z,t) = q(z,t) — v(2,1) P

The pipe of extraction is modelled as a half line > 0 (upwards) with 2 = 0 coupled at z = z(t).
Any concentration is assumed to follow the advection equations

8t(;'pipe + Qe(t)achipe =0, atSpipe + Qe(t)axspipe =0. (26)
The extraction concentrations in the pipe are given by complicated formulas due to the moving

boundary; see [5]. With the variable change suggested below, these will be obtained more easily.

2.2.5. Equations during the react stage. During periods of mixing, the system of PDEs (2.5) reduces
to the system of ODEs

V(H)C'(t) = (Qu(t) — Q(t))C + Q:(t)Cr(t) + V() Re(C, S),
V(©)S'(t) = (Qu(t) — Q1)) S + Qs(t)St(t) + V(1) Rs(C, S),
for the homogeneous concentrations in z(t) < z < B, where all concentrations depend only on time

since they are averages in the tank. In the region z < z(t) all concentrations are zero, whereas the
outlet concentrations are C,(t) = C(t) and C,(t) = C(t) (if Qe(t) > 0) (analogously for S).
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2.3. Model equations on a fixed domain. To solve the model equations (2.5)—(2.6) without
complicated formulas for the outlet concentrations, we transform the time-varying interval [Z(¢), B]

to the fixed domain [0, 1] for all ¢ > 0 by introducing the space variable, for all z € R,
z—Z(t) _ _
E=tlet)= 52 & 2= (BoEHO)K+E0) (2.7

where it is assumed that B — z(t) > B, > 0 for all t > 0 for some constant B.. We define the
unknowns of the model in the new variable £ by X (£(z,t),t) := X (z,t) (analogously for the rest of
the unknowns and space dependent functions). The partial derivatives are

D= () = al6n), 0= = (1)

B — %(t) z(t)

Clearly, the sign of « depends uniquely on the slope z’ and therefore on ¢, while 5(t) > 0 for all
t > 0. Then the time and space partial derivatives are transformed as

hX = 0 X0 + X = (&, )0 X + X, 0.X = 0:X0.£ = B(1)9e X = 0 (B(t)X).
It will be convenient to rewrite the term
a(6,)0:X = 0 (al&,8) %) — dea(€, )X = de(ale, HX) — BHF ()X
(anticipating the transformation of 9;C in (2.5) etc.). The characteristic function becomes
V(2 1) = Xgz(t) <2< (2) = X{o<g<13(§) =2 7(§).
The delta symbol in (2.5) is formally transformed via the Heaviside function H as
H(z—z(t)) = H(E(B - 2(1)) = H(E),
5= — 2(1)) = H' (= — 2(0)) = H'(€) = H'(€)A(t) = S(©)A(2).

The bulk velocity becomes q(z,t) = qu(t)X {25211 (2) = qu(t)H (€). Equations (2.5) can be written
in the new variable ¢ as the system

0:C + 9 (Vo (X, 0:X, £,1)C) = B(1)Z'(1)C + 8(£)B(1)ar (1) Cr +1(§)Re(C, S)

88+ 0 (Vs(X,0:X,6,0)8) = B (S + SOFOa()S: + 1(ORS(C.8), )
where we directly have removed the tilde above C, S, X, v, H, and 4, and
Vo (X, 0:X,6,t) = G(&,t) +7(£)B(t) (vus(X) — ()0 D(X))
Ps(X,06X,6.0) = d(€.) —(©)p(0 L PUAPE)
where G(€,t) == a(&,t) + B(t)qu(t)H(€) (temporary definition),
F(X) = vns(X) X, (2.9)

and

X
D(X) ::/ a(s)ds, where a(s) = sd(s).

Clearly, the governing equations (2.8) can be expressed in the form (1.1) if we define

f(X)
px — X’

UC(Xa éa t) = q~(€a t) + 7(§)B(t)UhS(X)7 US(X7 57 t) = (j(gv t) - 7(5)6(”
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Equations (2.8) hold for £ € R when t € T} if it is assumed that all concentrations are zero above
the surface £ < 0. In particular, for the underflow zone z > B < £ > 1, the equations are

0C + (a(&t) + B(t)qu(t):C = BZ ()T,  0:S + (al&,t) + B(t)qu(t))9eS = B(1)Z (t)S.

To ensure that fluxes have correct units across the surface during extraction (¢ € Ti), we also
need to transform the extraction pipe. The pipe is originally modelled by the upwards-pointing
x-axis with bulk flow upwards ¢.(t) and coupled to the z-axis by —x = z — z(¢). Consequently, the
transformation for the extraction pipe is

—X

(1) = B—z0) (2.10)

and Cipe(z,t) = C(&(x,t),t). Then we get
0iCripe = —0:CEZ' (1) B(t) + 0,C = —(9:(¢C) — C)Z' (1) B(t) + 0,C,  0:Cpipe = —0CH(t).
Equations (2.6) are transformed to (we immediately remove the tildes)

OC — 9 (B()(EZ'(t) + ¢e(t))C) = —Z'(1)B(1)C,
08 — O (B(t)(€Z'(t) + ¢e(1))S) = —Z'(1)B()S, € <0.

(In comparison to (2.8), there is a minus sign on the right-hand side here.) With the bulk velocity
redefined as

0 if £ <0 and ¢o(t) =0,
q(&t) = { =BO)EZ (1) + ¢e(t) = —BE)(E(qu(t) + ¢e(t)) + ge(t)) i € <0 and ge(t) > 0,
a(§,t) + B(t)qu(t) = B(E)(EZ'(t) + qu(t) — Z'(1)) if £ >0,

we thus get the governing equations

atC + 8{ (ﬁC(X7 a§X> 67 t)C) = Sgn(g)zl(t)ﬁ(t)c + 5(5)5(t)Qf(t)Cf + ’Y(‘S)RC(Ca S))
for £ € R and t € T,. These equations hold for all ¢ > 0 if we for ¢ € Tt define all concentrations in

€ < 0 to be zero; then the system is reduced to (2.8). The salient point of these transformations is
that the outlet concentrations are now simply defined by

)

(2.11)

C.(t)=C(07,1), Su(t)=S80",t) ifteT,

Cu(t) = C(1+7t)7 Su(t) = S(1+,t) if t € T and Qu(t) > 0. (2‘12)

For other times the outlet concentrations are defined to be zero.

During periods of mixing and ¢ € Tt, the following ODEs for time-dependent concentrations C(t)
and S(t) are obtained by averaging Equations (2.8), i.e., integrating over the interval [07, 1) when
the convective and diffusive terms are zero:

C'(t) = B(1)Z' (t)C + B(t)as(t)Ci(t) + Rc(C, S),
S'(t) = B(t)Z' (t)S + B(t)qe(t)St(t) + Rs(C, S).
(

(2.13)
)
The same ODEs are indeed obtained for ¢ € T, (then C¢(t) = S¢(t) = 0).
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2.4. Model equations with percentages. The restrictive part of the explicit CFL condition of
an explicit scheme is due to the second-order derivative term containing the function D(X), which
depends only on the scalar variable X. The governing model will be rewritten so that the convective
and diffusive terms are clearly seen. Furthermore, to establish boundedness on the total particulate
concentration, 0 < X < X, we will rewrite the model in terms of percentages p; see (2.2). We
define the flux and reaction term of the total solids concentration X by

kc
F(E,X) =&)X +7(§)BMF(X),  R(C,S)=cY RH(C.S).
k=1

Then we can write

Q€. t)px — F(& 1, X) +7(£)B(t)*)D(X)
px — X '

f}C’AX = F(£¢ta X) - 7(£)B(t)28§D(X)7 95 =

By first multiplying the first equation of (2.11) by ¢ and adding the vector components correspond-
ing to (2.2), one obtains the scalar equation

X + 0 F (&1, X) = 0¢(v()B(t)*0:D(X))
+ B(t)sgn(&) 7 (6)X + B(1)6()ar(t) Xt +v(€)R(pX/c, S)

for X. The concentrations C = pX/c and S are given by the system (2.11), which we now can
rewrite with the unknowns X, p and S:

O (pX) + Oc(F(&,t, X)p) = 0 (py(§)B(£)*9D(X)) + B(¢) sgn(§)Z (t)pX
+ B(t)d(&)ar(t)ps Xt + v(§)cRc(pX/c, S), (2.15)
018 + 0e(VsS) = A1) sgn(€)7 (1) + B0 )ar(1)Ss + () Rs(pX/c, S).  (2.16)
Not all equations in (2.15) need to be solved; one may solve only the first ko — 1 ones and set
pc) =1 — (p( 4 ... 4 plke=1)). The output concentrations for p and X are defined as in (2.12).
The mixing ODEs (2.13) are converted analogously:
X'(t) = B()Z'(H)X + B(t)gr(t) X:(t) + R(pX/c, S),

(pX)'(t) = B(t)Z' (t)pX + B(t)ar(t)p(t) X1 (t) + cRc(pX/c, S), (2.17)

S'(t) = B(t)Z'(1)S + B(t)ar(t)Sk(t) + Rs(pX/c, S).

(2.14)

3. EXPLICIT NUMERICAL SCHEME

3.1. Discretization in space and time. To discretize the PDE system (2.14)—(2.16), we define
Ag == 1/(N+1/2) for an integer N, §; = jAE, and let cell j be the interval I; = [§;_1/2,;41/2]; see
Figure 4. Thus, the feed inlet is located in the middle of Iy, which makes the numerical fluxes at the
cell boundaries easy to define. The bottom of the tank is located at { = {n11/2 = (N +1/2)A¢ = 1.
Given a total simulation time 7" and the total number of discrete time points Np, we define the
time step 7 := T'/Np, which is supposed to satisfy a suitable CFL condition, and the discrete time
points t", n =0,1,..., Ny. The total particulate concentration is denoted by J” ~ X(&,t"), and
analogous notation is used for other concentrations. The underflow concentration is captured by
an additional cell j = N 4 1 below the tank. The extraction concentrations can be obtained in
an analogous way in an additional cell 7_;. For both the explicit and implicit schemes the outlet

'

concentrations are defined by p, = p”; and p, = pR,;, and similarly for X and S.
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18-3/2
extraction | 1-1
i +6-1/2
feed inlet +-Hfo—-6
18172
I,
1+83/2
| |
[
| . |
| |
+&N—3/2
In_1
+&N-1/2
In
1 +EN+1/2
underflow [In41
+EN13/2
¢

FIGURE 4. Schematic of the division of the computational domain into cells.

3.2. Explicit scheme. For ease of notation, we introduce a™ = max{0,a}, a~ = min{0, a}, the
upwind and the divergence operators by

Upw(a; b, ¢) = max{a,0}b + min{a,0}c = a’b+a"c, for a,b,c € R,
[A‘I’]? = ‘I’?H/z - ‘I’?—uz-
We define the Kronecker delta and the characteristic function for the mixture in the tank by
o= [Lagac= {120 o [ Ha2e
i ) 2 :
The term sgn(&)S(¢)Z'(t) X (&,t) in (2.14) is approximated by the average

1 [&y2
Ag

0 it ¢ > 0,

2B ()X = 36" (al — af)XG  if g2 =0,

for j = 0, where we recall that X (&,t) = 0 for & < 0 if g.(t) = 0, and analogously for S instead
of X. For the numerical update formulas, we define

sgn(§)B"(2)" X (¢,) d§ = {

§_1/2

1—7p"Z)"=1—78"(¢l +¢) if j <0 and ¢ >0,

n 1 ifj<0andqg:00rj:0andqg>0’

T 158 g it " (3.1)
1— 38"y —qf) if 7 =0 and ¢" =0,
1+78"(2)" if § >0,

Finally, we define

0 if j=-2,—1and q} =0,
6?4_1/2 = (j(gj-l—l/%tn) = _/Bn(‘gj-i-l/Q(qg + qg) + qg) ifj =—2,—1 and q«? >0,
a?+1/2—|—ﬁ"q17} ifj=0,...,N+1.

An explicit approximation of the system (2.14)—(2.16) is now obtained by following ideas from
[3,12]. We assume that the function f defined by (2.9) has a unique maximum at X* € (0, X).
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The Engquist-Osher numerical flux [22]

i Xt
8;‘+1/2 = Yj41/2 <f(0) + /0 maX{O, f’(s)} ds + /0 min{O, f’(s)} ds) (3.2)

is used, which for a unimodal flux function f is

F(xp) it X7, X7, < X
fX7) if X7, < Xt < X7,
€172 (X7 X41) = V12 . . ) i X< Xt < XP
J+1/2( J j+1) Jj+1/ —f(X )+ f(X] ) +f(Xj+1) if Xj < X* < Xj+17
f(XJ”H) if X" < X7 X7
The diffusive term and the other fluxes are discretized by
j+1/2'_'7j+1/2T£( (X}q) —D(X})), j=-2,....,N+1, (3.3)
B} o = Upw(q}1q 05 X' Xi), (3.4)
Fivaje =Bl +B"EN )
0 if j=-2,—-1 and ¢7 =0,
=B (&j41/2(a0 + @) + @) XTiq if j =—2,—1 and 7 >0, 35)
Upw(a?+1/2—i—ﬁ"q&X?,Xgﬂl)—i—ﬂ”Sﬁ_l/Z 1f]:077N_17
(o + B X itj=NN+1,
e = Five = T (3.6)

We have ay1/2 = 0, and when g, > 0, we assume that A is sufficiently small, so that all fluxes at
the top £ = £_1 /5 and bottom {x1/7 are directed out of the tank, which means that no boundary

values are needed. The numerical fluxes are then defined, for j = —2,..., N + 1, by
<I)$J+1/2 = Upw(¢?+1/2;p;?,p?+1)7 (3.7)
Sn Sm
DY . = Upw (pX(’j’.1 — " R ks >
S,j+1/2 j+1/2 Jj+1/2 X — X;‘ px _X;@H

With an Euler time step, A == 7/A, and pu = 7/A&?, we can formulate the explicit scheme as
follows. For the boundary layers j = —1 and j = N 4+ 1, we set

X" =0, p'tt=0, S"'=0 ifg’ =0, (3.8)
XEh =0, pi =0, Syh=0 =0
Otherwise, we have for j = —1,..., N + 1,
X = kI XT = NAF]} + AATN + A6j08"af Xi + 7 R(p} X}/, ST), (3.10)
PITIXIT = KPpI X — MA®D)T + ASj 08" qP PP X] + Ty;cRe (P} X] /e, ST, (3.11)
SIH = K} ST — MA®s]] + A608"af ST + 7 Rs(P) X[ /c, ST). (3.12)

Scheme (3.10) is solved first, then the others. If X;-”rl =0, then the value of p}”l is irrelevant,
and can be set to p;.”rl = pj. For the cells outside the tank, the scheme for X is reduced to the

following. If ¢! = 0, then (3.8) handles j = —1; otherwise, we define ¢, := ql} + ¢¢' and utilize
Xﬁrl = (1 - Tﬁnqgut)Xﬁl + Aﬁn((g—l/quut +40) Xy — (§-3/2G0ut + qg)XE1)> (3.13)
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On the other hand, if ¢} = 0, then (3.9) is in effect for j = N + 1; otherwise,

Xty = A+ 78"0u) XRyr = A((aysyn + B"a0) XK yy — B qi XR)- (3.14)

Similar update formulas hold for p and S. The resulting approximate concentrations are trans-
formed back to the original z- and z-coordinates via (2.7) and (2.10), respectively.

3.3. Numerics during mixing. Suppose a (PDE or numerical) solution X (¢, Tp) (or p*) (€, Tp)
or S®)(¢,Ty)) is known at t = Ty = t,, when a period of complete mixing starts. The initial
concentrations for the ODEs (2.17) are defined as the averages (analogously for p*) and S(*))

X(Typ) : /XgTO d§~A§< 0’ + X710 + .+X}¢0>.

The ODE system (2.17) can then approximately be integrated in time with an Euler step. If an
ODE mixing period ends at ¢t = t" with the values X (¢"), and the PDE model is to be simulated
thereafter, then the value of each component k is allocated to all cells in the tank; X7 = X (¢"),
j=0,...,N.

3.4. CFL condition. We denote the solution variables by U = (X,pT,ST)T and define the
constants

1 OR
Mp = — —
If1l = H;(agXU( ), R= - 12‘%% ‘30(1@ ’
C
Myp = max {qu(t) + ge(t), ar(0)},  Myz = max (max{ge(t), ¢e(t)} +20u(t))
1
— B—iBC’ Cl —C( q2+||f H)

Cy = (2||al|, = sup Y |<7 c,s), ¢e{C,S).
UeQ,
1<k<kg leI’

The time step 7 and the spatial mesh width A& should satisfy the CFL condition

T<CMq1 + max{Mpg, Mc, Ms} + 25 maX{Cl + Zﬁ pxl—X ((p i?) }) <1.
(CFL)

3.5. Monotonicity and invariant region property. In what follows, we demonstrate that the
solution variables U = (X, pT, ST)T produced by the explicit numerical scheme stays in the set

Q:: {UER1+kC+k50§X§X7 p207 p(1)++p(k0):17 SZO}

provided that this property holds for the initial values. Our proofs rely on the following lemma,
which follows directly from the definition (3.2).

Lemma 3.1. Assume that 0 < X; < X for all j. Then the Engquist-Osher flux Eip12 =
Ejr172(Xj, Xj41) applied on the unimodal function 0 < f € C! satisfies

O0[AE];
0X;

Eiv1/o Eiv1)o
<AL 2 <, 2 <1

0&;

j+1/2 +1/2

s G <0< B <y, iy, S
J Jjt+1

X - 8Xj
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Lemma 3.2. IfU7} € Q for all j, then the following estimates hold for j = —1,..., N +1:

K >1— (Tt Mg, 3.15
9 q
|07 41/2] < Cmax{qf’, q¢'} + 2q7) < (Mo, (3.16)
:—j?’jl/ng ifk=j—1,
OXy =0, <0, ifk=j+1, '
= otherwise,
0 < Mgp ifk=j,
R(p"X"/c, S 3.18
an (p] ]/C J) {:0 lf]{#], ( )
n,+ n,— / CQHQH n
max {(I)j+1/27 _(I)jfl/Z} S C(Mq2 + Hf H) + T§ X] (319)

Proof. By the definition of the transformation of variables,
—qr(t) < Z(t) < qu(®) + ¢e(t),  —Clau(t) +¢(?) < al§,t) < Car(t),  0<B(t) <.
These inclusions directly imply (3.15) since
Ky > 1 —7¢max{qy + g, qf'} > 1—7(Mg.

To prove (3.16) we observe that when ¢ = 0, then 521/2 = (7_‘3/2 = 0, and when ¢ > 0 and
j = _]-a _27

T1pp = —B"(&rpela +ad) + @) > —Cae'- (3.20)

For j =0,...,N, (we recall that if ¢f* > 0, then ¢! = 0 and vice versa
J f e

- n . ny )< Qg +an)  if gl =0,
Qjv1/2 = o+ By = B" (=" (1= &) + ) {> *Ciqn Fqr) ifgr >0 (3.21)
— u € [¢] Y
and for j = N 41,
~n 2, TLA + Ill n n n n
qN+3/2 - w < C(qoutAé~ + Qu) < C((l + Af)qu + Ge ) (322)

From (3.20) to (3.22) we now deduce (3.16). Next, computing the difference of the flux

~N,+ n,— n

Biiie = @10 0% + 435 X

and differentiating this expression with respect to X' we obtain

o189 (@7 X+ G X0 — @ X — 0T XD
an aX]? j+1/2°%7 j+1/24j+1 j—1/2j—1 Jj—1/2°%3
P 7+ . .
_q;":,l/QSO lfk—]—l,
~N ~Nn,— . .
@ s — 4 < A+ Agy + max{qy, g }) < (Mg if k= j,
~T,— . .
qu/QSO iftk=j5+1,

0 otherwise.
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This proves (3.17). For the reaction term, the cases k # j are trivial. Assuming that £ = j and
differentiating we obtain

ke

0 1 1 (i) OR e (i)
R(p" X" "M = Z|(pMT Z A by e —
‘ o, i X5/ 57)| = L |(p)) VoR] < C;p] SO MR;pJ Mg,
1= 7 1=

which implies (3.18). Finally, (3.19) follows from

7+ + ot 7+ (/6”)2
CI>§b+1/2 = ( ;'L+1/2 + 6" yﬂ+1/2 o ﬂrl/2) < q;l+1/2XJn + CHf/HXJn +7j+1/2T£D(XJn)

< <c<Mq2 P + <2‘ﬂ'>xy,

n\2

n,— n nen n - ~, n n (6 )
=Py = —(B1jo + B"E 1y = T pa) < qjj/2Xj + NG + 512

TéD(X”)

J

< (et + 171 + Sl x
Lemma 3.3. IfU} € ) for all j and (CFL) is in effect, then 0 < X;LH <1 for all j.
Proof. We write the update formula (3.10) for j = —1,..., N + 1 as
XJT'ZH = My (X1, X7, X74a)
and we shall show that H% is a monotone function in each of its variables. We recall that
MNATL} = p(B") (3112 (DX = DIXFT) = 95-12(DXTTH = DXFH))),

a = D', and we differentiate to obtain, by means of (CFL) and Lemmas 3.1 and 3.2,

n+1 n n n
ox;t _Aa[AB]j - Amamg]j . Aa[AJ]j
oXI | oXI | oxr, T oXr,
~n nag‘_l 2 n n
= M+ M i+ ) i pa(G) 20
oxn+1 o[AB)? olagr  alATr 9
J S J n J J Y n
) R R TR CRI. o  RER
> 1—7CMg — MMy — || f']| = p¢?2|al| = MR >0,
n+1 n n
ox;+ _Aa[AB]j - ABna[Ag]j e wnang 2
0X 74 0XJ1y OX7y I+1/2 OXiy

The proved monotonicity of H’ and the assumptions (2.3) imply that, for j # 0,

0=H5%(0,0,0) < X = HY (X[, X', X y) < HR (X, X, X)
= 15X = M1z = GGor2)X
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X (1= 78Ry — AB™M(— (61200 + q2) + (€320 + ¢2)))
= X (1= 78"Gu = A" (G e — 35 0u)) = X if j = —1 and g >0,
=<¢ X it j=—1and q =0,
X(1+ (2"
A (—(Z) (L = &jp1)0) + (Z)"(1 = &oap2))) = X if j > 1.

For j = 0 we have, since a({;/2,t) = —Z'()(1 — A{/2)B(t), and assuming Xj' < X,
0 < AB"XPq = H%(0,0,0) < Xg*1 = HY (X", X¢, X)) < HY (X, X, X)

KBX = Aoy + Bl + Br(—5E qZ}ut +q))X
= X (1= 78" gl — A (1 = 558" + B"a + B (=5 aln + @)
=X({1—-70"qy) < X if ¢ >0,

= (1= 58"qbu) X = A(— (g —af) (1 = 58" + 5"q)) X + AB"XPqf
= X A(= (@ — B+ B) X + ATXEG

(=X - "X - XP)gp < X if g = 0.
]
Lemma 3.4. IfU} € ) for all j and (CFL) holds, then
pg.k)’nﬂ >0 forallk=1,...,kc and all j. (3.23)
Proof. If X;LH = 0, we define
pI = p I e 0,1] forallk=1,... ke (3.24)
If X;-LH > 0, we have for each k € {1,...,kc}
(k)n+1ynt+1 _  n, (k),nyn n,+ (k),n (k).n n,+ (k) n,— (k)
py X = wip X - /\(q’gﬂ/ng + 5Pt — 2Pt — 25 )
n _n k n n
+ A8 g p X +77ch§-) (pj Xj'/c,S7)
M yn C a n
> (1 - chqop;’“) Xj -2 (ot + 1) + L) g
+7c Z O' P X}/ S”) (k).n "X7/e
lelg,
27 ¢?llall (k)n
> M Mo M SO XT > 0.
> (1 ctrat) - 3¢ <<< 17+ ) 4 rato ) x>
This implies (3.23). O
Lemma 3.5. IfU} € ) for all j and (CFL) holds, then
pmH kel — 1 for all (3.25)

Proof. If X;.H'l =0, then by (3.24),

(1),n+1 b +p(kc),n+1 _ p(l),n

(kc)m
J J J +oot P =1
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so let us assume that X]”“ > 0. We sum up all equations in (3.11) and utilize that

p§1)7n 4+ ... +p§k07n) =1

along with
ke ke
Z Z Upw( pJ+1/2’p§k)7n’p§+)1 )~ Upw(@iﬁ’flﬂ,pg.k)’n,pg.i)i”))
k=1 kk
- Z ;L+_:/2p] - (I)]+1/2p§li)in — o) t/ng - ‘1’?’:1/21?5@’“)
- q)n+41/2 + (I)J+1/2 (I)?:m - (I)?flm = [A®]}.

Then the sum of the equations in (3.11) is
ko
n k),n+1 nyn n n n yn n
XS P = X NAB)T + M08 g X ] + T R(PIXT e, ST (3.26)
k

The right-hand side is identical to that of (3.10). Hence, subtracting (3.26) from (3.10) we get

n ,n kc),n
Xj+l(]- _ (p§1) +1 +...+p§. c) +1)) —0,
which proves the desired result (3.25). O

Lemma 3.6. IfU} € ) for all j and (CFL) holds, then

S >0 forallk=1,...,ks and all j.

Proof. From the update formula for a component SJ(-k)’n of S we get
(k),n+1 (k) st s
ST = gBGT _ A —L—(ox @ 1 — Py )T+ ——(0x @y — By 0)
] 395 (px —X7 (PX 412 r12) px — X7 (Px 41/ T2)
S(k),n S(k),n
Jj—1 + J ~n n —
_ _ T3 . _ "
px —X]”, (PXCIJ 1/2 — J 1/2) px —XJTL (PXQJ_UQ J_l/g) )
+ X008 RS + Ty RES (I XT e, 8
o ASTT
> (1—=7CMq) S — ﬁ((quy+1/2 — @) = (X1 e — Py p0)7)
+7 Z a(kl P X}/, S”) gkn
lelg,
27¢ ( : N <||a||X> ) (B
>(1—-7(Myy — ———— + X)M + X + +7Mc ) S > 0.
(1= rta = e (oo + 0 11 + S ) v )

0
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4. A SEMI-IMPLICIT SCHEME

4.1. Semi-implicit scheme for the update of X. To obtain a semi-implicit scheme, we write
out several terms in (3.10)—(3.12) and evaluate those containing the coefficient p = 7/A&? at
time t,41. Then (3.10) becomes

X = kIXT - AAF]}
+ (8" 1 (ar2(DXFH) = DIXFT) = vj212(D(XFT) = D(XFH))) (4.1)
+ Adj08"qf X¢* + 7y R(P} X' /e, ST)

For j = —1 and j = N + 1, many terms are zero and this formula is in fact explicit; see (3.13) and
(3.14). For j =0,..., N, one has to solve a system of (N + 1) x (N + 1) nonlinear equations. For
the further analysis, it is is useful to rewrite (3.10) as a two-step implicit-explicit scheme:

(1) Given X} for j=—1,...,N +1, calculate X]T-LH from
ij = k] X] — NAF]} + X508 ai XP + Ty R(P} X} /e, ST), j=-1,...,N+1. (4.2)
(2) Let

XM =X X = X (4.3)
and compute X"*! = (X[’)"H, e X}\Z,'H)T by solving the nonlinear system of equations
DXy L
D(Xn+1) 1 -1 2 —1
Xn+1 + (ﬁn)QMT .1 — XTH_ , T = (4.4)
i -1 2 -1
1
DX G
where X" = (X0 X
In what follows, we assume that the CFL condition for the semi-implicit scheme
2 C1 X
T(CMql + max{Mpg, Mc, Mg} + NG maX{Cl, W}) <1 (CFL-SI)
5 PX — X

is in effect. Notice that (CFL-SI) arises from (CFL) from the fact that a = 0 and hence Cy = 0,
and therefore stipulates a bound on 7/A¢, but not on 7/A&2.

To ensure that the system (4.4) has a unique solution at all, we follow a strategy similar to
that of [J]: we first assume that (4.4) has a solution and show that the scheme is monotone and
satisfies an invariant region property. We then invoke a topological degree argument to show that
(4.4) indeed has a solution, and show that it depends Lipschitz continuously on the solution at the
previous time step. As a consequence, the whole scheme (4.2)—(4.4) is well defined.

Lemma 4.1. Assume that 7 and A satisfy (CFL-SI). Then the scheme (4.2)—(4.4) is monotone,
i.e. there exist functions IC?, j=-1,...,N+1, such that

X = K3 (X7, XG0, X7 X Xy t"), G=—1,...,N+1,
that are monotone in each X -argument.

Proof. By repeating the monotonicity part of the proof of Lemma 3.3 we see that under the condi-
tion (CFL-SI), the scheme (4.2) is monotone, i.e., i.e., OX;‘H/(?X,? >0forall -1 <j,k<N+1,
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so by (4.3) the statement immediately holds for j = —1 and j = N + 1. In what follows, we define
for a vector X = (Xo,..., Xy)?T the Jacobian matrix of the left-hand side of (4.4), namely

J(X) = Iny1 + (8")°uT diag(a(Xo), .. ., a(Xx)). (4.5)
We wish to show that

ox;H
8X" >0 foralll <k,j<n.
To this end we introduce for k£ =0, ..., N the vectors
oxmt _axgtt aXgt\' X" _ (oXy  OXg\'
oxy oxp T oXp TooXp oxXp T oXy

Assume that for given X", the vector X" is a solution to (4.1). Then

ox"*t  oX"

Xt = k=0,...,N.
‘7( ) 8X’? aX’? ) ) )

We already know that GXH/GXIZL > 0. On the other hand, for any X, the matrix (J(X))T is a
strictly diagonally dominant L-matrix and therefore an M-matrix; in particular, (J(X))" has a
non-negative inverse, and therefore also (J(X))~! is non-negative, hence

Xt _10X"
— = (J(X"))" —=— >0, k=0,...,N.
oxp ) ox;
O
Lemma 4.2. IfU} € Q) for all j and (CFL-SI) is in effect, then
0< XM <X forallj=-1,...,N+1. (4.6)

Proof. Repeating the second part of the proof of Lemma 3.3 under the assumption a = 0 we see
that under the condition (CFL-SI),

0< XM <X forall j=-1,...,N+1 (4.7)
This directly proves (4.6) for j = —1 and j = N + 1. Furthermore, we define
D(X? D X Xr,o =X if X% X
n e {( (Xj) = PG/ = X7) S XR A X7

0 otherwise,

= ntl
and write the nonlinear scheme (4.4) as M (X"H) X"+ = X", where the entries (mij)o<ij<N

of the tridiagonal matrix M = M (X"™*1) are given by
mjj-1 = —(B") pwit =1, N,

— +1 +1 .
mjj =1+ (") (@it +altl,), G=1,...,N -1,
mgi = —(8") ul e 5= 0,0 N =1

moo = 1 + (ﬁ")zuw?/'gl, myny =1+ (8") uw?ﬁllﬁ
Since @1, > 0 for all j, M is a strictly diagonally domlnant L-matrix and therefore an M-matrix,

+1/
that is j\/I it S exists and M~ > 0, i.e., if we write M~ = (Mjk)o<jk<n, then mj, > 0. Since

X =m0 Xg T+ mga X7+ my v X (4.8)
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this property implies that X}”l > 0. On the other hand, since

N N
”—Z|mjk.|21 and ijkzl forall j =0,...,N,

k=0 k=0
k#j

we have M1 =1 with 1:= (1,...,1)T, hence M 11 =1, that is mjo +mj1 + - +ij—1 In
view of the upper bound in (4. 7) we then deduce from (4. 8) that X”+1 <Xforj=0,...,N. O

In what follows, we define X = (X_1, X0, X1,..., Xn, Xn41)T € RVF3, The following lemma
and its proof closely follow [9, Lemma 3.3, part (a)].

Lemma 4.3. Assume that the condition (CFL-SI) is in effect and that X™ € [0, X]N+3. Then the
scheme (4.1), or equivalently, (4.2)—(4.4), admits a solution X"1 € [0, X]V+3.

Proof. The existence of X" follows by adopting an argument used in [24] to prove the existence
of a solution of implicit schemes for hyperbolic equations based on topological degree theory [19].
To this end, let us write the scheme in the form

xn g ) = 20 . (4.9)

™) RVT3 — RVH3 is a continuous function defined by (4.2), and E(-, ") : RN*3 —
RN*3 is another continuous function defined in an obvious way by (4.3), (4.4). By Lemma 4.2, if
X" satisfies (4.9), then X" € [0, X]V+3. On the other hand we know (and have used that) if
a = 0 and hence D = 0, then the explicit scheme for the hyperbolic case

ant = 2 ), (4.10)

which corresponds just to the scheme (4.2), satisfies the same bound, i.e., x (x",t") € o, X}N+3.
Consequently, if Br € RV*3 is a ball with center 0 and sufficiently large radius R, then (4.9) has no
solution on the boundary of Bg, and one. can define the topological degree of the mapping Id — £ as-

sociated with the set By and the point X" (X” t), that is, deg(Id — €, Bg, X" " (~X"it" Fur-

thermore, if a € [0, 1], then the same argument allows us to define deg(Id — o€, B, X (X” t")).
The property of invariance of degree under continuous transformations then asserts that the latter
quantity does not depend on «, hence

deg(Id — &€, B, X" (&, ")) = deg(Id, Bg, " (&7, 17)) =1,

where the equality for & = 0 holds since we can solve the scheme (4.10) in a unique way. This
proves that (4.9) has a solution in Bpg, where we already have proved that the solution belongs
to [0, X]V+3. 0

Lemma 4.4. Assume that the condition (CFL-SI) is in effect and that X™, Y™ € [0, X]N*3, and
that X" and Y"1 are both computed by scheme (4.1), or equivalently, (4.2)—~(4.4). Then there
exists a constant C' > 0 such that

[l =Y < (1 4+ CAY X" = Y. (4.11)

This means that the solution of (4.2)—(4.4) depends Lipschitz continuously on X™, and in particular,
setting X™ = Y", we obtain uniqueness.

Proof. We define 97} := Y* — X7 for j = —1,..., N + 1 and the quantities
. {u(ﬁ”)2<D<Yj”“) ~ D(XPHY) 9t >0 it 9L £ 0,
0

otherwise,

~n+1
(1
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Furthermore, we let &£;1/o(X"™) and &;11,2(Y") be the Engquist-Osher numerical fluxes (3.2)
applied to X™ and Y, and similarly for B”

12 and ]-']’.1+1/2. Clearly,
Fip1o(Y") = Fiipy o (X7)
= B;L+1/2(Yn) - B;L+1/2(Xn) + 571( ;‘1+1/2(Yn) - g;L+1/2(Xn))

~n n n mn Y? N+ Yﬂd N\ —
= Upw(qj+1/2;19j,19j+1) + Vj+1/2 / (f)"(s)ds +/ (f)"(s)ds
Xr b
= Niv1/2Y] = Viv12¥i1

where we define
1
77?+1/2 = (q~§b+1/2)+ + Vj+1/2/0 (f,)+(XJn + U(Y}‘n B X]ﬂ)) do >0,

1
Vit1jg = — ((61'?+1/2)‘ + 7j+1/2/0 (f/)_(Xjn—i-l +o(Yii — X;'L+1)) dU) >0,
hence

“AMAFY))} - [AF(X)]}) = _>‘(77;L+1/2 + V?—1/2)19;'L + ANy o051+ AV 00T
With this in mind, we obtain from (4.1) and the corresponding scheme for Y/
9" = (k" — A2y o+ Vﬁ3/2))19’11 + Ay 50,
(140505 = (k5 = Al jg + 71 2)) 8 + A 0T + A" g0y + 07 9!

+10(R(PYS' /e, S§) — R(pE XG /¢, Sp)).
(1 + 29;?+1)19?+1 — (,{;‘ — )\(77?+1/2 + 1/;7_1/2))19? + )\V?+1/219?+1 + )\17?_1/219?_1
+OT 000 (4.12)
+ 7 (R(p;-‘Yj"/c, S%) — R(pj Xj'/c, S?)), j=1,....,N -1,
(1 + gnN+1)19R]+1 = (“Tﬁf - )‘("7]1(7+1/2 + Vj%fl/2))197]i/ + >‘V17\L/+1/2197]§/+1 + >‘77]7\Lf71/21911§/71
+ ORI + Ty (R(PR YR e, SK) — R(PR XN /e, SK)),
ﬁn+1

N1 = (N1 = A0Nage + Vivar2)) 9N + Ay o 9%
Finally, we define

1
o= /0 0.R((03/e) (X} + 0¥}~ X})).8}) do, j=0.....N.
such that

v (R(P}Y] /e, 83) — R(py X} /e, 87)) = ;0790 j=0,...,N.
Consquently, we may write (4.12) as
ﬁn+1
-1

= (K2 = A + v 59)) 01 + A 008,

(146510t = (kf — ANy + V™ j) + 7900008 + A0t + An" 0™y + 07 9T,
(1+ 29?+1)19?+1 - ("9? = Ajha2 T Viay0) F T’YjP?)ﬁ? + A a0

M+ O ot =1, N1

(kv — AN y1/2 T VN—1/2) + TINPN) IR + NIy —1/20N -1

)

(L4 ooyt =
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+ AR N O LN,
I = (KR — ATy 4a2 + Vivay2)) O + Ay o0
Since by (CFL-SI), all coefficients in these equations are nonnegative, we get
[0 < (2 = A" PR o)) | AT P VAR A1
(146571 05+ < (kg — A( (7)o +v 1/2) + 005 95| + AV 0T+ AnZy o024 +
(14207 D) [O7 ] < (57 = M0y jo + Virye) + 705 |95 | + W +1/2|19]+1‘
+ A}y g |0} 1\+j+1 T j=1,...,N—1,
(L+ 03 )[R < (kR — A( (N2 T VN—12) + T’YNPN)WN’ + )‘77N 12|91
+ )‘VN+1/2‘19N+1‘ + O [0,

[N S (KR = ARas o + Vi) (984 | + MR o [0 -
Summing over these inqualities, cancelling terms, rewriting the result again in terms of {Yj”}
and {X7'}, and taking into account that v, 2 2 0 and 7y, 5 /2 We obtain the inequality
N+1 N+1

DIV =X = 3 (5 ) [V - X
j=1 =1

= A oY = X[ = ARy g0 Y1 — XN

N+1
<3 (+enpp - xp)
j=—1
that is, (4.11), where we take into account that 7 <1+ C7 with a suitable constant C' > 0 (see
(3.1)) and that the quantities p7 are uniformly bounded. O

System (4.4) can be written as (X" 1) = 0, where ¢ is a nonlinear vector function defined by
the left-hand side of (4.4) and J, € ROVFDX(V+1) is its associated Jacobian matrix.

4.2. Numerical solution of the nonlinear system. The Newton-Raphson method applied to
(4.4) reads

T () (w1 —ylfy = @), k=0,1,..., (4.13)
with the Jacobian matrix J,(u) given by (4.5) (recall that a = D’). The iteration starts with the
initial vector ul? := X" and evolves formally according to (4.13) until the termination criterion

Hu[k+1] — ulk]
]l
is reached, where ¢ > 0 is the tolerance and |-||; is the ¢;-norm. After convergence, we set

X"t = ok Since the matrix J,(u) is strictly diagonally dominant by columns for all w, it is
invertible and the iteration (4.13) is well defined.

ll1

<e€

4.3. Update of the percentage vector p?’ and the soluble concentrations S;. An inspection
of the proof of Lemma 3.4 reveals that although the update formula for the percentages (3.11) is
an explicit upwind scheme, it is still associated with a CFL condition that imposes a bound on
7/AE&? due to the presence of differences of D-values divided by A¢ in the convective flux, cf. (3.3),
(3.6) and (3.7). Consequently, to remove this shortcoming so that the whole semi-implicit scheme
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(and not just the update formula for X) is associated with a CFL bound on 7/A¢ only, we need
to resort to an implicit difference scheme.
We write out all terms in (3.11) and evaluate those containing p at the time t,1:

PTG = X AR e e e
+ Adj08" g pf X¥' + ey Re (] Xj' /e, S7),
where
CI);L—:LJ; =Flap jffll/z

For the cells outside the tank, this reduces to (3.8) if ¢¢ = 0 and j = —1; otherwise,

PT—LJ{IXTfl = (1= 78"qou) P21 X2 + )\ﬁn((g—l/quut +aq5)Po Xy — (5—3/2qgut + QQ)PLXg)a
1 1
pTJilthRf—:l = (L4 78" qou )PV 1 X N1 — /\((O‘nN+3/2 + 8" a)PR 1 XN — 5”‘1313%)(]7\?)7
where we recall that ¢} := g + ¢q7. Let us focus the cells j =0,..., N and put all the unknowns
in a matrix (cells in rows and solid components in columns):

(pB) (A8"qf PP X} + c3 R (X e, S7))"
pY ctRe(pt X /e, ST
o [T (pi X7 /e 1) |
(PR)* cTRe (PR X} /e, S{)*
M(®, X) = diag(X)
— _ _ i
(I)l/Z - (I)—1/2 <I>1/2 0 e 0
_(I);F/Q q);ar/2 o (1)1_/2
+
+A 0 =2 0
+ — —
: ©N71/2I¢N73/2 N @N71/2
L 0 T 0 _(I)Nfl/Q (I)N+1/2 - CI)Nfl/Z_
where for a vector X we define diag(X) = diag(Xo, ..., Xn). With & = (ko,...,sn)T, we get
the linear system
M (@™ X" Pl — diag(k") diag(X™) P + W™ = O™, (4.15)

In the case X7 = 0 the percentage vector p? ! is irrelevant and one can define p?“ = pj. Then
Equation (4.15) should be modified in the following way. Row j is removed in p"*!, p® and W",
and both row j and column j should be removed in the matrices M (®™" !, X"*1) diag(k™) and
diag(X™). Then, one verifies that M (@™ X"T1) is strictly diagonally dominant by columns,
and therefore invertible without any restrictions. Thus, the implicit scheme (4.15) is well defined.
Furthermore, M (®™" 1 X" )T is an M-matrix and hence has a non-negative inverse.

4.4. Monotonicity and invariant region property.
Lemma 4.5. IfU} € Q) for all j and (CFL-SI) holds, then
p" >0 forallk=1,...,kc and all j.
Proof. Since (M (®™"1, X" 1))~1 > 0, we estimate each entry of " = (©7,). By Lemma 3.2,

i
Bi= K"XER "+ AS"GFPEXT + e RE (PG XG e, SE)
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k), T k) — k),
> (1= 7CMp) Xgpg"" + 0+ 5 37 0P (phXE /e, S5)py " Xp e
lelg,

> (1—7¢Mg — mMc/2) pi" X5 > 0,
whereas for all the other j # 0,

0", = k" X" + e RE (pi X1 /e, 87) > (1 — 7¢Mg — TMe) pi)" X7 > 0.
]
Lemma 4.6. IfU} € ) for all j and (CFL-SI) holds, then
pDnF oy plkedntl gl (4.16)

J J

Proof. If X;LH = 0, then by definition,

p;l),n—l—l_'_.”_{_p('kc),n—%l :p§1),n+m+p§kc),n: 1,

so let us assume that X;‘H > (0. We sum up all equations in (4.14) and use the notation

pjn—&-l — p(1)7n+1 +_._+p§kzc),n+1

to obtain
n+lpn+l _  nyn
Xj Pj = ki X;

_ )\((I)n,n+1,+7)(k),n+l + q)n,n—l—l,—P(k),n-‘rl . (I)@,n—&—l,—&—,P(k),n-i-l . q)@,n+1,—7)(k),n+1)

j+1/2 g j+1/2 T+l j—1/2 71 j—1/2 j
+ )\(Sj’o,équX? + T’YjR(p?X;l/C, S?)
We subtract component j of Equation (4.2), let y;‘“ = P;‘H — 1 and obtain
+1 n+1 _ n,n+1,+ n+1 n,n+1,— n+4+1 n,n+1,+ n-+1 n,n+1,— n+1
X;'l y;lﬂ = _)\((I)j+1/2 3/? +(I>j+1/2 y;'l+1 _(I)jq/z 3/;'1—1 _(I)jfl/Q ;l )

Thus, with y?jfll = (yott, .. ,yz’fﬂ'l)T, we get M”’”“?J?Ill = 0, which implies y}?ﬁl =0,i.e. (4.16&

For Equation (2.16) we have
(ox@" = F" +T" N e oy ox@ = F+ TN
n+1 Sj + n+1 SJ’+1
px — X px — X

~n __ Tn n+1\+ -n __ Tn n+1y—
(pxq Fr+J") (Pxq Fr+J )j_l/g Sn-H)
J

n+l _ ngn
Sj —/ij]-—/\(

j_1/2 Sn+1 _
n+1 Jj—1 n+1
pPX — Xj,1 pPxX — Xj

+ Adj08" g SE + Ty Rs(p] Xj' /e, ST).

For j = —1, N + 1, this scheme is explicit and analogous to those above. For j = 0,..., N, we write
the formula in matrix form as follows. Define

B 1
px — X}
(Sp)" (AB"qf' St + FRs(py X /e, S§)T

g |SOT[ rRs(p} X} /c. S7)T

k] 1 . ~ .
G;TJQ = (px@" = F*+ T 112, (T

(S3)* TRs(PR X} /e, Sy)"
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Since (j’_ll/Q <0 and ‘jJT{f+1/2 > 0, we have

en,n—i—l,—i-

~’I’L+l,+ J—
_1/2 - 07

) +17_
= PX(J_l/g oy

J— ~’I’L+l,— J—
N+1js = PXAniqp =0

Then we form the tridiagonal matrix

Ms(0,y) = Inq

+

_(91/2 - 9:1/2)3/0 91_/2y1 0
—91+/2y0 (9;:/2 - ‘9;/2)91
+ A 0 —9;/23/1 0
: . (0;71/25 On_s/2)yN-1 . On_1/2UN
L 0 _0N71/2y1\7—1 (0N+1/2 - Nfl/z)yN_

Then we get the linear system
n,n+1 n+1 n+1 _ 3: n n n
Mg (6 ,Yy"' ST = diag(k")S™ + W'

The matrix M5(0”7n+1,y"+1) is diagonally dominant by columns; hence its transpose is an M-
matrix and invertible with a non-negative inverse, so that (4.17) defines S"*!.

Lemma 4.7. IfU7 € Q) for all j and (CFL-SI) holds, then

(4.17)

SN >0 forall k=1,... ks and all j.

Proof. This is similar to the proof of Lemma 4.5. The element (7, k), j # 0, of the matrix on the
right-hand side of (4.17) is estimated by

ST 4 TR (P XD e, 1) > (1 — (M — TMg) S{P" > 0.

5. NUMERICAL SIMULATIONS

For all the examples, we consider a cylindrical SBR. of depth B = 3m and cross-sectional area
A = 400m?, and the reactive settling process of an activated sludge described by the ASM1
model [25]; see Table 6. The constitutive functions used in the examples are

if X < Xo,
it X > X,

Vo

T G

oe(X) = 0

{00 (X — Xo)
with vo = 1.76 x 1073 m/s, X = 3.87kg/m?, n = 3.58, X, = 5kg/m? and oy = 0.2m?/s2. Other
parameters are px = 1050kg/m?, pr = 998kg/m3, g = 9.81m/s?, and B. = 2m. To satisfy
(2.4), one could multiply vns(X) by a function that is one for most concentrations but tends to
zero smoothly as X — X, where the maximum concentration X is set to a large number; e.g.
X =30 kg/m? for activated sludge that we simulate here. When o > 0, the second-order deriva-
tive compression term will balance the convective flux and the particulate concentration X never
reaches X in simulations. To run the scheme with o¢ = 0, an alternative is to set a concentration
X' from which we redefine and extend the settling velocity function by its tangent as

(x) vo/(1+ (X/X)) if0< X < Xt
Uhs = ) N
h hs(X) + 0l (XH(X — XY if Xt < X < X,
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TABLE 1. Example 1: time functions for the simulation.

Stage Time period [h] X;(t)[kg/m’] Q¢(t)[m’/h] Qu(t)[m®/h] Qe(t)[m®/h] Model

Fill 0<t<l1 5 790 0 0 PDE
React 1<t<3 0 0 0 0 ODE
Settle 3<t<5b 0 0 0 0 PDE
Draw 5<t<5b.5 0 0 0 1570 PDE
Idle 55<t<6 0 0 10 0 PDE

FIGURE 5. Example 1: simulated concentration (semi-implicit scheme, N = 100) of
total suspended solids.

where X is given by the intersection of the tangent with the X-axis (zero velocity), i.e.,
X = X — o (XY) /0] (XY).

We here utilize Xt = 25kg/m?, such that X = 31.992kg/m?.
The initial concentrations have been chosen as

() 0 if z<2.0m,
Z) =
(0.8889, 0.0295, 1.4503, 0.0904, 0.7371,0.0025)T if 2 > 2.0m,
$(2) 0 if z<2.0m,
Z) =
(0.04,0.0026, 0.0, 0.0333,0.0004, 0.0009) if z > 2.0m

(with units as in Table 6) while the feed concentrations are [25]
X¢(t)
(0.04 +0.16 + 0.096 + 1 - 10=6)c
S¢(t) = (0.04, 0.064, 0.0, 0.001, 0.0125, 0.0101)T,
where the total solids feed concentration X¢(t) is given by Table 1. When plotting the particulate

concentrations, we prefer to not plot C?) = Xg_xp, but rather Xg = C® + Xyp = c® 4 c©)
and Xnp = C©). All results are shown after transforming back to the original coordinates.

Ci(t) = (0.04, 0.16 — 0.01828, 0.096, 1-107°, 0, 0.01828)7,

5.1. Example 1. It is the purpose of this example to illustrate the SBR model as a whole. (The
performance of the three numerical schemes SBR2 in [0], and the explicit and semi-implicit ones
here in terms of errors and efficiency is studied in Examples 2 and 3.) We simulated the five stages
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FIGURE 6. Example 1: simulated concentrations of solid components (semi-implicit
scheme, N = 100): (a) particulate inert organic matter, (b) slowly biodegradable
substrate, (c¢) active heterotrophic biomass, (d) active autotrophic biomass, (e) par-
ticle products from biomass decay, (f) particulate biodegradable organic nitrogen.

of an SBR as outlined in Table 1. The duration of the whole cycle of stages during a couple of hours
is realistic. The results are illustrated in Figures 5 to 8, which depict the concentration profiles of
total suspended solids, particulate, and soluble components within the reactor vessel, respectively.

5.2. Example 2. The prime motivation of this example is to study the numerical errors of the
two new schemes defined for the PDE model and the scheme SBR2 of [6]. To this end we consider



NUMERICAL SCHEMES FOR SEQUENCING BATCH REACTORS 29

(a)

FIGURE 7. Example 1: simulated densities (semi-implicit scheme, N = 100) of
soluble components (part 1): (a) soluble inert organic matter, (b) oxygen, (c) nitrate
and nitrite nitrogen, (d) NH; + NHj nitrogen.

the scenario defined by Table 2, which refers to a shorter period of total simulated time (7"= 1h)
and does not include a react stage (for which the original SBR model, as studied in Example 1,
stipulates a model by a system of ODEs). We calculated a reference solution, using the same feed
conditions as in Example 1 with N = N, = 4800. This solution was obtained by the explicit
scheme of Section 3.2. The relative approximate numerical error

k k k k
ke lIoW — %) (Bl S 1ISE — S (¢ Olnios

el(t) = Z &% + Z

k
put © )10, e 1 N O | PO

ref

compares the approximate solution to the reference solution at a given time point ¢ for a specific
number of cells N.

In Figures 9 and 10, we demonstrate the convergence of the numerical solutions, all produced
with the semi-implicit scheme and a tolerance ¢ = 1078, to the reference solution. That value
was chosen by previous experience. The effect of the tolerance parameter € itself is studied in
Table 3 for simulations done with N = 50, 100, and 200, in terms of the average number of
iterations during the simulation, the relative error, and CPU time. It turns out that the relative
error depends only marginally on the choice of €. As one should expect, the average number of
iterations (of the Newton-Raphson scheme, per time step), as well as the CPU time for the whole
simulation, consistently increase with decreasing . Overall, it appears that the relative error and
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FIGURE 8. Example 1: simulated densities (semi-implicit scheme, N = 100) of
soluble components (part 2): (a, b) readily biodegradable substrate (two different
views), (c, d) soluble biodegradable organic nitrogen (two different views).

TABLE 2. Example 2: time functions for the simulation of the reference solution.

Time period [h] X¢(t)[kg/m®] Q¢(t)[m®/h] Qu(t)

m3/h]  Qe(t)[m3/h] Model

0 <t<03 5 2660 0 0 PDE
0.3 <t<0.85 0 0 0 0 PDE
0.85 <t <0.95 0 0 0 6000 PDE
0.95<t<1 0 0 100 0 PDE

CPU time, and therefore efficiency, does not depend critically on € (at least for the model functions
and parameters chosen here).

For the same configuration, we compare in Table 4 and Figure 11 the relative errors and CPU
times obtained by the three schemes SBR2 of [(], and the explicit and semi-implicit schemes of Sec-
tions 3 and 4, respectively. For both explicit and semi-implicit schemes, simulations were performed
for N = 25,...,1600 using the Engquist-Osher flux (3.2). The semi-implicit scheme was calculated
with the tolerance ¢ = 1078, It turns out that with the exception of very coarse discretizations,
the semi-implicit scheme is significantly more efficient in error reduction per CPU time than its
explicit counterpart due to its more favorable CFL condition, and is more efficient also than SBR2
for sufficiently fine discretizations. It is noteworthy that all schemes converge to the same solution.
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(a) (b)

F1caure 9. Example 2: simulated concentrations (semi-implicit scheme) at 7= 1h
of solid components: (a) particulate inert organic matter, (b) slowly biodegradable
substrate, (c¢) active heterotrophic biomass, (d) active autotrophic biomass, (e) par-
ticle products from biomass decay, (f) particulate biodegradable organic nitrogen.

5.3. Example 3. We investigate the impact of a moving mesh with three different spatial grids,
compared to a fixed grid; see Figure 12. The simulation conditions are given in Table 5. The
semi-implicit scheme is used with the Engquist-Osher flux and ¢ = 1078. The data in Table 5,
which contemplate no solids feed or discharge but a moving boundary, have been chosen in such a
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F1GURE 10. Example 2: simulated concentrations (semi-implicit scheme) at ' = 1h
of soluble components: (a) soluble inert organic matter, (b) readily biodegradable
substrate, (c) oxygen, (d) nitrate and nitrite nitrogen, (e) NH; + NH3 nitrogen,
(f) soluble biodegradable organic nitrogen.

way that the solution converges quickly in time to a stationary one with a layer of sediment at the
bottom produced by the settling of the initially homogeneous suspension that is not affected by the
moving boundary. Figures 12 (a), (c) and (e) show that the numerical solution of the SBR2 scheme
reproduces this property at any of the chosen discretizations N = 100, N = 200 or N = 400 while
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TABLE 3. Example 2: effect of the tolerance € on the average number of iterations
in the Newton-Raphson method, the errors e}’ and CPU times during a simulation
of T'= 1h. The errors are computed with the reference solution obtained by the
explicit scheme with N = 4800 and the Godunov numerical flux.

rel

€ Avg. iterations e'¢!(2) CPU [s]
1E-1 1.00 0.0497756500328602 0.1250
1E-2 1.03 0.0497756500328602 0.1406
1E-3 1.60 0.0497679356628912 0.1797
1E-4 2.00 0.0497674399512266 0.1953
1E-5 2.01 0.0497674389897926 0.1875
N = 50 1E-6 2.04 0.0497674143163951 0.1797
1E-7 2.12 0.0497674123749513 0.1953
1E-8 2.77 0.0497674121051164 0.2109
1E-9 2.92 0.0497674120899535 0.2344
1E-10 2.96 0.0497674120878119 0.2188
1E-11 3.07 0.0497674120875128 0.2422
1E-12 3.69 0.0497674120874927 0.2560
1E-1 1.00 0.0244467141865713 0.3984
1E-2 1.01 0.0244467141865713 0.4062
1E-3 1.21 0.0244432794902836 0.4453
1E-4 2.00 0.0244427209345141 0.6719
1E-5 2.01 0.0244427236620445 0.5938
N = 100 1E-6 2.02 0.0244427043886650 0.6172
1E-7 2.06 0.0244427032349412  0.6250
1E-8 2.17 0.0244427031258883 0.7188
1E-9 2.87 0.0244427030983648 0.7656
1E-10 2.97 0.0244427030958998 0.7812
1E-11 3.01 0.0244427030956931 0.7734
1E-12 3.11 0.0244427030956539 0.8672
1E-1 1.00 0.0115032639159754 1.4609
1E-2 1.00 0.0115032639159754 1.4766
1E-3 1.07 0.0115029463554388 1.6406
1E-4 1.86 0.0115009448742330 2.0234
1E-5 2.01 0.0115008746422637 2.2578
N = 200 1E-6 2.02 0.0115008746587289 2.2188
1E-7 2.03 0.0115008741995477 2.1250
1E-8 2.08 0.0115008740687287 2.2656
1E-9 2.24 0.0115008740547202 2.3281
1E-10 291 0.0115008740528361 2.7812
1E-11 3.00 0.0115008740526303 2.7812
1E-12 3.03 0.0115008740526086 2.9609

33

the solution produced by the semi-implicit scheme is not stationary due to the effect of the moving

mesh. The deviation from a stationary solution seems, however, to decrease with increasing N.
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TABLE 4. Example 2: errors e‘}\‘}l and CPU times at simulated time 7" = 1h. The
errors have been computed with the reference solution obtained by explicit scheme
with NV = 4800 and the Godunov numerical flux. The abbreviation SBR2 refers to
the scheme in [6] (without variable transformation).

SBR2 Explicit Semi-implicit
N el(t) CPU [s] ei(2) CPU [s] e%¥(t) CPU [s]

25 1.6483 0.0391 1.2053 0.0391 1.2099  0.0469

50 0.9230 0.0703 0.7688 0.1035 0.7732  0.0938

100 0.4704 0.2090 0.4368 0.3340 0.4414  0.2070

T =0.4h 200 0.2551 0.7969 0.2384 1.7969 0.2416  0.5508
400 0.1352 5.2441 0.1261 11.9395 0.1286  2.0234

800 0.0743  40.9023 0.0645 89.9941 0.0665  7.4453

1600 0.0409 316.4102 0.0379  717.4668 0.0397 27.5156

25 1.5691 0.0900 1.2901 0.0920 1.2959  0.0880

50 0.8327 0.1320 0.7835 0.1590 0.7880  0.1360

100 0.4204 0.3240 0.4392 0.4590 0.4451  0.3190

T=0.75h 200 0.2125 1.4766 0.2304 3.1797 0.2345  1.0234
400 0.1103 9.5469 0.1218 20.7266 0.1250  3.6797

800 0.0595  79.1719 0.0620 175.6562 0.0644 14.2188

1600 0.0327 646.8438 0.0371 1421.2190 0.0392 55.6470

25 1.1617 0.0469 1.0747 0.0508 1.0573  0.0566

50 0.6580 0.0957 0.6966 0.1191 0.7078  0.1289

100 0.3760 0.3555 0.4519 0.6797 0.4627  0.3984

T=1h 200 0.1877 1.9004 0.2821 4.0605 0.2919  1.3066
400 0.1075  12.4375 0.1658 27.0586 0.1737  4.8535

800 0.0644 104.6543 0.0896  237.3340 0.0966 18.8379

1600 0.0418 822.3809 0.0439 2362.8570 0.0495 75.5801

TABLE 5. Example 3: Time functions for the simulation.

Time period [h] X¢(t)[kg/m3] Q(t)[m3/h] Qu(t)[m®/h] Qc(t)[m3/h] Model
0<t<25 0 0 0 0 PDE
25 <t <35 0 0 0 84 PDE
35 <t <45 0 0 0 0 PDE
45 <t < 60 0 40 0 0 PDE
60 <t <70 0 0 0 0 PDE

6. CONCLUSIONS

The numerical results demonstrate that the two versions of the numerical scheme presented
herein, the explicit one of Section 3.2 and the semi-implicit one of Section 4, generate physically
relevant solutions (as is expressed by the invariant region principle) and are working alternatives
to the scheme SBR2 in [6] of the PDE model advanced in [5]. Moreover, as Example 2 clearly
illustrates, there is a substantial gain in CPU times and efficiency of the semi-implicit version
if compared with the explicit version. This gain is of course due to the more favorable CFL
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FIGURE 11. Example 2: error versus CPU time for various values of N (Table 4)
at simula times (a) 7= 0.4h, (b) 7'= 0.75h and (c¢) T' = 1h; (d) simulated total
suspended solids concentration (N = 4800) during 1h (reference solution).

condition (CFL-SI) (for the semi-implicit scheme) that permits a larger time step than (CFL) (for
the explicit scheme). The degree of this advantage depends, of course, on the constitutive functions
and parameters used, so it is important to emphasize that it appears for choices of these constitutive
ingredients that are largely considered typical for activated sludge [4,7,30,35].

The SBR2 scheme of [0] is based on a fixed grid with respect to z, and the moving interface z(t)
needs to be tracked explicitly. This movement gives rise to a number of cases of boundary cells
of time-dependent size that need to be handled separately. That treatment is fairly involved and
the approach presented in the present work is in general easier to implement, and for the semi-
implicit variant turns out to be more efficient. That said, we mention that the fixed-grid approach
of [0] has certain advantages in situations when the method is required to leave a consolidated bed
invariant under movements of z(¢) above it (as is illustrated by Example 3), and can be extended
more easily to additional inlets or outlets in the reactor. It is therefore interesting to note that the
observed convergence of the three schemes discussed to the same solution, as evidenced by Table 4
and Figure 11 (a), supports that the treatment in [(] is correct.

With respect to limitations, we mention that the approach of [0] involves a vessel with variable
cross-sectional area; this model ingredient has been left out here for notational convenience and is
not expected to make the formulation and analysis significantly more difficult. We also note that
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FiGure 12. Example 3: simulations of the scenario of Table 5 with the indicated
schemes and values of N. The fixed-mesh scheme SBR2 reproduces a steady-state
profile while numerical solutions by scheme SIP are affected by the moving mesh.

while it has been proven that the schemes are monotone and obey an invariant-region principle
and numerical evidence of convergence has been presented, a rigorous convergence proof is still
missing but can possibly be obtained by combining analyses of weakly coupled degenerate para-
bolic systems [20], numerical methods for zero-flux boundary value problems [9,29], and studies of
triangular systems of conservation laws and degenerate convection-diffusion equations [10, 11, 18].
(In the latter reference, convergence proofs decisively depend on usage of the Engquist-Osher flux
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with its separable upwind and downwind contributions; this has partly motivated usage of that
particular numerical flux in the present work.)

Several extensions, improvements and applications of the model and numerical methods are
conceivable. For instance, both scheme versions are only first-order accurate in space and time; this
order can possibly be improved by applying more sophisticated variable extrapolation or maximum-
principle-preserving weighted essentially non-oscillatory (WENO) techniques (cf., e.g., [28] and
references cited in that work) combined with changing between the implicit and explicit steps in a
more involved manner as is done in implicit-explicit (IMEX) schemes, cf., e.g., [2]. On the other
hand, one can think of an SBR whose bottom works as a filter or a filtration cell with chemical
reactions. In such applications, the trajectory of Z(t) is no longer prescibed but arises from an
applied pressure, and is balanced by the hydraulic resistance of the filter medium plus that of the
forming sediment (filter cake). The composition of the latter is part of the solution, so that possible
extension forms a free-boundary problem [&, 11].

We emphasize that within the present approach soluble components are supposed to be trans-
ported passively with the fluid and are subject to the reaction terms. In some of the figure this
property causes fairly sharp concentration profiles when one expects that the evolution of solute
concentrations should be subject to additional effects such as dispersion/diffusion. In fact, diffu-
sion driven by the gradient of the respective concentration was the unique mechanism of spatial
propagation of solutes considered in our first effort of modelling reactive settling by PDEs [41]. It
would not be a problem to include diffusion to the present approach as an additional mechanism
of solute transport, with the effect to be an overall blurring of profiles.
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TABLE 6. The variables in the modified ASM1 model.

Material

Notation Unit

Particulate inert organic matter

Slowly biodegradable substrate less part. organic nitrogen
Active heterotrophic biomass

Active autotrophic biomass

Particulate products arising from biomass decay
Particulate biodegradable organic nitrogen
Soluble inert organic matter

Readily biodegradable substrate

Oxygen

Nitrate and nitrite nitrogen

NH; + NHj3 nitrogen

Soluble biodegradable organic nitrogen

X1 (kg COD)m—3
Xs_nND (kg COD) m™3
XBH (kg COD)m~3
XB.A (kg COD)m ™3
Xp (kg COD)m—3
XND (kg N)m~?

St (kg COD) m~3
Ss (kg COD)m~3
So —(kg COD)m~—3
Sno (kg N)m~?
Snu (kg N)m~?
SND (kg N)m~?

TABLE 7. Stoichiometric and kinetic parameters.

39

Symbol Name Value Unit

Ya Yield for autotrophic biomass 0.24 (gCOD)(gN)~!

Yu Yield for heterotrophic biomass 0.67 (gCOD)(gCOD)™!

fp Fraction of biomass leading to particulate products 0.08  dimensionless

ixB Mass of nitrogen per mass of COD in biomass 0.086 (gN)(gCOD)™!

ixp Mass of nitrogen per mass of COD in products from biomass 0.06  (gN)(gCOD)~*

LH Maximum specific growth rate for heterotrophic biomass 6.0 d—!

K Half-saturation coefficient for heterotrophic biomass 200 (gCOD)m~—3

Kou Oxygen half-saturation coefficient for heterotrophic biomass 0.2 —(gCOD)m~3

Kno Nitrate half-saturation coefficient for denitrifying het- 0.5 (gNO3-N)m~3
erotrophic biomass

bu Decay coefficient for heterotrophic biomass 062 d!

Mg Correction factor for gy under anoxic conditions 0.8 dimensionless

i Correction factor for hydrolysis under anoxic conditions 0.4 dimensionless

kn Maximum specific hydrolysis rate 3.0 (gCOD) (gCOD)~td~1

Kx Half-saturation coefficient for hydrolysis of slowly biodegrad- 0.03 (g COD)(g COD)~!
able substrate

A Maximum specific growth rate for autotrophic biomass 0.8 d-!

Knnu Ammonia half-saturation coefficient for aerobic and anaero- 0.05  (gNH3-N)m™3
bic growth of heterotrophs

Knu Ammonia half-saturation coeflicient for autotrophic biomass 1.0 (g NH3-N) m~3

ba Decay coefficient for autotrophic biomass 015 d!

Ko Oxygen half-saturation coefficient for autotrophic biomass 0.4 —(gCOD)m—3

ks Ammonification rate 0.08 m3(gCOD)~1d~!

[36] S. Wang and C. K. Gunsch. Effects of selected pharmaceutically active compounds on treatment performance
in sequencing batch reactors mimicking wastewater treatment plants operations. Water Res., 45(11):3398-3406,
May 2011.
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APPENDIX A. A MODIFIED ASM1 MODEL

The ASM1 model is described in, for example, [25]. For the reason of reformulating the PDE
model to include percentages of the particulate concentrations, we have redefined the second com-
ponent from Xg to Xs_np = Xg — Xnp. Then the variables are

T T
C = (X1, Xs—~p, XBH, XA, Xp, Xxp) 5, S = (51,55, 50, Sno, Snu, Sxp)

with units given in Table 6. The stoichiometric matrices of the modified ASM1 are given by

000 0 0 0 0 0]

0 00 1—fp(l+ixp)—ixs 1—fp(l1+ixp)—ixg 0 —1 1

oo |1 10 -1 0 0 0 0

C =10 0 1 0 —1 0 0 0

00 0 fr P 0 0 0

0 0 0 ixB — fpixp ixB — fPixp 0 0 -1

for the solid components and

[ 0 0 0 00 0 0 O]
—1/Yy —1/Yy 0 00 0 10
|- =)/ Y 0 —(4.57—=YA)/YA 0 0 0 0 0
75 = 0 —(1 — Yu)/(2.86Yx) 1/Ya 00 0 00
—ixB —ixB —ixg—1/YA 0 0 1 0 0
0 0 0 00 -1 01

for the substrates, where the constants are given in Table 7 and the vector of reaction rates is

pap(Sxa, Knu) p(Ss, Ks)p(So, Ko u) X n
i (Sn, Kne) p(Ss, Ks)u(Kou, So)(Sno, Kno)ng X 1
pap(Snu, Knu)u(So, Ko.a) XA
buXB.u
baXB,A
kaSnDXB.H
knpr(Xs, XB) (1(S0, Kon) + mu(Kou, So)u(Sno, Kxo))
knps(XB.1, Xxp) (1(So, Kou) + mp(Ko m, So)u(Sno, Kno))
Here we define the Monod expression (A, B) := A/(A+ B) and

0 if Xg=0and Xgp =0,
pr(Xs, Xpu) = _ XsXpu i
; ————  otherwise,
KxXpu + Xs
0 if Xg=0and Xgpn =0,
18(XB,H, XND) B,HND otherwise.

KxXgn+ Xs
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