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THE ROLE OF ABSTRACT NUMERICAL PROPERTIES IN
THE CHANGE OF CHARACTER OF REACTIVE FLOWS
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ABSTRACT: The aim of this paper is to study the role of explicitness, implicitness
and order in the stability and qualitative properties of splitting methods for solving
advection-reaction equations. Numerical pathologies produced by simulations are
identified which allow the correction of wrong numerical reactive flows. Several
numerical examples which show the effectiveness of our approach are presented.

1. Introduction

The behaviour of reactive flows can be described by Partial Differential
Equations (PDE’s) of advection-diffusion-reaction type. These elementary
phenomena (advection, diffusion and reaction) are represented by operators
that have different properties and the use of tailored numerical methods to
construct an approximation for each one of them can be very attractive. For
instance if the chemistry is very stiff an implicit approach is required for the
reaction part; if the chemistry is non stiff or mildly stiff an explicit approach
can lead to enough accuracy. As far as the advection part is concerned
explicit approaches are more suitable if non-linear methods like flux-limiter
are used; but if advection is discretized in a linear way implicitness could be
used.

In the literature there are essentially two ways of constructing tailored
methods adapted to the different elementary phenomena described by the
PDE: the use of Implicit-Explicit Methods (IMEX) ([2]), and the use of
functional splitting ([5], [6], [7], [9], [11]). IMEX methods integrate in time
the ODE’s system resulting from the semi-discretization of the initial PDE:
some of the semi-discretized operators being treated implicitly and others
explicitly. Douglas splitting ([3], [6]) and the trapezoidal splitting ([5]) can be
viewed as IMEX predictor-corrector methods. Functional splitting ([9], [10],
[11]) consists in separating the different physical processes by decomposing
the initial PDE into several elementary PDE’s that describe each one of the
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flow elementary phenomena. These PDE’s can be integrated using different
numerical methods and the resulting global numerical approach represents a
patching of such tailored methods. Functional splitting methods have better
stability than IMEX methods as pointed out in [7]. By the contrary IMEX
methods can have better accuracy than functional splitting methods.

In this paper we essentially focuss in functional splitting methods for
advection-reaction PDE’s. Two main questions are addressed: the depen-
dence of qualitative behaviour and stability of the global method on implic-
itness, explicitness and order of each one of the tailored methods used in the
discretization of the elementary PDE’s. Numerical pathologies produced by
the simulations are identified, which allow the correction of ”wrong” numeri-
cal reactive flows. In Section 2 the family of methods is presented. In Section
3 the numerical stability of the splitting methods is studied. In Section 3
the accuracy of some splitting methods is analyzed. In Section 5 a modified
PDE, with an infinite number of terms, which exact solution is the numeri-
cal solution at the mesh nodes, is constructed. Several numerical examples
which show the effectiveness of our approach are presented.

2. A class of numerical splitting methods

Let us consider advection-reaction problems of type

ou ou
E(I,t) = —O[%(I,t) + f(x,t,u), M IR, t > 07 (1)
u(z,0) = up(x), z € R

where u denotes a specie’s concentration, f(z,t,u) represents the reaction
term and wug stands for the initial concentration.

Let us define in [0,77] the splitting grid {t,} with ¢, = sAt and t,1/» =
ts + At/2, where At represents the splitting step size. We suppose that the
concentration u at t = ¢, is known (at least approximately). The computation
of an approximation of u at time level ¢4, is obtained considering a splitting
algorithm based on the decomposition of problem (1) in three subproblems
— respectively, an advection problem in [ts,t8+1/2], a reaction problem in
[ts,ts41] and a final advection problem in [t,41/9,ts11] — linked as follows:

ov ov
E(xat) - _a%vt € [tsats+1/2]7 U(ts) = u<té)’ (2)

Cil—lf = f(z,t,w),t € [ts,ter1], w(ts) = v(tss1s2), (3)
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( t) = ap RS [ .s+1/2:ts+1]7 p<ts+1/2) = w(t-5’+1)' (4)

The sphttmg solution p(t5+1) at t = ts,1 — which is the exact solution of
(2)-(4) — represents an approximation of u(ts1).

For a reaction term of type f(u) not depending on x and ¢ we can easily
establish that p(ts41) = u(ts41) ([1]) that is there is no splitting error. In the
case where f depends on x,t and u we have

u(z,t) = /fa7'+:):—aAtTu(on'+:1:—aAtT))dT+uo(x—aAt)

p(z,t) / f(z w(xr — aTAt7T))dT+u0(x—aAt)

and assuming that the partlal derivatives of f are bounded it can be easily
established that

lu = plloc = O(AY). (5)
If a initial-boundary value problem of type

g—qz(x,t) = —a% + f(z,t,u), x € R, t >0,
u(z,0) = up(x), r € R*
w(0,t) = uy(t),t >0

is considered it has been established in [1] that (5) holds. This estimation
can be improved as mentioned in [7].

We consider in what follows several numerical schemes for the computation
of a numerical approximation of the splitting solution p in a space domain
[a, b]. These schemes have been obtained by patching together methods with
different implicitness, explicitness and order properties.

Let us define the grid {z;} in the space domain [a, b] with z; —2;_ 1 = h =
=2 for j=1,...,n, xy = a. Let vy, wj and p; be numerical approximations
at ts of v(ts), w(ts) and p(ts) respectively. We discretize (2), (3) and (4)
respectively by

s+1/2 s s _ .8
Up, = Apvp, U, =up, (6)

Fip(wi™) = Fyp(wy), w), = vp 7, (7)
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s+1/2 s+1/2 s+1

s+1 _
by = Ahph y Dy =w, -, (8)
1/2 . . .
where UZ+ / represents a numerical approximation of v at t = t, + %, wit!

represents a numerical approximation of w at t = ¢, and p';;“ represents a
numerical approximation of the splitting solution p at ¢;,1 and consequently
of u(ts41). In algorithm (6)—(8), A is a linear operator resulting from the
discretization of the advection equation (2) and it is assumed that the dis-
cretization of (3) can be rewritten as in (7). The operators Ay, Fip, i = 1,2,
take into account the boundary conditions prescribed for (2)—(4). As an ex-
ample let us consider in (6) and (8) first order explicit methods (EY{) and
for a reaction term of type f(u) in (7) a first order implicit method (7). We
have

oS g v§ — 05
7 e )
wit — w?
= S, e =, (10)
p3+1 ps+1/2 s+1/2 5+1/2
R J I i S s+1/2 st

In this case the matrix Aj, has non null entries in the principal and lower
diagonals respectively 1 — % and “2—%”; Fiy and Fy), are defined by Fi ) =
I —&f and Fy, = I respectively. The global method arising from (9)-(11)
is then

ui™ = Afui + ApAtf(A et
with f(Ay ™) = (F((A, 4 ™))

There are several possible couplings of methods. To construct these meth-
ods, we introduce the following notations (f(w?) represents f(x;,ts,w?)):

e FY- First order explicit for advection

U'$+1 — 1}‘7 1)5.' — ’US
J J J J—1
=0; 12
e [7- First order implicit for advection
Vit — 8 Vst —pt]
Lol I =y (13)

At h
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‘ Method H Formula \

ESETEY | ustt = AZus + AtA,f(Apus)

EYBSEE [uptt = ARup + (1 — ) AtALf (A u™) + 4 AtAL f(Apu)
E{LE} | u™ = Ajuj, + AtA,f (A uy ™)

EilIéEiL 5+1 A}QL ;1 At (Ahf(A 1 a+1>_|_Ahf(Ahu.;;))

ILETTE | Bius™ = ui + AtByf(B; 'ug)

LESTY | Bjuy™ = uj + At(1 — >Bhf<Bhuz>

AtyBuf (£(Byui) + 3£ (B ')

IIIe | Biust™ = ui + AtBy f(Bhué“)

LLIE | Biuptt = uj + 5 (Buf (Buwy™) + Buf (B, ;)
TABLE 1 Numerical methods.

e F7- First order explicit for reaction

wtew
L = ) (14)
e [ Second order explicit for reaction (Runge-Kutta method)
wi™ —ws , At
S = (L) )+ 5 ) (15)
e [~ First order implicit for reaction
witt —w?
J J _ s+1y.
B (16)
e ;- Second order implicit for reaction
wt — w1
j i_ s+1 s
T—§(f(wj >+f(wj>)' (17)

From (12)—(17) we obtain the splitting methods that are presented, in its
final forms, in Table 1. In this table for example method I{E{I{ is a method
resulting from the use of I{ to integrate (2) and (4) and Ej to integrate (3).
These forms will be used in Section 3, 4 and 5 to study respectively stability
properties, accuracy and qualitative properties. In this table B denotes a
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matrix with non null entries in the principal and lower diagonal represented
by respectively —%2 and 1+ 93,

In Section 4 we also consider the explicit and implicit non splitting methods
— NSE, NSI - defined respectively by

s+1 s

u; —us ud — uf
J J J j—1 _ ;
R A
and
s+1 s+1 .s+1
u; = u; + auj Y _ f( s+1)
At h

3. Numerical Stability of Splitting Methods

In this section we study the numerical stability of the class of splitting
methods presented in Section 2.
Let o7, w; and p; be perturbed numerical solutions of (6), (7) and (8)

respectively. With uj*! = pi™ and @™ = p5*! we have
upth =y = AT F T A (u, — @) (18)
where

and
eé:(ﬂv]f7 Jl,ew +(1_0) waJrla"' Wy, 1) 96( )
From (18) we have

™t = a5 oo < NN TFL oo 1T Fanlloc |, — 3l oc- (19)

At
Let us represent by S(r, At, f) with r = O;—h the stability coefficient

AR F g ool T P2l

To study the numerical stability properties of the class, S(r, At, f) is com-
puted for some of the methods considered before. We represent by D the

domain [0,1] x [0,7] x [I(nu)l u— p, I}lai(u + p] where p is a positive constant.
z,t z,t

Let B,(u(t;)) be the open ball with center u(ts) and radius p. By f’ we denote
the partial derivative of f with respect to the third argument.
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Proposition 1. Let u;H and a;“fl be two numerical approzimations of u(tsi1)

computed from approzimations uy,u; € B,(u(ts)). Then the following esti-
mates hold:

(1) For I{ETI{ we have

1/n\ 2
s+1 _ ~s+1 ~ < 1 At ! 1— r s _ ~s o
[, ag | _(Iyt)en(fz;)eﬁ + At f'| T+r [y, — @03
(20)

(2) For E{I{EY we have
1

s+1 ~s+1
max -—————
(z,ty)eD |]. — Atfl|

lup™ = @5 oo < (=) 02 4201 = r]) Jluj, = @ s

(21)
(3) For I{E3I{ we have

At?
Jup™ — @™ | < ( max <1 + Tf'2> + max |1+ Atf’])

(z,t,y)D (z,ty)e

1/n\ 2
T S ~S
(1—(1+T) ) i~

We note that two factors can be identified in the stability coefficient
S(r,At, f): the factor ||JF,}|ool|JFopllo arising from the discretization of

)

the reaction equation (3) and the term ||A;||% corresponding to the dis-
cretization of advection equations (2) and (4). These two factors balance, in
some sense, each other. In fact, in the stability coeflicient of method I{E]I{,
S 12g713, the second factor is always less than one and the first one is less than
one only if f’ is negative and

2
At < ———. 22
~ max(—f’) (22)
This restriction can be relaxed, while guaranteing stability, provided that
the stability coefficient, Syapre, is such that

Spaprpe < 1. (23)

For method E{I{EY, the factor is less than one if f < 0 and the

b
[1—Atf|

second factor is larger than one unless r < 1. Again this last restriction can
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be relaxed provided that the stability factor satisfies
Sperrps < 1.

We remark that the stability coefficients of I{ETI{ and I{E5I{ have in
common a term, G(r, h),

G(r, h) = (1 - <1 ir>l/h>2

arising from the implicit discretization of the two advection equations. G(r, h)
is plotted in Figure 1 for different values of r.

1
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FIGURE 1. The factor G(r,h).

If 1 > e > 0 is fixed then for h > 0 and r such that
(1_76% <r (24)
1—(1—eh —
then G(r,h) < €® and consequently the stability coefficient of both methods
can be less than one. In fact, if

1
max |14+ Atf'] < -
(@,t)e(z,ty)eD €

then (23) holds; if
At? 1
1+ —f" L+ At < =
(Hg,%i(D( + 2 f ) + (LI,E;%)E(D’ + f| €2

then SI{LEQ'I{L < 1.
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In Figure 2-5 we present several numerical solutions of the initial-boundary
value problem

%(x,t) = —oz%(x,t) + ku®(z,t), x € (0,1),t > 0,
x

ot
u(x,0) =1, z €(0,1),
u(0,t) =1t >0,
where & = —20, obtained for ¢ = 10. The aim of these experiments is: to

compare the stability properties of NSE, E{E{EY, ITE{I{ and E{I]{E{ when
the same Courant Number, C'F'L, is used; to establish a stability route for
each of the mentioned methods, when C'F'L increases.

We note that for CFL = 0.25 (Figure 2) the methods present an analogous
behaviour. The different diffusion properties they exhibit will be explained in
Section 5. For CFL = 0.5 (Figure 3) NSFE is unstable, and E{E]E{ shows
some signs of instability. In Figure 4 the numerical experiments have been
performed with CFL = 0.75. The instability of E{E[E{ for CFL = 0.5 is
now clearly exhibited. We also observed in E{I] E{ some instabilities. Finally
in Figure 5 all the methods except I{E7I{ present an unstable behaviour. In
all numerical experiments h = 0.1 and At = 0.05 have been considered in
order that (22) is satisfied.

When the reaction is stiff explicit methods for advection and implicit meth-
ods for reaction should be used; for non stiff or mildly stiff reactions explicit
methods in reaction and implicit in advection should be preferred. In fact,
for a stiff problem, condition (22) can be very severe. The use of implicit
methods for reaction eliminates such condition introducing, for example, a
condition of type r < 1, for E{I]EY, arising from explicit discretization of
advection. For a non stiff or mildly stiff reaction the use of implicit methods
in advection and explicit methods in reaction will lead to a less restrictive
stability condition. The previous considerations allow us to give a rigorous
support to the guidelines generally pointed out in the literature ([7], [10],

[11]).
4. Accuracy of Splitting Methods

Let u(ts) be the solution of the advection-reaction equation at ¢t = ¢4 and
uj its approximation computed using splitting method (6)—(8). Let p(t,) be
the solution computed using the functional splitting (2), (3) and (4). We
have

[u(ts) = ujlloo < llults) = p(Es)lloo + [[P(ts) = i loc-
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FIGURE 2. a=1, CFL =0.25.
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FIGURE 3. a =2, CFL =0.5.
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FIGURE 4. o =3, CFL =0.75.
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FIGURE 5. a =4, CFL = 1.
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We estimate in what follows ||p(ts) — u} [ sc-
Let Tf ;1/ ? be the truncation errors at ts41/2 associated with discretizations

(6), and T i = 2,3, be the truncation errors at ¢ = ¢, associated with

discretizations (7) and (8) respectively. By eﬂlﬂ/z, and ef}!,i = 2,3, we
denote the global errors defined by e'f;lm = u(tsﬂ/g)—v}jHﬂ, egfhl = w(ts41)—

s+1 s+l _ s+1 i :
wy and ey = p(tse1) —pj, . These errors satisfy

”egj};l”oo S HA}I'HOO”e;j}?Hoc+At||T£';;1HOC
- 1/2
+AtHTzJ};1”°°
< AN T Epy ool Folloolles 4l

— s+1/2 s
+ ¢ Anlloe (119 F A oI Palloe ITS 3 o + 1T
AL T35 oo -

Therefore, we obtain the following inequality for the splitting discretization
error

Ip(ts1) — up oo < S(r, AL f)|Ip(E) — ujlloo + AT | (25)
where

: - s+1/2 s .
15 oo = 1Anlloe (1 FE A o 1T Baloe 1T oo + IT5 o) + 155 e

Proposition 2. If the splitting method (6)-(8) has a stability coefficient
S(r,At, f) such that

S(r,At, f) <1
then
s 1—S(T,At,f)s+1 s+1/2 s s
Ip(ts)—uplloc < 1— S(r,At, f) Se ég(lﬁfis {Hle / oo HTz,J;Zle ‘|T3,J}51Hoc}7

(26)

where S, satisfies
mae { [ Anlloe |77 e Pallos 1 Anll } < S

The accuracy of splitting methods is defined by comparing the numerical
splitting solution wj with the splitting solution p(t;).
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Corollary 1. (1) If f' < 0 and At satisfies (22) then I{EJI{ is first order
accurate;
(2) If f' <0 and r < 1 then E{ITEY is first order accurate.

5. Qualitative properties

Let us consider an advection-diffusion-reaction equation of type

where o, 8 > 0.

For a loss reaction we consider f(u) = ku?, k € IR™. The effect of the
variation of parameters «, § and k can be observed in Figures 6 and 7. We
note that as diffusion increases the loss decreases, as advection increases the
loss also decreases and as reaction increases the loss increases. The plots
have been obtained with a standard numerical method in a refined space-
time mesh.

1

FIGURE 6. Effects of elementary phenomena in a loss reaction:
(a) diffusion (o = 1.5,k = —0.1); (b) reaction (a = 0.5, = 0)
and (c) advection (8 =0,k = —10).

In the case of a production reaction described by f(7) = k(1-u)? k € R,
analogous conclusions can be established (Figure 7).

From Figures 6 and 7 we can conclude that if two reactive flows differ
by only one parameter (advection speed, reaction speed or diffusion coeffi-
cient) it is possible to make the correspondence between the flow and this
parameter. However if there are different rates of more than one elemen-
tary phenomena it is sometimes impossible to make the correspondence be-
tween parameters and flow. We can observe this fact in Figure 8 where the
plots of solutions of two advection-reaction equations with the reaction term
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I

FIGURE 7. Effects of elementary phenomena: (a) diffusion (o =
0.5,k = 0.1); (b) reaction (a = 1.2, = 0) and (c) advection
(8 =0,k = 10).

f(@) = ku?, k € R, differing by both advection coefficient and reaction
speed, are exactly the same.

5 @=05p=0k=-01
—+ a=1,p=0k=-02

L L L L L L L L L
0.1 0.2 03 0.4 05 0.6 07 0.8 0.9 1

FIGURE 8. Effects of elementary phenomena: different rates of
more than one phenomena.

The previous considerations will be used in what follows to interpret the
"wrong” flows produced by some of the numerical splitting methods pre-
sented in Section 2.

Let F(u) = 0 represent a PDE. Discretizing this equation with one of the
splitting methods of Table II, and assuming that u is smooth enough, we can
construct, using Taylor series, a modified PDE represented by F'(a)+ E(u) =
0, where @ stands for an interpolation function for the numerical solution uj
and F(u) represents an infinite number of differential terms. In the case of
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equation (1) with a reaction term f(w), for a numerical splitting method a
modified equation will take a form of type

ot
ot
where C;,1 = 1,2, 3, represent some real constants. This modified equation
has a speed advection a — AtCY, a diffusion term with coefficient Co Fy (At, h)
and a reaction term of form f(@)+AtC5Fy(f, f'). Moreover if CoFy(At, h) # 0
the modified equation is of advection-diffusion-reaction type.

Let us now describe how the modified equation can give some insight on
the qualitative behaviour of the numerical method. The construction of the
modified PDE corresponding to the different splitting methods is a tedious
but straightforward task. In what follows we present the methodology used
in the construction of the modified equation associated with I{E7I.

From Table 1, the method has the final form

27

= _a%+f(a)+CIAt%+CQF1(At7 h)g Z+AtCSF2(f7 f/)+O(At27 h2)7

T

Biup™ = uj, + AtBy f (A ), (27)

where B}, has only non null entries in the principal and lower diagonals which
are equal to 1+ 7 and —r respectively. B? has only non null entries in the
principal and the two lower diagonals which are equal to (1+7)% —2r(1+7)
and 72 respectively; the matrix B, ! has the following i-row

<i(_1)i—2 e ! o,...,o). (28)

1+ A+ry U A+ T+

The general equation of (27) can be represented by

T‘Qth% +2r(1 — r)ujﬂ +(1— 7’)2ujJrl

=+ A (140 (75 50 (59)) —rf (£ 250 (%))
(29)
Assuming that the interpolation function @ of uj is smooth enough we can
use Taylor’s formula concluding from (29) that

du ou  Atd*u  ha 0% B 0%
ot~ “or 2 o
HAL(1+r) f(u;) — rf (1)) + O(AL%, B?). (30)
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R C u i} :
EhTInnatlng T and 55, 1 (30) we conclude that u(x,t) is the exact so-
lution of
ou ou (oAt ah\ 0%u At ,
= a2 )| z= 7)) — — (%) f(u A2 Rh?). (31
oot (S ) G @ - 5 @@ + 08, (31

This modified equation presents a parabolic character because it has a dissi-
pative term and also exhibits a "wrong” reaction term represented by

() ~ 5@ (@) + O(AR, ).

In the case of a production reaction f(u) > 0 and for a loss reaction f(u) < 0.
As in production and loss reactions the reaction speed is a decreasing function
of the concentration @, we consider f’(u) < 0. The reaction term of the
modified equation satisfies then

(@) S (@) > 1@

and consequently we can predict that the numerical solution given by I E7I{
is such that for a production reaction

u(z,t) > u(x,t), z €[0,1],t >0,
and for a loss reaction
u(z,t) <wulx,t), z €[0,1],t > 0.

In Figure 9 two numerical simulations show the effectiveness of our prediction
both for loss and production reactions.

To correct the wrong reaction speed exhibited by I{E{I{ we can use I{E51{
— a splitting method which corresponds to use an implicit upwind method
for advection and a second order explicit Runge-Kutta method for reaction —
as explained in what follows. From Table 1 we know that the global method
takes the form

B,ZLUZH = uj + At(1 —v)Buf (Bh_lu;i)
At ,
+AtY By f <f (B, 'up) + Zf (B;?u;)) : (32)

where v €]0, 1].
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FIGURE 9. Numerical results obtained for ¢ = 10 with At = 0.1
and h = 0.1: (a) loss reaction (o = 0.2,k = —1); (b) production
reaction (a =1,k =1).

Proceeding as before we establish the modified parabolic PDE associated
with (32):
ou ou ah  o?At\ 0*u
— = —a— T — + —— ) = + O(A£, ). 33
ot O‘ax+f(“)+<2+ 1 >8x2+ (AR, (33)
We note that while the reaction term is now first order accurate, a first order
dissipation term is still present. This first order dissipation term arises from
the integration of advection equations with an implicit method.
For method I{I7I{ the modified PDE is

ou  Ou (a_h a%t)@

- Yo\ 2T 1 o

)+ S @) @)+ O, 1), (34)
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which allows us to conclude that for a loss reaction,
u(z,t) > u(x,t).

The effects of wrong reaction speeds previously described for methods I{ET I,
IFESIT and IFI7I} can be observed in Figure 10.

o e
— 1 E’l%

0.9 — exact

08

0.7

06

05

04 L L L . L L L L L
0 2 4 6 8 10 12 14 16 18 20

F1cURE 10. Numerical results obtained with I{I7I{, I{ E{I{ and
IfESIY for @ = 0.2,k = —1 at t = 1 in the spatial interval [0, 20]
with At = 0.2,h = 0.1.

Methods I{I71{, IfETIY and I{E5I all present a dissipation coefficient
ah  o’At
5 +
To eliminate this spurious dissipation we keep Runge-Kutta method in
the reaction equation and increase the accuracy of the numerical method
for advection equations using a second order implicit method for advection

(Crank-Nicolson method)

. This is clearly observed in Figure 11.

s+1

Yj Uj + « vj-::% - U;i_% + v;+1 — U;—l _ (35)
At 2 2h 2h ’

forj=1,...,n—1, and

(%

s+1 s s+1 s+1 s+1 s _ s s
— U, + g <Svn 4vn—1 + Up—2 3vn 4Un—l + Un—2> =0

At 2 2h 2h
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FIGURE 11. A zoom of numerical results of Figure 9 in the spa-

tial interval [0, 1].
We represent this method by I§E515. The final global method is represented
by

i e)—1 ~(i) s e) g ) i)—1 ~(e) ¢
clei et = a4+ an (@ - e el

i i)—1 ~(e) ¢ t i)—1 ~(e) ¢

a1 (FE ) + S pe ) )
(36)

The matrices C,(f) and C,(Le) are defined as follows: C,(f) is a tridiagonal matrix

with entries —93¢ 1, 22¢ excepted the n'-line which is
0 0 alAt  aAt 14 3alt
yc b 8h b 2h ) 8h b

“S—%t, 1, 94 excepted the n'

oh -line

C’f(f) is a tridiagonal matrix with entries
which is

alAt alAt 3aAt
0,...,0,— 1— .
( U 8k 2R 8h )
Computing C}(I’i)C}(I,e)flC,(f), C}(I,i)flC}(I’e) we can establish after some tedious
computations the modified PDE associated with 1§ E515,
ou _
ot
which has no first order diffusion terms, while keeping the correct reaction
speed as I{ESI{ (Figure 12).

Ju - 2 12
—azt+ f(@) + O(A, 1Y)
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o ik
0.95H 252
| — exact
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FIGURE 12. Numerical results in the spatial interval [0, 1].

Let us now consider methods of type E{I]E{ where (2), (4) are discretized
with a first order explicit upwind method of type (12) and (3) is discretized
with an implicit first order method (16). From Table 1 this global method
can be written in the form

u';;“ = Aluj + AtA;I,f(A,Zlqu“).
In this case the modified equation approach lead us to

ou ou - ah At *u At ,,, .. 5 9
Efsﬂ%+ﬂw+(;——IJEE+3#wUW+O@%h)

This numerical method introduces less numerical dissipation than the sub-
class of methods previously analysed but the reaction term now defined by

(@) + S (@) (@),

lead us to the time step restriction (22) already obtained in the stability
study of Section 3 and which guarantees that there is no inversion in the
kinetics. In fact, if (22) is satisfied the numerical reaction term is such that

£(@) + S0 f@) < 7@,

and we can predict that the numerical solution given by E{I] EY{ is such that
for a production reaction

a(z,t) <ulx,t), x€l0,1],t >0,
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and for a loss reaction
a(x,t) > u(x,t), x€0,1],t > 0.

In Figure 13 the prediction is confirmed for a loss reaction. To correct the
wrong reaction term while preserving the dissipative term we construct the
numerical method E{I]E{ that corresponds to integrate (2) and (4) with the
explicit first order method (12) and equation (3) with the implicit second
order trapezoidal method (17). From Table 1 the global method is then
defined by

| At . ‘
with = A+ S (Anf (A G + At (Ai)

Assuming enough smoothness of f, the modified equation approach lead us
to

ot oz Ox?

which presents the same first order error in the dissipation as before. The plot
in Figure 13 shows that the reaction term has been corrected with E{15EY.

— — QA 2,
gu _ —a%—kf(ﬂ) + <%h - a4 t) il + O(At% h?),

o e
- EAI;E%
a

EiEiEi
09 — exact [
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FIGURE 13. Numerical results obtained with E{E]EY, EYI]EY
and BYISEY for o = 0.2, k = —1 at t = 1 in the spatial interval
[0,1] with At =0.2,h =0.1.

In Table 2 we present the modified equations corresponding to the different
methods of the class presented in Section 2. We also include the modified
equations associated with methods NSE and NSI.
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Method | Modified PDE \

NSE & — oy f(@)+ (% — ATy amff(a)% — ALp@) f(a@) + O(AL%, h?)
E{E{E] | 5 = —afi + f() + (9 — “PO5E = 517 (@) (@) + O(AL, 1?)

EiLE: | % =—aff + f(u) + (2 — A 2% 4 A‘f( )f (@) + O(A#2, h?)

EILE: || % = —af + f(7u) + (L — CAHZT 4 O(AL2, h?)

NSI % — —afT 4 f(@) + (L + CAHZT — aALf (@) 5 + ALf (@) f(T) + O(AL, h?)
BITE | 5= —aSt+ f(@) + (% + 2O 58 + 5LF/(@) f(1) + O(A#2, h?)

LEIY | 5 =—afi+ f@) + (9 + “PO5E - S @@ + O(AL, 1)

LESIE | 98 = —aS2 + f(u) + (9 + 2N 5% + O(A#, h?)

LESIS | 9% = —a% + f(u) + O(A, h?)

TABLE 2. Modified PDE’s.

As far as advection and reaction terms of numerical flows are concerned we
note that they are both increasing functions of At (or decreasing functions
of At) in the case of NSE (or NSI). This means that the first order errors
in advection and reaction can be cancelled and no prediction is allowed from
the modified equation approach.

6. Conclusions

In this paper several splitting methods were studied considering three as-
pects: stability, accuracy and qualitative behaviour. The influence of ex-
plicitness, implicitness and order in the stability of the global method was
analyzed and stability estimates were established. These estimates allow us
to select a priori a splitting method with specified stability properties. This
selection takes account of the stiffness of the problem: for stiff problems reac-
tion should be integrated with implicit methods while for non stiff or mildly
stiff problems explicit methods can be used.

The influence of explicitness, implicitness and order in the qualitative be-
haviour of splitting methods was also object of study. Using the modified
equation approach we are able to predict the qualitative behaviour of split-
ting methods and also to correct erratic numerical flow obtained using some
splitting methods.
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