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Abstract Over the last decade, the field of geometric integration has rapidly estab-
lished itself as one of the core research areas in numerical ordinary differential equa-
tions. Geometric integrators are numerical methods which preserve some of the math-
ematical or physical properties of the system they are approximating. In the case of the
Lotka—Volterra equations, which are a Poisson system, a good geometric integrator
should also be a Poisson integrator. There is however another important property of
solutions of the Lotka—Volterra equations: they are non-negative, since they represent
population densities. We study in this paper the conditions under which two Poisson
integrators for the Lotka—Volterra equations lead to positive approximate solutions.
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320 M. Beck, M. J. Gander

1 Introduction
1.1 The Lotka—Volterra system
We study numerical methods for solving the Lotka—Volterra equations

[L't:u(b—v), 1.0

v=v(u—a).

These equations model the evolution of a prey with density u(¢) and its predator
with density v(¢), and a and b are positive constants.
Defining the function H : R> — R by

Hu,v):=u—alnu—+v—>blnv, (1.2)

the Lotka—Volterra system (1.1) can be rewritten as

=uv Hy,(u,v),

e

[ﬂ = —uv Hy(u, v),

where H, and H, denote the partial derivatives of H with respect to u and v. Dividing
the two equations of this system and separating the variables, we get

H,(u,v)u+ Hy(u, v)v = 0.

By integrating this equation, we obtain that the Hamiltonian H (u, v) is an invariant
of the system (1.1). This shows that the solution of (1.1) always lies on a level curve
of H, and since the level sets of H are closed in the first quadrant, as shown in Fig. 1,
solutions of (1.1) are cyclic.
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Fig. 1 On the left, some level curves of the Hamiltonian of the Lotka—Volterra system, from H = 2.1 to
H = 3.7. On the right, illustration of several methods applied to the Lotka—Volterra system, with ug = 1.5,
vo=05,a=b=1andh =0.1
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Positivity of Poisson integrators for the Lotka—Volterra equations 321

Unlike classical Hamiltonian systems, there is a factor uv in front of the derivatives
of the Hamiltonian H, and such systems were called in [4] non-canonical Hamil-
tonian systems. More generally, this system is a Poisson system, see [3]. Note that
by applying the transformation ¥ (1, v) = (Inu, Inv) = (p, q), the Lotka—Volterra
system becomes Hamiltonian with K(p, ¢) = —H (u, v) = —H (e, e9).

It is important that numerical simulations of the system (1.1) show the same qual-
itative behavior as the exact solution, in particular approximate solutions should also
be cyclic and positive. As one can see on Fig. 1, the results obtained by the forward
Euler and the backward Euler methods spiral outwards or inwards, so specific methods
have to be used to avoid this.

1.2 Poisson integrators

It is well-known that Hamiltonian systems are symplectic, which in our two dimen-
sional case means area-preserving, and that suitable methods to get good qualitative
behavior are symplectic methods, that is numerical methods satisfying

a(”n—Hv Un—i—l) T 0 -1 8(Mn+l» vn+l) 0 -1
_ —_— ) = , (1.3)
Ay, vy) 1 0 9(un, vy) 1 0
whenever they are applied to a smooth Hamiltonian system.
However, as we said in Sect. 1.1, the Lotka—Volterra system is not Hamiltonian but

its structure is similar to a Hamiltonian system. In fact, the right hand sides are only
multiplied by a factor uv. In other words, we can write the Lotka—Volterra system as

y=BEVH(y), (1.4)

wherey = (4, v), Hly) =u —alnu +v — blnv and

BW%z(O _“). (1.5)

uv 0

The generalization (1.4) of a Hamiltonian system is called a Poisson system.

Definition 1.1 ([3]) If a matrix B(y) is skew-symmetric and satisfies

= (9bij db; b
> (—” D i) + 28y 4 D) (y)) =0, foralli, .k,
=\ dy1 ay1

(1.6)

then the formula

n

oF 0G
(F, Gy = > L0y 260 (1.7)

Py dyi ayj
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322 M. Beck, M. J. Gander

is said to represent a general Poisson bracket. The corresponding differential system
(1.4) is a Poisson system. We continue to call H the Hamiltonian.

Since the Lotka—Volterra system can be written in the form (1.4), where B(y),
defined in (1.5), is skew-symmetric and satisfies (1.6), it is a Poisson system. To study
such systems, the notion of Poisson maps is essential.

Definition 1.2 ([3]) A transformation ¢ : U — R (where U is an open set in R") is
called a Poisson map with respect to the Poisson bracket (1.7), if its Jacobian matrix
satisfies

o' VB ) = Bloy)).

We observe, of course, a similarity with symplectic maps. The following theorem,
whose proof can be found in [3], explains the relation between Poisson systems and
Poisson maps.

Theorem 1.1 ([3]) If B(y) is the structure matrix of a Poisson bracket, the flow ¢, (y)
of the differential system

y=B(y)VH(y)
is a Poisson map.

It would of course be interesting to choose numerical methods which exhibit the
same characteristics as the flow ¢, (y) when solving this kind of problems. This moti-
vates the introduction of the notion of Poisson integrators.

Definition 1.3 ([3]) A numerical method y; = ®;(yo) is a Poisson integrator for the
structure matrix B(y), if the transformation yo +— y; respects the Casimirs and if it
is a Poisson map whenever the method is applied to the corresponding differential
system (1.4).

Since for B(y) given by (1.5), there is no Casimir, we do not give the definition
here (one is given in [3]), and a numerical method is a Poisson integrator for B(y) if

and only if it is a Poisson map whenever applied to the Poisson system (1.4), in other
words a numerical method is a Poisson integrator for B(y) given by (1.5) if and only

if it satisfies
(a(un+l»vn+l))T ( 0 —unvn) (8(’4n+lavn+l))
0(un, vy) UnUn 0 (un, vy)
0 _un+1vn+l)
= . 1.8
(un+lvi1+l 0 (1.8)

The most interesting property of Poisson integrators is related to backward error
analysis which is the topic of Sect. 3.
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Positivity of Poisson integrators for the Lotka—Volterra equations 323

2 Properties of the symplectic Euler method and its explicit variant
2.1 Two specific methods

In this paper, we focus on the simplest symplectic method, the symplectic Euler
method, and an explicit variant of it. The symplectic Euler method for the system

= f(u,v),
Il') = g(u,v), 2.1

is defined in [2] by

Upt1 = tp +h fUpt1, vn), (2.2)
Uptl = Un + h g(Unt1, Un), .
and gives, when applied to the Lotka—Volterra system
— Un
[Mn+1 = T“ho—u) 2.3)
Vpt1 =V +hv,(upgr —a).
An explicit variant of this method, defined by
Up+1 = Uy + h f(Un, vn),
24
[Un—H = vy +hguni1, Un), 24)

was introduced by Gander in [1]. Applied to the Lotka—Volterra system, it becomes

[un—i-l =uy +hu,(b—vy,), 2.5)

Vpgl = Up +hv(upy) — a).

Both the symplectic Euler method and its explicit variant are Poisson integrators
for the Lotka—Volterra system, more precisely we have the two following theorems.

Proposition 2.1 The symplectic Euler method (2.2) is a Poisson integrator for Poisson
systems with B(y) given by (1.5) and any separable Hamiltonian H such that 1 +
hv, (Hy — un+1Hyy) is not zero. This condition is always satisfied if h is chosen small

enough.

Proof To prove that the condition (1.8) is satisfied whenever we apply the symplectic
Euler method to the Poisson system (1.4) we differentiate

Upt1 = Up — iy 10 Hy(Upg1, vp),
Untl = Up + h ity 10 Hy (Upt1, Un)

with respect to (u,, v,) and write the result as a matrix equation
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324 M. Beck, M. J. Gander

ity duy
1+ hv,(Hy —upy1Hyy) 0 gu:,rl "gv:l
—hv, (Hy +upy1Hy) 1 331%1 ag:‘;ﬂ

_ 1 _hun-i-l(Hv + vnva)
0 1+ hupp1(Hy +viHyy))’

where the matrices H,,, H,,, Hy, of partial derivatives are evaluated at (1,1, vy,).
Assuming 1 + hv, (Hy, — u,4+1Hyy) 18 not zero, the first matrix is invertible and we
can compute

0 —unVp (1+huy 1 (Hy+vn Hyu))
T _ 1+hv, (Hy—uy+1Hyy)
acph B(I/ln, vn) BCDh - upVp (1 +huy 1 (Hy+vn Hyu)) e e

T+hv, (Hy—tty+1 Hyy) 0

Therefore the symplectic Euler method is a Poisson integrator for B(y) if

upVy (1 4+ huy 1 (Hy + vy Hyy))
1+ hv, (Hy — upy1Hyyp)

= Up+1Vn+1-

Replacing u,1 and v, by their definitions we obtain the condition
Hyy(1 + hv, Hy) = —Hyy (1 + huy 1 Hy),

which is satisfied for any separable Hamiltonian H (u#, v) = T (u) + S(v).

Proposition 2.2 The explicit variant of the symplectic Euler method (2.4) is a Poisson
integrator for Poisson systems with B(y) defined in (1.5) and any separable Hamil-
tonian H.

Proof To prove that the method is a Poisson integrator, we proceed as above and get
the matrix equation

1 0 upt1  dupti
ouy, EES
(_hvn(Hu + tp1 Huw) 1) Qnst sl

duy, vy
_ 1 — hv, (Hy + un Hyy) —hu, (Hy + Unva)
0 1+ hun+1(Hu + UnHUu) ’

where the matrices H,, and H,, are evaluated at (u,,+1, v, ), whereas the matrices H,,
and H,, are evaluated at (u,, v,). Since the first matrix is invertible, we can compute
the matrix of derivatives 0®;, and we get

0 A
3Dy B(uy, vy) 9] = (_A o)’

with A := u,v,(1 — hv,(Hy + u, Hyy))(1 + hup1 (Hy + v, Hyy)). Since

Upi1Vpp1 = UpVy (1 — hv, Hy) (1 + huy 1 Hy),
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Positivity of Poisson integrators for the Lotka—Volterra equations 325

and
A = uyvy (1 — hvy, Hy — hvyuy, Hyy)) (1 + huy o Hy + hug v, Hy)),

the explicit variant of the symplectic Euler method is a Poisson integrator for B(y)
defined in (1.5) and any separable Hamiltonian.

Since both methods are Poisson integrators for the Lotka—Volterra system, we
expect them to give good numerical results. This explains the excellent performance
we observed on Fig. 1.

Apart from the fact that they are Poisson integrators, an interesting property would
be that for suitable values of the step-size, the numerical result stays in the first quad-
rant. We give such a result for the symplectic Euler method in Sect. 2.2. For the explicit
variant of the symplectic Euler method, it is much more difficult to obtain such a result,
which will be the main part of this paper.

2.2 Condition for positivity of the symplectic Euler method

For the symplectic Euler method applied to the Lotka—Volterra system, a very simple
condition yields the desired result.

Theorem 2.1 If we apply the symplectic Euler method (2.3) to the Lotka—Volterra
system with h smaller than 1 /a and 1 /b, the numerical result stays in the first quadrant,
that is u, and v, are positive for any n.

Proof Assuming u, and v, are positive, u, is positive if and only if 1 — k(b — v,)
is positive, that is

1
v, >b— —.

h

For positive vy, it is sufficient that £ is smaller than 1/b to ensure the positivity
of u;11. This also guarantees that the denominator of the first equation in (2.3) never
vanishes. On the other hand, v, is positive if and only if 1 4+ k(1,41 — a) is positive,
i.e.

1
Up+1 > a — Z (2.6)

So if & is smaller than 1/b (so that u, is positive) and smaller than 1/a, the
inequality (2.6) is satisfied and v, 4 is positive.

On the other hand, if we want to apply the same argument to the explicit variant of
the method, we obtain the same argument for v, 1, but for u, | we get

1
un+1>0©vn<b+z
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u

Fig. 2 Number of iterations needed for each point (u(, vg) to leave the first quadrant when applying the
explicit variant of the symplectic Euler method to the Lotka—Volterra system withh=1anda =b =1

and because this condition is not always satisfied, we can not predict in a simple way
when a numerical result will stay in the first quadrant and when it will not.

Actually if we plot for 7 = 1 the number of iterations needed to leave the first
quadrant for each initial value, the figure obtained, Fig. 2, is aesthetically pleasing and
very complicated. One can note that the condition

b ! 2
v < b+ A =
appears clearly in the figure.

This figure indicates that for given initial conditions, it is always possible to find a
step-size h for which the numerical results stay positive. We will use backward error
analysis in order to prove such a result for exponentially long-time intervals.

3 Backward error analysis

The most interesting property of Poisson integrators is related to backward error analy-
sis. For a given numerical equation y, 41 = @, (y,) applied to the differential equation
y = f(y), we call modified equation the differential equation y = f},(y) of the form

= fG) +hH@ +R2HEG) + -,

such that y, = y(nh). If we apply a Poisson integrator to a Poisson system, the
modified equation is itself a Poisson system. The proof of these two results can be
found in [3].
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Positivity of Poisson integrators for the Lotka—Volterra equations 327

Theorem 3.1 ([3]) If a Poisson integrator ®;,(y) is applied to the Poisson system
(1.4), then the modified equation is locally a Poisson system. More precisely, for every
Yo € R" there exists a neighborhood U and smooth functions H; : U — R such that
on U, the modified equation is of the form

¥y =BG (VHG) + hVH(§) + - -). (3.1)

This result, which is only considering the local structure of the modified equation,
can be made more global under additional conditions on the differential equation.

Theorem 3.2 ([3]) If H(y) and B(y) are defined and smooth on a simply connected
domain D, and if B(y) is invertible on D, then a Poisson integrator ®;(y) has a
modified Eq. (3.1) with smooth functions H(y) defined on all of D.

Since for the Lotka—Volterra system, the matrix B(y) is invertible on D := {y =
(u,v) : u > 0,v > 0}, whatever Poisson integrator you use to solve it, the modified
equation is globally a Poisson system. We usually call the Hamiltonian of the modified
system the numerical Hamiltonian of the original system and denote it by H(y).

Following Sects. IX.7 and IX.8 of [3], we bound the local error of the numerical
result and using the above property of Poisson integrators, we bound the Hamiltonian
error. This bound allows us to state our main theorem : given initial conditions, we can
compute for which step-size values the numerical solution given by the explicit variant
of the symplectic Euler method is ensured to remain positive over exponentially long
time intervals.

3.1 Estimation of the numerical solution

Recall that the Lotka—Volterra system is a Poisson system whose Hamiltonian
Hu,v) =u—alnu+v—>blnvisanalyticon E x E, where E := C\{z | Re(z) <
0 and Im(z) = 0}. We shall denote for the rest of the chapter y := (u,v) and
fily) .= wu® —v),v(u — a)T. We apply to the system the explicit variant of the
symplectic Euler method @, (y), defined in (2.5), with step size .

We fix a compact set K C D := {(u, v) € R?|u > 0, v > 0} and define

R := « distance(K, D°),

where 0 < o < 1 can be arbitrarily chosen (we usually obtain better results if « is
large), so that for all yg € K and all y such that ||y — yo|| < R, y belongs to D, see
Fig. 3.

Denoting by K the compact set K = {y|3yo € K such that [y — yo|| < R} and
by M the bound M := max{||f;(y)| : y € IZ}, we now have, for all yg € K,

IfiIl =M for |y —yoll = R. (3.2
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328 M. Beck, M. J. Gander

Fig. 3 Illustration of the sets K and K

Note that we can write the explicit variant of the symplectic Euler method applied
to the Lotka—Volterra system as

D (y) =y + hfi (y) + h2da(y), (3.3)

where da(y) = (0, uv(b — v))7 is analytic. Since we have to bound d;(y) fory € K,
we simply define M, := max{|uv(b — v)| : (u,v) € K} sothatforallyg € K,

Wl = luv® —v)| =My  for [ly —yol = R. (3.4)

3.2 Estimation of the coefficients of the modified equation

The next step is to bound the functions f; of the modified equation

y= D 0"TU@) = 0@ + @) + P+ (3.5)

n>1

The key idea to obtain an explicit formula for these functions is to introduce the
Lie derivative

0
L [k]
Dj= E f]. (Y)_ay[k],
k

where y!¥! denotes the kth component of the vector y; in particular, for any differen-
tiable function g,

Dig(y) = g Wf;(y).

Using Lie derivatives and denoting y := y(¢), we can write the solution of the
modified Eq. (3.5) expanded into a Taylor series as
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Positivity of Poisson integrators for the Lotka—Volterra equations 329

1
§(t 4+ h) =y + hf1 (y) + h>[F2(y) + 7P

1 1
+ B3 (y) + 51 (P12 + Daf) () + §<D%f1)<y)] TR

In other words, the solution of the modified Eq. (3.5), with initial value y(t) =y
can be formally written as

< h' i—1
Y +m=y+> —DTIFQ),
i>1
where F(y) = anl h”’lf,,(y) stands for the modified equation, and 7D =

znz 1 b D, for the corresponding Lie operator.
Expanding the formal sum, we obtain

i 1 -
Vet+m=y+> o > WDy Dy )@ [ (3.6)
=t

i>1 Tyeens ki>1

and then we can compare like powers of 4 in the numerical method (3.3) and the
expansion of the exact solution (3.6) to obtain

1
2| 2 PueDef)® | =do)

i1 | kyAetki=2

and for all j > 3,

Zl' Z (Di; - - - Diy_ i) (y) | = 0.

izl | kiteetki=j
In other words,
1
f(y) =da(y) — E(lel)(Y)a 3.7
and
/1
fW==> =1 2. @Dy Dy f) |, (3.8)
i b ki+4ki=j

for j > 3, soif we want to get bounds for ||f; (y) ||, we have to estimate first || (D ;g)(y) ||
and for this we use the following variant of Cauchy’s estimate proved in [3].
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330 M. Beck, M. J. Gander

Lemma 3.1 Foranalytic functionsf;(y) and g(y) we have for0 < o < p the estimate

IDjgllo = NEjlls - lglp-

p—0
Here, |Igll, := max { [g(Y)]| : ¥ € By(yo)} and |Ifjllo, | Djgllo are defined similarly.

The following theorem gives an explicit bound for the functions f;(y), for y €
K> = {y|3yo € K s.t. [y — yoll < R/2}. Note that this bound is only valid when
we apply the explicit variant of the symplectic Euler method to the Lotka—Volterra
system.

Lemma 3.2 Forallyy € K, £(y) and the coefficients £ (y) of the modified differential
Eq. (3.5) are analytic in Bg(yo), so if the bounds (3.2) and (3.4) are satisfied, we have
for the coefficients £;, j > 2,

nM (aM( =Y .
;I <In2 - (T Jfor ye K, (3.9
where n:=2/(2In2 — 1) + MR/ M>.
Proof We fix an index J > 1 and we consider ||f;]lg/2 = max{|[f;(y)|| : y €
Br/2(yo}. The trick of the proof is to introduce § := R/(2(J — 1)) and to estimate

€l R—(ji—1)s-
In order to simplify the notation, we abbreviate || - [[g—(j—1)s by || - I ;. Applying
repeatedly Cauchy’s estimate given in Lemma 3.1, we obtain for k; + --- + k; = j,

1
| Die; Diey - - - D fi; 1 j = 51'_—1”f’<1 - e llj—1 - ki Wl j—it2 - I =i

By definition, for k < j we have Br_(j_1)s C Br—(k—1)s, so that ||g]|; < |Igllx, so
from ki, ko, ..., ki < j —1i+ 1, we obtain

1
| Diey Diey - - - D B 1 j < Fllfkl i - Mol - - €k lk—y - I Nl -

We now apply this inequality to the expansions of the functions f; given by (3.7)
and (3.8) and obtain

1 1
202 < ||d2||2+§||D1f1 o < ||d2||2+%||f1 I3,
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and
Il < Z D Dk D Bl
Ckitetki=j
|
=25 2 &JMMHMW B -
i=2 " kiteetki=j
We define, by induction,

i .
Bj = % (%) Z Z B By - - - By »

k1+ +k1 /

so that ||f;||; < B;é,for 1 < j < J, and we consider the generating function

b(&) =D it

j=1

L GRS 30 SR W YRR

j>1 j=2i= 2 T kitetki=j
Mg M\ ! 1 ;
- 72(7) +2 e

Denoting by y := M/ and q := M>/M and assuming |¢g¢| < 1 we obtain

b = L+ O
—q¢

1 —b@) -1

So denoting by x := b(¢), we have to solve

y¢

DL, x)=e" —2x —1+
€, x) e X T

=0. (3.10)

We can apply the implicit function theorem whenever ¢* = ¢?©) £ 2 ie. x #
=1n2 + 2kmi, so we need

O —2b(e) =1 - - ré ;#2-28
Solving this last equation, we obtain that
- 2B —1
y+qQ2B—-1)

@ Springer



332 M. Beck, M. J. Gander

So finally b(¢) is analytic in a disc with radius % = % centered at the

origin. One can note that since % < é, the sum ) jzo(qg)f in the derivation of b(¢)
is well defined.

Now we want to prove that on the disc |¢| < 7, the solution b(;) of (3.10) with

b(0) = 0 is bounded by In 2. Applying the conformal maps { — Z e ]
and again ¢ +— % to the disc [¢] < % we obtain the disc of radius quvaz\ centered at
if ¢ # v (which is always the case since y cannot be zero). Finally we multiply

qziquz
by (—y) and obtain the disc centered at 2 and of radius I2— Since v > ¢, the

center of the disc is negative and the largest point of the disc is

w-=-T4 L Y _ Y __om2-1).

q2_v2 q2—v2 qg—v

So now we have to consider the image of the disc [w| < 2In2 — 1 centered at
the origin under the mapping b(w) defined by ¢ — 1 — 2b = w and h(0) = 0. One
can prove (see, for example, [3] page 309) that it is completely contained in the disc
|b] <1n2.

Applying Cauchy’s estimate to b(¢) = > i=1 B¢ /. we now obtain

b(/)( 0)

<In2 vj,

1Bjl =

and thus [If;|r/2 = IIf/]l; < 8Bs <In28v’. By definition of v, we have

MU -1) 2 N RM> _ MU -1 2 +RM2
N R 2In2 -1 M2(J -1 R 2In2 -1 M2 )’

so defining 1 := 2/(2In2 — 1) + RM»/M?, we obtain

R - R M —-1)n My
= % = —,
20 -1 —2(J—-1 R 2

so that we get the result for J > 1.

3.3 Estimation of the local error

Since the modified differential equation series usually diverges, we have to work with
a truncated equation

Yy=FyGE. Fy@ =ft@ +hb2@ +---+hr" "'y @), (.11
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Positivity of Poisson integrators for the Lotka—Volterra equations 333

with initial value yo = yo. Supposing that AN < hg with kg := E,ILM and using the
bound (3.9), we estimate fory € IZZ,

N=1 , .\

In2 iy
Fx| < |If h||f. e+ RN NN <=M |1 — —
IENI < Ifl + Alf2) +--- + Ifnll = T ]2:1 (eN)

and since the sum in the last line is maximal for N = 2 and bounded by 0.184, we
obtain

In?2
IFn| < M [1 +1.0022 n%} < M[1+0.0647] . (3.12)

This estimation allows us to bound the local error.

Lemma 3.3 Ifh < ho/3 with ho = R/(enM), then there exists N = N (h) (namely
N equal to the largest integer satisfying hN < hg) such that, for any y, € K,
the difference between the numerical solution y; = ®,(yo) and the exact solution
d~) ~.:(Yo) of the truncated modified Eq. (3.11) satisfies

194 (¥0) — S n YOIl < hy Me"0/"
where y = e(2 + <400 1 0.0647) .
Proof For any yo € K fixed, we consider the analytic function

g(h) == ®4(y0) — .4 (¥0)-

By definition of the functions f; (y) of the modified equation, the coefficients of the
Taylor series for @, (yo) and ¢ ~., are the same up to the k"N -term, but not further due
to the truncation of the modified equation. Hence the function g(%) contains the factor
hN+1 and we can apply the maximum principle for analytic functions to ]f]&r)l Ifg(2)
is analytic for |z] < &, we have for0 < h < ¢,

1
= o maxlig@l- (3.13)

H g(h)

HNH

Since g(h) is analytic for any &, we can choose ¢ = ehg/N.
On the other hand we have

19 (o) — yoll = Izf(yo) + 2°d2(yo) | < |2IM + |z|* M.

Moreover |Fy|| < M(1 4 0.064n) is valid for any y € K> and any |h| < e, so we
have

1. (¥0) — Yol = 5(2) = FO)II < |z] - 1§ )| = Iz
NENDI = [2IM (1 + 0.0647),
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as long as ‘iN,z(YO) = ¥(z) stays in 152. In fact, because

ehg R 1 R
eM(1+0.064n) = — M (1 4+ 0.064n) = —(— +0.064) < —,
N N n 2

since n > 5 and N > 3, the solution (;5 N,z stays in the ball Bg,2(yo) C 122 for all
lz] <e.
Finally we go back to (3.13). Since

- M>
g1l < 1P (yo) — Yol + lén.z(¥o) — Yoll < |z[M (1 + |Z|W + 1+ 0.064n),

we have

N+1
gl = ST X [IZIM(2+ IZI— +0064n)}

< ("N Nh 24+ hoM2 L o6a
=\ eho 3M g

Then, because hN < h(, we obtain
ehoM,
lgh)| < e NhMm [2 t = T 0.064 n]

Finally, since N < hg/h < N + 1, we have e/l > o=(N+1) gnd the theorem is
proved.

3.4 Estimates of the variation of the Hamiltonian

We are now in a position to prove that if the numerical result stays in a compact set,
then it is really close to the exact trajectory for exponentially long time intervals.

Lemma 3.4 If the numerical solution stays in the compact set K» ¢ D = {u >
0,v > 0} and if h < ho/3, with ho = R/(enM), then there exists N = N (h) (the
largest integer satisfying hN < hg) such that, over exponentially long time intervals
nh < eho/2h,

|H (y,) — H(yo)| < Ly Me "0/,

|H(yn) — H(yo)| < L yMe """ +2hC, (3.14)
N M (1+0.064 ) 0.277M%n? .
with L : " (umin—R/2)(vmin—R/2) and C := (Umin—R/2) (Vmin—R/2)’ Whereumm = mln{

(u, v) € K} and vmin is defined in a similar way.
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Proof Let (}) ~.:(Yo) be the flow of the truncated modified Eq. (3.5). As stated in
Theorem 3.2, this differential equation is a Poisson system whose Hamiltonian is
H=H-+hH,+h?>Hs + ---+ N1 Hy, so that

H@y,(30) = Hyo), V1.

Our first goal is to bound VH. By Theorem 3.2 and using the bound on ||Fy ||
derived in (3.12), we have

IEx W) = IBOVH) < M(1+0.0647).

On the other hand, since we consider the Lotka—Volterra system, we have

~ _ uvI:Iv(y) . [:Iv()’) _ 7
I1By)VH(Y)| = —uvI:Iu(y)H = |uv H—ﬁu(Y)H = |uv| [VHW)I,
so that
- M(1 4+ 0.064 M(1 4+ 0.064
(VA Q) < LLE000m (L+0064)
[uv] (tmin — R/2)(Vmin — R/2)

since min{u : (u,v) € 152} = Umin — R/2 and si~milarly for v. The bound L is in
fact a global i-independent Lipschitz constant for H and

IH (Y1) — H@n 4 Gl < L IYns1 — Sy p (¥l < L hyMe™ /",

by Lemma 3.3.
We are now in a position to bound

n

Z [H(Yj) - I:I(le)]‘ =

j=1

n

> [I:I(yi) - I:I(‘;SN,h(le))i”

j=1

|H (y,) — H(yo)| =

n
< Z |L hy Me /" = nhL y Me™"0/",
j=1

so that for nh < "0/2h we get the first inequality we wanted to prove.

It remains to show an equivalent result for the Hamiltonian. Since
H(y) = H(y) + h[H>(y) + hH3(y) + - + BV Hy ()],

we have to prove that Hy(y) + hH3(y) + - - - + W-2Hy (y) is uniformly bounded on
K independently of 7 and N. By Theorem 3.2, we have for all j

fi(y) = B(y)g;(y) = B(y)VH,(y),
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so that, using the bound (3.9), we have for j > 2 andy € 132

M M(j—1

On the other hand, one can check by direct differentiation (and using the symmetry

assumption ﬁj a;llj) that we get f(y) = VH(y) for H defined by

Hi(y) = / (v —20)7g; (20 + 1(y — 20))dt

for any zp € K. So we can choose zg such that ||y — zp|| < R/2 which yields

I1H; W = II/(Y —20)" gj (20 +1(y — 20))d1 |

_R_1 Im2My (nM(j—l))-/‘1

= 2 quv| 2 R
- R In2Mn (nM(j — 1))/‘1
~ 4(Umin — R/2)(Vmin — R/2) R

and then

| Ha(y) + hHa(y)+ -+ N 2 Hy (y) |

N N A
SZ R In2Mn (nM(] 1)) i2
= 4(tmin — R/2)(Vmin — R/2) R
1 2M2 2 N—1 N
1 Z eN (L) ,
4(um1n — R/2)(Vmin — R/2) 4 eN

and since the sum zj\’z—ll N (#)i is maximal for N = 4 and is bounded by 0.588 we
define

B 0.588 ¢ In2M?n? B 0.277M*n?
B 4(umin — R/2)(Vmin — R/2) B (min — R/2)(Vmin — R/2)

and Hy(y) + hHs(y) + - - - + kN2 Hy (y) is uniformly bounded on K by C. Finally
we have for nh < eho/2h

|H(yn) — H(yo)| < L yMe /2" L opC.

@ Springer



Positivity of Poisson integrators for the Lotka—Volterra equations 337

3.5 Application

We can apply Lemma 3.4 to our problem, namely “how to be sure that the numerical
result remains positive”. The constructive proof of the following theorem gives a
routine which enables us to determine the step-size #* for which the numerical result
stays in the first quadrant over exponentially long time intervals.

Theorem 3.3 Let (ug, vg) be given initial conditions, and let h* be the minimum of
ho/3 and the unique solution of

LyMe /" L 2hC = Hyayx — Ho,

where the constants ho,L,y,M,C, Hnax and Hy are defined in the proof below. Then if
we apply the explicit variant of the symplectic Euler method with a step-size h smaller
than h*, the numerical solution stays positive over exponentially long time intervals
t = nh* < eho/2h*,

Proof The constants a, b, ug and vy are fixed, so that we can compute Hy :=
H (ug, vo). The level curve of Hy defines the compact set K. Then we compute the
maximum values and the minimum values of # and v in K and we obtain the values
of

Umax :=max {u : (u,v) € K},
Umin :=min {u : (u,v) € K},
Umax :=max {v : (u,v) € K},
Umin :=min {v : (4, v) € K}.

Then we set R := o min{ tmin, Vmin } With, for example, & = 0.9, so that we can
define the compact set K = {y : Jyo € K such that |y —yoll < R} and in a similar
way, K». _

We have by definition M := max{||f (u, v)||| (4, v) € K}, however it is much easier
to use

M = max { fimax (Umax — b), Umax (lmax — @) },

where limax = max{u | (u, v) € I%} = Umax + R and Uax = Vmax + R. Similarly we
use

M2 = ’;maxﬁmax(ﬁmax - b)
instead of max g Ild2(y)|l. Once we have these values, we can compute

2 RM, R
= + and ho =
2In2 —1 M? enM

n
aswellas y = e[2 + d’;’# + 0.0647],
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M(1 4 0.064 )
(tmin — R/2)(Vmin — R/2)

L=

and
c_ 0.277M*n?
B (tmin — R/2)(Vmin — R/2) )

The next step is to choose /& smaller than //3. Once / is chosen, we check whether
or not it is small enough to ensure that the numerical solution stays in K. We know
that the bound (3.14) is valid if and only if y, is in K>, so we need to know that it does
stay in this compact set. Defining

Hpmax := min{H (u, v) | (u, v) € 9K»}
= min{ H (umin — R/2, b), H(a, vmin — R/2)},

we know that y,, stays in Igz, if H(y,) < Hmax that is, using the bound (3.14), if
LyMe 0" L 2hC < Hpax — Ho. (3.15)
Now all the constants in the above expression are positive, and since any function
of the form
fh) = a4 Bh s,

where «, 8, and § are positive, is strictly increasing, & satisfies inequality (3.15) if and
only if & is smaller than the unique solution of

LyMe /2" £ 2hC = Hpax — Ho. (3.16)

In other words, the bound 7* we are looking for is given by the minimum of /¢/3

and the solution of (3.16). Moreover, the numerical solution stays in K5 for at least
t =nh* < eho/2h*,

3.6 Example

As an illustration, we consider the problem

w=u(l—v),
[i) -2 (3.17)

with the initial condition u(0) = 1.5, v(0) = 0.5.

The exact solution of the system stays on the level curve of the Hamiltonian with
Hy = 1.8822, so we define K = {(u, v) | |H(u, v)| < 1.8822}. Since the solution
of (3.16) is 0.000113, we conclude that for values of # smaller that 0.000113, we are
sure that the numerical Hamiltonian is well-conserved and that the numerical solution
stays positive and exhibits the right qualitative behavior, for a time t = nh ~ 1013,
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21 h=0.1 2l h=02
15 15
1 1
0.5 0.5
0 0
-0.5 0 0.5 3.5 -0.5 0 0.5 15 2 2.5 3 3.5
21 h=04 2I h=0.6
15 15
1 1
0.5 0.5 % NmeLMﬂ\m‘M
0 0
-0.5 0 0.5 3.5 -0.5 0 0.5 15 2 25 3 3.5
2
h=0.65 2l h=07
15 15
1 1
0.5 0.5
0 0
-0.5 0 0.5 1.5 25 3 3.5 -0.5 0 0.5 15 2 2.5 3 3.5

Fig. 4 Numerical solutions obtained using large step-size

Asone can see in Fig. 4, the estimate for £ is really pessimistic. For values as large as
h = 0.1, the Hamiltonian is extremely well-conserved, with max,>1 |H (y,) — Ho| =
0.0127 and the numerical simulation only starts to leave the first quadrant for values

of h greater or equal to 0.7.

An important remark is that we not only proved that the numerical solution of the
problem (3.17) with the initial condition #(0) = 1.5, v(0) = 0.5, will stay in the first
quadrant if we use a step size smaller than 0.000113, but we also proved this result
for any similar problem with initial condition yo = (1(0), v(0)) € K, since the initial
condition was only used to define the compact set K, and all results are true for all

Yo € K.
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