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Implementation of symmetrizers in ordinary
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Abstract

Two-step symmetrizers for the implicit midpoint and trapezoidal
rules provide an alternative to the one-step smoothing formula for
solving stiff ordinary differential equations. When used with the basic
symmetric methods, these L-stable methods preserve the asymptotic
error expansion in even powers of the step size and provide the necessary
damping of oscillatory solutions. These new symmetrizers show effects
similar to one-step smoothing but with the advantage of being order two.
When generalized to higher order symmetric methods, such as the two-
stage Gauss or the three-stage Lobatto IITA, these symmetrizers can
suppress order reduction for stiff problems. Here, we discuss one-step
and two-step symmetrizers and their application in ordinary differential
equations. We present numerical results with constant and variable
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step sizes that show the advantages of two-step symmetrizers over
one-step symmetrizers of the implicit trapezoidal rule for stiff linear
and nonlinear problems.
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1 Introduction

Symmetric Runge-Kutta methods are implicit methods for solving stiff ordi-
nary differential equations. These methods possess asymptotic error expan-
sions in even powers of the step size [17] which are exploited with Richardson
extrapolation [16] to increase the order of the method by two.

Gragg [11] proved the existence of an expansion for the explicit midpoint rule
and introduced the concept of smoothing to suppress the parasitic oscillatory
component in the numerical solution of nonstiff problems. The application of
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smoothing applied with extrapolation was investigated for nonstiff [2]| and
later for stiff problems [14, 7, 1].

Chan [3, 4] generalized the concept of smoothing to arbitrary symmetric Runge—
Kutta methods, calling it symmetrization. This process is achieved by means

of a related Runge-Kutta method called a symmetrizer. It is constructed so

as to preserve symmetry (asymptotic h?-error expansion in step size h) and to

provide damping for stiff problems. It also has the advantage of suppressing

order reduction when used with higher order methods. Chan and Razali [5]

recently studied two-step symmetrization with constant step size for order

two symmetric methods.

In this article, smoothing of the implicit trapezoidal rule (ITR) is extended to
two-step symmetrization. This symmetrization is equivalent to a symmetrizer
applied over two steps. The advantage of two-step symmetrization is that when
it is applied in active mode, the method has order two behaviour compared
to the order one behaviour of the one-step symmetrization [10]. The two-step
symmetrization of the ITR also shows order four super-convergence for linear
stiff Prothero-Robinson problems. The Butcher tableaus for the one-step and
two-step symmetrizers are, respectively,

oj0 0 0 0 O
111100 o
2011710 o0
411

32 16 2 16 32

In general, we either apply symmetrization in the passive or active mode. In
the passive mode we compute many steps with the symmetric method, store
the update and internal stage values at each step and apply symmetrization
whenever required. In the active mode we use the symmetrized value to
propagate the numerical solution each time it is computed. We can also
perform symmetrization at every step, every two steps, or a combination of
these.
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In the constant step size setting, we are interested to see whether the super-
convergent order four behaviour is preserved for other stiff linear problems.
This is important, especially when we propose to apply extrapolation to
achieve higher order behaviour. We also investigate the performance of two-
step symmetrization with variable step size setting. Section 2 presents an
analysis on the Prothero—Robinson problem and Section 3 implements the
one-step and two-step symmetrizations of the implicit trapezoidal rule on
linear and non-linear problems. Section 4 presents some results with constant
and variable step size settings.

2 Order analysis of the Prothero—Robinson
problem

An s-stage Runge-Kutta method applied to y’ = f(x,y) with step size h is
defined by

Yi:yn71+hZaijf(xnf1+th7Yj)a 121,...78,
j=1

Un=Yn1+h D bif(xn s +cih, Vi), (2)
i

where A = [ay] is the s x s Runge-Kutta matrix, and b and c are the
s dimensional vectors of weights and abscissas, respectively.

We analyse the Prothero-Robinson (PR) problem [15] where

y'(x) =Ay(x) —g(x)]+9'(x),  ylxo) = g(xo), (3)

with g a smooth function and stiffness parameter A € C with Re(A) < 0. The
problem becomes more stiff as |A| increases but has the same exact solution,
independent of the stiffness parameter. Hairer and Wanner [12] calculated the
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global error of the numerical solution after n steps. In the case of a one-step
symmetrization applied in active mode, the global error is

€n=Yn— Z )" llI" (4)

where ﬁ(z) is the stability function of the symmetrizer with z = Ah and the
local error for step 1 is

fl)i(z) - i h_TU(k)(Xiﬂ {1 — kb + zbT (T— Z/’i>1 (Ek — k/igklﬂ ;
(5)

where (K, B, ¢) are the coefficients of the one-step symmetrizer and T is the
identity matrix.

If one-step symmetrization is applied in passive mode at step n, then the
global error is

= R(2)en1 + a(2), (6)
where 1T)n is the local error at step n and the stability function is

~ 1

R(z) = ———. 7

For two-step symmetrization applied in active mode, the global error has the
same form as (4) but the local error for step 1 is

11)1 :Z

k=2

J(xi_2) {Zk Kbk 4 zb" <I—ZA> ]< _ KAk 1)}
(8)

w|:‘

where (K, E, ¢) are now the coefficients of the two-step symmetrizer.

If the two-step symmetrization is applied in passive mode, then the global
error is

€n = R(z)en 2+ Pn(2), (9)
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where lT)n is the local error at step n and the stability function is

~ 1—12?

R(Z) = m (10)

2.1 One-step symmetrization of ITR

One-step symmetrization of the ITR is

gn — Yn—1 + Zlin +yn+1 : (11)
and is the same as the smoothing formula introduced by Gragg [11]. We
refer to the problem as nonstiff when [A] ~ O(1) and strongly stiff when
1/IA] ~ O(h?) . Substituting the coefficients of the one-step symmetrizer (1)
into equations (5) and (6) we obtain the local and global errors as h — 0 in
passive mode

O(h?) if nonstiff,
O(h7) if strongly stiff,
: - O(hj) %f nonstiff, | (13)
O(h7) if strongly stiff.

The global errors for one-step symmetrization in active mode as h — 0 are

~ {O(h) if nonstiff, (14)

€En = . .
O(h?) if strongly stiff.
2.2 Two-step symmetrization of ITR
Two-step symmetrization of ITR is

- ~Yn_2 +4Yn_1 + 10yn +4Yni1 — Yniz
yn - -]6 s & . (15)
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Substituting the coeflicients of the two-step symmetrizer (1) into equations (8)
and (9) we obtain the local and global errors as h — 0 in passive mode

~ O(h3 if nonstiff,
Palz) = ¢ ) | | (16)
O(h°) if strongly stiff,
5= O(hj) ) %f nonstiff, | (17)
O(hs/A) = O(h*) if strongly stiff.

The global errors for two-step symmetrization of ITR as h — 0 in active mode
are

(18)

n —

~ O(h?) if nonstiff,
O(h?/A) = O(h*)  if strongly stiff.

3 Implementation

In this section, we discuss the implementation of symmetrization using con-
stant and variable step sizes. We investigate the accuracy and efficiency
of one-step and two-step symmetrizations of the ITR. The costly part is
computing the Newton iterations for the internal stage values. Thus, we
use simplified Newton iterations by computing the Jacobian only on the
first approximation instead of computing it at each iteration. We also use
compensated summation in order to minimize round off error [12]. We denote
one-step symmetrization applied in active and passive modes as 1AS and 1PS,
respectively, while two-step symmetrization in active and passive modes are
denoted as 2AS and 2PS, respectively.

3.1 Problems using constant step size

We consider the following constant step size problems.
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e The PR problem (3) integrated to X = 5 with step size h = 0.1 and
g(x) = exp(—x).
e The Frank, Schneid and Ueberhuber (Fsu) [9] problem

:
y =Ay+e”, U(O):—m, A=10°,

integrated to X =5 with step size h =0.1.
e The Holsapple, Iyer and Doman (HID) [13] problem

1
1000001’

integrated to X =5 with step size h =0.5.

/ —_—

y' = —Ay +sin(x), y(0) = 7\:103,

The application of symmetrization with constant step size shows that two-step
symmetrization in active mode is the most accurate method when used to
solve the linear PR problem [15|. This is the result of the higher order of the
method. The analysis on superconvergent order four behaviour of two-step
symmetrization is verified numerically by application to stiff linear problems.
The order is computed in Matlab from the slope of the log-log plot of absolute
error versus step size.

In Figure 1 for the stiff PR with A = —1, all methods are order two except
1AS which is order one. In Figure 2 for the nonstiff PR with A = —10°, 2As
and 2PS are superconvergent order four. In Figure 3 for FSU, 2PS and 2AS
are superconvergent order four and in Figure 4 for HID, 2PS and 2AS are also
superconvergent order four. There are two methods with visually identical
plots in all figures. In Figure 1, both the ITR and 2Ps lie along the same
line, while in Figure 2, both 1AS and 1PS lie along the same line. In Figures
3 and 4 for FSU and HID, 1AS and 1PS lie along the same line.
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PR: g(x)=e %, A\=-1
2 ! ! !

IoglO|Error|
|
(6)]
T

_6 . .
3 | - [—6—1r
e | —Pas|
| 2as
1PS
| | | < 2ps
25 -2 15 -1 0.5

log lo(Stepsize)

Figure 1: The PR problem order behaviour of the ITR for the nonstiff case.
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PR: g(x)=¢ %, A=—10°
_10 T T T T T T T

=z
v

-12

-14

-16

-18

=20

—x— 2PS

_22 1 1 1 1
-2.6 -2.4 -2.2 -2 -1.8 -1.6 -1.4 -1.2 -1
log 10(Stepsize)

Figure 2: The PR problem order behaviour of the ITR for the stiff case.
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FSU: y'=A y+e %, A=—10°

_10 T T T T T T T

T
7 ...
X7
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S 7
\%

-12
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-16

log, ,|Error|
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log lo(Stepsize)

Figure 3: Order behaviour of the ITR applied to the FSU problem.
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HID: y'=-A y+sin(x), A=10°
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_12 ! 1 Il 1 Il Il 1 I
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Ioglo(Stepsize)

Figure 4: Order behaviour of the ITR applied to the HID problem.



4 Results and discussion C553

3.2 Problems using variable step sizes

In the case of variable step size, the step size selection is based on the
standard step size controller [12] and the error estimation is obtained using
symmetrization. For example, the update is y, = Y3* where Y} is the second
internal stage value for the ITR at the nth step. The update for two-step
symmetrization of the ITR is as in equation (15). The local error is

€ =Yn —Yn- (19)

We consider the following variable step size problems.

e The van der Pol (VDP) [8]| problem

[(T—yDy2—wi], yi(0)=2, y,(0)=0,

m | —

Y=Yz, Y=

integrated to X =5 and with e =1072.
e The Curtiss and Hirschfelder (CH) [6] problem

y’ = —50[y — cos(x)],

integrated to X = 10 with initial value y(0) =1.

4 Results and discussion

This section compares one and two-step symmetrization in active mode
with variable step size. Figure 5 plots the solutions for the VvDP problem and
Figure 6 plots the step size selection for this problem. In this problem the step
size for two-step symmetrization is larger than the one-step symmetrization in
certain regions. Figure 7 plots the solution for the CH problem and Figure 7
plots the step size selection for this problem. In this problem, like the VvDP
problem, the step size for two-step symmetrization is larger than the one-step
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VDP

sixe—A

X—axis

Figure 5: The VDP problem solution.
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Stepsizes

—S— 1AS

—=— 2AS

step size

X—axis

Figure 6: The VDP problem step size selection.
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y—axis

X—axis

Figure 7: The CcH problem solution.
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Stepsizes

step size

X—axis

Figure 8: The CH problem step size selection.



5 Conclusion C5H58

Table 1: Number of steps and error estimations.
problem | steps (1AS) steps (2As) | error est. (1AS) error est. (2As)
VDP 612 211 4.46 x 103 717 x 10~*
CH 72 22 6.13 x 1074 473 x 107

symmetrization. The larger step sizes result in a reduction of computation
time. Figures 9 and 10 plot efficiency diagrams of CPU time versus absolute
error for the VDP and CH problems, respectively. The plots show that the
2AS is more efficient than the 1AS for both problems.

To compare the accuracy, Table 1 shows the number of steps and error
estimations of the one and two-step symmetrizers. For the VDP problem,
2AS requires 911 steps to get to the solution, compared to 612 steps for 1AS.
Although the number of steps for 2AS are greater than for 1AS, 2AS gives
better accuracy. In the CH problem, 2AS takes 22 steps which is less than
1As with 72 steps, and 2AS is slightly more accurate than 1AS.

5 Conclusion

The two-step symmetrization for the ITR was tested on five problems. With
constant step size, superconvergent order four behaviour is observed. For
variable step sizes, two-step symmetrization is shown to be more efficient com-
pared to one-step symmetrization. Although some results show that the total
number of steps taken are greater for two-step than one-step symmetrization,
it is also shown that two-step symmetrization is more accurate than one-step
symmetrization. It is of interest to apply the symmetrization to various
other problems and investigate the robustness of the method. We also would
like to extend the idea to higher order symmetric methods and to explore
strategies for extrapolation, especially for methods that show superconvergent
behaviour.
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Figure 9: Efficiency diagrams for the vDP problem.



log, ,|Error]

Conclusion

C560

[

o

ol
T

|
o
a1
T

=75
-2.5

-2 -1.5 -1 -0.5 0

IoglO(CPU time)

Figure 10: Efficiency diagrams for the CH problem.
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