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Abstract: While purely numerical methods for solving ordinary differential equations (ODE), e.g.,
Runge-Kutta methods, are easy to implement, solvers that utilize analytical derivations of the right-
hand side of the ODE, such as the Taylor series method, outperform them in many cases. Nevertheless,
the Taylor series method is not well-suited for stiff problems since it is explicit and not A-stable. In
our paper, we present a numerical-analytical method based on the rational approximation of the ODE
solution, which is naturally A- and A(«)-stable. We describe the rational approximation method and
consider issues of order, stability, and adaptive step control. Finally, through examples, we prove
the superior performance of the rational approximation method when solving highly stiff problems,
comparing it with the Taylor series and Runge-Kutta methods of the same accuracy order.

Keywords: rational approximation; numerical integration; stiff problem; variable step size; ODE;
stiff systems

1. Introduction

The basic principle in designing numerical methods for solving the initial value
problem

vy = f(ty), y(to) = yo 1

is that the numerical method must fit the Taylor series expansion of the solution in a given
point with the desired accuracy [1]. The Taylor series can directly be used for numerical
integration as well, and a number of algorithms and software have been developed based
on Taylor series expansion [2-5].

In real-life applications, the one-step Taylor series method outperforms purely numer-
ical one-step algorithms such as the Dormand-Prince and Gragg-Bulirsch-Stor methods
when extended data types are used and small error tolerances are required. Its high
computational efficiency on conventional data types can be achieved by using automatic
differentiation for computing the derivatives in the Taylor expansion [3,6].

The main drawback of the explicit Taylor series method is that it can fail on stiff ODEs,
i.e., lose stability when the step size is not appropriate or may select small step sizes in
adaptive time step implementation, being guided more by stability requirements rather
than accuracy limits, which results in performance loss. The formal definition of stiffness
can be found in [7], and a vital feature of the numerical method suitable for efficient solving
stiff equations is A-stability and its generalizations, e.g., A(«)-stability [8]. The Taylor
series method is not A-stable. Still, its stability region grows with its order [9], which
may increase the performance of high-order Taylor series methods on moderately stiff
problems. Recently, a modification of the Taylor series method for semi-linear problems
called the exponential Taylor series method was proposed [10]. This idea can be used to
derive Taylor-like methods, which are A-stable and L-stable [11].
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In general, the Taylor series approximation can be considered a variant of the solution’s
polynomial approximation with respect to time step .

However, the Taylor series is not the only variant of the function decomposition that
allows for constructing integration schemes. Several other examples include the Haar
wavelet decomposition and hybrid function decomposition for integer-order ODEs [12],
and fractional-order general Lagrange scaling functions for fractional-order ODEs [13].
It is also well known that, in some practical cases, using rational approximation instead
of polynomial approximation is more suitable, e.g., when the approximated function
contains poles. L. Wuytack was among the first researchers to notice it in application to
numerical integration and proposed the second-order numerical method based on the
Padé approximation for solving problems with singularities [14]. Later works, e.g., [15],
developed this idea. It is also notable that there is a well-known relation between multi-
step methods and the Padé approximation [16]. The Padé approximation of a matrix
exponential in domain-specific implementations of the exponential Taylor method can be
highly efficient [17].

An attempt to analyze the applicability of the Padé type rational approximation
methods to the one-dimensional stiff problem was made by M. Gadella and L. Lara [18].
However, the high potential of the rational approximation methods in solving stiff multidi-
mensional problems has still not been investigated.

This paper aims to fill this gap by introducing a family of A- and A(«)-stable rational
approximation methods and by studying their performance on stiff problems. The paper is
organized as follows. In Section 2, we introduce the theoretical background of the proposed
rational approximation method. Section 3 presents the stability analysis and proves that
the proposed method is A- or A(a)-stable depending on the order of accuracy. In Section 4,
we introduce an adaptive step control technique for this method. In Section 5, we present
the experimental results. Section 6 gives the conclusions.

The following special notation is accepted in the paper:

o denotes the Hadamard (element-wise) multiplication;
© denotes an arbitrary binary vector operation.

2. Basics of Rational Approximation in Numerical Integration

For a given initial value problem (1), where y is a vector-valued phase variable and ¢
is a scalar (time), the approximate solution obtained in the next time point is denoted as
Ynt1 =~ Y(ty11). Denote the time step h = t,, 11 — t,. Then, consider the Taylor series that
approximates the solution:

o0 y(i) ‘
Yns1 =) 5 h @)

|
i—o ©

Consider a rational approximation of v, as a fraction of two polynomials Py (k) and

Qm(h):

Pr(h) = po+ pih + .. + prht,
Qm(h) = qo + qih + ... + quh™,

where L and M are powers of these polynomials. The rational approximation of the

solution reads:
Py (h)

Y= Qu(h)

A number of reliable algorithms for finding the rational approximant (3) exist [19].
Here, we use the most straightforward approach. Let M + L = p, where p is a certain
natural number. Assuming that (2) and (3) must give the same result up to the error term
O(hP*1), it follows that

®)

iyf - ol o, @

1=
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which results in a system of equations:

PO = ]/an/
p1=hy nf0 + Yud1,
py = 2% q0 + hylqy + Yuda,

(L-1)
pPL = hL qo + hl- 1( ) 1+ -+ YnqL, ®)
0 = L+t yﬁ ) 4 LY y 4o LM yse M
(L1190 Trn (L—MFD)1IM/
LM ™ L+M—1 y M Lyn>
0=h"" damido +h (Eses LR e sl IR

One can notice that this system is complete only if L + M = p, which is exactly the
case of the Padé rational approximation. Similarly, the Padé approximant corresponds to
the rational approximation of the highest possible order of accuracy. Usually, the notation
Ry p or [L/M] is used to denote the powers of polynomials in the Padé approximant
with the power of the numerator L and the power of the denominator M. Otherwise,
if L+M—p =r, thenr > 0, the last r equations from (5) should be omitted, and the r
coefficients in P and Q remain free. This option can be used to obtain rational approximants
with some desired properties, but their order of accuracy is lower than that with the
Padé approximant.

2.1. Padé Approximation

The second-order numerical integration method proposed by L. Wuytack is the [1/1]
Padé approximation similar to the type in (3). After simplification, it reads:

hf?(tn,
f ( nhy:l) , (6)
[t yn) = 31 (bns Yn)
where f'(t,y) is a time derivative of f(t,y).

The fourth-order Padé numerical method of type [2/2] can be obtained from (5) in a
similar way [18]. After simplification, it can be presented as follows:

Yni1 = Yn +

Yn+1 = Yn+
(24f1/ 2 = 36,2 fu)li + (24} fnfn 65, f2 — 18f,°)12 )
3617+ 24 fu + (12F1f1 — 6F) )+ (—4f2% + 3£ 2’

where f,S‘” = @ (t,,y,) for more compact notation.

Two problems are evident when working with numerical methods such as (7). First,
this formula can be straightforwardly implemented in a one-dimensional case, but when
yn and f, are vectors, some special techniques are needed to perform the division of two
vector values, appearing in the numerator and denominator of (7). The classical definition
of vector space does not include vector division, but some authors [14,20,21] propose using
element-wise operation for this purpose:

V_(Ul...”f...”m)T. ®)

w1 wj Wm

Alas, there is no proof that such an operation can preserve A- and A(«)-stability even
when the formula is A- or A(«)-stable for a one-dimensional problem [22]. Moreover, it was
shown that this approach might notably affect the dynamical properties of the simulated
system [21].
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The second problem of the Padé approximant is that, starting with the [2/2] formula,
it becomes cumbersome and difficult to derive, implement, and compute.

2.2. Proposed Approximation

Reducing the rational approximation order may result in more feasible types of
approximation. In this paper, we focus on a class of methods given by [p —1]/[p — 1]
approximants for even p and [p]/[p — 1] for odd p. The method of order 2 of this class
is (6), similar to the Padé approximant. The Methods of orders 3-6 are given in Table 1.
These formulas were obtained from the equations in (5) with an additional condition:
the denominator of these rational approximants Q should represent the Taylor series for

(y(tn =) = y(ta)) /I

h o, W,
Q:f(tn/y”)_if (t”/yn)+€f (tn/]/n)"'---

Denoting the numerator P, one can notice that, in such types of approximation, the
numerator is always a sum of two terms:

P =yn®@_y(tn,yn) +hOp(tn, yn),

where ®_j,(t,, yn) = Q and Oy (4, yx) is another function of t, and y,,. Therefore, we can
write the general form of these type methods similar to conventional one-step methods:

1Oy (b,
Y1 = Y+ h((" on)

—h ti’l/ ]/n) ' (9)

One obvious advantage of the proposed rational approximation (RA) method is that
they have a more straightforward formulation than Padé approximation methods. Another
advantage is that they not only can be A- or A(«)-stable but also can guarantee stability
preservation in the multidimensional case, which is considered in the next sections.

Table 1. RA methods of orders 3-6.

4 Formula

3 2
niz+ b (40 fe - £17)

3

Yn+1 =Yn+
fn*%fr/ﬁr%z "
nfz+ b (40 fa = 367)
! Ynt1 = Yn F I 2 13 £(3)
fo—3fa+ G fi = 2zfn
3 2 5 4 2 3
s JMith (4 fa = 317) + &5 (6£4 fu + 10527 = 157 £7)
Yn+1 = Yn 3 4
fa= b+ B pl - TR+ o f”
3 2 5 4 2 3
6 N nfa+ b (40 fa = 3£27) + din (653 fu + 10517 — 1577 £1)
Yn+1 = Yn , 3 4 5
TR T T o NS

2.3. Multidimensional Case
Following [4], we rewrite the non-autonomous ODE (1) in a form of an autonomous ODE:
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Y(t) = (t,yl,...,ym)T,
F(y) = (LAY, (X)),
so Equation (1) becomes
Y'(t) = F(Y(t)). (10)

The first derivatives of F(Y) are as follows:

F' =JF,
9]
"
F" = JJF + 5 FF,
Cal 9 9] 9]
" __ 7 el el
" = S5 FFF 4 50 JFF + 250 FJF + [ o0 FF + ] JF,

cey

where F = F(Y) and | = dF /9Y is the Jacobian matrix. Higher-order derivatives are given
in Appendix A.
Furthermore, we show that the RA method can be written in a matrix form:

MgenAYy11 = MnumF(Yn)/ (11)

where AY, 11 = Y41 — Yy, and My, and My, are d X d matrices, where d is the system
dimension after writing it as an autonomous system: d = m if (1) is autonomous and
d = m+ 1if (1) is non-autonomous. This allows us to solve (11) via the Gauss method in a
manner similar to implicit methods performed for a single iteration of the Newton-Raphson
procedure, which is important for stability.

First, we prove the following lemma.

Lemma 1. The i-th derivative of F(Y') can be represented as M;F(Y), where M; is a matrix,
icz.,.

Proof. Due to the rules of differentiation,

F(Y(t)) = Y@ dt (12)
Substituting (10) into (12) leads to
0
FY() = G V) (13)

which already reads as M;(Y)F(Y), and after differentiating,

Fn(0F0) = (ST ) ) FO) -+ M) F(Y), 11
Collecting terms by F(Y) in (14) as My = ((%F(Y))F(Y) + M%(Y)), we obtain
& (M (V)F(Y)) = Ma(V)E(Y), 1

which is similar to (12) up to the index by M. Continuing this process, we obtain

d

7t (Mi(VE(Y)) = Mia (Y)E(Y), (16)
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which proves the lemma. O
Then, the following theorem can be proven.
Theorem 1. RA method of order p
nfE+ s (—afifa+367) + .. -
y +1 = y}’l + 7
’ R+
for the multidimensional ODE reads in a matrix form as
AYpi = (Mden)ianumF(Yn)/ (18)

where My and M ,,, are matrices.
Proof of Theorem 1. Using the notation in (10) and results of Lemma 1, we rewrite (9) for
the one-dimensional case as follows:

MnumF(Yn)F(Yn)
MdenF(Yﬂ) ’

Yop1 =Yu+ (19)

where My, collects all terms by F(Y),) in the numerator and My,,, collects all terms by
F(Yy) in the denominator. Equation (19) in the multidimensional case reads

AYyi1 = (MyenF(Yn)) " MyuumE(Yy) 0 F(Y,,), (20)

where AY, 11 = Y11 — Y, and o denotes the Hadamard (element-wise) multiplication.
From (20), implying ||F(Yy)|| # 0 and using the commutativity of the Hadamard product,
we obtain the following the formula:

AYn+1 = (Mden)ianumF(Yn)’ (21)

which proves Theorem 1. [

The second-order RA method (6) in matrix form is as follows:

-1
A1 = (1 _ ’;m)) WE(Y,), )

where [ is the identity matrix, which gives the linearly implicit midpoint method, also
known under the abbreviation LIMP [8].

Denote
k=]
F, = %Fﬂz,
() d] d] ] 3
F = <8Y8YF>F+ M]F+2(83(F>]+]<8§(F> +J°.

The RA method of order 4 is as follows:

ho oK ow N\ hi 1 1
AYyiq = (1 L 35 — 241?3> (1 +3 (—41:12 + 3F2>>hp, (23)
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Similarly, formulae for methods of higher order can be derived. From (23), one can
see that one step of the fourth-order method is not that much more complicated than the
fourth-order Taylor series method:

K2 K3 4
AYy1 =hF+ —-FF+ —FEF+ —KF 24
n+1 t5hE+ hFE+ 505 (24)
in terms of matrix operations except the matrix inverse, which resembles conventional
implementations of implicit methods. This operation preserves the A-stability of the
method, which is not inherent to implementations with element-wise vector division; see
Theorem 2.

2.4. Other Issues of Implementation

One of the most complicated problems in the implementation of RA method is finding
high-order partial derivatives of F since they are multidimensional matrices. Indeed,

oF
=%
is a two-dimensional matrix, while
i .92
=5y @)= 5vav

are three-dimensional and four-dimensional matrices, respectively. However, in practical
computations, we only need to compute products JF and (JF)F, which are two-dimensional
matrices. Using manual or automatic matrix differentiation allows for finding and prelimi-
narily implementing formulas for these matrices.

3. Stability Analysis

This section analyzes the stability of RA methods, proving that using a matrix inverse
instead of element-wise division preserves the A(«)-stability and plot stability regions of
these methods.

First, consider the stability functions of [p — 1]/[p — 1] RA methods. The linear test
problem for stability analysis is as follows:

Y'(t) = AY(t), (25)

Denote z = hA, and, since the denominator of RA methods is a Taylor series for
AY,_1/h,in terms of z,

Qz)=1—c+=> 4 " (26)

1 1 1
11 -1 z
o1 L 22
P)=|1 1 1 1 N (27)
j:% zP~1
% 11 0 0
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where zero elements in the matrix are left blank. From (27), the stability functions of RA

methods are R , )
.

B 1+%+%+§—4+"'+ZT

R(Z)— = (28)
RrFE PO
for even p and
14242 42 4. 21 2
R(z)= —> ° % U ) 29)

z 22 28 zp-1
l=5+%—m+ +5

for odd p. Even-order RA methods are A-stable for orders 2 and 4, and A(a)-stable for the
higher orders, and odd-order RA methods are not A(«)-stable; see the stability regions of
the order 2-7 RA methods in Figure 1.

10 p—2 10 p=3
5 5
-5 -5
-10 -10
-15 -10 -5 0 5 -15 -10 -5 0 5 -15 -10 -5 0 5
Re Re Re

10 p=5 10 10 p=T
5 5 5 o
§ 0 E oo § 0
5 5 5 °
-10 -10 -10
15 210 5 0 5 15 <10 -5 0 5 45 <10 5 0 5
Re Re Re

Figure 1. Stability regions of the order 2-7 RA methods.

The essential issue in RA method implementation is using the matrix inverse (18)
instead of element-wise operations. Due to Theorem 2, this preserves A(«a)-stability.

Theorem 2. For the A(w)-stable rational approximation method,
Y11 =v(Yn) @w(Yy), v=PFoF, w= QF, (30)

where v and w are vectors, P and Q are matrices, and © is a certain binary operator:
1. Treating @ as an element-wise division (8) may lead to the loss of A(w)-stability for a
certain Yy, i.e., for a multidimensional linear test problem:

Y = AY, (31)

where A is a matrix, 3{Yy, A, h} : Y, 11 = RY,, max|eig(R)| > 1.
2. Treating @ as a matrix inverse-based operation (18) preserves A(w)-stability for any Yy,.

Proof. Consider the n-dimensional test problem in (31). For the method in (30), its matrix
form reads:
Y1 = (PY,0Y,) @ (QYy),
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and from (28)
hA  h*A? hP-1Ar-1
P=14+—F—+ 4+ —
2 6 p!
and 242 1 1
hA h°A hP—1AP—
Q = 1 _— + _— e =
2 6 p!

O

The stability function can be found depending on the operator ©:

If © is an element-wise division, the stability function for each dimension is found
independently as

Ri(hA, ) = =, u = (PYy 0 Yy), 0 = (QYn).

&

Let us give one example of how the stability may be violated. Let Y, = (1100 ...0)",
and A is a matrix of a stable system in the Jordan normal form:

rw
A= |—w ¢

where ¢ < 0 and w > 0 are real numbers. In this example,

1+hG + 7y +R2C2 22w

Rl(hA,Yn): 1_h70_h7w+h2‘722w2+h220?w—

Let  be small enough to neglect terms by h? and its higher powers because

14+ hg +h4 + O(h?)

Rl(hA/YI’l) = 7
—F o)
and denote h5 = —a, h§ = b. Then,
1—a+b 1—a-—b
Ri(hA Yo) = =5 RelhAYo) = 7=

The stability loss means elongation of the vector Y, 11, ie., ||Yy41/]3 = R+ R3 >
||Yx|[3 = 2. However, for all positive a and b, the condition ||Y;,11]||5 > 2 is satisfied.
This example explicitly shows that element-wise division may violate A(«)-stability
for an arbitrary stable system and initial conditions.

If © is the matrix inverse, the stability function is

R(hA) = Q7'P,

which does not depend on Y),. Therefore, A(«)-stability is preserved in the multidi-
mensional case similar to the other one-step methods [1].

4. Adaptive Step Control

Adaptive step control may sufficiently increase the performance of the integration

program. In order to control the step size, error estimation is required. RA methods provide
three possible error estimation strategies:
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1.  The error term for the method of order p can be found similarly to the Taylor method:

P(pil) (Yn—H)

TR (32)

erry 1 = h?

which is practically applicable since F(?~) (Y, 1) is already computed.
2. Theerror term for the method of order p can be found from the previous order method.
Let p — 1 be odd, then the (p — 1)-order solution is

Y/n—i-l - Yn + Q;El(yn)h®(yn)/
and the p-order solution is

(p-1)

-1
F Y,

Yyo1 = Ya+ (Q,,l —hpﬂ) (Y,)hO(Y,),

since O(Y;,) is similar for orders p and p — 1, from where

errp+1 = Yp+1 — Ynq1. (33)

3. The error term for the method of order p can be found using the numerator alternation
technique. Let the p-order solution be

Vi1 = Yu+Q L (Yn)hO(Yy),

then the p — 1-order solution is
Va1 = Ya + Q7' (%) (hO(Yy) + chPEP ) (v,)), (34)

where c is a constant. We propose to use ¢ = % The error is then found using the
formula (33). The technique (34) is less computationally expensive since the matrix Q
is similar for both Y;, ;1 and Y,, 1, which allows for performing its LU-decomposition
and for speeding up the second matrix inverse.

Furthermore, we used the error estimator based on Equation (34), which provided
slightly better results in our preliminary tests.

In order to provide smoother step size control, we use a step control algorithm
developed by Soderlind [23]:

, h ( ¢ tol )bl ( Ztol )b2< & tol >b3< hy )‘“2 (h,,1>_“3
1= ,
" "\lerrniall [erral] llerry—1]| 1 hu2
where a and b are parameter vectors, ¥ = 0.99,¢ = 0.9 are safety factors, and fol is the
tolerance chosen to satisfy the condition:

tol = max(reltol - ||Y,41]|, abstol),

where reltol is the relative tolerance and abstol is the absolute tolerance.
The best results were achieved using

b= (% =% m)
a=(1 0 0),

where k is chosen proportional to the method order. In our practical tests, we use k = 4p
for better damping.
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5. Experimental Results

In this section, the implementation of the fourth-order rational approximation method
with its third-order counterpart (34) for determining the error is considered. The resulting
method is denoted as RA4(3). The order 2 RA method is identical to the widely known
linearly implicit midpoint method, of which the properties have been investigated in [8];
therefore, we omit its analysis. The sixth-order method RA6(5) and the higher-order meth-
ods can be efficient only with extremely high tolerance settings, which require extended
data types due to the complexity of the higher derivatives in matrix form (see Appendix A),
so their properties are to be investigated in the future. Nevertheless, fourth-order methods,
including the popular Runge-Kutta 4 method, are widely used in engineering and scientific
computations and are among the most common methods [1].

We compare the RA4(3) methods with the Taylor 4(3) method and two Runge-Kutta
methods. The first Runge-Kutta method under investigation is the explicit one-step 4(3)
method described in [24]. Precisely, it is the classical Runge-Kutta 4 method with an
embedded counterpart of order 3. This method is further denoted as ERK4(3). The second
Runge-Kutta method is the implicit LobattollIC 4(3) method, which is L-stable and B-stable
and was considered by some authors to be an excellent method for stiff problems [25].
Meanwhile, it is a fully implicit RK method and, therefore, a computationally expensive
one. To make it more efficient in our study, we use the conventional technique of “Jacobian
freezing” in the Newton method iterations; see [8].

To obtain a reference solution, we used the Dormand-Prince 8(7) method with high
accuracy settings and extended data type [1].

We considered four stiff test problems in this study: the Van der Pol oscillator problem
(VDPL), High Irradiance Responses (HIRES) of the photomorphogenesis problem [1], the
Riccati four-dimensional equation problem (RICCATI) [26], and a modified FitzHugh-
Nagumo-Rinzel neuron model (FNR) from [27]. Our first example shows how different
methods deal with the step size and how numerical differentiation affects step size dynam-
ics. The second example studies the performance of the methods.

5.1. Time Domain Analysis and Issues of Step Control

This subsection considers several test problems and how different methods behave
with step-size controllers on them. The Van der Pol (VDPL) test problem is given by the
following equations:

{y.l A (35)
2 =pu(l—yy2—vy1,

where y is the nonlinearity parameter: the higher its value, the stiffer the problem. In our
experiments, we use the value y = 1000 and experiment time tmax = 2000. We used the
following settings: hmin = 10719, hmax = 10, abstol = 10711, reltol = 1078, Figure 2
depicts the obtained results in the time domain.

The time-domain solution is given on a logarithmic scale of its absolute value. The plot
at the bottom shows that the largest steps are selected by the L-stable Lobatto IIIC method.
The RA method generally follows it, while the step size strategies of the Taylor and ERK
methods are quite similar.

Figure 3 shows the difference in step selection strategies between the method with
element-wise division (8) and the method with matrix inverse. This example compromises
the element-wise division applied to the RA method. The element-wise division in the Van
der Pol oscillator leads to a notable accuracy loss (see upper plot) and reduces the efficiency
of the method because it becomes unable to select large step sizes in the same way that a
truly implicit method can. The Taylor method stepping strategy is given for comparison.
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Figure 2. Solution to the Van der Pol system in the time domain (top) and step sizes for different

solvers (bottom).
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Figure 3. Comparison of element-wise and matrix operation in the rational approximation
method. The solution to the Van der Pol system in the time domain (top), step sizes for differ-
ent solvers (bottom).

The stiff Riccati equation test problem (RICCATI) is described by the following equations:

= 10,000 — y2 — y3y2,
- _yZ(yl +y4)/
—y3(y1 +va),
10,000 — y3 — y3y2,

(36)

with initial value y(tp) = (0 0 1 0) " and simulation time tmax = 3. The solver settings
used for time-domain test were fyin = 10719, hmax = 100, abstol = 10710, reltol = 1072,
Figure 4 depicts the obtained results in the time domain.
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Figure 4. Solution to the Riccati system in the time domain (top) and step sizes for different solvers
(bottom).

The High Irradiance Responses test problem (HIRES) is described by the following
equations:

y1 = —1.71y; + 0.43y, + 8.32y3 + 0.0007,

y2 = 1.71y1 — 8.7512,

y3 = —10.03y3 + 0.43y4 + 0.035y5,

Ya = 8.32y2 + 1.71y3 — 1.12y,4,

ys = —1.745y5 + 0.43y¢ + 0.43y7,

y6 = —280y6y8 + 0.69y4 + 1.71]/5 — 0.43]/6 + 0.69]/7,
y7 = 280yeys — 1.81y7,

ys = —280ysys + 1.81y7,

(37)

with initial value y(tp) = (1000 0 0 0 0.0057) " and simulation time tmax = 100. The
solver settings were fnmin = 10719, hpax = 100, abstol = 10719, reltol = 1075, Figure 5
depicts the obtained results in the time domain.

The sine-excited FitzHugh-Nagumo-Rinzel neuron test problem (FHN) is described
by the following equations:

Yi=y2—Yi/3—y2—y3+ys
Yo = a1(ay +y1 —azy2),

Y3 = ag(as —y3 — y1), (38)
Y4 = Ays,
]/5 = _w2y4/

where the parameter vector is a = (0.5 0.7 0.8 0.002 — 1) T, the sine perturbation function
amplitude is A = 0.083, the radial frequency is w = 0.00003 - 27, the initial value is
y(to) =(0000 1), and the simulation time is tmax = 70,000.

The solver settings were hmin = 10710, hpax = 100, abstol = 10710, reltol = 1078,
Figure 6 shows the behavior of the obtained solution.

In all examples, the LobattollIC method can work with the largest step sizes, while
the Taylor and ERK solvers select small step sizes, restricted by stability requirements.
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Figure 5. Solution to the HIRES system in the time domain (top) and step sizes for different
solvers (bottom).
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Figure 6. Solution to the FitzHugh-Nagumo-Rinzel system in the time domain (top) and step sizes
for different solvers (bottom).

5.2. Performance Analysis

In this subsection, we study the performance of the methods on four described problems.
The results are given in Figure 7. Four considered test problems highlighted the higher
performance of the proposed RA method. Explicit methods are poorly suited for this set
of problems, as seen from the plots: their computational time is almost independent of
accuracy. Thus, their step controllers restrict step sizes on all investigated tolerances to
maintain the stability.

All of the experiments were carried out in a MATLAB R2018b environment, on a
computer with the 64-bit Win10 operational system, Intel Core i5-7300HQ 2.5 GHz CPU,
and 16 GB RAM. The relative tolerance value was altered within the interval [107%,1071],
and the absolute tolerance was chosen as abstol = 107> - reltol. The double data type
was used.
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Figure 7. Performance plots of the 4(3) methods for the stiff test problems: LobattolIIC method, rational approximation

method with analytical derivative (RA), Taylor series method, and explicit Runge-Kutta (ERK) method. The horizontal axis

represents the negative logarithm of the achieved error in the last point; the vertical axis represents the computation time as

a median value of 7 successive runs.

6. Conclusions and Discussion

In this paper, we proposed a prospective type of rational approximation method for
solving stiff ODEs. This method has a strong relation to the Taylor expansion and is easy
to derive and implement. The A- and A(«)-stability of this method is proven, and most
notably, the method is A-stable in the case of orders 2 and 4. Compared with the Taylor
method, and explicit and implicit Runge-Kutta methods, it has the best performance when
solving stiff test problems, as our experiments with 4(3) order methods on double data
type revealed.

Similar to the Taylor series methods, the proposed method requires algebraic differen-
tiation to achieve the best performance. It is of great interest to test the performance of the
proposed method on extended data types and high orders, which will be the topic of our
future work.

The question arises of whether we found the “best” rational approximation for nu-
merical integration or whether there exist other types of approximation that can achieve
better performance. It is also of interest to derive a Runge-Kutta-like formula for this
method, especially for the matrix denominator, which may considerably increase the
method performance.

The proposed numerical method is also prospective for solving problems with singu-
larities, especially poles in the denominator of the derivative function.

RA methods are potentially suitable for solving DAEs, which will be a subject of our
future investigation.
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Appendix A. Higher-Order Derivatives in Matrix Form

Here, we present derivatives of orders 4 and 5, needed for RA and Taylor series
methods of orders 5 and 6:
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Due to their complexity, we do not recommend implementing methods utilizing these
formulas using double data type. Instead, the extended data type should be used.
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