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Abstract In last few years, many ERKN methods have been investigated for solving
multi-frequency multidimensional second-order ordinary differential equations, and
the numerical efficiency has been checked strongly in scientific computation. But in
the constructions of (especially high-order) new ERKN methods, lots of time and
effort are costed in presenting the practical order conditions firstly and then in adding
some reasonable assumptions to get the coefficient functions finally. In this paper,
a feasible and effective technique is given which makes the construction of ERKN
methods finished in a few seconds or a few minutes, even for high-order integrators.
Moreover, this technique does not need any more information and knowledge except
the classical RKN method. And this paper also gives the theoretical explanation to
guarantee that the ERKN method obtained from this technique has the same order
and the same properties as the underlying RKN method.
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1 Introduction

This paper focuses on numerical integrators solving multi-frequency and multidi-
mensional perturbed oscillatory second-order ordinary differential equations (ODEs)

{ q" () +Mqt) = f(q(t).q'(1)),  1€l.Tl,

/ , (D
q(o) =q0, q (fo) = qo,

where M € R?*? is a constant matrix containing implicitly the frequencies of the
problem. ODEs (1) arise in various fields of science and technology, such as applied
mathematics, mechanics, physics, astronomy, molecular biology, and engineering [ 1—
4]. In the case where the right-hand side of the systems does not depend on the
derivative ¢’ (1), the systems (1) are

{q”(r) +Mq(t)= f(q®)), telt, Tl

/ , (2)
q(to) = qo, q (to) = qy.

Furthermore, if M is a positive semi-definite symmetric matrix and f(q) =
—VU(gq), then systems (2) become identical to multi-frequency and multidimen-
sional oscillatory Hamiltonian systems

p'=-VyH(p.q). po) = py. 3
q' =VyH(p,q), q(1) = qo,
with the Hamiltonian
1 1
H(p.q)=zp"'p+-q9"Mq+U(q), “4)

2 2

where U(q) is a smooth potential function. For solving the multi-frequency and
multidimensional perturbed oscillatory second-order ordinary differential equations,
RK-type methods [2-21], exponential fitting and trigonometric fitting methods [2—
6, 15, 20-28], multi-step methods [2-5, 8], energy-preserving methods [2—-6, 17-19,
29-33], and collocation methods [2—4, 6, 18, 28, 29] have been proposed. These
methods also have been deeply analyzed for Hamiltonian systems [5-7, 19-21, 32—
36]. The ERKN methods [10, 14] are equivalent to the exponentially fitting RKN
(EFRKN) methods [20, 21], but these methods correspond to different ideas and
derivation. The ERKN integrators are proposed based on the variation of constants
formula while the EFRKN methods are derived by applying the exponential fitting
techniques to the multidimensional modified RKN methods. This paper prefers to the
ERKN methods since the ERKN methods do not depend on the decomposition of M
and then can be widely used in many fields [5, 8-15, 19, 20, 36-38].
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In numerical applications, the efficiency and robustness of these integrators com-
paring with the classical RKN methods can be guaranteed since the ERKN methods
make full use of the special structure of the ODEs (1). But by now, since the lack of
some researches, in the construction of new ERKN method, people have to do the
repetitive work which have been done similarly in constructing RKN method. In this
paper, we will give a technique which makes the construction of ERKN method can
be finished actually in a few seconds or a few minutes, even for high-order methods.
It is greatly save the time and effort. This feasible and effective technique is on the
basis of the special structure of a class of ERKN methods. The theoretical explana-
tion would be presented in the order conditions, the symplectic conditions, and the
symmetric conditions.

The rooted tree theory is most important in the RK-type methods. For the ERKN
method solving the general systems (1), the rooted tree theory is on the basis of the
improved extended Nystrom tree set (IEN-T set) called as IEN-T theory [12, 16]. And
for the ERKN method solving the special systems (2), the rooted tree theory is on the
subset of IEN-T set, namely the simplified special extended Nystrom tree set (SSEN-
T set) and then the theory is called as SSEN-T theory [10, 11]. Since the coefficient
functions of the interested class of ERKN methods mentioned in this paper are non-
independent, the rooted tree theory for any kind of systems would bases on a subset
of the underlying tree set. And we will conclude that the rooted tree theory for this
special class of ERKN methods is actually on the basis of the Nystrom tree (N-T) set
for the general systems (1) and the special Nystrom tree (SN-T) set for the special
systems (2).

In this paper, we also present some theorems to guarantee that the special class
of ERKN methods obtained from this technique share the same properties (such as
order, symplectic property, symmetric property) with the underlying RKN methods.
So, in this paper, we provide a feasible and efficient technique to construct some
ERKN methods with special properties which are wanted in scientific computation.

The paper is organized as follows. Section 2 presents this technique and a special
class of ERKN methods. Section 3 shows the feasibility and the effectiveness of the
technique in constructing new ERKN methods. The theoretic explanation is studied
in Sections 4 and 5. Section 4 presents the rooted tree theory for the special class
of ERKN methods. In Section 5, theorems about the symplectic conditions and the
symmetric conditions for the special class of ERKN methods are presented.

2 A special class of ERKN methods and a feasible and effective
technique

In this section, we will first review the traditional RKN method and the ERKN
method solving the general systems (1). And then basing on the traditional RKN
method, we present a feasible and efficient technique to form a special class of ERKN
methods which will make the construction of ERKN methods much easily. More-
over, in Sections 4 and 5, we will prove that this kind of ERKN method shares the
same order, symplectic property and symmetric property with the underlying RKN
method.
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2.1 The RKN method and the ERKN method

The RKN method is firstly introduced by E.J. Nystrom in German in 1925 to solve
the second-order differential equations of the form y” = f(z, y, y'). If the function in
the right-hand side has the form f(y, y’) — My, an s-stage traditional RKN method is
defined by the following scheme

N
Y; =y, +cihy, +h22&,~,(f(x,-, Y)) —MYj), i=1,...s
i=1

N
yl/:y;+h2a,-j(f(yj,yj’.)—MYj), i=1,...s
j=1

S ®)
Yue = Yu byl + 03 B (S (i ¥) - MY,
i=1

S
Yo =Yn+h Y B (f(i.Y) —MY;),

i=1

with the Butcher tableau given in Table 1.

It is obviously that the RKN method (5) does not make full use of the special
structure generated by the linear term M y. If we make full use of the special structure
and construct methods basing on the matrix-variation-of-constants formulas (6) and

(D,

q(t + uh) = ¢o(U*V)q(t) + phdi (1> V)g' ()

%
+h? /(H —2¢1((n — 2*V) f(q(t + hz), q'(t + hz))dz, (6)
0

q'(t + uh) = ¢o(U*V)q'(t) — huMey (1> V)q (1)
"

+h / ¢o(( —2)*V) f(g(t + h2), ¢'(t + h2)dz, (7
0

Table 1 The Butcher tableau of

the RKN method (5) ¢y | any a@n - @ | @ ap - @iy
C | Qa1 @xp - Qog | @ @p v Qg

Cy d’xl (_IXZ e d’sx 1 a2 e A

181 ﬁZ . ﬁ.s‘ ﬂl BZ e ,8.3'
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+00
where ¢; (V) = > (;;—ﬁr)i”),vp with i = 0, 1, we can get the ERKN method. The
p=0 '

ERKN method is specially defined for the systems (1). The one-dimensional ERKN
method is defined in 2009 [10] firstly and then be generalized to the multidimensional
ERKN method in 2010 [14].

Definition 1 An s-stage ERKN method solving the ODEs (1) is defined by the
following scheme

Qi = o(cIV)qo + citi (T VIhgy + 12 Y ay(V)f(Q;, Q). i=1,....5,
j=1
hQ; = —ciV1(ciV)gg + cido(c] VIhgy +h* Y aij(V)f(Q;, Q). i=1,....s,
j=1

a1 =$o(V)go + 61 (V)hgo+h* Y bi(V) f(Qi, O)),

i=1

hal = —V$1(V)gg + do(VIhgh +h> Y bi(V) f(Q;. Q).

i=1

(¥

where tlle coefficients ¢; for i = 1,...,s are constant, the coefficients a;;(V),
a;ij(V), bj(V) and b; (V) fori, j = 1,...,s are functions of V and V = h*M.

The ERKN method (8) solving the systems (1) can be expressed in the Butcher’s
tableau as given in Table 2.

The excellent numerical behaviors of the ERKN method comparing to the RKN
method are guaranteed since the special structure of the systems be preserved by the
ERKN method. But by now, in order to construct ERKN method with special order
or special properties, people have to do almost the same work with that occurs in the
construction of the traditional RKN method.

Table 2 The Butcher tableaus of the ERKN method (8) for the general systems (1)

cr | an(V) anp®V) - a (V)| an(V) ap®V) - a(V)
| ay(V) an(V) -+ axy(V)|an(V) an(V) - ax(V)
Cs asl(v) Zl.vZ(V) e am(v) axl(v) a‘VZ(V) e ass(v)

bi(V) by(V) -+ by(V) | bi(V)  by(V) -+ by(V)
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2.2 A technique and a special class of ERKN methods

In the construction of new ERKN methods, two steps can finish the construction
in a few seconds or a few minutes. At first, we choose the coefficient functions
(ciraij(V),aij(V), bi(V), bi(V)) in the ERKN method (8) as

aij (V) = 7ij¢1((ci — c;)*V), aij(V) = yijdo((ci — c;)*V),
bi(V) = i1 ((1 — ¢))*V), bi(V) = nipo((1 — ¢;)*V), )

namely, we approximate the integrals in (6) and (7) by the interpolation quadrature
formulas. And then we can set these constant coefficients (c,-, Yijs Yijs Mis n,-) in (9)
as (ci. @ij, oj, Bi, Bi) for i, j = 1,...,s which are coefficients in the traditional
RKN method (5). Thus, we obtain the ERKN method we are interested in.

Definition 2 An s-stage special class of ERKN methods solving the ODEs (1) is
defined by the following scheme

Qi = po(c}V)qq + cir (] V)hgy + 1Y &ijdi((ci — c))*V) f(Q;, O, i=1...s
j=1

hQ} = —ciVi1(c;V)go + cido(c; VIhgy + 1Y aijdo((ci — c))* V) F(Q;, Q). i=1...s,
j=1

a1 =d0(V)go+ ¢1(V)hgy + 1>y Boi (1 —ci)*V) f(Qi, Q).

i=1

hgy = —Ver1(V)go+ o(V)hgy +h> Y Bido((1 — ¢)*V) f(Qi. O)).

i=1

10

where V = hZM and the coefficients c;, ajj, oij, Bi and B; fori,j = 1,...,s are
constant.

It should be pointed out that the special class of ERKN methods (10) and the
traditional RKN method (5) share the same coefficients. In the case of the special
systems (2), the second equations in (10) and (5) are no longer needed, and then the
Butcher tableaus of these two methods are given in Table 3.

Moreover, it will be proved that the ERKN method obtained from this approach
has the same order, same symplectic property, and same symmetric property, as the
underlying RKN method.

3 Construction of new ERKN methods

Tables 4, 5, 6, 7, 8 and 9 are examples of the constructing of the ERKN methods
from the traditional RKN methods. It can be seen easily that it spends a few seconds
or a few minutes to construct all these new ERKN methods. Actually these ERKN
methods in this section have been studied in papers [5, 10, 16, 34]. While in these
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Table 3 The Butcher tableaus of the RKN method (left) and the corresponding special class of ERKN
methods (right) solving the systems (2)

| @ @ v @ c an angi((ci —c)*V) -+ andi((cr - ¢,)*V)
| @y @xn v Ao e | @ndi((ca —c1)*V) an s adi((c2 — )V
e | @ @o o A ¢ | @adil(cs—c)?’V)  @pdi((cs —c)*V) - @y
B B - By Bigi((1—c)*V)  Bai(1—=c2)*V) - Bei((1 - ¢;)*V)
B B o B Bigo((1—c)*V)  Bago((1 = c2)*V) - Bsgpo((1 = ¢5)*V)

papers without exception the authors have to firstly give the practical order condi-
tions and then consider some reasonable assumptions to get the coefficient functions
finally, namely in these papers almost the same operation steps with that in the
construction of the classical RKIN methods [39, 40] have to do done.

These ERKN methods all show the better numerical behaviors in comparing
with the traditional RKN methods and with some other famous methods. The last
three ERKN methods follow from the famous three symplectic and symmetric RKN
methods.

These ERKN methods are all explicit. Actually from the technique in this paper
any ERKN method (explicit or implicit, low order or high order) can be obtained. For
higher order RKN methods, we refer to Hairer & Wanner [41-43], to Albrecht [44],
to Battin [45], to Beentjes & Gerritsen [46] and to Hairer [41, 47]. For symplecitc
or symmetric RKN methods, we refer to Qin Meng-Zhao & Zhu Wen-jie [48], to
Okunbor & Skeel [4, 49-51] and to Calvo & Sanz-Serna [4, 52, 53].

The rooted tree theory in the next section ensures the ERKN method (10) have
the same order with the underlying RKN methods respectively. And the theo-
rems in Section 5 ensure that if the underlying RKN method is symplectic (or/and
symmetric), the ERKN method obtained from this technique is symplectic (or/and
symmetric) too.

4 Rooted tree theory
In this section, we will give the rooted tree theory to guarantee the statement that

the ERKN method (10) and the corresponding RKN method have the same order.
At first, we will review the rooted tree theory for the ERKN integrators (8) [11, 16].

Table 4 A two-stage second-order RKN method (left) and the corresponding ERKN method (right)
solving the systems (1)

Wi O

0 3605 V)
[ 10v) 33V) | Loo(V)  Leo(bV)
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Table 5 A three-stage third-order RKN method (left) and the corresponding ERKN method (right)
solving the systems (1)

0 0
3|0 3 il o 3%0(3V)
11 0 -1 2 1| ¢u(V) 0 —¢o(V)  2¢0(3V)
§ 20/t ¢ ¢ (V) 24GV) 0 Ego(V)  Eeo(3V) i1

And then we present the simplified order conditions for the special class of ERKN
methods (10). We will find that the rooted tree theory for the ERKN method (10)
can actually be derived from the traditional bi-colored rooted tree sets which are
originally presented for the RKN method.

Theorem 1 ([16]) An s-stage ERKN method (8) solving the systems (1) is of order r
if and only if the following conditions are satisfied, for any Vt € IEN-T

s _ !
_Zlb,-(vm-(r) = %cpp(f)ﬂ(m +OM P, p(r)y <r—1, (11)
K} |

__Zlbl-(V)@,-(r) = %mm(w + O PO pry <, (12)

where the mappings p(t), ®; (1), S(r) and y () are defined on the IEN-T set.

If we consider the ERKN method (8) solving the special systems (2), we can obtain
the order conditions theorem which is first introduced in paper [11]. In this special
case the order conditions are based on the SSEN-T set.

Table 6 A three-stage third-order RKN method (above) and the corresponding ERKN method (below)
solving the systems (1)

0
1] 1 1
2 8 2
1 1
308 O 0 3
1{0 0 3 0 0 1
1 2 2
§ 58 Ols & % s
0
1 s1(zV) 1oo(3V)
1 §GV) 0 0 11
1 0 0 1613v) 0 0 $o(3V)
(V) ti(3V) ii(GV) 0| Lgo(V)  Z¢o(zV)  Z¢o(3V) il
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Table 7 A two-stage second-order symplectic and symmetric RKN method (left) and the corresponding
ERKN method (right) solving the special systems (2)

0 0

1)1 161(V)

i 1) 0
53 1o0(V) 31

Theorem 2 ([11]) An s-stage ERKN method (8) solving the systems (2) is of order r
if and only if the following conditions are satisfied, for any Yt € SSEN-T

p(1)!

_2115 (V) (1) = Sy (I)¢p<f)+1(V)+ O™y, p(r)y<r—1, (13)
K} |
YoV ®i(r) = S(‘; §’y)('r)¢p<f)<V>+0<h"p<”“), p(r)y<r. (14

where the mappings p(t), ®; (1), S(t) and y (t) are defined on the SSEN-T set.

It should be pointed out that in the study of order conditions for the ERKN
methods (8) [11, 16], if all coefficients are independent, one tree corresponds to one
order condition and there is no redundant at all. But for the special class of ERKN
methods (10), these theories are not satisfied enough since the coefficient functions
are actually dependent and then there will be redundant order conditions. In the fol-
lowing we will present new order condition theories which make all redundant order
conditions disappear. The following two Lemmas will be very important in bringing
in these new order conditions.

Lemma 1 For a given non-negative number m and a given number k, assume that

Bl B — Dk!
ZAZC’”—M, VO<m<my,

S0 T T B rm b

Table 8 Another two-stage second-order symplectic and symmetric RKN method (left) and the corre-
sponding ERKN method (right) solving the special systems (2)

i i

B S IETA163)

N 8¢1< §) 39103
13 100(3%)  1d0(1e)
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Table 9 A three-stage fourth-order symplectic and symmetric RKN method [3, 51] where ¢; = (1)(2 +
J2 24 5 ) (above) and the corresponding ERKN method (below) solving the special systems (2)

¢
1 1-2¢4
2 T2(1-2c, 2
l—c 1-2¢, (1=2¢)(1=6(1=c1)cy)
L] 6(1=2c,2 3(1=2¢)?
]—L'l 1—6(1—0])('] Cl
6(1—2¢)? 3(1-2¢,)? 6(1-2¢)?
1 2(1-6(1—cy)c1) 1
6(1-2c1 2 3(1-2¢1 2 6(1=2c1 2
C1
1 1-2¢ (1—2c,)2V
2 12(1-2¢;)? 2¢1( ) ,
1-2 2 1-2¢1)(1=6(1— 1-2¢, 2V
1-c | gopei —2c1> v) Papinaalg, ()
2 1-6(1-c)er cl 2
mﬁf’l((l -c1)7V) Saaq7 21 ($) sy P1(crV)
1 2 2(1-6(1—c1)c1) 1 2
s zer ol =c1)7V) Wd’o(z) s2eyr PolerV)

where B is a non-negative number. Then, we have

i AT (1 — )27 — (B4+qg—D'Qp+k)!
o ‘ (B+q+2p+k)!

. Vq=0;V2p+q <my.

Proof Using the mathematical induction, we can have that for any ¢, if 2p+¢q < m

Y A=) = Y, Al (1 — e 2 =25, A (1 — )2 45, At (1 = )22

(Btq-D'Cp-2+b!  (B+qlCp-2+k!  (B+q+D2p—2+k)
(B+q+2p—2+k)! (B+q+2p—1+k)! (B+q+2p+k)!

(B+4q—D!2p+k)!
(B+q+2p+k)! ~

The proof is finished. O]

Lemma 2 For any given k > 0,

ZX’": (=) (k + g — DIk + 2m + 1)!

gem ik - Dkt gt T (15)

Proof Tt can be completed by the mathematical induction for integral m (see the
detail in Appendix ). O
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Theorem 3 An s-stage special class of ERKN integrators (10) solving the systems (2)
is of order r if and only if the following conditions are satisfied, for any YVt € SN-T

iﬂ'»@(r)——l L () <r—1 (16)
D Y W BT e

S 1

Zﬂ,<1><>——, p(r) <, (17)

y (7)
where the mappings p(t), ®;(t) and y (1) are defined on the classical SN-T set [3].

Proof The necessary part follows from Theorem 2, Definition of ¢-functions and the
special choice of coefficient functions b; (V) and b; (V).

The sufficient part will be completed by two steps. At first, we will verify that if
the following scheme

iB Lo . p)<r—1, (18)
= T o@m+1 SOy

S 1

Zm(r) , p(m) < (19)

STy

is satisfied, an s-stage special class of ERKN integrators (10) is of order r. In fact, in
this case, for any p, if 2p 4+ p(r) <r — 1, we have

s 7, &, 1 1 _ 1 - p@ 20
Z e i) = Eﬂ O = BT 5@~ @I Dem 2y Sorm 20

where 7 is an SSEN-T which are obtained from 7 by attaching 2 p new branches with

a black vertex to the root of t. And (20) follows from Definition 4.2 in [11], namely
. . 2 ~ PO +2p .

p(F) = p(v) +2p, ®i(F) = ¢; " @i (1), y(7) = @ Y@ ad @ = 5.

Then from Lemma 1, for k = 1, we have

Sz (p() —DICp+ D! p(r)
> Bi(1 =) @i(0) = - : 1)
i=1 (p(m)+2p+ D! S(Dy(r)
Inserting (21) into the Taylor series of the left side of order conditions (13) in
Theorem 2

(—1)P 3 Bill — )P di(2)

N

UIGLIOEINDY = VP4 o),
= 2p<rp(t)—1 Cp+ 1)
we have
K !
; i(V)®;(1) = S(‘; ;’y)('t)mw(m + O ),

Similarly from (19), we can get (14). So, we complete the first step of the proof.
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And in the next step, we will prove that for the special ERKN integrator (10),
any tri-colored SSEN-T is redundant. With the disappear of meagre vertex, order
conditions (18) and (19) are exactly order conditions (16) and (17) respectively.

Let u be a tri-colored SSEN-T as sketched in Fig. 1 and the rooted trees ¢t (SSEN-
Ts) are introduced with the encircled parts are assumed to be identical respectively.
Here we will verify that order conditions (18) and (19) written from tree u can be
implied by others written from some same order SSEN-Ts with less meagre vertices

="

than u’s. In fact, since Definition 4.2 in [11] gives ®;(u) = it i (@)ajr(cj —

)" @i (71) and @i (1) = D; (12} @ juc] Dy (1), we have
oy 22’" (=hrem)!

= D;(1).
2m + 1 prd q'2m — q)!

D;(u)

If order conditions for trees ¢ are true, then the left-hand side of the order condition
(18) for tree u is

2m

(—1)m 3" (=D72m)! 1 1

2+ 12 glem—g)lp)+ 1 SOy ®)’

Y Bidiw) =

Definition 4.2 in [11] also gives that p(u) = p(1), Su) = (~1)"S(¢) and Z7 =

Y
(pD+g=D! (pD+2m+D! 1

Pm-D1 - (ptg+D! y- Trom Lemma 2, we have

2m 2m

Z =Di@Cm)t 1 Z (=D7  (p@)+g—-D!'(p@x)+2m+ D! 1 1
q=0

q!2m —gq)! y (1)

Qm+1)—

= g'@m—g! (p) - D! (p()+q+ D! y@) Y’

Fig. 1 Trees in Theorem 3
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And then
1
o)+ 1 Sy )

> Bidi(u) =

Thus, by now, an SSEN-T with meagre vertices can be implied by some same order
SSEN-Ts which all have less meagre vertices. Using the result repeatedly, the meagre
vertices disappear, and any tri-colored rooted tree can by implied by bi-colored rooted
trees. We then get the result. The proof is complete. O

If we consider the special class of ERKN integrators (10) solving the general
systems (1), we can obtain the following theorem.

Theorem 4 An s-stage special class of ERKN integrators (10) solving the general
systems (1) is of order r if and only if the following conditions are satisfied, for any
YVt € N-T

iﬁ-o(r) o (ry<r—1 (22)
ST oty P

s 1

E} Bi®i(r) = @’ p(r) <, (23)

where the mappings p(t), ®;(t) and y (t) are defined on the classical N-T set [3].

Proof From Theorem 3, we just need to prove that any tri-colored IEN-T as sketched
in Fig. 2, denoted by u, is redundant.

Fig. 2 Trees in Theorem 4
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Let some rooted trees ¢ sketched in Fig. 2 are introduced with the encircled parts
are assumed to be identical respectively. And then we can complete the proof if the
following result are verified

) & nrem)
i) = 5= ;q!(zm_q)!dm(t).

In fact, from Definition 4.2 in [16] ®;(u) = Srd;(m)aji(c; — c)? @p(t1)

and ®;(t) = @i(rz)cim_qajkczcbk (r1), we can obtain the result. So the proof is
complete. O

Theorems mentioned in this section tell us that the ERKN method (10) and the cor-
responding RKN method share the same order conditions which can be derived from
the same rooted tree set solving the systems (1) (or (2)). And then these theorems
ensure that the construction of the r-th order ERKN method (10) can be obtained
much easily. Moreover, no more information and knowledge is needed except the
classical ones.

5 Properties of the ERKN method

Symmetric methods and symplectic methods play a central role in the structuring-
preserving integration of differential equations. In this section, we will show that the
ERKN method (10) and the underlying RKN method have the same properties, such
as symplectic and symmetric.

5.1 The symplectic conditions

In the study of the symplectic conditions for numerical integrators for Hamiltonian
systems, the systems must be written as (2) with the matrix M is symmetric. The
theory for symplectic methods can be traced back to 1988 and 1989. Pioneering work
on symplectic integration is due to de Vogelaere (1956), Ruth (1983), and Feng Kang
(1985). Books on the now well-developed subject are Sanz-Serna & Calvo (1994)
and Leimkuhler & Reich (2004). Readers are referred to [32, 33, 35, 39, 52-57] et al.

Definition 3 A numerical one-step method g = ®j,(qo) is called symplectic if the
Jacobian matrix @), satisfies

o, =J

with J = (—I 0

01 ) where [ is the identity matrix.

For standard ERKN method, X. Wu, B.Wang & J. Xia in paper [20] have presented
the symplectic conditions as follows.
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Theorem 5 ([20]) Consider the system (2) where M is a symmetric matrix. Then, the
s-stage ERKN integrator (8) is symplectic if its coefficients satisfy

bi(V)go(V) + VB ;(V)$1(V) = digo(ciV), i=1,2,....5, (24)

bi(V)1(V) — b (V)o(V) = cidipi(cFV), i=1,2,...,s, (25)

bj(V)bi(V) +djaji(V) = bi(V)b;(V) +dia;j(V), i,j=12,....s, (26)

where d; € R.

If the ERKN method have special structure, these symplectic conditions can be
simplified. Before this, we will give the following properties of the unconditionally
convergent matrix-valued functions ¢; (V).

Lemma 3 The matrix-valued functions ¢po(V) and ¢1(V) satisfy
ci1(c;VIgo(c; V) — cigo(c; V)1 (7 V) = (cj — )i ((cj — ci)* V), 27)

Po(c5V)po(c; V) + ¢jci Vi (c5V)pi(c7 V) = do((cj — ci)*V). (28)

Proof By definitions of ¢-functions, we have

00 (—1)kac2.k+1 00 (—l)kaC»Zk
2 2 2 2 i
cid1(cTV)go(c]V) — cigo(cFVIgi(c]V) = kgo T 1’)! 2 Gy

kys/k 2k+1 oo (_1\kyk, 2k
(—DEVEE (~DFVES

2k + 1)! P (2k)!

k=0
o0 o0 oo n
It follows from the Cauchy product (Y- a,)(Y by) = Y (Y axba—) that
n=0 n=0 n=0 k=0

cj1(EV)Po(c?V) — cio(A V)1 (c2V)
(=¥ ch§k+1 (—1)n—* Vn—kci2n72k

:Z(Z (2k + 1)! (2n — 2k)!

n=0 k=0

—kyn—k 2n=2k+1 (_1ykyk 2k
(—1yr Kk =2t (] Vk 2

_Z<Z Qn — 2k + 1)! (2k)!

n=0 k=0
oo 2n+1 Ci 2n+1—i
i (—c¢i)
=3 (-1 "v"( e mamrard !
,12—;)( ) ; il Qn+1—i)
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Because of Z 2 —aib" = (a+Db)", we have the first identity. Similarly, we can

t‘(n i)!

obtain the second identity. This proof is complete. O

Theorem 6 Consider the system (2) where M is a symmetric matrix. Then, the s-
stage special class of ERKN integrator (10) is symplectic if its coefficients satisfy

Bi = Bi(l—c), i=1,2...s5, (29)
Bi(Bj —aij) = Bj(Bi —aji), i,j=12,...,s. (30)

Proof Under the conditions (29), from the (28), we have

BiV)Go(V) + VB (V)1 (V) = Bi(40((1 =) V)go(V) + V(1 = i (1 = c)* Vg1 (V)
= Bigo(ciV),

and from the (27), we have

bi(V)$1(V) — bj(V)go(V) = Bi (¢0((1 —)*V)1(V) — (1 — )i (1 — Ci)2V)¢0(V))
= Bicig1(cIV).

Under the conditions (29) and (30) , we have 8;8;(c; — ¢;) = Bia;j — Bjaj;, and
then from the (27), we have

b;(V)bi(V) — bi(V)b;(V) = Bip1((1 — ¢;)*V)Bipo((1 — ¢;)*V)
—Bip1((1 — c)*V)Bipo((1 — ¢;)*V)
= ﬁiﬂj((l — P11 —c)*V)go((1 — ¢)*V)
—(1 = )g1((1 =) V)o((1 = ¢)*V))
= BiBj(ci —cpp1((ci —cj)*V)
= Bidijb1((c; — c;)*V) — Bjajid1((c; — c))*V)
= Bia;j(V) — Bja;i(V).

So, from Theorem 5, we complete the proof. O

With the technique in this paper, symplectic ERKN methods (for example sixth-
order symplectic ERKN method [38]) can be obtained easily.
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5.2 The symmetric conditions

Numerical experiments indicate that symmetric methods applied to integrable and
near-integrable reversible systems share similar properties to symplectic methods
applied to (near-)integrable Hamiltonian systems: linear error growth, long-time
near-conservation of first integrals, existence of invariant tori. The study of sym-
metric methods has its origin in the development of extrapolation methods (Gragg
1965, Stetter 1973), because the global error admits an asymptotic expansion in
even powers of /4. The notion of time-reversible methods is more common in the
Computational Physics literature (Buneman 1967).

Definition 4 A numerical one-step method g = ®,(qo) is called symmetric or
time-reversible, if it satisfies

O, 0P_p =id orequivalently &), = <I>:}1,.

Theorem 7 An s-stage standard ERKN integrator (8) for the systems (1) is symmetric
if its coefficients satisfy

¢ =1—csq1-i, i=1,2,...,5, 3D

bi(V) = Vo1(V)bsi1-i (V) + do(V)bsy1-:(V), i=1,2,...,5, (32)
a;j(V) = o(c2y i VIbj(V) = coq1—idi (2 _; V)b (V)

+&S+1—i,s+1—j(v)’ l?.] = 1,2,...,5, (33)

aij(V) = cp1-i Vi (et i VIbj(V) + ¢o(cyy_;VIbj(V)
_aS+17i,S+17j(V)’ l?.] = 1,2,...,5. (34)

Proof Exchanging (ql, q’l> <~ (qo, q6> and h < —h in (8) gives

QF = ¢o(cIV)qy — cipi (T VIhg + 1> aij (V) f(Q5. QF).,

J=1

O = cihM(c}V)q, + po(cTV)gy —h Y _aij(V) f(Q%. Q).
oA (35)
qo = do(V)q; — o1 (VIhgy + 1> Y bi(V) f(QF, 0,

i=1

g6 =hM¢o1(V)q, + ¢o(V)q) — h Zbi(V)f(QT» ).

i=1
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From the last two equation in (35) and Lemma 3, we obtain

a1 = d0(V)o + $1(VIhgh + 12 Y (610V)bi(V) = do(VIBi(V)) £(QF, 0,
= (36)
g7 = —hM¢1(V)go+ do(V)gy + Z <V¢1(V)5i(V) + ¢0(V)bi(V))f(Q?‘, o).
i=1
Inserting (36) into the first two equations in (35), and from Lemma 3, we obtain

0F = ¢o((1 — ci)*V)go + h(1 — c))p1 (1 — ¢))*V)hqy,

N

+ 123 (90 V(1 (V)b (V) = do(V)b; (V)

j=I
— i1 (FVY(Vo1(V)b; (V) + ¢o(V)b; (V) + aij<V))f<Q7, .
O = —(1 — c)hM1((1 — ¢)*V)gq + ¢o((1 — c)*V) gy,

N
+h Y (Ve @V (1 (Vb (V) = go(V)b;(V))
j=1
+ B0V (VA1 (VIB; (V) + do(V)b;(V)) = ai; (V) (0, OF).

(37
Replacing all indices i and j in (36) and (37) by s +1 —i and s + 1 — j, respectively,
we can see that the symmetric conditions for standard ERKN integrator (8) for the

systems (1) are (31) — (34) and
bi(V) = p1(V)bsy1-i (V) — do(V)bs1-i (V). (38)

And since (38) is implied by (32), we complete the proof. O

Theorem 8 ([5]) An s-stage standard ERKN integrator (8) for the systems (2) is
symmetric if its coefficients satisfy the conditions (31) — (33).

For the special class of ERKN method (10) in this paper, we have following
simplified symmetric conditions.

Theorem 9 An s-stage special class of ERKN integrator (10) for the systems (1) is
symmetric if its coefficients satisfy

i =1l—cop1-i, i=1,2,...,s, (39)
Bi = Bi(l—cp), i=12...,s, (40)
Bi = Bs+1-i, i=1,2,...,5, (41)
aij = Bjlci —¢j) + Asp1—ist1—j, 6 j=1,2,....5, (42)
aij = Bj — dsii—is+i—j, L, Jj=1,2,...,s (43)
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Proof Under the conditions (39) — (41), we have

Vor(Vbsi1-i (V) + do(V)bsi1-i (V) = Vé1(V)Bsr1-id1(cFV) + ¢o (V) Bss1-i¢o(ci V)

B (Vo111 V) + g0V (V)

and then from the (28), we can obtain the conditions (32). Under the conditions (39)
—(40) , we have

B0 1= VB (V) = copi-idi (el VIB; (V) + Gsgrisr1— (V)
= ¢o((1 = c)*V)Bjp1 (1 = c)*V) = (1 = edpr (1 = e)*V)Bjbo((1 = ¢)*V)
+1—ist1—j 1 ((cj — ¢)*V)
= (1= ego((1 = V) (1 = ¢)*V)
—(1 = )1 (1 = e*V)go((1 = e)*V)) B +sri-isri— i ((c; — )V,
and then from the (27), we can get

Go(c2 Vb (V) copi—idn (et i VIbj(V) +agri—isp1—; (V)
= (Bilei = cp) + @epi-isi1-5 ) dr((c; — V),

at last, we obtain the conditions (33) from the conditions (42). Similarly, from
Lemma 3 and the conditions (43), we can obtain the conditions (34). The proof is
complete. O

Theorem 10 An s-stage special class of ERKN integrator (10) for the systems (2) is
symmetric if its coefficients satisfy the conditions (39) — (42).

These symplectic and symmetric conditions in the theorems have the same form
with those for the classical RKN methods [3, 55].

6 Conclusion

In this paper, we give a feasible and effective technique to constructing ERKN meth-
ods. With this technique in numerical applications the the normal engineers can easily
obtain the ERKN method (10) with the properties what they want in a few minutes or
seconds. In fact, the ERKN method shares the same order, same symplectic property,
and same symmetric property with the underlying RKN method.

The rooted tree thleory for the special kind of ERKN method (10) are also inter-
esting. It is that for the special method the rooted tree theory is actually the classical
bi-colored special Nystrom rooted tree theory.
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Appendix: The proof of Lemma 2

At first, it is trivial for m = 1, and we prove this theorem using the mathematical
induction. In fact,

2D om 42— g)@m+1— ) (= 1)k +q — DIk +2(m + 1) + 1)!

q'Qm + 1) — )k — DIk +q + 1)!

q=0
& (=17 (k + g — DIk + 2m + 1!

= (k+2m+3)(k +2m + 2>q=0 4'Cm — gk — DIk +q+ DU’ “
M g@m 42— ) (=1 + g — Dk +20m + 1) + D!
= q'2m+1) — )k — D'k +g + 1)!
Gk 3o CDTIEA DG oD DAk D M DL
= (= DI@m— (g~ DG+ D= DAE+D+ (- D+D
Z(mi” q(@ — D(=D9k +q — DIk +20m + 1) + 1)!
= q'Qm+1) — @)tk — DIk +q + 1)
_ DN R 2 + (g —2) = DIk +2) +2m + 1)! (46)

k+ 1Dk .
k+D qX:; (q@—2!Cm—(@q@—2)(k+2)—DWk+2)+ (@ —2)+ D!

Then, from following identity
Cm+2—-—q)Cm+1—¢q)+29gC2m+2—¢qg)+q(g—1)=2m+2)2m + 1),
the sum of (44), (45) and (46) is given as

2(m+1)

emtnemin Y CDEHaZ DEFIm D+ D!
q=0

g'2m+1) —ltk— DIk +q + D!
= (G +2m + 3k +2m +2) = 20k +2m + 3k + (6 + DK) - @ + 1)
= (2m+3)2m+2)2m +1).

Then, we complete the proof.
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