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Abstract: In this paper, we study a geometric framework for a class of second order differential
systems arising in classical and relativistic mechanics. For this class of systems, we derive the necessary
and sufficient conditions for their Lagrangian description. Using the discrete variational principle, we
present a class of variational integrators by splitting the Lagrangian. We then prove that the newly
derived numerical methods are equivalent to composition methods. When applied to the Kepler
problem, these methods show superior performance over classical methods. By establishing the theory
of modified equations and modified Lagrangians, we provide error estimates for the new variational
methods. The analysis of the Laplace-Runge-Lenz (LRL) vector confirms the numerical performance.

Keywords: inverse variational problem; Kepler problem; Modified Lagrangian; Noether’s theorem;
variational integrator

1. Introduction

Some important physical problems, ranging from celestial mechanics to magnetized plasmas,
naturally exhibit rich conservative invariants. These problems are often connected to geometric
structures, which have garnered increasing interest in recent studies [1-3]. Examples of such structures
include Hamiltonian, volume-preserving, Poisson, contact, and integral-preserving systems. Among
these, variational structures play a central role in modeling systems in various applications. The
inverse variational principle [4] provides the foundational approach for studying systems within the
Lagrangian framework [4-6]. Through Legendre transformations, the Hamiltonian and Lagrangian
formulations are shown to be equivalent. In the variational framework, variational integrators are
constructed by discretizing the Lagrangian. Numerical methods are then derived via the discrete
Euler-Lagrange equations. Further details can be found in [7] and the references therein. These
numerical methods consistently demonstrate superior efficiency and stability. Such methods have been
successfully applied to simulate various physical problems, including soliton wave equations [8,9],
charged particle dynamics in electromagnetic fields [10-13], and kinetic models in plasma physics
[14,15], among others.

In the theory of backward error analysis (or modified equations theory), a numerical method is
interpreted as the exact solution of a nearby “modified” system. According to this theory, structure-
preserving numerical methods satisfy modified equations that retain the same structure as the original
system. This explains the superior behavior of structure-preserving numerical methods in long-term
simulations [16-18]. In [19], the concept of modified equations has been extended to variational
equations. This theory can be extended to analyze adaptive time-step variational integrators [20] and
Hamiltonian partial differential equations (PDEs) [21,22], broadening its applicability to a wider range
of systems.

This paper focuses on second order ordinary differential systems. We establish the necessary
and sufficient conditions for variational formulations of a class of systems. This framework naturally
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encompasses classical and relativistic dynamics, as well as the motion of charged particles under
Lorentz forces. In this variational framework, variational integrators are constructed by discretizing the
Lagrangian. To enhance computational efficiency, we introduce new variational integrators by splitting
the Lagrangian. Through Legendre transformations, we prove that these methods are equivalent
to composition methods. We use the Kepler problem as an example, where geometric integrators
have been shown to perform well in long-term numerical simulations [23-26]. The Kepler system,
a super-integrable system that models gravitational motion, involves conserved quantities such as
energy, angular momentum, and the Laplace-Runge-Lenz (LRL) vector [27]. We investigate the
superior numerical performance of variational integrators in simulating the Kepler problem. In
addition to energy and momentum, the LRL vector, a hidden conserved quantity [28], governs orbital
geometry. By Noether’s Theorem [29], we show the variational symmetries for energy, momentum,
and the LRL vector. Through the development of modified equations and modified Lagrangians, we
understand the solution of variational integrators as exact solutions of the perturbed Kepler system.
Using modified equation theory, we demonstrate that the modified Kepler equation remains integrable,
ensuring bounded errors in preserving energy and momentum. However, the modified equation loses
super-integrability, leading to a quasi-periodic orbit instead of a periodic one. We explicitly derive
the modified Lagrangians for the symplectic Euler, Stormer—Verlet methods, and the newly derived
variational integrators. Perturbation theory reveals the super-convergence of these new variational
integrators in preserving the LRL vector.

The paper is organized as follows. Section 2 establishes the necessary and sufficient conditions
for describing second order systems within a variational framework. Section 3 constructs variational
discretizations by splitting the Lagrangian. The resulting numerical discretization is shown to be
equivalent to the composition method. Using classical and relativistic Kepler systems as examples,
we illustrate the numerical methods and present variational symmetries for energy, momentum, and
the LRL vector. Section 4 develops the theory of modified equations and modified Lagrangians.
The recursive expressions for the Nystrom methods is provided. For the Kepler problem, we also
analyze the errors of the newly proposed variational integrators in conserving quantities. In Section 5,
we apply the newly derived variational integrators to solve the Kepler problem. The numerical
results demonstrate the superior performance of these methods. We further analyze the numerical
performance using the modified Lagrangian theory. Additionally, we apply the variational integrators
to solve the relativistic Kepler system. Finally, Section 6 concludes the paper.

2. Variational Principle in Lagrangian Formalism

We begin this section by introducing the inverse variational methods presented in [4-6]. Let H be
a real Hilbert space with inner product (-, -). Let N : { — H be an operator. The operator N is called
as symmetric if N = N*, where N* is the adjonit operator defined by (N*u,v) := (u, Nv) for u,v € H.
The Fréchet derivative of N at x € H, denoted Ny, is the linear operator satisfying

N, ou = 4 N(x+e¢bu), x,0ucH.
de e=0

According to the Vainberg’s Theorem in [4], we have

Theorem 1. Let N be a operator defined on ‘H. If the Fréchet derivative of N is symmetric, i.e. Ny = Ny, then
there exists a functional S on H, constructed as

S(x) = /Ol/x-N(Ax) drdt,

such that N = %, where the variational derivative % is defined by % OS(x +ebu) = <%,(5u>, Vou € H.
€=
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In this paper, we mainly focus on the variational description for the system of second order
differential equations. Consider the systems governed by

%(M(x, 9)1) = f(bx1), xR @1)

where M(x, ) is an n X n symmetric matrix.

Theorem 2. System (2.1) admits a variational formulation if and only if

X = xk, (2.2a)
= 8x] E ax,
= [ OMix ank . Ofi 9fj
- + X , 2.2b
k;( ax; | ox KT oy s (2:2b)
Lod (oM .\ _ofi 9fi  daf

hold foralli,j=1,...,n

Proof. Define N(x) = %(Mx) — f. The variational calculus gives

d oM oM of of 5.
Nidu = — [M(S + Z(&uk+aéuk> ] 5 0u — 5o (2.3)

The adjoint of Ny is defined as

(N61,60) = (1, Ndo) = <;t

"M oM of of
M6 + Z( 50 k+5vk> ] 200 — =00, 5u>
=\ 0y F) ox ox

From the integration by parts, we have

(6u, Nxbv) = <ddt [aa ( TMTJu)} — % {xTM&z} - (X)TM +%

Therefore,

<Z>Tf5u] ,50>.
() a] e

According to Theorem 1, The system is variational if and only if (2.3) and (2.4) are identical. Comparing
(2.3) and (2.4) leads to

N ou = ;t{;x (xTMT(Su)} - % [xTM(Su} - (3{)15 + ;t

tOMie |
+Z 8 M;; Z ax], xk]‘suf

k=1 1
d n(aMy  OMy ofi ],
+d< +Za Za ) Z(Bx-+8xi "oy T |
4

1 ]
d (oM \ ofi  ofi dofi].
+ dt(z ox; "") ox, ox;  dtox; ouj =0.
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The above equality holds for arbitrary u € H, thus the coefficients in terms du, 1 and 4ii vanish. Since
M is symmetric, this implies exactly that

i aMlk _3MjkJe B
k axi k - 7

3 aMzk a]\/I]k . afl af] _
Z( +axi xk—f.—afxi—or

- ax] ax]-
d(g~oMy, N _Ofi O 43
dt \ (= ox; dx;  Jdx; dtox;

This completes the proof of the theorem. [J

Assuming M = M(x) and f is linear in X, we can rewrite the above theorem as follows.

Theorem 3. For M = M(x) and f = A(t,x)x + ¢(t,x), system (2.1) is variational if and only if

1 dMy . “ a]\/I]k
— Xk = — Xk,
Bon 0T E s
A(t,x) = —AT(t,x), (2.5a)
0Ajx  9A, 0Aj
ik ki i _
axi * ax]- + E)xk =0 (Z.Sb)

dp; 09j  9A;

ax]- ax; ot

(2.5¢)

where i, j,k=1,...,n

Proof. Since M depends only on %, (2.2b) simplifies to (2.5a). The condition (2.2c) reduces to

n (A A, A A g 09
S e e/ P LG i
k=1 axi aX] axk ot ax] 8xi

In the above equality, the term on the right-hand side does not depend on %, so the coefficients of x
vanish. [J

Remark 1. Define a differential two-form by w = 1dx A Adx. If (2.5a) and (2.5b) hold, then dw = 0. By
Poincaré’s lemma, there exists a one-form B = gdx such that w = dB. This implies A = Vyg' — Vyg.
Condition (2.5c) means that ¢ can be generated from a potential p by ¢ = =V — =

In more classical applications, M is typically a constant matrix. In this case, for the system to be
variational, we only need the conditions for the vector field f.

Theorem 4. For constant symmetric M, system (2.1) is variational iff
ofi %
0x; axl

o i daf
dx; dx; dtox;

=0, (2.6a)
0 (2.6b)

holds fori,j,k=1,...,n
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Many important physical problem including some relativistic models can have the forms of
Theorem 3. Consider the relativistic dynamics (such as a charged particle in a Coulomb potential)

Sr()5) = -9 (x) @7)

where (%) := (1 — |%|?>/c*)~1/2 is the Lorentz factor, c is the speed of light. In the non-relativistic limit
(|%| < ¢), this reduces to Newtonian mechanics ¥ = —V¢(x). It is evident that the velocity-dependent
terms satisfy the symmetry conditions (2.2a) and (2.5c). This system admits the variational formulation
with Lagrangian L(x, %) = —c2y~1(%) + ¢(x).

It is well known that from Lagrangian framework it is more convenient to investigate the connec-
tions between conservation laws and symmetry properties of dynamical systems based on Noether
theorem. The foundational framework requires introducing generalized vector fields and their action
on variational principles [6].

A generalized vector field is given by

where v;[x]| contain x and all the derivatives of x and v = (vy, ...,v,) denote its characteristic. The
infinite prolongation of v is defined as

di
prv=v+ Z Z Z;l
i=1j=1 dt
where x(] )= d x’ denotes j-th order time derivatives.
Definition 1. A generalized vector field v is called a variational symmetry for the functional S[x| = [ L[x

if there exists a function K[x| such that

Given a differential system N[x]| = 0, if there exists Q[x] satisfying

dP
E:N[x]'Q

then Q is called the characteristic of the nontrivial conservation law ‘y; =0.

Theorem 5 (Noether’s theorem). A generalized vector ﬁeld v is a variational symmetry if and only if its
characteristic Q is also the characteristic of a conservation law = 0 along the solution of Euler—Lagrange
equations.

When the system is perturbed, the following proposition holds.

Proposition 1. Given a Lagrangian L, let v and P denote its variational symmetry and the corresponding
conserved quantity, respectively. Under the perturbed Lagrangian L = L + €L, P along solutions of EL(L) = 0
satisfies

dpP

where EL = % % - % is the the Euler operator.
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Proof. By Theorem 5, it gives “F = EL(L) - v. For the solution of the perturbed system EL(L) = 0, we
have
EL(L) v+ ¢EL(L) - v = 0.

Substitution yields 2¥ = —¢EL(L) -v. O

3. Discrete Lagrangian Mechanics

Variational integrators preserve geometric structures by discretizing Hamilton’s principle. For
foundational theory, see [7]. Consider a uniform time grid t,, = ¢y + nh with coordinates x, € RN.
The discrete Hamilton’s principle is to find the trajectories {xn}nN:() extremizing the discrete action

functional
N-1

S({xn}}jzo) =h ZO L(xn, X1, ). 3.1)

Here, L is the discretization of L, given by L(x,, x,41,h) =~ 1 f "1 L(x,x)dt. Its adjoint, denoted
by L*, is defined as L*(xy, x,11, h) = L(x,41, Xn, —h). The dlscrete solution x;, satisfies the discrete
Euler—Lagrange equations

alL(xnr Xn+1, h) + aZ]L(xn—lr Xn, h) =0.
Consider the system
i=-V¢(x), xeRN, (3.2)
with Lagrangian L(x, x) = 3% — ¢(x). We discretize the Lagrangian to obtain the variational integra-

tors. By splitting the potential ¢(x) as ¢(x) = Z ¢l!l(x), we present the following discrete Lagrangian.

A first order variational integrator uses the dlscrete Lagrangian

List py = L =l §
(le/ x?H»l/ ) - 2 h2 Z(P (xt’l) (33)
i=1

) i . .
where X}, :=x, + ) (x; - xﬁ)e]-, e; is the N-dimensional vector with the j-th element being 1.
j=1

Theorem 6. The discrete Lagrangian is of order 1. Moreover, the discrete Euler—Lagrange equations for (3.3)
generate

i~ i
X1 2x + X,

7 =5 (Zcp“ n+2<p“ ) i=1,...,N.

It coincides with the composition method
h
&) = dp 000 q>H1’

where H; = $p? + ¢l (x) represents the subsystem, and CD}I’L, is the corresponding numerical discretization,
given by

oHlil oH!
Xp1 = Xp +h—— ap (Xn41,Pn)r  Pnt1 = Pn — hW(an,pn).

Proof. Using the Taylor expansion at an arbitrary ¢ € [t,, t,,1], we have

M) 23U _ 30y 4 o), ¢ (t0)) = (1)) + O(h).

Substituting these into (3.3), it is easy to known that the discrete Lagrangian has first order accuracy.

© 2025 by the author(s). Distributed under a Creative Commons CC BY license.
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Introduce the discrete Legendre transformation
SRR RIS RS Rt SR S (34)
Pn = axn - n = axi = 4’ n)€is .
the discrete Euler-Lagrange equation gives
L (xy, Xy 1)  Xpy1 — Xn Noog N
=h : = +hY =Y ¢ll(z])e;. 35
Pn+1 axn+1 A lzzlaxl];(l) ( 1’1) 1 ( )
From (3.4) and (3.5), we can derive
N i—1
d N1
Xpt1 = X+ hpn — h? Z P 2 (Pm (ﬁz)eiz (3.6a)
i=2 i j3
N - .
Pui1=pu—h Y Vol (T,). (3.6)

i=1
This is exactly the composition method ®;. [

The discrete Lagrangian of higher order variational integrators can be constructed by combining

L and its adjoint L*
2nd 1 1st 1.
L™ (xp, x40, 1) = EL (Xn, Xni1/2,h/2) + EL (Xn+1/2, Xn41,1/2), (3.7)
1, 1
L2 (x,, xpp1,h) = L (o, X172, 1/2) + ELlst(xnﬂ 2, X1, 1/2). (3.8)

By the discrete Euler-Lagrange equation, these provide the higher order variational integrators.

Theorem 7. The variational integrators from (3.7) and (3.8) are equivalent to CDfl”d = o /2° %P2 and
P = By 5 0 D; ), respectively,

Proof. The corresponding discrete Euler-Lagrange equation for (3.7) gives

aLlst(xn, an/z, h/2) T oL* (anl/z, Xn, h/2)

o, axy - .
aLlSt(xn/ Xpt1/2s h/2) n 8}L*(xn+1/2, Xn4-1s h/2) =0. (39b)
axn+1/2 a9‘771-&-1/2
Introduce the discrete Legendre transformation,
h QLI (xy, X112, 1/ 2)

Py = - . , (3.10a)

h L (xy, X041 /2,1/2)

_h 1

Pu+1/2 > Xy i1/2 ’ (G100

h olL* (x Xny1,h/2
pray = 1O Cns1/2, X4, 1/2) (3.100)

2 90Xy 41

From (3.9b), we know

h aLlst(xn, Xpi1/2s h/Z) B E JL* (xn+1/2/ Xn+1s h/2)

Pus1/2= 75 0Xy41/2 T2

3.11
axn—&-l/Z ( )

Combine (3.10) and (3.11), we can prove that @%nd = <I>Z/2 o®y . O

© 2025 by the author(s). Distributed under a Creative Commons CC BY license.
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As follows, we take the Kepler problem as example to illustrate the new derived variational
methods of first and second order.
Kepler problem. The Kepler problem describes the motion of two bodies attracting each other. We
focus on the 2-dimensional Kepler problem in the following text. If one body is placed at the origin,
and x represents the position of the other body, their dynamics are governed by the following system

i=-V¢(x), x€R? (3.12)
where ¢(x) = — é—‘ It is obvious that the Kepler problem (3.12) satisfies Theorem 4, and its Lagrangian
is given by

N Lo 1
L(x,%) = E\x| + Ik (3.13)

The Kepler problem (3.12) has three conserved quantities: energy, angular momentum, and the
Laplace-Runge-Lenz (LRL) vector. When the initial energy Hy < 0, the solution orbit of the Kepler
problem is elliptic, such as the motion of one astronomical body moving around another. In this
case, the LRL vector determines the orientation and shape of the elliptical orbit. The magnitude

|A| = /A% 4 AZ equals the orbital eccentricity ¢, and the vector A points along the major axis of the
orbit.

Proposition 2. For the 2D Kepler system (3.12), the following quantities are conserved
1

Ix]”

*  Angular Momentum m(x, %) = x1%p — XX,

o LRL Vector A(x, 1) = (Ay, Ay) = (x1|x|2—x1(x,x)— 4|52 — (x, 1) — fﬁ).

Bl x|

e Energy H(x,x) = |x%> —

Introducing the polar coordinates (x1, x2) = (—rsin#6,rcos0), the Kepler’s Three Laws [28] are
exhibited.

Proposition 3 (Kepler’s Three Laws). For bound orbits (negative energy) in the 2D Kepler problem, we have

®  The inverse of the radial distance is given by % = (1+ecost)s;

o The period of the orbit is T = 27a®/?;

*  The areal velocity 72% is conserved, i.e., rZ% = Z”T"b .

where a and b represent the semi-major and semi-minor axes of the orbit, e = /1 — b?/a? is the eccentricity.

Based on Noether’s theorem, for the two-dimensional Kepler problem (3.12), we derive the
variational symmetries corresponding to the three conservative quantities expressed in Proposition 2.

Proposition 4. The variational symmetries associated with the energy, angular momentum, and the LRL vector
are as follows:
. 0 )
*  VH =X T X5,
— d d
¢ Ve = —Xogg X1,

9

o ) . . 9 o . . 9 .
L4 VA, = 7x2x287xl + (2x1x2 — X1X2)E, va, = (Zxel — xle)E — xlxlaTz'

-
Proof. Taking N[x] = (56'1 + %, X+ ‘%) gives the following equality for energy conservation

dH _ . 3y _ ..
ﬁfx'(x+x/|x| ) =x- N[x].

Suppose the generalized vector field vy = (%1,%2). By Theorem 5, vy is exactly the variational
symmetry of the energy. The other variational symmetries follow analogously from their conservation
laws. O

© 2025 by the author(s). Distributed under a Creative Commons CC BY license.
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Splitting ¢ as ¢ = $pl!! + 92, we construct the first order and second order discrete Lagrangians.
The first order Lagrangian (3.3) yields the variational integrator through the discrete Euler-Lagrange
equations

9
Xpy1 —2Xp + X1 oxy 4)[1]( glfle 1) + 47[2]( ; 721) (3.14)
5 =— . .
h ag; (M (i, 28) + 9P (2, 27)
The second order Lagrangians (3.8) generates the numerical methods
9
Xn1/2 = 2%+ Xp1/2 _ | 9x (4,[1}( Y 1/2) + 22 (xj, x7) + ¢l (x, n+1/2))
(h/z)z 202l (x ,X ’
o (207 (), 0)) 15)
Xpt+1 — 2Xpp1/2 + Xn _ 0
(h/2) (4’[1 (0 251 /2) + ¢ (21, 31+1/2))
Relativistic Kepler Problems. Considering the relativistic Kepler systems in (2.7) with the potential
p(x) = ‘ - By the proper time 7 and relativistic momentum u := = 7(x)x, we reformulate system (2.7)
d |t d 0 —V¢'/e
L SN I 0 P (A 9 /e T, (3.16)
at |x u at |u V¢ 0 u
where (1) = \/1+ [u/c]?. Letx = (t,x") " and x = (,u" )T, where ’-" denotes differentiation with

respect to 7. By Theorem 4, we learn that the system (3.16) admits a variational formulation with
Lagrangian

L(x, %) = %XTMX +A(x) - %, (3.17)

-2 0
0 Iy
tions. Defining p = % = Mx + A(x), the system (3.16) admits the standard Hamiltonian form

where M = l ] and A(x) = (—¢(x),01xN). The system (3.16) has two Hamiltonian formula-

y=J'VH(y), y=(x",p")’,

where | = [INOH _IgH] and the Hamiltonian H(x,p) = 5(p — A(x)) TM~!(p — A(x)) is non-

separable. Introducing v.= Mx = (—c?y,u")' transforms the system into a K-symplectic [1,3]
formulation:

z2=K Y 2)VH(z), z=(x",v)T, (3.18)

_ _ T
where K(z) = f(x) Ig“] with F(x) = [V;))(x) Vq())(X) ] . In the formulation (3.18), the
N+1

Hamiltonian becomes separable

C2 2 1 N 2
H(xv)=—-57 +§Z“i-
i=1

By decomposing this Hamiltonian into N 4+ 1 parts, we derive the N + 1 K-symplectic subsystems.
The subsystem H; = — %72 has the exact solution, which is

t(t+h)=t+hy, x(t+h)=x,
y(t+h) =1, u(t+h) =u—hyVe(x).

© 2025 by the author(s). Distributed under a Creative Commons CC BY license.
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For H; = %u%, i =1,...,N, the solution of i-th subsystem is

t(t+h)=t, x(T+h) = x+ hue;,

y(t+h)=v— 4>(x—|—hu:2i) _¢(x), u(t+h) =u.

We obtain the K-symplectic method by composing the exact solution of the subsystem.

Dy, = Py 0 0Py o Pl (3.19)
Theorem 8. The discrete Lagrangian for (3.16)

.
_ M — -
(Xpg1 — Xn) L (1 = Xn) Alxy) - Sl —Xn (3.20)

LISt(xn/ Xp4-1s h) = h

NI~

generates the variational integrator

tner — 2ty +ty1 ¢(xn) — p(xy-1)

h2 T h ’
be +1—2xn+x -1 t +1—tn
: n2 = h Vo (xn).

This is equivalent to the K-symplectic method (3.19).

Proof. Introducing the following transformations

oLt (Xn, Xn11)
Xy,

OLS (x, X;141)

—A =h
(Xn),  Vat1 i1

Vp = —h - A(xn-‘rl)/

with v, = (—c?yn, uy), yields

tpp1 —t Xnt1 — X
T = = I (10— 1) V()

tivt =t P(xny1) — P(xn) Xn+1 — Xn
T+l = 7 - 2 e e

(3.21)

Reformulating (3.21) leads to

tus1 = tn +hyn, Xpt1 = X+ hty — h(typ1 — t) V(xn),
~ p(xni1) — P(xn) (3.22)

2 s Ungr = Un = (b1 — £) VP(xn),

Y+l = Tn
which are exactly the K-symplectic methods (3.19). O

4. Modified Equations for Variational Integrator

We begin this section by introducing the concept of modified equations presented in [19] for
second order systems

¥ = f(x). (4.1)

Definition 2. For system (4.1), denote the method by x, 1 = ¥ (xy, x,—1, h). Its modified equation is a formal
second order differential equation

F— (@) + :ﬁl i (% %) “2)

satisfying X(nh) = x, for all n.
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Expanding the difference equation x(t + h) = ¥ (x(t),x(t — h), h) around x = x(t) gives
t+h) =¥ (x(t),x(t—h),h ; >
0= X ) (Zg ). X( L) _ ¥ — f(x) + g kK x]. (4.3)
Introducing v = %, it follows from (4.2) that
#=f(x,0,h) = f(x) + hfl (x,0) + B fP (x,0) + ...
Taking the derivative of the above equality with respect to t gives
V= o+ fof = fe@o+ (Ao + fF) + 2 (fPe 4 £UAT) 4 (4.4a)
Y = Fux(,2) + 2o (F,20) + fuf + fool %) + fofst + fofof
= fuul, %) + fuf +h(FEG ) +2£ 00+ AUF + fof U+ S+ ) + (44b)

Substituting the higher derivatives xX),k > 2 into the terms g[x] in (4.3), we obtain the following
theorem by comparing the coefficients of i on both sides of (4.3).

Theorem 9. The coefficients f Kl iy the modified equations (4.2) are uniquely determined recursively by f, f [,
. fI1 Y, L, g, and their derivatives.

Theorem 9 provides a recursive relation for calculating the coefficients of modified equations. We
illustrate this by applying the Nystrom methods [2] to (4.1), which results in

S p— .
Xp41 = Xp + hv, + hz Z bif(xil)r (4.5a)
i=1
S .
U1 = vn + 1Y bif (x)), (4.5b)
i=1
. s .
Xl = X + cihog + B2 Y ;£ (xh). (4.5¢)
j=1

Theorem 10. For the Nystrom methods (4.5), the coefficients of modified equation can be achieved by

i=1

fW(x, %) = <—1 + iﬁ-ci + bi> f'x,

— ~

f[2](x,x):—%(f”(x,x)+f’f)+% F1x %)+ ff + i(bc +2(b; — Bi)ei — bi) f (%, %)

(zbcl : )ff+22al, cib; ]

2
where f" (x,%) =) %akaxjxk is an elementary differential, as described in [2].
jk

Proof. Using (4.5a) and (4.5b) to eliminate the intermediate variable v yields the scheme

x(t+h) - 2’;(;) +x(t—h) _ i[@if(xf(t —h)) + (B — b)) f(x (1)))]. (4.6)
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From (4.5a) and (4.5¢), we derive
xi(t) = CiX(t + h) + (1 — Ci)X(t) + h2 i(ﬁi]- — CZE])f(x](t)) (47)
j=1

Expanding the left-hand side of (4.6) about x(t) gives

t+h) — 2x(t t—h h?
x(t+h) ’;1(2>+x( >:x+ﬁx(4)+...

Similarly, f(x'(t)) and f(x'(t — h)) on the right term can be expanded about x(t) = x up to O(h?), as

. 2 _
FA0) = £+ hef's+ [ fen e 8) + eif 5+ 2 1@ — ) f f] (4.80)
)
. 2 _
FO(E—R)) = F (e = 1) oo = 1 feel ) + (= Df %+ 2 5@ — B ff] + ... (4.80)
)

Substituting (4.8) and the higher derivatives (4.4) into the right-hand side of (4.6) and comparing the
coefficients of the term /¥ yields recursive formulas.

M= (—1 LY (i + b»)f’x
i=1
£ == L) 1) 5| P+ £ f 1 (B 20— B~ B) i )

i=1

+ (251‘61' —bic; — Ei)f/f +2 2(’%’]’ - Cibj)f/fl
iz

thus completing the proof. O

Remark 2. Generally, the system of modified equations represents a formal divergent series. However, for
linear second order systems, we are able to obtain a convergent modified series. Further details can be found in
Appendix A.

It is well-known that the system (3.2) has a variational description. However, not all numerical
discretizations of this system are variational. A method is variational if and only if its modified equation
(4.2) maintains variational structure. By Theorem 4, this requires the coefficients f [k], k=1,2,... to
satisfy

(K]
ax i ox; !

ot aagt
ax]‘ dx; dt ax] '

This implies the existence of formal Lagrangian which is called as the modified Lagrangian denoted by
]Lmod'
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Definition 3. The modified Lagrangian is a formal series
Lonoa (x, %, 1) = ) LW (x, %)
k=0
whose Euler—Lagrange equations
i Lod N Lo _
dt  ox ox " “9)
have the solution matching the variational integrator x(nh) = xy.
An alternative definition of modified Lagrangian can be found in [19], that is
trt1 . trt1 )
] Lanoa (x(0), 200, W)t = ML, %0, ) =~ [ L(x(0), (8))a, (4.10)
where t,, = tg + nh. Differentiating (4.10) w.r.t to x,, yields
_ n+1 (" lmod ax( ) a]]-‘mocl ax(t)
1L (xy, xy41, 1) + 02l(xy—1, X0, h) = */t'n—l < ¥ axn Ep o, dt
tn
B /m] inoa  d Ainoa ) (1) , , [3x(t) o
e, dx dt ox dxp dxp
n—1

where boundary terms vanish.
Expand the discrete Lagrangian L(x(t), x(t + h), h) at x(t + 1), it reads

L(x(t),x(t+h),h) = ]L([x(t + g)],h> = L(x, %)+ i KR L ([x])

k=1

where x denote x (t + %) , [x] contains x and its derivatives. By Lemma 1 in [19], the discrete action

functional over the interval [ty, fy] can be expressed as

S({xn}nso) 2 hLL(x(to + kh), x(to + (k + 1)h), h)

Ji2k 42k
:/to Z(zlfzk_l) (z,iﬁkwl(w)],h)dt, 4.11)

n k k .
where By are Bernoulli numbers with By =1, B, = % and B, = ¥ (_ki)lk! Y (?)(—1)11'”. From (4.10),
i=0

it follows that

2 72 4 4
h- d 7" d h)+...). (4.12)

[ Lot e = [t (LGl ) = 5 S ) + s Ll

Solving & = f(x, %,h) implicitly from the modified Euler-Lagrange equation (4.9) and substituting
it into (4.12), we can eliminate ¥ and its higher order derivatives in the right-hand side of (4.12).
According to Proposition 6 in [19], the term Ly only depends on x and its j order derivatives x(/), j <
k + 1. Comparing the coefficients of the term 1 on both sides of (4.12), we obtain

W Lm(x %) = Ly(x, 1),

K (x X)=Lo(x, %, f, fx X+ fi f) — (Lxx<x xX) +2Lxi (%, f) + Lax (f, f) + Laf + La(feX + f3 f)),
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Recursively, we can derive the modified Lagrangian as a formal series corresponding to the time step
h.
For the system (3.2), the Stormer—Verlet method originates from the discrete Lagrangian

1 |xn+1 _xn| 1

LY (sn, X1, 1) = 5 == = S (9 (n) + $(ng))- (4.13)

As presented in [19], its second order modified Lagrangian

1 h?
Lo (2, h) = 513> = ¢(x) + o (IWJ 2 — 200 (%, x>) + O (4.14)

yields the following modified Euler-Lagrange equation

2
¥ V4 1 (puanl5) — V) + 00, (419

The symplectic Euler method corresponds to the first order discrete Lagrangian

LLSymE h) = 1 ‘anrl — xn|2
(xn, Xn+1s ) I S B (P(xn+1)- (4.16)
The discrete Lagrangians (4.13) and (4.16) are weak equivalence [7] as their corresponding variational

integrators are the same as
Xpp1 — 2Xn + X1

2 = —V¢(x,).

Theorem 11. For the discrete Lagrangian (4.16), its third order modified Lagrangian is

LSW”E(x,x,h)fﬁ |2—¢—7V</) o (|ch| — 2%, %)) + O(*) 417)

mod

with corresponding Euler-Lagrange equation

h2
=-V¢ + (‘Pxxx(x X) — ¢ V) + O(h4)'

Proof. Expanding (4.16) around x(t + h/2), we obtain

_ 2
x “*’1,12 YOF gate +m))

LY™E([x], ) =

I\)M—‘ N —

h?
=Rl et - 7V¢ £t 57 (3721 —3Vpx — 39, 1))
3
_ fLLS <V(P 2B 4 Bpax (X, %) + Prxx (%, X, x>) + O(h4)_

Applying the modified Lagrangian construction (4.12)

h? d?
Lovoa (% h) =LY™ ([x,h]) — 22 5 L™ (2], h) + O(*)

W2
—oliP == 2V x+ o (<IxP — 299 5~ 2l )

2

K3 - C.o  d .
-5 <V¢ %) 4 By (%, £) + Prax (X, X, %) — (Vo x)) + 0. (418)

It is evident that

d a3
Vo= d—‘f, V- x®) + 3¢y (%, %) + Prx (%, %, %) = d—tf, (4.19)
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which implies that the terms in i vanish. Substituting ¥ = —V¢ + O(h?) into (4.18) yields (4.17). The
Euler-Lagrange equation follows from

d ALy (x, %) ALY (x, %, )

mod

dt ox ox

h2
— £+ V9 — T (funlt ) — puV9) + O(HY).
O

We illustrate the solutions of truncated modified equations using the pendulum problem. For
this, let ¢(x) = cos x in (4.1). The modified Lagrangian gives the corresponding modified Hamiltonian
via the Legendre transformation. Denote the k-th order truncated Lagrangian by L4 and the

corresponding Hamiltonian by H,oq%. For k = 1, the modified Hamiltonian corresponding to

LsymE

'mod,1 (x,x) is given by

2
Hnoaa (5, p) = 3 (p+ 590(0) )+ 9(3) = Enoal,p) + O02), (4.20

which matches the result in [2]. In Figure 1, we show the numerical solution using the symplectic
Euler method from (4.16), along with the exact flow of the pendulum problem, represented by the
contour plot of the Hamiltonian. The contour plot of (4.20) shows the exact flow of the modified
pendulum problem at first order. The initial conditions are (xo,vp, 1) = (5,0.5,0.25). In Figure 1,
the solid line represents the exact solution of the pendulum, while the dotted lines correspond to the
symplectic Euler method and the exact solution of the modified pendulum. The results show that the
modified pendulum problem provides better agreement between the numerical solution and the exact
solution. As we include more terms in the truncation, we expect further improvement. However, since
the modified equations are not convergent, there is an optimal truncation level based on asymptotic
expansion theory.

2 / \
15F == = -
: 7 N 3 exact flow
,’ N — = modified flow
1+ / \\ —e— Sym-Euler
Y \
/ N\
05r [/ \
\
> 0r
L \ I
0.5 \ A
\\ /
L 7,
1 N N /A
\ 7
< 7/,
1.5 ¢ S Z Z
-2 \ I I I /
-3 -2 -1 0 1 2 3

Figure 1. Numerical methods and the solutions of truncated modified system

For the newly presented variational integrators from (3.3) and (3.8), the modified Lagrangians are
established in the following theorem.

Theorem 12. For the first order discrete Lagrangian (3.3), its modified Lagrangian truncated to order 2 can be
formulated as

. . . agltl 2 o 2l .
LI (x, %, h) = 35> — p(x) — & (V¢ X - 25”723(2) + 1 <|Vq>|2 — 2y (X, %) + 12%3@@) +0O(H%). (4.21)
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The corresponding Euler—Lagrange equation takes the following form:
T
i} el 92l h? ..
¥=—V¢+h|—2x ax1ax2,x1 3195, + E(gbxxx(x,x) — Prx V)
T (4.22)
W2 aS¢[1] 5 82¢[1] 84) 834)[1] o 824)[1} 84) o 2
2 _axlax% 27 9x10x3 0x2” 9x29x; 1T 9x10x, 9x1 o).

For the second order discrete Lagrangian (3.8), the second truncation of the modified Lagrangian is given by

L2 (x, %, ) = 122 — g(x) + 2 (7\V¢|2 122090 g (%) + 12000 (x, 1) — 12700 x%) LO(hY). (4.23)

mod dxp 0xp ax%

The corresponding Euler—Lagrange equation can be expressed as

2
i=—V¢+ Z—s (44>xxx<x, %) — ex Vop — 691 (%, 2) + 12010V + [A1, AZ]T) +O(HY),  (424)

where

3pl1] 3pl1] 2] 2] 2 (1]
A1:6a¢ B 199 F¢ - op 0P 9P , 9P 9¢

ox3 9x29x, fid — 12 ox? 9x;  0x10xp0xy  0x10xy 0Xp
ay— 620 o (P9 3p  SPpaplt
0x39x7 ! ox3 dxz  0x3 Oxp

Proof. Without loss of generality, we compute the modified Lagrangian of second truncation for the
discrete Lagrangian (3.8). Expand (3.8) about x(t + 1/2), we derive

L2([x], h) =

1 |x(E+1/2) —x(OP | |x(t+h) —x(t+1/2)]?
4 { (h/2)? (r/2)?

+ U1 Gy (£ 4 1), xa (4 1/2)) + 92 (1 (1), x2(8) + 9 (o (¢ + ), a4+ 1))

| = 3o, maie /2

1 B e e G) agltl _ Pl 2 2 %192/ 4
,§|x\ ¢(x)+96<3|x +4x ' x 12Wx1 12 o2 X7 — 12Vl - ¥ — 12¢75 (%, %) | + O(h*).
Substitute .2 ([x], k) into (4.12), we obtain
209, (x, %, h) =12 ([x, 1)) — Eﬁ]lﬂnd([x] h) +O(h*)
mod 15T ’ 24 dr? ’
oglt]

%o — 8¢ux (%, 1) + 121 (x, %) — 12

4.2
ol Q) + oud, (4.25)

1, W2 ; ;
—2|x2—¢(x)+96<—|x|2—8V(p-x+12 ax% X1

8x2
We apply ¥ = —V¢(x) + O(h?) to eliminate term ¥ in (4.25), this leads to (4.23). With the modified
Lagrangian (4.23), the direct calculation provides the modified equation (4.24). O

As discussed earlier, the variational integrator can be interpreted as the exact solution to the
modified equations. Consequently, the conservative properties of numerical methods are linked to their
modified Lagrangian. Through backward error analysis [2], it is expected that variational integrators
can preserve energy and angular momentum over long-time integration. For the Kepler problem,
known as super-integrable, we present the following theorem to characterize the preservation of the
LRL vector.

Theorem 13. For the perturbed Kepler problem, let its Lagrangian be L = L(x, %) 4 ¢L(x, ). Assume the
initial orbits are aligned with the xy-axis to O(e), then the variation of the LRL vector over one period satisfies

A|A| = —€T[EL(L) - va,] + O(?), (4.26)
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and the change in the angle w relative to the x-axis is given by

Aw = ST[EL(L) va,] +O(). (4.27)

Here, v 5, are the LRL characteristics shown in Proposition 4, T is the orbital period, and [-] denotes the T-period
average.

Proof. Under the assumption of the proposition, we have A; = O(e) and A, ~ e. According to
Proposition 1, it follows that

Ai[X] = —eEL(L[X] - va,[¥] = —eEL(L[x] - v4,[x] + O(€?), (4.28)

where X and x are the solutions of the perturbed and unperturbed Euler-—Lagrange systems, respec-
tively. Differentiating |A| and w = arctan(A,/ A1) yields

d, . d 5\ 1 dA dA;
dt|A|_dt<VA1+A2> —2(A1 TS )

o d A\ 1 dA, | dA
w = 7 (arctan 141> - m (Aldt AZW .

Therefore, we obtain
d — . € —
7|l = —eEL(L) ‘04, + 0, w= E(EL(L) va,) + O(%).

Integrating both sides of the above equalities w.r.t t over one period proves the theorem. [

By the theory of modified Lagrangian, the variational integrators yield the perturbed Lagrangian.
In the following, we present the error estimates of the LRL vector for the Stormer—Verlet methods, the
symplectic Euler methods, and the variational integrators in (3.14) and (3.15). Moreover, we prove that
the eccentricity for the Stormer—Verlet method exhibits super-convergence, extending the precession
analysis of angle from [30].

Theorem 14. Under the condition of Theorem 13, for the Stormer-Verlet from (4.13), the eccentricity error
satisfies
AlA| = O(1?).

Proof. In Theorem 13, setting ¢ = % and L(x, %) = ﬁ —2 4 6L %)

1 % (xT9)?
AlA EL —2+—=+6—%— |-
141= [ <| R P
As verified in [30], we know that

1 %> (xTx)? < ) X1 d x )
EL — 2= +6 : 601 4+ 48H L — 30m +8— 1 |m
<| [+ TP |x[° |x |6 |x |5 B EE

+ O(£?). (4.29)

Due to the periodicity of the Kepler solution, the term [% Ij%} vanishes. In polar coordinates, where

x1 = —rsin(f) and x, = r cos(#), we compute the time average of ‘fﬁ over one period, which vanish
for k =5, 6, 7. Specifically,

k=3 _ _
T ) 71 = TS /0 (14 ecos(6))*sin(@)d0 =0, k=5,6,7.

[ X1 } 1 [Tsin(0) ak=4 2
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Consequently, it follows from (4.29) that
AlA| = O(K*),
which completes the proof. O

Theorem 15. Under the condition of Theorem 13, for the symplectic Euler method from (4.16), the errors in
eccentricity and the angle of the LRL vector over one period are of order 2.

Proof. For the discrete Lagrangian (4.16), its modified Lagrangian is given in Theorem 11. Setting
€= % and L = —V¢(x) - ¥ + O(e), the modified Lagrangian can be written as

L (5,1 = 5|32 — p(x) — e(V(x) - + O(e)) = Lx, ) + L (x,).

mod
From Theorem 13, we have
AJA| = eT[EL(V¢(x) - %) -va,] + O(?),
Aw = —§ [EL(V(x) - 1) 04, ] + O(&).
Noting that EL(V¢(x) - x) = 0, it follows that
AlA| = O(H?), Aw = O(K?).
O

For the newly constructed discrete Lagrangians (3.3), we set /! = a¢ and p/2 = (1 — )¢ with

€ [0,1]. The following theorem establishes that the corresponding variational integrators (3.14)

derived from (3.3) exhibit super-convergence both in preserving the eccentricity and the angle of the
LRL vector.

Theorem 16. Under the condition of Theorem 13, for the first order discrete Lagrangian (3.3) with ¢!l = a¢
and ¢! = (1 — ), a € [0,1], the errors of the variational integrator (3.14) in eccentricity and the angle of
the LRL vector are both of order 2.

Proof. For the discrete Lagrangian (3.3), the modified Lagrangian is given in Theorem 12 as
LISt (x,%,h) = 1|x|2 —p(x) — f V- x— 2aa—¢x2 +0O(h) ).
mo 2 2 axz

Define L = — (ng X — 2a§i’2x2) + O(h). Since EL(V¢(x) - x) = 0, it follows that

X

< ng X +20¢aa¢XQ) = EL <2£Kaa¢ > |6T5 [X]szl, X]XzXQ]T. (430)
X2 X2

By Theorem 13, the error in eccentricity is given by

hT 9P . hT Hxqx3 Asrxix
Al =TT (2 1) -0, :_2[_12 GO |2|152].

Similarly, the error in the angle of the LRL vector is

Aw = hT |:EL< aq)?@) . "UAZ] = hl

12
2 “ox, 2 |4

Hx?x A
12 104 1X1X2
|x|° |x[°
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In polar coordinates, where x; = —rsin(f) and x, = r cos(6) with 6 = 0 corresponding to the positive
x, axis, we apply Kepler’s laws. The integral average of x1x,/|x|> over one period is computed as

xx2] 1 T cos(6)sin(6) g — 1
x> T.Jo r3 - 2mbd

27
/ (14 ecos®)cos(0) sin(6) d6 = 0.
0
Similarly, we find

x2xo 1 o . X123 1 .
[lilf’ =5 /0 cos(6) sin®(6) d = 0, |x|52 = =57 /0 cos”(6) sin(6) d6 = 0.

Combining the above results, we conclude
AlA| = O, Aw = O(K?).
O

5. Numerical Experiments

In this section, we present numerical experiments to evaluate the results obtained using the newly

constructed variational integrators introduced in section 2. We compute the classical and relativistic
Kepler systems.
Kepler problem is an important dynamical system that is super-integrable with three conserved
quantities. As shown in section 2, the system is variational, and its variational integrators can be
constructed by splitting the potential ¢. In this section, we implement the first order variational
integrator (3.14) (VI-1) and the second order variational integrator (3.15) (VI-2) by taking ¢!l = ¢l2l.

Using the initial conditions (xg, pg) = (1 —¢,0,0,y/(1+e¢)/(1 —e¢)) with e = 0.6, and a time
step of i = 0.05, we perform numerical computations over t € [0,200]. For comparison, we also
show results from the symplectic Euler method and Stormer—Verlet method. The numerical orbits
computed by the four variational integrators are shown in Figure 2. The orbit in the top-left corner
is generated using the symplectic Euler method, while the top-right orbit is computed using the
Stormer—Verlet method. The bottom-left and bottom-right orbits are simulated by the first and second
order variational integrators (VI-1) and (VI-2), respectively. The background dotted line represents the
exact orbit. It is clear that the numerical orbits on the top show a pronounced clockwise drift, while
the two variational integrators provide better simulation results. Among the four methods, the orbit
computed by the second order variational integrator (VI-2) exhibits the least numerical error.
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Figure 2. Keplerian orbits (blue curves) vs exact solutions (red dots) for the Kepler problem
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We now show the preservation of conservative quantities by the variational integrators. The initial
conditions are (xg, po) = (—3,0,0,0.45), and the step size is h = 0.05. From Figure 3, we observe that
the numerical errors in energy can be bounded by all four variational integrators over the long term.

For the Kepler system, the Laplace-Runge-Lenz (LRL) vector, which defines the orientation and shape

of the orbit, is also a conserved quantity. We present the numerical results for both the norm of the

vector (eccentricity) and the angle (which governs the orientation and shape of the elliptical orbit). As

discussed in Section 4, the solution of the variational integrator corresponds to the exact solution of the

modified second order differential equation. While the original Kepler system is super-integrable, the

modified system is not. However, through backward error analysis [16,18], we show that the modified

system remains integrable under symplectic methods. Thus, all four numerical methods bound the

energy and momentum. The energy errors for the four variational integrators are plotted in Figure 3.
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Figure 3. Energy error. Red: the symplectic Euler and Stormer—Verlet methods; Blue: variational integrators

In Figures 4 and 5, we compute the LRL vector using all four variational integrators. These figures
show that the eccentricity error is bounded by all four methods, with the new variational integrators
producing significantly smaller errors in both eccentricity and rotation angle.
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Figure 4. Eccentricity error. Red: the symplectic Euler and Stormer—Verlet methods; Blue: variational integrators
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Figure 5. Rotation angle error. Red: the symplectic Euler and Stormer—Verlet methods; Blue: variational integrators

We also present the convergence rates for the eccentricity and angle of the LRL vector, illustrated
in Figure 6. To estimate the convergence order, we begin with 1 = 0.5 and compute results for time
steps h; = 27/, fori = 1,...,6. The results are shown in a log-log plot. For the eccentricity error
in Figure 6(a), both the symplectic Euler method and the first order variational integrator exhibit
second order convergence. Their error curves are nearly identical. The Stérmer—Verlet method shows
super-convergence of order 4, while the second order variational integrator also demonstrates super-
convergence and produces smaller errors compared to the Stormer—Verlet method. In Figure 6(b), we
show the convergence rate for the angle error. All four methods exhibit a second order convergence
rate, consistent with the theoretical estimates in Section 4. The error curves for the symplectic Euler
and Stormer—Verlet methods are nearly identical, but both the first and second order variational
integrators show smaller errors in preserving the angle of the LRL vector. Among all four methods, the
second order variational integrator achieves the smallest errors, demonstrating superior performance.
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Figure 6. Convergence rates of the LRL vector over one period of motion. (a) Eccentricity error; (b) Angle error.
Solid lines denote the reference convergence rates.

Relativistic Kepler System describes the motion of particles or bodies whose velocities are close to
the speed of light. This system can be formulated by introducing proper time, with the Lagrangian
given by L(t,x;,u) = —%cz'yz + %uz + % The initial conditions are (xg, pg) = (0.4,0,0,2), with a
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time step of i = 0.05, and the computation spans ¢ € [0,40]. In Figure 7, we show the numerical orbits
computed by the variational integrators (3.20) and (3.8). The numerical orbits computed by the two
variational integrators show better performance qualitatively, confirming the structure-preserving
nature of the newly proposed methods in relativistic spacetime.

08r pememmemeal - 1
— Vi L N
- == - exact solution

0.6

0.4

02

-04

0.6

-081

@) (b)

Figure 7. Numerical solutions from two variational integrators for the relativistic Kepler problem are shown. The
blue curves represent the numerical solutions, while the black dots indicate the exact orbits.

6. Concluding Remarks

In this paper, we consider a class of second order systems in the form of (2.1), which can describe
many important physical problems, including classical mechanics and relativistic plasma dynamics.
For this class of systems, we derived the necessary and sufficient conditions for their variational
formulation using the basic theory of inverse variational problems. We introduced a class of variational
integrators by splitting the Lagrangian and proved that these numerical methods are equivalent
to explicit symplectic compositions, ensuring efficient numerical computation. Remarkably, when
the newly derived variational integrators are applied to the Kepler problem, we demonstrate better
performance compared to the symplectic Euler and Stérmer—Verlet methods. To analyze the numerical
errors of the variational integrators in preserving conservative quantities, we developed the theory of
modified Lagrangians and modified equations. The error estimates in preserving the LRL vector for
the Kepler problem verify the numerical behavior. We also simulated the relativistic Kepler problem.

This framework can be extended to PDEs. Consider a nonlinear wave equation with rotational
symmetry, assuming the equation has traveling wave solutions of the form u(t, x) = R(t)q(x — ct),
0 -1

1 ol This reduces the wave equation to the following system of

where R(t) = ¢/ and | = [

second order ODEs:

(= 1) =2ca g+ (2 + V'(I91%) ).
It can be easily verified that this system satisfies conditions (2.6a)-(2.6b). According to the theorem
presented in this paper, this system admits a variational formulation when ¢ # 1. This extends the

applicability of our approach to various mechanical and continuum problems and opens the door to
developing the theory of modified equations for PDEs.
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Abbreviations
The following abbreviations are used in this manuscript:
PDEs partial differential equations
LRL Laplace-Runge-Lenz vector
Sym-Euler = Symplectic Euler method
SV Stormer—Verlet method
VI Variational integrator
Appendix A. Modified Equations of Linear Second Order Systems
First, we introduce the basic theory of power series expansion.
Lemma A1. For |x| < 1, the function arcsin®(x) has the convergent series expansion
o 2k ( k! ) 2
-2 2k
arcsin®(x) = y —5—x
= 2k2(2K)!
Proof. Consider the differential equation
dy  dy
1-22) 22 —x22 —2=0, |x/<1 Al
( dx? dx I*l < (A1)

By using the polar coordinate transformation x = sin 6 with 6 € (—7/2, t/2], we have Z—Z = % / cos(6)

and Z% = ‘;%]2// cos?(6) + % sin(6)/ cos®(0). Substituting this into (A1) reaches Z% = 2. Thus, with

initial conditions y(0) = 0 and i’ (0) = 0, the solution of (A1) is
y(x) = arcsin®(x). (A2)

Alternatively, we assume y(x) can be expressed in a series as

y(x) =Y axt. (A3)
k=1
From (A1), the recurrence relation of coefficients follows that ay, = %, a1 =0, ap = 1. Solving

this gives
22k(k!)2
Mk = 575 ’
2K2(2Kk)!

The conclusion of this lemma follows by comparing (A2) and (A3). O

u2k71=0, k:1,2,

Consider the harmonic oscillator
¥=-Ax, A>0. (A4)

We discretize it by the central difference scheme

Xp1 — 2Xn + X1
h2

= —Axp. (A5)

The solution {x, } of the difference equation (A5) can be expressed as

. . Ah
Xy = a672m6 + beZznG’ 0 — arcsin<\g>,
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where a and b are constants determined by the initial conditions. Define x(t) = ae 210/ 4 pe2it0/h,

and its second derivative with respect to t is

. 4 (VAR & 2k-1)P 5 ok 1. 5.0 1 4.3
¥ = —7 arcsin <2>x——k_21(2k)!h /\x——)\x—ﬁh)\x—%h)\aﬂ—...

It is clear that the series on the right-hand side of the above equation converges for 1 < P

S
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