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Long-term analysis of a variational integrator for
charged-particle dynamics in a strong magnetic field

Ernst Hairer!, Christian Lubich?

Abstract The differential equations of motion of a charged particle in a strong
non-uniform magnetic field have the magnetic moment as an adiabatic invari-
ant. This quantity is nearly conserved over long time scales covering arbitrary
negative powers of the small parameter, which is inversely proportional to
the strength of the magnetic field. The numerical discretisation is studied
for a variational integrator that is an analogue for charged-particle dynamics
of the Stormer—Verlet method. This numerical integrator is shown to yield
near-conservation of a modified magnetic moment and a modified energy over
similarly long times. The proofs for both the continuous and the discretised
equations use modulated Fourier expansions with state-dependent frequencies
and eigenvectors.

Keywords. Charged particle, magnetic field, adiabatic invariant, modulated
Fourier expansion.
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1 Introduction

This paper is concerned with the long-time behaviour of a numerical integrator
for the equations of motion of a particle in a strong non-uniform magnetic field.
In particular we study the long-time near-conservation of the energy and of the
magnetic moment, which is an adiabatic invariant of the system of differential
equations.
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1.1 Motion of charged particles in a strong magnetic field

We consider the differential equation that determines the position z(t) € R?
of a charged particle moving in a strong magnetic field,

1
=X Ba)+B(x), 0<e<l, (1.1)

where B(z) = V, x A(z) with a vector potential A(z) € R3 and E(z) =
—V,U(z) with a scalar potential U(z) € R. It is assumed that A and U are
given smooth functions. We are interested in the situation of a small positive
scaling parameter &, and we assume |B(z)| > 1 in the Euclidean norm |- |. The
differential equations (1.1) are the Euler-Lagrange equations for the Lagrange
function L(z, &) = §|&|> + L A(z)Td — U().

We consider initial values

z(0) = O(1), (0) = O(1), (1.2)

so that the energy (which is a conserved quantity)
1
H(z,#) = 5|if* + U () (13)

is bounded independently of € along the solution.
Tt is well known [12,2,4] that the magnetic moment is an adiabatic invariant
(see, e.g., [1,11] for this notion):

L 1ExB@P 1|
1@8) = 5 B~ = 2B

(1.4)

where &, is the component of the velocity that is orthogonal to B(x). The
particle motion is composed of fast rotations in the plane orthogonal to the
magnetic field around a guiding center (Larmor rotation) and slow motion of
the guiding center, in such a way that the magnetic moment is approximately
conserved.

1.2 Numerical integrators

In this paper we are interested in the long-time near-conservation of the en-
ergy and the magnetic moment along the numerical solution obtained with a
numerical integrator applied to (1.1).

The most widely used integrator for charged-particle dynamics is the Boris
method [3]

Tn+41 2xn Tp—1 1 (anrl xnfl)
= - B n)+ E Tn ), 1.5
c X (:L' ) ( ) ( )

h? B 2h
with the velocity approximation
1

= o (s — 7). (1.6)

Un



Long-term analysis of charged-particle dynamics in a strong magnetic field 3

The Boris method is known to have good long-time energy behaviour for a fixed
€ and step size h < ¢ in the case of a constant magnetic field B, though not for
general magnetic fields [9]. The Boris method is not a variational/symplectic
integrator unless the magnetic field B is constant [5].

A related variational integrator, which coincides with the Boris method for
constant B (or equivalently, linear A(x)), is constructed like in the interpreta-
tion of the Stormer—Verlet method as a variational integrator: the integral of
the Lagrangian L(z,d) = $|@|? + L A(2)"@ — U(z) over a time step is approx-
imated by replacing z(t) with the linear interpolant of the endpoint positions
and then approximating the integral by the trapezoidal rule, and finally this
approximation to the action integral is extremised; see, e.g., [10, Chap. VI,
Example 6.2] and [13]. With the derivative matrix A’(x) = (9;4;(x)); ;—, and
its transpose A’(z)", this variational integrator reads

Tp41 — 21'71 + XTp—1 1 / T (anrl - xnfl)
= —A n _—
h2 A (@) oh
_1 A(xn-i-l) - A(mn—l)
€ 2h

again taken with the velocity approximation (1.6). Like the Stérmer—Verlet
method, this method can be given a one-step formulation that maps (z,,, v,)
t0 (Tp41,Vn+1). It is, however, an implicit method. This variational integra-
tor will be shown to have similar behaviour regarding the long-time near-
conservation of the energy and the adiabatic invariant as the Stérmer—Verlet
method has for mechanical systems with high-frequency oscillations that are
due to a strong constraining potential [6,7].

(1.7)

— VU (zy),

1.3 Outline of the paper

In Section 2 we state the main results of this paper: Theorem 2.1 states the
long-time near-conservation of the magnetic moment for the continuous sys-
tem, and Theorem 2.2 states the long-time near-conservation, over the time
scale t < 7N, of a modified magnetic moment for the discretised system
with step size h < c¢ye. Theorem 2.3 states the long-time near-conservation
of a modified energy for the discretised system. Section 3 presents numerical
experiments that illustrate the theoretical results.

In Section 4 we derive a modulated Fourier expansion for the exact solu-
tion, which is then used to prove Theorem 2.1. In Section 5 we derive, in a
similar way, a modulated Fourier expansion for the numerical solution, which
is then used to prove Theorems 2.2 and 2.3. In contrast to previous works using
modulated Fourier expansions (e.g., [10, Chapter XIII] and [7]), in the problem
considered here both the eigenvalues (frequencies) and the eigenvectors of the
dominant linear map, which here is v — év x B(x), are state-dependent. The
dependence on = needs to be addressed specifically in the construction of the
modulated Fourier expansion. The particular discretization of the magnetic
term in (1.7) is of no importance for the existence of the modulated Fourier
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expansion, but it is essential for the existence of its almost-invariants, which
yield the near-conservation of the modified magnetic moment and energy.

2 Main results
2.1 Adiabatic invariant of the continuous problem

While it has been common knowledge in physics that the magnetic moment is
an adiabatic invariant, at least since the work by Northrop [12], it seems that a
rigorous proof of the near-conservation of the magnetic moment over very long
times was first given by Benettin & Sempio [2], who show the adiabatic invari-
ance over exponentially long times t < e~%¢ with ¢ > 0 (for real-analytic B
and in the case F = 0). Their proof is based on a sequence of nonlinear canon-
ical transformations of Hamiltonian perturbation theory that transform the
Hamiltonian to a normal form. Since this technique of proof does not appear
to lend itself to studying the long-time behaviour of numerical discretisations
such as (1.7), we prove the long-time near-conservation of the magnetic mo-
ment with the alternative technique of modulated Fourier expansions (see [10,
Chapter XIII] and [7]), which does not use nonlinear coordinate transforms
and will later be shown to apply equally to the numerical discretisation. We
prove the following result in Section 4.

Theorem 2.1 There exists eg > 0 such that the following holds for 0 < e < g¢.
Under the bounded-energy condition (1.2) and provided that the solution x(t)
of (1.1) stays in a compact set K, the magnetic moment is nearly conserved
over long times: for arbitrary N > 1,

\I(x(t),@(t)) — I(x(0),2(0))| < Cne for t< eV,

The constant Cy is independent of € < g9 and t with t < eV, but depends
on N, on bounds of the first N + 1 derivatives of B and E on the compact
set K, and on the constants in (1.2).

2.2 Near-conservation of the magnetic moment of the variational integrator

We define b
£(x) =2 arctan(?&|B(x)|> (2.1)
and we note that {(x) ~ (h/e)|B(x)| for small h/e.
We consider the modified magnetic field
By(z) = p(&(x))B(x)  with  p(€) = cos’(£/2),
and we note that 1 — p(§) ~ %52 for small £&. We then define the modified
magnetic moment as
1 |v x Bp(x)|? 1
Ip(z,v) = = =
N S GE)

I(z,v).
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With the modified velocity 7 = v/p(&(x))'/? we have Iy (x,v) = I(z,7). The
proof of the following theorem is given in Section 5.

Theorem 2.2 There exist g > 0 and hy > 0 such that the following holds
for0<e<egand 0 < h < hg. Let N > 1 be an arbitrary integer. Under the
bounded-energy condition (1.2) and provided that the numerical solution (z,,)

of the variational integrator (1.7) stays in a compact set K and is obtained

with a step size h for which 2 |B(z,)| < 2 tan(m) for some N > 1, the

modified magnetic moment is nearly conserved over long times:
|Ih(xn,vn) — Ih(xo,v0)| <Cnye for nh< eV,

The constant Cy is independent of €, h, and n with nh < eV, but depends
on N, on bounds of the first N + 1 derivatives of B and E on the compact
set K, and on the constants in (1.2).

2.3 Near-conservation of energy of the variational integrator

We consider the modified energy
Hy(z,v) = H(z,v) + 0(§(x))I(2,v) | B(2)]
with &(z) from (2.1) and 0(€) = Okin (&) + Omag(€), where!

4  2sinc(§) — sinc(£/2)? B
Orin(€) = sinc(€)?
sinc(¢/2) (sinc(§) — cos(§))

cos(£/2) sinc(€)2 ’
We note that 6(§) ~ 1—5252 for small £. The proof of the following theorem is
given in Section 5.

L,

emag (f) =

Theorem 2.3 Under the assumptions of Theorem 2.2, the modified energy is
nearly conserved over long times:

|Hh(xn,vn)—Hh(x0,vo)’ <Cne for nh <e N,

The constant Cy is independent of €, h, and n with nh < eV, but depends
on N, on bounds of the first N + 1 derivatives of B and E on the compact
set K, and on the constants in (1.2).

Remark 2.1 In the case of a confining potential, i.e., such that U(x) — 400
as |z| — 0o, Theorem 2.3 actually implies by an induction argument that the
numerical solution z,, stays in a compact set K that depends on bounds of
the initial values, but is independent of €, h, and n subject to the conditions
of the theorem.

Remark 2.2 Theorems 2.2 and 2.3 hold also for the Boris method in the special
case of a constant magnetic field B, because the variational integrator coincides
with the Boris method in this case.

1 We use the notation sinc(¢) = sin(€) /€.
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3 Numerical experiments

To illustrate the statements of the preceding section we consider Example 5.2
of [9] with an additional factor 1/e. We have the scalar potential

Uz) = 23 —x%—kéx‘f—kxé—i—xé, (3.1)
the magnetic field
1 CC% — I% 1 To — I3
B(z) =V x 1 23—z | = 5| Tt (3.2)
.23% — x% To — I1

and we take the initial values
2(0) = (0.0,1.0,0.1)T,  &(0) = (0.09,0.55.0.30) . (3.3)

The quartic terms in (3.1) imply compact level sets of the energy, so that the
exact solution of the problem exists and remains bounded for all times.

For different values of ¢ and n we apply the variational integrator (1.7)
with step size h = ne. The nonlinear equation is solved by simplified Newton
iterations. Figure 3.1 shows the relative error (I(zy,v,) — I(zo,v0))/I(20,v0)
of the magnetic moment along the numerical solution. It is drawn in black
for n = 0.8 and in grey for n = 0.2. We observe that this error is of size
O(1) for all choices of e. Figure 3.2 shows the same experiment, where the
exact magnetic moment is replaced by the modified magnetic moment I (x, v)
with p(&) = cos*(£/2). For this modified magnetic moment the relative error
is of size O(e) (note that the vertical axis is scaled by €). This is in perfect
agreement with the statement of Theorem 2.2.

Our next numerical experiment is concerned with the energy H(z,v) of the
system. Figure 3.3 shows the relative error (H(z,,,v,) — H(zo,v0)) /H (20, v0)
of the energy along the numerical solution of the variational integrator. We
observe that the error is not smaller than O(1). This experiment also demon-
strates that, although the variational integrator is symplectic and symmetric,
the energy error is small only for step sizes h < €. Figure 3.4 shows the relative
error (Hp (2, vn) — Hy(w0,v0)) /Hp(20,v0) of the modified energy Hj(,v),
which is observed to be of size O(e) in agreement with the statement of The-
orem 2.3.

Numerical experiments as in Figures 3.1 and 3.3 with the non-symplectic
Boris algorithm are similar to those obtained with the variational integrator.
Note, however, that for the Boris algorithm we do not know of a modified
magnetic moment or of a modified energy that would be conserved up to
errors of size O(g).
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Fig. 3.1 Relative error (I(zn,vn)—I(z0,v0))/I(z0,v0) of the magnetic moment I(z,v) as
a function of time, along the numerical solution of the variational integrator (1.7), obtained
with h = ne, where n = 0.8 (black) and n = 0.2 (grey).
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Fig. 3.2 Relative error (Iy(zn,vn) — In(x0,v0)) /In(z0,v0) of the modified magnetic mo-
ment I (z,v) as a function of time, along the numerical solution of the variational integra-
tor (1.7), obtained with h = ne, where n = 0.8 (black) and n = 0.2 (grey).

4 Modulated Fourier expansion of the exact solution

For the solution of (1.1) we consider the modulated Fourier expansion
x(t) ~ Z 2k (t) etho /e (4.1)
keZ

where 20(¢) describes the guiding-center motion, and the Larmor rotation is
captured in the functions z*(t) e*?(*)/¢ for k # 0. We require that the phase
function ¢(t) and the modulation functions z*(¢) are smooth in the sense that
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Fig. 3.3 Relative error (H(zn,vn) — H(z0,v0))/H (20, v0) of the energy H(wz,v) as a func-
tion of time, along the numerical solution of the variational integrator (1.7), obtained with
h = ne, where n = 0.8 (black) and n = 0.2 (grey).

100E modified energy
000000 0
_sol! H'l L 0 O O P O A oy
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Fig. 3.4 Relative error (Hp(2n,vn) — Hp(zo,v0))/Hp(xo,v0) of the modified energy
Hy(z,v) as a function of time, along the numerical solution of the variational integra-
tor (1.7), obtained with h = ne, where n = 0.8 (black) and n = 0.2 (grey).

all their derivatives are bounded independently of e. Since x(t) is real, we
assume z K (t) = 2k (t).

In this section we show how the phase function ¢(¢) and the coefficient
functions z*(t) have to be chosen to get an accurate approximation of the
solution z(t) of (1.1) over some short time interval. We follow the approach
of the varying-frequency modulated Fourier expansion constructed in [7] for
a different problem with state-dependent high frequencies. We now encounter
the additional difficulties that in the present situation the right-hand side of
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(1.1) depends on the velocity and the eigenvectors of the linear map v
e (v x B(z)) depend on z.

Inserting the ansatz (4.1) and its derivatives into the differential equation
(1.1) and comparing the coefficients of e*?(1)/¢ yields

Z +21k€z +(1k5 k 52)2 =F", (4.2)

where we use the abbreviation

D D CERET = P S =TSP

|
€ kitha=k mso ¥
s(a)=Fkq
Z 1 (m)/ o
- E(VU) (Z )Za.
m>0
s(a)_:k

Here, o = (o, . .., ouy,) is a multi-index with a; € Z\{0}, s(a) = aq+. . . +am,
and z® = (2*,...,2%). For m = 0 we interpret « as the empty set (), and
we use the convention that s(f)) = 0 and that the argument 2’ is not present
in the above expressions.

4.1 Construction of the modulated Fourier expansion

Our construction of ¢(t) and the coefficient functions 2¥(¢) in (4.1) is based
on asymptotic expansions, which are typically divergent. To obtain rigorous
statements we have to truncate the series. We choose a truncation index N
and we consider

)= Y zM)eteie (4.3)

|k|<N+1

where ¢(t) and the coefficient functions z*(t) are determined such that the
defect when Z(t) is inserted into the differential equation (1.1), is of size O (™).
We first diagonalize the linear map v — v X B(x). It has eigenvalues
A1 = i|B(z)|, Ao = 0, and A\_; = —i|B(x)|. The corresponding normalised
eigenvectors are denoted vi(x),vo(x),v_1(x). Note that vg(x) is collinear to
B(x). We further denote the orthogonal projections onto the eigenspaces by
Pj(z) = vj(x)v;(z)*.
We put
0 =20 ¢, P =glklk k2o, (4.4)

where ¢® is a constant vector that will be fixed later. We will determine the

scaled vectors ¢* such that (¥ = O(1). These vectors are written in the time-
dependent basis v1(22),v(2"),v_1(2"),

F=+ g+
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so that Cf = P;(2°)¢* is collinear to v;(y°). As a consequence of v_;(y°) =

v1(y9) and the fact that vo(y°) is real, it follows from 2% = 2* that

cr=c¢, h=c =L (4.5)

Differentiating the identity (j’.“ = P;(2°)¢* with respect to time, the relation
(4.2), after suitable truncation, yields for j € {1,0,—1} (with 2% = ¢ + ¢9)

(9 = 2P;(2°)2° — Py(z°)(z" — &) = P;(°) F°

(& =280 = B(20)¢*) + 2k (& - Bi(20)¢*) (4.6)
. :
+ (lkg - k2:2><f = P;(:°)F*,
where we use the notation P;(z°) = 4P;(2°) and similar for P;(z°). The

vector F* , written in terms of the scaled variables, is given by

ﬁk _ €—|k|—l Z 6|l€1\ (Ckl + ik‘ld)gkl) ~ Z %B(m)(z()) Ca

3

kitko—=k 0<m<N+1
s(a)=kq
e
—|k € (m), oy ra
S ) e,
m:
0<m<N+1
s(a)=k

where ¢* = (¢*,...,¢*), |a| = |aa| + ... + |am|, and all indices k, k1, ko,
a1, ...,y are restricted to the range {—N —1,..., N 4+ 1} with o; # 0.
We extract the leading term from F'*,

¢

- 1. ~
k_ (kP 0 k
F _E(g +1k€C>><B(z)+F,

and we note that
Po(ZO)ﬁk = PQ(ZO)ﬁk,
¢|B(=")]
)
which follows from Po(zo)(v X B(zo)) = 0 and from Pil(zo)(v X B(zo)) =
+i| B(2°)| Py1(z°)v for all vectors v. We further have FO = O(1), F£! =
O(e71), and F* = O(e72) for all other values of k.

To annihilate the 72 terms in (4.6) for j = k = +1, we define the phase
function ¢(t) by

o0\k _ k .|B(ZO)| 0\ fk 0\ ok
Pil(z )F = :Fki Cil +i - Pil(z )C +Pi1(z )F ,

¢(t):/0 |B(z%(s))|ds, sothat ¢(t) = |B(°(1))]. (4.7)

Our aim is to define smooth coefficient functions C]’? of size O(1) satisfying
(4.6). In each equation we look for the highest derivative appearing in the
terms with the lowest power of €.
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— k = 0,7 = 0: The highest derivative of ¢J is the second one and it appears
in the term ¢ — Py(2°)(2° — ).

— k=0, j = +1: The only e *-term for j = 1is e~ 'i|B(2°)| P, (2°)¢° and the
highest derivative of ¢{ is the first one. Using Py (zo)éo = (? — Pl(zo)(zo —
%), this term becomes e~ 1i| B(2°)| (g‘? — P(29)(20 — ). The case j = —1
is treated in the same way.

— k= j = +1: By (4.7), the e =2 terms cancel each other in (4.6). For k = j =
1, the dominant terms containing ¢} are e 12i¢¢} (on the left side) and
e71i|B(2°)| Py (2°)¢ (on the right side). From P;(20)¢t = ¢} — P1(2°)¢! we
thus obtain the first derivative of ({. The same argument can be repeated
for k=j=-1.

— the remaining values of k and j: combining the dominant €72 term from
the left and right sides of (4.6) gives e~?k(j — k)¢*¢} for j € {1,0,—1}.
Hence we obtain algebraic relations for (j’?.

This leads to the following system of equations (with 20 = ¢ + ¢ +¢0 +¢%):

o — Po(z")(z° = ) = (e, 2% 2%, (¢! {io) (4.8)
(= Pi(2)(x" = ) = =g B(") 1) = Ai) (2" = "))
Fef? (c. 20,20 (¢ él)l;éo) (4.9)

Oy = Poa(2)(2° = ) = ie|B(2°) 71 ({0 = Pa(z0)(2° = &)
+ef2i(e,2%,2°, (¢ ¢Miro) (

&= (a2 20200 (¢ Migo) (411
(=171 (e,2%,2°%, 2%, (1, (¢ o) (
C]’? = f]k(e,z0,20,507§f7(Claél)l#o)v (

where |k] < N + 1 and |l] < N + 1. We note that the functions fJ’»c are
polynomials in e. Equation (4.13) is valid for |k| < N +1 and j € {1,0,—1}
satisfying k(j — k) # 0. For these values of k and j the e-independent term of
f]lC consists of those terms from F* for which ki1 and aq,...,qa,, have all the
same sign. It thus depends only on 2% and on ¢! with 0 < |I| < |k|. Moreover,
f]’-C starts with the O(g)-term for |k| =1 and j # k.

To obtain a regular differential equation we have to eliminate recursively
the algebraic variables and the higher derivatives of the differential variables.
We start with the highest index |k| = N + 1. Using the relation (4.13) for such
an index and its differentiated versions, we can recursively push the depen-
dence on (;[(N'H) (for j € {1,0,—1}) and on its derivatives to higher powers
of € until it contains a sufficiently large power of ¢. For decreasing |k| we then
eliminate all C]’? (and their derivatives) with k(j — k) # 0 from the right-hand
side of the system (4.8)-(4.13).

We next consider the equations (4.11) and (4.12). The e-independent term
of ff! depends on (F], but not on its derivatives. Therefore, these equations
permit us to eliminate the first and higher derivatives of (I} from the whole
system (4.8)-(4.13).



12 E. Hairer, Ch. Lubich

For the functions g; = C]O — Pj(2°)(2° — ) we have g; = CO + Pj(2°)(2° —
) + P;(2°)2°. Including P;(2°)° in the expression f?, the equations (4.9)-
(4.10) become g; = +ie|B(2°)|71g; + .... By differentiation and substitution
the first term in the right-hand side of (4.9)-(4.10) can be removed.

Carrying out all these operations, the previous system of equations becomes

)= fo(e:2% 2% (L () + OEY) (4.14)

ggipl(zo)( CO)*&jfl({—jz,z,,,,’Cl,C )+O( ) ( )

¢y = P () (" co):6f91(s,z,z G CT) T OEM) (4.16)

11:f1(573 20 --7C17C )+O( N+1) (4.17)

Ci=F1(2% 0% ) + oY) (418)

¢ =S5 (e2% 20 L) + 0N, (419)

where the three dots stand for a finite number of derivatives of 29, Recalling

that 20 = @ +¢9+¢0 +¢°,, and that Py(2°) + Py (2°) + P_1(2°) = 0, the sum
of (4.14) and of the differentiated equations (4.15)-(4.16) gives

z ffo(sz 00,0, ¢ )+(9( Ny, (4.20)

Since the e-independent term of the polynomial fO(,...) only depends on 2°,

20 ¢}, and C:ll, second and higher derivatives of 2° can be eliminated in the

right-hand sides of (4.20) as well as from those of the system (4.14)-(4.19),

and we obtain the differential-algebraic system

8~ B — ) = (e, 2% 2%,¢h, 1) + O(M) (421)

G = PG =) =efi(e,2% 2,61, CCh) + Oe™) (4.22)

=P (20" =) =ef?, (e,2°,2°,¢1,¢21) + O(EN) (4.23)

<11 fi (5 20,29 ¢t ¢ )—i—O( N+ (4.24)

: (4.25)

(4.26)

C

CCt =121 (e,2% 20, ¢ o) + 0N
CF= f(e, 2%, 20, (1, (1) + OV IR,

Removing the O(-)-terms in (4.21)-(4.26), we obtain a system that is no longer
singularly perturbed, i.e., there is no division by €. We still have to prove the
solvability of this system. In equations (4.22)-(4.23) the vectors ¢ and ¢,
appear as CJO (Pj(z 0)(¢P+¢2, ))(2° =) in the left-hand side, and multiplied
by ¢ in the right- hand side. If 20 — ¥ is sufficiently small we obtain a unique
solution for C? , g'Bl that is bounded uniformly for ¢ — 0. Similarly, the left-
hand side of (4.21) contains the second derivative of ¢J as () — (Pé(zo)ég) (20—
%), which permits us to compute 68 provided that 20 — c? is sufficiently small.

This is the correct place to discuss the choice of ¢°, which until now has
been treated as an arbitrary vector. Since 2°(¢) approximates the solution z(t)
of the differential equation, a natural choice for c? is ¢ = (0). This implies
that 20(¢) is close to c? as long as [t| is not too large.
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Initial values. For the differential-algebraic system, described above, we need
initial values ¢3(0), ¢9(0), ¢9(0), ¢°,(0), ¢1(0), ¢_+(0) that are bounded inde-
pendently of £. Assuming ¢(0) = 0, they have to be computed from

3 240) = 2(0), 3 (z%owm@z’f(o)):gb(o). (4.27)
|k|[<N+1 |k|<N+1

Using the algebraic relations (4.26) with removed remainder term, the first
equation of (4.27) can be written as

2°(0) = 2(0) + £ Go (¢, 2°(0), 2°(0), (1 (0), (1 (0)).- (4.28)
Multiplying the second relation with Py (2°(0)) = Py(z(0)) + O(e) and using
the fact that ¢Z'(0) = O(e), we obtain
Py (2°(0))2°(0) = Po(2(0))&(0) + & Go e, 2°(0), 2°(0),¢1 (0), ¢Z1(0)). (4.29)
Differentiating (§ = Py(2°)¢° with respect to time yields
=0 =04 (040 = Py(2%)20 + Po(2%) (2% — )+ (0 + (0.

Insertmg (4. 29) and (4. 22) (4.23) with remainder terms removed, and using
Py(2°) + Py (2°) + P_1(2°) = 0 we obtain the equation

(0) = Po(2(0))&(0) + £ G1(e,2°(0), 2°(0), ¢ (0), ¢ (0)). (4.30)
Multiplying the second relation of (4.27) with Py1(2°(0)) gives

Py1(2°(0))2°(0) £1|B(2(0))|¢E (0) = Pi1(2°(0))2(0)
+ G (2,2°(0),2°(0),¢}(0), <21 (0)).
Inserting (4.30) and using Py1(2°(0)) Py(2(0)) = O(e) yields

. —1
£1(0) = Fi[B(2(0)) | Per (2(0))#(0) + £ G (£,2°(0), 2°(0), ¢ (0), ¢ ((0))-)
4.32
Fixed point iteration apphed to the system (4.28)-(4.30)-(4.32) gives initial
values 2°(0), 29(0), ¢1(0),¢ =1 (0). They provide ¢7(0) = P; (2°(0)) (z°(0) — )
and CO( )= Po( (0)) 900) + Po ’t O(ZO(O) — co).

The autonomous differential-algebraic system (4.21)-(4.26), with remainder
term removed, together with these initial values define the coefficient func-
tions le?(t) and hence also zf (t) of the modulated Fourier expansion on an
e-independent non-empty interval.

(4.31)

Uniqueness of the modulated Fourier expansion. The above construc-
tion shows that, for a given c?, the coefficient functions ¢ jk are uniquely deter-
mined. Obviously, the functions C;») depend on the choice of ¢”. We show here
that in spite of this dependence, the function z°(t) and all 2*(¢) of (4.1) are
independent of V.
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We first note that the functions f of (4.8)-(4.13) as well as those of (4.21)-
(4.26) do not explicitly depend on the parameter ¢’. This is also true for
the function f9 of (4.20). Therefore, the equation (4.20), where second and
higher derivatives of 2" are recursively removed, together with (4.24) and (4.25)
constitute a regular ordinary differential equation for 20, 2%, ¢}, ¢~ that does
not depend on ¢ as parameter. Concerning the initial values, we note that
also the functions Go, G1, and G4 are independent of ¢¥. Therefore, the values
29(0), 2°(0), ¢}(0), ¢=1(0), obtained from (4.28)-(4.30)-(4.32) do not depend

on @,

4.2 Bounds for the coefficient functions and for the remainder

The construction of Section 4.1 yields bounds for the coefficient functions that
are collected in the following theorem.

Theorem 4.1 Let x(t) be a solution of (1.1) that satisfies the bounded energy
condition (1.2) and stays in a compact set K for 0 <t < T, with T. = O(e).
Then, we have
z(t) = Z 2R () eR*M/e L Ry () (4.33)
|k|<N+1
for arbitrary N > 1, where the phase function is given by (4.7). The functions
2¥(t) together with their derivatives (up to order N) are bounded as

2 =0OE®) forall |k|<N+1 (4.34)
and further satisfy
30 x B(2°%) = O(e), Pj(29):" = 0O(?) for |k|=1,5#k  (4.35)
The remainder term and its derivative are bounded by

Ry(t) = O(t%eN), Rn(t) =0te) for 0<t<T.. (4.36)

The functions z* are unique up to O(eVN*2). The constants symbolised by the

O-notation are independent of € and t with 0 < t < T., but they depend on N,
on the constants in (1.2), on bounds of derivatives of B(xz) and E(x), and
on Tg.

Proof The construction of Section 4.1 yields the bounds (4.34) and the unique-
ness up to O(eV+2) of the coefficient functions. The first relation of (4.35)
follows from (4.2) with k = 0 by multiplying with ¢ and then considering the
e-independent term. The improved estimates for |k| =1 and j # k are a con-
sequence of the fact that the corresponding functions f;—“ in (4.13) contain a
factor e.

The above construction shows that the truncated series (4.3) satisfies the
differential equation (1.1) up to a defect of size O(e"). Since the Lipschitz
constant of vector field (1.1), when written as a first order system, is of size
O(e™1), an application of Gronwall’s lemma proves the bounds (4.36) on in-
tervals of length O(g). O
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4.3 The modulation system as Euler-Lagrange equation

With the functions ¢(t) and z¥(t), constructed in Section 4.1, we let
YR (t) = 2F(t)elke®)/e for |k] < N +1,

and we put y*(t) = 0 for |k| > N +1. For |k| < N +1 the equations (4.2) then
have the form

1 1
A - k1 7B(m) 0y,
= D0 itk Y By

k1+ko=k 0<m<N+1

{ S“":’“?( : (4.37)
- D S(VU) T ) v+ 0EY),
SR

where a = (a1,...,qy) with a; € Z\ {0}, and y* = (y**,...,y*). In this
section it is essential that the magnetic field B(z) = V, x A(x) is given by
a vector potential A(x). For the vector y = (y*)kez we then consider the
extended potentials

1
Uy)= >, U™ y"
0<m<N+1 :

s(a)=0 .
Aly) = ( Z %A(m) (yO)ya>k€Z _ (Ak(y))kEZ. 4.38

0<m< N+2
s(o)=k

(x
y

Theorem 4.2 Under the assumptions of Theorem 4.1 the system (4.37) can
be written as the Fuler—Lagrange equations

d oL oL . N
@W(y,y)— Tyk(y’Y)‘FO(f ) (4.39)
for the Lagrangian
. 1.,.. 1 e
Ly, ¥) =53y + AWy - Uly). (4.40)

Proof With (4.40) the Euler-Lagrange equations (4.39) become

i 2y = 1 (20 ) Y - (24) +oE, wan
JEZ

JEZ

where we have used that A_(y) is the complex conjugate of A (y). We note

that? oA .
k m «@
= D ATy

0<m<N+1
s(a)=k—j

2 Actually, for j = 0 the sum is over 0 < m < N + 2. However, the term with m = N + 2
is of size O(¢N12) and can be absorbed in the remainder.
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where @ = (1, ..., ayy,). This expression only depends on the difference k — j,
so that 9.A;/0y" is the complex conjugate of Ay /dy?. Consequently, (4.41)
can be written as

i+ 1 Z Z % (A(erl)(yO) ¥ — (A (0 ya)T)yj

Because of v x B(z) = (4'(z) " — A'(z))v, and consequently

v x B (2)y® = ((A(m-i—l)(x)y(!)—r — AU )y, (4.42)

the above equation is seen to be equivalent to (4.37). O

4.4 Almost-invariant of the modulated Fourier expansion

With the mapping S(\)y = (e/**y*)rcz we have the invariance properties
USN)y) =U(y), A(SNy) = S(N)A(y) for all \.

Differentiation with respect to A (at A = 0) yields

S 24 () =0 (4.43)
oy*

keZ

> ]8“4’“ y =ikAy(y) for  keZ (4.44)
JEZ

Here, we assume that only finitely many 3" are non-zero. The expression (mo-
tivated by Noether’s theorem)

26.9) = (5) a5 SO = T ( + 2Aw) ikt @)
keZ
then satisfies
G709 = (i LA o LA )

because the sum of the terms for k and —k vanishes in ), _, ik|y*|2. For the
solution of the Euler-Lagrange equations (4.39) (or equivalently (4.41)) this
shows that

o7 Z (P (5w v - (34 ) ) o

JEZ

+€—2 > ik A(y) g* + O@EN).

kE€Z
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The sum containing the derivative of U(y) vanishes by (4.43). In the arising
double sum we exchange the (finite) summation, we use the identity (4.44)
and the fact that y* = y=* and A, = A_j. This proves that

C1(y.3) = 0N, (4.46)

Theorem 4.3 Under the assumption of Theorem 4.1 we have

2
<
=
<
S
=
I

Z(y(0),y(0)) + O(te™)
Z(y(®),y(t) = I(z(t), 2(t)) + O(e).

The constants symbolised by O are independent of € and t with 0 < t < T,
(recall that T, = O(¢)), but depend on the truncation index N.

Proof The first statement follows by integration of (4.46). To prove the becond
statement we write I (x(t), () in terms of the coefficient functions zJ. The
bounds of Theorem 4.1 yield

=20+ 0(), =z +1¢ ! l‘b/gf'fz:%e*i‘b/ngO(s).

Consequently, we have

|B(=%)I?

@ x B(z) = 2° x B(2°) — .

(21 e'?/e 4 2= ‘WE) + O(e).
From (4.35) and from the orthogonality of 2} and 2~} it follows that

1] x B(z)[? |21

I(z,2) = 2 B@P |B(2°)|—=5- g

+ O(e).

The dominant terms for Z(y(t),y(t)) are for k = %1, so that

Z(y.3) - ;(i‘@ + 1A'<z°>z%)*z% — (A%t 2a0an) e o)
= BN ot ) + Db (4 - 469) + 00
_2AB ( 2ABE) o 1( D (o < BEY) +0(e)

|21‘2

= |B(z°)|—5- + O(e).

This implies the second statement of the theorem. a
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4.5 From short to long time intervals

We are now prepared to prove that the magnetic moment (1.4) is an adiabatic
invariant (Theorem 2.1). We divide the interval [0,T] into small intervals of
length O(e), and we put ¢, = ne. On each subinterval [t,,t,+1] we consider
the modulated Fourier expansion corresponding to initial values at t,, given by
the exact solution of (1.1), and for ¢(t,) we take the value at ¢,, of the phase
function from the previous subinterval. We denote its coefficient functions by
yn(t). The uniqueness of the modulation system up to O(¢V+2) implies that
Vu(tn) = Yn_1(tn) + O(eNF2). The first statement of Theorem 4.3 then shows
that Z(yn(tn), yn(tn)) differs form Z(y,—1(ts),yn-1(tn)) only by O(e?).
Summing up these differences yields

I(yn (t)a Yn(t)) = I(yO(O)a YO (0)) + O(th) (447)
for t € [tn,tnt1]. The second statement of Theorem 4.3 then gives

I(z(t),2(t)) = I(z(0),4(0)) + O(e) + O(te™)
I(z(0),2(0)) + O(e) for t<e Nth (4.48)

If we replace the arbitrarily chosen integer N by N +1, this is the result stated
in Theorem 2.1.

5 Modulated Fourier expansion of the variational integrator

For the proof of near-conservation of the magnetic moment and the energy
(see Theorems 2.2 and 2.3) we extend the modulated Fourier expansion of
Section 4 to the numerical solution of the variational integrator.

With the finite difference notation dopz,, = (2541 — Tn—1)/2h and 67z, =
(Tpy1 — 22, + 1) /h? the variational integrator (1.7) becomes

1
Oan = (A’(xn)Taghxn - 62hA(mn)) — VU (z), (5.1)
and, because of v x B(z) = (4'(z) " — A/(z))v, can also be written as
2 1 1 l
6 = = dann X Blan) = VU () + = (A'(2n) a0z — nAln)). (5:2)

For its solution we consider the modulated Fourier expansion

DI A O T (5.3)

keZ keZ

where y*(t) = 2*(t) &#*(®)/¢ and t = t,,. We use the same notation z*(t) and
@(t) as in Section 4, but here these functions depend on the stepsize h and on
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the quotient n = h/e. For the finite differences we have

Rt +h)—y*(t—h)
5 kt:y( _ 1k¢(t)/alek k(y
2nY ( ) 2h l>0€ dtlZ ( )
k k k
ye(t+h) —2y"(t) + y*(t — h) o
5;2Lyk(t) _ ( ) h2( ) ( — oiko(t)/e § : - 2dk dtl ( )
1>0

where ¢, = 0,¢5;,; = 7?7 /(2j+1)!, and d) = 0,d9; = 2n*72/(2j)!, d

gj+1 =0.
The first coefficients for k # 0 are

ck(t) = %sin(kzn(ﬁ(t)) - sk;—n sin(k;nqﬁ(t))é(t) + O(e%)
ck(t) = cos(kno(t)) + O(e)

4

j A (5.4)
— i (’“7%”)) 1 iekeos(knd(t)d(t) + O)

di () = %sin(kmis(t)) +0(e).

Note that these coefficients depend on 7, €, and ¢ via derivatives of ¢(t).
Inserting the modulated Fourier expansion into (5.2) and comparing the
coefficients of e**()/¢ yields (omitting the argument t)

-2k 4k _
> ey dtlz (5.5)

>0

where the right-hand side is given by

1 d! 1
Fr=o 3 (M) x Y B0 a
ki4ko=k [>0 m>0
s(a)=ko
1 (m), o\ _«
- Y = (VU)"(E" z
m>0
s(a)=k
£ Y (X g (T )
€ m! ! dtl
ki+ko=k m20 >0

s(a)=kg

1 -1 k d 1 (m) /.0y o
- XA (X A ).
1>0 >0
s(a)=k
These equations are the analogue of (4.2). The main difference is that there

are additional terms with derivatives of z* higher than 2 which, however, are
multiplied by some power of e.
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5.1 Construction of the modulated Fourier expansion

We closely follow the construction of Section 4 for the exact solution. We
consider a truncated modulated Fourier expansion (4.3), we consider the pro-
jections P;(z°) onto the eigenspaces of the linear mapping v + v x B(z%),
and we introduce scaled vectors (¥ as in (4.4), which are decomposed as
CF=¢k C{f + ¢*,. Written in the scaled variables the above system becomes

) = 2P;(2%)2° = Bi(z") (" = ) + P;(:°) ) ' *dy dtlco Py(=°)F°
>4
ik Lk (¢ B0 ) )Y 2t Lok p (o)
26 T 206 — 4 Lar '
1>2
(5.6)

The vector F*| written in terms of the scaled variables, is given by

Bl — o—lkl-1 Z 5\k1|(zgz 1051 dtl<k1> Z #B(m)(ZO)Ca

k1+ko=k >0 0<m<N+1
s(a)=kg
k| glel (M), _0y pra
ey S (VO) ("¢
m!
0<m<N+1

s(a)=k

+ g IkI=1 Z €\k1|( Z %A(erl) )(Zsl 1Cécldtlgk1>

k1+ko=k 0<m<N+1 >0
s(a)=ko
d! eled
_ 57\19\71 E Sl 1C;€ l ( § A(m)(ZO) Ca)
dt m!
>0 0<m<N+1

s(a)=k

This is the analogue of equation (4.6). As in Section 4 we extract the leading
term from F*,

~ 1/ck : ~1.
k= E(?O kg ok g’f) x B(:%) + F*,
and we note that

Py(2%)F* = Py(:°)F*,

o 1B(z%)|

Pil( )Fk tic k‘B( )|<i1 Pﬂ(zo)ék—}—Pﬂ(zo)ﬁk,

Despite the additional terms in the formula for F* (and hence also in ﬁk)
we still have FO = o), FHl = O(e~ ), and FF = (’)( ~2) for all other
values of k. This follows for k = 0 from ¢} = 0 and $A(2%) = A'(2°)2°, and
for k = £1 from the fact that the only O(¢~2)- term in the third line of the

definition of F* is obtained for k1 =k = %1 and ks = 0 and this term is equal
to the O(e72)-term in the fourth line.
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To annihilate the ¢72 terms in (5.6) for j = k = 41 we require that
+icE|B(2°)| = di' with coefficients cil and di' taken for ¢ = 0. Insert-
ing (5.4) this gives

1 4y mé(t)
—Esm(nqb ) ’B( )‘ = —? sin (T)
which is equivalent to

tan(gqb(t)) - g|B(z0(t))|. (5.7)
This definition of ¢(t) € (0,7/n) (and of ¢(t) by integration) replaces (4.7) for
the exact solution.

As in Section 4 we extract the dominant term from (5.6) which is ¢J for
k=j=0,(Y for k=0and j==+1, (F] for k = j = £1, and ¢ for all other
choices of (k, 7). We get the following system of equations

G = Bo(2") (2" = ) = (e, 2% 2% .. (¢ Cy - Dio) (5.8)
= P(%)(° = ) = —ie|B(z )I 1( (= Pi(")(" = ")
+ef(e, 2% 2% . (¢ )igo) (5.9)
(% = Pa(29) (2" = &) = ie| B(z°)| 1(C° — P (%) (" = &)

+ef0(e,2% 2% . (L Eh L i) (5.10)
@%G f1 (5 20,20 (C C ye- )l;éo) ( )
ej .:11 =f (5 20,20 (C C ,...)l;ﬁo) (5.12)
ey = fi(e, 2% 2° (Cl ¢ o), (5.13)
where 20 = ¢ + ¢} +¢§ +¢°4, and

+1 _ gl

+1
ey = Ficg ‘B

e? =di — ijclg‘B(zo)’
with coefficients di', ¢!, df, ck taken at ¢ = 0. The difference to the sys-
tem (4.8)-(4.13) is that the right-hand side also depends on a finite number of
higher derivatives of the variables, and that an additional factor is present in
the equations (5.11)-(5.13). Using (5.7), these factors are given by

2= <2 (39

el = —% sin(kno) (tan(l%n(ﬁ) —jtan(gé)).
Under the assumption

(N +1)nlo(t)| < C <, (5.14)

which corresponds to a step size restriction for h = ne, it follows from the
inequalities tan(a + ) > tana +tan 8 (with a > 0,8 > 0,a+ 8 < 7/2) and
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tan(ka) > ktan« and from |B(z)| > 1 that the absolute values of the factors
eil el are bounded from below by a positive constant for [k| < N +1. We can
divide the equations (5.11)-(5.13) by these factors and thus obtain a system
whose left-hand side is identical to that of (4.8)-(4.13). The right-hand side is
again a polynomial in €. We still have that the e-independent term of ff (for
k(j — k) # 0) only depends on z° and ¢! with 0 < [I| < k|, and that f} starts
with the O(e)- term for |k| = 1 and j # k. Furthermore, the e-independent
term of fiill depends on Cicll, but not on its derivatives, and the equations for
¢}, have the same structure as for the exact solution. Therefore, a regular
differential-algebraic system for the coefficient functions C]’-“ is obtained as in
Section 4.

Initial values. The numerical approximation to the velocity 4(t) is given by
Up, = 02p&y, = (Tpy1 — Tn—1)/2h. It has the expansion (with ¢ = nh)

. 3 d
Uy N Z Sony®(t) = Z elkot)/e Zsl 10f@zk(t). (5.15)

kEZ kEZ 1>0

Assuming ¢(0) = 0, the initial values for the differential-algebraic system,
constructed above, have to satisfy

k
3 2R(0) = 2(0), 3 (%Ozk(O) + bk (0) +) = 2(0), (5.16)
[k|<N+1 |[k|<N+1
where the coefficient functions cf are evaluated at t = 0. The dots indicate
O(¢)-terms depending on derivatives of z* at ¢t = 0. The only difference to the
construction of Section 4 for the exact solution is formula (5.1), which now
becomes

P11 (2°(0))2°(0) + g ¢ (0) = Py1(2°(0))2(0) + O(e)

with ¢! = +in~! sin(r]qﬁ(O)). By assumption (5.14) and |B(x)| > 1, the inverse
of ¢! exists and is bounded, so that (£} (0) can be extracted from this relation.

Uniqueness of the modulated Fourier expansion. The differential-al-
gebraic system and the initial values are obtained from equations that have
the same structure as those for the exact solution in Section 4. Therefore the
coefficient functions 2 (t) are independent of the choice of the parameter c°.

5.2 Bounds for the coefficient functions and for the remainder

We complete the construction of the previous section by giving precise bounds
for the coefficient functions of the modulated Fourier expansion and by esti-
mating the remainder caused by truncation of the series.
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Theorem 5.1 Let xz,, be the numerical solution of the variational integrator
(1.7) applied to (1.1) with initial values satisfying (1.2). Suppose that, for
0 <nh <T. with T, = O(e), x, stays in a compact set K and

h C

_ < e — ) .

6@@%”_2&m(ﬂN+1» with  C < (5.17)
for some integer N > 1. Then we have

Ty = Z 2R () eRM/e L Ry (1), t = nh, (5.18)

[k|<N+1

where the phase function ¢(t) is given by (5.7). The functions z(t) together
with their derivatives (up to order N ) are bounded as

2 =0@E*) forall |k|<N+1 (5.19)
and further satisfy
30 x B(2°%) = O(e), Pj(2%)" = 0(?) for |kl=1,5#k  (5.20)
The remainder term is bounded by

Ry(t) = O(t%eN) for 0<t<T.. (5.21)

The functions z* are unique up to O(eN+2). The constants symbolised by the

O-notation are independent of € and n with 0 < nh < T., but they depend on
N, T, the constants in (1.2), and on bounds of derivatives of A(x) and U(x).

Proof The construction of Section 5.1 yields the bounds (5.19) and the unique-
ness up to O(eV+2) of the coefficient functions. Over a time interval of length
O(e), a standard discrete Gronwall argument, similar to the continuous case,
allows us to conclude from a defect of size O(¢™V) to an error of size O(t?c™).

O

5.3 The modulation system in terms of y*

With the functions 2*(¢) constructed in Section 5.1, we consider y*(t) =
2F(t)elk*®/e (for |k| < N +1) with the phase function ¢(t) given by (5.7). We
further put y*(¢) = 0 for |k| > N + 1. Using (4.42) the equation (5.5) for the
modulation functions can be written as

Ry = i(jezz(%y%y))*a%yj - o uly)) - (5 ) +OEY) (522)

with A;(y) and U(y) given by (4.38). This is equivalent to using the for-
mulation (5.1) of the variational integrator instead of (5.2), which is more
convenient for the construction of the modulation functions. In the definitions
of U(y) and Ay(y) we can restrict the sum to 0 < m < N + 1 by including
further terms in the remainder O(e”). Consequently all appearing sums are
finite.
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5.4 Near-conservation of a modified magnetic moment

We recall from Section 2.2 the modified magnetic moment
1
p(E(x))
where {(z) = 2 arctan(3n|B(z)|) with n = h/e, and p(§) = cos*(£/2).

In(z,v) = I(z,v),

Theorem 5.2 Under the assumptions of Theorem 5.1 and with the coefficient
functions z(t) = (Zk(t))\k\<N+1 of the modulated Fourier expansion, there

exists an almost-invariant Iy [z](t), such that for 0 <t < T, (with T. = O(e))
Tn[z)(t) = Zn[2](0) + O(te)
In(z|(nh) = In(xn,vn) + O(e)  for nh <T..
The constants symbolised by O are independent of € and h, but depend on N.

Proof Multiplication of (5.22) with —ik(y*)*, where y*(t) = 2*(t)e'**()/¢ and
summation over k yields

. . 1 .. " o1 . N
— Ek ik(y")*ony" + - § A (v) ony’ — - Ek ik(y*)* an A (y) = OV,
J

where we have used (4.43) and (4.44). This relation can be written as
Tula)(t) - Tala)(t — b) = O(he™)
with3

Inlz](t) = —Eih > k() Y (t+h)
R (5.23)
b i S R(ARly0) () g 0 sy (4 ).

k

It defines the almost-invariant of the modulation system and proves the first
statement of the theorem.

We shall show that Zj[z](t) is close to the modified magnetic moment.
Computing its dominant term, which is for & = +1, and using the relation
(5.7) we obtain
|21

2
Tulz)(t) = 1B 4 o).

22
On the other hand, inserting the modulated Fourier expansion for z, and
Up = (Tpt1 — Tn—1)/2h into (1.4), we obtain

o(tn)> |2 (ta)I

I(zn,vn) = sinc?(nd(ty,)) IB(9(t,))] &2

+0(e). (5.24)

3 We thank Ludwig Gauckler for drawing our attention to this idea in connection with
the problem considered in [7].
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With |B(z ( ))| computed from (5.7) and with the use of the identity sin& =
2sin 5 cos 5 § this yields

I, 0) = eos* (bndit) B P 4 o),

and the result follows from the definition of I}, (z, v). O

5.5 Near-conservation of a modified energy

We recall the definition of the modified energy

Hy(z,v) = H(z,v) + 0(§(2)) I (z,v) [ B(z)],
where 6(¢) is given in Section 2.3, and again {(z) = 2 arctan(4n|B(x)|) with
n=h/e.

Theorem 5.3 Under the assumptions of Theorem 5.1, there exists an almost-
invariant Ip[z](t), such that for 0 <t < T, (with T. = O(¢))

Tn[2)(t) = Tn[2](0) + O(te™)
In(z|(nh) = In(xn,vn) + O(e)  for nh <T..
The constants symbolised by O are independent of € and h, but depend on N.
Proof Multiplication of (5.22) with (¢*)* and summation over k yields
1 d d
ck\x 2k - et * k(o k\x el _ N
Z@)MrQ%XMMM®w () dan An(y) ) + TU) = OEN).

k
(5.25)

As in the proof of [7, Theorem 5.1], the first sum is a total differential, and
the second sum is a total differential by the proof of [8, Proposition 6.2]. We
thus obtain the existence of a smooth function #Hp[z](¢) such that the above
expression equals

%’Hh[z} (t) = O(M).

This proves the first statement of the theorem.
We now determine the dominant part of

Halz](t) = Knlz](t) + Maz](t) + U(2(1)), (5.26)

where the time derivatives of the three terms on the right-hand side equal the
three corresponding terms on the left-hand side of (5.25). The dominant term
in the integral of

CKale] = ;WNW—ZG+ LY (e )

k >0
= (592 +@mWWF

+ 622772 (n(bsm(nqb) — 2sin? (n¢)) ((z”l)*z1 + (zl)*,él) + O(e),
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where nn = h/e, is seen to be

2|21|2

Knlz] = %\ZOF + 2 (nqS sin(n(b) — 2sin2<%)) + O(e).

We next consider Mp[z]. The dominating terms appear for & = 0 and
k = +1. For k = 0 we deal with smooth functions and hence 65,5 = 9°+O(h?)
and 02,40 (y) = £ Ao(y) + O(h?). Since these quantities are real, the term for
k =0 is of size O(e). For k = +1 we note

d ho s
aAk(Y)*%hyk — (%) 02n Ak (y)

= j:(c(llt(A/(ZO)Zk) + ik%bA’(zo)Zk)* (écézk n c’l‘zk)

ikd ,\* (1 d
—(zk + ﬂzk) <fc’gA/(zo)zk + c’f(A’(zO)zk)> +0(e)
€ € dt
with ¢f, ¢§ given by (5.4). Using the fact that 2!, ¢;* are the complex con-

jugate of zl,cf, the sum (for Kk = 1 and k = —1) of this expression can be
written as

_lj (ch+cot) ((A'(zo)zl)*zl — (zl)*A’(zo)zl)

-3
+§2(06 —iger ) (dt (A’(zO)zl)*zl n (A/(ZO)Z1> P (5.27)

It follows from
o+ eyt = —ensin(nd)d + O(e?)
b —iger! = iqﬁ(sinc(ndﬁ) — cos(nd))) + O(e)
and from the relation
(A'(2%)2") 2" = (1) A (2%)2" =1[B(2°)| 2" > + O(e)
that the expression (5.27) is the total derivative of

|21

Mulz] = k(nd) JIB(")| - + 0(e)  with  w(€) = sine(€) — cos(&).

2

Moreover,

U(z) = U(2") + O(e).

We now consider the dominant term in H(,,,v,) = 3|vy|? + U(2y,). We insert
the modulated Fourier expansion for «,, and v,, = (2541 —%,—1)/(2h) to obtain
xn = 2%(t,) + O(g) and hence

U(zn) = U(2°(tn)) + O(e),
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and (omitting from now on the argument t¢,, in the coefficient functions)
vy =20 + 7 (z%ew’/E - z:%e_w’/e) sin(ng) + O(e),
where again 2z} = P;(z%)z% and we use the estimates for the coefficient func-

tions in Theorem 5.1. From (5.20) we have that 2% = Py(2%)2° + O(¢). By
orthogonality of the vectors Py(2°)2°, 21, and 2~} this implies

Loal2 = Lo 1 B G2y 1 0(e)
2" 2 g2n? '
From (5.24) we note

|Z%|2 s 20 0
2 sin®(ng) = |B(z°)| I(zn, vn) + O(e).

Moreover, by (5.7) we have n¢ = £(2°) with &(z) = 2arctan(4n|B(z)]). Sub-
tracting the expressions obtained for Hp,[z](nh) and H (2, v, ) from each other,
we thus obtain

Hnlzl(nh) — H(zn, vn) = 0(§(2n))|B(@n)| (20, vn) + O(e),

which yields Hy,[z](nh) — Hy(zy,v,) = O(e) by the definition of the modified
energy Hj,. a

5.6 From short to long time intervals

The statements of Theorems 2.2 and 2.3 can now be obtained by patching
together the local near-conservation results of the previous sections in the
same way as it was done for the exact solution in Section 4.5.
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