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SEMI-DISCRETIZATION AND FULL-DISCRETIZATION WITH IMPROVED
ACCURACY FOR CHARGED-PARTICLE DYNAMICS IN A STRONG
NONUNIFORM MAGNETIC FIELD

BIN WANG AND YAOLIN JIANG*

Abstract. The aim of this paper is to formulate and analyze numerical discretizations of charged-
particle dynamics (CPD) in a strong nonuniform magnetic field. A strategy is firstly performed for
the two dimensional CPD to construct the semi-discretization and full-discretization which have im-
proved accuracy. This accuracy is improved in the position and in the velocity when the strength of the
magnetic field becomes stronger. This is a better feature than the usual so called “uniformly accurate
methods”. To obtain this refined accuracy, some reformulations of the problem and two-scale exponen-
tial integrators are incorporated, and the improved accuracy is derived from this new procedure. Then
based on the strategy given for the two dimensional case, a new class of uniformly accurate methods
with simple scheme is formulated for the three dimensional CPD in maximal ordering case. All the
theoretical results of the accuracy are numerically illustrated by some numerical tests.
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1. INTRODUCTION

The classical or relativistic description of the natural world is based on describing the interaction of elements
of matter via force fields. One typical example is the system of plasmas which is composed by charged particles
interacting via electric and magnetic fields. This system is of paramount importance and applications, comprising
in plasma physics, astrophysics and magnetic fusion devices [1,4]. Motivated by recent interest in numerical
methods for the plasmas [2,12-15,17-23,28,34,43,46], this paper is devoted to charged-particle dynamics (CPD)
in a strong nonuniform magnetic field. For such system of a large number of charged particles, its behavior can
be described by the Vlasov equation [13,14,21]:

O flt,x,v)+v-Vyf(t,x,v)+ (E(t X) + v X B(tx)) Vo f(t,x,v) =0,
Vi E(t,x) = [pa f(t,x,v)dv —n,, 0<t<T, (1.1)
f(vaaV)_fO(X7V)7 X, VERQ or R?’a
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where f(t,x,v) depends on the time ¢, the position x and the velocity v, and represents the distribution of
charged particles under the effects of the strongly external magnetic field %’x) and the self-consistent electric-
field function E(¢,x). Here 0 < ¢ < 1 determines the strength of the magnetic field, n; denotes the ion density
of the background, and fy(x,v) is a given initial distribution.

For the numerical approximation of the Vlasov model (1.1), consider the Particle-In-Cell (PIC) approach

[15,17-19,43]:

NP
Folt,x,v) = wipd(x — xk()5(v = vi(t), 0<t<T, (1.2)
k=1

where ¢ is the Dirac delta function and wy is the weight. Plugging (1.2) into (1.1) gives the equation on the
characteristics:
e () = vi(t), Vi(t) = vi(t) x BEXO) L Bt ox(4), 0<t<T,

xk(0) = Xp0, Vi(0) = Vio. (1.3)

In practical computations, the Dirac delta function 6(x) is usually replaced by the particle shape functions [43]
and hence the PIC approximation is accomplished by a particle pusher for (1.3).

For simplicity of notations and without loss of generality, from now on, we are concerned with the numerical
solution of the following CPD with the same scheme of (1.3):

+E(x(t), 0<t<T, z(0)=z0€R? w(0)=uvy€RY (1.4)

where z(t) : (0,T] — R% and v(t) : (0,7] — R? are respectively the unknown position and velocity of a charged
particle with the dimension d = 2 or 3, E(z) € R? is a given nonuniform electric-field function, B(z) € R? is
a given magnetic field and 0 < € < 1 is a dimensionless parameter determining the strength of the magnetic
field. For the two dimensional CPD (i.e., d = 2), the system (1.4) can be formulated as

(t) =v(t), ()= b(xg(t)) Ju(t) + BE(z(t)), 0<t<T, x(0)=u1z9€R? v(0)=uv€R? (1.5)

with b(z) : R* — R satisfying [b(z(t))] > C' > 0 and J = <—01 (1))

For the CPD (1.4) or (1.5), it has a long research history in the physical literature [1,3,9,35,37]. Meanwhile,
the modeling and simulation of CPD is of practical interest in scientific computing. After particle discretization
of some kinetic models, the system (1.4) or (1.5) is a core problem which needs to be computed via effective
numerical algorithms [12-15,17-23,34,43]. Concerning the numerical algorithms for the CPD (1.4) or (1.5), two
categories have been in the center of research according to different regimes of magnetic field: normal magnetic
field € = 1 and strong magnetic field 0 < ¢ < 1.

Earlier studies are devoted to the normal regime € ~ 1, comprising the well-known Boris method [5] as well
as some further researches on it [24,28,40], volume-preserving algorithms [29], symmetric algorithms [25], sym-
plectic algorithms [30, 44, 48,49], variational integrators [26,39], splitting integrators [33] and energy-preserving
algorithms [7,8,36]. However, if those methods are applied to CPD with a strong magnetic field 0 < ¢ < 1, this
often adds a stringent restriction on the time step used in the numerical algorithms. The error constant of the
methods mentioned above is usually proportional to 1/eP for some p > 0, which is unacceptable for small e.

In order to handle this restriction, various novel methods with improved accuracy or uniform accuracy have
been studied in recent years for CPD under a strong magnetic field with 0 < € < 1. An exponential energy-
preserving integrator was formulated in [45] for (1.4) in a strong uniform magnetic field and uniform second
order accuracy can be derived. In order to improve the asymptotic behaviour of the Boris method as ¢ — 0,
two filtered Boris algorithms were developed and analysed in [28] under the maximal ordering scaling [6, 38],
i.e., B = B(ex). Some splitting methods with uniform error bounds have been proposed and studied in [46].
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Combined with the PIC discretization, some effective algorithms have been derived for the CPD (1.4) or (1.5)
such as exponential integrators [23], asymptotic preserving schemes [18,19,21,41], uniformly accurate schemes
[13-15,17,47] and other efficient methods [12, 16,20, 22].

Among those powerful numerical methods stated above for CPD in a strong magnetic field, the best accuracy
is O(eh”) in the  and O(h") in the v with the time step size h and the order r = 1,2, which is achieved for
solving the two dimensional CPD in [13]. The main interest of this paper lies in a novel class of discretizations
for solving the two dimensional CPD (1.5), capable of having improved accuracy which is better than all the
existing uniformly accurate algorithms when 0 < € < 1. More preciously, we prove that the novel discretizations
have the accuarcy O(e2h*") in the x and O(eh?") in the v, and thus as € decreases, the method is more accurate
in the approzimation of both x and v. This optical accuracy is very competitive in the computation of CPD
in a strong nonuniform magnetic field. To get this refined accuracy, some reformulations of the problem and
two-scale exponential integrators are incorporated into the formulation of the discretization. Meanwhile, based
on the strategy given for the two dimensional case, we obtain a new kind of uniformly accurate algorithms with
very simple scheme for the three dimensional CPD (1.4) under the maximal ordering scaling.

The outline of the paper is as follows. In Section 2, we propose the semi-discretization and rigorously prove
its improved accuracy for the two dimensional CPD. The full-discretization and its improved accuracy are
performed in Section 3. In Section 4, some practical discretizations are constructed and the numerical tests are
displayed to support the theoretical results. Section 5 is devoted to the application to the three dimensional
CPD in maximal ordering case and a class of uniformly accurate methods is discussed. Some conclusions are
drawn in Section 6.

2. SEMI-DISCRETIZATION AND IMPROVED ACCURACY

2.1. Semi-discretization

In this part, we consider the two-scale formulation strategy which has been used in [13,15]. For the two
dimensional CPD (1.5), let us first define some new variables

where bg(t)) — b
q — %
F(a(t),plr)) = 2D =0
€0g
By Lemma 2.4 given in the next subsection, it follows that p(¢) = ev(t) = O(e). Then we notice that the function
F(q(t),p(t)) is bounded.

Then letting

Jp(t) + €eE(q(t)).

u(t) = q(t) — t/epr(=tJ/e)p(t),  w(t) = po(=tJ/e)p(t),
with @o(z) = €* and ¢1(2) = (e* — 1)/z, equation (2.2) can be reformulated as

{u(t) = —t/epr(=tJ/)F(u(t) + t/epr(tT/)w(t), po(tT/)w(t)), u(0) = q(0),
w(t) = po(=tJ/e)F(u(t) +t/epr(tJ/e)w(t), po(tT/e)w(t)), w(0) = p(0).
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01

Observing that J = (_1 0

>, we deduce that

sorto = (0 TS i = () DY,

—1+cos(s) sin(s) — sin(s) cos(s)

This shows that sp;(sJ) and ¢g(sJ) are periodic in s on [0, 27]. Therefore, the two-scale formulation [10] works
for the transformed system (2.3) by considering t/e as the fast time variable and ¢ as the slow one. With another
variable 7 to denote the fast time variable t/e, the two-scale pattern of (2.3) takes the form:

{ O X(t,T)+ %OTX(t,T) = —7101(=7HF(X(t,7) + 71 (r )V (t,7), 0o (r )V (t,T)),

24
atv(t’T) + %&,—V(LT) = 900(*7_J)F(X(t77_) +TQDI(TJ)V(t’T)v¢0<7J)V(t77))7 ( )

where X (¢, 7) and V (¢, 7) are periodic in 7 on the torus T = [0, 27], and they satisfy X (¢,7) = u(t), V(¢,7) = w(t)
at 7 = t/e. For this new variable 7, it offers a free degree which can be used in designing initial values. The
initial data for (2.4) is derived by using the strategy from [13], which is briefly introduced as follows.

With the notations U(¢,7) = [X(¢,7); V(¢,7)] and

—T1o1(—7HF(X(t,7)+1o1(7J)V (¢, T THV(t, T
fT(U(t’T»:( @(S)D(—(TJ)I*Z()(((tET) ltwf(r(J)) tE ),) (T(J)&(tff) ))>, (2:5)

first compute U = g0 — B[k 1](U =11y with U = [20; evg]. Then the j-th order initial data for (2.4) is
defined by

(X% V] := UVl(r) = U1 4 B! <Q[j]> — eBY! (Q[j])’ (2.6)

where the result of BLk_l] is derived by the recursion BLOJ =0 and

_ Lt
BEN) = 1711 =W £ (U + eBEW)) = S [BY (U + 1 (U + eBE@)) ) - BL’“](U)] .
In this paper, I is the identity operator, Il denotes the averaging operator defined by Hﬂ
some ¥(-) on T and L := 8, is invertible with inverse defined by (L™'9)(7) = (I —1II) [ ¥ ds
For the two-scale system (2.4), we now discrete ¢ but keep 7, which leads to the followmg semi-discrete
scheme.

0 "9(s) ds for

Definition 2.1 (Semi-discrete scheme). For solving the CPD system (1.5), the semi-discrete scheme is defined
as follows with a time step size h.

Step 1. The initial data of (2.4) is derived from (2.6) with j = 4! and we denote it as [X%; V] = U(7).
Step 2. For solving the two-scale system (2.4), the following s-stage two-scale exponential integrator is consid-
ered

X" = wo(cih/ed ) X™ — hz dij(h/eﬁT)Tgol(fTJ)F(X”j + 11 (T)V, goo(TJ)V”j), 1=1,2,...,s,
j=1
V™ = o (cih/ed )V + By ai(h/edr)po(—TI)F (X™ + 701 (T I)V™ 0o (7 I)V™), i=1,2,...,8,
j=1
n+l _ n __ 7. _ nj nj nj
X 0o(h/€d)X™ — b bi(h/ed:)ror(—TJ)F(X™ + 101 (r)V" oo (TJ)V™),
Jj=1

1We make this choice since exponential integrators up to order four are considered in this paper.
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TABLE 1. Stiff order conditions with any bounded operators K and A.

Stiff order conditions Order
Y1(h/ed-) =0 1
Ya(h/ed:) =0 2
Y1,i(h/€dr) =0 2
Y3(h/ed-) =0 3
i bi(h/ed:) K2 i(h/edr) =0 3
a(h/ed) =0 1
zs: bi(h/ed:)K3,i(h/ed,) =0 4

=1
s

Z bi(h/edr ) K Z aij(h/edr)Atpa i(h)ed;) =0 4

S Bu(h /D, K (hedr) = 0 s
=1

V= 0o (h/ed )V + B> bi(h/ed:)po(—TJ)F (X" + 101 (r))V™ 0o (1)V™), (2.7)
j=1

where @;;(h/€d,) and b;(h/€d.) are uniformly bounded functions which will be determined in Section 4.
Step 3. The numerical solution 2" ~ x(t,,1) and v"*! ~ v(t,41) of (1.5) is defined by

t 1
2= xntl 4 HTHQOl(thJ/e)V"H, v = Esﬁo(tn-s—l']/f)vmrl,

where t,41 = (n + 1)h.

2.2. Improved accuracy

In this present part, we derive the improved accuracy of the semi-discrete scheme given in Definition 2.1. For
simplicity of notations, we shall denote C' > 0 a generic constant independent of the time step h or € or n. In
this section, we use the norm ||-|| of a vector to denote the standard euclidian norm and that of a scalar quantity
refers to the absolute value. Meanwhile, let L§® := L$°([0,T]) and L := L2°([0,27]) denote the functional
spaces in t and T variables, respectively. For a smooth periodic function 9(7) on [0, 27, define its W *°-norm

as [13] [[9|lyy1.00 == max{|[d]| o, |0-V] = }, and for a smooth vector field V(7) = g; on [0, 27], introduce

[Vl := max{[[d1 1., [[92]lyy2. }. The main result is stated by the following theorem.

Theorem 2.2 (Improved accuracy). It is assumed that the nonlinear functions E(x) and b(x) are globally
Lipschitz functions, i.e.,

|1E(z1) — E(z2)|| < Clley — x2ll,  [|b(z1) — b(x2)|| < Cllzy — 22|, for all xy, xs € R% (2.8)
Let pi(2) = fol 0F=1e(1=02 /(k — 1)1d0 for k =2,3,... [32] and

Aa-! : q "
G - oIk ¥j,i(2) = @j(ciz)e; — ZZ:ldik(Z)ﬁ’

Vi (2) = ¢;(2) = iz bi(2) i=1,2,...,s.
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Choose 7 = 2 or 4. Assume that the conditions of order r — 1 given in Table 1 are true and for those of order
r, the first one has the form 1,.(0) = 0 and the others hold in a weaker form with b;(0) instead of b;(h/ed.) for
1 <i <s. Under the conditions stated above, the global error of the semi-discrete scheme given in Definition 2.1

is
|2 = z(t,)|| + |lev™ — ev(tn)] < Cé3h’, 0<n<T/h,

where C' is independent of n, h, €.

Remark 2.3. We note that this improved accuracy is a better feature than the usual so called “uniformly
accurate methods” [13-15,17] when 0 < € < 1. As ¢ decreases, the accuracy is improved to be O(2h") in the
x and O(eh”) in the v, which is very competitive in the scientific computing of CPD with strong nonuniform
magnetic field. For the case that € > 1, normal numerical methods can be considered such as Runge-Kutta
methods and they will work well.

To derive this improved accuracy, we first present four lemmas and then give its proof.
Lemma 2.4. Under the assumptions (2.8) and the condition that ||zo||+||ve|| < C, the solution of (2.1) satisfies

llg@)|| + llp(t) /€|l < C, for all ¢ e (0,7]. (2.9)

Moreover, we have
[16(q(t)) — b(q(0))|| < Ce, for all ¢ e (0,T].

Proof. This result can be shown in a similar way of [13]. With the new notation p(t) := e~7#/¢p(t), the system
(2.1) reads

q(t) = %sﬁo(ﬁ/f)ﬁ(t)v p(t) = o(—Jt/e)F(a(t), po(Jt/e)(t)), a(0) =z, H(0) = evo. (2.10)

We first take the inner product on both sides of (2.10) with ¢(¢) and p(¢) and then use Cauchy—Schwarz inequality
to get

d 2 2 - d ~ 2 ~

—Ilq(¢ < —||q(t t —||p(t < 2¢||E(q(t t)|.

a1 = Zlla@llp@®ll,  FIpOI < 2l E@@)B()]
These estimates can be simplified as

%IIQ(t)II < éllﬁ(t)lL %Ilﬁ(t)ll < 2¢|E(q())]| < 2€[|E(q(0))]| + 2¢Clg(®)]| + 2¢Cla(0)]]-

The bound (2.9) is deduced from these two inequalities and Gronwall’s inequality.
To prove the second statement, we integrate the first equation in (2.10)

0t) = a(0) + | LonlTE/(E) € = a(0) = Tea(Te/)itt) = 50) + T [ o(TE/ 1) de.

By inserting the second equation of (2.10), it is obtained that
q(t) = q(0) = J(po(Jt/€)p(t) — p(0)) + J/O po(JE/€)po(=TE/€)F(q(§), po(JE/€)p(€)) dE

= a(0) ~ Jln(ae/p(t) - (0 + 7 [ (ML= o re0pe) + etale) ) ae

so that

b(q(§)) — bo

llg(t) — q(O)|| < [lwo(Jt/e)p(t) — p(O)| +/0 -

Too(JEJOB(E) H A +T sup Do)
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t
< Ce+ Ce / la(€) — q(0)]| dé + T sup [E(q(t))]].
0 0<t<T

According to Gronwall’s inequality, we obtain the estimate ||g(¢) — ¢(0)|] < Ce and this leads to the second
result of this lemma. g

Lemma 2.5. Under the assumptions (2.8), E(x) € C"(R?) and b(z) € C(R?), the solution of (2.4) with the
initial value U (7) and its derivatives w.r.t. t are bounded by

1X (6,7 e iy < C V(T ey < e,

o x <ce  [FVitr (211)

< Ce,

(t’T)”L;X’(WTl’“’) >HLt°°(WTl’°°)

where k =1,2,...,r and 0 <t < tg for some ty > 0.
Proof. According to the Chapman—Enskog expansion, the solution of (2.4) can be partitioned into two parts

o(t,7) with X(¢t) =1UX(t,7), U@t ) =0,
Y(t,7)  with V(t) =TIV (¢,7), y(t,7) = 0

where the averaging operator is defined by IIX (¢, 7) := % f02 " X (t, ) dr. These composers satisfy the differential
equations

X(t) = W(=1p1 (=) F(X(t,7) + 71 (r)V (t,7), 00 (rT)V (£, 7)),
V(t) = Wpo(~m)F(X(t,7) + 11 (T)V (£, 7), 00 (rT)V (t,7))),

Oup(t,7) + 20,(t,7) = (I~ (=71 (=TT F(X (t,7) + 71 (1) V (2, 7). o (r WV (1, 7)),

Oep(t, ) + %371/7(727) = (I =) (po(=7)F(X(t,7) + 11 (TI)V (£, 7), 0 (T )V (¢, 7))).

For this system, we first derive the bound of its solution, which is accomplished by the initial value (2.6). The
first order initial value is

Ul(r) = +EB[11( [11) ( )
= U+ Bl (U - el (U[O]>) [”(U[O] By (1)) + 0(e)
_ U+ B (1) — B (1) + 0

= U0 4L (1 - TI)f (U[O) L™ (I—H)fo(g[o])+0(e2).

Noticing that IT and L~ (I —1II) are bounded operators, one deduces that U (7) is uniformly bounded w.r.t. e.
This procedure can be continued and the uniform bound (w.r.t. €) can be obtained for U*l(7) with k = 2,3,...,r
Using the same strategy as in the proof of Lemma 2.4, we get that for the two-scale problem (2.4), with the
initial value U¥l(7) for any k = 0,1,..., X(t,7) = O(1), V(t,7) = O(¢) and X (t,7)— X (0,7) = O(e). Combining
the fact that b(X (¢, 7) + 7o1(7J)V (¢, 7)) — by = O(€) of Lemma 2.4 leads to

(X (t,7)+71e1(r )V (¢, 7)) — bo
€b0
+ eE(X(t,7) +1p1(r )V (¢, 7)) = O(e). (2.12)

F(X(t,7)+1o1(r )V (t, ), 00(r )V (t, 7)) = Jpo(t)V (t,7)
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Then for the first derivatives 0; X (¢, 7) and 0,V (¢, 7), they satisfy the equation

(0 X (t, 7)) + %&(@X(t, 7)) = —7p1(=7J)(FL(0: X (t,7) + Tp1(7T)0:V (L, 7)) + Fapo(1T)0:V (L, 7)),
O (O V (¢, 7)) + %&(@V(t, 7)) = @o(—7J)(F1(0: X (t,7) + 71 (7 )0V (¢, 7)) + Fapo(rJ)0:V (¢, 7)), (2.13)

where Fj = 0y, F(U1,U2) |, =x (t,7)+r¢1 (rJ)V (t,7),Us=go (r )V (t,7) fOT §j = 1,2. The initial value of (2.13) is given
by
) _ 1 0.1,0 —1o1(—=TJ)F(X° + 1701 (r )V, o (7J)V?)
0:X (1, Dlomo3 V(8 el = —COr[XB V7] + ( po(=TT)F (X + 1o1(rT)VO, 00 (11)V?)

=20, (L7 (1~ 1, (U) — L7 (1 - 5o (U)) + 00
= (1= (fo(U™) = 1-(U)) + O() = O(e).
This initial value and the fact that Fy = O(¢), F» = O(e) yield

||atX(t7T)HLt°°(L$C) S CG, HatV(t,T)||L?c(L$o) S CE.

In an analogous way, we can derive the bounds of the jth derivatives agX(t, 7) and 8gV(t, T)withj=23,...,7r.
By differentiating the above system with respect to 7 and in a similar way, we obtain the bounds with W
estimates. The proof of this lemma is complete. O

Lemma 2.6 (Boundedness of the schemes). If (xg,vo) is uniformly bounded, there exists a sufficiently small
0 < hg < 1 such that when h < hg, we have the following bounds for the integrator (2.7) with i =1,2,...,s
Jxn

<c, |[vrise

I < <O X <0 Ve

<C, 0<n<T/h

I I

Proof. For all € and h, it is true that ||po(h/€0; )|, = 1, and ||p;(h/€d;)| ~ for j =1,2,..., are uniformly
bounded. According to the fact that the coefficients of exponential integratorsTare composed of p-functions, we
have ||a;;(h/€0-) < C and ||5j(h/687)||Lm < Cfori,j=1,2,...,s, where the constant C is independent
of h,e. ’

We first prove the boundedness for a single time step of explicit methods. Assume that the numerical solution
satisfies [ X"|| o < C and [[V"/€][ o < C, then we have the estimates for n + 1:

e

i—1

<X oo +BC Y |F (X 4 701 (r )V 00(rT)V™)
j=1

V™ oo +BC Y |[F(X™ + 701 (r))V™ 0o (7.)V™ )|

J=1

17 e

Vil

oo 9
LT

X" e X e +RC Y| F (X + 701 (r )V, o (r.)V™ ) |

j=1

oo )
LT

IV e S IV o +RC Y|P (X™ 4+ mo1 (r )V 0o (1) V™))

j=1

L=’

pa

Based on the bounds of F' and X™, V" /e, the boundedness of X"1 V"1 /e is immediately obtained.
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Then for a single time step of implicit methods, iterative solutions are needed. In this paper we consider the
fixed point iterative pattern:

(X" = Goleih/ed ) X" = 1S s (hfed,)ror (~7 ) F(X™ + 71 (T I)V™, 0o (7.T)V™),
j=1

(Vi) = po(eihfed, )V + b aij(h/ed;)po(—TJ)F(X™ + mo1(r)V™, 0o (r])V™),

()™ = o fe0) X7 = 03By (/0 ) mor (<r ) F (X)) o (r) (V7)™ o) (7)),
(Vnz) [m+1] _ (po(h/Gaq—)Vn +h Z B](h/GaT)(po(—TJ)F((Xn]) [m] + T<p1(7'J) (an) [m], (PO(T']) (VTL]) [m]) ,

m=20,1,.... (2.14)

With the boundedness of X™, V" / €, the coefficients and the nonlinear function F', it is easy to derive the
boundedness of (X”i)[mﬂ], (V) m+1) /e and then of X" Vntl /e

Finally, considering the above results and using the mathematlcal induction, the boundedness of explicit or

implicit numerical solutions (2.7) as shown in this lemma over a long time interval is arrived. ]

Lemma 2.7 (Remainders). Inserting the exact solution of (2.4) into the numerical approzimation (2.7), we
get

X(ty + cih,T) = wo(cih/€0:) X (tn, T) — hz aij(h/ed)To1(—TJ)G(X (tn + cjh, ), V(ty, + cjh, 7)) + A,
j=1

V(ty + cih, 7) = wol(cih/ed )V (tn, T) + hz aij(h/€0r)po(—TJ)G(X (tn + c;h, ),V (tn + cjh, 7)) + A,
j=1

Xty +h,7) = po(h/ed )X (tn,T) — hZgj(h/eaT)Tgol(—TJ)G(X(tn +¢jh, ),V (tn + cjh, 7)) + 6%,
j=1

V(tn + h,7) = wo(h/ed: )V (tn, ) + R Zl_)j(h/eaT)cp(](—TJ)G(X(tn +¢jh,7),V(ty + cjh, 7)) + 53“, (2.15)
j=1

where A%, AW, 5% ST are the remainders and G(X,V) == F(X +701(7 )V, po(7J)V). Under the condi-
tions of Theorem 2 2 and the local assumptions of X™ = X (t,, 1), V" =V (t,,T), the remainders are bounded
fori=1,2,...,s and 0 <n < T/h

| A% <CEln, AV

. e €O, (5 pim < OPR,5 e < CERTH.

Proof. Since the variable T plays essentially no role in subsequent computations of the proof, we shall omit it
for brevity. From the Duhamel principle, it is clear that

X (tn + cih) = o(cih/ed) X (tn) —/ - o(0—cih)°F T01(—1))G(X (tn +0),V(t, + 6))do,
0
a

Cj,h
V(ty + cih) = po(cih/ed )V (t,) + / 0= oo (=7 J)G(X (tn + 0), V (t, + 0)) d6,
0

X(tn + h) = (pO(h/ea‘r)X(tn) - /Oh (0-m)%F 7-901( TJ)G(X(tn + 9)7 V(tn + 9)) de,
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V(tn + h) = 0o(h)ed )V (t) + /Oh 0= o (=T )G(X (tn + 0), V (tn + 0)) 6.

Subtracting this expression from (2.15) gives the equations of remainders
[AR AV = [X (tn + cih); Vs + cih)] = (po(cih/edr) @ diag(1,1))[X (tn); V (tn)]
+ hi(&ij(h/e&) ® diag(1,1))G(tn + cjh),
j=1
(055037 ] = [X (tn + h); V(t + h)] = (o(h/edr) @ diag(1,1))[X (tn); V(¢4)]
+ hz [(h/edy) @ diag(1,1))G(t, + cjh),
where we use the notation G(¢) := [—7p1(—7J)G(X (1), V(t)); vo(—7J)G(X(t), V(¢))] and the Kronecker prod-

uct ®. Applying Taylor expansions, one gets

Scz

1 oo
(05581 ] = he / (o((1 = &)eih/edr) @ diag(1, 1)) Z ap Glt)de
0 =0

S

—he Y (br(h/ed;) @ diag(1,1) ZT% n)
— !
J

—Gltn).

k=1
= he Y W (1h(h/ed;) @ diag(1, 1)) —
§=0
Following the analysis of [31], the bounds of 5;‘(“ and (5"}“ given in this lemma are deduced from the stiff order
conditions presented in Theorem 2.2 and the bound (2.11). In an analogous way, we proceed for the bound of
A% and AY, and the proof of Lemma 2.7 is complete. (]

Proof of Theorem 2.2. Based on the above preparations, we are ready to derive the error bounds of Theorem 2.2.
Before presenting the proof, we note here that how the previous lemmas (Lems. 2.4-2.7) fit together to get the
improved accuracy.

— To derive the global errors given in Theorem 2.2, the boundedness and local errors of numerical solutions
are needed which are estimated by Lemmas 2.6 and 2.7, respectively.

— In the study of local errors, we consider the Taylor series of nonlinearity which includes the solution of
(2.4) and its derivatives w.r.t. t. Thus the local errors depend on the bounds of the solution of (2.4) and its
derivatives which are derived by Lemma 2.5.

— To get the estimates proposed in Lemma 2.5, we use the result of Lemma 2.4 and the improved bounds on
OFV (t,7), OFV (t,7) with k =1,2,...,r lead to improved bounds of local errors given in Lemma 2.7, which
finally result in the improved accuracy of Theorem 2.2.

Define the error functions by
e% = X(tn,7) = X", e :=V(ty,7) = V", E¥ := X(t, +cih,7) — X" E¥ .= V(t, +cih,7) — V™.

Subtracting the scheme of the method (2.7) from (2.15) gives the error recursions

E% = @o(cih/ed, ey + thij(h/eaT)éG"j + A%,

j=1
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EY = go(cih/ed-)et, + b aij(h/ed:)6G™ + AV,
j—l

n+1_§00(h/65 eX—i—th h/ea ) G+ 5n+1

j=1

et = oo (h/edy )el + th (h/€dy)6G™ + 51,
j=1

where 6G™ = G(X(t, + cjh,7),V(t, + cjh, 7)) — G(X™, V™). This and the results given in Lemma 2.7

contribute with
S
Hen+1HL$o < lleXll e + hOZHéanHLgO L OER™H,
j=1

S
Hen+1HL$O < llevllp = +hC Z||5an||L¢o + O2pt,
j=1

It stems from F that [[6G™ || < C(e||E’;(j||L$o + HE;}jHL?o), and based on which, it is further arrived

=
Lee v

s
||e}"t‘1||LSC S ||€SL(HL?_C + hCZ(eHE?{J Lm) _|_C«€2hr+1’
j:1 T

e

S
e s < bl +hC Y (|22,
j=1

Similar result can be obtained for E% and E7 in an analogous way as follows:

125 < el +hcz( ], + 5], ) +oen.
1) e < el +hcz( s3], + 5], ) + e

Based on the above results, one gets

nj
By

Z(HE Noo + 1B ) < sllelpe + slied Nl —|—2shCZ(e Lw) Lo
=1 4

=1 L-r

If the stepsize h satisfies he < &, it is straightforward to show that

(Y

Inserting this into (2.16) and using Gronwall inequality eventually leads to

o+ HE"}j

) < 2leklln + 25l + CH
L T T

lex™ | = CEN lev ) < Ceh”.

This bound, Lemma 2.6 and the transformations of Section 2.1 immediately complete the proof
Theorem 2.2.

; > + Ce2h™ (2.16)

of
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3. FULL-DISCRETIZATION AND ITS ACCURACY

In the present section, by using the Fourier pseudospectral method in 7, we first present the full-discretization
for solving the CPD (1.5) and then derive its accuracy.

3.1. Full-discretization

To use the Fourier method in the variable 7, we introduce 7, = 2”[ with an even positive integer N, and
le M:={-N;/2,-N,/2+1,...,N,;/2}. Then the Fourier spectral method is proposed by considering the
trigonometric polynomials

XT(t,T) = (XJ-T(t,T)) VT(t,T) = (VjT(t,T))

j=1,2" =12’

with

=3 Xi (et =" Vi (0", (t,7) € [0,T] x [, 7],

keT keT
such that

OXT(t,7) + 20, X7 (t,7) = —ro1(=TI)F (X7 (t,7) + Tor(r )V (t,7), o (rT)VT (¢, 7)),
VT (t, )+ é@TVT(t,T) = QDQ(—TJ)F(XT(t,T) +7o1(r )V (t,7), (,DQ(TJ)VT(t,T)),
where )?k\j (t) and ‘7;; (t) are referred to the discrete Fourier coefficients of X JM and VjM, respectively. Collecting

all the coefficients in D := 2(N, + 1) dimensional coefficient vectors X (t) = ()?;C\J(t)), V(t) = (‘7;;](75)) implies
a system of ordinary differential equations (ODEs)

4R () = i0X(t) + }"(S*F(]-"*lﬁ(t) L SHEIV(1), C*]:*l\Af(t)>),

Y

4V (1) = iQV (1) + f(c—F(f—lfqt) +SHFIV (), C+}"1\7(t))),

dt

where F is the discrete Fast Fourier Transform (FFT) Si = diag(£mp1(£7J))i=01,... N, cEt =

diag(o(£mJ))i=0,1,..., N, , and Q = diag(Qy, Q) with Q; = = 1d1ag(N— N, .,—J\;T).
The full-discretization of (1.5) is stated as follows.

Definition 3.1 (Fully discrete scheme). The initial data of (2.4) is derived from (2.6) with j = 4 and we denote
it as [X%; V9 = UM (7). Choose a time step size h and a positive even number N,. The full-discretization of
(1.5) is defined as follows.

— The first step is to compute the initial value of (3 1) by [XO VO] [F(X9); F(V)].

— For solving the ODEs (3.1) with the initial value [X 0; VO] we consider the same s-stage two-scale exponential
integrator as semi-discretization, that is for M = i)

Xt = go(cihM)XT + hidij(hM)}'(S*F@-"l@ L STF YR, C*]—'”V’L\j)), i=1,2,...,s,
j=1

Vi = go(c; hM)V™ + hiaij(hM)f(C*F(rl@ + s+f*1x7n\j,c+f*11777j)), i=1,2,...s
j=1
X+ = o (hM)X7 + hiéj(hM)f(S*F(Flﬁ +STFIVN, V),
j=1
Vit = oo(hM)V™ + h Z @(hM)f(CT(f—lfrTj L SstFElyn, C+}"1X7“\J>>.
j=1
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— The full-discretization 2" ~ x(t,11) and v"*! ~ v(t,41) of (1.5) is formulated as

t 1
+_ xntl g nTHgol(t7l+1J/e)V"+1, ol = gcpo(thJ/e)V”H,

where X"*! and V1! are obtained by the Fourier pseudospectral method

xnt+l Z (W) eiétn_,_l/s’ A VAL Z (m) eiétn+1/s.
leM ¢ leM ¢

3.2. Improved accuracy

Theorem 3.2 (Improved accuracy). For a smooth periodic function ¥(t) on T, denote the Soblev space
H™(T) = {9(r) € H™ : dL9(0) = dL9(2n),l = 0,1,...,m}. Assume that the evact solution X (t,7) and
V(t,T) of the system (2.4) satisfy that X (¢t,7),V(¢t,7) € C"([0,T], H™°(T)) with mg > 0. Under the conditions
of Theorem 2.2, the global error of the fully discrete scheme is bounded as

1 X (tn, T) C(e*h" + (2 /N,;)™),

— X" A €Vt ) — V| < 0<n<T/h,

where C' is a generic constant independent of n,h, N, €.

Proof. To prove this result, we introduce an intermediate algorithm (IA) and by which, the conclusions of this
theorem are converted to the estimations for IA. To this end, consider the following trigonometric polynomials

XM(t’T) = (Xj/\/l(t77-))j:172? VM(t5T) = (‘/jM(t7T))j:1727
with - -
=) Xij(t)e, )= Y Vi;(0e*, (t,7) €[0,T] x [0,27],
keM keM
such that

BXM(1,7) + 20, XM(1,7) = o (~rT)F (X*M(1,7) + o (r)WV Mt 7). 0 1)V (7)),

atVM(t,T) + EGTVM(t,T) = <p0(—TJ)F(XM(t, T) + Ttpl(TJ)VM(t,T), (po(TJ)VM<t, T))

Here )/(7:] and Y//;/j are the Fourier transform coefficients of the periodic functions X JM and V]»M, respectively.
According to the Fourier functions’ orthogonality and collecting all the )@Tj, 17;; in (N, +1)-periodic coefficient
vectors X(t) = (Xx,;(t)), V(t) = (Vi;(t)), one gets

SX(t) =i10X(t) + f(s—F(f—lfc(t) +STFIV (), c+f—1i7(t))),

(3.2)

Then the IA is defined by

SV@) =iave) + f(c—F(f—lfc(t) +STFIV(), c+f—1\7<t))).

)= XpieltT, => Vm kT i =1,2,...,s,
kemM kem
n+1 _ n+1 ikt n+1 n+1 ikt _
Xy =Y Xyttt vtz Zv,w . n=0,1,...,T/h—1,
keM keM
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where the following s-stage exponential integrator is applied to solving (3.2):

Xni = po(cihM)X™ + hiaij(hM)f(S_F(}"_l)f(\"/j L SstFLym, C+]-"1X7"/j)>, i=1,2,....s,

Jj=1

Vi = o (e hM) V™ + hzs:aij(hM)f(C‘F(]-“l)f(\’“b/j +StFIym, c+f—1v~m‘)), i=1,2,...,s,
j=1

X1 = o (hM)X™ + h i@(hM)]—"(S’F(]-"lﬁ +StFIVE, CHEIY)),

j=1
VAt — o (hM)V™ + hZBj(hM)f(C*F(Fl)?Tj e C*Flfﬁj)). (3.3)
j=1

To study the accuracy of the fully discrete scheme, consider the standard projection operator Py
L*([-m,7]) — Ya = span{e*™, k € M, 7 € [-m 7]} as (Pymo)(T) = Y per Uke™ . With the notations
Xt = ZZGM(X"i)gew(t”"’cih)/e and V" = ZeeM(V"i)gew(t"“ih)/s, define the error functions of our fully
discrete scheme by 4 '

ey (7) = X(tn,7) — X", E% (1) := X(tn + c;h,7) — X™,
ey (1) = V(t,,7) = V", E‘T}i(T) =V (t, +cih,T) — v,

and the projected errors of the intermediate algorithm as

61/(/[,)((7—) = PMX(tn,’T) — XX/[, E./W\I/ZI,X(T) = PMX(tn + Cih77') _ Xni’
e v (7)== PmV(tn, 7) = Viy, E;\L/il,v(T) i= PV (tn + cih, 7) — /(511

Based on the estimates on projection error [42] and the triangle inequality, it follows that

el < lebxll o + 1R = X" o + 11X (b0 7) = PaaX (b, 7)o < [[efn x| e + C2T/ND)™,

|1E%|, . < HE}(;"XHL? | X = X e + 1 X (0 + cihy T) = PrX (b + cihy 7) || o

I e

<||B¥ x| +C2m/N)™.
Similar results can be derived for ef., E%. Therefore, the estimations for %, e and E%, E% can be turned

to estimate the estimations for et x, e}y and ERf x, B -
The error system of the intermediate algorithm is given by

)= T (G%) 7 Bt = 3 (B) e
k

keM keM

n+1 _ n+1 ik 1 _ i ik

v =3 () ¢ B = X (Biky) o
keM k keM

el = wo(hM)ely y +h Y bi(hM)AFY + 6%, B « = golcchM)ely  +hY_ ag(hM)AFY + A%,
j=1 Jj=1

et = po(hM)el  + 1Y bi(hM)ASY + 53, By = po(cihM)el v+ 0> ag(hAM)ASY + A,
j=1 j=1
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and
G(X,V)=F(F'X +STFv,CtF V),
N (é(PMX(tn Fih, ), PV (tn + cjh, 7)) — é(Xxj, VA"AJ))

ASY = FC(GIPMX (b + ¢, 7), PaaV (b + 50, 7)) = G( X3, V37 ) ).

—— —~—

Here the remainders 6% ', A% and 637!, A are determined by inserting the exact solution of (3.2) into the
numerical approximation (3.3), i.e.,

Xt + cih) = @o(chM)X (bn) + b @i (AM)FS™ G (X (tn + ¢5h), V(tn + csh) ) + AF,
j=1

S
—~— —~— e~ e~ —

Vb, + cih) = @o(c;hM)V(tn) + 1S aij(hM)fc—é(X(tn ¥ eh), V(t, + cjh)) + A,
=1
X(t +h) = 9o (AM)X (L) + h > b (BM)FS™ G (X (b + ¢;h), V(L + ;b)) + 0%,
j=1

V{tn +h) = o(hM)V () + b Bj(hM)fc—é(X(tn +eih), Vit + cjh)) +onF,

j=1

Following the same arguments of Lemma 2.5, the bounds of these remainders are derived as

|ag <cen, ||ay <cen, ot | <cent |l <ot
Wiee Wi Wi Whee
Based on the foregoing estimates, we deduce that
id —
ik < lefuxlls + hczHAf;a PR IRaey
g j=1 L
s —
S|, < leburll . +rES|aRP) o,
g j=1 L
The proof is, then, concluded by using the same arguments as Theorem 2.2. O

4. PRACTICAL INTEGRATORS AND NUMERICAL TESTS

4.1. Some practical integrators

~ Before the above discretization is applied in practical computations, the coefficients c;, a;j(h/€d;) and
bi(h/ed,) appearing in (2.7) should be determined, which is derived in this present section.
Second order integrator. We first consider second order integrators which can be realized by one-stage
schemes, i.e., s = 1. The first method is obtained by considering
1

C1 = 9
which yields an implicit integrator. We shall refer to it as I02. To get an explicit scheme, we modify the scheme
(2.7) of 102 as

bi(h/ed,) = ¢1(h/ed;), a11(h/ed,) = ¢i(cih/ed,),

X" = wo(c1h/ed) X™ — haqy (h/edr)To1(—TJ)F(X™ + 71 (7 )V, 0o (1 J)V"?),
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V™ = po(c1h/ed.)V™ + hayi (h/edy)po(—TJ)F(X™ + 101 (T)V™, 0o (TJ)V™),
X" = 0o (h/€d:)X™ — hby(h/ed: ) To1(—TJ)F (X™ + 11 (1 )V™ oo (rJ)V™M),
V' = 04(h/€d)V™ + kb1 (h/€d; )po(—TJ)F (X™ + 71 (1 T)V™, 0o (rJ)V™).

This explicit second order method is denoted by EO2. We note that for these two methods, the second order
initial data, i.e., (2.6) with k = 2, is enough.

Fourth order integrator. We now turn to the fourth order integrators with the fourth order initial data which
is obtained by (2.6) with & = 4. This can be achieved by three-stage implicit integrators. Solving ;(h/ed;) = 0
and v, ;(h/ed;) =0 for i,j = 1,2,3, and choosing ¢1 =1, ca =1/2, c3 =0 yields

51 (1) = 332() = a5s(X) = 0, i1 (1) = — 1oa(e2) + s(erT),

@ (T) = (e T) — pa(e2T), @ (T) = 3e1(e2T) — Spa(e2) + sl
a (1) = b1 (T) = 43(T) — pa(T), a2 (T) = ba2(T) = 4p2(T) — 8yp3(T),
ar3(T) = b3(T) = 1(T) — 3p2(T) + deps(T),

with T = h/ed,. It can be checked that these coefficients satisfy all the fourth stiff order conditions presented
in Table 1. This implicit integrator of order four is referred as I04. For explicit examples, we need to consider
s =5 and choose the coefficients [31]

1
c1 =0, C2=€=C= 5 ca=1,
1
a1 = 5501,2, as1 = 5801,3 — 2,3, as 2 = P23,
(41 = P14 — 2024, Q42 = a43 = P24, 5,1 = 5P15 2as5,2 — as 4,
1 1
5,2 = 5802,5 — w34+ 5902,4 - 5903,5, as3 = as,2, a5,4 = 5802,5 — ¥5,2,
b1 = 1 — 32 + 4¢3, by =03 =0, by = —pa + 43, bs = 4po — 8ps,

where ¢; ; = ¢; j(T) = @i(c;T). This integrator is referred as EO4.

The above two kinds of methods, i.e., explicit and implicit schemes, are presented to show that the improved
accuracy proposed in the paper can be obtained by these methods. Moreover, we end this section by noting
that, with the definition of symmetric methods [27], it can be verified that the above two explicit schemes (EO2
and EO4) are not symmetric but the implicit ones (I02 and 104) are symmetric. Thus 102 and 104 are hoped
to have long term conservation in the conserved quantity of the CPD and this issue will be researched in our
next work.

4.2. Numerical experiment

Let us illustrate the performance of our schemes with a single particle in two space dimensions under a strong
magnetic field [13]:
b(x)

i(t) = v(t), o(t) = =

where g(x) = (cos(q(1)/2) sin(q(2))/2, sin(q(1)/2) cos(q(2)))T and b(x) = 1+sin(g(1)) sin(g(2)). This is a reduced
model from the three dimensional CPD case when the external magnetic field has a fixed direction and is
homogenous in space. We choose the initial value z(0) = (0.1,0.1)T, v(0) = (0.2,0.1)T, and fix N, = 26 in the
computations. For comparison, we choose the well known Boris method (with second-order accuracy) denoted
by Boris and a Runge-Kutta method (the fourth order Gauss—Legendre method) denoted by RK4. In the

Ju(t) + g(x(t)), t>0,
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computations of implicit methods, we apply a fixed point iteration with the error tolerance and the maximum
number of each iteration set as 107'2 and 100, respectively. The initial condition is chosen by the first two
formulae of (2.14). Figure 1 displays the numerical errors

err, =

_ =" — 2@

(tn) |l

,  €IT, =

_ v =)l
o)l

(4.1)
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FIGURE 2. The errors (4.1) at t = 1 of the second-order schemes (top two rows) and fourth-order
schemes (below two rows) with ¢ = 1/2% for k = 1,2,...,6 under different h.

against h for different €. These results show that Boris, EO2, 102 perform second order and RK4, EO4, 104
display fourth order. In order to show the influence of € on the accuracy, we present the errors err, and err,
against ¢ for different h in Figure 2. In the light of these results, we have the following observations. The four
integrators formulated in this paper have improved uniformly high accuracy in both position and velocity, and
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FiGURE 3. The log-log plot of the temporal error err, at t = 1 against CPU time, where
h=1/2% with k=2,3,...,7.

when ¢ decreases, the accuracy is improved. However, for the methods Boris and RK4, they do not have such
improved accuracy. The accuracy of these two methods becomes worse as € decreases.

Compared with the methods Boris and RK4 which are directly applied to the ODEs (1.4), the scheme of our
integrators is given for the PDEs (2.4). For the computational efficiency?, we solve this problem on [0, 1] and
the results are shown in Figure 3. It can be seen that our integrators have nice efficiency even compared with
Boris and RK4 applied to the ODEs (1.4) directly. The reason is that when e is small, Boris and RK4 need
small stepsizes O(e) in the time simulation to keep their accuracy but our methods only need O(1) stepsizes.

5. APPLICATION TO THE THREE DIMENSIONAL CPD

For the three dimensional CPD (1.4), it is noted that we cannot take the approach given for the two dimen-
sional case, since in that way, spi(sB(x(0))) is no longer periodic and thus two-scale exponential integrator
cannot be used. For the uniformly accurate (UA) methods for solving three dimensional CPD, some novel algo-
rithms have been recently proposed in [14]. Based on the approach given in this paper for the two dimensional
case, we can formulate a kind of UA methods with more simple scheme for the three dimensional CPD (1.4) in
maximal ordering case. We state the application as follows.

For the three dimensional CPD (1.4) in maximal ordering case [6, 28, 38], i.e., B = B(ex) :=
(by(ex),ba(ex), b3(ex))T € R3, we first rewrite it as

z(t) = v(t), 0(t) = %v(t) + F(z(t),v(t)), 0<t<T, z(0)=x0€R? v(0)=u1vy€R3 (5.1)

0 bs(ex) —ba(ex) - -
where By = B(ex(0)) with B(ez) = | —bs(ex) 0 bi(ex) | and F(x(t),v(t)) = ZEXDIBo 4y 4 B(a(t)).
bQ(EI) 7b1(€$) 0
With the maximal ordering property, it is worth noticing that F'(z(t),v(t)) is uniformly bounded w.r.t. €. It is
noted that the constant case B = C also ensures the uniform boundedness of F' and the methods as well as their

analysis of this section are applicable to this case. We introduce the filtered variable w(t) = ¢o(—tBy /e)v(t),
then (5.1) reads:

i(t)zwo(téo/s)w(t), u'/(t):goo(—tﬁo/s)F(x(t),goo<t§0/5)w(t))7 2(0) =29, w(0)=vo. (5.2)

2This test is conducted in a sequential program in MATLAB R2020b on a laptop ThinkPad X1 nano (CPU: i7-1160G7 @
1.20 GHz 2.11 GHz, Memory: 16 GB, Os: Microsoft Windows 10 with 64bit).
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With the help of By, e*tBo/= is periodic in t/e on [0,27]. By isolating the fast time variable t/e as another
variable 7 and denoting X (¢,7) = xz(t), W(t,7) = w(t), the two-scale system of (5.2) takes the form

QX (t,7) + L0, X (t,7) = wo (7Bo ) W(t,7), y
QW (t,7) + L0, W (t,7) = o (~7Bo ) F (X (t.7), o (TBo ) W (2, 7). .
The initial data [X% W] := [X(0,7); W (0, 7)] for (5.3) is obtained by (2.6) with the replacement f, (2.5) of
Yo (T.éo)W
©o (—TEO)F(X, o (TEO) W)

We now obtain the semi-discretization of the three dimensional CPD (1.4) in maximal ordering case.

f([X;W]) =

Definition 5.1. For the three dimensional CPD (1.4) in maximal ordering case, choose a time step h. Then for
solving the equation (5.3) with the initial value [X%; W], consider an s-stage two-scale exponential integrator

X = wo(cih/eﬁT)X" + hi aij(h/e&)goo (Té@) an, 1=1,2,...,s,
j=1
W™ = @o(cih/ed )W™ + hi&ij(h/e&)@o (—Téo)F(an, ©o <T§0>W"j>, i=1,2,...,s,
=1
X" = g (h/ed ) X™ + hif)j(h/eﬁT)(pg (TE()) W,
j=1
Wn+1 = (Po(h/EaT)Wn -+ h i Bj(h/eaT)cpo (77’@0)F(an, ®o (Tgo) Wn]),
j=1

with the coefficients ¢; € [0,1], @;;(h/ed;) and b;(h/€d.). The numerical solution 2" ! ~ z(t,,1) and v+ ~
V(tne1) of (1.4) is given by

gl XLl (tnﬂéo/e)W"“.

Based on the Fourier pseudospectral method in 7, the full-discretization can be formulated by using the
same way as that of two dimensional CPD. For simplicity, we do not go further on this point here. For the
semi-discretization, it has a uniform accuracy and we state it as follows.

Theorem 5.2. Under the conditions of Theorem 2.2, for the final numerical solution x™,v™ produced by the
method given in Definition 5.1, the global error is

2" — z(tn)|| + 0" —v(t)| < CR",  0<n<T/h,
where C' is independent of n, h, .

Remark 5.3. It is noted that for the three dimensional CPD, the function F(X(t,T),gD()(TE())W(t,T))
appeared in (5.3) only has the boundedness O(1) while in the two dimensiona case that F(X(t,7) +
o1 (TI)V(t,7), p0(rJ)V (t,7)) is bounded by O(e) (see (2.12)). This difference makes that Lemma 2.5 does
not hold for the solution of (5.3). More specifically, the solution of (5.3) are bounded by

105X (8, )| poe ey S Co OFW )| oo ey £ C. b =0,1,..1

With this result and the same arguments proposed in Section 2, Theorem 5.2 can be proved and we skip it for
brevity.
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FIGURE 4. The errors (5.4) at ¢t = 1 of the second-order schemes (fop row) and fourth-order
schemes (below row) with h = 1/2% for k = 1,2,...,6 under different ¢.

Numerical test. As an illustrative numerical experiment, we consider the three dimensional CPD (1.4) with
a strong magnetic field [28]

1 0 0 1 0 —X1
Bz,t)=Vx—-|xz1 | +Vx [ 2123 | ==[0] + 0 |,
€ €
0 0 1 T3
and E(z,t) = —V,U(z) with the potential U(z) = ———. The initial values are chosen as z(0) = (3, 1,3)7

and v(0) = (£, 2,1)T. We solve this problem on [0,1] by the same methods of Section 4.2 combined with the
Fourier pseudospectral method (N, = 2%). The errors of all the methods

2" —a(tn)ll | [lv" = o(tn)]]

()l o)l

are displayed in Figures 4 and 5. From these results, it follows that EO2 and 102 show uniform second order
accuracy, EO4 and 104 have uniform fourth order accuracy, but Boris and RK4 do not have such uniform
accuracy. We remark here that in Figure 4, the errors from 102 and 104 are better than expected. When &
becomes small, it seems that the errors are improved. This behaviour may come from the symmetry of 102 and
104 or other reasons that are currently not clear. This issue will be researched further in future.

D
=
=
i
_|_

(5.4)

6. CONCLUSION

In this paper, we formulated and studied the numerical solution of the charged-particle dynamics (CPD) in
a strong nonuniform magnetic field. The system involves a small parameter 0 < € < 1 inversely proportional to
the strength of the external magnetic field. Firstly, a novel class of semi-discretization and full-discretization was
presented for the two dimensional CPD and an improved accuracy was rigorously derived. It was shown that
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FIGURE 5. The errors (5.4) at ¢t = 1 of the second-order schemes (fop row) and fourth-order
schemes (below row) with ¢ = 1/2% for k = 3,4, ...,8 under different h.

the accuracy of those discretizations is improved in the position and in the velocity when € becomes smaller.
Then based on the approach given for the two dimensional case, a kind of uniformly accurate methods with
simple scheme was formulated for the three dimensional CPD in maximal ordering case. The improved accuracy
of the obtained discretizations was illustrated by some numerical tests.

Finally, it is remarked that higher-order algorithms with improved accuracy would be an issue for future
exploration. Another object of future study could be the structure-preserving methods with improved accuracy.
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