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Abstract

In this article we apply a discrete action principle for the Vlasov—Maxwell equations in
a structure-preserving particle-field discretization framework. In this framework the finite-
dimensional electromagnetic potentials and fields are represented in a discrete de Rham
sequence involving general finite element spaces, and the particle-field coupling is repre-
sented by a set of projection operators that commute with the differential operators. With
a minimal number of assumptions which allow for a variety of finite elements and shape
functions for the particles, we show that the resulting variational scheme has a general dis-
crete Poisson structure and thus leads to a semi-discrete Hamiltonian system. By introducing
discrete interior products we derive a second type of space discretization which is momen-
tum preserving, based on the same finite elements and shape functions. We illustrate our
method by applying it to spline finite elements, and to a new spectral discretization where
the particle-field coupling relies on discrete Fourier transforms.
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1 Introduction

Since the early days of particle-in-cell (PIC) schemes, plasma physicists have devised varia-
tional algorithms based on least action principles to preserve key invariants such as the total
energy and Gauss’s laws [16, 28, 29]. In parallel, a Hamiltonian structure of the Vlasov—
Maxwell equations has been proposed, that involves a non-canonical Poisson bracket [31,
33, 39]. Although the first methods were developed for finite difference field solvers, many
improvements have been made and in the last decade several schemes have been proposed
that rely on the de Rham structure of the Maxwell equations [7, 22] to guarantee an exact
preservation of proper discrete Gauss laws for general Finite Element PIC methods on gen-
eral meshes [12], later extended to variational PIC schemes in e.g. [17, 36, 37], where it was
shown that variational spectral methods also preserve the total momentum of the plasma.

Following these ideas a Geometric Electromagnetic PIC (GEMPIC) method based on
spline finite elements has been proposed in [25], that possess a Hamiltonian structure relying
on a discrete Poisson bracket. Coupled with Hamiltonian splitting methods [15, 20, 21],
this approach leads to fully discrete schemes that preserve a modified energy, discrete Gauss
laws, and the Poisson structure of the semi-discrete problem, including its associated Casimir
invariants [25].

In this article, we extend these constructions to a flexible and general setting that allows
for arbitrary structure-preserving discretizations of the electromagnetic fields and a variety
of particle-field coupling operators which in particular includes almost arbitrary smoothing
shape functions. By applying a discrete action principle we rigorously derive a variational
system of discrete Vlasov—Maxwell equations, and we show that it has a non-canonical
Poisson structure. This approach allows for instance to derive numerical Maxwell solvers
with a strong Ampére and Gauss equation, and also extends the strong Faraday solver of
[25] to more general particle-field coupling schemes. Another direct application is the design
of variational spectral particle methods, where the Maxwell equations are solved in discrete
Fourier spaces.

The outline of the paper is as follows. In Sect. 2 we first present the commuting de Rham
complex that serves as the basis of our discrete derivation. This setting is now common in the
structure-preserving (mimetic) discretization of Maxwell equations, and has been thoroughly
studied in the Finite Element Exterior Calculus (FEEC) literature. For the Vlasov—Maxwell
equations it describes how the particle-field coupling operators are connected with the dif-
ferential operators involved in the discrete Maxwell equations. Then, we derive a variational
particle discretization of the Vlasov—Maxwell system in a strong Ampere formulation from
a discrete action principle, and analyze its main conservation properties together with its dis-
crete Poisson structure. In Sect. 3, we present a variant of our method that preserves exactly
the Gauss laws and the total momentum. In Sect. 4 a matrix form of the equations is carefully
detailed, which also allows to derive a matrix form of the discrete Poisson bracket. In Sect. 5,
we show how our analysis extends to a more general setting, and easily applies to the case
of strong Faraday solvers. A detailed application to the case of structure-preserving Spline
and Fourier discretizations is then presented in Sect. 6, with particle-field coupling operators
based on geometric degrees of freedom which amount to discrete Fourier transforms in the
spectral case. In Sect. 7, we conclude with preliminary numerical experiments that validate
our approach and we compare the results obtained by various space discretizations that fit into
our general framework, including different Maxwell solvers and different orders of particle
smoothing.
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2 Variational Particle-Field Discretization
2.1 Maxwell Equations and Particle Trajectories

A kinetic description of the dynamics of a plasma in an electromagnetic field (E, B) models
the particles of species s by a distribution function f; in phase-space that evolves according
to the Vlasov equation

A fs(t,x,v) +v-Vyfilt,x,v) + ;ITS(E(t,x) +vx B(t,x) Vy fs(t,x,v) =0 (1)

where m; and g; denote the mass and charge of the particle species s. The self-consistent
fields evolve according to Maxwell’s equations

oE(t,x)=curl B(t,x) — J(t,x)
0B(t,x) = —curl E(t, x)
divE(t,x) = p(t, x)
divB(t,x) =0

(©))

which are coupled to the Vlasov equation through the charge and current densities,
pt,x) =g / fxode, J@x) =) g, / fixvde. Q)
K R s R

We refer to e.g. [5, 19] for a detailed presentation of these equations. As the Vlasov equation
is a conservative transport equation, the distribution function f; is constant over time along
the characteristic trajectories for that species, which are solution to the characteristic ODEs

iX(t) =V iV(t) = qfs(E(t X))+ V@) x B(t, X(1))) 4)
dt a ’ dt T omy ’ * B '

For simplicity we will consider that these equations are posed in a periodic cube, but our
approach also applies to bounded domains with homogeneous boundary conditions such as
E xn = 0and B-n = 0 which correspond to perfectly conducting boundaries, see Remark 2
below. Particles may either have no interactions with the boundary in the sense that (1)—(4)
hold with no additional terms, or satisfy reflecting boundary conditions as is done in [34].
In particle methods the distribution function is often represented by a collection of N
macro-particles with phase-space positions (X, V ,)(¢) and weights w,, of the form

N
Fivx,v) =) w,Sx - X,(t)8( -V, (1), )
p=1

where § is a shape function that can either by the Dirac § distribution or some smoothing
kernel, depending on the particular configuration of the particle method. Starting from a
collection of initial positions (XO, V(},), p =1,..., N, the weights are initialized so as to
provide a good approximation to the initial density £, and the particle positions are evolved
according to some discrete characteristic equation, in order to approximate the trajectories
(4). For the solution of Maxwell’s equations, a grid-based solver is commonly used.
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2.2 Structure of Maxwell’s Equations and Finite Element Exterior Calculus

As has been evidenced by several key contributions in the last decades [6, 7, 22], the Maxwell
equations (2) possess a geometric structure where a central role is played by de Rham
sequence

H'(RY) 2% feurl; RY) 2% H(div; R3) 2% L2(RY), 6)
In order to derive structure-preserving schemes we will follow the framework of Finite
Element Exterior Calculus (FEEC) developed in e.g. [2, 3, 10, 14, 22, 32]. A central feature
of these approaches is to involve a discretization that preserves the sequence (6) at the
discrete level, and that admits a sequence of projection operators I7°, ..., IT> mapping
infinite-dimensional function spaces into discrete ones:

Vo grad vl curl V2 div V3
HO l I 1 l HZ J H3 l (7)

o grad 1 curl 2 div 3

Vh Vh Vh Vh

In our framework, it is these operators IT¢, together with some shape (smoothing) functions
S, that will encode the coupling mechanism between the particles and the discrete fields.
Here the top row contains the infinite-dimensional domain spaces V¢ of the operators IT°,
which are in general proper subsets of the natural Hilbert spaces involved in the sequence
(6), and the bottom row consists of general discrete spaces such as finite-element or spectral
spaces, see e.g. Sect. 6.

A key ingredient in our variational derivation will be that the operators I7¢ make the
diagram commuting. In practice many choices can be made for these operators and the
associated finite-element spaces where the fields are discretized. Each choice will result in a
different coupling mechanism between the particles and the fields, but all of them will lead
to Hamiltonian systems, provided the following property holds.

Assumption 1 The operators /7 : V¢ — V/} are such that:

— the diagram (7) commutes, i.e., we have

M'grad G = grad [1°G forall G € V° ®)
M*curl G = curl 1'G forall G € V! )
M3div G = div IT*°G forall G € V2 10)

— the domain spaces V¢ are translation invariant function (or distribution) spaces, in the
sense that if G € VO, then G(- — x) € VO for all x € R3.

Since the commuting projection operators will be applied to particle shape functions, we
also need to specify when these shapes are admissible.

Definition 1 (admissible shape functions) A shape function § is said to be admissible for
a given sequence of operators [T if it belongs to the domain spaces V° and V3 of I7° and
I3, and if for any e € R3, eS belongs to the domains v5and V2 of IT! and I72.

Remark 1 1In practice, the translation invariance assumption corresponds to defining the pro-
jection operators on domain spaces V¢ characterized by some homogeneous regularity over
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R3, which simplifies the notion of an admissible shape function S. In special cases where
one works with localized or heterogeneous domain spaces, some additional care may need
to be taken to guarantee that the projection operators can be applied on the shape functions.

2.3 Discretizing the Ampére or Faraday Equations in Strong Form
In the article [25] the discretization ansatz was to consider fields in the spaces
~ d =~ ~ -
dre V) S By Ay e v 2 B e V2 (11)

with ¢y, and A, denoting discrete representations of the scalar and vector potentials, and
this has led to an approximation of Ampere’s and Faraday’s laws in weak and strong form,
respectively. Although the analysis presented here readily applies to the ansatz (11), it also
covers the dual choice

BreV! L By Ay e 2 gy e v (12)
which leads to a new discrete model involving a strong Ampere law and a weak Faraday law.
Throughout this article we will thus focus on this new ansatz (12), and describe in Sect. 5
how our results apply to the ‘strong Faraday’ ansatz (11).

In both cases, the discrete equations in weak form will involve the discrete adjoints to
the strong differential operators. Assuming that the discrete spaces are equipped with an L?
scalar product on a cube §2 with periodic boundary conditions, the discrete weak operators
read

grad,, : Vh3 — th, / (grad,, @p) - Fj, = —/ opdiv Fp,
Q Q
curly, : th — Vhl, / (curly, Fp) - Cy, =f Fy -curlCy, (13)
Q Q
divy, : V! = v, / (divyCp)yn = — / Cj, - grad ¥,
Q Q

for all ¢, € Vh3 ,Fp e th, Cy e Vhl and Yy, € V,? . These discrete operators may be seen as
the discrete Riesz representants of the differential operators in distribution’s sense.

Remark 2 Defining the weak differential operators as in (13) makes sense in the absence
of boundary terms. Within this article this is guaranteed by the periodic assumption, and
in bounded domains it would correspond to homogeneous boundary conditions. Perfectly
conducting boundaries for instance can be discretized strongly, i.e. as natural boundary con-
ditions in the discrete spaces with the ansatz (11), whereas they need to be discretized weakly,
i.e. as essential boundary conditions, with the ansatz (12).

2.4 Discrete Action Principle

We now derive a general geometric electromagnetic particle method where, following the
ansatz (12), the Ampere equation is discretized in a strong sense. Here the coupling mecha-
nism is essentially encoded in the abstract operators I7° that are only assumed to satisfy the
commuting diagram properties, see Assumption 1, and in the shape function S that must be
admissible in the sense of Definition 1.
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To do so we follow a discrete variational principle in the spirit of [17, 24, 33, 37], based
on Low’s Lagrangian functional for the Vlasov—Maxwell equations [30],

L= Z /Mm fitto.20) ((msV +g,46. 1)) - X' = (52V? + 4,60, X)) dzo

1 1
+f/ lgrad ¢ (t, x) + A’ (¢, x)|? dx — f/ |curl A(z, x)|? dx. (14)
2Ja 2 Joe

Here the curves X = X(r; z9), X' = X'(¢; z0), V = V(¢; z0) depend on time and on the
initial condition zg = (x, v¢) in phase-space, and we recall that in a variational derivation
they represent independent variables of the functional, in particular the prime symbol does
not stand for a derivative. We also note that a different set of characteristics is associated to
each particle species, which has been left implicit here for notational simplicity.

Formally, the Vlasov—Maxwell equations can be derived as the Euler—Lagrange equa-
tions associated with this Lagrangian, as shown in [30]. Here we will carefully apply
this principle at the discrete level, starting from a discrete Lagrangian functional £; =
Lu(Xn, Xy, VN, An, A}y, ¢3), of the form

N
mg
Ly =Y wy ((mV, +a:A5X,) - X, = (5V) +4:0° (X))
p=I
1 1
4= / |grad,, s (x) + A, (x)[* dx — = / lcurl,, Ay (x)| dx. (15)
2Je 2 Jo

Here the discrete variables

Xy = Xpi<p<n. Xy =X Di<p<n. Vv =Vp)icpen € RHY

Ay, Ay e V2 dneV}

are arbitrary collections of trajectories and finite element potential fields. We note that in (15)
the dependence on ¢ is implicit, as these variables will depend on time, but again we recall
that the prime symbols do not denote a derivative, in the sense that all these variables are
independent in the variational derivation. Finally the coupling potentials are defined as

3
AS(X,) :=Zea/ (A,, ~172(eaSXp)> dx,
a=l 792 (16)

S(x ::/ m7°(Sx,))d
#°Xp) = | (onlT(5x,) dx

where Sx , (x) = S(x—X p) denotes the shape function centered on a particle. We note that Ly
is formally derived from the continuous functional (14) by (i) replacing the initial density f;
by its Dirac approximation in (5), i.e., £ (%, x0, v0) = 30 w,8(x* — X9)s (@ — V9),
(ii) using trajectories satisfying (X, V)(¢; X(;,, V%) = (X, V)(2), (iii) potential fields in
the discrete (finite element) spaces, (iv) weak discrete differentials (13) instead of the exact
ones, and finally (v) the coupling fields (16) defined with admissible shape (smoothing)
functions in (5). In the case of several species, each density f; is approximated by a different
set of discrete particles, so that we actually have s = s(p) in (15). For this reason it will be
convenient to denote in the sequel particle masses and charges by

Mp = Wphig(p) and qp = Wpgs(p), for p=1,...,N. a7
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The discrete Action functional is then defined as

T
Sn(Xn, Y, ¢, An) :=/(.) Lin(Xn. 55 Xn- Vv, dn. An, 8 AR) (@) dt (18)

and following a discrete action principle we look for generalized trajectories that form an
extremum of S;,. We already point out that the resulting equations will only involve the fields

Ej = —8A, —grad, ¢, € VZ  and By :=curl,A; € V), (19)

hence they will be gauge-independent. Formally, extremality conditions for Sj are asso-
ciated to the Euler-Lagrange equations of the discrete Lagrangian functional (15). Thus
we look for Xy, Vy, ¢pn, and Aj such that the following relations hold for all ¢ €
[0, T'], with functional Gateaux derivatives evaluated at (XN,X}V,VN,@,, Ap, }l) =

XN, XN Vi, @n. An, 9 Ap):

5Ch - .

<8Vh’ N>=()’ VVy e RV (20
N

SLy 0 8L, v 3N

Sk % >:<7—,x > VXy € R 21

<5xN NI \arex, 0 ™Y e @b

5Ch - y

<r¢,h’ 2 =0, Vi e V; (22)
h

8Ly~ 9 8Ly W 2

Ok An) = (25 4, VA e VA 23

<8Ah /) <8t8A;l ") A @3)

For the variations with respect to Vy, we compute

<%’\7N> = dde

. dX .
. (ﬁh(XN, EXN. VN + €Vy, o, Ah)) = Xp:m"(dtp - V,,) Vo

N, so that (20) gives

.....

for an arbitrary \7N = (f/p)pzl

X,
dr

=V, forp=1,...,N. (24

Using the coupling potentials (16), we compute for the variations with respect to Xy
<5£h >2N> Z(m Vo +apAS@. X)) X, =Y m,v, - X +q,/ Ap - TT2(X ,Sx )
ox, pVptapaA L, Xp P pVe dpTdp | poX,

P
L (25)
( "X > qu/ (Ah~172(Vp(Xp~gradSXp))—¢hn3(Xp-gradSXp)>

for an arbitrary X N = (5( p)p=1,....N- We then write Eq. (21) for a variation of a single particle
1 < p < N along the unit basis vector e, € R3 for some dimension 1 < & < 3. Thus we
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take X’p/ = 8,/, peq, wWhich gives

mp 4V,

'ea:/ Ah~H2(ea(Vp -gradSXp)—Vp(ea-gradSXp))
qp dt 2

—/QB,A;,-Hz(eaSXp)+/Sz¢h173(ea -grad S ,)
=/9Ah.172cur1(ea x Vpsxp)—/ga,Ah.nz(eO,sXp)
+f9¢,,173div(easxp)
:/QAh.curlﬂl(ea x VpSXp)—/QatAh.Hz(eanp)

+ fg pndiv IT* (€4 Sx )

=/chr1wAh ' (ey x V,,sxp)—/g(atAh + grad, ¢n) - I1*(eq Sx,)
= [ B x Vs + [ By sy,

where we have used the commuting diagram property (8)—(10) of the operators I7¢, and the
definition (19) of the fields in the last equality. Using the linearity of the projection operator
we rewrite the magnetic rotation term as

3
/9 By IT'(ea x V,Sx,) = Y (ea % V,,),g/ By, - IT'(epSx,) = (V, x BS(X))) - eq

p=1 $
(26)
with a coupling magnetic field defined at the particle position as
3
BS(X,) = Ze(,/ B (x) - IT' (e Sx,)(x) dx. 27)
2
a=1
Defining similarly the coupling electric field by
3
ESX)) =Y e / Ej(x) - T (eq Sx,)(x) dx (28)
a=1 12
we arrive at a velocity equation of the form
dv
2= I0(BSX,) + V), x BS(X,)). (29)
dr mp
Turning to the variations with respect to Ay, using again (16) we compute
8Ly ~ 2 v “
(5 An) =2 an | 1P(VpSx,) - A= | (urlyn) - (curly An)
P (30)
8Ly ~ v
(orAn) = | @A +erad,én) - A
SA, Q

@ Springer



Journal of Scientific Computing (2022) 91:46 Page90f39 46

so that Eq. (23) gives
/ 0, (3 Ap + grad,, 1) - Ay + / (curl, Ay) - (curl, Ap) = ) g, / M*(V ,Sx,) - Ap.
Q 2 2
p
The latter can be rewritten only in terms of the fields (19) and the particle current defined as

S . S
Iy, x) = Z:qs /w vt x,v)dy = quVprpm(x),

p

see (5) and (17), as

—/ 8,Eh~;1h+/ curlBh-Ah:/ (HZJ%)A}; (31)
2 2 2

where we have used again the definition of the weak operators (13). Since both —0;E;, +
curl By, and szi, belong to th, and (31) holds for all A;, € th, it leads to an Ampere
equation in strong form,

— 8 Ey +curl B, =1 J3,. (32)
In turn, a weak Faraday equation involving the discrete curl (13),
0By +curl,Ep, =0 (33)
follows from the definition of the fields (19): Indeed, for all B n € Vh] we have
/ &Bj - By, :/ & Ay -curl B, = —/ (Ej, + grad,, ¢y) - curl B, = —/ Ej, - curl B,
Q 2 Q 2
and hence (33), by using that f o grad,, ¢y, - curl Bh = f o ®ndiv curl i%h = 0. For the varia-

tions with respect to ¢ we use once more (16) and compute

(Sﬁh v _ 3 v ~
(a9} = Lo [ sx)dn+ [ @dn +gradydn) - erad,

for an arbitrary qvbh € Vh3, so that (22) gives
/ (& An + grad,, ¢p) - grad, b = Y _ g / (IT*Sx,) . (34)
Q 2
p

Using the field Ej, defined in (19) and noting that (34) must hold for all (i;h € Vh3, we arrive
at a Gauss law in strong form,

div E;, = IT° py,

N
(35)
. N . S
with 3 (7, x) .:Z:qx /}R} Ly x vy dv="Y"q,5x,0)x)

p=1

see again (5), (17). Finally a discrete magnetic Gauss law, this time in weak form, follows
again from the definition (19) of Bj = curl,, Ay, writing that

/(divah)wh:—/ By, -gradlph:—/ Ap -curlgrad ¢y, =0  Vyy € V,?. (36)
Q Q Q
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2.5 The Variational Equations

Gathering the findings of the variational derivation just detailed, we obtain a system of semi-
discrete equations where the fields E, = Ej;(t) € th and B, = B;(t) € Vhl are governed
by the discrete Ampere and Faraday equations

with T2 J3 = Y q,MT°(V,Sx,) (7)

{ —Ej +curl B, = IT*J3,
p=1..N

0By +curl, E;, =0

with a weak curly, : th — Vh1 defined by (13), and particles follow the trajectory equations

dx,
=V
dt p
vV, a4 S forp=1,...,N (38)
avral m—p(E (Xp)+V, x B>(X)p))

with coupling fields defined by (27)—(28), namely
3 3
ES(X;)=) eq / Ej IT*(esSx,). BS(Xp)=) eq / By - IT'(e4Sx,) (39)
a=I 2 a=1 2

where (e, e2, e3) is an orthonormal basis of R3. These evolution equations are completed
with two discrete Gauss laws,

divE, = IT°p%
!w h PN (40)

divy B, =0

with ,olf, = ZQ’ZI qpSx, and the weak divergence operator divy, : Vh1 — V;? defined by
(13). We note that here the first Gauss law has been derived from the variational principle
(considering variations in the electric potential), whereas the second one follows from the
definition of the magnetic field.

2.6 Derivation of a Discrete Hamiltonian and an Associated Poisson Bracket

In this section we describe how the above variational equations can be associated with a
discrete Poisson bracket.

Following Hamilton’s method [20, Sec. VI.1.2], we observe that our discrete Lagrangian
has two nonzero conjugate momenta given by (25) and (30), which we may identify with
their Riesz representant in the proper spaces. Assuming that the discrete solution satisfies the
variational Egs. (37)—-(40), we have

= = (m,V,+qpA°(t, X)) _ and Py, = —F =—E,
N 8X§V p=1,...N h 5A;l

which allows to define a discrete Hamiltonian H, = H, Xy, Vn, Ap, ¢p) as

Hy = (PXN,VN) + (PA,,, 3,«Ah> =Ly

N
=> (mpV,+qpA5t. X))V, —/ Ej - 9,Ap — L.
p=1 2
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Using the form of the coupling potential (16) and the variational Gauss law (40) we have
D apd’(Xp)= / ¢y _qplT(Sx,)= / Pnpy = / ¢ndiv Ej=— f Ej, - grad, ¢,
> Q > Q Q Q

so that the resulting Hamiltonian can be reformulated as a function of the fields (19), namely

Hy(Xn,Vn, En, Bp) = /|Eh| dx + f|Bh|2dx. 1)
2
pl

By construction this Hamiltonian is preserved by any solution satisfying the Euler-Lagrange
equations (20)—(23). Following [4, Sec. 40-A], a discrete Poisson bracket {Fj,, G,} can then
be associated to the evolution Eqs. (37)—(39), such that

d

holds for an arbitrary functional Fj, of the discrete solution. To identify this bracket we may
simply consider linear functionals of the form defined by

Fn = Fyyn.Ep By, - XN VN, Ep, By)
N
> ZX,,-X,,—i—Vp-V,,—i-/ Eh-Eh—i-/ By, - By,
—1 2 2
p_
and G;, = Hj,. Since the Poisson bracket should be a bilinear antisymmetric expression of

the derivatives of its respective functionals, which read (upon identification with their proper
discrete Riesz representant)

th v 8.7:11 . 8Fn Y 8 Fn

=X,, =V, ——=E;, —=B8B
5Xx, P sv, SE, "™ sm, "
and (for G, = Hy,),
8 8 8 8
G —o, G —m,V,, Gn _E, Gn _ B,
53X, 5V, SE; 5B,

and observing by hneanty of F that (42) just amounts to the evolution Egs. (37)—(39) written
in weak forms, with X N VN , E Iy B n as test fields, we verify that (42) holds with the following
discrete bracket

N

1 (6F, 6 8Fn 8 8Fn )
Fo0 =3 [ (55 S = v o)+ - (57 5
p p

] sX, &V, 8V, 46X sV, (SV
) 1) ) )
+q7p/ (1‘[2 <5Xp Fh> Gn  8Fn 72 (SX,, Gn )) dx:|
m, Jo 5V,) SE, SE, 5V,
1) ) ) )
+/(}-h. lﬂ_ lﬂ'ﬂ)dx (43)
2 \SE) 3B, 8B, SE,

where we remind that the coupling magnetic field BS(X p) is defined in (39) and involves
the projection operator IT!. We observe that this field appears explicitely in the bracket as
do the shape functions centered on the particle positions, Sx,. A different role is played by
the coupling electric field ES (X p) and current [T 2 J3,, which enter the bracket through the
product of V—E derivatives.
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Below we will verify that this bracket is a (non-canonical) Poisson bracket in the sense
of [20, Def. VII.2.4], in particular it satisfies the Jacobi identity. We note that other brackets
involving different coupling fields BS would still be antisymmetric, and hence also energy-
preserving. As the different projection operators are connected by the commuting diagram
properties which have been used in several steps of the least action principle derivation, such
brackets would probably not be variational, but they could maybe still satisfy the Jacobi
identity.

2.7 Semi-discrete Conservation Properties of the Variational System

One major property of the above derivation is that the resulting semi-discrete system has a
Poisson structure, under the very general assumption that the diagram (7) is commuting.

Theorem 1 If the operators IT¢ satisfy Assumption 1 and if the shape function S is admissi-
ble in the sense of Definition 1, then the discrete bracket (43) is a (non-canonical) Poisson
bracket and the semi-discrete equations (37)—(39) are a Poisson system in the sense of
[20, Def. VII.2.4].

This result, whose proof will be given in Sect. 4.3, implies in particular that the evolution
Egs. (37)—(39) preserve all the functionals Fj, such that

{Fn, Hp} =0,

which includes the Hamiltonian itself, 7, = Hj, but also all the Casimirs of the bracket
(43) which are the functionals Cy such that {Cp,, G} = 0 for all G;,, and new Casimirs may
be derived using the Jacobi identity, see e.g. [20]. An important example is provided by the
functionals

N
Ch: (Xn. VN, En. By) / én | divE, — T | Y q,Sx,8 (44)
2
p=1

associated to an arbitrary qgh € Vh3. The fact that they are Casimirs will be verified just below,
and it implies that the discrete Gauss law div E;, = IT° ,of, is preserved by our equations.

Theorem 1 will be most conveniently proven on a matrix form of the equations, which we
will describe in Sect. 4. However a few basic conservation properties can be proven with a
direct argument.

Theorem 2 Under the conditions of Theorem 1, the evolution Egs. (37)—(39) preserve the
discrete Hamiltonian (41) as well as the variational Gauss laws (40).

Remark 3 (weak Gauss law) Similarly as for the GEMPIC method [25], the magnetic Gauss
law plays the role of a pseudo-Casimir, in the sense that its conservation is actually needed
to establish that the evolution system has a discrete Hamiltonian structure. With a strong-
Ampere ansatz (12), we observe that this divergence-free constraint is only preserved in
a weak sense, see (36). Although this may seem very weak, we will see below that it is
the natural discrete invariant that provides a Poisson structure for the resulting Hamiltonian
system.

Proof The preservation of the magnetic Gauss law readily follows from the weak Faraday
equation in (37), indeed we have

d
— Bh'grad(ﬂh:f

- curl, Ey, - grad ¢ = / Ej -curlgrad g, =0
dr Jo o) 7]
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for all ¢ € V}?, using again the definition (13) of the weak curl operator. Turning to the
electric Gauss law, we use %X p(t) =V, to compute for an arbitrary smooth function

d N ~ 8
- ,ON(t )Y (x)dx = qu/QS(x)Vp -grad Y (% + X ,) d¥

= /Q Jy(t, x) - grad ¥ (x) dx
which shows that the continuity equation
dpy +divJy =0 45)

always holds in distribution’s sense, independently of the discrete particle trajectories. Taking
next the divergence of the discrete Ampere equation in (37), the commuting diagram property
(10) (which holds thanks to the admissibility of S) allows us to write

ddiv Ej = —div [T*J§ = —113div J3, = 3,IT° py,

where the last equality follows from (45) and from the time-invariance of the operator I7°.
Integrating over time this shows that the electric Gauss law is indeed preserved. Another
argument consists of verifying that any functional of the form (44) is indeed a Casimir. To
do so we compute that the (Riesz representants of the) functional derivatives of Cj read

3 3
= Z( /Q éhn3(ea~gradsxp>> ea=qp2< /Q éhn3div<easxp>)>ea
=1 a=1

and
8Cy, v
m = —grad,, ¢
As for the derivatives % and fg’; , they vanish. For the discrete bracket (43) we thus find

N
_ 4qp Y =3 3Gn Y2 3G
{Ch. Gn} = ; - /Q <</>hn div (TV,, Sxp) + grad,, @y, - 1T (SXPW )) dx

v 3G
— d -curl — dx.
/;zgra w®n - cur 3B, X

Here the first term vanishes for arbitrary vectors % € R3, by using the commuting diagram
property and the definition of the weak gradient operator. As for the second term, a discrete
integration by parts yields |, o gradqubh - curl % dx = — |, o Pndiv curl % dx = 0, which
establishes that {C, G} = 0 for any G;. Equation (42) applied to F;, = Cj, then shows that
the quantity div Ej, — IT° p,{, is an invariant of the evolution system. Finally to verify the
energy conservation, we may simply observe that the bracket (43) is antisymmetric, so that
Fn = Hy, is an obvious invariant of (42). A more pedestrian argument is to first compute
using (37)

d /(1
— (= | |EL? + 1By
5 (5 [me+imie)

/ E), - (curl By — 1> J3) — By, - curl, Ej,
2

—/ E,-1T*J3,
2
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where we have used the adjoint definition of curl,,, and then, using the trajectory equations
(38)-(39),

N N
d np ES s
- Z IVl Z ES(X,)+V,x B5X,))
p=1 p=1
N
= Z / E; - I1°(V ,Sx,) _/ E,-I1’J3  (46)
— Q2
which shows that the discrete energy (41) is indeed constant over time. O

3 Generic Gauss and Momentum Preserving Schemes

Similarly as for the method in [25], the semi-discrete scheme derived above is in general not
momentum-preserving. However it is possible to describe a general variant that preserves
both the Gauss laws and a discrete momentum. This modified scheme comes at the price
of losing the discrete Hamiltonian (Poisson) structure and the conservation of energy, but it
may be preferred for problems where momentum preservation is critical.

3.1 Particle-Field Coupling with Discrete Interior Products
Our momentum-preserving schemes rely on discrete interior products of the form
I = Apatl, Vi = v @7

which involve the continuous interior products fa : V& 5 vE agsociated with a canonical
unit vector ey, a € [1, 3], namely

1eoaC =C -eqy, 1elaF =F x ey, lfug = gey, (48)

and where A, 4 is a linear approximation operator, such that the operators / ‘fa map every
discrete space to its predecessor in the sequence, as stated in (47).
As a key property, denoting by d° = grad, d! = curl and d> = div, we require that the
associated discrete Lie derivatives, defined as
0 gt-170-1 I2STAN [/ [
Lye, =d 1y +1,d: V,—=>V,
are antisymmetric, in the sense that f_q G- Lﬁ’eaG = 0forall G € Vhe, ¢ € {1,2} and

1 < o < 3. Specifically, the momentum preserving properties will rely on the following
relations

/ Cp-grad I C) = —/ Cp- I, culC,  VCh eV, (49)
2 2
and

/ Fj-curll} F = —/ Fy-I;divF, YF,eV;. (50)
2 2
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3.2 Gauss and Momentum-Preserving Schemes

Using the discrete interior products described above, we obtain the following result.

Theorem 3 The scheme obtained by coupling the discrete Maxwell equations (37) with the
modified particle equations

dx,
=V
dr P
av g forp=1,....N (28]
—L = L(E*(X,) + R°(Bj. X,. V)
dr mp

with coupling fields defined as

3
E*(X,) = Zea/QEh(x) (I, ITSx ) (x) dx
a=1

3 (52)

RSBy Xp. V) == e / B (x) - (I, IT*(V ,Sx,))(x) dx
Q
a=1
preserves the discrete Gauss laws (40), as well as the discrete momentum
N 3
Prt) =) m,V,() =) e / (I, En(t, x)) - By(t, x) dx. (53)
Q
p=1 a=1

Remark 4 Given the form (47)—(48) of I ela and the linearity of A o, we have

/ (I, Ep) - By :/ ((AnoEn) x eq) - By :/ (Bp x (ApoEp)) - eq
2 2 2

which makes clear how (53) approximates the exact momentum along e,,. Similarly, we have

RS(Bha Xp.Vp)-eq = /

A ((Ah,o,nz(vpsxp)) x B,,) . ea (54)

which shows that the discrete magnetic force involved in (51) is indeed an approxima-
tion of the “natural” term V), x Bj(X,). However it is not possible in general to write
RS(B,, X, V) as a product of the form V), x BS(Xp) for some field BS, because the
approximation operators Aj o involved in the trajectory equation depend a priori on the
component « of the latter.

Proof We first observe that the arguments used in the proof of Theorem 2 for the conservation
of the discrete Gauss laws did not rely on the particle trajectory equation, hence they are still
valid for the modified scheme. Turning to the discrete momentum, we compute using (51)

N N
d
SX Yy =20 [ (B (21T5,) = B (L T(V,5x,)
p=1 p=1

:/ E,,.(13a173pfv)—/ By, - (I, IT*J%).
2 2
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Using next (37) we write

d 1 2
— 1, Ej, -Bj = — I E lwE 1By, — IT
ar o leo n- Bp / h - curly h+/9 e, (curl By, JN)) B

:—/ curll1 Ej - Eh+/ (Iel curl By,) Bh_/ (Iel Hz-’}g\/)'Bh
2 [ A

:/ (Iezadith Eh—/ gradlo Bj) Bh_/ (Iela”szSv)'Bh
0 2

:[9(13(1173,01@).19;,_/9(11 n?Jj3)-B Zm,,vp eq

where we have used the definition of the weak curl operator in the second equality, the
relations (49)—(50) in the third one and the preservation of the discrete (weak and strong)
Gauss laws in the last one. O

3.3 Interior Products Based on Directional Averaging on Tensor-Product Spaces

In this section we show that a simple construction based on directional averaging allows to
design momentum-preserving schemes when the compatible sequence

d
V}? gra Vh curl Vz div V]?
involves tensor-product spaces of the form
VP =U,®U;®U; (55)
and
W}I®U§®Uf’ Ul ®V:®V;
Vi=|UlevieU,|. Vvi=[(vieUiev,|, Vi =V,eVieV],
Ul ® U2 ® V; Vi ® Vi ®U;
(56)
where the univariate, scalar-valued function spaces
= Span ({A)® : k € [1, N§T)). ¢ = Span ({A k€ [1, NYTY)
form an exact sequence along each dimension « € [1, 3],
R — U 2% V¥ — {0} (57)

Lemma 1 Assume that the univariate sequences (57) are exact, with spaces Uj, invariant over
translations of thy, 1 < a < 3. Then the discrete interior products Ifa = Ah,alga defined
by composing the exact interior products (48) with the directional averaging operator,

x1+h

1
(Ap16G)(x) == G(y1, x2, x3) dy (58)
2hy Sy,

and similarly fora = 2, 3, map th o V,f Furthermore, they satisfy the relations (49)—(50).

Proof Let us show that Ifa maps Vh1 to V,? . For a generic basis function in Vhl, of the form

0,
AL @) = e A () [T A0 ),
pa
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we observe that (10 Al W) =8, a’Ak (%q) Hﬁ#a k (xﬂ) using (48) and the tensor-
product structure (55)—(57). The exact sequence property (57) then allows us to write Ab ka =
ey Fk(i’“ for some I k(i’“ € U¢, which yields

Xo—hgy

o 5 1 Ot+ o
(12 AL @) = (Ana Ay )(xa);;[ AP () = e [ ] ﬂ];[ 4% (xp)

which belongs to V;?, according to (55) and the discrete translation invariance. The argument
for the other spaces is similar. Turning to (49)—(50) we next observe that the directional
averaging operators are of the form Ay, , G = gy * G with a symmetric measure iy (—x) =
e (x). Thus,

/gGwa*aﬁG):/Q(ua*GwﬂG:—/ (9p(1a ¥ G))G /wa*aﬁG)G—o

for all «, B, and any function G. This allows to write a proof that is formally the same as for
the continuous interior product (48). Thus, using that (curl C) x e, = 9,C — grad Cy, we
have

/ C~grad1£aC:/ C~(,ua>x<gradCa):/ C - (o * (8,C — (curl C) x ey))
I7) 2 2

- / C-1lcurlC (59)
Q o
which proves (49). The relation (50) follows by a similar argument. O

4 The Semi-discrete Hamiltonian System as a System of Ordinary
Differential Equations

In this section, we express the variational particle method (37)—(38) as a system of ordinary
differential equations. This will allow us to introduce some useful notation for our general
framework, and to verify the Hamiltonian structure of the semi-discrete system.

4.1 Commuting Diagrams with Degrees of Freedom

One practical approach to build commuting projection operators is to introduce one addi-
tional layer in the diagram (7), consisting of coefficient spaces C* = RN corresponding to
the choice of specific bases for the finite-dimensional spaces V,f with dimension Ng. This
approach is somehow parallel to the geometric construction of [26] where commuting de
Rham complexes are described for differential forms. As we consider here a a finite element
setting, we will follow similar principles but our construction does not involve differential
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forms.

Vo grad

div V3

70 ko@g/kl
NG

7£2J7£3 .
N

In this diagram the main novel ingredient is the degrees of freedom ot = (Uf)lgii N,» which

must be unisolvent for the finite-dimensional spaces V;f in the usual sense that they must be
one-to-one when restricted to these spaces. The spaces V¢ then denote the domains of these
degrees of freedom, and as above we consider a conforming discretization in the sense that
V}f C VY. The other discrete entities can then be determined from the degrees of freedom.

— The “interpolation” operators 7* are characterized by the right-inverse property ael{g =
g for all g € C%. In particular, the basis functions Af € V}f defined by the usual duality

relations

1

of (A%) =8

for 1<i,j<N, (61)

correspond to Af = ﬂef where ef = (8i,j)1<j<N, is a canonical basis vector of Cl. Itis
sometimes convenient to stack the basis functions into colum vectors A = (Af) 1<i<N¢»
and to use a matrix notation for stacked functionals evaluated on vectors of functions.
With this convention, the duality relation (61) reads
N : Cply _ (o lf pl
o (N) =1y, with o"(A") = (ai (A/))lii.jiN@' (62)
The matrices D¢ € RNe+1*Ne correspond to the differential operators d° = grad, d! =
curl and d? = div in the respective bases, namely
[ S e N N S 2% WS T AN
D = o™ @'\ = (07 (d"A))) iy 1w, (63)
so that we have o/t (d'G) = a'*1(gTd'AY) = Dig forall G = gTA* € v} with
gecCt.
The projection operators are defined as IT¢ = Tte! : G — > O'»[(G)Af, that is,

1

n'G = (6(G)"A*  for G e V¢, (64)
and they are characterized by the relations
ol (IT'G) =0/ (G) for 1<i<N, (65)

indeed we have ¢*(I1°G) = ¢*((0“(G)TA") = 0*(A*)0“(G) = ¢*(G) forall G €
Ve

This setting proves particularly useful in practice, as it allows to restate the commuting
diagram properties (7) as a linear relation between degrees of freedom.
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Lemma 2 The following properties are equivalent:
(i) the projection operators (64) satisfy the commuting diagram properties (7),
m'*4'G =ad'n'G  forall G e V¢, (66)
(i) there exists a matrix D¢ € RN+ *Ne sych that
o"1d'G) =D%"G)  forall G e V*. (67)
Moreover if (67) holds, then the matrix D¢ coincides with (63).

Proof The proof is a matter of elementary computations. For instance, (67) yields
a[-‘rl (dKHZG) — DKUK(HZG) — DKUZ(G) — a@+l (dZG) — GE+1 (nz-ﬁ-ld@G)

where we have used twice the characterization (65). ]

4.2 The Semi-discrete Hamiltonian System in Matrix Form

The introduction of a third layer in the commuting diagram offers the possibility to rewrite
the semi-discrete scheme (37)—(38) as a system of ordinary differential equations in matrix
form. To do so we collect all the dynamic variables in a global vector

X

\
U:E
B

where the (column) vectors X = Xy = (Xp)1<p<y and V = Vy = (V)1<p<n in R3N
collect all the particle positions and velocities as in Sect. 2.4, while the vectors E = o2(Ep) €
RM and B = o !(B},) € R collect the coefficients of the electric and magnetic fields in
their respective bases. Using these degrees of freedom, we observe that the coupling fields
(39) read

Ny
E3(Xp) = / Ej(x) - IT* (e Sx,)(x)dx = Y o (EpV} j07(eqSx,)
12 ij=1
Ny
B3 (X)) = / By(x) - IT'(exSx,)(x)dx = Y o} (BN ;0] (€aSx,)
2 L
i,j=1

where M is the standard finite-element mass matrix in the corresponding basis of V¢, £ =
1,2,

ij.:/QAf(x)'Aﬁ(X)dX, 1<i,j <N (68)

The value of the coupling fields at the particle positions may then be expressed as vectors,
ES(X)=%2(X)M’E  and BSX) =S'XM'B  inR, (69)
where 5¢(X) € R3V*Ne denotes the matrix with (3 x 1) blocks

T .
S‘X)p.i = (0f(e15x,) of (e25x,) of(e3Sx,)) for 1 <p <N, 1<i<N.(70)
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R3*3 be the rotation matrix

We finally let r(b) = ((ea x ep) 'b)1<a p<3 €
0 by —b
r(b)=|-bs 0 b suchthat v xb=r®) forallv,beR’, (71
by —b; O

and we denote by R(b(X)) € R3N*3N the block-diagonal rotation matrix with 3 x 3 blocks
RDX)) p,p = r(b(X)p)). (72)

Then the particle trajectory equations (38)—(39),

dx,
=V
dr b
av, ap s s forp=1,...,N (73)
el m—p(E (Xp)+Vyx B (X))

can be written in matrix form
dX
2 v,
dt
dv
dt

74)
= Wq (S?(XOM’E + R'(X, B)V),

where Wq = diag(an’; :(p,a) € [1,N] x [1,3]) is the 3N x 3N diagonal weighting
matrix carrying the particles charge to mass ratios, and where we have denoted

R'(X,B) = R(B5(X)) = R(S'(X)M'B)  in R3V>3N (75)

the block-diagonal rotation matrix associated with the coupling magnetic field. Observe that
its diagonal blocks read R'(X,B), , = (o'(ea x efgSXp)TMlB)lsa’ﬁﬁ. T.urning to the
field Eq. (37), we see that the strong Ampere equation can be expressed directly on the
degrees of freedom o2, From the characterization of the projection operator (65) we have
Uiz(HZJISV) = szln_N qpaiz(VpSXp), hence our Ampere equation takes the form

dE

T CB = —32(X) "W,V (76)
with C = D! the matrix of the operator curl : Vhl — th, see (63), 52(X) the matrix defined in
(70) and W,, the diagonal weighting matrix carrying the particles charges. Finally the weak
Faraday equation is tested against the basis functions Ail. By definition of the weak curl
operator (13) this yields

dB
MIE—HDTII’IZE:O (77)

with M! and M? the mass matrices recalled in (68).
Finally, rewriting the discrete Hamiltonian H;, (Xy, Vn, Ej, Bj) as a function of the array
variables

HU) = 2vTw, v+ JETM2E+ 1BTM'B, (78)
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with W,, the diagonal weighting matrix carrying the particle masses, see (41), we obtain for
the corresponding derivatives

VxH 0
| WH _ | WV
VoW = [ o | O = | LiE
VgH M'B
which allows us to rewrite the equations (37)—(39) as a system of ODEs
du
Fri J(U)VyHU) (79)
with a structure matrix given by
0 W1 0 0
Wi WaR'X,BW1  WeS*(X) 0
JU) = " "2y Ty " =1 (80)
0 —S2X) "Wy 0 c1h)™
0 0 —mh~IcT 0
In particular, System (79) may be rewritten in the form of a Poisson system
v _ {U, H} (V) (1)
de '
with a discrete bracket defined as {F, G}(U) := (VyF) T J(U)VyG, that is,
{F, G}(U) = (VxF) W1 WG — (WF) "W, WG
+ (WHTWeR (X, BYW 1 WG
m m (82)

+ (WH) TW 4 S2(X)VEG — (VeF) TS2(X) "W 4 WG
+ (VeR) TCMH~1veG — (VgR) TMHICT ViG.

Note that this is just the matrix form of the discrete bracket {F},, G5} given in (43), where F,
and Gj, are the same functionals as F and G but seen as functions of the finite element fields
E, By,.

Compared with the Poisson matrix found in [25,Eq. (4.29)], we observe that the main
difference lies in the fact that the particle-field coupling blocks now involve the degrees of
freedom of the smoothed particles through the matrices S? and S! which involve the generic
commuting diagram operators [72 and IT', see (70) and (75). In particular, the similarity
of both matrices allows us to easily verify the Poisson structure of the semi-discrete system
(37)-(39).

4.3 Proof of Theorem 1

Since we have rewritten our equations in a matrix form, it suffices to show that J is a Poisson
matrix in the sense of [20, Def. VII.2.4], i.e., that it is skew-symmetric and it satisfies the
matrix Jacobi identity. This will show that (82) is a (non-canonical) Poisson bracket and that
(81), namely (79), is a Poisson system.

Using that weighting matrices like W g are diagonal, and that R! (X, B) is skew-symmetric,

we easily verify that J = —J7 . To verify the matrix Jacobi identity, we then observe that J
has the same form as the one involved in the original GEMPIC scheme, see [25, Eq. (4.29)],
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with (ED/II_1 and Al (X)Ml—1 replaced by (M")~'CT and S?(X), respectively (the mass and curl
matrices being defined for different spaces, due to the different ansatz in the fields). We also
note that R! plays the role of the magnetic rotation matrix B in [25], with smoothed coupling
terms as already observed. In particular, we may follow the same reasoning to verify that
it satisfies the Jacobi identity, which amounts to verifying that the analog of Egs. (4.34)
and (4.38) hold in our case. Using the block-diagonal matrix R'(X, B) defined by (75), and
labelling its entries with multi-indices (p, @), (p, B), and (p, y) corresponding to b, c, and
d, Equation (4.34) becomes (for g, # 0)

ORL(X, B oR' (X, B OR'(X, B
X, B)(p,a), (. ) " X, B)(p,8).(p.7) + K B)py).p.0) =0 Vp,apB,y.
0Xp.y 0Xp.a 0Xp.p

(83)

Using the expression RI(X, B)(p,w),(p.8) = ol(ey x e,c,nS‘Xp)-'—l}/l1 B seen above, this amounts
to

BT (€0 x €(3, Sx,) + €5 X € (% Sx,) + €, X €a(@3Sx,)) =0.

By antisymmetry, we see that the function in parentheses vanishes if two of the components
coincide, so that we may assume w.l.0.g. that (¢, 8, y) = (1, 2, 3). Then this function is just
VSx, and the above equation amounts to

OzBTIM]al(VSXP):/ Bh-Hl(VSXp):/ B, -VII°(Sx,)
2 £
= [ @By,
£

where we have used the commuting diagram property and the admissibility of the shape
function S. The desired equality (83) then follows from the discrete magnetic Gauss law, see
(40).

The second equality to verify is the analog of Equation (4.37) from [25], which reads here
(given the above matrix correspondence and correcting a typo on the sign of the right-hand
side)

N
IS N pari 9 X ppri _ Zl IR (X, B) (p.c).(p.8)

90X, p 0X ) 9B;

i VP B
j=1

(84)
By antisymmetry of R!, we see that both sides vanish for @ = 8, so let us assume w.l.o.g.

that (e, B) = (1, 2). Then R' (X, B) (.0, (p.p) = 0 (€3 Sxp)TMl B and by differentiating these
entries and those of the matrix 52, see (70), the equality becomes

o7 (e1(:5x,)) — o7 (e2(015x,)) = (Co'(e3Sx,)), fori=1,...,Ny.
In vector terms this writes % (curl (e35x,)) = Co'(e35x,) which directly follows from

the commuting diagram property as seen in Lemma 2. Thus (84) holds, which shows that J
satisfies the Jacobi identity and is indeed a Poisson matrix and ends the proof.
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4.4 Propagation in Time

Based on its Poisson structure, geometric time propagation schemes can be derived for our
variational system in the same way as in [25]. This kind of splitting has originally been
proposed for the Vlasov—Maxwell system in [21, 41] as a Hamiltonian splitting and later
been constructed from a fully discrete action principle in [40]. An interesting feature of
the resulting variational integrator is that it is explicit in time. Specifically, the discrete
Hamiltonian (41) is split into five parts:

N

1 1
HiE = */‘ |El*dx,  Hip= */ |Byl>dx and Hyy, =)
2Ja 2Ja p=1

Mmp .2

2 Vre

for @ = 1, 2, 3. The time equations (42) (or (79) in matrix form) are then solved separately
for each of the partial Hamiltonians, and the complete solution is obtained by e.g. a Strang
splitting combination. The resulting subsystems read

dv
Hig: 0By =—cul By — L= I gs(x,) (85)
t mp
Hup: O Ep=curl By, (86)
dXpa dVp a1 4p s s
Hp,v, : dr = V[J,Ol! T = :Fmipvp,aBa:Fl(Xp)a uE, = _Jh,a (87)

where we have used a circular convention for the dimension components, and where J fl o=
D=l qpIT*(Vy neqy Sx,) is the projection of the current along dimension «, see (37).
Equations (85) and (86) can be solved explicitly, and in (87) the equation for X, , can also
be solved explicitly, since V), , remains constant in this split step. The remaining equations
do not have a constant right-hand side but they can be solved by exact integration along
the straight trajectories X ,(t,, + ) = X, + V), o€o. We refer to [25, Sec. 5.1] where
these equations are detailed for the weak Ampere case and delta shape functions, and to
[11, Sec. 4.5] where they are solved explicitely for a spectral solver with arbitrary shape
functions.

On the other hand, energy-conserving time propagators can be derived by an antisymmetric
splitting of the Poisson matrix combined with a suitable discrete-gradient time propagation of
the substeps as explained in [23]. In our numerical experiments, we consider this energy- and
Gauss-conserving discrete-gradient method which demonstrates the best the conservation
properties of the phase-space discretization, and the Hamiltonian splitting just described,
due to its simplicity.

5 Generalization and Application to the Strong Faraday Model

Before turning to the description of particular discretizations of Maxwell’s equations, it may
be useful to pause for a moment and make some comments on the above findings. In our
variational derivation we have explicitly required that (7) was a commuting diagram, and
by doing so we have made two implicitly assumptions: first, we have considered that the
discrete sequence involved strong differential operators, which corresponds to a conforming
discretization. Second, we have referred to the operators IT¢ as projection operators. Although
these are standard properties to assume, they played no particular role in our analysis, be it in
the variational derivation of Sect. 2, or in the proof of its Hamiltonian structure. In particular,
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our results directly apply to a more general setting of the form

VO grad 1% 1 curl V2 div 1% 3
@ 7| (88)
7o grad | curl ~ div <5
hc-=— - h<-7--~ h<-z=-- h
div, curly grad,

where the discrete differential operators grad ‘curl, div no longer need to coincide with the
exact ones (in particular, the discrete spaces Vh need not be conforming in H', H (curl) and
H (div)), and the T 1% no longer need to be projection operators. In this generalized setting
the only assumptions are that:

(i) the solid diagram in (88) commutes,
(ii) the lower discrete differential are adjoint to the upper ones in the sense of (13), namely
Jo Gndivi F), = — Jo(grad @) - Fj, must hold for all ¢, € V,? and Fj, € Vhl, and so on.

Our variational derivation then applies verbatim, starting from the discrete Lagrangian

N

EaXn. Xy, Vv, Ap, A i) = Y ((mpvp +a,4° (X)) - X, - (%Vi +qp¢;s(x,,)))
p=1

1 — ~ 1 .
+*/ lgrad, ¢, (x) + A, (x)[? dx — —/ curl, Ay, (x)]? dx
2 2 2 o

with particle arrays Xy, X}\,, Vy € (RY)Y, discrete fields Ah, A;l IS \7h2, qNSh € \7}13 and
coupling potentials defined as in (16). The resulting variational equations, analog to (37)—
(40), read

S X, _,
—8Ej, +cull B, = 1”13, a P
. and dv g
;B +curl,E;, =0 p_1r X v, B (x
t * a mp( ( p)+ X ( p))

(89)

with coupling fields defined similarly as in (39). Our analysis then shows that these general
equations preserve both the corresponding discrete Gauss laws and the Hamiltonian, and
that they have a discrete Poisson structure. This allows to extend our results to a wider
range of discrete settings, including the structure-preserving DG-type Conga discretizations
developed in [13, 14] where both E and B are represented in broken finite element spaces.
Our results also apply to the discrete ansatz (11) corresponding to a strong Faraday equation.
For this case we may consider a conforming (strong) discretization of the form (7), and set

=V vi=vi VZ=vl V=V (90)

so that the ansatz (11) takes a form similar to the one (12) considered above, namely
- ~1 grad o~ o~ ~ ool ~ ~
ByeV! 5 A, e V2 5, e V2 1)

A commuting diagram (88) involving the spaces (90) can then be obtained as follows: define
the commuting (upper) discrete differential operators as the weak operators (13), i.e.

ngE = grad,,, EH: curly,, div := divy,,
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use the strong ones for the adjoint (lower) operators,
é}aﬁ* = grad, /c_ﬁrT* = curl, &R/* = div.

and for the projection operators it simply take the L2 projections on the discrete spaces,
(IT'G,Gp) = (G,Gy)  forG e V¢, Gj eV

The commutation property is indeed easily verified: For the grad operator, using the embed-
ding div : Vh1 = th — Vh3 = Vh0 and the characterization of L? projections, we can
write

(fT'grad v, Cp) = (grad ¢, Cp)) = —(y, div Cp) = — (1%, div €) = (grad 1%y, C))

forall v € V% and Che Vhl , which shows that /7! grad = gr\zfd/f[ 0 holds on V° (which may
be taken here as H'(£2)). The same argument also applies for the operators curl and div.
With this construction one recovers the Hamiltonian particle method of [25], with general
shape functions. The discrete Poisson matrix thus takes the same form, with particle-field
coupling terms encoded in block matrices At X) € (]R3)N xNe ¢ = 1,2, with generic (3 x 1)
blocks

N(X),,,,:/Af(x)-sxp(x)dx for 1<p<N, 1<i<N, (92)
2

which extend the corresponding matrices in [25] to the case of a general shape function S.

6 Application to Tensor-Product Spline and Fourier Field Solvers

In this section, we apply the above method to the case of tensor-product finite element spaces
defined on cartesian domains. Following the interpolation/histopolation approach of [18, 26],
we review a general method for designing commuting diagrams, which is based on geometric
degrees of freedom that can then be associated to finite element spaces of various types. In
this article, we detail two applications, one using splines and another one using truncated
Fourier spaces.

6.1 Geometric Degrees of Freedom with Commuting Properties

Let us equip the cartesian domain §2 = [0, L]? with a tensor-product grid using M,, nodes
along each dimension «,

3
Xm = (XLmy X2mys X3.m3)  with m € [1, M] == [ [[1. Ma]. (93)

a=1
On this mesh, we consider evaluation functionals defined on the various geometric elements:
— point evaluations on the nodes
Pm(G) =G (xm), 94

— edge integrals along some dimension 1 < o < 3,

Eu,m(G) ::/ G with Cy,m = [xm—eu, Xml, (95)
Sa,m
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— face integrals normal to some dimension 1 < @ < 3,

Fam(G) = / G with fam = [Catime, | Sasim], (96)

foc,m
s
— and cell integrals

Gm(G) == /C G with cm=I[Flme El.ml: 97)
where we have denoted by [a, b] the convex hull of a U b. A set of “geometric” degrees of
freedom can then be derived from these local functionals:

S (@) = P (@) forp € V0
6a.m(C) = Eqm(C - €q) for C € V!
6£,m(F) = Fam(F - eq) for F € V2
6 (8) = G (g) forg € V3

and for o € [1, 3], m € [1, M]. (98)

If these degrees of freedom are associated to spaces V,f, 0 < ¢ < 3, of respective dimensions
No=N3=M and Ny =N, =3M, with M = M| MyM3, (99)

and for which they are unisolvent, then they define a unique set of dual basis functions Af
according to (61), which may also be called “geometric”: for the space V}? for example these
basis functions correspond to the interpolatory basis associated with the nodes x,,, for the
space Vh3 they correspond to histopolation basis functions, and for the intermediate spaces
they involve a combination of both. A key property of this construction is the following.

Lemma 3 The degrees of freedom defined by (98) are well-defined on the domains

0 _ 1 1 _ wl 1 1
VY= per,1,2,3> V= Wper,2,3 S Wper,S,l X Wper,l,2’
2 _ 1 1 1 3_ 71
V= Wper,l X Wper,Z X Wper,S’ Ve = Lper7

1
per

where we have denoted by L) __ the space of L-periodic and locally L' functions, and by

W23 =1G € Ly 1 910203G € L)

P per
Woer. i = {G € Lper : 940G € Ly} (100)
Woer, = {G € Lpe; : 0G € Lper}

anisotropic Sobolev spaces of W*'! type. Moreover if the 6" are unisolvent on the spaces V}f,
then the resulting projection operators I1¢ characterized by the relations (65), namely

6o (I1%0) = 65 (¢)
Ga1'C) =6} ,(0)
bz mUT*F) = 6 ,,(F)
baUTPg) = 61(2)

satisfy the commuting diagram property

foralla € [1,3], m € [1, M],

d'rn'G = n1*'d*G  forall G € V..

@ Springer



Journal of Scientific Computing (2022) 91:46 Page 27 0f39 46

Proof The fact that these degrees of freedom are well-defined on the above domains follows
from standard Sobolev inequalities, see e.g. [8, Rem. 13]. The commuting diagram properties
are then easy to verify by applying the Stokes formula and Lemma 2. For the gradient for
instance, we consider some ¢ € V° and compute

a¢ﬂ<gad¢>=‘/ e - grad ¢ = p(Xm) — 9(Xm—-c,) = 6 (@) — 6p1_,, (@).
Cm,a
According to Lemma 2, this specifies the gradient matrix DO € RN1*No uch that
6 (grad ) = 0°6°(p)
and also implies grad 1% = 11! grad ¢. The same argument works for the other operators.

m}

In the construction above, we see that the commuting properties rely only on the geometric
nature of the degrees of freedom, and not on the tensor-product structure of the grid. However,
this tensor-product structure allows us to specify the form of the differential matrices. Setting
0= Ag in the proof of Lemma 3, we find indeed the following representation of DO

R I]M3 ® I]M2 ® d]
D' = |y, ®ch @1y, | (101)
d3 ® UMz ® I]Ml

where [, is the identity matrix of size My x My, dy is a univariate differential matrix

10 ... 0 -1
11 0
0 —-11 0
do = o e RMoMa o € [1,3] (102)
0-110
0 —1 1

and the Kronecker matrix product is defined as (¢ @ b ® @)m,n = Cn3,n30m2,720m 0, - In the
same way, we find

. Om —d3 Q@ lm, ® lary Ty ® A2 @ Iy . NT
D' = ds @, ®1y, Ou Iy, ® Iy, ®dy | and D2 = (DO)
—ly; @ @y Iy @Iy, ® dy Om

(103)

where Oy denotes the zero square matrix of size M = Mj;M,Ms. In practice, the basis
functions /if defined by the geometric degrees of freedom according to (61) may not be the
most convenient to use, either because they have no simple expression, or because some other
basis Af has better locality properties, or leads to simpler discrete Maxwell equations. One
then needs to determine the coefficients of the geometric projections in this new practical
basis, which amounts to finding degrees of freedom of that are dual to the practical basis

functions and lead to the same projection operator IT¢ = I1¢ as the geometric ones. Using

Lo . . . oqt .
the stacked vector notation introduced in Sect. 4.1 for the geometric basis A and the practical
basis A, these new degrees of freedom o are characterized by the relations

@ (G)TA = 1'G = 1'G = 6'(G) A" forall G e V..
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AL
Introducing the matrix K¢ = (A% = (6£(A))) such that A* = (KH)TA', this

. 1<m,k<Ny
yields

a'(G) = (KH716°G),

which gives a practical formula for computing the coefficients of the geometric projections
in the practical basis. Accordingly, the differential matrices in this new basis read

D¢ = gt (@iAY) = (Z (WH)[; ,f“(dK[KK AL )> = (KD ~1HIKE,

n,m ij

Note that K is a Vandermonde matrix when A° is a monomial basis. For this reason the
matrices K are sometimes referred to as a generalized Vandermonde matrices.

6.2 Compatible Finite Elements Based on B-Splines

Compatible finite elements based on splines on a Cartesian grid have been studied by Buffa,
Sangalli, Vazquez and co-authors, see e.g. [9, 10], and in [25] they have been used to imple-
ment the strong Faraday GEMPIC formulation. Here we describe how spline spaces can be
used in conjunction with the geometric degrees of freedom described in Sect. 6.1.

For simplicity, we consider periodic boundaries and regular knot sequences with M, knots
per dimension. Denoting by N’ .k the univariate B- spline of degree p along x,, associated

with the knots (khy, ..., (k+ p+ 1)hy) where hy = , see e.g. [35], the first space in the
sequence consists of tensor-product splines of multi- varlate degree (p1, p2, p3), namely

3
Ve =S s = Span ({A ke [LM]})  with ARG = [T N, (xa)

a=1

and the full sequence reads (writing p’ = p — 1)

Sp/, P2.D3 $p1,p§,p§ .
VO grad Vl s curl V T, d1v —g
h h = P1.D5.P3 h = P1P2. Dy = Ppl.ph.phe
Spl,pz,pg Spi 2972

The fact that this is indeed a sequence follows from the well-known relation

d 1 1 1
aNé’,k = E(Ntf,k N5k+l) (104)

Introducing for convenience the scaled B-splines along x,,
|
p P
Da,k = ha Not,k (105)

yields a particularly simple formula for the derivative operator in the corresponding basis.
In particular, it makes it convenient to equip the vector-valued spaces Vhl, th with the basis
functions

K = ea D (xa) [ ] Ng’f;ﬂ(xﬂ) for o € [1,3], k € [1, M],
Ba

A% (x) == eaNJ5 (xo) [ | DY kﬁ(xﬂ) for a € [1,3], k € [1, M],
Ba
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and the last, scalar-valued space Vh3 with

3
Ay (x) = [[ DI (x)  fork e [1, M].

a=1

In practice, B-splines are appealing because of their minimal support property, however they
are not dual to the geometric degrees of freedom defined in (98) so that new degrees of
freedom must be computed as described at the end of Sect. 6.1. For the nodal degrees of
freedom, the change of basis matrix reads

Ko, x = G (AD) = AR (Xm) (106)

and a common choice of interpolation nodes x,, consists of Greville points, which coincide
with the knot sequence for regular splines of odd degrees, and with their midpoints for even
degrees. More generally, we observe that KO is invertible as long as the degrees of freedom
o are unisolvent, which holds iff the grid satisfies the spline interpolation condition, see
e.g. [35,Th. 4.61]. Using the tensor-product structure and the locality of the B-splines, we
see that KO is the Kronecker product of three banded matrices, which are also circulant for
regular Greville points. Moreover, as B-splines satisfy by construction

X
N2 () = / DY (v)dy. (107)
x—hgy
see (104), (105), we have
mahgy »
Gam(Ag ) = Gum(Agy - €a) = / Dy, o dx [ Ngl, mghy)
(mg—1)hy ' B

= AL (xm) = 6,(AD)

hence the matrix block K¢ = ([Kla,m).(a,k))m,k coincides with K9, the other blocks of K!

being clearly zero. Similarly we find that K and K>¢ also coincide with K, so that (with
obvious notation)

-1 .
o) = (K°) 6 (e,
-1 .
g (€)= (K°) " 6" (0),
-1 .
o (F) = (K°) " 6>*(F),
-1 .
o*(9) = (K°) " 639
From relation (104) we also see that the one-dimensional derivative matrices—and hence,
every D—are the same as for the geometric basis. As for the three-dimensional mass matri-
ces, they are the Kronecker product of the one-dimensional mass matrices which are a
circulant matrices with 2p, + 1 non-zero entries per row in each dimension. Finally we

note that the discrete interior products (47) based on the directional averaging operator (58)
may be evaluated using the relation (107), writing e.g.

Iy Xog+he
1,45 46) = Ana (Al en) = 22 [ Tl TN ()
to e y#a

— ‘;‘)‘75 (48, + 47) @,
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6.3 Compatible Finite Elements Based on Fourier Spaces

With periodic boundary conditions, another option is to consider a sequence of compatible
finite elements made of discrete Fourier spaces. Such spectral elements are very common in
particle solvers, with particle-field interaction usually based on discrete Fourier transforms
and FFT algorithms. Here we describe a coupling based on the geometric degrees of freedom
described in Sect. 6.1. To match the dimensions of the grid, we consider spaces with M, =
2Ky + 1 modes per dimension, of the form

| o
V) = V! = Span ({Ag ke [-K, K]]}) with  A(x) := M1 = He”%,
a=1

where we have denoted [— K, K] = ]_[;:1 [—Ky, Ko], and
th = V,? = Span ({Aik ra e [1,3], k e[l, M]]}) with Aik(x) = eaAg(x).

These discrete spaces clearly form a de Rham sequence, as the derivative of a Fourier mode
is the same mode up to a complex scaling factor.

One interesting feature of the canonical modal basis is that it leads to diagonal Maxwell
equations. Indeed the differential matrices D¢ have the same simple block and Kronecker-
product structure as (101)—(103), here with diagonal one-dimensional derivative matrices

da:i{ldiag(_KUV""O""’Ka)7
o

and the mass matrices are all diagonal due to the orthogonality of the basis functions, with
M¢ = L31y, for the chosen normalization.

However, as the modal basis is not dual to the geometric degrees of freedom from Sect. 6.1,
we need to determine the proper change of basis formulas in order to apply the geometric
interpolation-histopolation projections 1, as we did for the B-splines in the previous section.
To do so, it is convenient to consider regular interpolation nodes x,, = (m1hy, mahy, m3h3),
with hy = ML(, The nodal change of basis matrix reads then

0 ~0 dimkgmy
KO, ¢ = 69 (A0) = Axxm) = [J e Mo

a=1

which is a standard DFT matrix as well as its inverse,

3
1 2imkgmy 1
ﬂ<0_1= — _Mot =—|K0*=:F
(K) ( 1 1e ) 27 ()
a=1 k,m
where we remind that M = MM, M3, see (99). The interpolation operator in the modal
basis then takes the well-known form

3
~ 1 dimkgmy
0 _ 0 TAO . 0 _ 120 _ — =
I (p) =0 (p) A with o7 (p) =Fo " (p) = i E ©(Xm) | |e Mo
me[1,M] a=1

For the other projections in the sequence we proceed similarly as in Sect. 6.2, noting that

e L dxy =TkD;e Mo with T,f; = L _ 2inkg
My —1)hg Tnko (1 —e M ) else.

/m“h“ imkg 2imkgma he if kg =0,
(
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In particular, writing T* := diag (Tzk = T,f; : k € [-K, K]) we find K- = KOT for
the matrix block K'* = (K{, ) o)) x> and similarly K> = KOT*~'Te+! and K =
KOT!T2T3. The expression of the different degrees of freedom in the modal Fourier basis

reads then
a%(p) =F6"(p).
ol (C) = (1) F6"*(0),
024 (F) = (-l]—ozfl-l]—a+l)_1 F&62(F),
o3(9) = (T'T°T%) " Fé (o),

where we note that all the T* matrices are clearly diagonal and invertible. To apply the discrete
interior products (47) based on directional averaging (58), we finally need to evaluate

1 Xat+ha 2ink-x 27Tka
(Ap, AD@x) = — e L dx =sinc (
ok Zha Xo—hgy Ma

forall € [[1,3] and k € [—K, K].

RHEED

7 Numerical lllustration in Reduced Phase Space

In this section we illustrate the method on academic test-cases. We point out that in real-
life applications, energy-preserving schemes are usually required for the simulation of long
time scales whereas momentum-conserving schemes are often more relevant for the accurate
description of fast phenomena. Here we shall restrict ourselves to the verification of the main
conservation properties, and study the influence of several parameters in simple configura-
tions. All results are obtained with an implementation of the strong Ampere scheme within
the SeLaLib library [38]. We study the variational semi-discretization as derived in Sect. 2—
which is energy conserving—as well as the momentum-preserving semi-discretization as
derived in Sect. 3. For the basis of the finite element field solver, both splines and Fourier
modes are considered. The shape function is chosen to be a B-spline of varying degree.

As for the time discretization, we compare a Hamiltonian splitting scheme for both space
discretization methods, see Sect. 4.4. Only when considering the conservation properties we
also provide results for the variational scheme with an energy-conserving discrete gradient
time discretization. We use a time step of Ar = 0.05, the linear solvers use a tolerance of
1015 and the nonlinear iterations in the discrete gradient method have a tolerance of 10712,
Here we have chosen a rather small time step as the primary interest of this section is a study
of the spatial discretization.

7.1 Physical Model

For the numerical study we consider a reduced phase space with one periodic spatial and one
or two velocity dimensions, namely x = x; € [0, L1), v = (v, 12) € R2, with unknowns
of the form

f=rftx,v,v), E=(E¢x),Et x)), B=Bs{t x).

Moreover, we simulate an electron distribution in a neutralizing ion background, which differs
from the multi-species Vlasov—Maxwell system in that the average current is substracted from
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the total one in order for the model to be momentum preserving. In particular, the reduced
Maxwell system then reads

AE (1, x1) T + 1 /L‘J(, )
——— ==, x) + — )
= 1 DF T A 1, y1) dy
0E>(t, x1)  9dB3(t, x1) I
+ =—Jz(t,x1)+*/ Jo(t, y1) dy; (108)
ot ax1 Ly Jo
0B3(t, JdE- (1,
3( X1)+ 2( xl):()
ot 0x1

In some cases this model will be further reduced to 1d1v phase space by skipping vz, E3 and
Bs, so that the equation for E| above remains as the only field equation.

As a first test case, we consider the Weibel instability in 1d2v phase-space as studied in
[25] with an initial value of

1 1 v]2 v%
f(t=07x1,U1,02)=meXP ) -t 5 , x1 €[0,2m/k),

Vih1 Urzh,z
B3(t =0, x1) = Bcos(kxy),
Er(t=0,x1) =0,

and E1(t = 0, x1) is computed from Poisson’s equation. The parameters are set to vy, =
%, vina = v/ 12v.1, k = 1.25, B = 1074, As a reference solution, we use a simulation
with a Fourier solver with K = 30 modes corresponding to M = 61 cells (i.e., grid points),
and N = 10 particles with a piecewise affine spline shape function S.

As a second test case, we consider the two-stream instability in 1d1v phase-space with

initial value

2 _ 2
f@&=0,x1,v) =0+ ecos(kxl))ﬁ (exp (—%) — exp (—%))

with parameters € = 0.001 and k = 0.2. The initial field E| is again determined from Gauss’
law. For this test case, the reference solution is also produced with a Fourier solver and a
piecewise affine spline as shape function, but the grid resolution is reduced to 31 cells (and
15 modes) while the particle number is increased to 5 - 10°. Note that this test case requires
a lot more particles to produce qualitative results compared to the Weibel test case.

In Secs. 7.2 to 7.4 below we study the influence of different numerical parameters using
the relevant energy curves for these two test cases, namely the magnetic and electric energy,
plotted in Figs. 1 and 2 respectively. In Sect. 7.5 we finally compare the long-time conservation
properties of the schemes, looking at different error curves shown in Fig. 3.

7.2 Influence of the Shape Function

We first study the influence of the shape function. Two counteracting effects are expected:
On the one hand, a higher degree of the shape function yields smoother data for the field
solver and smoother trajectories, which should lead to higher accuracy. On the other hand,
higher order smoothing kernels act as low-pass filters in Fourier space which may lead to
spurious damping, as analyzed in [27] and numerically observed e.g. in [1, 11]. This latter
effect is clearly seen in the simulations with M = 7 cells (grid points) of Figs. 1a and 2a.
For this coarse resolution, low order splines give rather good results whereas higher order
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shapes lead to a visible damping in the instability growth rate for both test cases. Increasing
the number of cells to M = 15 while keeping the number of particles constant as in Figs. 1b
and 2b , we observe both effects: In this case, the degree one spline yields too noisy data for
the field solver, while a degree of e.g. seven yields too high damping and an intermediate
degree of four yields rather accurate results. Our results also show that when increasing the
number of particles, the choice of the shape function is of lesser importance (cf. Figs. 1d and
2d).

7.3 Influence of the Space Semi-discretization

In Figs. 1c, d and 2c, d we next compare the variational scheme presented in Sect. 2 with the
momentum-preserving variant from Sect. 3. Here we use the spectral finite element solver
and a Hamiltonian splitting time discretization. With this configuration, the momentum-
preserving scheme yields clearly worse results for the coarse resolution runs (in Figs. 1c and
2c¢), as the instability growth rate is damped similarly as with higher order shape functions.
With increased resolution (i.e., using twice as many cells and four times as many particles
for both test cases), we find that both schemes yield rather good results for various orders of
the shape function (in Figs. 1d and 2d). Finally, we see in Fig. 1a that the long-time accuracy
of the variational semi-discretization can be significantly better than that of the momentum-
preserving one: here the Weibel instability is run with a small number of particles and we
find a qualitatively wrong behavior for the momentum-preserving scheme using a piecewise
affine shape function, where other schemes perform correctly. In Fig. 2f a similar comparison
is done with the two-stream instability, using a higher particle resolution as required for this
test case to produce qualitatively correct results. The long-time behavior is then found to be
qualitatively good for the different schemes and shapes.

7.4 Influence of the Finite Element Solver

In Figs. 1e and 2e we then compare the different field solvers, namely the spectral solver and
finite element solvers based on splines of degree one to three. Using a piecewise affine spline
for the shape function and low resolution runs we find that the accuracy of the low order fem
solver is of bad quality and it improves for higher orders and for the spectral solver. This
observation holds for the two test cases.

7.5 Conservation Properties

The conservation properties of the various methods are compared in Fig. 3. For this we
consider long time simulations with both the variational and the momentum-preserving
space discretizations. For the time stepping, we consider in both cases a Hamiltonian split-
ting as before but we also provide the solution with an energy-conserving discrete gradient
propagator for the variational scheme to show that the semi-discretization is indeed energy-
conserving. Figure 3a and b show the relative error in energy conservation for the various
runs. We can see that the energy is conserved up to the tolerance of the linear solvers for the
variational scheme with an energy-conserving discrete gradient time propagator. If we use
the Hamiltonian splitting instead, there is an energy error but its behavior is oscillatory and
decreases with decreased time step. This is the typical behavior for such Poisson integra-
tors. Finally, we see that the energy error is larger for the momentum-preserving scheme, in
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(a) Varying shape function S for 7 cells. (b) Varying shape function S for 15 cells.
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Fig. 1 Weibel instability: Time evolution of the magnetic energy for various configurations. In all figures
except (e), a spectral finite element solver is used and the degree of the shape function is given in the legend.
In (e), the shape function is a spline of degree 1 and the legend indicates the degree of the finite element solver.
The number of particles is 1000 in all figures except (d) where it is 4000. Figures a, b, and e show results with
the variational scheme and figures ¢, d, and f compare the variational and the momentum-preserving schemes
(see legend). All simulations use the Hamiltonian splitting time propagator

particular for the low order shape function with a low particle resolution. For the variational
scheme, on the other hand, the energy error does not depend on the shape function.

Figure 3c and d show the error in momentum for the various methods. We can see that
the momentum-preserving scheme indeed preserves momentum up to machine precision. On
the other hand, for the variational scheme the error in momentum increases as soon as the
nonlinear phase of the simulations starts and later flattens out at a certain level. As this error
level seems to be rather independent of the propagator, and is smaller for higher order shape
functions, we conjecture that it is dominated by the error in the spatial semi-discretization.

Finally the error in Gauss’ law as a function of time is shown in Fig. 3e and f for the two
test cases, respectively. We can see that all scheme preserve Gauss’ law to machine precision.
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(e) Varying finite element solver for 7 cells and

first order spline as shape function. (f) Varying scheme and shape S for 7 cells.

Fig.2 Two-stream instability: Time evolution of the first component of the electric energy for various config-
urations. In all figures except (e), a spectral finite element solver is used and the degree of the spline shape is
given in the legend. In (e), the shape function is a spline of degree 1 and the legend indicates the degree of the
finite element solver. The number of particles is 48,000 in all figures except (d) where it is 192000. Figures
a, b, and e show results with the variational scheme and figures ¢, d, and f compare the variational and the
momentum-preserving schemes (see legend). All simulations use the Hamiltonian splitting time propagator

8 Conclusion and Outlook

In this article we have presented a general framework for variational particle discretizations of
the Vlasov-Maxwell equations, where the discrete fields and potentials belong to an abstract
de Rham sequence. Under the main assumption that the particle-field interactions can be
represented by approximation operators which commute with the sequence, we have shown
that a Discrete Action Principle yields a system of time-continuous equations which are
gauge-free, variational by construction and Hamiltonian in the sense that they admit a discrete
Poisson bracket. The resulting system then preserves the total energy as well as the variational
discrete Gauss laws and the other Casimirs of the discrete bracket. Within the same framework
we have also proposed a variant which preserves the total momentum and the discrete Gauss
laws.
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Fig. 3 Conservation properties: energy, momentum and Gauss’ law errors are shown for long-time simu-
lations of the Weibel instability with N = 1000 particles (left column) and of the two-stream instability
with N = 48000 particles (right column). Two different time-schemes are used with the variational space-
discretization (37)—(38), whereas the momentum-preserving variant (51)—(52) is advanced only with the
Hamiltonian splitting scheme described in Sect. 4.4. In all the runs, a spectral solver with K = 7 modes
is used for the field

We have then illustrated our construction by describing two new applications on spline
and spectral discretizations, with particle-field coupling techniques based on interpolation
and histopolation operators, and averaged interior products for the momentum-preserving
alternative discretizations. Finally we have verified the conservation properties of these dis-
cretizations at the numerical level, when combined with different time integrators such as an
explicit Hamiltonian splitting or a discrete gradient scheme.

Typical fields of application for such schemes include problems with very long simulation
times as is typical in magnetic confinement fusion, for which very good energy conserva-
tion is needed, as well as shorter problems such as in inertial confinement fusion, where
the preservation of momentum is generally preferred for the accurate description of fast
transient regimes. The strength of our approach then lies in the fact that it can be applied
to several existing families of compatible finite elements on general meshes, as well as to
mapped domains with curvilinear coordinates. Future directions of research will consist in
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studying particular implementation of these schemes in complex geometries that are relevant
to fusion problems, and in extending this approach to more complex models such as drift and
gyrokinetic equations, or hybrid fluid-kinetic systems.
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