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a b s t r a c t

Modeling of laser-plasma wakefield accelerators in an optimal frame of reference [1] has
been shown to produce orders of magnitude speed-up of calculations from first principles.
Obtaining these speedups required mitigation of a high-frequency instability that other-
wise limits effectiveness. In this paper, methods are presented which mitigated the
observed instability, including an electromagnetic solver with tunable coefficients, its
extension to accommodate Perfectly Matched Layers and Friedman’s damping algorithms,
as well as an efficient large bandwidth digital filter. It is observed that choosing the frame
of the wake as the frame of reference allows for higher levels of filtering or damping than is
possible in other frames for the same accuracy. Detailed testing also revealed the existence
of a singular time step at which the instability level is minimized, independently of numer-
ical dispersion. A combination of the techniques presented in this paper prove to be very
efficient at controlling the instability, allowing for efficient direct modeling of 10 GeV class
laser plasma accelerator stages. The methods developed in this paper may have broader
application, to other Lorentz-boosted simulations and Particle-In-Cell simulations in
general.

� 2011 Elsevier Inc. All rights reserved.
1. Introduction

Laser driven plasma waves offer orders of magnitude increases in accelerating gradient over standard accelerating struc-
tures [2] (which are limited by electrical breakdown), thus holding the promise of much shorter particle accelerators [3]. In a
laser plasma accelerator (LPA), a laser propagates through a plasma, displacing electrons while ions remain essentially static,
thus creating a pocket of positive charges that the displaced electrons rush to fill. The resulting coherent periodic motion of
the electrons oscillating around their original position creates a wake with periodic structure following the laser. The alter-
nate concentration of positive and negative charges in the wake creates very intense electric fields. An electron (or positron)
beam injected with the right phase can be accelerated by those fields to high energy in a much shorter distance than is pos-
sible in conventional particle accelerators. High quality electron beams of energy up-to 1 GeV have been produced in just a
few centimeters [4–7], with 10 GeV stages being planned as modules of a high energy collider [8]. The efficiency and quality
of the acceleration is governed by several factors which require precise three-dimensional shaping of the plasma column, as
well as the laser and particle beams, and understanding of their evolution.

Recently, an approach has been demonstrated for speeding up by orders of magnitude the modeling of LPA from first prin-
ciple. The speedup is provided by a dramatic reduction of the number of time steps, thanks to properties of special relativity
. All rights reserved.
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Fig. 1. Surface plot of the longitudinal field from a 2–1/2D simulation of a full scale 10 GeV LPA in a boosted frame at c ¼ 130 (elevation/color are
proportional to the magnitude of the electric field). The laser is propagating from left to right and the plasma from right to left. The plasma wake (physical
feature) is the yellow hump near the center, and as explained in [34], in this frame (near the frame of the wake, c � 132), the laser manifests itself as a fast
temporal beating at long wavelength. A fast growing short wavelength instability is visible developing at the front (left side) of the plasma. (For
interpretation of the references to colour in this figure legend, the reader is referred to the web version of this article.)
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that apply when choosing an optimal relativistically boosted frame of reference [1]. Early successes [9–17] have been limited
to modest relativistic boosts (and thus speedups) that fall below the optimal value [18] due to the development of a short
wavelength instability at the front of the plasma (see Fig. 1), as reported in [14,15,18]. The presence and growth rate of the
instability was observed to be very sensitive to the resolution (slower growth rate at higher resolution), choice of field solver,
and to the amount of damping of high frequencies and smoothing of short wavelengths. The instability is always propagating
at some angle from the longitudinal axis, and is observed in 2D and 3D runs but was never observed in any of the 1D runs
performed by the authors.

Due to spatial and time discretization of the Maxwell equations, numerical light waves may travel faster or slower on the
computational grid than the actual speed of light in vacuum c, with the magnitude of the effect being larger at short wave-
length, where discretization errors are the largest. When the numerical speed is lower than c, it is possible for fast macro-
particles to travel faster than the wave modes, leading to numerical Cerenkov effects that may result in instabilities [19–23].
The effect was studied analytically and numerically in detail for one-dimensional systems in [21,22]. When modeling an LPA
setup in a relativistically boosted frame, the background plasma is traveling near the speed of light and it has been conjec-
tured [15] that the observed instability might be caused by numerical Cerenkov. We investigate in this paper whether the
instability that is observed in boosted frame simulations of LPA is indeed of numerical Cerenkov type and if the cures aimed
at mitigating numerical Cerenkov are effective.

In this paper, we present in Section 2 numerical techniques that were implemented in the Particle-In-Cell code Warp [24]
for mitigating the short wavelength instability, including an efficient numerical filter and a solver for advancing the electro-
magnetic fields with tunable coefficients. The new techniques are applied to the modeling of full scale and downscaled
10 GeV class LPA stages in Section 3, with special emphasis on the characteristics, and methods for control, of the short
wavelength instability. Sensitivity of the instability to numerical parameters is analyzed in Section 4. In [25], we show that
the techniques and analysis developed in the present paper allow for the first time calculations at the maximal theoretical
frame boost, hence maximal speedup, for LPA stages in the 10 GeV–1 TeV range.

Although this is not developed in this paper, the techniques that are presented below may have a broader range of appli-
cations, to other boosted frame simulations of free electron lasers [26,27] or coherent synchrotron radiation [28], as well as
to Particle-In-Cell (PIC) simulations in general, where an electromagnetic solver with tunable numerical dispersion and/or
efficient filtering may be of interest.
2. Novel numerical techniques for the mitigation of short wavelength instabilities

Several solutions have been proposed for mitigating numerical Cerenkov effects and short wavelength instabilities in gen-
eral: smoothing the current deposited by the macro-particles [19,21], damping the electromagnetic field [23,29,30], solving
the Maxwell equations in Fourier space [20], or using a field solver with a larger stencil to provide lower numerical disper-
sion [23]. Several of these techniques have been implemented in Warp. All the simulations presented in this paper employed
cubic splines for current deposition and electromagnetic force gathering between the macro-particles and the grid [31],
whose beneficial effects on standard LPA PIC simulations have been demonstrated in [32]. In addition, efficient filtering of
the deposited current (and gathered electromagnetic fields, eventually) was implemented, as well as a Maxwell solver with
tunable coefficients, and a damping scheme, which are described in this section. The effects from each on LPA simulations is
shown in Section 3. The use of Fourier based Maxwell solvers is not considered in this paper.
2.1. Wideband lowpass digital filtering

It is common practice to apply digital filtering to the charge or current density in Particle-In-Cell simulations, for smooth-
ing purposes [33]. As explained in [34] and as verified in Section 3, LPA simulations performed in the frame of the wake allow
for wideband filtering, from the Nyquist wavelength up-to 10s of cells, as the physics that needs to be resolved is at longer
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wavelength. Here, we characterize effects of such filters and show that enhanced efficiency is obtained by using ‘‘strided’’
filtering.

A commonly used filter in PIC simulations is the three points filter
Fig. 2.
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where /f is the filtered quantity. This filter is called a binomial filter when a ¼ 0:5. Assuming / ¼ ejkx and /f ¼ gða; kÞejkx,
where g is the filter gain, which is a function of the filtering coefficient a and the wavenumber k, we find from (1) that
gða; kÞ ¼ aþ ð1� aÞ cosðkDxÞ ð2Þ
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A sharper cutoff in k space is provided by using an ¼ n�
Pn�1

i¼1 ai so that G � 1þ Oðk4Þ. Such a step is called a compensation
step [33]. For the bilinear filter (a ¼ 1=2), the compensation factor is ac ¼ 2� 1=2 ¼ 3=2. For a succession of n applications of
the bilinear factor, it is ac ¼ n=2þ 1. The gain versus wavelength is plotted in Fig. 2 for the bilinear filter without compen-
sation ðG ¼ gð1=2; kÞÞ, with compensation ðG ¼ gð1=2; kÞ � gð3=2; kÞÞ, and for n-pass bilinear filters with compensation
ðG ¼ gð1=2; kÞn � gðn=2þ 1; kÞÞ for n ¼ 4;20;50 and 80.

The bilinear filter provides complete suppression of the signal at the grid Nyquist wavelength (twice the grid cell size).
Suppression of the signal at integers of the Nyquist wavelength can be obtained by using a stride s in the filter
/f
j ¼ a/j þ ð1� aÞ

/j�s þ /jþs

2
ð6Þ
for which the gain is given by
gðs;a; kÞ ¼ aþ ð1� aÞ cosðskDxÞ ð7Þ

� 1� ð1� aÞ ðskDxÞ2

2
þ Oðk4Þ ð8Þ
The gain is plotted in Fig. 3 (top) for four passes bilinear filters with compensation ðG ¼ gðs;1=2; kÞ4 � gðs;3; kÞÞ for strides
s = 1 to 4. For a given stride, the gain is given by the gain of the bilinear filter shifted in k space, with the pole g ¼ 0 shifted
from k ¼ 2=Dx to k ¼ 2s=Dx, with additional poles, as given by
skDx ¼ arccos
a

a� 1

� �
ðmod 2pÞ ð9Þ
The resulting filter is pass band between the poles, but since the poles are spread at different integer values in k space, a
wide band low pass filter can be constructed by combining filters using different strides. Examples are given in Fig. 3 (bot-
tom) for combinations of the filters with stride 1 to 4.

The combined filters with strides 2, 3 and 4 have nearly equivalent fall-offs in gain (in linear scale) to the 20, 50 and 80
passes of the bilinear filter (see Fig. 4). Yet, the filters with stride need respectively only 10, 15 and 15 passes of a three-point
filter, compared to respectively 21, 51 and 81 passes for an equivalent n-pass bilinear filter, yielding gains of respectively 2.1,
3.4 and 5.4 in number of operations in favor of the filters with stride.
Gain versus wavelength for the bilinear filter without compensation ðg ¼ gð1=2; kÞÞ, with compensation ðg � c3=2 ¼ gð1=2; kÞ � gð3=2; kÞÞ, and n-pass
filters with compensation ðgn � cac ¼ gð1=2; kÞn � gðac ; kÞÞ for n ¼ 4;20;50 and 80.



Fig. 3. (Top) Gain for four passes bilinear filters with compensation ðGs ¼ gðs;1=2; kÞ4 � gðs;3; kÞÞ for strides s = 1 to 4 linear with (left) linear ordinate (right)
logarithmic ordinate; (bottom) gain for four low pass filters combining the G1 to G4 filters with (left) linear ordinate (right) logarithmic ordinate.

Fig. 4. Comparison between filters with stride and filter s20–80 with (left) linear ordinate (right) logarithmic ordinate.
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Filters with larger stencils can be constructed that are equivalent to the n-pass three points filters that were considered
here (with or without stride). However, their efficient implementation may be challenging due to the size of the stencil
which may eventually exceed the grid length in a given dimension when using domain decomposition on parallel computers.
Hence, the use of stride offers a versatile solution for efficient filtering of short wavelength noise without the complications
associated with the usage of very large stencils.

2.2. Tunable solver

The electromagnetic solver in conventional Particle-In-Cell methods has numerical dispersion [33]. In order to evaluate
the effect of numerical dispersion on boosted frame LPA simulations, an electromagnetic solver with tunable numerical dis-
persion was implemented in Warp and is described below.

In [35,36], Cole introduced an implementation of the source-free Maxwell’s wave equations for narrow-band applications
based on non-standard finite-differences (NSFD). In [37], Karkkainen et al. adapted it for wideband applications. At the Cou-
rant limit for the time step and for a given set of parameters, the stencil proposed in [37] has no numerical dispersion along
the principal axes, provided that the cell size is the same along each dimension (i.e. cubic cells in 3D). The solver from [37]
was modified to be consistent with the Particle-In-Cell methodology and implemented in the code Warp, with the ability
given to the user of setting the solver adjustable coefficients, providing tunability of the numerical properties of the solver
to better fit the requirements of a particular application. In the present case, this solver allows the evaluation of numerical
dispersive effects on the instability that is observed in boosted frame simulations of LPAs.

The ‘‘Cole–Karkkainnen’’ (or CK) solver [37] uses a non-standard finite difference formulation (based on extended sten-
cils) of the Maxwell–Ampere equation. For implementation into a Particle-In-Cell code, the formulation must introduce the
source term into Cole–Karkkainen’s source free formulation in a consistent manner. However, modifying the NSFD formu-
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lation of the Maxwell–Ampere equation so that it includes the source term in a way that is consistent with the current depo-
sition scheme is challenging. To circumvent this problem, Warp implementation departs from Karkkainen’s by applying the
enlarged stencil on the Maxwell–Faraday equations, which does not contain any source term but is formally equivalent to
the source-free Maxwell–Ampere equation. Consequently, in Warp’s implementation, the discretized Maxwell–Ampere
equation is the same as in the Yee scheme, and the discretized Maxwell’s equations read:
DtB ¼ �r� � E ð10Þ

DtE ¼ c2r� B� J
�0

ð11Þ

r � E ¼ q
�0

ð12Þ

r� � B ¼ 0 ð13Þ
where �0 is the permittivity of vacuum, and Eqs. 12 and 13 are not being solved explicitly but verified via appropriate initial
conditions and current deposition procedure. The differential operators are defined as
r ¼ Dxx̂þ Dyŷ þ Dzẑ ð14Þ
r� ¼ D�xx̂þ D�yŷ þ D�z ẑ; ð15Þ
the finite differences and sums operators being respectively
DtGjni;j;k ¼
Gjnþ1=2

i;j;k � Gjn�1=2
i;j;k

Dt
ð16Þ

DxGjni;j;k ¼
Gjniþ1=2;j;k � Gjni�1=2;j;k

Dx
ð17Þ

D�x ¼ aþ bS1
x þ cS2

x

� �
Dx ð18Þ
and
S1
x Gjni;j;k ¼ Gjni;jþ1=2;k þ Gjni;j�1=2;k þ Gjni;j;kþ1=2 þ Gjni;j;k�1=2 ð19Þ

S2
x Gjni;j;k ¼ Gjni;jþ1=2;kþ1=2 þ Gjni;j�1=2;kþ1=2 þ Gjni;jþ1=2;k�1=2 þ Gjni;j�1=2;k�1=2 ð20Þ
The quantity G is a sample vector component, Dt and Dx are respectively the time step and the grid cell size along x, while
a; b and c are constant scalars verifying aþ 4bþ 4c ¼ 1. As with the Yee algorithm, the quantities with half-integer are lo-
cated between the nodes (electric field components) or in the center of the cell faces (magnetic field components). The oper-
ators along y and z, i.e. Dy;Dz;D

�
y;D

�
z ; S

1
y ; S

1
z ; S

2
y , and S2

z , are obtained by circular permutation of the indices.
In 2D, assuming the plane ðx; zÞ, the enlarged finite operators simplify to
D�x ¼ aþ bS1
x

� �
Dx ð21Þ

S1
x Gjni;j;k ¼ Gjni;jþ1=2;k þ Gjni;j�1=2;k: ð22Þ
An extension of this algorithm for non-cubic cells provided by Cowan in [38] is not considered in this paper. However, all
considerations given here for the solver implemented in Warp apply readily to the solver developed by Cowan.

2.2.1. Numerical dispersion
The dispersion relation of the solver is given by
sin xDt
2

cDt
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¼ Cx
sin kxDx

2

Dx

 !2

þ Cy
sin kyDy

2

Dy

 !2

þ Cz
sin kzDz

2
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with
Cx ¼ aþ 2bðcy þ czÞ þ 4ccycz ð24Þ
Cy ¼ aþ 2bðcz þ cxÞ þ 4cczcx ð25Þ
Cz ¼ aþ 2bðcx þ cyÞ þ 4ccxcy ð26Þ
and
cx ¼ cosðkxDxÞ ð27Þ
cy ¼ cosðkyDyÞ ð28Þ
cz ¼ cosðkzDzÞ ð29Þ
The Courant–Friedrichs–Lewy condition (CFL) is given by imposing
sin
xDt

2

� �2

6 1 ð30Þ



Table 1
List of possible coefficients for the CK solver and their corresponding CFL time step limit, assuming cubic cells ðDx ¼ Dy ¼ DzÞ.

Yee CK CK2 CK3 CK4 CK5

b0 0 �1 �1/2 0 �1/2 �9/10
c0 0 1 1/2 �1 0 9/10

a 1 7/12 19/24 11/12 3/4 5/8
b 0 1/12 1/24 1/24 1/16 3/40
c 0 1/48 1/96 �1/48 0 3/160

cDtCFL=Dx 1=
ffiffiffi
3
p

1 1=
ffiffiffi
2
p

1=
ffiffiffi
2
p ffiffiffi

2
p

=
ffiffiffi
3
p ffiffiffi

5
p

=
ffiffiffi
6
p
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We make the ansatz that the most unstable modes propagate at the Nyquist wavelength along the cell (3D) diagonal, the
cell faces (2D) diagonals or the main axes. For the cell diagonal, setting kxDx ¼ kyDy ¼ kzDz ¼ p gives
sinðkxDx=2Þ ¼ sinðkyDy=2Þ ¼ sinðkzDz=2Þ ¼ 1 and cx ¼ cy ¼ cz ¼ �1, so that Cx ¼ Cy ¼ Cz ¼ a� 4bþ 4c. Repeating for the
main axes and 2D diagonals, and solving for (23) and (30), the CFL condition reads
cDtc 6min Dx;Dy;Dz;1=
ffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffi
ða� 4cÞmax½jx þ jy;jx þ jz;jy þ jz�

q
;1=

ffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffi
ða� 4bþ 4cÞðjx þ jy þ jzÞ

qh i
ð31Þ
where jx ¼ 1=Dx2; jy ¼ 1=Dy2 and jz ¼ 1=Dz2.
Assuming cubic cells ðDx ¼ Dy ¼ DzÞ, the coefficients given in [37] (a ¼ 7=12; b ¼ 1=12 and c ¼ 1=48) allow cDt ¼ Dx, and

thus no dispersion along the principal axes.
It is of interest to note that (23) can be rewritten
sin xDt
2
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¼ s2
x þ s2

y þ s2
z

� �
þ b0 s2

x s2
y þ s2

x s2
z þ s2

y s2
z

� �
þ c0 s2

x s2
ys2

z

� �
ð32Þ
with sx ¼ sinðkxDx=2Þ; sy ¼ sinðkyDy=2Þ; sz ¼ sinðkzDz=2Þ; b0 ¼ �8b� 16c and c0 ¼ 48c, for which the coefficients from [37]
(a ¼ 7=12; b ¼ 1=12 and c ¼ 1=48) correspond to the nice values b0 ¼ �1 and c0 ¼ 1.

Sets of possible coefficients and the corresponding CFL condition, assuming cubic cells, are given in Table 1. The numerical
dispersion using those coefficients are plotted in Fig. 5 along the principal axes and diagonals for cubic cells ðDx ¼ Dy ¼ DzÞ
and contrasted with the one of the Yee solver (all taken at each solver’s CFL time step limit). At the CFL limit, the Yee algo-
rithm offers no numerical dispersion along the 3D diagonal, but relatively large numerical dispersion at the Nyquist fre-
quency along the main axes. Conversely, the Cole–Karkkainen solver (CK) offers no numerical dispersion along the main
axes but significant dispersion along the diagonals. The CK solver also allows larger time steps than the Yee solver by almost
a factor of two in 3D. The solver labeled CK2 offers numerical dispersion that is intermediate between the Yee solver and the
CK solver along the main axes and the 3D diagonal, but slightly degraded along the 2D diagonal. Conversely, while solver CK3
also offers intermediate numerical dispersion along the main axes and the 3D diagonal, it offers no numerical dispersion
along the 2D diagonal. Solver CK4 improves slightly the numerical dispersion along the main axes over CK2 and CK3 at
the expense of the dispersion along the diagonals. Finally, CK5 offers the highest level of isotropy. The CFL time steps of solv-
ers CK2, 3, 4 and 5 are intermediate between the Yee and the CK CFL time steps. This provides solvers with a range of numer-
ical dispersion among which some may be more favorable with regard to the minimization of errors or mitigation of
numerical instabilities for a given application.

To reduce numerical dispersion to its lowest level, it is desirable to operate the CK solver as close as possible to the CFL
limit cDt ¼ Dx. However, an instability (other than numerical Cerenkov) arises at the Nyquist frequency in such a case. The
analysis is given in 1D in Appendix A, as well as its mitigation using digital filtering. Since for the CK solver, the CFL limit is
independent of dimensionality, the analysis and mitigation apply readily to 2D and 3D simulations.

For absorption of outgoing waves at the computational box boundaries, the extension of the solver to a Perfectly Matched
Layer [39] is described below.

2.2.2. Current deposition and Gauss’ Law
In most applications, it is essential to prevent accumulations of errors to the discretized Gauss’ Law. This is accomplished

by providing a method for depositing the current from the particles to the grid which is compatible with the discretized
Gauss’ Law, or by providing a mechanism for ‘‘divergence cleaning’’ [33,40–42]. For the former, schemes which allow a depo-
sition of the current that is exact when combined with the Yee solver is given in [43] for linear form factors and in [44] for
higher order form factors. Since the discretized Gauss’ Law and Maxwell–Faraday equation are the same in our implemen-
tation as in the Yee solver, charge conservation is readily verified using the current deposition procedures from [43,44], and
this was verified numerically. Hence, in this case, as for standard PIC simulations using the Yee solver, divergence cleaning is
not necessary provided that the discretized Gauss’ Law is satisfied initially.

2.2.3. Perfectly Matched Layer
The absorption of outgoing waves is typically required in LPA and many other simulations as the computational box is

smaller than the experiment and unphysical reflections must be avoided at the simulation box boundaries. The split form
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of Perfectly Matched Layer (PML) [45] framework applies readily to Eqs. (10) and (11). The equations on the component
along z of the magnetic field are given by
Fig. 5.
numeri
ðDt þ rxÞBzx ¼ �D�xEy ð33Þ
ðDt þ ryÞBzy ¼ D�yEx ð34Þ
ðDt þ rxÞEy ¼ �c2DxðBzx þ BzyÞ ð35Þ
ðDt þ ryÞEx ¼ c2DyðBzx þ BzyÞ ð36Þ
where rx and ry are the absorbing layer coefficients along x and y, respectively. The equations for the other components of
the magnetic field and for the electric field are obtained similarly, applying the standard difference operator on the spatial
Numerical dispersion along the principal axis and diagonals for cubic cells ðDx ¼ Dy ¼ DzÞ at the Courant limit for the solver with adjustable
cal dispersion using the parameters from Table 1.
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derivatives of the magnetic field and the enlarged difference operator on the spatial derivatives of the electric field. The for-
mula to update the fields is obtained by solving the finite-difference equations or by integrating over one time step, giving
Fig. 6.
with th
Bzxjnþ1=2
iþ1=2;jþ1=2;k ¼ nxBzxjn�1=2

iþ1=2;jþ1=2;k �
1� nx

rx
D�xEyjniþ1=2;jþ1=2;k ð37Þ

Bzyjnþ1=2
iþ1=2;jþ1=2;k ¼ nyBzyjn�1=2

iþ1=2;jþ1=2;k þ
1� ny

ry
D�yExjniþ1=2;jþ1=2;k ð38Þ

Eyjnþ1
i;jþ1=2;k ¼ nxEyjni;jþ1=2;k � c2 1� nx

rx
DxðBzx þ BzyÞjnþ1=2

i;jþ1=2;k ð39Þ

Exjnþ1
iþ1=2;j;k ¼ nyExjniþ1=2;j;k þ c2 1� ny

ry
DyðBzx þ BzyÞjnþ1=2

iþ1=2;j;k ð40Þ
where n ¼ ð1� rDt=2Þ=ð1þ rDt=2Þ via direct solve, or n ¼ e�rDt via time integration (note that in our tests, both implemen-
tations gave nearly identical results).

The PML using the stencil given by (40) was tested and compared to the standard Yee implementation in 2D and 3D. Fig. 6
shows snapshots from 2D simulations of the reflected residue from a PML layer of a pulse with amplitude given by the Harris
function ð10� 15 � cosð2pct=LÞ þ 6 � cosð4pct=LÞ � cosð6pct=LÞÞ=32 where t is time, c is the speed of light and L ¼ 50Dx is the
pulse length in cell size units. A grid of 400 � 400 cells was used with Dx ¼ Dy. The absorbing layer was 8 cells deep and the
dependency of the PML coefficients with the index position i in the layer was ri ¼ rmðiDx=DÞn with rm ¼ 4=Dx;D ¼ 5Dx and
n ¼ 2. The alternative prescription for the coefficients given in [46,47], which reads r�i ¼ ðniþ1=2 � 1=niÞ=Dx with ni ¼ e�riDt

and ri ¼ rmðiDx=DÞn, was also tested.
For the generic test case that has been considered, the new implementation exhibited a very low residue of reflections

from the PML layer, which are qualitatively and quantitatively very similar to the residue obtained with a standard PML
implementation. In agreement with results from [46,47], the use of the modified coefficients r� led to an order of magnitude
improvement over the use of the standard coefficients.

The 3D tests gave similar absorption efficiency between the Yee and the new solver implementations of the PML, for all
the CK solver coefficients given in Table 1.

It was shown in [46,47] that the efficiency of the layer can be improved further for the standard PML by augmenting the
equations with additional terms. However, a similar extension may not be readily available when using the Cole–Karkkainen
stencil and is not considered here.
2.3. Friedman adjustable damping

The tunable damping scheme developed by Friedman [30] was shown to be the most potent practical method for miti-
gating the numerical Cerenkov instability in [23], among the selected methods that were considered. It is readily applicable
to the solver presented above and has been implemented in Warp by modifying (10) to
Reflected signal (in dB) from a PML layer using the Yee or the Cole–Karkkainen solver, and the absorbing coefficient r or r� . Each simulation was run
e time step set at the Courant limit.



Fig. 7.
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4

� �
Enþ1 � 1

2
En þ 1

2
� h

4

� �
En�1

� �
ð41Þ
with
En�1 ¼ 1� h
2

� �
En þ h

2
En�2 ð42Þ
where 0 6 h 6 1 is the damping factor. The numerical dispersion becomes
sin xDt
2

cDt

� �2

¼ FX2 ð43Þ
where
F ¼ 1� 2h sin2ðxDt=2Þ
2e�ixDt � h

ð44Þ
and
X2 ¼ Cx
sin kxDx

2

Dx

 !2

þ Cy
sin kyDy

2

Dy

 !2

þ Cz
sin kzDz

2

Dz

 !2
2
4

3
5 ð45Þ
The CFL is given by
cDt�c ¼ cDtc

ffiffiffiffiffiffiffiffiffiffiffiffiffiffi
2þ h

2þ 3h

r
ð46Þ
where Dtc is the critical time step of the numerical scheme without damping ðh ¼ 0Þ, as given by (31).
The numerical dispersion of the Cole–Karkkainen–Friedman (CKF) solver (using the coefficients from the CK solver in Ta-

ble 1) is plotted in Fig. 7 along the principal axis and diagonals for cubic cells ðDx ¼ Dy ¼ DzÞ and contrasted with the one of
Numerical dispersion along the principal axis and diagonals for cubic cells ðDx ¼ Dy ¼ DzÞ at the Courant limit for: (left) the Yee–Friedman solver;
the Cole–Karkkainen–Friedman solver. The real part (phase) and the imaginary part (amplitude) are plotted respectively in the top and bottom rows.
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the Yee–Friedman (YF) solver (both taken at the Courant time step limit). The amount of phase error rises with the value of
the damping parameter h (partly due to the slightly more constraining limit on the critical time step). However, it was shown
in [23] that the amount of damping provided by the YF solver was sufficient to counteract the slight degradation of numer-
ical dispersion with raising h, reducing the numerical Cerenkov effects to an acceptable level for the problem that was con-
sidered. The damping is very isotropic with the CKF solver but not with the YF one. The YF implementation offers a higher
level of damping of the shortest wavelengths along the 3D diagonals, while the CKF offers more damping along the axes, and
the amount of damping along the 2D diagonals are similar. In summary, the YF implementation delivers respectively the
highest/lowest level of damping in the direction of lowest/highest numerical dispersion, while the CKF implementation
delivers a proportionally higher level of damping than the YF implementation along the direction of highest numerical dis-
persion. Thus it may be expected that the CKF implementation will be more efficient in reducing numerical Cerenkov effects.

3. Application to the modeling of laser wakefield acceleration

The methods presented in Section 2 were applied to the modeling of full scale and downscaled 10 GeV LPA stages in 2–1/
2D and 3D. Downscaled simulations are presented first, as they allowed for fast evaluation of the effects of potential reme-
diations due to quick run times and because the instability was present at modest levels which did not generally disrupt the
simulation. The modeling of full scale stages, which allow for higher values of c for the reference frame due to the high c of
the plasma wake structure, is more prone to the high frequency instability and are presented to strongly test these tech-
niques and show effectiveness in modeling high energy stages.

3.1. Scaled 10 GeV stages

It has been shown that many parameters of high energy LPA stages can be accurately simulated at reduced cost by sim-
ulating stages of lower energy gain, with higher density and shorter acceleration distance, by scaling the physical quantities
relative to the plasma wavelength, and this has been applied to design of 10 GeV LPA stages [48,49]. The parameters were
chosen here to be close (though not identical) to the case where kpL ¼ 2 in [48] where kp is the plasma wavenumber and L is
the laser pulse length. In the cases considered in this paper, the beam is composed of test particles only, with the goal of
testing the fidelity of the algorithm in modeling laser propagation and wake generation. These simulations are scaled rep-
licas of 10 GeV stages that would operate at actual densities of 1017 cm�3 [48,49]. The main physical and numerical param-
eters of the simulations are given in Table 2. Unless noted otherwise, in all the simulations presented herein, the field is
gathered from the grid onto the particles directly from the Yee mesh locations, i.e. using the ‘‘energy conserving’’ procedure
(see [33], chapter 10). The approximate relativistic factor of the wake that is formed by the laser traveling in the plasma is
given, according to linear theory, by cw ¼ 2pc=kxp where xp ¼

ffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffi
nee2=�0me

p
is the electron plasma frequency. For the given

parameters, cw � 13:2. Thus, Warp simulations were performed using reference frames at c ¼ 1 (laboratory frame) and
frames moving at up to 13.

In this paper, the effect of the instability, filtering or damping on the physical quantities of interest (laser, wake and accel-
erated beam evolutions), are captured by examination of the beam energy history, which was chosen since it integrates the
Table 2
List of parameters for scaled 10 GeV class LPA stage simulation.

Beam radius Rb 82.5 nm
Beam length Lb 85. nm
Beam transverse profile exp �r2=8R2

b

� �
Beam longitudinal profile exp �z2=2L2

b

� �
Laser wavelength k 0.8 lm
Laser length (FWHM) L 10.08 lm
Normalized vector potential a0 1
Laser longitudinal profile sinðpz=LÞ

Plasma density on axis ne 1019 cm�3

Plasma longitudinal profile Flat
Plasma length L 1.5 mm
Plasma entrance ramp profile Half sinus
Plasma entrance ramp length 4 lm

Number of cells in x Nx 75
Number of cells in z Nz 860 ðc ¼ 13Þ-1691 ðc ¼ 1Þ
Cell size in x Dx 0.65 lm
Cell size in z Dz k=32
Time step Dt At CFL limit
Particle deposition order Cubic
# of plasma particles/cell 1 macro-e�+1 macro-p+



Fig. 8. (Left) Average scaled beam energy gain and (right) CPU time, versus longitudinal position in the laboratory frame from simulations in boosted frames
at c ¼ 13, using the Cole–Karkkainen solver with filter S (1) (red curve is reference from calculation with Yee solver and filter S(1)). (For interpretation of the
references to colour in this figure legend, the reader is referred to the web version of this article.)

Fig. 9. (Left) Average scaled beam energy gain and (right) CPU time, versus longitudinal position in the laboratory frame from simulations in the laboratory
frame ðc ¼ 1Þ and boosted frames at c ¼ 2;5;10 and 13, using the Yee solver with digital filter S(1:2:4) (gray cross is reference from run with filter S(1)).
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other effects, as the beam energy is affected by the wake evolution which is itself affected by the laser evolution. Details of
the convergence of the laser and wake evolutions, as well as of the beam transverse and longitudinal properties, are analyzed
in [25] and in a paper to be published elsewhere.

The results from a simulation using the Cole–Karkkainen solver is contrasted to a simulation using the standard Yee sol-
ver in Fig. 8. The two calculations gave identical results in this case, validating our implementation of the CK solver. Despite
the more expensive stencil, the run with the CK solver was almost 40% faster, due to a time step larger by

ffiffiffi
2
p

. The two cal-
culations, as well as those presented in the rest of this paper, were performed with the time step set at the CFL limit, so as to
minimize numerical dispersion errors from the electromagnetic solver.

Simulations were then conducted using the Yee solver with digital filter S(1:2:4) as shown in Fig. 9, and using the Yee-
Friedman solver as shown in Fig. 10. Results are contrasted to a run at c ¼ 13 with little filtering and no damping (crosses in
Figs. 9 and 10) that was in turn benchmarked against a run in the laboratory frame [25], and serves as the reference. None of
these simulations were disrupted by short wavelength instability. The results hence show what mitigation techniques are
allowable by comparing physical quantities and benchmarking to reference run. Smoothing with the wideband filter
S(1:2:4) did not produce significant degradations for the calculation in the wake frame ðc ¼ 13Þ but did otherwise. Similar
to filtering, damping aggressively did not degrade the result in the range 10 6 c 6 13 but did significantly in the range
1 6 c 6 5. Comparing the timings with those of Fig. 13 (middle-left) from [25] shows that the smoothing and the damping
added less than a factor of two of total runtime to the simulations. These results lead to several observations:

1. while the grid dimensions and number of cells were chosen such that square cells were obtained for c ¼ 13, meaning a
larger dispersion in the longitudinal direction with the Yee solver than with the Cole–Karkkainen solver, both gave the
same result. This is significant since for simulations of LPA in the laboratory frame reported in the literature, the need
to have nearly perfect numerical dispersion in the longitudinal direction imposes a constraint on the cell aspect ratio
and thus on resolution [50,51]. This constraint is removed when simulating in the frame of the wake ðc ¼ 13 � cwÞ,

2. damping of high frequencies with the Yee–Friedman solver or wideband smoothing of short wavelength has a negligible
effect on accuracy for simulations in the frame of the wake, but degrades the accuracy very significantly for slower mov-
ing reference frames. The dependency of the effect of damping and smoothing with c boost has two causes. First, simu-
lations with a boost c � cw require fewer time steps than simulations using a lower value of c. Thus, for a given value of



Fig. 10. (Left) Average scaled beam energy gain and (right) CPU time, versus longitudinal position in the laboratory frame from simulations in the
laboratory frame ðc ¼ 1Þ and boosted frames at c ¼ 2;5;10 and 13, using the Yee–Friedman solver with h ¼ 1 (grey cross is reference from run with no
damping).

Fig. 11. (Left) Average beam energy gain versus longitudinal position (in the laboratory frame), (right) average (over transverse direction) of the absolute
value of the Fourier Transform of the longitudinal electric field at t = 40 ps, from 2D-1/2 simulations of a full scale 10 GeV LPA in a boosted frame at c ¼ 130,
using the Yee solver and various digital filter kernels. Square cells ðDx ¼ Dz ¼ 6:5lmÞ and the CFL time step ðcDt=Dz ¼ 1=

ffiffiffi
2
p
Þ were used.
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the damping coefficient h, the integrated amount of damping will be lower for the simulations with c � cw. Second, as
explained in [25,34], a large fraction of the short wavelength content that is present in the simulations in the laboratory
frame is transformed into time oscillations in simulations in the wake frame. Hence, filtering short wavelengths has less
effect on the physics when calculating in the wake frame than when calculating in the laboratory frame,

3. the computational cost of using even the most aggressive damping or smoothing is low, especially considering that the
simulations presented here were using only two plasma macro-particles per cell.

In summary, calculating in a boosted frame near the frame following the wake ðc � cwÞ relaxes the constraint on the
numerical dispersion in the direction of propagation of the laser (which is essential in simulations in the laboratory frame),
and allows for more aggressive damping of high frequencies and smoothing of short wavelengths than is possible in standard
laboratory frame calculations, while maintaining accuracy in resolution of the physical quantities of interest (wake acceler-
ating field).
3.2. Full scale 10 GeV class stages

Full scale simulations are required for studying laser focusing and beam emittance evolution, as these quantities are not
reproduced correctly in downscaled simulations. However, as noted in [9], full scale simulations using the laboratory frame
of 10 GeV stages at plasma densities of 1017 cm�3 are not practical on present computers in 2D and 3D. At this density, the
wake relativistic factor cw � 132, and 2–1/2D and 3D simulations were done in boosted frames up to c ¼ 130 to evaluate
which numerical techniques are required to allow such simulations.

Fig. 11 shows the average beam energy gain versus longitudinal position and the averaged Fourier Transform of the lon-
gitudinal electric field taken at t = 40 ps, from 2D-1/2 simulations of a full scale 10 GeV LPA in a boosted frame at c ¼ 130,
using the Yee solver and various smoothing kernels. All runs gave the same beam energy history within a few percent, and no
sign of instability is detected in the Fourier transform plot of the longitudinal electric field.
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In 3D, all simulations at c ¼ 130 using the Yee solver (using cubic cells and a time step at the CFL limit) developed the
instability and loss of the beam, regardless of the amount of filtering or damping that has been tried (not shown). The failure
of the 3D simulations using the Yee solver motivated use of the Cole–Karkkainen–Friedman (CKF) solver which offers no dis-
persion along the principal axes with the time step at the CFL limit, so as to evaluate whether it reduces the level of insta-
bility. Various levels of filtering and damping were also applied. Data from 3D simulations using the CKF solver and various
smoothing kernels are plotted in Fig. 12. Stability is attained when using a sufficient level of filtering. Damping is detrimental
to stability at low levels ðh ¼ 0:1Þ but is beneficial at a higher level ðh ¼ 0:5Þ as shown by the need for more (less) filtering to
allow propagation of the beam to peak energy with low (high) damping relative to the base case. Overall, filtering more
strongly affects the instability than damping, and damping was not investigated further.

Next, simulations using the solver coefficients CK2-5 from Table 1 were performed, with the time step set at their respec-
tive CFL limit. The best results were obtained using solvers CK2 and CK3, while CK4 and CK5 did not offer substantial
improvement over the CK solver. The results from the runs using CK2 and CK3 were nearly identical and hence only those
Fig. 12. (Left) Average beam energy gain versus longitudinal position (in the laboratory frame); (right) average (over transverse direction) of the absolute
value of the Fourier Transform of the longitudinal electric field at t = 40 ps, from 3D simulations of a full scale 10 GeV LPA in a boosted frame at c ¼ 130,
using the Cole–Karkkainen–Friedman solver and various smoothing kernels, with (top) no numerical damping ðh ¼ 0Þ, (middle) damping with h ¼ 0:1 and
(bottom) h ¼ 0:5.



Fig. 13. (Left) Average beam energy gain versus longitudinal position (in the laboratory frame), (right) average (over transverse direction) of the absolute
value of the Fourier Transform of the longitudinal electric field at t = 40 ps, from 3D simulations of a full scale 10 GeV LPA in a boosted frame at c ¼ 130,
using the CK2 solver and various digital filter kernels. The low level activity that is present around k=Dz ¼ 16 is from the ponderomotive force at half the
wavelength of the laser in vacuum and is physical.
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from CK2 are reported in Fig. 13, which show very consistent beam energy gain histories, and no sign of instability in the
Fourier Transform plot of the longitudinal electric field at t = 40 ps.

In summary, the full scale 10 GeV class simulations using the frame of the wake performed in this subsection show that:

1. 2–1/2D simulations using the Yee solver at the CFL limit (with square cells) were essentially free of instability,
2. 3D simulations using the Yee solver developed strong instabilities that could not be mitigated using filtering or damping,

even at high levels,
3. 3D simulations using the CK solver developed moderately strong instabilities that could be mitigated using moderate to

high levels of damping and/or filtering, the latter being the most effective,
4. 3D simulations using the CK2 (or CK3) solver were essentially free of instability.

In conclusion of this section, stable direct modeling of full scale 10 GeV class stages is demonstrated using the boosted
frame approach in 2–1/2D and 3D using respectively the Yee and the CK2 (or CK3) solvers. Stable modeling in 3D using
the CK solver is possible if using a sufficient level of filtering, which is shown to be adequate if using the frame of the wake
as frame of reference.
4. Effects of numerical parameters on the observed instability

In the previous section, it was demonstrated that the usage of the new tunable solver and moderate filtering could be
successfully combined for mitigating the short wavelength instability, allowing for efficient direct simulations of full scale
10 GeV class stages. In this section, we analyze in detail the sensitivity of the instability to numerical parameters.

The Fourier transform of the longitudinal electric field averaged over the whole domain at t = 40 ps, from 3D simulations
using the Yee solver, is given in Fig. 14 (left). It is contrasted to the same data taken from 2–1/2D simulations (right). Both
simulations used the same time step at the 3D CFL limit cDt ¼ Dz=

ffiffiffi
3
p

. The similarity of the two plots indicates that the deg-
radation of the numerical dispersion that resulted from going from the 2D to the 3D CFL limit is the cause of the failure of the
3D runs using the Yee solver. It follows that the instability that is observed in 3D can be studied in 2–1/2D, provided that the
time step is set at the 3D CFL limit.
Fig. 14. Average (over transverse direction) of the absolute value of the Fourier Transform of the longitudinal electric field at t = 40 ps, from (left) 3D and
(right) 2D-1/2 simulations of a full scale 10 GeV LPA in a boosted frame at c ¼ 130, using the Yee solver and various smoothing kernels. The same time step
at the 3D CFL limit cDt ¼ Dz=

ffiffiffi
3
p

was used for both simulations.
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4.1. Effects of spatial resolution

Snapshots of the longitudinal electric field at the front of the plasma taken at t = 12.5 ps, and their corresponding Fourier
transform, are given in Fig. 15, from 2–1/2D simulations using the Yee solver with the time step at the 3D CFL limit
cDt ¼ Dz=

ffiffiffi
3
p

. Three resolutions were considered: (a) Dx ¼ Dz ¼ 13 lm, (b) Dx ¼ Dz ¼ 6:5 lm, and (c) Dx ¼ Dz ¼ 3:25 lm.
The amplitude of the instability is roughly inversely proportional to the resolution. For this configuration, the instability
exhibits two primary modes at various relative levels, both at a fixed number of grid cells in the longitudinal direction,
and at a fixed absolute length in the transverse direction. This indicates that the transverse part of the modes is governed
by the physical geometry of the problem while the longitudinal part is governed by numerical resolution. Because the insta-
bility always appears near the same value in k=dz, filtering to remove the instability always requires a filter of similar width,
Fig. 15. (left) Snapshot of the longitudinal electric field ðE==Þ at the front of the plasma at t = 12.5 ps; (right) Fourier Transform of the longitudinal electric
field, from 2–1/2D simulations of a full scale 10 GeV LPA in a boosted frame at c ¼ 130, using the Yee solver, for (top) Dx ¼ Dz ¼ 13 lm; (middle)
Dx ¼ Dz ¼ 6:5 lm; (bottom) Dx ¼ Dz ¼ 3:25 lm. The time step at the 3D CFL limit cDt ¼ Dz=

ffiffiffi
3
p

was used for all three simulations.



Fig. 16. (left) Snapshot of the longitudinal electric field ðE==Þ at the front of the plasma at t = 12.5 ps; (right) Fourier Transform of the longitudinal electric
field, from 2–1/2D simulations of a full scale 10 GeV LPA in a boosted frame at c ¼ 130, with the CK solver, using Dx ¼ Dz ¼ 6:5 lm, and the time step at the
3D CFL limit cDt ¼ Dz=

ffiffiffi
3
p

.

Fig. 17. Average (over transverse direction) of the absolute value of the Fourier Transform of the longitudinal electric field at t = 40 ps, from 2–1/2D
simulations of a full scale 10 GeV LPA in a boosted frame at c ¼ 130, using the CK solver, for time steps between cDt=Dz ¼ 0:5 and cDt=Dz ¼ 1, versus k=Dz
(left) and at k=Dz ¼ 4 (right).

J.-L. Vay et al. / Journal of Computational Physics 230 (2011) 5908–5929 5923
and simulation resolution must be chosen high enough to ensure this wavelength is separated from wavelengths of physical
interest (laser, plasma wave, etc.).

Results from a 2–1/2D simulation using the CK solver at the 3D CFL limit cDt=Dz ¼ 1=
ffiffiffi
3
p

at the resolution
Dx ¼ Dz ¼ 6:5 lm are given in Fig. 16. The same two modes that were observed in the plots from the equivalent simulation
using the Yee solver (see Fig. 15-middle), are present, and the overall amplitude of the instability is similar. These similarities
in the details of the instability between the Yee and CK solvers indicate that the differences in numerical dispersion of the
solvers do not constitute a key factor affecting the instability.
4.2. Effects of time step

It is striking that all the solvers that lead to the lowest levels of instability had the same CFL time step cDtCFL ¼ Dz=
ffiffiffi
2
p

. For
checking whether this is coincidental, simulations were performed using the CK solver, scanning the time step between
cDt=Dz ¼ 0:5 and cDt=Dz ¼ 1. The Fourier Transform of the longitudinal field averaged over the entire domain taken at
t = 40 ps, is given in Fig. 17, exhibiting a sharp reduction of the instability level in a narrow band around cDt ¼ Dz=

ffiffiffi
2
p

. Since
the numerical dispersion degrades in all directions when the time step diminishes, this indicates that the value of the time
step is of more importance than the numerical dispersion of the solver being used.

Simulations using the Yee or the CK solver with the singular time step cDt ¼ Dz=
ffiffiffi
2
p

were performed and produced levels
of instabilities that were much reduced (and delayed) compared to the 3D CFL time step (not shown). The snapshot of the
electric field and its Fourier Transform taken at t = 49 ps (versus 12.5 ps for plots in Fig. 15) are given in Fig. 18. The Fourier
spectrum is very similar in each case, although the instability is slightly stronger with the CK solver than with the Yee solver.
In both cases, the instability is easily removed by using the S(1:2) filter (see Fig. 19).

As mentioned in the previous section, the solvers CK, CK4 and CK5, which all have a CFL time step above the singular time
step cDt ¼ Dz=

ffiffiffi
2
p

, produced significant levels of instability when run at their CFL limit. It was verified that using those solv-



Fig. 18. (left) Snapshot of the longitudinal electric field ðE==Þ at the front of the plasma at t = 49 ps; (right) Fourier Transform of the longitudinal electric
field, from 2–1/2D simulations of a full scale 10 GeV LPA in a boosted frame at c ¼ 130, using Dx ¼ Dz ¼ 6:5 lm, and the time step at the 2D CFL limit
cDt ¼ Dz=

ffiffiffi
2
p

, for (top) the Yee solver; (bottom) the CK solver. The short wavelength features on the left plots are the unphysical instability. The longer
wavelength structure is the wake.

Fig. 19. Snapshot of the longitudinal electric field ðE==Þ at the front of the plasma at t = 49 ps from 2–1/2D simulations of a full scale 10 GeV LPA in a boosted
frame at c ¼ 130, using Dx ¼ Dz ¼ 6:5 lm, and the time step at the 2D CFL limit cDt ¼ Dz=

ffiffiffi
2
p

, for (left) the Yee solver; (right) the CK solver. The filter S (1:2)
was used to remove the instability that is visible in Fig. 18. The remaining feature is the wake.

5924 J.-L. Vay et al. / Journal of Computational Physics 230 (2011) 5908–5929
ers in 3D at the time step cDt ¼ Dz=
ffiffiffi
2
p

resulted in greatly reduced levels of instability. It was also observed that running the
Yee solver using non-cubic cells, e.g. with lower resolution transversely such as Dx ¼ 2� Dz at c ¼ 130, or Dx ¼ 2:6� Dz at
c ¼ 50, produced the same pattern: a significant instability was present when using the CFL time step and was greatly re-
duced by using cDt ¼ Dz=

ffiffiffi
2
p

. Hence for the suppression of the instability, the choice of the solver seems to depend solely
on whether its CFL condition allows stability at the special time step cDt ¼ Dz=

ffiffiffi
2
p

for a given grid cell aspect ratio, but
not significantly on its numerical dispersion nor on the value of the grid cell aspect ratio.
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Fig. 20. Colored contour plots of the longitudinal electric field from 2–1/2D simulations of laser plasma acceleration stages in a boosted frame of c ¼ 5:6
with the ‘‘magical’’ time step cDt � Dz=

ffiffiffi
2
p

(left) and another time step cDt � Dz=
ffiffiffiffiffiffiffi
1:6
p

(right) from the codes Warp (top) and VORPAL (bottom). The two
codes used similar but not identical parameters. VORPAL results courtesy of D. L. Bruhwiler from Tech-X Corp.

Fig. 21. Average (over transverse direction) of the absolute value of the Fourier Transform of the longitudinal electric field at t = 40 ps, from 2–1/2D
simulations of a full scale 10 GeV LPA in a boosted frame at c ¼ 130, using the CK solver, for time steps between cDt=Dz ¼ 0:5 and cDt=Dz ¼ 1, using a
‘momentum conserving’ field gathering scheme.

J.-L. Vay et al. / Journal of Computational Physics 230 (2011) 5908–5929 5925
The existence of such a time step was confirmed by Bruhwiler using VORPAL [52]. Fig. 20 displays the contour plots of the
longitudinal electric field from 2–1/2D simulations of laser plasma acceleration stages in a boosted frame of c ¼ 5:6 using the
‘‘magical’’ time step cDt � Dz=

ffiffiffi
2
p

or a different time step cDt � Dz=
ffiffiffiffiffiffiffi
1:6
p

from the codes Warp and VORPAL, both using the
Yee solver, no damping of the field nor filtering of the current density nor gathered fields. All snapshots have been taken at
the same physical time but the physical parameters of the Warp and VORPAL simulations, although being close, were not
identical, explaining the observed differences. Nonetheless, both codes exhibited similar levels of instability at a given phys-
ical time which was greatly reduced (or delayed) if using the special time step.

The scan of time step was repeated using the ‘‘momentum conserving’’ procedure [33], in which the field values are inter-
polated at the grid nodes before being gathered onto the particles. The result is given in Fig. 21. With the momentum con-
serving procedure, the level of instability is consistently high and independent of the time step. Since the numerical
dispersion of the solver varies substantially with the time step, these results support the conclusion that the instability
may not be of standard numerical Cerenkov nature. The identification of the nature of the instability and the explanation
of the singular time step cDtS call for a multidimensional (no instability was observed in 1D regardless of the field gathering
method) analysis of the discretized Vlasov algorithm that was employed, which is left for future work. The results that were
obtained in this section lead to the following conclusions:

1. the time step cDtS ¼ Dz=
ffiffiffi
2
p

consistently produces the lowest levels of instability, regardless of dimensionality (2D vs 3D),
the field solver being used, resolution, aspect ratio of cells (within the range of the finite number of cases that were
considered),

2. the main advantage of the tunable field solver resides in allowing access to the singular time step cDtS rather than pro-
viding improved numerical dispersion, which consequently do not appear to be a primary driver of the instability,

3. the instability is not completely removed at cDtS and filtering may still be needed, albeit at lower levels,
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4. the field gathering procedure is key, as the existence of a singular time step at which the instability is greatly reduced is
observed using an ‘‘energy conserving’’ procedure, but not using a ‘‘momentum conserving’’ procedure.

5. Conclusion

An efficient digital filtering procedure and a solver with tunable numerical dispersion have been implemented in the Par-
ticle-In-Cell framework Warp. The tunable solver was shown to be compatible with existing ‘‘exact’’ current deposition tech-
niques for conservation of Gauss’ Law, and accommodates Perfectly Matched Layers for efficient absorption of outgoing
waves. The new techniques have been used to demonstrate efficient direct modeling of laser plasma accelerator stages in
the 10 GeV class range, by providing control of an instability that was limiting the speedup of such calculations in previous
work.

Extensive testing confirmed, as was discussed elsewhere [25,34], that choosing the frame of the wake as the frame of ref-
erence allows for higher levels of filtering and damping than is possible in other frames with the same accuracy. It also re-
vealed that there exists a singular time step for which the level of instability is minimal, independently of other numerical
parameters, especially the numerical dispersion of the solver. This indicates that the observed instability may not be caused
by standard numerical Cerenkov effects, as had been conjectured [15]. Analysis of the nature of the instability is underway,
but regardless of cause, the methods presented mitigate it effectively. The tunability of the field solver is key in providing
stability in 3D at the singular time step if using cubic cells, which is not attainable by the standard Yee solver unless the
longitudinal resolution is increased or the transverse resolution relaxed, thus either increasing cost or decreasing accuracy.
A broad range of parameters produced identical physical simulation outputs, which are consistent with physics scalings
based on scaled runs, giving confidence in accuracy.

The use of these techniques permitted the first calculations in the optimal frame of 10 GeV, 100 GeV and 1 TeV class
stages, with speedups over 4, 5 and 6 orders of magnitude respectively [34] over what would be required by ‘‘standard’’ lab-
oratory frame calculations, which are impractical for such stages due to computational requirements. Such simulations are
required to support 10 GeV class LPA experiments now being planned, and for future accelerators.

Although this was not developed in this paper, the techniques that were presented may have a broader range of appli-
cations, to other boosted frame simulations of free electron lasers [26,27] or coherent synchrotron radiation [28], as well
as to PIC simulations in general, where an electromagnetic solver with tunable numerical dispersion and/or efficient filtering
may be of interest.
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Appendix A. One dimensional analysis of the CK solver

Analysis of the PIC method using the CK solver in one dimension reveals that the scheme is unstable when cDt ¼ Dz if no
adequate measure is taken to filter the signal at the Nyquist wavelength as explained here (note that the conclusion and mit-
igation developed in 1D carry to 2D and 3D). In one dimension (choosing z), Eqs. (10) and (11) reduce to
Byjnþ1=2
lþ1=2 ¼ Byjn�1=2

lþ1=2 �
Dt
Dz

Exjnlþ1 � Exjnl
	 


ð47Þ

Exjnþ1
l ¼ Exjnl �

c2Dt
Dz

Byjnþ1=2
lþ1=2 � Byjnþ1=2

l�1=2

� �
� Jn

l

�0
ð48Þ
The averaging that appears in the stencil of the CK solver applies in the plane perpendicular to the direction of wave prop-
agation and is thus not present in 1D. However, since the 1D system can attain the maximum CFL limit of the CK solver, it is
equivalent to solving the CK solver in 2D or 3D for a plane wave propagating along a major axis.

Due to uniform time discretization and linearity, the response of the system (47) and (48) to arbitrary distributions and
evolutions of sources (i.e. macro-particles) can be written as the sum of its response to the excitation from a Heaviside func-
tion in time, at one location in the grid. Assuming a source term of the form Jjni ¼ HðtÞwhere H is the Heaviside function, and
setting the time step at the Courant limit cDt ¼ Dz, the system (47) and (48) produces a spurious ‘‘odd–even’’ oscillation at
the Nyquist frequency, as shown in Fig. 22 (second row-left). If a sinusoidal signal oscillating at the Nyquist frequency is
added to the source term, the amplitude of the spurious oscillation grows linearly with time, as shown in Fig. 22 (second
row-right). The spurious oscillation is effectively suppressed in both cases by the application of a ‘‘1–2–1’’ bilinear digital
filter, as shown in Fig. 22 (bottom). Without the filtering the total field energy grows exponentially when the system is ex-
cited by an oscillatory source, which is unphysical. These types of filtering are of common use in Particle-In-Cell codes, often



Table 3
List of parameters for scaled 10 GeV class LPA stage simulation.

Beam length Lb 85 nm
Beam peak density nb 1014 cm�3

Beam longitudinal profile exp �z2=2L2
b

� �
Laser wavelength k 0.8 lm
Laser length (FWHM) L 10.08 lm
Normalized vector potential a0 1
Laser longitudinal profile sinðpz=LÞ

Plasma density on axis ne 1019 cm�3

Plasma longitudinal profile flat
Plasma length L 1.5 mm
Plasma entrance ramp profile half sinus
Plasma entrance ramp length 4 lm

Number of cells Nz 952
Cell size Dz k=24
Time step Dt Dz=c
Particle deposition order cubic
# of plasma particles/cell 10

Fig. 22. (Top) Time history (in time steps) of the current source for (left) a Heaviside step (right) a heaviside step modulated by a sinusoidal oscillation at
the Nyquist frequency; (second row) response of the system of Eqs. (47) and (48) via a snapshot of the electric field after 10 time steps, without filtering of
the source term; (third row) response of the system of Eqs. (47) and (48) with application of bilinear digital filter of the source term in space; (bottom) total
field energy history (in time steps). The source term is non-zero at z = 0 and zero elsewhere, and the signal has not attained the boundaries (z ¼ �10 and
z = 10) of the simulation grid. A time step of cDt ¼ Dz was used in all runs and scaled constants c ¼ �0 ¼ 1 were assumed.
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repeated a prescribed number of times and followed by a compensation stage to avoid excessive damping of long wave-
lengths [33].



Fig. 23. Snapshots from transverse electric field (normalized to maximum laser amplitude E0) and plasma electrons longitudinal phase space projection,
from a 1D simulation of a laser wakefield acceleration stage the CFL limits ðcDt ¼ DzÞ with (left) no filtering of current density; (right) application of a
bilinear digital filter to the current density. The simulation used a moving window following the wake and only a small portion of the plasma is present in
the plots.

5928 J.-L. Vay et al. / Journal of Computational Physics 230 (2011) 5908–5929
The impact of the spurious oscillations and the effectiveness of the bilinear filtering at suppressing it in actual simulations
was tested on a 1D simulation of a scaled wakefield acceleration stage. The physical and numerical parameters of the sim-
ulation are given in Table 3. Snapshots of the transverse electric field (aligned with the laser polarization) and the plasma
electron phase space, taken once the laser has propagated about half way through the plasma (after �20,000 time steps)
are given in Fig. 23. Without filtering of the current density, an instability develops at the grid Nyquist frequency, severely
disrupting the plasma wake, despite the fact that cubic splines were used to deposit current from macro-particles to the grid
and gather the electromagnetic field from the grid to the macro-particles. The particles undergo a complicated non-linear
response to the instability that is driven by the field. The instability is indeed at the Nyquist frequency but this is not visible
on the plot which does not resolve such a small scale. The instability is spuriously pumping some energy into the laser,
explaining a larger amplitude of the latter when the instability is present. One application of the bilinear filtering (without
compensation) is sufficient to suppress the spurious instability and produce a steady and clean wake.
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