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Abstract

A novel optimization procedure for the generation of stability polynomials of stabilized
explicit Runge—Kutta methods is devised. Intended for semidiscretizations of hyperbolic
partial differential equations, the herein developed approach allows the optimization of sta-
bility polynomials with more than hundred stages. A potential application of these high degree
stability polynomials are problems with locally varying characteristic speeds as found for
non-uniformly refined meshes and spatially varying wave speeds. To demonstrate the applica-
bility of the stability polynomials we construct 2 N -storage many-stage Runge—Kutta methods
that match their designed second order of accuracy when applied to a range of linear and non-
linear hyperbolic PDEs with smooth solutions. These methods are constructed to reduce the
amplification of round off errors which becomes a significant concern for these many-stage
methods.

Keywords Runge—Kutta methods - Absolute stability - Method of lines - Initial value
problems

Mathematics Subject Classification 65106 - 65M20

1 Stabilized Explicit Runge-Kutta Methods

Explicit Runge—Kutta methods are commonly considered the default choice for the inte-
gration of hyperbolic partial differential equations (PDEs). In contrast to implicit methods,
explicit methods require only evaluations of the right-hand side instead of solving a poten-
tially nonlinear system of equations. In fact, in the context of hyperbolic PDEs typically
nonlinear fluxes are of interest. Explicit methods come with the drawback that the maximum
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stable timestep needs to be significantly reduced which is in the context of (hyperbolic) PDEs
commonly referred to as the CFL condition [1].

To increase computational efficiency, stabilized explicit Runge—Kutta methods have been
introduced already in the 1960s [2—4] targeting semidiscretizations

U(ty) =Uy (1.1a)
U'@)=F(U®) (1.1b)

of parabolic PDEs. The approach of discretizing the spatial derivatives and leaving time
continuous at first is commonly referred to as the Method of Lines approach. Although
originally termed for finite difference based spatial discretizations [5] the name persisted and
is used nowadays to comprise different discretization techniques like finite elements, finite
volumes, and discontinuous Galerkin.

The central idea of stabilized explicit Runge—Kutta methods is to use additional stages
primarily to improve the stability properties of the scheme, i.e., allow for larger timesteps.
In particular, one usually settles for a moderate order of accuracy and uses the additional
degrees of freedom to improve the stability properties of the scheme for a certain spectrum
[6-8]. The fact that the eigenvalues of the Jacobian

JW) : oF 1.2
W) = 50 (1.2)
are for parabolic PDES distributed on the negative real axis enables a successful construction
of stabilized explicit Runge—Kutta methods optimized for this special case, see for instance
the reviews [9, 10]. The fact that the optimal stability polynomial Pg (z) of first order
accurate methods with S stages is given by the shifted Chebyshev polynomial of first kind
Ts(z) [2, 3, 11, 12] serves as a valuable guidance to construct higher order approximately
optimal stability polynomials [13—18] which stand on solid ground due to proven existence
and uniqueness of optimal stability polynomials with maximum (negative) real axis inclusion
[19].

For the purely hyperbolic case, i.e., for eigenvalues A € o (J) exclusively on the imaginary
axis also results for first order accurate methods in terms of Chebyshev polynomials of first
kind are known [16, 20-22]. Approximations to higher order accurate stability polynomials
can be found in [23].

For the more general case, i.e., where not only either the real or complex line are of
interest, but rather a two-dimensional part of the complex plane, concrete results for stability
polynomials are rare. To the best of our knowledge, only for disks results for first [24] and
second [25,26] order accurate optimal stability polynomials of variable degree S are available.
In contrast, one usually has to resort to numerical optimization of the stability polynomials.
A nonextensive list includes optimized methods for certain geometrically defined spectra
[27, 28], particular equations [29-32] and spatial discretization techniques [33-35].

A general framework for maximizing the region of absolute stability of an explicit
Runge—Kutta methods for a particular spectrum has been developed in [36] which has been
extensively used [33, 34, 37-44]. The approach presented in [36] optimizes the coefficients
a € R of the stability polynomial

S
P(zie) = a;qj() (1.3)
j=0
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where {¢g(2)} j=o,... s forms a basis for the complex-valued polynomials with real coefficients.
In the simplest case, ¢; are given by the monomials z/ which lead for higher degrees S to an
increasingly ill-conditioned optimization problem. This choice of basis and optimization in
monomial coefficients is also employed in [27, 30, 31] where polynomials are optimized up to
maximum degrees 14,7, and 8, respectively. If a suitable basis {¢ j (z)} j—o, ..., s for the spectrum
of interest can be found, stability polynomials of high degrees (up to § = 80 are reported
in [36]) can be constructed. In [36], suitable bases are proposed for parabolic (negative real-
line), purely hyperbolic (imaginary axis) and disk-spectra. In general, however, finding such
a basis for a complicated real-world spectrum is a challenging task. Consequently, the works
[33, 34, 37-44] employ the monomial basis which limits the maximum degree of the stability
polynomials to 16-20.

In this work, we develop a formulation that avoids the search of a suitable basis. In
particular, instead of parametrizing the polynomial in terms of the basis-coefficients, the
stability polynomial P(z) is characterized by the roots of (P(z) — 1)/z. This can be seen
as a generalization of the approach employed in [28] wherein the stability polynomial is
described by its extrema. Although this approach leads to a highly nonlinear formulation, it
will be shown that for a relevant class of spectra an excellent initial guess can be supplied
allowing the successful optimization of the highly nonlinear problem. By doing so, we are
able to optimize stability polynomials of degrees larger than 100, which to the best of our
knowledge is an unprecedented success for spectra of hyperbolic semidiscretizations. We
emphasize that our approach involves for an efficient optimization the application of the
coefficient-based method developed in [36] which forms thus an integral building block of
our algorithm.

A potential application of these high degree stability polynomials are the recently pub-
lished Paired-Explicit Runge—Kutta (P-ERK) methods [39, 40, 45] which achieve local time
stepping effects by combining a set of stabilized methods. In particular, due to their con-
struction as partitioned Runge—Kutta methods [46] they ensure consistency and conservation
which are not trivially satisfied by other classical multirate methods [47]. Being based on
the optimization approach developed in [36], the stability polynomials and corresponding
P-ERK methods are currently limited to 16 stages. The availability of higher degree poly-
nomials allows for a potentially even more efficient treatment of e.g. locally refined meshes
or varying characteristic speeds. In this work, however, we focus on the optimization of
high degree stability polynomials and methods that can be directly constructed thereof. The
application to P-ERK methods is left for future work.

The paper is organized as follows. The motivation for the new optimization approach is
presented in Sects. 2 and 3, based on findings for the proven optimal stability polynomials for
disk-like spectra. The necessary details required for successful optimization of the problem
are discussed in Sect.4 which is followed by a discussion of the implementation in Sect. 5.
In Sect. 6 a couple of high degree optimized stability polynomials are presented. Extensions
of the original approach to non-convex spectra are covered in Sect.7 and applied in Sect. 8.
The construction of actual Runge—Kutta methods from the high-degree stability polynomials
follows in Sect. 9 with a special focus on internal stability. Section 10 presents the application
of the many-stage methods to linear and nonlinear problems. Section 11 concludes the paper.

@ Springer



28 Page4of40 Journal of Scientific Computing (2024) 99:28

Note on Terminology

For the sake of readability, we will refer to the shifted Chebyshev polynomials of first kind
simply as Chebyshev polynomials. As the extreme points of the (shifted) Chebyshev poly-
nomials (of first kind) play a crucial role in this work, we will call them in the interest of
brevity simply Chebyshev extreme points. Furthermore, we will refer to the the Chebyshev
extreme points with extremal value +1 as positive Chebyshev extreme points.

Since a significant part of the paper centers around stability polynomials from which
Runge—Kutta methods of certain order may be constructed, we will say that a polynomial of
degree S is of order/accuracy p whenever the firsti = 0, ..., p coefficients match the first
i =0,..., pcoefficients of the Taylor series of the exponential.

2 Preliminaries

Runge—Kutta methods are single step methods, i.e., when applied to the constant coefficient
linear initial value problem (IVP)

u(to =0) =uy (2.1a)
u'(t) = Au(t) (2.1b)

the new approximation u,1 can be computed from the previous iterate u, as
Up+1 = R(AtA)u,. 2.2)

Here, R(z) denotes the stability function [6] of the Runge—Kutta method. For implicit
methods R(z) is a rational function, while for explicit methods R(z) is a polynomial with
real coefficients

S
Ps(zia) =Y a;z/, aeRSH. (2.3)
j=0

By comparing (2.2) to the solution u(#,+1) = exp(AAt)u(t,) of (2.1b) it follows from
the definition of the exponential that for a p’th order (linearly) consistent approximation the
coefficients o; need to satisfy

aj=—, j=0,...,p 2.4)

It is customary to define the family of polynomials with real coefficients over the complex
numbers of degree S and corresponding order of accuracy p as Pg, p.

Due to the fact that the stability function R(z) is a polynomial P (z) for explicit methods
it follows that the region of absolute stability

S:={zeC:|R(®| =<1} 2.5)
is necessarily bounded. We further define the boundary of the region of absolute stability as
S ={ze€C:|R@)| =1} (2.6)

which will also be called in brief stability boundary.
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2.1 Optimization Objective

The optimization objective is now to find the maximum possible timestep Az » for a poly-
nomial of degree S corresponding to a method with order of accuracy p:

max At such that |Ps ,(AtA™)| <1, m=1,..., M. 2.7)

Ps p€Ps.p

Here, {(1"},,=1...m = o(J) are the eigenvalues of the Jacobian (1.2) where the ordinary
differential equation (ODE) system (1.1) corresponds in this work to the semidiscretization
of PDEs describing typically physical processes. As a consequence, we assume that there are
no amplifiying modes among the eigenvalues A" corresponding to generation of energy,
thus all eigenvalues should have non-positive real part:

Re(A) <0 Viea(l) 2.8)

It should be stressed that the maximum possible timestep Ar* is the single optimization
target in this work. In particular, we do not focus on the reduction of dispersion or dissipation
errors as done for instance in [48-50] or other objectives like maximum strong stability
preserving (SSP) coefficients [34, 51, 52].

2.1.1 Convex Problem Formulation

As noted in [36] (2.7) is for fixed timestep Ar a convex optimization problem when
parametrizing the stability polynomial Ps , in terms of the coefficients o:

max At such that |Ps (A" @) <1, m=1,..., M. 2.9)
acRS—P
Paired with an outer bisection to determine the timestep, (2.9) leads to an efficient opti-
mization routine that can be solved with standard software such as SeDuMi [53] or ECOS
[54] for second order cone programs. The downside of formulation (2.9) is that, unless a suit-
able basis {g(z)} j=o,..., s for the stability polynomial can be found, one has to resort to simple
choices such as the monomials. For these, the problem becomes increasingly ill-conditioned
for higher degrees since the monomial coefficients scale essentially as @ ~ 1/(j!), i.e., they
become diminishingly small. Rescaling the coefficients as &; := o/ j! improves this issue
slightly, but ultimately cannot solve this difficulty fundamentally. This is due to the limited
precision of floating point numbers which cannot meet the high sensitivity of higher degree
polynomials with respect to the coefficients. This limits the monomial-based version of (2.9)
in standard double precision to about 16 to 20 stages for general spectra. We remark that the
usage of higher precision datatypes can mitigate this issue.
Avoiding the difficulty of finding a suitable basis that leads to a well-conditioned problem
is the key achievement of our approach motivated in the next subsection.

2.2 Central Observation

The linear consistency requirement (2.4) implies that every at least first order linearly con-
sistent stability polynomial Ps 1(z) can be written as

S—1
~ Z
Psi(F) =1+z[[(1-=
5,1(2; F) +z ( f/)

Jj=1
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= 142zPs_1(z;7) (2.10)

where the lower degree polynomial Ps_| is parametrized by its complex-conjugated roots
7 € C5~!. Clearly, the roots of the lower-degree polynomial (called from now on pseudo-
extrema of the original polynomial) form a subset of the stability boundary 9S:

|Ps 1P =147 PGP =1 = {7]‘}.,-:1 ..... s COS. (2.11)
-0

This observation is particularly useful when the shape of the stability boundary 0S can
be a-priori roughly estimated. For optimized polynomials of higher degrees, 0S will follow
the spectrum closely, thus one can use an envelope of the spectrum itself as a reasonable
approximation to dS. This is discussed in Sects. 3.2 and 7 in more detail.

We remark that the formulation (2.10) bears some similarity to the basis g; = (1 +z/S )/
used in [36] for generating stability polynomials for circular spectra.

3 Motivating the Optimization in Pseudo-Extrema

The optimization problem (2.7) for stability polynomials in terms of complex-conjugated
pseudo-extrema reads

max At such that |Ps ,(AfA";F)| <1, m=1,..., M. 3.1

FeCS—!

This is a highly nonlinear optimization problem for which we need an excellent initial
guess in order to have a reasonable chance to reach the global optimum. In the next section,
we will thoroughly motivate a suitable assumption on the distribution of the pseudo-extrema
based on results of proven optimal stability polynomials.

3.1 Pseudo-Extrema of Proven Optimal Stability Polynomials for Disks

We direct our attention to examining the pseudo-extrema of known optimal stability poly-
nomials Pg, ,(z) for circular spectra. For the sake of completeness, the case for parabolic
spectra, i.e., eigenvalues on the negative real line, is provided in “Appendix A.1”.

3.1.1 First Order Consistent Stability Polynomial

As shown in [24], the optimal first order stability polynomial with largest disk inclusion is
given by a sequence of Forward Euler steps:

N
PP (2) = (1 n g) . 32)

For this stability polynomial it holds that the disk with radius S
Ds:={zeC:|z+ 8] <5} (3-3)

is contained in the region of absolute stability S. Consider the positive Chebyshev extreme
points x; € R : Ts(x;) = 1 of the S degree polynomial on the here relevant [-2S, 0] interval
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which are given by

xj=S<cos (2Jl>_1> j=0,..,,{S/2 S even ' (3.4)
3 (S—1)/2 Sodd

We give two motivations for considering the Chebyshev extreme points in connection
with the pseudo-extrema. First, as outlined in “Appendix A” the pseudo-extrema of (shifted)
Chebyshev polynomials are trivially given by the (shifted) positive Chebyshev extreme points.
This is of significance since the first order optimal stability polynomial for parabolic spectra
is precisely given by the shifted Chebyshev polynomial of first kind. Second, we recall that
the Chebyshev extreme points x ; can be perceived as the real part of the set of points z ; which
partition the circle into segments with equal arc length [55]. In that case, the imaginary part
y; of z; can be computed as

/ 2 2j
yi =482 — (xj + 8)2 = £ |1 — cos? (%) = +Ssin <’T”> (3.5)

since sin (2’”) >0,j=0,...,5/2. Consequently, the points z; = x; £ iy; with x;, y;
defined as above lie on the stablhty boundary dS and are thus a valid candidate for the pseudo-
extrema. In fact, one can readily show that these points are indeed the pseudo-extrema of
PD“k (2), as stated in the following theorem.

Theorem 1 The S—1 pseudo-extrema of PD isk(2) are given by the positive Chebyshev extreme
points with xj # 0 of Ts(1 + z/S) with pm]ecnon onto the circle with radius S centered at
(—S,0).

Proof We compute

7. Ky
Dlsk(~1)_ ( S{) _ <1+xj :I:ly/) (36)
cos 2’” — 1) +iSsin(2E >
S
( (2’”) (%))
= +isin | =— (3.8)
S
=exp(:|:i2j7t) = 1. 3.9)

As a consequence, we have that

POV 7) — 1 S/2 S
/ s e 310y

Po_(Fii 7 —— =0 j=1

s-1053F) = 7 / (S—1)/2 Sodd

where we use the fact that Ps 1(0,7) = 1 which excludes j = 0 from the set of pseudo-
extrema.

Remark 1 Note that for even stability polynomials we have one purely real pseudo extremum
70 = —S and S — 2 complex conjugated pseudo-extrema. For odd stability polynomials, all
pseudo-extrema are complex conjugated. This is in accordance with the motivating observa-
tion (2.11) where we established that the pseudo-extrema lie on the boundary of the region of
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absolute stability dS. We also note that the complex-conjugated pseudo-extrema of PDlSk (2)
correspond to the real pseudo-extrema with root-multiplicity two of the Chebyshev polyno—
mials Ts(1 + z/5%), see “Appendix A”.

3.1.2 Second Order Consistent Stability Polynomial

For disks/circular spectra there is also an explicit formula for the optimal second order
accurate polynomial known [25]. The polynomial

Dlsk( - 1 z s l 311)
=S (1) .

contains the maximum disk Dg_1 in its region of absolute stability [25, 26]. As a side note,
we realize that Pg 2(z) is identical to the second order accurate Runge—Kutta Chebyshev
method [56, 57] with infinite damping [58]. Furthermore, as mentioned in [58] Ps >(z) can
be written as a sequence of forward Euler steps and belongs consequently to the family of
total varitation diminishing (TVD)/SSP integrators [59, 60] with optimal SSP coefficient
[61].

Theorem 2 The S — 1 pseudo-extrema of Pé) éSk are given by the positive Chebyshev extreme

points xj # 00of Ts (1 +2z/(S— 1)) when projected onto the circle with radius S — 1 centered
at (= (S—1),0).

Proof Analogous to proof of Theorem 1.

Remark 2 As for the first order accurate stability polynomial, we have for even S one real
pseudo-extremum 7p = —(S — 1) and S — 2 complex conjugated pseudo-extrema and for
odd S a set of (§ — 1)/2 exclusively complex conjugated pseudo-extrema.

The significance of these results is that the pseudo-extrema are distributed with exact equal
arc length on the hull of the spectrum, and consequently with approximately equal arc length
on the stability boundary for a finite number of stages S. In fact, in the limit § — oo the
stability boundaries converge to the circle and thus the pseudo-extrema are asymptotically
distributed with exact equal arc length on the stability boundary.

Especially higher degree stability polynomials have enough flexibility to fully adapt the
stability boundary to the envelope of the spectrum. This is the case for even and odd polyno-
mial degrees S as well as first and second order accurate polynomials. To illustrate this, we
present Fig. 1 where the pseudo-extrema of second order accurate polynomials Pg'fk with
degrees S = 12 and S = 13 are shown.

3.2 Central Assumption

Based on the findings for the circle we make a central assumption regarding the pseudo-
extrema of strictly convex spectra, i.e., where the eigenvalues define a strictly convex set of
points in the complex plane. To establish an intuition for this type of spectra we present four
exemplarily representatives falling into this category in Fig.2. We assume that the pseudo-
extrema of optimal stability polynomials are distributed with approximately equal arc length
on the convex hull of strictly convex spectra.

@ Springer
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Pseudo-Extrema for P2Is§ Pseudo-Extrema for PP

101 /
y @ Scaled Spectrum X /

54 { —— Stability Boundary
Pseudo Extrema
Real Part Pseudo Extrema
[] Positive Chebyshev Extreme Points

E o7 t3 £ % E 01

T T T T T T T
-20 -15 -10 -5 0 =25 -20 =15 -10

&l
&l

Re Re
(a) Pseudo-Extrema 7; and boundary of region of abso-  (b) Pseudo-Extrema 7; and boundary of region of abso-
lute stability AS of P{3$(z) alongside positive Cheby-  lute stability dS of Pﬁ‘fzk(z) alongside positive Cheby-
shev extreme points of Th2(1 + z/S5). shev extreme points of Th3(1 + z/S).

Fig. 1 Optimal second order accurate stability polynomials Pg 7(z) given by (3.11) for even (a) and odd
degree (b) polynomial. The spectrum corresponds to the canonical first order Finite Volume Upwind/Godunov
discretization [62] of the advection equation u; +u, = 0 on the periodic [—1, 1] domain discretized with 500
cells. In the even-degree case (a), the lower degree polynomial is odd and thus there is one pure real pseudo
extremum at the left end of the spectrum. For odd polynomial degrees (b), the lower degree polynomial is of
even-degree and we have only complex-conjugated pseudo-extrema. Note also that the segment crossing 0 is
twice the length of the others, which follows from the fact that PS,p 0)=1VS,p=>1,cf (2.10)

3.2.1 Strictly Convex Spectra

To motivate this assumption extending the findings for proven optimal spectra of the circle,

we display the pseudo-extrema of optimized Pjg2(z) polynomials for different spectra in

Fig.2. The optimal stability polynomials and optimal timesteps At;¢ 2 have been computed

using the approach developed in [36] and the pseudo-extrema are computed numerically.
We present the spectra of four nonlinear hyperbolic PDEs

. Burgers’ equation

1D Shallow Water equations

1D Ideal Compressible Magnetohydrodynamics (MHD) equations
. 2D Compressible Euler equations

B

when discretized with the discontinuous Galerkin spectral element method (DGSEM) [63,
64] using Trixi.jl [65-67]. We use local polynomials of degrees 1,2,3 and a range
of numerical fluxes and initial conditions, corresponding to both smooth and discontinuous
solutions. For the sake of reproducibility we give the precise setups of the semidiscretizations
corresponding to the displayed spectra in “Appendix B”.

As seen from Fig.2 the pseudo-extrema are distributed with approximately equal arc
length on the spectrum enclosing curve. Based on this observation we will initialize the
pseudo-extrema such that they are distributed with equal arc length on the spectrum enclosing
curve, which is assumed to be very close to the optimal stability boundary of higher degree
polynomials. The deviations from the equal arc-length initialization are then courtesy of the
optimizer.
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(a) Burgers’ Equation corresponding to the semidis-
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(c) 1D Compressible Ideal MHD corresponding to the
semidiscretization defined by item 3.
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(b) 1D Shallow Water Equations corresponding to the
semidiscretization defined by item 2.

2D Compressible Euler

124

104

-17.5 -15.0 -125 -100 -75 =50 =25 0.0
Re
(d) 2D Compressible Euler equations corresponding to
the semidiscretization defined by item 4.

Fig.2 Collection of strictly convex spectra of nonlinear hyperbolic PDEs and optimized pseudo-extrema ?j.
The spectra are scaled with the optimal timestep Aty > in each case

The significance of the strictly convex spectra stems from the observation that the optimal
stability boundary dS* can be, for a sufficiently high polynomial degree S, reasonably well
approximated with the convex hull of the eigenvalues.

This implies, in turn, that we can use the convex hull of the spectrum as an Ansatz for the
initial placement of the pseudo-extrema 7. Generalizing the proven results for the circle, the
pseudo-extrema are then placed with equal arc length on the convex hull of the spectrum.

4 Detailed Formulation of the Optimization Problem

In this section we discuss the required details to successfully optimize a stability polynomial
when parametrized by pseudo-extrema (3.1).

4.1 Constructing Complex-Conjugated Pseudo-Extrema

Since the lower-degree polynomial Ps_1 has real coefficients, one has to ensure that the
pseudo-extrema 7 are complex-conjugated. In principle, this is a difficult task since through-
out the optimization it might happen that a previously real pseudo-extremum is moved away
from the real axis into the complex plane. Consequently, another real pseudo-extremum
has to be set as the corresponding complex-conjugate, effectively changing the number of
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free optimization variables by introducing an additional constraint. To avoid this switch-like
behaviour we set a-priori a number of real and complex-conjugated pseudo-extrema. Based
on the previous results, we restrict ourselves for even-degree stability polynomials to one real
and S — 2 complex conjugated pseudo-extrema and for odd stability polynomials to § — 1
complex conjugated ones.

4.2 Restriction to Second Quadrant

Due to symmetry around the real axis it suffices to consider either the second or third quadrant
in the complex plane only. In this work, we choose the second quadrant, which implies that we
consider only complex numbers with non-negative imaginary part. This implies that for real
Jacobians (1.2) with complex-conjugated eigenvalues A; = A the stability requirement
|P5(Atk(m))| < 1 needs only to be checked for the m =1, ..., M eigenvalues with non-
negative imaginary part, thereby also reducing the number of constraints.

4.3 Scaling of the Optimal Timestep

We briefly comment on the scaling of the optimal timestep At* with the degree of the stability
polynomial S. It is well-known that the maximum admissible timestep scales for parabolic
spectra covering the real-axis quadratic in S [9, 10]. In contrast, the one-sided imaginary axis
inclusion of polynomials with real coefficients is bound by S — 1 as shown in [26]. In [23]
the tighter maximum imaginary stability limit v/ (S — 1)2 — 1 was conjectured and proven
for special cases in [68]. The proven optimal stability polynomials for the disk scale both
linearly in S, see [24, 25]. As a consequence, we consider for general hyperbolic-parabolic
spectra an asymptotically linear scaling

S
AtS,p = @Atskef»[ﬁ (41)

which is observed for instance in [33, 35, 36, 39, 42] as optimal. It should be mentioned
that for S ~ O(1) better than linear scalings are possible, as for these degrees qualitative
changes in the shape of the stability boundary still occur. Once the stability boundary is
closely adapted to the spectrum, the linear scaling is recovered.

It is immediately clear that once the timestep increases only linearly with more stages S
there is no additional efficiency gained. In particular, we observe for the methods with a large
number of stages additional complications due to internal stability, see Sect. 9.1 which render
the application of an individual many-stage scheme unattractive. Nevertheless, many-stage
stability polynomials are of great value in the context of multirate partitioned Runge—Kutta
methods where an ensemble of methods is used. As mentioned in the introduction, the P-ERK
schemes [39, 40, 45] would benefit from high degree stability polynomials which enable the
efficient integration of systems even in the presence of locally restricted CFL numbers.

4.4 Constraints for Higher Order
For higher order p-consistent methods p — 1 equality constraints have to be added to the

stability inequality constraints. To obtain second order consistent methods, for instance, the
pseudo-extrema have to satisfy
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S—1

-3

—1

2‘»—‘

4.2)

N =

~
~
[

which follows from Vieta’s formulas which establish a link between the roots and coefficients
of a polynomial. More generally, for a stability polynomial that matches the firstk =0, ..., p
coefficients of the exponential 1/(j!) we have the additional constraints

1 -— 1
! -1
— = (=DF > e k=2.....p. (4.3)
k! P Fjplj...Tj
I=j1. 2. k=1
JIFpFEF -1
In this work we focus on second order accurate polynomials since for these the linear
order constraints (4.3) imply second order convergence also for nonlinear system, without
any additional constraints placed on the coefficients of the method [6, 46]. Nevertheless, we
also constructed third order accurate stability polynomials for some selected cases.

4.5 Focus on Even-Degree Stability Polynomials

From now on we focus on even-degree polynomials since they lead to a slightly simpler for-
mulation of the optimization problem. As we are interested in the many-stage case, focusing
on either even or odd degree case is no severe restriction.

Even-degree stability polynomials come with two main advantages. First, we observe for
all considered spectra (not only strictly convex) that the left endpoint of the spectrum, in our
cases a real eigenvalue, is always selected as one pseudo-extremum, allowing for an even
improved initialization. For strictly convex spectra, this is the only real pseudo-extremum,
cf. Figs. 1a, 2, and 3. The remaining pseudo-extrema can then be initialized with equal arc
length starting from the left endpoint of the spectrum.

Second, under the assumption motivated in Sect. 3.2 and the linear scaling of the optimal
timestep Sect.4.3 one can readily re-use the optimal pseudo-extrema of the S/2 degree
polynomial as an advanced initialization for the S degree polynomial. In particular, every
second pseudo-extremum of the § stability polynomial is essentially known, cf. Fig. 3.

4.6 Construction of the Convex Hull Interpolant

For strictly convex spectra the convex hull defines in the second quadrant actually a strictly
concave (strictly convex in the third quadrant) function, which allows to uniquely map the
real part of the pseduo-extrema to some corresponding imaginary part. To relax the very steep
section near the imaginary axis we add the origin (0, 0) to the hull which helps to reduce the
slope in that particular segment. This allows to carry out the optimization actually in terms
of the real parts of the pseudo-extrema only, cutting the number of optimization variables in
half.

Given the (strict) convex hull of the spectrum defined through a set of eigenvalues u/) e
oMUl and the expected maximum timestep Ats, », we define the scaled spectrum

ol .~ [Ats, b A€ aHu“} (4.4)
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Pseudo Extrema: Initialization for even degrees
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Fig.3 Scaled spectrum 077 > of the 1D linear advection equation us +uy = 0 discretized through the DGSEM
on [0, 1] using 16 cells/elements with DG polynomial degree 3 and Rusanov/Local Lax-Friedrichs flux. The

pseudo-extrema of the 12 and 24 degree second order accurate polynomial are computed. To highlight that

the relative positions of every second pseudo extremum f22;21 agree with 7 IS , the former are scaled by 0.5 due

to the linear scaling of the timestep according to (4.1)

n) = Atsp - pD (4.5)

Based on this we construct a piece-wise linear interpolant [ as

j+1) )
, Im(,u(sj+ )—Im(us‘ ) .
ot o)+ ) ()
D ) ) ¢

MS,p S.p

Re (N,(S’L) <x <Re (ug;l)) .

(4.6)

While quadratic or the classic cubic splines would result in a continuously differentiable
interpolant 7, they lead to numerical artifacts in the very steep sections near the imaginary
axis that are a common feature of the higher order discontinuous Galerkin (DG) spectra.
For these parts it is observed that linear splines capture the boundary of the stability domain
dS best and should be used there. For the less steep regions quadratic and cubic splines
were tested, but the increase in approximation quality compared to linear splines was for the
majority of cases too small to justify the increased computational costs.

Global interpolation techniques were also tested but familiar problems like Runge’s phe-
nomenon and large over/undershoots in the intervals between the eigenvalues are observed
for a variety of approaches, including Bernstein polynomials or mapping to Chebyshev points
[69].

It should be mentioned that the spectrum close to the imaginary axis becomes arbitrarily
steep and thus the interpolation becomes less reliable in this part. This becomes an issue for
stability polynomials of degrees O (100) since then pseudo-extrema are placed in that region.
To solve this problem, one can work with a spectrum enclosing curve y () : R — C instead
of a spectrum enclosing function / : R — R. By identifying the eigenvalues on the hull
w9 e oMUl with an arc length parameter 0 < (/) < 1 the imaginary part can be computed
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as

G+DY _ 0
/ (T.GHull) _Im( <j>)+lm(“5~1] ) Im(’“ﬁ) (r_rm)
Im\T:05,p ) = Hs.p L0HD ) S.p)°

s TS, 4.7

) (j+D
Tg, ST <Tg,

s

which removes the vanishingly small difference in real parts from the denominator. This,
however, comes at the expense that we have to do the interpolation (4.7) also for the real
part of the pseudo-extrema, thus doubling the computational work load. As discussed in
Sect. 10, methods with more than hundred stages introduce additional complications related
to internal stability. Consequently, we tailor the optimization approach around the more robust
S ~ O(10) case and use the real parts of the pseudo-extrema as the optimization variables.

5 Implementation

In this section, we bundle the aforementioned details into the precise formulation of the
solved problems.

5.1 Optimization Problems

Equipped with the interpolant /(x) the optimization of lower-degree polynomial can now
be efficiently conducted. The optimization problem (2.7) is first conducted in the real parts
xj = Re(7}) only, i.e.,

N
max At over x € [min [Re ()\(Sml)))] , 0] such that (5.1a)
m ,
1+ (a™) Poy (a6 x i1 (wiofl)) [ <1 m=1,... 1. (S.1b)

Note that the number of optimization variables N equals for even stability polynomials
1+ % = % since we expect one real pseudo extremum and S — 2 complex conjugated
ones.

Due to the sensitive dependence of the stability and order constraints on the pseudo-
extrema we conduct a second optimization run where we allow for small corrections y in the

imaginary parts of the pseudo-extrema:

N
(m) (m)
y € [—en}gx [Im()\s’pﬂ,gm’sx [Im()\s’p)” . 5.2)
Here, ¢ is the sole hyperparameter needed in our approach which could for all problems
be set to O (10’2) with default choice 0.02. The second stage optimization problem reads

then
s <y) ) [—8 nEllX {I (A‘g’l])))} € max {I (A‘éml)i) }]N (53a)

such that

‘1 + (Atk(’")) ﬁg,l (Atk(m); X +i [I(x; USHL;,H) + y])‘ <l m=1,..., M. (5.3b)
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The entire algorithm is given in Algorithm 1. In principle, it is also possible to conduct the
optimization in real parts and imaginary corrections (5.3) only, i.e., without solving (5.1)
first. In all considered cases, however, optimizing the real parts of the pseudo-extrema first
led not only to a more robust, but also overall faster optimization process.

Algorithm 1: Optimization problem in pseudo-extrema.

1 Perform Algorithm proposed in [36] to obtain Aty . ,, for certain Sgef, p;
S .
2 Atgp < AtSRef,Pch’
3 Scale spectrum with expected timestep: o (5-7) = {(A(") . Ats plet it
4 Compute convex hull a?‘;” “~ % (U(S’p));
5 Compute Interpolant / (x; g?l;)ll>;
6 if S, S/2 are even and results x(8/2) for the S/2 degree polynomial exist then
7 Set every second entry in ) 10 2x(5/2) ;
8 Set remaining entries such that (x(), il (xoy It gé‘ll;“)) ,j=2,4,..., N are equally distributed
. ~Hull).
i on (x,asyll‘) ),
9 else
10 Compute initial guess x( such that (xo_j, 1 (x; o'g:l,l;;ll)> ,J =1,..., N are equally distributed
. ~Hull).
| on (x, 05,1117 ),

11 Initialize timestep with maximum possible value Azy <« At§ P

12 Find best candidate Ar*, x* of optimization problem (5.1);
13 Update initial guess Ary < At*, xg < x*, yo=0;
14 (x*, y*) < Solve second stage optimization problem (5.3);
15 return7 < x* +i [I (x*; a?;‘}l) + y*];

* *.,
16 return A’S,p «— At™;

5.2 Feasibility Problems
Under assumption that we can indeed realize the optimal timestep Aty , one can formulate
the optimization problems (5.1), (5.3) actually as feasibility problems by fixing Ar = Aty ,

and search for x, y satisfying the stability and order constraints. The feasibility problem
corresponding to (5.1) reads then

N
Find x € [min { Re (A(SmD] , O] such that (5.4a)
m ’

‘1 + (Ats,p)\(m)) ﬁs_] (Ats,pk('”); x+ iI(x; UE;‘,H))‘ <l m=1,..., M. (5.4b)

and the analogy to (5.3) is given by

N
. [min {Re ()»(Sm;)} , O]

Find <y> € m . ' w11V (5.5a)
m m
[~ max {m (3575) } & max {1m (157,) |

such that
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‘1 + (Ats,p)»(m)) Py (Ats,pk(m); x+i [I(x; ng;u) + y])‘ <1l m=1,..., M.
(5.5b)

In practice, the feasibility problems are solved significantly faster than their optimization
counterparts. Note that no conceptual changes to Algorithm 1 are necessary, as the timestep
handling in Lines Lines 11 and 16 can be omitted and (5.4) and (5.5) are solved in Lines 12
and 14, respectively.

5.3 Software

Both optimization and feasibility problem are solved via

Ipopt: Interioir Point OPTimizer [70], an optimization software designed
for general non-linear problems. The herein used required linear solver is MUMPS:
MUltifrontal Massively Parallel sparse direct Solver [71,72] with
optional package METIS [73]. Being a derivative based optimizer, Ipopt requires the Jaco-
bian matrix and Hessian tensor of the constraints (and objective) to construct the Lagrangian
of the problem. Here, the derivatives are computed algorithmically via dco/c++ [74] which
requires only the adaption of some boilerplate code. Besides being much more compu-
tationally efficient than approximating the derivatives using finite differences, algorithmic
differentiation provides exact derivatives (up to machine precision).

This is especially relevant in this case, since the stability constraints are very sensitive with
respect to the pseudo-extrema, i.e., small deviations in x can make the difference between
a stable and an unstable method. This was observed when Matlab’s function for general
nonlinear optimization, fmincon failed in finding the optimal solution. Therein, finite differ-
ence approximations of Jacobians and Hessians are used and consequently, the optimization
is much less reliable than Ipopt combined with dco/c++.

In terms of complexity the proposed algorithms scales linearly in the number of constraints
(M stability constraints ateigenvalues and p— 1 order constraints) and quadratic in the number
of unknowns (pseudo-extrema with distinct real part) N.

It should be mentioned that Ipopt provides many options which can significantly speed
up the optimization/feasible point search. Most notably, one should
specify grad_£f_constant yes which ensures that the gradient of the objective is
only evaluated once and the Hessian not at all. An option for a constant objective func-
tion as it is the case for the feasibility problems is not supported, but can actually be
implemented by changing only two lines of the Ipopt source code [75]. Furthermore,
for many problems the Hessian of the Lagrangian may be successfully approximated
using the Limited-memory BFGS method [76] which is activated by specifying the option
hessian_approximation limited-memory, resulting in significant speed up. In
terms of tolerances, we demand satisfaction of the constraints to machine precision by setting
constr_viol_tol le-16.

Furthermore, in most cases it suffices to supply only the convex hull and a small subset
of the eigenvalues instead of the entire spectrum. This can be seen from e.g. Fig.4a, d

where the stability constraint at the “interior” eigenvalues is usually satisfied without
being explicitly enforced. One has to ensure, however, that there is always a larger number of
constraints than pseudo-extrema to prevent degenerate cases where the roots of the stability
polynomial are placed exactly on the eigenvalues, thus allowing in principle infinitely large
timesteps.

The source code is made publicly available on GitHub [77].
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Table 1 Ratio of optimal timestep At 3 for circular spectra obtained from different optimization approaches

At/S
N 20 30 40 50 60 70 80
Coeff.-based [36] 0.881 0.890 0.939 0.941 0.952 0.965 0.958
Algorithm 1 0.809 0.901 0914 0.951 0.959 0.935 0.969

6 Optimal Stability Polynomials for Strictly Convex Spectra
6.1 Comparison to Coefficient-Based Approach

Before coming to applications of Algorithm 1 to spectra of practical semidiscretizations, we
seek to compare the herein developed approach to results obtained by applying the method
developed in [36]. For this, we consider the problem of maximum disk inclusion, i.e., finding
a stability polynomial such that the radius At of the disk

Dar={z:[1+z/A1] =1} (6.1)

is contained in the region of absolute stability S. In particular, we construct third-order
accurate stability polynomials P&Sk with Algorithm 1 and compare the maximum possi-
ble timestep of this approach to the timestep obtained when applying the coefficient-based
approach from [36]. Using the basis recommended in [36] we construct stability polynomials
and corresponding optimal timesteps for S = 20, 30, ..., 80. The timestep obtained in this
way is then used twofold: First, we use it as the fixed, supplied timestep for the feasibility
problems (5.4), (5.5) to check if Algorithm 1 is able to find a stability polynomial which is
also A-stable for the supplied spectrum. This is indeed for every considered S the case, the
corresponding pseudo-extrema are provided in the supplementary material.

Next, we test also the optimization problems (5.1), (5.3) whether they report a similar
optimal timestep. Here, we supply the expected timestep based on Aty 3, cf. (4.1) instead
of the optimal timestep found using the coefficient-based approach. Table 1 compares the
ratio At/S for the coefficient-based approach to the one corresponding to the obtained by
applying Algorithm 1. For all considered values of S the ratios are quite similar and seem to
approach a constant value, which is in accordance with the asymptotically linear scaling of
the optimal timestep Sect. 4.3.

6.2 Applications

Here, we present many-stage optimal stability polynomials corresponding to first and second
order for the spectra shown in Fig.2. For each spectrum, we compute Atg , and Pig ,(2)
using the approach developed in [36]. Equipped with the optimal timestep, we supply the
expected optimal timestep according to (4.1) to the feasibility problems (5.4), (5.5). In par-
ticular, we consider the constructed polynomial as optimal when the linear scaling of the
maximum timestep is realized, which is the case for all examples mentioned in this section.
For every spectrum, we start with a moderate number of stages (26 — 32) and then double
the number of stages to utilize the equal arc length property for even spectra discussed in
Sect.4.5.
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Table 2 Runtimes of feasibility problems for different degrees constrained to spectrum of Burgers equation

t[s]

Stages S 1st Order 2nd Order 3rd Order
16 (Algorithm from [36]) 15.531 15.346 15.076
32 (Algorithm 1, lines 2-16) 0.478 0.879 1.183

64 (Algorithm 1, lines 2-16) 1.551 2.869 2.276
128 (Algorithm 1, lines 2-16) 9.383 8.845 8.549
Cumulative ¢ 26.942 27.939 27.084

The times are obtained on a Dell Precision 5570 laptop equipped with an Intel i7-12800 H

The computed pseudo-extrema alongside the constraining list of eigenvalues are provided
as supplementary material to this manuscript. Optimal stability polynomials are constructed
for:

1. Burgers’ Equation: We find the optimal stability polynomials of first, second, and third

order with degrees 32, 64, 128 constrained by M = 129 eigenvalues. In particular, we
make use of the property discussed in Sect.4.5 by conducting the optimization sequen-
tially, i.e., first performing the optimization for § = 32, re-using this results for the
initialization of the S = 64 polynomial and in turn using this results for the final § = 128
polynomial. The pseudo-extrema and contours of the optimal Pey 2(z) stability polyno-
mial are displayed in Fig. 4a.
To highlight the efficiency of our approach, we provide the Ipopt runtimes for the
feasibility problem runs in Table 2. We emphasize that we do not intend to compare the
runtimes of Algorithm 1 to the optimization problem from [36]—instead, we would like
to stress that equipped with an optimal timestep for a low degree polynomial, we can
quickly compute the higher degree optimal ones.

2. 1D Shallow Water equations: Here we optimize polynomials of degrees 30, 60, and 120
constrained by M =117 eigenvalues, again in a sequential manner. The pseudo-extrema
and contours of the optimal Pgp 2(z) stability polynomial are displayed in Fig.4b. The
CPU times are very similar to Burgers’ equation with total 30.687s for the computation
of the first order accurate stability polynomial and 28.726s for the second order case.

3. 1D Ideal compressible magnetohydrodynamics (MHD): Polynomials of degrees 28, 56,
and 112 are found satisfying the M =252 stability constraints due to the eigenvalues. The
pseudo-extrema and contours of the optimal Pse 2(z) stability polynomial are displayed in
Fig. 4c. The generation of the 112 degree stability polynomial takes 94.433s and 98.377s
for first and second order case, respectively.

4. 2D Compressible Euler equations: To conclude this result section, we generate stability
polynomials with degrees 26, 52, and 104 for a reduced set of M = 717 eigenvalue
constraints. The pseudo-extrema and contours of the optimal Psj 2 (z) stability polynomial
are displayed in Fig. 4d. Due to the quadratic scaling in the number of constraints we have
significantly longer runtimes then in the previous cases, with total 2.456 min for the first
order and 8.55 min for the second order case. Note that these runtimes can be significantly
reduced if only a small portion of the eigenvalues alongside the convex hull thereof is
supplied as constraints.
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Fig.4 Collection of strictly convex spectra of nonlinear hyperbolic PDEs and optimized pseudo-extrema. The
spectra are scaled with the optimal timestep Aty 2 in each case

7 Non-Convex Spectra

While a rich set of spatial discretization, equation, boundary and initial condition combina-
tions leads to strictly convex spectra, especially in one spatial dimension, at least equally
many cases with non-convex spectra are observed. In this section, we propose two possible
treatments thereof.

First, alpha shapes [78, 79] are proposed as a potentially accurate, yet more expensive
candidate which come with an unknown hyperparameter. Second, we follow the previous
sections and use a convex hull approach also for non-convex spectra.

7.1 Alpha Shapes

Alpha shapes [78, 79] provide a rigorous way of constructing a point enclosing shape that
is potentially closer to the point set than the convex hull. Alpha shapes are parametrized by
the real scalar o parameter that defines how close the alpha shape is shrinked to the points.
For & > 0, the construction of alpha shapes can intuitively described by rolling a disk with
radius 1/« around the points and drawing a line between two points of the set whenever they
are on the edge of the disk and no points are in the interior of the disk. For « = 0, the disk
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Fig.5 Approximation of the optimal stability boundary by the contour of an alpha shape. The spectrum o is
obtained from a DGSEM discretization of the 2D linear advection equation with velocities ax = 0.5,ay =

—0.1 on the periodic domain = [—1, 112 discretized by a 6 x 6 mesh with local polynomials of degree 3
and Rusanov/Local Lax-Friedrichs flux

has infinite radius, i.e., degenerates to a straight line and the resulting shape is equivalent
to the convex hull which is constructed by tilting the straight line around the points. While
alpha shapes provide potentially a very accurate ansatz for the stability boundary, cf. Fig.5
they come with two main drawbacks.

First, alpha shapes introduce a hyperparameter whose choice is not clear. While in general
higher degree polynomials follow the stability boundary more closely, i.e., correspond to
larger alpha values the best choice is highly dependent on the individual spectra. Furthermore,
for high o corresponding to small radii there is always the danger of obtaining a disjoint alpha
shape which is not useful in this context. Both of these issues can be in principle addressed
through manual inspection, which is clearly not attractive.

Secondly, and more severely, alpha shapes provide in general only a spectrum enclosing
curve y,(7) : R — C, i.e., no spectrum enclosing function. This implies that for both the
imaginary part (cf. (4.7)) and real part

G+DY ()

I (T.O,a )_Re( </))+Re(”S’P ) Re(““) (T_Tm

Re\T:9s.p) =R\ Ks,p Gth _ () s.p)>
5, —Tsp

() G+
5, ST <Tg,

(7.1)

of the pseudo-extrema interpolation has to be performed. Here, /) € o are the eigenval-
ues selected as the upper part of the alpha shape with corresponding arc length parameter
0 < t) < 1. This results in doubled computational costs and an overall more difficult
optimization task.

Nevertheless, we stress that the general idea of distributing the pseudo-extrema with equal
arc length, i.e., equal distances At = tUTD — () v is still applicable and Algorithm 1
can be used under the appropriate changes.

7.2 Convex Hull Ansatz

By constructing the convex hull for non-convex spectra the framework prepared in the pre-
vious sections is recovered. Precisely, even if the hull of spectrum itself may be nonconvex,
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the convex hull is constructed and used as the ansatz for the initial placement of the pseudo-
extrema. Using the convex hull difficulties with additional hyperparameters or the danger
of disjoint alpha shapes are ruled out. This comes with the drawback that we can no longer
expect to actually realize the maximum possible optimal timestep according to (4.1). Con-
sequently, one has to indeed perform the optimization problems (5.1), (5.3) as the feasibility
problems with fixed timestep will fail. Depending on the spectrum there are a priori no guar-
antees how efficient this approach will be. In practice, however, we find for many real-world
spectra excellent results, as illustrated in the next section.

8 Optimal Stability Polynomials for Nonconvex Spectra

Here, we present results for two relevant, exemplary nonconvex spectra for which we use the
convex hull-based approach.

1.5 0.5
1. Burgers’ Equation with Riemannian initial data ug(x) = 0.5 o j 0 As before, we
S5 x>

discretize Q = [0, 1] with 64 cells and use Godunov’s flux. At x = O we fix u(z,0) = 1.5
while at x = 1 an outflow boundary is used. The solution is reconstructed using fourth
order local polynomials. The corresponding spectrum is displayed in Fig. 6a alongside its
convex hull. The convex hull is in most parts extremely close the spectrum and we thus
expect maximal timesteps very close to the optimal ones according to the linear scaling
(4.1). Indeed, for 30, 60, and 120 degree polynomials we can realize the optimal timestep.
As for the convex spectra, we display the S = 60 case in Fig. 6a.

2. 2D compressible Euler equations: Isentropic vortex advection. The advection of an isen-
tropic vortex is a classic, fully nonlinear testcase with known analytical solution [59, 80].
In terms of the physical parameters we use the same setup as in [39—41] which is spelled
out in Sect. 10.2.2. The numerical scheme is composed of Rusanov/Local Lax-Friedrichs
flux, second order local polynomials and 8 cells in each direction. This little resolution is
required to execute the eigenvalue decomposition in reasonable time. The corresponding
spectrum is shown in Fig. 6b alongside its convex hull. Similar to Burgers’ Equation, the
spectrum is in most parts reasonably close to the spectrum. For § = 28 we can realize
about 97.9% of the theoretically optimal timestep and for S = 56, S = 112 indeed the
optimal timestep according to the linear timestep scaling (4.1).

9 Construction of Many-Stage Runge-Kutta Methods

As discussed before, the primary use case of the high degree stability polynomials is the pos-
sibility to construct many-stage methods for e.g. partitioned multirate Runge—Kutta methods
such as the P-ERK [39, 40, 45] schemes. Nevertheless, we seek to demonstrate the capabilities
of the optimized stability polynomials by constructing many-stage standalone methods. Here,
we limit ourselves to second order accurate methods for which the linear order constraints
(2.4) imply second order convergence even in the nonlinear case, without any additional
constraints [6, 46]. Furthermore, we leave the construction of SSP methods for future work
and focus here on hyperbolic PDEs with smooth solutions.
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Fig.7 Collection of strictly convex spectra of nonlinear hyperbolic PDEs and optimized pseudo-extrema. The
spectra are scaled with the optimal timestep Aty 2 in each case

Due to the factorized form of the stability polynomial one can directly read-off a possible

choice of the intermediate steps:

SReal z Scomplex /2 z z

Ps(z) =1+zPs_ 1 =1+2 1_[(1—:>- l_[ <1—5> == 9.1)
L T L T [
j=l1 j=1 J

Forward Euler

Two-Stage Submethod

Forward Euler

Note that we group the complex-conjugated pseudo-extrema to avoid complex-valued
timesteps. We focus on real timesteps since they allow easy implementation into existing
codes and spare us from technical complications. Readers interested in complex-valued
timesteps are pointed to [81] and references therein.
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Being equipped with a stability polynomial, one has now in principle infinitely many
possible choices for the actual Runge—Kutta method. It is well-known that internal stability,
i.e., the propagation of round-off errors is a relevant concern for many-stage explicit methods
[56, 57, 82, 83]. This issue arises also here and seems to be the major difficulty in realizing
the maximum timestep.

Given the factorized form of the stability polynomial it is natural to construct Runge—Kutta
methods with a sequential structure. Here, we specify the methods in modified Shu-Osher
form [82, 84]

k—1

Yi = wln+ Y (exs¥i+ Mg F(Y)), k=1,....5+1 (9.2a)
=1

U1 = Ysii (9.2b)

and set vi = 1, vy = 0,k > 1 which implies Y| = U,,. Following [82] we introduce the
notation

arslij =i, Pursli,j = Pi,j 9.3)

withog.s, B1:s € RS*S resembling the coefficients of the intermediate stages. The parameters
of the final stage are denoted via ag;1, Bg,1 € RI*S je.,

asit = (aspi1 - ase1s). Byt = (Bst11 --- BsiLs) 94
which are in the present case conveniently chosen as
asi1=(1...0), Bsy=(0...02) (9.5)

due to the particular representation of the stability polynomial (9.1).
The two-stage submethod (cf. (9.1)) corresponding to pseudo-extrema 7, 7; are naturally
represented via the low-storage scheme

Yi=Yi1+ B0 F (Y1) 9.62)

Yior = o) Yo+ o) Yk ar (8] FWen + B2 F(Y0) . 96b)

The Forward Euler steps are readily reflected by ozk] ,z =1L ﬂ,gj,z_l = ;—jl To meet the
stability polynomial (9.1) we have for the two-stage methods the constraints
—2Re()) 1 () g0 ) 5
e Gt iBei-1 T B T B (9.7a)
L .
712 = IBIE,JIZ—lﬂlg{i-)l,k (9.7b)

besides the usual requirement for consistency Zf;ol ak,; = 1[60]. The timestamps/abscissae
are computed viac := (I — O(l;s)_lﬂl;sl [82] where 1 denotes a column vector of ones. The
ordering of the two-stage submethods, i.e., the relation of j to k is determined based on the
accumulated S values

(J) ) (/) ()
H H —H(ﬁkk 1B k+1k)H 9.8)

The methods are then ordered such that H ﬂ,(cj ) H . increases with k.
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9.1 Internal Stability

For the discussion of internal stability we follow the main results derived in [82]. Under the
influence of round-off errors e; the modified Shu-Osher form (9.2a) reads

k—1
Vi=olo+ Y <a,-,,?1 + A;ﬁk,,F(T/l)> ter, k=1,.... 5S+1 (9.9)
=1

where we denote the perturbed, round-off error bearing stages by Y. In [82] it was shown
that the defect from actually computed, perturbed solution U, to the true solution U(#,) can
for linear ordinary differential equations (ODEs) be estimated as

S+1

U1 = Ut || < |Un = U@+ |0 @] lexll + OarP™). (9.10)
k=1

In addition to the usual truncation error O(A#”*!) we have the amplification of round-
off errors ), || Ok () llllexl. Internal stability becomes a concern when both are of similar
magnitude [82].

In the estimate of the error of the perturbed iterates (9.10) Q;(z) denote the internal
stability polynomials [56, 82] which are for a method in Shu-Osher form computed as [82]

0z, B) == (@ss1 +2Bsp)) I —ar:s — zBrs) L. 0.11)

For explicit methods there is no initial round-off error e; [82] and it suffices to consider
the internal stability polynomials starting from second stage. To estimate the potential of
round-off error amplification it is customary to investigate

S+1

M(a, B) := mag;; 10k (z; @, B (9.12)

which is a more precise variant of the maximum internal amplification factor proposed in
[82]. For standard double precision floating point datatypes we expect the round-off errors
tobee = O (10’15) at most, thus we expect the overall internal errors to be of order
M - 10715, This can then be compared to O(ArPt!) yielding an approximate criterion
to estimate the influence of round-off errors. Both metrics are reported for the examples
considered in Sect. 10.

In principle, one could now set out to minimize M over «, B under the constraints (9.7).
Given that even for methods with two intermediate stages (9.6) we have %SCOmplex + SReal
free optimization variables and one is minimizing not only one, but S polynomials at M
eigenvalues this is a significantly harder optimization problem than the original one (2.7). In
addition, there are no immediate properties of the internal stability polynomials Q ; available,
rendering this problem practically infeasible. As an alternative, we propose a significantly
cheaper heuristically motivated approach in the next section.
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Table 3 Internal error

4 +
amplification M (9.12) for Bri € Ry Bk €R
dlffer.ent method construction No Grouping 239. 102 219. 102
paradigms
Grouping 7.54. 1010 1.63-10°

9.2 Internal Stability Optimization: Heuristic Approach

We begin by recalling that o5, B1.5 are for explicit methods strictly lower triangular, i.e.,
nilpotent matrices with index S. Consequently, the identity

5—1
(I —ans —zpis) ' =) (@is +2hrs) (9.13)

k=0
holds and allows an alternative to the inversion of the typically ill-conditioned matrix.
We make now the following heuristic argument: For o ; € [0, 1] and |z] ~ O(100) for
the many-stage methods we expect a significantly higher sensitivity of M with respect
to Bk than o ;. In order to minimize M we thus minimize the accumulated Br.1 values
(9.8) for each two-stage submethod individually. For these optimization problems con-
straints (9.7) satisfying local minima are easily found. Note that negative S ; are allowed
here, which allow further reduction of M due to the increased flexibility. To illustrate
this, consider the 104 degree stability polynomial optimized for the scalar advection equa-
tion (see Sect.10.1.1) for which we construct Runge—Kutta methods with non-negative
and unconstrained B ;. For this case, values of M for grouped and non grouped pseudo-

extrema (see next section) with non-negative and unconstrained S ; are tabulated in Table
3.

9.3 Generalized Lebedev’s Idea

For the higher order DG spectra we observe a couple of pseudo-extrema near the imag-
inary axis with [Im(¥;)| > —Re(F;) which can lead to B; > 1, which should be
avoided. Similar to Lebedev’s Idea/Realization [85, 86] we group the complex conjugated
pseudo-extrema with Re(r;) > —0.5 with the pseudo-extrema of largest |Re(7 j)’ By
staying with the two reglster form (9.6) we have now 13 free parameters, three linear con-
straints due to Zk 0 aj = 1 and four nonlinear constraints which are derived similar
to (9.7) by multplying out polynomials. As they are quite lengthy but readily obtained we
omit them here. As for the remaining two-stage methods, we optimize «, B to minimize

|8

The grouping of pseudo-extrema with small and large real part has a dramatic influence
on the internal stability properties. For instance, consider again the 104 degree, second order
accurate stability polynomial optimized for the scalar advection equation (see Sect. 10.1.1)
for which we construct Runge—Kutta methods with and without grouping. Values for M
are tabulated in Table 3 highlighting the importance of the grouping. Due to this results
all in the following constructed methods bear grouping of pseudo-extrema and may have
negative S ;.
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9.4 Note on SSP Properties

It is natural to ask for SSP properties of Runge—Kutta schemes intended for the integration of
(nonlinear) hyperbolic systems. Furthermore, given the representation of the method in Shu-
Osher form (9.2) one can readily tell whether the method is monotonicity preserving or not.
For the methods resembling the factorized form of the stability polynomial the coefficients
of the last stage are chosen according to (9.5). Consequently, the SSP cofficient [60]

k.1

¢ = min —— 9.14)
ki Bri

is due to as41,5 = 0, Bs+1,5s = 1 always zero, regardless of the parametrization of the
intermediate stages. This implies that there exists no timestep Az > 0 such that the Runge—
Kutta method is guaranteed to be monotonicity preserving. One will also need to revisit
whether negative By ; should be allowed as they demand special treatment for SSP methods
[60]. The construction of many-stage SSP methods is ongoing research.

10 Many-Stage Runge-Kutta Methods: Results

We present convergence studies of the many-stage Runge—Kutta methods which are con-
structed from the factorized form of the stability polynomial using the generalization of
Lebedev’s Idea and possibly negative Sy ;.

10.1 Linear Problems
10.1.1 1D Advection of a Gaussian Pulse

As a first example, we consider the linear advection equation with unit transport velocity and
Gaussian initial data

2
u+uy =0, u(x,0)=ug(x) = exp (ﬁ) (10.1)

on Q = [-5, 5] equipped with periodic boundaries. We discretize €2 with 512 cells and
(10.1) via the DGSEM with third order polynomials and Rusanov/Local Lax-Friedrichs flux
implemented in Trixi.j1 [65-67]. Using Trixi .j1 we can generate the Jacobian using
algorithmic differentiation and compute the corresponding spectrum. For this spectrum we
compute the reference timestep A3 A~ 3.53 - 1072 using the algorithm proposed in [36]
which is then supplied to the feasibility problems (5.4) and (5.5).

We compute ten passes through the domain corresponding to final time 7y = 100 with
26, 52, and 104 stage, third order accurate methods using the Runge—Kutta parametrization
with negative 8 and generalized Lebedev’s idea. As both the timestep as the computational
cost (due to the low-storage formulation of the Runge—Kutta method) scale linearly with
the number of stages S, we obtain constant runtimes for this examples. The used timestep
At, number of taken timesteps N, internal amplification factors M and the order of the
truncation error At* are reported in Table 4. The third order convergence in L°°-norm

e = [uSap 0 — ey, )| (10.2)
o
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L™ Error for 1D Scalar Advection, a=1 L* Error for 1D Scalar Advection, a=1

o e
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(a) L errors for scalar advection equation. (b) Weighted L' errors for scalar advection equation.

Fig. 8 Third order convergence in L™, LY for methods with 26, 52, and 104 stages optimized for the 1D
scalar advection equation (10.1)

Table 4 Results for the

v —15 4
simulation of the 1D scalar § At N M- 10 At
advection equation (10.1) with ¢ 5721072 1748 359.10712 107107
three many-stage optimized
methods constructed using 52 1.14- 1071 874 1.46-107° 1.72- 1074
Algorithm 1 104 2.29-107! 437 5391075 2751073

The timestep At is kept constant over the Ny timesteps, with the possible
exemption of the last timestep which may be reduced in order to match
the desired final time t = 100

is observed until spatial discretization errors are becoming relevant, cf. Fig. 8a. In weighted
L'-norm
1
=1 Sty 20 = ey, x)H1 (10.3)

third order convergence is observed except for the smallest timestep, as displayed in
Fig. 8b. We observe that the error constant increases with stage number, which seems to be
a general phenomenon for the herein constructed methods.

10.1.2 2D Linearized Euler Equations

The linearized Euler equations with source term read in two spatial dimensions, primitive
variables

IO/ ,514/ + 12,0/ 151-)/ + 'l_)p/
u i + 2 vu'
o [0 | + o R R R BT (10.4)
0
P ap' +cpu vp +c2pv

where (p, i, v,c) = (1,1, 1, 1) denote the base state. By the method of manufactured
solutions [87, 88] we set the solution to

o —cos(2t) [sin(2rx) — sin(2m y)]

u' | sin(2mt) cos(2mwx)

v sin(2wt) cos(2m y) (10.5)
)4 —cos(2mt) [sin(2wrx) — sin(2wy)]
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Table5 Results for the =~ 5 3
simulation of the 2D linearized s At CFL N M- 10 At

Euler equations (104) with three 55 13 402 19 98 1o1.10711  145.10°6
many-stage optimized methods

constructed using Algorithm 1 64 2.17-1072 096 484  6.30-107° 1.03-107

128 3.67-1002 081 287 5.63-107° 4.94.1075

The timestep At is kept constant over the N; timesteps, with the possible
exemption of the last timestep which may be reduced in order to match
the desired final time 7y = 10.5

with corresponding source terms

—cos(2mt) [cos(2mx) — cos(2my)]
sin(2mt) sin(2w x)
sin(2rt) sin(27 y)

—cos(2mt) [cos(2mx) — cos(2my)]

s(t,x,y) =2m (10.6)

The linearized Euler equations (10.4) are discretized on = [0, 1]> with 64 elements
in each direction. We employ the DGSEM with fourth order local polynomials and Harten-
Lax-Van Leer (HLL) [89] flux on a periodic domain. To leverage the computational costs
of the eigenvalue decomposition, we compute the spectrum for a discretization with 8 cells
in each coordinate direction. For the resulting set of eigenvalues we compute the reference
timestep Af16.2 ~ 4.53 - 1072 using the algorithm proposed in [36] which is then supplied
to the feasibility problems (5.4) and (5.5).

For the actual simulation on the 8 times finer mesh we reduce the obtained timesteps
accordingly. A convergence study is carried out in terms of the error in density fluctuation
p at final time 7y = 10.5 and displayed in Fig.9. We use 7y = 10.5 since we observed for
ty = 10 spurious convergence of higher than second order, which is a peculiarity of the
employed testcase rather than a general phenomenon. Again, second order convergence is
observed in L° for all timesteps. Here, we construct polynomials of degrees 32, 64, and
128 and the corresponding methods with parametrization using potentially negative 8 and
the generalized Lebedev’s idea. Since the right-hand-side of the ODE system (1.1b) depends
also explicitly on time this example also showcases convergence of the many-stage methods
for non-homogeneous problems.

In contrast to the previous example, we observe that the theoretically possible maximum
stable timestep has to be reduced by factor CFL (see Table 5) for a stable simulation which
we attribute to issues with internal stability.

Consider for instance the 128 stage method with CFL = 1.0 (corresponding to an unstable
simulation) with M - 10715 & 7.60 - 1072 while Ar® ~ 9.29 - 107, As discussed in [82],
we observe in this case stability problems when error terms due to round off are of larger
magnitude than the truncation error.

For the S = 64 stability polynomial the reduction in optimal timestep is a consequence
of the optimization of the stability polynomials for the reduced spectrum, rather than related
to internal stability.

10.2 Nonlinear Problems
10.2.1 Burgers’ Equation with Source Term

We consider Burgers” Equation as the classic prototype equation for nonlinear hyperbolic
PDEs. With source term s(¢, x), Burgers’ Equation reads
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Fig.9 Second order convergence

L® Error for 2D Lin. Euler Eq.

of the optimized methods with o= P
32, 64, and 128 stages optimized 10-2 4 ® eff Pte
for the 2D linearized Euler ef:‘ e
equations. For each method, we ¢ Cua , PPraai -+
reduce from the largest stable 10734 77 ot ,/".. —es
. - et -
timestep CFL - Atg > /./ /,l
1074 4 P . o
’/’ .“_- ”/
.'//" ”’.
-
-5 . -~
10 ”'
-
e’
1732 1716 18 14 172 1
Ats, >
1 2
oru + Eaxu =s. (10.7)

The presence of the source term allows a convenient construction of a continuously differ-
entiable solution u(z, x) € C! via the method of manufactured solutions. Here, the solution
is set to

u(t,x) :==2+sin (27 (x — 1)) (10.8)

which corresponds to a simple advection of the initial condition, although this time through
a nonlinear partial differential equation (PDE). Note that u(¢, x) is periodic on [0, 1] for all
times ¢. The source term is then computed from the governing PDE (10.7) as

$(t,x) i= 27 cos (27 = ) (1 -+ sin (27 = 1)). (10.9)

The spatial discretization is realized using the DGSEM with third order polynomials on a
256 element mesh Q™ with periodic boundaries and Godunov flux [90].

Despite being effectively also only the simple advection of the initial data uo(x), it is now
observed that the effectively stable timestep cannot be kept constant as in the case of the
advection equation discussed previously. This is attributed to the fact that the perturbations
e; do not only corrupt the stage updates (cf. (9.9)), but thereby also change the point of
evaluation of the Jacobian and thus the spectrum. This can have dramatic effects since the
stability polynomial is only optimized for the spectrum corresponding to the unperturbed
solution. This is further amplified by the lack of the SSP property of the constructed schemes.
Thus, as the time integration schemes used here have no oscillation-surpressing guarantees,
these do arise and further perturb the spectrum. To measure this, we compute the increase of
the fotal variation

= [u® (s H —H " (4 H 10.10
erv = [u® ()| —[u® )] (10.10)
where the total variation semi-norm is defined as usual

lu@llry =Y [ujs1 (1) = uj(@)]. (10.11)

J

For methods with § = 28, 56, and 112 stages we observe indeed increase in total variation,
cf. Table 6. Here, the significant decrease of the optimal timestep even for methods with
moderate stages is not expected to follow from issues with internal stability. Although the
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Table 6 Results for the simulation of Burgers equation (10.7) with three many-stage optimized methods
constructed using Algorithm 1

M-10715 A3

N At CFL Ny eTv

28 3.67-1073 0.72 1363 1.41-10712 4.95.1078 1.30- 1072
56 7.04-1073 0.69 711 1.39.10710 3.48 1077 5.18-1072
112 3.99.1073 0.28 876 479.10710 1.86-1077 6.09-1073

The timestep At is kept constant over the N; timesteps, with the possible exemption of the last timestep which
may be reduced in order to match the desired final time t =5

L* error for Burgers' eq. with source

L error for Burgers' eq. with source
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(a) L errors for Burgers’ equation. (b) Weighted L' errors for Burgers’ equation.

Fig. 10 Second order convergence in L, L' for methods optimized for Burgers’ equation with source (10.7)

estimate for the perturbed approximation (9.10) is only valid for linear systems, we consider
it also here as a crude estimate for the influence of internal stability. As note in table Table 6
the maximum possible timestep A#»g > has to be decreased to 72% of its theoretically possible
value. As M - 10715 is still 4 orders of magnitude smaller than Ar3 we do not expect the
round off errors to limit the stability.

Instead, we believe that the lack of the SSP property causes the limitations in timestep.
To provide reason for this, we consider SSP the third order accurate methods with variable
number of stages S, n? proposed in [91]. For the § = 15% = 225 method we have
M-10715 ~2.13-10713 and Ar* ~ 5.42 - 1078, i.e., similar values to the 28 stage method
constructed here. In that case, however, we have ety = 0, as expected for the TVD time
integration when applied to a smooth solution. For the schemes constructed here the spurious
oscillations can even produce amplifying modes in the spectrum of the semidiscretization,
i.e., move the system into an unphysical, energy-generating state. In that case, the true solution
itself is unstable - this is a qualitatively different scenario to the lack of absolute stability
where the numerical scheme is unstable for a certain eigenvalue. For § = 28 and Ar from
Table 6 we have for instance at ¢ = 0.5 an eigenvalue with Re () = 8.57- 10~!2 which bears
the possibility to cause the whole computation to diverge. This effect becomes especially
severe for the 112 stage method where the CFL number has to be dramatically decreased for
a stable simulation.

Nevertheless, all methods achieve second order convergence in L°°-norm once the oscil-
lations vanished which is the case for Ar < %Atsqz, cf. Fig. 10a. In weighted L!'-norm (10.3)
second order convergence is observed for every timestep as displayed in Fig. 10b.
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10.2.2 2D Compressible Euler Equations: Isentropic Vortex Advection

To conclude the examples, we consider the 2D compressible Euler equations

pvr\ _

bo LV (pvy) _0 (10.12a)

2
) (,va)_’_v.( pv? pvxlz)y)+vp:0 (10.12b)

pvy poyve PV
(E + p)ux

3 ELV. =0 10.12¢
B <<E+p)vy (o

with total energy E = E(p, v, p) = p % +3 (v)% + vf)) As a testcase we consider the

advection of an isentropic vortex [80, 92]. Here, we use similar parameters to the ones used
in [39, 40]. In particular, the base state is set to

—1, —<1> _ _Px (10.13)
Poo = 1, © =11 poo~—yMago .

with Mas, = 0.4. To localize the effect of the vortex centered at ¢(¢, x, y) := (i) — Vool

1—le(t.x. )13
2R?

R = 1.5. While the size of the vortex is governed by R, its intensity/strength is quantified

by I which is set here to 13.5 following [39, 40]. The density is given by

the perturbations are weighted with the Gaussian g(z, x, y) := exp ( where

1
PM*(y — Dg>(t,x, y)\ 7"
P2, Y) = poo (1 e y) (10.14)
8
and the corresponding perturbed velocities are
1 tv )
o(t, 5, ) = oo + 5D oy (10.15)
27 R
while the pressure is computed analogous to the base pressure (10.13) as
Y, x,
pox.y) = LEE) (10.16)
yMag,

The advection of the vortex is simulated on = [—10, 10]? discretized with 64 x 64
elements, sixth order local polynomials, and HLLC Flux [93]. Final time ¢ is set to 20
which corresponds to a full traversion of the vortex through the periodic domain. For this
setup 30, 60, and 120 degree methods of second order accuracy are constructed. As for the
previous example, we observe a reduction of the theoretically stable timestep as given in
Table 7 which we attribute again to the lack of SSP guarantees, which cause the rise of
oscillations that move the system into an amplifying state.

For the L error in density ||p(h)(tf, x,y)— p(ty, x, y)lloo second order convergence is
observed, until spatial discretization errors start to become significant, cf. Fig. 11.
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Table 7 Results for the

v —15 3
simulation of the 2D § At CEL  Ni M- 10 At
compressible Euler equations 30 592.1002 079 338 1.80-10712  2.08-107%
(10.12) with three many-stage
optimized methods constructed 60 9.75-102  0.65 206 3.21-107!1 926.1074
using Algorithm 1 120 120-100' 040 167 65010710 1.72.1073

Fig. 11 Second order

The timestep At is kept constant over the Ny timesteps, with the possible
exemption of the last timestep which may be reduced in order to match
the desired final time 1§ = 20

L= Error for 2D CEE Isentropic Vortex
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11 Conclusions

In this work, a novel optimization approach for the generation of optimal stability polyno-
mials for spectra of hyperbolic PDEs is devised. Parametrizing the stability polynomials in
terms of the herein introduced pseudo-extrema offers both a numerically stable and readily
interpretable representation. The optimization approach is motivated by examining the prop-
erties of the pseudo-extrema for the proven optimal stability polynomials of first and second
order for disks. These findings are directly extended to strictly convex spectra for which an
optimization procedure is developed in detail. For non-convex spectra, possible remedies
are discussed and optimal stability polynomials for both convex and nonconvex spectra are
presented. Stability polynomials with degrees larger than 100 are constructed for a range of
classical hyperbolic PDEs that match the linear consistency requirements up to order three.

Equipped with high degree stability polynomials in factorized form a possible choice for
the actual Runge—Kutta methods is proposed. The construction of the numerical schemes
centers around minimizing the propagation and amplification of round-off errors, which can
become a concern for many-stage methods. Here, methods of second order are constructed
which match their designed order of accuracy for both linear and nonlinear problems. For lin-
ear problems, only internal stability might limit the theoretically possible maximum timestep
while for nonlinear problems the lack of the SSP property is much more severe which spoils
the effectiveness of the very high-stage methods.

As mentioned earlier, the application of individual optimized many-stage methods do
not provide efficiency gains compared to medium- or few-stage methods as both the stable
timestep and the computational cost scale linearly in the number of stages. In fact, the main
motivation for the construction of such high degree stability polynomials are multiscale
problems where a composition of stabilized Runge—Kutta methods is applied to integrate the
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system more efficiently. In this scenario, one would adjust the number of stages according
to the characteristic speeds in a part of the domain with the aim to keep the overall timestep
constant. For this case, the relatively robust medium-stage methods with up to, say, 32 stages
are a promising candidate to be included in the family of Runge—Kutta methods.
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org/10.1007/s10915-024-02478-5.
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Appendix A. Pseudo-Extrema of Shifted Chebyshev Polynomials

Consider the shifted Chebyshev polynomials of first kind
Ts (l—i—z/Sz) = Cos (Sarccos (1+z/52)) (A1)

providing the optimal first order stability polynomial for parabolic spectra [2, 3, 11]. It is
well-known that the S+ 1 extrema of the shifted Chebyshev polynomials are on the [—252, 0]

interval given by
xﬁzycm<%)—g,j=Q””S (A2)

where T (l +x;/ Sz) attains either 41 or —1. In particular, (A.2) includes the S — 1 critical
points corresponding to j = 1,..., S — 1 besides the extrema at the ends of the domain
which correspond to j = 0 (right end) and j = S (left end).

We can rewrite the stability polynomial according to (2.10) as

~ - P 7)) —1
Ps_1(z:7) = % (A3)

and seek out to determine the pseudo-extrema 7, i.e., the roots of 135_1. Apart from z = 0
the roots of Pg_; are given by the roots of the nominator, i.e.,

Ps1(z;F)—1=0. (A.4)
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For even degree S, S/2 + 1 roots of (A.4) are given by the Chebyshev extreme points
where Ts (1 + xj/Sz) takes value +1:

7= s TN ). i=o.....sp AS
rp= COST — , j=0,...,5/2. (A.5)

We recall that the nominator of (A.3) Ps 1(z) —1 =Ts (1 +z/ S2) — 1 is a polynomial of
degree S in real coefficients and thus has, by the fundamental theorem of algebra, S (possibly
complex-conjugated) roots. As we have found already S/2 + 1 real roots it follows that
the remaining S/2 — 1 roots have to be multiples of the already found ones. In particular,
we have that the “outer” roots 7y = —252 and 7 s2 = 0 have multiplicity one, and the
“interior* roots 7;, j = 1,...5/2 — 1 have each multiplicity two. This follows from the
fact that the 7;, j = 1,...S5/2 — 1 are a subset of the critical points of Ps {(z) — 1, i.e.,
L (Ts(1+2/8%) = 1), =0, j=1,...8/2— 1.

Considering the roots of (A.3) we have to be careful when it comes to j = 0,i.e.,x; =0
since we divide by ¥; = 0. Recalling the introduction of the lower degree polynomial (2.10)
we have by construction FS_] (0; 7) = 1. As a consequence, we have that the S — 1 roots of
the lower-degree polynomial Ps_1(z; F) are given by

)i
?j:Sz(cos<]Tn)—l>, j=1....52 (A.6)

where 7> has multiplicity one and the remaining /2 — 1 roots have multiplicity two.
For odd degree S, we can follow a similar reasoning which yields that the pseudo-extrema
in this case are given by

~ 2j S—1
rj=52(cos<an>—l), J= L (A7)

which all have multiplicity two. This follows from the fact that for odd S, the extremum at
the left end of the [—2S 2, O] interval of the Chebyshev polynomial is —1 while for even S,
the left extremum takes value +1.

While these findings are for the shifted Chebyshev polynomials admittedly trivial, they
generalize neatly to the known first and second order accurate optimal stability polynomials
of circular/disk-like spectra, as shown in Sect.3.1.

Appendix B. Simulation Configurations with Strictly Convex Spectra

1. Burgers’ Equation o;u + ax%uz = 0 is discretized using the DGSEM on Q = [0, 1]
and Godunov flux [90]. The periodic domain is discretized with 64 elements on which
the solution is reconstructed using third order local polynomials. As initial condition
we supply u(fg, x) = 2 + sin(2zwx) leading to a multi-valued solution at t = % The
spectrum is computed using the algorithmic differentiation capabilities of Trixi.jl
and is displayed in Fig. 2a.

2. The Shallow Water equations with variable bottom topography b(x) read in 1D

h hv 0
0 (hv) + Oy (hv2 + %hz) + (ghaxb) =0. (B.1

We discretize (B.1) on Q = [0, ﬁ] using the DGSEM with flux differencing [94, 95].
In particular, for the first component of (B.1) the surface flux is approximated using the
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Rusanov/Local Lax-Friedrichs flux and the second component via the flux proposed in
[96]. For the volume term we used the fluxes presented in [97]. Q2 is discretized with 32
cells where we use third order local polynomials to reconstruct the solution. The initial
condition is in this case a moderate discontinuity:

325 |x—0.7] > 0.5
—b(x) +
(h(zo, x)) _ 4 else B2)
vlto, X) 0 x =07 > 0.5
0.1882 else

with sinusoidal bottom topography b(x) = sin(x). The corresponding spectrum is dis-
played in Fig.2b.
3. The ideal compressible MHD equations considered here are of form

o PV

pVI pv? + p+ep— B}

oV pvivy — B1 By

pU3 pviv3y — B1 B3

O pe s vi(ey + y(pe — ey —ep) +2ep) — Bi(v1 By + v2Bs + v3B3) =0 B3

B 0

B> v1 By — 1B

Bs v1 B3 —v3B)

with eg := 0.5(312 + 322 + B32), ey = ,o(v12 + v% + v%), p=(—1(pe—e,—ep). The
solution is represented with p = 1 local polynomials and we employ the Rusanov/Local
Lax-Friedrichs flux [98]. The periodic domain € = [0, 1] is again discretized using 32
cells. For the initial condition we choose the Alfvén wave [99]

p(10, x) 1
v1 (70, X) 0
va(tp, x) 0.1sin(2x)
v3(to,x) | _ | 0.1cos(2mx)
pi.0 | =] o1 (B4
B (10, x) 1
B (19, x) 0.1sin(2x)
B3 (19, x) 0.1cos(2mx)
and set y = % The spectrum for this particular configuration is shown in Fig. 2c.
4. The compressible Euler equations in two spatial dimensions are given by
o /;UI pVv2
pV1 pvy+p pUIV2
0 a d =0 B.5
Nova | T pvive | T 24 )
pe (pe + plui (pe + p)vz

which are represented on = [—1, 1] with 8 cells per direction using second order local
polynomials. Here, p = (y —1)(pe — O.Sp(vf + v%)) and y = 1.4. For the flux we use the
Harten-Lax-Van Leer Contact (HLLC) flux [93] and supply again periodic boundaries.
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The fields are initialized as

p(to, x) 2+ 0.1sin (n(x-i—)’))
vi(to, x) | _ 1
plto, x) [2+0.1sin (z(x + )]

The spectrum corresponding to this initial state and semidiscretization is displayed in
Fig. 2d.
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