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Abstract: This comprehensive overview presents our continued efforts in high-order finite difference
method (FDM) development for adaptive numerical dissipation control in the long-time integration of
direct numerical simulation (DNS), large eddy simulation (LES), and implicit LES (ILES) computations
of compressible turbulence for gas dynamics and MHD. The focus is on turbulence with shock wave
numerical simulations using the adaptive blending of high-order structure-preserving non-dissipative
methods (classical central, Padé (compact), and dispersion relation-preserving (DRP)) with high-order
shock-capturing methods in such a way that high-order shock-capturing methods are active only in
the vicinity of shock/shear waves, and high-gradient and spurious high-frequency oscillation regions
guided via flow sensors. Any efficient and high-resolution high-order shock-capturing methods are
good candidates for the blending of methods procedure. Typically, the adaptive blending of more than
one method falls under two camps: hybrid methods and nonlinear filter methods. They are applicable
to unstructured finite volume, finite element, discontinuous Galerkin, and spectral element methods.
This work represents the culmination of over 20 years of high-order FDM developments and hands-
on experience by the authors and collaborators in adaptive numerical dissipation control using the
“high order nonlinear filter approach”. Extensions of these FDM versions to curvilinear nonuniform,
freestream-preserving moving grids and time-varying deforming grids were also developed. By
examining the construction of these two approaches using the high-order multistage type of temporal
discretization, the nonlinear filter approach is made more efficient and less CPU-intensive while
obtaining similar accuracy. A representative variety of test cases that compare the various blending
of high-order methods with standalone standard methods is illustrated. Due to the fact that our
nonlinear filter methods are not well known in compressible turbulence with shock waves, the intent
of this comprehensive overview is for general audiences who are not familiar with our nonlinear
filter methods. For readers interested in the implementation of our methods into their computer code,
it is hoped that the long overview will be helpful.

Keywords: conservative entropy split methods; high-order physics-preserving methods; structure-
preserving methods; hybrid methods; nonlinear filter methods; compact methods; entropy-conserving
methods; momentum-conserving methods; kinetic-energy-preserving methods; compressible turbu-
lence; gas dynamics; MHD
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1. Preliminary, Specifics, Objectives, and Outlines
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Compressible turbulent flows consist of a disparity of space and time scales during
different stages of turbulence development. These flows are usually characterized by very
large Reynolds numbers and even larger magnetic Reynolds numbers for magnetized
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amount of numerical dissipation while maintaining numerical stability and accuracy is
an intricate balancing act. For compressible turbulence with shock waves, contrary to
rapidly developing unsteady flows, standard high-order shock-capturing methods are
either too dissipative or encounter nonlinear instability. In order to minimize nonlinear
instability and aliasing errors while maintaining high accuracy for different evolutions of
flow characteristics, DNS, LES, and ILES simulations require new paradigms to construct
the desired efficient methods.

For combustion and reacting flows containing stiff source terms and discontinuities,
it is a well-known phenomenon that a wrong propagation speed for discontinuities is
obtained when conservative numerical methods that were developed for flows without
source terms are used [1-11]. The construction of numerical methods for a stable and
accurate simulation of turbulence with shear and shock (viscous shock) waves, and to obtain
a correct propagation speed for discontinuities in the presence of stiff source terms, shares
one important requirement—the minimization of numerical dissipation while maintaining
numerical accuracy and stability. The dual requirements to achieve both numerical stability
and minimal numerical dissipation are often conflicting since the majority of past and
present shock-capturing methods were designed mainly to be robust in flows without
turbulence and/ or stiff source terms.

To improve the numerical stability, accuracy, and efficient simulation of compressible
turbulence for gas dynamics and MHD, we need methods that (a) are structure-preserving
or physics-preserving (this includes but it is not limited to numerically preserving the
positivity of pressure and density, the preservation of the divergence of the magnetic field
for MHD simulations, entropy conservation, momentum conservation, and kinetic energy
preservation), (b) can numerically handle stiff source terms correctly if present, (c) can
maintain/improve numerical stability while minimizing the added numerical dissipation
for the long-time integration of flows containing both shock-free turbulence regions and
turbulence with shocks/shear regions during different stages of turbulence development,
and (d) are efficient and the most suited to high-performance modern supercomputers.
This work represents an outgrowth of the authors” involvement in developing adaptive
numerical dissipation control in high-order methods for compressible turbulence for gas
dynamics and MHD with hands-on experience since the late 1990s [12-30].

Even by taking advantage of recent high-order numerical method developments, using
one single method during the entire flow evolution has usually resulted in shortcomings in
complex turbulence flow development. This is due to the fact that standalone recent/past
methods do not possess the aforementioned four properties. A blending of more than one
method to cater to the particular flow regions or different stages of turbulence development,
guided by a smart flow sensor at each time step on the type and amount of numerical
dissipation, is needed, and it would help improve the overall stability, accuracy, efficency,
and reliability of simulations. Typically, the adaptive blending of more than one method
falls under two camps: hybrid methods and nonlinear filter methods.

Remark 1. When using the same non-dissipative, high-order spatial discretization blending with
the same high-order shock-capturing method, and a flow sensor in standard turbulence test cases,
it was shown by authors [14,15] that the nonlinear filter approach is more efficient and less CPU-
intensive while obtaining similar accuracy compared to the hybrid method used in the Johnsen
et al. [31] report. See examples shown in later sections.

A more recent trend in turbulence/shock numerical simulations uses the adaptive
blending of a high-order skew-symmetric form of structure-preserving non-dissipative
spatial central methods (classical central and Padé (compact) and DRP) with the desired
high-order shock-capturing methods guided via a smart flow sensor in a manner to further
minimize the aid of added numerical dissipation. See the 2011 work of Pirozzoli [32,33]
for a review of the adaptive blending of structure-preserving methods (kinetic-preserving)
and shock-capturing methods for high-speed flows. Less-known earlier work of Yee et al.,
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Vinokur & Yee, Sandham et al., Sjogreen & Yee, and Yee & Sjogreen [16,17,24-26,28] employs
a structure-preserving entropy-splitting method in conjunction with their nonlinear filter
approaches. Skew-symmetric forms of arbitrary high-order structure-preserving methods
will be discussed in later sections, and details can be found in [18-23,26,29,30]. The work
focuses on the Yee & Sjogreen, Sjogreen & Yee et al. “ high order nonlinear filter approach”
with skew-symmetric forms of structure-preserving methods [14-30]. The formulation of
arbitrary high-order structure-preserving non-dissipative central discretizations is included
in a curvilinear grid in later sections for readers interested in the implementation of our
methods into their computer code. Preliminarily, the specifics to be addressed and relevancy
are discussed below.

1.1. Specifics and Relevancy

This work addresses only the method-of-line (MOL) approach—a semi-discrete ap-
proach to spatial discretizations. Proper temporal discretizations are important but are
beyond the scope of the current overview. It is assumed that proper time discretiza-
tions with time step size control to ensure accuracy in time are used. The considered
high-order spatial discretizations are applicable, in principle, to mix time and spatial dis-
cretizations of the Lax-Wendroff/MacCormack and ADER types of methods [34]. Most of
the shock-capturing spatial discretizations were developed for inviscid flows in the sense
of a vanishing viscosity approach, as pure inviscid flows are inherently chaotic [35]. The
methods discussed are for standard hyperbolic conservation laws of the compressible Euler
equations and for the ideal MHD equations. If physical viscosities are present, it is assumed
that they are high-Reynolds-number Navier—-Stokes equations. Methods for combustion
and reacting flows are also briefly reviewed.

Historically, most computational fluid dynamics (CFD) numerical methods” develop-
ment starts with finite difference methods (FDMs) and finite volume methods (FVMs). For
simplicity and ease of presentation, only FDMs in a curvilinear nonuniform grid are pre-
sented [24-26,36-38]. Extensions to time-varying nonuniform deforming grids have been
developed for thermally perfect gas. For high-order freestream-preserving, moving, and de-
forming grids via classical central, Padé, and DRP methods, see Yee et al. (1999, 2000), Vinokur
& Yee (2000), Sjogreen et al. (2014, 2020), and Yee & Sjogreen (2023) [19,23-26,30,36,39].

Applicability of Current FDM Development to Other Formulations: Some of the
hybrid methods discussed here have already been extended to FVM, DG, FEM, and spectral
element methods. Aside from FDM, FVM, DG, and spectral element methods, other classes
of CFD methods are particle methods, LBM (the Lattice-Boltzmann method), and gas-
kinetic BGK methods. Regardless of the types of spatial discretizations, the blending of non-
dissipative or low-dissipative discretization with some form of discontinuous capturing
methods is needed for more accurate simulations of compressible turbulence, rather than
employing a standalone high-order shock-capturing method in the presence of shocks. For
unstructured grids, DG has been dominating the CFD method development field. See [40]
for an overview of DG development. Although our nonlinear filter FDM approaches are
applicable to FVM, DG, and spectral element methods, fewer practitioners use these more
efficient approaches that exhibit similar accuracy to the hybrid approaches [14,15,31].

The original “Residual Distribution Methods” in FDM form were originally developed
for time-marching to the steady state but were recently extended to time-accurate flows for
unstructured grids. See review articles [41-43]. The current FDM development employing
the blending of more than one method for compressible turbulence is also applicable to
unstructured residual distribution methods.

Particle methods in CFD are numerical tools for the solution of equations of fluid
dynamics obtained by replacing the fluid continuum with a finite set of particles. One
of the key attributes of particle methods is that pure advection is treated exactly. The
Boltzmann equation is used to approximate macroscopic fluid phenomena as mesoscopic
shock events of fictitious particles. For gas—kinetic BGK methods, see [44] for an overview.
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The current FDM development for compressible turbulence is also applicable to the gas-
kinetic BGK methods.

Spectral Element Methods: For complicated geometries using unstructured grids, aside
from unstructured FVM, DG, and FEM, spectral element methods were initially developed
for spectral-like accuracy in computing incompressible flows. They are essentially finite-
element methods that use high-degree polynomial basis functions with compact support.
For examples of such methods used in CFD, see nek5000 [45], which solves incompressible
Navier-Stokes equations, and nektar++, which has a lot more models than nek5000. For
turbulence with shocks, hybridized methods between the spectral element method and DG
have been gaining popularity for the last decade.

“Spectral difference/spectral volume” methods are the FDM/FVM version of the
spectral element method. They are in the same spirit as “spectral element” methods by
using local basis functions, but one might achieve “spectral-like” accuracy using high-
degree polynomials. See [46] for a short overview.

1.2. Recent Development in High-Order Shock-Capturing and Shock-Fitting Methods

More than a hundred variants of essentially non-oscillatory (ENO) nonlinear shock-
capturing methods have appeared in the literature over the last three decades. Moreover,
at least triple the number of weighted ENO (WENO) improvements have been proposed,
including very CPU-intensive weighted compact nonlinear schemes (WCNS) with short-
comings in that they can only be parallelized plane by plane. A small percentage of them
offer the correction of the shortcoming of the original ENO and WENO methods, and
some of them focus on solving other type of fluid flow-governing equations. However,
a large percentage of them are minor improvements over the original methods for the
compressible Euler equations for perfect gas, yet with complicated logical operations and
an increase in the CPU time. Furthermore, these variants can sometimes be less stable or
are still too dissipative for long-time integrations. Regardless of their performance, they can
be part of the recent trend in the blending of non-dissipative discretization with these more
CPU-intensive variants of shock-capturing methods. It is the users’ choice to incorporate
their own favorite methods.

1.3. Alternative Methods for Shock Capturing—Front-Tracking Methods and Moretti’s
Shock-Fitting Methods

The blending of shock-fitting methods with adaptive dissipation control high-order
methods presented here should be applicable to compressible turbulence simulations. For
an overview of front-tracking methods, see [47]. For an overview of Moretti’s shock-fitting
methods, see [48].

1.4. Artificial Viscosity Methods

The artificial viscosity methods alter the governing equations by adding artificial phys-
ical dissipation terms into the original PDEs with tuning parameters. They are the oldest
methods for discontinuity capturing. The recent work of Margolin & Lloyd-Ronning [49]
presents a comprehensive overview of and a new perspective on artificial viscosity meth-
ods. The method of Cook & Cabot (2005) [50] also belongs to such an approach. The
guiding philosophy behind the hyperviscosity method is to first regularize the equations
through the addition of diffusive terms based on artificial viscosity properties and then
to solve the regularized equations using a high-order accurate scheme. A key property
is the discrimination between vortical and dilatational structures through the shear and
bulk viscosities, respectively. The amount of artificial shear and bulk viscosity, thermal
conductivity, and mass diffusivity is controlled via tunable coefficients. A fixed set of values
has to be tuned according to the type of flow physics. Studies in the literature indicate that
the shock-capturing capability of the Cook & Cabot method is not very consistent in always
capturing shock turbulence interaction accurately when compared with the blending of
more than one method. See Johnsen et al. [31] for some illustrations.
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1.5. Riemann Solvers of Euler Equations

For systems of hyperbolic conservation laws, in order to account for all characteristic
waves, shock-capturing methods are usually applied to each of the local characteristic
fields. This approach is denoted in the literature as the Riemann solver approach. In the
1970s and 1980s, the Godunov—-Riemann solver was used for shock-capturing methods.
Since the Roe approximate Riemann solver was first published in 1981 [51], it has been
heavily used due to immediate advocacy by Ami Harten and others. The Roe solver is
linearized, for which it requires an entropy fix, but it is complete, which means that it
represents all characteristic waves. See Yee et al. [38,52] for the earliest multi-dimensional
entropy fix to avoid carbuncle phenomena, especially in grid-aligned instability for blunt
body flows. Many simplified versions that do not account for all characteristic fields were
proposed. The local Lax—Friedrich flux (LLF), taking into account the maximum of the
characteristic wave only, and the Harten, Lax, and van Leer (HLL) approximate Riemann
solvers were first proposed by Harten et al. [53] in 1983. They do not take into account
all characteristic waves, and they are less CPU-intensive but more diffusive. The HLLC
(Harten, Lax, van Leer, and Contact) Riemann solver is a modified version of the HLL
solver that accounts for the presence of intermediate waves, such as contact discontinuities
and shear waves. It is more accurate than HLL, as it can solve exactly stationary contact
discontinuities. See [54,55] for an overview.

Remark 2. In 2D numerical flux formulations for the compressible Euler equation, certain FDM
shock-capturing methods using some form of Riemann solver formulations can be written in an
equivalent FVM forms. See, e.g., the early work of Yee [38]. For the implementation in curvilinear
grids of these FDM shock-capturing methods using a Roe-Riemann solver, see Yee et al. (1985) and
Yee (1989) [37,38].

Other Approaches to Constructing Riemann Solvers and Alternatives: The 1982 Osher—
Solomon solver has some limitations. Its complexity, CPU intensity, and applicability are
the three major drawbacks. See [54,55] for details. Recently, a numerical version has been
proposed by Dumbser & Toro, 2011a [56], and Dumbser & Toro, 2011b [57]. Alternative
approaches are the flux vector splitting (FVS) method for the compressible Euler flux
derivative using upwind discretizations initiated by Steger & Warming [58]. The FVS
upwind method is an alternative to good Riemann solvers, but it is more diffusive. Some
later FVS developments were proposed that require less computational effort. See [55] for
an overview.

1.6. Objectives and Outline

The objective of this work focuses only on the specifics and applicability of other
methods of construction under the umbrella indicated previously. A summary of these
method-blending approaches is presented in the next two sections for FDM. Some of the
early developments can be found in [24-26,38,59,60]. Section 3 describes the rationale for
the need for efficient, non-dissipative high-order structure-preserving methods blending
with high-order shock-capturing methods for compressible turbulence. Section 4 gives
a short overview of numerical methods for problems with source terms and problems
containing stiff source terms and discontinuities to minimize incorrect numerical solutions.
Section 4 also illustrates some numerical examples for test cases with or without source
terms. Sections 5 and 6 describe the entropy-conserving split method, together with its
recent extensions. Section 7 shows numerical results, comparing entropy-split high-order
methods with seven other high-order methods. Section 8 describes our recent generalization
to a wider class of entropy-split methods for compressible ideal MHD.

Comparisons between selected methods and the selected variety of test cases are in-
cluded throughout. The test cases were chosen to illustrate the effectiveness of the blending
of selected numerical method approaches. The selected high-order non-dissipative spatial
methods are classical central, Padé (compact), and dispersion relation property (DRP)
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approximations. For illustration purposes, we only considered total variation diminishing
(TVD), high-order WENO variants of Jiang & Shu and Balsara & Shu [61,62], as shock-
capturing methods used for the blending of methods when comparing with the standard,
standalone high-order method approaches. Unless indicated, Roe’s approximate Riemann
solver was used for all test cases. From the wide variety of studied test cases, we found
that the performance of the blending of more than one method is highly dependent on the
flow physics. Regardless of the choice of blending of high-order methods, these test cases
illustrate the improved stability and accuracy over standard standalone high-order method
approaches.

It is emphasized that these current approaches can also improve stability and accuracy
in rapidly developed unsteady flows containing steep gradients and shear and shock waves
with the benefit in minimizing the use of added numerical dissipations as well.

2. Overview of Recent Trends in High-Order Methods” Development for
Compressible Turbulence

For the last two decades, various new numerical methods have been developed that
cater to simulating shock-free turbulence and turbulence with shock and shear waves. The
major current trends in high-order method developments for the further improved stability,
accuracy, and predictability of compressible turbulent developments are summarized in the
next subsections, based on the authors” opinion and decades of observation at specialized
conferences and workshops and in the literature.

2.1. Rationale for the Need of Efficient High-Order Methods with Smart Flow Sensors for Adaptive
Numerical Dissipation Control

In the compressible turbulence modeling and simulation community, it is known that
even employing high-order shock-capturing methods that were designed for sharper dis-
continuity capturing with rapidly developing flows either eventually encounters instability
or is too dissipative for DNS and LES/ILES compressible turbulent flow computations,
especially for turbulence with discontinuities. See earlier work, e.g., [25,26,63,64]. The
rationale is briefly discussed below.

The original ENO and WENO methods utilizing the shock-resolving capability of
TVD schemes together with higher-order accuracy were developed in the late 1980s and
early 1990s. High-order multiresolution wavelet methods are part of high-order accuracy
development. In the past two decades, many variants of the ENO and WENO methods
were derived, yet they were still too dissipative away from shock waves for the long-time
integration of turbulent flows. For this reason, the straightforward application of these
original and recently developed high-order variants of the ENO and WENO methods alone
appears not to be a preferred choice for highly resolved turbulence simulations that push
the resolution to the limit without resorting to using an extremely fine grid. From now on,
the terms TVD, ENO, and WENO refer to their original formulations and their variants.

2.1.1. Recent Trends

To further the effort in the minimization of numerical dissipation away from shock
and shear waves, newer turbulence/shock simulations use adaptive blending of high-order
ENO or WENO methods with high-order non-dissipative methods in such a way that
high-order ENO or WENO schemes are active only near the shock wave and high gradient
regions guided via flow sensors. The blending of more than one method dates back to
around five decades ago using the second-order method blending with first-order methods.
The best-known ones are the flux-corrected transport (FCT) method of Boris and Book [59]
in the 1970s and the artificial compression methods of Harten [60].

High-resolution shock-capturing methods, including higher than the third order of
accuracy, actually in a loose sense use the blending of more than one method in their
construction. This is due to the fact that the majority of high-resolution TVD, ENO, and
WENO shock-capturing methods can be written as “high-order central discretization and
nonlinear shock-capturing terms using one or more flux limiters or flow variable limiters”
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(limiters applied to a set of independent characteristics, primitive or conservative variables).
See Harten and Yee et al. for such an early procedure of construction [37,38,65] in detail.
As a matter of fact, the original TVD method of Harten, via construction at the outset, is
written in a second-order central discretization and a controlled second-order dissipation
term consisting of limiters away from discontinuities and high-gradient regions. Yet this
original procedure for the construction of the well-known TVD types method is not really
known in the computational fluid dynamics (CFD) community. There were isolated reports
in this century that considered this approach as a new idea for developing new shock-
capturing methods.

The following discussion of the blending of more than one method precludes the
method of constructing high-order shock-capturing methods in the sense of the afore-
mentioned FCT and TVD scheme type of construction, blending central and nonlinear
dissipation terms using limiters at the outset. Instead, we took a high-order shock-capturing
method as a nonlinear scheme that was then blended with a non-dissipative high-order
linear scheme (e.g., central, Padé, or DRP) with the help of flow sensors to guide the
blending of methods.

For the last two decades, the blending of more than one method has basically con-
centrated on two camps of such development: (a) the hybrid method that switches be-
tween high-order non-dissipative methods and high-order shock-capturing methods (e.g.,
high-order WENO or ENO) guided via a flow sensor for the computed data [32] and
(b) the high-order nonlinear filter method of Yee et al., Sjogreen & Yee, and Yee & Sjo-
green [17,25,27,28,66,67]. For nonlinear filter methods, after the completion of a full time
step of the primary high-order non-dissipative linear scheme, a smart local flow sensor
would examine the computed data by flagging the locations and the amount of numerical
dissipations that are needed. Then, the computed data would be filtered via a dissipative
portion of high-order shock-capturing methods, according to the flagged locations and the
percentage amount of shock-capturing dissipation. More sophisticated forms with more
than one type of numerical dissipation and local sensors are reported in [14,15,27,28]. For
the performance of the nonlinear filter methods using high-order non-dissipative Padé
spatial methods as the primary (base) methods, see [21,68]. Many of the recent developers
of more complex variants of ENO and WENO consider the aforementioned hybridized
approach with their own flow sensors.

These two general approaches, if with similar flow sensors, usually provide a similar
accuracy. However, the nonlinear filter approach is more efficient. For example, consider the
dimension-by-dimension Riemann solver approach. Only ONE evaluation of a dissipative
portion of a chosen high-order shock-capturing method is needed per dimension, per time
step, and per grid spacing for the nonlinear filter approach, regardless of the time integrator.
Contrary to the nonlinear filter method, for the hybrid method, depending on the time
integrator, the number of high-order shock-capturing method evaluations per dimension,
per time step, and per grid spacing would be four by a fourth-stage Runge-Kutta time
integrator. If physical viscosities are present, the amount of numerical dissipation needed
would be automatically adjusted accordingly, using the flow sensor via the nonlinear filter
at the current time step instead of at the previous time step using the hybrid method
approach. In addition, the numerical solution might experience a non-smooth transition at
the switch between different types of schemes using the hybrid method. For complex shock
wave and shear surface interactions, the switch mechanism can become less trivial, and
frequent switching between two types of schemes can further promote numerical instability
beyond the induced instability from the inherent strong nonlinearity and the presence of
multiscale physical processes that are dominant features of the subject flow in question.

2.1.2. Nomenclature

Before further discussion, some nomenclature must be defined. Here a “nonlinear
filter” is different from the standard spectral or high-order linear filter used to filter the
computed data after each time step (or after more than several time steps). Nonlinear
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filters make use of the dissipative portion of a nonlinear spatial discretization. Here, we
use the term nonlinear methods to mean spatial discretizations using some sort of limiters
or adaptive choices for discretized polynomials to suppress the spurious oscillation of
computed data. Higher than first-order shock-capturing methods are nonlinear methods
that are at least higher than the first order away from discontinuities. They are nonlinear
methods, as the resulting difference equations are nonlinear in the flow variables even when
applied to a linear governing equation set. This is opposed to high-order non-dissipative
linear methods (and high-order linear filters) for which the resulting difference equations
are linear in the flow variable. In particular, for improved stability, we advocate for the use
of dissipative portions of fourth-order or higher high-resolution shock-capturing methods
as the major components of the nonlinear filter term.

2.1.3. High-Order Non-Dissipative Linear Spatial Discretizations

Commonly used high-order non-dissipative methods include the standard central,
Padé, and DRP methods. Except for higher than fourth-order Padé spatial discretization,
high-order non-dissipative discretizations are highly efficient, with a low CPU operations
count. The Padé spatial finite difference method was first introduced by Kreiss and Oliger
and implemented by Hirsh [69,70], and it was then popularized by Lele [71]. Since Padé
spatial discretizations are global discretizations, the disadvantage of the Padé finite differ-
ence scheme is that it is an implicit form of spatial discretization, and it lacks flexibility due
to the complex matrix inversion, especially for multi-dimensional cases on a non-uniform
grid. Padé methods are not highly parallelizable. See [68,72,73]. For high-order Padé
spatial discretizations with non-periodic physical boundary conditions, more careful nu-
merical handling of the boundary conditions is needed. For standard high-order central
spatial discretizations, well-known summation-by-part (SBP) stable boundary operators
are readily available for non-periodic physical boundary conditions. DRP methods [74,75]
were designed for computational acoustics. DRP methods can be provided with SBP stable
boundary operators similar to standard-centered discretizations. See Sjogreen & Yee [18]
for a computational acoustics study. From here on, the terms “Padé discretization (method)”
and “compact discretization (method)” are used interchangeably and assumed to describe
central Padé spatial discretization. A large volume in the literature uses the term “Com-
pact Method”.

The following gives an overview of the blending of hybrid methods and their nonlinear
filter counterparts.

2.2. Short Overview of Hybrid Methods

To improve the shock-capturing capability while maintaining high accuracy away
from discontinuities and high gradient regions in the flow, various hybrid methods have
been developed since the mid-1990s. There are many variants of hybrid methods. Typical
hybrid methods switch between a high-order non-dissipative spatial (central /Padé/DRP)
method and a chosen shock-capturing method. For the Padé method, this is most often
with the help of added linear high-order compact filters for stabilization.

Consider a 1D hyperbolic conservation law where U is the vector of flow variables, Fy
is the inviscid flux derivative, and t and x represent time and the computational space in x
in a computational domain.

U;+F, =0

Assume the semi-discrete form uses a uniform FDM grid, x; = (j —1)Ax,j = 1,...,N,
where Ax is the grid spacing. Denote U; and F; as the approximation of U and F at grid
spacing j. A semi-discrete form of a chosen method is

du; H; —H,_

j j+1/2 j—1/2
— =0 1
dt + Ax )
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where H;, 1/, denotes numerical fluxes consistent with F. A simple hybrid method switch-
ing between two methods can be written as

Hip=(01- Vj+1/2)H]C+1/z + Vj+1/2H}s+1/2/

where Hf Y
shock-capturing numerical flux. vj; 1,5 is a local flow sensor. For a 1D system of hyperbolic
conservation laws using a complete set of characteristic waves, the high-order shock-
capturing methods are preferred to locally discretize each of the characteristic waves using
a complete set of Riemann solvers [24-26,37,38]. If a multidimensional method is not used,
it is also very common to apply a 1D Riemann solver method, dimension by dimension, for
a multi-dimensional system of hyperbolic conservation laws [14,15,17,24,27,28,37].

It was shown that, for compressible turbulence without source terms, hybrid methods
in general offer more advantages over the more complicated improved high-order shock-
capturing methods alone [14,15,17,24-28].

, is a high-order non-dissipative numerical flux, and H?_ , ,, is a high-order

2.3. Padé vs. Central Non-Dissipative Spatial Differencing

High-order Padé (compact) central spatial differencing, together with a high-order
linear compact filter standalone (without hybridization using a shock-capturing method),
is currently the method of choice for incompressible flows. For compressible turbulence
flows, the hybridized methods would switch between the Padé high-order central spatial
differencing and high-order shock-capturing methods with the aid of a flow sensor. For
turbulence with shock waves, linear high-order compact filters are also needed, as well
as blending with a shock-capturing method in order to stabilize the simulations due to
Gibbs’s phenomenon [21,68]. Padé spatial discretizations are global methods in the sense
that their influence is felt throughout the computational domain, whereas all standard
central spatial discretizations are local methods with a local influence. The use of the
upwind biased Padé method blended with shock-capturing methods was proposed in the
literature. See, for example, the work of [69]. In general, the use of an upwind-biased
Padé method is more dissipative and, thus, less accurate but more stable than the central
Padé method. Furthermore, other investigators used the hybridization between high-order
standard upwind difference methods and shock-capturing methods. While improving
the overall numerical stability, the accuracy away from discontinuities and high gradient
flow regions is compromised due to the inherited dissipative nature of upwind or upwind
biased Padé discretizations.

Even though Padé spatial discretizations, popularized by Lele, are discretizations with
many disadvantages over the classical central discretizations, they are heavily used by
practitioners for both incompressible and compressible turbulence simulations. From our
investigations, for compressible turbulence containing shock waves employing the blending
of high-order non-dissipative Padé discretization with high-order shock-capturing methods,
there is no gain in accuracy when compared with the use of the same order of classical
central discretization. See [21,68] for some gas dynamics illustrations containing shocks.

To show the performance between the eighth-order central Padé vs. eighth-order
classical central discretizations, we illustrate the simulation of a well-known Alfven MHD
test case. See [23,30] for details of the problem setup and the ideal MHD equations notation.
Figure 1 shows the problem setup. Figure 2 shows the maximum error time evolution
comparison. The comparison is between Padé vs. classical central and Padé vs. classical
central with the entropy-splitting form of the inviscid flux derivative consisting of two
different entropy split parameters, B. “Ce” denotes the eighth-order central, and “Co”
denotes the eighth-order Padé. “CeES” denotes the eighth-order central, and “CoES”
denotes the eighth-order Padé on the entropy split form of the inviscid flux derivative.
The four eighth-order classical central methods can prolong the accuracy much longer
than the Padé method counterparts with or without the entropy-splitting form of the
discretization [26]. The error stays small for the longest time for CeES at § = 2.5 and
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for CoES at § = 1. The time discretization is the fourth-order classical Runge-Kutta
method. Here, the “entropy splitting form of the inviscid flux derivative” denotes entropy-
conserving discretization by employing non-dissipative central discretization in the entropy-
splitting form of the inviscid flux derivative. See later sections for a discussion or our
original work [19,20,22,23,26,76] for details. This method is denoted as the entropy split
method in the later discussion and also in our recent publications.

2D Alfven Wave Test Case

p=1p=1 v=A(-sinasin ¢, cosasing, cosp)
B = (cosa — Asinasing, sina+ A cosasing, Acosd) .
¢ =2m(zcosa +ysina+1)

where o = 30° and A = 0.1 are chosen with periodic boundary conditions

The computational domain 15 1.3546 x 2.1915

The flow is solved up to time 300 until all methods eventually diverge.
Az = Ay =0.022

Az = Ay =0.011

10 3|_ 7 ri
f f /i
: f
ID dr II
II
i !
51071 /
LE ]
E 6 /
'.91“ r III r e
- |
i [ _
=07 I;'I / - E;
. A GOES [pe
0¥t CoES B=2.5
E — CeES =1
" ol , CeES =25
0 50 100 150 200

Time

Figure 2. 2D Alfven waves MHD simulation: Maximum error time evolution comparison. The
comparisons include six methods. Between Padé vs. classical central and Padé vs. classical central
on the entropy split form of the inviscid flux derivative with two different entropy split parameters,
B. “Ce” denotes the eighth-order central, and “Co” denotes the eighth-order Padé. B denotes the
magnetic field vector. “CeES” denotes the eighth-order central, and “CoES” denotes the eighth-order
Padé in the entropy-splitting form of the inviscid flux derivative.

Remark 3. High-order central Padé spatial discretizations in conjunction with linear high-order
Padé (compact) filters are methods of choice for many incompressible and low-speed turbulent/acoustic
flows due to their advantage of requiring a very low number of grid points per wavelength, based
on linear model equation analysis. This desired property of high-order central Padé differencing
seems to have diminished in both the multiscale systems of compressible gas dynamic and MHD test
cases containing shock waves. Without added numerical dissipation and/or an added high-order
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linear Padé filter, the standalone Padé discretization hybridized with a shock-capturing method
would suffer from Gibbs’s phenomenon [21,68]. Moreover, the Padé spatial differencing requires
more floating-point operations per time step per grid point, and it is less beneficial for fast parallel
computations than the central spatial finite differences. Consequently, the Padé differencing requires
added CPU time in a parallel computer framework, especially for multi-dimensional systems [72,73].

2.4. Overview of Nonlinear Filter

The nonlinear filter approach is less known in the aerodynamics CFD application
community, as it has not often been described in CFD reference books or textbooks. This
section gives a longer overview than the hybrid method approach, including test cases
from our extensive work [17,19,20,22,23,27,28,66,67,76].

A nonlinear filter approach consists of a base scheme step and a post-processing
nonlinear filter step.

2.4.1. Base Scheme Step

A full time step is advanced using a high-order, non-dissipative, spatially central
scheme (classical central, Padé or DRP method). A summation-by-parts (SBP) boundary
operator [77,78] and a matching-order conservative high-order free stream metric evalua-
tion for curvilinear grids [24] are used. A high-order temporal discretization, such as the
third-order TVD Runge-Kutta or fourth-order Runge-Kutta (RK3 or RK4) method, is used.

2.4.2. Post-Processing (Nonlinear Filter) Step

Instead of the hybrid approaches, to further improve nonlinear stability and accuracy
from the non-dissipative spatial base scheme, the computed data are nonlinearly filtered via
a dissipative portion of a high-order shock-capturing scheme with a local smart flow sensor.
At each grid point, the local flow sensor(s) is employed to analyze the regularity of the
computed flow field from the base scheme step. Only strong discontinuity locations would
receive the full amount of shock-capturing dissipation. In smooth regions, no dissipation is
added unless high-frequency oscillations are detected. In regions with strong turbulence,
if needed, a small fraction of the shock-capturing dissipation can be added to improve
stability. Note that the nonlinear filter numerical fluxes only involve the inviscid flux
derivatives, regardless of whether the flow is viscous or inviscid. If viscous terms are
present, for the ease of the SBP boundary closure’s implementation for the viscous flux
derivatives, the same inviscid central difference operator used for the first derivative is
employed twice for the viscous flux derivatives. For a variety of local flow sensors with the
automatic selection of different flow types, see [28].

The nonlinear filter idea was first introduced and tested by Yee et al. [25,26] using an
artificial compression method (ACM) by Harten [60] as the flow sensor. Later, smart flow
sensors were developed by Sjogreen & Yee, Yee & Sjogreen, and Kotov et al. [14,15,17,27,28].
Unlike the hybrid approach, in the presence of physical viscosity, the primary high-order
non-dissipative scheme includes the discretizations on both the inviscid and viscous por-
tions of the governing equation before the nonlinear filtering post-processing step. This is
opposed to the hybrid method. It examines the computed flow data from the previous time
step information. In addition, switching between two methods that can create instability
during frequent switching between two methods is opposed to the nonlinear filter methods
that do not switch between methods. The high-order base scheme again can be a standard
central, Padé, or DRP method, depending on the flow type in question.

Denote the computed solution with the base scheme step using u;k,l of 3D Euler equa-
tions for gas dynamics. After the completion of a full time step of the spatial base scheme
step at time 7, the final update of the solution after the filter step at time n + 1 is (with the
numerical fluxes in the y- and z-directions suppressed, as well as their corresponding y-
and z-direction indices on the x inviscid flux suppressed)
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n+1 __ 7% * *
Uir = Wikt = ap B2 = Hiapol )
Hiy 10 = Rit172Hj1/0. )

The nonlinear filter numerical fluxes usually involve the use of field-by-field approximate
Riemann solvers. If the Roe type of approximate Riemann solver [51] is employed, for

example, the x-filter numerical flux vector H7, ; , is evaluated at the U, ; solution from the

]
base scheme step. R; 1,5 is the matrix of right eigenvectors of the Jacobian of the inviscid
flux vector in terms of Roe’s average states based on U*. H]’.k 1 1/0, and H]?il /o are “filter”

numerical fluxes in terms of Roe’s average states based on U]f‘k ;- Denote the elements of
the filter numerical flux vector Hjﬂ /2 with Eﬁl s2,m=1,2,..,5. The element of the filter

numerical flux Eﬁl /2 has the form

K

—m o j+1/2

hivi/2 = =5 Wik 09 - (4)
m
j+1/
of a high-order shock-capturing scheme, %cp]’.’il /o The term K}{ZH /
determined positive parameter that is less than or equal to one, based on the regularity
of the computed date. The choice of the parameter « can be different for different flow

types, and it is automatically chosen using the local K}’fH /o described in [28]. However, if

the computation uses the Ducros et al. flow sensor, we set K]”fﬂ =1 [79].

Here, w’" , , is a flow sensor to activate the nonlinear numerical dissipation portion

, represents a locally

Figure 3 shows the nonlinear filter procedure for a system of 1D hyperbolic conser-
vation laws. Figure 4 shows the nonlinear filter procedure using a combination of more
than one flow sensor. Figure 4 also shows how to obtain, e.g., the dissipative portion of a
seventh-order WENO (WENO?) denoted as 4)}11 = g}ﬁl = b}’ll /- The term g}’il /2 T€p-
resents the mth characteristic term of WENO7, and b}il /o represents the mth characteristic
term of the eighth-order central method. The nonlinear filter approach using WENO? is
denoted with WENOY7fi on some of the later numerical test result presentations.

2.4.3. A Historical Note on Nonlinear Filter Approaches

The original idea of the nonlinear filter approach of Yee et al. (2000) [25] was based
on shock-capturing methods that are written into a central discretization portion and a
nonlinear shock-capturing portion (dissipative portion). All variants of TVD schemes
are already written in this form by design. In order to obtain the dissipative portion
of other high-order shock-capturing methods, the dissipative portion of the considered
shock-capturing gb}’fH = g}’fH = b]’.'_‘H /o can be obtained in a similar manner as WENO7fi.

It is noted that the nonlinear filter step described above should not be confused with
the LES filtering operation. For an extension of the blending of more than one numerical
method to the ideal MHD, see the next section for a brief description, and see the references
cited therein for details.

As outlined briefly above, the nonlinear filter schemes are efficient in their construc-
tion. The total computational cost for a given error tolerance is significantly lower than for
standard shock-capturing schemes or their hybrid cousins of the same order. One important
reason for their efficiency is that the nonlinear shock-capturing filter dissipation is applied
after each full time step of the base scheme, whereas a standard shock-capturing/hybrid
method evaluates the shock-capturing method at each stage, e.g., m stage of the Runge—
Kutta (R-K) time-stepping scheme. Hence, the nonlinear filter approach requires only one
shock-capturing method evaluation per time step per grid point per dimension, indepen-
dent of the time discretization involved.

More complicated nonlinear filter approaches are obtained by combining more than
one type of numerical dissipation and several different types of flow sensors. See,
e.g. [14,15,17,18,27,28].
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Nonlinear Filter Step (U;+F.(U)=0) |

@ Denote the solution by the base scheme (e.g. 6" order central, 47h
order RK)

U* = L*(U") J

@ Solution by a nonlinear filter step

n+1 %
Uit = Uf — & [Hinz —Hiapol
Hi 1 =Rip12Hj1 1

Hj. /> - numerical flux, R;, | /; - right eigenvector, evaluated at the
Roe-type averaged state of U7

o Elements of H; >
oM

_ K
. __ Ti+l2 m m
hit12= "3 (Sj+]/2)(j+l,f2) ’
Tj+1/2
2

- Dissipative portion of a shock-capturing scheme
s" - Local flow sensor (indicates location where dissipation needed)

K" 12" Controls the amount of (,f)J’.’f’H )

Figure 3. Nonlinear filter procedure.

Improved High Order Filter Method

Form of nonlinear filter

11
Kj+1/2 m m

Riyi2==5- (Sj+1/2) (8}11/2 — j+1/2)

Contmml ﬂowé:m Any HigTh Order ;lg\h order central

dissipation based on (Shock Sensor, ACM  Shock capturing numerical flux
local flow condition %; ;ferlzélggg:zos etal, numerical flux (e.g. 8" order
wavelet, etc.) (e.g. WENO?) central)

2007 — x = global constant
2009 - K;11 /2 = local, evaluated at each grid point
Simple modification of k (Yee & Sjogreen, 2009)

K =f(M) Ko

J(M) = min (ﬁz v 4+(1_M2)2,1>

2 1+M>

For other forms of K, 1/2,5;,1/2, see (Yee & Sjogreen, 2009)

Figure 4. Nonlinear filter procedure with local flow sensors.

2.4.4. Accuracy Comparison: Hybrid vs. Nonlinear Filter Approaches

Since the publication of the Johnsen et al. [31] article in the Journal of Computational
Physics in 2010, it has been heavily cited. Many researchers considered the results of the
hybrid method of switching between two methods to be far superior compared to our
nonlinear filter counterpart (Yee & Sjogreen and Sjogreen & Yee [14,17,25-28]). However,
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what is indicated by Johnsen et al. [31] is not a fair/correct comparison. If these two
approaches to the blending of two methods use the same methods, with the same flow
sensor parameter, they should produce a similar accuracy. That version of the hybrid
method used a built-in tuning parameter hard-wired into the hybrid code to cater to the
different test cases while switching between two methods. For our nonlinear filter method,
it was mandated that we use the same input flow sensor scheme parameter for all test
cases, as the tuning of the flow sensor parameter was not built in to our computer code.
The guideline for the comparison for the 2010 Journal of Computational Physics Johnsen et
al. result was to use the same input parameter unless the tuning of the scheme parameter
was built in. The true performance of these same test cases can be found in our published
work [14,15]. In other words, in order to make a fair comparison between the nonlinear filter
method and the hybrid method, it is important to consider the aspect of tunable parameters.
These are sometimes used in the design of flow sensors. A fair method comparison should
either not allow any tuning of parameters over a set of test problems or allow both methods
to be optimally tuned for each test problem. This is sometimes not considered enough in
the published literature, leading to only one of the methods being tuned.

The efficiency and accuracy of the nonlinear filter approach for a wide variety of flow
problems can be found, e.g., in [12-16,18-20,22,27,28,30].

Figure 5 shows the accuracy and CPU comparison between a hybrid method reported
in [31] and a nonlinear filter method using the same non-dissipative high-order linear
spatial discretization blending with the same shock-capturing method for a 2D shock-
vorticity interaction. For this test problem illustrated here, we used the Ducros et al. flow
sensor [79].

Figure 5 also shows a comparison among a second-order TVD, a seventh-order WENO
(WENOQO?), a hybrid scheme (switch between eighth-order spatial central scheme and
WENO? using wavelet flow sensor as the switch indicator), and the filter scheme WENO7fi
(an eighth-order spatial central base scheme, “D08”, and the dissipative portion of WENO?7
using the same wavelet flow sensor to guide where the WENO? dissipation was applied at
the post-processing nonlinear filter step). A second-order Runge-Kutta method was used
for the TVD scheme, and the classical fourth-order Runge-Kutta method was used for the
rest of the spatial schemes. For this particular simple 2D shock—vorticity interaction test
case with a simple weak planar shock without a structure, WENO?, hybrid, and WENOZfi
have the same accuracy. However, there is a large gain in CPU time using the nonlinear
filter approach for this turbulence-free test case. For turbulence with shocks, there is a more
beneficial gain both in accuracy and CPU time for our nonlinear filter schemes over the
standard WENO counterparts.

Figure 6 shows a 3D isotropic turbulence with shocklets problem setup. Figure 7
shows the accuracy of our nonlinear filter method for the isotropic turbulence simulation
with the smart flow sensor built in. Comparing the resolution using the hybrid method
reported by Johnson et al. [31], one can see that they produce the same accuracy. For the
same 3D isotropic problem setup as in Johnson et al. [31] and the performance of our
nonlinear filter method, see [15].
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CPU Comparison (2-p shock/Vorticity Interaction)

Adpative Filter Approach vs. Hybrid Approach
(RK4, Same 8th-0Order Central (D08), WENO7 Dissipation & Switch)

ik v s Density at t=25, y=45, k=1
gl ;| T L W ST R ALV LR AR R R
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1.8
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1.6 .
Wena? -2
4 DO8MWeno7 hybrid o
| Doowmriier] af NN N NV U MR BN
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X

GPU time (integrate to dimensionless time 25b) for different methods

Znd-order TVD: 57s
WENO7: 338s |
D08 + hybrid WENO7: 103 s | Sindle processor
D08 + fliter WENO7: 47 s

Schemes of same order, no gain in accuracy, high gain in CPU

Figure 5. Accuracy and CPU comparison between a hybrid method and a nonlinear filter method
using the same non-dissipative high-order linear spatial discretization blending with the same
shock-capturing method.

Compressible Isotropic Turbulence
(Low Speed Turbulence with Shocklets)

Computational Domain: 27 square cube, 64° grid.
(Reference solution on 256° grid)

Problem Parameters

Root-mean-square velocity: u,,,; =
Turbulent Mach number: M; = @
Taylor-microscale: A = _ lug)

{(Ferx)?)
Taylor-microscale Reynolds number: Re; = %’“;’i

Eddy turnover time: 7 = Ay/ityms0

Initial Condition: Random solenoidal velocity field with the given spectra
E(k) ~ k*exp(—2(k/ko)?)
10 = 42 = 7 Bt

Urmso = 1, kg =4, T=10.5, M9 = 0.6, Re; o = 100
Final time: r =2 or ¢/t =4

Figure 6. 3D isotropic turbulence with shocklets problem setup.
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Figure 7. 3D isotropic turbulence with shocklets: comparison between the standard seventh-order
WENO method (WENO?) and our two seventh-order nonlinear filter methods (CO8Econs + WENO7Zfi
and C08Dsplit+WENOYfi) using a very coarse 643 grid with the filtered DNS computation on a
256° grid. Kinetic energy (top left)), enstrophy (top right), temperature variance (bottom left), and
dilatation (bottom right). CO8Econs denotes the eighth-order classical central applied to the entropy
split form, and C08Dsplit denotes the eighth-order classical central applied to the Ducros et al. split
form of the Euler inviscid flux derivative.

These two camps of adaptive blending of methods can be used as a starting point
to build more appropriate schemes for more challenging turbulent problems in compu-
tational physics. It is remarked that it is the users’ choice of their favorite high-order
shock-capturing methods for the aforementioned two camps of approaches with DNS and
LES/ILES computations. Since most of the numerical method developments might not
numerically preserve the desired physical properties, Section 3 below discusses additional
methods to help minimize the use of numerical dissipation and numerically preserve some
of the physical properties.

3. Rationale for the Need for Efficient High-Order Structure-Preserving Methods
Blending with High-Order Shock-Capturing Methods

In classical mechanics, temporal, spatial, or both finite difference discretizations that
conserve a certain physical property (or combination of physical properties) of the govern-
ing equations are most often referred to, in a broad sense, as structure-preserving numerical
methods. See, e.g., [80]. Temporal and spatially finite difference discretizations that dis-
cretely conserve fundamental properties of the chosen governing equations are, hereafter,
denoted as structure-preserving methods (SPMs). SPMs have been gaining more attention
in the long-time integration of turbulent flows. A combination of these SPMs can further
increase the reliability, stability, and accurate simulation of fluid flows, especially for turbu-
lent flows. The majority of existing high-order methods, including hybrid or high-order
nonlinear filter methods might not discretely preserve the desirable physical-preserving
properties (NOT SPM).

In the applied mathematics CFD community, entropy-conserving and entropy-stable
methods have been flourishing for the last two decades [19,20,22,23,26,40,81,82]. Symplectic
time integrators are used to prevent phase distortion, e.g., Hamiltonian systems or the
Korteweg-deVries equations [83]. In the applied mechanics and CFD community, the
importance of developing SPMs that conserve one or more fundamental properties of the
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governing equations (mass, minimizing phase distortion, momentum and physical entropy
conserving, the positivity of density and pressure, and kinetic energy preserving, etc.) have
been ongoing for the last four decades. See, e.g., [19,20,22,23,26,76,81,84-89] for some of
the developments. A combination of more than one SPM is also possible. See [21,30,90] for
formulations or the next section. Formulations using the DRP and Padé high-order SPM
non-dissipative linear methods are presented in [18,21].

3.1. SPM Finite Difference Formulation in Split Form: Skew-Symmetric Splittings of the
Compressible Euler Flux Derivatives

When the high-order non-dissipative spatial method discussed previously discretized
a class of the skew-symmetric form of the inviscid Euler flux derivative (instead of the
unsplit flux derivative), it was shown that the appearance of instabilities or aliasing errors in
the long-time integration of turbulence flows can be delayed. The splitting can be achieved
for certain flow variables or the entire convective flux derivative system. They are written
in a special split form that is equivalent to the unsplit version; i.e., the split and unsplit
governing equations are equivalent. However, after finite difference discretizations, certain
different split forms can maintain a discrete entropy conservation, momentum conservation,
or kinetic energy preservation property or provide a stable L2-like energy norm estimate
for smooth solutions. See articles [19,20,22,23,26,76,81,84-87,89,91] for discussions of the
performance of various skew-symmetric splitting approaches in DNS and LES applications.
See Sjogreen et al. [20] for the extension of these skew-symmetric splittings to any even-
order split approximation formulation for the Euler and MHD equations.

For simplicity or presentation, consider the derivative of the product (ab),, where a
and b are functions of x. A split approximation can be written as

(ab)y = a(ab)y + yaby + Bayb. (5)

before discretization. The parameters «, v, and  are chosen to be equivalent to the original
(ab)yx. A simple split derivative is found by settinga =y = =1/2

(ab)y = %(ub)x + %abx + %axb (6)
The Ducros et al. splitting [87] utilized this particular non-conservative split form in con-
junction with the classical central discretization operator on the derivative terms. They then
applied mathematical manipulations to the difference operators to make the final discretiza-
tion into a conservative difference method. Their construction will be discussed shortly.

A split approximation for the derivative of the product of three functions, (abc)y,
where g, b, and ¢ are functions of x, can be written as

(abc)yx = a(abc)y + y[a(be)y + beax] + Blb(ac)y + acby]

+xlc(ab)y + abey] + [beay + acby + abey] @)

before discretization. The parameters «, 7, B, x, and § were chosen to be still equivalent to
the original (abc),. A well-known split derivative that can be written in conservative form
and can improve nonlinear stability is Kennedy & Gruber [91] splitting, which is kinetic
energy-preserving for the Euler equation by setting the first four parameters to 1/4 and
6 = 0 for the triple product derivative. See [86,89,91] for related developments.

A less-known splitting of the inviscid flux derivative for the nonlinear Euler equation
of gas dynamics is the entropy-splitting method of [26,88,92]. The idea of this entropy
splitting is that their split formulas can be used to estimate the L? norm-like or energy norm
of the computed solution for periodic and non-periodic boundary conditions. In the recent
terminology, it is entropy-stable (in the sense of possessing an energy estimate) for the
Euler equations using high-order classical central or DRP central schemes in conjunction
with summation-by-parts boundary operators [18,26,88,92-95]. See [94] for a follow-up
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study of the subject. The next two subsections give a short overview of the Ducros et al.
and entropy-splitting methods.

3.2. Conservative Splitting of Ducros et al. Type

The Ducros et al. split approximation [87] for the Euler equations of gas dynamics
starts with the terms of the split form approximated using

1 1 1
ED(ab) + ED(u)b + EuD(b), 8)

where D is a centered finite difference operator, and a and b are functions of x. For this split
approximation via central, Padé, or DRP discretization, after mathematical manipulations,
the resulting method conserves the momentum (see below). However, it is not obvious
how to obtain a norm estimate for nonlinear systems.

The key step in the Ducros et al. [87] split approximation is to rewrite (8) in conserva-
tion form. For example, employing the second-order operator Du; = (uj11 —uj_1)/(2Ax),

we have
1

2D(ab) + 2 D(@)b + 3aD(b) = 1 Ax [(a) +a-1) (b + b)), ©)

2 2

where A+q] = (qj+1 - q])
Moreover, Equation (9) can be generalized to standard-centered difference operators
of the 2p*"-order of accuracy:

1 2
Dpuj = 5 ) le(f) (Ujk — Uj_k)- (10)
k=1
This is due to the fact that the coefficients oc](f ) satisfy
14 P
Y kel = % Y alPt —0, n=1,...,p—1. (1)
k=1 k=1

The right-hand side of the algebraic identity

Ajikbjyk — ajkbjk + (ajk — aj1)bj + aj(bjx — bj) =
(aj4x +a;)(bjx + b)) — (aj +a; 1) (bj + bj_) (12)

is written in a conservative form as

(a4 +a;) (b +bj) — (aj+a;_) (bj + bj k) =
k-1 k-1
Y @+ k) (Bj—m + bjgk—m) — Y (81— + A1 k—m) (Dj—1—m + bj—1 k=) (13)
m=0

m=0

Thus, the conservative form of the split approximation becomes
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1 1
2Dy(ab) +  Dy(a)b+ 3aDy(b) =
1 &1
" )y iﬂz(cp) ((ﬂj+kbj+k —ajkbj k) +aj(bjrx — bjx) + (ajx — ﬂj—k)bj)
p

1 & ol

m:O

k-1
1
— Y (@1—m + 4 1gkm) (b= + bj—1+k—m)> = W2 =hjm12), (14)
m=0

where the numerical flux is defined as

71
hivi2 =), Eali”) Y @+ k) (O + bjkm)- (15)
k=1

To simplify the formulas of the conservative form of split approximations for systems of
equations, define

k7
®]+1/2 Z “k "y o Bj—m + ajik—m) (Oj—m + bjsk—m)- (16)
m=0

For 3D Euler equations of gas dynamics equations, for simplicity of presentation,
consider the x-direction inviscid flux

F = [ou, pu® + p, puv, puw, (e + p)u]T,

where F = F(U) is the inviscid flux vector, and u = [u(x,v,2),v(x,y,z),w(x,y,2z)]" is the
velocity vector in the x-, y-, and z-directions. p denotes the density, p is the pressure, and
e is the total energy. Denote u; = (u}, v}, wj)T as the discretization at the j grid location
with the y and z discretization indices suppressed for simplicity. It turns out that the flux
components can be written as products of two factors in many different ways, leading
to different split approximations. One Ducros et al. split-type approximation of the gas
dynamics flux derivative that will be used in this study is obtained via

. Dp]u] Zp]Du] + u]Dp]
DP]“ + 30 JD” + 2”JDP1 uj+ Dp;
Fx|y—x; » k: 3Dpjujv; + 12p]v]Du] + zlu]Dp]v] , (17)
s Dpjujw; + 5pjwjDuj+ su;Dpjw;
5Duj(ej+ pj) + zuD(ej + pj) + 3(ej + pj) Duj

which, via (15), can be written in a conservative form with a numerical flux function:

(Oj—m + 0jk—m) (Wjmm + Uj k)
k1 | (jmmtj—m + Ojrk—m¥jrk—m) (Ujmm + Ujk—m) + Pj—m + Pjsk—m
Hjy12 = Z oy (0j—mOj—m + Ojrk—mVjk—m) (Wj—m + Ujrk—m) . (18)
m=1 (pj—mwj—m + pj+k7mwj+k7m) (u]'—m + M]qu,m)
(€j—m + Pjom + €rk—m + Pjrk—m) (Wjm + Ujrk—m)



Fluids 2024, 9, 127 20 of 70

The more compact notation introduced in (16) allows (18) to be rewritten as

050 )
o) 5o, u) + O, ,(p,1)
Hj 1= ®]('z>1/2(lov'”) . (19)
®](‘i)1/2(9w/ u)
91@1/2(6 +p,u)
Unlike the linearized and symmetrized system of Euler equations, where the split
approximations lead to a stability estimate, there is no such stability estimate for the 2p*"-

order accurate conservative Ducros et al. splitting. Since the Ducros et al. splitting results
in a conservative scheme, it is applicable to problems containing discontinuities.

3.3. Special Class of Entropy-Conserving SPM—Entropy Split Method
(Entropy-Splitting Approach)

One class of SPMs that the authors have been developing is the entropy split method
for the compressible Euler flux derivatives. The entropy split method was originally
denoted as the “Entropy Spitting Approach” [24,26]. This is a less-known skew-symmetric
splitting of the Euler equation for gas dynamics [26,88,92]. This skew-symmetric splitting
made use of Harten’s symmetrizable form of the Euler equations in terms of the entropy
variables [81] to obtain a semi-discrete splitting of the Euler equations with discrete entropy
stability (in space) via the summation-by-parts approach. The entropy splitting is written
in terms of the sum of a conservative portion and a nonconservative portion. If central
(classical central, Padé, or DRP) discretizations are used for the interior scheme (interior
grid points) and a summation-by-parts boundary scheme (boundary points), the resulting
split method is entropy-conservative and entropy-stable. See the recent result of Sjogreen
& Yee [18,19,21,22,29,76,94] for the proof and additional extensions. It is important to
point out that the Harten [81] and Gerritsen & Olsson entropy-splitting form incorrectly
selected the non-physical branch of inequality and was later corrected by Yee et al.; this is
hereafter referred to as the entropy-splitting of the Euler equations. It is considered to be a
semi-conservative splitting except at the boundary grid points. The entropy splitting of
Olsson & Oliger, Gerritsen & Olsson, and Yee et al. [26,88,92] is a splitting that takes a form
that is more suitable for the discrete stable energy norm estimate technique, including a
boundary scheme estimate for arbitrary order of central spatial schemes. See Yee et al. [26]
for the formulation.

The entropy splitting discussed in Harten [81] for the inviscid flux derivative of the 1D
Euler equations, F(U)y, for a perfect gas occurs via the entropy variables W in the following:

1
F, — ﬁ'f_lFx e £ (20)
* a—1

W= [wl/ Wy, W3, Wy, w5]T = %[e + mpl —pu, —pPo, —pw, p]T/ (21)

where .
pt=—(pp ") (22)

and L

ﬁ:i‘_z,rx>00rrx<—'y. (23)

See Yee et al. [16,25,26] for the formulation, the choice of B, and early numerical examples.

In the original entropy-splitting method ( Entropy-Splitting Approach), the Euler
flux derivatives approximation is not written in the usual numerical flux form. These
entropy split methods are entropy-conserving and entropy-stable, but they are usually not
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conservative numerical methods without the additional reformulation proposed in, e.g.,
Sjogreen & Yee [19,20,22,23,96].

See Section 8 and [19,20,22,23,30,96] for the additional development of the compress-
ible Euler and ideal MHD equations.

3.3.1. Key Entropy-Conserving Methods for the Compressible Euler and Ideal
MHD Equations

Currently, an entropy-conserving method by Tadmor [82,97] is the method of choice
for rapidly developing unsteady flows, especially in the development of unstructured grid
methods (e.g., the DG method). Our work on typical test cases using the FDM formulation
found that the Tadmor entropy-conserving method [82,97] of the same order requires twice
the arithmetic operations as the entropy split methods. In addition, Harten’s entropy
function can be part of a Tadmor-type entropy-conserving method family [19,76] with
similar accuracy and stability. A comparison among methods can be found in [18,19,76].

3.4. Newer Class of Entropy Split Methods in Numerical Flux Form: Not Relying on the
Homogeneous Property of the Inviscid Flux and Symmetrizable Inviscid Flux Derivatives

In 2019, Sjogreen & Yee [22] derived a high-order conservative numerical flux for the
non-conservative portion of the entropy splitting of the Euler flux derivatives by taking
advantage of the homogeneity property of the inviscid flux and symmetrizable inviscid
flux derivatives. Due to the construction, this conservative numerical flux requires more
arithmetic operations and is less stable than the original entropy split method (not fully
conservative). An alternative simple approach for problems containing shock waves is to
use a shock detector to switch the entropy split discretization to a standard centered ap-
proximation in the neighborhood of shock waves in order to avoid the wrong shock speed.

Instead of taking advantage of the homogeneity property of the inviscid flux and
symmetrizable inviscid flux derivatives, a wider class of entropy split methods that do
not require the homogeneous property were developed; see our 2022 paper [23]. The
formulation is written in standard numerical flux form. This wider class of the entropy split
method was extended for the equations of ideal MHD by the authors in [23]. See Section 8
for a discussion and numerical comparison.

3.5. Methods with Multiple Structure-Preserving Properties

It is our assessment that employing high-order SPM non-dissipative methods in
conjunction with the nonlinear filter approach should be a method of choice for high-
resolution simulations involving compressible turbulence up to mildly supersonic regimes.
For turbulence with shocks, there is an even larger gain both in accuracy and CPU time of
the nonlinear filter schemes over their standard WENO counterparts.

Forms of the structure-preserving (SPM) numerical fluxes that belong to the class of
skew-symmetric splitting of the inviscid flux derivatives in curvilinear grids are presented
in Sections 5-8. Depending on the type of flow physics, high-order central, DRP, or Padé
methods are applied to the skew-symmetric split form of the inviscid flux derivative as the
baseline method before the post-processing nonlinear filter step, if needed, especially for
problems with shocks. Selected methods with multiple structure-preserving properties are
given with numerical examples.

Before the general formulation of SPM numerical fluxes, first, a brief background on
numerical methods to avoid /minimize the wrong propagation speed of discontinuities for
problems containing stiff source terms and discontinuities developed by Wang et al. and
Yee et al. [8,11,98,99] is presented. Some test cases for problems without source terms and
problems containing stiff source terms and discontinuities are included in the next section.

4. Methods for Problems with Source Terms and Stiff Source Terms with Shocks
Insufficient spatial /temporal resolution may cause an incorrect propagation speed for

discontinuities and nonphysical states using standard dissipative numerical methods that

were developed for non-reacting flows. This numerical phenomenon was first observed by
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Colella et al. [100] in 1986, when they considered both the reactive Euler equations and a
simplified system obtained by coupling the inviscid Burgers equation with a single convec-
tion/reaction equation. LeVeque and Yee [5] showed that a similar spurious propagation
phenomenon can be observed even with scalar equations by properly defining a model
problem with a stiff source term. They introduced and studied the simple one-dimensional
scalar conservation law with an added nonhomogeneous parameter-dependent source term

ur + uy = S(u), (24)

S(u) = —yu(u—%)(u—l). (25)

When the parameter y is very large, a wrong propagation speed for the discontinuity
phenomenon via dissipative numerical methods will be observed in coarse grid compu-
tations. In reacting flows, % can be described as the reaction time. In order to isolate the
problem, LeVeque and Yee solved (24) and (25) via the fractional step method using Strang
splitting [101]. For this particular source term, the reaction (ODE) step of the fractional
step method can be solved exactly. In their study using a pointwise evaluation of the
source term (S(u) is evaluated at the j grid point index, i.e., S(u;) for each time evolution),
the phenomenon of a wrong propagation speed for discontinuities is connected with the
smearing of the discontinuity caused due to the spatial discretization of the advection term.
They found that the propagation error is due to the numerical dissipation contained in the
scheme, which smears the discontinuity front and activates the source term in a nonphysical
manner. The smearing introduces a nonequilibrium state into the calculation. Thus, as
soon as a nonequilibrium value is introduced in this manner, the source term turns on and
immediately restores the equilibrium while, at the same time, shifting the discontinuity
to a cell boundary. By increasing the spatial resolution by an order of magnitude, they
were able to improve the correct propagation speed. It is remarked here that, in a general
stiff source term problem, a sufficient spatial resolution is as important as the temporal
resolution when the reaction step of the fractional step method cannot be solved exactly.

For the last three decades, the wrong speed phenomenon has attracted a large volume
of research work (see, e.g., [1,3,4,6,7,9,102-104]). Various strategies have been proposed
to overcome this wrong speed difficulty for one to two species cases with a single reac-
tion. Since numerical dissipation that spreads the discontinuity front is the cause of the
wrong propagation speed of discontinuities, a natural strategy is to avoid any numerical
dissipation in the scheme. In combustion, level set and front-tracking methods were used
to track the wavefront to minimize this spurious behavior [1,4,6]. See Wang et al. [8]
for a comprehensive overview of the last two decades of development. Wang et al. also
proposed a new high-order finite difference method with subcell resolution for advection
equations with stiff source terms for a single species to overcome the difficulty. For a subcell
resolution method for multi-species, see Wang et al. [105].

Our studies in [11] found that using the Strang form of the operator splitting between
the homogeneous part of the system of governing equations (without the source term)
and the nonlinear stiff source terms is more stable than solving the fully coupled fluid-
reaction equations. Here, Strang operator splitting is different from the skew-symmetric
splitting of the inviscid flux derivatives. Strang operator splitting is commonly used in
the combustion community to solve reacting flow problems. Figure 8 shows the schematic
of the Strang operator splitting. For the subcell resolution method, the subsequent two
figures, Figures 9 and 10 show the schematic of subcell resolution methods. For problems
with source terms employing any higher than first-order methods, we need to use meth-
ods that are well balanced. See [98,99] for a well-balanced WENO method for chemical
reacting flows.
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Strang Splitting (1968)

Split equations into convective & reactive parts
U+FU):+ IG(U)y =S(U)

Reactive step

Convective step JU
i i
1 1
1 1
A — Convective difference operator R — Reactive difference operator
(Full time step of WENOS5 or WENO7, RK4) (RK1, RK2, RK3, RK4)

Numerical solution: U™ = A (§) R(AnA (&) U™
(At the next time level)

OR: U™l — A (%)R(%) ---R(%)A (&)

N, — number of subiterations

Figure 8. Schematic of Strang operator splitting on the homogeneous portion and the source term
portion of the governing equations.

Subcell Resolution (SR) Method

Wang, Shu, Yee, & Sjogreen, 2012, JCP

Basic Approach
@ Any high resolution shock capturing operator can be used in the
convection step
Test case: WENOS, WENOQO7 (or their nonlinear filter version), Roe flux, RK4

@ Any standard shock-capturing scheme produces a few transition points in
the shock

= Solutions from the convection operator step, if applied directly to
the reaction operator step, result in wrong shock speed

New Approach

Apply Subcell Resolution (Harren 1989; Shu & Osher 1959) to the solution
from the convection operator step before the reaction operator step

Note: if N, > 1 apply SR at each subiteration

Figure 9. Subcell resolution method in solving equations containing nonlinear source terms.
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High Order Methods with Subcell Resolution

Strang Splitting + Subcell Resolution (SR)
U+ F(U)s+ G(U)y = S(U)

Reactive step

dU

Convective step

U+FU);+G(U),=0 SR step ?:S(U)
1 1 1
! ! !
A= U* SR — U** R— U1
Convective difference operator SR operator Reaction difference operator
(Full time step of WENOS or WENOT, RK4) (No time involved) (RK1, RK2, RK3, RK4)

Numerical solution: U"*! = A* (&) R(Ar)A* (&) U"
(At the next time level)

OR: U™! = A* (%)R (ﬁ,—:) R (ﬁ_i)A* (%r) ur

A* operator includes SR step correction at shocks
N, — number of subiterations

Figure 10. Subcell resolution using three staggered steps.

In the Strang operator splitting approach, all of the aforementioned numerical methods
(structure-preserving methods, shock-capturing methods, and the blending of more than
one method) can be used to solve the reacting equations portion without the source terms
first. Then, the source term is solved using an ODE (ordinary differential equation) solver,
as indicated in Figures 9 and 10.

4.1. Test Cases for Blending of Numerical Methods Using Flows WITH or WITHOUT
Source Terms

Here, we select a set of test cases that were performed by the authors showing the
performance of the blending of numerical method approaches for flows with or without
source terms. These test cases show the blending of numerical methods without applying
the skew-symmetric splitting of the inviscid flux derivative. Test cases using different
structure-preserving non-dissipative spatial discretizations are discussed as well. It is
important to point out that well-balanced shock-capturing methods should be used for
problems containing source terms in general. Furthermore, well-balanced shock-capturing
methods that can capture the correct propagation speed of discontinuities should be used for
problems containing stiff source terms and discontinuities. See some of the well-balanced
methods with our collaborators [8,11,98,99,105] that can capture the correct propagation
speed of discontinuities.

4.1.1. Chapman-Joguet (C-J) Detonation Containing Stiff Source Terms and Discontinuities

The first example illustrates the effect of numerical dissipation on the propagation
speed of a discontinuity in the presence of a stiff source term. We computed a 1D C-]
detonation for a one-reaction Arrhenius source term. This example, which was considered
in [8], has been extensively studied, e.g., in [3,7,8,11,13]. See [3,7,8,11] for the initial flow
conditions and additional results.

Figure 11 shows the 1D problem setup. Figure 12 shows a comparison of four high-
order accurate shock-capturing schemes, WENO5, WENO5fi, WENOD5fi + split, and our
high-order subcell resolution version of WENO5 [8,11] (WENO5/SR). The new WENO5/SR
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method uses the Strang form of the splitting between the homogeneous part of the system
of governing equations (without the source term) and the nonlinear stiff source terms.
For each time integration, the first step is to solve the homogenous system of governing
equations. Then, a subcell resolution detector is used to correct the wrong numerical speed
of propagation of discontinuities before solving the next step of the nonlinear stiff source
term. It is remarked that the Strang splitting is not to be confused with the skew-symmetric
splitting of the inviscid flux derivative as in the Ducros et al. splitting [87]. The reference
solution is computed via the WENOS5 scheme on a uniform grid with 10,000 points. Here,
WENO?5fi + split denotes the use of sixth-order classical central spatial discretization,
together with the dissipative portion of WENOS5; “split” here denotes the use of the
Strang form of the splitting between the homogeneous part of the system of governing
equations (without the source term) and the nonlinear stiff source terms in solving the
governing equations.

Figure 13 shows a 2D C-] detonation problem setup. Figure 14 shows a 1D cross
section of density at t = 1.7 x 1077 via the same four methods as the 1D case on a uniform
coarse grid of 200 x 40. The CFL = 0.05 and ko = 0.5825 x 10'°. The right figure is a close-up
of the vicinity of the discontinuity. The reference solution is achieved via WENOS5 using
4000 x 800 uniform grid points. WENOS is more dissipative and also gives the largest error
in the location of the discontinuity. WENODbfi performs better and is less dissipative because
the WENO?S dissipation is not used everywhere in the computational domain. WENO5/SR
gives the most accurate propagation speed, but WENOD5fi + split compares very well with
WENO5/SR for this particular problem and grid size. The probable reason is that, because
of the stabilizing effect of the splitting, less dissipation is needed to keep WENO5fi + split
stable. WENO5/SR and WENOGfi + split capture the correct structure using fewer grid
points than in Helzel et al. [3] and in Tosatto & Vigevano [7]. Figure 15 shows the CPU
comparison among methods. For a detailed grid refinement, error comparison for different
CFL, and stiffness parameter comparisons, see our work [11].

1D C-J Detonation Wave

(Helzel et al. 1999; Tosatto & Vigevano 2008)

Left state Right state
(totally burned gas) (totally unburned gas)
Py [P Y Py u _
ub - 1/2 uu 0
P Sey=(y pol ) » 1
L b (b ) |
SCJ=[p”u,,+()/pbpb)l/z]/p“
b=_pu_puq0<y_l) C=pi+2(y_1)pupuq0/(y+1)

Ignition temperature 7', =25
Heat release q,=25 K(T)=K,exp Tig”
Rate parameter K,=16418

Figure 11. A 1D C-J detonation problem setup.
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30 ——— WENO5

WENOSISR WENGS
——— WENOS5fi e
———— WENOSfi+split WENO5/SR
Br ———— Reference ———— WENOSfI
08F — WENOSfissplit
L ——— Reference
- —
20
A 06l
o sk N |
A 04 ‘
1of |
021
T |
1 1 1 L k L I a 1 L L L L1 |
El 10 15 20 20 30 5 10 15 20 25 30
X x

Figure 12. 1D C-J detonation comparison: Pressure (left) and mass fraction of unburnt gas (right).
Comparison among four high-order shock-capturing methods for a C-J detonation problem. One
reaction, Arrhenius model, using 50 uniformly distributed grid points.

2D Detonation Wave (Bao & Jin, 2001)

Initial Condition

P Py P P,
u Uy, i u i, .
v=lo], ifx<&(y) |v[=|o]| ifx>E(y)
Pl \Ps Pl \p,
z 0 z 0

E(y)= 0.004 |¥—0.0025|=0.001

0.005—|y—0.0025| |»—0.0025/<0.001

0.004

0.002

0
0 0.005 0.01 x 0015 0.02 0.025

Figure 13. A 2D C-J detonation problem setup.

0.0025 -
0.0025
a a
Reference Reference
0.002 WENO5 WENO5
WENO5/SR 0.002 - WENO5/SR
WENOS5fi WENOSfi
WENO5fi+split 'WENOSfi+split
|
0.0015 \
E 0.0015 \
1 1 I L A 1 1 L L
0 0.005 001 0.015 002 0.025 002 0.021 0.022 0.023 0.024 0.025
x X

Figure 14. 2D C-J detonation comparison: 1D cross-section of density at t = 1.7 x 10~/ via the
same four methods as the 1D case on a uniform coarse grid of 200 x 40. The CFL = 0.05 and
ko = 0.5825 x 10'°. The right figure is a close-up of the vicinity of the discontinuity. The reference
solution is achieved via WENO5 using 4000 x 800 uniform grid points.
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Scheme Performance (8 Procs.)

1D Detonation Problem, Grid 300, CFL = 0.05, RK4

WENOS | WENOS/SR | WENOSfi+split | WENOSfi/SR-+split
_CPU ?ff’ 630 610 1720 1590
iterations/sec
Discontinuity
location error 10 0 0 -3
(grid points)

2D Detonation Problem, Grid 500x100, CFL = 0.05, RK4

WENOS5 | WENO5/SR | WENOS5fi+split | WENOSfi/SR-+split
el 4.0 3.6 9.5 5.7
iterations/sec
Discontinuity
location error 4 0 0 -3
(grid points)

Figure 15. 1D and 2D C-] detonation CPU comparison among methods.

4.1.2. 1D and 2D 13-Species EAST Simulations

The second two examples show the computations of a 1D and 2D 13-species chemical
reacting flow by Yee et al. and Kotov et al. [11,13,14].

These 1D and 2D simulations consist of a 13-species chemical reacting flow, which
is a simplified problem related to the NASA Electric Arc Shock Tube (EAST) experiment.
Figure 16 shows the schematic of the EAST experiment. Figures 17 and 18 show the 1D and
2D problem setup. Figure 19 shows the comparison of three grids using the same WENODbfi
method (left) and the comparison of five methods with the reference solution (right). The
left subfigure of Figure 19 indicates how the shock/shear locations are dependent on
the grid size using the same high-order method. The relative width between the shock
and shear is the function of the grid spacing compared with the reference solution. The
right subfigure indicates how the shock/shear locations are dependent on five different
numerical methods (TVD, TVDafi + split, WENOS5-1lf, WENOb5Pafi + split, and TVD/SR).
See [13,14] for the description of the five methods.

Figure 20 shows the temperature and pressure evolution of the 2D 13-species test case.
Figure 21 shows the comparison of methods, indicating how the shock/shear locations
are dependent on the three methods. Different boundary layers are predicted via the
three different methods as well. Here, WENOS5-LLF denotes WENOS5 using the local Lax—
Friedrichs flux (LLF), and WENOS5P-LLF denotes a positivity-preserving WENO5 of Zhang
& Shu [106] using the LLF. The relative width between the shock and shear is a function of
the methods.
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Experimental Setup

NASA Electric Arc Shock Tube (EAST) setup
@ Chamber: 10 em x 8.5 m, window at 7 m
@ Shock velocity: 9— 16 km/sec
@ Gas: N3 + 03 driven by He
@ Pressure after discharge: 1 — 27 atm

@ Driven gas initial pressure: 0.1 — 760 Torr

Diaphragm Symmetric BC

Y

0.1m 84m

Figure 16. The EAST experiment.

1D EAST Problem Setup
Diaphragm
High
Pressure Low Pressure Zone
Zone
L‘ 0.1m d‘ 84m J

13 species mixture:
e .He,N.,O,N,,NO, 05, Ny, NO*,N*t, 05, Ot He™.

High Pressure Zone Low Pressure Zone
p | 1.10546 kg/m? p | 3.0964 x 10~%*kg/m®
T 6000 K T 300 K
P 12.7116 MPu P 26.771 Pa
Yge | 0.9856 Yo, | 0.21
Yy, | 0.0144 Yn, | 0.79

Figure 17. One-dimensional 13-species problem setup related to the EAST experiment.
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2D EAST Problem (Viscous Nonequilibrium Flow)
NASA Electric Arc Shock Tube (EAST) - joint work with Panesi, Wray, Prabhu

Diaphragm Symmetric BC

0.1m 8.4m
13 Species mixture:

e  ,He,N,O,N,,NO,O,,N,” ,NO" ,N*,0,7,0" He"

High Pressure Zone Low Pressure Zone
o] 1.10546!@.(;/1'?::j o) 3.09646—4kg/m‘J
T 16000K T |300K
p | 12.7116 MPa p |26.771 Pa
Y ..| 0.9856 YG,2 0.21
YN2 0.0144 YN2 0.79

Figure 18. 3D 13-species problem setup related to the EAST experiment.

Stiff Source Terms: Wrong Discontinuity Locations
(Grid & method dependence of shock/shear locations)

NASA Electric Arc Shock Tube (EAST)

= 1D Computation: 13 species(Air+He) using
MUTATION library; L=8.5m

@ Fine grid step h = 0,05mm, 16 times finer than

5000k

coarse grid
Grid 501
25000} - Grid 1,001 24000 —
Grid 10,001 22000 - | TWDafissplit
: — =k
20000+ 3 TVD'SA
| |
15000 i L
E T Il
8 .Jl / 3
£ 10000 ol i
S 3
= 1
0.

0

“03 042 034 036

Flows without stiff source term: Gomputed locations of discontinuities are independent of
the grid size or high-resolution shock-capturing methods
Implication: The danger in trusting numerical simulation for problems with stiff source terms
Non-standard behavior of numerics observed in non-reacting flows
(Yea &t al., Griffith et al., Wang et al., Kotov et al., 1290 - 2016)

Figure 19. Temperature comparison using three grids and comparison among five high-order shock-
capturing methods for 1D 13-species chemical reacting flows.
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Temperature & Pressure Evolution, (X, = 2.2 m)

Cluster Grid in X between shear & shock, stretch in ¥ with AY i, = 10~5m, Max grid size 5106 x 121
Temperaiure, t = 2.125e-04 sec

o0& 03

Figure 20. Temperature and pressure evolution of the 2D 13-species chemical reacting flows.
Method Comparison
tend = 107 sec, grid 691 x 121, cluster in X, AY pin = 1072

Tollmien-Schlichting-like instability complex patterns at the boundary layer

- '

T: 2000 6000 10000 14000

18000

0.05

WENOS-LLF
CFL=0.2

WENOSP-LLF
CFL=0.4

Note 1: Different shock location: XTvD = 0.1024 m & XWENO =0.1034 m
Note 2: Different boundary layer: Different methods

Figure 21. Temperature comparison among three high-order shock-capturing methods for the same
2D 13-species chemical reacting flows.
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4.1.3. Three-Dimensional Supersonic Shock-Turbulence Interaction via a
Structure-Preserving Method [14]

The third example is a 3D supersonic turbulence flow simulation using our high-order
nonlinear filter method. This is a more challenging test case, and it is very CPU-intensive
computation with long transient simulation before obtaining meaningful turbulent statistics.
Figure 22 shows the problem setup. To illustrate an instantaneous turbulent pattern,
Figure 23 shows the instantaneous velocity field, u, (top) and u, (bottom), at a slice where
z = const, obtained with DNS on a grid of 1553 x 2562 points. A turbulent flow enters over
the left boundary at Mach 1.5. The turbulence interacts with a quasi-steady shock wave near
the inflow boundary. The figure shows the x- and y-directions velocity field in a z = const.
slice of the three-dimensional computational domain. See [14] for details of the problem
set-up and method comparisons. The numerical method is an eighth-order, accurate, non-
dissipative method, together with an adaptive nonlinear filter using a dissipation portion
of the seventh-order positivity-preserving WENO? of Zhang and Shu [106] (WENO7Pfi).
The Ducros et al. skew-symmetric splitting is the structure-preserving eighth-order central
spatial discretization. The turbulent Mach number is 0.16. The incoming turbulence causes
wrinkles in the shock front. The classical fourth-order Runge-Kutta method (RK4) is used
for temporal discretization. Grid refinement and a comparison of standard high-order
shock-capturing methods with the high-order structure-preserving nonlinear filter method
were performed in [14].

3D Shock-Turbulence Interaction Test Case

(Amplification of Turbulence Across a Supersonic Shock Wave:
Supersonic flow over wings, fins, control surfaces & inlets) J

What is needed: Periodic BC

o Inflow BC: Post-shock Zone Sponge Layer y
DNS of isotropic {
turbulence
(from Larsson & Lele, Y
Phys. Fluid, 2009) Turbulent py &— Shock Surface

- Inflow { o Outflow BC
e Sponge layer i ;
reduce domain size

C % Homogeneous
e Compute ; inY &7
back pressure N
to obtain mean ) o PR

stationary Periodic BC

shock
kouo ( X —Xgp

2

Sponge source term: W — —
pons " 2r

(Gently drive the flow towards a laminar state)

) (f= <f>y)

Xmax — xsp

Figure 22. 3D supersonic shock-turbulence Interaction test case.
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Figure 23. Instantaneous velocity field, uy (top) and u, (bottom), obtained with DNS on grid of
1553 x 2562 points. Slice z = const.

4.2. Problems with Random Forcing Source Term Simulation

Since all of the aforementioned methods and our nonlinear filter methods were origi-
nally developed for turbulent flows without source terms, their straightforward application
to problems involving forced turbulence or turbulence with volumetric energy sources can
result in spurious numerics [8,9,11,98,99,105]. It was shown in Yee et al. [11] and other
works that Strang operator splitting is more stable than solving the full Euler equation
with source terms included. For problems with time-varying stochastic source terms, there
has not been much numerical method development. Since the forcing term in turbulence
simulations with rms Mach numbers up to 0.6 is not very stiff, spurious numerics associated
with the wrong shock speed are very unlikely.

With the above in mind, we used methods developed in [8,11,98,99,105] as a guideline
for the simulation of stochastically forced homogeneous turbulence in a periodic domain.
The spatially seventh-order nonlinear filter methods with adaptive dissipation control
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developed by the authors and collaborators [8,11,98,99,105] were employed to solve the
homogeneous Euler equations, and an ODE solver was used to solve the stochastic forcing
terms via the Strang operator splitting approach [101]. For the majority of numerical tests
presented below, time steps based on a Courant-Friedrich-Lewy (CFL) number of 0.8 were
used. The forced turbulent simulations without the Strang operator splitting had to use a
much smaller CFL constraint [8,11]. See [107] for some early studies. The results of higher
Mach simulations are under preparation.

5. High-Order Structure-Preserving Method Formulations for Compressible Turbulence
in Nonuniform Curvilinear Grids

Selected formulations of high-order structure-preserving methods (SPM) in skew-
symmetric splitting form for a curvilinear grid are discussed in this section. The discussion
focuses on the Yee et al. and Sjogreen & Yee Entropy Split Methods that are entropy-
conserving [19,23,26,30] since these entropy-conserving methods with recent development
are not very familiar in the numerical method development community or among practi-
tioners in the turbulence simulation community.

The entropy split method originally coined by Yee et al. in the late 1990s is the
“Entropy Spitting Approach” [24,26].

The original entropy split method (the entropy-splitting approach) [26] is based on
the Harten entropy function for the thermally perfect gas Euler equations. This original
entropy splitting is a form of the skew-symmetric splitting of the nonlinear Euler flux
derivatives [81] that takes advantage of the homogeneity property of the inviscid Euler flux
and symmetrizable inviscid Euler flux derivatives. This splitting is of a form that is more
suitable for the discrete stable energy norm estimate technique, including the summation-
by-parts (SBP) boundary scheme estimate for an arbitrary order of non-dissipative central
spatial schemes for non-periodic boundaries. It was later shown by the authors that this
original entropy split method is entropy-conserving [18,19,21,22,29,76,94]. The Euler flux
derivatives are approximated as a sum of a conservative portion and a non-conservative
portion in conjunction with the SBP difference boundary closure [108] of Olsson & Oliger,
Gerritsen & Olsson, and Yee et al. [26,88,92]. This original entropy split method is entropy-
conserving, but the resulting method is not fully conservative. Two alternative methods
were developed by the authors to overcome this partially conservative entropy split method.
See [19,22,30] for details and test cases for a new class of entropy split methods that are
entropy-conserving, and the resulting schemes are also conservative.

In 2022, instead of taking advantage of the homogeneity property of the inviscid
Euler flux and symmetrizable inviscid Euler flux derivatives, a wider class of entropy split
methods that do not require the homogeneous property was developed in [23,96]. The
formulation is written in standard numerical flux form. This wider class of entropy split
methods was extended to the equations of ideal MHD by the authors in [23,96].

For completeness, forms of other structure-preserving methods for comparison among
the Yee et al. and Sjogreen & Yee entropy conserving, Tadmor-type of entropy conserving [82],
momentum conserving [87], kinetic energy-preserving [86,89-91] methods and a combi-
nation of these structure-preserving methods [29,30,90,109] in a curvilinear grid are also
included in this section.

The 3D compressible Euler equations of gas dynamics for a thermally perfect gas are a
system of conservation laws,

qt +fx +gy+h;=0. (26)

with conserved variables
q = (ppupvpwe),

where p denotes the density, 1, v, w are the velocities in the x-, y-, and z-directions, and e
denotes the total energy.
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When posed on a mapped domain with coordinate mapping x = x(¢,7,0), y =
v(¢,n,0),z=12(¢,n,C), the Equations (26) are transformed into

Jar + (]‘:xf+]§yg+]§zh)§+ (Inxf‘f‘]ﬂyg"']ﬂzh)iy + (]foJr]CngrICzh)g =0

on the unit cube, (¢,7,) € [0,1]3, where | denotes the determinant of the Jacobian of the
grid mapping.

The fluxes are considered in an arbitrary direction, k = (k; kp k3), where, for
mapped domains, k are the metric derivatives. For example, for the ¢-direction fluxes,
k = (J¢x J&y J¢2). The flux of the gas dynamics equation in the direction k is

f = kif + kog + ksh = (11, puit + kyp, pvil + kap, pwi + kap, (e +p))T.  (27)
Here, the velocity in the k-direction is denoted as
1= kiu + kov + ksw.
The total energy is related to the pressure, p, via the ideal gas law,

e= % - %p(u2 +0? +w?),
where ¢ > 1is a given constant. For simplicity, the 1D form of the equations is sometimes
used in the description below. Writing x for the coordinate and £ for the flux in one
dimension should be interpreted for curvilinear grids as the coordinate ¢ with flux f and
direction vector k equal to the corresponding metric derivatives.
Entropy is a convex function, E = E(q), such that smooth solutions of (26) satisfy the
additional scalar conservation law

Ei +Fe+ Gy + H: =0, (28)

where the entropy fluxes, F, G, and H, are related to the Euler fluxes via Eqf, = Fy, and
similarly for the y- and z-directions. The entropy variables are defined as

v =Eq(q),

which is a well-defined change of variables, v = v(q), due to the convexity of E(q).
There are mainly two entropies for the Euler equations that are used in entropy-based
numerical method developments: (a) Harten [81] considered the class of entropies

+u PN
Exy = =2 p(pp™")"7, (29)
7v-—1
where  is a parameter. To ensure that E is convex, i.e., that the matrix (Ep)q,q is positive-
definite, a is required to satisfy « > 0 or & < —. The corresponding x-direction entropy
flux is uE. (b) The logarithmic entropy,

EL = —plog(pp™7), (30)

is another commonly used entropy. Entropy-conserving (EC) schemes are numerical
discretizations for which the semi-discrete counterpart of (28) holds.

The high-order entropy split methods split the 3D thermally perfect gas dynamics
Euler equations into conservative and non-conservative parts before discretization as

q: + ﬁf—l(fj(‘x) + féy) + fgz)) +

1

W(A(x)vx + AWy, + AB)v,) = 0. (31)
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The matrix in the x-direction is defined as
A = ¢ (32)

with B # —1, and for physically relevant solutions, we must choose the positive split
parameter B > 0. The situation is similar for the other coordinate directions.

The original split form of the Euler flux derivative, but with negative 8, was used
in the original studies by Harten and Gerritsen & Olsson [81,88]. Yee et al., Vinokur &
Yee, and Sjogreen et al. [24,26,36] found the physically relevant branch of the splitting
parameter, > 0, by re-examining the results in [81,88]. Yee et al. [24,26] extended
the entropy split form to include thermally perfect gas for moving curvilinear grids. In
addition, they performed detailed numerical studies by applying high-order accurate
entropy-splitting forms of the method and comparing the result with those of the standard
unsplit form in various inviscid gas dynamics problems, including a 3D turbulent channel
flow [16]. They found that using high-order central discretizations on the entropy split
form of the Euler flux derivatives alone led to more stable computation than the standard
unsplit approximation without additional numerical dissipation. Specifically, the long-time
integration of selected smooth flows could be achieved with the entropy split scheme
without the need for numerical dissipation, whereas numerical dissipation was required
for the unsplit approximation. See [14,15,20,76,95,109,110] for some of the related entropy
split methods’ developments. Comparisons of other forms of skew-symmetric splitting
of the Euler flux derivatives [86,87,91] were also performed with results indicated in the
aforementioned work.

Below, we expand the discussion of the original entropy split method using linear
difference operators in one space dimension.

5.1. High-Order Entropy Split Methods Using Linear Difference Operators [19,20,22,26,76]

The original entropy split methods [26] that used linear difference operators for their
construction were later proven to be entropy-conservative and stable for a thermally
perfect gas in Sjogreen & Yee [19,20,22]. The various high-order methods resulting from
applying classical spatial central, DRP, or Padé methods to the split form of the Euler flux
derivative are entropy-conservative [18,26]. An entropy split approximation of the Euler
flux derivatives based on DRP finite difference discretizations [75,93,111,112] was used
in [18], and results for a aeroacoustic turbulence test case indicated a similar improvement
in long-time integration numerical stability.

This original entropy split method construction differs from standard entropy-conserving
methods in two ways. Firstly, the entropy split methods do not rely on a two-point nu-
merical flux. Instead, the method is defined based on a standard linear difference operator.
Secondly, the original entropy split method conserves entropy (29), but the method itself
is not in a conservative form. See Sjogreen & Yee [22] for a recent new development to
obtain entropy split methods that are entropy-conserving with the numerical method itself
in conservation form.

The semi-discrete entropy split approximation of the one-dimensional version of (26) is

1
g+1

d P

(fv>]DV]:0, ]21,,N, (33)
where D is a linear finite difference operator (e.g., a high-order non-dissipative central
difference, Padé, or DRP operator), and § > 0 is a parameter related to a in (29) via
B=(a+7)/(1—7).

The flux Jacobian matrix with respect to the entropy variables, fy, is symmetric. In the
most common case, D is a standard high-order SBP centered difference operator, but other
operators are possible. For example, D could be a bandwidth-optimized operator with SBP
closure, such as that developed in [75,93,111,112].
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If the difference operator, D, has the SBP property, then the entropy-conserving
property
d
AxE Y wiE(t)—F+Fy=0 (34)

holds; see [19].

Entropy splitting weights the non-conservative portion of the flux derivative via
1/(B + 1), where p > 0. Hence, using the range § > 0 corresponds to giving the non-
conservative portion a weight between zero and one, whereas < 0 leads, nonphysically,
to a weight that is greater than one (for —1 < B < 0) or negative (for < —1). Furthermore,
because the non-conservative weight 1/( + 1) goes to zero as p — oo, choosing a large
should reduce the influence of non-conservative effects.

In our early work performed on some smooth flow test cases using high-order non-
dissipative discretizations, results indicated that 8 = 1 (corresponding to a weight of 1/2 on
both the conservative portion and the non-conservative portion of the flux derivative) can
improve stability without the need to add numerical dissipation. For shock-free turbulence,
a similar improvement in stability was observed for § = 1 or 2. For turbulence with
shocklets, B > 2 is needed, possibly because larger B gives better conservation properties.
For turbulence with shocks, new forms of the entropy split method were proposed in
Sjogreen & Yee [22] that include the derivation of a high-order conservative numerical flux
for the non-conservative portion of the entropy splitting of the Euler flux derivatives in
conjunction with their nonlinear filter approach.

5.2. Spatial Discretizations via Two-Point Numerical Fluxes

The majority of current high-order FDM methods are written in two-point numerical
fluxes’ form. In this section, for simplicity of presentation, the numerical discretization of
various methods is described in one space dimension using a uniform finite difference grid,
xj=(j—1)Ax,j=1,...,N, where Ax is the grid spacing.

The schemes will be considered on the semi-discrete form,

dq; N hiy1/2 —hj1,2

Gt Ax =0 (35)

where h; 1/, denotes numerical fluxes. For three space dimensions, the flux formulas are
applied separately along each coordinate direction.

Here, we consider two-point second-order accurate fluxes, h;,1,2 = h(qj, qj41)-
These can be used as building blocks for higher-order methods, as is described in the next
subsection.

The entropy-conserving property is [82],

(vie1 = v) "hi1/2 = 91 — ¢, (36)

where ¢ = vTf — F is the entropy flux potential. Equation (36) is one equation for the five
flux components, leading to non-unique EC methods. Interchanging j and j + 1 in the
differences on the right-hand-side and left-hand-side shows that h(q;; 1, q;) also satisfies
(36), making it reasonable to require the symmetry h(q;;1,q;) = h(q;, qj;1). When (36)
holds, it is possible to derive the semi-discrete entropy equality

dE(q;) 1
TR E(H]’H/z —Hj_1/2) =0

from (35), [82]. Here, H}, 1/, are numerical entropy fluxes consistent with F.
The kinetic energy preservation (KEP) property of a three-point, second-order, accurate
numerical semi-discretization holds if the semi-discrete solution satisfies

d(ek)j 1 (kin) (kin) R
at fx(hjﬁ/z - h]'_l?/z) +1;Dp; =0 (37)
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for any kinetic energy numerical fluxes, #(K"). The operator acting on the pressure is
the standard second-order accurate Dp; = (pj11 — pj—1)/(28x). The simple identity

uiDp; = —p;Du; + (h}i’?m - h](.f’i)/z) with h}i’?m = (ujpj1 + uj1p;) /2 makes it possible

to rewrite the non-conservative part of (37) as p;D1l;.

The methods will be given in terms of their two-point, second-order, accurate numeri-
cal fluxes, hj;1/> = h(qj, qj11)-

From the two-point flux, a generalization to wider stencil methods with additional
properties, such as higher-order accuracy or wavenumber optimization, is straightforward.
Next follows a few results for generalized schemes.

5.3. Extension to High-Order Spatial Discretizations [20,76]

Definition 1. Given a numerical flux function, h; 1/, = h(qj, qj41), and a linear finite difference
operator,

1 L
fx(xj) S ij = Ax k_zl ock(fj+k - fj—k)/ (38)
the generalized numerical flux is
P k
8i+1/2 =2 & Y h(qjim Qjsrm—k)- (39)
k=1 m=1

Remark 4. In addition, the generalized flux difference can be written:

1 1 &
Ay (8it1/2 — 8j-1/2) = 1~ Y 2, (h(qjk qj) —h(q;, qj—k))- (40)
=

Definition 2. Given a numerical flux, hj,1/> = h(qj, q;11), and a linear boundary operator of
width q for the first s grid points,

1 & ,
fx(x]-) ~ Dbf] = E I;ﬁjkfk, ] = 1,. ..,S. (41)

The generalized boundary operator is
1 4
Hl;zﬁjkh(qkr q;), (42)

Assuming symmetry, h(uj1,u;) = h(u;j, uj1), the following results hold.
Theorem 1. If the linear operator (38) is pth-order accurate, then (40) is pth-order accurate.

Theorem 2. If the two-point flux is EC, then (40) is EC. Furthermore, if the combined linear
operator and boundary operator are SBP, then (42) and (40) satisfy the semi-discrete entropy balance

d N
Axa]; w;E(t) = Fi + Fy =0,

where w; > 0 are SBP norm weights, and Fy, Fy are boundary entropy fluxes.

If the linear operator is wavenumber-optimized (e.g., DRP), then (40) is a generaliza-
tion of the wavenumber-optimized operator. However, since the wavenumber optimization
is a linear concept, it is harder to define a wavenumber property of the generalized flux,
other than noting that it becomes the wavenumber-optimized method wherever the flux is
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linear. However, Theorem 2 shows that the generalized wavenumber-optimized approxi-
mation is entropy-conserving.

For the generalized scheme, the KEP property is defined using (37), but the operator,
D, acting on the pressure now is required to be (38).

5.4. High-Order Numerical Fluxes in Curvilinear Grids for Comparison Study [20,76]

Denote the arithmetic average of a grid function, u, over two grid points using
{u} = (qu + uj)/Z,

where u; denotes the numerical approximation of variable u at grid point x;.
The five flux components of the Euler equations will be denoted using the superscript
(m),m=1,...,5; e.g., the mass flux is denoted as R,

5.4.1. Kinetic Energy-Preserving (KEP) Property
A simple way to verify a numerical method through KEP is the following.

Theorem 3. The KEP holds if the numerical momentum fluxes satisfy

W@ = {ubh® + ks {p} (43)
WO = {o}nV + Ky {p} (44)
h® = {wyn™ + ks {p}. (45)

See [90].
Proof. The identity
1 1
E(Pu2)t = u(pu) — EUZ(P)t
shows that

d(ex); dpjuj  dpjv; dpjwj 1 5 oo AP
T TR T T LU I R P TR

Using (35) to replace time derivatives with spatial differences gives

d(ex);
dt

1 1 1
5”12'(’1](4)1/2 - h](’f)uz)

3 3 1 1 1
+ vj(h](ﬁl/z - h](—)uz) - Evjz(h]('+)1/z - h]('—)l/2>

4 4 1 1 1
i, — 1) ) — Ew]?(h](.jl/z —nY) ). @6)

_ uj(h(2) h(z) ) —

Ax j+1/2 ~ 12

If (43)~(45) hold, then

2 2 1 (1
”J'(h]('+)1/z - hj—>l/2) - %ujz(h]('+)l/2 - hj—>l/2)

= uj(ujer + 1) =) ) = Fui(+ i) =Y, +haw (pia+py = (i pi1) (47)
1 1
= Sy o = weah Dy ) + kg (pra = ).

The terms multiplied by v; and w; in (46) are rewritten in the same way to obtain (37) with

(kiny 1 ¢9)
hiviyn = 5 (Ut + 0+ wiawphy .
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If the KEP property is hard to verify analytically, it is possible to apply the scheme to a flow
that satisfies periodic boundary conditions and check numerically whether

N-1 1 N-1
) u]»r]@ + v]-r](.3) + wjr]@) — E(u]2 + v]2 + w?)r}l) =) u4;Dp;j (48)
j=1 =1
holds. Here, r(-m) denotes the flux difference h(m) — h@” /Ax. If a numerical example
i+1/2 172 P

can be found where (48) does not hold, then clearly, KEP cannot hold. If (48) seems to hold
numerically, the test is inconclusive.

Below, a description of a few methods, given in terms of their two-point numerical
flux functions, is provided. O

5.4.2. Tadmor-Type Entropy-Conserving Numerical Flux Using the Entropy Function
Ep = —plog(pp~7): ECLOG

The Tadmor-type entropy-conserving method conserves entropy (30). In its original
form, it is not a kinetic energy preservation. The logarithmic average of the density is
defined via

P = log gi - lpég pi @
The numerical flux vector is
Y = p"{a} (50)
) = (i) () + 61)
B = (i) (0} + ko b 52)
W = p"{a}{w} + ks {ii’;} (53)

s _ 1 o 4 0F v L mea 2y 4 2y o (g2
h 7—1(p/p)l"{ }+{p/p}{} o ({7} + {7} + {w’})
+p{ar({u}? + {0} + {w}?). (54)

Then, the logarithmic average of p/p required in the energy flux is defined via (49) with
p/ p replacing p.

5.4.3. Entropy-Conserving Numerical Flux of Tadmor-Type Using the Entropy Function
E; = —plog(pp~7) with the KEP Property [90]: ECLOGKP

This Tadmor-type method conserves entropy (30). Using the Ranocha formulation, it
has the kinetic energy preservation property.

For this entropy-conserving and kinetic energy-preserving method, the numerical flux
vector is defined via

WV = ol {a} (55)
W = plmfat{u} + ki {p} (56)
h® = p"{a}{o} + ko {p} (57)

W = p"{a}{w} + ks{p} (58)
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G _ 1 Plnfﬁ ﬁ—ll”ﬁ u v w
he _’y—l(p/p)l”{ P ApHa} - o 23+ {0*} + {w?})

+ " {a}({u}? + {0} + {w)?) — i(vm = pj) (1 — 1) (59)

5.4.4. Tadmor-Type Entropy-Conserving Numerical Flux Using the Harten Entropy

Function Ey = — Yﬁ’i‘p(pp*”) 7 with the KEP Property [90]: ECHKP

This method conserves entropy (29), as well as automatically possessing the KEP
property. Denote

= Ppp)e 60
z ’ (po™ 7). (60)
The numerical two-point flux is defined as

B0 {za}
{z71/e} {pli-r=a)/a},

h® =nW{u} + ki {p}
W3 = {0} + k{p}
W = nW{w} + ks {p}

B = WO (D o e {4 (0] + {02 = 507 4+ 0 o))
The exponential average is defined via
{a°}e = (@) = 7D/ ((B+1) (@501 — ). (61)

5.4.5. Momentum-Conserving Method of Ducros et al. [19,87]: DS

For the Ducros et al. momentum-conserving method, the corresponding numerical
flux vector is defined as

WV = {p}{a} (62)
W® = {ou}{a} + ki {p} (63)
W) = {poH{n} + k{p} (64)
W = {ow}{a} +ks{p} (65)
h®) = {e+ pY{a}. (66)

Remark 5. The identity

1 1 1 1
ED(ab) + EHD(b) + ibD(a) = IAx ((11]'+1 + aj)(bj+1 + b]') — (11]' + a]',l)(b]' + b]‘,l))
with Da = (ajy1 — aj_1)/2Ax shows that the two-factor fluxes can be interpreted as a

conservative/non-conservative split approximation. By rewriting the fluxes, they can be written in a
conservation form. See [19] for the generalization of the Ducros et al. momentum-conserving method
to an arbitrary order of accuracy in a conservative form. From our numerical comparison, this
method turned out to be fairly robust in computations, but it is not known to conserve any entropy.
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5.4.6. Ducros et al. Momentum-Conserving Method with KEP Property [90]: DSKP

The DSKP method is a variant of DS that can be easily formulated to include the
Ranocha KEP property.
The corresponding numerical flux vector in this case is defined as

WV = {pa} (67)
W@ = {on}{u} +ki{p} (68)
1 = {pn}{o} + k2{p} (69)
W = {pn}{w} +ks{p} 70)
KO = fpap( P 71)

5.4.7. Kennedy-Gruber-Pirozzoli Kinetic Energy-Preserving Method: KGP

The Kennedy—Gruber-Pirozzoli kinetic energy-preserving method [86,91] turned out
to perform very well among the considered methods and test case comparisons. The
numerical flux vector is defined as

WV = {p}{a} (72)
h® = {o}{a}{u} + ki {p} (73)
W) = {o}{a}{v} +ka{p} (74)
W = {pHa}{w} +ks{p} (75)
h®) = {p}a}{(e+p)/p}. (76)

Remark 6. Similarly to the Ducros splitting, KGP splitting can be written as a
conservative/non-conservative split approximation, but using three factors instead of two:

i(D(abc) +abD(c) + acD(b) + beD(a) + aD(bc) + bD(ac) + cD(ab))
= 817((”#1 +aj) (bj1 + bj) (cj1 + ¢)) — (aj+ aj_1) (bj + bj—1) (cj + 1)) (77)

6. Entropy Split Method and Recent Extensions ES

For the extension of the original entropy split method, the semi-discrete entropy split
approximation of the 1D version of (26),
d B 1

2a Df:
TR I R A

(£);Dv;=0, j=1,..,N, (78)

is repeated here, where D is a linear finite difference operator (38), and B > 0 is a parameter
related to w in (29) via p = (a + ) /(1 — 7).

The flux Jacobian matrix with respect to the entropy variables, fy, is symmetric. In the
most common case, D is a standard high-order SBP-centered difference operator, but other
operators are possible. For example, D could be a bandwidth-optimized operator with SBP
closure, such as that developed in [93].

If the difference operator, D, has the SBP property, then the entropy-conserving

property
d N
AxE]; WiE(t) —F +Fy =0

can be proven for (78); see [19].



Fluids 2024, 9, 127

42 0f 70

It is noted that, for § = 1, the entropy split method using a central spatial scheme,
after being rewritten into conservative differencing, becomes the standard Ducros et al.
splitting, and it can easily be rewritten into a conservation form.

6.1. Hybridized Entropy Split Method with Ducros et al. Splitting: ESDS

For this method, we hybridized DS with ES by replacing the centered approximation
of the conservative part of ES with the DS flux difference:

1 1 .
(hj+1/2 — hj_l/g) + m(fv)]DV] = 0, ] = 1, ‘oo ,N, (79)

YT g 1Ax
where h;, 15 is the DS numerical flux function. The performance of the ESDS method is
shown in the comparison of high-order methods in the next section.

6.2. New Conservative Entropy Split Method ESSW

To overcome the issue of being a non-conservative discretization via the original
entropy-conserving split scheme, Sjogreen & Yee [22] derived a high-order conservative nu-
merical flux for the non-conservative portion of the entropy splitting of the Euler flux deriva-
tives. Due to the construction, this conservative numerical flux requires a higher operations
count, and it is less stable than the original semi-conservative split method. For the deriva-
tion, formulation, and test case comparison of the scheme NEW, see Sjogreen & Yee [22].
The comparison indicated that the Tadmor entropy-conservative method [82] of the same
order requires a higher operations count than the NEW entropy split construction. Aside
from being entropy-stable, the main advantage of the entropy split method is its supe-
rior stability without added numerical dissipation over the standard centered difference
method. In addition, the entropy split method is more stable for the long-time integration
of smooth flows than the conservative Ducros et al. splitting [87] or the Kennedy—Gruber—
Pirozzoli [86,89] splitting. Its drawback is that it is non-conservative. When the entropy
split method is used (together with conservative shock-capturing dissipation as a nonlin-
ear filter step) to compute flows with shock waves, the degree of incorrect shock speed
increases as the shock strength increases.

An alternative to using the conservative version of the entropy split form for problems
containing shock waves is to use a shock detector to switch the entropy split discretization
to a standard centered approximation in the neighborhood of shock waves to avoid the
wrong shock speed. Alternatively, since entropy splitting is more stable for the long-
time integration of smooth flows than the conservative Ducros et al. splitting [87] or the
Kennedy-Gruber-Pirozzoli [86,89] splitting, but the latter two splittings are more stable
than the pure central spatial discretization, the switch can be between the entropy split
method and conservative skew-symmetric splitting, e.g., Ducros et al. or Kennedy—-Gruber-
Pirozzoli splitting.

An extension of these structure-preserving methods to the ideal MHD equations
can be found in our previous work [20,30]. For the extension of the new entropy split
formulation using a two-point numerical flux without requiring the homogeneity property
of the compressible inviscid flux, see the last section or [23]. Since this new approach was
just published, a large portion of [23] is repeated in Section 8.

7. Gas Dynamics Comparison Among High-Order Methods

This section illustrates different test cases compared with selected high-order structure-
preserving methods before a discussion of the extension of the new entropy split method
for the equation of ideal MHD. The same notation and nomenclature for these methods
indicated in our published work are defined below.

7.1. Spatial Discretization with Various Structure-Preserving Properties

The nomenclature for the high-order structure-preserving methods considered for test
cases’ comparison is as follows:
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e  ECHKP: Entropy conserving using the Harten class of entropy functions, Ey =

1
- ;’—f? p(pp~7) %7 [81,82]. It turned out that this method, in its base form, also satisfies

Ranocha’s kinetic energy preservation condition (KEP); so, there is only one variant of
this method [76,90].

¢ ECLOG: The Tadmor-type entropy-conserving method using the Tadmor entropy
function E;, = —plog(pp~7).

* ES: The skew-symmetric splitting of the inviscid flux derivative that is entropy-
conserving and entropy-stable using the Harten entropy function [81] and the general-
ized energy norm with summation by parts (SBP) [19,26,94].

e DS: A momentum-conserving Ducros et al. skew-symmetric split of the inviscid flux
derivative [87].

¢ KGP: Kennedy-Gruber-Pirozzoli (KGP) skew-symmetric splitting of the inviscid flux
derivative that is kinetic energy-preserving [86,89,91].

¢ ESDS: Entropy split with Ducros et al. splitting [19].

¢ ESSW: Entropy split with Ducros et al. splitting but a switch to regular central near-
discontinuities [22].

¢  ECLOGKP: A Tadmor-type entropy-conserving method using the Tadmor entropy
function with Ranocha’s kinetic energy-preserving modification [90].

e DSKP: Ducros split with KEP.

According to our previous studies [19,20,22], the Tadmor-type entropy conserving
methods EC, ECLOG, and ECLOGKRP are the most CPU-intensive methods among the nine
methods. For the results by EC, see [19,20,22]. It uses approximately twice the CPU per
time step as the ES, ESDS, and ESSW methods. DS is the least CPU-intensive. A comparison
of execution times was given in previous published works.

For more test case comparisons, including strong shock waves, see [19,20,22]. Here,
only the 2D isotropic vortex convection, 3D Taylor—Green vortex shock-free turbulence,
and the Brio-Wu MHD shock tube test cases were selected for the nine-method comparison.
The comparison included the maximum norm error, mass conservation errors, entropy, and
kinetic energy vs. the time for the eighth-order methods. It is noted that the performance
comparison discussed here pertained to the chosen flow type, governing equation set, and
uniform grid spacings without any grid adaptation. The performance of the entropy split
methods as a function of the split parameter 8 for other test cases can be found in our
previously published work indicated above. Just like other current high-order method
developments in the literature, the performance of the entropy split method is highly
dependent on the grid size, flow type, flow condition, shock-free turbulence, turbulence
with shocklets, and turbulence with strong shocks. Below, only results by the eighth-
order classical spatial discretization are shown. Studies using DRP and compact spatial
discretizations were also performed, but they are not shown here. See [19-22,29] for
additional investigations.

7.2. Smooth Flow Test Case for Gas Dynamics: 2D Isotropic Vortex Convection the Popular Test
Case to Test the Stability and Accuracy of Long-Time Integration for a Smooth Flow Is the 2D
Isentropic Vortex Convection with the Initial Data Indicated in Figure 24

The exact solution is the initial data translated, u(x,t) = ug(x — Ueot, ¥ — Voot). The
computational domain was of the size 0 < x < 18,0 < y < 18 with periodic boundary
conditions. The center of the vortex was (xo,y0) = (9,9). We integrated this test case to
a final time T = 800 for a majority of the comparisons. Two grids, 1012 and 2012, were
considered for the comparison. For g = 2 and the coarse grid 1012, we integrated a final
time of T = 1440, which is more than 100 times longer than that reported in the literature
and twice as long as that in most of our previous studies with an end time of 720. To obtain
better time accuracy, the CFL number was set to 0.4, leading to a fairly small time step.

Investigating the level of the maximum norm error via the eighth-order ES and ESSW
methods as a function of  vs. time using the two grids, Figure 25 shows that a lower
maximum norm error can be prolonged for longer time integration using f = 1 than g =2
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with the finer grid for both the ES and ESSW methods. For the same grid, the maximum
norm error is highly dependent on the value of 8. The error remains the same for § = 1in
both the ES and ESSW methods. However, for other f = 2 and 2.5, the error using the ES
method is slightly different from that of the ESSW method.

2D Isentropic Vortex Convection
(Inviscid, pure convection of the IC)

Computational Domain: Period BC, D<az<I80<y=<l8
Initial Condrtion:
(y—1)8% ,_,a
pla,y) = (1 - e )7
ym?
) H(u — Yo) 2y g
u(z,y) = u, — ———l(1-7)/2
il = 27
v(z,y) = voo + Mru- /2

L

plz.y) = p(z,y),
F"l‘.—-Il'!‘i'yQ.j: 5,9 = 14t = Lvne =0,

Figure 24. 2D isentropic vortex convection problem setup.
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Figure 25. 2D inviscid isentropic vortex convection: comparison of maximum norm error vs. time for
different B by eighth-order ES (top) and ESSW (bottom) using 1012 (left) and 2012 (right) grid points.

Figure 26 shows the maximum norm error, mass conservation errors, entropy, and
kinetic energy for the nine eighth-order methods using f = 1 on the fine grid. Overall, ES
performed the best except in the conservation of mass breaks down at around time 680. The
kinetic energy and entropy results show the quantity with its value at time zero subtracted;
e.g., the kinetic energy (Ej;, ;) shown is Eg;, () — Egin (0).
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Figure 26. 2D inviscid isentropic vortex convection: comparison of maximum norm error, mass
conservation error, entropy errors, and kinetic energy by Ep vs. time for the nine eighth-order
methods using fine 2012 grid points and g = 1.

To show the performance of 8 = 2, Figure 27 shows the time evolution to the final end
time of T = 1440 using the coarse grid 1002 in terms of the maximum norm error, the two
entropies, and the kinetic energy as a function of time for the eight methods using g = 2
in the entropy split methods. The performance of the ES method using = 2 was very
different from that using g = 1 with the same grid.

The entropy E; shows the quantity with its value at time zero subtracted. The KGS,
DS, and ESDS methods blew up before time 300, while the four methods that conserve
entropy all ran to the final time. However, the methods that did not blow up had very large
errors after time 300.

The entropies were not perfectly conserved for longer times. The likely explanation is
that poor accuracy for long times made the time discretization error significant. This, in
turn, destroyed the conservation when entropy conservation held only for the semi-discrete
problem. However, as seen from the zoomed-in plots, the entropy and kinetic energy
were very close to being constant up to the time when the errors became large. This is an
improvement that we expected to see with the more accurate time integration.

The results for ES and ESDS highly depended on the split parameter 5. Only compar-
isons using B = 1 and B = 2 based on the study in [19] are shown here. Using p = 1 with
grid refinement, the performance of ES was stable and more accurate for a longer time inte-
gration. In summary, for the 2D vortex convection case, the ESDS, ESSW, and KGP methods
conserve entropy over a shorter time integration and are less accurate for a longer time
integration than the other considered methods. For ESDS and ESSW, their modifications
from the original ES method might interfere with the entropy conservation property.

For the splitting parameter f, even for shock-free long-time integration flows, for
physical argument, it is preferred to use p = 1 or greater, as, for § < 1, more than a 50%
non-conservative portion of the split flux derivative is used.
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Figure 27. 2D inviscid isentropic vortex convection: final end time of T = 1440 comparison of
maximum norm error, entropy Ep, entropy Ep, and kinetic energy vs. time for the eight eighth-order
methods using 100? grid points and g = 2.

7.3. Three-Dimensional Shock-Free Compressible Turbulence Gas Dynamics Test Case—3D
Taylor—Green Vortex

The well-known shock-free compressible turbulence test case to evaluate the stability
and accuracy for gas dynamics is the Taylor—Green vortex [113]. The 3D Euler equations of
compressible gas dynamics are solved with oy = 5/3. The computational domain is a cube
with sides of length 271 and with periodic boundary conditions in all three directions. The
initial conditions are

p=1 p=100+ {[cos(2z) + 2)(cos(2x) + cos(2y)] — 2} /16 (80)

u =sinxcosycosz, v = —cosxsinycosz, w=0. (81)

The problem is solved to time 20. In our previous studies, the uniform coarse grid DNS
of 643 grid points solutions was compared with the filtered fine grid DNS solutions using
a uniform 2563 grid points. Here, we used the same uniform coarse grid to examine
the nonlinear stability and accuracy of the three new eight-order NEW, ESSW, and ESDS
methods. The total kinetic energy of the exact solution is constant in time.

The present discussion of numerical results was confined to a coarse-grid DNS com-
parison among the methods. It is noted that, for this Taylor-Green inviscid problem,
small scales were generated that eventually caused large errors in the solution due to an
inadequate resolution. This probably occurred around T = 5. Another issue is that, for
very low dissipative or non-dissipative numerical methods for the simulation of turbulent
flows, even with extreme grid refinement, grid convergence cannot be obtained, as the
original inviscid Euler equations are chaotic in nature. With sufficient but not excessive
numerical dissipations, one is solving the equivalent of a very high Reynolds number in
Navier-Stokes equations. See Yee & Sjogreen [35] for a study. The end time is 20 instead of
the standard end time, 10, so that the solution behavior could be observed twice when using
the same RK4 time discretization and CFL number, 0.4. Harten’s entropy was used for all
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schemes except ECLOG and ECLOGKP, for which we used the log entropy. Furthermore,
the entropy E(t) was normalized to show the deviation from the initial entropy. Thus,
E(t) — E(0) is shown in the figures.

Figure 28 shows the comparison of kinetic energy, the maximum norm error, and
entropy vs. the time for the nine eighth-order methods. It is interesting to see the behavior
of doubling the time integration duration for such coarse-grid DNS computations.

800 200
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- - ECLOG - - ECLOG
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Figure 28. 3D inviscid Taylor-Green vortex using 64> grid points: comparison of kinetic energy (top
left), enstrophy (top right), entropy (bottom left), and entropy (close-up, bottom right) vs. time for
the nine eighth-order methods using g = 2.

The ESDS method became unstable at around time 6, and the DSKP method became
unstable at around time 7. All other schemes ran to completion. Again, the kinetic energy
and entropy results show the quantity with its value at time zero subtracted; e.g., the
kinetic energy (Eyj,(;)) shown is Ey;,(t) — Egin(0). The ES method started to lose some
energy at a later time. Otherwise, the stable results were similar. ECLOGKP and KGS are
indistinguishable, and they fall on top of each other in the zoomed-in figure. One surprising
result is that the ECBKP method was expected to preserve the kinetic energy in the same
manner but did not do so. The other stable methods were a little off, but this is only visible
in the close-up. The ES and ECBKP methods fell on top of each other, as we would expect,
since these two schemes conserve entropy in a discretized sense. The ECLOGKP method
was also on top of ES and ECBKP, making it hard to visualize the differences in the results.

Not included here are studies illustrating that the logarithmic entropy function con-
served Harten’s entropy almost perfectly. The ECLOGKP and ECLOG methods conserve
entropy, as illustrated in the figure where their solutions are shown on top of each other.
Overall, ECLOGKP, ECLOG, ECBKP, KGS, and DS are very similar. One has to zoom in
very much in this region to see any differences for this test case. However, differences
might be larger for other flow problems. As can be seen in this test case, the ES method
behaves somewhat differently. DSKP and ESDS do not perform well. It is noted again that
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the results for ES and ESDS are highly dependent on . Only results with § = 2 are shown,
based on the study in [19].

Figure 29 compares how well these eighth-order methods conserve mass and mo-
mentum in the x-, y-, and z-directions. The figures show the total mass (or momentum)
as a function of time, normalized so that the initial mass (or momentum) is zero. For the
mass-conservation plot, all schemes except ES, ESSW, and ESDS are perfectly conservative.
The normalized M(t) — M(0) is zero as long as the method is stable for all methods except
the ES scheme; these values are around e~? most of the time. In addition, these figures are
shown in the log scale, for which we artificially set the schemes with zero conservation
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Figure 29. 3D inviscid Taylor-Green vortex using 643 grid points: comparison of mass conservation
(top left), x-momentum conservation (top right), y-momentum conservation (bottom left), and
z-momentum conservation (bottom right) vs. time for the nine eighth-order methods using p = 2.

The Taylor-Green vortex test case has a similar method comparison conclusion as the
vortex convection test case. The ESDS, ESSW, and KGP methods conserve entropy in a
shorter time integration and are less accurate for a longer time integration than the other
considered methods. For ESDS and ESSW, their modification from the original ES method
might interfere with the entropy conservation property.

7.4. A Difficult Brio-Wu MHD Shock Tube Test Case

For the extension of these high-order methods for the ideal MHD in curvilinear grids,
see [30].

Here, we include the performance of a very difficult Brio-Wu MHD shock tube prob-
lem. It involves two fast rarefaction waves, a slow compound wave, contact discontinuity,
and a slow shock wave. According to the Flash code [45,114], standard high-order shock-
capturing methods exhibit oscillatory solutions. Examples are PPM (the piecewise parabolic
method of Collela & Woodward [115]) and third- to fifth-order WENO (WENO3-WENO?5).
Most researchers resorted to using first-order or very diffusive second-order methods with
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local Lax—Freidrichs (LLF) or variants of the HLL-type numerical fluxes [116,117]. The
oscillations increase with an increase in By; the reason is that a stronger By introduces more
of a transverse effect that resists shock propagation in the x-direction, causing the shock to
move slowly.

The test case was solved on domain 0 < x < 1 to time 0.1, using 801 uniformly dis-
tributed grid points. A grid refinement study was also performed using a 1601 uniform grid.

Details of the test case can be found in [23,30]. Figure 30 shows the problem setup.
Figure 31 shows the comparison among seven eighth-order structure-preserving base
schemes using the same WENO? as the nonlinear filter with the flow sensor indicated
in [30]. The figure shows the comparison of density and pressure. From the figure, one can
observe the different resolutions at the discontinuity locations. The results demonstrate
that all the considered high-order structure-preserving methods perform well on a rapidly
developing flow consisting of shocks and rarefaction waves but without complex flow
features. The use of structure preservation high-order methods in this case only helps with
numerical stability but offers less of an improvement in accuracy. However, these high-
order nonlinear filter structure-preserving methods show a great improvement compared
to the results indicated in [45,114,116,117].

Brio-Wu MHD Shock Tube Problem

(pLa Ur, DL, Btz): B[y;l'. B{ZJ) = (1! 0! 1: 075 1: 0)
(PR? UR; PRy th]: B[y]'. B{z)) = (0125* (]: (]1: 075: _l? [])

Figure 30. Brio and Wu MHD shock-tube problem setup.
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Figure 31. Brio and Wu MHD shock-tube: comparison among seven structure-preserving eighth-order
central base schemes using the same WENO?Y as the filter.

7.5. Summary

In summary, for the chosen test cases, the long-time integration performance of the
entropy split methods as a function of the split parameter § is dependent on the flow type,
flow condition, and grid spacing. For finer grids, the stability of long-time integration for
the same f value can be different. The general guideline is that, for very smooth pure
convection flows, f = 1 (50% conservative and 50% non-conservative of the split term)
or a S between 1 and 2 can improve the stability tremendously without added numerical
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dissipation. A finer grid in general prolongs stability for a longer time integration. The
split method conserves mass and entropy. For problems with shock waves, a  between 20
and 26 performs well with the NEW and ESSW methods in conjunction with the Yee et al.
and Yee & Sjogreen nonlinear filter approach.

The relative stability and accuracy are comparable among the KGP-type, DS-type
split, ES, and ESSW methods. In certain test cases, ES and ESSW are more stable for a
longer time integration. The KGP-type and DS-type methods are the least CPU-intensive
for both the gas dynamics and MHD test cases. However, they do not conserve entropy.
For the difficult Brio-Wu test case, unlike most published work reported in the literature,
the current nonlinear filter approach, in conjunction of the various splitting methods,
indicated that stability and high accuracy were obtained using very high-order spatial
discretization and the Roe-type approximate Riemann solver. The numerical instability and
highly spurious oscillatory solutions via standard high-order shock-capturing methods are
drastically reduced using the ES and ESSW methods. In current studies, and according
to our previous studies [19,20,22,109], EC, ECLOG, and ECLOGKP are the most CPU-
intensive methods among the nine methods. They use at least twice the CPU per time step
as the ES, ESDS, and ESSW methods; yet, they exhibit similar resolutions. DS is the least
CPU-intensive.

8. Generalization to a Wider Class of Entropy Split Methods for Compressible Ideal
MHD [23]

Since this is a new development, the majority of the content from [23] is repeated here.
The new method consists of a two-point numerical flux portion and a non-conservative
portion in such a way that entropy conservation holds without requiring the homogeneity
property of the compressible inviscid flux. For high-order classical spatial central, DRP,
or Padé (compact) spatial discretizations, this new approach can be proven to be entropy-
conservative while, at the same time, allowing a wider class of symmetrizable inviscid flux
derivatives. More importantly, we extend this new approach to derive an entropy split
method for the equations of ideal MHD (which does not have homogeneous fluxes) using
the Godunov symmetrizable ideal MHD formulation.

First, we present a new formulation of the entropy split method that is entropy-
conserving but that relaxes the flux homogeneity requirement. Then, we derive an entropy
split method that is entropy-conserving for the equations of MHD.

8.1. New Approach to High-Order Entropy Split Methods Using Two-Point Numerical
Flux Approach

Consider the split form of a second-order, accurate, semi-discrete conservation law,
Vi+1 — Vi1

dq;
Ax—L +w(hjpn—hi1) + (1-w) A 5

= =0, j=1,...,.N (82

where h;, /5 is a numerical flux function consistent up to the second order with the flux f
of the continuous problem, and A = 0f/dv. The constant weight w, with 0 < w < 1, is the
fraction of the conservative part of the discretization. We achieve the following result.

Theorem 4. Assume that the numerical fluxes h; 1,5 of (82) are determined such that

1
w(vipr —vj)Thigp = (1- W)E(V,T+1Aj+1 +V AN (Vi = V) F i — ¢, (83)

where = wv! f — F. Then, the discretization (82) implies the entropy conservation law

d
Axan(t) +Hji12—Hj1/2=0, (84)

where the discrete entropy fluxes are given via
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w 1-w 1
Hip12= 5 (Vi + vij)Thjy1/0 — T(V]'THA]'H —v A} (Vi1 —vj) — 5 Wi +¢;). (85)
Proof. We multiply (82) by V]-T. This gives

dE Vigl1 — Vi
AX7] + wva(h]-H/z — h]'—l/Z) + (1 — w)V]]"A]%

dt 2 =0

The flux difference term is rewritten:

1 1
vl (hjp12 —hj1p) = E(Vj-&-l +vi)Thipqn — E(Vj +vi1) hj_1/0—
1

1
E(VjJrl —vi) hjy1/0 — E(Vj —vi-1)"hi_15. (86)

The non-conservative term is rewritten:

V] Aj(vie1 = Vi) =
1 1
E(V]TJrlA]'—i-l + VJTA]')(V]'-&-l - V]) + E(V]TA] + V]T71Aj—1)(vj — Vj—l)_
1 1
E(VJ‘THAJ'H - VJ‘TAJ')(VJ‘H —vj)+ E(V]'TA]' - ]'T_1Aj—1)(Vj —vj_1). (87)

Adding together and collecting terms that are different gives

dE; 1 T LT T
Ax—> + By (w5 (vi+ Vi) hi1yn = (1= w) 1 (vj Aj = Vi1 Aj1)(vj = vj1))

1 1
w5 (Vip1 — vi)Thj1/o + (1 - w)Z(VjTHAjH +V A (Vi1 —v))

1
—w5(vi=vi)Thiqn+(1- w)z(V]TAj +vAj1)(vi—vj1) =0, (88)
where the first line is of a conservative form. The forward difference is defined by A (u;) =
uj11 — uj. The second and third lines can, by (83), be replaced with —(¢; 1 — ¢;)/2 and
—(¥; — ¥j—1)/2, respectively. We obtain

dEj 1 T
Ax—+ + A+(w§(vj +vji-1) hi_1p—(1-w)

it (v Aj = v 1Aj 1) (vj—vj1))

1 1
- E(E”jﬂ — ;) — E(le — ;1) =0. (89)

Entropy conservation with the numerical entropy flux (85) follows from (89) by rewriting
the ip-terms as

1 1 1
—§(¢j+l + ;) + 5(4’/‘ +ji1) = —§A+(1Pj + i)
This shows (84) and thereby proves the theorem. O

According to Theorem 4, all that is needed in order to define an entropy split method
of form (82) that conserves entropy is to determine the numerical flux function, h;, 1>,
so that it satisfies (83). As an example, this is next carried out for the equations of gas
dynamics, using the flux (27) and the entropy (29). For the thermally perfect gas dynamics
equations, the entropy split form (78) is known to conserve entropy. This example will
demonstrate that (78) can be derived using Theorem 4.
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The entropy variables corresponding to the Harten entropy functions (29) are

p 1 « p 1 5 T
vV = —satr(— = =l|ul, u, v, w, —1)". 90

Multiplying together (90) and the inviscid flux gives
VT £ . a+1

1
= piistHW,
¥—1

so that

1 1 1
Y= v f—F = - oas®7 — 4F — w T2 4F — 4E,
y—1 a+y

where the second equality follows from the entropy definition (29). If we take w = % =

B/(B+ 1), then ¢ = 0. Furthermore, by using ¢ = 0 and vI A = f (which can be shown
by directly evaluating the product vl A) (83), we obtain the following:

1
(vjir1 = V) hj10 = 5 (Vi1 = vi) (f1 +£j),
which, clearly, can be satisfied by defining h; 1, as the standard second-order accurate
centered flux, i.e,, hi 1o = (f; + f;,1)/2. In this sense, the entropy split method follows
from (83) without explicit use of homogeneity. A by-product of this way of deriving the
entropy split method is that, thanks to Theorem 4, the method is consistent with the local
entropy conservation law (84) with a numerical entropy flux

—_

Hii1/0 = G Jﬁr ) 2 (Vi + vi) ' (fii1 +£) — (v —v) T (i1 — £)).

This local entropy conservation is not obtained from the standard SBP analysis leading
to (34).

Hence, for fluxes that are not homogeneous, it would be possible to derive an entropy
split method by determining numerical fluxes that satisfy (83). Such a method would be
more complicated since the conservative part of the split formula would not necessarily be
a standard centered approximation. This is a subject for a future investigation.

The above shows that the proofs used the second-order classical spatial center methods.
In the same procedure as indicated in Sjogreen & Yee and Sjogreen et al. [18-21], it is
straightforward to extend the new formulation to higher than second-order classical central,
DRP, and Padé spatial discretizations. We next investigate the extension the two-point
numerical flux entropy split method that is entropy-conserving to the equations of ideal
MHD with fluxes that do not have the homogeneity property.

8.2. Extension of the New Entropy Split Formulation for the Equations of Ideal MHD

The fluxes of the equations of ideal MHD are not homogeneous. Moreover, the flux
Jacobians with respect to the entropy variables are not symmetric. This means that the
standard technique used for gas dynamics to prove that (78) conserves entropy does not
directly carry over to the corresponding entropy split form of the equations of MHD. This
section uses an extension of Theorem 4 to the equations of ideal MHD to define an entropy-
conserving entropy split approximation. Unlike the gas dynamics case, the numerical
flux of the conservative part, h; 1>, of the MHD entropy split approximation is not the
standard centered flux.

Consider the ideal MHD system,

qt+fx+gy+hz+e(V‘B):0
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with conserved variables

q = (p, pur, pus, pus, e, By, By, B3),

and introduce the notation u = (u1 up u3)?, B = (By By B3)7, |u|?> = u? + u3 + u2, and
|B|2 = B? + B3 + B3. The flux in direction (ky, ky, k3) is

ol
piuy +ki(p+ 3|B?) — BBy
piuz +ka(p + 5|B?) — BB,
pius +ks(p + 5|B|*) — BBs

f= i(e+p+3B>) —Bu'B |’ ®b
ﬁBl—Bul
ﬁBz—Buz
ﬁBg—Bug

where I = kyuy + koup + ksuz and B = k1 By + k»By + k3Bs. The “source term” vector is
e = (0, By, By, B3, u'B, uy, up, u3)’,

which was used in [118]. Other choices for e are possible. The fluxes do not have the
homogeneity property. The total energy is related to the pressure, p, via the constitutive law,

__P 1 2, 1o
6—7_1+2p|u| +2|B|.

Here, we use the Harten entropies (29). It is straightforward to verify that Eq q > 0 for
a < — ora > 0 for the equations of MHD. Similarly, the entropy flux is F = iIE, just as in
the gas dynamics case. The entropy variables v = Eq are found via differentiation to be

1 1
v="Lswr (-2 P _ 4], uy, up, us, —1, By, By, B3)T. (92)

p y—1p 2
Consider the one-dimensional split discretization of the MHD equations,

N Biiq— B
Lt we; ]“2 l_o, (93

dq; Vi — Vi
Axdft]+w(hj+1/z—hj—1/z)+(1—W)Aj] 7 :

forj=1,...,N, where hj+1 /2 is a numerical flux to be determined to make (93) conserve
entropy. The symmetric matrix A is given via

of
A=—
5, +C

where C is the matrix obtained by rewriting eBx = Cvy. A simple modification of Theorem 4
to include the MHD “source term” gives

Theorem 5. Assume that the numerical fluxes h;, 1,5 of (93) satisfy

1-w
T T T
w(vjt1 = vj) hjpy = 3 (VipAjr + v Aj) (Vi — ;)

w N N
+ E(V]'Tﬂejﬂ +vie) (B —B) + 91—, (94)

where ¥ = wv! f — F. Then, the discretization (93) implies the entropy conservation law

E‘
Axd—i +Hji12—Hj-12=0,
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where the discrete entropy fluxes are given via

w 1-—w
Hiv1ya = 5 (Vi1 + vi)Thyg/ — T(V]T-'rlAjJrl — v A (vjiy — Vj)
w A
- Z(V]‘Tﬂejﬂ - ]T i)(Bj1— Bj) — (1/’]+1 + ;). (95)

To see what this means for the equations of MHD, it is straightforward to evaluate

1 1 1 /1 o
VTf — _06+ pﬁsk+W + Bsa}rv (ﬁB|2 — uTBB).
v-1 p 2

The weighted entropy flux potential becomes

a+1
+oc+'7

1 .
p=wvlf—F=(-w )oils ¥+ +wzs“+7(2ﬁ|B|2BuTB>.

Setting w = (a +7)/(a+1) = B/(B+ 1) eliminates the first term of the entropy flux
potential. We denote

M = %sﬁ (;msyz - BuTB>. (96)

We split the MHD flux (91) into a gas dynamics part and a magnetic part, f = fC + fM, with

ot 0
pfuy +kip ki%|B|?> — BB,
piluy + kop ky%|B|*> — BB,

G _ pituz +ksp M _ | ka3 |B|*> — BB;
=1 112 =1 52 guT
i(e+p— 3|B|?) i|B| —Bu'B

0 1By — Buy

0 ﬁB2—Bu2

0 ﬁB3—BM3

Then, the following holds.

Theorem 6. Let the numerical flux of the entropy split method (93) be selected as

1
where the magnetic part of the numerical flux, hM 12 satisfies
1 . .
(i1 —vj) hM, = E(V]'TJrlejJrl +v/e) (B —B)) + My — g (98)

Then, (94) is satisfied. Hence, according to Theorem 5 the discretization (93) with the numerical
flux (97) is an entropy-conserving discretization.

Proof. To apply (94), the quantity v’ A is required. A straightforward but lengthy evalua-
tion gives

a+y
l)/_

viA = (pu pluy + kip, ptiug + kop, pitus + kzp, d(e+p — 7|B| ,0,0,0)

= B, (99)
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because (« +7v)/(a+1) = B/(B+ 1) implies (« + y) /(v — 1) = —pB. Dividing (94) by w,
using (1 — w)B = w and (99), allows us to rewrite (94) as

1 1 N .
(Vis1 = V) hjjy )0 = E(f]GH +£7) (Vi1 —vj) + E(V]THQ]'H +v/e)(Bj1 - B))
+yity — M (100

Inserting the numerical flux (97) into the left-hand side of (100) gives (98), which shows
that (94) is equivalent to (98) when (97) is used. O

8.3. Derivation of a Split-Form Entropy-Conserving Method

. . . M
An explicit expression for h]. /0
parameter vector

1
z = (%Sm/ Uy, Uz, us, p, Blr BZ/ B3)

that satisfies (98) is derived by introducing the

The entropy variables and entropy flux potential are written in terms of the parameter
vector as

1
'Ul - _521(2%4_2%_._22) — r

Uy = Z12p U3 = Z123 U4 = Z124
U5 = —Z71

U = 2126 U7 = Z127 U8 = 2128
1, o
l[)M = izzl(zé + z% + z%) — 221(2026 + 2327 + 2428)
where 2 = kyzy + kyz3 + k3zg and Z = kqzg + koz7 + kazg. Furthermore,

elv = 21(202¢ + 2327 + 2428).

We determine a magnetic numerical flux function, h]].‘_/il /2 = h(ujy1,4), so that it
satisfies (98), expressed as
(h%{lﬂ)TAv = {vlelAB + AypM, (101)

where the difference and average are denoted as
Au=(uj1—uj) and {u} = (uj1+u;)/2,

respectively.
Expressed in the intermediate variables, the right-hand side of (101) becomes

1
{z1(2026 + 2327 + 2428) }AZ + A (zizl (22 + 25 + zé)) — A(2z1(2026 + 2327 + 2428)),
which we expand as

AEHZ + B+ B0z + {21} ({26} + {27} 827 + {25} 2)

+ (a4 B+ Bt — (2} ({zaHze} + {zsHar} + {zaHzs))Am

—{2H{z1}({z6} Az + {z7}Az5 + {25} Azy)
—{2}({z122}Az6 +{z123} Az7 + {2124} Azg).  (102)
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For the left-hand side of (101), the entropy variables are written out in terms of z to obtain

W {21} Azy + 13 {21} Azz + h® {21} Az
—+(fh6>+{@}h@f+{z&h“f+{z&h“>+{zdh“>+{zﬂhw>+{%}M&)Am
©) {21 Azg + 17 {21} Azy + h®) {21} Azg, (103)

where h(j), j =1,...,8 denotes the components of the magnetic numerical flux, hM, By
equating Az; terms, the magnetic part of the numerical flux is found to be

0
%kl{z’é +25 + 25} — {Z}H{z6}
%ﬁzg +z§ —I—zé{ - J{(zﬁzﬁ
A 7326+z7+28 Z1128
B = | (26} {2 + {zs1?) — {2HCPE3 () + (3} + g as])
{z12} {z¢} — {Z} {222}

{z1}
Sz -3 {ETS}}
{{?]Z}} {z5} — {Z} {2124}

In terms of the original variables, the flux is

0
gl (B} + B3+ B3} — (B}(B1)
2ho{BL+ B3+ B} — (B}{B2)
A Y (B + B3 + B3} — {8} {8}
B = | B (0B + (Ba) 4 {B3)?) — {BY (L4 (B} + 123 B} + (B}
{21”} {B }— {B} {21141}

) (8 )

{Zlu}{B }— {B} {Zws}

~

1
with z; = %sm.
Hence, the entropy split scheme for MHD (93) with a numerical flux function,

h = {f} + hM, (104)

and with w = B/ (B + 1) has mathematically strict entropy conservation. Note that only the
gas dynamics part, G, of the numerical flux (104) is a standard-centered flux. The magnetic
field part of (104) is of a form similar to a Tadmor-type entropy-conserving numerical flux.

Using the two-point flux (104) in (93) leads to a second-order accurate method. A
generalization to a higher order is done in the standard way [110]. The pth-order accurate
generalization of (93), for p = 2s even, explicitly written out, is

dq; 1 S

7] + /Sfil (D(p)f,c + Az k;z“’(‘p) (h™(qj4x q;) —hM(q;, qj—k)))
1 _4ptiy, L P oepnp —
+ﬁ+1AD i+ e VB =0, (105)

where

Juj = Ax ): o (Ujsk — ujx)
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denotes the pth-order accurate centered difference operator. The elements of the symmetric
Jacobian matrix A; are given in Appendix A of [30].

When the magnetic field vanishes, the equations of ideal MHD become the inviscid
Euler equations of gas dynamics. For thermally perfect gas, the new entropy split scheme in
this case becomes the standard entropy split scheme [26] obtained by setting the magnetic
flux hfﬁl /o = 01in (105). Entropy splitting for thermally perfect gas dynamics equations
and extensions to deal with non-conservation were studied in [22]. For test cases with
extensive grid refinement and eight different high-order methods’ comparison, including
the long-time integration of shock-free turbulence and turbulence with shocks, see [22].

8.4. Numerical Experiments

This section demonstrates the performance of the new entropy split method, (93) with
w = B/(B+ 1) and numerical flux (104), in a few simple MHD examples. The new method
is denoted as ESnew. Method (93) with the centered flux hj, 1/, = (fj+1 + fj) /2 is used for
comparison. This method, which was described and evaluated using numerical examples
in [30], is denoted as ES. Note that ES does not conserve entropy, whereas ESnew does.

The spatial discretization used in the numerical examples is of order accuracy eight,
given (in one space dimension) for ESnew via (105) with p = 8. Unless otherwise stated, the
semi-discrete equations are integrated in time with a fourth-order accurate Runge-Kutta
method using cfl-number 0.4.

8.4.1. Alfvén Wave

This example tests the stability of the methods by translating an Alfvén wave for a
long time. Eventually, nonlinear instabilities develop, and the solution accuracy breaks
down. The Alfvén wave has a constant density and pressure, p = p = 1. The velocity and
magnetic field are given via

u = A(—sinasin¢, cosasin¢, cos¢) (106)
B = (cosa — Asinasing, sina + Acosasing, Acos¢), (107)

where the constant angle « = 30°, the constant amplitude A = 0.1, and the phase is
¢ = 2m(xcosa + ysina + t). The heat capacity ratio is y = 5/3. The wave is computed on
a two-dimensional domain of size 1.3546 x 2.1915, using periodic boundary conditions and
grid spacing of Ax = Ay = 0.022, corresponding to 62 x 104 grid points. The equations are
integrated to time 200, which corresponds to approximately 69,000 time steps.

Figure 32 shows the maximum norm of the error vs. time for the ESnew and ES
schemes for different values of B. It is seen that ESnew keeps the error smaller for g = 2.5
and B = 25.5, but ES has a lower error when B = 1. In the limit § — 0, both methods
are identical, being 100% non-conservative. As  grows, the conservative fraction of the
discretization increases. In the limit 8 — co, the discretizations become 100% conservative.
In the conservative limit, ESnew uses the numerical flux (93), whereas ES uses the standard
centered flux. This might explain why the largest improvement in stability with ESnew
occurs for the largest value of B.
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Figure 32. Maximum norm error vs. time. Comparison of new and old ES schemes for f = 1,2.5,
and 25.5.

8.4.2. Brio-Wu MHD Riemann Problem

We selected the same Brio—Wu test case as in Section 7 with the same initial data, as
it is very challenging for standard shock-capturing methods. The initial state vectors are
repeated here.

(o1, ur, pr, B, BY), B®)) =(1,0, 1,075, 1, 0) (108)
(or, ur, pr, B™, BY), B@®)) = (0.125, 0, 0.1, 0.75, —1, 0). (109)

Due to the complex shock wave interaction, the nonlinear filter version of the new
formulation of the entropy split method is employed [26,27,67]. First, a post-processing
shock-capturing filter is applied after each time step in order to suppress spurious oscilla-
tions via the non-dissipative entropy split scheme. The filter uses a wavelet-based adaptive
flow sensor, together with the dissipation of the seventh-order WENO scheme [61,119].
See [17,27,67] for details.

Then, a shock detector is used to adaptively switch to a completely conservative
approximation in the neighborhood of shock waves in order to avoid errors in shock speed
due to non-conservative effects. To this end, a sensor variable, Sjs satisfying 0 < s;i<1,is
introduced in the discretization (93), giving

dqj  P+sj Bji1—Bj
Axtiif]+ﬁ+1]<hj+l/2_hj_1/2+ej] T

1—5]' 'V]'_H—
p+1°7 2

Vi_
=1 _ o, (110)

so that the entropy split method is obtained whenever s; = 0, and the fully conservative
flux difference is obtained for sj = 1. Hence, Sj should be designed to be one at shock
waves and zero otherwise. The computations presented here used

. (1-1)° . (Aspj)*+e
P (1) P (Apj)?+€

where € is a small number preventing a division by zero. See [22] for details.
The problem is solved on the domain 0 < x < 1 with the initial state

(1,1, 0.75, 1) x <05

, 1, By, By) = .
(0. p: By, Ba) {(0.125, 01,075, —1) x>05
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The velocities and Bj are zero on both sides of x = 0.5. The heat capacity ratio is y = 5/3.
The solution consists of, from left to right, a fast rarefaction wave, a compound slow wave,
contact discontinuity, a slow shock, and a fast rarefaction wave. The waves are outlined in
Figure 33.

Figure 33. Wave configuration of the Brio-Wu-Riemann problem.

The computations used 801 grid points and were run to time 0.1. Figure 34 shows the
density computed via ESSWnew and ESSW for B = 1.5,2.5, and 25.5. Figures 35 and 36
similarly show the B, magnetic field component and the pressure, respectively. The exact
solution, plotted in black, was obtained by solving the Rankine-Hugoniot condition across
discontinuities and using a highly accurate ODE solver across the rarefaction waves.

It can be seen that both ESSW and ESSWnew capture the wave structure well. The
close-up plots of the solution reveal that the ESSWnew method appears to be somewhat
more oscillatory, but overall, the differences are minor. The solutions for § = 25.5, which
puts the most weight on the conservative part, appear to conform best with the exact
solution for both ESSWnew and ESSW.

—ESSWnew, B=1.5
—ESSWnew, B=2.5
ESSWnew, p=25.5
ESSW, B=1.5
0.2[—ESSW, B=2.5
—ESSW, p=25.5
—Exact ) )
00 0.2 0.4 0.6 0.8 1

0.661

—ESSWnew, =15
— ESSWhnew, p=2.5

ESSWnew, p=25.5
ESSW, B=1.5
—ESSW, B=2.5
0.58 | ESSW, p=25.5
— Exact ) ,
0.5 0.52 0.54 0.56 0.58
X

0.6

Figure 34. Brio-Wu-Riemann problem: Density computed via old and new entropy split schemes
with B = 1.5,2.5 and 25.5. Bottom figure is close-up of top figure.
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1 —ESSWnew, p=1.5
—ESSWnew, B=2.5
—ESSWnew, B=25.5
051 ESSW, B=1.5
—ESSW, B=2.5
—ESSW, B=25.5
— Exact
@ of
-0.5[
B! | | I —
0 0.2 0.4 0.6 0.8
X
-0.52 T T T
-0.53
-0.54
ﬂ>]~
—ESSWnew, p=1.5
-0.55 |—ESSWhnew, B=2.5
—ESSWnew, B=25.5
ESSW, B=1.5
-0.56 [—ESSW, B=2.5
—ESSW, B=25.5
— Exact ‘ )
0.5 0.55 0.6 0.65
X
-0.87 T T T T T T
-0.88
-0.89
>
@ 09 ESSWnew, p-15
—ESSWhnew, B=2.5
-0.91 |—ESSWnew, B=25.5
ESSW, B=1.5
092 —ESSW, B=2.5
—ESSW, B=25.5
—Exact
-0.93 - - " . .
0.74 0.76 0.78 0.8 0.82 0.84 0.86

Figure 35. Brio-Wu-Riemann problem. B, computed via old and new entropy split schemes with
B = 1.5,2.5 and 25.5. Middle and bottom figures are close-ups of top figure.

X
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—ESSWnew, B=1.5
1 —ESSWnew, =25
ESSWnew, p=25.5
osh ESSW, p=1.5
—ESSW, p=2.5
o —ESSW, B=25.5
é 061 —anct
<
o
0.4r
0.2f
0 .
0 0.2 0.4 0.6 0.8 1
X
0.52
0.51
A
[
2 05
o — ESSWhnew, B=1.5
o 0,49 —ESSWnew, p=2.5
’ ESSWnew, B=25.5
ESSW, B=1.5
0.48 [—ESSW, B=2.5
— ESSW, p=25.5
— Exact
0.47 * *
0.5 0.55 0.6 0.65

Figure 36. Brio-Wu-Riemann problem. Pressure computed via old and new entropy split schemes
with B = 1.5,2.5 and 25.5. Bottom figure is close-up of top figure.

8.5. Shock—Oscillations Interaction MHD Problem

The purpose of this problem is to study the conservative properties of the methods.
This is of interest because the entropy split scheme is not in a conservation form. For com-
parison, the results of the Tadmor-type entropy conservative scheme developed in [19], here
denoted as ECH, are also shown. ECH preserves entropy (29) and is in a conservation form.

This test problem is a magnetohydrodynamic version of the Shu-Osher one-dimensional
shock-oscillations interaction problem for gas dynamics. The magnetic field components
were added to the original problem to meet two criteria. First, the shock speed is approxi-
mately the same as in the gas dynamics version of the problem. Secondly, no part of the
flow features generated via the interaction exits at the boundaries, so the boundary values

are constant.
The computational domain is —5 < x < 5, and the initial data are given via

2.824717
2.293010
—0.132520 »
8.934660 -
Y
uy 1
w | 0.670399
p| ] /14+02sin5x ’
o
2
0
x> —4
1
1
0.2

with w = B3 = 0 on both sides. The problem is solved up to time 1.8.
Figure 37 shows the density, pressure, and y-component of the magnetic field at time
1.8 computed on a grid of 401 grid points using ESnew (red), ESSWnew (green), and ECH
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(blue). The reference solution (black) was obtained via the seventh-order accurate WENO
scheme using 10,001 grid points. Figure 38 shows close-ups near the oscillatory region of the
plots of Figure 37. Interestingly, the conservation errors of ESnew appear to lead to excess
mass behind the shock wave, rather than an error in shock location. The conservatively
modified ESSWnew appears to work well in correcting the conservation error.

—-ECH
—°-ESnew
—~ESSWnew
— Ref

-4 2 0 2 4

—°-ECH
—-ESnew
—~~ESSWnew
— Ref

-4 2 0 2 4

n

0.8

061

0.5

By

0.41

0-3[~-Ech

—<-ESnew
—~~ESSWnew
— Ref

-4 2 0 2 4

0.2

0.1

Figure 37. Solution at time 1.8, density (top), pressure (middle), and y-magnetic field (bottom).
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36 —<-ECH
—=-ESnew

3.4F ~~ESSWnew
— Ref

3.21

rho

2.8
2.6

241\

22t Y

< ECH
—-ESnew
—>~ESSWnew
7[—Ref ‘ ‘ ‘ ‘
0 0.5 1 1.5 2 25

—~=-ECH
0.6{-=-ESnew
—>~ESSWnew
— Ref

05 1 15 2 25 3

Figure 38. Solution at time 1.8, close-ups of oscillatory region for density (top), pressure (middle),
and y-magnetic field (bottom).

Figure 39 compares the time evolution of the total mass for ESnew, ESSWnew, and
ECH. The plotted total mass is compensated for the inflow and outflow across the domain
boundaries and normalized to be zero initially, so the plotted quantity is M" — M, where

N
M" =Y plAx +ta(fr — f1) (111)
j=1

and where fr and f] are the constant mass fluxes across the right and left domain bound-
aries. It is straightforward to verify that M" is constant for numerical schemes of a conser-
vative form. For plots of other conserved quantities, the density and mass fluxes in (111)
are replaced with the appropriate conserved variable and flux.
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0.25
—EC
—ESSWne
0.2 [—ESnew //
0.15
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—ESnew ”N’/

0.2

0 o e ]
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Figure 39. Conserved quantity vs. time for ESnew (red), ESSWnew (black), and ECH (blue). From
top to bottom, density, x-momentum, and total energy.

Figure 39 clearly shows the non-conservativeness of ESnew. The introduction of
ESSWnew significantly reduces the conservation error, and ECH shows perfect mass
conservation, in agreement with the theory.

Execution Time Comparison

The computational efficiency of the schemes is strongly dependent on how they are
implemented and the hardware used. We here give execution times using the solver
ADPDIS3D, which provides a fortran implementation of the eight-order accurate version
of the schemes. The code was compiled with the GNU fortran compiler and run on a
single Intel i7-4770 CPU at 3.5 GHz. The CPU times reported were measured when running
3500 time steps of the Alfvén problem on the same grid as used in Section 8.4.1. The
execution times in seconds for ESnew, ESSWnew, and ECH are presented in Table 1.
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Table 1. Execution times when running the Alfvén problem for 3500 time steps.

Method CPU Seconds Ratio
ECH 252 2.02
ESSWnew 127 1.02
ESnew 125 1

Table 1 shows that adding the shock sensor has a negligible effect on the execution
time. Secondly, the Tadmor-type entropy conservative scheme has twice the computational
cost of the entropy split method. A possible explanation for this is that, in the current
implementation, ECH evaluates four exponentiations at each grid point, whereas the
entropy split methods only use two exponentiations. The exponentiations are required
when evaluating the entropy (29) and for ECH also to form an exponential average; see [30]
for exact details of ECH.

9. Concluding Remark

This manuscript has presented a short historical overview and recent advances in high-
order FDM development for DNS, LES, and ILES computations of compressible turbulence.
The overview focused on recent trends in turbulence/shock numerical simulations that
used the adaptive blending of high-order structure-preserving non-dissipative methods
(classical central, Padé, and DRP) with high-order shock-capturing methods in such a way
that high-order shock-capturing schemes are active only in the vicinity of shock/shear
waves, high-gradient, and spurious high-frequency oscillation regions guided via flow
sensors. Any efficient and high-resolution high-order shock-capturing methods can be part
of the blending of method procedures. Typically, the adaptive blending of more than one
method falls under two camps: hybrid methods and nonlinear filter methods. By examining
the construction of these two approaches using the same non-dissipative high-order spatial
discretization, the same high-order shock-capturing method, and the same flow sensor, the
nonlinear filter approach was deemed to be more efficient and less CPU-intensive. These
basic concepts of the two different approaches in the blending of more than one method
are applicable to 3D FVM, FEM, DG, and spectral element methods.

The formulation of structure-preserving methods in a curvilinear grid was presented
with a focus on the Yee et al. and Sjogreen & Yee Entropy Split Methods, which are
entropy-conserving [19,23,26,30], since these entropy-conserving methods are not very
familiar in the numerical method development community or among practitioners in the
compressible turbulence simulation community.

According to the wide variety of test cases for compressible gas dynamics and MHD,
the performance of the blending of more than one method is highly dependent on flow
physics. Regardless of the choice of these blends of high-order methods, these test cases
illustrate the improved stability and accuracy over the standalone single high-order method
approach. Nine eighth-order structure-preserving methods were compared for a wide
range of test cases in order to illustrate the effectiveness of the blending of the selected
numerical method approaches. These current trends in the adaptive blending of high-order
structure-preserving non-dissipative FDM with high-resolution high-order shock-capturing
methods are also applicable to FVM, DG, FEM, and spectral element methods.

In addition, our studies have indicated that these current approaches can also improve
stability and accuracy in rapidly developed unsteady flows containing steep gradients,
as well as shear and shock waves, with the benefit of minimizing the added numerical
dissipations.
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