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A recently developed high-order implicit shock tracking method is novelly applied to a benchmark problem in two-
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dimensional compressible reactive flow, and results of remarkably high accuracy are achieved relative to competing
shock capturing schemes. High-order implicit shock tracking is a discontinuous Galerkin discretization of conservation
laws that simultaneously computes an approximate flow solution and aligns faces of the computational mesh with
discontinuities in the flow to provide nonlinear stabilization and an improved approximation to the solution. The model
problem is chosen such that its exact solution is available in analytic form to facilitate a detailed study of the truncation
error of the tracking method relative to a nominally fifth-order weighted essentially nonoscillatory method. We show the
implicit tracking method is able to robustly align the mesh with the shock and, particularly for polynomial bases of
degree greater than 1, provide a high-quality approximation to the exact solution on meshes far coarser than required by
standard methods. Finally, we demonstrate the tracking method obtains near optimal convergence rates in several error
metrics for the problem under consideration.

Nomenclature R = gas constant
A —  Jacobian matrix of flux function evaluated at R = discontinuous Galerkin residual, enriched trial
Roe state space )
a, a,, az,as = intermediate constants Rinsh = mesh qpahty resuiual. )
’ —  Jacobian matrix of flux function r = discontinuous Galerkin residual
c = frozen sound speed s = entropy
d = number of spatial dimensions Ti = temperature
ds = differential surface element re = lgmtion temperature
dv = differential volume element v = conservation law solu.tlon o
E = total energy u = dlscoqtlnuous Galerkin approximation to con-
Eng = mesh servation law .
e ’ = specific internal energy %4 = right elgen\{ectors of ﬂux J acqblan
ey L2(Q) = error in total enthalpy Vip = appro'xm.latlon space tor.solutlon U
e, L'(Q) = error in reaction progress Vi, Va = velocity in rotated coordinate system
e, L Q) = error in density v; = velocity in x; .dlrectlon
M = first canonical unit vector in R?: e = (1,0) X1, X = rotated coordinates .
¢ - . . ’ X5 = wall streamline in rotated coordinates
F = flux fu.nctlon of conservation law x —  nodal coordinates of mesh
A = numerical ﬂu?( function s X1, , Xy = coordinate directions
L - ;getnclaralt’;"lurllctlon to be minimized a = reaction Kinetic rate constant
= lotalentha’py 7 = shock angle
Zz{ - 11;11221\;1;22 fgrrl;i(;?er {"D, U9, = superson?c inflow boundary and state
k = smoothnesg parameter for smoothed absolute Ty, Uy = supersonic outflow boundary and state
value function Iy, US = wall boundary and state
K = mesh regularization parameter Y = ratio of specific heats
L = Lagrangian of constrained optimization problem Sy = Kronecker delta
M = Mach number A = eigenvalue matrix of flux Jacobian
m(-) = achieved order of convergence of error metric 7 = reaction progress
n = outward normal to physical domain A = Lagrange multipliers
p = pressure P = density
p = polynomial degree for solution approximation U4 = test function
0 = rotation matrix Q, 0Q = physical domain and boundary
q = polynomial degree of geometry approximation 3 = vorticity
q = heat release per unit mass
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1. Introduction

HOCK-INDUCED combustion and detonation is a pervasive
feature in high Mach number aeropropulsion, for example,
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scramjets, rotating detonation engines, and others. It is necessary to
capture the details of the reaction zone to understand ignition, stability,
unstart, and many other important physical phenomena. For realistic
hydrogen systems, the smallest reaction zone thickness is at the micron
scale [1] and must be resolved to capture proper dynamics, especially
near stability boundaries [2]. Numerical viscosity introduced by coarse
grids, or intentionally introduced for stabilization, can interfere with
detonation dynamics, for example, introducing artificial dissipative
heating that can falsely trigger reaction [3,4]. For these problems, it is
essential to have numerical methods that capture shocks while intro-
ducing minimal dissipation; however, many of the most widely used
numerical methods to approximate high Mach flows either explicitly
introduce viscosity for stabilization or inherently add dissipation at the
shock front where the solution is underresolved.

The standard approaches for nonlinear stabilization of numerical
methods for flows with discontinuous solutions or sharp gradients are
shock capturing methods such as artificial viscosity [5-8], weighted
essentially nonoscillatory (WENO) methods [9—13], limiting [14—18],
and low-order finite volume methods [19]. These methods use the
resolution in the numerical scheme, usually a piecewise polynomial
basis, to capture the discontinuity, or a smeared approximation of it.
Because polynomials are inherently ill suited to represent discontinu-
ous functions, these techniques must be combined with extreme local
mesh refinement [20-22] in the vicinity of the shock. Inviscid shock
capturing methods lead to numerical schemes with significant numeri-
cal dissipation that can lead to the aforementioned issues, which places
stringent requirements on mesh adaptation. This leads to expensive
computations that require many degrees of freedom, even for relatively
simple problems in two dimensions. There exists a class of numerical
methods [4] that leverages the multiscale nature of wavelets as the
underlying basis and allow for a highly adapted discretization with few
degrees of freedom; however, they require continuity of the solution,
necessitating the resolution of thin physically viscous structures. In
contrast to the previous methods, shock fitting offers the opportunity to
achieve high accuracy and high-order convergence rates [23-29].
However, because of the geometric complexity of generating a mesh
of an unknown discontinuity surface, fitting methods have proven
difficult to use as the foundation of a general-purpose method and
tend to find the most success for specific applications in one and two
dimensions [27,30]. While both low-order [24,28,29] and high-order/
spectral [25,27] methods have been used in the context of shock fitting,
Zahr and Persson [31] showed the benefits of shock fitting relative to a
shock capturing method with adaptive mesh refinement are modest
when used with low-order schemes and increasingly exaggerated as
the order of the underlying discretization increases. For more informa-
tion, Ref. [32] provides a comprehensive review of numerical methods
for detonation problems.

We consider a new class of methods, high-order implicit shock
tracking, for inviscid detonation with finite-rate kinetics that over-
comes the limitations of shock capturing and traditional shock fitting
methods. Implicit shock tracking [31,33-36] is a new approach to
shock fitting that, instead of attempting to explicitly generate a mesh
that conforms to the (unknown) discontinuities in the flow, poses and
solves an optimization problem whose solution is a discontinuity-
aligned mesh and the corresponding flow solution. The implicit
tracking solver simultaneously updates the mesh and flow solution
to iteratively converge to the solution of the optimization problem; this
ensures the converged flow solution is never required on a nonaligned
mesh, thereby avoiding the nonlinear stability issues that would other-
wise arise. The advantage of the implicit tracking approach over
traditional shock fitting methods is that the geometric complexity of
generating a mesh that conforms to an unknown surface has been
replaced with a nonlinear optimization problem, which can be solved
using techniques from numerical optimization [37]. This enables high-
order accurate solutions with more complicated geometrical features
including multiple embedded discontinuity surfaces [33,34].

Combining this implicit tracking approach with high-order meth-
ods, in particular, a discontinuous Galerkin (DG) discretization, leads
to a scheme thatis nonlinearly stable and extremely accurate per degree
of freedom and introduces minimal numerical dissipation. It is inher-
ently an r-adaptive method that achieves high-order convergence to

the exact solution for inert flows [31,35] and reactive flows as we
demonstrate in this paper. Furthermore, because we used a high-order
finite element method as the underlying discretization, it naturally
works with high-order unstructured meshes and is capable of handling
complex geometries.

This paper is the first to apply high-order implicit shock tracking to
reacting flow. The method is verified against an exact solution for
planar two-dimensional inviscid irrotational detonation with finite-
rate, one-step kinetics with a simple reactant depletion model [38].
We use this well-understood benchmark to perform a detailed
numerical investigation into the tracking method and demonstrate
the method is remarkably accurate compared to a fifth-order WENO
method [38], a competing shock capturing scheme. In particular, we
show that the error associated with the implicit tracking method is
two orders of magnitude smaller and uses nearly three orders of
magnitude fewer degrees of freedom than the WENO method. We
also show the implicit tracking method converges at near-optimal
rates under % refinement, in other words, O(h”*!), where £ is the
mesh size parameter and p is the polynomial degree of the basis,
while the WENO method is limited to sub-first-order convergence as
reported in Ref. [38]. Even on an extremely coarse mesh with 100
elements, the implicit tracking method produces a solution that, to
high accuracy, preserves structure of inviscid flow, for example, close
agreement with the exact solution field, near constant total enthalpy,
and near zero vorticity.

The remainder of the paper is organized as follows. Section II
introduces the two-dimensional benchmark problem, the governing
equations (reactive Euler equations), and a brief review of the exact
solution. Section III reviews the discontinuous Galerkin discretiza-
tion and implicit shock tracking formulation; a complete descrip-
tion of the tracking method and the corresponding solvers can be
found in Ref. [34]. Section IV presents an extensive numerical
investigation into the robustness, accuracy, and convergence of
the high-order implicit shock tracking method applied to the model
problem and compares its performance to the fifth-order WENO
scheme in Ref. [38]. Finally, Sec. V offers conclusions and an
outlook for future work.

II. Analytical Modeling
A. Geometry and Flow Configuration
‘We model the flow configuration shown in Fig. 1. Here, a curved
two-dimensional wedge has its apex at the origin (x, x,) = (0, 0). The
wedge is immersed in a supersonic flowfield in which an inviscid
unreacted fluid flows from the left boundary. When the fluid encounters

P =Py, 5y
_ X .
P = Pxo \G",’
\SOQ,'
T=T. N g
[c°) & &

Y X,
Fig. 1 Schematic of straight wall, curved shock flow setup.
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the wedge, a straight oblique shock, inclined at angle f to the
horizontal, is induced. The shock triggers one-step irreversible exo-
thermic chemical reaction through a finite length reaction zone. The
reaction induces streamline curvature, and the wedge curvature is
selected so that it is parallel to flow streamlines. The freestream
conditions prescribe the density p,,, temperature 7', and pressure
P ; the freestream velocity is aligned with the x; axis

Ve = [”};"] (1)

and no reaction has occurred at the inlet, 4., = 0.

B. Reactive Euler Equations

Following Powers and Aslam [38], the reactive Euler equations are
chosen to model the steady flow of an inviscid, compressible fluid
through a domain Q € R? and the evolution of chemical kinetics:

(pvj)’j = 0,
(pvivj + Pélj)j = 0,

v | p in Q
prjlet+5+75 =0,
W

(pu2) ; = ap(1 = YH(T = T*) @
where p:Q — R, is the density of the fluid, v;:Q — R for
i =1, ...,disthevelocity of the fluid in the ith coordinate direction
and v = (vy, ..., V), : Q — R, is the specific internal energy of

the fluid, P: Q — R, is the pressure, T: Q — R is the temperature,
A:Q — (0,1) is the reaction progress, and H:R — {0, 1} is the
Heaviside function. The term d is the number of spatial dimensions,
which can be 1, 2, or 3. Here, we will be restricted to d = 2. The
source term in the reaction equation models a single irreversible
reaction with simple reactant depletion kinetics and no Arrhenius
term. The reactant and product are both taken to be calorically perfect
ideal gases with identical gas constants R and ratio of specific heats y.
For the mixture, the thermal and caloric state equations are

1 P R
P=pRT, e=———-1q 3)
y—1p

with the frozen speed of sound c¢:Q — R, and Mach number
M:Q—R,,

opP P V;V;
= =y—, M = Lt
|5 p c

“

where s: Q — Ris the entropy. The relevant constants are the reaction
kinetic rate constant a, ratio of specific heats y, heat release per unit
mass §, gas constant R, and ignition temperature T2

For convenience, we introduce the total energy E: Q — R, and
total enthalpy H: Q — R of the flow

Vi o p_p4l (5)
2 P

E=e+

that allows us to succinctly rewrite the energy equation as
(pv;H) ; =0, inQ (6)
Expanding the energy equation and using mass conservation allows

us to deduce that the total enthalpy of a fluid particle remains constant
on a streamline,

p) =

dH
Y7 0 @)
where d/dt is the material derivative, where the material derivative of
H for the steady flow has the standard definition dH /dt = v;H ;.
Moreover, standard Rankine-Hugoniot jump analysis shows that H
remains constant across a shock. Because the freestream has a
spatially homogeneous value of H = H,, and H must remain con-
stant even during chemical reaction, it can be concluded that through-
out the entire flowfield

P 1
H:Lﬁ—’_ivcx}'vm (8)
r=1lps 2

The vorticity has its standard definition (d = 2):

__0vy 0y
@3 = 0x1 0x2 (9)

As discussed by Powers and Stewart [39], the relevant Helmholtz
vorticity transport equation for continuous regions of the flow is

da)3

YT (10)
showing that vorticity does not change along streamlines. Also
discussed in Ref. [39], shock curvature can generate vorticity at a
discontinuity. Because we consider straight shocks only, there are no
vorticity-generating mechanisms. Thus, a fluid particle that is ini-
tially irrotational will always be irrotational, and we have

w3 =0 (11)
throughout the domain Q.

C. Exact Solution

The exact solution of the problem in Sec. II.A was derived ana-
lytically in Ref. [38]; in this section, we summarize the solution with
full details found in Ref. [38]. One first considers the rotation
sketched in Fig. 1. The rotation transformation is

X, =x;sinff —x,cos (12)
X, = xycosff+ x,sinf (13)
Vi =wv;sinf —v,cosf (14)
Vy, =vicosf 4 v,sinf (15)

Here, X, and X, are the distance components in the rotated coordinate
system, and V| and V/, are the corresponding velocity components.

One can do a detailed analysis examining solutions that vary in X
only. A set of Rankine-Hugoniot jump equations can be enforced to
give postshock conditions. Consistent with classical inert oblique
shock theory, attention is restricted to solutions where the velocity
tangent to the shock V, is the same constant both before and after the
shock. Additionally, it is required to be the same constant throughout
the reaction zone. Detailed algebraic analysis then allows one to
determine explicit algebraic expressions for p(1), V;(4), and P(4).
For example, one gets for the shocked branch

Peo(y + DM sin’p

(16)

1+ yMLsin®f — /(1 + yMLsin?f)? — (7 + DML + (7 — /1) (22G/RT ) + (7 — DMZsin®f]
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The remaining ordinary differential equation for the reaction kinetics
can be rewritten as

dA a
R:mp(l)(l—l), 20) =0 (17)

Equation (17) can be integrated exactly via separation of variables to
yield X (1):

where 1, € R™ is the identity matrix and 0, € R? is the zero
vector. Equations (24) and (25) use a form commonly found in the
computational literature, and its meaning is generally well understood
to be consistent with Egs. (2) and (6). However, in that the operator V
here is the spatial divergence operator, V = (d/0x,, d/0x,)”, it does
not formally operate on the d + 3 rows of F. Instead, it operates on
each of the column elements of F'. Consequently, care must be used in
extending notions from vector calculus and differential geometry
to Eq. (24).

_ — 1Y% (1= (= aa)/( = alll + T/ = ag)]\sv/1=
0o = (oi=ai-ven((75) (e ) ) "

Here, parameters a;, ..., a4 are defined as

1 RT
a = T (19)
+ DM sing  «a
a, = 1 +yM%sin’p (20)
ay = M2 sin - 1 @1
Misin?f P -1 §
a SINp -y q 22)

=2
(M%sin?—1)2 y RT,

We see that a; has units of length and that a,, as, and a4 are
dimensionless. Thus, one has X; as an explicit function of A. The
inverse 4(X;) may be obtained via numerical iteration. It is easily
shown that the wall shape is given by

Ve COSf 1
XowX1) =—— Fﬂ'(1 —A(Xl)) (23)

III. High-Order Implicit Shock Tracking for Inviscid
Conservation Laws
In this section, we write the reactive Euler equations (2) as a
general system of nonlinear conservation laws and introduce the
high-order implicit shock tracking method based on a discontinuous
Galerkin discretization [31,34].

A. Conservation Law

The density, velocity, total energy, and reaction are combined into
a vector of conservative variables U: Q — R9*+3 and the reactive
Euler equations take the form of an inviscid conservation law,

V-FU)=SU)inQ&F,,;=S5inQ 24)

ij.J

where the state vector U:Q — R?*3, flux function F:R43 —
R@+3%d "and source term S: RT3 — R+3 are

p po’
PV pvv! + PI
U= ’ F(U) = Iz dxd ’
pE pHVT
Nz plvT
[ 0
04
S(U) = 0 (25)
| ap(l = H(T - T¢)

The exact solution for the problem introduced in Sec. IL.C was
derived for flow in a semi-infinite domain. To reproduce this problem
in a computational setting, we truncate the domain a finite distance
from the wall and introduce suitable boundary conditions. We con-
sider three types of boundary conditions: slip wall I',, supersonic
inflow I'p, and supersonic outflow I'y. The supersonic inflow is
also known as a far-field or Dirichlet condition, and the supersonic
outflow is a Neumann condition. For a slip wall (v-nr = 0), the
boundary state is defined as

p

U3 (U, n) = ””—p(]';’ n) (26)

PAs
where v_(v,n) = (v — 2v - n)n is the velocity reflected about the
normal. For a supersonic inflow, all characteristics are coming into

the domain, and the boundary state depends solely on the prescribed
density p.,, velocity v, pressure P, and reaction A,

P
pDOUOO
Po 4 Py .
}/_—1+ 7 Voo " Voo

Pootoo

UpU) = 27

Finally, at a supersonic outflow, all characteristics are leaving the
domain, and the boundary state is taken from the interior,

U (U)=U (28)
Then, the boundary condition on 0Q =T, UT, U Ty is

U%(U,n) onT,
U(U,n) = { U%(U)  onTy (29)
Ug,(U) on I'y

where I',, I'p, I'y C 0Q are the surfaces on the domain boundary
where the wall, supersonic inflow, and supersonic outflow condi-
tions, respectively, are applied.

B. Discontinuous Galerkin Discretization

We use a standard nodal DG method [40,41] to discretize the
conservation law (24). Let £, , be a collection of nonoverlapping,
potentially curved, computational elements that discretize the
domain ; /4 is a mesh element size parameter, ¢ is the polynomial
order associated with the curved elements, and we use |, ;| to denote
the number of elements in the mesh. The DG construction begins with
the elementwise weak form of the conservation law (24) that results
from multiplying each equation by a test function v, integrating over
a single element K € &, ;, and applying the divergence theorem
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/ y/*«F(U)nds—/F(U):Vy/de/y/-S(U)dV (30)
oK K K

where n: Q — R? is the outward normal to the surface 0K and y+
denotes the trace of y interior to element K. To ensure the face
integrals are single valued, we replace F'(U)n in the first term with
a numerical flux function F(U*, U™, n),

/ 1//*~]-'(U+,U‘,n)ds—/F(U):Vx;dez/yl«S(U)dV
0K K K
31

where U™ denotes the interior trace of U and U~ denotes the exterior
trace of U if 0K is an interior face, in other words, 0K N 0Q = @.
Otherwise, U~ is a boundary state U°(U, n) constructed to enforce
the appropriate boundary condition defined in the previous section.
In this paper, we use a smoothed version of the Roe flux [42]
(Appendix A).

Define the finite element space of piecewise polynomial functions
associated with the mesh &, ,

Vip = {0 € [L2Q@)I ol = wye o Tg! wye € [P (Ko,

VK € Sh_q}

where P, (K) is the space of polynomial functions of degree at most
p > 1 onthe master element Ky and K = 7 x(K) defines a mapping
from the master element to element K € &, ;. For simplicity, we
assume all elements map from a single master element. The finite-
dimensional residual of the weak form in (31) corresponding to the
trial space V), , and test space V)’ is

V/Ifgpf(Uh,p) = LK !//,J,r/.p, ']:(U,tp, Uy, p ) ds

- [( F(Uy,): Vs dV — A Wiy - S, dV
(32)

After summing over all elements K € &, ,, the finite-dimensional
Galerkin weak form is as follows: find U}, , € V,, , such that

> K (Uhy) =0 (33)

Ke&y,

forally, , € V), .

To establish the discrete (algebraic) form of Eq. (33), we introduce
a (nodal) basis over each element and expand the finite-dimensional
test functions y;, , and solution U, , in terms of these basis functions
and coefficients. Assembling the algebraic system corresponding to
Eq. (33), we have

r(u,x) =0 (34)

where u € RV« are the (assembled) coefficients of the solution
Upp €Vy) and x € RN+ are the nodal coordinates of the mesh
& 4» including high-order nodes for g > 1. It is convenient to trans-
form the conservation law to a fixed reference domain as it leads to
transformed fluxes that depend on the mapping from the reference to
physical domain. As a result, the dependence of the residual on the
state # and mesh coordinates x is similar, which facilitates imple-
mentation of required partial derivatives. We omit the details for
brevity; see Refs. [31,34] for details.

Finally, define the enriched discrete residual R(u, x) as the alge-
braic version of

Y K Uny) (35)

Ke&y,

which will be used to define the implicit tracking objective function.
The enriched residual is defined by the same trial space V), , as the
residual in Eq. (34) but uses an enriched test space Vj, 1.

C. Implicit Shock Tracking

The main idea behind implicit shock tracking is that we do not
explicitly generate a mesh of the discontinuity surface; rather, we
pose an optimization problem over the discretized solution vector u
and nodal mesh coordinates x such that its solution is a mesh aligned
with the discontinuity surface x* and the corresponding discretized
solution u*, in other words, r(u*,x*) = 0,

minimize  f(u, x)
ueRNu xeRNx (36)

subjectto  r(u,x) =0

The objective function is constructed such that the solution of the
optimization problem is a high-quality mesh that aligns with dis-
continuities in the solution

1 2
F.2) = S[R3 + 5 [ R )3 (37)

where k € R, is a parameter that weights the contribution of the
two terms and R,¢,: RV — Rl¢nal is an elementwise mesh distor-
tion metric; see Ref. [34] for details. The first term penalizes a
measure of the DG solution error and promotes alignment of the
mesh with discontinuities because a piecewise polynomial solution
on an aligned mesh will have much lower error than on a nonaligned
one. The second term actively promotes mesh smoothing and is a
safeguard that prevents the mesh from entangling or becoming
unacceptably skewed. Furthermore, the implicit tracking method
directly inherits the benefits of standard DG methods, in other
words, high-order accuracy and conservation, due to the constraint
that exactly enforces the DG discretization.

The Lagrangian of the optimization problem in Eq. (36),
L:RVu x RVs x RV« — R, takes the form

L, x,A) = fu,x)—ATr(u,x) (38)

where A € RV« is a vector of Lagrange multipliers associated with the
DG constraint in Eq. (36). The first-order optimality, or Karush—
Kuhn-Tucker, conditions state that (u*, x*) is a first-order solution
of the optimization problem if there exists A* such that

o o
%(u*,x*)T _i(u*’x*)T}{* — 0’
0 ol
é(u*’x*)T —é(u*,x*)T/l* — 0’

rw*,x*) =0 39)

Following Ref. [34], we define the estimate of the optimal Lagrange

multiplier A: RV« x RN+ — RV« that guarantees the first condition in
Eq. (39) is always satisfied,

of

A o0
M) = ST 07 (40)
which reduces the optimality criteria to
7} ol o of
c(u*,x*) :=—f(u*,x*)T ——r(u*,x*)T—r(u*,x*)‘T'—f(u*,x*)T
ox ox du ou
= 07
rw*,x*)=0 (41)

In this paper, we use the sequential quadratic programming (SQP)
method proposed in Ref. [34]. A pair (u, x) is considered a solution of
Eq. (36) if |lc(u,x)| < €; and ||r(u,x)|| < ¢, fore;, e, > 0.
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IV. Numerical Experiment
For a one-to-one comparison, we consider the exact problem from
Ref. [38], albeit nondimensionalized (Table 1). We use ( - ) to denote
the dimensional version of the nondimensional quantity (-) and
nondimensionalize following the procedure in Ref. [43]:

-~ ax; v;
t=at, x;= RS »
Mo\ Pes/Peo Mo\ Pe/Poo
_opo P T “2)
P = M2P,’ MAT,,
This leads to the nondimensional constants
~ P
a=1, R=1, = = 43
q M2 P (43)
and far-field conditions
1 W7r.0), P ! T : 0
=1, voo = ) ) © — 2 © — 2 © =
(44)

where we assume v aligned with the x, direction and used ¢ =

/7P /p. We adopt the nonstandard approach of nondimensionalizing
constants as well as flow quantities to ensure the equations introduced
in Sec. II maintain their current form in the nondimensional setting,
for example, without requiring each equation to be reformulated once
the constants cancel due to nondimensionalization. This also pro-
vides a direct connection to our implementation.

We use three error metrics to quantify the approximation error
associated with the implicit tracking method applied to the reacting
Euler equations. The first error metric we consider is the L? norm of
the total enthalpy (8):

enUp), L \H(U,.,) — H? 43)

Because this problem has an exact solution [38], we will also use the
L! error of the numerical flow density p(U,, p) and reaction progress

/I(Uh,p)v

Table1 Dimensional and corresponding nondimensional quantities
used for the oblique detonation simulation, consistent with Ref. [38]

Quantity Dimensional Nondimensional
Freestream Mach —_— M,y =3
Shock angle —_— p =45 deg
Ratio of specific heats —— y=6/5
Gas constant R=12877/(kg-K™) R=

Heat release é =3.0x10° J/kg q = 0.387
Reaction kinetic rate a = 1000 Hz a=1
Ignition temperature 7' =361.58 K Tt = 0.134
Freestream density P = 1 kg/m? Poo =1
Freestream temperature T, =300 K T, =0.111
Freestream velocity i, = (18+/2870,0) m/s Ve = (1.095,0)
Freestream pressure Py, = 8.61x10* Pa Py, =0.111
Freestream reaction —_— Ao =0
Domain x; limits (=0.25,0.75) m (—0.284,1.99)
Domain x, limits 0,2)m 0, 2.27)

e)(Up)) = L p(Us) —p*] AV,
iUy = A AU, — 2% dV (46)

where p* and A* are the exact solutions for the density and reaction
progress, respectively. Because of the nondimensionalization here
relative to Ref. [38], we must scale the L! error in Ref. [38] by the
square of the domain scaling (because we are in d = 2 dimensions),
in other words,

5 2
(#) ~129 (47)
for a one-to-one quantitative comparison between the errors. Because
this scaling is O(1), it has little impact.

To begin, we use DistMesh [44] to create a mesh of the rectangular
domain with a curved wall (Fig. 1, Sec. IL.C) consisting of 109
straight-sided (¢ = 1) triangular elements that do not conform to
the discontinuity surface. Then, we include high-order nodes to
create ¢ = 2,3 meshes; all nodes on the (faceted) wall boundary

were projected onto the true (curved) wall to provide high-order
approximations to the wall boundary.

A. [Initialization with Low-Order Implicit Shock Tracking

To initialize the high-order tracking method, we apply the implicit
tracking method to the ¢ = 1 mesh witha p = 0 (piecewise constant)
solution space due to the inherent robustness of low-order discretiza-
tions. The nodal coordinates of the unstructured mesh (no knowledge
of the shock location) are used to initialize x in the implicit tracking
problem (36). The DG solution u is initialized from the p = 0 DG
solution on the nonaligned mesh. We allow the tracking algorithm to
take 100 SQP iterations (Fig. 2), which results in nine element
collapses and ultimately converges to a mesh that aligns closely with
the true shock position (straight shock of angle f = 45 deg that
intersects the origin); however, the solution is underresolved due to
the coarse, first-order approximation.

B. High-Order Implicit Shock Tracking

To improve the approximation, use the first-order tracking solution
to initialize high-order (p = ¢ = 1, 2, 3) implicit tracking simula-
tions (keeping the number of elements fixed) (Fig. 3 for p and Fig. 4
for 2). In all cases, the tracking procedure successfully tracks the
shock; the high-order approximations (p = g > 1) yield accurate
approximations to the flow on the coarse mesh with O(100) ele-
ments, while the low-order (p = g = 1) solution is underresolved.
Table 2 shows the three error metrics for the p = g = 1, 2, 3 implicit
tracking simulations along with the number of DG and mesh degrees
of freedom. Even on this coarse mesh with 109 triangular elements,
the implicit tracking solutions have small errors.

The nominally fifth-order finite difference WENO scheme with
Lax—Friedrichs scheme used in Ref. [38] was unable to drive the L!
error of the density (after scaling) below 10~2 even on their finest grid
of 1024 x 1024, which corresponds to 5.24 X 10° degrees of freedom
(DOF). Implicit tracking offers a substantial improvement because
errors below 1072 are achieved with less than 4000 total DOF
(including mesh and DG DOF), a reduction in three orders of
magnitude.

The vorticity and enthalpy error |H(U), ,) — Hy| of the flow for
the p = ¢ = 1,2,3 implicit tracking simulations are provided in
Figs. 5 and 6, respectively. These fields provide insight into the
spatial distribution of the error because the true flow is irrotational
and constant total enthalpy. As expected, the largest error occurs in
the vicinity of the discontinuity and domain boundaries (the wall and
outflow in particular). Even though the implicit tracking algorithm is
intended to align with the discontinuity, in practice, it will always be
slightly misaligned due to the truncation error in the solution, which
prevents the flow from being perfectly irrotational and constant
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Iteration 1 Iteration 10 Iteration 20

Iteration 50

1 1.63 2.25 2.88 3.5
Fig. 2 Iterations of implicit tracking algorithm (colored by density) using a p = 0 basis for the solution and ¢ = 1 basis for the mesh.

0 0.5 1 1.9
1

1 1.63 2.25 2.88 3.5

Fig.3 Solution (density p) of Eq. (2) using implicit tracking witha p = ¢ = 1 (left), p = ¢ = 2 (middle), and p = g = 3 (right) basis for the solution and
mesh with (top) and without (bottom) element boundaries.
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p=q=2

0.5 1 1.9
xy
T
B 0 |
0 0.25 0.5 0.75 1

Fig.4 Solution (reaction 1) of Eq. (2) using implicit tracking witha p = g = 1 (left), p = ¢ = 2 (middle), and p = g = 3 (right) basis for the solution and
mesh with (top) and without (bottom) element boundaries.

Table 2 Degrees of freedom and error metrics for high-order implicit tracking simulations applied to the
reacting flow problem with a straight shock. Small (sub-1%) errors are achieved on coarse, high-order
discretizations with ©(10%) DOF using implicit tracking, while the WENO scheme [38] requires far more DOF and
results in larger errors

Quantity p=g=1 p=q=2 p=q=3 WENO (1024 x 1024) [38]
Mesh DOF 142 500 1076 0
Solution DOF 1635 3270 5450 5,242,880
ey 1.50 x 1073 224 x107° 2.63x107° —_——
e, 5.07 x 1072 1.38x 1073 1.97 x 10~ 3.0x 1072
e; 3.44 x 1072 1.51x 107 5.54x 1073 —_——
p=q=1 p=q=2
0 0.5 1 1.9 0 0.5 1 1.9
Ty

x1
EE 000 | |
1079 107 10~° 103 1071

Fig.5 Vorticity magnitude of Eq. (2) using implicit tracking witha p = ¢ = 1 (left), p = ¢ = 2 (middle), and p = g = 3 (right) basis for the solution and
mesh.
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p=q=2

10~10 10-8

0 0.5 1 1.9
xy

B 00 |

10~ 102

Fig.6 Magnitude of enthalpy error (|H — H ,|) of Eq. (2) using implicit tracking witha p = ¢ = 1(left), p = ¢ = 2 (middle),and p = g = 3 (right) basis

for the solution and mesh.

enthalpy. Another source of error comes from the fact that the wall in
the numerical simulation is only a piecewise polynomial approxima-
tion to the true wall that induces a straight shock (the condition under
which the exact solution was derived). Despite these two sources and
the inherent truncation error associated with using piecewise poly-
nomial functions to approximate the solution, the deviation from
irrotational and constant enthalpy is small, particularly for the p =
q = 3 simulation. It is interesting to note that, despite the supersonic
inlet flow, there are small errors upstream of the oblique shock, which
we attribute to the globally coupled nature of the implicit shock
tracking solver and smoothed numerical flux function. That is, the
solver modifies all DG degrees of freedom to minimize the enriched
residual, and because of the smoothed numerical flux, even degrees

3.5
R
1]
\_
3 \
2.5 \\
Q \‘\_
2 \\__
1.5
1
—-04 -0.2 0 02 04 06 038
X1
3.5
S
P TN
3 i
25 ;
. :
2 [
1.5 ;
1
—4 -2 0 2 4
X1 1072

of freedom upstream of the shock can impact the residual in the
elements adjacent to the shock surface.

To further emphasize the improved accuracy of implicit shock
tracking, for both the exact and implicit tracking solutions, we extract
aslice (orthogonal to the shock) of the density p and reaction progress
A (Fig. 7) and plot the location of the discontinuity along with
contours of the density (Fig. 8). These plots confirm that the p =
g = 1 tracking simulation is underresolved, but the p = ¢ > 1
simulations nearly perfectly capture the exact solution and do not
exhibit any nonphysical oscillations (Gibbs’ phenomena). Figure 8
exactly mimics Fig. 3 of Ref. [38] for a one-to-one comparison. The
finite difference WENO method in Ref. [38] on a 256 X 256 grid
(3.27 x 10° DOF) provided an acceptable approximation to the

Xl _10—2

Fig.7 Slices of density and reaction progress of the implicit tracking solutions along the line I := {(1.988 — ¢, 0.7898 + ¢)|¢ € (0, 0.988)} (¢ is a dummy

variable that facilitates the parametrization of I'): exact solution (

),P=‘I=1(""'),P=4=2(

),and p = g = 3 (- - - ). The bottom row

is a zoom of the top row at the shock location. The p = ¢ = 1 solution is underresolved, while the p = ¢ > 1 solutions provide accurate approximations of
the solution. The p = ¢ = 2 and p = g = 3 solutions nearly lie on top one another.
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2 4 shock
40 =29
p=26

/7’ g
4 {“
151 ,I/:;/ . p=23
Ay
&

i)

0
-02 0 0.5 1 15 1.9
Iy
Fig. 8 Location of the discontinuity and contours of the density: exact
solution (—), p=q=1 (---), p=q=2 ( ), and p=
g=3C--)

density contours; however, it was far from exact, while the implicit
tracking method for p = g > 1 matches the true density contours
almost perfectly.

C. Solver Performance

The convergence of the tracking method to a solution of the
optimization problem in Eq. (36) is provided in Fig. 9. The DG
residual ||r(u, x)|| converges to tighter tolerances as the polynomial
degree is increased; however, it proves difficult to converge the
optimality condition |c(u,x)| to a tight tolerance. This difficulty,

102

Solver convergence

Solver convergence

1078

1073

Solver convergence

-8 ! \ * t
10 0 10 20 30 40

Iteration

as discussed in Ref. [34], comes from the fact that traditional numeri-
cal flux functions are not smooth with respect to mesh deformations
on shock-aligned meshes, and therefore the first-order optimality
conditions are not defined. The smoothed numerical flux function
improves solver performance by restoring smoothness but is not
sufficient to lead to deep convergence of the optimality conditions.
As the polynomial degree is increased, the enriched residual con-
verges to a smaller value, suggesting we are approaching a solution of
the weak form. The mesh distortion also improves as the polynomial
degree is increased, which is expected because there are more DOF to
manipulate to simultaneously track the discontinuity and smooth
the mesh.

D. Grid Convergence

Finally, we investigate the convergence of the method to the exact
solution under / refinement, where / is the length of the longestedge in
the mesh (usually proportional to |&, ,|~'/? in d = 2 dimensions).
This is a rigorous test for the implicit shock tracking method because
even minute error, for example in the boundary conditions or numerical
flux, will hinder convergence. Furthermore, it is critical that the
computational setup precisely reproduces the assumptions under
which the exact solution was derived [38]. The two critical assump-
tions used in the derivation of the exact solution were as follows:

1) The wall is curved in such a way that the shock surface is a
straight line.

2) The domain is semi-infinite with prescribed far field conditions.

We easily reproduce the first condition by generating g = 3
(cubic) meshes that provide fourth-order-accurate approximations
to the curved wall boundary derived in Ref. [38]. The semi-infinite
domain cannot be reproduced in a computational setting, so we
restrict the domain to the box [—0.284, 1.99] x [0, 2.27] (nondimen-
sionalization of the domain used in Ref. [38]) and apply suitable
boundary conditions on the artificial boundaries that have been
introduced. Unfortunately, characteristic boundary conditions as
introduced in Sec. II are most suitable when the domain boundaries
are far from the region of interest. In the present setting, we consider

107!

(

1072

f

1073

1071

102

Sereccetcerestrestitttcttitnticctottsttisnccis

1073 : :

1072

SEmsruL
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—4 | | | I
10 0 10 20 30 40
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Fig. 9 Convergence of the DG residual ||r(u, x)|| (——), enriched DG residual ||R(u, x)|| (—=—), optimality condition [ c(x, x)|| (——), and mesh
distortion ||xR ¢, (x)]| (—=—) for the implicit tracking method with p = ¢ = 1 (top), p = ¢ = 2 (middle), and p = g = 3 (bottom).
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Fig. 10 Sequence of meshes used for /-refinement study. The meshes have been aligned with the exact shock surface during the mesh generation phase

and refinement is targeted in the postshock region.

1072

ex

1 1 1 1 1
1070.9 1070.8 1070.7 1070.6 1070.5
h

1 1 1 1 1
1070.9 1070.8 1070.7 1070.6 1070.5
h

Fig. 11 Convergence of the implicit shock tracking method in the three error metrics considered under % refinement using a ¢ = 3 polynomial
approximation for the mesh and p = 1(—s—), p = 2 (—=—), and p = 3 (——) solution approximation. For reference, the L? projection error is included
using the ¢ = 3 mesh approximationand p = 1(- »-),p =2 (- u-), p = 3 (- = - ) solution approximation. The horizontal gray line corresponds to the
error obtained in Ref. [38] using the fifth-order WENO scheme on a 1024 x 1024 grid.

the error over the entire computational domain so this will never be
the case. To completely avoid this issue, we use the exact solution to
prescribe a Dirichlet boundary condition on all boundaries; in other
words, all boundaries are supersonic inflow boundaries with the
inflow state coming from the exact solution.

To efficiently use computing resources, the sequences of meshes
used in the convergence study were not generated through uniform
refinement of an initial mesh. Rather, each mesh in the sequence (four
in total) was generated using DistMesh with refinement targeted in the
postshock region. Furthermore, since we have already demonstrated

the tracking abilities of the implicit tracking method, we use DistMesh
to ensure each mesh in our sequence perfectly conforms to the shock
surface in the exact solution (Fig. 10). The meshes shown in Fig. 10 are
the original meshes used as the initial guess for the implicit tracking
method, which moves the nodes of the mesh to minimize the enriched
residual. The optimized meshes are visually indistinguishable from the
original meshes and therefore not shown. Under this setup, the implicit
tracking method is applied on the sequence of meshes (Fig. 10) for
solution bases of degree p = 1,2, 3. For means of comparison, we
also compute the L? projection of the exact solution on each mesh in

Table 3 Summary of /-refinement convergence results for the implicit tracking method using sequence of
meshes in Fig. 10

p q Igh.pl h €H m(eH) € m(e/)) € m(e/l)
1 3 34 3.37e-01 3.91e-03 —_— 6.96e-02 —_— 2.65e-02 —_
1 3 62 2.48e-01 2.92e-03 0.95 1.89e-02 4.28 9.64e-03 3.31
1 3 119 1.79¢e-01 1.49e-03 2.07 1.12e-02 1.60 6.93e-03 1.01
1 3 263 1.21e-01 6.70e-04 2.04 7.87e-03 0.90 3.23e-03 1.94
2 3 34 3.37e-01 7.83e-04 —_— 5.27e-03 —_— 2.98e-03 —_
2 3 62 2.48e-01 6.27e-04 0.72 3.03e-03 1.82 1.47e-03 2.30
2 3 119 1.79¢-01 1.16e-04 5.21 9.48e-04 3.58 3.87e-04 4.12
2 3 263 1.21e-01 4.61e-05 2.34 3.42e-04 2.59 1.07e-04 3.27
3 3 34 3.37e-01 1.65e-04 —_— 1.11e-03 —_— 5.77e-04 —_
3 3 62 2.48e-01 1.54e-04 0.24 5.70e-04 2.17 3.74e-04 1.42
3 3 119 1.79¢-01 1.45e-05 7.26 9.14e-05 5.64 6.65e-05 5.32
3 3 263 1.21e-01 3.44e-06 3.67 2.56e-05 3.24 1.05e-05 4.70

The slope of the curves [m(-)] as a function of resolution is included and trends near the optimal rate O(h?*+1).
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Table4 Summary of h-refinement convergence results for the L? projection of the exact solution onto the DG

basis associated with each mesh in Fig. 10

p q €h.p] h e m(eg) € m(e,) € m(e;)
1 3 34 3.37e-01 6.70e-05 —_— 4.70e-02 —_ 4.04e-02 —_
1 3 62 2.48e-01 2.26e-05 3.56 1.95e-02 2.88 1.59e-02 3.04
1 3 119 1.79e-01 1.06e-05 2.34 1.03e-02 1.97 8.17e-03 2.06
1 3 263 1.21e-01 4.87e-06 1.97 5.14e-03 1.77 4.00e-03 1.82
2 3 34 3.37e-01 2.18e-05 —_— 1.22e-02 —_ 1.18e-02 —_
2 3 62 2.48e-01 5.80e-06 4.34 3.48e-03 4.10 3.14e-03 4.33
2 3 119 1.79e-01 2.17e-06 3.03 1.39e-03 2.84 1.20e-03 2.97
2 3 263 1.21e-01 7.43e-07 2.73 5.01e-04 2.59 4.19e-04 2.67
3 3 34 3.37e-01 7.99e-06 —_ 3.40e-03 —_ 3.48e-03 —_—
3 3 62 2.48e-01 1.46e-06 5.57 6.84e-04 5.25 6.38e-04 5.56
3 3 119 1.79e-01 4.17e-07 3.85 2.08e-04 3.66 1.84e-04 3.82
3 3 263 1.21e-01 1.04e-07 3.53 5.49e-05 3.39 4.66e-05 3.50

161

The slope of the curves [1(-)] as a function of resolution is included and tends to the optimal rate O(hP*").

the sequence and the associated error metrics. The L? projection is
included because itis, in the L? sense, the best we can do with the given
solution basis and gives us a means to assess the additional error
introduced by the DG tracking framework. The convergence results
are shown in Fig. 11 for each error metric and tabulated in Table 3
(implicit tracking) and Table 4 (L? projection). From the figure, we see
the enthalpy error of the L? projection of the exact solution is several
orders of magnitude lower than for the implicit tracking solution;
however, for the other error metrics, the two approximations are very
similar with the implicit tracking solution being more accurate in
several cases (p > 1). From Table 4, we see the L? projection of the
exact solution obtains optimal convergence rates O(h?*!) for all three
error metrics. For the implicit tracking method, the convergence is less
clean, but we observe near-optimal rates (within half an order)
(Table 3). The density error reported in Ref. [38] from the fifth-order
WENO scheme on the 1024 X 1024 grid (5242880 DOF) is also
included in Fig. 11; the implicit tracking framework provides a more
accurate approximation on much coarser grids.

V. Conclusions

This is the first work that uses recently developed high-order
implicit tracking methods [31,33,34] to solve chemically reacting
flows and among the first methods to demonstrate high-order con-
vergence for multidimensional shocked reacting flow problems. The
optimization-based method is able to to robustly approximate the
solution and track the discontinuity while maintaining a high-quality
mesh by using a continuation strategy that initializes the high-order
method with a low-order approximation. This paper shows that a
mesh with only 100 elements (after collapse) is sufficient to accu-
rately capture the simple reaction zone structure as well as accurately
portray the topology of the shock wave using the tracking method;
this translates to fewer than 10* degrees of freedom, even for the
fourth-order method (cubic elements, p = g = 3). Furthermore, the
implicit tracking method converges at near optimal rates O(h?*1)
under mesh refinement. Therefore, in addition to being accurate on
coarse meshes, the error decreases rapidly, particularly for polyno-
mial degrees greater than 1.

The results represent a significant advantage over those obtained
by popular WENO methods. Direct comparison of this paper’s
method on the same problem studied in Ref. [38] reveals the tracking
method required less than 7000 total degrees of freedom to obtain an
L' error of 10~ in the density field near, while the error of the WENO
method exceeded 1072 using 5.2 x 10° DOF, for example, the p =
q = 3 tracking method vs WENO in Table 2, and converges slower
than first-order under / refinement.

Having demonstrated the potential of the high-order implicit shock
tracking in this paper for compressible, reactive flows using the
simple two-dimensional benchmark problem with an analytical exact
solution, future work will turn to solving relevant problems in two and

three dimensions with richer kinetic and diffusion models. Introduc-
tion of Arrhenius temperature dependency with one-step kinetics will
introduce a new thin zone that must be captured. Simple two- and
three-step kinetic models can better display induction and explosion
zone dynamics at the expense of additional thin zones. And ulti-
mately, the authors would like to extend to detailed chemical kinetics,
which introduces challenges of simultaneously capturing thin and
thick zones spanning at least four orders of magnitude. Additionally,
the authors would like to introduce mass, momentum, and energy
diffusion, which will require the capture of additional thin boundary
layers and diffusion zones. The authors believe implicit shock trac-
king is very well suited for these problems. Given the generality of
the implicit tracking formulation, the extension to steady, viscous
problems with more complicated kinetics will be straightforward
by extending the DG method. Other critically important avenues
of research are extension of the tracking method to be time dependent
and improvement of the underlying optimization solver. The exten-
sion to time-dependent problems will be essential to capture ignition
and extinction events as well as instabilities in a hypersonic en-
vironment. To this point, time-dependent problems have mostly been
considered in a monolithic space-time setting [33,34] and slab-based
space-time setting [45]; however, significant improvements with regard
to iterative linear solvers and convergence strategies are required for
these methods to be practical. Another promising strategy to extend to
time-dependent problems that directly leverages the infrastructure of
the tracking method is a method of lines approach that would lead to an
implicit tracking problem at each time step.

Appendix A: Smoothed Roe Flux for Reactive Euler
Equations

For completeness, we detail the derivation of the Roe flux for the
reactive Euler equations and introduce a smoothed version that is
continuously differentiable with respect to the normal n. First, define
the Jacobian of the flux function F(U) in Eq. (25) in the normal
direction n, B(U, n) € R@+3)x(d+3),

JF(U)n]

B(U,n) = U

(Al

The Roe flux uses the eigenvalue decomposition of the Jacobian
B(U, n) to upwind based on characteristics. Even in two spatial
dimensions, the eigenvalue decomposition of B(U, n) for a general
normal direction is complicated, even with symbolic tools. To sim-
plify derivation of the decomposition, we transform to a coordinate
system aligned with the normal direction; for example, the first
transformed coordinate direction is aligned with the normal
n = Q(n)e;. The the velocity in the standard coordinate system v;,
i = 1,2, transforms to the velocity in the rotated coordinate system
v;,i=1,2,as v = Q(n)v, where



Downloaded by University of Notre Dame on April 21, 2024 | http://arc.aiaa.org | DOI: 10.2514/1.J059655

162 ZAHR AND POWERS

ny —np
00) = (A2)
np m

Because the density, energy, and reaction progress are scalars, they
are invariant with respect to coordinate transformations. Therefore,

0
ERE-® G-
B(.H.]) = —U;0; 0
(e —dls A-¢-1
| v, yi

the reactive Euler state transforms as U = Q U, where U is defined in
Eq. (25), U is the representation of U in the transformed coordinate

system, and Q(n) € R is the matrix that transforms the reactive
Euler state into the new coordinate system

om=| ©°" (A3)

From these definitions, we have
F(U)n = F(U)QeV) = QF(0)e™ = QF(Q"U)eV  (A4)

where the first and last equalities follow from the coordinate trans-
formation and the second equality is derived as

pv’ p(Q"v)"
T4 PI To)T 4 P
F(U)O = pov- A+ Ploxa | pv(Q'v)" + PO

pHv" pH(Q"v)"

L plvT pA(QV)T

- i

pQUIT + PQ a .

= . = QF(U) (A5)

pHv
pAD

From the flux transformation in Eq. (A4), the Jacobian transforms as
B(U.n) = QB(Q"U)Q" (A6)
where B(U) := B(U, e). Let
B(0) = VWO AD)V(O)]! (AT)
be the eigenvalue decomposition of E(f/); then, Eq. (A6) implies
B(U,n) = V(U,n)A(U, n)[V(U, n)]! (A8)

is the eigenvalue decomposition of B(U, n), where

V(U.n) = Q(m)V(Q(n)"U), AU, n) = A(Q(n)"U),
V. = [V | oy (A9)

By examining these equations, it is clear the we need only derive the
eigenvalue decomposition of B(U) to completely specify the eigen-
value decomposition of B(U, n).

The transformed Jacobian matrix is

0 0 0

0 -1 @-Dg

Dy 0 0 (A10)
=(r = D17, YUy (r — Dgv,

0 0 o

where § := /7;7; and we have used the fact that it can be written
solely in terms of the velocity, enthalpy, and reaction progress to
reparameterize the terms. Using the symbolic software MAPLE, we

found the eigenvalue decomposition of B(#, H, 7) to be

1 1 0 0 1
hy-¢ b 0 0 O +¢
V(#,H.7) = o, 5, 1 0 o |
A-9¢ 5 0, ¢ H+70,¢
.2 o0 o0 -1 1 |
o .
of
A@.H, ) = 7 (A1l)
Uy
i by + ¢ |

where the left eigenvectors are

[Ve.a.n]"
F e e _ : A -
bl + VT -V — V*_l —VUy 1 q
-2+ 25 20, -2 =23
_r-1 225, 22
2 i 0 5 0 0
75 —205, =200, 21 2§Ai-X
2 7,é = A
L 5= y—_l =V + yTI %) 1 q |
(A12)
and the speed of sound is given by
&= \/(y—l)(H—&’l/2+1£1) (A13)

Straightforward manipulation recovers the classical result for an ideal
gas & = yP/j, where jp and P are the corresponding density and
pressure, respectively. This leads to the final form of that decom-
position that expresses the eigenvectors and eigenvalues of B(U, n)
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in terms of the velocity, enthalpy, and reaction progress in the
physical coordinates

V(v,H, A n) = 0m)V(Q(n)Tv,H,1),
A, H,2,n) = A(Q(n)"v,H, 1),
(V(v, H, )] = [V(Q(n)Tv,H,/l)]_IQ(n)T (A14)

Finally, the Roe flux is

Foo U+, U™, n) = % (F(U*)n + F(U™)n)
+%|A(U+, U= m)|(Ut —U")  (AL5)

where the matrix

A(UT, U™, n) = Bw*(U*,U™), H*(U*,U"),2*(U*,U"). n)
(A16)

and the Roe averages are defined as

pTot + /p v
,//)* + /P~
g+ =-
(Ut Uy = Y (A17)
NI N
U Uy = YT NPT
NI SN/

where v¥, H*, and A* are the velocity, enthalpy, and reaction
progress computed from the U state, respectively. The matrix
absolute value is defined in terms of the eigenvalue decomposition
of the matrix as

v (U, U7) =

[A(UT, U™, n)| = V(v*, H*, 2%, n)|A(v*, H*, 1*, n)|
x [V@*, H*, 2* )] (A18)

where the absolute value is applied entrywise to a diagonal matrix.
Finally, we define the smoothed Roe flux as

Foe,sm(UJr’ U-, n) = %(F(U+)n + F(U_)n)
+%|A(U+, Um.m)|((UT -U") (A19)

where

[A(UT, U™, n)|, = V(o*, H*, 2*, n)|A(v*, H*, A*, n)|,
x [V(v*, H*, 2*, n)]"! (A20)
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Fig. A1 Smoothed absolute value function for k = 5 (blue line), k = 10

(red line), and k = 100 (green line).
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and | - |;:R — R is a smooth approximation to the absolute value
given by

|x|, == x tanh(kx) (A21)

where k = 100 is a smoothness parameter (Fig. Al), applied entry-
wise to a diagonal matrix.
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