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tigated. Efficient convergence is maintained by specifying a large global Courant (CFL)
number while reliability is improved by limiting the local CFL number such that the solu-
tion change in any cell is less than a specified tolerance. The method requires control over
two key issues: obtaining a reliable estimate of the magnitude of the solution change and
defining a realistic limit for its allowable variation. The magnitude of the solution change is

g/ISSBCE',g estimated from the calculated residual in a manner that requires negligible computational
76M12 time. An upper limit on the local solution change is attained by a proper non-dimension-

alization of variables in different flow regimes within a single problem or across different
Keywords: problems. The method precludes unphysical excursions in Newton-like iterations in highly
Computational fluid dynamics non-linear regions where Jacobians are changing rapidly as well as non-physical results
Numerical methods such as negative densities, temperatures or species mass fractions during the computation.
Convergence and reliability The method is tested against a series of problems all starting from quiescent initial

conditions to identify its characteristics and to verify the approach. The results reveal a

substantial improvement in convergence reliability of implicit CFD applications that

enables computations starting from simple initial conditions without user intervention.
© 2009 Elsevier Inc. All rights reserved.

1. Introduction

Computational algorithms for systems of partial differential equations traditionally use iterative methods to obtain
numerical solutions. The efficiency and reliability of such procedures represent crucial issues for practical applications.
An implicit goal of any algorithm is to maximize computational efficiency while minimizing user intervention and the
specification of user defined control variables at input. An ideal algorithm should converge reliably from any physically
meaningful initial condition while using a standard set of predefined control variables. For example, an ideal time-marching
procedure would use a fixed Courant (CFL) number for every problem and converge reliably from any easily specified initial
condition to the correct solution without user intervention. Such an ideal is far from conventional experience. Iterative
procedures are sensitive to initial conditions, are adversely affected by grid stretching and cell aspect ratios and by the non-
linearities that are characteristic of fluid mechanics. Issues such as these combine to require significantly different CFL values
for various problems and often require changes in CFL during the iteration to preclude divergence and ensure efficiency.
Without watchful user intervention, solutions often diverge or ‘blow up’ as nonlinearities cause local Jacobians to drive
the solution in improper directions or produce unrealistic physical variables such as negative temperatures, densities or
mass fractions during the iteration.

While convergence acceleration has been the subject of many studies [1-7], methods for ensuring code reliability gener-
ally rely upon ad hoc procedures. One common method for enhancing reliability is to add increased artificial dissipation to
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Nomenclature

inviscid flux vector
Fou viscous flux vector
source term
Reynolds stress tensor
Kronecker delta
molecular viscosity
total enthalpy
I',  matrix coefficient
conservative transport variables
primitive transport variable

characteristic transport variable
pseudo time

u, v, w Cartesian velocity component
X,y,z  Cartesian coordinate

i grid point index

kﬁ

TOeCNTESS T

CFL Courant-Friedrich-Levy number
A, Ap;, Apy Jacobian matrices

p density

p static pressure

p° stagnation pressure

T temperature

T° stagnation temperature

u, v,w fluctuation of velocity in x, y and z direction
I identity matrix

U initial velocity magnitude

Re Reynolds number

B flow angle

Ma Mach number

AQf,“ estimated solution change

AQ, solution change
Qpref reference variable
o max allowable fractional change in solution

the algorithm in the early stages of the computation as, for example, starting with a first-order procedure and then switching
to a higher-order scheme as the solution nears convergence. The first-order algorithm, however, may not be sufficiently dis-
sipative to ensure that the initial condition leads to convergence and the choice of when to transition to the desired order of
accuracy is unknown. Further, even a converged first-order solution may be too far from the final solution to guarantee con-
vergence of the higher-order scheme.

A second common procedure for ensuring reliability is to ramp the CFL during the solution process. The iteration is started
from a small CFL and increased to an upper limit based on past experience. Again, the starting value, the final value and the
allowable rate of increase are all unknown and can vary dramatically from problem to problem. The alternative of using
small CFL numbers throughout the iteration, in principle, enhances reliability, but results in inordinately long computation
time. The choice of an a priori CFL schedule, however, remains an open issue and values are generally set arbitrarily as the
literature on optimal strategies for CFL specification is limited [4-7].

A third common procedure is to reset positive-definite variables (such as density or temperature) to a small positive value
when computational excursions cause them to change sign. While this action precludes divide checks and NaN’s, such arbi-
trary changes often interact adversely with the convergence process requiring increased numbers of iterations. Further,
resetting variables does not remove the underlying cause and negative quantities generally reappear in succeeding time
steps.

Often, all three of the above methods are combined with other similar techniques to try to improve code reliability. A
major limitation is that all are performed in an ‘open-loop’ manner—the correction is devised before the problem appears,
and is implemented without regard for why or when the difficulty appears.

The goal of the present article is to investigate a ‘closed-loop’ procedure for improving algorithm reliability that controls
the local CFL during the iteration on the basis of the convergence process itself rather than by means of an a priori procedure.
The method chosen is based upon a concept suggested by Luke et al. [8], but differs from their approach in that it requires
negligible computational overhead and has been extended to improve its effectiveness. The objectives are to control the
change of all variables at every grid point and iteration in such a manner that a single, pre-specified value of CFL can be used
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for all computations while simultaneously reducing sensitivity to initial conditions and grid distribution and ensuring that
non-physical values are not encountered. The closed-loop control is achieved by specifying a maximum solution change that
allows the code to determine a local CFL in such a manner that this tolerance is not exceeded. Appropriate limits on the frac-
tional change of the solution should ensure that the linearization procedure for converting the differential equations to alge-
braic form will remain valid so that Newton-based convergence processes do not diverge because of large changes in
Jacobians and that positive-definite quantities cannot change sign. The approach allows a large CFL in non-sensitive regions
of the convergence process while restricting the CFL in rapidly changing regions. We call this control method the solution-
limited time stepping method. Our goal is to demonstrate the characteristics of this automatic method for determining CFL
and its impact on code reliability.

In the following sections we first summarize the conservation equations of fluid mechanics along with the representative
discretization procedure that is used for the examples. We then describe the solution-limited time stepping procedure and
apply it to a scalar problem and the one-dimensional fluid equations followed by results for a series of problems of increasing
difficulty to assess the effectiveness and generality of the method. We close with a summary of the findings.

2. Governing equations and discretization method

Although the solution-limited time stepping procedure presented here is applicable to any implicit computational algo-
rithm, for definiteness we specify the equations of motion and the solution method that are used in the examples. The Na-
vier-Stokes equations can be written as:

oQ

=4V (F-F,)=0 1

etV (F - F) (1)
where Q = (p, pu, pv, ph® — p)T is the conservative variables vector, t is a pseudo time used for iterative solution and F and
F, are the inviscid and viscous flux vectors that each include three components:

F=FEi+F+Gk and F,=E,i+F,j+G,k )
The inviscid flux vectors are:
pu pv ow
pu? +p puv puw
E=| puv |, F=|p?+p|, G=| pww (3)
puw pUw pW? +p
puh’ pvh° pwh’
while the viscous flux vectors are:
0 0 0
Tyx Tyy Txz
E, = Tyx , F,= Tyy , Gy, = Tyz (4)
Tox Ty (o
UTw + UTyx + WTx + kT UTyy + UTyy + WTyy + kT, UTy; + VTy; + WTy + KT,

The quantities, 7, represent the nine components of the stress tensor:

Tjj = _gﬂ(uf" Vy‘*‘WZ)‘Sij"'N(g_)L:“‘g—Z) (3)
and, x, y, and z, are the Cartesian coordinates.

The conservation equations must be augmented by appropriate constitutive relations for the fluids of interest to obtain a
closed set. A general Gibb’s function, g(p, T) provides a convenient constitutive relation for a broad range of fluids problems
from which the density and enthalpy can be found [9]. In addition, the fluid viscosity, u(p, T), and thermal conductivity, k(p,
T), are likewise specified as arbitrary functions of pressure and temperature.

Numerical solutions to Eq. (1) require an appropriate discretization procedure and a suitable iterative scheme. We use
finite volume methods to discretize the spatial derivatives and solve the resulting algebraic system by treating the pseu-
do-time derivative in Eq. (1) as an iterative variable that can be marched from a selected initial condition to a converged final
result. Because 9Q/dt vanishes as pseudo time goes to infinity and so has no impact on the final solution it can be expressed
in non-conservative form without impacting the final solution. Accordingly we use the chain rule to transform from conser-
vative variables, Q, to the primitive variables, Q, = (p, u, v, w, T)" so that Eq. (1) becomes:

aQ,

Tyt 4V (F=Fy)=0 (6)
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The pressure and temperature in the primitive variables complement the variables in the constitutive relations while the
Jacobian matrix, I'p, provides a transformation between Q and Q,. Although the physical Jacobian can be used, both solution
accuracy and convergence efficiency indicate that artificially defined matrices, I'p, are sometimes preferable. Although such
artificial matrices provide improvements in solution accuracy and convergence in general computations, they can also in-
crease sensitivity to initial conditions. The methods described herein decrease sensitivity to initial conditions considerably
for applications with either physical or artificial pseudo-time coefficients, I'p.

The finite volume discretization of the inviscid and viscous divergence operators is considered separately. The divergence
operator for the inviscid flux, V - F, can be discretized by central differences [10-12], upwind flux-vector splitting [13-16] or
flux-difference splitting [17-19]. Our examples use an upwind, flux-difference splitting method based upon Gauss’ theorem
with the fluxes on each face determined by an approximate Riemann solver. After integrating the continuous divergence
operator, V - F, over a volume, €, a discrete divergence operator, Vj - F, for the inviscid fluxes can be defined as:

1 ¢\ [1 |-
Voo F = 5 3 [5 4 )~ 3 |5 A Qo — Q)| S )
k=1 k

In this expression, the flux Jacobian is defined as A,; = §F/9Q,, the vectors, 7, and F, represent the normal components of
the flux crossing the kth face, and Sy is the face area. The second term in Eq. (7) is an artificial dissipation term introduced in

the approximate Riemann procedure that depends upon the matrices I', and A,;. This matrix FP‘F;AN‘ must be defined

carefully to ensure a proper amount artificial dissipation. The preconditioning I', developed by Turkel [20], Van Leer [21],
Viviand [22], Briley [23], or Merkle [24] can ensure an appropriate amount of artificial dissipation. The physical matrix I',
is given by:

Py 0 0 0 Pr

up, p 0 0 up;

r,= vp, 0 p 0 vpr
wp, 0 0 p wp;

h’p,—(1—phy) pu pv pw hpr+ phr
For the examples shown below, the physical quantity, pp, in this matrix was replaced by an artificial property term,

;1 pr(-phy) o ; ; —mi VIEF 2 Fwe, e
A 775—#, and the preconditioned velocity scale V), is defined as, V, = min {max( uz 4+ 2 +w ’W’FALy’pTz)’C]'

where c is the sound speed. Note that the flux Jacobian couples the discretization with the pseudo-time parameter of the
iterative procedure.

The divergence operator for the viscous fluxes is discretized by a Galerkin procedure that results in a discrete viscous
divergence operator given as:

LS
VD'}-UZEZ(]:”)I('Sk ®
k=1

To complete the setup of the iterative procedure we replace the pseudo-time operator in Eq. (6) by an Euler implicit dif-
ference and replace the remaining terms by their discrete forms from Eq. (7) to yield the final algebraic system:

Qk+l _ Qk .
L= (V- (F - Fy)} ®)

Here, the superscript k represents the running variable in pseudo time.
To solve Eq. (9), we linearize the terms on the right side at the new pseudo-time level by Taylor’s series expansions:

(Vo - F) = (Vp - F)¥ 4+ VAy; - AQ, (10a)

Iy

and
(Vo Fo)" & (Vp - Fo) + VA, - AQ, (10b)

where the Jacobians are defined as: A,; = 0F/9Q,,A,, = 0F ,/0Q, and AQ,, = Q‘;“ — Q;j where the flux Jacobian is defined as
Ap=Api — Ap,. Upon rearranging, we obtain the final algebraic system,

{1+Arr;1 (v .Ap)}kAQp = —AT|[,Y{Vp - (F - Fu)} ‘ (11)

The implicit operator in Eq. (11) is linear but requires a matrix inversion at each pseudo-time step. Because of its wide-
banded nature in multi-dimensional problems, it is generally solved by approximate methods such as alternating direction
implicit (ADI) [25,26], point Gauss-Seidel [27-29], line Gauss-Seidel (LGS) [30,31] or GMRES [32]. Here, we use a line Gauss—
Seidel method. Because our implementation is based on an unstructured format, a least squares method is used to calculate
the gradients of the primitive variable which are used for the reconstruction on the interface between adjacent cells.
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3. The solution-limited time stepping method

As intimated above, large CFL values are needed to ensure efficient convergence, but small CFL’s are needed to ensure reli-
able convergence. In general, larger CFL’s can be used as the iteration nears convergence, while smaller values are imperative
when it is far from the final solution. An important aspect of controlling solution reliability without adversely impacting effi-
ciency is to recognize that at a given time in the iteration, some portions of the flowfield will be changing rapidly (and, hence,
will need careful protection against divergence and unphysical results) while other portions are changing slowly (and
accordingly can and should be advanced aggressively). The goal of the present work is to devise a means for monitoring
the solution change at every grid point and every step in an effort to determine local CFL values that maximize the progress
toward convergence while simultaneously minimizing the likelihood of divergence. The method involves two important
concepts: first, an efficient means must be identified for estimating how large the solution change will be, and second, an
acceptable magnitude for the allowable solution change must be established. These two items are discussed separately
below.

3.1. The estimated solution change

An efficient estimate of the manner in which the solution change, AQ,, varies with the local time step size is imperative.
Defining acceptable values of At at each grid point by computing a series of implicit time steps is computationally intrac-
table since the preferred At values will be different at every grid point and the change at any grid point will be dependent on
the change at neighboring cells as well as local values. Following the general spirit of the method suggested by Luke et al. [8],
we set the estimated solution change (which we designate as AQ;“) equal to the residual of the implicit update relation in Eq.
(11):

k
AQ;" = —AT|I'{Vp - (F = F,)} (12)
Thus, AQ;“ is obtained by omitting the divergence terms on the left side of Eq. (11) and is identical to the update relation that
would be obtained from an Euler explicit discretization of Eq. (6). Because the residual must be computed as part of the im-
plicit algorithm, the computation of AQ;“ requires no additional manipulations or iterations. Thus, in contrast to the proce-
dure used by Luke et al. [8] whose procedure required two iterations and was relatively expensive to employ, our estimate
has a negligible impact on the overall CPU time.

The estimated solution change in Eq. (12) is proportional to the time step, At. Consequently, for any cell in which AQ;“ is
deemed large enough to cause convergence difficulties, the local time step is reduced to bring AQ;“ to an acceptable mag-
nitude. This time-step-limiting procedure will be useful only to the extent that AQ;“ provides a reasonable bound on AQ,.
The adequacy of this estimate must be verified, but as a first step in this direction, we compare relative magnitudes of AQ;“
and AQ, by combining Egs. (11) and (12) to obtain:

AQE" = {1 + AT, (Vp ~A,,)}kAQp (13)

For small pseudo-time steps, At, the second term in the brackets are negligible and the actual calculated and estimated solu-
tion changes are approximately equal, AQZ“ ~ AQ,. For large A, the estimated change, AQ;", increases linearly without
bound (see Eq. (12)) whereas the actual change, AQ,, approaches a constant value. The behavior at these two limits suggests
that the estimated solution change may serve as a nominal upper bound on the calculated change for all A 7 and that the
norm of AQ, is bounded by the norm of AQ;“. This supposition must however be verified. In Section 4, we use both analytical
and numerical methods to demonstrate the effectiveness of AQ®" as a useful estimator of the calculated solution change,

D
AQ,.
3.2. Setting the allowable solution change

As a formal procedure for defining the allowable magnitude of the solution change we introduce a reference vector, Q;"f

and a scalar multiplier, o. We then limit the local pseudo-time step in such a manner that the estimated solution change,
AQ;™, will be less than the product of o and Q}:

s

< Q! (14)

This limit is to be applied to each variable at each grid point with the local time step being chosen to satisfy the most restric-
tive variable. The effectiveness of Eq. (14) depends upon defining appropriate values for both the reference vector and the
scalar multiplier. If the method is to be useful, it is imperative that the definitions for both these quantities be applicable
over widely varying flow regimes.

Picking a value for « is quite straightforward, whereas the reference quantities require more consideration. For positive-
definite quantities such as pressure, density or temperature that are not allowed to change sign, positivity is ensured by
choosing « less than unity. For example, restricting the solution to a 10% change (« = 0.1) will ensure positivity, while also
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eliminating strong non-linear effects in Newton-based iteration procedures by precluding large changes in Jacobians from
step to step while still enabling efficient convergence. Because Ap and AT are only estimates of the change, sign changes
are still possible but small values of o provide a substantial margin of safety and we have not observed sign changes for
a wide variety of problems.

Indefinite variables such as velocity that must be allowed to change sign require a scaling factor greater than unity, or a
reference value larger than that in the local cell. As discussed below, our results have shown that pressure is the most sen-
sitive variable, whereas velocity is relatively insensitive.

Having defined representative values for the scaling constant, o, we next consider methods for defining the reference
variables with special emphasis on the pressure.

3.3. Scaling the reference variables

The reference vector, Q"¢, should be based upon local conditions in the computational domain as defined by the current
iteration. A first choice is to set the reference vector for any cell equal to the current solution vector in that cell, Q;ff = Qe
where k refers to the local cell, and n refers to the present time step. Of the pressure, velocity and temperature, the pressure
change is more sensitive and requires more care because the pressure gradient, rather than the pressure, appears in the
equations of motion. For example, in incompressible flows, the thermodynamic pressure clearly would not serve as an
appropriate reference variable. Thus, while the reference value for determining the maximum allowable pressure change
should depend upon the local pressure in the given cell, this local solution must be scaled appropriately to incorporate
the local flow physics in a proper manner. Improper normalization can allow solution changes that are too large (thus allow-
ing divergence) or too small (thereby slowing convergence).

The reference pressure must be determined from the local pressure gradient which can be estimated from the momentum
equation with a pseudo-time term added to represent the iterative procedure. The pressure gradient depends upon flow
characteristics such as the local Mach number, the local Reynolds number, the local acceleration or the local body forces
and is essentially independent of the magnitude of the thermodynamic pressure. A properly defined reference pressure
should reflect these several variations in flow characteristics in a manner that is representative of the local physics. Using
the one-dimensional momentum equation as an example,

du dpu op  du
Por T ox Tax Mo TP8 (15)

it is immediately seen that multiple terms can balance the pressure gradient. Pertinent scaling variables can be obtained
from formal perturbation expansion methods [33]. For brevity, we here simply tabulate pertinent scalings in the represen-
tative limits.

For high Reynolds number flows, the convective term balances the pressure gradient, and the pressure change scales as
the local dynamic pressure resulting in the reference pressure pyer= pu?. At low Reynolds numbers, the pressure gradient is
balanced by viscous forces and the pertinent reference pressure is the local shear stress, pr.f= 7. For problems dominated by
buoyancy or body force terms, the reference pressure depends upon the gravitational term, p,s= pgh. Finally, the pressure
change can be determined by local gradients in the solution giving rise to a reference pressure, p.es= Ap, where Ap represents
the pressure gradient across the local cell. In a general computation, using the local reference pressure as the largest of these
several values along with a choice of « less than unity, ensures small changes in the Jacobians and precludes sign changes in
the pressure.

An appropriate reference temperature is generally somewhat easier to identify than the pressure. Like pressure, the ther-
modynamic temperature cannot change sign. In solutions attempted to date, using the local thermodynamic temperature as
the reference condition has proven sufficient to ensure both positivity and insensitivity to initial conditions. Nevertheless,
problems for which the local temperature gradient must also be included might be encountered. As a special check on tem-
perature scaling, we have included an example in which the flowfield contains substantial amounts of heat transfer (the tem-
perature changes by an order of magnitude) as noted later. Ensuring that pressure and temperature are positive and that
their changes are restricted to a small fraction of their previous values also ensures that the density remains well-behaved.

The reference velocity is somewhat different in that the velocity must be allowed to change sign. The reference velocity
can be based upon the local velocity in a given cell or upon a velocity change imposed by a pressure gradient across the cell
as determined by the Method of Characteristics (MOC). For the former limit, we set u,.; = {/u? for each local cell, while for
the latter, we have, u.s= cAp/yp. The MOC procedure clearly can lead to velocity changes. Accordingly, we take o = 0.1 for the
MOC limit, and « = 2 for the local velocity limit to allow it change sign in non-zero velocity regions. However, regions in
which the velocity is large, the local velocity limit may have little effect, but a carefully defined pressure limit appears to
be sufficient to protect the solution change in such regions. To circumvent difficulties in cells in which the reference velocity
is identically zero by either of these conditions, we have imposed a third reference velocity as 10~° times some easily iden-
tifiable characteristic velocity in the global flowfield. Thus, for the velocity components, u; in cell k, we limit

[Auy| < 24/ +ud, + u3,. Representative solutions given later critically test this limit by starting with initial conditions

in which the entire velocity field is set to zero and the pressure is uniform. This proves to be a rather conservative limit when
the velocity components are small, but as the solution approaches convergence (or for initial conditions where the velocity is
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large) it can be overly lenient and allow large fluctuations in the Jacobians. The special attention to the pressure limit, how-
ever, offsets this wider limit on the velocity components and we have found this method to be successful in all solutions to
date. The present paper also includes examples containing recirculation regions behind a backward facing step and heat
addition in a pipe flow starting from rest to test for difficulties when the local velocity passes through zero during the iter-
ation. Other computations (not included) based upon using a global characteristic velocity as the reference speed with the
value of o set equal to 0.1 as for a positive-definite variable have also proven effective for applications in which such a veloc-
ity is easily discerned.

3.4. Summary of solution-limited time stepping procedure

The purpose of the limiting procedure is to define a local time step, At, at every grid point such that ‘AQ;“ Lg ocQ;ff. As
shown next, this limit effectively ensures that the L2-norm of the calculated solution change will be bounded by a similar
condition, [AQ,| < ocQ;ff. Since AQ;" is equal to the residual of the implicit algorithm, it is already computed as a part of
the calculated solution, and therefore requires negligible CPU resources. We implement the solution-limited time stepping
method in the following manner:

1. Specify a global Courant number, CFLgpcifiea that is large enough to provide efficient convergence in the limit as the solu-
tion approaches convergence. (The value used in the examples is CFLgpeciseqd = 1000.) The CFL is defined as:
A+ At
Al
where / is the maximum eigenvalue of the convective Jacobian, Al is the longest dimension of the cell and At is the time
step.
2. Choose the reference quantities, Q;ef , based upon local conditions:

CFL =

U UAX; -9
pf_max<—,,u , P&h, AP, Pgiopar x 10 )
re 2 Ax? gona

Upes = Max <\/u7,2~% %7 10_9 X Vglobal>

Ty =T

where Vyopq is some global velocity chosen to ensure u, is always greater than zero and pgjopa is some global reference
pressure chosen to ensure p,.r is always greater than zero.

3. Set the maximum allowable fractional change, o (we have used « = 0.1 for all variables except the velocity change based
on the local velocity where we have used o = 2).

4. Compute the residual of the implicit algorithm in Eq. (11) which gives the estimated solution change, AQ;“
(12).

5. Compare AQ;“at every grid point with the allowable solution change, 2Q", and for those cells that exceed the limit,

decrease the local Courant number according to: CFLgjowabie = CFLSpec,ﬁedocQ;ef / ‘AQ;“

of the linearity of AQE“ with At and is to be done for each component of Q, with the minimum CFL being selected.
6. Use the resulting sequence of Courant numbers to compute the calculated solution change, AQ,, and complete the time
step.

as noted in Eq.

. This limiting step takes advantage

It is important to use the time step limiting procedure for every variable at every iteration and every cell in the compu-
tation, starting from the initial condition. The local pseudo-time step at every cell and grid point is based upon the smallest
At from all variables. As shown later, the limiting procedure is typically operative over small portions of the flowfield during
limited parts of the convergence process. As the computation progresses, the entire field can typically be advanced at the
global Courant number.

4. Bounding assessment of calculated and estimated solution changes

To understand the effectiveness of the estimated solution change as a bound for the implicit calculated change, we first
look at solution changes for a scalar wave equation, and then for a one-dimensional vector system to compare the estimated
solution change with the actual solution change.

4.1. Scalar wave equation

As a first step, we consider the calculated and estimated solution changes for the scalar wave equation,

ou ou

So+as =0 (16)
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Fig. 1. Solution change obtained from numerical analysis (a, left) and from Fourier analysis (b, right). Both plots are for central differencing in time. Fourier
modes on right are for ¢ =7/2, 7/4 and 7/8. Estimated solution change: red; Solution change: blue. (For interpretation of the references to colour in this
figure legend, the reader is referred to the web version of this article.)

Table 1
Fourier analysis of discretized scalar equation for central differences
Estimated solution change Solution change
1
U —uf + RS (i — )" =0 Ut - 4 AR (U —u)" =0
cvest o~ oArs o oo ahs
(AL)™ = —u9gris (Au) = —u]%is

as a function of the time step size for Courant numbers ranging from 10~ to 10%. We consider a domain 0 < x < 7 with 50
evenly space grid points and an initial condition given by u(x, 0) = sinx. The L2 norm of the solution change obtained from
numerical solutions of Eq. (16) with central differencing in space are shown in the plot on the left of Fig. 1 as a function of the
Courant number for the indicated range. The plot clearly shows that the L2 norm of the calculated solution is bounded by the
L2 norm of the estimated solution for all Courant numbers. The calculated solution change is essentially equal to the esti-
mated change for CFL's up to approximately unity, while for values greater than unity the calculated solution change ap-
proaches a constant while the estimated solution change continues to increase linearly. Analogous findings have also
been obtained for first-order upwind differencing.

As a second assessment of this simple equation, we consider a Fourier analysis that compares the ratio of the solution
changes for specific modes in the solution. Table 1 gives the discretization and the stability analyses for both the explicit
and implicit systems. In Table 1, the quantities, u, represents the numerical solution at grid point, i, in space at time level,
n, and the change in the solution is defined as Au; = u*! — u?". The amplitude of any Fourier mode is given by @ with the
superscripts est for estimated changes. Here we use the shorthand notation S = sin (27/N) following the imaginary unit i,
where N is the Fourier mode. The results in the table clearly show that the estimated solution change, Au®", is a linear func-
tion of A 7, while the calculated solution change, Au, is not. Plots of this Fourier function in Fig. 1(b) for mode numbers, /2,
7/4 and 7t/8, are analogous to the numerical results given in Fig. 1(a). Both the L2 norm comparisons and the Fourier trans-
form comparisons indicate that for the scalar case the estimated solution change serves as an effective bound for the calcu-
lated solution change.

4.2. Comparison of scalar and vector system

The scalar results given above are also applicable to a vector system analogous to the Euler equations of fluid dynamics as
is easily shown by a transformation to characteristic variables. The vector system:

0Q 0Q
X LA 17

ot * ox 0 a7
can be transformed to characteristics form by pre-multiplying by the modal matrix, M, whose columns correspond to the
right eigenvectors of the Jacobian matrix, A, giving:

2Q  0Q

—+4—=0 18

ot TV ox (18)
where Q represents the Riemann variable dQ = M 'dQ and A is the diagonal matrix whose elements are the eigenvalues of
A. As in the scalar example, the Fourier transform of the estimated and calculated solution changes are:
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nest _ EA
AQ™ = —iSA - Q (19)

~ . AT
AQ = —<I+ISAE>

1
. AT~
ISAH Q (20)

Since the matrix A in Eq. (18) is a diagonal matrix, the scalar analyses of Section 4.1 are also valid for each component of the
characteristic variable, Q, so the conclusion that the L2 norm of the calculated solution is bounded by the L2 norm of the
estimated solution continues to hold for a system of equations.

Because the magnitude of the calculated solution change is not absolutely bounded by the estimated solution change but
only by its L2 norm, there could (and will) be points in the domain for which the estimated change is identically zero while
those for the calculated change are finite. This specific point is addressed in the following examples by using problems with a
uniform initial condition throughout the domain except for a step change at the boundary. The estimated solution change is
identically zero for all grid points except those adjacent to the boundary (the effect of the boundary condition propagates
only one cell per time step), while the calculated solution change extends over the entire domain (boundary condition effects
propagate over multiple cells in implicit scheme). Thus, in every example, we deal with multiple points for which the cal-
culated solution change exceeds the estimated solution change, but the estimator still provides an effective limit on the
iteration.

5. Results

To demonstrate the solution-limited time stepping procedure, we start with a simple, one-dimensional problem to test
the general concept and assess its behavior. Following this, we present a series of multi-dimensional examples with an addi-
tional physical concept added in each problem to assess its effectiveness in various flow regimes. The initial condition for all
cases sets the velocity at all cells in the field to zero and the pressure and temperature to a constant value. The initial density
at every grid point is then obtained from the equation of state. Upstream boundary conditions typically correspond to a spec-
ified stagnation pressure, p°, and temperature, T°, and the flow angle. The downstream boundary condition is a specified back
pressure, pPpqck- This initial condition is easy to define, simple to implement and broadly useful for a wide variety of problems.

5.1. One-dimensional inviscid flow

As the first step in developing the method, we consider the one-dimensional flow of a perfect gas in a constant area pas-
sage. The converged solution for this problem is a trivial uniform flow but it provides a useful first test of the method. The
upstream boundary conditions were chosen as: p°=1.4e5 Pa and T° = 400 K and a series of back pressures were imposed
such that the Mach number of the converged flow ranged from low subsonic to supersonic speeds. The global CFL was set
to 1000 for all cases and the limiting procedure was used to control the local CFL to see if it would respond appropriately
to the initial condition and provide reliable convergence. There were 100 uniformly distributed cells in the domain. The
geometry and flow conditions are shown in Fig. 2.

Two sets of constant values were used for the initial condition on pressure. In one case, the initial pressure was set equal
to the upstream stagnation pressure while in the second it was set to the back pressure. With the first initial condition, the
outflow boundary is exposed to the back pressure at the first time step and the iterative procedure is initiated by an expan-
sion fan propagating into the computational domain from the downstream boundary in pseudo time. We refer to this as an
expansion-initiated case. With the second initial condition, the upstream cell is exposed to the stagnation pressure at the
first time step and the convergence process starts from a shock wave propagating through the flowfield. We describe this
as the shock-initiated case. In all cases the initial velocity was set to zero and the temperature was set to the upstream stag-
nation value.

As a first step, we look in detail at the initial condition and the first several iterative steps using the expansion-initiated
case as an example. From the initial condition, the velocity in all cells is zero and the pressure is equal to the upstream stag-
nation value at every cell except the last one which is equal to the back pressure. The estimated solution change returns a
machine zero for Ap®* for all cells except the last which returns a finite value. In the companion two-dimensional version of
this problem (discussed below), the value of Ap®" for the entire downstream column of cells was finite, while the Ap®" for all
remaining cells were round-off zero rather than a machine zero. For this reason, the final limiting terms was added to py.f
definition and the reference pressure for all but the last cell was chosen as the nominal value, 10*9pg,0ba, where Pgiopar
was chosen as the stagnation pressure. The reference pressure in the last cell was limited by the pressure change across
the cell, Ap (which in this case was p® — ppack). The corresponding reference velocity was 10*9Vgloba, for all but the last cell
where the reference velocity was set by the MOC limit. In performing the limiting procedure, the Courant number was

p? =1.45%10° Pa

0.65< p,., <1.01x10°Pa
T = 400K » o

Fig. 2. Geometry and boundary conditions for constant area duct.
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Fig. 3. Pressure (left) and velocity (right) profiles at various steps.

unlimited in all cells except the last where the velocity limit resulted in CFL ~ 0.5 for the first step. The resulting velocity and
pressure after this first step are shown in Fig. 3. Note that the velocity change propagates through the entire domain (because
of the CFL = 1000 condition at all cells except the last), while the pressure propagates more slowly.

The second step proceeds in similar fashion, except that the non-zero velocity field results in non-zero explicit solution
changes for most cells. The reference velocity for step 2 was now based on the local velocity in nearly all cells whereas the
pressure was still based on the nominal global change in all but the last several cells where it was generally based on the
dynamic pressure. The solution for this step is also shown on Fig. 3, along with the companion solution at steps 3, 30, 40
and 50. It can be seen that the highly non-uniform initial condition at step 1 is quickly absorbed into the solution and that
by limiting only the last few cells, physically meaningful implicit solution changes are obtained at all cells.

The overall convergence for this sequence of one-dimensional cases is given in Fig. 4 which shows the L., norm of the
global convergence for a series of downstream pressures corresponding to converged Mach numbers of 2.2, 0.7, 0.3, 0.03,
and 0.003. All results on Fig. 4 except for the Ma = 2.2 case are for the expansion-initiated initial condition. The shock-initi-
ated initial condition was used for the supersonic case. For clarity only the pressure convergence is given. Other variables
converge at similar rates. In general the convergence process is composed of an initial region where the CFL values in a small
fraction of the cells are limited so that Ap/p,.sis approximately constant followed by a region in which the solution converges
very rapidly and ending with a constant region where the solution has reached machine accuracy. The initial constant region
corresponds to the iterations during which the limiter controls the time step at some points in the domain. In all cases, the
velocity limit provided the dominant time step limit for the first one or two iterations, but the pressure limit quickly became
the limiting criterion after that. Throughout the computation, CFL limitations were restricted to the downstream end of the
domain. The region of rapid convergence corresponds to the unlimited regime where the large Courant number provides
effective convergence. This character of controlled convergence while the global characteristics of the solution are estab-
lished, followed by a region of rapid convergence to machine accuracy is the expected goal of the solution-limited method.
That goal is met quite effectively in these one-dimensional examples, providing confidence to move to multi-dimensions.
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Fig. 4. L. norm of solution-limited convergence rate for one-dimensional flow in constant area duct for converged Mach numbers of 2.2, 0.7, 0.3, 0.03, and
0.003.
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5.2. Two-dimensional inviscid flow in constant area channel

As a first multi-dimensional problem, we consider a two-dimensional version of the above constant area channel. The
purpose is to identify any new phenomena introduced by the added dimension and to ensure that the procedure continues
to provide robust convergence. The ratio of channel length to the passage height is L/H = 20. The grid has uniform spacing in x
and is stretched near the wall in preparation for the viscous examples in Sections 5.3 and 5.4. Three cases with the maximum
cell aspect ratio (AR) at the wall equal to 100, 500 and 5000 are presented.

The boundary conditions are: p° = 1.4e5 Pa, T° = 300 K at the inlet and ppac = 1.01e5 Pa at the outlet which correspond to
a converged Mach number of 0.7. The initial condition was expansion initiated. Because of the symmetry of the problem,
only one half of the channel is computed. As in the one-dimensional problem, the global CFL is set to 1000 and the solu-
tion-limited procedure is used to provide robustness.

The global character of the convergence process is shown in the left plot of Fig. 5 in terms of the L., norm of A p/p,sfor the
three different grid aspect ratio cases. The other parameters converged in similar fashion but for clarity, only the pressure is
shown. In general, the convergence is similar to the 1-D case except the number of iterations is somewhat larger and in-
creases with cell aspect ratio.

The plot on the right of Fig. 5 compares the estimated change (after adjusting the time step) with the actual solution
change for the AR =500 case. Iterations in which the estimated change is 0.1 imply that the time step is limited in at least
one cell in the domain while steps in which the estimated solution change is less than 0.1 indicate the solution is not limited
and CFL = 1000 is applied throughout the domain. As can be seen, the time-step limit is enforced during approximately the
first 200 time steps but, following this the CFL = 1000 time step is applied to all cells causing the solution to converge rapidly.
Note that the implicit solution change is nearly always less than the estimated change indicating that the estimate does, in-
deed, provide a reasonable bound on the solution change. The 10% fractional change (o = 0.1), however, is more than suffi-
cient to ensure positivity throughout the complete convergence process.

Detailed investigation of the convergence process shows that at the initial time step, the selected reference conditions in
the last column of cells adjacent to the exit boundary were based on the pressure gradient across the cell and the corre-
sponding the MOC expression for the velocity. The reference conditions in the remainder of the cells were set by global limits
for the velocity and pressure (zero velocity and zero pressure gradients). Accordingly, in this first step, the resulting CFL limit
was applied only to the last column and was based on the pressure change. After the first step, the CFL’s in a small fraction of
the cells near the exit plane (extending more than one column away) were limited by the dynamic pressure.

The remaining line on the right side of Fig. 5 gives the fraction of cells in which the solution is limited in any given iter-
ation. Note that a large fraction of cells are limited at the beginning, but that this number decreases as the velocity increases
from zero throughout the domain, then reaches zero as the flowfield nears the correct solution. Except for the first step, the
limiting reference condition was the dynamic pressure.

These results demonstrate the role of the limiting procedure. Limiting allows the flowfield to safely undergo large changes
from the initial condition until it reaches a reasonable approximation to the exact solution without encountering difficulty or
diverging. As the flowfield approaches the exact solution, limiting ceases and the large CFL drives the solution rapidly to the
correct answer. The limiting method continues to ensure reliable convergence when the first simple example is extended to
two dimensions. Again, the global CFL was set to 1000, and the computation progressed from a quiescent initial condition to
the converged solution without user intervention, but with large variations in the local CFL’s during the computation.
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Fig. 5. L. norm of solution-limited convergence rate for two-dimensional flow in constant area duct. L/H = 20, Ma = 0.7. Expansion wave initiated case. Left:

comparison for different maximum cell aspect ratio (AR). Right: comparison for calculated and estimated solution changes and number of cells limited
during the convergence. AR = 500.
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As the next step, we impose a no-slip condition on the duct walls and look at the effectiveness of the limiting method in
the presence of viscosity in the entry region of a channel.

5.3. Viscous flow in constant area channel

To investigate the effect of viscous terms on the limiting procedure, we consider developing flow in a channel using the
same geometry as for the above inviscid example. To resolve the boundary layers in the entry region the grid is stretched in
both the axial and radial directions (the radial stretching is the same as that used in the inviscid solution) with a total grid of
32,000 cells and a maximum aspect ratio of 500. The channel length to passage height ratio is again, L/H = 20 and the Rey-
nolds number is set at 1000. The estimated entry length [34] for this problem is L/H = 44.2, indicating that the boundary lay-
ers should grow to a reasonable fraction of the channel in the domain but should not reach the fully developed state. The
boundary conditions chosen for this problem are identical to the conditions that resulted in Ma = 0.7 flow in the above case,
specifically: p° = 1.4e5 Pa, T° = 300 K at the inlet and ppqcx = 1.01e5 Pa at the outlet. The problem was again started from rest
with an expansion wave from the downstream end. Again, the single user-specified quantity for this calculation was
CFL = 1000.

A graphical description of the convergence and limiting process for this viscous problem is given in Fig. 6 showing quan-
tities analogous to those for the inviscid problem in Fig. 5. For the viscous problem, the solution change was limited for
approximately the first 150 steps after which it converged rapidly toward the solution. The solution change was generally
less than the estimated change, and never exceeded it by more than a few percent. During the computation, the number
of limited cells increased from the last row of cells in the first step to a maximum and then decreased to zero as a meaningful
flowfield was established. The primary difference was that the reference pressure was sometimes based upon the viscous
term instead of the dynamic pressure, reflecting the different physics in the near-wall regions of the domain. All in all, this
computation also converged reliably from the initial quiescent condition to the final converged solution which is shown in
Fig. 7 for reference.

Solution Change
Lo RS Estimated Change

oF === === Number of limited cells
e T 100
-
1
i
3
- i ES
a F
g o
3 -
g 2
= E
-10 | =
2
-15 L

1
200 400 600
No. Iterations

Fig. 6. L., norm of solution-limited convergence rate for viscous flow in entry region of channel. L/H = 20, Re = 1000, Expansion wave initiated.
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Fig. 7. Converged velocity contours in channel (top) and velocity profiles at various locations (bottom).
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5.4. Viscous flow with strong heat addition

As the next demonstration, we consider the developing flow region of the same two-dimensional channel with strong
heat addition through the walls. The heat addition tests the manner in which the limiting procedure responds to strong tem-
perature gradients. In addition, the wall heating also has a dominant effect on the start-up transient leading to a very dif-
ferent convergence path. The grid and boundary conditions are the same as those used in Section 5.3 except that the wall
temperature is set to 3000 K introducing a ten-to-one temperature change in the solution. These conditions again give a con-
verged solution with a Mach number of nominally 0.7. We again set the global CFL = 1000 and use the solution-limited pro-
cedure to provide convergence without user intervention. The geometry and the converged temperature contours are shown
in Fig. 8 in conjunction with a summary of the boundary conditions. Note that the boundary layers are considerably thick-
ened by the heat addition and the consequent density change at the walls.

The initial condition is again chosen as quiescent, u = v = 0, with the pressure and temperature, p = p® and T =T°, but the
hot wall causes the initial transient to be more complicated than the previous examples, presenting a more severe test to the
limiting procedure. The beginning transient in the computation is composed of the superposition of a longitudinal expansion
wave analogous to those in the earlier problems plus a transverse compression wave created by the expansion of the heated
fluid adjacent to the hot wall. The strong wall heating rapidly generates a transverse v-velocity along the entire channel
which, in turn, induces an axial velocity causing the fluid to flow from the center of the pipe toward both ends, producing
outflow at the ‘inlet’ as well as the exit. Thus, at early times in the solution, the fluid in the left half of the pipe moves in the
upstream direction but changes sign and flows downstream when the expansion wave reaches it. Thus, in addition to intro-
ducing a substantial z-component that was not present in the unheated viscous calculation, the present calculation also re-
quires a sign change in the axial velocity. As the solution nears convergence, the perturbation propagating from the
downstream end overcomes these heat-transfer-induced motions and produces the final, familiar, entry flow field. The heat
addition therefore introduces substantial complications into the initial transient as well as into the final converged solution
and tests not only the effects of strong temperature changes, but also the effects of velocity sign changes during the transient
convergence process.

The calculated and estimated solution changes of the pressure for the heated, viscous flow case are shown in Fig. 9. With
solution limiting enforced and the CFL set to 1000, convergence proceeded in a manner similar to that for the earlier cases.
Again, the calculated solution change during the early portion of the convergence process occasionally exceeds the estimated
value, but remains of the same order of magnitude and provides convergence with no user interaction. Because of the wall
heating the temperature is limited during the first 700 iterations (Fig. 9), but once the field is set up, convergence is rapid
with the total iterations required for convergence being approximately 900. The strong temperature gradients that occur
during the convergence process and in the final solution are adequately handled by the local limit on temperature
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Fig. 8. Converged temperature contours for channel flow with heating. Fluid inlet temperature, 300 K; wall temperature, 3000 K.
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(e =0.1) and did not require redefinition of the reference temperature. In addition, the initial backward flow in the upstream
half of the tube and the subsequent reversal were handled by the velocity change limit.

Some details of the convergence process are given in Figs. 10 and 11 to support the convergence plots in Fig. 9. Fig. 10
shows the CFL distribution for the first step of the iteration. The expansion wave at the downstream end causes the time step
at the outlet plane of cells to be limited. The wall thermal condition imposes a limit at the wall boundary cells from the very
beginning, which is not so clearly shown in the contours plot because of the refined grid near the wall but is shown by the
more detailed plots of the CFL profiles on the top left of Fig. 10.

Fig. 11 shows a sequence of axial velocity contour plots throughout the convergence process. At time steps one and two,
the velocity profile is seen developing near both ends with larger values in the middle of the channel than along the walls
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Fig. 10. CFL distributions for the first step of the iteration. Top: CFL profiles at two different locations. Bottom: CFL contours in the channel.
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4850 C. Lian et al./Journal of Computational Physics 228 (2009) 4836-4857

because of the smaller time steps on the walls. Note that from 50 to 600 time steps that there are large regions with sub-
stantial negative axial velocity components. As the solution approaches convergence (800 steps), the velocity field becomes
positive throughout with the solution eventually reaching the familiar pattern for an entry duct.

5.5. Viscous flow in a converging—diverging nozzle

The above test problems all involved nearly parallel flow with small streamline curvature. To incorporate more complex
flow features, we next consider two test cases with significant transverse velocity components. The first of these concerns a
converging-diverging nozzle with an inlet-to-throat area ratio of 100. The Reynolds number based on the throat diameter
and flow conditions at the throat is 200 and the walls are adiabatic. The total grid size is 14,000 with a maximum aspect
ratio of 200. We present two solutions for this geometry, one with an unchoked throat, and the other for choked conditions.
The boundary conditions for the unchoked cased are: p®=1.4e5Pa, T°=300K and zero flow angle at the inlet and
Prack = 1.01e5 Pa at the outlet. The initial condition is again an expansion-initiated condition with a converged throat Mach
number of approximately Ma = 0.7.

The geometry and converged Mach number contours for the subsonic case are given in Fig. 12 while the convergence pro-
cess is given in Fig. 13. Again, the same input control parameters (CFL = 1000, & = 0.1) were used without user intervention
and provided reliable convergence. The presence of the reasonably strong transverse velocity components had little or no
influence on reliability. Again, the limiting procedure holds the solution change to a constant plateau for the first 200 iter-
ations after which it converged reasonably rapidly.

Solutions for this geometry were also computed for the choked condition by lowering the downstream pressure to a value
small enough to ensure all supersonic flow in the short divergent section. Mach number contours for this case are given in
Fig. 14, with convergence results in Fig. 15. Solution limiting was present for approximately the first 200 steps followed by
convergence to machine accuracy in an additional 600 steps.

These results also produce robust convergence as can be seen. The presence of transonic velocities in a significant portion
of the flowfield had little effect on convergence rates, and the solution-limited time stepping approach continues to enhance
reliability. Additional computations for converging-diverging nozzles with various inlet-to-throat area ratios were also
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Fig. 13. L., norm of solution-limited convergence rate for viscous flow in converging-diverging nozzle. Unchoked throat condition.
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Fig. 15. L., norm of solution-limited convergence rate for viscous flow in converging-diverging nozzle. Choked throat condition.

conducted for both choked and unchoked conditions. In all cases, the solution-limited time stepping method provided effec-
tive convergence with no change in user-specified conditions.

5.6. Flow past a backward-facing step

The next example concerns the flow over a backward-facing step. The backward facing step problem is significant for the
solution-limited time stepping procedure in that the flow must change sign during the convergence process and both veloc-
ity components have regions of positive and negative signs in the converged solution. The results verify that the velocity lim-
iting procedure does not adversely affect convergence when velocity sign changes are a characteristic of the converged
flowfield. Two different step heights were considered as shown in Fig. 16. The first [35] has a step height to inlet height ratio
of 1:9 while the second has a ratio of 1:2 corresponding to the experimental configuration of Armaly et al. [36]. Both cases
are compression wave initiated with specified upstream Mach numbers (0.128 and 0.004) and the same upstream temper-
ature (300 K) and the same back pressure (1.01e’ Pa). The Reynolds numbers based on step height are 370 and 50. The grid
sizes are 17,000 and 23,000 with maximum cell aspect ratio of 300. The convergences for the two cases are similar and only
that for the second case is shown in Fig. 17. The convergence rate decreases after around 500 iterations because of the recir-
culation zone at the backward facing step. The time stepping method is operational only during approximately the first 200
iterations. The results clearly show that the limiting procedure remains effective in flow fields characterized by sign changes
in both velocity components.

5.7. Transonic flow over an RAE 2822 airfoil

The above problems consider relatively simple problems that test various characteristics of the solution-limited time
stepping method. To illustrate the method in more practical applications, we include two additional cases in the next two

sections.
The first of these concerns transonic flow over an RAE 2822 airfoil. A grid of 24,000 cells is used. The free stream Mach
number is 0.729 while the static pressure and temperature are 1.0e® Pa and 273 K, respectively. The solution shown is for an
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Fig. 17. L., norm of solution-limited convergence rate for backward-facing step flow. CFL = 1000, o = 0.1.

angle of attack of 2.31°. These conditions correspond to a Reynolds number of 6.5 million based on a chord length of 1.0 ft. A
contour plot of the Mach number near the airfoil is shown in Fig. 18. The pressure coefficient on the airfoil (C,) is compared
experimental measurements in Fig. 19.

The turbulence characteristics were simulated by the k- turbulence model [37]. To apply the limiting procedure, we
choose normalization values for k and w according to the procedure described in Section 3.3. For the turbulent kinetic en-
ergy, we choose a reference value ks =3 (I - U,ef)2 where I is the turbulence intensity. The turbulence dissipation rate w has a

Mach_Number: 0.1 0.2 03 04 05 06 07 08 09 10 1.1 1.2

Fig. 18. Mach number contours near airfoil region.
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Fig. 19. C, distribution around RAE 2822 airfoil. Experimental data: green dots; Computational result: red line. (For interpretation of the references to
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Fig. 20. Convergence rate for transonic flow past a RAE2822 airfoil.

maximum value near the wall and decreases quickly away from the wall with magnitude variations that are typically more
than five orders of magnitude. For the reference condition here, we set W = Wwair-

The convergence history for the RAE 2822 case is recorded in Fig. 20. The L., norm of Ap/p,.for the solution-limited con-
vergence rates is given in Fig. 21. The results show that the calculated solution change is well estimated and limited by the
method during the initial ‘non-linear’ convergence region. The total number iterations required for convergence is approx-
imately 1500.
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Fig. 21. L., norm of solution-limited convergence rate for transonic flow past a RAE2822 airfoil. CFL = 1000, o = 0.1.
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5.8. Mixing and combustion of hydrogen (H) and oxygen (O,) in rocket engine combustor

As a final example of convergence control by means of the limiting procedure, we present results for a reacting, turbulent
flow in a model rocket engine combustor [38]. The combustor is fed by a coaxial injector with oxygen in the central passage
and hydrogen in the surrounding annulus. The computational domain and boundary conditions are shown in Fig. 22. The grid
contains 46,000 cells. The combustion chamber length is 93 mm and its diameter is 38.1 mm. The inlet diameter of the cen-
tral oxidizer jet is 5.26 mm, and the inner and outer diameters of the annular fuel passage are 6.30 and 7.49 mm, respec-
tively. The Reynolds numbers of the oxidizer and fuel inlet are 604,000 and 169,000, respectively. The mass flow rates
and total temperatures are specified as upstream boundary conditions and a back pressure of 5.2e6 Pa is applied at the
unchoked nozzle exit. All wall surfaces are set as no-slip, adiabatic conditions.

A 9 species, 17 reaction step chemical kinetics model was used to represent the combustion of hydrogen (H,) and oxygen
(03) [39]. Thermodynamic and transport properties of all species are expressed as arbitrary functions of pressure and tem-
perature with appropriate mixing relations used to obtain mixture properties. Enthalpies, viscosity and thermal conductivity
for each species are taken from polynomial expressions. Species diffusivities are obtained from a Chapman-Enskog

expression.

Fuel @ 800 K

Fuel @ 800 K

Fig. 22. Generic geometry and computational domain. Hydrogen and oxygen enter through injector passages on left.

0 Linear CFL ramping from: 0
1
0.01 to 100 § CFL=1000 with Solution Limiting
- ——-- 0.01t010 [ -1F = = = — CFLwith Linear Ramping
-1k, —-——-—- 0.01t01 ] 4
- - o
B | =
3 | 3
@ 2 -
@ | @
o ; 2
S S .
g -3 g
i a
al
1 | L 1 J 7 L L 1 L _
300 0 20 40 60 80 100 0 2000 4000 6000 8000 1C
No. Iterations No. lterations

Fig. 23. Convergence rate comparisons for the time stepping method and traditional CFL ramping method.
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Fig. 24. L., norm of solution-limited convergence rate for combustion in rocket engine combustor. CFL = 1000, o = 0.1.
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Fig. 26. Contours of mass fraction of OH radical.

To demonstrate the difficulty of converging this problem by conventional methods, we first attempt to solve the problem
by ramping the CFL number from a small value to a larger one. The results of a series of three unsuccessful attempts are given
in the left plot of Fig. 23 while a successful ramping procedure is given in the right side of Fig. 23 along with results for the
solution-limiting procedure. The three attempts shown in the plot on the left corresponds to ramping the CFL from 0.01 to
100, 0.01 to 10 and 0.01 to 1 during the first 100 iterations. All three cases diverge before the CFL has reached its terminal
value, although the ramping to CFL = 1, nearly reaches 100 iterations. As a fourth attempt, we ramp CFL from 0.01 to 1 in 500
iterations rather than in 100 iteration (right side of Fig. 23). This ramping schedule results in a converged solution although
the convergence is considerably slower than that obtained with the solution-limited time stepping method. The results indi-
cate that the solution-limiting procedure not only enhances code robustness without user intervention, but also improve
convergence by a factor of ten. Clearly, the manually scheduled CFL ramping could be tuned to improve convergence but
the uncertainties in determining the schedule and considerable user intervention that has already been done strongly con-
trasts with the effectiveness of the solution-limiting procedure. The calculated and estimated solution changes given in
Fig. 24, again shows the calculated change is well bounded by the estimated solution change. Hydrogen mass fraction con-
tours of the converged solution along with streamlines showing the recirculation zones are given in Fig. 25 along with con-
tours of the OH radical which marks the flame location in Fig. 26 to demonstrate the character of this flowfield.

6. Summary and conclusions

A method for diminishing user intervention in implicit CFD computations is presented. The method is based upon con-
trolling the local CFL in such a manner as to ensure that the local solution change is never more than a small fraction of
the magnitude of the solution variable. The magnitude of the solution change is estimated from the residual and the com-
putational resources required for implementing the procedure are a very minor fraction of the overall per-step computa-
tional requirements. As a nominal limit on the allowable solution change, positive-definite quantities are limited to a
maximum change of 10%, while changes in indefinite quantities are allow to exceed the local value by a factor of 2. These
magnitudes are sufficient to ensure that linearization procedures based upon solution Jacobians remain meaningful, thereby
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precluding solution migrations to unphysical regions, yet large enough to allow rapid solution convergence. In addition the
solution-change limit ensures that quantities such as pressure, density and temperature cannot become negative, again pre-
venting a common difficulty in CFD solutions. Other limiting magnitudes have been tried, but the 10% limit appears to be a
reasonable compromise between overly conservative changes that slow convergence unacceptably and more aggressive
changes that may fail to keep the solution within reasonable bounds over the complete computation.

Perhaps the most important element for success of the method is determining acceptable reference conditions upon
which to base the solution change. Our experience indicates that while all variables must be limited, the most critical param-
eter is the pressure. The characteristic pressure in a given problem or a series of different problems may be related to the
local dynamic pressure, the local shear stress, the local flow acceleration or the local body force terms. Proper balancing
of these with the pressure gradient is important for controlling the allowable change in pressure. Velocity, likewise, must
be limited, but in such a manner that the velocity may change sign, whereas temperature limitation based simply upon
the thermodynamic temperature appears sufficient in the conditions computed to date.

As a demonstration of the method, more than a half-dozen different problems, each with an added degree of difficulty, are
presented. All solutions started from a quiescent initial condition with either an expansion fan from the exit boundary or a
shock from the inlet boundary. For all cases, a single, user-specified CFL = 1000 was used and in all cases, the solution con-
verged reliably and efficiently without user intervention or changes in the control parameters apart from those variations
determined by the limiting procedure itself. The specific cases and variables tested along with their relevance include:

e One-dimensional flow: verifies ability to scale the solution change for conditions in which the velocity is zero in all cells
and the pressure is constant everywhere except for one cell;

e Two-dimensional inviscid flow: verifies that findings from one-dimensional solutions are applicable in multi-dimensions;

e Two-dimensional viscous flow: incorporates effects of boundary layers and shear stress in solution change limits and ref-
erence conditions;

e Viscous flow with strong heating: adds considerable complexity to the starting transient, including directional changes in
the velocity, while also incorporating the effects of strong temperature gradients and tests the effects of solution limits for
temperature;

e Nozzle flows: tests the capability of the solution-limiting method in the presence of flows with large changes in the flow
angle for both choked and unchoked conditions;

o Flow over a backward-facing step: incorporates the effect of recirculation, reverse flow and sign changes in the velocity;

o Transonic flow over RAE 2822 airfoil: incorporates turbulent flow at high Reynolds number flow along with shocks;

e Mixing and combustion of hydrogen and oxygen: tests the capability of the solution-limited time stepping method for
multi-species and reacting flow in a complicated flow field.

In addition to the cases represented here, the method has also been tried for a large number of other problems. Our expe-
rience has been that the method greatly decreases the number of unsuccessful runs and nearly eliminates the need for user
intervention in a wide variety of problems. Overall, the solution-limited time stepping procedure automatically adjusts the
CFL number for each grid according to the estimated solution change and greatly reduces the sensitivity to initial conditions
for various types of flows. The method requires negligible additional computing time and is easily implemented into any
implicit CFD code.
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