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SUMMARY

We present a wavelet-based adaptive multiresolution algorithm for the numerical solution of multiscale
problems. The main features of the method include fast algorithms for the calculation of wavelet coef-
ficients and approximation of derivatives on nonuniform stencils. The connection between the wavelet
order and the size of the stencil is established. The algorithm is based on the mathematically well-
established wavelet theory. This allows us to provide error estimates of the solution resulting from the
use of an appropriate threshold criteria. The algorithm is applied to a number of test problems as well as
to the study of the ignition-delay and subsequent viscous detonation of a H;: O;: Ar mixture in a shock
tube. The simulations show the striking ability of the algorithm to adapt to a solution having different
scales at different spatial locations so as to produce accurate results at a relatively low computational
cost. The algorithm is compared with classic ENO and TVD schemes. It is shown that the algorithm,
besides being significantly more efficient in terms of computational cost, is free from many numerical
difficulties associated with those schemes. Copyright © 2006 John Wiley & Sons, Ltd.
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1. INTRODUCTION

Numerical simulations of many physical phenomena, such as the formation and propagation
of reactive shock waves in compressible flow, present challenging computational difficulties
because their solution, in general, possess a wide range of spatial and temporal scales. A large
number of unknowns would be required to resolve the finest spatial scales if one were to use
a uniform grid distribution. The solution to this difficulty is to use an adaptive grid strategy.
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750 Y. A. RASTIGEJEV AND S. PAOLUCCI

The earliest adaptive algorithms have been based on finite volume formulations and are
referred to as adaptive mesh refinement (AMR) algorithms [1-6]. These algorithms, while
offering impressive advantages in computational speed and storage over uniform-grid algo-
rithms, have a number of shortcomings. First, in general, monitor functions used to adapt
the grid are based on ad hoc combinations of magnitudes of gradients of physical variables.
While such adaption criteria makes sense intuitively, it is nevertheless heuristic in nature.
A rigorously based criteria for mesh refinement is not available. As a result one cannot guar-
antee that the grid distribution is optimal in some sense. Second, for the above reason, it is
difficult to estimate errors in AMR algorithms so as to directly control the solution accuracy.
While Richardson extrapolation is used for error estimation and mesh refinement [3], as Quirk
[5] points out, the use of this criteria is more costly and, while appearing to be more rigorous,
yields no more accuracy than ones obtained using heuristic criteria since, in his words ‘near
flow discontinuities, the very types of flow features we are interested in, Richardson inter-
polation is invalid.” One should note that Jameson [7] uses wavelet analysis of amplitudes
of dependent variables in a standard finite difference adaptive algorithm. Lastly, it is difficult
to construct high-order schemes using finite volume formulations. This feature is particularly
desirable in multiscale- or multiresolution-type algorithms.

In recent years, algorithms closely related to AMR methods, utilizing multiscale decompo-
sition in the context of finite volume formulations for conservation laws, have been published
[8—13]. These methods are referred to as multiscale representation (MR) methods. It should be
pointed out that the majority of the works cited above, while they use a multilevel approach,
they do not take full advantage of adaptivity. The multiresolution scheme is not used to com-
pute and represent the solution in compressed form. Typically, the solution is represented on
the finest grid and adaptive computations are only used for accelerating evolution of numerical
fluxes, which are computed exactly on the finest mesh only in regions of largest gradients
and are approximated in regions where the solution behaviour is smooth. This results in sub-
stantial limitations of potential gains in memory and computational time reductions which
fully adaptive algorithms can achieve. Efforts have been made to construct a fully adaptive
multiresolution scheme in which the solution is represented and computed on an evolving
adaptive grid [11]. MR methods have been used almost exclusively for simulations of a vari-
ety of benchmark inert inviscid problems, a notable exception being Bihari and Schwendeman
[13] who have used an MR scheme for simulations of a one-dimensional system of reactive
Euler equations with possibly stiff source terms.

Recently, efforts have been made in the development of adaptive refinement algorithms
using unstructured grids. For recent overviews and bibliography see Mackerle [14], Kita and
Kamiya [15], Morgan and Peraire [16], Lohner [17], and Nithiarasu and Zienkiewicz [18].
Four different adaptive procedures have been considered in the finite element community. They
are referred to as r-, p- and A-refinement and complete regeneration of a grid by adaptive
remeshing. However, as pointed out by Zhu et al. [19], and Loéhner and Baum [20], only the
last two approaches lead to truly efficient and general algorithms, thus explaining their prefer-
ence in this community. While the use of unstructured grids facilitates application of adaptive
algorithms to complex geometries with or without moving boundaries, these methods have
similar shortcomings as control-volume-based algorithms. Another apparent difficulty is that
grid rearrangement is computationally expensive. This is due to the fact that every adaptive
refinement involves not only the analysis of the current solution based on a posteriori error
estimates to achieve a prescribed accuracy [19], but also a subsequent remeshing procedure
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which is based on considerable use of search operations and mesh parameters recalculations
[21]. As a consequence, it is difficult to rearrange the grid often during the process of nu-
merical integration without degrading the efficiency of the algorithm. Thus, in most of these
algorithms, grid rearrangement is only performed relatively few times. It should be pointed
out that this expedient can result in an inefficient mesh distribution at any particular time, es-
pecially in problems where fast-moving small scales are present. Not surprisingly the majority
of works dealing with adaption of unstructured grids are devoted to the numerical analysis
of stationary problems. Very few works deal with rapidly developing small structures like
shocks and boundary layers [21, 22].

Even more recently, wavelet-based multilevel or multiscale adaptive algorithms have been
proposed. These methods are either based on Galerkin (or Petrov—Galerkin) [23—27] or col-
location [7,28-31] procedures. Analogous to boundary-element methods with /-refinement,
some authors [32] have used wavelets to develop an adaptive Galerkin boundary-wavelet
technique. Galerkin wavelet methods, though accurate, have difficulties with the treatment of
general boundary conditions, general geometries, and nonlinear terms [33]. To overcome the
difficulty associated with nonlinear terms most authors [34,35] use a collocation procedure to
treat these terms analogous to what is done in pseudo-spectral calculations. In this formulation
linear terms are treated in wavelet space and nonlinear terms are computed in physical space.
Nevertheless, as reported by Schneider et al. [34], the resulting adaptive wavelet simulation
is still somewhat computationally expensive.

Wavelet collocation methods have been found to be just as accurate and at the same time
are mostly free of the difficulties encountered with wavelet-Galerkin methods. A number of
wavelet collocation methods have been developed [28-31, 34, 36—41].

Vasilyev and Paolucci, Cai and Wang, and Bertoluzza obtain the derivative approximation
through direct differentiation of the wavelet approximation of the function. Unfortunately, this
approach can lead to algorithms which are nearly as expensive as wavelet-Galerkin ones.
Holmstrom uses a finite-difference derivative approximation on a uniform stencil of functional
values. It can be shown that the latter approach, using a finite difference of an order consistent
with the wavelet basis, is much more computationally efficient and equally accurate.

Vasilyev and Bowman [40] also use finite differences for derivative approximations on
a nonuniform stencil. Their method is based on the construction of a piecewise polynomial
locally approximating the solution. The derivatives are found by differentiating the polynomial.
In the present approach we enumerate all possible nonuniform stencil patterns and store the
vector of corresponding finite difference coefficients a priori. The local point patterns are
matched with the stored data during grid rearrangement. Subsequently, the corresponding
finite difference coefficients are retrieved and used for derivative calculations. In this paper we
also propose an error control based on the Sobolev norm of the sparse wavelet representation
(SWR) which is shown to account for the local error more accurately than the more traditional
approach based on the wavelet decomposition of the solution.

In addition, some algorithms make use of external wavelets to simplify the application of
boundary conditions on finite intervals (Vasilyev and Paolucci). This procedure can lead to
much larger errors near boundaries than inside the domain. Lastly, we note that Donoho [42],
among others, has considered basis functions which are modified near boundaries. Again, it can
be shown that expansions using such basis result in errors, which are more uniform over the
domain for low-order basis but become larger for high-order basis near boundaries. Here we
suggest a simple procedure to overcome this difficulty. It should be noted that such basis has
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the remarkable feature that it is associated with the Lagrange interpolation formula [43,44],
which enables fast computation of expansion coefficients of the wavelet approximation of a
function.

In this work we present a wavelet-based adaptive multiresolution representation (WAMR)
algorithm in one spatial dimension which exploits the above properties. Generalization of the
algorithm to higher spatial dimensions will be discussed in a forthcoming article. WAMR
is an efficient, accurate, and robust algorithm that appears to be ideal for solving problems
which result in a large range of spatial scales and has the following properties. Time integra-
tion is accomplished with a linearized trapezoidal scheme. The boundary-modified correlation
function of the Daubechies scaling function is used as the basis for spatial approximation.
Wavelet coefficients of the approximating functions and their derivatives are obtained by con-
sistent finite differences on a nonuniform stencil and are computed quickly and accurately. In
general, it is desirable for the error distribution to be uniform. Errors arise from the SWR,
the derivative approximation, and grid adaption. The analysis of these errors provides error
estimates which are used for thresholding wavelet coefficients so that a near-uniform error
distribution is achieved. As a result, the number of degrees of freedom for a prescribed ac-
curacy is minimized. Lastly, the order of convergence of the method can be easily increased
by appropriately using a higher-order basis. Special emphasis is placed on demonstrating the
algorithm by solving problems of practical interest. Specifically, we apply the algorithm to
the simulation of propagation and reflection of a shock wave in a tube as well as to the
simulation of the ignition-delay mechanism resulting in a Hj: O,: Ar mixture.

The outline of the paper is as follows. In Section 2 we describe different elements of
the wavelet approximation and adaptive algorithm for solving partial differential equations
(PDEs). In Section 3 we provide a detailed discussion of different errors and their connection
with criteria for grid rearrangement. Results of numerical simulations of physical problems
are discussed in Section 4. Lastly, in Section 5 we summarize the main results of the work.

2. WAMR ALGORITHM

Below we describe the essential elements of the implementation of a wavelet-based adaptive
algorithm for the solution of PDEs in one spatial dimension. More specifically, we give a brief
introduction to wavelets and multiresolution analysis. We then elaborate on the approximation
and differentiation of functions based on a SWR. Lastly, we discuss the time integration
algorithm and dynamical adaption of the underlying grid.

2.1. Wavelets and bases

The Daubechies autocorrelation functions and boundary-modified Daubechies autocorrelation
functions of order p have been used as elements for the construction of basis functions [44].
If ¢@(x) is the Daubechies scaling function of order p/2 (p even, see Reference [45]), which
implies p coefficients in the dilation equation

p—1

p(x)= > aip(2x — i) (1)

i=0
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then
400
)= [ o(y —)o(y)dy @)

is the Daubechies autocorrelation function of order p.
The corresponding wavelet (x) is defined by

Y(x) =26(2x) — p(x) 3)

The functions ¢(x) and y(x) satisfy the following properties:

+oo 400 -
/ x"p(x) dx = dom, / X"y(x)dx=0, 0<m<p (4)

— 00 — 00

It may be easily shown now that ¢, ;(x) = ¢(2'x — k) and lﬁ,vk(x) = J(le — k) are elements
of multiresolution biorthogonal bases.
Following Donoho [42], we use, instead, the following definition for the wavelet:

Y(x) = dp(2x - 1) )

This choice is dictated by the fact that our analysis will be based on a collocation procedure
(in which orthogonality of the basis does not play a role), and the computation for finding the
wavelet expansion coefficients when using the above wavelet reduces to the efficient use of
the Lagrange interpolation formula [43, 44]. Thus, in a different functional space, any function
f(x) € Cy(R), where C is the space of continuous functions, may be approximated within a
prescribed accuracy (for L large enough) by

F) % 110 = PEF@) =5 fusdos) + ,Zo > i) (6)

The sets of translated scaling functions and wavelets span the spaces V; and W, respectively,
where

Vi={¢p(2'x —k),keZ}, leZ ;
Wi={yQ'x —k),keZ}, leZ @

Below, so as not to introduce additional notation, we will reuse the symbols for spaces V;
and W, and their corresponding bases ¢ ; and ;. ; to now apply to a finite interval. Thus,
without loss of generality, we consider f(x)&€ Cy([0,1]). Furthermore, we will overload the
symbols V; and W, to also denote the sets of collocation points at which the scaling functions
and wavelets are located. Specific meanings should be clear from the context. Thus, we define
the sets of collocation points on the finite interval by

Vi={x,;:x;=j/Q2"" p)j=0,....2""" p}, ez (8)
and

Wiy={x} x5, =Qk + /2™ p),k=0,....2" p -1}, leZ )
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The sets of points are related so that
Vili=V,ew, (10)

Now, let us consider the approximation of a function on the finite interval. We outline a
recursive interpolating subdivision scheme for constructing boundary-modified basis elements
as well a fast algorithm for finding corresponding wavelet coefficients of the representation
[44] of a function. In order to approximate a function on the interval, it is necessary to modify
p scaling functions and wavelets near the left and right boundaries. This suggests that (2p+1)
basis elements should be used as a minimum on the V; level. Then we construct the bases for
the subspaces V), [=1,...,00 by placing 2/-times compressed p left-side boundary scaling
functions at the first p collocation points, and p right-side boundary scaling functions at the
last p collocation points, and regular scaling functions at the remaining interior collocation
points.

Let us introduce the Lagrange polynomials for » €[0,...,q]:

= 11 Y™ 0.y (11

m=0,m#i (l - m) ’

Now, for a given point x; , C W, we introduce the subset of its p nearest points at the coarser
level X, C V; where, for k€ W, and j € V;, we have

0<j<p-1 for 0<k<p/2-2
Xip=Lk—pR+1<j<k+ p/2 for p/2—-1<k<2™'p— p/2 (12)
2 p — p 1< <2 p for 2 p— p/2 4+ 1<k <2t p—1

If we denote the values of f(x) on X;; by f{, « then the Lagrange interpolation projection
at x;, can be written as

Li(f)=3 45, (13)

where Ajf corresponds to an interpolating coefficient. Since we use Lagrange interpolation on
the nearest p points on the interval it follows that

af, 0<k<p/2-2
Ak =al?, p2—1<k<2t p— p/2 (14)

aiz‘lp:jkfl’ 24y p2 4+ 1<k<2F p—1
where
a=L""(k+1/2), j=0,...,p—1, k=0,...,p—1 (15)
We note that the scaling function on V; has the following property:
bo.n(x0k)=0kn, n=0,...,2p (16)
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where the collocation points xy, for n=0,...,p — 1 and n=p + 1,...,2p are associated,
respectively, with the left and right boundary scaling functions and »= p with the standard
scaling function (the correlation of the Daubechies scaling function) [42].

The recursive procedure for reconstruction of the 2p + 1 scaling functions can then be
expressed as

Go.n(x) ) =11k(Pon), [=0,....,00, k=0,....2""p—1 (17)

For a point on the interval we define the nth wavelet on the W, level of resolution as
Yo.n(x) = ¢po.n(2x), n=0,...,2p— 1. Analogously, we refer to Y ,(x), n=0,..., p—2 as left-
side boundary wavelets, o ,—i1(x) and g ,(x) as regular wavelets, and g .(x),
n=p + 1,...,2p — 1 as right-side boundary wavelets. We construct the subspaces W,
[=0,...,00 by locating 2/-times compressed n=0,..., p — 2 left-side boundary wavelets at
the corresponding first p — 1 collocation points, the mirror-reflected p — 1 right-side boundary
wavelets at the last p — 1 points, and regular wavelets at the remaining interior points.

The left four boundary-modified scaling functions and the ordinary scaling function for
p =4 are shown in Figure 1. The right boundary-modified scaling functions are mirror reflec-
tions of the left ones.

The multilevel wavelet bases constructed above utilize compressions and translations of
modified Daubechies autocorrelation functions. Elements of these bases have compact support
and cardinal (or interpolating) properties. A remarkable feature of these bases is that they
enable the construction of a fast algorithm for obtaining wavelet coefficients. Let us briefly
outline this algorithm for the wavelet approximation of a function f(x) &€ Cy([0,1]). Consider
the following representation of the function belonging to the V, subspace:

P = fussost) + S S (18)

=0 k

It can be shown [43] that the wavelet coefficients d;; on W, can be obtained by the following
interpolating subdivision scheme:

div=frx—Li(f), 1=0,..,L k=0,..2""p—1 (19)

where f ;= f(x];). In other words, a wavelet coeflicient on the ; level of resolution is
obtained by subtracting the Lagrange interpolation of the function (which uses values of the
nearest p points of the V; level of resolution) from the value of the function at that point.
It is easy to see that any polynomial up to order p — 1 can be reproduced exactly on V5.
Furthermore, it is also evident that the computation of all wavelet coefficients requires O(N)
operations, where N =2/*2p — 2 p denotes the total number of unknowns. Other subdivision
interpolation schemes which possess certain properties have been used for multiresolution
analysis. For example, Bihari and Schwendeman [13] use a subdivision interpolation scheme
based on cell average representation, which retains the conservative property of the MR ENO
algorithm constructed by them. We take the sets of points V; and W, as the sets of collocation
points for the subspaces V; and W, respectively. By choosing the collocation points in this
fashion, we establish the regular collocation grid %.
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Figure 1. Left boundary scaling functions (a), (b), (¢) and (d), and
ordinary scaling function (e) for p=4.
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2.2. Sparse wavelet representation and construction of irregular grid

In order to reduce the number of unknowns while retaining the accuracy, we introduce the
SWR by thresholding the wavelet coefficients. The approximation can be decomposed into two
parts which represent wavelets whose amplitudes are above and below a specified threshold ¢

fHx) = fHx) + Ri(x) (20)
where
frx)=PLf(x)= Zf0k¢0k(x)+lz%)kld2| di i (x) (21)
and
RO=Y Y dih) (22)
=0k, |d; | <e

As numerical results will later show, the actual error of the approximation is actually smaller
than ¢ for arbitrary p in the interior of the domain. For p>6 the error near boundaries
becomes increasingly larger than ¢ as p is increased. This is due to the fact that the norms
of the boundary scaling functions and wavelets are larger than unity and their norms grow
with p. In order to account for this, we rescale the boundary-modified bases as follows:

Do, () = ok () [P0k ()oos Y5 (x) = Yo (0)/ ([0, (¥) o (23)

The bases at higher level of resolution are then obtained as before. Subsequently, the approx-
imation fL(x) is now given by

fi)= ZCOk¢0k(x)+Z > i) (24)

I=0k|df, | >e

It can be shown that this renormalization is equivalent to the use of (21) with ¢; as the
thresholding parameter, where

& =&/ [,k | oo (25)

and || f(x)||sc = max,cpo|f(x)|. To simplify the notation, from now on we will omit the
plus superscripts, but it should be understood that our approximation is based on (24). We
now call fL(x) the SWR of the function f(x), and the corresponding wavelets used in the
representation the essential wavelets. 1t is evident that if we omit a wavelet we should also
omit the corresponding collocation point, and thus obtain an irregular collocation grid 4. Any
point in %, we call essential and the number of essential points given by N..

2.3. Derivative approximation

In order to solve PDEs we need to approximate derivatives of f(x). Vasilyev and Paolucci
[28,29] approximate values of the derivative by direct differentiation of the SWR of the
function

S~ Zfo k04 (X) + Z > 2l () (26)

1=0k, |d; | >¢
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where ], (x) = dy(x")/dx’|,s—51,_«. The number of operations required for the approximation
is O(pLN). We note that while the number of operations increases linearly with the number
of points N, the coefficient is typically large since it depends on the product of the order of
the basis p and the number of levels L.

As noted before, since the wavelet approximation for the present basis is related to Lagrange
interpolation, we use this fact to construct a more efficient approximation for the derivative
of the function. We approximate the derivative of the function at a particular location in the
sparse grid by selecting a nonuniform stencil of nearest m points (later we discuss how the
number m must be chosen to be consistent with the order of the basis) and applying a finite
difference formula on this nonuniform stencil. Formally we can introduce the finite difference
operator by

f/(xi) ~Df(x;)= Zanf(xifn) (27)

where a, are finite difference coefficients obtained from the requirement that (27) be exact for
approximating the Lagrange polynomials of order m — 1. To compute the rth derivative of the
function, ), to the same accuracy as given by the analogue of (26), we require that m > p.
Note that using a stencil size larger than m = p does not increase the order of accuracy of
the scheme since the accuracy is controlled by the error associated with grid rearrangement
(see error analysis in Section 3.2). Furthermore, in order to construct an efficient and robust
algorithm, we impose the restriction that the ratio of largest to smallest distance between
neighbouring points in the stencil should be less than or equal to 2. If the selected stencil does
not satisfy the restriction, which occurs rarely in practice, then we interpolate the function
by using the interpolation subdivision scheme described in Section 2.2. It is shown below
that expensive calculations of the coefficients for derivative approximations on nonuniform
stencils after every grid rearrangement can be avoided by exploiting the dyadic structure of
the nonuniform grid which allows us to store interpolation coefficients a priori. The structure
of m points can be described by a set of m+1 integer values, which we refer to as the stencil
structure

Im = (Jm—laimainHl) (28)

where J,,_1 =(i1,i2,i3,...,in_1) defines the local stencil ordered from left to right, i, gives the
position of the point within the stencil for which the derivative is desired (and can take integer
values 1,...,m), and i, provides the local scale given by 27+ which corresponds to the
smallest distance between two points within the stencil. Since our collocation grid is dyadic,
im+1 1S a positive integer which can only take values of 0,...,L, where L is the maximum
number of levels. In the definition of J,,_;,i; represents the ratio of the local distance between
two points to the smallest distance between any two points within the stencil; note that i; can
only take values of 1 or 2 due to our previous restriction. Since every element of J,_; can
take only two values, it itself can be represented by an integer written in binary form. Thus,
we represent the stencil structure for every point by the three integers (J,,_1,im,imr1). We
note that the number of different stencil structures that we can have is finite and given by
2m=1 x m x L, and thus the storage requirement for these structures involving m coefficients is
given by a matrix of 2"~! x m? x L integers. This fact allows us to compute a priori all the
structures and store them. Subsequently, during computations it is only necessary to identify
the local structure at each essential point, and then the derivative approximation becomes very
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Figure 2. Illustration of a stencil structure.

inexpensive. We note that the storage required for the stencil structures is fairly small. For
example, to obtain the derivative, if we use p=4 with 16 levels of resolution, then m =35
and L =16, thus requiring storage for 6400 integers.

The differentiation algorithm can be summarized as follows. After every grid rearrangement
we identify the stencil structure I,, for each point on our sparse grid. Typically, only a small
fraction of the points (those near the neighbouring region to be defined later) change their
structure after grid rearrangement. Subsequently, by matching the local structure with the ones
stored in the stencil structure matrix, we obtain the appropriate coefficients to compute the
derivative approximation. To illustrate the algorithm, consider the sample stencil shown in
Figure 2. The arrow indicates the collocation point at which the derivative is to be approxi-
mated. Numbers correspond to the distances between neighbouring points inside the stencil in
terms of a spatial step on the V; level of resolution. From the above description J4,=(1,2,1,2),
or in a binary form J,=(0,1,0,1)=10, is=3 and ic =3, so that Is=(10,3,3).

Since the present algorithm is based on a collocation procedure, we point out that spa-
tial discretization results in a numerical scheme which does not enforce local conservation
properties. Nevertheless, local conservation properties are satisfied within the error criteria
imposed by the numerical method which ensures that errors at all spatial scales are below the
imposed threshold. In an upcoming paper, we extend the algorithm for derivative calculations
to the multi-dimensional case. It is shown there that the number of possible stencil patterns
does not increase substantially. While the number of operations for the multi-dimensional case
increases somewhat, the computational cost of the algorithm remain of the order of pN as
in the one-dimensional case. A comprehensive description of the multi-dimensional algorithm
is beyond the scope of the present paper which is primarily devoted to the one-dimensional
algorithm.

2.4. Time integration algorithm

After application of the wavelet discretization in space, a system of PDEs

Ju
EiF(uauxauxxa'”) (29)

with u(#,x) = {u;(z,x)} reduces to a system of ordinary differential equations (ODEs):

du
O =F(t,u) (30)

where now u={u; (; 1} is a vector of dependent variables defined on the nonuniform collo-
cation grid.
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To integrate this system, while a number of more efficient methods could be used, here we
use the following 2nd order linearized (implicit) trapezoidal method:

<| - Aztﬂ)) Au"tD = %[F(t("“),u(”)) + F(™,u)] (31)
where Au*) =u*D) —u Afr=t,,,—t,,1 is the identity matrix and J = 0F/du is the Jacobian
matrix.

In order to take advantage of the sparseness of matrix J as well as the fact that Au+!) =
O(Avt) is small, the system of algebraic equations (31) is solved by using the ILU precondi-
tioned BiCGStab method [46]. For all calculations we used time step values sufficiently small
to assure that the error associated with time discretization is much smaller than the error
associated with spatial discretization.

2.5. Dynamically adaptive algorithm

In order to resolve all structures appearing in the solution as time evolves, we adapt the
SWR in time. To accomplish this, at any time #, we need to save the amplitudes of essential
wavelets and the amplitudes of wavelets in their neighbouring region, whose number we
denote by N, i.e. those wavelets which are near the essential wavelets in location and scale
[47]. We treat Y ;- as a member of the neighbouring region if there is an essential wavelet
Vix such that (// — I)<m and |k’ — k|<n, where m and n are fixed positive integers. We
would like to have m and n as small as possible to reduce the number of unknowns, but large
enough so as not to lose the representation, or accuracy, of the solution. It has been found
that the choice m=n=1 is sufficient [29] for the class of problems considered here.

Essential and neighbouring wavelets constitute the group of active wavelets, whose total
number is given by N, =N, + N,. The irregular grid 4" is composed of collocation points
corresponding to all active wavelets at any given time t,.

The numerical algorithm for solving the system of algebraic equations (31) may now be
summarized as follows:

1. advance (31) to obtain the approximate solution u*!) on the irregular grid 4™ by using
u® as initial condition;

2. obtain the new grid 4"*!) based on the magnitudes of wavelet coefficients of u”+! and
accounting for the new neighbouring region;

3. if ¥+ =4 we increment time and go back to step 1, otherwise compute values of
u*D at the new collocation points in 4"+ and then increment time and go back to
step 1.

3. ERRORS

Estimation of discretization errors is a very important component of any adaptive method.
Error estimates can be classified into two broad categories. The first class, a priori error
estimates, are obtained without using any knowledge of a solution. These types of error
estimates are generally very conservative, so they are mostly of theoretical value, although they
do provide information that is sometimes useful in design methodologies. Error estimates are
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given in terms of the unknown exact solution. The second class, a posteriori error estimates,
are obtained from a computed numerical solution. These error estimates are very useful for
grid adaption and solution error control.

A priori and a posteriori estimates generally are different in form and use different proce-
dures. In wavelet adaptive approximations these two estimates are either identical or nearly
so. In the present work we consider a method which is applied to essentially direct numerical
simulations of viscous equations. In this approach we resolve all physical scales including
viscous shocks. For the case where the problem contains very small spatial scales so that
their resolution becomes impractical, we implement an artificial diffusion algorithm within the
framework of our method [48, 49]. Recently, several such approaches have been successfully
developed within the context of adaptive methods [50, 51]. Below we discuss different aspects
of error estimates associated with wavelet collocation approximations and their use in the
WAMR algorithm.

3.1. SWR

As shown by Donoho [42], for a sufficiently smooth function f(x) (belonging to a Besov
space, a Banach space of fractional order) and large enough L, we have from (20) that

E=le()]oc = 1/(x) = fi@)lloo = IR loo < &(er + c2logy ) <ce (32)

where e(x) is the local error, £ is the maximum error, and cj,¢;, and ¢ are O(1) constants
which depend on p and f(x). Furthermore, Donoho [42, Theorem 3.8], also proves that the
rate of convergence of the multilevel SWR is given by

E<CN;? (33)

Note that if f(x) is a polynomial of degree d < p — 1, then we expect £=0. Analogous
estimates have been obtained for the more general error norm |le(x)||;« by DeVore [52]. Here,
however, we use ¢ =o00. This choise of norm for error control is the most consistent with
the collocation approach we take. We estimate local errors, and relate them to derivative
approximation errors which are also obtained locally. This allows us in turn to relate the
order of the wavelet family to the stencil size on which derivatives are approximated. In
addition, the choice of L allows us to develop a simple criteria for error estimation based
on the Sobolev norm of the solution.

Below, using different values of p and ¢, and different functions f(x) such that || f(x)||cc =1,
we demonstrate numerically that generally ¢ <1. One such test function

F1(x) =052 — 1) — sin(mx) + 0.25 sin(4mx) + 0.125 sin(8mx) + exp(—10%(x — 0.5)2)  (34)

chosen to have multiscale character, is illustrated in Figure 3(a). The error distributions of the
SWR for p=4 and 10, are shown, respectively, in 3(b) and (c). Figure 3(d) demonstrates
the effect of the renormalization (25), where it is clearly evident that the error is smaller than
¢ globally. Estimate (33) has also been verified for the following functions:

fa(x)= sin(27x)
f3(x) = sin(27x) + exp(—10*(x — 0.5)) (35)
fa(x) = sin(27x) + exp(—10*(x — 0.3)?) + exp(—103(x — 0.5)?)
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Figure 3. (a) Function f(x) and local error distributions e(x) for e=1073; (b) p=4;
(¢) p=10; and (d) with p=10 and ¢,.

The approximation errors are shown in Figure 4(a) and (b) for p=6 and 10, respectively.
Very good agreement between the numerical results and estimate (33) is observed.

3.2. Derivative of SWR

As noted before, since our wavelet collocation approximation is connected with a local
Lagrange interpolation, using (32) one can establish the following estimate for the local
interpolation error at point x based on the use of a nonuniform grid:

le()| = [R;(x)] = C1| fP(x0)AxP| = Cie (36)

where Ax~2~' is the local spacing of the nonuniform grid and / is the local finest level of
resolution. Now, it follows that the local error in the derivative approximation is given by

e’ ()] ~ [[R; ()] = Cal [P (x)AxP™!| = Cpe/ Ax (37)
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Figure 4. Approximation error £ vs number of essential wavelets N, for functions f, f>, f3 and f4
(see text) with solid lines given by (33): (a) p=6; and (b) p=10.

An alternative approach is to approximate the derivative through finite differences on a
nonuniform stencil of m points, with the restriction that the ratio of the largest to the smallest
distance between points in the stencil should not be greater than 2. As noted earlier, this
restriction is violated very infrequently; when it is violated we add an appropriate number of
points in the vicinity of the point where the derivative is being approximated such as to satisfy
this restriction. This procedure is based on differentiation of the local Lagrange approximation.
The local truncation error associated with this derivative approximation at the same point x
is given by

')l = f'(x) = Df ()] = Cs] f"(x)Ax" | (38)

By taking m > p we assure that the error in the derivative approximation given by (38) is of
the same order as that given by (37). However, the number of operations required to calculate
the derivative in this case, say if m = p, is O( pN) which is noticeably smaller than the number
O(pLN) required to compute (37). For this reason we use the Lagrange interpolation approach
to approximate derivatives in this work. This approach is similar to the one suggested by
Holmstrom [38] who, instead, approximates the derivative on a uniform stencil reconstructed
from the local nonuniform grid with absent points obtained by interpolation using coarser
levels of resolution.

An additional error occurs in the derivative approximation when the collocation grid is
rearranged due to adaption. In this case, the error in the approximation at a new points
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is again given by (36). If a derivative is approximated through finite differences on a stencil
which contains at least one new point, the error is approximately given by

O(f P (x)AxP~") ~ &/ Ax (39)

To retain the approximation accuracy, we choose a stencil size such that the truncation error
is of the same order as the error associated with grid rearrangement. This can be easily
achieved by taking m> p. It can be easily seen that since the error associated with grid
rearrangement is larger than the truncation error for m> p, the use of a stencil size with
m> p for the derivative approximation will yield the same order of accuracy as one using
m= p. Numerical experiments show that the present approach typically results in a reduction
of computational time for computing derivatives by a factor of 2—5 compared to Holmstrom’s
procedure, and results in better accuracy. The above factor increases when the number of
levels of resolution and the number of fine structures increase.

3.3. Adaption

A drawback of algorithms for error estimation and grid rearrangement is that one cannot
guarantee the accuracy of the solution a priori. The reason comes from the loss of accuracy
when derivatives are approximated through finite differences. Moreover, the accuracy in the
derivative approximation is worst in regions of large gradients. As a result, a very nonuniform
error distribution is obtained over the computational domain. To overcome this difficulty, a
different criteria is suggested for the construction of a nonuniform grid in evolution problems.
We allow the threshold criteria, and thus the grid distribution, to depend not only on the
solution, but also on the right-hand side of Equation (29). In arriving at this new criteria,
we assume that the error associated with time discretization is much smaller than the error
associated with space discretization.
Consider the system of nonlinear equations

N P, (40)
where u(z,x) € C'([0,00)) x C?([0,1]), and C* is the space of functions that are k-times dif-
ferentiable. Assume that the problem has been normalized so that, at any particular time
t, ||ullcoc = max;, |u;(x)|=0O(1). Suppose that three types of terms appear in F(u,u,,u,,): con-
vection type, Fy = c;u;(0u;/0x), diffusion type, Fi'=d'(0%u;/0x*) 4 d};(0u;/0x )(Oux/0x) and
source type, F7=S;(u;). If the local error in the approximation of u;(x) is e;(x), then the
errors in the first and second derivatives, as shown before, are O(e;(x)/Ax)= 0(2'e;(x)), and
O(eix)/Ax*) = 0O(2%e;(x)), respectively. The errors in the approximation of the right-hand

side can now be estimated as follows:
Ei(x)= 0(210061'(36)), E,fi(x) = 0(22]d0€i(x)), E;j(x)=O(Kpei(x)) (41)

where ¢o = ||¢]|oo, do = max(||d" ||, [|[d?|loc), Ko = max(||S(u)||s, 1), and [ is the local
resolution level.

Previously we considered a function with the thresholding criteria |d; ;| <é¢. Suppose that
the thresholding for solution vector u(x) is &. From (32) this assures that the SWR error is

E = |le]c = O(e0) (42)
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where e = (ej,...,ex). A better thresholding criteria should provide a similar estimate not
only for errors in u, but also for the other terms appearing on the right-hand side of (29).
Consider % = {u,u.,u,. } C W>>, where W>> is the Sobolev space with corresponding norm

] = max a|00/0x o, @20 (43)

From (41) we have ay =Ky, a; =cp, and a; =d,.
The error in the approximation of the right-hand side of system of Equations (40) is then
given by

lle]|2.00 = E - O(max(2'co,2%dy, Ko)) = &9 - O(max(2'co,2%'dy, Ky)) (44)
If we require that ||e||,, . = O(¢), then the thresholding criteria becomes
|d k| <o =&/ max(2'co, 2% do, Ko) (45)

Numerical verification of this criteria is demonstrated in the next section.

4. RESULTS

4.1. Model problems

To illustrate essential features of the WAMR algorithm, we first solve three model problems.

(a) In the first example we investigate the propagation of a wave having two very different
scales resulting from the solution of the following problem with o« =10%*: the function
g(x) is used to prescribe both initial and boundary conditions

u,=u,, >0, x<l (46)
u(0,x)=g(x), u(t,1)=g(t) (47)

where
g(x) = sin(2mx) + exp(—a(x — 0.5)%) (48)

The numerical solution at =1 is shown in Figure 5(a). The solution is obtained

using bases with p=4 and nonuniform stencil of size m=5. The local error e(x)

at t=1 is illustrated in Figure 5(b), while in Figure 5(c) we show the error for a

reconstructed uniform stencil [38]. Figure 5(d) displays the error obtained when the

threshold & = ¢/2/ resulting from the Sobolev norm, is used. The number of essential

points N, as well as the total number of active points N, are shown in Figure 6(a) and

(b) as functions of time. The maximum number of levels used (L+1) for the solution in

Figure 5(b) and (c) is 9, while 10 levels were required for the solution in Figure 5(d).

(b) To examine errors in the derivative approximation we look at the moving shock result-
ing from (46) and (47) with « =2 x 10> where

g(x)= tanh(a(x — 0.5)) (49)

Copyright © 2006 John Wiley & Sons, Ltd. Int. J. Numer. Meth. Fluids 2006; 52:749-784



766 Y. A. RASTIGEJEV AND S. PAOLUCCI

x 1073
1
6 L
0.5 41
= =
g o 3
-0.5 al
_6 -
_1 L
0 ) . 1 0 0.2 0.4 0.6 0.8 1
(a) X (b) X
x 1078 x 1078
6 6
4 4+t
2 : 2t -
’>? m/\f\/\,\ ’>-<\ L
%o Tol
-2 2
-4 -4
-6 6
0 0.2 0.4 0.6 0.8 1 0 0.2 0.4 0.6 0.8 1
(©) X (d) X

Figure 5. (a) Numerical solution and error distribution e(x) vs x for t=1, p=4; (b) ¢=10""*, deriva-
tives approximated on nonuniform stencil; (¢) ¢=10"*, derivatives approximated on uniform stencil;
and (d) ¢ =¢/2/, e=1073, derivatives approximated on nonuniform stencil.

The results are presented in Figure 7. It is readily seen that the accuracy of the
derivative approximation based on Lagrange interpolation is of the same order as that
resulting from the more expensive approximation obtained from (26) [28,29]. In this
case, the maximum number of levels required for the prescribed accuracy is 8.

(¢) In the third example we study the formation of a shock arising as the solution of
Burgers equation with u=2 x 1072/x:

U + uu, = pu,,, >0, O0<x<l (50)
and initial and boundary conditions
u(0,x)=sin(2nx), u(t,0)=u(t,1)=0 (51)

The numerical solution at t=0.8018/% (corresponding to the time resulting in the
largest gradient at x=0.5) is shown in Figure 8(a). The solution is obtained using
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Figure 6. Number of essential points N. and total number of active points N, vs ¢ for p=4

and ¢=10"%. Linear wave propagation problem with derivatives approximated on: (a) uniform

stencil; and (b) nonuniform stencil. Developing shock problem with derivatives approximated on:
(¢) uniform stencil; and (d) nonuniform stencil.
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Figure 7. Error distribution e(x) vs x for p=4 and e=10"> at t+=0.1 with (a) spatial derivative
approximated using the Lagrange procedure: solid line for m =6, dashed for m=4 and (b) spatial
derivative approximated using (26).

Copyright © 2006 John Wiley & Sons, Ltd. Int. J. Numer. Meth. Fluids 2006; 52:749-784



768 Y. A. RASTIGEJEV AND S. PAOLUCCI

x 107
1 4
0.5 ol
= <
Z o Z0
-0.5 -2
-1 -4
0 02 04 06 08 1 0 02 04 06 08 1
(a) X (b) X
x 104 x 1073
1 4
0.5 ol
= <
s 0 5 0
0.5 2
- -4
0 02 04 06 08 1 0 02 04 06 08 1
(©) X d X

Figure 8. (a) Numerical solution, and error distribution e(x) vs x, for £ =0.8018/z with

p=4 and (b) e=10"*, derivatives approximated on uniform stencil, (c) ¢=10"%,

derivatives approximated on nonuniform stencil, and (d) & =¢/max(2',2%'p),
¢=1072, derivatives approximated on nonuniform stencil.

bases with p =4, and nonuniform stencils of size m =5 for the first derivative and 6
for the second derivative. The local error e(x) for ¢=10"* is illustrated in Figure 8(b)
for a reconstructed uniform stencil [38], and in Figure 8(c) for a nonuniform stencil.
Figure 8(d) displays the error obtained when the threshold parameter (45) is used with
co=1, dy=p, Ko=1, and ¢=10"2. The number of essential points N, as well as the
total number of active points N, are shown in Figure 6(c) and (d) as functions of time.
The maximum number of levels required to obtain the solution given in Figure 8(b)
and (c) is 8, while that in Figure 8(d) is 7.

By comparing results of the above model problems, we conclude that the algorithm utilizing
the approximation of derivatives on a nonuniform stencil based on Lagrange interpolation
gives practically the same or better accuracy than that using a reconstructed uniform stencil.
Furthermore, in all cases the algorithm based on the nonuniform stencil is noticeably faster
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Figure 9. The L> error vs the number of active wavelets N, at time t=0.8018/n for p =4 and
p =10 for model problem 4.1(c).

than that based on the reconstructed uniform stencil and substantially faster than that based
on the direct differentiation (26).

As seen from Figures 5(d) and 8(d), the use of the error criteria based on the Sobolev
norm of the numerical solution results in a more uniform error distribution and guarantees
that the solution is accurate to within gy. We use model problem (c¢) to demonstrate the order
of convergence of the numerical method. A series of experiments is run where the threshold
parameter ¢ is successively reduced to take values between 10~ and 10~'!. Correspondingly,
the accuracy and the number of active points &, are increased. The dependence of the error
on the number of active points is shown in Figure 9 for p =4 and 10. The results demonstrate
excellent convergence properties of the method.

4.2. Reacting flows in a shock tube

The shock tube is a widely used experimental tool for studying different physico-chemical
processes in gases at high temperature. It is a long tube which is initially separated by a
thin diaphragm (or membrane) into two chambers: one at low pressure filled with a test gas,
and the other at high pressure filled with a driver gas. At a given time the diaphragm is
burst, a shock wave moves through the test gas, and at the same time a rarefaction wave
travels through the driver gas. Eventually, the shock reflects from the end wall and the test
gas behind the reflected shock comes to rest and is heated to a sufficiently high temperature
to ignite it.

We consider N species participating in the following M -step reversible chemical reactions:

N N
Zv:,k‘ﬂlr—)zvz/,/k&{l (kzl,,M) (52)
i=1 i=1

where v}, and v}, are the stoichiometric coefficients of chemical species .</;.
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Assuming that each of the chemical species behaves as an ideal gas, the dimensionless
one-dimensional unsteady conservation equations for the chemically reacting flow are

dp | d(pu)
- =0 53
or T ox (33)
Du 1op 1 0 (4 ou
PDi~ " ax " Redx (3”ax> (54)
DT y—1\ Dp 1 og 1Y .oT 4 Ou\ Ou
—=—) = - - — iJi— —DPr(sp=— ) =— 55
Per D ( y )DZ+PrRe[ ox Legcp’16x+(y )Pr 3Max ) ox 0 (53)
DY, 1 ¥ .
th__ScRe§+wi (i=1,....N=1) (56)
where
D 0 0
E - E + Ma (57)
In order to close the system we also have the mixture equation of state
oT
Y 5
p=2 (58)
the heat flux
or
where k is the thermal conductivity, the species flux
N mm; 0lnT
= “ID..d. — DT
.]l p,; m2 l]d] 1 ax (60)
where
oY* dln
2 * _ vy p
dj=—1+ (- (61)
the enthalpy of each component
T
hi=h +/ cp.(T)dT (62)
To
the rate of heat generation
N
0= -3 hoo (63)
i=1

where the rate of change of each component is given by

M
a)i:miz VikTk (64)
k=1
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and the reaction rate r; is
al Vik -1 N vk
rk:Kf,k(T) Hlnj _Ke,anj (65)
= J=1

In the reaction rate we assume the Arrehenius model for the forward reaction
Ky o(T)=ByT%e T (66)

and we have defined the equilibrium rate constant in terms of the equilibrium molar concen-
trations:

ka(T) N [YLA—s
Kep= 222 = T ()™ (67)
Ky i(T) A,-l;[] e
In the above equations 7, p, and u, are, respectively, the temperature, pressure, and mean
velocity of the mixture. The mass concentration p;, molar weight m;, molar concentration »;,
molar fraction Y* and mass fraction Y; of each component as well as the mixture average

density p, the mean molar mass m, and the total number of moles n are related by

Pi x_ N [ T—
pi:minia }714:7, Yl = 5 }Ilzi}fl

P n m
N N

Yi:17 p:Zpia n:Zni, p=mn
i=1 i=1

(68)

=

i=1

The equations have been rendered dimensionless by the use of reference length L, reference
time %, reference speed u;, reference temperature 7;, and other obvious reference properties
evaluated at 7;. In addition, we use the following relations between the reference time and
reference speed, # = L/u;, the reference thermal and species diffusion coefficients, DI = p,D;,
between enthalpy and temperature, A, =c, I}, and between the reference pressure and other
reference mixture thermodynamic quantities, p, =Rop.T;/m; (R is the universal gas con-
stant). Here, the reference length is chosen to be the tube length, the reference speed to be
the initial sound speed of the driver gas mixture ¢;, the reference temperature to be the ini-
tial temperature of the mixtures, and all other properties defined by their initial driver-side
mixture values. The resulting dimensionless parameters are, respectively, the ratio of specific
heats, the Reynolds number, the Prandtl number, the Schmidt number, the Lewis number, and
dimensionless activation energies:

y:m, Re = chrL, Pr—= chp,r
Cor Ur ke (69)
SC_ Iur Le_ & o Ek
~ oD, P YFTRT

In all calculations that we perform below, for simplicity we use constant viscosity, thermal
conductivity, and specific heats, i.e. u=1, k=1 and c,;=1.
The imposed boundary conditions on the tube ends, x=0,1 are

u=0, ¢g=0, ;=0 (70)
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The above conditions indicate that the ends are rigid, and that the fluxes of heat and mass
are zero there. Note that the pressure gradient at the rigid end-walls needs to be consistent
with the momentum equation evaluated there.

(a) Simple reacting flow. We first consider a simple one-step reaction (M = 1, and thus drop
the subscript k) consisting of three components (N = 3): oxidizer O, fuel F and product
P; thus, i=(1,2,3) = (1 =0, o, =F, /3 =P), and v =vo, V) = Vg, V§ =vp,V; =V =
v§ =0. Furthermore, we consider the solution corresponding to the following initial

conditions:
u(0,x)=0, T(0,x)=1, p(0,x)=2.25f(x)
Y0(0,x)=0.067, Yg(0,x)=0.044 7h
where
f(x)=0.5625 — 0.4375 tanh((x — 0.5)/9) (72)

with =35 x 1073, In addition, we choose the following dimensionless parameters and
physical properties:

y=14, Re=2x10°, Pr=0.7, Sc=1, =12, hd =16, h2=0, hH=0
(73)
mo:1.5, mFII,szz.S, VOZVF:VP:L KE,_IISO, B:30, a=0

Since we consider premixed conditions, species diffusion is not important, thus we
take

Ji=0 (74)

In order to be able to compare our results with other well-known accurate solutions
[53,54], we also solve the related inert problem. In this case the gas consists of only
one component satisfying the following initial conditions:

u(0,x)=0, T(0,x)=0.774023/(x), p(0,x)= f(x) (75)

Let us briefly discuss the evolution of the solution of the inert problem. As a result of
bursting of the diaphragm, a shock wave propagates into the low pressure chamber. A
contact discontinuity moves right behind the shock but with lower speed. At the same
time a rarefaction wave travels in the opposite direction towards the high pressure end.
After a period of time, the shock wave reflects from the low-pressure side end-wall and
moves in the opposite direction. The gas behind the shock comes to rest, and its tem-
perature increases. Subsequently, the reflected shock wave collides with the incoming
contact discontinuity. As a result of this collision, part of the shock is transmitted while
another part is reflected and propagates in the same direction as the contact discontinu-
ity, but at a faster speed. This process continues for some time. After each collision, the
contact discontinuity slows down, and, in fact, it eventually stops and never reaches the
low-pressure side end-wall before its speed is reversed. Figure 10 depicts the solution
of the viscous problem obtained by the WAMR algorithm. In this case, since it is not
too important and computationally expensive to maintain high accuracy inside shocks
(here we are not interested in the shock structure), grid rearrangement is based on the
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Figure 11. Irregular multilevel grid at time ¢ = 0.24.
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Figure 12. (a) Velocity; (b) temperature; (c) pressure; (d) density; (e) fuel; and (f) product
mass fraction distributions vs x at t=0.2.

L*> norm of the solution, rather than on the Sobolev norm (45). The threshold param-
eter used is ¢=10"* The total number of collocation points required to satisfy this
threshold criteria varies between 200 and 280. The irregular multilevel collocation grid
(which corresponds to wavelet locations) is shown in Figure 11 for t =0.24. With the
evolution of the solution, the multilevel grid adapts to the local structures appearing in
the problem. There are four structures present at ¢ =0.24: the shock wave, the contact
discontinuity, and the head and tail of the rarefaction wave. Quantitative comparisons
show very good agreement between the WAMR results and those given by Sod [54].

When the shock propagates through a premixed gas consisting of oxidizer, fuel and
product, the mixture is ignited after the shock reflects from the end wall. We limit
our discussion to the examination of the structures existing near the shock wave. The
species concentrations are chosen so that the gas is initially at chemical equilibrium.
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Figure 13. (a) Velocity; (b) temperature; (c) pressure; (d) density; (e) fuel; and (f) product mass
fraction distributions vs x at t =0.2. Dashed lines are wavelet results, solid lines are ZND results.

Right next to the shock wave the gas quickly comes to a nonequilibrium state, but
relaxes to chemical equilibrium far enough away. The nonequilibrium region, where
the relaxation process occurs, is called the reaction zone. All structures present can be
clearly seen in Figure 12 which represents the solution at # =0.2. In order to verify the
numerical results we also obtained the quasi-analytical profiles immediately behind the
shock wave by using the Zeldovich—-Von Neuman—Doring (ZND) theory. Comparisons
between the wavelet and ZND results are shown in Figure 13. We can clearly see that
the agreement between the results is very good considering the approximations made
in the ZND theory. The reaction zone can be seen most clearly by examining the fuel
mass fraction plot. From the figure we also see that the temperature increases in the
reaction zone due primarily to the exothermic reaction. In this problem, the number
of collocation points required remains between 200 and 280 for the same value of the
threshold parameter.

(b) Comparison test. In order to compare WAMR with classical algorithms, we compute
the viscous analogue of a previously considered detonation initiation problem [13,55].
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Figure 14. (a) Pressure; (b) density; (c) velocity; and (d) progress variable vs x at
t=0.25 for Re=10%, 5x 10°, and 10"

The governing equations consist of the reactive compressible Navier—Stokes equations
with a single reaction progress variable ¥, where Y =0 and 1 correspond to unreacted
and fully reacted gases. The reaction rate is given by

w = pr(l —Y)exp(—E£/(p/p)) (76)

and the heat generation rate by

0= pw (77)
Values of parameters are taken to be the same as those used by Bihari and Schwende-
man [13]:

k=84, E=10, =50, y=14 (78)
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Figure 15. (a) Temperature; (b) velocity; (c) pressure; and (d) density vs x at £ =180 ps.

The initial conditions are taken to be
p=1, u=0, Y=0, p=1/(1+3e"'%) (79)

At time ¢ ~ 0.05 a shock wave forms with a reaction wave following behind. The heat
released from chemical reaction increases the pressure behind the shock wave, forming
a smooth bump, which eventually catches up with the shock forming a detonation wave.
We perform calculations for a variety of Reynolds numbers in the range (10,5 x 10%)
and found that the flow dynamics depends very strongly on the viscous dissipation for
Re <10%. Therefore, it is essential to use Navier—Stokes equations for numerical simu-
lations of shock propagation in relatively low Reynolds number flows. In Figure 14 we
present the results of numerical simulations at time ¢ =0.25 for Re=10%,5 x 10°, and
10*. The thresholding parameter used in all calculations is é=3 x 10~%, The maximum
number of levels required in the three cases are 10, 12 and 13, respectively. A grid con-
vergence study has been done to show that the numerical viscosity is much smaller than
the physical one and does not influence the solution dynamics. Specifically, calculations
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Figure 16. (a) Temperature; (b) velocity; (c) pressure; and (d) density vs x at t=230ps.

for the much smaller value of é=6x 10~ and for three selected values of Reynolds
number have been performed. The smaller value of ¢ demands a much finer nonuni-
form grid with at least one more level of resolution, i.e. at least twice the resolution.
Obviously, the numerical viscosity is much smaller for this finer grid. Nevertheless,
the solutions obtained are virtually indistinguishable from the solutions obtained on the
coarser grids with e=3 x 1074,

In their calculations, Bihari and Schwendeman solve the inviscid problem using both
a second-order TVD scheme (TVD2), and a third-order ENO scheme (ENO3). Com-
parison with their results shows that TVD2 and ENO3 with 200 points, and TVD2 with
2000 points produce similar numerical results to ours for Re=10%, 5x 10° and 10%,
respectively. This indicates that the effect of artificial numerical viscosity introduced
by these schemes is similar to that of physical dissipation in the Navier—Stokes model.
Our simulations show that the results for TVD2 and ENO3 with 200 points are very
inaccurate due to poor spatial resolution which results in very high numerical viscosity.
To produce an accurate numerical solution using inviscid equations, the TVD2 scheme
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Figure 17. Species mass fractions Y; vs x at =180 ps.

requires approximately 2000 points. In order to obtain similar accurate results using
a weighted ENO scheme (WENO), Xu et al. [55] required 3200 points. The WAMR
algorithm, producing results of similar accuracy when Re=10% requires between 50
and 300 collocation points; that is, we use approximately an order of magnitude fewer
degrees of freedom than TVD/WENO schemes.

Viscous detonation in H,: O,: Ar mixture. We next consider the viscous analogue to
the problem considered by Fedkiw et al. [56]. Initially a shock propagates in the tube
filled with a mixture H;: O, : Ar. After reflection from the end wall, the pressure and
temperature behind the shock rise significantly and trigger a chemical reaction which in
turn results in a strong detonation wave. The detonation wave propagates in the same
direction as the shock and eventually catches up with it. The kinetic model includes 37
reactions involving 9 species (H, O, Ar,H,, O,,HO,H,0,HO,,H;0;). Details regarding
the physical problem are given by Singh et al. [57]. We consider a shock tube of length
L=0.12m filled with a mixture of H,:O,:Ar in a 2 : 1 : 7 ratio, and the following
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Figure 18. Spatial distribution of collocation points vs resolution
level at: (a) t=180ps; and (b) =230 ps.

initial conditions:
p1=0.18075kgm >, p,=0.072kgm >
P1=35594Pa, P,=7173Pa (80)
u;=48734ms™!, u,=0ms™!

Here subscript 1 refers to 0<x<L/2 and subscript 2 to L/2<x<L. We model species
fluxes by [58]

. Y,
Ji=—pD— (81)

The following values of dissipation coefficients are used: u=1.0x 1073 Nsm ™, k=8.3
Wm™'K~!, and D=5.6 x 1073 m?s~'. The threshold parameter is taken to be &= 107,

Figures 15 and 16 show the temperature, velocity, pressure and density profiles
at time t=180pus and #=230us, respectively. Figure 17 displays the species mass
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fine-scale structures (shock and induction zones) with dots denoting collocation points.

fractions at # =180 us. The corresponding multilevel grid is shown in Figure 18. In the
calculation we use up to 15 levels of resolution and a maximum of approximately 300
collocation points. To demonstrate the impressive ability of the WAMR algorithm to
resolve small scales we show the 120-times spatially magnified view of the shock struc-
ture in Figure 19. It is clearly seen that both viscous and reactive zones are spatially
resolved.

Finally, it is found that the algorithm does not experience any of the difficulties
associated with artificial entropy production which occur in Godunov-type methods
when a shock wave reflects from a wall or when different small-scale structures (like
two shocks) collide [59, 60].

5. CONCLUSIONS

A new wavelet-based solution-adaptive multiresolution algorithm is proposed for solving mul-
tiscale evolution problems. The method is based on: an efficient wavelet spatial discretization
which allows one to minimize the number of degrees of freedom for a prescribed accu-
racy, a fast algorithm for computing wavelet amplitudes, and efficient and accurate derivative
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approximations on an irregular grid. A new procedure for error estimation and control based
on a Sobolev norm of the sparse wavelet representation of the numerical solution is proposed.
It is shown that this procedure results in a more uniform error distribution throughout the
computational domain.

In order to demonstrate the versatility of the method we have applied the WAMR algorithm
to the simulation of two realistic problems, specifically, to the propagation of a detonation
wave in a shock tube, and to the simulation of the ignition-delay mechanism in a H,: O, : Ar
gas mixture. Usually, such problems are treated within the framework of inviscid equations and
use of Godunov-type methods. In such case, shocks and other thin structures are considered
as discontinuities. These methods can give rise to serious difficulties and possibly result in
unphysical behaviour in numerical solutions. Two examples of such anomalies encountered
when applying TVD- or ENO-type schemes to simulations of reactive flows have been reported
by Bihari and Schwendemann [13]. One is that of wrong reaction front speed, varying widely
with time step and the second is a ‘numerical’ density spike. Moreover, it was shown that
numerical simulations of viscous equations are absolutely necessary for studying dynamics
of shock propagation in relatively low Reynolds number flows since viscosity in such flows
can significantly influence the shock dynamics. The WAMR algorithm, on the other hand,
can be applied effectively for the direct numerical simulation of viscous equations, and has
been shown to be free of these difficulties. The numerical results show that the collocation
grid adapts very effectively to the local evolving structures. The scheme is found to be robust
and to produce accurate solutions using a relatively small number of unknowns. Work is in
progress in extending the algorithm to higher dimensions and incompressible flows, and we
will report on these extensions as results become available.
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