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ADJOINT ERROR ESTIMATION FOR LINEAR ADVECTION

J. M. CONNORS, J. W. BANKS, J. A. HITTINGER, AND C. S. WOODWARD

ABSTRACT. An a posteriori error formula is described when a statistical mea-
surement of the solution to a hyperbolic conservation law in 1D is estimated
by finite volume approximations. This is accomplished using adjoint error
estimation. In contrast to previously studied methods, the adjoint problem
is divorced from the finite volume method used to approximate the forward
solution variables. An exact error formula and computable error estimate are
derived based on an abstractly defined approximation of the adjoint solution.
This framework allows the error to be computed to an arbitrary accuracy given
a sufficiently well resolved approximation of the adjoint solution. The accuracy
of the computable error estimate provably satisfies an a priori error bound for
sufficiently smooth solutions of the forward and adjoint problems. The theory
does not currently account for discontinuities. Computational examples are
provided that show support of the theory for smooth solutions. The applica-
tion to problems with discontinuities is also investigated computationally.
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1. INTRODUCTION

The problem is to calculate directly the error in an estimate of M(u), where
u = u(x,t) solves

(1.1) Ou+ 0. f(u) = F(x,t), (x,t) € Qr
(1.2) u(z,0) = wo(x), v € Q= (x,xR),

with periodic boundary conditions in space, and M (u) is a quantity of interest. Here
Qr = Q% (0,T]. The quantity of interest is typically some statistical measurement
of the solution. We assume the quantity of interest may be expressed in one of
these two forms:

(1.3) M) = (x, t)u(z,t) dedt

Qr
(1.4) or M(u) = /Qw(x)u(x,T)dx.

These functionals are considered to be linear with respect to w for simplicity. The
theory in this report can be extended easily to the nonlinear case following the
standard approach outlined in (e.g.) [6]. A computational example using a nonlinear
quantity of interest (solution energy) is also provided in Section 4. The theory will
be restricted to the case that 1 is smooth. This requires some lieniency in defining
a quantity of interest. An example is the average over a subset S C Qp, for which
the data i would be

(o, t) = ﬁxm,w.

The function xg is the characteristic function for the set S. Instead, one could
simply replace the characteristic function with something that smoothly transitions
between 0 and 1 near the boundary of S and choose to study the error in that
quantity of interest. Similarly, instead of solution value at a point, one could study
a weighted average over a small region centered at the point of interest. In Section 4
computational examples are provided in the case that v is not smooth, for reference.

It is assumed that a finite volume method has been applied to estimate the
solution of (1.1)-(1.2), yielding a data set denoted by T. The quantity of interest is
then estimated in two steps:

(1) Define a pointwise reconstruction 4 from the finite volume data set .
(2) Calculate M (); this is the approximation of M (u).

In practice, no method exists to calculate the error M (u) — M (@) exactly, since
the true solution is not known. There are a number of techniques for estimating
the error, (see e.g. [19,20]), one of which is adjoint error estimation. This tech-
nique requires deriving an auxiliary (adjoint) problem for the error in the quantity
of interest. If the solution of the adjoint problem were known exactly, the error
in the quantity of interest could be estimated to almost machine precision. The
theory has been well developed using a variety of numerical methods for elliptic
and parabolic problems, e.g. [10,18]. Numerous numerical studies exist for appli-
cation to hyperbolic conservation laws, e.g. [3-7,11,13,15-17,22]. However, there
are still few rigorous theoretical results in the context of hyperbolic conservation
laws (mainly [18]), and none known to the authors that address shock problems
estimated using finite volume methods. A thorough description of the current state
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of adjoint based error estimation techniques can be found in the review papers of
Giles and Siili [14] as well as Fidkowski and Darmofal [12].

The desired application is to quantify uncertainty in computational models re-
quiring complex black box codes to be run. Thus an emphasis is placed on de-
veloping a nonintrusive framework for a posteriori error estimation. This report
introduces such a technique in Section 2, that may lead to adjoint error estimation
codes that can be implemented as separate modules attached to a black box code.
The only requirement is that the forward problem has a governing set of equations,
initial condition and boundary conditions associated with it known to the devel-
opers of the adjoint code. The application to a simple linear advection problem is
described in Section 3. A rigorous proof of convergence is provided for the com-
putable error estimate in the case of smooth solutions of the forward and adjoint
problems. In Section 4 the theory is explored in numerous computational exam-
ples, including cases involving discontinuities. Conclusions and suggested future
work are provided in Section 5.

2. THE ADJOINT PROBLEM AND ERROR FORMULA

This section introduces a modification of the approach previously taken in nu-
merous studies, most notably [4—6], to develop an adjoint problem for the error
in a quantity of interest when estimating the solution of a hyperbolic conserva-
tion law using a finite volume method. In these studies the forward problem is
derived by proving an equivalency of the finite volume method with some finite
element method, then enriching the trial and test spaces to extract a definition of a
weak operator. A different approach is possible assuming solutions with regularity
u € HY(Qr) and forcing F € L*(Qr). Consider developing a weak problem over
trial and test spaces containing a large class of approximating function spaces and
the solution itself. Reconstructions from finite volume data may be included by
allowing jumps across cell interfaces in the trial space. Denote a set of cells with
maximum cell width h by K", where the cells are denoted by

(21) IC? = (zi—1/27$i+1/2)a 1= 17' <. 7M7

such that 1o = xp and wpr4q/2 = zr. Cell centers are denoted by w;, @ =
1,..., M. The exact cell averages of the solution u of (1.1)-(1.2) are denoted by
{u}'}, satisfying

1 Tit1/2

(2.2) up = —/w u(z, t") dx

Tit1/2 = Li=1/2 Ja;_1 )9

on each cell KI' at each discrete time t" € {0 = 9 ¢!,... ¢ = T}. These cell
averages are approximated by a finite volume data set © = {o}]'}. The desired
function space is taken to be the broken space [6]

(2.3) VB = {v|,cih e HYK! % (0,T)), i = 1,...,M}.

The norm on V& is
(2.4)

o 1/2
lv|lys = {Z/ lv(z, t)|? + |0sv(x, t)|* + |0pv(z, t)|? dmdt} , Yo e VB,
i—1 Y Khx(0,T)
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The norm for L?(Qr) is denoted in the usual way by || - || ,2(0,). A trivial extension
operator T : v € VB — T(v) € L?(Qr) exists, so for convenience the notation is
suppressed by saying V2 = T(VP) c L?(2r). At each cell interface define left and
right values by

v(@) = lim o).
vile) = lim o(y)

2.1. Identification of an adjoint problem for the error. First multiply (1.1)
by v € VB and integrate by parts over K x (0,7):

(2.5)

T
/ Oruvdr dt — / f(u) Opvdx dt + / Ju(ipr2))v—(Tig1/2) dt
Kl x(0,T) Khx(0,T) 0

T
—/ f(u(xi71/2))v+(xi71/2)dt:/ Fudzdt.
0

Kl x(0,T)

The development of the adjoint problem will require a precise description of what
happens when we add a perturbation w € VP to u, and in this case the flux
across the cell interfaces must be well defined. Hence we replace the flux in (2.5)
with some rule based on the left and right values at the cell interface, denoted by
f(w,(wi,l/g),w+(xi,1/2)), for s = 0,1,...,M. The rule must be consistent, so
that for the true solution u € H(Qr):

(2.6) Fu (i), us(i12) = flulziiye)si=1,..., M +1.
Inserting this flux rule into (2.5) and summing over ¢ = 1,..., M,

M
(2.7) A(u,v) = Z/ Fuodzdt, Yo e VB,
i—1 Y Khx(0,T)

where

M M
(2.8) A(u,v) = / Opwvdrdt — / f(u)Oyvdxdt
) Z Khx(0,T) ' FZI Khx(0,T) ( )

i=1

M.
+ Z ; Fu—(Zig1/2), us (Tig1)2))v—(Tiq1/2) dt
=1

M T A
_;/0 flu—(zi—1/2), g (2i-1/2)) vy (Ti1/2) dt.

This method of extracting a weak operator consistent with the strong formulation
for smooth solutions is equivalent to developing a local DG method as described by
Cockburn et. al., [8,9], and enriching the trial and test spaces. The adjoint problem
is now derived by linearization about an approximation @ € VP of the solution to
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(1.1). Indeed,

1
(2.9) A(u,v) — A(a,v) = /0 %A(ﬂ + s(u —0),v)ds

M M
:Z/ 8t(u—ﬂ)vdxdt—2/ g(u, @) (u — @) Oyv da dt
=7 JKbx(0,T) 1 JKhx(0,7)

M T
=+ Z/o {9(u, @)(u —a)} |ri+1/2'0— (Tiq1/2)dt

—ﬁiATQWJMu—Q}

where it is assumed the Fréchet derivatives g, g exist, satisfying:

oy @) (u — ) = (/01 Buf (i + s(u — a))ds) (u — i)

wi1 U+ (i1 2) dt,

and
{g(uv ﬁ)(u - ﬂ’)} |$i+1/2

_ /01 {auf((ﬂ +s(u—a))—,(@+s(u—1a))y)(u— &)}

Consider w € VB to be an arbitrary perturbation inserted in place of u— @ in (2.9).
The linearized variational form is

ds

Tit1/2 .

M M
(2.10)  A(u, @, w,v) = / Opwv dx dt — / g(u, @)w Oyv dx dt
izzl Khx(0,T) ! ZZI Khx(0,T)

Tipq)2V— ($i+l/2) dt

M T
+3° [ oty

M T
—Zﬁwmwmmmemw.
=1

Integrating (2.10) by parts one attempts to determine appropriate boundary con-
ditions and a terminal time condition so that the adjoint problem is well-posed.
We cannot describe this for the general case above, though Section 3 will provide
a specific example. We leave the investigation of when this can be done as future
work. In the case of periodic boundary conditions an adjoint variational form is
derived, denoted here by

(2.11) A" (u, @, v, w) :X(u,ﬂ,w,v)—|—/Qw(m70)v(x70)dx—/Qw(;v,T)v(x,T)dac.

Two cases are considered here corresponding to the two forms of the quantity of
interest described in (1.3)-(1.4). In the case M(u) is of the form (1.3), the adjoint
problem is to solve for ¢ € VP satisfying

(2.12) A (u, i, ¢, w) = M(w), Yw € VP

with periodic boundary conditions, subject to the terminal condition ¢(z,T") = 0.
If M(u) is of the form (1.4), the adjoint problem is to solve for ¢ € VB satisfying

(2.13) A (u, @i, ¢,w) =0, Yw € VP
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with periodic boundary conditions, subject to the terminal condition ¢(x, T') = 1(x)
in Q.

2.2. The error representation formula. The goal is to derive an error formula
that can be decomposed into computable and noncomputable terms, where the
noncomputable terms should be asymptotically small compared to the computable
terms. This is accomplished by introducing some element q~$ € VB that is considered
to be an approximation of the adjoint solution ¢. If M(w) is of the form (1.3), the
error in the quantity of interest is

(2.14) M(u) — M(i) = M(u—1a) = A" (u, @, ¢, u — i)
= A(u, @, u — i, @) + / (u—a)(z,0)p(x,0) dz

Q

= A(u, @, u — @, ¢ — @) —|—/(u—ﬂ)(a:,0)(¢—d~>)(a:,0) dz

Q

+ / (u— ﬂ)(a:,O)gZ;(a:,O) dr + A(u, @, u — 1, (]3)
Q

= Au, 4, u — 0, ¢ — @) +/(u7ﬂ)(x70)(¢—¢~5)(1:,0) dz

Q

+/(ufﬁ)(z,0)gz~5(x,0) dz + A(u, ) — A(a, @)
Q

Q
+ / (uo(z) — @(x,0))é(x,0) do +/ F(z,t) p(x,t) dodt — A(i, §).
Q Qr

If M(u) is of the form (1.4), the same result is achieved using a slight modification
of these arguments. In practice one estimates the error using only the computable
terms:

(2.15)

M(w) =M@ =~ [ (o)~ (. 0)3( 0o+ [ Plat) da,t) dade — G 6)

Q Qr

The merit of the error approximation (2.15) lies in the asymptotic properties of the
noncomputable terms. As an example, if the quantity of interest is determined by
(1.3), the size of the true error is expected to be

(2.16) M(u) — M(a) = C1(Q7)||lu — | ey

for some p such that 1 < p < 2. If a uniform bound on the size of the derivatives g
and § can be shown, the size of the noncomputable terms is expected to be

(2.17) Alu,@,u— @, ¢ — ) = Co(Qr)|[u = llys|l¢ — Gllvs.

Comparing (2.16) and (2.17), it is evident that the computable error estimate can

achieve any desired accuracy by choosing  to be a sufficiently close approximation
of ¢ in the norm of V5.

Remark 2.1. The a posteriori error formula is usually used to derive local informa-
tion regarding the size of the error to use in mesh refinement. In the current setting
this is not possible as the required Galerkin orthogonality is lost. The advantage of
the above construction is to separate the method of estimating the solution u from
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the method of estimating the adjoint solution ¢. The advantage of this approach in
terms of both computational efficiency and programmer effort is illustrated in the
following sections.

3. APPLICATION TO CONSTANT-COEFFICIENT LINEAR ADVECTION

An adjoint error estimate of the form (2.15) is derived in the case u solves

ou+ad,u = 0, (z,t) € Qp
u(z,0) up(z), = € Q,

AA
w
N =

with periodic boundary conditions. The choice of periodic boundary conditions is
just a first step, and we do not consider the issue of boundary conditions to be
essential in 1D. The advection coefficient is assumed to be positive. The equation
is unforced for simplicity, which does not effect the analysis. However, it makes
the development of code for computational tests easier in Section 4. The condition
ug(xr) € HY(Q) is imposed, in which case the solution u(x,t) = ug(z — at) €
H'(Q7) C VB, The flux function is simply f(u) = au. The development of the
adjoint problem is greatly simplified in this case by choosing the flux rule at cell
interfaces for arbitrary w € V¥ to be the upwind flux (for a > 0):

(3.3) Fw_(zi1pa),wi(wim1yp) = aw_(zi_1y2), i =1,..., M +1.

The variational form (2.8) becomes

M
(3.4) A(u,v) = Z /}C )

M T
+ Z/o au_(Ti41/2) vV (Tig1/2) dt
i=1

M
8tuvdxdt—2/ audzvdxdt
=1 K

x(0,T) hx(0,1)

M T
- Z/ au_(z;—1/2) vy (T-1/2) dl,
i=170

and if u € H'(Q7) solves (3.1), the variational form satisfies
(3.5) A(u,v) =0, Yv € VB,

There is no need to perform any linearization. If & € VB is chosen arbitrarily and
w=u-—1u,

(3.6)

M
A(u,v)—A(Ti,v) = A(w, v) = Z /,C,L

% (0,T)

M
Orwvdr dt—Z/ aw Oyv dx dt
i—1 /Kl

% (0,T)

M T M T
+ Z/ aw-— (.’Ei+1/2) (o (Z’i+1/2) dt — Z/ aw-— (xi—l/Q) ’U+(£L’i_1/2) dt.
=10 =10
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Integrating by parts,

M
(3.7) A(w,v) = Z/ —Oywwdx dt +
Khx(0,T)

i=1

M

Z / avOywdx dt
Khx(0,T)

i=1

+/§2w(x7T)v(x7T)dx—/Qw(xao)v(%o)dx

M T M T
+ Z/ aw+(xi_1/2)v+(xi_1/2) dt — Z/ aw_(mi_l/g)v+(9:i_1/2) dt.
i=170 i=170

The adjoint variational form is obtained in the standard way by dropping the terms
integrated in space at the initial and final times. The boundary conditions for the
adjoint variable are taken to be periodic. The reason for this will be made clear
after first rewriting the sum over the cell interface terms and applying the periodic
boundary conditions,

M T
(3.8) Z/ aw(v;_1/2) v4(Ti_1/2) dt
i=170

M T

M T
- Z/ aw_(Ti_1/2) V4 (Ti_1/2) dt = Z/ awy (Ti_1/2) V4 (Ti1/2) dt
i=1 70 i=170

M-—1 T T
_ Z / aw,(xi_,_l/Q) ’U+({Ei+1/2) dt— / aw,(xl/z)mr(xl/g)dt
i=1 70 0

M T

M T
= Z/ aw+(xi,1/2)v+(xi,1/2) dt — Z/ aw_($i+1/2) U+($i+1/2) dt.
i=1"0 i=170

The adjoint variational form is now

M M
(3.9) A*(v,w) = / —Oywwdx dt + / av Oywdx dt
; Khx(0,T) zzzl K% (0,T)

M7
+Z/O awy (Ti—1/2) V4 (Tio1/2) dt
=1

M T
— Z/ aw7($¢+1/2) U+($i+1/2) dt.
i=170

Throughout the remainder of this report, only quantities of interest of the form
(1.4) are considered. The adjoint problem is to find ¢ € VE satisfying
(3.10) A*(p,w) =0, Yw € VB,

subject to periodic boundary conditions and the terminal condition ¢(x, T) = ¥(z).
The importance of this problem formulation lies in the observation that if i (z) €
H(Q), then ¢(z,t) € H'(Qr) satisfying the linear advection problem
(311) _8t¢+8mfadj(¢) = Ov (.Z‘,t) € QT

fadj (¢) = _a(ba

o2, T) = v(x), v€Q
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will also satisfy (3.10). This is proved by simply multiplying (3.11) by any w € V&
and integrating the advection term by parts and applying the upwind flux rule

(3.12) fadj(_av)|$i+1/2 (t) = —avy(Tig1)2, 1)

Thus for a large class of quantities of interest the solvability of the adjoint problem
is trivial. Also, less smooth choices of 1)(z) that may be of interest, like é-functions
or step functions, can easily be approximated by v ~ 1. € H'(Q) or even smooth
functions. Denote by ex(@) the error in the quantity of interest,

(3.13) em () = M(u) — M(a).
The error formula (2.14) simplifies to
(3.14)
em(@) = M(u—a) = Alu—@,¢ — ¢) + /Q(UO(x) —(z,0))(¢ — )(,0) dv

+ / (uo(z) — @(x,0))(x,0) dz — A, ¢).
Q

The computable error estimate is denoted by € (@, é) and is calculated using the
rule

(315) em(@) ~ em(@d) = /ﬂ(uo(ﬂ?) — a(, 0)d(x, 0) dr — Al ).

3.1. Reconstruction mappings for finite volume data. The approximation @
of u could be constructed in many ways. A map from the finite volume data set
T to a space-time approximation @ € VB is constructed here to achieve an optimal
order of approximation for the desired quantity of interest. First, pointwise values
in space are defined at each discrete time on each cell, then a piecewise interpolant
of the data in time is used to define @.

A common method of data reconstruction in space is used (see e.g. Shu, [21]),
which yields piecewise polynomials, continuous on each cell with jumps across cell
interfaces. The spatial reconstruction of the finite volume data w at time t" is
denoted by u"(x), where 4" (z)[cn = u; () and the polynomial @ (x) satisfies

(3.16) /hﬂ?(x)d:r: (mj+1/2—xj_1/2)@?, j=i—ri—r+1,...,i—r+p.
Kj

The shifting index r, 0 < r < p, is fixed independent of ¢ for convenience since
the solution is periodic. In the presence of boundary conditions the stencil can
be shifted toward the interior of the domain without affecting the asymptotic
properties proved in this report. Given the reconstructions @"(z) for time indices
n =0,1,..., N, the final space-time reconstructed solution @(z,t) is constructed
by interpolation in time. If x € K! and 0 <n—r < N —p— 1, @(z,t) is defined on
[t",t"+1] as the unique polynomial interpolant of degree p + 1 satisfying
(3.17) a(x, ) =al(z), j=n—rn—r+1,...,n—r+p+1
In case the interval [t" ¢"*1] is near the initial or final times the value of r is
adjusted accordingly. The reason the interpolant in time is of degree p 4+ 1 will be
clarified in Lemma 3.1.

Usually reconstruction operators are used to design finite volume methods of

a desired accuracy. However, the proposed reconstruction process can be used
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to obtain information about a quantity of interest and the associated error to an
optimal order of accuracy without knowing the original reconstruction process used
in designing the finite volume method, assuming a smooth solution to the forward
and adjoint problems. The polynomial degree p can be chosen based on the accuracy
of the finite volume method to ensure an optimal rate of convergence for smooth
solutions. Since the accuracy of the computable error estimate satisfies (3.48), this
means the first derivative in space and in time of the reconstruction should ideally
converge at the same rate as the finite volume data set. This motivates the following
result. In order to ease the proof, define a maximum cell width Az and time step
size At,

Al‘ = i:fl%ax M(Axl = xi+1/2 — xi—l/Z)
At = max (A"t = ¢t )

n=0,1,...,N—1
and a CFL condition

aAtn+l
. — <
(3.18) N A

for A € (0,1), independent of n and 1.

Lemma 3.1. Let W} be a finite volume data set approzimating some smooth func-
tion U(z,t) with periodic boundary conditions in space and denote the cell average
errors by

(3.19) el=U;, —w;

TN .
where U satisfies

—n 1 Tit+1/2
o = —/ Uz, ") da.
Tjt1/2 = Tj=1/2 Ja;_y )y

Assume a regular series of nodes {x;_1,2} such that there exists a > 0 satisfying

(3.20) alAr < min Az,
i=1,2,...,M
(3.21) alAt < min_ A¢"t!

n=0,1,...,N—1

independent of N or M, and that the following approximation properties hold for
constants Cy,C7 > 0 and Cy > 0 independent of N or M :

(3.22) max max |
n=1,2,...,N j=1,2,....M

= 1
el | < CrAzt

IN

CoAlL’S,

é;?|

(3.23) max max e} —
n=1,2,...,N j=2,3,...,.M

x ettt e < CoAxtth

(3.24) and max ma f
n=0,2,....N—1;j=2,3...M 7

Let U be the space-time reconstruction of U as defined in (3.16)-(3.17) using piece-
wise polynomials of degree p in space and a stencil shift index r. Then the following
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approximation properties hold:

(3.25) U= U=y = O(AzPT! + Azf),
(3.26) 10(U = Dllz=(r) = O(Aa? + Az®),
(3.27) 106U = D)l p(ag) = O(AzPT 4 Az®),
(3.28) and [ max [[U — U](:v,»+1/2)\ = O(AzPT + Agsth).

Remark 3.1. The conditions (3.20)-(3.21) could be removed if the approrima-
tion properties (3.22)-(3.23) were localized. Also, condition (3.24) should follow
automatically from (3.23) when employing finite volume methods with hyperbolic
conservation laws due to the CFL condition. The conditions can be easily proved
for many finite volume methods by writing the cell average errors in terms of the
local truncation errors.

Proof. Uniform bounds will be derived on an arbitrary cell K and time t". Let
¢! (z) be the polynomial interpolant of degree p + 1 satisfying

n Lj—rtj—1/2 n
(329) ¢ (®i—rqj—1/2) = / U(r,t")dr
T1/2
i—rfj—1
TN .
= Z AzpUy, 7=0,1,...,p+1.
k=1
Consider the approximate interpolant based on the finite volume data set
i—r4j—1
(3.30) G (Ticrrjrp) = Y, Amay, j=0,1,...,p+ 1L
k=1
Since U is smooth, it is well known that Ba(gd)U(x, ") — 83(;1“)(]?(33) = O(Axpti=d)
for d = 0,1. It will be shown that

(d)gn () — §ld)gn = s
(3.31) ﬁgmﬁﬂ%M@%%@>wm)

for d = 1,2. Let the polynomial e (z) interpolate the errors at each cell interface,

(3.32) 6?($i7r+j—1/2) = Qin(mifﬂrjfl/Z) - Q?(xi7r+j71/2)
i—r+j—1
= > Amep, j=01,...,p+1.
k=1

The Newton divided difference form of the interpolant (Atkinson [2]) e (x) is

K2

(3.33) ef(x) = ey(xi—r—l/z) +(z - $i7r71/2)€? [mi7r71/27xi7r+1/2]

+ (z — xz‘—r—1/2)($ - zz’—r+1/2) e; [‘Ti—r—l/% Ti—r41/25 zi—r+3/2]

P
n
.o+ H (T =2 pymo1/2) € [Tir 12, Ticpy1/25 -+ Ticpgpri/2)-
m=0
The divided difference notation e’ [:Ci,rﬂ,l/g, Tl 1/25 - - - wFrHHH/Q] for j =

0,1,...,pand [ =0,...,p — j is defined first for case j = 0 by setting

et (Ti—ryiv1/2) — € (Tiryi-1/2)
Ti—ryi+1/2 — Ti—r4i—1/2

e i rpio1/2, Ticryiy1/2] = forl=0,1,...,p.
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Then inductively with respect to j,

(3:34) el [Timrqi—1/25 s Ticrgirjr1/2)

et Ttz Ticrqagriy2] — €T e pi1y2s - Ty jo1/2]

Timrtltj+1/2 — Tirti-1/2
forl=0,1,...,p—j.

These expressions can be calculated in terms of the cell average errors using (3.32).
In case j = 0 one obtains

(3.35) e [xi—r+l—1/2,1'i—r+l+1/2] =&,y forl=0,1,....p.
Inserting the result (3.35) into (3.34) in case j = 1 yields

(3.36) 6?[$i—r+l—1/2,xi—r+l+1/2,$¢—r+l+3/2]

é?—r-&-l—i—l - E?—r—i—l forl = 0.1
Li—r4143/2 — Li—r41-1/2 o
An upper bound is obtained using (3.20) and (3.23):

..,p— L

(3~37) ‘e?[xifrJrlfl/%wi7r+l+1/2awifr+l+3/2]|
C1A$5+1
[ R —
2aAx
Induction on j is used to prove the upper bound

for/=0,1,...,p—1.

210 Agsti—i

G+ Dlad
for l =0,1,...,p—j. Case j =1 holds by (3.37). Use (3.34) to show that case j
implies case j + 1. The derivative of the error function is

(3.39) Oef(z) = 6?[%—”1/2,%7”1/2]
P J J
+ZZ H(I— Tiorpm—1/2) €] [Timr—1/2:Tivrt1/2, - Tiryjt1/2)-

Insert (3.35), apply (3.38) with { = 0 and use (3.22) to bound (3.39):

(3.38) ‘6?[%7%171/27 e a$i7r+l+j+1/2” <

2j_1ClAa:5+1_j

p J
(3.40)  [0pe}(2)] < Coda® + 3D (p+1) G+l

j=1¢q=0
Y
(J)lad”

Thus we have shown (3.31) in case d = 1. Note that at the cell interface ;1 2,

= CoAz® 4+ C1 Azt Z (p+1)

j=1

(3.41) ‘[U(xm/z,t") - ﬁ”(xi+1/2)]‘
< |U($i+1/2,tn) - 3xqzn+1(33i+1/2)| + |U($i+1/2,tn) - 5’qu($¢+1/2)|
102 (g7 1 (Wi 1/2) — @1 (@ig1)2) = Ou (@7 (Tig1/2) — GF (Tig1/2))]
= ’U($i+1/2,fn) - 3zq1n+1($z‘+1/2)| + |U(l’i+1/2,tn) - ﬁzq?(zi+1/2)|
+ 0wt (Tig1/2) — Onef (it )2)] -



ADJOINT ERROR ESTIMATION FOR LINEAR ADVECTION 13

The last term on the right hand side of (3.41) is estimated using (3.39) and inserting
(3.35):

(3.42)  |0ne}, i (Tig1)2) — Ove} (wis1y2)| < |EFpiq — €|

[

P J
n
+ E E (x_xi7r+m+1/2)ei+1[1‘i7r+1/27$i77‘+3/25-~-axi7r+j+3/2]
7j=1 qg=0m=0
q

3
ol

P 3 J
+ ZZ H (z— lfi—r+m—1/2) 6?[Ii—r—1/27$i—r+1/27 e ,Ii—r+j+1/2] .

7j=1q=0m=0
m#q

A rough bound analogous to (3.40) is found by inserting (3.23), from which it
follows

» _
n n s ] 2
(3.43) |0pel 1 (i1 )2) — Ouel(Tiyn/0)| < CrAZT ;(w 1)? G

The result (3.28) follows from (3.41) and (3.43). The second derivative of the error
function is

(3.44) 352)6?(35) = 26?[$i—r—1/27xi—r+1/279€¢—r+3/2]

P J J J
+ Z Z Z H (33 - xi7r+m71/2) e; [$i7r71/27 Ti—r41/25--+> $i7r+j+1/2]-

=
It follows
p ) 2]'71
J=1 '

This proves (3.31) in case d = 2. At a fixed x € K! for any i = 1,2,..., M the
time interpolation process is applied to define value in time on an arbitrary interval
[t",t"*1]. An analogous approach is used with (3.21), the CFL requirement and
the triangle inequality to obtain the desired results (3.25)-(3.26). The result (3.27)
follows from (3.24) and because the interpolant in time is of degree p + 1. O

3.2. Asymptotic properties of the computable error estimate. The rate at
which the computable error estimate for a quantity of interest converges to the
true error (see (3.15)) will be derived, given smooth data for the problems (3.1)
and (3.11). The solution u(x,t) of (3.1) is approximated using the reconstruction
U(z,t) and the solution ¢(x,t) of (3.11) is approximated using the reconstruction
¢(x,t) as defined in Section 3.1 above. The reconstructed solution @ consists of
piece-wise polynomials of degree p,, based on finite volume data v = {v}'}. The
exact cell average data is {u]'} and the errors in the finite volume data are denoted
by

(3.46) (eu)i =1 =77

The adjoint solution ¢ is reconstructed using piece-wise polynomials of degree pg,
based on finite volume data w = {w?}. The exact cell average data is {¢, } and
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the errors in the finite volume data are denoted by

(3.47) (€)1 = &y — L.

Theorem 3.1. Let the solution u(xz,t) of (3.1) and the solution ¢(x,t) of (3.11)
be smooth. If the errors (3.46) satisfy (3.22) - (3.24) with s = s, € N, and the
errors (3.47) satisfy (3.22) - (3.24) with s = sy € N, then under the assumptions
of Lemma 8.1 it follows

(348)  em(d) = ém(a, o)+ O(AxT),
(3.49) g = min{p, +py+1,pu+ Sp + 1,84 + Dy, Su + S }-

Remark 3.2. The analysis could be extended easily to solutions in H*(Qr) by
looking at the order of approzimation on functions in C*(Qr). It is expected in

this case that the minimum order of convergence will be q = 2, e.g., if u,¢p €
H?(Qr) \ H3(Q7r).

Remark 3.3. Since the error, computable error estimate and quantity of interest
are all defined as integrals, and the reconstruction operators are designed to estimate
the integral of the function being reconstructed, there are many opportunities to
observe superconvergence in practice. Some examples are seen in Section 4.

Remark 3.4. In practice the choice of reconstruction polynomial should be chosen
based upon the convergence rate of the finite volume schemes being used. The most
efficient choice should normally be to set p, > s, — 1 and py > s4. This will be
discussed further in Section 4.

Proof. It follows from (3.4), (3.14) and (3.15) that

(3.50) mam—aMwﬁ»:Aw—aw—érg/mam—a@ﬂ»w—éxamdx

Q

M B M
_;/}C?X(O)T)at(u—u) (qﬁ—(z))dxdt—;/lc

T
/0 a(u—a)(xit1/2) (¢ — @) (wit1/2) dt

a(u—1) 0, (¢ — @) da dt
)

hx(0,T

+

=

N
Il
—

T
A 0 (t— @) (21-12) (6 — &) (i o) dt

'Plﬂi

1=1

M ~
+ ; /Kh (uo(z) — @(z,0)) (¢ — ¢)(x,0) da.
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Due to the periodic boundary conditions, the terms evaluated at cell interfaces can
be regrouped to yield

~ M ~
351 enl®) —en@d) =3 [ o) 6 g

x(0,T
M } M T )
_; /K?X(O’T)a(u—u) Oz (p—0¢) dx dt_;/o a(u=a)—(zi11/2) [(0—0) (wiy1/2)] dt

#3 [ ule) .06~ )w.0)

Proceeding term by term, (3.51) can be bounded using Lemma 3.1. The first term
on the right hand side is bounded using (3.25) and (3.27):

M
(3.52) Z/ O(u— 1) (¢ — ¢) da dt

=7 JKhx(0,T)

< Q| 10:(u = @)|| oo () 116 — Dll oo (@2
= O ((AzP* ™! + Ag®)(AzPet! 4 Ax®e)).

Similarly,

M ~
(3.53) Z/ a(u—a)8, (¢ — ¢)drdt

i—1 Y Khx(0,T)

= O ((AzP* T + Az®)(AzP? + Az*?)) .
The next term on the right hand side of (3.51) satisfies

(3.54)

M T )
;/0 a(u—1a)(ir1/2) (¢ — @) (wiy1/2)] dt

< { s o (66 9z 01} = il o)

Apply (3.28) and (3.21):

M T ~
(355 |3 / 0 (tu— @) (i412) (6 — B)(@isay2)] dt
i=170

< [l ((AzPeT 4 Agse)(AxPett 4+ Agtetl))

alAx
= O ((AzP*t! + Az®)(AzP? + Az?)) .

The last term on the right hand side of (3.51) satisfies

(3.56)

M ~
> /,C (uo(a) = @, 0))(6 — 6)(x,0) da

=0 ((AzP* ™! + Ag®)(AzPet! + Ax®e)).
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It follows that

(3.57)
eM(ﬂ) _ éM(ﬁ,Qg) ) (Axpu+8¢+1 4 AgSutse 4 AgSutPe 4 Axpu+p¢+l) ,
which is the desired result. O

4. COMPUTATIONAL EXAMPLES

The various initial conditions, final time conditions, solver types and reconstruc-
tion types tested are described below. A system for labeling individual tests will
be defined. The space-time domain is taken to be [0,1] x [0, 1], and the advection
coefficient is a = 1. The initial conditions for the forward problem are denoted by

gj(x) for j =1,2,...,5. In descending order of smoothness they are

(4.1) gi(z) = sin2r(z —1/4))

(4.2) (C7-pulse) ga(x) { cos®(2r|z — 0.5|3: :)ftlllir_w?sjl <1/4
(4.3) (C'-pulse) gs() { cos?(2r|z — 0.5%: fther—vv?Sg| <1/4

dz—1, ifl/d<z<1/2
(4.4) (triangle pulse) gs4(x) = 3—dx, if1/2<x<3/4
0, otherwise
{ 1, iflv—05]<1/4

(4.5)  (square pulse) gs(x) = 0. otherwise.

The quantities of interest are defined as final time conditions for the adjoint prob-
lem, denoted by ;(x) for j =1,2,...,5. Some are constructed by first defining a
function centered at x = 0, then recentering about «* = (1 + 7/16)/2 € (1/2,1).
This is done to avoid important points like maxima or the point of function evalu-
ation to be located at any cell centers or interfaces. Specifically,

1
u) = /o Yi(@x)u(z,t =1)dz,

for 5 =1,2,...,6, where

(4.6) (Fourier coefficient) ¢1(x) = exp(—i2nx)

(4.7) (evaluate at x = z¥) 2(x) = oz —a™)

(4.8) (moment, order 0) ¥3(x) = 1

(4.9) (moment, order 1) ¢4(x) = =z

(4.10) (moment, order 2) v5(x) = z?

(4.11)  (solution energy) ve(x) = %u(aj, T)

(4.12) (patch average) ¥7(x) = 2, if 0.25 < < 0.75, o.w. ¢7(x) = 0.

The sixth quantity of interest is nonlinear with respect to the forward solution and
thus must be linearized. We follow the standard approach and linearize about the
reconstructed solution 4. Normally one computes a Fréchet derivative as part of the



ADJOINT ERROR ESTIMATION FOR LINEAR ADVECTION 17

linearization process but for the solution energy some algebraic arguments suffice
to derive the same approximation:

1 1
M(u) —M(a) = %/0 \u(x,T)|2dx—%/0 |a(z, T)|? dx
1

(4.13) - ; /O (u(z,T) + iz, T)) (ulx, T) — iz, T)) do

~ /0 e, T) (ulx, T) — i(x, T)) dx.

The adjoint data () is replaced by ¥g(x) = @(z,T). The additional error com-
mitted by this approximation is

(4.14) (/\/1(U)—/Vl(ﬂ))—/0 Pg(2)(u(z,T) — (e, T)) dx

1
- 1/ lu(z, T) — iz, T))? da.
2 0

Three finite volume solver methods are employed. The first solver is the first
order upwind scheme:

(4.15) wtt = — a% () —aj_,).

The second solver is a second order upwind scheme. The scheme is derived by
taking a piece-wise linear representation of the data on each cell IC;-L at time t"
with cell average u} and slope o7 defined below, then exactly solving the Riemann
problem at each cell interface up to time t"*1. The result is averaged over cell IC;L
to define ﬂ?“. The update rule is derived by integrating the conservation law over
IC;? x [t™,t"*1] and using the data on each cell interface at @1 /2 from the solution
of the Riemann problem:

—n —n At —n —n Az — aAt n n
(4.16) uj+1 = U —anx (uj —Uj_y + T(Uj - le)) )
ut o, —u"
4.17 no o Zgtl Wil
( ) % 2Ax

The third solver is a high-fidelity, total variation diminishing (T'VD) scheme.
The scheme is derived the same way as second order upwind scheme, except that
the slopes are chosen using the minimum modulus rule. The updates are given by

n i At (., Ax —alt, .
(4.19) W= AL MinMod (“j+1 —uy,uy — uj_l) ,
m, if |7]1‘ < |772|a and mmne > 07
(4.20) MinMOd(nl, 7’]2) = 72, if |772‘ < |771|, and mne > O,

0, otherwise.

It is now possible to define a system of labeling the numerical tests. Let the
approximation @ of the solution u of (3.1) be constructed by taking finite volume
data generated by one of the above methods and performing a space-time recon-
struction of the data as described in Section 3.1. Given one of the quantities of



18 J. M. CONNORS, J. W. BANKS, J. A. HITTINGER, AND C. S. WOODWARD

TABLE 1. Convention for labeling initial conditions.

Initial condition | IC1 | IC2 | IC3 | IC4 | IC5H
Equation | (4.1) | (4.2) | (4.3) | (4.4) | (4.5)

TABLE 2. Convention for labeling quantities of interest.

QOIT QI Q2] Q3] Q4] Q5] Q6] Q7
Equation | (4.6) | (4.7) | (4.8) | (4.9) | (4.10) | (4.11) | (4.12)

TABLE 3. Convention for labeling finite volume solvers.

Label FS1 or AS1 FS2 or AS2 FS3 or AS3
Solver | order 1 upwind | order 2 upwind | high fidelity (MinMod)

interest implied by (4.6)-(4.11), let ¢ be constructed in an analogous way as an
approximation to the solution ¢ of (3.11). The stencil shift index is taken to be
r =1 (Section 3.1) in the tests, for both linear and quadratic reconstructions. Then
there is an associated error in the quantity of interest, e (@), and a computable
estimate of this error, éM(ﬂ,qz), as defined in (3.15). The accuracy of this error
estimate will be denoted by

(4.21) ace(@i, §) = e () — Ep (i, §)-
In each case there are six choices to be made:

Initial conditions for (3.1), denoted by ICk for k =1,2,...,5

Terminal conditions for (3.11), denoted by Qk for k =1,2,...,6

Forward finite volume solver, denoted by FSk for £k =1,2,3

Adjoint finite volume solver, denoted by ASk for k =1,2,3

Spatial reconstruction, denoted by Rk for k = 1,2, for both forward and
adjoint solutions.

Tables 1-3 makes the definitions precise. Each test is performed by first making
these six choice and performing a convergence analysis for the quantities e (@),

e (@i, @) and ace(ii, @). The following example describes the labeling of the tests.
The test label IC2-Q1-FS3R2-AS1R1 corresponds to choosing:

e Initial condition defined by (4.2)

e Adjoint terminal condition defined by (4.6)

e High-fidelity solver with piece-wise quadratic spatial reconstruction for the
forward solution

e First order upwind solver with piece-wise linear spatial reconstruction for
the forward solution

4.1. Fourier coefficient estimation. The results in this section pertain to the
first non-constant Fourier coeflicient quantity of interest, (4.6). This is an example
where the solution of the adjoint problem is smooth. Then the results of Theorem
3.1 apply directly in this case for initial condition IC1 and also IC2, which is
sufficiently smooth for the tests performed. Also, the theory can be extended
to hold for IC3-I1C4, understanding the convergence rate ¢ in Theorem 3.1 will be
decreased according to the standard interpolation results with solutions in H*(Qr).
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The convergence rate g in Theorem 3.1 corresponds to the right-most convergence
rate column in the tables.

The fifth initial condition, containing discontinuities, is included as computa-
tional evidence of how well the adjoint error estimation technique developed herein
extends to the case of nonsmooth solutions. However, many methods of data re-
construction exist that address, in some form, the issue of discontinuities, e.g. [21],
unlike the reconstructions used in the tests of this report. As an example, if the
exact location (say z) of a discontinuity is known, one could define a grid with a
cell interface at that point. The reconstruction stencil could be shifted for the cells
on either side so as not to include the point z. Ways of identifying where disconti-
nuities may be are possible using divided differences, as defined in Lemma 3.1. The
application of such ideas should be explored in the current context.

4.1.1. Smooth initial condition with first order upwind. Tables 4-11 display the con-
vergence results with a smooth forward and adjoint problem using the first-order
upwind finite volume method for the forward problem. In Table 4 it is expected
that ¢ = 2, as seen for the accuracy of the real part of the error estimate. A su-
perconvergence result is observed for the imaginary part of the error. This case
supports Theorem 3.1, as do all subsequent cases to which the theory applies di-
rectly. However, some important limitations of the theory are illuminated in the
test cases. Though the imaginary part of the error is estimated reasonably well
in Table 4, this could not be predicted since superconvergence results for e need
not translate to similar results for acc(i, ¢). We will return to this point later in
Section 4.1.2.

In Tables 5, 6 and 7, combinations of first and second order reconstructions are
employed for the adjoint and forward solution data. Since the solvers are both
first order, the theory predicts that there need not be any appreciable increase in
accuracy, as observed. Interestingly, in Table 8 the theory predicts ¢ = 2, while
the values of acc(, $) are observed to converge at rate 3, in spite of a seemingly
suboptimal choice for the reconstruction of the adjoint data. It will be shown that
this is not the case in general, also in Section 4.1.2.

The reconstruction of the adjoint data is quadratic in Table 9, resulting in an
improvement in accuracy of the real part of the computable error estimate compared
with Table 8. Table 10 is an example where the reconstruction of the adjoint
data is theoretically suboptimal and the reconstruction of the forward solution
is superoptimal. The theory is not violated in this case, but fails to predict the
observed improvement in this case over test IC1- Q1 - FS1 R1 - AS2 R1. The results
in Table 11, perhaps surprisingly, do not yield a significant difference compared with
tests IC1 - Q1 - FS1 R2 - AS2 R1 or IC1 - Q1 - FS1 R1 - AS2 R2. Even though the
latter tests involve one linear and one quadratic reconstruction, both resulting in
improvement over test IC1 - Q1 - FS1 R1 - AS2 R1, using quadratic reconstruction
for both the forward and adjoint solutions yields no further improvement.
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TABLE 4. Test

:IC1-Q1-FS1R1-AS1R1

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -4.4836e-02 -3.9500e-02 -5.3354e-03

70 60 | -2.2951e-02 0.966 -2.1986e-02 0.845 -9.6505e-04  2.467

140 120 | -1.1612e-02 0.983 -1.1421e-02  0.945 -1.9098e-04  2.337

280 | 240 | -5.8403e-03 0.991 -5.7991e-03 0.978 -4.1209e-05 2.212

560 | 480 | -2.9288e-03 0.996 -2.9193e-03  0.990 -9.4703e-06 2.121

1120 | 960 | -1.4665e-03 0.998 -1.4643e-03 0.995 -2.2626e-06 2.065

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 | -2.3088e-03 -2.3810e-03 7.2240e-05

70 60 | -5.8195e-04 1.988 -5.7316e-04  2.055 -8.7861e-06  3.039

140 120 | -1.4600e-04 1.995 -1.4375e-04 1.995 -2.2575e-06 1.961

280 | 240 | -3.6562e-05 1.998 -3.6206e-05 1.989 -3.5586e-07  2.665

560 | 480 | -9.1477e-06 1.999 -9.0986e-06 1.993 -4.9121e-08  2.857

1120 | 960 | -2.2878e-06 1.999 -2.2814e-06  1.996 -6.4312e-09  2.933

TABLE 5. Test: IC1 - Q1 - FS1 R1 - AS1 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -4.4836e-02 -4.2713e-02 -2.1226e-03

70 60 | -2.2951e-02 0.966 -2.2415e-02  0.930 -5.3646e-04 1.984

140 120 | -1.1612e-02 0.983 -1.1476e-02  0.966 -1.3593e-04 1.981

280 | 240 | -5.8403e-03 0.991 -5.8061e-03  0.983 -3.4243e-05 1.989

560 | 480 | -2.9288e-03 0.996 -2.9202e-03  0.992 -8.5944e-06 1.994

1120 | 960 | -1.4665e-03 0.998 -1.4644e-03  0.996 -2.1528e-06 1.997

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | -2.3088e-03 -1.7847e-03 -5.2409e-04

70 60 | -5.8195e-04 1.988 -5.3415e-04 1.740 -4.7795e-05  3.455

140 120 | -1.4600e-04 1.995 -1.4126e-04 1.919 -4.7437e-06  3.333

280 | 240 | -3.6562e-05 1.998 -3.6049e-05 1.970 -5.1265e-07 3.210

560 | 480 | -9.1477e-06 1.999 -9.0887e-06 1.988 -5.8963e-08 3.120

1120 | 960 | -2.2878e-06 1.999 -2.2808e-06 1.995 -7.0475e-09  3.065
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TABLE 6. Test

: IC1-Q1-FS1R2-AS1R1

21

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -4.4834e-02 -4.2767e-02 -2.0667e-03

70 60 | -2.2951e-02 0.966 -2.2417e-02  0.932 -5.3465e-04 1.951

140 120 | -1.1612e-02 0.983 -1.1476e-02  0.966 -1.3587e-04 1.976

280 | 240 | -5.8403e-03 0.991 -5.8061e-03 0.983 -3.4241e-05 1.988

560 | 480 | -2.9288e-03 0.996 -2.9202e-03  0.992 -8.5943e-06 1.994

1120 | 960 | -1.4665e-03 0.998 -1.4644e-03  0.996 -2.1528e-06 1.997

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 | -2.1357e-03 -2.0966e-03 -3.9058e-05

70 60 | -5.5916e-04 1.933 -5.4349e-04  1.948 -1.5667e-05 1.318

140 | 120 | -1.4308e-04 1.966 -1.4040e-04 1.953 -2.6838e-06 2.545

280 | 240 | -3.6192e-05 1.983 -3.5810e-05 1.971 -3.8236e-07 2.811

560 | 480 | -9.1012e-06 1.992 -9.0505e-06 1.984 -5.0773e-08  2.913

1120 | 960 | -2.2820e-06 1.996 -2.2755e-06  1.992 -6.5343e-09  2.958

TABLE 7. Test: IC1 - Q1 - FS1 R2 - AS1 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -4.4834e-02 -4.2747e-02 -2.0862e-03

70 60 | -2.2951e-02 0.966 -2.2416e-02 0.931 -5.3528e-04 1.963

140 120 | -1.1612e-02 0.983 -1.1476e-02  0.966 -1.3589¢-04 1.978

280 | 240 | -5.8403e-03 0.991 -5.8061e-03  0.983 -3.4242e-05 1.989

560 | 480 | -2.9288e-03 0.996 -2.9202e-03  0.992 -8.5944e-06 1.994

1120 | 960 | -1.4665e-03 0.998 -1.4644e-03  0.996 -2.1528e-06 1.997

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | -2.1357e-03 -1.9367e-03 -1.9900e-04

70 60 | -5.5916e-04 1.933 -5.3291e-04 1.862 -2.6248e-05 2.923

140 | 120 | -1.4308e-04 1.966 -1.3972e-04 1.931 -3.3618e-06  2.965

280 | 240 | -3.6192e-05 1.983 -3.5767e-05 1.966 -4.2523e-07  2.983

560 | 480 | -9.1012e-06 1.992 -9.0478e-06 1.983 -5.3467e-08  2.992

1120 | 960 | -2.2820e-06 1.996 -2.2753e-06 1.992 -6.7031e-09  2.996
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TABLE 8. Test

: IC1-Q1-FS1R1-AS2R1

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -4.4836e-02 -4.1386e-02 -3.4497e-03

70 60 | -2.2951e-02 0.966 -2.2509e-02  0.879 -4.4215e-04  2.964

140 120 | -1.1612e-02 0.983 -1.1556e-02  0.962 -5.5853e-05 2.985

280 | 240 | -5.8403e-03 0.991 -5.8333e-03  0.986 -7.0150e-06 2.993

560 | 480 | -2.9288e-03 0.996 -2.9279e-03  0.994 -8.7887e-07  2.997

1120 | 960 | -1.4665e-03 0.998 -1.4664e-03 0.998 -1.0998e-07 2.998

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 | -2.3088e-03 -2.6503e-03 3.4154e-04

70 60 | -5.8195e-04 1.988 -6.0725e-04  2.126 2.5306e-05 3.755

140 | 120 | -1.4600e-04 1.995 -1.4803e-04 2.036 2.0261e-06 3.643

280 | 240 | -3.6562e-05 1.998 -3.6742e-05 2.010 1.8083e-07 3.486

560 | 480 | -9.1477e-06 1.999 -9.1657e-06  2.003 1.8037e-08 3.326

1120 | 960 | -2.2878e-06 1.999 -2.2898e-06 2.001 1.9681e-09 3.196

TABLE 9. Test: IC1 - Q1 - FS1 R1 - AS2 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -4.4836e-02 -4.4756e-02 -7.9588e-05

70 60 | -2.2951e-02 0.966 -2.2948e-02 0.964 -3.2952e-06 4.594

140 120 | -1.1612e-02 0.983 -1.1612e-02  0.983 -1.5063e-07 4.451

280 | 240 | -5.8403e-03 0.991 -5.8403e-03 0.991 -7.6481e-09 4.300

560 | 480 | -2.9288e-03 0.996 -2.9288e-03  0.996 -4.2232e-10  4.179

1120 | 960 | -1.4665e-03 0.998 -1.4665e-03  0.998 -2.4660e-11  4.098

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | -2.3088e-03 -2.0373e-03 -2.7147e-04

70 60 | -5.8195e-04 1.988 -5.6770e-04 1.843 -1.4244e-05 4.252

140 120 | -1.4600e-04 1.995 -1.4553e-04 1.964 -4.7721e-07  4.900

280 | 240 | -3.6562e-05 1.998 -3.6985e-05 1.992 2.3503e-08 4.344

560 | 480 | -9.1477e-06 1.999 -9.1559e-06  1.998 8.1789%e-09 1.523

1120 | 960 | -2.2878e-06 1.999 -2.2892e-06 2.000 1.3511e-09 2.598
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TABLE 10. Test: IC1 - Q1 - FS1 R2 - AS2 R1

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -4.4834e-02 -4.4812e-02 -2.1677e-05

70 60 | -2.2951e-02 0.966 -2.2950e-02  0.965 -1.4316e-06 3.920

140 120 | -1.1612e-02 0.983 -1.1612e-02  0.983 -9.1689e-08  3.965

280 | 240 | -5.8403e-03 0.991 -5.8403e-03 0.991 -5.7965e-09  3.983

560 | 480 | -2.9288e-03 0.996 -2.9288e-03  0.996 -3.6429e-10  3.992

1120 | 960 | -1.4665e-03 0.998 -1.4665e-03  0.998 -2.2840e-11  3.995

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 | -2.1357e-03 -2.3560e-03 2.2029e-04

70 60 | -5.5916e-04 1.933 -5.7672e-04  2.030 1.7559e-05  3.649

140 120 | -1.4308e-04 1.966 -1.4462e-04 1.996 1.5377e-06 3.513

280 | 240 | -3.6192e-05 1.983 -3.6342e-05 1.993 1.5019e-07  3.356

560 | 480 | -9.1012e-06 1.992 -9.1174e-06  1.995 1.6119e-08  3.220

1120 | 960 | -2.2820e-06 1.996 -2.2838e-06 1.997 1.8481e-09 3.125

TABLE 11. Test: IC1 - Q1 - FS1 R2 - AS2 R2

Time steps | Cells | Re{er(a)} Rate | Re{ém(u, o)} Rate | Re{acc(d,p)} Rate
35 30 | -4.4834e-02 -4.4792e-02 -4.1579e-05

70 60 | -2.2951e-02 0.966 -2.2949e-02  0.965 -2.0721e-06  4.327

140 120 | -1.1612e-02 0.983 -1.1612e-02  0.983 -1.1195e-07 4.210

280 | 240 | -5.8403e-03 0.991 -5.8403e-03 0.991 -6.4329¢-09 4.121

560 | 480 | -2.9288e-03 0.996 -2.9288e-03  0.996 -3.8419e-10  4.066

1120 | 960 | -1.4665e-03 0.998 -1.4665e-03 0.998 -2.3393e-11  4.038

Time steps | Cells | Im{ear (@)} Rate | Im{ém(a, o)} Rate | Im{acc(d,p)} Rate
35 30 | -2.1357e-03 -2.1882e-03 5.2532e-05

70 60 | -5.5916e-04 1.933 -5.6588e-04 1.951 6.7242e-06 2.966

140 120 | -1.4308e-04 1.966 -1.4394e-04 1.975 8.5172e-07 2.981

280 | 240 | -3.6192e-05 1.983 -3.6299¢-05 1.987 1.0707e-07 2.992

560 | 480 | -9.1012e-06 1.992 -9.1146e-06 1.994 1.3417e-08  2.996

1120 | 960 | -2.2820e-06 1.996 -2.2837e-06 1.997 1.6790e-09 2.998

4.1.2. Smooth initial condition with second order upwind. The second order upwind
finite volume method was applied for the tests represented in Tables 12 - 19. The
test IC1 - Q1 - FS2 R1 - AS1 R1 in Table 12 is an important example where the
accuracy of the real part of the computable error estimate is converging at the rate
3, consistent with Theorem 3.1, but the accuracy is poor relative to the size of the
true error. The theory would be strengthened if a method were to be developed
with a provable estimate of the form

(4.22) e (@) — Epq(ti, )| < C Az |epqg(@)].

In the a posteriori literature for elliptic type problems there is a measurement
of quality for the computable error estimate known at the effectivity index, (see
e.g. [1]), being the size of the ratio of the computable error estimate to the true
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error. More precisely, if € is the effectivity index, then
ea(i )
leam(@)]

It is desirable to be able to say € — 1 asymptotically. Clearly, this would follow
from the result (4.22). Such a result is not currently known to exist in the literature
for hyperbolic conservation laws. However, test IC1 - Q1 - FS2 R1 - AS1 R1 does
not represent a cause for concern in practice, since the reconstruction of the forward
solution chosen is suboptimal. This is fixed in test IC1 - Q1 - FS2 R2 - AS1 R1,
as seen in Table 14, and the accuracy is improved. Similar improvement is also
observed in Tables 13 and 15.

The improvement in the real part of the error estimate of Table 13 compared
to Table 12 is unexpected and not understood, as it is not clear why a higher
order reconstruction of data from a first order finite volume method should yield
an improvement in accuracy. It may be related to the fact that the quantity of
interest and computable error estimate all take the form of integrals, and the re-
construction operation is based on approximating the integral of the function being
reconstructed. There could be some cancellation of error related to integration
taken advantage of by the higher order reconstruction.

In Tables 16 - 19 both finite volume solvers are second order. A phenomenon is
observed similar to that of Tables 12 - 15, where the test with only linear reconstruc-
tions agrees with Theorem 3.1, but fails to yield an error estimate with a relative
accuracy that is decreasing with the grid size. Upon using quadratic reconstruction
for either the forward or adjoint data, the result is greatly improved. In Tables
17 - 19 the convergence rates for the accuracy are higher than the lower bound
predicted by Theorem 3.1. A difference with this set of tests versus the former set
using a first order adjoint solver is that using quadratic reconstruction for both the
forward and adjoint data is seen to yield the best accuracy on the finest grid. This
implies that, in the terminology of Theorem 3.1, one should choose reconstruction
operators to follow the rule p,, > s, and pg > s4.

(4.23) €=

TABLE 12. Test: IC1 - Q1 - FS2 R1 - AS1 R1

Time steps | Cells | Re{esm (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -4.6629e-04 2.9809e-03 -3.4472e-03

70 60 | -5.7522e-05 3.019 3.8455e-04  2.954 -4.4207e-04  2.963

140 | 120 | -7.1318e-06 3.012 4.8719e-05 2.981 -5.5851e-05  2.985

280 | 240 | -8.8752e-07 3.006 6.1274e-06 2.991 -7.0150e-06  2.993

560 | 480 | -1.1068e-07 3.003 7.6818e-07  2.996 -8.7887e-07  2.997

1120 | 960 | -1.3819e-08 3.002 9.6161e-08 2.998 -1.0998e-07 2.998

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | 9.4943e-04 6.4163e-04 3.0780e-04

70 60 | 2.6707e-04 1.830 2.4395e-04 1.395 2.3118e-05 3.735

140 | 120 | 7.0125e-05 1.929 6.8238e-05 1.838 1.8874e-06 3.615

280 | 240 1.7928e-05 1.968 1.7756e-05 1.942 1.7210e-07  3.455

560 | 480 | 4.5302e-06 1.985 4.5127e-06 1.976 1.7490e-08  3.299

1120 | 960 | 1.1385e-06 1.992 1.1365e-06 1.989 1.9338e-09 3.177
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TABLE 13. Test: IC1 - Q1 - FS2 R1 - AS1 R2
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Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -4.6629e-04 -3.8783e-04 -7.8461e-05

70 60 | -5.7522e-05 3.019 -5.4264e-05 2.837 -3.2584e-06  4.590

140 120 | -7.1318e-06 3.012 -6.9824e-06 2.958 -1.4946e-07 4.446

280 | 240 | -8.8752e-07 3.006 -8.7991e-07 2.988 -7.6112e-09 4.295

560 | 480 | -1.1068e-07 3.003 -1.1026e-07  2.996 -4.2116e-10 4.176

1120 | 960 | -1.3819e-08 3.002 -1.3794e-08  2.999 -2.4625e-11 4.096

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 9.4943e-04 1.2378e-03 -2.8835e-04

70 60 2.6707e-04 1.830 2.8241e-04  2.132 -1.5338e-05 4.233

140 | 120 | 7.0125e-05 1.929 7.0672e-05 1.999 -5.4659e-07 4.810

280 | 240 | 1.7928e-05 1.968 1.7909e-05 1.980 1.9137e-08 4.836

560 | 480 | 4.5302e-06 1.985 4.5223e-06 1.986 7.9052e-09 1.276

1120 | 960 | 1.1385e-06 1.992 1.1371e-06  1.992 1.3340e-09 2.567

TABLE 14. Test: IC1 - Q1 - FS2 R2 - AS1 R1

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -4.6540e-04 -4.4509e-04 -2.0314e-05

70 60 | -5.7453e-05 3.018 -5.6066e-05 2.989 -1.3871e-06 3.872

140 | 120 | -7.1271e-06 3.011 -7.0368e-06 2.994 -9.0276e-08  3.942

280 | 240 | -8.8721e-07 3.006 -8.8146e-07 2.997 -5.7520e-09 3.972

560 | 480 | -1.1066e-07 3.003 -1.1030e-07 2.998 -3.6290e-10  3.986

1120 | 960 | -1.3818e-08 3.002 -1.3795e-08  2.999 -2.2796e-11  3.993

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | 1.1394e-03 9.3597e-04 2.0343e-04

70 60 | 2.9095e-04 1.969 2.7449e-04 1.770 1.6466e-05 3.627

140 | 120 | 7.3114e-05 1.993 7.1646e-05 1.938 1.4684e-06 3.487

280 | 240 1.8302e-05 1.998 1.8156e-05 1.980 1.4582e-07 3.332

560 | 480 | 4.5769e-06 2.000 4.5611e-06 1.993 1.5845e-08 3.202

1120 | 960 1.1443e-06  2.000 1.1425e-06 1.997 1.8309e-09 3.113
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TABLE 15. Test: IC1 - Q1 - FS2 R2 - AS1 R2

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -4.6540e-04 -4.2382e-04 -4.1579e-05

70 60 | -5.7453e-05 3.018 -5.5381e-05 2.936 -2.0721e-06  4.327

140 120 | -7.1271e-06 3.011 -7.0151e-06 2.981 -1.1195e-07 4.210

280 | 240 | -8.8721e-07 3.006 -8.8077e-07 2.994 -6.4329e-09 4.121

560 | 480 | -1.1066e-07 3.003 -1.1028e-07 2.998 -3.8419e-10 4.066

1120 | 960 | -1.3818e-08 3.002 -1.3794e-08  2.999 -2.3393e-11  4.038

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 1.1394e-03 1.0869e-03 5.2532e-05

70 60 2.9095e-04 1.969 2.8423e-04 1.935 6.7242e-06 2.966

140 | 120 | 7.3114e-05 1.993 7.2263e-05 1.976 8.5172e-07 2.981

280 | 240 | 1.8302e-05 1.998 1.8195e-05 1.990 1.0707e-07 2.992

560 | 480 | 4.5769e-06 2.000 4.5635e-06 1.995 1.3417e-08  2.996

1120 | 960 | 1.1443e-06 2.000 1.1426e-06 1.998 1.6790e-09 2.998

TABLE 16. Test: IC1 - Q1 - FS2 R1 - AS2 R1

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -4.6629e-04 3.1196e-03 -3.5859e-03

70 60 | -5.7522e-05 3.019 3.9342e-04  2.987 -4.5095e-04 2.991

140 | 120 | -7.1318e-06 3.012 4.9278e-05 2.997 -5.6410e-05 2.999

280 | 240 | -8.8752e-07 3.006 6.1625e-06  2.999 -7.0500e-06  3.000

560 | 480 | -1.1068e-07 3.003 7.7038e-07  3.000 -8.8106e-07  3.000

1120 | 960 | -1.3819e-08 3.002 9.6298e-08  3.000 -1.1012e-07 3.000

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | 9.4943e-04 6.7391e-04 2.7551e-04

70 60 | 2.6707e-04 1.830 2.4950e-04 1.434 1.7570e-05 3.971

140 | 120 | 7.0125e-05 1.929 6.9018e-05 1.854 1.1072e-06  3.988

280 | 240 1.7928e-05 1.968 1.7859e-05 1.950 6.9455e-08  3.995

560 | 480 | 4.5302e-06 1.985 4.5259e-06 1.980 4.3484e-09  3.998

1120 | 960 1.1385e-06 1.992 1.1382e-06 1.991 2.7200e-10  3.999
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TABLE 17. Test: IC1 - Q1 - FS2 R1 - AS2 R2
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Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -4.6629e-04 -4.1128e-04 -5.5011e-05

70 60 | -5.7522e-05 3.019 -5.5821e-05 2.881 -1.7015e-06 5.015

140 120 | -7.1318e-06 3.012 -7.0811e-06 2.979 -5.0735e-08 5.068

280 | 240 | -8.8752e-07 3.006 -8.8610e-07  2.998 -1.4205e-09 5.158

560 | 480 | -1.1068e-07 3.003 -1.1065e-07 3.001 -3.3975e-11  5.386

1120 | 960 | -1.3819e-08 3.002 -1.3819e-08 3.001 -4.2334e-13  6.327

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 9.4943e-04 1.2861e-03 -3.3668e-04

70 60 2.6707e-04 1.830 2.8847e-04 2.156 -2.1404e-05 3.975

140 | 120 | 7.0125e-05 1.929 7.1468e-05 2.013 -1.3431e-06  3.994

280 | 240 | 1.7928e-05 1.968 1.8012e-05 1.988 -8.4022e-08  3.999

560 | 480 | 4.5302e-06 1.985 4.5355e-06  1.990 -5.2524e-09  4.000

1120 | 960 | 1.1385e-06 1.992 1.1388e-06 1.994 -3.2828e-10  4.000

TABLE 18. Test: IC1 - Q1 - FS2 R2 - AS2 R1

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -4.6540e-04 -4.7075e-04 5.3451e-06

70 60 | -5.7453e-05 3.018 -5.7677e-05 3.029 2.2426e-07 4.575

140 | 120 | -7.1271e-06 3.011 -7.1370e-06  3.015 9.8985e-09 4.502

280 | 240 | -8.8721e-07 3.006 -8.8769¢-07  3.007 4.8007e-10 4.366

560 | 480 | -1.1066e-07 3.003 -1.1069e-07  3.004 2.5519e-11 4.234

1120 | 960 | -1.3818e-08 3.002 -1.3819e-08  3.002 1.4415e-12  4.146

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | 1.1394e-03 9.7840e-04 1.6100e-04

70 60 | 2.9095e-04 1.969 2.8092e-04 1.800 1.0035e-05 4.004

140 120 7.3114e-05 1.993 7.2489e-05 1.954 6.2541e-07 4.004

280 | 240 1.8302e-05 1.998 1.8263e-05 1.989 3.9020e-08  4.003

560 | 480 | 4.5769e-06 2.000 4.5745e-06 1.997 2.4365e-09 4.001

1120 | 960 1.1443e-06  2.000 1.1442e-06  1.999 1.5220e-10 4.001
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TABLE 19. Test: IC1 - Q1 - FS2 R2 - AS2 R2

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -4.6540e-04 -4.4903e-04 -1.6376e-05

70 60 | -5.7453e-05 3.018 -5.6985e-05 2.978 -4.6813e-07 5.129

140 120 | -7.1271e-06 3.011 -7.1152e-06  3.002 -1.1891e-08 5.299

280 | 240 | -8.8721e-07 3.006 -8.8700e-07 3.004 -2.0278e-10 5.874

560 | 480 | -1.1066e-07 3.003 -1.1067e-07 3.003 4.1911e-12  5.596

1120 | 960 | -1.3818e-08 3.002 -1.3819e-08  3.002 8.4486e-13 2.311

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 1.1394e-03 1.1366e-03 2.8316e-06

70 60 2.9095e-04 1.969 2.9089%-04 1.966 6.1749e-08 5.519

140 | 120 | 7.3114e-05 1.993 7.3113e-05 1.992 1.4886e-09 5.374

280 | 240 1.8302e-05 1.998 1.8302e-05 1.998 3.9477e-11  5.237

560 | 480 | 4.5769e-06 2.000 4.5769¢-06  2.000 1.1228e-12  5.136

1120 | 960 1.1443e-06  2.000 1.1443e-06  2.000 3.3502e-14  5.067

4.1.3. Smooth initial condition with TVD method. The results in Tables 20 - 27
correspond to tests using the high-fidelity TVD method for the forward problem.
This is a nonlinear method and loses accuracy at solution extrema. The conv-
erence rate of the cell averages may be considered as s, = 4/3, which has been
verified computationally. The results show that for the quantity of interest Q1, the
convergence rate of the error ex(@) is always 2, in contrast to the results using
second order upwind for the forward problem which were sometimes as high as 3.
An interesting byproduct is that the computable error estimates using only linear
reconstruction both in Table 20 and Table 24 are more accurate relative to the
size of the true error than when the second order upwind method was used for the
forward solution.

Again, the results in these two tables are not as pessimistic as predicted by
Theorem 3.1. This is possibly related to the particular choices of initial condition
for the forward problem and the quantity of interest. Other choices are explored
later. The results, otherwise, are as observed in Section 4.1.2 in that when the
adjoint method is first order there is not a significant difference in the results
using a linear reconstruction for one of the forward or adjoint solution data versus
quadratic for the other, or using quadratic for both, as long as they are not both
chosen to be linear. However, when the adjoint method is second order, the best
result comes from using quadratic reconstruction for both the forward and adjoint
data.
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TABLE 20. Test: IC1 - Q1 - FS3 R1 - AS1 R1
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Time steps | Cells | Re{er(a)} Rate | Re{ém(a,¢)} Rate | Re{acc(u,d)} Rate
35 30 | -3.8256e-03 -2.4090e-04 -3.5847e-03
70 60 | -8.6746e-04 2.141 -4.0721e-04 -0.757 -4.6025e-04 2.961
140 120 | -2.0588e-04 2.075 -1.4773e-04  1.463 -5.8146e-05 2.985
280 | 240 | -5.0152e-05 2.037 -4.2849e-05  1.786 -7.3024e-06  2.993
560 | 480 | -1.2382e-05 2.018 -1.1467e-05  1.902 -9.1481e-07 2.997
1120 | 960 | -3.0769e-06 2.009 -2.9624e-06  1.953 -1.1447e-07 2.998
Time steps | Cells | Im{exp(u)} Rate | Im{éam(u,¢)} Rate | Im{acc(u, )} Rate
35 30 6.7291e-04 3.8310e-04 2.8981e-04
70 60 2.3527e-04 1.516 2.1329e-04  0.845 2.1983e-05 3.721
140 | 120 | 6.6322e-05 1.827 6.4506e-05  1.725 1.8162e-06 3.597
280 | 240 | 1.7463e-05 1.925 1.7295e-05  1.899 1.6764e-07 3.437
560 | 480 | 4.4725e-06 1.965 4.4553e-06  1.957 1.7211e-08 3.284
1120 | 960 | 1.1313e-06 1.983 1.1294e-06  1.980 1.9163e-09 3.167
TABLE 21. Test: IC1 - Q1 - FS3 R1 - AS1 R2
Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -3.8256e-03 -3.5982e-03 -2.2732e-04
70 60 | -8.6746e-04 2.141 -8.4567e-04  2.089 -2.1788e-05 3.383
140 120 | -2.0588e-04 2.075 -2.0342e-04  2.056 -2.4559e-06 3.149
280 | 240 | -5.0152e-05 2.037 -4.9856e-05 2.029 -2.9538e-07  3.056
560 | 480 | -1.2382e-05 2.018 -1.2345e-05 2.014 -3.6369e-08  3.022
1120 | 960 | -3.0769e-06 2.009 -3.0723e-06  2.007 -4.5176e-09  3.009
Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | 6.7291e-04 9.7938e-04 -3.0647e-04
70 60 2.3527e-04 1.516 2.5177e-04 1.960 -1.6494e-05 4.216
140 | 120 | 6.6322e-05 1.827 6.6941e-05 1.911 -6.1870e-07 4.737
280 | 240 1.7463e-05 1.925 1.7448e-05 1.940 1.4644e-08 5.401
560 | 480 | 4.4725e-06 1.965 4.4649e-06 1.966 7.6248e-09 0.942
1120 | 960 | 1.1313e-06 1.983 1.1300e-06  1.982 1.3165e-09 2.534
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TABLE 22. Test: IC1 - Q1 - FS3 R2 - AS1 R1

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -3.8246e-03 -3.6552e-03 -1.6934e-04

70 60 | -8.6739e-04 2.141 -8.4747e-04  2.109 -1.9919e-05 3.088

140 120 | -2.0587e-04 2.075 -2.0347e-04  2.058 -2.3968e-06  3.055

280 | 240 | -5.0152e-05 2.037 -4.9858e-05 2.029 -2.9352e-07 3.030

560 | 480 | -1.2382e-05 2.018 -1.2345e-05 2.014 -3.6311e-08 3.015

1120 | 960 | -3.0769e-06 2.009 -3.0723e-06  2.007 -4.5158e-09  3.007

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 8.6160e-04 6.7674e-04 1.8486e-04

70 60 2.5912e-04 1.733 2.4380e-04 1.473 1.5322e-05 3.593

140 | 120 | 6.9310e-05 1.902 6.7913e-05 1.844 1.3970e-06 3.455

280 | 240 | 1.7836e-05 1.958 1.7695e-05 1.940 1.4136e-07 3.305

560 | 480 | 4.5193e-06 1.981 4.5037e-06 1.974 1.5566e-08 3.183

1120 | 960 1.1371e-06 1.991 1.1353e-06 1.988 1.8134e-09 3.102

TABLE 23. Test: IC1 - Q1 - FS3 R2 - AS1 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -3.8246e-03 -3.6341e-03 -1.9047e-04

70 60 | -8.6739e-04 2.141 -8.4679e-04  2.102 -2.0602e-05 3.209

140 120 | -2.0587e-04 2.075 -2.0345e-04  2.057 -2.4184e-06 3.091

280 | 240 | -5.0152e-05 2.037 -4.9857e-05  2.029 -2.9420e-07  3.039

560 | 480 | -1.2382e-05 2.018 -1.2345e-05 2.014 -3.6332e-08  3.017

1120 | 960 | -3.0769e-06 2.009 -3.0723e-06  2.007 -4.5164e-09 3.008

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | 8.6160e-04 8.2834e-04 3.3258e-05

70 60 | 2.5912e-04 1.733 2.5357e-04 1.708 5.5501e-06  2.583

140 | 120 | 6.9310e-05 1.902 6.8531e-05 1.888 7.7933e-07 2.832

280 | 240 1.7836e-05 1.958 1.7734e-05 1.950 1.0257e-07  2.926

560 | 480 | 4.5193e-06 1.981 4.5061e-06 1.977 1.3136e-08 2.965

1120 | 960 1.1371e-06 1.991 1.1355e-06  1.989 1.6615e-09 2.983
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TABLE 24. Test: IC1 - Q1 - FS3 R1 - AS2 R1
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Time steps | Cells | Re{er(a)} Rate | Re{ém(a,¢)} Rate | Re{acc(u,d)} Rate
35 30 | -3.8256e-03 -2.4955e-04 -3.5760e-03

70 60 | -8.6746e-04 2.141 -4.1682e-04 -0.740 -4.5064e-04 2.988

140 120 | -2.0588e-04 2.075 -1.4947e-04  1.480 -5.6400e-05 2.998

280 | 240 | -5.0152e-05 2.037 -4.3102e-05  1.794 -7.0497e-06  3.000

560 | 480 | -1.2382e-05 2.018 -1.1501e-05  1.906 -8.8106e-07  3.000

1120 | 960 | -3.0769e-06 2.009 -2.9667e-06  1.955 -1.1012e-07 3.000

Time steps | Cells | Im{exp(u)} Rate | Im{éam(u,¢)} Rate | Im{acc(u, )} Rate
35 30 6.7291e-04 3.9247e-04 2.8043e-04

70 60 2.3527e-04 1.516 2.1743e-04  0.852 1.7840e-05 3.975

140 | 120 | 6.6322e-05 1.827 6.5199e-05 1.738 1.1228e-06  3.990

280 | 240 | 1.7463e-05 1.925 1.7392e-05  1.906 7.0391e-08  3.996

560 | 480 | 4.4725e-06 1.965 4.4681e-06  1.961 4.4057e-09 3.998

1120 | 960 | 1.1313e-06 1.983 1.1310e-06  1.982 2.7554e-10  3.999

TABLE 25. Test: IC1 - Q1 - FS3 R1 - AS2 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -3.8256e-03 -3.7687e-03 -5.6836e-05

70 60 | -8.6746e-04 2.141 -8.6570e-04 2.122 -1.7573e-06 5.015

140 | 120 | -2.0588e-04 2.075 -2.0582e-04 2.072 -5.2437e-08  5.067

280 | 240 | -5.0152e-05 2.037 -5.0150e-05 2.037 -1.4729e-09 5.154

560 | 480 | -1.2382e-05 2.018 -1.2382e-05 2.018 -3.5601e-11 5.371

1120 | 960 | -3.0769e-06 2.009 -3.0769e-06  2.009 -4.7301e-13  6.234

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | 6.7291e-04 1.0048e-03 -3.3194e-04

70 60 | 2.3527e-04 1.516 2.5643e-04 1.970 -2.1155e-05 3.972

140 | 120 | 6.6322e-05 1.827 6.7651e-05 1.922 -1.3284e-06 3.993

280 | 240 1.7463e-05 1.925 1.7546e-05 1.947 -8.3118e-08  3.998

560 | 480 | 4.4725e-06 1.965 4.4777e-06 1.970 -5.1962e-09 4.000

1120 | 960 | 1.1313e-06 1.983 1.1316e-06 1.984 -3.2478e-10  4.000
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TABLE 26. Test: IC1 - Q1 - FS3 R2 - AS2 R1

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -3.8246e-03 -3.8279¢-03 3.3371e-06

70 60 | -8.6739e-04 2.141 -8.6756e-04 2.142 1.6623e-07 4.327

140 120 | -2.0587e-04 2.075 -2.0588e-04 2.075 8.1668e-09 4.347

280 | 240 | -5.0152e-05 2.037 -5.0152e-05 2.037 4.2723e-10  4.257

560 | 480 | -1.2382e-05 2.018 -1.2382e-05 2.018 2.3887e-11 4.161

1120 | 960 | -3.0769e-06 2.009 -3.0769e-06  2.009 1.3914e-12  4.102

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 8.6160e-04 6.9625e-04 1.6535e-04

70 60 2.5912e-04 1.733 2.4882e-04 1.484 1.0297e-05 4.005

140 | 120 | 6.9310e-05 1.902 6.8670e-05 1.857 6.4092e-07 4.006

280 | 240 | 1.7836e-05 1.958 1.7796e-05 1.948 3.9955e-08 4.004

560 | 480 | 4.5193e-06 1.981 4.5168e-06 1.978 2.4937e-09 4.002

1120 | 960 1.1371e-06 1.991 1.1370e-06  1.990 1.5574e-10 4.001

TABLE 27. Test: IC1 - Q1 - FS3 R2 - AS2 R2

Time steps | Cells | Re{esm (@)} Rate | Re{ém(@,¢)} Rate | Re{acc(d,$)} Rate
35 30 | -3.8246e-03 -3.8063e-03 -1.8240e-05

70 60 | -8.6739e-04 2.141 -8.6687e-04 2.135 -5.2426e-07 5.121

140 | 120 | -2.0587e-04 2.075 -2.0586e-04 2.074 -1.3596e-08 5.269

280 | 240 | -5.0152e-05 2.037 -5.0151e-05 2.037 -2.5522e-10 5.735

560 | 480 | -1.2382e-05 2.018 -1.2382e-05 2.018 2.5653e-12  6.636

1120 | 960 | -3.0769e-06 2.009 -3.0769e-06  2.009 7.9479e-13  1.690

Time steps | Cells | Im{er (@)} Rate | Im{énm(a,¢)} Rate | Im{acc(i,p)} Rate
35 30 | 8.6160e-04 8.5516e-04 6.4388e-06

70 60 2.5912e-04 1.733 2.5882e-04 1.724 2.9318e-07 4.457

140 120 6.9310e-05 1.902 6.9294e-05 1.901 1.5930e-08 4.202

280 | 240 1.7836e-05 1.958 1.7835e-05 1.958 9.3912e-10 4.084

560 | 480 | 4.5193e-06 1.981 4.5192e-06 1.981 5.7240e-11  4.036

1120 | 960 1.1371e-06 1.991 1.1371e-06 1.991 3.5376e-12 4.016

4.1.4. Some results using a C7 initial condition. The behavior in these tests seems
to be the same as with the smooth initial condition. The tests are included here
for reference. The similarity of these tests with the case where the initial condition
is smooth is not surprising, since the methods we are looking at do not distinguish

between a C7 and smooth function.
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TABLE 28. Test: IC2 - Q1 - FS1 R1 - AS1 R1
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Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -1.1599e-02 -1.0218e-02 -1.3802e-03

70 60 | -5.9373e-03 0.966 -5.6876e-03 0.845 -2.4965e-04  2.467

140 120 | -3.0039e-03 0.983 -2.9545e-03 0.945 -4.9404e-05 2.337

280 | 240 | -1.5108e-03 0.991 -1.5002e-03 0.978 -1.0660e-05 2.212

560 | 480 | -7.5764e-04 0.996 -7.5519e-04  0.990 -2.4499e-06 2.121

1120 | 960 | -3.7938e-04 0.998 -3.7879e-04  0.995 -5.8532e-07 2.065

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 | -5.9726e-04 -6.1595e-04 1.8688e-05

70 60 | -1.5054e-04 1.988 -1.4827e-04 2.055 -2.2729e-06  3.039

140 | 120 | -3.7770e-05 1.995 -3.7186e-05 1.995 -5.8399e-07 1.961

280 | 240 | -9.4581e-06 1.998 -9.3660e-06 1.989 -9.2057e-08  2.665

560 | 480 | -2.3664e-06 1.999 -2.3537e-06  1.993 -1.2707e-08  2.857

1120 | 960 | -5.9184e-07 1.999 -5.9017e-07 1.996 -1.6637e-09 2.933

TABLE 29. Test: IC2 - Q1 - FS1 R1 - AS1 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -1.1599e-02 -1.1049e-02 -5.4909e-04

70 60 | -5.9373e-03 0.966 -5.7985e-03  0.930 -1.3878e-04 1.984

140 | 120 | -3.0039e-03 0.983 -2.9687e-03  0.966 -3.5163e-05 1.981

280 | 240 | -1.5108e-03 0.991 -1.5020e-03  0.983 -8.8584e-06 1.989

560 | 480 | -7.5764e-04 0.996 -7.5542e-04 0.992 -2.2233e-06  1.994

1120 | 960 | -3.7938e-04 0.998 -3.7882e-04  0.996 -5.5691e-07 1.997

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | -5.9726e-04 -4.6168e-04 -1.3558e-04

70 60 | -1.5054e-04 1.988 -1.3818e-04 1.740 -1.2364e-05 3.455

140 | 120 | -3.7770e-05 1.995 -3.6543e-05 1.919 -1.2271e-06  3.333

280 | 240 | -9.4581e-06 1.998 -9.3255e-06 1.970 -1.3262e-07 3.210

560 | 480 | -2.3664e-06 1.999 -2.3512e-06 1.988 -1.5253e-08 3.120

1120 | 960 | -5.9184e-07 1.999 -5.9001e-07 1.995 -1.8231e-09 3.065
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TABLE 30. Test: IC2 - Q1 - FS1 R2 - AS1 R1

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -1.1598e-02 -1.1063e-02 -5.3463e-04

70 60 | -5.9372e-03 0.966 -5.7989¢-03  0.932 -1.3831e-04 1.951

140 120 | -3.0039e-03 0.983 -2.9687e-03  0.966 -3.5149e-05 1.976

280 | 240 | -1.5108e-03 0.991 -1.5020e-03 0.983 -8.8579e-06 1.988

560 | 480 | -7.5764e-04 0.996 -7.5542e-04 0.992 -2.2233e-06  1.994

1120 | 960 | -3.7938e-04 0.998 -3.7882e-04  0.996 -5.5691e-07 1.997

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 | -5.5248e-04 -5.4238e-04 -1.0104e-05

70 60 | -1.4465e-04 1.933 -1.4060e-04 1.948 -4.0528e-06 1.318

140 | 120 | -3.7015e-05 1.966 -3.6320e-05 1.953 -6.9427e-07 2.545

280 | 240 | -9.3625e-06 1.983 -9.2636e-06 1.971 -9.8914e-08 2.811

560 | 480 | -2.3544e-06 1.992 -2.3413e-06 1.984 -1.3135e-08 2.913

1120 | 960 | -5.9033e-07 1.996 -5.8864e-07 1.992 -1.6903e-09 2.958

TABLE 31. Test: IC2 - Q1 - FS1 R2 - AS1 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -1.1598e-02 -1.1058e-02 -5.3969e-04

70 60 | -5.9372e-03 0.966 -5.7988e-03 0.931 -1.3847e-04 1.963

140 | 120 | -3.0039e-03 0.983 -2.9687e-03  0.966 -3.5154e-05 1.978

280 | 240 | -1.5108e-03 0.991 -1.5020e-03  0.983 -8.8581e-06 1.989

560 | 480 | -7.5764e-04 0.996 -7.5542e-04 0.992 -2.2233e-06  1.994

1120 | 960 | -3.7938e-04 0.998 -3.7882e-04  0.996 -5.5691e-07 1.997

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | -5.5248e-04 -5.0100e-04 -5.1480e-05

70 60 | -1.4465e-04 1.933 -1.3786e-04 1.862 -6.7901e-06  2.923

140 | 120 | -3.7015e-05 1.966 -3.6145e-05 1.931 -8.6965e-07  2.965

280 | 240 | -9.3625e-06 1.983 -9.2525e-06 1.966 -1.1000e-07  2.983

560 | 480 | -2.3544e-06 1.992 -2.3406e-06  1.983 -1.3831e-08 2.992

1120 | 960 | -5.9033e-07 1.996 -5.8859e-07 1.992 -1.7340e-09  2.996
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TABLE 32. Test: IC2 - Q1 - FS1 R1 - AS2 R1
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Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -1.1599e-02 -1.0706e-02 -8.9239e-04

70 60 | -5.9373e-03 0.966 -5.8229¢-03  0.879 -1.1438e-04 2.964

140 120 | -3.0039e-03 0.983 -2.9894e-03  0.962 -1.4449e-05 2.985

280 | 240 | -1.5108e-03 0.991 -1.5090e-03 0.986 -1.8147e-06 2.993

560 | 480 | -7.5764e-04 0.996 -7.5741e-04  0.994 -2.2735e-07  2.997

1120 | 960 | -3.7938e-04 0.998 -3.7935e-04  0.998 -2.8451e-08  2.998

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 | -5.9726e-04 -6.8561e-04 8.8354e-05

70 60 | -1.5054e-04 1.988 -1.5709e-04 2.126 6.5463e-06 3.755

140 | 120 | -3.7770e-05 1.995 -3.8294e-05 2.036 5.2414e-07 3.643

280 | 240 | -9.4581e-06 1.998 -9.5049e-06 2.010 4.6779e-08 3.486

560 | 480 | -2.3664e-06 1.999 -2.3711e-06  2.003 4.6661e-09 3.326

1120 | 960 | -5.9184e-07 1.999 -5.9234e-07  2.001 5.0912e-10 3.196

TABLE 33. Test: IC2 - Q1 - FS1 R1 - AS2 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -1.1599e-02 -1.1578e-02 -2.0589e-05

70 60 | -5.9373e-03 0.966 -5.9364e-03  0.964 -8.5245e-07 4.594

140 | 120 | -3.0039e-03 0.983 -3.0039e-03  0.983 -3.8966e-08 4.451

280 | 240 | -1.5108e-03 0.991 -1.5108e-03 0.991 -1.9785e-09 4.300

560 | 480 | -7.5764e-04 0.996 -7.5764e-04  0.996 -1.0925e-10  4.179

1120 | 960 | -3.7938e-04 0.998 -3.7938e-04  0.998 -6.3794e-12  4.098

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | -5.9726e-04 -5.2703e-04 -7.0226e-05

70 60 | -1.5054e-04 1.988 -1.4686e-04 1.843 -3.6847e-06 4.252

140 | 120 | -3.7770e-05 1.995 -3.7646e-05 1.964 -1.2345e-07 4.900

280 | 240 | -9.4581e-06 1.998 -9.4642e-06 1.992 6.0800e-09 4.344

560 | 480 | -2.3664e-06 1.999 -2.3685e-06 1.998 2.1158e-09 1.523

1120 | 960 | -5.9184e-07 1.999 -5.9219e-07  2.000 3.4953e-10  2.598




36 J. M. CONNORS, J. W. BANKS, J. A. HITTINGER, AND C. S. WOODWARD

TABLE 34. Test: IC2 - Q1 - FS1 R2 - AS2 R1

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -1.1598e-02 -1.1592e-02 -5.6077e-06

70 60 | -5.9372e-03 0.966 -5.9369¢-03  0.965 -3.7033e-07  3.920

140 120 | -3.0039e-03 0.983 -3.0039e-03 0.983 -2.3719e-08  3.965

280 | 240 | -1.5108e-03 0.991 -1.5108e-03 0.991 -1.4995e-09 3.983

560 | 480 | -7.5764e-04 0.996 -7.5764e-04  0.996 -9.4239%e-11  3.992

1120 | 960 | -3.7938e-04 0.998 -3.7938e-04  0.998 -5.9084e-12  3.995

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 | -5.5248e-04 -6.0947e-04 5.6987e-05

70 60 | -1.4465e-04 1.933 -1.4919e-04 2.030 4.5424e-06 3.649

140 | 120 | -3.7015e-05 1.966 -3.7412e-05 1.996 3.9780e-07 3.513

280 | 240 | -9.3625e-06 1.983 -9.4014e-06  1.993 3.8853e-08 3.356

560 | 480 | -2.3544e-06 1.992 -2.3586e-06 1.995 4.1698e-09  3.220

1120 | 960 | -5.9033e-07 1.996 -5.9081e-07 1.997 4.7807e-10 3.125

TABLE 35. Test: IC2 - Q1 - FS1 R2 - AS2 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -1.1598e-02 -1.1587e-02 -1.0756e-05

70 60 | -5.9372e-03 0.966 -5.9367e-03  0.965 -5.3603e-07  4.327

140 | 120 | -3.0039e-03 0.983 -3.0039e-03  0.983 -2.8959¢-08 4.210

280 | 240 | -1.5108e-03 0.991 -1.5108e-03 0.991 -1.6641e-09 4.121

560 | 480 | -7.5764e-04 0.996 -7.5764e-04  0.996 -9.9387e-11  4.066

1120 | 960 | -3.7938e-04 0.998 -3.7938e-04  0.998 -6.0514e-12 4.038

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | -5.5248e-04 -5.6607e-04 1.3590e-05

70 60 | -1.4465e-04 1.933 -1.4639¢-04 1.951 1.7395e-06 2.966

140 | 120 | -3.7015e-05 1.966 -3.7235e-05 1.975 2.2033e-07 2.981

280 | 240 | -9.3625e-06 1.983 -9.3902e-06  1.987 2.7699e-08  2.992

560 | 480 | -2.3544e-06 1.992 -2.3579e-06  1.994 3.4708e-09 2.996

1120 | 960 | -5.9033e-07 1.996 -5.9076e-07 1.997 4.3434e-10 2.998
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TABLE 36. Test: IC2 - Q1 - FS2 R1 - AS1 R1
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Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -1.2063e-04 7.7112e-04 -8.9175e-04

70 60 | -1.4880e-05 3.019 9.9479e-05 2.954 -1.1436e-04 2.963

140 120 | -1.8449e-06 3.012 1.2603e-05 2.981 -1.4448e-05 2.985

280 | 240 | -2.2959e-07 3.006 1.5851e-06 2.991 -1.8147e-06 2.993

560 | 480 | -2.8633e-08 3.003 1.9872e-07 2.996 -2.2735e-07  2.997

1120 | 960 | -3.5749e-09 3.002 2.4876e-08 2.998 -2.8451e-08  2.998

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 2.4561e-04 1.6598e-04 7.9624e-05

70 60 6.9088e-05 1.830 6.3108e-05 1.395 5.9805e-06 3.735

140 | 120 | 1.8141e-05 1.929 1.7652e-05 1.838 4.8824e-07 3.615

280 | 240 | 4.6378e-06 1.968 4.5933e-06 1.942 4.4521e-08 3.455

560 | 480 | 1.1719e-06 1.985 1.1674e-06 1.976 4.5245e-09  3.299

1120 | 960 2.9451e-07 1.992 2.9401e-07 1.989 5.0025e-10 3.177

TABLE 37. Test: IC2 - Q1 - FS2 R1 - AS1 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -1.2063e-04 -1.0033e-04 -2.0297e-05

70 60 | -1.4880e-05 3.019 -1.4037e-05 2.837 -8.4293e-07 4.590

140 | 120 | -1.8449e-06 3.012 -1.8063e-06 2.958 -3.8663e-08 4.446

280 | 240 | -2.2959e-07 3.006 -2.2762e-07  2.988 -1.9689¢-09 4.295

560 | 480 | -2.8633e-08 3.003 -2.8524e-08 2.996 -1.0895e-10 4.176

1120 | 960 | -3.5749e-09 3.002 -3.5685e-09  2.999 -6.3704e-12  4.096

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | 2.4561e-04 3.2020e-04 -7.4594e-05

70 60 | 6.9088e-05 1.830 7.3056e-05 2.132 -3.9677e-06 4.233

140 120 1.8141e-05 1.929 1.8282e-05 1.999 -1.4140e-07 4.810

280 | 240 | 4.6378e-06 1.968 4.6329¢-06 1.980 4.9507e-09 4.836

560 | 480 1.1719e-06  1.985 1.1699e-06 1.986 2.0450e-09 1.276

1120 | 960 2.9451e-07 1.992 2.9417e-07 1.992 3.4510e-10  2.567
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TABLE 38. Test: IC2 - Q1 - FS2 R2 - AS1 R1

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -1.2039e-04 -1.1514e-04 -95.2550e-06

70 60 | -1.4862e-05 3.018 -1.4504e-05 2.989 -3.5884e-07 3.872

140 120 | -1.8437e-06 3.011 -1.8203e-06 2.994 -2.3353e-08  3.942

280 | 240 | -2.2951e-07 3.006 -2.2802e-07 2.997 -1.4880e-09 3.972

560 | 480 | -2.8627e-08 3.003 -2.8534e-08  2.998 -9.3877e-11  3.986

1120 | 960 | -3.5745e-09 3.002 -3.5686e-09  2.999 -5.8971e-12  3.993

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 2.9475e-04 2.4213e-04 5.2624e-05

70 60 7.5267e-05 1.969 7.1007e-05 1.770 4.2595e-06  3.627

140 | 120 | 1.8914e-05 1.993 1.8534e-05 1.938 3.7985e-07  3.487

280 | 240 | 4.7345e-06 1.998 4.6968e-06 1.980 3.7723e-08  3.332

560 | 480 | 1.1840e-06 2.000 1.1799e-06 1.993 4.0990e-09 3.202

1120 | 960 | 2.9602e-07 2.000 2.9555e-07 1.997 4.7364e-10 3.113

TABLE 39. Test: IC2 - Q1 - FS2 R2 - AS1 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -1.2039e-04 -1.0964e-04 -1.0756e-05

70 60 | -1.4862e-05 3.018 -1.4326e-05 2.936 -5.3603e-07  4.327

140 120 | -1.8437e-06 3.011 -1.8147e-06 2.981 -2.8959¢-08 4.210

280 | 240 | -2.2951e-07 3.006 -2.2785e-07 2.994 -1.6641e-09 4.121

560 | 480 | -2.8627e-08 3.003 -2.8528e-08  2.998 -9.9387e-11  4.066

1120 | 960 | -3.5745e-09 3.002 -3.5685e-09  2.999 -6.0517e-12  4.038

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | 2.9475e-04 2.8116e-04 1.3590e-05

70 60 | 7.5267e-05 1.969 7.3527e-05 1.935 1.7395e-06 2.966

140 | 120 | 1.8914e-05 1.993 1.8694e-05 1.976 2.2033e-07 2.981

280 | 240 | 4.7345e-06 1.998 4.7068e-06 1.990 2.7699e-08  2.992

560 | 480 1.1840e-06  2.000 1.1805e-06 1.995 3.4708e-09 2.996

1120 | 960 | 2.9602e-07 2.000 2.9559e-07 1.998 4.3434e-10 2.998
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TABLE 40. Test: IC2 - Q1 - FS2 R1 - AS2 R1
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Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -1.2063e-04 8.0701e-04 -9.2764e-04

70 60 | -1.4880e-05 3.019 1.0177e-04 2.987 -1.1665e-04 2.991

140 120 | -1.8449e-06 3.012 1.2748e-05  2.997 -1.4593e-05 2.999

280 | 240 | -2.2959e-07 3.006 1.5942e-06  2.999 -1.8238e-06 3.000

560 | 480 | -2.8633e-08 3.003 1.9929e-07  3.000 -2.2792e-07  3.000

1120 | 960 | -3.5749e-09 3.002 2.4911e-08 3.000 -2.8486e-08  3.000

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 2.4561e-04 1.7433e-04 7.1272e-05

70 60 6.9088e-05 1.830 6.4543e-05 1.434 4.5451e-06 3.971

140 120 1.8141e-05 1.929 1.7854e-05 1.854 2.8642e-07 3.988

280 | 240 | 4.6378e-06 1.968 4.6199¢-06 1.950 1.7967e-08 3.995

560 | 480 | 1.1719e-06 1.985 1.1708e-06 1.980 1.1249e-09  3.998

1120 | 960 2.9451e-07 1.992 2.9444e-07 1.991 7.0365e-11  3.999

TABLE 41. Test: IC2 - Q1 - FS2 R1 - AS2 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -1.2063e-04 -1.0640e-04 -1.4231e-05

70 60 | -1.4880e-05 3.019 -1.4440e-05 2.881 -4.4015e-07 5.015

140 | 120 | -1.8449e-06 3.012 -1.8318e-06 2.979 -1.3125e-08 5.068

280 | 240 | -2.2959e-07 3.006 -2.2922e-07  2.998 -3.6748e-10  5.158

560 | 480 | -2.8633e-08 3.003 -2.8624e-08  3.001 -8.7892e-12  5.386

1120 | 960 | -3.5749e-09 3.002 -3.5747e-09 3.001 -1.0955e-13  6.326

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | 2.4561e-04 3.3270e-04 -8.7095e-05

70 60 | 6.9088e-05 1.830 7.4625e-05 2.156 -5.5369e-06  3.975

140 120 1.8141e-05 1.929 1.8488e-05 2.013 -3.4745e-07  3.994

280 | 240 | 4.6378e-06 1.968 4.6596e-06 1.988 -2.1736e-08  3.999

560 | 480 1.1719e-06  1.985 1.1733e-06  1.990 -1.3587e-09 4.000

1120 | 960 | 2.9451e-07 1.992 2.9460e-07 1.994 -8.4923e-11  4.000
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TABLE 42. Test: IC2 - Q1 - FS2 R2 - AS2 R1

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -1.2039e-04 -1.2178e-04 1.3827e-06

70 60 | -1.4862e-05 3.018 -1.4920e-05 3.029 5.8013e-08 4.575

140 120 | -1.8437e-06 3.011 -1.8463e-06 3.015 2.5606e-09 4.502

280 | 240 | -2.2951e-07 3.006 -2.2964e-07  3.007 1.2419e-10  4.366

560 | 480 | -2.8627e-08 3.003 -2.8634e-08  3.004 6.6017e-12 4.234

1120 | 960 | -3.5745e-09 3.002 -3.5749¢-09  3.002 3.7318e-13  4.145

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 2.9475e-04 2.5310e-04 4.1648e-05

70 60 7.5267e-05 1.969 7.2671e-05 1.800 2.5960e-06 4.004

140 | 120 | 1.8914e-05 1.993 1.8752e-05 1.954 1.6179e-07 4.004

280 | 240 | 4.7345e-06 1.998 4.7244e-06  1.989 1.0094e-08 4.003

560 | 480 | 1.1840e-06 2.000 1.1834e-06 1.997 6.3029e-10 4.001

1120 | 960 | 2.9602e-07 2.000 2.9599e-07 1.999 3.9374e-11  4.001

TABLE 43. Test: IC2 - Q1 - FS2 R2 - AS2 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -1.2039e-04 -1.1616e-04 -4.2363e-06

70 60 | -1.4862e-05 3.018 -1.4741e-05 2.978 -1.2110e-07 5.129

140 | 120 | -1.8437e-06 3.011 -1.8406e-06 3.002 -3.0762e-09  5.299

280 | 240 | -2.2951e-07 3.006 -2.2946e-07  3.004 -5.2457e-11  5.874

560 | 480 | -2.8627e-08 3.003 -2.8629¢-08  3.003 1.0843e-12  5.596

1120 | 960 | -3.5745e-09 3.002 -3.5748e-09 3.002 2.1877e-13  2.309

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | 2.9475e-04 2.9402e-04 7.3251e-07

70 60 | 7.5267e-05 1.969 7.5251e-05 1.966 1.5974e-08 5.519

140 | 120 | 1.8914e-05 1.993 1.8914e-05 1.992 3.8509e-10 5.374

280 | 240 | 4.7345e-06 1.998 4.7345e-06 1.998 1.0212e-11  5.237

560 | 480 1.1840e-06  2.000 1.1840e-06 2.000 2.9050e-13 5.136

1120 | 960 | 2.9602e-07 2.000 2.9602e-07 2.000 8.7600e-15 5.051
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TABLE 44. Test: IC2 - Q1 - FS3 R1 - AS1 R1
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Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -4.1300e-03 -3.0676e-03 -1.0624e-03

70 60 | -1.1882e-03 1.797 -1.0479e-03 1.550 -1.4031e-04 2.921

140 120 | -2.8641e-04 2.053 -2.6875e-04 1.963 -1.7662e-05 2.990

280 | 240 | -6.7863e-05 2.077 -6.5656e-05 2.033 -2.2067e-06 3.001

560 | 480 | -1.6641e-05 2.028 -1.6365e-05 2.004 -2.7586e-07  3.000

1120 | 960 | -4.1239e-06 2.013 -4.0895e-06 2.001 -3.4487e-08  3.000

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 | -3.0582e-04 -3.5337e-04 4.7554e-05

70 60 | -2.2720e-05 3.751 -2.6355e-05 3.745 3.6351e-06  3.709

140 | 120 | 1.4913e-05 0.607 1.4487e-05 0.863 4.2651e-07 3.091

280 | 240 | 3.7346e-06 1.998 3.6968e-06 1.970 3.7844e-08  3.494

560 | 480 | 1.0901e-06 1.777 1.0859e-06 1.767 4.1617e-09 3.185

1120 | 960 | 2.8554e-07 1.933 2.8506e-07 1.930 4.7729e-10 3.124

TABLE 45. Test: IC2 - Q1 - FS3 R1 - AS1 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -4.1300e-03 -3.9249e-03 -2.0511e-04

70 60 | -1.1882e-03 1.797 -1.1609e-03 1.757 -2.7297e-05  2.910

140 120 | -2.8641e-04 2.053 -2.8314e-04  2.036 -3.2679e-06  3.062

280 | 240 | -6.7863e-05 2.077 -6.7468e-05  2.069 -3.9445e-07  3.050

560 | 480 | -1.6641e-05 2.028 -1.6593e-05 2.024 -4.8630e-08  3.020

1120 | 960 | -4.1239e-06 2.013 -4.1179e-06  2.011 -6.0432e-09  3.008

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | -3.0582e-04 -1.9827e-04 -1.0755e-04

70 60 | -2.2720e-05 3.751 -1.6362e-05 3.599 -6.3572e-06 4.081

140 120 | -1.4913e-05 0.607 1.5117e-05 0.114 -2.0425e-07  4.960

280 | 240 3.7346e-06 1.998 3.7364e-06 2.016 -1.7710e-09 6.850

560 | 480 1.0901e-06 1.777 1.0884e-06 1.779 1.6808e-09 0.075

1120 | 960 | 2.8554e-07 1.933 2.8522e-07 1.932 3.2209e-10 2.384
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TABLE 46. Test: IC2 - Q1 - FS3 R2 - AS1 R1

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -4.1296e-03 -3.9393e-03 -1.9024e-04

70 60 | -1.1881e-03 1.797 -1.1613e-03 1.762 -2.6817e-05 2.827

140 120 | -2.8641e-04 2.053 -2.8315e-04 2.036 -3.2526e-06 3.043

280 | 240 | -6.7863e-05 2.077 -6.7469e-05  2.069 -3.9397e-07 3.045

560 | 480 | -1.6641e-05 2.028 -1.6593e-05 2.024 -4.8615e-08 3.019

1120 | 960 | -4.1239e-06 2.013 -4.1179e-06  2.011 -6.0428e-09  3.008

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 | -2.5820e-04 -2.7723e-04 1.9034e-05

70 60 | -1.6597e-05 3.959 -1.8485e-05 3.907 1.8878e-06 3.334

140 | 120 | 1.5685e-05 0.082 1.5367e-05 0.267 3.1812e-07  2.569

280 | 240 | 3.8313e-06 2.033 3.8002e-06 2.016 3.1043e-08  3.357

560 | 480 | 1.1022e-06 1.797 1.0984e-06 1.791 3.7362e-09  3.055

1120 | 960 | 2.8705e-07 1.941 2.8660e-07 1.938 4.5068e-10 3.051

TABLE 47. Test: IC2 - Q1 - FS3 R2 - AS1 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -4.1296e-03 -3.9340e-03 -1.9553e-04

70 60 | -1.1881e-03 1.797 -1.1611e-03 1.760 -2.6989e-05 2.857

140 | 120 | -2.8641e-04 2.053 -2.8315e-04 2.036 -3.2582e-06  3.050

280 | 240 | -6.7863e-05 2.077 -6.7468e-05  2.069 -3.9414e-07  3.047

560 | 480 | -1.6641e-05 2.028 -1.6593e-05 2.024 -4.8620e-08 3.019

1120 | 960 | -4.1239e-06 2.013 -4.1179e-06  2.011 -6.0429e-09  3.008

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | -2.5820e-04 -2.3739e-04 -2.0811e-05

70 60 | -1.6597e-05 3.959 -1.5922e-05 3.898 -6.7563e-07 4.945

140 | 120 | 1.5685e-05 0.082 1.5528e-05 0.036 1.5709e-07 2.105

280 | 240 3.8313e-06 2.033 3.8103e-06 2.027 2.0971e-08  2.905

560 | 480 1.1022e-06 1.797 1.0991e-06 1.794 3.1066e-09 2.755

1120 | 960 2.8705e-07 1.941 2.8664e-07 1.939 4.1132e-10 2.917
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Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -4.1300e-03 -3.2144e-03 -9.1560e-04

70 60 | -1.1882e-03 1.797 -1.0719e-03 1.584 -1.1623e-04 2.978

140 120 | -2.8641e-04 2.053 -2.7183e-04 1.979 -1.4579e-05 2.995

280 | 240 | -6.7863e-05 2.077 -6.6039e-05 2.041 -1.8234e-06 2.999

560 | 480 | -1.6641e-05 2.028 -1.6413e-05 2.008 -2.2791e-07  3.000

1120 | 960 | -4.1239e-06 2.013 -4.0955e-06  2.003 -2.8486e-08  3.000

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 | -3.0582e-04 -3.8386e-04 7.8043e-05

70 60 | -2.2720e-05 3.751 -2.7664e-05 3.795 4.9439e-06 3.981

140 | 120 | 1.4913e-05 0.607 1.4605e-05 0.922 3.0816e-07 4.004

280 | 240 | 3.7346e-06 1.998 3.7154e-06  1.975 1.9245e-08 4.001

560 | 480 | 1.0901e-06 1.777 1.0889e-06 1.771 1.2022e-09 4.001

1120 | 960 2.8554e-07 1.933 2.8546e-07 1.931 7.5121e-11  4.000

TABLE 49. Test: IC2 - Q1 - FS3 R1 - AS2 R2

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -4.1300e-03 -4.1132e-03 -1.6834e-05

70 60 | -1.1882e-03 1.797 -1.1876e-03 1.792 -5.2982e-07 4.990

140 120 | -2.8641e-04 2.053 -2.8639¢-04  2.052 -1.5265e-08 5.117

280 | 240 | -6.7863e-05 2.077 -6.7862e-05 2.077 -4.4083e-10 5.114

560 | 480 | -1.6641e-05 2.028 -1.6641e-05 2.028 -1.0961e-11  5.330

1120 | 960 | -4.1239e-06 2.013 -4.1239e-06 2.013 -1.7694e-13  5.953

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | -3.0582e-04 -2.2452e-04 -8.1296e-05

70 60 | -2.2720e-05 3.751 -1.7536e-05 3.678 -5.1835e-06 3.971

140 | 120 | 1.4913e-05 0.607 1.5240e-05 0.202 -3.2684e-07  3.987

280 | 240 3.7346e-06 1.998 3.7551e-06 2.021 -2.0503e-08  3.995

560 | 480 1.0901e-06 1.777 1.0914e-06 1.783 -1.2829e-09  3.998

1120 | 960 | 2.8554e-07 1.933 2.8562e-07 1.934 -8.0213e-11  3.999
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TABLE 50. Test: IC2 - Q1 - FS3 R2 - AS2 R1

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -4.1296e-03 -4.1282e-03 -1.4123e-06

70 60 | -1.1881e-03 1.797 -1.1881e-03 1.797 -3.6051e-08  5.292

140 120 | -2.8641e-04 2.053 -2.8641e-04 2.053 3.8479e-10  6.550

280 | 240 | -6.7863e-05 2.077 -6.7863e-05 2.077 5.0073e-11  2.942

560 | 480 | -1.6641e-05 2.028 -1.6641e-05 2.028 4.4212e-12  3.502

1120 | 960 | -4.1239e-06 2.013 -4.1239e-06  2.013 3.0563e-13  3.855

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 | -2.5820e-04 -3.0509e-04 4.6891e-05

70 60 | -1.6597e-05 3.959 -1.9567e-05 3.963 2.9691e-06 3.981

140 | 120 | 1.5685e-05 0.082 1.5501e-05 0.336 1.8355e-07 4.016

280 | 240 | 3.8313e-06 2.033 3.8199e-06 2.021 1.1369e-08 4.013

560 | 480 | 1.1022e-06 1.797 1.1015e-06 1.794 7.0754e-10 4.006

1120 | 960 2.8705e-07 1.941 2.8701e-07 1.940 4.4129e-11  4.003

TABLE 51. Test: IC2 - Q1 - FS3 R2 - AS2 R2

Time steps | Cells | Re{er(a)} Rate | Re{ém(a,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -4.1296e-03 -4.1228e-03 -6.8097e-06

70 60 | -1.1881e-03 1.797 -1.1879e-03 1.795 -2.1055e-07 5.015

140 120 | -2.8641e-04 2.053 -2.8640e-04 2.052 -5.2249e-09 5.333

280 | 240 | -6.7863e-05 2.077 -6.7862e-05 2.077 -1.2583e-10 5.376

560 | 480 | -1.6641e-05 2.028 -1.6641e-05 2.028 -1.0877e-12  6.854

1120 | 960 | -4.1239e-06 2.013 -4.1239e-06  2.013 1.5131e-13  2.846

Time steps | Cells | Im{esr (@)} Rate | Im{ém(a, o)} Rate | Im{ace(d,p)} Rate
35 30 | -2.5820e-04 -2.6332e-04 5.1161e-06

70 60 | -1.6597e-05 3.959 -1.6942e-05 3.958 3.4463e-07 3.892

140 | 120 | 1.5685e-05 0.082 1.5664e-05 0.113 2.0623e-08 4.063

280 | 240 | 3.8313e-06 2.033 3.8300e-06 2.032 1.2371e-09 4.059

560 | 480 1.1022e-06 1.797 1.1021e-06 1.797 7.6035e-11 4.024

1120 | 960 2.8705e-07 1.941 2.8705e-07 1.941 4.7168e-12 4.011

4.1.5. Results using a C* initial condition. These results are the same in terms of

convergence behavior as for the smooth initial conditions.

4.1.6. Results using an H' initial condition. It turns out these tests are also very
similar, probably because the adjoint solution is still smooth. A few examples are
provided here that illustrate an important consideration for adjoint error estima-
tion. That is, given a forward solution that is not smooth, one can expect to get
a good estimate of the error so long as the adjoint solution is sufficiently smooth.
This can be seen in the proof of Theorem 3.1, since the errors in approximating the
adjoint variable can be made small to account for larger errors in the approxima-
tion of the forward solution (since they multiply each other) occurring in the term

acc(t, d).
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Tables 52 - 54 provide evidence of this. These results show that the error in the
imaginary part of the Fourier coefficient is not converging at the usual asymptotic
rate of 2.0 observed in other tests (on these grids). However, the relative accuracy
is about the same or better than in other similar tests. We will return to this point
with different, non-smooth QOT’s.

TABLE 52. Test

1 IC4-Q1-FS3R1-AS1RI1

Time steps | Cells | Re{er(a)} Rate | Re{ém(u,¢)} Rate | Re{acc(u,d)} Rate
35 30 | -3.0731e-03 -1.5607e-03 -1.5124e-03

70 60 | -7.5086e-04 2.033 -5.5599e-04 1.489 -1.9487e-04 2.956

140 120 | -1.8093e-04 2.053 -1.5631e-04 1.831 -2.4620e-05 2.985

280 | 240 | -4.4215e-05 2.033 -4.1124e-05 1.926 -3.0915e-06 2.993

560 | 480 | -1.0925e-05 2.017 -1.0538e-05 1.964 -3.8733e-07  2.997

1120 | 960 | -2.7192e-06  2.006 -2.6707e-06 1.980 -4.8482e-08  2.998

Time steps | Cells | Im{esr (@)}  Rate | Im{ém(a,¢)} Rate | Im{acc(u,$)} Rate
35 30 3.2973e-05 -7.1848e-05 1.0482e-04

70 60 | 4.7168e-05 -0.517 3.9529e-05 0.862 7.6392e-06 3.778

140 | 120 | 1.7856e-05 1.401 1.7242e-05 1.197 6.1395e-07  3.637

280 | 240 | 5.4552e-06 1.711 5.3988e-06 1.675 5.6440e-08 3.443

560 | 480 | 1.5459e-06 1.819 1.5399e-06 1.810 5.9513e-09 3.245

1120 | 960 | 4.2272e-07 1.871 4.2202e-07 1.867 6.9548e-10 3.097

TABLE 53. Test: IC4 - Q1 - FS3 R2 - AS1 R1

Time steps | Cells | Re{esm (@)} Rate | Re{ém(u,¢)} Rate | Re{acc(u,¢)} Rate
35 30 | -3.0726e-03 -2.9394e-03 -1.3328e-04

70 60 | -7.5083e-04 2.033 -7.3425e-04  2.001 -1.6576e-05 3.007

140 | 120 | -1.8092e-04 2.053 -1.7889¢-04  2.037 -2.0305e-06 3.029

280 | 240 | -4.4215e-05 2.033 -4.3964e-05  2.025 -2.5112e-07 3.015

560 | 480 | -1.0925e-05 2.017 -1.0894e-05 2.013 -3.1294e-08  3.004

1120 | 960 | -2.7192e-06 2.006 -2.7153e-06  2.004 -3.9187e-09 2.997

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@,¢)}  Rate | Im{acec(d,¢)} Rate
35 30 | 1.0887e-04 4.7249e-05 6.1619e-05

70 60 | 5.6812e-05 0.938 5.1892e-05 -0.135 4.9209e-06 3.646

140 | 120 | 1.9066e-05 1.575 1.8623e-05 1.478 4.4359e-07  3.472

280 | 240 5.6067e-06 1.766 5.5609e-06  1.744 4.5778e-08 3.276

560 | 480 1.5648e-06 1.841 1.5595e-06  1.834 5.2844e-09 3.115

1120 | 960 | 4.2508e-07 1.880 4.2443e-07  1.878 6.5378e-10 3.015
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TABLE 54. Test: I1C4 - Q1 - FS3 R2 - AS2 R2

Time steps | Cells | Re{er(a)} Rate | Re{ém(@,¢)} Rate | Re{acc(i,¢)} Rate
35 30 | -3.0726e-03 -3.0643e-03 -8.3604e-06

70 60 | -7.5083e-04 2.033 -7.5058e-04  2.029 -2.4833e-07 5.073

140 | 120 | -1.8092e-04 2.053 -1.8092e-04 2.053 -6.8646e-09 5.177

280 | 240 | -4.4215e-05 2.033 -4.4215e-05 2.033 -1.5725e-10  5.448

560 | 480 | -1.0925e-05 2.017 -1.0925e-05 2.017 -1.1101e-12  7.146

1120 | 960 | -2.7192e-06 2.006 -2.7192e-06  2.006 2.4152e-13  2.200

Time steps | Cells | Im{exr(u)} Rate | Im{éam(a,¢)} Rate | Im{acc(a,¢)} Rate
35 30 | 1.0887e-04 1.0473e-04 4.1342e-06

70 60 | 5.6812e-05 0.938 5.6589¢-05 0.888 2.2361e-07 4.209

140 | 120 | 1.9066e-05 1.575 1.9053e-05 1.570 1.3049e-08  4.099

280 | 240 | 5.6067e-06 1.766 5.6059e-06 1.765 7.9287e-10 4.041

560 | 480 | 1.5648e-06 1.841 1.5648e-06 1.841 4.9059%-11 4.014

1120 | 960 | 4.2508e-07 1.880 4.2508e-07 1.880 3.0624e-12  4.002
4.1.7. Results using a discontinuous initial condition. Two results are provided
here, in Tables 55 and 56. Strictly speaking, Theorem 3.1 does not apply here,
due to the discontinuity in the forward solution. However, it is clear that after the
first grid refinement is performed (then the discontinuities are on cell interfaces at
the initial and final times), the imaginary part of the computable error estimate has
an accuracy limited by the reconstruction used for the adjoint data. In Table 55 the
accuracy converges to zero at rate 3. This would be consistent with Theorem 3.1,
if we could apply the theory, and shows that the piece-wise linear reconstruction
of the adjoint data is suboptimal since the finite volume method used is second or-
der. Indeed, in Table 56 a quadratic reconstruction is used and the accuracy of the
computable error estimate is improved. Although the theory may not apply here
directly as it stands, we may conclude from this example that in practice one should
choose py > 54, which is the same conclusion one should derive from Theorem 3.1

with smooth solutions.
TABLE 55. Test: IC5 - Q1 - FS2 R2 - AS2 R1

Time steps | Cells | Re{esr (@)} Rate | Re{ém(a, o)} Rate | Re{acc(d,¢)} Rate
35 30 | -8.7975e-04 -8.7695e-04 -2.7994e-06

70 60 | 2.5444e-04 1.790 2.5362e-04 1.790 8.2244e-07 1.767

140 | 120 | 6.8194e-05 1.900 6.8146e-05 1.896 4.7481e-08 4.114

280 | 240 | 1.7616e-05 1.953 1.7613e-05 1.952 2.8386e-09 4.064

560 | 480 | 4.4747e-06 1.977 4.4745e-06 1.977 1.7328e-10 4.034

1120 | 960 | 1.1275e-06 1.989 1.1275e-06  1.989 1.0693e-11 4.018

Time steps | Cells | Im{esm (@)} Rate | Im{ém(@, ¢)} Rate | Im{acc(d, )} Rate
35 30 | 7.2403e-04 3.2372¢-03 -2.5132e-03

70 60 | 1.8540e-04 1.965 1.9439e-04 4.058 -8.9926e-06 8.127

140 | 120 | 4.6557e-05 1.994 4.8073e-05 2.016 -1.5159e-06 2.569

280 | 240 | 1.1652e-05 1.998 1.1866e-05 2.018 -2.1379e-07 2.826

560 | 480 | 2.9138e-06 2.000 2.9420e-06 2.012 -2.8238e-08 2.921

1120 | 960 | 7.2850e-07 2.000 7.3213e-07 2.007 -3.6242e-09  2.962
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TABLE 56. Test: IC5 - Q1 - FS2 R2 - AS2 R2

Time steps | Cells | Re{er(a)} Rate | Re{ém(a,¢)} Rate | Re{acc(u,$)}  Rate
35 30 | -8.7975e-04 -8.6246e-04 -1.7297e-05

70 60 2.5444e-04 1.790 2.5412e-04 1.763 3.1927e-07  5.760

140 120 6.8194e-05 1.900 6.8164e-05 1.898 3.0006e-08  3.411

280 | 240 1.7616e-05 1.953 1.7614e-05 1.952 2.1875e-09  3.778

560 | 480 | 4.4747e-06 1.977 4.4746e-06  1.977 1.4645e-10  3.901

1120 | 960 1.1275e-06 1.989 1.1275e-06 1.989 9.4936e-12  3.947

Time steps | Cells | Im{ex(u)} Rate | Im{éam(u,$)} Rate | Im{acc(u,$)}  Rate
35 30 7.2403e-04 3.4027e-03 -2.6787e-03

70 60 1.8540e-04 1.965 1.8553e-04 4.197 -1.2968e-07 14.334

140 | 120 | 4.6557e-05 1.994 4.6566e-05 1.994 -9.6823e-09  3.743

280 | 240 1.1652e-05 1.998 1.1653e-05 1.999 -6.4028e-10  3.919

560 | 480 | 2.9138e-06 2.000 2.9138e-06 2.000 -4.0890e-11  3.969

1120 | 960 | 7.2850e-07 2.000 7.2850e-07  2.000 -2.5786e-12  3.987

4.2. Evaluation of the solution at a point. The quantity of interest is evalua-
tion of u(x = a*,t = T), where * = (14+7/16)/2 € (1/2,1) is chosen to lie near the
middle of Q but is irrational, so that it will not lie at a cell center or cell interface.
In this case the adjoint data is a distribution and the theory developed herein does
not apply. In order to assess the practical limitations of using the computable error
estimate proposed, some examples are studied here for this quantity of interest.
This QOI could be considered a worst-case choice in terms of smoothness, since
one expects most QOIs to correspond to adjoint data that is at least piece-wise
smooth.

It should be noted that the solution value at a point can be approximated to
arbitrary accuracy by integrating the solution against an appropriate Gaussian. In
this case, the error should be reliably estimated by resolving the Gaussian with an
appropriate grid. Alternatively, it may be worth instead using an H' hat func-
tion, since it is piece-wise linear and in theory can be approximated exactly using
polynomials. This is not attempted in the current study.

4.2.1. FEvaluation at a point with a smooth function. The results for this section are
in Tables 57- 60. As expected the results are unpredictable, but it was observed
here and in other tests that the error and the accuracy of the computable error
estimate tend to be smaller using the higher order finite volume methods. In all
the tests run, it was observed that the computable error estimate matched the true
error in size, and usually the first 1-2 digits were correct. Also, most of the tests
showed that the relative accuracy was generally improving as the grid was refined.
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TABLE 57. Test: IC1 - Q2 - FS1 R1- AS1 R1
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Time steps | Cells em(t) Rate| én(t,¢) Rate acc(t,¢)  Rate
35| 30 | 6.83360-02 7.23950-02 ~1.0591e-03
70 | 60 | 3.6448e-02 0.907 | 3.7049¢-02 0.966 | -6.0018e-04  2.758
140 | 120 | 1.8779¢-02 0.957 | 1.8760e-02 0.982 | 1.8487¢-05 5.021
280 | 240 | 9.5079e-03 0.982 | 9.4420e-03 0.991 | 6.5917e-05 -1.834
560 | 480 | 4.7635¢-03 0.997 | 4.7368¢-03 0.995 | 2.6750e-05 1.301
1120 | 960 | 2.3902¢-03 0.995 | 2.3836¢-03 0.991 | 6.6572¢-06  2.007
TABLE 58. Test: IC1 - Q2 - FS1 R1 - AS2 R2
Time steps | Cells em(a) Rate| ény(u,¢) Rate acc(t,¢)  Rate
35 30 | 6.8336e-02 7.5606e-02 -7.2699e-03
70 60 | 3.6448e-02 0.907 | 3.7900e-02 0.996 | -1.4518e-03 2.324
140 120 | 1.8779e-02 0.957 | 1.8979¢-02 0.998 | -2.0005e-04  2.859
280 240 | 9.5079e-03 0.982 | 9.4973e-03 0.999 | 1.0647e-05 4.232
560 | 480 | 4.7635e-03 0.997 | 4.7507e-03 0.999 | 1.2859e-05 -0.272
1120 | 960 | 2.3902e-03 0.995 | 2.3871e-03 0.993 | 3.1590e-06  2.025
TABLE 59. Test: IC1 - Q2 - FS2 R2 - AS2 R2
Time steps | Cells em(u) Rate| éam(a,¢) Rate acc(t, ¢) Rate
35 30 | 1.6854e-03 1.9178e-03 -2.3242e-04
70 60 | 3.8379e-04 2.135 | 4.1263e-04 2.217 | -2.8844e-05 3.010
140 120 | 9.1664e-05 2.066 | 9.4562¢-05 2.126 | -2.8979¢-06 3.315
280 | 240 | 2.2484e-05 2.027 | 2.2575e-05 2.067 | -9.0864e-08 4.995
560 | 480 | 5.5661e-06 2.014 | 5.5119e-06 2.034 | 5.4230e-08 0.745
1120 960 | 1.3545e-06 2.039 | 1.3495e-06 2.030 | 5.0283e-09 3.431
TABLE 60. Test: IC1 - Q2 - FS3 R2 - AS2 R2
Time steps | Cells em(@) Rate ém(a,¢) Rate acc(t, ¢) Rate
35 30 | -1.4330e-02 -1.6294e-02 1.9641e-03
70 60 | -1.6270e-04  6.461 | -3.0567e-04 5.736 | 1.4296e-04 3.780
140 120 | -5.7599e-04 -1.824 | -6.3074e-04 -1.045 | 5.4746e-05 1.385
280 240 | -3.0955e-05  4.218 | -2.5477e-05  4.630 | -5.4772e-06 3.321
560 | 480 | -1.5485e-05 0.999 | -1.4801e-05 0.784 | -6.8365e-07 3.002
1120 960 | -4.2803e-06  1.855 | -4.3062e-06  1.781 | 2.5940e-08 4.720

4.2.2. Evaluation at a point with a C7 function. In general the results here are
similar to Section 4.2.1. A notable difference is that in some of the tests here the
error in the solution value was not as well approximated. A typical example is
shown in Table 62. The best results were observed when the adjoint solver was of
higher order than the forward solver, e.g. Table 61. It may be worth exploring if
the results in Table 62 could be improved upon using a third order adjoint solver.
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TABLE 61. Test: IC2 - Q2 - FS1 R1 - AS2 R2

Time steps | Cells em() Rate ém(t,¢) Rate acc(t, @) Rate
35 30 | -1.6239e-01 -3.6687e-02 -1.2570e-01

70 60 | -1.1384e-01 0.512 | -9.6592e-02 -1.397 | -1.7245e-02 2.866

140 120 | -7.0997e-02 0.681 | -6.9224e-02  0.481 | -1.7725e-03 3.282

280 240 | -4.0357e-02 0.815 | -4.0186e-02  0.785 | -1.7088e-04 3.375

560 | 480 | -2.1558e-02 0.905 | -2.1610e-02  0.895 | 5.1724e-05 1.724

1120 | 960 | -1.1186e-02 0.947 | -1.1189e-02  0.950 | 3.7875e-06 3.772

TABLE 62. Test: 1C2 - Q2 - FS2 R2 - AS2 R2

Time steps | Cells em(a) Rate ém(w, @) Rate acc(t, @) Rate
35 30 | -5.4004e-02 8.0109e-03 -6.2015e-02

70 60 | -8.8903e-03 2.603 | -3.4946e-03 1.197 | -5.3956e-03 3.523

140 120 | -1.2111e-03 2.876 | -9.3318e-04 1.905 | -2.7792e-04 4.279

280 240 | -1.4110e-04 3.102 | -1.3385e-04 2.802 | -7.2478e-06 5.261

560 | 480 | -1.3447e-05 3.391 | -1.7763e-05 2.914 | 4.3162e-06 0.748

1120 | 960 | -5.8330e-07 4.527 | -9.7294e-07 4.190 | 3.8964e-07 3.470

4.2.3. Ewvaluation at a point with a C' function. No useful information was found
in this case beyond that already presented in Sections 4.2.1-4.2.2.

4.2.4. Fvaluation at a point with an H' function. The forward solution, being
piece-wise linear, is represented very well using piece-wise linear (or better) re-
constructions. Though the accuracy of the computable error estimate (Table 63)
is poor relative to the size of the true error, the error is itself near roundoff after a
few grid refinements.

TABLE 63. Test: IC4 - Q2 - FS2 R1 - AS1 R1

Time steps | Cells em(@)  Rate ém(t,¢)  Rate acc(@, )  Rate
35 30 | -6.8646e-03 2.0494e-02 -2.7359e-02

70 60 | 5.335le-04  3.686 | -2.6186e-03  2.968 | 3.1521e-03  3.118

140 | 120 | 3.9475e-06  7.078 | -7.8088e-05  5.068 | 8.2035e-05  5.264

280 | 240 | -7.9709e-10 12.274 | -2.1432e-07  8.509 | 2.1353e-07  8.586

560 | 480 | 1.3323e-15 19.190 | -2.4022e-12 16.445 | 2.4035e-12 16.439

1120 | 960 | 3.1086e-15 -1.222 | -9.7145e-17 14.594 | 3.2058e-15  9.550

4.2.5. Fwvaluation of a discontinuous function at a point. These results were ob-
served to be essentially the same in terms of convergence behavior and accuracy on
fine grids as in Section 4.2.4.

4.3. Solution moment of order zero. This QOI is just a diagnostic, since the
finite volume methods preserve the integral of the solution. Thus the error should
be roundoff sized in all cases. Indeed this is what was observed.
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4.4. Solution moment of order one. The adjoint solution is discontinuous in
this case since it is forced to be periodic in z, hence as x varies from slightly less
than 1 to slightly more than 1 the adjoint solution at the final time changes value
from 1 to O instantaneously. In this case there is a different behavior observed
between the linear and nonlinear methods for the forward problem. In Table 64
the forward and adjoint solvers are first order upwind. It is not clear what the
asymptotic behavior of acc(i, ¢) is in this case, but the data suggests that the true
asymptotic behavior may not be represented over this (coarse) range of grid sizes.
Comparing with Table 65, we see that at the finest grid size the accuracy of the
computable error estimate is larger using the second order adjoint solver. However,
the data also suggests the asymptotic behavior with the second order adjoint solver
may be different at grid sizes beyond what is shown here. Thus no conclusion may
be drawn without further investigation.

Tables 66-67 show the analogous results using the second order upwind method
for the forward problem. In this case acc(i, q~5) is smaller using the second order
upwind method for the adjoint problem than using the first order upwind method.
Based solely on the data shown it seems likely this would also be the case at smaller
grid sizes.

Tables 68-69 display results using the nonlinear TVD method for the forward
problem. The accuracy of the computable error estimate is poor relative to the size
of the error in the quantity of interest. These results are also poor compared to the
former tests using linear methods for the forward problem. These relatively poor
results were observed also using linear reconstructions of the finite volume data for
both forward and adjoint problems. In contrast to the tests in Sections 4.1-4.3,
here the accuracy of the computable error estimate was not as good when the TVD
method was used for the forward problem as when either of the linear methods was
used.

While the discontinuity of the forward solution introduces a challenge for adjoint
error estimation, it should be noted that in this section and in the next, the discon-
tinuity is introduced in order to avoid extending the theory to include non-periodic
boundary conditions. If this extension were made, the moments of the solution
could potentially be represented using an adjoint problem with a more smooth so-
lution. There is an adjoint analysis performed in the book of Marchuk, Agoshkov
and Shutyaev [18] that handles non-periodic boundary conditions for hyperbolic
conservation laws in 1D.

TABLE 64. Test: IC1 - Q4 - FS1 R1 - AS1 R1

Time steps | Cells em(@) Rate ém(t,¢) Rate acc(@, ) Rate

35 30 | -6.7983e-04 -7.6068e-04 8.0848e-05
70 60 | -1.7799e-04 1.933 | -1.8261e-04 2.059 | 4.6237e-06 4.128
140 | 120 | -4.5545e-05 1.966 | -4.5767e-05 1.996 | 2.2131e-07 4.385
280 | 240 | -1.1520e-05 1.983 | -1.1525e-05 1.989 | 4.9744e-09 5.475
560 | 480 | -2.8970e-06 1.992 | -2.8962e-06 1.993 | -8.0808e-10 2.622
1120 | 960 | -7.2638e-07 1.996 | -7.2619e-07 1.996 | -1.9074e-10 2.083
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Time steps | Cells em() Rate ém(t,¢) Rate acc(t, @) Rate
35 30 | -6.7983e-04 -6.5087e-04 -2.8959e-05
70 60 | -1.7799e-04 1.933 | -1.8087e-04 1.847 | 2.8849e-06 3.327
140 120 | -4.5545e-05 1.966 | -4.6333e-05 1.965 | 7.8812e-07 1.872
280 240 | -1.1520e-05 1.983 | -1.1646e-05 1.992 | 1.2574e-07 2.648
560 | 480 | -2.8970e-06 1.992 | -2.9144e-06 1.999 | 1.7431e-08 2.851
1120 | 960 | -7.2638e-07 1.996 | -7.2867e-07 2.000 | 2.2865e-09 2.931
TABLE 66. Test: IC1 - Q4 - FS2 R2 - AS1 R1
Time steps | Cells em(u) Rate| éam(u,¢) Rate| acc(a,¢) Rate
35 30 | 3.6269e-04 2.9902e-04 6.3672e-05
70 60 | 9.2613e-05 1.969 | 8.7452¢-05 1.774 | 5.1615e-06 3.625
140 120 | 2.3273e-05 1.993 | 2.2811e-05 1.939 | 4.6218e-07 3.481
280 | 240 | 5.8257e-06 1.998 | 5.7796e-06 1.981 | 4.6087e-08 3.326
560 | 480 | 1.4569e-06 2.000 | 1.4519e-06 1.993 | 5.0229e-09 3.198
1120 | 960 | 3.6425e-07 2.000 | 3.6367e-07 1.997 | 5.8150e-10 3.111
TABLE 67. Test: IC1 - Q4 - FS2 R2 - AS2 R2
Time steps | Cells em(u) Rate| éam(a,¢) Rate acc(t, ¢) Rate
35 30 | 3.6269e-04 3.6311e-04 -4.1341e-07
70 60 | 9.2613e-05 1.969 | 9.2678e-05 1.970 | -6.4838e-08 2.673
140 120 | 2.3273e-05 1.993 | 2.3278e-05 1.993 | -4.8411e-09 3.743
280 | 240 | 5.8257e-06 1.998 | 5.8260e-06 1.998 | -3.2014e-10 3.919
560 | 480 | 1.4569e-06 2.000 | 1.4569e-06 2.000 | -2.0445e-11  3.969
1120 960 | 3.6425e-07 2.000 | 3.6425e-07 2.000 | -1.2899%¢-12 3.986
TABLE 68. Test: IC1 - Q4 - FS3 R2 - AS1 R1
Time steps | Cells em(w) Rate | éam(a,¢) Rate acc(@, ¢) Rate
35 30 | -7.1250e-05 2.6581e-04 -3.3706e-04
70 60 | -3.4832e-06 4.354 | 6.9189¢-05 1.942 | -7.2672e-05 2.214
140 120 | 2.2199e-06 0.650 | 1.7463e-05 1.986 | -1.5244e-05 2.253
280 240 | 1.1985e-06 0.889 | 4.4705e-06 1.966 | -3.2721e-06 2.220
560 480 | 4.3131e-07 1.474 | 1.1576e-06 1.949 | -7.2625e-07 2.172
1120 | 960 | 1.3456e-07 1.681 | 3.0071e-07 1.945 | -1.6616e-07 2.128
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TABLE 69. Test: IC1 - Q4 - FS3 R2 - AS2 R2

Time steps | Cells em() Rate | énm(i,¢) Rate acc(t, ) Rate
35 30 | -7.1250e-05 5.2348e-05 -1.2360e-04

70 60 | -3.4832e-06 4.354 | 7.4468e-06 2.813 | -1.0930e-05 3.499

140 120 | 2.2199e-06 0.650 | 1.1633e-06 2.678 | 1.0566e-06 3.371

280 | 240 | 1.1985e-06 0.889 | 2.6976e-07 2.108 | 9.2871e-07 0.186

560 | 480 | 4.3131e-07 1.474 | 8.2350e-08 1.712 | 3.4897e-07 1.412

1120 | 960 | 1.3456e-07 1.681 | 2.6059e-08 1.660 | 1.0850e-07 1.685

4.5. Solution moment of order two. This QOI also corresponds to a discontin-
uous adjoint solution. The results are similar to Section 4.4, except that the error
in the quantity of interest does not exhibit the superconvergence behavior with first
order upwind. The accuracy of the computable error estimate is still poor when
the forward solution is estimated using the TVD method. Examples are provided
in Tables 70-74.

TABLE 70. Test: IC1 - Q5 - FS1 R1 - AS1 R1

Time steps | Cells em() Rate ém(t,¢) Rate acc(t, ) Rate
35 30 | -5.2225e-03 -4.7629e-03 -4.5965e-04
70 60 | -2.5034e-03 1.061 | -2.4103e-03 0.983 | -9.3150e-05 2.303
140 120 | -1.2221e-03 1.035 | -1.2030e-03 1.003 | -1.9128e-05 2.284
280 | 240 | -6.0327e-04 1.018 | -5.9910e-04 1.006 | -4.1704e-06 2.197
560 | 480 | -2.9964e-04 1.010 | -2.9868e-04 1.004 | -9.6035e-07 2.119
1120 | 960 | -1.4932e-04 1.005 | -1.4909e-04 1.002 | -2.2944e-07 2.065
TABLE 71. Test: IC1 - Q5 - FS1 R1 - AS2 R2
Time steps | Cells em() Rate ém(t,¢) Rate acc(t, @) Rate
35 30 | -5.2225e-03 -5.1856e-03 -3.6941e-05
70 60 | -2.5034e-03 1.061 | -2.5060e-03 1.049 | 2.5578e-06 3.852
140 120 | -1.2221e-03 1.035 | -1.2229e-03 1.035 | 7.7334e-07 1.726
280 | 240 | -6.0327e-04 1.018 | -6.0339e-04 1.019 | 1.2499e-07 2.629
560 | 480 | -2.9964e-04 1.010 | -2.9966e-04 1.010 | 1.7391e-08 2.845
1120 | 960 | -1.4932e-04 1.005 | -1.4932e-04 1.005 | 2.2841e-09 2.929
TABLE 72. Test: IC1 - Q5 - FS2 R2 - AS2 R2
Time steps | Cells em() Rate | ér(,¢) Rate acc(@, ) Rate
35 30 | 3.1553e-04 3.1761e-04 -2.0767e-06
70 60 | 8.6792e-05 1.862 | 8.6905e-05 1.870 | -1.1233e-07 4.208
140 120 | 2.2551e-05 1.944 | 2.2557e-05 1.946 | -6.0469¢-09 4.215
280 | 240 | 5.7358e-06 1.975 | 5.7361e-06 1.975 | -3.4070e-10 4.150
560 | 480 | 1.4457e-06 1.988 | 1.4457e-06 1.988 | -2.0020e-11 4.089
1120 | 960 | 3.6285e-07 1.994 | 3.6285e-07 1.994 | -1.2041e-12 4.055
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TABLE 73. Test: IC1 - Q5 - FS3 R1 - AS1 R1

Time steps | Cells em() Rate ém(t,¢) Rate acc(, ) Rate

35 30 | -5.8340e-04 2.0174e-04 -7.8514e-04

70 60 | -1.2970e-04 2.169 | 1.7422e-05 3.533 | -1.4712e-04 2.416
140 | 120 | -2.9113e-05 2.155 | -2.2690e-06 2.941 | -2.6844e-05 2.454
280 | 240 | -6.6101e-06 2.139 | -1.5775e-06 0.524 | -5.0326e-06 2.415
560 | 480 | -1.5182e-06 2.122 | -5.2780e-07 1.580 | -9.9041e-07 2.345
1120 | 960 | -3.5256e-07 2.106 | -1.4675e-07 1.847 | -2.0581e-07 2.267

TABLE 74. Test: IC1 - Q5 - FS3 R2 - AS2 R2

Time steps | Cells em(a) Rate ém(, 9) Rate acc(t, @)  Rate

35 30 | -5.8304e-04 -4.5371e-04 -1.2933e-04
70 60 | -1.2967e-04 2.169 | -1.1780e-04 1.945 | -1.1874e-05  3.445
140 | 120 | -2.9112e-05 2.155 | -2.9996e-05 1.974 | 8.8401e-07  3.748
280 | 240 | -6.6100e-06 2.139 | -7.5090e-06 1.998 | 8.9895e-07 -0.024
560 | 480 | -1.5182e-06 2.122 | -1.8623e-06 2.011 | 3.4413e-07 1.385
1120 | 960 | -3.5256e-07 2.106 | -4.6030e-07 2.016 | 1.0774e-07  1.675

4.6. Solution energy. Since this quantity of interest is nonlinear, a linearization
was applied as described by (4.13)-(4.14). Clearly the additional error committed,
described by (4.14), limits the accuracy of the computable error estimate to at best

O (Ilu(T) = a(T)II3,) -
Unfortunately, Theorem 3.1 does not hold since the adjoint solution is defined
in terms of the approximation #, which is not continuous. However, since the
discontinuities of the adjoint solution in space at each discrete time occur precisely
at the cell interfaces there is reason to believe the computable error estimate may
still converge to the true error.

The first order upwind method is used to estimate the forward solution (smooth)
in Tables 75 - 76. The former set of results shows second order accuracy of the
computable error estimate. It is not surprising the same accuracy is achieved with
the second order adjoint solver since the forward solver is still first order, so by the
above arguments second order accuracy is the best that can be expected.

The second order upwind method was used to estimate the forward solution
in Tables 77 - 78. Perhaps surprisingly, the computable error estimate has fourth
order accuracy using the first order adjoint solver, and fifth order accuracy using the
second order adjoint solver. An order of convergence could potentially be attributed
to the superconvergence of the true error in this case. However, comparing these
results with Tables 79 - 80 we see that these seemingly high convergence rates
disappear when the forward solution is estimated using the TVD method. In these
cases the accuracy of the computable error estimate is nominally third order, using
both first and second order adjoint solvers. In this case the accuracy appears to be
somehow limited by the roughness of the adjoint solution and the use of a limited
finite volume solver on a smooth solution. However, in all cases it is clear that the
computable error estimate is converging to the true error.
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TABLE 75. Test: IC1 - Q6 - FS1 R1 - AS1 R1

Time steps | Cells em(t) Rate | énm(u,¢) Rate| acc(t,¢) Rate
35 30 | 4.2811e-02 3.5949e-02 6.8620e-03
70 60 | 2.2424e-02 0.933 | 2.0976e-02 0.777 | 1.4472e-03 2.245
140 120 | 1.1477e-02 0.966 | 1.1156e-02 0.911 | 3.2136e-04 2.171
280 | 240 | 5.8062e-03 0.983 | 5.7314e-03 0.961 | 7.4836e-05 2.102
560 | 480 | 2.9202e-03 0.992 | 2.9022¢-03 0.982 | 1.7992e-05 2.056
1120 | 960 | 1.4644e-03 0.996 | 1.4600e-03 0.991 | 4.4067e-06 2.030
TABLE 76. Test: IC1 - Q6 - FS1 R1 - AS2 R2
Time steps | Cells em(a) Rate| éam(u,¢) Rate| acc(a,¢) Rate
35 30 | 4.2811e-02 4.0735e-02 2.0759e-03
70 60 | 2.2424e-02 0.933 | 2.1894e-02 0.896 | 5.2955e-04 1.971
140 120 | 1.1477e-02  0.966 | 1.1342¢-02 0.949 | 1.3496e-04 1.972
280 | 240 | 5.8062e-03 0.983 | 5.7721e-03 0.975 | 3.4115e-05 1.984
560 | 480 | 2.9202e-03 0.992 | 2.9116e-03 0.987 | 8.5780e-06 1.992
1120 | 960 | 1.4644e-03 0.996 | 1.4622e-03 0.994 | 2.1507e-06 1.996
TABLE 77. Test: IC1 - Q6 - FS2 R2 - AS1 R1
Time steps | Cells em(a) Rate| éam(a,¢) Rate| acc(a,¢) Rate
35 30 | 4.6383e-04 4.4255e-04 2.1275e-05
70 60 | 5.7364e-05 3.015 | 5.5900e-05 2.985 | 1.4643e-06 3.861
140 120 | 7.1216e-06 3.010 | 7.0262¢-06 2.992 | 9.5441e-08 3.939
280 | 240 | 8.8687e-07 3.005 | 8.8079e-07 2.996 | 6.0821e-09 3.972
560 | 480 | 1.1064e-07 3.003 | 1.1026e-07 2.998 | 3.8371e-10 3.986
1120 | 960 | 1.3817e-08 3.001 | 1.3792e-08 2.999 | 2.4103e-11 3.993
TABLE 78. Test: IC1 - Q6 - FS2 R2 - AS2 R2
Time steps | Cells em(w) Rate | ém(,¢) Rate| acc(t,¢) Rate
35 30 | 4.6383e-04 4.4603e-04 1.7798e-05
70 60 | 5.7364e-05 3.015 | 5.6809e-05 2.973 | 5.5497e-07 5.003
140 120 | 7.1216e-06 3.010 | 7.1044e-06 2.999 | 1.7272e-08 5.006
280 | 240 | 8.8687e-07 3.005 | 8.8633e-07 3.003 | 5.3829e-10 5.004
560 | 480 | 1.1064e-07 3.003 | 1.1063e-07 3.002 | 1.6766e-11 5.005
1120 | 960 | 1.3817e-08 3.001 | 1.3816e-08 3.001 | 4.6585e-13 5.170
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TABLE 79. Test: IC1 - Q6 - FS3 R2 - AS1 R1

Time steps | Cells em(t) Rate | énm(u,¢) Rate| acc(t,¢) Rate
35 30 | 3.6937e-03 3.4979e-03 1.9577e-04

70 60 | 8.5363e-04 2.113 | 8.3111e-04 2.073 | 2.2524e-05 3.120

140 120 | 2.0445e-04 2.062 | 2.0189e-04 2.041 | 2.5571e-06 3.139

280 | 240 | 5.0006e-05 2.032 | 4.9710e-05 2.022 | 2.9528e-07 3.114

560 | 480 | 1.2367e-05 2.016 | 1.2332e-05 2.011 | 3.4902e-08 3.081

1120 | 960 | 3.0753e-06 2.008 | 3.0711e-06 2.006 | 4.2149e-09 3.050

TABLE 80. Test: IC1 - Q6 - FS3 R2 - AS2 R2

Time steps | Cells em(t) Rate| énm(u,¢) Rate| acc(i,¢) Rate
35 30 | 3.6937e-03 3.5462e-03 1.4749e-04

70 60 | 8.5363e-04 2.113 | 8.4012e-04 2.078 | 1.3508e-05 3.449

140 120 | 2.0445e-04 2.062 | 2.0314e-04 2.048 | 1.3094e-06 3.367

280 | 240 | 5.0006e-05 2.032 | 4.9875e-05 2.026 | 1.3092e-07 3.322

560 | 480 | 1.2367e-05 2.016 | 1.2353e-05 2.013 | 1.3320e-08 3.297

1120 | 960 | 3.0753e-06 2.008 | 3.0740e-06 2.007 | 1.3663e-09 3.285

4.7. Solution average value over a patch. In this section the quantity of inter-
est is the average of the solution at the final time over the patch 0.25 < z < 0.75.
Thus the adjoint solution is discontinuous and it is expected the accuracy of the
computable error estimate will suffer in some cases. An alternative quantity of
interest will be explored that is a C'* approximation to 17 (z) for comparison. This
is accomplished by defining a cubic polynomial that transitions monotonically from
0 to 2 over the small interval 0.24 < z < 0.25 and another cubic polynomial that
transitions monotonically from 2 back to 0 over 0.75 < x < 0.76. The value of the
kernel is then set to 2 on 0.25 < = < 0.75 and zero outside of 0.24 < x < 0.76.
The polynomials have a derivative equal to zero at the endpoints of the intervals to
ensure the resulting approximation of the step function is C'. In the tables below
the results using the approximate step function are denoted by substituting Q? for
Q7 in the labels.

The results in this section are all generated using the smooth, sinusoidal initial
condition for the forward problem. In Tables 81 - 83 we see that the asymptotic
behavior of the true error in the QOI and the accuracy of the computable error
estimate is what would be expected for a smooth adjoint solution. Also, the results
using the second order upwind forward solver, in Tables 84 - 86, resemble the results
in tests using smooth solutions in Section 4.1.2. The tests using the nonlinear
forward solver, in Tables 87-89, show that there is a difficulty in achieving a high
accuracy of the computable error estimate with the three adjoint solvers tested.

The analogous tests using the smoothed step function for the adjoint data are
shown in Tables 90 - 98. Essentially there is not any improvement in the accuracy
of the computable error estimate, except in the case when using the second order
upwind solver for the adjoint problem and either first order upwind or the TVD
method for the forward problem. In these cases the improvement in accuracy is
overshadowed by the fact that the error in approximating the step function is on
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the order of 3.8-10~%. However, a close examination of the convergence rates of the
accuracy of the computable error estimate shows that these rates are often higher
using the smoothed step function compared to the exact step.

We may conclude that the failure of this approach to improving the results is
due to two reasons. First, the accuracy of the computable error estimate using the
exact step function is often quite good, so that no improvement can easily be made.
Second, to achieve an improvement in accuracy of the computable error estimate
using the approximated step function, the transition region must be adequately
resolved. As this region is made smaller (thus making the exact result using the
approximated step function closer to true error with the exact step function), it be-
comes more expensive to resolve the transitional behavior and it seems this expense
makes the approach untenable, at least using uniform grid refinements. It remains
to be seen if this approach would work using a special grid refinement technique.

TABLE 81. Test: IC1 - Q7 - FS1 R1 - AS1 R1

Time steps | Cells em(a) Rate| éam(u,¢) Rate| acc(a,¢) Rate
35 30 | 6.0242e-02 5.0201e-02 1.0041e-02

70 60 | 2.9221e-02 1.044 | 2.8019e-02 0.841 | 1.2019e-03 3.062

140 | 120 | 1.4785e-02 0.983 | 1.4545e-02 0.946 | 2.3976e-04 2.326

280 | 240 | 7.4361e-03 0.991 | 7.3841e-03 0.978 | 5.2043e-05 2.204

560 | 480 | 3.7290e-03 0.996 | 3.7170e-03 0.990 | 1.2005e-05 2.116

1120 960 | 1.8673e-03 0.998 | 1.8644e-03 0.995 | 2.8742e-06 2.062

TABLE 82. Test: IC1 - Q7 - FS1 R1 - AS2 R2

Time steps | Cells em(t) Rate | ém(u,¢) Rate acc(a, @) Rate
35 30 | 6.0242e-02 5.6881e-02 3.3612e-03

70 60 | 2.9221e-02 1.044 | 2.9245e-02 0.960 | -2.3770e-05 7.144

140 120 | 1.4785e-02 0.983 | 1.4788e-02 0.984 | -3.2654e-06 2.864

280 240 | 7.4361e-03 0.991 | 7.4365e-03 0.992 | -4.1996e-07 2.959

560 | 480 | 3.7290e-03 0.996 | 3.7291e-03 0.996 | -5.3020e-08 2.986

1120 960 | 1.8673e-03 0.998 | 1.8673e-03 0.998 | -6.6537e-09 2.994

TABLE 83. Test: IC1 - Q7 - FS1 R1 - AS3 R2

Time steps | Cells em(w) Rate | ém(,¢) Rate| acc(t,¢) Rate
35 30 | 6.0242¢-02 5.5731e-02 4.5108e-03

70 60 | 2.9221e-02 1.044 | 2.8959¢e-02 0.944 | 2.6271e-04 4.102

140 | 120 | 1.4785e-02 0.983 | 1.4728e-02 0.975 | 5.6609e-05 2.214

280 | 240 | 7.4361e-03 0.991 | 7.4242e-03 0.988 | 1.1913e-05 2.248

560 | 480 | 3.7290e-03 0.996 | 3.7265e-03 0.994 | 2.4655e-06 2.273

1120 | 960 | 1.8673e-03 0.998 | 1.8667¢-03 0.997 | 5.0463e-07 2.289
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TABLE 84. Test: IC1 - Q7 - FS2 R2 - AS1 R1
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Time steps | Cells em(t) Rate| énm(t,¢) Rate| acc(a,¢) Rate
35 30 | 4.0583e-03 5.6566e-04 3.4926e-03
70 60 | 7.1983e-05 5.817 | 7.1450e-05 2.985 | 5.3266e-07 12.679
140 120 | 9.0014e-06 2.999 | 8.9616e-06 2.995 | 3.9813e-08  3.742
280 240 | 1.1251e-06 3.000 | 1.1224e-06 2.997 | 2.6909e-09  3.887
560 | 480 | 1.4062e-07 3.000 | 1.4044e-07 2.999 | 1.7450e-10  3.947
1120 | 960 | 1.7576e-08 3.000 | 1.7564e-08 2.999 | 1.1115e-11  3.973
TABLE 85. Test: IC1 - Q7 - FS2 R2 - AS2 R2
Time steps | Cells em(a) Rate| én(u,¢) Rate acc(t, ®)  Rate
35 30 | 4.0583e-03 5.7067e-04 3.4876e-03
70 60 | 7.1983e-05 5.817 | 7.2621e-05 2.974 | -6.3853e-07 12.415
140 120 | 9.0014e-06 2.999 | 9.0614e-06 3.003 | -6.0011e-08  3.411
280 240 | 1.1251e-06 3.000 | 1.1294e-06 3.004 | -4.3749e-09  3.778
560 | 480 | 1.4062e-07 3.000 | 1.4091e-07 3.003 | -2.9290e-10  3.901
1120 | 960 | 1.7576e-08 3.000 | 1.7595e-08 3.002 | -1.8971e-11  3.949
TABLE 86. Test: IC1 - Q7 - FS2 R2 - AS3 R2
Time steps | Cells em(a) Rate| én(t,¢) Rate acc(t, $)  Rate
35 30 | 4.0583e-03 5.5658e-04 3.5017e-03
70 60 | 7.1983e-05 5.817 | 7.1772e-05 2.955 | 2.1065e-07 14.021
140 120 | 9.0014e-06 2.999 | 9.0175e-06 2.993 | -1.6133e-08  3.707
280 240 | 1.1251e-06 3.000 | 1.1272e-06 3.000 | -2.1182e-09  2.929
560 | 480 | 1.4062e-07 3.000 | 1.4079e-07 3.001 | -1.7687e-10  3.582
1120 960 | 1.7576e-08 3.000 | 1.7589e-08 3.001 | -1.3002e-11  3.766
TABLE 87. Test: IC1 - Q7 - FS3 R2 - AS1 R1
Time steps | Cells em() Rate | épr(,¢) Rate acc(@, ) Rate
35 30 | 5.1898e-03 2.4244e-03 2.7654e-03
70 60 | 2.3752e-04 4.450 | 3.7720e-04 2.684 | -1.3967e-04 4.307
140 120 | 3.5230e-05 2.753 | 6.2353e-05 2.597 | -2.7122e-05 2.364
280 240 | 5.2916e-06 2.735 | 1.0382e-05 2.586 | -5.0900e-06 2.414
560 480 | 8.0323e-07 2.720 | 1.7466e-06 2.571 | -9.4341e-07 2.432
1120 | 960 | 1.2282e-07 2.709 | 2.9640e-07 2.559 | -1.7358e-07 2.442
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TABLE 88. Test: IC1 - Q7 - FS3 R2 - AS2 R2

Time steps | Cells em(t) Rate| én(t,¢) Rate acc(t, $)  Rate
35 30 | 5.1898e-03 1.4789e-03 3.7108e-03
70 60 | 2.3752e-04 4.450 | 2.3437e-04 2.658 | 3.1536e-06 10.201
140 120 | 3.5230e-05 2.753 | 3.4941e-05 2.746 | 2.8870e-07  3.449
280 | 240 | 5.2916e-06 2.735 | 5.3806e-06 2.699 | -8.9063e-08  1.697
560 | 480 | 8.0323e-07 2.720 | 8.3412e-07 2.689 | -3.0891e-08  1.528
1120 | 960 | 1.2282¢-07 2.709 | 1.2933e-07 2.689 | -6.5069¢-09  2.247
TABLE 89. Test: IC1 - Q7 - FS3 R2 - AS3 R2
Time steps | Cells em(t) Rate | énm(a,¢) Rate acc(t, ¢) Rate
35 30 | 5.1898¢-03 1.7221e-03 3.4677e-03
70 60 | 2.3752¢-04 4.450 | 2.8199¢-04 2.610 | -4.4465¢-05 6.285
140 | 120 | 3.5230e-05 2.753 | 4.3768e-05 2.688 | -8.5376e-06 2.381
280 | 240 | 5.2916e-06 2.735 | 6.8833e-06 2.669 | -1.5917e-06 2.423
560 | 480 | 8.0323e-07 2.720 | 1.0849e-06 2.665 | -2.8170e-07 2.498
1120 | 960 | 1.2282e-07 2.709 | 1.7078e-07 2.667 | -4.7960e-08 2.554
TABLE 90. Test: IC1 - Q7 - FS1 R1 - AS1 R1
Time steps | Cells em(w) Rate | énm(a,¢) Rate| acc(i,¢) Rate
35 30 | 5.7057e-02 5.0201e-02 6.8562¢-03
70 60 | 2.9205¢-02 0.966 | 2.7973e-02 0.844 | 1.2319¢-03 2.477
140 | 120 | 1.4776e-02 0.983 | 1.4533e-02 0.945 | 2.4324e-04 2.340
280 | 240 | 7.4317e-03 0.991 | 7.3793e-03 0.978 | 5.2444e-05 2.214
560 | 480 | 3.7268e-03 0.996 | 3.7148e-03 0.990 | 1.2051e-05 2.122
1120 | 960 | 1.8661e-03 0.998 | 1.8633e-03 0.995 | 2.8791e-06 2.065
TABLE 91. Test: IC1 - Q7 - FS1 R1 - AS2 R2
Time steps | Cells em() Rate | épr(a,¢) Rate acc(@, ) Rate
35 30 | 5.7057e-02 5.6881e-02 1.7660e-04
70 60 | 2.9205e¢-02 0.966 | 2.9197e-02 0.962 | 8.2511e-06 4.420
140 | 120 | 1.4776e-02 0.983 | 1.4776e-02 0.983 | 4.2044e-07 4.295
280 | 240 | 7.4317e-03 0.991 | 7.4317e-03 0.991 | 1.5360e-08 4.775
560 | 480 | 3.7268e-03 0.996 | 3.7268e-03 0.996 | 8.871le-10 4.114
1120 | 960 | 1.8661e-03 0.998 | 1.8661e¢-03 0.998 | -3.2131e-11 4.787




ADJOINT ERROR ESTIMATION FOR LINEAR ADVECTION

TABLE 92. Test: IC1 - Q7 - FS1 R1 - AS3 R2

59

Time steps | Cells em(u) Rate| éam(u,¢) Rate| acc(a,¢) Rate
35 30 | 5.7057e-02 5.5708e-02 1.3491e-03
70 60 | 2.9205e-02 0.966 | 2.8931e-02 0.945 | 2.7400e-04 2.300
140 120 | 1.4776e-02 0.983 | 1.4719e-02 0.975 | 5.6800e-05 2.270
280 | 240 | 7.4317e-03 0.991 | 7.4202e-03 0.988 | 1.1552e-05 2.298
560 | 480 | 3.7268e-03 0.996 | 3.7246e-03 0.994 | 2.2411e-06 2.366
1120 | 960 | 1.8661e-03 0.998 | 1.8657e-03 0.997 | 3.9960e-07 2.488
TABLE 93. Test: IC1 - Q7 - FS2 R2 - AS1 R1
Time steps | Cells em(w) Rate | ér(a,¢) Rate acc(@, ) Rate
35 30 | 5.9847e-04 5.6566e-04 3.2808e-05
70 60 | 7.3022e-05 3.035 | 7.1333e-05 2.987 | 1.6888e-06 4.280
140 | 120 | 9.0703e-06 3.009 | 8.9541e-06 2.994 | 1.1628e-07 3.860
280 | 240 | 1.1332e-06 3.001 | 1.1216e-06 2.997 | 1.1552e-08 3.331
560 | 480 | 1.4087e-07 3.008 | 1.4036e-07 2.998 | 5.0970e-10 4.502
1120 | 960 | 1.7517e-08 3.007 | 1.7554e-08 2.999 | -3.6883e-11 3.789
TaBLE 94. Test: IC1 - Q7 - FS2 R2 - AS2 R2
Time steps | Cells em(a) Rate| én(u,¢) Rate acc(u,¢)  Rate
35 30 | 5.9847e-04 5.7067e-04 2.7804e-05
70 60 | 7.3022e-05 3.035 | 7.2502e-05 2.977 | 5.1956e-07  5.742
140 120 | 9.0703e-06 3.009 | 9.0538e-06 3.001 | 1.6536e-08 4.974
280 | 240 | 1.1332e-06 3.001 | 1.1287e-06 3.004 | 4.4908e-09 1.881
560 | 480 | 1.4087e-07 3.008 | 1.4082e-07 3.003 | 4.2591e-11  6.720
1120 | 960 | 1.7517e-08 3.007 | 1.7584e-08 3.002 | -6.6952e-11 -0.653
TABLE 95. Test: IC1 - Q7 - FS2 R2 - AS3 R2
Time steps | Cells em() Rate | ér(a,¢) Rate acc(@, ) Rate
35 30 | 5.9847e-04 5.5634e-04 4.2135e-05
70 60 | 7.3022e-05 3.035 | 7.1709e-05 2.956 | 1.3129e-06 5.004
140 | 120 | 9.0703e-06 3.009 | 9.0122e-06 2.992 | 5.8161e-08 4.497
280 | 240 | 1.1332e-06 3.001 | 1.1266e-06 3.000 | 6.6172e-09 3.136
560 | 480 | 1.4087e-07 3.008 | 1.4072e-07 3.001 | 1.4711e-10 5.491
1120 | 960 | 1.7517e-08 3.007 | 1.7579e-08 3.001 | -6.2178e-11 1.242
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TABLE 96. Test: IC1 - Q7 - FS3 R2 - AS1 R1

Time steps | Cells em(u) Rate| éam(ua,¢) Rate acc(t, ) Rate
35 30 | 1.6222e-03 2.4244e-03 -8.0217e-04

70 60 | 2.4562e-04 2.723 | 3.8487e-04 2.655 | -1.3925e-04 2.526

140 120 | 3.7873e-05 2.697 | 6.4018e-05 2.588 | -2.6146e-05 2.413

280 | 240 | 6.2361e-06 2.602 | 1.0855e-05 2.560 | -4.6193e-06 2.501

560 | 480 | 1.1323e-06 2.461 | 1.8990e-06 2.515 | -7.6670e-07 2.591

1120 | 960 | 2.3084e-07 2.294 | 3.4806e-07 2.448 | -1.1722e-07 2.709

TABLE 97. Test: IC1 - Q7 - FS3 R2 - AS2 R2

Time steps | Cells em(t) Rate | ém(u,¢) Rate acc(t, d) Rate
35 30 | 1.6222e-03 1.4789e-03 1.4329e-04

70 60 | 2.4562e-04 2.723 | 2.5115e-04 2.558 | -5.5294e-06 4.696

140 120 | 3.7873e-05 2.697 | 3.9053e-05 2.685 | -1.1801e-06 2.228

280 240 | 6.2361e-06 2.602 | 6.4481e-06 2.598 | -2.1193e-07 2.477

560 480 | 1.1323e-06 2.461 | 1.1477e-06 2.490 | -1.5431e-08 3.780

1120 960 | 2.3084e-07 2.294 | 2.3001e-07 2.319 | 8.2722e-10 4.221

TABLE 98. Test: IC1 - Q7 - FS3 R2 - AS3 R2

Time steps | Cells em(t) Rate | énm(a,6) Rate acc(i, ¢) Rate
35 30 | 1.6222e-03 1.7400e-03 -1.1781e-04

70 60 | 2.4562e-04 2.723 | 2.9345e-04 2.568 | -4.7830e-05 1.300

140 120 | 3.7873e-05 2.697 | 4.7192e-05 2.636 | -9.3192e-06 2.360

280 | 240 | 6.2361e-06 2.602 | 7.8519e-06 2.587 | -1.6158e-06 2.528

560 | 480 | 1.1323e-06 2.461 | 1.3411e-06 2.550 | -2.0882e-07 2.952

1120 | 960 | 2.3084e-07 2.294 | 2.5059e-07 2.420 | -1.9753e-08 3.402

5. CONCLUSIONS AND FUTURE WORK

Numerous tests support the claims of Theorem 3.1, i.e. the rate of convergence
of the computable error estimate to the true error in a quantity of interest may be
predicted to some minimum order when the solution to the linear advection problem
3.1 and the associated adjoint problem (3.11) have smooth solutions. The results
also show the theory to be overly pessimistic in many cases. However, the theory
shows that if the goal is to reliably estimate the error in quantities of interest, there
are only two cases to consider when the solutions are smooth.

The first case is when the true error in a quantity of interest converges at the
standard rate associated with the forward solver method. In this case only a first
order accurate adjoint solver is required to guarantee that the effectivity index
(Section 4.1.2) converges to 1. This is desirable in the absence of a computable
upper bound for the error.

The second case is due to the fact that superconvergence is sometimes observed
for the true error. This needs to be accounted for when estimating the adjoint
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variable, since the error cancellation does not necessarily carry through to improve
the accuracy of the computable error estimate. Therefore a higher order adjoint
solver may be needed to guarantee that the effectivity index converges to 1 in this
second case.

The numerical tests suggest that when the forward solver involves limiters, the
superconvergence property for the true error does not occur. In this case a first
order adjoint solver is sufficient (again, with smooth solutions) to guarantee the
accuracy of the computable error estimate is higher order than the convergence
rate of the true error. Thus if the theory were extended to accomodate shocks, it
is likely that the superconvergence issue would not impact real applications, where
limited schemes would be used.

The theory does not hold when discontinuities are present in either the forward
or adjoint solutions. Indeed, the derivation of the computable error estimate does
not make sense in this case. The computations show that the adjoint error esti-
mation technique in this report will not be reliable in this context until the theory
is extended, and in particular a computable error estimate is derived with guar-
anteed asymptotic properties in the presence of discontinuities. In practice, more
sophisticated methods of reconstruction may be necessary than those presented in
this report to properly treat shocks. A recent example of such an idea is provided
in [23].

We have studied an approach to calculate the average of the solution over a
patch using a discontinuous step function and a smoother approximation of the step
function, for which some asymptotic results should hold. The results have shown
that the improvement in the accuracy of the computable error estimate using the
approximate step function is outweighed by the error committed in making the
approximation of the step function. The sharp transition was still not adequately
resolved and generally the error using the exact step function was reasonably small
in the first place, though the accuracy of the error estimate was not always very
good. This problem may be more clearly resolved using some adaptive mesh routine.

It would be useful to characterize precisely when the ratio of the computable error
estimate to the true error converges to 1, which cannot currently be predicted.
It is possible this type of result could only be proved for certain quantities of
interest. For example, if the quantity of interest is evaluation at a point, there is
no reason to believe there is a relationship between this local error and the global
error that determines the accuracy of the computable error estimate. Thus the
ratio of the two could behave unpredictably. However, a more likely quantity of
interest for applications like an average over a patch or Fourier coefficient may
exhibit a convergence rate approximately the same as for the global error in the
forward solution. It seems more likely this will not be possible without developing a
different computable estimate of the error, in particular one that bounds the error
above.
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