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1 | INTRODUCTION

Gas networks play a crucial role in the energy supply. By this, their stability is of great importance. However, controlling
gas networks with a variety of sources is a major challenge due to unpredictable time-dependent demands from end-users.
This is exacerbated by the advent of renewable energy sources such as wind power and solar systems as gas power plants
are used to compensate fluctuations from other energy sources and power-to-gas is an option for storing excess renewable
energy. Thus, the control of gas transport is becoming more and more complex. To achieve stable operation, gas networks
must be modeled and simulated in terms of a time-dependent transient technical optimization. The main objective is to
guarantee the security of supply and the system stability of the gas networks.

Early gas network simulations used steady-state methods.! With the increasing complexity of the networks for most
applications an unsteady simulation is needed today. Nevertheless, the steady-state analysis is still used in some cases.?>
Complex networks with compressor stations and valves need operation decisions which leads to mixed-integer opti-
mization problems. A comparison of different approaches (NLP—nonlinear programming, MILP—mixed-integer linear
programming, MINLP—mixed-integer nonlinear programs) is given in Pfetsch et al.*

Also, the coupling conditions are the aim of current research. Equal pressure, equal dynamic pressure, or equal momen-
tum are discussed.> Domschke et al® and Lang et al” give an introduction to the topic of modeling and optimizing gas
networks and show the different levels of complexity that need to be considered. One key challenge is the expensive
solution of Riemann problems in the typically applied finite volume (FV) method.
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The adjoint approach is a powerful and useful tool of functional analysis. In the field of fluid mechanics, it has been
used for stability analysis and control as well as optimization purposes.®® The adjoint information is commonly used as
a gradient to optimize flow configurations through geometry adjustments!® or active flow control.}!'> Besides, they are
used for data assimilation tasks'®!# and for analyzing and optimizing reactive flow configurations.!>!¢ Furthermore, the
adjoint approach is used in the field of aeroacoustics.!”!8

Also in the context of gas networks, the adjoint approach is already established. It has been used to make decisions in
hierarchical models,'® error estimations?° and for optimizing gas networks?!?? using a finite volume discretization.

Here, we present a new finite differences (FD) approach to simulate and optimize gas networks in contrast to the
commonly used finite volume methods. The pipes are discretized with a summation by parts (SBP) scheme guaran-
teeing well-defined fluxes. This allows implementing a fully explicit predictor-corrector-method for the coupling in the
junctions. No Riemann problem needs to be solved. It yields an efficient and transparent numerical scheme for the full
network. Furthermore, the adjoint of the network can be easily constructed from the adjoint of single pipes.

The paper is organized as follows: At first, we propose the network model with a summation by part finite difference
scheme and derive the coupling conditions in Section 2. Then, we introduce the adjoint approach for the isothermal Euler
equations and extend it to the network formulation in Section 3. Both, the finite difference scheme and the adjoint are
applied to two networks to show the capability of the approach in Section 4.

2 | THE NETWORK MODEL

2.1 | Physical description

Gas networks consist of several different elements such as pipes, nodes, compressors, and valves. In this paper, we
focus on the introduction of a novel discretization and consider pipes and nodes only. The fluid dynamical processes
are modeled as isothermal compressible flow. This is motivated by the fact that long pipelines with non-perfect isola-
tion are assumed to adapt to the temperature of the surrounding. The coupling of the pipes is constructed from two
constraints at each junction. First, the assumption of equal pressure of all pipes at each junction (C1), and second, the
conservation of mass (C2).

We refer to individual pipes with the superscript @ and the nodes or junctions with k = {1, ... , K} and K being the total
number of nodes in the network.

2.1.1 | Pipes
The flow in the pipes is modeled by the one-dimensional, isothermal Euler equations:

0i(eA)" + ox(ouA)* =0 (€]

0; (0UA)* + 0y (ouuA)* + A%9,p* = 0. 2)

Therein, o(x, t) denotes the density, u(x, t) the velocity and A the cross-sectional area. In the following we assume con-
stant cross-section for each pipe, possibly different for each pipe, with index . Due to the isothermal assumption, the
pressure in the momentum equations is replaced by p = c2o, with the speed of sound ¢, which depends on the tempera-
ture and is assumed to be prescribed. We do not explicitly emphasize that the governing variables are functions of space
and time for the sake of brevity.

2.1.2 | Junctions

A junction k is given by prescribing N, being the set of participating pipes « and the index marking their start (j = 1)
or end (j = N*) point respectively. To connect several pipes two conditions (C1) and (C2) are applied. The first condition
(C1) is an equal pressure for all pipes at one junction or equivalent the equal density g:

0} l(@.jeN, = Ok- (3)
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The second condition (C2) is the conservation of mass at the junction k.

Y (ouA) = ) (ouA) €

(a.j)EN), (a.j)EN)
(in) (out)

Therein, (in) is encoding the start (j = 1) and (out) the end of the pipe (j = N*). Thus, Equation (4) can be written
more compact by introducing

_J -1 for j=1
nf_{ 1 for j = N“ )
with
Y (ouA)n; =0. (6)
(@,J)ENy

n; can be interpreted as the normal vector pointing outward the pipe. The expression is symmetric, up to the choice
of the direction x and the velocity. Changing both keeps the expression identical so that we do not prescribe the flow
direction in the following.

While the conservation of mass is evident, the equal pressure condition is a common model, approximating a real
junction, used frequently.?'-2

2.2 | Basics of the discretization—summation by parts

The use of SBP derivative matrices is essential for the proposed method. These SBP matrices can be used to realize
well-defined fluxes as summarized in the following.?* This is the key to define a simple numerical procedure for the cou-
pling in the nodes. Different SBP-implementations are available, see Svird and Nordstrém?> for a detailed review. We
rely on explicit SBP matrices, for which various orders are given by Strand.? In general, SBP schemes consist of a special
spatial difference scheme, so that the discrete derivative operator can be decomposed as

D, = W15, 7
with Dy, W, S € RMN, The matrix S is skew symmetric beside the elements S; ; and Sy, y. The transposed of S is
ST=-S+B (8)

with B;; = —6;16;1 + 6 v6; n. The matrix W is a symmetric, positive definite matrix which implies the norm < u,v> w =
uTWv. From this elementary follows

<u, D>y = — < DIu,v> w — uv; + unvn 9)
which is the discrete analogous to partial integration.” Setting u = 1 we find
<1,Dyw> w = —v; + vy, (10)
which is the discrete analogous of the fundamental theorem of calculus. Thus, using SBP matrices, the discrete fluxes are
well defined, depending only on the first or last point, and are in agreement with the analytical counterpart. By this, it
follows that enforcing these boundary values allows to enforce the fluxes in and out of pipes.
The SBP concept shall be illustrated by a simple example. Considering the discrete continuity equation

0:0 + Dx(ou) =0, amn

with o, (ou) € RN"1. To derive the conservation of the mass, Equation (11) is integrated, for which a discrete equivalent
needs to be defined. The simplest choice, without considering SBP properties, is summing up, indicated by the vector

*A short derivation can be found in Appendix A.
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1€ RV with1; =1 Vi,
01ToAx + AX1"D, ou =0 (12)
——
hT
Choosing Dy as symmetric second order derivative with first order at the boundaries and Ax the uniform grid spacing,
this leads to

-1 1
_1 1
IT _ TH _ TA_X 2402
b = ax1'D =17 -0 3 (13)
11
=(_§,1’0’ ,0,_172). (14)
22 22
The flux over the boundaries for this definition of the total mass M = 17pAx yields o,M + bT(ou) = 0, with
= 3 1 3 1
B (ou) = — (3o = S (own ) + (5ot = S(own-r ) (15)

For constant gu, the fluxes at each boundary agree with the analytic fluxes. However, describing a wall only by u; = 0
still leaves a flux of %(ou)z, so that controlling the outermost points does not allow to control the mass flux into the pipe.
To achieve zero flux for u; = 0 the derivative D, is decomposed in terms of SBP to W~1S = D,, with

|
1=
— O NI

1 . (16)

2

9]

I

=

S

I
s
!

[N SR

11
2 2
The first and last lines are now only half a derivative, so that the weight matrix Wis

%fori:j:l,N
W, = 1fori=j#1,N a7
0 for i#j.

This summation by part decompositions allows to rewrite the mass equation as
0Wo + S(pu) = 0. (18)
Defining the mass as M = 1T WoAx we obtain ;M + b” (ou) = 0, with
b (pu) = Ax17S(pu) = (1,0, ... ,0,1)(pu) = —(pu)1 + (pu)y . (19)

Thus, the SBP matrices allow defining fluxes in and out of the pipes depending only on the values of the first and the
last point. Discrete conservation laws can be derived where the fluxes determine the change of conserved quantities.

To allow a decomposition like (7), a special choice of the derivative operator is needed. Operators of different discretiza-
tion error are derived by Strand?® for diagonal matrices W, which are preferred for our purpose, since they allow an
explicit prediction-correction scheme, see below. The derivation allows for arbitrary order, while we use second order in
the numerical examples. The discretization in space is simply performed by replacing the derivatives d, with the discrete
SBP derivative operators D, = WS in (1-2).

The derived schemes are similar to a finite volume scheme. A subtle but essential difference is the double role of the
outermost values which define the local discretization value and the flux, while for finite volumes the cell value and the
flux at the boundary can be chosen independently. This allows a simple combination of systems, which can be illustrated
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by discretizing the transport equation on two one-dimensional domains or pipes (a« = 1,2) governed by the transport
equation d;¢p* + Adx@* = 0, with transport velocity A. It is discretized as

oWe* + ASe* = . (20)

A control flux f* is introduced, which is nonzero only at the first and last point. It is used to enforce the boundary
conditions by choosing an appropriate value. We now construct the connection of the two domains using SBP matrices
as before, see, for example, previous work.?’ This is done by assuming that the last point of the first domain and the first
point of the second domain coincide, and further that the values of the two domains are identical in this point (p}v = ¢
We assume that f 1}] =- f12 = f so that the source in one domain cancels with the other to keep global conservation. This
is later discussed in more detail. The value of fcan be chosen to keep the value of M’}v and dt(pf identical. This allows to
combine the two equations as

1
1

N

1

2
N

ey

1 1 1 1
% WNN+W11=§+E=1,**3SNN+511=—E+§=0,fIb+f12=O

By this, effective matrices for the total system can be formulated. For the second order central derivatives described above,
the effective matrices are identical with a direct discretization as one domain. For other derivatives, the stencils might be
modified close to the connection point. The essential fact is that with SBP schemes the domain can be controlled by con-
trolling the outermost points, which can be done by setting the control fluxes. Setting these can be done independently
from solving the equations. This explains why no fluid problem needs to be solved to fulfill the coupling condition. For
explicit derivatives, this can be done in a second step after evaluating the spatial part. This is the core idea for the con-
struction of the gas pipe network scheme. Note that no smoothness was assumed for the coupling so that no smoothness
constraints in addition to the FD requirements are required.

For the derivation of the gas pipes the discrete version of the delta function is needed. The definition of the integration
including the diagonal weight matrix W suggests to define

a1
6(x _xj)i = Wi,ilaéi’j

(22)
which will be used below.

As a final remark, the property (9) can be used to conserve quadratic invariants as the kinetic energy.?® This is not
followed here since the total energy is not conserved due to the isothermal approximation. The integration by parts is,
however, also the crucial step to derive the adjoint, so that discrete and analytical derivation become consistent.

2.2.1 | Filtering

The here used finite difference scheme as a direct discretization of the divergence form of the isothermal Euler equations
is the simplest choice. It is augmented by a filter applied between time steps to remove high-frequency oscillations, as
commonly done in FD. The used central derivatives produce only small dissipation, also small anti-dissipation is possible.
This is an effect of the non-linearity of the equations. The filter stabilizes the method and removes oscillations at locations
with a rapidly varying behavior. In FV this is usually provided by the definition of the flux function, which inherently
creates the needed numerical dissipation. The filter approach of FD has the disadvantage that a sufficient amount of
dissipation needs to be adjusted by choosing the filter type or the filter frequency, the advantage is that the negative
definiteness of the filter avoids non-physical (negative) friction and entropy violating solutions are practically excluded.
For the network simulation, it is important that the filtering scheme does not change the values at the outermost points
of all pipes. This is necessary to not alter the fluxes in the nodes.
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We use two different filters, depending on the necessary filtering strength. For the smoother examples a Pade filter?* is
applied. For the steeper gradient and the diamond network we use a conservative locally varying filter:°

gA = gA + apDy - M(cA) - Dg - q (23)
with
[t 1 LR
T . . . .
Dg = _DL - = . e M= = . e and ar = 0.5. (24)
2 -11 2 11

The factor ap, 0 < ap <1 is chosen big enough to avoid overshoots but small enough to be not too dissipative. With o
the local filtering strength can be defined. To not influence the fluxes as necessary the first and the last two entries of that
vector have to be set to zero. Setting only the outermost points of ¢ zero would result in modified outermost points, but
with a zero flux by the filtering operation. It can be viewed as an adiabatic boundary condition for the diffusion implied
by the filter and might be useful in future implementations.

2.3 | Numerical implementation-pipes

The gas network is discretized using a finite-differences time-domain (FDTD) approach. An explicit fourth-order
Runge-Kutta scheme is employed for time-wise integration. However, also other time integration schemes are suit-
able. The finite difference approach used for the spatial discretization is based on the divergence form of the Euler
equations ((1), (2)). The derivatives o, in (1- 2) are simply replaced with the discrete SBP derivative operators D, = W~1S.
The utilized FD realization is not crucial for the following discussion and the following derivation should be possible with
many other FD forms. Essential is to employ a summation by parts scheme (SBP) for the discretization of the derivative
operators, and further that this yields correct fluxes, as discussed below.

The implementation of the coupling conditions (C1) and (C2) builds on additional fluxes non-zero only at the boundary
points of the pipes, added to the right-hand-side of the discrete version of the governing Euler equations ((1),(2)) and
m = ou.

0:{Ap = —DiAm + f,
0,Am = —Dy (Am?2> —AD; (¢*0) + fm. 2

They might seem ad hoc, but they simply encode the information traveling in and out of the pipe. By this, these fluxes
allow controlling the dynamics at the boundary, that is, setting the boundary conditions. We refer to them as control fluxes
in the following. Since the numerical discretization of the pipes by using SBP operators provides well-defined fluxes,
analytical and numerical considerations are fully consistent, simplifying the argumentation. By this, the adjoint equations
derived from the discrete scheme and the discretized adjoint equations obtained by discretizing the analytical derived
adjoint equations are consistent. We assume in the following that the coupling conditions (C1) and (C2) are satisfied at
the initial time.

As discussed above, for isothermal conditions the pressure and the density are directly linked by the speed of sound.
Enforcing the same value for the density of all pipe endings in one junction forms the equal pressure condition (C1). To
realize this constraint, the control fluxes’ foj»J = 1,N are non-zero at only the first and last point of each pipe « of the
continuity equation:
8iN

81
Wi (0A)] = W(=Dx(ouA)"); + foy 2=+ fon—7 (26)
| —

3,(0A);
Therein, 0, (¢A)} denotes the unmodified right-hand-side which can be evaluated for each pipe separately. Spatial inte-

gration over all pipes yields the total balance of mass which is changed by the physical fluxes and the control fluxes

0 (1TW(0A)"Ax") + [(ouA)*]? = £ + [y (27)

X, o,

Here, 17W(pA)" Ax* = [ (pA)*dx = M“ is the mass in pipe a.

*The number of discretization points can vary between the pipes, however, we do not explicitly mark it (N = N).
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This form is essential for our scheme. The deployment of the SBP matrices created mass fluxes
[oUAL = —(ouA); + (ouA)y (28)

depending, in the discrete, on the values of the first and last point only. This allows controlling the fluxes by controlling
these points. Whatever FD scheme has this property could be used in the following, giving great freedom to adopt the
scheme to special necessities.

While the simple FD scheme was found to work well, a more sophisticated scheme could be used if needed, as long as
well defined fluxes are created by the SBP matrices. This includes many FD schemes, for example the skew symmetric
scheme?® which has well-defined fluxes and avoids artificial dissipation by construction.

2.4 | Numerical implementation—junctions

The junctions are defined by the two coupling conditions C1 (3) and C2 (4). These conditions are now enforced with
the help of the control fluxes. The well-defined fluxes guarantee that setting the outermost point controls the mass and
momentum flux.

2.4.1 | Coupling condition (C1)—equal pressure

The mass conservation in the full network gives an important restriction on the choice of the control fluxes. The summa-
tion over all pipes of the network gives the total mass conservation, as we assume no global in and out fluxes for the sake
of simplicity. These could be included complicating the notation without changing the final result. Thus, the change of
total mass M = )’ M, for a network of N, pipes, yields with (27)

a

NP NP
IM + ) (ouA)) n; — fE,=0 (29)
N—~— a=1j=IN a=1 j=1,N
=0
with [(ouA)j’]ij:’lV = J=1N (puA);’.’ nj,n = —1 and ny = 1. Reordering the terms to form sums over each junction

k=1, ... ,Kyields

K K
2 X (A= 3 f7=0. (30)

k=1 (a./)EN, k=1 (a./)EN,
The first term is zero due to Kirchhoff's law (6), so that

K
> fu=0 31)
k=1 (a,/))EN;,

follows. With the additional assumption that the mass conservation is fulfilled for each node separately, excluding that a
mass defect in one node is compensated by another node,

2 =0 (32)

(a,/))EN;

is found. Thus, the sum over all control fluxes at a junction has to vanish. This zero-sum of the control fluxes was already
used in the introductory example of the transport equation.

Now, we derive the mass control fluxes per node. For this, we consider the start or end of a pipe (j = 1 or j = N)
belonging to a node of interest by which we keep only one of the control fluxes:

(4

_—fx
Wjj0r (0A)] = Wi (0A)] + T (33)

*Assuming all pipes belong to at least one node.
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Corresponding to (3) all pipes in a junction N should have the same time derivative 0,(¢);
91(0)} l(a.jyen, = (0 (34)

Using (33) and assuming a time independent cross sections A yields

(4

— fe
Wi A9k (@) = W91 (0A)] liwpen, + Zayye Lo (35)

Summing over all pipe endings, which belong to the junction Ny and multiplication with the grid spacing results in

D WA @) = ), Wi AXUO (A + Y L (36)
(a,j)EN) (a,j)EN, (a,j)EN
——

=0

wherein (32) was used. Thus, the average density derivative results, with W;; = Wy n, to

Y Ax“0,(0A)!
_ (a,j)EN,
(o) = Z TR (37)

(a.j)EN,

This can be used to calculate the fluxes

Y Ax*9, (oA

a a a (a.))EN; T
fg,j = ‘/VHAX A 2 A% Axe - at (()A)j) (38)
(a,j)EN}

or, yielding the same result, can be used to overwrite the right hand side at(g);' directly resulting in the constraint (C1).

2.4.2 | Coupling condition (C2)—conservation of mass

To realize the coupling condition (C2) the control fluxes f,,, of the momentum Equation (25) are used as for the mass
equation,

a
m,j

A (39)

Again, o; (puA);’f = (—Dx <Am72> —AD, (czp) ) ~corresponds to the (spatial) right-hand-side without coupling condi-
J

W;;0: (ouA)§ = W;0; (ouA)§ +

tions. Summing over all pipe endings belonging to a junction Ny, as above in (27), results in

_ fe
> (W0 (ouA)in) = Y (Wjjat(ouA)‘j’.‘nj+—’J>EO. (40)

a
(@))EN; (@.))EN, Ax

The whole expression is zero, since the left-hand-side corresponds to the time derivative of Kirchhoff's law (6), as all
W;;, j = 1,N are equal at the end points of the pipes. Separating the flux terms leads to

a

~ re.
> Wi (uA)n+ Y Ax”:o. (41)

a
(a.))EN; (a,))EN;

By assuming equal f}/ . = fm for in- and out-fluxes

> WideuAin+ Y, %o )

(a.j)EN}, (a.j)EN),



HOSSBACH ET AL. Wl L EY 4043

FIGURE 1 Example: diamond
11 \% P

I VII

111 VI

is found. However, this relation is only one possible choice. Physically it is clear, that if we find a mass defect at a node
changing any of the mass fluxes of the connected pipes (or all together) can correct this.S Real nodes might behave differ-
ently, in particular depending on the detailed geometry of the junction, an aspect which is often not modeled in networks.
However, when testing different distributions, we found the simulation results surprisingly insensitive to this choice. For
our choice the control flux results to
2 W0 (euA)in;
~ (@,j)EN,
Sm=- > 1 . (43)

(@hen,

In conclusion, the old right-hand-sides are modified by — f,, at each pipe in node k to ensure the coupling

Axj
condition (C2).

2.4.3 | Coupling conditions—Ilinear coupling matrix

The above findings enable a simple predictor-corrector scheme for the coupling of pipes. Since the fluxes are linear in
the undisturbed right-hand-side, the two conditions are realized in additional control fluxes f which can be rewritten in
a matrix C that contains the coupling information.

O=0+F=0+C-0. (44)

Therein, Q is the right-hand-side without the control fluxes with 0,(¢A)* and 9,(ouA)* for the whole network in one
vector. Q holds the whole information of the system with the control fluxes, that is, coupling conditions. Since the control

fluxes are linear in Q, see (38) and (43), their effect can be rewritten in a (sparse) matrix C. It is shown for the diamond
network in Figure 2 which will be discussed in Section 4.3. The numbering of the pipes is according to Figure 1. Taking
one of the labels I, 2 for example means that this part of the matrix refers to the first pipe but the second equation of (25)
(0r0u). The entries of the matrix are either on the first or the last position of the block belonging to one pipe and variable.
For example the first entry of V, 1 is connected to the last entry of II, 1. The value of the entry depends on the number of
pipes in the node and the area of the pipe.

To simulate the network at first the righNt—hand—sides of the Euler Equations (1)-(2) are calculated for the individual

pipes. The values are stored in one vector Q. By the coupling matrix C the vector Q is calculated, which is used for the
time-stepping scheme.

With that, the code is well suited for parallelization because all pipes can be solved independently, and only after this a
single, sparse exchange is needed. Furthermore, this form can be used to derive the adjoint equations compactly.

3 | ADJOINT APPROACH

Adjoint equations allow calculating how a target, described by a scalar function of the system state, changes with a high
dimensional modification of the system equation. This is helpful in design and control since it shows how to approach a
given control or design goal. In general, adjoint equations can be derived in different ways, the continuous or the discrete
approach. Also, automatic differentiation techniques are used to derive adjoint codes. Despite different discretizations,
all approaches are consistent and applicable, see previous work.’

$Formally, the mass conservation (C2) is one condition, while the equal pressure condition is in fact number of pipes in one node minus one condition.
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FIGURE 2 Sparse coupling matrix C for the
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3.1 | General idea

Here, the adjoint equations are introduced in discrete version® using a matrix-vector notation.
Adjoint equations arise by a scalar-value objective given by the product between a geometric weight g and the system
state g:

J=g"q, gqeR" (45)

The system state g is the solution of the governing system
Lg=r, LeR™, reR" (46)

with L being the governing operator, for example, the (linearized) isothermal Euler equations. In this case, the discrete
solution vector in space and time is written in one vector. A source term r is added on the right-hand-side as a modification
of the governing equation. The corresponding adjoint is defined by

LTq* =g, (47)
with the adjoint variable g*. Using the objective and the governing system equation with a Lagrangian multiplier leads to

J=g"q=¢"¢-q¢"Lg-n=q"@g-L"q)+q r=q"r. (48)
——

=0

With that, the objective function J can be computed for every possible r once the adjoint equation is solved. So gradients
for J with respect to r can be computed efficiently with g*.
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3.2 | Objective

In the following, the objective function J under consideration is defined in space and time with dQ = dxdt over all pipes:

YT

The additional weight o(x, t) defines where and when the objective is evaluated. The goal could be keeping a certain
reference pressure, but more involved objective functions are possible. We use a spatial discrete vector notation so that
the former expression becomes

1 T
J= 3 / (q - Qtarget) (Wo) (q - qtarget) dt. (50)
where (Wo) is a diagonal operator, with the according weights. The scalar product is written in matrix notation where
the index runs over the spatial discretization points and the variables pA and Am = Apu. The variable gy, denotes a
desired system state, which is to be reached by optimal modification of sources r.

In practice, the objective function is supplemented by additional constraints, for example, control effort, and a reg-

ularization term.3! For the latter, the control variable r is added to the objective function using a weight parameter [

J= .. +§// 2dQ. (51)

For the examples presented below, [ is chosen to a suitable, small value.
An optimal system state is realized if J reaches a minimum. The minimum is to be achieved under the constraint that
the isothermal Euler equations ((1),(2)) are satisfied.

3.3 | Adjoint

For the concrete derivation of the adjoint equations, the isothermal Euler equations ((1),(2)) are amended by a force r(x, t)
on the right-hand-side and abbreviated with F(Q).

0iq+DiF(q) =r (52)
with g = [Ag,Am], F = [Am,Am? /o + c*0A] and r = [r,, ry]. The linerization with respect to q + q yields

aq; oF;
wo, isq, + 52 5q, = Wer, (53)
[0q,~ J an J

with Wand S being the matrices introduced in section 2.2 results in

10 0 1
Wo, 01 )%4+S _VZ_ZZ_i_szTm 6q = Wér (54)
L, L,
or
Wo:L,16q + SL,6q = Wér (55)
with the block matrices
w o S0 BO
W=<OW>,S=<OS>,B=<OB>. (56)

The last matrix is defined for later use.
These equations are combined with the linearized objective (49), given by

aJ
6] =—oq= G qtarget)T6W5th (57)
aq —_——
gT



4046 Wl LEY HOSSBACH ET AL.

in a Lagrangian manner, using a Lagrangian multiplier ¢g* = [¢*, m*], which becomes the adjoint variable.
8] = / g"Wéqdt — / q'T (Wasq + SL,8q — Wér) dt (58)

In order to remove the dependency on 6q we aim to reorder the terms. Since the integrand is a scalar it can be formally
transposed without changing it. Using standard rules for the transpose operation and by using (8) and (56) to get S” =
-S + Bwe find

8] = / 5q" (Wg+Wog* +L1Sq*) dt + / g "wsrdt (59)
- [q*TWEq]iZ“d —/q*TBLzqudt (60)

by partial integration. The dependency of §q is removed by demanding

Wg + Woq* + L1 Sq* -0 (61)
resulting in the adjoint isothermal Euler equationsf
0q" = -L;D:q" ~ g. (62)

The integrals resulting from partial integration have to vanish as well. This gives rise to the adjoint boundary and initial
conditions. Adjoint boundary conditions are discussed elsewhere.3? In the appendix, the adjoint boundary conditions for
a non-reflecting boundary are provided. The temporal (initial) condition of the adjoint system is given at the final time.
In general, the adjoint system is well-posed only if the adjoint initial state is defined at the end of the computational time
and the system is integrated backward.’

The resulting adjoint equations for the isothermal Euler equations are in analytical form

00" = (U —= ) oym* — g, 63
om* = —0x0" — 2udm* — g,

g, and g, are the linearized parts of the objective function J (57). Depending on J they can occur in both equations or
one of them is zero.

3.4 | Adjoint network

For the adjoint network we start again with Equation (44) and replace 5with (52) but with Q for the whole network and
D, another block matrix:
Q=-DxyF(Q)+R+C-(—-DyF(Q)+R). (64)

As Q, the capital R collects the source terms of the whole network. Using SBP matrices this leads to
WQ =1+ C)(-SF(Q) + WR) (65)
W and S are still block matrices but with accordingly increased number of blocks to fit the network. Linearization
leads to

Wo,L316Q =1+ C)(—SL25Q + WER) (66)

with £; and £, being block matrices with L, and L, respectively as defined in Equation (55).
Using the linearization, the objective and a Lagrangian multiplier Q* yields:

8 = / GTWsQdt — / Q*T (Wa,£16Q + (1 + C)(SL256Q — WSR)) dt (67)

Twith W='LIW = LI - this holds for our diagonal matrix W
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FIGURE 3 TIterative data
initial guess governing target assimilation procedure.
0 equations Expensive operations are
r=0 E (q} T) qmwet marked by a gray box. Details
are given in the text

9=244=14-4,,,
parameter +
{ 3
update adjoint
r n+1 o
equations [ - convergence
| E(g,9%9) |

gradient optimal
q r

The capital letters G, Q and R refer again to the whole network. Partial integration with neglecting the
boundaries leads to

8] = / QT (WTG+ LToW Q" + £18T(1 + CHQ*) dr + / Q*T (WSR + CWSR) dt. (68)

By demanding the adjoint equation to be zero, the dependency on §Q is removed.
IWQ* =-WG - IS8T (1+C")Q (69)
This is the same as applying the adjoint Euler Equations 62 on Q* + CT - Q* instead of g*.

3.5 | Iterative procedure

The adjoint is a high dimensional gradient. In principle, any gradient based optimization method can be used to obtain
the optimum of J. The most basic method is the steepest descent, where the direction of the gradient is directly used itera-
tively. First, the governing isothermal Euler Equations 1-(2) are solved forward in time taking into account all constraints.
Subsequently, the adjoint Equations 63 are calculated backward in time incorporating the direct solution and the weight
g resulting from the considered objective (49). Based on the adjoint solution, the gradient V,J is determined and used to
update rZ '

VZ;; = VZ/m + a;V,Joy, (70)
with a; denoting an appropriate step size and n the iteration number. The gradient is calculated for the whole compu-
tational domain and the full simulation time, but only evaluated at 6; the with “I” labeled areas in Figures 4 and 9. The
procedure is repeated until convergence is reached. The iterative procedure is illustrated in Figure 3.

Please note, the method optimizes toward local extrema. Determining a global optimum is not ensured. The computa-
tional costs of the adjoint approach are independent of the number of parameters to be optimized but on the size of the
computational domain and the number of time steps to be carried out.

For more information on the boundary conditions and the derivation of the adjoint equations for the (non isothermal)

Euler and Navier-Stokes equations see Lemke.3?

4 | EXAMPLES

In the following, three examples are presented to show the applicability of the introduced finite difference technique. The
adjoint approach is used for simple but representative optimization tasks. A Pade filter or a conservative local varying
filter is used after each time step to guarantee a smooth solution, as discussed above. The CFL number is chosen to 0.77,
see Table 1.
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TABLE 1 Parameters for the examples (E1) and (E2) Case timesteps cfl N L a
E1.1: 3 pipes 1000 0.77 200 2z 3-10°
E1.2: 3 pipes, steep gradient 1000 0.77 200 2z 3-10°
E2: diamond 5000 0.77 200 27 2.5-10*
E2: diamond 10000 0.77 400 2z 2.5-10*
E2: diamond 20000 0.77 800 2z 2.5-10*

FIGURE 4 Setup 3 pipes: I: influence
of the adjoint, M: measurement, domain

of the objective function J pipe

Note: N and L are the number of grid points and length for each pipe.
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FIGURE 5 (Left) Progress of the objective function of (E1) normalized with respect to initial loop J/J;. (Right) Density profile ¢ at the
penultimate time step after 19 iterative loops

4.1 | (E1.1) Three pipes in a row

The first example considers three pipes in a row, see Figure 4. The goal is to create an acoustic density pulse in pipe III by
a force r in pipe 1. The objective function is defined by

J= %// (0_ Qtarget)zo'dg-

Therein, owrge:(X) = 0rey - (1 + f - exp(—(x — X0)?/7?)), denotes the target density profile with x = 5z, # = 0.03 and
y = 0.9, o(x, ) a weight defining where and when the objective is to be evaluated and Q the space-time-measure for the
whole computational domain and time.

The weight o is chosen to be non-zero only for the penultimate time step. Spatially it is defined as tophat with a smooth
fade-in-fade-out in pipe III, see (M: measurement) in Figure 4.

The adjoint-based gradient (70)

(71)

=t 4 g V,J0 (72)

is evaluated in terms of the steepest descent approach with a suitable step size a;. The weight 6(x) controls the location of
the forcing which is restricted to pipe I. The corresponding region (I: influence) with a smooth fade-in-fade-out is shown
in Figure 4. The main parameters of the simulation are shown in Table 1.

After 19 iterative loops of the adjoint-based framework, convergence is achieved in terms of the objective function J
using the criterion

J, n-1 7" J, n
i

The objective is reduced by nearly 9 orders of magnitude, see Figure 5 (left). The desired pressure distribution occurs
in pipe III in the penultimate time step, see Figure 5 (right). The remaining derivation is in the order of 107® kg/m?.
Accordingly, the optimization target was achieved.

<2-1071°, (73)
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FIGURE 6 (Left) (E1) x — t—diagram for the excitation r. (Right) (E1): x — t—diagram for ¢ [Color figure can be viewed at
wileyonlinelibrary.com]
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FIGURE 7 (left) Progress of the objective function of (E1.2) normalized with respect to initial loop J/J;. (right) Velocity profile u at the
penultimate time step after 19 iterative loops

The density distribution results from an optimal excitation (see Figure 6 (left)) in pipe I, which is transported through
pipe 11, see Figure 6 (right).

Accordingly, the previously presented discretization is suitable to model the fluid mechanical processes in a network.
Besides, the adjoint-based on this discretization proves to be able to carry out a typical optimization. For the sake of brevity,
a validation of the adjoint gradient is omitted.

4.2 | (E1.2) Three pipes in a row—Steep gradient

With the same three pipe setup, a steep gradient is tested as well. The initial condition is a jump in the velocity from five
to zero in pipe I. With that, a wave travels to the left out of the network and a shock to the right. With the filtering, the
shock moves smoothly from one pipe to the next.

The defined goal in the penultimate time step is shown in Figure 7 (right). It is a jump in the velocity in pipe III from
2.5t0 3.5.

The convergence criterion

Jn—l _Jn

1

<2-107* (74)

is reached after 19 loops. The objective function normalized by J; is reduced by nearly two orders of magnitude (see
Figure 7 (left)).

The velocity distribution results again from an optimal excitation (see Figure 8 (left)) in pipe I. The gradient is flatter
than the goal but the height of the jump is met.
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FIGURE 8 (Left) (E1) x — t—diagram for the excitation r. (Right) (E1): x — t—diagram for u

FIGURE 9 Diamond network (E2) with M:
measurement, C: consumer and I: influence

4.3 | (E2) Diamond network

The second example considers a diamond-shaped network to mimic a typical application scenario with a customer whose
demand changes significantly over time, see Figure 9.

As in the previous example the objective function is defined in terms of the density (71). The reference density osarge is
given by a constant density in pipe VIIL.

The overall goal is to ensure a uniform mass flow at the end of the network (M:measurement), taking into account
a consumer (C:consumer) through optimal control of the mass flow at the beginning of the network (L:influence). The
control represented by additional terms r,(x, t) and r,,(x, t) on the right-hand-side of the momentum equation mimicking
a controllable gas supply. The consumer is modeled in the same way by a predefined disturbance fyis,5 in the momentum
equation which is prescribed by

Faistur = % (tanh (% (t - o.m) — tanh (% (t— 0.31))> + % (tanh (% (t— 0.5T)> — tanh (% (t - 0.551))) . (75)

with = being the total simulation time. This means the force is applied on the system from 10% to 30% and from 50% to
55% of the computational time. A pre-factor to Equation (75) is chosen to see a significant change in the behavior of the
system.

The governing parameters of the setup are stated in Table 1.

Figure 10 (left) shows the decreasing objective function for the different grid resolutions. The convergence criterion of

Tt =dn 5 404 (76)
J

is reached after 30 iterations for 200 grid points per pipe and after 28 iterations for the higher resolutions of n = 400 and
n = 800. The slope of the objective function shows that a further decrease is possible but not necessary as the optimization
goal in pipe VII is already reached in typically sufficient precision.

For the first 1300 time steps the objective function J is zero due to the choice of ¢ as the adjoint does not influence the
result in that time interval due to the distance between pipe I and the measurement in pipe VII. The objective function is
reduced by two orders of magnitude. The difference between the density ¢ and ¢ can be reduced significantly which
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FIGURE 10 (left) Progress of the objective function of (E2) normalized with respect to initial loop J/J;. (right) Spatial part of the integral
of the objective over time after 30 and 28 iterative loops respectively, both for three different grid resolutions
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FIGURE 12 Mass fluxes from pipe V and VI to pipe VII with and without optimization (n = 200)

leads to the spatial part of the integral of the objective function shown in Figure 10 (right). Please note the different orders
of magnitude between the left (without optimization) and the right (with optimization) y axis. The differences between
the different grid resolutions are negligible. The vertical lines indicate the two time intervals where the forcing is applied
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in pipe V. The value of the objective function is significantly decreased compared to the case without optimization. This
is obtained by the r, and r,, in pipe I shown in Figure 11. Again, the differences between the different grids are negligible.

The mass fluxes from pipe V and VI to pipe VII with and without optimization for the smallest grid resolution are shown
in Figure 12. Again, the vertical lines mark the time intervals with disturbance. It can be observed that m decreases in
pipe V while there is a smaller increase in pipe VI leading to a decrease in the total mass flux in pipe VII. This first drop
in m cannot be compensated by the adjoint because the information needs some time to reach the last pipe. But after
1300 time steps a nearly constant state is reached comparing the dashed and the dotted lines for my;; with and without
optimization.

Also for this application-oriented configuration, the presented finite-difference discretization provides appropriate
results. The adjoint again provided suitable gradient information to substantially reduce the target function and to make
the flow in the measuring area considerably more uniform.

5 | CONCLUSION

We introduced a new finite differences approach to simulate gas networks. With the summation by part characteristic, it
is possible to define the fluxes between the pipes adequately. The coupling conditions are the conservation of mass and
equal pressure in all pipes at one node. The structure of the approach makes it possible to derive a simple formulation for
the adjoint of the network, which allows for optimization tasks.

In two sample networks, three connected pipes in a row and a diamond network, it is shown that the developed
framework is applicable, and the adjoint approach optimizes the system state toward the target defined in the objective
function.

ACKNOWLEDGEMENTS

The author acknowledges financial support by the Deutsche Forschungsgemeinschaft (DFG) within the collaborative
Research Center (SFB) 1029 (200291049). Open Access funding enabled and organized by Projekt DEAL.

CONFLICTS OF INTEREST

There are no conflicts of interest to this work.

ORCID

Sonja Hossbach'™ https://orcid.org/0000-0002-8424-0284
Mathias Lemke"® https://orcid.org/0000-0002-3909-3553
Julius Reiss" https://orcid.org/0000-0003-3692-5390

REFERENCES

1. Osiadacz AJ. Method of steady-state simulation of a gas network. Int J Syst Sci. 1988;19(11):2395-2405.

2. Bermudez A, Gonzélez-Diaz J, Gonzélez-Diéguez FJ, Gonzalez-Rueda AM, Cérdoba MPF. Simulation and optimization models of

steady-state gas transmission networks. Energy Procedia. 2015;64:130-139.

3. Schmidt M, Steinbach MC, Willert BM. High detail stationary optimization models for gas networks. Optim Eng. 2015;16(1):131-164.

Pfetsch ME, Fiigenschuh A, Geifiler B, et al. Validation of nominations in gas network optimization: Models, methods, and solutions.

Optim Methods Softw. 2015;30(1):15-53.

Herty M. Coupling conditions for networked systems of Euler equations. SIAM J Sci Comput. 2008;30(3):1596-1612.

Domschke P, Hiller B, Lang J, Tischendorf C. Modellierung von gasnetzwerken: Eine {ibersicht; 2017.

Lang J, Leugering G, Martin A, Tischendorf C. Gasnetzwerke: Mathematische modellierung, simulation und optimierung; 2017.

Jameson A. Aerodynamic design via control theory. J Sci Comput. 1988;3:233-260.

Giles MB, Pierce NA. An introduction to the adjoint approach to design. Flow, Turbul Combust. 2000;65:393-415.

10. Jameson A. Optimum aerodynamic design using cfd and control theory. AIAA Paper. 1995;1729:124-131.

11. Carnarius A, Thiele F, Ozkaya E, Nemili A, Gauger N. Optimal control of unsteady flows using a discrete and a continuous adjoint
approach. In: Hmberg D, Troltzsch F, eds. System modeling and optimization, IFIP Advances in Information and Communication
Technology, vol. 391. Berlin Heidelberg: Springer; 2013:318-327. https://doi.org/10.1007/978-3-642-36062-6_32

12. Lemke M, Citro V, Giannetti F. External acoustic control of the laminar vortex shedding past a bluff body. Fluid Dyn Res. 2021;53(1):015506.
https://doi.org/10.1088/1873-7005/abd8dd

&

O X N w


https://orcid.org/0000-0002-8424-0284
https://orcid.org/0000-0002-8424-0284
https://orcid.org/0000-0002-3909-3553
https://orcid.org/0000-0002-3909-3553
https://orcid.org/0000-0003-3692-5390
https://orcid.org/0000-0003-3692-5390
https://doi.org/10.1007/978-3-642-36062-6_32
https://doi.org/10.1088/1873-7005/abd8dd

HOSSBACH ET AL. Wl L EY 4053

13.
14.

15.
16.

17.
18.

19.
20.

21.
22.

23.

24.

25.

26.

27.

28.

29.

30.

31.

32.

33.
34.

Yang Y, Robinson C, Heitz D, Mmin E. Enhanced ensemble-based 4dvar scheme for data assimilation. Comput Fluids. 2015;115:201-210.
Lemke M, Sesterhenn J. Adjoint-based pressure determination from PIV data in compressible flows validation and assessment based on
synthetic data. European J Mech - B/Fluids. 2016;58:29-38.

Lemke M, Reiss J, Sesterhenn J. Adjoint based optimisation of reactive compressible flows. Combust Flame. 2014;161(10):2552-2564.
Gray JAT, Lemke M, Reiss J, Paschereit CO, Sesterhenn J, Moeck JP. A compact shock-focusing geometry for detonation initiation:
Experiments and adjoint-based variational data assimilation. Combust Flame. 2017;183:144-156.

Freund JB. Adjoint-based optimization for understanding and suppressing jet noise. J Sound Vib. 2011;330(17):4114-4122.

Stein L, Straube F, Sesterhenn J, Weinzierl S, Lemke M. Adjoint-based optimization of sound reinforcement including non-uniform flow.
The J Acoust Soc Am. 2019;146(3):1774-1785. https://doi.org/10.1121/1.5126516

Domschke P, Kolb O, Lang J. Adjoint-based control of model and discretisation errors for gas flow in networks. IJMNO. 2011;2(2):175-193.
Domschke P, Kolb O, Lang J. Adjoint-based error control for the simulation and optimization of gas and water supply networks. Appl
Math Comput. 2015;259:1003-1018.

O'Malley C, Kourounis D, Hug G, Schenk O. Optimizing gas networks using adjoint gradients. arXiv preprint arXiv:1804.09601; 2018.
Kolb O. Simulation and optimization of gas and water supply networks : Simulation und optimierung von gas- und wasserversorgungsnet-
zen, 1. Aufl.: Verl. Dr. Hut, Mnchen; 2011.

Banda MK, Herty M, Klar A. Coupling conditions for gas networks governed by the isothermal euler equations. Netw Heterog Media.
2006;1(2):295-314.

Carpenter MH, Gottlieb D, Abarbanel S. Time-stable boundary conditions for finite-difference schemes solving hyperbolic systems:
Methodology and application to high-order compact schemes. J Comput Phys. 1994;111(2):220-236.

Svird M, Nordstrom J. Review of summation-by-parts schemes for initial-boundary-value problems. J Comput Phys. 2014;268:17-38.
Strand B. Summation by parts for finite difference approximations for d/dx. J Comput Phys. 1994;110(1):47-67.

Nordstrm J, Gong J, van der Weide E, Svrd M. A stable and conservative high order multi-block method for the compressible navier stokes
equations. J Comput Phys. 2009;228(24):9020-9035.

Reiss J, Sesterhenn J. A conservative, skew-symmetric finite difference scheme for the compressible navier-stokes equations. Comput
Fluids. 2014;101(0):208-219.

Gaitonde DV, Visbal MR. Pade-plusmn;-type higher-order boundary filters for the navier-stokes equations. AIAA Journal.
2000;38(11):2103-2112.

Reiss J. Pressure-tight and non-stiff volume penalization for compressible flows; 2021.

Bewley TR. Flow control: New challenges for a new renaissance. Progr Aerosp Sci. 2001;37(1):21-58.

Lemke M. Adjoint based data assimilation in compressible flows with application to pressure determination from PIV data. Ph.D. Thesis:
Technische Universitit Berlin; 2015.

Thompson KW. Time dependent boundary conditions for hyperbolic systems. J Comput Phys. 1987;68(1):1-24.

Poinsot TJ, Lele SK. Boundary conditions for direct simulations of compressible viscous flows. J Comput Phys. 1992;101:104-129.

How to cite this articlez: Hossbach S, Lemke M, Reiss J. Finite-difference-based simulation and adjoint
optimization of gas networks. Math Meth Appl Sci. 2022;45(7):4035-4055. d0i:10.1002/mma.8030

APPENDIX A: COMPLEMENT TO THE NORM

This section is in addition to the norm in Section 2.2. For a symmetric and positive definite matrix W the norm
is defined as

<u,v>w = ul Wo. (A1)

With the used relations at the right side it follows

<u,Dyw>y =u'WDw|WD, =S (A2)
T T

= ((uTSv) ) (A3)

= (v'S"u)"IS" = -5+ B (A4)

= (—v"Su+ vTBu)T (A5)
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= —(vTWDxu)T + (vTBu)T (A6)
=D W+ u"Bv|WT = W,B" = B,B;; = —6,16,1 + 6in6; N (A7)
=— <D, v> w— UV + UNVN (A8)

This is the discrete analogous to partial integration.

APPENDIX B: NON-REFLECTING BOUNDARY CONDITIONS

The direct and adjoint non-reflecting boundary conditions are based on a characteristic decomposition of the flow field
and a corresponding projection.3*3* While outgoing waves are defined within the computational domain, incoming waves
are chosen to introduce no additional disturbances.

B.1 | Direct

For the derivation of the direct non-reflecting boundary conditions the governing Equations 1-(2) are written in

quasi-linear form
10 01 0 1
<01>dtq+<01>0xq=0zq+<cz_m_2 2_m>6xQ=0 (B1)

o o
— —

zZ
with g = [¢, m] and m = ou. The eigenvalues of the resulting operator Z are A+ = u+c. An eigendecomposition of Z leads
to

u+c 0 et
og + [ ey e_][ 0 u_c] [e_]axqzo. (B2)
——
= ;'—\/—'_/\/-J
! =A =T-1
The matrices T and T-! contain the right e and the left e/ eigenvectors of Z, corresponding to the acoustic (+)
characteristics. Due to scaling bi-orthonormality e’ - ¢; = 6;; holds.

The perturbation of the state Aq = q — g, at a computational boundary with respect to a reference state qq is projected
onto the resulting characteristic eigenvector base. Here, the reference state corresponds to the initial condition g(t = 0).

Agq = eiAq e+ (B3)

According to the desired boundary condition the factors r+ can be chosen depending on the direction of the corresponding
waves. For outgoing waves r. remain unchanged. To avoid incoming waves r+ = 0 is chosen. The modified state

d=qo+Aq (B4)
contains no more incoming disturbances in a linearized sense. Thus, a non-reflecting condition is obtained.

B.2 | Adjoint

The adjoint equivalent for a non-reflecting boundary condition is a non-reflecting condition for the adjoint variables.
Otherwise reflections of the adjoint variables would predict sensitivities on the objective function, which the direct system
does not provide.

Thus, for adjoint non-reflecting boundary condition the same procedure can be applied. The quasi-linear form of the

adjoint equations is given by
0c2-m
g + 1 2 ¢ 0q* =0 (B5)

0

—— —
z
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resulting in the same eigenvalues A+ = uzc as in the direct governing equation which partially validates the adjoint
equations. Again a decomposition
q"=q+Aq (B6)

and a suitable choice of the values r*+ results in non-reflecting boundary conditions. The reference value g; is chosen to
the initial value g* = 0.
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