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Abstract

In this paper, efficient simultaneous strategies are presented for the optimization of practical problems
involving PDE-models. In particular, reduced sequential quadratic programming methods for problems with
only few influence variables and simultaneous quadratic programming iterations are discussed. As a result
we obtain algorithms whose overall computational complexity is reduced considerably in comparison to a
black-box approach.
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1. Introduction and motivational problem

The industrial acceptance of mathematical optimization methods not only depends on the com-
putational effort to achieve optimal solutions, but also on their implementational ease. In particular
in applications involving PDE-models, many practitioners still use the so-called black-box approach.
Here, simultaneous algorithmic approaches for real world problems are presented which possess a
low computational complexity but are nevertheless of implementational simplicity (at least in the
first part of the paper). Two applications are discussed: parameter identification of Bingham flow
and topology design in electromagnetics.

The first practical problem to be considered is the material characterization of non-Newtonian
fluids on the basis of pressure measurements. The problem formulation is the outcome of a joint
project with the company Braun Inc. in Friedrichshafen, Germany, in collaboration with the research
group of Gabriel Wittum, IWR, University of Heidelberg, Germany.
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Braun Inc. produces forming dies for extrusion devices of pastes used in the production of ceramic
wafers for catalysts in automotives, power stations and medicine, as well as bricks and tiles and
similar things. There are high demands on material properties of ceramic bodies such as fracture
resistance, shape stability, porosity, heat conductivity, etc. The production of forming dies is very
expensive, therefore, numerical simulation methods which reduce the necessary number of hardware
prototypes have a natural economic appeal. Typically, the shaping of ceramic bodies is performed
by augers of extruders, where the actual shaping takes place in the pressing tool composed of a
die connected to a pressure head. The ceramic fluid pressed through the die is considered as a
viscoplastic fluid with wall slip and is characterized by a Bingham model involving four model
parameters. The stationary flow considered here is described by the following PDE for velocity u
and pressure p:

divu=0,
—div2u(D)-D)+ Vp=0. (1)
Here, the nonlinear viscosity p depends on the strain tensor
_1 T
D=3 (Vu+(Vu) )
in the way

w(D) = ng + e (20p) "2, (2)

where [p is the second invariant of D, [p = %(trace D? — (trace D)?).

These Bingham flow equations involve two material parameters, the Bingham viscosity #g and the
yield stress tr. The nonlinear viscosity term (2) leads to severe numerical problems in regions of
small velocity variations. There, one should ideally switch to a flow with constant velocity, which
can be done, e.g., in the form of variational inequalities. Here we use an alternative approach, where
we regularize Eq. (1). This means that we introduce a small parameter ¢ in the generalized viscosity
function u, so that

w(D) = g + e ( + 20p) "2 3)

Thus, we get an approximation of system (1) at which u is bounded. The solution of the regularized
system deviates from the unregularized Bingham solution. An exploration of the regularization error
in a model problem is carried out in [8], where, it is shown that this error tends to zero like O(v/9).

In addition to these equations, the model of the ceramic pastes requires special boundary condi-
tions. The reason is a phenomenon called wall sliding. Microscopically, we have a two-phase flow
on the boundary yielding a lubrication effect. Macroscopically, this is described by sliding, resulting
in a Navier-type boundary condition that, in 2D, has the form

n'Tt = ku't + 1,
) 4)
un=0,
where t and n are the unit normal and unit tangent vectors to the boundary, respectively. Here we
assume that the tangential stress and the tangential velocity are codirected on the boundary. These
conditions include two additional scalar parameters: a wall sliding factor £ and a sliding limit 7.
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Fig. 1. Scheme of the measurement device.

Thus, for the mathematical description of the flows of the ceramic pastes we have the system of
PDEs (1) with the boundary conditions (4) on walls. (Besides inflow and outflow boundary condi-
tions can be imposed on some parts of the boundary.) The whole model involves four parameters:
nB, Tr, k, and 7g. The aim of the parameter estimation procedure described here is to find these
values by using experimental data obtained by the device described in the next section. The nonlin-
earity of the PDE system together with its boundary conditions poses a considerable challenge to the
numerical treatment of the resulting parameter identification problem. Additionally it is necessary to
note as well that the pressure p is defined by this system only up to a constant. Methods for the
discretization of this system and the numerical solution of the resulting nonlinear discrete equations
are considered in detail in [7,8].

The parameters are estimated by using data obtained from a device whose scheme is shown in
Fig. 1. This is a conical channel with rigid walls. The paste is pressed through this channel at a
constant velocity in the direction of the large arrow. During this process, we measure the normal
stress at seven fixed points on the upper wall (further referred to as measurement points). The values
of the normal stress, as well as the inflow velocity of the paste, are then used for the parameter
identification.

In order to model the flow of the paste inside the device we consider the interior (the polygon) as
a region Q on which we impose the PDE system (1) with the generalized viscosity function. On the
part I'g C 0Q of the boundary corresponding to the rigid walls we assume boundary conditions (4).
On the inflow boundary I'j, we impose Dirichlet boundary conditions for the velocity specifying the
constant inflow velocity v along the whole segment. On the outflow boundary I’y we impose zero
vertical velocity as boundary condition and require | I, Pds=const. For every set ¢=(1s, Tr, k, 7g )
of four parameters this system defines the velocity field u and the pressure field p. Besides, we write
all the partial differential equations comprising system (1) and the boundary conditions in the form

c(u, p,q) =0. (5)

Denote the measurement points by Py, Ps,...,Px (in our case K =7), in flow direction. For every
P; we have a measured value 7; of the normal stress. Simultaneously, for every given set g of the
parameters we can get the fields u and p from Eq. (5) and compute the normal stress wp(u, p,q)
at every point P € ['y:

np(u, p,q) =np Tp(u, p,q) np,

where np and Tp(u, p,q), respectively, are the unit normal vector to the boundary and the stress
tensor at the point P. The “correct” parameters are then determined as the solution of the nonlinear
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constrained optimization problem
K

1
S p.g) =3 — (0, p.g) = 7p, (W p.q)) = (A — #1))* — min,
i=2 !

s. t. ¢(u, p,q) =0, (6)

where 0;,=0.08(7;+7,) are the standard deviations for the difference evaluations, if all measurements
are assumed to be independently normally distributed with expectation 7; and standard deviation
0.087;. Although the model defines the normal stress only up to a constant, the differences of the
stresses are defined exactly and should approximate the differences of the measured normal stresses.
The numerical solution is carried out in a direct approach, i.e., by discretization of the model and the
objective functional. This leads to a finite dimensional nonlinearly constrained optimization problem
of a very large size that requires the application of structure exploiting methods in order to reduce
the computation time.
Further details of the problem formulation and the discretization can be found in [14].

2. Black-box versus reduced SQP approaches

The least-squares optimization problem (6) involves the solution of a discretized PDE as an
underlying problem. The solution of the discretized PDE typically involves an iterative technique by
its own. Therefore, an obvious and often used approach for the solution of the overall optimization
problem is the use of a nested loop approach, where in an outer iteration cycle an optimization
algorithm iterates over the optimization influence variable and an inner loop over the PDE model
variables guarantees feasibility of all intermediate steps. This is also called “black-box approach”
since the inner PDE-loop is treated as a black-box, producing solution variables for the PDE for a
given problem formulation, where during the optimization process one does not care what kind of
inner processes this black-box involves.

There are cases in practical applications where feasibility at all costs is an issue, but they are rare.
In most practical problems, fasibility is only required for the solution of the optimization problem.
This fact can be exploited in such a way that one replaces the inner black-box iteration process by,
e.g., just one iteration of that process. If we consider a Newton-type method for the inner loop with
an iterative linear solver, then one might conceive using just one Newton step instead of the whole
Newton iteration or even just one step of the linear solver within the Newton method.

The latter type of optimization strategies are called simultaneous strategies. All those simultaneous
strategies must be justified by convergence considerations. To be more specific, we consider the
following abstract optimization problem formulation:

min  f(x,q), f:R"™ =R,

xq

st. c(x,g)=0, c:R*" — R™, C,:= 0c/0x nonsingular, (7)
g(q) =20, g¢g:RY —RY,

where x € R™, g€ R". The cost functional f denotes the output least squares objective here. The
equality constraint ¢ summarizes the discretized flow equations as discussed in the previous section
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Fig. 2. Sketch of a PRSQP method.

for the flow state variables x and the model parameters g. The inequality constraint collects typical
range constraints for the parameters which are always tacidly stated. We assume sufficiently high
differentiability of all functions involved. The condition C, nonsingular reflects the natural assumption
that the flow equations can always be solved. From that assumption we can conclude the existence
of a mapping

x:q+—x(g) such that ¢(x(q),q)=0.
Thus, we can restate the optimization problem as

min £ (x(¢),9),

! (8)
st.  g(g)=0.

The application of a sequential quadratic programming (SQP) technique to that problem formulation,

where for each parameter value ¢ one has to provide an inner solution procedure in order to obtain

a consistent value x(q) is an example of a method within the black-box approach. If we break up

the corresponding nested loop by performing just one single Newton iteration in the inner loop, we

obtain the following algorithm:

A conceptual PRSQP method is sketched in Fig. 2.

Indices & mean evaluation at the kth iterate. One observes that although the algorithm iterates
simultaneously over both types of variables—with state increments Ax* and parameter increments
Ag'—it can be decoupled from an implementation point of view into a PDE and adjoint PDE part
and an optimization part. This kind of modularity is highly appreciated in real applications. The
matrices B* are approximations of the Hessian of the Lagrangian

L(q) = f(x(9).9) — " 9(9).
It can be shown that

FL(@)oq’ =TT L(x,q)/0x,q)’T,
where

L(x.q) = [(r.q) = 2 clrq) — 1" g(g),
denotes the Lagrangian of the original problem and
-G ¢,

1

T:= a basis of the kernel of C=[C. C,].
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Fig. 3. The differences of the normal stresses. Empty circles denote the relative measured stresses (7; — 71), the black
circles show the stresses 7, (X, q) — 74 1(X,q) computed for the final guess of the optimization procedure.

In the context of SQP methods the latter Hessian is called the reduced Hessian and also the method
discussed above is called a reduced SQP method. The reduced Hessian is not built up exactly but
it is rather approximated typically by update formulas of Broyden type. Since the problem is not
reduce up to the kernel of all active constraints, we call this method a partially reduced SQP method
if we want to emphasize this fact.

Reduced SQP methods are specific variants of SQP methods for overall constrained optimization
problems, which gives rise to the underlying convergence theory (cf. [11]). In dealing with applica-
tions of the type discussed in Section 2, one even has to cope with inexact linear solvers within the
reduced SQP approach. Details to that problem are discussed in [14]. The resulting algorithm yields
the results depicted in Fig. 3.

The computations have been performed on a SGI Indigo2 with R4400 processor and took 767 s.
As a comparison, a single computation of the velocity and pressure field took 318 s on the same
machine, which means that the simultaneous approach enabled us in this example to solve the
whole optimization problem in only approximately double the time necessary for the solution of
the forward problem. Similar advantageous computing times are also reported for turbine blade
optimization problems in [4].

Remark. In contrast to that, a black-box SQP approach needs even for a completely linear problem
at least four SQP-iterations for convergence, where each iteration costs approximately twice the effort
as one flow solution because the adjoint solver is iterative and approximately as expensive as the
forward solver. In total, that means at least a factor of eight compared to a forward flow solution.

3. Simultaneous QP solution
The simultaneous optimization strategy developed in the previous section is most advantageous

when the number of influence variables is comparatively low—Dbecause of the use of update formulas.
Also in different settings, however, simultaneous strategies can be developed on the basis of SQP
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methods. Here, we present a practical example where the quadratic subproblems within a SQP method
are solved by a simultaneous iterative solver. The problem considered is the topology optimization of
electromagnetic media described by Maxwell’s equations. This is a joint work together with R.H.W.
Hoppe and S. Petrova from the University of Augsburg.

We are looking for an optimal distribution of conductivity in a fixed geometrical configuration.
In the stationary case, one obtains problem formulations in electro- and magneto-statics, which are
similar to elasto—mechanical problems. The mathematical models lead to elliptic boundary value
problems corresponding to a minimization of energy dissipation given by the Joule—Lenz law. We
suppose that our domain is occupied by an isotropic conductor with a finite conductivity. In order
to simplify the presentation, we consider the stationary case, i.c., constant currents are available in
the conductor.

We consider electromagnetic fields in the low-frequency regime which can be described by the
quasi-stationary limit of Maxwell’s equations also known as the eddy currents equations

~

B
%—t—i—curlE:O, divB=0, culH=J, 9)

B=uH, J=0E. (10)

Here, E and H stand for the electric and magnetic fields, respectively, B and J denote the magnetic
induction and the current density, and p and o refer to the magnetic permeability and the electric
conductivity, respectively (for a justification of the eddy currents equations see, e.g. [1]).

In the 2D case, assuming the current density to be given by

J - (Jl(xlaxZat)aJZ(xla-)CZ:t)ao)a
the electric and magnetic fields take the form
E = (El(xl,x21 t)aEZ(xlax2>t)>O)a H — (01 O>H(xlzx2a t))

We use a potential formulation by introducing a scalar electric potential ¢ and a magnetic vector
potential A according to

A
E:—gradq)—a— B=curlA

ot’
where curl is the 2D scalar operator curl(4;,42) = 04;/(0x;) — 04»/(0x;) (cf. [3]). Then,

(9)(10) give rise to the following coupled system of PDEs for the electromagnetic potentials ¢
and A

div(egrad ) =0 in Q, (11)
I, given data on I', C 0%,
on-grad ¢ = (12)
0 else,
A —ogradgp in Q,
aa——i-curl,u*lcurlA: - (13)
0t 0 in R\ Q,

the latter one with appropriate initial and boundary conditions.
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Note that in (12) we refer to I, as the fluxes associated with the contacts I', C 0Q,1 < v <N,
satisfying the compatibility conditions Z{Y;l I, =0.
The electric energy dissipation given by the Joule-Lenz law reads as follows:

f(@,0,A) = / J-Edx. (14)
Q
In particular, in the stationary regime this reduces to
f(q),a):—/ J-grad(pdx:—/ div(epd)dx. (15)
Q Q

The last equality in (15) follows from div(epJ)=J-grad ¢+ ¢ div J, taking into account that divJ=0
in view of (9).
Using Gauss’ theorem and the Neumann boundary conditions from (12) we get

Ne
f((p,a)——/ n-JdS(p—Z/ Lo ds. (16)
Q = I

We solve the optimization problem for the energy dissipation given by (16).
Find

min f((p,a):minZ/ Lpds, (17)
0 eo — Jr,

subject to the following constraints:

@ satisfies (11)—(12),
/ ocdx =C (mass constraint),
Q

Omin < 0 < omax  (conductivity box constraint). (18)

Here, omin and o, are a priori given positive limits for the conductivity and C is a fixed given
value. In general formulations of nonlinear programming problems, the objective function f and
the inequality constraints are supposed to be twice continuously differentiable. In our case this
requirement is obviously satisfied.

After a finite element discretization of the domain with a discretization parameter 2 we get the
following finite dimensional nonlinear programming problem, where we identify the vector x with
the discretized state variable ¢ and the free variable vector ¢ with the discretized conductivity o.

min £ (x,q),
x?q

(19)
s.t.
A(@)x —b=0, q— omne =0,
(20)
g(q)_czos O-maxe_q>0a
where e=(1,...,1)T. Here, 4 is the finite element stiffness matrix and b is the discrete load vector.

Note that the objective function (19) is just a more abstract reformulation of (17). Since the values
I, in (17) are given data, the objective function is linear in x = ¢ and does not depend on g = ¢
at all.
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The Lagrangian function associated with problem (19)—(20) is

L(x,q, Ay N,Z,W):= f(x> q)
+21(A(g)x —b) +1(9(q) — C)
- ZT(q - amine) - WT(Gmaxe - Q) (21)

Here, 4, n and z > 0, w > 0 are the Lagrange multipliers for the equality and inequality constraints
in (20), respectively. The necessary first-order Karush—-Kuhn—Tucker (KKT) optimality conditions
read as follows:

V& =V.f +4(q)' 7 =0,

VL =0,(A"A(q)x) +nVg(q) —z+w=0,

V, % =A4(q)x —b=0, (22)
V& =9(q) — C=0,

Diz=0 and Dyw=0, z>=0, w=0,

where D) =diag(g; — omin) and D, =diag(om.x — ;) denote diagonal matrices in the complementarity
conditions.
The Hessian of the Lagrangian with respect to (x,q) is denoted by

H=H(x,q)) = ( 0 g’“’) , (23)
gqx gqq
where
Lo =Ly = 0(AA(9)),
L gq =00, (AT A(g)x).

Our purpose is to find an isolated (locally unique) local minimum of the problem (19)-(20). We
apply a primal—dual interior point approach involving a barrier function.

The logarithmic barrier function associated with the optimization problem (19)—(20) consists of
solving a sequence of minimization subproblems of the form

min f(x.q. ),

B(x,q, p) : =f(x,q) — p(log(qg — Omine) + 10g(Tmaxe — q)), (24)
subject to equality constraints

A(g)x —b=0 and g(q)—C=0, (25)

where f(x,q, p) is the barrier function and p > 0 is the barrier parameter. We suppose here that
q > omin€ and o€ > ¢, so that the logarithmic terms serve as a barrier. This method is obviously an
interior—point method in the sense that it keeps iterates strictly feasible with respect to the inequality
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constraints. The subproblems (24)—(25) are solved for decreasing values of p and have the following
Lagrangian:

L p(%,4,751) := B(x,q, p) + 2T (A(g)x —b) +1(g(g) — C).
The first-order KKT conditions for the logarithmic barrier optimization subproblems result in
Vil =V.f +4(¢)' 4 =0,
Vg = 02T A(q)) + nVe(q) — pDy'e+ pDy'e =0,
V, & ,=A4(q)x —b=0,
V& ,=9(q)— C=0.

(26)

A comparison of the second rows in (22) and (26) reveals that the terms le_le and pD; e may
serve as Lagrange multipliers z and w for the inequality constraints. The interior—point method is
now characterized by substituting the last two complementarity conditions in (22) by the perturbed
complementarity conditions

Diz=pe and D,w= pe. (27)

Our primal—dual interior-point algorithm is based on a Newton—type method applied to three sets of
equations: primal feasibility (x,q), dual feasibility (4,#) and perturbed complementarity conditions,
related to (z,w). We denote by & := (x,q,4,1,z,w) the solution of the optimization subproblem.
Then, the search direction is given by A® = (Ax, Nq, N, Ay, Az, Aw). The update @ — & +
A@ is determined by the increment A® computed by using the Newton method for the following
p-dependent system of equations:

K, A®=—F,(]), (28)

where (28) is often referred to as the primal-dual system and solved at each iteration with a
decreasing positive parameter p. More precisely, (28) is equivalent to

0 L L 0 0 0 Ax V. &

Lo Lo Ly Loy -1 1 Aq V¢Z

L Ly 0 0 0 0 YAV/) V,&
=— , (29)

0 Ly 0 0 0 0 An VvV, &

0 Z 0 0 Dy 0 Nz V., ¥

0 -w 0 0 0 D, AW Vw&

where [ stands for the identity matrix, Z = diag(z;) and W = diag(w;) are diagonal matrices. The
remaining nonzero entries of K, are given by (24) and the following expressions:

Lw=Lo=4q), Lig=Ly=00"A0) Lig=ZLy=V"9(q). (30)

Note that ., = A(q) is the stiffness matrix of the electric potential equation, %, is a diagonal
matrix and %,, = V'g(q) is just one row vector.
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Now we eliminate the increments for z and w from the fifth and sixth rows of (29), namely,
Nz =D (~V, & — ZNq), /W =D;' (—=VyL + WAq). (31)

Substituting (31) in the second row of (29), we get the following linear system for the increments
of Y := (x,q,4, 1), denoted by Ay := (Ax, ANg, AL, An):

R, Dy =—E,). (32)
where K p» 1s the matrix and & »() is the right-hand side of the following system:
0 %y %L 0 Ax V&
&L gx Qqq Ly Lo Ag _ v~q$ ' (33)
L Ly 0 0 A v,
0 %y 0 0 An V&

The gg-entry of K, is now replaced by
gqq:gqq ""Dl_lz‘i‘Dz_1 W,

and the modified entry for the right-hand side is
V%=V, %+D;'V,% —-D;'V, 2.

The matrix K, (from now on we omit the subscript p and denote the matrix by K) is typically
indefinite. Similar indefinite systems of linear equations arise in the computation of saddle points
when Stokes- and Navier—Stokes equations are solved. Iterative methods based, e.g., on the Uzawa
algorithm for the solution of saddlepoint problems have been proposed in [2]. Direct methods for
the solution can also be applied where direct range space and null space methods are distinguished.
In [12], this distinction has been transferred to iterative methods.

First, let us consider the following range space formulation of K:

0 %y Lu O

(4 BY | Lo 2y Ly Ly 34)
B D L Ly 00 |
0 %Ly 0 0

Here,

0 Lq 0 0
A= - and D = R
Lo Lyg 0 0

so that in the Schur complement S := D — BA~'BT the first block 4 of K is taken as a pivot block
and its definiteness plays a crucial role. In many practical applications, such as: (i) solving discrete
saddlepoint problems arising in Stokes or Navier—Stokes equations; or (ii) linear programming prob-
lems, the block A is positive definite. For nonlinear convex problems (i.e., convex objective function,
linear equality constraints and concave inequality constraints) the Hessian of the Lagrangian function
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Fig. 4. Material distribution (100 x 100 mesh, 6 contacts).

is positive semidefinite. Preconditioned iterative solvers for the corresponding saddlepoint problems
have been proposed, for example, in [10], and in the context of multigrid methods in [13].
We also consider the null space formulation of K:

0 Ly %y O

A4 BT L 0 Ly O
K = = N , (35)
B D Lo Lo Ly Lo
0 0 L nq 0

where

0 ifxl
A=
L ix 0

is now an indefinite, but nonsingular matrix. Moreover, we remind that .¥,, = A(q) is exactly
the stiffness matrix corresponding to the electric potential Eq. (11). Hence, A~! exists, and the
Schur complement in this case S =D — BA~'BT is correctly defined. Furthermore, iterative solvers
implementing A~! are already available, which is a typical situation for optimization problems,
where discretized differential equations form the bulk of the constraints. Therefore, the null space
formulation turns out to be a more natural and attractive approach for solving the condensed primal—
dual system, see, e.g., [5,9,15].

We use transforming null space iterations for our problem (33), as proposed in [9] in the context
of multigrid methods. Transforming iterations have been introduced earlier as smoothers for multigrid
methods in range space formulations by Wittum [13]. Here, these null space iterations are directly
used as iterative solvers. Due to page limitations, we refer to [6] for more details. We conclude here
by presenting an example of numerical results in Fig. 4.
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