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Abstract

We condder the problem of shape optimization of systems governed by the station-
ary incompressible Navier-Stokes equations under flow and geometric constraints. Our
motivation stems from the problem of optimal design of artificia heart components. An
continuation-SQP algorithm is developed to efficiently couple Newton-based optimiza-
tion and flow solution. The main festure of the agorithm is to decompose the opti-
mization problem into a sequence of subproblems characterized by increasing Reynolds
numbers, and then apply continuation schemes on the design field, Hessan matrix, La
grange multipliers, and flowfield. As an application we consder the optimum design of
the shape of a two dimensiona tube—a simplification of a blood flow cannula that is a
component of an artificial heart. Representative numerica results show a factor of four
improvement in effidency over a standard SQP algorithm.

1. Introduction

The shape optimization problem is to minimize or maximize, through variation of a domain
boundary or portion thereof, an objective function, subject to constraints imposed by a
boundary vaue problem as wdl as other physica and geometrical conditions. It arises
in a variety of engineering applications. An example is the optimum desgn of systems
governed by viscous, incompressible flows. Conventional trial-and-error desgn methods often
prove to be time-consuming, expensve, and ineffective in addressing such design problems.
Advances in computational fluid dynamics (CFD), numerical optimization methods, and high
performance computing have made it possible for us to envison computer-based systems that
will automate the design of such systems. The challenges to the development of such systems
are manifold:
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design variables that effectively parameterize complex geometries must be identified,

appropriate objective functions and constraints must be derived to account for the
desred functiondity,

effident numerica methods for optimization, flow simulation, and their coupling must
be developed, and

these methods must be trandated into paralld algorithms and mapped onto high per-
formance computers.

Mogt of the exigting literature relevant to shape optimization of fluid flows is in the
context of aerodynamics [1] [3 [4] [11] [13] [14] [16]. Aerospace and aeronautical engineering
often deal with high Reynolds number flows, where viscous effects are typicaly important
only within a thin layer near the boundary. Thus viscosty is ignored in most aerodynamic
shape optimization work, and fluid flow is modeled with the full potential or Euler equations.
Recent work has included the viscous effects with the thin-layer Navier-Stokes equations [5].
However, there are many applications in which an inviscid assumption is not warranted,
and the full Navier-Stokes equations have to be used. Some published work exists in this
direction. Pironneau derives first-order optimality conditions for the minimum-drag problem
[15]. Numerica solution of the nonlinear algebraic equations derived from these first-order
conditions is later attempted, but a number of approximations are introduced due to the
limited computing power of the 1970s [8]. Another application and extension of this work is
[2], where the optimum prafile of a channel or duct is sought based on continuum sensitivity
analysis and a smple optimization agorithm.

In this study we congder the problem of shape optimization of systems governed by the
stationary incompressible Navier-Stokes equations under flow and geometry constraints. Our
interest in this work is motivated by the desire to optimize the design of an artificia heart
device, specificaly a complete blood pump and its connecting conduits. Due to the difficulty
of solving alarge nonlinear optimization problem and parameterizing the complex geometry,
we first concentrate on a problem that has been smplified with respect to geometry and
dimensiondlity. In this paper we discuss shape optimization of a two dimensiond tube repre-
senting the inflow cannula of a circulatory assist device. Severd different objective functions
are proposed to indirectly and directly modd blood damage. Despite the smplifications
made, this problem retains many of the features and the same mathematical structure as the
general problem, thus dlowing us to develop insight into solution properties, sensitivity of
the optimum to various problem data, influence of different objective functions, performance
of algorithms, etc. Furthermore, the design of an artificial heart cannula has proven to be a
challenge in the past due to the complex flow characteristics and the sparse theoretical and
experimental results available.

We discretize the Navier-Stokes equations by Galerkin finite elements; the resulting sys-
tem of nonlinear agebraic equations is solved by a Newton-continuation method. First
order desgn sendtivities are computed analytically after discretization. The nonlinearly-
constrained optimization problem is solved by a sequential quadratic programming (SQP)
method that requires only gradients of the objective and constraints. A continuation-SQP
algorithm is introduced to improve convergence and effidency of the optimization process.
The main feature of this agorithm is to decompose the optimization problem into a sequence
of subproblems characterized by increasng Reynolds numbers. Continuation schemes on the
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design fidd, Lagrangian Hessan matrix, Lagrange multipliers, and flowfidd are then applied.
Severd problems of finding the optimal shape of atwo dimensiona tube to minimize a model
of blood damage are solved.

The rest of the paper is organized as follows. Section 2 establishes the governing flow
equations and objective functions of interest, and formulates the shape optimization problem.
Section 3 reviews discrete sengitivity analysis and optimization of nonlinear systems. Section
4 introduces an efident algorithm to couple the SQP optimizer and the flow solver through a
continuation scheme. Section 5 speciaizes the optimization method to the problem of optimal
design of a two dimensiona tube, and Section 6 presents some representative numerical
results. We conclude with some remarks in Section 7.

2. Mathematical Formulation

Stationary, incompressible, Newtonian fluid flow in a domain Q, is governed by the Navier-
Stokes equations, i.e. the conservation of momentum equation

p(v-V)v-V.cr = g, D

the constitutive law
a = —pl+ u(Vv + vvT), 2)

and the conservation of mass equation
V.v =0, (3

where v is the fluid velocity, a the stress tensor, p the pressure, g the body force, p the fluid
density, and /i the dynamic viscosity. A Newtonian constitutive law is the smplest modd of
blood, with \i taken to be an approximate asymptotic vaue (4.0 cps).

The following local and globa functions are proposed to model blood damage; they are
relevant to other applications as well. They may be introduced as objective or constraint
functions.

» The rate of energy dissipation due to viscosity:
$ = Ip(Vv + VVv") : (Vv + VVv') (4)

* Maximum shear stress, eg. in two dimensions:

Fa¥y = \V{("——é— J +o, (5)

» Magnitude of vorticity:
u>=|Vxv| (6)

* Integral of the dissipation function over flow domain, both unsealed and scaled by area
or volume of the domain:

® dQ2, 3 2

In d = m (7)




e Integral of maximum shear stress, both unsealed and scaled: -

? _L Tmaxdil,  f = jﬁtﬁ )

 Integral of vorticity magnitude, both unsealed and scaled:

L-szudQ,, Q = ——= 9)

Thecritical micro flow criteriafor the design of artificial heart components are (1) minimizing
blood damage (hemolysis) and (2) avoiding blood clotting (thrombosis). It is well known
that blood damage is directly related to high shear stresses and exposure times experienced
by blood cells. In addition, the existence of regions of recirculation and stagnation have
been demonstrated to bear strong correlation to the onset of clotting and to the deposition
of blood elements within prosthetic devices. The above functions involving vorticity and
dissipation are reasonable mechanisms for reducing recirculation and thus thrombosis, while
the shear stress functions are directly related to hemolysis of blood.

We may choose any convex combination of the six global functionsin Equations (7)-(9) as
our objective function. In addition, limits on allowable values of the local functions (4)-(6)
may beintroduced asinequality constraints. Conditions which ensure a valid shape and limit
the size of the shape have to be introduced as geometric constraints. We will discuss such
geometric constraints in Section 5 in the context of a two dimensional tube. An appropriate
statement of a continuous problem arising in the optimum design of an artificial heart device
might be, for example, to minimize the integral of dissipation $in (7), subject to geometry
and physics constraints, including equalities in the form of the Navier-Stokes equations (1),
(2), and (3), and inequalities induced by demanding that the local maximum shear stress
(5) not exceed an allowable value throughout the domain. The aspect of the design that we
have under our control is its boundary (or part of it). Thus, this problem is one of shape
optimization.

3. Numerical Optimization

The shape optimization problem described in the previous section cannot be solved in closed
form; thus, we seek a numerical solution. By discretizing the flow domain and approximating
the field variables with finite elements, the discrete form of the governing flow equations as
well as the global functions (7)-(9) can be expressed as the sum of integrals over each
element. On the other hand, the local functions (4)-(6) are defined pointwise; thus, it is
appropriate to define them at element centroids. A finite number of design variables results
from a suitable parameterization of the shape. The resulting optimization problem can then
be stated as finding, from the space of shapes spanned by the shape parameterization, the
one that minimizes the objective while satisfying the constraints. The problem can thus be
transformed into a nonlinear programming problem (NLP).

The approach taken to solve the NLP is to eliminate the governing state equations (the
discrete Navier-Stokes equations) and state variables (velocities and pressures) at each design
iteration by solving them for the current shape. The values of the state variables are then
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used to evaluate the objective function. The implicit function theorem is invoked to find
gradients of objective and constraint functions. In the future we will consider methods that
retain the state equations as equality constraints, thereby obviating the need for flow solution
at each iteration [14]. An SQP method is used to solve the optimization problem. It makes
use of a quasi-Newton, in particular a BFGS, approximation to the reduced Hessian; thus,
only first derivatives of the objective and constraints with respect to design variables are
required.

We begin with the wesk form of the Navier Stokes equations,
Find v € H* (ft) and p € L? (ft) such that:

a(v,w) + 6(p,w) + c(v,v,w) =0  for dl w € H* (ft), (20)
&(gv) =0  for dl q€ L(ft),
where
a(v, w) :Jslx | (Vv +VVv') 1 (Vw+ Vw') dft, (11)
&(p,w)= - /IpV-wdft, (12)
Jn
and .
c(v,v,w)= [/ pw(v> V)vdft. (13)
Jn

Here, H' (ft) is the Sobolev subspace of al functions having one square integrable derivative
over ft and that satisfy the homogeneous essentiadl boundary conditions, and L (ft) is the
gpace of functions that are square integrable over ft.

Upon introduction of the finite dement approximations v* and ph, i.e.

Vi =) odx)v;, P =Y xi(x)pj, (14)
=) =

we obtain the discrete problem corresponding to Galerkin's method,
Find Vic £ Vh and ph 6 Vh such that
aVji, Wi) + 6(ph, W) + (V7 Vi Weg) = 0 for dll w™ € V¥, (15}

and
b{qv,) =0 for dl q €V,

where the finite e ement spaces Vh and Vh for velocity and pressure,
Vh = span {<£!,....</>,*}, Hc = span{xi,...,.Xnp}, (16)

are subspaces of the infinite dimensional spaces in (10), i.e. Vh C H*(ft) and Vh C L¥Q).
The discrete problem (15) is a set of nonlinear coupled algebraic equations, consisting of the
n' discrete conservation of momentum equations,

n’ nP n'
‘fa(<I>;,4>tvi + '52Kxj,<I>1)Pj+ E c(<f>p<t>,(j>gviV, = 0 A=1,...,n", (17)
t=| j=l t,r=l




and the n® discrete conservation of mass equations,

1

n
Y b(m<fe>- =0 m=1,..,7i» (18)

i=1
See, for example, [9] for details on finite element approximation of Navier-Stokes flows.

Let us represent the discrete momentum equations (17) as hy, = 0 and the discrete mass
equations (18) as h, = 0, and let us define vectors of unknown nodal quantities by letting
v 6 9t represent the fluid nodal velocities and p 6 5 the fluid nodal pressures. We refer
to the combined vector u where,

ol = (vr,pr)

as the state variable vector, and its elements as the state variables, and the combined equa-
tions h = 0 where

hT = (b7, h7),
as the state equations, and h as the state equation residual.

Next we outline the computation of gradients of the objective and constraints with respect
to design variables, i.e. the design sensitivity analysis problem. Here, we have chosen to
discretize first, and then differentiate, as opposed to the reverse. Certainly, the reverseis
possible, e.g. [15], and under certain conditions the two approaches yield identical gradients.

Symbolically, if the design variables are represented by TT, the discrete form of any of the
scalar functions of (4)-(9) can be written in the general form

« = ¥(u(ir),ir), (19)

where the dependence of $ on TT is both implicit through the dependence of u on TT, as well
as explicit. Thus, the gradient of $ with respect to the design variables TT is given by

by ___ . s
DIZ~8WAdTT On' 8
The Jacobian of the state variables u with respect to the design variables TT can be found by

differentiating the state equations h(u(?r), TT) = 0 with respect to TT and solving the resulting
system

ST (20)

for du/dir. Using the chain rule and the above results, and representing the Jacobian of h
with respect to u as the matrix J, we obtain

DY _dxdv. _ dxtih "ysw_
Dw ~8* dx :
where x represents the mesh coordinates. Depending on whether the product
dh ov
-1va . —T___
J gx ! J du

is formed first, the sensitivity analysis method is known as either direct or adjoint’.

L Of course, J is not inverted; is solved for the appropriate righthand side vector.
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The Jacobian of x with respect to TT is known as the design velocity fidd, and depends
on the mesh generation process. For general geometries and meshes, the design veocity field
may be computed by an elastic andogy.” However, here we optimize geometries that are
meshable in dosed form, and thus we compute the design velocity field analyticaly.

4. Continuation-SQP algorithm

SQP is generally regarded as the most eficient genera method for solution of nonlinearly-
constrained smooth optimization problems [12]. It can be viewed as a Newton method
for solving the first order optimality conditions of the nonlinear optimization problem (e.g.
[7]). 1t works by solving a sequence of linearly-constrained quadratic optimization problems,
in which the objective is a quadratic approximation of the Lagrangian function, and the
constraints are linear approximations of the nonlinear constraint set. In this work, a quasi-
Newton approximation is used for the Hessan matrix of the Lagrangian function, thereby
avoiding the need to compute second derivative information. For the purposes of this paper,
we smply think of each iteration of SQP as a procedure for advancing values of the design
variables, given vaues of the objective functions and its gradient, and the constraint functions
and their Jacobian matrix. The design variables are updated in this manner until an optimum
is reached.

The most straightforward SQP agorithm for solving the discretized Navier-Stokes shape
optimization problem couples the optimizer and flow solver in such a way that the former
drives the latter by feeding it with shape parameters, while the latter serves the former by
providing it with vaues of the objective function and constraints, and their design sengtiv-
ities. Thus, Algorithm 1 shown in Figure 1 results. For clarity of presentation, we restrict
oursalves to the case in which constraints only consst of discrete state equations. The ob-
jectiveis denoted by \P. A smple Newton-continuation method is used to globdize the flow
solver: theflow is converged for a low Reynolds number problem; the Reynolds number is
increased; the flow solver is initiated with the solution from the previous Reynolds number
problem; and the loop is repeated until the target Reynolds number is reached. We refer
to this agorithm as a "black-box" method, in the sense that flow solver and optimizer are
completely distinct, and they couple in the least possible way during optimization. For each
shape, theflow is solved fully for the target Reynolds number. We use the term "black-box"
despite the fact that analytical gradients are used, in order to contrast this approach with
the one that dosdy integratesflow solver and optimizer. For mildly nonlinear problems, the
black-box approach may be sufficient. However, for highly nonlinear problems characterized
by large Reynolds numbers, the black-box method is inefficient and may not even converge.
Several measures can be taken to improve it.

First, a continuation scheme on Reynolds number may be adopted within the optimiza
tion. Suppose we want to optimize afluid flow of a certain Reynolds number, Re. Instead of
treating it as asingle optimization problem, asis done in Algorithm 1, we decompose it into
m optimization subproblems, corresponding to a sequence of increasing Reynolds numbers.

>That is, the movement of the mesh due to a movement of the boundary is computed by treating the
domain as an elastic medium; the fluid mesh may double as the solid mesh. The derivative of the domain
mesh points with respect to the boundary mesh points is then easily obtained by differentiating the discrete
solid equilibrium equations.




( Begin. )

;

initialize design variables TTl and set j = 1.

:

Solve a flow problem of Reynolds number Re. |
Input includes TTJ. Output $j and (D®/Dw);.

:

Perform one SQP iteration. Input
tfj and (DV/Dw)j. Output TT-.;.

no
Set j = j + L.t

yes

( Stop. j

Figure 1: Algorithm 1.

For instance, if we let the Reynolds numbers increase by an equal increment ARe = Re/m,
then the ith subproblem is to solve the optimization problem under aflow of Reynolds num-
ber i ARe (1 <i < m). We use the optimum shape TT~"") of the (t - I)th subproblem
as an initial guess for TT” of the ith subproblem. This smple continuation on Re within
optimization plays a role smilar to the continuation, aso on Re, in the solution of Navier-
Stokes equations. Since this process generates better initial guesses for the NLP, it will tend
to improve the chances of convergence, as wel as the speed with which it will occur.

Second, we use the BFGS approximation of the Lagrangian Hessian matrix H*""* and
Lagrange multipliers A™" provided by the (i — 1)th subproblem as starting points for
H” and A, respectively, of the ith subproblem. Since our SQP agorithm builds a quasi-
Newton approximation to the Lagrangian Hessian, and since the continuation scheme solves
a sequence of related problems, it is reasonable to expect that HA"Y) possesses useful infor-
mation for the i-th subproblem. A smilar argument applies to the Lagrange multipliers. If
we can provide good initial approximations not only to the shape parameters but dso to the
Hessan matrix and Lagrange multipliers, the number of optimization iterations should be
sgnificantly reduced.

Third, we establish good approximations for the state variables at each iteration beyond
the first of each subproblem. A series of flow problems corresponding to a sequence of related
shapes must be solved when the i-th subproblem is solved with SQP. From one shape to the
next, the shape variables change from those of the previous shape by an amount ATT. The
state variable shape Jacobian matrix du/dir has been computed at the previous shape, if we
use the direct differentiation, as opposed to the adjoint, method. A first order approximation
of the change in the state variables due to a change in the design variables can be found by
multiplying the state variable shape Jacobian matrix by the design variable change vector.




Thus, for each new shape given by
TIW + ATTW, (23)

we initiate the flow solution with
u( Q( 1) ' AR, (24)

where uW is the vector of converged state variables corresponding to the shape TTW. By in-
troducing an improved approximation for theflowfieldusing existing sensitivity information,
we reduce the number of required iterations significantly. This device has been proposed in
[18] in the context of nonlinear elastic problems.

The continuation-SQP algorithm is summarized in Figure 2. Compared with Algorithm 1,
Algorithm 2 more tightly couples the optimizer with theflow solver. Flow solution is carried
out only to the Reynolds number associated with the current subproblem, and good initial
approximations are generated for shape parameters, state variables, Lagrange multipliers,
and the Hessan matrix, using available information. We expect a significant improvement
in performance, especidly for highly nonlinear problems.

5. Optimal Design of a 2D Tube

We consider a two dimensiona tube, shown in Figure 3a, with a corresponding mesh in
Figure 3b, in which fluid enters horizontally from the left, undergoes a 90° bend, and exits
downward in the vertical direction. This is a smplified model for a blood flow cannula of
an artificial heart device. It is assumed that the tube has a uniform section with a width or
diameter d. The problem is to design the shape of the middle axis of the tube, such that a
combination of the objective functions in Equations (7)-(9) is minimized subject to certain
geometric constraints. In this paper, the examples solved do not include theflow constraints
requiring that the local functions (4)-(6) not exceed certain alowable values everywhere in
the flow domain. The shape of the middle axis is a function r(9) in the polar coordinate
system, and it can be represented by a cosine series

r(9) = p\_}, ricos(2i0), 9 6 [0°,90°]. (25)
i=0

The coefficients r, i = 0,..., P - 1 are thus our design variables.

The middle axis r(9) is subject to one of the following end constraints:

¢ both positions of entrance and exit are fixed, specificaly, r(90°) = 71 and r(0°) = 72,

 the entrance is fixed while the exit position is dlowed to vary within a given range,
i.e, r(90°) =71 and 7 < r(0°) < 77

¢ the entrance position is dlowed to vary within a given range while the exit is fixed,
i.e, -y[ < r(90°) < 7? and r(0°) = 72,

¢ both positions of entrance and exit are alowed to vary within given ranges, namely,
7l <r(90°) < 72 and 72 < r(0°) < 77-




( Begin. )
1
Initidize ~°\ H'”', A<®\ and u<>.
Seti=1,j =i, ARe = Re/m,
and Re(l) = ARe.

Set Hg® = Hi-*', A}° = Al'-",

1

Solve a flow problem of Reynolds number
ReW. Input includes *<£' and uj”. Output [*
y*% (DD ul°, and (Du/Dn)".

Perform on SQP optimization. Input
> Hf, A}Y), W, ad [D*/vaf
Output flyy O, HAi , and A, .

1o Set3—1+1a.ndu{')—u('
| +(Du/Dm)Y, (-x(" (') ).
yes

Set 7 = 1r H(s) = H}'_l)_l,
A =Ag, and W = o>,

“° Seti=itlj=1 L
and Rel = i ARe.

yes

Stop.

Figure 2: Algorithm 2.

These conditions impose linear constraints on the design variables, since

((0°) = f

J1
i, 1(90°) = T;(—l)"r,-. (26)
=0

(= NN

In addition, desgn variables have to satisfy certain conditions to ensure a vaid shape;
otherwise, invaid shapes such as the one shown in Figure 3c may arise (as it actualy did).
Since we ded only with a discretized geometric modd of the tube, shape constraints need

only be imposaed at K distinct points (r(0-),0-), i = 1,..../*!, uniformly spaced dong the
middle axis of the tube. First, r(0) must be non-negative:
r(0)=0, »=1,...,*\ (27)

Second, the shape cannot penetrate into itsdlf:
(X - so,,) + (¥ - aw)® 2 \d* (28)
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Entrance
]
[
¢

y-axis

o X-aXis

(a)
Figure 3: 2D tube: (a) geometry, (b) computational mesh, (c) invalid shape.

' 1
(2 = Zoar1)* + (¥ - yo,i+i)? = 7

i=1,....K.

(29)

NN

Here, (xod, f/of) is the Cartesian coordinate of the z-th node aong the middle axis of the
tube; (X,V) is the coordinate of the intersection point of the two lines perpendicular to each
other and passing through (Xo,t; 20f) and (xo,;+i, 2lot+)- The vaues of (X,y) and (xo,t, 20f)
are computed with the following formulae:

R=AJA, V= AJA (30)
A =y iy i1y - 301+]) + zoilzilyisr — Zoi+1lyilzin (31)
Ay = iz iv1(zoie1 = Zo4) + Yoirle idyiv1 = woilyilzin (32

A =lgilyiv1 — lyilein (33)
Z.q- = r(0i) cos Of , 2lot = r{#;)sin#; (34
[ r'(0i) cosOi - r(0i) sinOi
‘A [(dr(91)/dO)* + r(0i)*]Y2 (35)

- r'{8;)siné; + r(6;) cos;

T {(00(8:)/00Y3 + r(0)1)1 72 (36)
ar(6;)
(6;) = 20 (37)

We have developed a code that couples optimization and flow solution based on Algo-
rithms 1 and 2 of Section 4. Theflow solver employs triangular Taylor-Hood elements, i.e., a
piecewise quadratic approximation of the velocity field and a piecewise linear approximation
of the pressure field are made. The Taylor-Hood eement is known to be stable in the sense
of Babuska-Brezzi, and produces errors of order h® for velocity and h? for pressure [9]. A
banded LU factorization routine from the LAPACK library [6] is used to solve the linear
systems that arise at each step of Newton's method. Analytical gradients of the objective
functions are computed using the direct sengitivity analysis method indicated in Equation
22 and the formulae derived in [10], while the gradients of the constraints can be obtained
from Equations (26)-(37).
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6. Numerical Results

In this section we present some representative numerical results. Specificdly, we compare
the performance of Algorithms 1 and 2 of Section 4, as wdl as the influence of the initial
shape, number of design variables, end constraints on the tube, Reynolds number, and choice
of objective function, on the resulting optimal shape. Unless otherwise stated, the following
data apply to al cases. the Reynolds number, estimated based on the average flow velocity
at the entrance and a tube diameter of d = 1, is 1000; both entrance and exit are fixed
a r = 5.1; the objective function is the integral of the dissipation function $; the number
of design variables, i.e. the number of terms in the series (25), is taken to be 14; and the
termination criterion is that the Euclidean norm of the projected gradient (i.e. the Kuhn-
Tucker optimality condition, KTO) is less than 5 x 10"°. The computations are performed
on a Digital 3000-400 (Alpha) workstation equipped with 128Mb of memory.

Table 1 compares the performance of Algorithms 1 and 2 of Section 4, along with an ago-

Table 1; Algorithm comparison.

Comparison | Optm | LU CPU (in | Elapsed time
Iltems iter fact | clock ticks) | (in seconds)
Algorithm 1 46 6455 | 3,335,313 61,054
Algorithm 2- 68 2,622 | 1,595,781 29534
Algorithm 2 50 1350 866,870 15,067
1 flow soln — 100 55,058 923

rithm named 2- that is intermediate between the two. Algorithm 2- improves on Algorithm
1 by extending continuation on Reynolds number to the optimization level, as in Algorithm
2, but does not include any of the other features. The table compares the total number of
optimization iterations, the total number of LU factorizations of the Jacobian of the state
equations with respect to the state variables, CPU time, and total elapsed time. The cost of
asingleflow solution at the optimum is aso included for comparative purposes. The number
of LU factorizations is a good measure of state variable-scalability, since for high Reynolds
numbers, flow solution and hence LU factorization will dominate the other computations
(computing the objective and constraint gradients, finding a basis for the null space of the
constraints, performing the quasi-Newton updates, and solving the reduced Hessian system).
Both agorithms were initiated from the same shape, which is depicted in Figure 5a.

Algorithm 2 is seen to be about haf an order of magnitude more efficent than Algorithm
1. This is due to the continuation features described in Section 4. Furthermore, we see
that the total cost of solving the optimization problem is about 16 times more expensve
than performing aflow smulation, a factor about equal to the number of design variables
(which is 14). We remark that a direct search method, i.e. a method that does not exploit
derivative/curvature information and instead relies on some form of explicit or implicit "enu-
meration" of the desgn space, cannot possibly be competitive with an SQP-based method
for this class of problem. The reason is that 16 samples of 14-dimensond space are unlikely
to yidd any usgful information for such methods, which typicaly require alarge number (rel-
ative to the dimengon of the space) of function evauations to identify the region surrounding
a minimizer.

Table 2 shows the numbers of optimization iterations and LU factorizations taken by
the two continuation agorithms for successve vaues of Re. The results show the improved
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convergence due to initiating the Hessan matrix and Lagrange multipliers with values from
the previous Reynolds number problem, i.e. reductions from 15 to 7, 16 to 11, and 16
to 11 in the number of optimization iterations for second, third, and fourth subproblems,
respectively. Furthermore, Table 2 shows the effect of using sensitivity information to improve
the initial guess of the flowfield, namely Equation 24. The resulting reduction in number of
LU factorizations is sgnificant.

Table 2. Breskdown of optimization iterations and LU factorizations for suc-
cessive Re.

Algorithm 2- |[ Algorithm 2
Re Optm | LU Optm | LU
iter fact iter j fact
250 21 131 21 119
500 15 667 7 98
750 16 836 11 574
1000 16 988 11 559

Table 3 shows the effect of initial shape on the optimum. The optimizer is initiated with
two quite different shapes. The shape of Casel is depicted in Figure 4a, while that of Casell is
shown in Figure 5a. Table 3 listsinitial and optimum values of the design variables, objective
function, and optimality condition. Clearly both initial shapes are far from optimum as well
as from each other, as evidenced visuadly and by the values of their optimality condition.
However the optimal dissipation agrees to eight digits, and the optimal vaues of the design
variables agree to four. The optimal shapes shown in Figure 4b and Figure 5b for Case |

Table 3. Effects of initial shapes on optimum.

Case | Case |1

Items Initial Optimum Initial Optimum
n 5.4000 5.1065820 5.6109985 5.1065841
Ti -1.500 0.0837369 0.0000000 0.0837377
Tz 0.6000 0.0249086 -0.7800000 | 0.0249068
u 0.3000 -0.0337325 || 0.0000000 | -0.0337311
TE> -0.1000 -0.0094676 0.2400000 | -0.0094694
re 0.0100 -0.0171818 0.0000000 } -0.0171821
rs -0.0050 -0.0069715 || -0.1100000 } -0.0069711
r* 0.0000 -0.0107487 0.0000000 | -0.0107495
ry 0.0000 -0.0051330 0.0600000 j§ -0.0051324
no 0.0000 -0.0080299 0.0000000 ] -0.0080313
m 0.0000 -0.0047271 § -0.0300000 | -0.0047273
712 0.0000 -0.0073294 0.0000000 | -0.0073294
ris 0.0000 -0.0051915 ]I 0.0200000 | -0.0051907
ria 0.0000 -0.0067146 0.0000000 | -0.0067144
F) 43.889 10.958633 33.321813 10.958633

KTO 1.668D+5 1.649D-9 5.181D-1-4 4.002D-9

and Case 1, respectively, are indistinguishable from each other. Although it is unlikely that
convexity of the optimization problem can be proven, we have aways obtained the same
optimal shape regardless of the starting shape, for our particular choice of shape variables.
Similar results are observed for other choices of objectives function, suggesting uniqueness
of the minimum obtained.

Figure 4 demonstrates the dependence of the optimum shape on the number of design
variables chosen. Figure 4b shows the 14-variable optimal shape and corresponding stream-
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lines. Figure 4c depicts the optimal shape and its streamlines found with 7 design variables.
The objective function values for optimum shapes with 14 and 7 design variables are, re-
spectively, 10.96 and 11.21. We see that the optimum shapes obtained with 14 and 7 design
variables are not substantially different. This suggests an additional improvement in effi-
ciency that can be realized when hierarchical families of design variables are used. Namely,
one may solve a shape optimization problem with a small number of shape variables, increase
the number of design variables, re-solve the optimization problem initiated by the smaller
problem's Lagrange multipliers, Hessian approximation, and design variables, and repeat.

Figure 5 illustrates the influence of the end constraints on the optimal shape and stream-
lines. The two sets of end constraints consdered are: 1) both entrance and exit are fixed at
r = 5.1; 2) the entrance is allowed to vary within a range 4.0 < r(90°) < 7.0 while exit is
fixed at r(0°) = 5.1. We see that by freeing the position of the entrance, the optimum favors
a tighter radius at theinflow. This can be explained as follows. The objective function is an
integral (of the dissipation function) over the flow domain. Both greater values of dissipation
as well as larger domain areas serve to increase this function. By reducing the radius at the
entrance, the area and thus objective function are reduced, all else being equal. Reducing the
radius, however, increases the dissipation, for the flow must change direction over a smaller:
distance. Thus, the optimum entrance radius does not assume its lower bound, and the
optimizer strikes the best balance between these conflicting goals. The optimum aobjective
function value for the freefixed case is expected to be smaller than that of the fixed-fixed
case, because the former is less constrained than the latter. We obtain exactly this result,
with an optimum ¥ of 10.72 (free-fixed) and 10.96 (fixed-fixed).

Figure 6 compares the optimal shapes obtained under Reynolds numbers of 100, 300,
and 1000. Here, theintegral of the magnitude of vorticity T is the objective function. The
entrance is allowed to vary within a range 4.0 < r(90°) < 7.0, and the exit is fixed at
r(0°) = 5.1. The figure shows that for Re = 100, the optimum shape is characterized by
a relatively straight region in the interior connected to sharply curving entrance and exit
segments. Thisis a manifestation of the behavior observed in the previous paragraph. The
optimizer biases the design towards one with smaller area. The smallest area is achieved by
a straight line between entrance and exit. The rapid change in entrance and exit curvature
of the tube necessary to realize this is deleterious for the objective. Therefore, the ends
are rounded to smooth the flow passage. However, as the Reynolds number increases, the
additional vorticity induced by the rounded ends more than offsets the decrease in area
achieved by the straight segment. The optimizer thus increases the curvature of the middle
segment and decreases that of the ends. This is observed for Re=300 and 1000. Optimal
values of the objective $ increase with Re as expected; the corresponding optimafor Reynolds
numbers of 100, 300, and 1000 are 0.09533, 0.8867, and 10.96, respectively.

Figure 7 shows the effect of choice of objective function on the optimal shape. The
entranceis allowed to vary within arange4 < r(90°) < 7, and the exit isfixed at r(0°) = 5.1.
The group of functions 45, T and tJ tends to give one set of optimal shapes similar to each
other, while the other group of objectives $, f and U leads to another set of optimum shapes,
also smilar to each other but quite different from the first group. Again, the first group of
objectives invokes the optimizer's preference for smaller areas; thus, the tightening of the
entrance radius of curvature Figures 7a-c. On the other hand, the second group's objectives
functions are scaled by the area of the domain; thus, the optimizer is free to concentrate
on minimizing the objective at hand (dissipation, vorticity, or shear stress) without area
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penalty. Figures 7d-f show the result: alarger radius of curvature at the exit.

7. Conclusions And Future Work

We have considered the problem of shape optimization of systems governed by the incom-
pressible Navier-Stokes equations. In particular, we have consdered objective functions
motivated by design of artificid heart components. These functions are directly and indi-
rectly related to blood damage, and include the rate of mechanical energy dissipation due to
viscodity, the magnitude of vorticity, and the maximum shear stress.

We have introduced a continuation-SQP algorithm that promotes the Reynolds number
continuation strategy of the solver to the optimizer. In addition to the design variables,
smple continuation is conducted on the quasi-Newton approximation of the Hessian matrix
of the Lagrangian function, as wel as on the Lagrange multipliers. Numerica experiments
have been conducted on a problem of finding the optimal shape of a blood transport conduit.
The results indicate that this algorithm reduces by a factor of four the time consumed by
a standard SQP agorithm, which is aready an efident method relative to gradient-only or
direct search methods.

At present, our algorithm has been applied to two-dimensiona problems possessing sm-
ple geometry. Work is underway to extend its applicability to complex three-dimensional
geometries, including a full ventricular assist artificial heart device. The magjor chalenges
for such problems are those related to geometry (how to automatically parameterize com-
plex shapes, how to ensure shape validity), to the large-scale nature of the problem, and
to the incorporation of non-Newtonian constitutive laws to better describe blood flow, as
wdl as more precise blood damage modes to be used as objective functions. At present,
the geometric issues have been addressed in an ad hoc fashion, i.e. tailored to the specific
geometry at hand (our continuation-SQP agorithm on the other hand is completely gen-
eral). A promising approach to automate the geometric aspects of shape optimization for
arbitrary geometries is the skeletal method of [17]. With regard to the difficulties induced
by the large number of design and state variables inherent in three dimensions, aframework
for addressing these problems is contained within the parallel reduced SQP method of .[14].
We intend to incorporate aspects of these approaches into our continuation-SQP a gorithm.

Though our work has been limited to two dimensions, our results indicate that improve-
ments in optimization agorithms and computing power make it feesble to find optimal
shapes of systems governed by incompressible Navier-Stokes equations in several hours on
a desktop workstation, for smple geometries and flow regimes of interest in biomechanics.
With the aid of parallel supercomputers, we anticipate optimizing complex three-dimensional
flows of medica interest in the near future.
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Figure 4. Initial and optimum shapes: (a) Initial, (b) optimum with 14 design
variables, (c) optimum with 7 design variables.
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Figure 5: Initial and optimum shapes: (8 Initial, (b) optimum with entrance

and exit fixed a r = 5.1, (c) optimum with entrance 4 < r(0°) < 5 and exit
r(90°) =5.1.
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Figure 6: Optimal shapes for different Re: (a) 100, (b) 300, (c) 1000.
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Figure 7: Optimum shapes for different objective functions: (@) §, (b) T, (¢)
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