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ABSTRACT

Finite Element Methods for Second Order
Forms of the Transport Equation. (December 1999)
Christopher John Gesh, B.S., Oregon State University;

M.S.E., University of Michigan

Chair of Advisory Committee: Dr. Marvin Adams

We analyze the behavior of second order forms of the transport equation discretized
with finite element methods for problems that contain thick diffusive regions. Our results
are quite general in that we make no assumptions regarding the spatial mesh or the specific
weight and basis functions.

We find that finite element discretizations of second order forms of the transport equa-
tion satisfy the same finite element discretization of the diffusion equation in the thick
diffusion limit, albeit with potentially inaccurate boundary conditions. We show that we
can construct very accurate scalar flux distributions by averaging the even- and odd-parity
solutions to these problems, and discuss the relationship between the parity equations and
the self-adjoint angular flux equations.

For multidimensional problems on certain meshes, we find that the most straightfor-
ward discretizations of the odd-parity and self-adjoint angular flux equations result in a
violation of the discretenf-supcondition. To rectify this problem, we propose to apply
certain mixed finite element discretizations, and analyze their behavior for thick diffusive
problems.

We then derive and analyze consistent diffusion synthetic acceleration schemes for the
discretizations we have considered. We find that it is straightforward to implement these

schemes in multidimensional geometry, in contrast to past experience in applying diffusion



synthetic acceleration to discretizations of the first order transport equation. Finally, we
provide numerical results that support our predictions and demonstrate that our analysis

methods are good predictors of observed performance.
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CHAPTER |

INTRODUCTION
A linear transport process is characterized by the motion and interaction of particles with
an underlying medium and is mathematically described by the linear Boltzmann transport
equation. As such, a wide variety of physical problems depend on accurate and efficient
solutions of this transport equation. These problems include radiative transfer in stellar
atmospheres, radiation imaging and oncology, and neutron diffusion in a fission reactor.
Unfortunately, analytic solutions of the transport equation exist for only the most idealized
problems. Therefore, numerical methods are required for nearly all practical applications.

The transport equation itself is an integro-differential equation that in general must be
solved iteratively. Furthermore, solutions of the transport equation can satisfy parabolic,
elliptic or hyperbolic equations in certain physical limits, and are functions of up to seven
independent variables. There is clearly no single spatial discretization scheme that is ap-
propriate for every transport problem.

Many practical transport problems contain regions that are optically thick and diffu-
sive. Due to practical computational limitations, the spatial grids for such problems contain
cells that are many mean free paths thick. Additionally, since the dominant physical process
underlying diffusive problems is scattering (or absorption and re-emission), conventional
within-group iterative methods are inefficient. Therefore, itis desirable to identify transport
discretizations that are both accurate for thick diffusive problems and amenable to iterative
acceleration techniques.

Recentwork [1, 2, 3, 4] on finite element method (FEM) discretizations of certain sec-

ond order forms of the transport equation suggests that they may possess both of the above

The journal model iSEEE Transactions on Nuclear Science.



properties. While much of the deterministic numerical transport research has concentrated
on the first order form transport equation, it is well known that second order forms of the
eqguation can offer certain advantages. The most obvious is that second order forms of the
transport equation are self-adjoint, and often result in symmetric positive definite (SPD)
matrices when spatially discretized. Very efficient and robust methods exist to solve such
systems. Additionally, there may be advantages in the form of lower unknown counts,
applicability to unstructured grids and ease of parallel implementation.

Our work will focus on: (1) finite element discretizations of second order forms of
the transport equation for thick diffusive problems in Cartesian geometry and, (2) iterative
acceleration of the resulting linear systems. We will also consider an interesting varia-
tion closely related to second order transport formulations. We note that it is physically
appealing to locate vector current unknowns on cell surfaces and scalar flux unknowns in
cell centers. While the fundamental unknown in the transport equations is, of course, a
scalar, we can reformulate traditional second order transport equations as coupled first or-
der equations with scalar and vector unknowns. This reformulation will allow us to apply
powerful mixed finite element methods (MFEM) [5] to transport problems and represents

a significant departure from conventional FEM transport discretizations.

A. Background

Second order forms of the transport equation were first studied in the early 1960s by re-
searchers in the nuclear engineering and astrophysics communities. It was recognized that
self-adjoint forms of the transport equation could be effectively solved by variational meth-
ods [6, 7, 8, 9, 10]. Pomraning [7], Vladimirov [6] and Feautrier [11] first identified the
even- and odd-parity equations, where the fundamental unknowns are the even and odd

components of the angular flux, respectively. The even-parity equation, in particular, be-



came the starting point for a variety of finite element [12, 13, 14, 15, 16], finite differ-
ence [11, 17, 18, 19] and variational nodal methods [20, 21]. Finite element [12] or spher-
ical harmonic [22] treatments of the angle variable were often used in conjunction with
spatial finite elements for the even-parity equation in an effort to mitigate ray effects as-
sociated with discrete ordinates methods. Numerical methods based on the even-parity
equation have proved effective for both reactor physics and radiative transfer applications,
though sometimes at the expense of greater CPU requirements to achieve accuracy compa-
rable to the best first order methods [23].

Miller [3] analyzed finite difference discretizations of the discrete ordinates even-
parity equations in slab geometry with isotropic scattering. He found that is was possi-
ble to construct differencing schemes that were strictly positive and second order accurate.
Furthermore, he showed that these methods also satisfied diffusion equations in the diffu-
sion limit and could be effectively accelerated with diffusion synthetic acceleration (DSA).
Miller [24] also noted that the direct application of linear continuous finite elements to the
even-parity equation could admit negative solutions. However, if mass matrix lumping is
incorporated, positivity can be guaranteed at the expense of a slight decrease in accuracy
(though the spatial truncation error remains second order).

Adams [1] performed a diffusion limit analysis [25, 26, 27, 28, 29, 30] of the continu-
ous finite element method (CFEM) applied to the even-parity equation in three dimensions
on an unstructured grid. He found that, to leading order, the even-parity solution satis-
fied the corresponding continuous finite element approximation of the diffusion equation.
However, he also noted that the associated Marshak boundary condition could be very in-
accurate for certain problems. A similar result, though with a different boundary condition,
was discovered for the slab geometry odd-parity equation [2]. Ackroyd [31] had earlier
recognized that for certain reactor physics problems a weighted average of the even- and

odd-parity solutions was far more accurate than either the even- or odd-parity solutions



alone. Adams’s analysis revealed a similar property for thick diffusive problems. Specif-
ically, while the individual even- and odd-parity diffusion limit boundary conditions can

be inaccurate for non-isotropic incident fluxes, their average is an excellent approxima-
tion to the exact boundary condition. Additionally, Adams proposed diffusion synthetic
acceleration schemes [32, 33, 34, 35, 36] based on the discretized even- and odd-parity
diffusion limit equations. Adams confirmed the predicted diffusion limit behavior and the
effectiveness of his DSA schemes with discrete ordinates calculations, though only in slab
geometry.

Morel and McGhee [23] developed a stable DSA scheme for the discrete ordinates
even-parity equation in three dimensions. The performance of their even-parity DSA
scheme was comparable to DSA applied to discretizations of the first order form of the
transport equation, though they noted a slight degradation when reflective boundary con-
ditions were present. Additionally, Morel and McGhee [37] proposed an effective fission
source acceleration scheme for the time dependent even-parity transport equation.

The self adjoint angular flux (SAAF) equation, first identified by Pomraning and
Clark [7] in an effort to improve upon standaRj theory, has recently been proposed
as a basis for numerical methods [4]. Unlike the even- and odd-parity equations, its fun-
damental unknown is the full range angular flux. Ackroyd [38] has also derived the SAAF
through a generalized least squares solution to the first order transport equation. Morel and
McGhee [4] have presented a simpler derivation and generated slab geometry numerical
results using linear continuous finite elements in space and discrete ordinates in angle.

Of course, there are certain disadvantages common to nearly all second order formu-
lations. The treatment of voids [39, 4] is difficult because of the presence of the total cross
section in the denominator of the streaming term. Additionally, the implementation of re-
flective boundary conditions couples multiple directions in the even- and odd-parity equa-

tions, though not in the SAAF [4]. Methods based on second order forms of the transport



equation require the inversion of a symmetric positive definite matrix for each direction,
rather than simply sweeping as in first order methods. On the other hand, for unstructured
three dimensional grids, this may be an advantage since sweeping can become difficult un-
der those circumstances. Despite these problems, the potential advantages of second order

transport formulations, particularly for thick diffusive problems, encourage further study.

B. Organization and Objectives

The organization of the remainder of this work is as follows. In Chapter Il we discuss
the properties of the analytic transport equation. We begin by reducing the energy and
time dependent transport equation to a series of energy and time indepesttiergroup
problems which are the basis of the numerical methods we develop. We then derive several
second-order forms of the transport equation and discuss their characteristics. We discuss
the behavior of the transport equation in certain physical limits and briefly describe the
iterative methods necessary to solve the within-group scattering problem. We conclude the
chapter with a short discussion of angular discretization methods.

In Chapter Ill, we derive the CFEM approximations to the parity equations and the
SAAF equation. We then discuss the formal relationship between the CFEM approxima-
tion to the SAAF equation and the average of the even- and odd-parity CFEM systems,
which turn out to be identical except on the boundaries. We analyze the behavior of these
discretizations in the thick diffusive limit and at the interface between a diffusive and a
non-diffusive region. We conclude with a discussion of certain implementational problems
we have observed. These problems partially motivate the MFEM approach we propose in
Chapter IV.

Chapter IV focuses on the application of mixed finite element methods to transport

problems. We apply the Raviart-Thomas [40] method to both the coupled first order parity



equations and to a coupled set of transport equations for the full range angular flux. We
then analyze these discretizations in certain physical limits and discuss their behavior and
performance.

Chapter V details how we developed and implemented diffusion synthetic acceleration
for the spatial discretizations discussed in Chapters Il and IV. We present numerical results
that support our analyses for both slab and XY geometry problems in Chapter VI. Finally,
we summarize our main conclusions and discuss directions for fruitful future research in
Chapter VII.

Our main purpose in this dissertation is to develop transport discretizations that are ac-
curate and efficient. We consider important practical issues such as memory requirements
and suitability for parallel implementation in terms of both scalability and spatial and an-
gular domain decomposition. At the conclusion of our work, we hope to have achieved the

following objectives:

e an improved theoretical understanding of finite element discretizations of second-

order forms of the transport equation,

¢ the development of efficient and stable synthetic acceleration methods for these dis-

cretizations,

e a complete understanding of the relationship between the parity equations and the

SAAF,
¢ the application of powerful mixed finite element methods to transport problems,
¢ the identification of optimal discretization methods for specific problem types, and

e a clear direction for fruitful future research in this area.



CHAPTER II

SPATIALLY CONTINUOUS TRANSPORT PROBLEMS
In this chapter we introduce the linear Boltzmann transport equation and its boundary con-
ditions. We derive several second order forms of the transport equation and discuss their
properties. We also present two coupled first order transport formulations that are the basis
of the mixed finite element methods we develop in Chapter IV. We then review the be-
havior of the analytic transport equation for thick diffusive problems. We conclude this
chapter with a discussion of the iterative methods used to solve the within group scattering

problem.

A. The Transport Equation

The linear transport equation is derived in numerous reactor theory [41, 42] and transport
theory [43, 44, 45] textbooks. It is an integro-differential equation with up to seven inde-
pendent variables. Solutions of transport problems satisfy elliptic, parabolic or hyperbolic
equations in various legitimate physical limits. Despite its complexity, it is simply a math-

ematical expression of particle (e.g. neutrons or photons) balance:

1 0w
()at—l—QDW

+o(r, E)W(r,Q,E,t) = //os (r,Q = Q,E' - E)¥(r,Q, E',t)dQ' dE
4 0

+Qe(r,Q,E,t) forreD. (2.1)

Herer, Q, E, andt are the position, direction, energy and temporal variables, respectively,
V(E) is the particle speedy; andos are the total and scattering cross sections, @ads

the external sourcé is an arbitrary spatial domain with a non-reentrant bound&rand



Fig. 1. An arbitrary spatial domain in Cartesian coordinates.

a unit outward normat as shown in Fig. 1.
Theangular flux W, is the product of the density of particles at a point in phase space

and their speed so that:

ot(r,E) x W(r,Q,E,t) x dr x dQ x dE = Reaction Rate

interactions particles _cm cm Sr eVv Interactr;Ons
particle-cm 3"y Second seco

represents the expected rate at which interactions with the background media agcur in
aboutr, dQ aboutQ, anddE aboutE at timet.

We note that all time and energy dependent transport problems can be reduced by
implicit time differencing [45] and the multigroup approximation [42, 45] to a series of
one-group, steady-state problems that are referred titag-group problems. At this
point, we will also make the assumption that sources and scattering are isotropic. While
this assumption is valid for many physical problems, we will point out when the presence

of anisotropy affects our methods or analyses. Thus, we arrive at the form of the transport



equation that will be the basis for our spatial discretizations:
1
Qﬂw+mawmgn:Zﬁkﬁj/wmgym+Qaﬂ forreD.  (2.2)
4nt

The sourceQ, now consists of both the external source and the known scattering source
from other energy groups.
We will often use the following definitions. Trezattering ratiois defined as the ratio

of the scattering and total cross section:

Os
== 2.3
c= o (2.3)
Thescalar fluxis defined as the angular integral of the angular flux:
qn:/wmgmq (2.4)
4mt

Theangular current densitys the product of the angular flux and the direction of particle

propagation:
G(r,Q) =QW¥(r,Q). (2.5)
Finally, thecurrentis defined as the angular integral of the angular current density:

J(r) = | G(r,Q)dQ. (2.6)
/

Physically,J(r) - ndSis the net rate at which particles pass through a surfi&weith an
outward normah.

The streaming ternQ - W, in equation (2.2) involves only first order spatial deriva-
tives. For that reason we will refer to equation (2.2) asfits¢ order formof the transport

equation.
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1. Boundary Conditions

We must also provide appropriate boundary conditions for the transport equation. Most

frequently, the known incident angular flux is specified on all or part of the boundary:
W(r,Q)=F(r,Q) forr €dD;andn-Q <O0. (2.7)

Symmetries in the spatial domain can result in reflective boundary conditions:
W(r,Q) =¥(r,Q") forreabD; andn-Q <0, (2.8)

whereQ' is the angle that reflects onfdat positionr € 0D;,. Albedo boundary conditions
set the angular flux entering a region throwdly as a weighted integral of the angular flux

leaving that region througdDg:

W(r,Q) = / a(r,Q-Q)W(r,Q)dQ forr ¢ 0Daandn-Q<0.  (2.9)
n-Q'>0

2. The Balance Equation
The so-calledalance equatiors the angular integral of equation (2.2):
O0-3(r) + aa(r)®(r) = Q(r). (2.10)

If we integrate the balance equation over any spatial domain we arrive at a precise mathe-
matical expression for particle conservation within that domain. For example, consider an

arbitrary volumeD. We integrate equation (2.10) over this domain to obtain:

/D dV+/oa r)dV = /Q 2.11)

We can apply Green’s theorem to obtain:

/aD (N ndS—l—/Oa ) dV = /Q (2.12)
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This is an interesting result. Despite the fact that the current and the scalar flux are both
derived from the same scalar variable (the angular flux), the most physically appealing
expression for particle balance involves vector and scalar unknowns that are not spatially
co-located. This apparent antinomy will partially motivate our development of mixed finite

element transport methods.

3. Angular Discretization

We have yet to discuss the discretization of the angle variable. We will continue without
invoking an angular discretization for notational simplicity. Thus, the results of our analy-
ses can be thought to apply when the specified angular discretization resolves the angular
variations of the solution to the problem being considered.

In practice, we will use the standard discrete ordinates method [46, 45]. In this ap-

proximation, angular integrals are replaced with discrete sums:

/f(Q)dQ—> % £(Qn)hn,
41 n=1

whereQy are the quadrature points (directions) dpcdare the quadrature weights. If the
problems of interest are thick and diffusive then the quadrature set should exactly integrate
at least linear and quadratic polynomials of the direction cosibg<y, andQ; to re-

solve the angular shape of the solution in the problem interior. This can be understood by
recalling that, in a diffusive problem, the angular flux is a linear function of angle. To com-
pute the first angular moment of a linear function, we must be able to integrate quadratic

polynomials.
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B. Second Order Forms

In this section, we will derive three independent second order equations. By this, we mean
equations whose streaming operator involves second order spatial derivatives. We note that
the even- and odd-parity equations have as their fundamental unknowns the even- and odd-
angular components of the angular flux. Thus, in solving these equations we need only
consider half of the angular domain. The SAAF equation, on the other hand, has the full

range angular flux as its fundamental unknown.

1. The Even- and Odd-Parity Equations

The even- and odd-parity equations have been the basis for a wide variety of numerical
transport methods [47, 48, 16, 1, 14, 49, 21, 18, 19, 12, 24, 37, 23, 50]. Our derivation will
follow the standard procedure [45] for the most part, though our treatment of boundary
conditions follows Adams [1]. We begin the derivation of the parity equations by defining

the even-parity angular flud/*, and the odd-parity angular flu¥—, as:

W (r,Q) = [¥(r,Q) +W¥(r,—Q)], (2.13a)

W (r,Q) = [¥(r,Q)—W(r,—Q)]. (2.13b)
It is easy to see that the angular flux is simply the sum of the even- and odd-parity fluxes:
W(r,Q) =W (r,Q)+ W (r,Q), (2.14)

and that the scalar flux and current can be recovered from the parity angular fluxes with the

following half-range angular integrals:

o(r) = 2/w+(r,Q)dQ, (2.15)
21
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) = Z/QW‘(r,Q)dQ. (2.15b)
21

Now, if we write first order transport equation for the direction and the-Q di-

rection then add and subtract the results, we obtain the following coupled set of equations:

Q.0W(r,Q) + 6 (NW(r,Q) = os(r)(DgT)[+ Q). (2.16a)
Q-0OWH(r,Q) +o(r)W (r,Q) = 0. (2.16b)

We solve equation (2.16b) féiF—:

1
ot(r)

WY (r,Q) = — Q-0OW(r,Q), (2.17)

and substitute that result into equation (2.16a) to obtain a single equatigt for

1 0sP+Q

—Q-0=Q-O0¥Y"+ g W = 2.18
o1 + GOt am ( )

® can be recovered from the even-parity angular flux via equation (2.15a). Similarly, we

can solve equation (2.16a) fet":

_os(NeN)+Q(r) 1, ~u-
WH(r,Q) = 0, —OtQ Ow=(r,Q), (2.19)

and substitute that result into equation (2.16b) to obtain an equation involvingbodimd

@:

—Q-DiQ-Dw—Jrotw— :Q-D(Osq)+Q). (2.20a)
Ot 410y

Unlike the even-parity case, here we need another equation to Wetaeaed®. Therefore,
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we integrate equation (2.16a) over angle to obtain:
0.-J4+ 0t =0sP+Q, (2.20b)

whered is given by equation (2.15b). Finally, we note that if anisotropic scattering were
present we would need a second equation to relate even-parity angular flux to the current.

Now we must address boundary conditions. We manipulate the known incident bound-
ary condition into a form that can be incorporateaturally into finite element discretiza-

tions. From equations (2.7), (2.14) and (2.17) we see thatéodD; andn-Q < O:

W(r,Q) = F(r,Q)
WHr,Q)+W (r,Q) = F(r,Q)

lJJJf(r,Q)—oiQ-DWJF(r,Q) = F(r,Q). (2.21)
t

Forr € dD;, it is obvious that:

OiQ-Dqﬁ(r,Q) - [w(r,Q)—F(r,Q)] forn-Q< 0
t

= — [W+(r,§2) — F(r,—Q)] forn-Q > 0.
If we make the even angular extensiorFdf, Q) for outgoing angles:

F(r,Q) forn-Q<0
FH(r,Q) =
F(r,—Q) forn-Q>0
we can write the boundary condition for all angles in the following compact form:

(n-Q) (OitQ DHJ+) — |n-Q| (qﬁ . F+) forr € aD;. (2.22)

We follow a similar procedure to the derive the odd-parity boundary condition. Here,
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we have for € dD;:

1
Lo.0w(r,0) - 2219
Ot 410y

[qr(r,Q) — F(r,Q)] forn- Q<0

= [— W= (r,Q) — F(r,—Q)] forn-Q> 0.
Then, if we make the odd angular extensiordf, Q):

F(r,Q) forn-Q <0
F=(r,Q) =

—F(r,—Q) forn- Q>0

we obtain the desired form of the odd-parity boundary condition:

(n-Q)(iQ-Dw‘—Osq)—I_Q

= pas ):—|n-Q|(l4J —F~) forr €dD;. (2.23)

To summarize, we rewrite the even- and odd-parity equations and their boundary con-

ditions. The even-parity system is:

_a.0to. 0wt 4 gt = B2+ (2.24a)
Ot 4mn
1
. 0. +Y\ — _In. + gt
(n Q)(OtQ Ow ) n Q|(w F ) for r € aD. (2.24b)
The odd-parity system is:
1 _ _ 0sP+Q
—Q.0-Q. 0¥ +G¥W =0Q.0 2.2
Ot +o ( Ao} )’ (2.253)
0-J+ 0 = 0s®+ Q, (2.25b)
1 _ 0sP+Q _ _
Q) (=qQ. 0w - — _n.Q|W"—F . .
(n )(cyt s ) In-Q( ) forr €D (2.25¢)

Equations (2.24) and (2.25) completely specify the parity systems that we will discretize in
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Chapter Ill. Note that we have regeddD; with 0D. That is, we will only consider known
incident boundary conditions in the remainder of this work. Reflective boundary conditions
result in fully implicit coupling between the incoming and outgoing directions. This is not
the case for first order forms of the transport equation and is a significant disadvantage of

the parity equations.

2. The Self-Adjoint Angular Flux Equation

The so-called self-adjoint angular flux equation has recently been suggested as a basis for
numerical transport methods [4]. Though this equation was initially proposed in the context
of improving standar@; theory [7] in the early 1960s, it has received little attention. Ack-
royd [47] identified the SAAF through a least-squares solution procedure for the first order
transport equation. We stress that the fundamental unknown in the SAAF is the full-range
angular flux.

The derivation presented by Morel and McGhee [4] is simple. We rearrange the first

order transport equation:

1
Yo O0TQ_ 14y,
410y Ot

and substitute this back into the streaming term of the transport equation to obtain the

self-adjoint angular flux equation:

®+Q

1 o
—Q-0=0Q- 0¥+ 0¥ =—
Ot 4mn

M) . (2.26)

_Q'D( 410

We note that it is of the same basic form as the parity equations. Further, since the fun-
damental unknown is simply the angular flux, we need not manipulate the boundary con-
ditions. That means that all of the boundary conditions, including reflective boundary
conditions, can be implemented in the same way they are for the first order transport equa-

tion. We must, however, also specify boundary condition®tggoingangles. We simply
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require that the outgoing angular flux on the boundary satisfy the first order form of the

transport equation:

os®(r) +Q(r)

Q-0O0W(r,Q)+ot¥(r,Q) = =

forr € dD andn-Q > 0. (2.27)

This is analogous to the extensions of the boundary data we make for the even- and odd-

parity equations, and is discussed more fully in the next section.

3. General Properties of Second Order Forms of the Transport Equation

There are several unique characteristics of second order forms of the transport equation
that we should be consider before proceeding. As we have already noted, the streaming
operators now involve second derivatives. The first order within-group equation is a hyper-
bolic first order partial differential equation, while the parity equations and SAAF equation
are parabolic second order PDEs. This has two important consequences. First, the second
order equations actually have more possible solutions than the first order system. For a
purely absorbing, within-group slab problem, the first order equation has a solution of the
form Ae~°/H while the second order forms admit bate /! andBe”*/H. Second, cor-
respondingly more boundary conditions are required to damp the non-physical solutions.
This is the reason we must enforce boundary conditions for outgoing angles in second order
formulations.

Since the second order systems involve boundary conditions for outgoing directions,
it is possible for discretized forms to violate directional causality. That is, it is possible for
solutions in one region of a problem to depend non-physically upon downstream informa-
tion.

The presence of the total cross section in the denominator of the streaming term makes
the treatment of voids difficult. This has been considered by Ackroyd, Issa and Riyait [47]

with some success. It is clear, however, that this is a significant disadvantage peculiar to
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second order forms of the transport equation.

Finally, discretizations of second order forms of the transport equation typically re-
quire the inversion of SPD matrices, whereas first order forms often lead to block-lower
triangular matrices that can be solved very rapidly by sweeping methods. Whether this is
an advantage or disadvantage depends on the type of problem being considered. For exam-
ple, on an unstructured mesh in 3D, it may be very difficult to sweep the mesh even with
serial algorithms. Additionally, efficient parallel implementations of sweeping routines on
grids of this type have yet to be developed, so it may, in fact, be more efficient to use well-
established parallel iterative methods on the SPD matrices that result from second order

transport discretizations.

C. Coupled First Order Forms

We now briefly discuss the coupled first order systems of equations that will be the bases of
the mixed finite element transport discretizations that we will develop in Chapter IV. One
factor motivating the forms we consider is that they should allow vector current unknowns

to be spatially located on cell faces and scalar flux unknowns to be located in cell centers.

1. The Coupled Parity Equations

Our starting point will be the coupled even- and odd-parity system in equations (2.16). We

define the odd-parity angular current density to be:
G (r,Q)=Q%¥ (r,Q), (2.28)

then multiply equation 2.16b b to obtain:

0s®+Q

0.G +oa¥ =
+ t AT ’

(2.29a)
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0.-QQ¥ + G~ =0. (2.29b)

To obtain the appropriate boundary condition, we simply multiply equation (2.25@Q) by

osP+Q
410y

(n-Q)Q(OitD-G—_ )= -In-Q(G™~QF") forrcaD.  (229)

To our knowledge, no numerical transport methods have been based upon equations (2.29).
The fundamental unknowns in this system are the even-parity angulakffuyxand odd-
parity angular current densit§g—. The odd-parity angular flux can be recovered frém

with the following relation:
W (r,Q)=Q-G(r,Q),

sinceQ-Q =1.

2. The Angular Flux-Angular Current Density Equations

We now consider a method for recasting the first order transport equation into a coupled sys-
tem of equations involving a scalar and a vector unknown. First, we rewrite equation (2.2)
using the definition of the angular current density in equation (2.5) then we multiply equa-
tion (2.2) byQ to obtain a coupled set of equations with the angular flux and angular current

density as their unknowns:

osP+Q
. p— 2-
0-Gow="" (2.30a)
0.00wW+ 66 = 2P (2.30b)

4mn

We will refer to equations (2.30) as the angular flux-angular current density (AFACD)
equations. We note that if we were to assume that the angular flux was linearly anisotropic

and integrate equations (2.30) over angle, we would obtain the staRgdacuiations. The
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boundary condition for equation (2.30b) is written in a form that allows us to incorporate it
naturally in a finite element system. That is, fof dD:

QF(r,Q) forn-Q <0
Gp(r,Q) =QW(r,Q) = (2.30c)

G forn-Q > 0.
The condition fom - Q > 0 corresponds to requiring the angular flux to satisfy the first
order transport equation for outgoing directions. Reflective boundary conditions can be
incorporated by simply setting(r,Q) equal toW(r,Q’) whereQ' is the direction that

reflects ontd at the pointr.

D. The Asymptotic Diffusion Limit of the Transport Equation

The asymptotic behavior of the analytic transport equation for thick diffusive problems
is well established [51, 25, 52, 30]. Adams [1] extended analyses of this type to include
problems that contain adjacent diffusive and non-diffusive regions. In this section, we will
review the properties of the analytic transport equation for problems that contain regions

that are optically thick and diffusive.

1. Solution of the Transport Equation in the Diffusion Limit

Let us again consider the first order within-group transport equation with a known incident

boundary condition:

(r)+Q(r)
4mn

Q. 0w+ a(r)w(r,0) = 2P forr €D, (2.31a)

W(r,Q)=F(r,Q) forreobDandn-Q<0. (2.31b)



21

We now introduce the following scaling:

G — % (2.32a)
Oa — €03 (2.32b)
Os — %—soa (2.32¢)
Q — ¢Q, (2.32d)

whereaot, 03 andQ are all O(1). Thus, as— 0 the total cross section becomes very large

so that a problem of fixed physical dimensions becomes thick in terms of particle mean
free paths. Further, the rates at which particles are added to the system through sources
and removed from the system through absorption become small. Physically, we expect
these conditions to result in a diffusive particle transport problem. This particular scaling
possesses several important properties [29] that make this heuristic argument more precise.
First, the infinite medium solutiorQ/o,, and the diffusion Iengthg30aot)—%, are both

O(1). More importantly, the diffusion equation itselfirszariant under this scaling. Now

we apply the above scaling to equation (2.31a):

(% —€0a) P +€Q

Ot
Q- 0¥+ =YW= 2.
+ . I (2.33)
We propose the following ansatz for our solution:
W= loly eplll 4 e29l2 4 (2.34a)

®=0 4 colll {202 4 . whereol / WK 4o, (2.34h)
i
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We insert the ansatz into the scaled transport equation and require the resulting equations

to hold for terms of like order. The O(%) equation is:

(0]
[0] _ th)
otW an (235)

Thus, our first important result is that the leading order angular flux is isotropic. Now, we

write the O(1) equation:

(4
Oyl 1 _ ot

Q-OWYM 4 oW a (2.36)

and take its first angular moment to obt&iok’s Law.
() = —%Dcp[o](r) where we have defineti = /Qw[k]dQ. (2.37)

t 4m
The O€) equation is:
2 _ [0]

Q. Wl 4 guyld = LT = 0a® Q (2.38)

4mn

Finally, we take the zeroth angular moment of the)@Quation and use equation (2.37) to

find that the leading order scalar flux satisfies the following diffusion equation:

0. 3%5@[01 + 0,00 = Q. (2.39)

Equation (2.39a) describes the behavior of the leading order solution in the problem inte-
rior. Now, we must determine what boundary condition the leading order equation satisfies.
First, we note that there is a complicated boundary layer of thickness @ make no
attempt, however, to explicitty model the boundary layer. Rather, we derive a boundary
value that yields the correct interior solution. This is facilitated by recognizing that the
boundary layer in a thick diffusive problem is described by a purely scattering half-space

problem [51, 25, 52, 30]. Analytic solutions to such problems do exist [53]. The resulting
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boundary condition is given by:

2/ (In-Q))f(r,Q)dQ forr € aD. (2.39b)
n-Q<0

W(|n- Q) depends on Chandrasekhatsfunction and is well approximated by a simple

polynomial:

3 3
W(|n-Q|) = §|n-Q|H(|n-Q|) ~|n-Q|+ §|n-Q|2. (2.39¢)

In summary, the leading order solution of the transport equation (a first order hy-
perbolic equation) satisfies the diffusion equation (a second order elliptic equation) as the
scaling parameter— 0. Further, despite the presence of a complicated boundary layer, we
can obtain the correct interior solution by using a simple weighted integral of the known
incident angular flux. While this is an intuitive result, the implications for discretized prob-
lems are significant. A discrete transport solution will not be accurate for thick diffusive
problems unless its leading order solution satisfies a reasonable discretization of the diffu-

sion system shown in equations (2.39) [29].

2. Solution of the Transport Equation at an Internal Interface

We now turn our attention to an idealized problem containing adjacent diffusive and non-
diffusive regions as shown in Fig. 2. This analysis was originally performed by Adams [1].
We denote the boundary between the two regiordDag with a normalng that points out
of the diffusive region and into the transport region. We also defirees —ng, so that it
points out of the transport region and into the diffusive region.

We begin by applying the scaling shown in equation (2.34) to the diffusive portion of

the problem. We then simply note that our results in the previous section directly apply to
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ot/€, €04, €Q

Fig. 2. An arbitrary spatial domain with an internal interface.

the leading order solution in this region. These are:

Ot (D[O]

oWl = forr € Dy (2.40a)

—0O- %Dm["] +0,0@=Q forr €Dy (2.40b)
t

oll(r) = 2 / W(lng- Q)W (r,Q)dQ  for r € aDy;. (2.40c)
nd-Q<O

In this expressionw[o](r,Q) is the as yet unknown angular flux leaving the transport re-
gion and entering the diffusive region. Now, we consider the transport region. Obviously,
since we do not apply the diffusion scaling to the transport equation in this region, the
leading order solution satisfies the transport equation. The development of the boundary
condition is more involved. Here we must determine the value of the angular flux entering
D throughdDy; as a function of the flux leavin®; throughdDy;. To leading order this

is corresponds to the problem of determining the albedo of a half-space, which has been
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solved analytically [43]. Therefore we have:

(0]
Q.0 4 guyld = I FQ (2.41a)
4mn
subject to an albedo condition fore 0Dy andn; - Q < 0
Wwol(r, Q) = %1 / o )WO(r,Q")dQ' wherep= |n;-Q|. (2.41b)
ne-Q'>0
The albedoqa(p, ), is given by:
WO /7 W)
n o !
G(u,u)—[u+“,]/[/y+“dy] where O< p, i < 1. (2.42)

0
W(p) is the weight function shown equation (2.39c). Note that the albedo boundary condi-

tion is a function of both the incoming and outgoing angle.

E. The Within Group Iteration

As we have noted, the transport equation is an integro-differential equation that is usually
solved iteratively whews > 0. In this section, we will discuss issues related to the iterative
solutions of such problems.

1. Source lteration

Let us consider the slab geometry transport equation:

WD WG ) = ZO() +2Q() wheren=0-6,  (243a)
1
d(x) :/1W(x, W dp (2.43b)

A very simple approach for solving equations (2.43) would be to guess the value of the

scalar flux (D(O)(x) = 0, for example), solve equation (2.43a) for the angular flux, then use
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equation (2.43b) to update the scalar flux:

0 1 1
W72 g E312) ) =~ (x) + SQX), (2.442)
1
D) = [ WEA () dp (2.44b)
-1

This process is known aource iteratiorand is closely related to Neumann iteration [44,
45]. When source iteration (SI) is applied to a discretized system, it is, in fact, equivalent
to stationary Richardson iteration [54]. We will discuss this in more detail in Chapter V.

The iteration described in equations (2.44) is carried out until some measure of the
error is less than a prescribed tolerance. Often, the infinity- or 2-norm of the relative differ-
ence between successive iterates is used as the error measure. The rate at which an iterative
method converges is governed by the spectral ragiushich is the largest eigenvalue of
the iteration operator (or iteration matrix for discretized problemsip{f = & — ®®) js
the difference between the exact solution and the current iterate, we may write:

[CSasellP

————= forlarget. (2.45)
[P

Y

In practice, since we do not know the exact soluaigriori, we will often use the following

relation to estimate the spectral radius:

@) — o)
[T = ol=2)|;

P~ (2.46)

If we assume that the angular and spatial portions of the solution to equations (2.43)
are separable then we can determine the spectral radius of Sl analytically with an infinite

medium Fourier analysis. We assume constant material properties and define the iteration
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errors:

QU+/2) g gtr/2), (2.47a)

ol = o—o) (2.47b)

whereW and® are the converged angular and scalar fluxes, respectively. We now subtract

equations (2.44) from (2.43) to obtain:

0 -~ - COt ~
ua—xw(”l/z) + oy PUFY2)(x ) = %(D(‘)(x), (2.48a)
“ 1,
S (x) = / PE2 0 ) di (2.48b)
1

where we have noted thed; = 05 At this point, we insert the standard Fourier ansatz:

QU2 — g (N)a(h, p)ero, (2.49a)
Pl = w(N)AN)er (2.49b)

where
I=v—-1 and—o <A < co. (2.49c)

After substituting the above ansatz into equations (2.48), we find that:

_CAA) 1
aA W) =57 " (2.50)
and
w(A)=c t_du (2.51)
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Therefore, the Sl spectral radius is:
psi=sup|w(A)|=c forA=0. (2.52)
A

This means that for highly scattering problems (c close to unity), source iteration can con-
verge very slowly. We note that tike= 0 mode is not present in finite problems, so source
iteration will converge forc < 1, though the iteration eigenvalues remain near unity for
small values ofA. This analysis also shows that the eigenfunctions associated with the

slowest converging modes are nearly linear functions of angle [36]. That is:

_CAA) 1 cARA)
a\, ) = 2 1raps 2 (1—1Ap) forAnearO (2.53)

There is an insightful physical principle underlying the convergence behavior of the
source iteration system. If we begin our Sl solution by gues$iff(x) = 0, thend(®)(x)
represents the scalar flux due to particles that have had no moré-thhollisions since
birth. For a thick, diffusive problem, particles will undergo many collisions prior to being
absorbed or leaking from the system, so we expgdotbecome very large befom(‘)(x)

reaches the correct solution.

2. Diffusion Synthetic Acceleration

The diffusion synthetic acceleration (DSA) method [32, 33, 34, 35, 55, 56, 36, 57] is a well
known and powerful method for accelerating the convergence of the within group iteration.
It is motivated by the fact that the slowest converging error modes in equations (2.44) are
linear in angle.

We begin be defining the following additive corrections:

V2 (6, 1) = W(x, ) — WEF A ), (2.54)
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1
rEH/2() = () — o2 (= / Y2 (%, dp), (2.54b)
-1
where
q)(l—l—l/Z)(X) _ /1 Lp(l—l—l/Z)(X, W) d
-1

Now, we subtract equation (2.44a) from (2.43a) to obtain an equation for the additive cor-
rections. We stress that this equation is exact and is as difficult to solve as the original

problem. We have:

0 CO: CO:
P W) 4 a2 ) — S0 = 22 041/ — @] (2.55)

Now, we make use of the observation in the previous section that the slowest converging
error modes are nearly linear in angle. Thus, they would be well approximated by a dif-
fusion solution. This suggests that we simply replace equation (2.55) with its diffusion

approximation. The DSA iterative scheme may then be written in the following form:

0 1 1
IJ-a—XqJ(Hl/Z) +a W2 (¢ ) = éoscp(l)(x) + EQ(X)a (2.56a)
1
O(1/2) ) — / W2y 1) dy, (2.56b)
—1

010

e 2 T oy (1- T2 — coq [0l — 00| (2:560)
t

o HD(x) = dEHYA(x) 4 (12 (), (2.56d)

Equations (2.56) have been analyzed [36] and we will simply report the results:

A2c 1132
N =32 3a—9 /_1 1+ a2 ™ (2.57)
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Fig. 3. Slab geometry DSA/SI iteration eigenvalues with c=1.
Therefore, the DSA spectral radius is:
Pdsa= SUp|w(A)| < 0.2247. (2.58)
A

The DSA iteration eigenvalues are shown along with the correspond Sl iteration eigenval-
ues in Fig. 3. Clearly, DSA significantly improves the convergence of the within-group
iteration. For example, suppose we have a problem with a scattering ratio of 0.99999. If
the error needs to be reduced by a factor of 1flen the approximate number for iterations

is:

In(107°)

si ™ m = 1,150,000 iterations

For the DSA method, the approximate number of iterations is:

In(107°)

Ngsa™ ————= = 8 iterations
dsa In(0.2247 8 iteratio



31

Clearly, DSA can be an extremely powerful acceleration scheme, reducing the number of
iterations in our example by 5 orders of magnitude.

Adams and Wareing [57] have analyzed DSA for more general multidimensional spa-
tially analytic problems. They found that in 2D and 3D, the DSA spectral radius is bounded
by 0.5. Further, they found that DSA becomes unstable for highly forward peaked scatter-
ing or if the angular quadrature set does not exactly integrate linear functions of angle.
Finally, if the within-group problem is symmetric positive definite under some norm, es-
tablished methods like the preconditioned conjugate gradient method can be successfully
applied.

In this chapter we have discussed the properties of the first order form of the transport
equation and derived the second order forms that we discretize in Chapters Il and IV.
We have also discussed the behavior of the transport equation in thick diffusive problems
and outlined the iterative solution techniques used for the within-group problem. We now

prepared to begin our discretization and analysis.
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CHAPTER lI

CONTINUOUS FINITE ELEMENT DISCRETIZATION AND ANALYSIS
In this chapter, we develop the continuous finite element approximations to the parity equa-
tions and the SAAF equation. For each system, we begin in general 3D Cartesian geometry
then reduce to slab geometry. We then show that the sum of the discretized parity equa-
tions is algebraically equivalent to the discretized SAAF equation in the problem interior.
Further, we derive the relationship between the SAAF system and the parity equations
on boundaries. The behavior of the discretized systems is analyzed in the thick diffusion
limit for both completely diffusive problems and problems with adjacent diffusive and non-
diffusive regions. We conclude this chapter with a discussion of several issues that arise
during implementation and partially motivate the mixed finite element discretization we
discuss in Chapter IV.

We use upper casé(r,Q) and Q(r,Q) for the analytic known incident boundary
condition and source. In this chapter, the lower cbgeQ) andq(r,Q) denote the pro-
jections of these functions onto the appropriate finite element spaces. It is important to
expandg(r, Q) in the same space as the within-group scattering source since it can contain

inscattering information from other energy groups.

A. Even-Parity

We now use the weighted residual method to develop the even-parity CFEM discretization.
This involves multiplying the analytic even-parity equation by a set of weight functions

then requiring the resulting systems to hold in an integral sense over the problem domain.
We then expand the analytic unknowns in a series of basis functions, which ultimately

reduces our original problem to a system of linear equations. Recall the analytic within-
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group even-parity equation and its boundary condition, as shown in equation (2.24):

_0.010. 0wt 4 gyt = 229 (3.1a)
Ot 4mn
1
(n-Q) (aQ- Dw+) — |n-Q| (w+ . F+) for r € aD. (3.1b)

Here,W* and® will naturally exist in the same finite element space upon discretization.

1. XYZ Geometry

We begin by multiplying equation (3.1a) by a set of linearly independent weight functions
(w(r),1<i<I). We then integrate over the problem dom@inFor each weight function,

we obtain an equation of the form:

1
—/Q-DEQ-waﬁdVJr/otwwﬁdvz/Osq;;rQwﬁdv. (3.2)
t
D D D

We now apply the vector identity
O-(fA) = f(0-A)+A-(Of), (3.3)
to the streaming term of equation (3.2) to get:
—/D- (wﬁQoitQ-Dw) dV—|—/(Q-DWi+) ! (Q-Dw+)dv+/otw+wi+dv
D D D

ot
0sP+Q
_ D/ WAV, (34)
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Green’s theorem can be used on the first term of equation (3.4) to obtain:

1 1

/(n Q)=Q. Dw+w+ds+/ (Q-0w) (@ 0%) dV—|—/otl4J+w+dV
t

oD

_ [9s®+Q
_ / wrdV. (35)

D

Now, we can incorporate the boundary condition, equation (3.1b), naturally:

1
/|n 0| (w - F+)w+ds+/ (Q-Dw) (@ 09) dV—|—/otl4J+w+dV
oD

os®+Q
_ / TS dv. (36)
D
We expand the analytic unknowns in series of basis functiojfs),1 < j <1)
|

WH(r, Q) ~ Yt (r,Q) = z (3.7a)

|
d(r Z @bl (r) wheregf = Z/QJT(Q)dQ, (3.7b)

and substitute them into equation 3.6. Thus we arrive at the even-parity CFEM system

which is a system off linear equations for the unkowng{,1 <i <1):
/|n Q|(Y )w+ds+/ Q- Ow') 1(Q Oyt dV—|—/0th+W+dV

os@" +qt .
:/sTwi*dV fori=1.1. (3.8)
D

For each directiong, this system has a sparse, symmetric coefficient matrix. We also
consider the important simplification known @sss matrix lumpingb8]. This is a proce-
dure where the collision (anas$ term in equation (3.8) is diagonalized. In general, mass

lumping results in more robust linear systems, though at the cost of a slight decrease in
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Fig. 4. A slab geometry spatial mesh.

accuracy. We stress, however, that the order of the truncation error does not change. In this

approximation, we have:

/oﬂﬁwﬁ dVv — it /cytwfr dv,
D D

and

osgpt /o N
/4nW dV—>(gD W dv.

2. Slab Geometry

As a concrete example, we evaluate the above system for the slab geometry case using
linear continuous finite elements and Galerkin weighting. That is, we use the well known

tent functionon the mesh shown in Figure 4 as our basis and weight functions. They are

given by:
(Xj+3/2 = X)/(Xj13/2 = Xjt1/2) for x € (Xj11/2,Xj43/2)
okt
W12 =010 = § (X=X_1/2)/ (X312 = Xj_1j2)  TOrX € (Xj_1/2,Xj+1/2)
0 otherwise

First, we consider the left and right boundary cells:

Wy, — Wy DX DX
2 3/2 1/2 0’[1 1 0’[1 1
g~ )~ (Ca g )+ et

_ Oslx Axg i
= g+ cp3/2+ qf/2+ﬁq§/2 forj=1, (392)

W3/
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and

U~ Wi AX AX
2 f TI+1/2 J-1/2 (ORTAVS] OtJ J
(W52 1)+ ( Oy )+ Wi 1ot =Wl

RSVAY S OsiAXy Axy AX; .
- 12 (p ]_/2—|_ 6 (pJ_|_1/2—|_ 12% 1/2‘|‘ q:I]——I—l/Z fOrJ:J (39b)

The interior cells are described by:

+ + +
_ ll2(qJ;r+3/2 — Wi B Wi12— qu—l/Z)

cftj+1AXj+1 Ot j A%
STAN] Ot AXj Otj-l-lAXj-I—l c7t1-|-1AX1-|-1
— ! 1/2+( 3 T )qu-|—1/2 ——— W3
OSJAXJ | OsjAX; 0s1+1AX1+1) | SH-lAXH-l
- 12 9 1/2+( 6 ' 6 2t = 1o Pl

AX Axj  AXjiq AX1+1 .
12q1 1/2"‘( 6 ‘|‘T)qj+1/2—l— 1 — 5 Uiap forj=2.3-1. (3.90)

With mass matrix lumping, we obtain for the boundary cells:

2 ( llJér/z N llJir/z) Otlel

||,1|(ljJ1/2 | )_ Otlel

l1J1/2
_ Oslel

@yt 1qf/2 forj=1, (3.10a)

and

qJ+ _qJ+_ Ot 3AX
+)+“2( J+1/2 J 1/2)+ INJAYS]

_|_
|“|(LIJJ_|_]_/2_ fr Ol lJJJ-|-1/2

o OSJAXJ

Axy .
CPJ+1/2+ qu/z for j=J. (3.10b)

In the problem interior, the lumped LCFEM system is:

+ + + +
B ll2(qu+3/2 B LIJH']-/Z _ lle+1/2 - qu—l/Z)
Otj+108%j11 Ot AX;

Otj8Xj + Otj+18%j+1 (OSJAXJ + 0s1+1AX1+1)
+ ( 2 )‘“1+1/2 4 Ol 12

AXj +BXj41Y 4 .
+ (B g, forj=2.9-1. (3.100)
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For both the lumped and unlumped cases, these equations form a symmetric, tridiagonal

matrix problem.

B. Odd-Parity

We now apply the weighted residual procedure to the odd-parity system, which we repro-

duce here:
_Q.Doitg.mwwrotw— - Q-D(OSET;Q), (3.11a)
0. (2/Qw— dQ) + 61d = 0P+ Q, (3.11b)
2n
(n-Q) (OitQ oy — OZ?T;Q) — |n-Q¥~—F") forredb.  (3.11c)

In this case, we note that the analytic odd-parity system implies that the most natural finite
element space for the scalar flux is the space generated by the gradient of the odd-parity
angular flux space. We, therefore, propose different weight and basis functiéHs ford

P,

1. XYZ Geometry

We begin by multiplying equation (3.11a) by a set of weight functians(¢),1 <i <1I)
and equation (3.11b) by a different set of weight functiong(),1 < k < K). We then

integrate over the problem domain and obtain equations of the form:

1
—/Q-D(—Q-Dw——w)wi—dwr/otw—w;dvzo, (3.12a)
/ Ot 410¢ /
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/ 0 (2 / QW= d)v; dV+ / DV dV = / (0sD+ Q)i dV, (3.12b)
D 21 D D

for each value of andk. Equation (3.12b) is in its final form. However, we must work on
equation (3.12a) in order to insert the boundary condition, equation (3.11c), naturally. This
procedure is identical to the one we followed in developing the even-parity CFEM system.

Using identity 3.3 on the streaming term, we obtain:

—D/D' [Wi_Q(O%Q-DHJ‘—qu;;Q)] dV-I—D/(Q.DWi_)(O%Q.DqJ—_OSET;Q) v

+ / oW wdv=0. (3.13)
D

Now, we use Green’s Theorem to transform the first term in equation (3.13) into a surface

integral:
1 _ 0P+ Qy\ / /1 _ 0sP+Q
_a/(n.Q)(OtQ-DHJ o )wi dS—|—D(Q.DWi)(OtQ-DqJ o )dv
D

+ / oW w dvV=0. (3.14)
D

We insert the boundary condition:

/|n-Q|(w——F—)wi—ds+/(Q-Dw;)oi(g-mw—)dv+/otw—wi—dv
t
oD D D

:/(Q.Dwi—)(°sq)+Q) dv, (3.15)

4oy
D

then expandl~ and® in two set of linearly independent basis functions:

|
Q) =4 (1,0) = 3 Wy (@b (1) (3.163)
j:
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and

K
D(r)~@ (r) = Zlcg‘dl‘(r). (3.16b)

Hence, we obtain:
/|n-Q|(qr— f—)wi—ds+/(Q-Dw;)oi(g-mqr)dv+/otqrw;dv
t
oD D D

:/(Q-DW{)%dV fori=1.1, (3.17a)
D

and

/D : (2/qu 40V dV + /otcp—v,; dv
D 2n D
_ / (0™ +q N dV fork=1.K. (3.17b)
D
Thus, we have arrived at a systemldinear equations for the unknowng:(,1 <i <1)
coupled to a system & linear equations for the unknowng(,1 < | < K). While we
refer to this as the CFEM discretization of the odd-parity system, it is actually a mixed
finite element method. The reason we term this a CFEM approximation is that the odd-

parity angular flux is expanded in a continuous finite element basis.

2. Slab Geometry

Again, we present the slab geometry linear continuous finite element equations. In this

case, the odd-parity angular fluxes are expanded in the standard tent function basis, while
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the scalar fluxes are piecewise constants in each cell:

(Xj+3/2 = X)/(Xj+3/2 = Xj31/2) for x € (Xj41/2,Xj43/2)

,=b7

Wit12= D012 = § (X=X_1/2)/ (Xjz172 = Xj—1/2)  TOrX € (Xj_1/2,Xj11/2)

0 otherwise

1 forx e (Xj—l/Z’Xj—I—l/Z)
0 otherwise

The equations governing the boundary cells are:

|I1|(qJI/2_ fi)— z(wgglz‘)tf/z) + OtlAX1 W+ OtlAX1 — W
_ _g(w) forj—1, (3.18a)
and
W(W,10— fr_)+“2(%_+1éz _A:JJ_—l/z) OtJAxJ U7 1ot OtJAXJ KECSHE
t18A1

_H (OsJ(PJ +0;

=5 (e ) for j=J. (3.18b)

For the interior cells, we have:

2( i+3/2 Yi+y2 Y412 j—1/2)
Otj+14Xj 41 Ot A%
OtjAXj OtjAXj_l_Otj—I—lAX Otj+18%j11

j+1
qu 1/2 ( 3 3 )qu—|—1/2+ 6 lle—|—3/2
_ _E(Osj+1(pj__|_1+ qj__|_]_ B Osj(Pj_ + qj_
2

) for j=2.J—1. (3.18c)
Otj+1 Otj
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Finally, using piecewise constant finite elements to evaluate equation (3.17b), we obtain

the following cell centered balance equation:

1

Z/H(lle_H/z— j_—1/2)du+ O-'[jAXj(pj_ :ij(osj(pj_ —I—qj_) for ) =1..J. (3.18d)
0

Again, we can lump the mass terms. The boundary cells are then described by:

_ _ W3 =W\ oubxg
|Ii|(llJ1/2—f| )_“2( O't1AX1 )—I_ 2 qu/z

__E(Oslq’I‘H:H
2

forj=1 A
ol ) or | , (3.19a)

and

Wy 1~ Wi DX

_ _ 2 TI+1/2 J-1/2 Olxy
||1|(qJJ_|_1/2_fr )"’ ( o130 )+ 2 llJJ—I—l/Z
IJ(OSJ(PJ_ +0;

= — -: . l
o ) for j=J. (3.19b)

2

In the interior, we obtain:

_ z( i+32 " Yirye Wipyo j_—1/2)+(thAXj+0tj+1AXj+1)qJ__
Otj+14Xj+1 Ot A% 2 I+1/2
B p(osj+1<pj‘+1+q,-‘+1 Osj®; +0j
=L _

) for j=2.J—1. (3.19c)
Otj+1 Ot

The cell centered balance equation remains unchanged:

1

2/u(qu‘+1/2— j‘_l/z)du+ 01 jAXj@; = Axj(osj9; +4;) forj=1.J.  (3.19d)
0

Both the lumped and unlumped odd-parity systems consist of symmetric tridiagonal matrix

problems for each angle coupled to a cell centered balance equation.
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C. Self Adjoint Angular Flux

We rewrite the SAAF system of equations here:

1 os®+Q os®+Q
—Q.-0=Q- 0¥+ W= ~Q.-0 2
Ot +o 4 ( 4AT10¢ )’ (3.20a)
Q.0W+gW— OSCZTTQ, (3.20b)

and define the boundary condition foe dD to be:

F(r,Q) forn- Q<0
Wy(r,Q) = (3.20c)

W(r,Q) forn-Q> 0.

As in the odd-parity system, we have a problem where the solutions naturally exist in

different finite element spaces.

1. XYZ Geometry

We begin by multiplying equation (3.20a) by a set of weight functionér(,1 <i <)
and equation (3.20b) by a different set of weight functiongr(,1 < k < K). We then

integrate over the problem domain and obtain equations of the form:

_/Q.D(EQ.DW— cysq)—l_Q)widV—|—/cytl4JWidV
Ot 4oy
D D
0s® +
_ / S Quidv, (3.21a)
D
and
/ Q. 0%y dV+ / G Wy dV = / Osq;:[r Qedv, (3.21b)
D D D



43

for each value of andk. We must manipulate equation (3.21a) so that we can apply the

boundary condition. First, we use identity (3.3) to get:

o0sP+Q
41Oy

o0sP+Q
410y

+ / o Wwi dV = / osq;; Qudv. (3.22)

/D WQ Q oy — )]dv+/(Q-Dwi)(oitQ-Dw— )dv

Now we apply Green’s theorem to the first term in equation (3.22) to arrive at:

/(n-Q)(—OitQ-DerOfJFQ

ob

o0sP+Q
4oy

)wids+/(Q-Dwi)(oitQ-Dw_ )av

TO¢

Wy

+ / o Pw dV = / C’s(z:[r Quidv. (3.23)
D

We recognize that the parenthetical term in the boundary integral of equation (3.23) is,
by equation (3.20b), the value of the angular flux on the boundary. This allows us to

incorporate equation (3.20c), naturally:

/(n-Q)‘-IJbWidS—I—/(Q-DWi)OiQ-DLIJdV—I—/OtLPWi dv
D t
cfsq)‘|‘Q

/ 0s®+Q
4mn

D

,dV—|—/Q Ow) dv. (3.24)

Up to this point, we have made no assumptions about the form of the analytic variables.
That is, we are free to chose the finite element bases that we judge to be most appealing.

With this in mind, we rewrite the weighted residual equations in the following form:

/(n-Q)‘-IJbWidS—I—/(Q-DWi)OiQ-DLIJdV—I—/OtLPWi dv
D t
os(D—I—Q

/ 0sP+Q dV, (3.25a)

" .dV+/Q Owi

D
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s¢+Q

/ Q. OWvdV + / G Py dV = / vdV. (3.25b)

Finally, we approximate the analytic unknowns with the following basis function expan-

sions:
W(r, Q) ~ i (3.26a)
|
r) = J;cp,-b,-(r) whereq, :[quj(Q)dQ, (3.26b)
¥(r,Q) ~ leu )di (r (3.26¢)
K ~ ~
=3 @d hereg, = [ ;(Q)dQ. 3.26d
Y @a(r) whered; = [ () (3.260)

to obtain the SAAF CFEM system:

1
/(n-Q)quWidS—|—/(Q-Dwi)aQ-DquV—|—/othwi v
oD D D

_ [0O0s9+q _ _Gs(~9‘|‘q .
_D/ 7 w,dV+D/(Q ow) 25 av fori= 11 (3:27a)

/Q-Dqude—|-/0tlIJvde:/Osi;l[_qvkdv fork = 1.K. (3.27b)
D D D

f(r,Q) forn-Q <0
Wn(r, Q) = (3.27¢)

Y(r,Q) forn-Q>0
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Like the odd-parity system, this is a CFEM approximation only in the sense that the angular
flux, Y, is described with a continuous finite element basis. Equations (3.27) are, in fact, a

mixed finite element system.

2. Slab Geometry

The LCFEM discretization of the SAAF system involves angular and scalar flux unknowns
from two different spaces. We expaandg in the linear continuous basis, whileand

@ are piecewise constants:

(Xj+3/2 = X)/(Xj+3/2 = Xjt1/2) for x € (Xj11/2,Xj43/2)

Wit1/2 = Bjpas2 = § (X—Xj_172)/ (Xj1/2— Xj1/2)  TOrXE (Xj_1/2,Xj11/2)

0 otherwise

1 forx e (Xj_1/2axj—|—1/2)
Vj = dj =

0 otherwise

For the boundary cells we obtain:

oWV oudxg Op1%;
My — ( Ol ) +—3 P12+ 6 P32
018X 018X
I P12+ 12 (Ps/z~
Axq Axq H/Os1(1 + G1 .
+ ?ql/zﬁ- ﬁQg/z— > (T) forj=1, (3.28a)
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and
Wry12—Wa-1/2 OtJAXJ GtJAXJ
Hr + ( oo ) Py_1/2+ Wit1/2
o JAXJ JAXJ
== 6 —F @12t Os 12 —5 P1-3/2
Ax AX; M/ Oss + Gy :
o Wiyzt W32t 5 (T) forj=J, (3.28b)
where the boundary fluxeg;, andyy are given by:
fi forp>0 Wys12  foru>0
Y = Yr = (3.28¢)
Y12 foru<ao, fr foru<O.

In the interior, we have:

Witzo—Witr1/2 Wir12—Wj_1/2
2 Xi+3/ i+1/2  ¥ij+1/ i-1/
e )

Otj+18%j41 Ot jA%

OtjAX; OtjAXj | Otj+18Xj41 Otj+18Xj+1
J Ly, 1/2 +( 13 Ly = 3 ; )qu+1/2 ¥¢1+3/2
OSJAX OsiAXj | Osj+10Xj+1 Osj+18j+1
=1 - 1/2‘|'( 6 + 6 )(Pj+1/2‘|' T(F’Hs/z

L AXj  DXjiq DX,
qj 1/2+(?+ )q1+1/2+ 12 q1+3/2

B E(OSJ—I—lcpj—I—l—l_ QJ-I—l _ c’SJ(pJ + G
2 Otj+1 Otj

) for j=2.J—1. (3.28d)

Finally, equation (3.27Db) is evaluated with piecewise constant finite elements to arrive at

the SAAF cell centered balance equation:
0si@; + G
M(Wjt1/2— Wj_1/2) + 0tjAX ) = AX; (M

’ ) for j = 1..J. (3.28¢)
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With mass matrix lumping, we arrive at the following equations for the boundary cells:

W32 — W2 0t1AX1
— M — ( Oulix ) qu/Z
Ax Axg 1
_ g 1%/2+_q1/2_ E(%l“h) forj=1, (3.29a)
and
Way12—Wi—1/2\ - Oulxg
Ly + ( e )+ Wit1/2 )
GsJAXJ OsiP + G

AX; .
Or/2+ —q3+1/2+ “( ) for j = J. (3.29b)

Otg

In the interior, we have:

2(¢j+3/2— Wivr2 Wity2— qu—l/Z) n (OtiAXi +Otj+1AXj+l)qJ- 1o
Otj+10%j+1 OtjAX 2 i
OsjAXj + Osjy 18X 11 AXj + AXj+1
= ( 2 )(Pj+1/2 (f) Qj+1/2
Osjt1Qj+1+Gjp1  Osj@; + Gj -
B E( sit1®j+1tdj+1 OsjQ; -I-QJ) forj=2.J—1. (3.29¢)
2 Otj+1 Otj

The cell centered balance equation remains the same:

,(stfpj + 4
J

MWjt1/2 — Wj_1/2) + OjAX{j = Ax >

) for j = 1..J. (3.29d)

As in the odd-parity case, the slab geometry SAAF system consists of a symmetric tridiag-
onal matrix problem for each angle coupled to a cell centered balance equation.

At this point, some additional discussion regarding the external fixed source is neces-
sary. We noted above that the inscattering source should exist in the same finite element
space as the within-group scattering source. In the case of the SAAF systems, we have
two separate within-group scattering sources, so it is necessary to have two separate fixed
sources so that the inscattering sources from both finite element spaces can be properly

accounted for. The external fixed source, however, need only be defined for one space. The
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value for the other space can be obtained by simply taking the appropriate average of the

source already defined. We define the external fixed source for the cell centered unknowns.
Finally, we observe that for both the parity and SAAF slab geometry systems the mass

matrix lumped LCFEM approximation is identical to the edge centered finite difference

approximation.

D. Relationship Between the Parity Equations and the SAAF Equation

Morel and McGhee [4] have shown that solving BReSAAF equations is equivalent to
solving both the even- and odd-pariy equations that are independent in the problem
interior, but coupled on the boundaries. In fact, a more general relationship can be devel-
oped. Consider the CFEM discretizations of the even- and odd-parity equations shown in
equations (3.8) and (3.17). If we sgt =w~ =w; andv, =V, then, since these are linear

systems, we can simply add them to obtain:
1
/|n-Q|(qJ— F_ f‘)widS—|—/(Q-Dwi)gQ-DqJ,dV—l—/othwidV
t
D D D

_ (o9 +q" / o Ts9 T .
_D/ = w,dV+D(Q Ow) = rmdV fori=1.1, (3.30a)

and

/D- (2/qu dQ)vde—|—/0t(p‘vde
D 2n D

_ / (0s9~ +q )dV fork=1.K. (3.30b)
D

Equations (3.30) are nearly identical to the SAAF CFEM system shown in equations (3.27).

There is, however, one important difference. Using the definitiofitéf , we see that the
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sum of the even- and odd- parity equations satisfies the following boundary condition:

.Q)(2f — forn-Q <0
|n-Q|(qJ—f+—f—): (n-0)Ef-y) - forn-Q< (3.31)
(n- Q)W forn-Q >0,

while the SAAF systems satisfies:

(n-Q)f forn- Q<0
(n- Q) = (3.32)

(n-Q)y forn-Q> 0.
Thus, the only difference in the finite element formulations is in the boundary term.
If we were to substitute the boundary condition Q)(2f — @) in place of(n-Q)f in the
SAAF system, we would expect to obtain results identical to the average of the even- and
odd-parity solutions. If we redefine the SAAF boundary condition, equation (3.27c), as:

of(r,Q)+(1—-0)Y(r,Q) forn-Q <0
Wp(r, Q) = (3.33)

W(r,Q) forn-Q>0
we obtain standard SAAF boundary condition withk= 1 and a boundary condition that

yields solutions identical to the even- and odd-parity CFEM solutions @wt?.

E. Discrete Diffusion Limit Analysis

We now commence with a thick diffusion limit analysis of the CFEM discretization we
have developed. We note that Adams has previously published analyses for the even- and
odd-parity systems [1, 2]. We review those results, then proceed to an analysis of the SAAF
system. Our procedure is to introduce the diffusion limit scaling discussed in Chapter Il
into each discretization then require the resulting equations to hold for like powers of the

scaling parameter.
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1. Even-Parity

We begin by applying the diffusion limit scaling, equation (2.32), to the even-parity CFEM

system, equation (3.8). This results in the scaled even-parity CFEM equation:

/|n Q|(y )w+ds+/ Q- Dw+) (@ 0y) dV+/ %yt wi dv
o _ + et
_ / (% SOZ)T([" T8 wrdv. (3.34)
D
We introduce the ansatz:
Wt = O gt 4 g2yt (3.35a)
ot = 0 et 4 2¢t .. wheregtk / ptid (3.35b)

into equation (3.34) and group terms of like order. The @(Equation:

+[0)
/ o Owt dv = / Ot;pn wt v, (3.36)
D

shows that the leading order even-parity angular flux is isotropic if the mass matrix is
invertible (which we would expect for any CFEM):

o _ 019

m G (3.37)

The O(1) equation,

41
/ n- QW — £ )w dS+ / ot Hwt dv = / Ot;pn wt v, (3.38)
D D
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can be integrated over angle (after substituid® = ¢*%/4m) to obtain an expression

for the leading order scalar flux on the boundary:

/(p O dS= / /2|n-Q|f+dQ)Wi+dS (3.39)
n-Q<0

Finally, we write the Of) equation:

/|n-Q|qJ+[1lwi+ds+/(Q-Dwﬁ)oit(g-D¢+[01)dv+/otq;+[21wi+dv
D D

yi whdV. (3.40)

D

After integrating this over angle, we obtain:

/ /|n Q|yHH dQ w+dS+/ (Owit) - (Ogto dV—|—/0acp Owit dv
oD 4m

= / grwtdy, (3.41)
where we have noted that

/QQdQ: %T[I wherel is the identity tensor

Clearly, the appropriate system that specifies the leading order even-parity scalar flux is the

CFEM approximation to the diffusion equation:
1
/ 2 (Ow)- (e % av + / a@t oW dV = / oW V. (3.42a)
D D
subject to a Marshak boundary condition:

/(p Oyt dS— / /2|n-Q|f+dQ)wi+dsz/cp;wi+ds (3.42b)
n-Q<0 oD
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Fig. 5. Ratio of the even-parity boundary weighting functiorplt{a%uz.

Note that this is an essential boundary condition, whereas the even-parity transport equation
is subject to a natural boundary condition.

Whether this is an accurate discretization of the diffusion equation depends on both the
accuracy of the underlying diffusion discretization and on how well the Marshak boundary
condition approximates the exact boundary condition. While the accuracy of the CFEM
diffusion approximation depends on the spatial grid and choice of weight and basis func-
tions, it is well understood. We do not pursue this issue further, and simply assume that
the weight and basis functions have been selected so that equations (3.42) yield an accurate
solution of the diffusion equation.

The remaining question is whether or not equation (3.42b) is an accurate representa-
tion of the exact boundary condition, equation (2.39b). In general, it is not. We plot the

ratio of even-parity boundary weighting function to the polynomial approximation of the
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exact boundary weighting function,

2n-Q 2
n-Q+3n-Q2 " 1+3n-Q)

in Fig. 5. For a thick diffusive problem driven by a grazing incoming angular flox@|
very small) we would expect the leading order even-parity solution to be higher than the

correct solution by a factor of approximately two.

2. Odd-Parity

Now we apply the diffusion limit scaling, equation (2.32), to the odd-parity CFEM system,
equations (3.17). This results in the scaled odd-parity CFEM system:

/|n-Q|(qr— f—)wi—ds+/(Q-Dw;)oit(g-mw—)dv+/%w—w;dv
oD D D
(Ot — €20,) @~ + €2

-
o, dv, (3.43a)

- [(@-0u)

D

/D- (2/qu 40y, dv+/%cp—v,; dv
21 D

D

= / [(% —€03)Q + sq‘]v; dV. (3.43b)
D

We substitute the following ansatz:

Y= O ey My (3.443)

¢ = (p_[o] + s(p_[l] + sch_[z] + oy (3.44b)
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into the scaled equations then require that the resulting systems hold for each pewer of

The O(Y/¢) term in equation (3.43a) is:

%qr[o]wi‘ dv =0. (3.45)
D

This implies (assuming that the mass matrix is invertible) that
p 9 =o. (3.46)

The O(1) part of equation (3.43a),

o Q- (0]
4oy

/|n-Q|(qJ‘[O]—f‘)wi‘dS—|—/0th‘[1]Wi‘dV:/(Q-Dwi‘) av,  (3.47)
oD D D

can be multiplied by and integrated over angle to obtain:

1 1
= . - ~ds— = [ o 90w
3/n (2 / 3QQf dQ)WI ds 3/cp 0w~ dV
aD n-Q<0 D

+ / o (2 / yUdo)w dv=0, (3.48)
D 21
where we have noted that:

/3Q|n-Q|f—dQ =-n-(2 / 300f~dQ).
ATt n-Q<0

Now, we turn our attention to equation (3.43b). The)&guation is:

/ 0-(2 / QyHdQ)y, dv + / Ga¢~ OV dv = / qv dV. (3.49)
D 21 D D



55

Hence, we find that in the thick diffusive limit, the leading order odd-parity solution satis-

fies the following coupled systems of equations:

1 1
= . - ~ds— = [ o 90w
3/n (2 / 3QQf dQ)WI ds 3/(p Owi dV
oD n-Q<0 D)

+ / Gt (2 / Qu1Y dQ) w-dV=0, (3.50a)
D 2n

/ 0-(2 / oYW do)vp v + / a0 N dV = / q v dV. (3.50b)
D 21 D D

If £~ is symmetric about the outward normal, then:

n- (2 / 300~ d0) =n(2 / 3n- 02~ dQ) =ng;. (3.50¢)

n-Q<0 n-Q<0

Equations (3.50) constitute gual mixed variationaffinite element discretization of the
diffusion equation. We can easily obtain a single diffusion equation if we mass lump (3.50a)
and apply Green'’s theorem to (3.50b). The resulting system is interesting in that the scalar
flux in a particular cell is coupled to the scalar fluxes in every other cell that shares a
common vertex with the cell in question. We note that, even with the assumption of an
azimuthally symmetric incoming angular flux, equation (3.50c) is not, in general, a good
approximation to equation (2.39b). The ratio between the odd-parity boundary weighting
function and the polynomial approximation to the exact boundary weighting function,

3In-QJ? R 3n-Q|
n-Q+3n-Q2  1+3n-QJ

is shown in Fig. 6. In this case, for a thick diffusive problem driven by a grazing incoming
angular flux, we would expect the odd-parity solution to be significantly lower than the

correct solution.
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Fig. 6. Ratio of the odd-parity boundary weighting functionute %uz.

3. A Hybrid-Parity Method

If we examine the leading-order even- and odd-parity boundary conditions in the diffusion
limit, it is obvious that their average would be a very good approximation to the exact
boundary condition (at least if the incoming angular flux is azimuthally symmetric). That

is:

®h [ (n-ai+3n-ap
=2 (|n Q|+3In-Q )f(r,Q)dQ
n-Q<0

~ 2 / W(In-Q)f(r,Q)dQ. (3.51)
n-Q<0

Therefore, if we select appropriate weight functions, basis functions and a spatial grid for
a specific diffusion problem, then the average of the even- and odd-parity solutions should
be accurate for thick diffusive transport problems. We test this prediction in Chapter VI. A

similar result has been observed for certain reactor physics problems [31].
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4. SAAF

We now apply the diffusion limit scaling to the SAAF system with the standard boundary
condition @ = 1). If we were to set = 2 then we would expect to obtain the even- and
odd-parity results. That isp would satisfy a Marshak boundary condition apé 3.2

boundary condition in the thick diffusion limit. The scaled equations are:

/(n-Q)quwids+/(Q-Dwi)oitQ-Dquw/%wwi dv
oD D D

~

ot o2 ot 2
= [0 v (00w @R gy (350)
J ATt J 4110t

g . ~ ~
/ Q. Oy dV+ / %lIJvde: / (& 82:3‘p+8qvkdv, (3.52b)
D D D

f(r,Q) forn- Q<0
Wn(r, Q) = (3.52¢)

Y(r,Q) forn-Q > 0.

We introduce the following ansatz:

llJ — qJ[O] + qu[l] + gzw[z] + oy (3.533.)

o=@ + eV + 2¢¥ + ... whereg¥ = /llJ[k] dQ, (3.53b)
A

Q=00+ el + 2012 + ..., (3.53¢)

o= @9 £ et 4299 4. whereg¥ = / o do, (3.53d)
amt
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into the scaled equations. The Q¢€) portions of equations (3.52a) and (3.52b) are, re-

spectively:
0l
/ o pOw dv = / Oﬁ[ widV, (3.54a)
D D
and
~ 0]
/O’tlIJ[O]deV:/O-Zi deV. (354b)
D D

These equations imply, under the assumption of invertible mass matrices, that the leading

order angular fluxes are isotropic:

0]
Pl = ‘g—n, (3.55a)
and
~10)
Pl = ‘ﬁ—n. (3.55h)
Now we consider the O(1) terms of equation (3.52a):
1 @°
) , [yn, :Ot(P[_ /__Ot
/ (n- Q)Wpw dS+ / ot lw; dv / AV [(@ow) GV (356)
oD D D D
Integrating over angle, we arrive at:
/ ( / (n- Q)W dQ)wi dS=0. (3.57)

oD 4m
If we have continuous weight and basis functions, and apply lumping on the surface terms

so that the surface coefficient matrix is invertible, we have:

/(n-Q)qudQ: / (n-Q)fdQ+ / (n-Q)u¥dQ=0 forr caD.
an n-Q<0 n-Q>0
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We have already shown that the leading order angular flux is isotropic throughout the entire

problem, thus:
@
/(n-Q)fdQ+ / (n-Q)3_do=0 forreop.
n-Q<0 n-Q>0

We move the leading order scalar flux outside the integral to obtain:

A [ |n-QfdQ

0  nQ<0

(pl[_ [RCEOLE forr € aD.
n-Q>0

Evaluating the integrals, we find that:

do(r) =2 / 2n-Q|fdQ forr € aD. (3.58)
n-Q<0

Thus, to leading ordey? satisfies a Marshak boundary condition. Let us take the first

angular moment of equation (3.52a) to obtain:

/ (/ (n- Q) dQ)wi dS+ / ( / o Qul! dQ)wi dv = % / JIowdv.  (3.59)
D D

oD 4m 4mn
We now work on the boundary term. We again make use of equation (3.52c) to split this

integral into two parts:
/(”'Q)Qqusz /(n-Q)QfdQ+ / (n-Q)Qu?da.
4m n-Q<0 n-Q>0

However, we have already determined that the magnitud@®loén the boundary is equal

to the Marshak weighting of the known incident angular flux. Since we also know that the
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leading order scalar flux on the boundary is isotropic we can write:

(: [ waita)( [ woa)

/ (n-Q)Qu%dQ

n-Q>0 n-Q<0 n-Q>0
1 21T
- (5 [ monea)(v)
n-Q<0
2
_ ; n-Q|f dQ.
n-Q<0

Therefore, the boundary term in equation (3.59) becomes:

%/(m / n-Q|fdQ+n- / 300 d0)w dS
oD n-Q<0 n-Q<0

The Og) coefficients from equation (3.52b) give:

2] 0]
/Q mm deV—I—/OtlIJ ViedV = /c’t‘d —0a9%+4, o, (3.60)

We integrate this over angle find that the leading order SAAF solution satisfies the follow-

ing coupled diffusion system:

%/(m / n-Q|fdQ+n- / 300fd0)wdS
n-Q<0 n-Q<0

- % / @ 0w dv + / or( / QY dQ)wdv =0. (3.61a)
D D 4

/ 0 ( / oyl d0)vaV + / 0@ dV = / G dV. (3.61b)
41t D D

D
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If the incoming angular flux is azimuthally symmetric, we can simplify the first term in the

boundary integral:

1 3
é/n(Z / (In-Q/+>In-Q)dQ)wdS
oD n-Q<0

1 ~
— = [ @90wav QuldQ)wdv =0. (3.62a)
/ W, —I—D/O't(/ )W a

3
D 4m

/ 0 ( / oyl d0)vaV + / 0@y dV = / G dV. (3.62h)
D 41t D D

Equations (3.62) are a dual mixed variational finite element approximation to the diffusion

equation. We can very simply obtain a single diffusion equation if we mass lump (3.62a)

and apply Green’s theorem to (3.62b). Thus, the coupling between cells is identical to the
odd-parity system, equations (3.50). With the assumption of an azimuthally symmetric
incoming angular flux, the SAAF boundary condition fpshould be an excellent approx-

imation to equation (2.39b).

F. Internal Interface Analysis

In the previous section, we analyzed problems that were entirely diffusive. In this section,
we consider problems with adjacent diffusive and non-diffusive regions. Adams [1] has
analyzed the even-parity CFEM system for problems like this in general 3D geometry with
unspecified weight and basis functions. However, there is an minor error in that analysis
that invalidates a portion of the results.

In this section, we restrict our analysis to the case of lumped linear continuous fi-
nite element discretizations in slab geometry. Fortunately, a great deal of insight can be
gained through such analyses because many of the important features of this problem are

predominately one-dimensional.
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Fig. 7. Slab geometry spatial mesh with an internal interface.

Consider the spatial mesh shown in Fig. 7. The problem we consider consists of a
transportregion to the left ok; 1/, and athick diffusiveregion to the right ok 1/5. The
unscaled transport equation holds in cells 1 t@f course, it also holds throughout the
entire problem). The diffusion limit results from the previous sections hold for the cells
right of, but not includingj + 1. Thus, our task is to find the leading order solution to the
discretized transport equation in the two cells immediately adjacent to the interface, that is
cellsj andj+ 1. The outward normatt points out of the transport region and into the
diffusive region, whilenp points out of the diffusive region and into the transport region.

First, we determine the magnitude of the scalar flux on the boundary assuming the
angular flux incident on the diffusive region from the transport region is known. We then

find the angular flux that exits from the diffusive region back into the transport region.

1. Even-Parity

The scaled equation that governs the solution at the interface is:

o( Ve Yz Wiae— Yy
(e - )

Otj+18X 41 01X
OjAXj | Otj+18%j11 1 Gtjt1
+ ( 2 T 2 )‘“j++1/2 =12 [osijj +(——- 80a1+1)AXj+1] G

AXj | EAXj41y
—I_(T—I_ 2 )qu/z. (363)
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The O(¥¢) equation shows that the leading order even-parity angular flux is isotropic on

the boundary between the diffusive and transport regions:

o 1[0
Wis12 = 2‘p1+1/2 (3.64)

The O(1) terms are:

o+
2(¢j+1/2—¢,-_1/2) . OtJAXJqJ | Gt
M Gt O; j—|—1/2 2 j+1/2

_ s g0 Ot gy A%
2 12T 4 Piv1/2T 7 Yizay2:

(3.65)

The zeroth moment of equation (3.65) produces:

+(0] lJJHO]

P o
M j+1/2 j—-1/2 OaJAX] +[0] AXJ
/10_’[j( AX )d“+ Oi12= 5 Y12 (3.66)

The first term in even in angle, so we can write:

1 l.IJ+[O]
/2“— J_|_1/2 1—1/2) dp+ OajAX; +(0] A 4 (3.67)
, Otj AX;

> Or12= 5 Y12

We now add and subtraqu to obtain:

J+1/2

1 +[0]

w Wi, - 1 OajlAx
+[0] j+1/27 Yj-1/2 +[0] ajbAj +[0]
-/ 2“(‘“i+1/2_o_t,- A, )aut2 3 o =g,
0 0

_ D
‘qu/z. (3.68)

Thus, we find that:

1
+[0 Wy Wy
lel(‘pjil]/z 3 J+l/zrj J 1/2) du+Axiqf 4

+0 _ 0
Pii12= 1+ 0ajX; (3.69)
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However, if we assume that the transport region is finely zoAgd-(> 0), then,

+[0] +[0]
Visz— Wiz Ayt (3.70)
AX; dx j '
We then identify,
l]J(-e[O] _ l]JHO] S dqﬁ-[O]
j+1/2 j+1/2 oj dx |
j
as the even-parity approximation to the full range angular flux. Thus:
1
+0 e0]
(pj+1/2_2/2uqu+l/2dp, (3.71)
0
That is, the magnitude of the scalar flux on the interface is simply a Marshak weighting of
qJ‘je[f]l/z, the even-parity approximation to the full range angular flux on the interface.

Now, we must consider the problem of determining what returns from the diffusive
region back into the transport region. Recall that in Chapter Il, we showed that the exact
solution satisfies the complicated albedo shown in equation (2.42). Our goal here is to find
the corresponding albedo for the even-parity system.

It is straightforward to show that at a boundary o« O:

WE(Xo, ) = 247 (Xp, M) — (X, — 1),

where f(xy, —H) is the angular flux incident upon that boundary. We have just shown that

the even-parity angular flux on the interface between the diffusive and transport region is
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isotropic. Using equation (3.71), we find that fox O:
0
G0 = 2079 — (- (3.72a)
+(0] e0]
- (Pj_|_1/2—lle_|_1/2(—|.l)

1
= 2 (24 W) a4 (-n)
0

1
= [ 00 an
0
where we have defined the albed6(}, |f), as:

o, W) = 4 — B(H + ). (3.72b)

We have also identifieél(—p) aqu‘je[f]l/z(—u), which is appropriate for the albedo problem
we are considering. To summarize, we can now say that the leading order transport solution

in a problem with an internal interface satisfies:

¢ the discrete even-parity transport equation for all the cells from the left boundary to

the interface, subject to the albedo boundary condition shown in equation (3.72), and

e the discrete diffusion limit even-parity system for all the cells from the interface to

the right boundary, subject to equation (3.71).

2. Odd-Parity

At the interface, the scaled odd-parity lumped linear finite element equations are:

_ 2(8wj_+3/2_ lle_+1/2 B lle_+1/2_ j_—1/2) n (OtjAXj T 0tj+1AXj+1)qJ__

Otj+10) 4.1 Ot 2 2 2
E((Otj—l—l —€%0aj11) @)1 + &0}, B st(Pj_] +4;
2 Otj+1 Ot

), (3.73a)
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1

2 / (W, g /0 — Wiy 0) AU+ OajXj @) = AXjq, (3.73b)
0
1
2/ (W, 370 — Wiy 1/2) AU+ ECaj 11X 10 ) = EAXj 40} ;. (3.73c)

0

The O(Y/¢) equation shows that the leading order odd-parity angular flux is zero:

-[0 _
Wit1,=0 (3.74)

The O(1) terms of equation (3.73a) are:

-0 _ 0 P o)
ll2(‘“1+1/z llJ1‘—1/2) N Otj—i—lAXj—l—qu.—[l] _ _E((p_—[o] ~ Osi® T ) (3.75)
where we have used the Q§) result. We solve fquj_ﬂ/2 and take theg moment to find:

1
Otj+18Xj+1 (1]
f/wi“/zd“
]

i 1y C .
=—}cpf+[°1]+/2p2(_uwi+l/2 ‘“1—1/2+0sJ<P,- +0
37
0

d 3.76
o o )du (3.76)

If we again assume that the transport region is finely zoAsgd-(> 0), then,

—[0] —[0]
Wit12— ¥ 1 R dy~0
AX; dx

, (3.77)

j
and we have, by definition:

osj¢; 0+ a
+ .
Otj

goo g K A
j+1/2 j+1/2 Ot dx

i
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Here, §° the odd-parity approximation to the full range angular flux. Since the leading

order odd-parity angular flux is zero, we have:

1

—[0 0
1 L9 — 2 3R du
[l pdn=-3 :

1 sz 3 (0tj+18%j41/2)

(3.78)

Finally, we take the zeroth moment of the O(1) terms in equation (3.73c) to obtain:

—[0 —[0 —[0] —[0]
1 (Pj+[z]— j+[1] Piv1— P12

_ = _ [0]
3 [(Otj+2AXj+2 + 0tj+18Xj41)/2 (Otj+1AXj+1/2)]

+ Oaj+1 X110,

— AXj1a0,,, (3.798)
where,
1
o _ 2.10[0]
0,9,= 2/3u % dp (3.79h)
0

—[1]
j+3/2°

magnitude of the leading order scalar flux in the first diffusive cell is fiferBoment of

We have used the interior analysis results to evaluat@ thement ofy Thus, the

the odd-parity approximation to the incident flux from the transport region.
Now, we must find the angular flux that returns from the diffusive region back into the

transport region. At a boundary fpr< O we can write:

WO(Xo M) = 20~ (Xo, M) + T (Xp, — 1),

The leading order odd-parity angular flux on the interface between the diffusive and trans-
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port region is zero, thus fqr < O:

qu-|—1/2(“) = f(_“) (3.80a)

_ (0]
- w?+1/2(_“)
1

= /GO(“a “I)ng[?.]l/z(ul) dIJ

0

where we have defined the albedS(, 1), as:

a%(k ) = O(K + W) (3.80b)

¢ the discrete odd-parity transport system for all the cells from the left boundary to the

interface, subject to albedo boundary condition shown in equation (3.80), and

¢ the discrete diffusion limit odd-parity system for all the cells from the interface to the

right boundary, subject to equation (3.79b).

3. Hybrid-Parity

Just as in an entirely diffusive problem, it appears that the average the even- and odd-parity
solutions would lead to the correct weighted boundary condition for the diffusive portion
of the problem. Specifically,

—[0] +[0]
D12t

0 1 1
12 _ e[0] 3 5 o[0]
2 _2(/“¢j+1/2d“+/§“ Wi 2d).
0 0

If the transport region is zoned finely enough to resolve the solution in both the even- and

odd-parity cases,

(0] ~ ol ~
l‘IJ?+1/2(“) - l‘IJT_|_]_/2(“) - l‘IJH_]_/z(“) (381)
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then we have,

(0]
(pj-|—1/2+(pj-|—l/2

1
/u+2u JJrl/zdp, (3.82)
0

This is a desirable, though not unexpected, result. Again, we see that the average of the
parity scalar fluxes should be very accurate for diffusive portions of the problem, assuming
that the transport portions are zoned finely enough so that equation (3.81) holds.

A more difficult question to answer is whether or not the average of the even- and
odd-parity solutions results in the correct angular flux returning into the transport region.

Let us consider the average of the parity albedo conditions. We have:

a® 5 ! ‘|‘GO y [ 1
(l-l “) 5 (“ “) _ §[4HI—6(HI+H)‘|‘6(UI‘|’“)] :2|-1’- (3_83)

This is an interesting result for two reasons. First, we see that this albedo is not a function
of returning angle. The particles returning back into the transport region are isotropically
distributed in angle. Second, particles are conserved by thveighting of the incoming
angular flux.

The exact albedo boundary, however, not only conserves particles but also returns
particles back into the transport region anisotropically. In Figure 8 we plot the exact albedo
and the hybrid- parity albedo for various valuesubfis a function of the returning angle.

We see from the figure that the largest discrepancies occur for small angles, which have
the least impact on the returning solution. In the numerical results section, we verify this
behavior and show that the average of the even- and odd-parity solutions is indeed very

accurate for problems of this type.



70

25 ‘ \

—— Exact
— — - Hybrid-Parity W=1.0 |

Albedo

0.0 0.2 0.4 0.6 0.8 1.0

Fig. 8. Exact and hybrid-parity albedo weighting functions.

4. SAAF

We have shown that the SAAF equation is identical to the average of the even- and odd-
parity equations in the problem interior. Thus, our simple analysis of the hybrid-parity
method applies directly to the SAAF. The leading order solutions satisfy the same discrete
equations in the problem interior.

However, they may satisfy different discrete boundary conditions. If we use the stan-
dard SAAF boundary condition, equation (3.27c), we do not expect the SAAF solutions to
exactly agree with the hybrid parity solution. If, on the other hand, we use equation (3.31),
we expect exact agreement. We verify this in the numerical results section.

This behavior is unusual. Using the standard SAAF boundary condiisatisfies a
M+ %uz weighting on outer boundaries, but p?3nterface condition on internal interfaces.
Again, if we were to replace the standard SAAF boundary condition with equation (3.31),

we would expecfp to satisfy a % weighting on both outer boundaries and on internal
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interface. Note thafp satisfies a @ weighting on both outer boundaries and on internal
interfaces forboth forms of the SAAF boundary condition. Thus, the average ahd
¢ from a SAAF calculation will satisfy qu+ %uz weighted boundary condition on both

external boundaries and internal interfaces.

G. Implemenational Considerations

The linear continuous finite element method (LCFEM) on triangular and tetrahedral meshes
is an attractive method to consider for the even-parity equation. This method exhibits
second order accuracy for the diffusion equation and allows a high degree of geometric
flexibility with a relatively small number of spatial unknowns. However, it may not be ap-
propriate for the odd-parity equation. In fact, this discretization of the odd-parity equation
violates the discretenf-sup condition [5]. The easiest way to see this is to consider the
linear system that results from equations (3.17).

From equation (3.17b) we see that the natural function space for the scalar fluxes is the
one generated by the gradient of the odd-parity angular flux basis functions. On a triangular
mesh with a linear continuous basis pr, the scalar fluxes are then piecewise constants
within each cell. The number of scalar fluxes is, therefore, roughly twice the number of
odd-parity angular fluxes. The right hand side of equation (3.17a) consistsNybaNk
matrix operating on a scalar flux vector of lendth (whereN, and Nk are the number
of vertices and cells, respectively). Sinde< Nk, this matrix has a non-zero null-space.
Thus, there are certain non-zero flux vectors that result in a zero right hand side. This has at
least two undesirable consequences. First, any scalar flux components that are in the null-
space are completely ignored by equation (3.17a). Second, the magnitude of such scalar
flux components are meaningless because they are not be damped by the leakage operator.

However, it appears that these undamped null-space modes are not usually present in
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realistic problems omegular meshesin fact, all of our odd-parity XY numerical results
are calculated with a LCFEM implementation on triangular grids. On the other hand, we
have been able to obtain non-physical solutions by contriving problems that contain these
modes. Clearly, the LCFEM odd-parity system should be used only with great caution.

In order to understand why it is ever possible to obtain accurate odd-parity LCFEM

solutions on triangles, consider the odd-parity CFEM system written in matrix form:

L(Q)Y(Q) = WMo+ Ra, (3.84a)

J=2 / Qu(Q)dQ, (3.84b)
21

D-J+ M= Wy0+ Fy40. (3.84c¢)

When the odd-parity system is discretized with linear continuous finite elements on a tri-
angular gridL is aN; x Ny symmetric positive definite matrix operating on an odd-parity
angular flux vector of lengtN;; andW is aN; x Nx matrix operating on a scalar flux vector
of lengthNk (whereN, andNk are the number of vertices and cells, respectively). Since
N < Nk, W has a non-zero null-space.

When we attempt to evaluate equation (3.84c) with with no absorptloa (\y), then

the matrix equation fogis AQ@ = b where,

A= D-2/QL—1(Q)W dQ.
21

Though we do not prove it, we note thaittself is symmetric. In this casé(Q) is sym-
metric positive definite, so that~1(Q) is non-singular. The matriR, therefore, has the
same null-space as tiNg X Nk matrix\W. By the Fredholm Alternative theorerAu = b

has a solution if and only ik b,z >= 0 for eachz such thatA*z= 0. SinceA = A* this
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implies that our fixed source vector must be orthogonal to the null-space vectors for a par-
ticular mesh for a solution to exist. As we show in Chapter VI, these null-space vectors
are symmetric and oscillate between positive and negative values on the regular meshes we
use for many of our calculations. We suggest that this unusual relation between the fixed
source and null-space &fmay hold on certain regular meshes, though it is not clear how

to prove or disprove this postulate. Finally, we stress that the odd-parity angular flux is not
subject to this problem. By that we mean that there is always a solution to equation (3.84a),
regardless of the details of the mesh and fixed source. We only face this issue only when
we attempt to solve equation (3.84c) for the scalar flux.

The SAAF LCFEM system is clearly also suceptible to undamped null-space error
modes via thep term on the right hand side of equation (3.27a). If anisotropic scattering
was present, then the LCFEM even-parity discretization would also be subject to this prob-
lem. This is because the even-parity approximation to the current has the same functional
form as the odd-parity approximation to the scalar flux; piecewise constants within each
cell.

On a quadrilateral or hexahedral mesh, this discretization would not violate the dis-
crete inf-sup condition. However, these meshes do not allow the geometric flexibility of
the triangular and tetrahedral meshes.

Finally, letN be the number of angles aKdthe number of spatial cells on a triangular
mesh. Then, the LCFEM discretization of the even- or odd- parity methoélhb(sun-
knowns, so that the hybrid parity solution has a tota% NiK. The LCFEM SAAF system,

like hybrid-parity, also haéNK unknowns.
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CHAPTER IV

MIXED FINITE ELEMENT DISCRETIZATION AND ANALYSIS
A more satisfying but correspondingly more costly resolution to the odd-piafityup
violation involves reformulating the problem. We first note that it is physically appealing
to locate vector current unknowns on cell surfaces and scalar flux unknowns in cell centers.
While the fundamental unknown in the transport equation is, of course, a scalar function,
we can reformulate the even- and odd-parity equations as a coupled system of first-order
equations with a scalar and a vector unknown. Our reformulation allows us to employ
powerful MFEM methods to transport problems, and represents a significant departure
from conventional FEM transport discretizations.

In this chapter, we develop the mixed finite element method (MFEM) discretization of
the coupled parity equations and the coupled angular flux/angular current density (AFCD)
equations discussed in Chapter Il. For each system, we begin in general 3D Cartesian ge-
ometry then reduce to slab geometry. We analyze the discretized equations in the thick
diffusion limit for both problems that are entirely diffusive and for problems that contain
adjacent diffusive and non-diffusive regions. We conclude with a discussion about the de-
tails of implementing specific mixed finite element methods and the properties of those

methods.

A. Coupled Even- and Odd-Parity System

We now use the wieghted residual method to form the coupled even- and odd- parity MFEM
discretization. First we multiply the analytic equations by weight functions, then we inte-
grate over the problem domain. The analytic unknowns can then be replaced with func-

tional expansions, which reduces the original problem to that of sovling a system of linear
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equations. The coupled parity system is given by:

0-QQWt +6,G~ =0. (4.1a)

0s®+Q

0.G +q¥ =
+ Ot ant

(4.1b)

along with its boundary condition,

1 _ 0sP+Q
(n-Q)Q(aD-G o

):—|n-Q|(G‘—QF‘) forrcaD.  (4.1c)

—W+
Recall that we have previously defin€d to beQW—.
1. XYZ Geometry

To begin, we dot equation (4.1a) with a set of vector weight functiengi(),1 <i <1I)
and integrate the result over the domain. Then, we multiply equation (4.1b) by a set of
scalar weight functionsv((r),l < k < K) and integrate the result over the domain. We

obtain equations of the form:
/D-QQHJ+-Wi_ dV—|—/0tG‘-Wi‘ v =0. (4.2a)
D D

and

/ O0-G v dV+ / oWy dv = / Osq;:[r Qv; av, (4.2b)
D D D



76

for each value of andk. We now manipulate equation (4.2a) so that we can incorporate

the boundary condition, equation (4.1c), naturally. We use identity (3.3) to obtain:

/D- [(@-wy)@wh)] dv—/wD-Q(Q-wi—)dv
D

+ /otG_ WodV=0. (4.3)
We apply Green’s theorem to the first term in equation (4.3) to obtain:

/(n-Q)(QqJ+)-Wi‘dS—/HJ+D-Q(Q-Wi‘)dV+/0tG‘-Wi‘dV:O. (4.4)
oD

After inserting equation (4.1c) into the surface integral, we arrive at:
/|n .Q|(G™ — QF ) -wi dS— /qﬁm .Q(Q-w)dV
D

+/0tG‘-Wi‘dV:O. (4.5)

Now we expand the analytic unknowns with the following basis funcitions:

G (r,Q) z g; (Q (4.6a)
WH(r,Q) ~y*(r,Q) = iwﬁ(ﬂ)dﬁ(f), (4.6b)
I=
and
K
ot (r =34 Grdt(r) wheregt =2 / UH(Q)dQ, (4.6¢)
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to obtain:
/|n-Q|(g— —of)wi ds—/qﬁD-Q(Q-wi—)dv
oD D

+/0tg‘-wi‘ dv=0, (4.7a)
D

+ ot
/(D-g‘)v; dv+/otw+v; dvz/%v; av. (4.7b)
D D D

We know of noa priori reason we cannot mass lump either equation (4.7a) or (4.7b).

2. Slab Geometry

In this section, we develop a slab geometry discretization for equations (4.7). We use a one-
dimensional analog of the lowest order Raviart-Thomas [40] elements on the grid shown in
Fig. 4. In this approximation, the normal component of the vector unknown is continuous
across cell edges and the scalar unknown is constant within each cell. We apply Galerkin

weighing and expand~ with linear continuous elments agd" with piecewise constants:

(Xj+3/2 = X)/(Xj+3/2 = Xjt1/2) for X € (Xj11/2,Xj43/2)
Wit12=B12= § (X=X_1/2)/ (X412 = Xj—1/2)  FOrX € (Xj_1/2,Xj41/2)

0 otherwise

1 forx e (Xj_1/2axj—|—1/2)

0 otherwise

The equations governing the boundary cells are:

Ot 1AX1

_ _ O11Xy _ .
|“|(gl/2 - “f| ) + uqu—ll_ + %91/24' ng/z =0 for I = 1a (4.88.)
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and

MGy, g/ — MFT) — oW +2 —0 forj=J. (4.8b)

3 9J+1/2
For the interior cells we have:

Ot i AX; OriAXi Ot 140X
+ tEA] — tiBA] t+15R8+1
(l‘IJj—I—l LIJJ )‘I’ 6 gj_l/z‘l’( 3 + 3 )gj—|—l/2
Otj+18%j+1 _

6 j+3/2

+ =0 forj=2.J-1. (4.8¢c)

We also have the following cell centered balance equation that holds for all cells:
- - At = X (og 0t +qH) forj = 1. 4.8d
(9j+1/2—9j_1/2)‘|‘0t1 v = 7(051(91' +q; ) forj=1.0. (4.8d)
With mass matrix lumping we arrive at the following equations for the boundary cells:
Mg, — H) + 17 Wi+ 2 91/2—0 forj =1, (4.92)
and
MGy, g0 — MAT) — HOWT +2 2 gJH/z 0 forj=J. (4.9b)
In the interior, we have:

Ot X Ot i 1AX' 1\ _ .
W - w) + (P4 S ) g =0 forj=2.0-1,  (490)

and the cell centered balance equation is unchanged.
We note that both the lumped and unlumped slab geometry coupled parity discretiza-
tions are equivalent to their odd-parity CFEM counterparts developed in Chapter Ill. This

is not the case in multidimensional geometry, however.
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B. Angular Flux/Current Density System

Now we apply the weighted residual method to the coupled AFCD equations which we

rewrite here:

0.00W + 66 = 022+ (4.10a)
4mn
0sP+Q
. = 4.1
0.G+o¥W e (4.10Db)
QF(r,Q) forn-Q <0
Gp(r,Q) forr oD = (4.10c)

G forn-Q > 0.

1. XYZ Geometry

We dot equation (4.10a) with a set of vector weight functiongr(), 1 <i < I)and integrate
over the domain. Then we multiply equation (4.10b) by a set of scalar weight functions

(w(r),1 < k < K) and integrate the result over the domain. We obtain equations of the

form:
/D-QQw-widv+/otG-widvz/Osq;:Q(Q-wi)dv, (4.11a)
D D D
/ 0. Gy dV + / G Wy dV = / osq;; Qav. (4.11b)
D D D

We apply identity (3.3) to the streaming term of equation (4.11a) to obtain:

0-[(Qw)@Q-w)|dv- [ wO-QQ-w)dv G-wdV
D/ [ W] D/ W —I—D/O't W

:/qu)‘|‘Q

e (Q-w)dV. (4.12)

D
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Using Green’s theorem on the first term in equation (4.12) allows us to reQidteith

Gy, to obtain:

/(n-Q)Gb-WidS—/HJD-Q(Q-Wi)dV—|—/otG-widV
oD D D

:/OSCD—I—Q

e (Q-w)dV. (4.13)

D

Now we expand the analytic unknowns:

|
G(r,Q) ~g(r,Q) = ¥ g;(Qbj(r), (4.142)
=1
K
W(r, Q) ~y(r,Q) = le'(Q)d'(r)’ (4.14b)
=
and
D(r)~q@r) = Ig(nd(r) whereq :lqn(Q)dQ, (4.14c)
to arrive at:

/(n-Q)gb-widS—/qJD-Q(Q-Wi)dV+/0tg-widV
D D D

OsP+
:/ s;pn 9Q.-w)dv, (4.15a)

/ 0-guedV+ / GV dV = / OSZ’:[F Gvedv, (4.15b)
D D D

where,

Qf(r,Q) forn-Q <0
Op(r,Q) forredbD= (4.15¢c)

g forn-Q > 0.
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2. Slab Geometry

Now we apply the same slab geometry discretization as we did for the coupled parity equa-

tions:
(Xj+3/2 = X)/(Xj+3/2 = Xjt1/2) for X € (Xj11/2,Xj43/2)
Wir1/2=Djy12= § (X=Xi_1/2)/(Xjr1/2 = Xj_1j2)  fOrX € (Xj_1/2:X{11/2)
0 otherwise

1 forx e (Xj_1/2axj—|—1/2)
Vj = dj =

0 otherwise

The boundary cells equations are:

011X 011X
— Hg + PPy + t13 191/2+ t16 193/2
= %(051AX1(P1+AX1Q1) forj=1, (4.16a)
and
Ot 3AX Ot 3AX
Mg — oy + tJG JQJ—1/2+ tJ3 J9J+1/2
— Mlospgy+xa5) forj=J, (4.16b)
4
where,
p foru>0 93+1/2 forp>0
g = O = (4.16¢)

Oy  forp<o, ufe for u< 0.
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For the interior cells we have:

W2 (W1 — W))
Ot AX] OtjAXj | Otj+18Xj+1 Otj+18Xj11
+ 6 9j-1/2+( 3 + 3 )9j+1/2+ng+3/2
H

=2 [(Osijj(Pj +8%j0)) + (Os 18X 119j 41 +ij+1qj+1)]

forj=2.J-1 (4.16d)
We also have a cell centered balance equation:
AX; .
(954172 9j-1/2) + O W) = —~(0sj@; +q;j) for j=1.J. (4.16e)

We can again lump the mass matrix:

011X .
— Mg + PPy + t12 191/2 = %(Oslelq’l + &xqp) forj = 1, (4.17a)

and

Ot 30X .
ng — gy + ”2 Y0412 = %(OSJAXJ(PJ + Mxyqy) forj

J. (4.17b)

For the interior cells mass matrix lumping produces:

OtjAXj  Otj+18Xj11
Ilz(lle+1—lle)+( 12 Ly = 21 )9j+1/2

U
=2 [(stAXjCPj +A%j0j) + (Osj+1AXj+1<Pj+1+A><j+1qj+1)]

forj=2.J-1 (4.17c)

The cell centered balance equation is unchanged by lumping.
By solving equation (4.16e) fapj, we can replace the cell centered unknowns in
equation (4.17c) with cell edge unknowns. The resulting system is very nearly identical to

the slab geometry SAAF equations. However, there is one important difference. In the case
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of the SAAF system, a scalar flux is explicitly defined for cell edge quantities. Here, the
term that corresponds to the cell edge SAAF scalar flux is the average of the two adjacent

cell centered scalar fluxes.

C. Discrete Diffusion Limit Analysis

We now analyze the behavior of equations (4.7) and (4.15) in the thick diffusion limit. Our
procedure involves scaling the discretized equations as in equation (2.32), then requiring

the resulting equations to hold form like powers of the scaling pararaeter

1. Coupled Parity

We introduce the scaling shown in equation (2.32) into the coupled parity system to obtain:

/|n-Q|(g‘—Qf‘)-Wi‘dS—/qJ+D-Q(Q-Wi‘)dV
oD D
/ Ny .w-dv =0, (4.18a)

- +
/( gV dV+/ —yghvidv = / —£0a )Tc[p & v dV. (4.18b)
D
We introduce the following ansatz:
g =g tegWye2gldy (4.19a)
Wt = O gt 4 g2yt (4.19b)

(p-l- — (p‘|‘[0] + 8(P+[1] + sch‘l'[z] + ... Where(p /LIJ+ , (4190)



84

into the scaled systems then require that the resulting systems hold for each pawer of

The O(Y/¢) terms in equations (4.18a) and (4.18b) are:

/otg‘[o] -wdV =0 (4.20a)
D
40
/ oty dv = / Ot;pn Vi v (4.20b)
D D

Under the assumption of invertible mass matrices, these equations imply that the leading

order angular current density is zero,
g =0, (4.21a)
and that the leading order even-parity angular flux is isotropic,

+10]
+o _ ¢
W - (4.21b)

Now, we consider the O(1) terms in equation (4.18a):

/|nQ|( _Qf7)-wdS— /qﬁ 0.Q(Q-w)dV
oD

+/0tg‘[1]-wi‘ dv=0, (4.22)

Using the results from equations (4.21a) and (4.21b) we can integrate over angle to arrive

at:

1 - 1

é/(Zn- / 300f dQ W dS— é/ A0 we dv

oD n-Q<0

+/0t (2/9—[11019) .wodV =0, (4.23)
211

D
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We turn our attention to the ®)terms in equation (4.18b):

+H2] _ (0] +
[o-gEav+ [outBav= [FF—00F T qv. @29)
D D D

We integrate equation (4.24) over angle to find that:
/ 0 ( / g M do)v av+ / 020"V dV = / atvi av. (4.25)
D 2n D D

Thus, we find that the leading order coupled parity solution satisfies the following coupled

diffusion system in the thick diffusive limit:

L - —gs— L [0 wo
é/(Zn- / 300f~dQ) -, dS—é/(p 0-w-dV
ob n-Q<0 D

+ / Ot (2 / g dQ) W dV =0, (4.26a)
D

2n

/ 0 ( / g Mda)v} dv + / G20t dV = / gtV dV. (4.26b)
D 2n D D

If Raviart-Thomas elements are used to discretize equations (4.26]) theeed not be be

symmetric about the outward normal for us to have:

n- (2 / 300f~dQ) = n(2 / 3n- 02~ dQ) = nef!. (4.26¢)

n-Q<0 n-Q<0
since theRTp weight and basis functions are normal to cell faces. This system is simply
a mixed finite element discretization to the diffusion equation subject to a potentially in-
accurate boundary condition. The weighting function is identical the odd-parity weighing
function shown in Fig. 6, therefore, we expect the average of CFEM even- parity results

and MFEM odd-parity results to be accurate for thick diffusive problems.



86

2. AFCD

We now consider the diffusion limit of the discrete AFCD equations. We find that it does
indeed limit to a MFEM discretization of the diffusion equation with a complex boundary
condition. However, unlike the other discretizations we have examineded, in order to in-
terpret the boundary condition, we are forced to consider the slab geometry case. Though
this is not as rigorous, we fully expect that the essential characteristics of this method
are sufficiently characterized in slab geometry, given that diffusive boundaries are essen-
tially one-dimensional. By that, we mean in a thick, diffusive problem the curvature of the
boundary is an order quantity and should not affect the leading order solution.

We scale the discrete AFCD system in the standard way,

/(n-Q)gb-WidS—/qJD-Q(Q-Wi)dV—l—/%g-WidV
oD D D

—/(%_sc’a)(p+q(g-wi)dv, (4.27a)

N 41
D

Y
/D.gvde—|—/%lpvde:/(5 4T"’[‘)(p+qvkdv, (4.27b)
D D D
and introduce the ansatz:
[0]

Y=yl epl+e2pld 4+ ., (4.28b)

o=@ el 4 292 4 ... wheregh = / W dQ, (4.28¢)
4
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and require the scaled equations to hold for each powerte O(1£) equations are:

0]
/otg” w;dV = /t‘d (Q-w;)dV, (4.29a)
D

and

0
/ Gy dv — / Oﬁ viedV. (4.29b)
D

D
Equation (4.29b) implies that the leading order angular flux is isotropic, as expected. The

O(1) terms of equation (4.27a) are:

/(n-Q)gE)] -widS—/qJ[O]D-Q(Q-Wi)dV+/0tg[1]-wi dv
aD b b

_ / Ot;il](Q-wi)dV. (4.30)

D
Making use of the fact that the leading order angular flux is isotropic, we integrate this over

angle to obtain:

/ /ng dQ W,dS——/(p[OD w;dV

oD 41

+/0t /g dQ) -widv =0. (4.31)
41t

Now, we examine the @] terms in equation (4.27b). If we integrate this over angle,
we obtain another equation relatigf§) andgl¥. Hence, we find that our leading order

scalar flux satisfies the following diffusion discretization in the thick diffusion limit:

/ /ng d0) - W,dS——/(p[OD widV

oD 41

+ / ot( / g[l]dQ) .w;dV=0. (4.32a)
D
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/ 0 ( / g dQ)vdv+ / Ga@OvjdV = / qudV. (4.32b)
D 41t D D

Finally, we examine the boundary integral in equation (4.32a) in more detail. We have
found that proceeding with this analysis in three dimensions with generic weight and basis
functions is intractable. Therefore, we continue in slab geometry with lumped linear finite

elements. On the left boundary we have:

011X
—ug¥+ 2 + 22, = Founag, (4.333)

where

VRj forp>0
g = (4.33b)

g[lo/]2 forp< 0.

We take the zeroth moment of equation (4.33) to arrive at:

1 1
1 011X
—/ud"]dw §cp[f]+ = 1/9[11/]2du: 0. (4.34)
-1 -1
Substituting forgl[o] :
0 1 1 Ax 1
o]
—(/udf/]zdwr/uzf.du) + S0+ 1/9[11/]2du= 0. (4.35)
-1 0 -1

In slab geometry, equation (4.29a) reduceg[? = ucp[o] 2 so that we have:
1 1

1 1
1 (P[lo ] 2 10, Oubxs [ |1
—§(7 -|-/3|.1 fi dl.l) + é(P[l + 5 /gl/zdu— 0. (4.36)
0 -1
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Thus,

1
1 1cp[f]—2f3u2f|du
/ ¢y 0= 3 0 . (4.37)
-1

Ot 1AX1

The above equation represents|& 8reighting of the incoming angular flux spatially lo-
catedone half cell to the left of the physical boundahy the odd-parity system, the corre-

sponding relation is:

1
1 ) 1(pI[O]—20f3u2f|du

/ g7 du= -3 . (4.38)

‘1

(0118%1/2)

Thus, the odd-parity boundary flux is located on the actual left boundary. This means
that for thick diffusive problems driven by incoming angular fluxes, we expect the AFCD
boundary scalar flux to be lower than the odd-parity result. However, if the first cell were
made thin, then both methods should agree. We confirm this behavior in the numerical

results section.

D. Internal Interface Analysis

1. Coupled Parity

As we noted above, the slab geometry linear finite element approximation of the coupled
parity equations is equivalent to the corresponding discretization of the odd-parity equa-

tions. Thus, those results directly hold here.

2. AFCD

Our ability to analyze the internal interface problem is due, in large part, to our solid under-

standing of the even- and odd-parity systems. They are unique in that we can derive explicit
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expressions for both the mangitude of the scalar flux on the transport/diffusive interface,
and for the angular shape and magnitude of the flux that returns back into the transport
region.

Our attempts to analyze the AFCD system have thus far been fruitless. Inevitably, we
arrive at systems that couple both upstream and downstream unknowns, making it impossi-
ble to derive simple, closed form expressions for the quantities we desire. We confess that
we do not fully understand the behavior of the AFCD system at an internal interface.

However, we conjecture that, because of the fact that the AFCD system behaves much
like the odd-parity system at external boundaries, the AFCD solution at an internal interface
should be similar to the odd-parity solution. We test this prediction in the numerical results

section, and find that it appears warranted.

E. Implementational Considerations

An attractive discretization to consider is the lowest order Raviart-ThoRi&3 (nethod.

It is derived in such a way that the normal component of the vector unknown is continuous
(and, in fact, constant) on each face. The scalar unknown lives in the finite element space
generated by the gradient of the vector basis functions. IiRijecase on triangles, the
scalar flux would be piecewise constant within each element. The vector basis functions

have the following form:

b(r) = (a+ cx)i + (b+ cy)j. (4.39)

This method is well established for triangles, rectangles and tetrahedra [59, 5]. Re-
cently, several researchers have developed methods for logically rectangular grids that re-
duce to the Raviart-Thomas discretization on an orthogonal mesh [60, 61].

The vector unknown exhibits first order convergence, but the scalar unknown is second
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order. In terms of unknowns, tHeTy method has a vector unknown on each face and a
scalar unknown in each cell. On the downside, the linear systems that result from this type

of mixed FEM are symmetric but possibly indefinite. They are of the form:

A Bl gl |[S

BT C| |p Q

b

where |y represents a vector of scalar unknowns gnd a vector ofvector unknowns.

Since mixed FEM methods have become so popular of late, efficient iterative methods for
saddle point problems like this have been developed [62]. Finally, we note thR{l§he
method has an unknown on each cell face and an unknown in each cell center so that the
CP discretization will have K /4 total unknowns and the AFCD discretizatioN§/2
unknowns wherd&l andK are again the number of angles and cells, respectively. We note
that if we use thé&RTy coupled-parity method along with the CFEM even-parity method to

form a hybrid-parity solution, there are a total M B/2 unknowns.
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CHAPTER V

ITERATIVE METHODS
In this chapter we discuss the iterative methods used to solve the within-group scattering
problem. Historically, the source iteration (SI) method has been the most frequently used
technique. However, it is well known that Sl can converge arbitrarily slowly for problems
that are dominated by scattering.

Many methods have been proposed to solve the within-group problem more efficiently.
Synthetic acceleration [32, 33, 34, 35, 55, 56, 36, 57, 63], coarse mesh rebalance [64],
guasi-diffusion [65, 66, 67], and boundary projection acceleration [68] have all been im-
plemented with various degrees of success, though no method has emerged as the best
choice for all problems.

Here, we focus on developing DSA schemes for our discretizations. Because of their
underlying form (self-adjoint, second order transport operators) we expect that successful
implementation of multidimensional DSA will be straightforward, whereas this is noto-
riously difficult for discretizations of the first order transport equation. Our procedure

consists of the following steps.

1. Subtract the discrete source iteration equations from the converged equations to form

discretecorrectionequations.

2. Take the zeroth and first moments of the correction equations, assuming that the

corrections are linearly anisotropic in angle.
3. Eliminate the first moments to obtain a single diffusion equation.

These steps are equivalentto Larsen’s 4-step procedure. We note that it may not be possible,

or desirable, to form a single diffusion equation for all of the discretizations we consider.
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For each method we first present the source iteration scheme, then derive discrete DSA
systems.

Finally, we note that if the within-group problem can be cast in a form that is symmet-
ric positive definite under some norm, the conjugate gradient (CG) method [69, 54, 70] can
be used. The CFEM even- and odd-parity operators are symmetric positive definite under

the followingscatteringinner product:

(U,v)s= _IzlosiUiViVi (5.1)

&
whereV, is the volume of thé'" cell.

A. Even-Parity DSA

The source iteration scheme for the even-parity system is given by:

/|n-Q|(qJ+(l+1/2)_ fH)wt dS+ /(Q-Dwﬁ)oit(g- Oy t¢+1/2) dv
D

ob

it+(£) +
_|_/0tw+(l+1/2)wi+ dvz/wwﬁ dv, (5.2a)
D D

@D — gr(t+1/2) z/qﬁ'(l"'l/z)dQ’ (5.2b)
2n

If we define the additive corrections:

yrrY2) — gt gyHer1/2), (5.3a)

and

FHEHY2) gt _ @t (t+1/2) = 2/y+(‘+1/2) dQ, (5.3b)
2n
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then subtract equation (5.2a) from the converged system, we obtain an exact equation for

the corrections:
[In-alyr 12 dsy. / Q. mwr)cit(g Oy 2y gy
n /0 yHEFY 2yt gy — / Os r+ (E+1/2) | (g+(e+1/2) _ (p+(1))]wi+ dv. (5.4)
We take the zeroth moment of equation (5.4) to obtain:

/(/|n Qy* ‘+1/2)dQ)w+ds+/ /Q-Dwﬁ)oi(g-myﬂ”l/z))dg] av
oD 4m 4mn t

+ / Oal T+ gt dv = / os(¢" 42 — gt )w dv. (5.5)
D

Clearly, the first moment of equation (5.4) is zero, since all of the terms in that equation are
even in angle. Atthis point, we enforce the assumptionythdt1/2) is linearly anisotropic.

That is:

NG /y dQ—I— Q /Qy (t+1/2) 4o 41T[r+(z+1/2)‘

(SinceQyt(¢+1/2) is an odd function, its angular integral is zero.) We arrive at:
Loty /i + +(t+1/2)
/2r Wi dSt [ 2 (ow)- (O )dV

+ / Oal HEF YDy gy — / oo Y2 _ gt )t dv, (5.6)
D

where we have used the fact that

/|n-Q|dQ:2T[.
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Hence, the DSA iteration scheme for the even-parity CFEM system is:
/|n-Q|(qJ+(l+1/2)_ fH)w dS+ /(Q-Dwﬁ)oi(g- Oy t¢+1/2) dv
t

it+(£) +
‘|‘/0th+(l+l/2)Wi+ d\/:/wwﬁ- dv, (5.7a)
D

@Hr1/2) - z/qﬁ'(“‘l/z)(Q)dQ, (5.7b)

1 1

L1 L Owt) - (Or+He2)
/2r W dS+/30t(DW, ).(Or )dV
oD

+ / gal T Dyt dv = / P2 _ gt O)widv,  (5.7¢)

(p+(z+1) _ (p+(l+1/2) 4+ /2, (5.7d)

We can analyze this iterative scheme with lumped linear continuous finite elements in
slab geometry. The discrete equations in the interior with constant material properties and

mesh size are:

+(+1/2) qJ-|—(l-|—1/2) qJ-|—(l-|—1/2) _ qJ-|—(l-|—1/2)

1T} ; ; ;
2( Vj+3/2 j+1/2 j+1/2 j-1/2 (£+1/2)
" ( Ax2 a AX? ) JrllJJ+1/2 2(p1J£1)/2’ (5.8a)
+(e+1/2) (£+1/2) 4
ol =2 / i (5.80)

FHLEy2) r+(‘+1/2> FHEEY2) | (E2)

1/% 432 j+1/2 j+1/2 j—1/2 H(t4+1/2)
_3( X2 )+(1 112

AX2

_ +(£+1/2 +(£
- C((pj_ﬁl/z ) - (pj_ﬁl)/z)a (5-8C)



96

and, finally,
+(£+1 +(£+1/2) +(£+1/2)
(ij£1/2) Ol (5.8d)
We propose the following ansatz:
1+1/2 — wia(p)eMitz, (5.9a)
0D = Wt aeinre, (5.9b)
r;’ff/’zl/ 2 = wfBeMiie, (5.9¢)

After inserting the ansatz into equations (5.8), we find that:

CA

a(p) = 21+ 12N2)’ (5.10a)
and
c %arctarﬁ/\) — 2 .
w(A) = Karctar(/\) + (1-0)+ 1N where/\ = A—Xsm()\Ax/Z). (5.10b)
The spectral radius is given by:
Pasa= S;\Jp|00(7\)| < 0.224%. (5.10c)

This result is identical to the spatially analytic case discussed in Chapter Il. We, therefore,

expect the even-parity DSA iteration scheme to be very effective.
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B. Odd-Parity DSA

Now we consider the odd-parity equations. We begin with the source iteration equations:

1
/|n-Q|(qr(l+1/2)_ f=)w dS+ /(Q-Dwi—)a(g- Oy~ ¢+/2)) dv
oD D

_([) —
i OtllJ_(Hl/Z)W'_ dv=[(Q- Dwf)u dv, (5.11a)
| |
J J 41oy

J-(t+1/2) _ o / Qu-(+1/2)4q, (5.11b)
2n

/ 0.3~ 2y-dv + / o YAy dv = / (050~ +q7)v dv, (5.11c)
D D D

o (D) = @ (t+1/2) (5.11d)

Note that the right hand side of equation (5.11c) involvestthéerate of the scalar flux.
This allows us to calculate the scalar flux even wbge= 0. Now, we form the exact equa-
tion for the corrections by subtracting equations (5.11a) and (5.11c) from their converged

forms. We have:
[In-ay /2w ast [(@- mwi—)oit(g Oy ) av 4 [ oy 2w av
oD D D

_ Awe) 08 [F—(+1/2) | (o (4+1/2) _ (o= (0)
- D/ (@-0wp) o 24 (g o ®)]dv, (5.12a)
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/D Ry dv+/otr—(‘+1/2)v,; dv
D D

_ / O[T~ (412 1 (o412 — g ) v dV. (5.120)
D

We have defined the following additive corrections:

y(+1/2) — = g /2) (5.13a)
r—(¢+1/2) _ o — (p—(l+1/2), (5.13b)
rI(l+1/2) _J _ gy +1/2) (5.13¢c)

Equation (5.12a) can be greatly simplified by making the following definition:

~er1/2) _ L [0 - ry2) ~t112) _ on] _ Lo, vty
Ye a0, [osr +05(¢ 0 )] o (@ 1Y ),

where
F—(t+1/2) _ 2/yg(‘+1/2)dQ,
2n

Here,ys ‘%72

is a correction to the even-parity angular flux that, while not explicitly cal-
culated in our formulation, underlies the odd-parity scalar flux. The odd-parity corrections

equations become:

/|n-Q|y‘(l+1/2)Wi‘ dS— /(Q-Dwi‘)yg(”l/z)dv
D D

+ / oty V2w dv =0, (5.14a)
)
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/D Ry dv+/otr—(‘+1/2)v,; dv
D D

= / [osr—(‘“/z)+os(cp—(‘+1/2)—cp—(‘))]v,; dV. (5.14b)
D

Now we again assume that the corrections are linearly anisotropic:

3 6. p-ry2)

~(¢+1/2)
Y 4 1

b

and

yelta = L),

4mn

In this case, we need only take the first moment of equation (5.14a) to obtain the DSA

iteration scheme for the odd-parity CFEM system:

1
/|n-Q|(qr(l+1/2)_ f=)w dS+ /(Q-Dwi—)a(g- Oy~(+1/2) dv
oD D

_(l) _
+ / o 2w dv = / Q- 0w ) 2P "9 4y (5.15aq)
2 / 4110t

J-+1/2) _ / Qu-(t+1/2)4q, (5.15b)
21

/ 0.3~y gy 1 / oDy dv = / (0 @ +q)vidv,  (5.150c)
D D D

_ 1
/%(/|n-Q|QQdQ) 2y ds+/§r—(‘+1/2)mwi— v
ob 2n D
+ / ar {“2w-dv =0, (5.15d)

D



100

/ 0.2y dv+ / oal ~ 2y dv
D

_ / o5+ _ -y dv, (5.15¢)
D

@ +D) = g (+1/2)  =(tH1/2), (5.15f)

In this case, we cannot collapse equations (5.15d) and (5.15e) into a single diffusion equa-
tion unless we make a number of assumptions regarding the weight and basis functions.
For example, if we were to use lumped linear continuous elements, we could form a single
cell-centered diffusion equation for the scalar flux corrections. We note that this equation
becomes singular whemy = 0. In practice, we overcome this difficulty by introducing a
small amount of false absorption that is set according to the geometric size of the prob-
lem under consideration. Specifically, we calculate the geometric buckling of the problem
and a simple volume averaged diffusion coefficient. We then use the product of these two
numbers PB?) in place of the absorption cross section.

Again, we can analyze this scheme in slab geometry with lumped linear continuous

finite elements. In the problem interior, the equations for the model problem are:

qJ—(l+1/2) _ qJ—(l+1/2) qJ—(l+1/2) _ qJ—(l+1/2)
. 2( j+3/2 j+1/2 j+1/2 j—-1/2 )-I—llJ (£4+1/2)
H j+1/2

AX2 - Ax2
=@ -g"), ©16a)

1
Moo —+1/2) o —(4+1/2 04+1/2 (¢
/A—X s = ) dut g P = o ¢ (5.16b)
0
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~(t+12) _ p-(+1/2)  p-(41/2) - (t4/2)

1M j j -1 (t+1/2)
_é( A2 - X% )+(1 ory

—¢7“), (5.160)
and finally,
g D) = g /D - 1/2) (5.16d)

We propose the following ansatz:

b; 352" = waleiee (5.172)
= Wt AN (5.17b)
(12 _ gt (5.17¢)

j

After inserting the ansatz into equations (5.16), we find that:

a(p) = —|p/\2(1£7ﬁ‘2/\2), (5.18a)
and, just as in the even-parity case,
c % arctarf/\) —
w(A) = Karctarﬁ/\) + 10+ %/\2 . (5.18b)
The spectral radius is:
Pdsa= S;Jp|(o()\)| < 0.224T. (5.18¢)

Thus, odd-parity DSA should perform extremely well in slab geometry.
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C. Odd-Parity Conjugate Gradient

We now briefly consider the application of the conjugate gradient method to the within-

group problem. First, we rewrite the odd-parity CFEM source iteration system in matrix

form:
L@ (Q) = W) + Ra, (5.19a)
I+ o / Qut(Q)dQ, (5.19b)
21
DI 1 Mt = wyel? + Fyq. (5.19¢)

L, W andR are the matrices result from evaluating the integrals in equation (5.11a) and
M, Wy and Ky result from evaluating the integrals in equation (5.11D).is a discrete
divergence operator in matrix form. Hem, @ andq represent vectors of discrete scalar
values and) is a vector of discrete vector values. Now, we rearrange equation (5.19c) to

obtain:
(p(l-l-l) — Wd(p(l) + qu_ D. J(l-l—l)-
We use equation (5.19b) to arrive at:

¢+ — W) 1 Fyq - D-2 [ QD de.
2n

Equation (5.19a) can be solved fpt+1) to obtain:

¢+ = (Wy - D- 2/QL—1W d0)¢f®) + (Fyq-D- 2/QL—1Wq aq).
21 21
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If we identify
A=| —Wd+D-2/QL—1WdQ,
2n
and
b= Fyq—D- 2/QL—1quQ,
2n
then we can write the source iteration system in the following form:
¢ = (1= A)g + b, (5.20)

This is simply the stationary Richardson method applied to the odd-parity within-group
problem. To evaluate the action of A on a vector, we simply evaluate equations (5.19) with
the fixed source set to zero. Obviously, more efficient iterative methods such as CG can be
applied to equation (5.20) so long as the inner product shown in equation (5.1) is used. We
have implemented CG and DSA preconditioned CG iteration for the slab geometry odd-
parity system, and present numerical results in Chapter VI. These algorithms are described

in numerous numerical methods books [69, 54, 70].

D. SAAF DSA

The SAAF system differs from the even- and odd-parity systems in that its DSA scheme
will consist of two correction systems that are coupled on the problem boundary. This is
a direct consequence of the fact that SAAF involves explicit scattering sources from two
different finite element spaces. If we discretize the SAAF in the same way as the parity
systems, we expect the SAAF DSA systems to be identical to the even- and odd-parity

DSA systems developed abowethe problem interior This is, in fact, the case.
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We begin with the SAAF source iteration system:

/ (n- Q)i+ ds+ / Q- Dwi)oit(Q- Oy+Y/2y dy / Gl Dy dv
D D

aD
) f)
:/7"5“’( v+ [(@-0w) "S“’( 90 +A4y, (5.21a)
41t 410
D
2 Oszp(l)—l'q
D D
D — gt+12) / P2 dq, (5.21c)
4m
Ep(”l) _ gp(l+1/2) _ /(p(l‘l'l/z)dQ_ (5.21d)
4m

Now, we define the corrections:

VYD) gy ge+1/2) (5.22a)

F(+1/2) — o ofé+1/2) = /y(“‘l/z)dQ’ (5.22b)
4mt

r(+1/2) _ / Qy+12 4, (5.22¢)

v(l+1/2) — P q,(l+1/2), (5.22d)

FU+1/2) o gft+1/2) — /v(l+1/2)dQ, (5.22¢)

4n
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P — oyt dg. (5.22f)
4

We subtract equations (5.21a) and (5.21b) from the converged equations to obtain the exact

correction equations:

/(n QD ds+ /(Q . Dwi)o%Q' Oy¢+1/2) gy
oD b

Jr/Oty(prl/z)wi dVv — /% [r(erl/z)Jr ((p(l—l—l/Z)_(p(l))]Wi dv
1
D D

ey 98 [RUE+1/2) | (o(e+1/2) (0
T D/ (Q-Dw) o [P+ (@ #)|av, (5.23a)

/ Q. OyH/2y, dv + / G112y, dv
D D

_ %{[f(l+l/2)_|_(Ep(l-l-l/z)_zp(l))]deV, (5.23b)
D

where

yé”l/z) _ 0 forn- Q<0 (5.230)

W2 forn.Q > 0.

Assuming linearly anisotropic corrections, we take the zeroth moment of equation (5.23a)

to obtain an equation fdr(¢+1/2):

1 1 1
S22 2y, / = (Ow) - (Or (¢+1/2)
/(4r 5T )w.dS+D 5o (Ow) - (Or 2 av
oD

+ / 0.r 12y dy = / o@D — Dy dv. (5.24)
D D

With the exception of the boundary integralrcgf“/z), this is an independent equation for

the " ¢+1/2) corrections. In practice, we find that we can, in fact, negTéﬁl/ 2) without



106

significantly affecting the overall performance.

Now, we move on to thé +1/2) corrections. First, we insert

v(z+1/2): 4i [Osr(z+1/2) i O.S((p(l+1/2 (p(z ] Q Dy(z+1/2
TO¢

which is exact, into equation (5.23a) then take@hmoment to obtain:

/[E_lsnr(l+1/2)+3£ / (n-Q)QQdQ-F(l”l/z)]widS—/%f(”l/z)DWi av
oD n-Q>0

+ / or 2 wdv =0, (5.25)
Finally, we take the zeroth moment of equation (5.23b) to obtain:

/ 0 - rit2yadv + / ol Yy dv = / o2 — @D)ydv. (5.26)
D

Thus, the SAAF DSA system is:

/ (n- Q)Y ds+ / Q- mwi)oitg. OyE+/2 gy 1 / Gy dv
oD D D

) ~(f)
4mn ot
D
L
/ Q. DY+ 2y, dv + / G P2y dv = / %{qukdv, (5.27b)
D D
GLr2) — / W2 dq, (5.27¢)
am

Py / 2 dq, (5.27d)
4
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/ (Eresva Lo py2y, gs ) / L (ow) - (Ore 2y gy
; 4 2 2 30t
D

D D

/[E—lsnr(‘“/zhr?’z1T / (n-Q)QQdQ-F(l”l/z)]widS—/%f(”l/z)ﬂwi dv
oD n-Q>0 D

+ / alr " 2wdv =0, (5.279
D

/ 0. r2Ayav ¢ / o 2y dv = / os(@“+Y2) — @y dv, (5.279)
D D D

@+l — t+1/2) 4 r(+1/2) (5.27h)

Ep(l“) _ (p(l+1/2) 4+ [e+1/2), (5.271)

We conclude by considering how to solve equations (5.27). First, we again note that
r(lz+1/2) can be ignored in equation (5.27e). This allows us to solve that equation inde-
pendently for ¢+1/2) which can then be used in the boundary integral of equation (5.27f).
In general, equations (5.27f) and (5.279g) are difficult to collapse into a single diffusion
equation.

Again, we perform a slab geometry Fourier analysis. In this case, since we have two

scattering sources, we have two eigenvalue spectra to consider. The lumped, slab geometry
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SAAF DSA system for the model problem is:

w(z+1/2) _ w(z+1/2) w(z+1/2) _ w(z+1/2)
2( Vj+3/2 j+1/2 j+1/2 ji—1/2 )—I— (L+1/2)
—H ( AX2 - AX2 Wii1/2
C C ~ ~
=269, - 2@ - @), (5.289)
1
(£+1/2) _ (t+1/2) 4
1
Mo (£+1/2) £+1/2 £+1/2 ~
/A_x Wit — E 1/2))du+cp§ )= 2cp§ ), (5.28c)
-1
1
(p§z+1/2) /lllgl—l_l/z)du, (5.284)
-1

FH/) (YD) (Y2 (412)

17" j43/2 j+1/2 j+1/2 j—1/2 (t+1/2)
_é( Y% B AR )+(1_C)rj+1/2

(412
C(‘PEH/z - (95_21/2) (5.28e)

Fl+1/2) f§z+1/2) F+L2)  p(e+1/2)

_§( AX2 - AX2 )+(1_C)r(j |
((pgl—l—l/Z) Epgl))’ (5.28f)
and, finally,
41 +1/2 +1/2
(PE+1/)2 (p5+1/2)+ r(+1/2 ), (5.289)
(pgz+1) _ (PSHl/Z) FEIH/Z)- (5.28h)



We propose the following ansatz:

llhﬁ/zz wa(p)eMiz,

(1)

AX;
(pj_|_1/2 - wZAé J+l/2

O = fae,

= of A,

(t+1/2) AX;
rL2) _ fgehine,

P2 _ ot e,

After inserting the ansatz into equations (5.28), we find that:

c(A— IPAA)
a(p) = m,

and

< c(A— IpAA)
W= 2@ enyy
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(5.29a)

(5.29b)

(5.29¢)

(5.29d)

(5.29€)

(5.29f)

(5.30a)

(5.30b)

The eigenvalues for both sets of unknowns are given by the now familiar relation:

%arctam/\) —
T
(1—c)+3A?

w(A) = %arctarﬁ/\) +

The spectral radius is again bounded by 0.2247:

oo = SUp (M) < 0.224%,

We therefore expect the SAAF DSA scheme to be very effective.

(5.30c)

(5.30d)



110

E. CPDSA

Now we consider the mixed finite element discretization of the coupled even- and odd-

parity system. We begin by writing the source iteration form of the equations:
/|n-Q|(g—(‘+1/2)—Qf—) W dS—/qﬁ(”l/Z)D-Q(Q-Wi‘)dV
oD D

4 / oig 2. w-dv =0, (5.31a)
D

it+(£) +
/(D-g_(Hl/Z))VI dV_|_/0th+(l+1/2)V: dv = /%VQ dv, (5.31b)
D D D

@HHD) — @t (e+1/2) _ 2/w+(‘+1/2)d§2. (5.31c)
21

We define the corrections:

yHE2) — gt gt er/2) (5.32a)
FHEHY2) b _ gt (+1/2) 2/y+(‘+1/2) dQ, (5.32b)
21
h=(+1/2) — g= _ g=(t+1/2), (5.32c)
H 2 o / h—(+1/2) 4. (5.32d)
21

If we assume the angular corrections are linearly anisotropic, we have:

L e
4n ’

yHé+1/2) (5.33a)



111

and
h(41/2) = 3 o yr12), (5.33b)
4n
Now, we write the exact correction equations:
[In-ain~ 372w ds- [y E20. 00w av
D D

4 / oth~ 12 .w—dv =0, (5.34a)
D

/ 0. h~ ¢+t gy 4 / oyt Y2yt dv
D D
_ [

] an
D

[r+(z+1/2)Jr (@ (E+1/2) _ (p+(l))]\,;r dV. (5.34b)
Taking the zeroth moment of both equations, we arrive at the CP DSA iteration system:
/|n-Q|(g—(‘+1/2)—Qf—) W dS—/qﬁ(”l/Z)D-Q(Q-Wi‘)dV
D D

+/0tg‘(‘+1/2)-wi‘ dv=0, (5.35a)
)

(8 1 ot
/ 0.g~-¢H2vkdv + / o2y dv = / wv; dv, (5.35b)
D D D

GHr12) o / P2 4o, (5.35c)
21
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2 [1n-qoada - H-EY2) w-ds— [ r+ean.w-gv
2T 1 I 3 i
oD 21 D

4 / oH Y2 w-dv =0, (5.35d)
D

/ 0-H; Y2y dv + / ol T2yt dv
D D

_ / os(¢H YD) _ gt D)t dv, (5.35€)
D

(p+(z+1) _ (p+(l+1/2) 4+ /2, (5.35f)

In slab geometry with mass matrix lumping and linear elements, this system is alge-
braically equivalent to the lumped CFEM odd-parity DSA system. Therefore, the results
of the slab geometry Fourier analysis apply directly. That is, the spectral radius is bounded
by 0.2247.

In general, this system is difficult to reduce to a single diffusion equation. However,
its form is identical to the original coupled parity transport system, thus the method used to

solve for the angular flux can also be applied to this diffusion system.

F. AFCD DSA

We now consider the MFEM angular flux/angular current density equations. The source

iteration system is:

/ (n- Qg2 . wds- / WEYA0. Q(Q - wi) dV + / g/ .wi dv
oD D D

)
— D/ %ﬂ*q(g-wodv, (5.368)
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)
/ 0. g2y dv + / G2y, dv = / %n—l_qvkdv, (5.36b)
D D D

D  ft+2) / P2 4q. (5.36¢)
41

We define the following additive corrections:

VYD) gy ge+1/2) (5.37a)
F(+12) _ g (ft+1/2) _ /y(l-l-l/z)dQ, (5.37b)
an
r(e1/2) _ / QW2 gq, (5.37¢)
an
Rt+1/2) _ g— g(l+1/2), (5.37d)
H{EH12) / h(¢+1/2) go. (5.37¢)
an

If we assume the angular corrections are linearly anisotropic, we have:

1 3
+1/2) _ L F(+1/2) | 2 5. ri+1/2)
W e + 0., (5.38a)
and
h(¢+1/2) _ Q(iH 4 34. H{FY2), (5.38b)
4Tt 4T 1

The termH ¢+1/2) in equation (5.38b) corresponds to a scalar correction to an angular flux.
Recall thag is defined as the produce of an angular flux and the direction vector. The only

termsH (¢+1/2) will affect are the boundary integrals, in which cdgét/2) can be used to
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approximate it.

The exact correction equations are, then:

/(n-Q)hg‘“/z)-wids—/y(”l/z)m-Q(Q-wi)dv+/oth(l+1/2)-wi av
oD D D

_ / (@ -wi)%[ [FE3/2) 4 (12— @) dv, (5.39a)
D

/ 0-h(t+1/2)y, dv + / Gyt 2y, dv
D D

= 40—_:[ |:r(l-l-1/2) + ((p(l-l-l/z) _ (p(l))] Vi dV’ (539b)
D

where

0 forn- Q<0
= (5.39¢)

h¢+12)  forn.Q> 0.

£+1/2
h(£+1/2

We take the zeroth moment of equations (5.39a) and (5.39b) to arrive at the AFCD DSA

system:

/ (n-Q)g+Y? . wids- / WEY20..0(Q - wi) dV + / g+ wi dv
oD D D

osetd)
_ D/ 7S‘p(4n+q(g-wi)dv, (5.40a)

f)
/D-g(”l/z)vkdv—l—/OtllJ(lH/Z)vde: /%n—l_qvde, (5.40b)
D D D

Y2 / W2 dq, (5.40c)
an
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/[E—lan(‘“/Z)Jr%" / (n-Q)QQdQ-H(f“/Z)] -WidS—/%r(‘“/z)(D-Wi)dV
ob n-Q>0 D

4 / oHEY2) widv =0, (5.40d)
D

/ 0-HE Yy dv + / ol 2y dv = / os(@“ Y2 —wdv,  (5.40e)
D D D

@D = +1/2) y r(E+1/2) (5.40f)

We again mention that, in practice, in equations (5.40d) and (5.40e), we repfacé?

with T(¢+1/2)  We have found that this approximation does not adversely affect the con-
vergence properties of this scheme in slab geometry. Equations (5.40d) and (5.40e) can be
easily combined into a single diffusion equation if mass matrix lumping is applied.

In slab geometry with lumped linear elements, we have for the model problem:

(t+1/2)  (£+1/2)  _(4+1/2)  _(£+1/2)
B 2(91+3/z 9+12°  Yit12 ~ 912 ) 4 gt+12)
H A2 AX2 9412

c °c
= golla o) ol o), 12

1 c
A = D)l = 2yl (5.410)

(t+1/2)  ~(t+1/2) (t+1/2)  ~(£4+1/2)
_}(rHl il D I )+@-qric?
3 A2 DX ‘
— c((pgl"'l/z) — (pgl)), (5.41c)
and, finally,

gl = gD g (), (5.41d)
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We propose the following ansatz:

g = ofb(weine, (5-422)
llel+1/2 wfa(p)e™, (5.42b)
= wfAeMi, (5.42c)
F+1/2) _ (R (5.424d)

j

After inserting the ansatz into equations (5.41), we find that:

CA/1— 1pAcogAAX/2)]

a(W) = 2011 12ND) : (5.43a)
and,
w(A) = ¢ arctarf/\) + %arctam/\) _ (5.43b)
A (1-0)+3A2 '
The spectral radius is:
Phsa = = supw(A)| < 0.224%. (5.43¢)

G. Summary

The diffusion synthetic acceleration discretizations developed in this chapter are identi-
cal to the corresponding diffusion limit discretizations, except for certain boundary terms.
Unlike many DSA schemes for first order transport discretizations, the diffusion discretiza-
tions developed here are all relatively simple to solve when compared to solving the un-
derlying transport problem. Our simple Fourier analyses indicate that these DSA schemes

will rapidly attenuate all of the error modes, at least in slab geometry.
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We show in Chapter VI that this is indeed the case. The slab geometry implementa-
tions of our DSA schemes exhibit exactly the performance that we have described in this
chapter. The XY geometry implementations display behavior typical of consistent multidi-

mensional DSA. That is, the observed spectral radii are bounded by 0.5 in all cases.
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CHAPTER VI

NUMERICAL RESULTS
In the previous chapters, we developed and analyzed several discretizations of the transport
equation in the thick diffusive limit. Further, we proposed and implemented DSA schemes
for each of the methods. In this chapter, we present numerical results that allow us to assess
our analyses and predictions.

We begin by presenting slab geometry results for all of the discretizations we have
developed. First, we consider problems with thick diffusive regions. We then study the
convergence behavior as the spatial mesh is refined for a model problem with an analytic
solution. Finally, we discuss the performance of the DSA schemes we implemented. Unless
otherwise noted, all slab geometry calculations 8geGauss-Legendre quadrature and
mass matrix lumping.

The functional form of the slab geometry scalar fluxes is linear continuous for the
even-parity and the SAAF cell edge solutions. For the odd-parity, SAAF cell centers and
AFCD, the scalar fluxes are piecewise constant. The hybrid parity scalar flux is linear
discontinuous.

We then consider several XY geometry problems. We restrict our results to the even-
and odd-parity equations discretized with mass lumped linear continuous finite elements.
We present results for a suite of thick diffusive problems. We then study the global conver-
gence behavior of the parity systems as the spatial mesh is refined and evaluate performance
of our DSA preconditioners. Finally, we examine several relatively difficult problems that
highlight potential problem areas in standard finite element discretizations of parity forms
of the transport equation. Unless otherwise noted, all of the XY geometry numerical results
use the discrete ordinates angular approximation &igevel symmetric quadrature.

Again, the form of the even-parity flux is linear continuous and the odd-parity flux is
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piecewise constant on triangles. Thus, the hybrid-parity scalar flux is linear discontinuous.

A. Accuracy for Thick Diffusive Problems

1. Slab Geometry

A general slab geometry spatial grid is shown in Fig. 4. All of our results use uniform mesh

spacing in each material region.

a. Thes Problem

The first slab geometry problem we consider is the well-knewaroblem [71]. In this
problem, the cross sections and fixed source are scaled in the same way as they are in our
diffusion limit analyses. That is, we set — 0t /¢€, 03 — €04, andq — €q, with oy = 05 =
g = 1. As the scaling parameter,tends to zero, the correct transport solution approaches
the diffusion solution. For each method, we plot the diffusion solution along with our
transport results fag = 0.1 and 0001 for a 1cm thick slab with vacuum boundaries.

As our analyses predicted, each method we consider performs well in this problem.
As € approaches zero, the transport solutions approach the diffusion solution. First, we
plot the even- and odd-parity results in Fig. 9 and 10. The SAAF results, for both the cell
edge and cell centered unknowns are shown in Fig. 11 and 12. We note that for values of
€ smaller than @01, none of the solutions change noticeably. = The AFCD results are
interesting. Recall that we showed that the AFCD boundary condition will differ from the
odd-parity boundary condition in that it will extrapolate to a half cell beyond the physical
boundary. This can be observed in Fig. 13, where the AFCD solution is clearly too high.
If we refine the mesh near the boundary, the AFCD solution falls to the correct diffusion

solution.
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b. External Boundaries

Now, we consider a 1cm thick, source free; 1 slab witho; = 1000. We drive the problem
with incident angular fluxes on the left side of the problem and use a very fine mesh (10000
cells )diamond difference (DD) calculation as the reference solution.

The results for a nearly normal incident boundary angular flux are shown in Fig. 14.
In our analysis, we predicted that the EP and SAAF(edges) should satisfy a Marghak (2
boundary condition, while the OP, SAAF(cells) and AFCD satisfyi&@undary condi-
tion for thick diffusive problems. Thus, we expect the EP and SAAF(edges) to be lower
than the correct solution on the boundary sinpe<2u+ %uz for yw near unity. The other
methods should be higher, singg?3> -+ 32 for wnear unity.

Nearly grazing boundary condition results are plotted in Fig. 15. Here,wsthall,
we expect the EP and SAAF(edges) solution to be higher than the correct solution, while the

other methods will be lower. Again, this is observed in the results. For both problems, the
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Fig. 16. Modified SAAF normal incident problem.

hybrid-parity results are very accurate, as we predicted. In the case of an isotropic incoming
angular flux, all methods produce results that agree well with the reference solution. We
do not display this simple result.

In the development of the SAAF system, we were able to show that the only differ-
ence between it and the average of the even- and odd-parity system was in the bound-
ary conditions. If we replace the standard incoming boundary condijigrs fj, with
Yp = 2f; — Yy, then we expect the SAAF results to be identical to the parity results. This

is, in fact, the case, as we show in Fig. 16

c. Internal Interfaces

Now, we consider a model internal interface problem. This problem consists of a two
region slab. The first region (@ x < 1.0) contains a source free pure absorber one mean

free path thick. The second region@Xk x < 2.0) contains a source free pure scatterer one



125

thousand mean free paths thick. The problem is driven by an incident angular flexat

In Chapter Il, we described the angular flux in the transport region with equations (2.41)
and (2.42). If the transport region consists of a pure absorber, we can explicitly calculate
the solution in that region. First, we attenuate the external boundary condition from the left
boundary to the interface. Then we use the albedo condition, equation (2.42), to determine
the angular flux emerging from the diffusive region and attenuate that from the interface to
the left boundary. We note that we use the discrete ordinates method to treat the angle vari-
able, though that is by no means necessary. We simply want the spatially analytic results
to correspond as closely as possible to the numerical results.

In Chapter lll, we determined that the even- and odd-parity sysesamnh satisfied
albedo conditions at the interface. These interface albedo conditions, equations (3.72b)
and (3.80b), significantly differ from the exact condition. Their average results pjn a 2
weighted isotropic return which we think may be an acceptable approximation to the exact
condition.

Fig. 17 shows the exact analytic scalar flux in the transport region along with the
analytic even- and odd-parity results calculated with equations (3.72b) and (3.80b). We
have also plotted even- and odd-parity numerical results for this problem. The numerical
results in the transport region agree quite well with the analytic predictions, and the hybrid-
parity solution is very accurate for this problem. As we showed in Fig. 8, the hybrid-
parity albedo differs from the exact mainly at small valuep,afthich influence the overall
solution the least.

Now, we consider the model interface problem driven by a left boundary angular flux
in the most normal direction. We use 10 cells in the transport region and 10 cells in the
diffusive region. The reference solution displays an abrupt jump in magnitude (a boundary
layer) at the interface as shown in Fig. 18. Assuming that the transport region is zoned

finely enough to resolve the angular flux for- 0, we expect the even-parity solution to
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satisfy a 1 weighted boundary condition on the interface, and the odd-parity to satisfy a
3p2 condition. Thus, the even-parity solution should be lower than the exaptfat, and

the odd-parity high. That is exactly what we observe. Their average, as predicted, is very
accurate in both the transport and diffusive region. Recall that we can formally relate the
SAAF solutions to the parity solutions at the interface. That is, we expect the SAAF cell
edge scalar fluxes to be nearly identical to the even-parity values, and the SAAF cell center
fluxes to match the odd-parity values. This is very nearly the case and we postulate that the
observed differences are a result of the way we treat the external boundary condition. While
we were not able to formally predict the behavior of the AFCD discretization at internal
interfaces, we suggested that it would be similar in character to the odd-parity solution, as
it indeed appears to be. It once again extrapolatesjihe@undary condition a half cell to

the left of the physical interface.

In Fig. 19 we consider the model problem driven by a nearly grazing incoming angular
flux. In this case, we use 100 zones in the transport region and 10 in the diffusive. The
larger number of zones in the transport region is required to account for the exponential
attenuation of the solution over a longer path length (the distance that a beam must travel to
reach the interface is/i1, thus for smallu more cells are required to resolve the solution).
This problem has a strong boundary layer in which the reference solution changes by an
order of magnitude. Despite this, the hybrid-parity solution is extremely accurate.

Finally, we plot the SAAF results obtained with tiyg = 2f; —y,,, boundary con-
dition in Fig. 20. Here, we expect the SAAF edge scalar fluxes to be identical to the
even-parity fluxes, and the SAAF cell fluxes to correspond to the odd-parity fluxes. This
is precisely what we observe. Finally, we note that though the standard SAAF boundary
condition results in cell centered scalar fluxes that are correct on the external boundaries
of thick diffusive problems, the cell centered flux is not accurate at internal interfaces. Us-

ing the modified boundary condition, the average of the cell edge and cell centered SAAF
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Fig. 19. Grazing incident interface problem (log scale).

scalar fluxes is extremely accurate at both external boundaries and internal interfaces.

d. Truncation Error Problems

Miller [3] has shown that the slab geometry even-parity equation discretized with linear
continuous finite elements is second order accurate. While we have not performed trunca-
tion error analyses, we expect all of the methods to display second order convergence.

The first problem we consider is a four region slab with vacuum boundary conditions
originally described by Alcouffe [72]. We display the problem layout in Fig. 21. The
region thicknesses are measured in mean free paths and the relative number of cells per
region is shown in parenthesis. The exact solution to this problem varies by nearly eight
orders of magnitude. A fine mesh (9600 cells) diamond difference calculation is used as
the reference solution and is displayed in Fig. 22. The solution is converged to a maximum

relative pointwise error of 10'. In Fig. 23 we plot the absolute value of the difference
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Fig. 22. Fine mesh DD solution to Alcouffe’s four region problem.

between the reference and calculated total absorption rate as a function of the number of
uniform spatial cells. There are several things to note. First, all the methods display second
order convergence. Second, the diamond difference edge angular fluxes were negative
and oscillatory for coarse meshes, though the cell average fluxes were acceptable. The
hybrid-parity solution was far more accurate than the individual parity solutions and was
comparable to the DD solution on fine meshes. Finally, recall that for vacuum boundaries
the SAAF edge fluxes correspond the even-parity scalar fluxes and the SAAF cell centered
fluxes correspond to the odd-parity scalar fluxes.

Next, we compute the exiting partial current from a 50 mean free path slab with an
isotropic boundary condition on one face. We do this as a function of scattering ratio and
cell thickness and present the ratio of the calculated results to a fine mesh (50,000 cells)
DD reference solution in Tables | through Ill. Note that the linear discontinuous (LD) re-

sults are from reference [73]. For thin cells, LD is third order accurate and exhibits the
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Fig. 23. Absorption rate error for Alcouffe’s problem.

Table I. Exiting partial current as a function ofor o;Ax = 1.0.

c EP oP SAAF | AFCD DD LD

0.0 8.2E+00| 8.2E+00| 8.2E+00| 7.7E+00| 5.4E+05| 5.1E-01
0.1 7.9E+00| 7.9E+00| 7.9E+00| 7.6E+00| 1.4E+05| 5.1E-01
0.3 7.1E+00| 6.9E+00| 7.0E+00| 6.9E+00| 4.3E+03| 5.4E-01
0.5 5.5E+00| 5.2E+00| 5.3E+00| 5.3E+00| 2.0E+01| 6.1E-01
0.7 3.1E+00| 2.9E+00| 3.0E+00| 3.1E+00| 7.2E-02| 7.4E-01
0.9 1.4E+00| 1.3E+00| 1.3E+00| 1.5E+00| 5.3E-01| 9.4E-01
0.99 | 1.0E+00| 1.0E+00| 1.0E+00| 1.2E+00| 9.8E-01| 1.0E+00
0.999| 1.0E+00| 1.0E+00| 1.0E+00| 1.3E+00| 1.0E+00| 1.0E+00
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Table II. Exiting partial current as a function ofor otAx = 2.5.

c EP oP SAAF | AFCD DD LD

0.0 6.8E+03| 6.8E+03| 6.8E+03| 5.5E+03| 7.6E+19| 1.6E+01
0.1 6.2E+03| 6.0E+03| 6.1E+03| 5.3E+03| 3.8E+19| 1.0E+01
0.3 4.2E+03| 3.8E+03| 4.0E+03| 4.0E+03| 5.1E+18| 2.6E+00
0.5 1.6E+03| 1.4E+03| 1.5E+03| 1.6E+03| 1.2E+17| 1.3E-01
0.7 1.9E+02| 1.5E+02| 1.7E+02| 1.9E+02| 5.4E+13| 1.0E-02
0.9 5.5E+00| 4.4E+00| 4.9E+00| 6.1E+00| 3.2E+06| 4.2E-01
0.99 | 1.1E+00| 1.0E+00| 1.1E+00| 1.8E+00| 8.8E-01| 9.8E-01
0.999| 1.0E+00| 1.0E+00| 1.0E+00| 2.0E+00| 1.0E+00| 1.0E+00

Table Ill. Exiting partial current as a function offor o;Ax = 5.0.

C EP OoP SAAF | AFCD DD LD

0.0 7.7E+07| 7.7E+07| 7.7E+07| 5.2E+07| 7.5E+21| 9.E+12
0.1 6.5E+07| 6.2E+07| 6.3E+07| 5.2E+07| 4.1E+21| 6.E+12
0.3 3.4E+07| 2.9E+07| 3.1E+07| 3.4E+07| 6.5E+20| 1.E+12
0.5 6.8E+06| 5.1E+06| 6.0E+06| 7.2E+06| 1.8E+19| 3.E+10
0.7 1.6E+05| 1.0E+05| 1.3E+05| 1.6E+05| 9.8E+15| 2.E+07
0.9 1.2E+02| 6.9E+01| 9.3E+01| 1.2E+02| 7.0E+08| 1.2E+00
0.99 | 1.4E+00| 1.2E+00| 1.3E+00| 2.9E+00| 3.0E+00| 8.7E-01
0.999| 1.0E+00| 1.0E+00| 1.0E+00| 3.3E+00| 9.8E-01| 1.0E+00
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best overall performance. Fornear zero, LD is superior to the parity solutions, but for
diffusive problems the parity solutions are comparable to LD. With thick cells, all of the
methods perform poorly for small values ©f However, forc near one they are quite ac-
curate with the exception of the AFCD results. This is because the AFCD vector unknown
only converges with first order accuracy. Diamond differencing performs poorly in these
problems because, even on the finest mesh, the cell thickness is greatenthdo: %0
that oscillations can result.

Finally, consider a slab of thickne&swith vacuum boundaries, fixed cross sections,
isotropic scattering, and isotropic sources. In slab geonStpyoblems are equivalent to
P problems with Mark boundary conditions. Thus, if we ruacalculation for such a
problem, we can completely isolate the error associated with the spatial discretization. The
scalar flux in such a problem is given by:

q @ 30,0tX te 30.0tX

X)=—|1-— )
o) Oa (1+ 1/04/0t)ev30a0il/2 1 (1 — \/o'a/o't)e—\/3GaGtL/2

In Fig. 24 we plot the absolute value of the difference between the calculated total absorp-
tion rate and the exact value for a 1cm thick slab witk- 2,05 = 1 andg = 1. All methods

exhibit second order convergence as we expected. We note that both the hybrid-parity and
SAAF edge results are superior to the DD result.

Finally, in Fig. 25, we study the effect that mass matrix lumping has on accuracy. We
expect that there will be some degradation in accuracy, though the order of convergence
should remain the same. This is observed in the plot. It is interesting to note that the
hybrid-parity accuracy is insensitive to mass matrix lumping despite the fact that both the
even- and odd-parity errors change when lumping is used. We observe this behavior in

several other more complex tests of the global error.
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Fig. 26. Regular XY geometry mesh.

2. XY Geometry

In this section, we will use three different spatial grids. The first is the regular triangular
grid shown in Fig. 26. The origin is in the lower left corner, and various incident angular
fluxes are applied to the middle six boundary edges on the bottom face.

We will also generate results for several test problems on two irregular grids. The first
belongs to a family of meshes known as Z-meshes [74] and is depicted in Fig. 27. The
second grid is simply a randomly distorted version of the regular grid. We refer to it as
the random grid and display it in Fig. 28. Note that the double border around Fig. 27 and
28 is an artifact of the mesh generation program and that the underlying triangular mesh is

obtained by inserting edges from the vertices to the geometric center of each quadrilateral.
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Fig. 28. XY geometry random mesh.

Fig. 27. XY geometry Z-mesh.
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In this section, we will use the bilinear discontinuous finite element discretization
(BLD) on a square grid as a reference for comparison. Its behavior is well understood
for thick diffusive problems. On a problem boundary, the magnitude of the BLD flux is
given by a Marshak weighting of the incoming angular flux, just as in the even-parity case.
However, over the first cell, the flux falls {o+ %uz interior magnitude. The BLD method

is also known to exhibit second order convergence on regular grids.

a. Thes Problem

We first consider the problem on a regular, 400 element mesh v@§hquadrature. Our
analysis indicates that the even- and odd-parity transport solutions should approach a diffu-
sion solution ag tends to zero. Fig. 29 and 30 show the value of the even- and odd-parity
scalar fluxes along the diagonal extending from the lower left corner to the upper right cor-
ner. The solutions are symmetric and smooth in both cases, and behave just as we expected.
As in the slab geometry case, for valuesdéss than 0.001, the even- and odd-parity so-
lutions do not change. We note that many methods yield solutions that tend to zero as

approaches zero [71].

b. External Boundaries

We now turn to purely scattering problems driven by boundary conditions. Here, we use the
mesh shown in Fig. 26. We consider a 1cm by 1cm squareavithos = 1000, no source
andS;g quadrature. In our first problem, we drive the problem with an isotropic incoming
angular flux. Here, we expect both the even- and odd-parity solutions to be accurate. In
Fig. 31 we plot a square mesh bilinear discontinuous (BLD) solution along with even- and
odd-parity solutions along the centerline of the problem. The solutions behave as expected;
all are approximately the same and reasonably accurate.

Now, we drive the same problem described above with an angular flux in the most
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Fig. 31. XY isotropic incident problem.

nearly normal incident angles. That is, the two angles with the smgllesind the largest
n, wherep= Q- andn = Q- e,. We have scaled the magnitude of the incoming angular
flux so that the interior solution should be the same as in an isotropic incoming case with
ap+ %“2 weighting. We plot BLD, even- and odd-parity results along the centerline in
Fig. 32. Our analysis predicts that the even-parity solution will be lower than the exact
and that the odd- parity solution will be higher. This can be seen in the graph. Note that
the BLD and even-parity solutions are identical on the problem boundary, and that the
hybrid-parity solution follows the BLD solution in the interior.

We now consider a boundary condition in the most nearly grazing incident angles (the
two angles with the larges$t| and the smallesy). We have again scaled the magnitude
of the incoming angular flux to produce the same interior magnitude as in the isotropic
incoming case. We plot BLD, even- and odd-parity results along the centerline in Fig. 33.

In this case, our analysis predicts that the even-parity solution will be higher than the exact
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and that the odd-parity solution will be lower. Again, the results agree quite well with our
predictions, and the hybrid-parity solution again follows the BLD solution closely in the
problem interior. Note that the BLD solution falls from the even-parity value on the bound-
ary to the hybrid-parity value in the next cell. Clearly, given that our goal when deriving
the diffusion limit boundary condition was to extrapolate the correct interior solution to the
boundary, the hybrid-parity method is more accurate than the BLD on the boundary.

In our analysis of the odd-parity system, we noted that we obtainhevdighting
only when the incoming angular flux is azimuthally symmetric. In order to evaluate the
effect of an asymmetric incoming angular flux, we now consider a problem identical to
the previous grazing angle problem except that instead of having an incoming angular flux
with equal magnitudes in the two most grazing angles, we put twice the original magnitude
into one (the angle pointing form left to right) direction.

Physically, in a thick diffusive problem, the azimuthal asymmetries in the boundary
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Fig. 33. XY grazing incident problem.

condition do not affect the interior solution (though they do strongly affect the boundary
layer). In the case of the odd-parity system, however, an azimuthally asymmetric angular
flux does affect the interior solution. In Figs. 34 through 37 we plot the value of the odd-
parity angular flux along constant values of the Y coordinate for both a symmetric incoming
angular flux and for an asymmetric angular flux. =~ We see that the odd-parity solution is
very adversely affected by asymmetry in the boundary condition. Near the boundary itself
we obtain negative fluxes. In the interior, a non-physical oscillatory solution propagates

throughout the entire problem.

c. Internal Interfaces

Though our internal interface analysis was restricted to slab geometry, we do expect the
results to apply to multidimensional problems. Therefore we consider a problem where

the region from (< Y < 0.5) contains a pure absorber with = 0, = 1 and the region
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from (0.5 <Y < 1.0) contains a pure scatterer with= 05 = 1000. In Fig. 38 we display
BLD, even- and odd- parity results along the centerline of the problem. In this case, we
drive the problem with a nearly normal boundary condition. Though the BLD method
cannot be considered a reference solution, we do expect it to perform well for problems of
this type. We see that, with the exception of the value on the interface, the hybrid-parity
method again mimics the BLD solution. In fact, the hybrid-parity method comes much
closer to the actual extrapolated interior diffusion solution on the interface than the BLD,

which satisfies a Marshak condition on the boundary.

d. Truncation Error Problems

First, we consider a 1cm by 1cm square with a uniform isotropic source, vacuum bound-
ary conditions ands, quadrature. We sed; = 1.0 andos = 0.5 then calculate the total

absorption rate error as a function of the number of elements, where we use a fine mesh
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(16,384 cells) BLD calculation converged to a maximum relative pointwise errordf 10

to determine the reference value. The results are displayed in Fig. 39. All the methods dis-
play second order convergence. Note that the hybrid-parity solution is significantly more
accurate than either the even-parity solution or the odd-parity solution alone.

Finally, we consider the four region problem shown in Fig. 40. This problem consists
of ac= 1 source region surrounded by an absorbing region, then by water. We calculate the
absorption rate in the top right region, which is a pure absorber, as a function of decreasing
the uniform mesh spacing along each axis. The results are shown in Fig. 41. We note
that all of the methods display second order convergence. However, it is obvious that
the hybrid-parity and BLD solutions are much more accurate than the individual parity
solutions. Here, we see that the odd-parity solution approaches the correct solution from
below, while the even-parity solution approaches from above. This is a characteristic of the

parity systems.
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e. lrregular Mesh Problems

We now consider a series of more challenging problems. We hope to identify potential
problems in our discretizations by considering several non-uniform grids. The problem we
consider is the isotropic incoming boundary condition problem whose solution is shown in
Fig. 31. We use the regular mesh solutions as a reference point. Note that we are unable
to present BLD results for these problems since we do not have access to a non-orthogonal
grid BLD solver.

In Fig. 42 we plot contours of the regular grid even-parity solution for this problem.
The peak value of 6.2 occurs in the center of the bottom face and the contours begin at 6.0
and are 0.3 apart. The solution is symmetric about X=0.5, smooth and positive throughout
the problem.

Using the same contours as in the regular mesh case, we display the Z-mesh and ran-



148

1.0 1.0
0.8 0.8
g 0.6 g 0.6
> 0.4 > 0.4
0.2 0.2
0.0 0.0 l—= —
00 02 04 06 08 1.0 00 02 04 06 08 1.0
X (cm) X (cm)
Fig. 43. Z-Mesh EP problem. Fig. 44. Random-Mesh EP problem.

dom mesh results for this problem in Figs. 43 and 44, respectively. The Z-mesh problem
clearly exhibits some skewing along the distorted grid lines, though the magnitude of the
solution remains approximately correct. The random mesh results are quite good, though
there is a small amount of asymmetry introduced. Both the Z-mesh and random mesh solu-
tion remain positive throughout the problem. In Fig. 45 we plot the regular grid odd-parity
solution for this problem. The peak value of 6.0 occurs in the center of the bottom face. The
solution is symmetric about X=0.5 positive throughout the problem. We present the Z-mesh
and random mesh results for this problem in Figs. 46 and 47, respectively. These results
require some explanation. First, we note that it is impossible to converge these problems
for c= 1, thus, we were forced to introduce a small amount of absorption. Specifically, we
setc = 0.99999, which we determined would result in an amount of absorption approxi-
mately two orders of magnitude smaller than the leakage from the problem. That is, we do
not expect this amount of absorption to measurably affect the characteristics of problem.
Despite this, we see that the solutions are neither symmetric nor positive. Though itis

difficult to see in the plots, the negative fluxes occur only in the lower left and lower right
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corners of the two problems. The Z-mesh solution is more negative fluxes and oscillatory
than the random-mesh solution. While these results at first appear disappointing, we stress
that they are not unexpected. As we discussed in Chapter Ill, the odd-parity equation
discretized with linear continuous finite elements violates the discrete inf-sup condition.
As a result, the matrix equation that the leading order odd-parity solution satisfies in the
thick diffusive limit is singularwhenc = 1. As we mentioned Chapter Ill, the odd-parity
LCFEM source matrix has a non-zero null-space, leading to the inability of the method to
yield a unique scalar flux.

In fact, it is rather surprising that we are able to obtain odd-parity results for any XY
geometry problem. In order to understand what is happening, we now consider a very
simplec =1 XY geometry problem. Consider the mesh shown in Fig. 48. We constructed

the discrete odd-parity LCFEM matrix system for this problem and found that the null-
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Fig. 48. 3 by 3 grid.

space of the source operator consisted of symmetric but highly oscillatory vectors. In order
to excite these error modes, we contrived the following problem. Using the grid shown in
Fig. 48, we inserted a fixed source of 1 in the elements labeled A, and a fixed source of O
in those labeled B. We ran the problem using source iteration and plot the scalar fluxes in
elements A and B in Fig. 49. Just as we expected, the scalar flux in these elements grows
with each iteration because the fixed source was selected to be in a space that is completely
invisible to the odd-parity CFEM operator. As was stated in Chapter Ill, this discretization

should be used only with great caution.

B. DSA Performance

In this section we study the performance of our DSA routines for a variety of slab and XY
problems. First, we consider a 1cm thick, c=1 slab with 10 cells, a fixed source of 0.0001
andS;g quadrature. We vary the value of to change the optical thickness of the problem
and use a maximum pointwise relative error of $@s the convergence criterion.

The number of iterations for each method are shown in Table IV. The final two rows

show the number of odd-parity conjugate gradient (OPCG) and odd-parity DSA precondi-
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tioned conjugate gradient (OPPCG) iterations required to converge the problem.

Our Fourier analyses indicate that all our DSA methods should have spectral radii
bounded by 0.2247 (which corresponds to less than 10 iterations for the problem under
consideration assuming an O(1) initial error). All of the results, with the exception of the
SAAF, agree well with our predictions.

Recall that in the derivation of the SAAF DSA system we were forced to make an
approximation to the boundary terms of the DSA system in order to decouple the cell edge
and cell center unknowns. In thin problems, where the boundary terms have the greatest
impact, this approximation adversely affects the performance of the SAAF DSA, though
not to a problematic degree.

The conjugate gradient results are impressive for this small problem. Using DSA to
precondition the conjugate gradient method results in only a minor decrease in iteration

count. However, we expect the number of conjugate gradient iterations to increase as the



Table IV. Slab DSA results for a 10 cell problem.

Method | oy = 10° | 0t = 10 | 6y = 107 | oy = 1C°
EP 9 9 5 3
oP 9 8 4 3
SAAF 15 17 11 6
AFCD 8 9 7 4
OPCG 5 6 6 6
OPPCG| 5 5 3 3

Table V. Slab DSA results for a 100 cell problem.

Method | oy = 10° | ot = 10 | 6y = 107 | oy = 1C°
EP 9 9 5 4
oP 9 8 4 3
SAAF 21 17 11 6
AFCD 9 9 7 4
OPCG 12 36 51 51
OPPCG| 6 6 4 3
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size of the problem increases. To test this we consider the same problem discretized with
100 cells show the results in Table V.

As expected, the conjugate gradient method now requires far more iterations than
the DSA method. Though the DSA preconditioned conjugate gradient method exhibits
excellent performance in terms of iteration count, it requires more memory and floating
point operations than the standard DSA method.

Finally, in Table VI we present iteration counts for a simple XY geometry problem.

The problem consists of a regular, 400 element XY geometry meshcwithh, a uniform



Table VI. XY DSA results for a 400 element problem.

Method | 6t =10° | 6t = 10 | 6t = 1% | 6t = 10® | 0y = 10*
EP 9 9 5 5 5
oP 22 15 7 5 5
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fixed source an&, g quadrature. Again, we vary to total cross section to alter the optical
thickness of the problem.

We predicted that the spectral radii of the parity DSA schemes would be bounded by
0.5, which corresponds to approximately 20 iterations in this problem, again assuming O(1)
initial errors. Our results agree well with this prediction, though we note that the odd-parity
method is somewhat less efficient than the even-parity for optically thin problems.

In summary, the numerical results we have presented here agree well with the anal-
ysis, and we have confidence that we understand the behavior of these methods in thick
diffusive problems. Further, we have successfully implemented DSA for all of the methods
in slab geometry and for the even- and odd-parity CFEM methods in XY geometry. Fi-
nally, we have demonstrated that the use of LCFEM discretizations of the odd-parity (and
the SAAF system by virtue of its similarity to the odd-parity system) are suspect except in

very idealized ¢ < 1, regular grid) problems.
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CHAPTER VII

CONCLUSIONS AND RECOMMENDATIONS

A. Conclusions

In this dissertation have derived very general Cartesian coordinate finite element discretiza-
tions for several second order forms of the transport equation. We have identified the re-
lationship between finite element discretizations of the even- and odd-parity equations and
corresponding discretizations of the SAAF equation. We have demonstrated that if they
are discretized with the same finite element method, the average of the discrete even- and
odd-parity equations is the same as the discrete SAAF equation in the problem interior.
Further, if we replace the standard SAAF boundary condifigr= f with Y, = 2f —

for incoming directions, the SAAF discretization becomes identical to the average of the
discretized even- and odd-parity equations everywhere. Throughout this work, we have
assumed very little about the weight and basis functions underlying the discretizations, in
the hope that our results can be very generally applied.

We have analyzed the finite element discretizations for thick diffusive problems and
found that for each transport discretization, the leading order solution in a thick diffusive
problem satisfies a corresponding finite element discretization of the diffusion equation.
However, the discrete boundary conditions may not be accurate. Nevertheless, this is a
powerful result. If we select a finite element method thaappropriatefor a diffusion
problem on a particular grid, then the application of that method to a second order form
of the transport equation will ensure that the leading order transport solution in a thick
diffusive problem satisfies thappropriatefinite element discretization of the diffusion
equation. Our analysis also revealed that the average of the even- and odd-parity solutions

should be very accurate for thick diffusive problems, provided the odd-parity diffusion
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discretization is not singular.

Notably, one of the most straightforward discretizations of the odd-parity system, the
linear continuous finite element method on triangles and tetrahedra, is not an appropriate
discretization. In this case, the diffusion unknown is a cell centered quantity and that
choice of weight and basis functions corresponds to a dual mixed variational finite element
discretization that violates the discrete inf-sup condition. The SAAF system is also subject
to this problem. As we have shown, the SAAF system is identical to the average of the
even- and odd-parity systems except for boundary conditions.

Application of appropriate mixed finite element methods resolves the violation of the
discrete inf-sup condition, though at the expense of more unknowns on a given mesh and
introduction of symmetric indefinite matrices in place of the SPD matrices we enjoy for
CFEM discretizations.

We also characterized the behavior of the finite element discretizations at interfaces
between diffusive and non-diffusive regions in slab geometry. We showed that the behavior
in the diffusive region was identical to the behavior on outer boundaries. By carefully ana-
lyzing the even- and odd-parity methods in the transport region we were able to show that
the hybrid-parity solution satisfies a Marshak weighted, isotropic return albedo condition
at the interface. Though this condition is not identical to the exact albedo, it appears to be
a very good approximation.

Finally, we developed and implemented consistent DSA for each method. Our Fourier
analysis suggests that these schemes will be very successful. We note that the SAAF DSA
scheme requires scalar flux corrections in both finite element spaces in question. Our efforts
to accelerate only one (the cell centered scalar flux, for example) were not successful.

We summarize our development and analysis results in Table VII. Unless otherwise
noted, these results are for linear continuous finite elements on a triangular mesh. Recall

that we denote the lowest order Raviart-Thomas finite elemem3as
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Table VII. Summary of analysis results.

Method Ext./Int. BC Unknowns| Satisfies Inf-Sup?
Even-Parity 2u/2u INK Yes
Odd-Parity 3u2 / 32 INK No
Hybrid-Parity U+ S p 32 | INK No
SAAF Cells Ht 342/ 32 NK No
SAAF Vertices 2u/ 2u INK No
RT CP 3u2 / 32 >NK Yes
RTo Hybrid-Parity | p+ 3p2 / pu+ 32 SNK Yes
RT AFCD 3u2 / 32 SNK Yes
LD R+ 32 p+ 32 | 3NK N/A

We also performed numerous test cases that support our predictions and verify our
understanding of these methods. Our diffusion limit analyses yielded sharp predictions
that were all supported in our test cases. The parity LCFEM discretizations exhiPfted 2
order convergence in XY geometry, and all methods appear td%beraer in slab geom-
etry. Only the SAAF DSA scheme exhibited less effectiveness than our Fourier analysis
predicted. This was simply because we made an approximation for the boundary cells
in this case. We demonstrated that the even-parity method works well on irregular grids,
though the CFEM odd-parity method does not perform well for thick diffusive problems
on these grids. The reason appears to be that the underlying discretization violates the
discrete inf-sup condition. We were able to excite non-converging solutions in a simple
problem by analyzing the odd-parity CFEM matrix problem, supporting our explanation of
the problem.

We now face the question of which method is the best for thick diffusive problems.

First, both the hybrid-parity and the average of the vertex and cell center solutions in the
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modified SAAF LCFEM scheme satisfy the correct boundary and internal interface con-
ditions. However, these methods are subject to potentially spurious solutions since the
LCFEM discretization does not satisfy the discrete inf-sup condition. Their use for general
problems is likely to be unpredictable and possibly very inaccurate.

It would appear that thR T discretization of the coupled-parity system averaged with
the LCFEM even- parity system would be the best overall performer. The total number
of unknowns is half that of the linear discontinuous (LD) method applied to the first or-
der transport equation. However, with tRd discretization we are faced with inverting
symmetric indefinite matrices. Whether this is more or less efficient than the LD method
remains to be seen, and is likely dependent upon the specific computer architecture in
question. Further, the implementation of reflective boundary conditions and the treatment
of voids are troublesome. It is difficult to saypriori which method is best, though mixed
finite element methods for coupled-parity system along with standard linear continuous
finite elements for the even-parity appears to offer several advantages. First, rather than
writing complex sweeping routines for unstructured grids as in the LD case, we simply
form matrices with known structure. Efficient matrix inversion routines are available for
both SPD and indefinite problems. Further, the behavior of the hybrid-parity base€@ on
odd-parity should be more accurate on boundaries and interfaces of thick diffusive prob-
lems. Recall the LD/BLD satisfy a Marshak condition on the boundary, then the solution
drops to the correct interior magnitude in the first cell. The hybrid-parity method results
are much closer to the exact result in the first cell. We stress that it is not possible to apply
a corresponding discretization to the SAAF system as it is currently written. Recall that the
discretized SAAF system is simply the average of the discrete even- and odd-parity equa-
tions in the interior. Since the even- and odd-parity unknowns are not spatially co-located
when we apphyRT, to the CP system and LCFEM to the even-parity equation, it appears

that no corresponding SAAF discretization exists.
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It would appear that we have achieved the goals we set forth in the introduction. We
have rigorously characterized the behavior of our discretizations for thick diffusive prob-
lems without making restrictive assumptions about the details of the finite element weight
and basis functions or about the spatial mesh. Further, we have derived and implemented
efficient and stable DSA routines for the methods we developed. We have also completely
identified the relationship between the hybrid-parity method and the SAAF method. We
have suggested using powerful mixed finite element methods to avoid the discrete inf-sup
violation, though we implemented this only in slab geometry. All of our predictions were

well supported with numerical results.

B. Recommendations for Future Work

There are several outstanding questions that warrant future work. Firs®Tghaethod
should be implemented in XY and XYZ geometry. Our analysis indicates that it should
perform very well, without concern about spurious solutions that plague our LCFEM odd-
parity discretization. We also note that the support operator method [75, 76] may offer
another powerful method for addressing these problems, and that too should be investi-
gated.

Though we had originally hoped that the mixed finite element discretization of the
AFCD system would satisfy the correct boundary weighting for thick diffusive problems,
we found that it did not. We propose to investigate the effect of reformulating the boundary
condition (perhaps in the same way we modified the SAAF boundary condition to match
the parity results) in an effort to achieve better behavior.

We also are interested in the possibility of applying a more standard method, such as
LD, to the odd-parity system. Finally, we note that by formulating®ig as a discontin-

uous method, we may be able to sweep for a solution rather than inverting a matrix. This
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could be an advantage, depending on the type of problem to be run and on the specifics of

the computer architecture.
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