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Abstract

The original LDRD proposal was to use a nonlinear diffusion solver to compute
estimates for the material temperature that could then be used in a Implicit Monte
Carlo (IMC) calculation. At the end of the first year of the project, it was deter-
mined that this was not going to be effective, partially due to the concept, and
partially due to the fact that the radiation diffusion package was not as efficient as
it could be.

The second, and final year, of the project focused on improving the robust-
ness and computational efficiency of the radiation diffusion package in ALEGRA.
To this end, several new multigroup diffusion methods have been developed and
implemented in ALEGRA. While these methods have been implemented, their ef-
fectiveness of reducing overall simulation run time has not been fully tested.

Additionally a comprehensive suite of verification problems has been devel-
oped for the diffusion package to ensure that it has been implemented correctly.
This process took considerable time, but exposed significant bugs in both the previ-
ous and new diffusion packages, the linear solve packages, and even the NEVADA
Framework’s parser.

In order to manage this large suite of problem, a new tool called Tampa has
been developed. It is a general tool for automating the process of running and
analyzing many simulations.

Ryan McClarren, at the University of Michigan has been developing a Spherical
Harmonics capability for unstructured meshes. While still in the early phases of
development, this promises to bridge the gap in accuracy between a full transport
solution using IMC and the diffusion approximation.
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Chapter 1

Introduction

The original LDRD proposal was to use a nonlinear diffusion solver to compute
estimates for the material temperature that could then be used in a Implicit Monte
Carlo (IMC) calculation. At the end of the first year of the project, it was deter-
mined that this was not going to be effective, partially due to the concept, and
partially due to the fact that the radiation diffusion package was not as efficient as
it could be.

The second, and final year, of the project focused on improving the robust-
ness and computational efficiency of the radiation diffusion package in ALEGRA.
To this end, several new multigroup diffusion methods have been developed and
implemented in ALEGRA. While these methods have been implemented, their ef-
fectiveness of reducing overall simulation run time has not been fully tested.

Additionally a comprehensive suite of verification problems has been devel-
oped for the diffusion package to ensure that it has been implemented correctly.
This process took considerable time, but exposed significant bugs in both the previ-
ous and new diffusion packages, the linear solve packages, and even the NEVADA
Framework’s parser.

In order to manage this large suite of problem, a new tool called Tampa has
been developed. It is a general tool for automating the process of running and
analyzing many simulations.

Ryan McClarren, at the University of Michigan has been developing a Spherical
Harmonics capability for unstructured meshes. While still in the early phases of
development, this promises to bridge the gap in accuracy between a full transport
solution using IMC and the diffusion approximation.

17



18



Chapter 2

The Diffusion Method

The radiation diffusion package in ALEGRA uses a Galerkin finite element method
with linear continuous shape functions on isoparametric elements. The details of
the method, including the discretization, linearization, and details of the algorithm
are outlined here.

Some details are omitted here; specifically how the radiation couples to other
physics, such as hydrodynamics and magnetohydrodynamics.

2.1 The Diffusion Equation

The diffusion equation is an approximation to the Boltzmann transport equation
for radiation transport [3]. The photons couple to the materials through absorp-
tion and emission processes. The materials emit and absorb photons at different
rates for different photon energies, which leads to an energy dependent diffusion
equation.

211 The Energy Dependent Equations

The photon energy dependent diffusion equation and the equations describing
each material are

M
%aEa;t(E) — V- -D(e)VE,(e) = mZ:l UmOam(€)(B(Tm, €) — Ey(€)) + %ST(E) (2.1.1)
Oy, *
Rom _ /0 O (€) (Er(€) = B(Thn, €)) de + Q, (2.12)
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where E, and u,, are the radiation and material energy densities, ¢ is the photon en-
ergy, M is the number of materials, S, and @,, are external power density sources,
c is the speed of light, o, is the absorption opacity with units of inverse length,
D,, is the diffusion coefficient with units of length, B(T},, ¢) is the Planck (or black
body) function, 7;, is the material temperature which is a function of w,,, o, is
the material volume fraction, and D(e) is the diffusion coefficient. It is assumed
there is a mixture of materials at each point, and that volume fraction averaging
the opacities is reasonable. The angle integrated Planck function is defined as

8 3

BT, ) = 355 -t =7 (2.1.3)
For regular diffusion, the diffusion coefficient is defined as
1
D(e) (2.1.4)

3 nom(e)

where o, ,, is the total opacity (scattering plus absorption). This choice for the
diffusion coefficient can allow the radiation flux

F = —cDVE, (2.1.5)

to be greater in magnitude than E,, which implies that more energy is flowing
through a surface than exists at the surface. This problem typically arises when the
gradients are very sharp. The diffusion coefficient can be modified in many ways
to limit the radiation flux. The Larsen flux limiter[23, 29] is available in ALEGRA,
and it defines the the diffusion coefficient to be

D= L : (2.1.6)

()T

where n is an arbitrary parameter. The value of n = 2 works well for most cases,
but the behavior of most other flux limiters can be captured with other values of
n. Many more flux limiters have been developed and are included in the code, but
only for comparison purposes.

2.1.2 Boundary Conditions

In radiation transport and in real-world experiments systems are driven by inter-
nal energy sources and the energy that enters the system through the boundary.
The term S, in Eq. 2.1.1 is the arbitrary internal energy sources that are not mod-
eled elsewhere in ALEGRA; these are primarily used for testing purposes. At the
boundaries, physically we can only specify the angular distribution entering the
system. Unfortunately, the diffusion equation only works with angle-integrated
quantities namely the energy density E, and the flux F, so that the best that we
can do is make sure certain integral quantities are conserved at the boundaries.

20



2.1.2.1 Partial Fluxes

The radiation intensity I(x, €2, ¢, ) can be written in terms of the quantities in the
diffusion approximation as [21, 19, 24, 3]

¢ 3

()= _E + QF (2.1.7)

where 2 is the unit cosine vector the defines the direction of travel of the photons.

The flux F can also be computed from I using
F = / Q7 dQ. (2.1.8)
4

Since we only know the information for the incoming 7(€2'), we can integrate (')
over the incoming angles to get constraints on £, and F. If we have some surface
with an outward unit normal 1, then for the incoming angles the following is true

Q-0 < 0. (2.1.9)

The outgoing angles are then
Qout -1 > 0. (2.1.10)

With the angles defined, we can now define an incoming and outgoing flux to
be

Fin = / QI dQ and (2.1.11)
Q- n<0

Fout = / Q7 dQ, (2.1.12)
Q-n>0

and F = Fy, + F,. Since we don’t need (or want) to deal in vector quantities, we
can write

Fn=-0-Fy, = —/ n-QI dQ (2.1.13)
Q<0
Foue =0 -Foy = / n-QI dQ (2.1.14)
Q-A>0
Inserting Eq. 2.1.7 we get
Fin=—— 0-Q(ckE +3Q-F) dQ (2.1.15)

n-Q(cE. +30-F) dQ (2.1.16)



Without loss of generality, we can assume that 11 is the pole of €2, yielding
1 0 27
Fin = ——/ / p(cE, 4+ 3ufFy) dddu (2.1.17)
dm J 1 Jo

1 1 27
Fout = — / / 11 (cE, + 3uF,) dv du (2.1.18)
a7 Jo Jo

Doing the integration gives us

c 1
 _— “F _“{i- 2.1.1
Fin 4Er 51 F (2.1.19)
c 1.

Note that Fi, and F,,; are usually positive. They are strictly nonnegative for in the
transport equation, but the diffusion approximation doesn’t ensure that /() is
positive. We can see that here because if F is large, it can change the sign of either
Fin or Foy.)

2.1.2.2 Actual Boundary Conditions

With this machinery, we can specify any type of boundary condition that we want.
It turns out that all boundary conditions for diffusion can be written in the form

AcE, + Bi-F =Cc (2.1.21)

Dirichlet boundary conditions specify the energy density on the boundary, namely
Er (xboundary) - EO- (2122)
These are not useful physically, but are useful for testing purposes.

For vacuum boundaries we know that there is no radiation entering the system,
but we do not know how much radiation is leaving. This means we can specify Fi,

but not F. So

c 1
L =0=-F, — -i-F. 1.2
F; 0 4E 2nF (2.1.23)

Writing this in terms of Eq. 2.1.21 and setting B = 1, we get
_gETJrﬁ.F:o (2.1.24)
A source boundary again specifies the incoming flux F,, but sets it to some-
thing nonzero. If we know that the radiation entering the system is being emitted

from a large hot body of temperature 7', the incoming distribution essentially looks

22



like a black body function. We can insert this into Eq. 2.1.11 to get what we should
specify

Fin = —/ 2020 4o — g (2.1.25)
Q- 0<0 Am 4
With this, our boundary condition is
c 1. c
ZET — 5 F = ZB(T) (2.1.26)
or . .
—EET +0-F = _§B(T) (2.1.27)

In some problems, you don’t really want to model the entire physical system,
but you do know that a certain fraction of the radiation crossing the boundary will
be reflected back into the system. If we define the albedo « as the reflected fraction
of energy back into the system, we know that

Fin = aFou (2.1.28)

Using the expressions for these, we get

c 1. co a
Simplifying some we get
11—« .
—§1+acET+n~F— (2.1.30)

Here we know that i, = F,, which should look a lot like the o = 1 case for
the albedo boundary condition. The reflection boundary condition is

A-F=0 (2.1.31)

Table 2.1 lists the factors .4, B, and C for all the different boundary conditions
in the form of Eq. 2.1.21 listed here.

2.1.3 Miscellaneous Quantities

The Planck function [21, 26] is defined as

8mred

T B33 (e/FT — 1)

B(Tp, €) (2.1.32)

where £ is Boltzmann’s constant, and & is Planck’s constant. This normalization for
the angle integrated Planck function in Eq. 2.1.32 makes B(7,,, ¢) have the same

23



Boundary Condition A B C
Dirichlet 1 0 Eqy
Vacuum —1/2 1 0
Source —1/2 1 —2F, = —B(Tsurce)/2
Reflection 0 1 0
Albedo —t(l-a)/(1+a) 1 0

Table 2.1. Coefficients for the diffusion boundary condi-
tions.

units as the radiation energy density F,. Integrating Eq. 2.1.32 over all photon
energies yields

— T =aT? (2.1.33)
C

where a is called the black body constant. When the material is in equilibrium with
the radiation field, the energy density is equal to the Planck function, or E,(¢) =
B(T,,, €).

The radiation flux F (Eq. 2.1.5) is used to calculate the net power though a
surface, namely

Purface = // cF(e)- dedA (2.1.34)
S JO

where S is the surface and dA is a surface area element which points outward.

Another quantity, the radiation temperature, is defined as

1 [ 1
T, = (5/0 E.(e) de) . (2.1.35)

2.14 The Multigroup Approximation

In order to deal with the energy dependence of the diffusion equation, Eq. 2.1.1 is
typically integrated over an photon energy ranges to define new diffusion equa-
tions for groups of photon energies. Each term in the integrated equation is defines
integrated quantities that will be used. Integrating Eq. 2.1.1 yields

/EgJrl %aEa;t(e) _V. D(E)VET(E) = Z o_/mo'a,m(e)(B(Tm, 6) — ET(E)) + %ST(E) de.

(21.36)
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2.1.4.1 Group Integrated and Averaged Quantities

We can use Eq. 2.1.36 to come up group integrated and averaged quantities that
make the group equations as close the to integrated equation as possible.

The energy integral can be pushed through the time derivative as follows:

“GH19E(e) 19 [on

This defines a new quantity

€g+1
E, = / E,(€)de (2.1.38)

g9

where E is the radiation energy density in group g¢. Similarly the group inhomo-
geneous source, S,, can be defined as

€g+1
Sy = / Sy (€) de. (2.1.39)

g

Because E,(¢) = B(T,,€), it is convenient to define a group black body value as

B,(T,) = / 7 BT, ¢) de. (2.1.40)

g

We can define a group averaged opacity by ensuring that the group averaged
terms is consistent with the integral terms in Eq. 2.1.36. This leads to

€g+1
/ O—G,m(e)B(Tma 6) dE = Ua,g,mBg(Tm) (2141)

g

or
f:‘”l Tam(€)B(Thm,€)de

o dw 2.1.42
a9, feggﬂ B(T,, €) de ( )

This is also known as the Planck-averaged opacity. If the material is in equilib-
rium with the radiation field, this average would also make the the removal term
o..m Py exact. However, this is not normally the case, and we should define another
opacity average using

/ [5 0 m(€) Er(€) de

= 2.1.43
O'a,g,m feg+1 ET(E) dE ( )

€g

However, we don’t know the details of the energy density since that’s what we’re
solving. Typically, Eq. 2.1.42 is used as an approximation.
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We would also like to define a group-averaged diffusion coefficient so that

€g+1
D,VE, = / DV E,(e) de, (2.1.44)

g

but this is impossible to do because we cannot know E,. Assuming again that the
equilibrium condition E, = B(T, ¢) holds, we get

€g+1
D,VB, = / DV B(T, ¢)de, (2.1.45)

g9

and 7 is some average material temperature. (Exactly how to get this average isn’t
important, because we’re not going to use it anyway.) Using the chain rule on the
gradient of B, we get

0B, [ OB

T= deVT. 2.1.46
70T v ¢ orT v ( )

And finally we get

€g+1
g = Dfpde (2.1.47)
where
OB(T,e)
fs =& (2.1.48)
T

is the normalized derivative. Eq. 2.1.47 is the best approximation possible, and
we can compute this approximation exactly for one material problems without a
flux limiter. Further approximations must be done when using flux limiters and
multiple materials. Generally, the flux limiter argument is assumed to be constant
over the group, namely

X(Er, VE, 00) = x(E;, VE,, o) (2.1.49)

where o7 is some group averaged total opacity, which is about to be defined. Once
we make the approximation in Eq. 2.1.49, Eq. 2.1.47 reduces to

1 1 €+l
— (=) = —_— /s de (2.1.50)
Ot > =1 OmOtm p & Dame1 YmOtm

where o} is a Rosseland weighted total opacity. Typically the code only has access
to the Rosseland opacities for the individual materials, namely

1 1 €+1
O-t,m Ut,m g € Ut,m

g9

where o, is a Rosseland weighted total opacity for the single material. These
need to be combined multi-material cells in such a way to preserve certain proper-
ties. If the materials have identical detailed opacities, the average of the individual
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opacities should be the same as the average of the combination. For example, for
two materials and for 0, ; = 0,2 = o, then Eq. 2.1.50 becomes

€g+1 €g+1 1 1
/ f—Bde:/ f—Bde: <—> = — (2.1.52)
. 10 + Qo ¢ o o/, o9

Also, if any of the volume fractions are zero, we would like the multi-material av-
erage to be the average of the remaining opacities. For example, for two materials
and a; = 1 and ay = 0, then Eq. 2.1.50 becomes

€g+1 1 1
€ Ot,1 Ot1/ 4  Tt1

g9

Finally, if any of the opacities are zero, the correct thing should happen. Again,
using our two material example, but now 0,5 = 0, Eq. 2.1.50 becomes

o1 1 1
/ i de:< > = — (2.1.54)
€ Q10¢1 Q10¢1/ 4 10y

g

An approximation that meets these three conditions is

M
of ~ Z Um0 (2.1.55)
m=1

While it looks like we went through a lot of work to define something simple, there
are several other simple averages that would not have been appropriate.

The simple volume fraction averaging of the individual Rosseland averages is
an approximation. Depending on the detailed energy dependence of the opacities,
it is possible to get an extremely inaccurate total opacity, especially for one group
calculations.

With these approximations, the estimate for the group diffusion coefficient (Eq. 2.1.47)
is
E, VE, o
Dg _ X( 97v 970'75). (2156)

g
Oy

For problems with void, the diffusion coefficient can be infinite. In practice, this
value is limited to some large value that allows the problem to be solved numer-
ically without changing the answer too much. (Typically the large value is about
one hundred times the physical problem domain.)

Many approximations were made to get the group averaged material values.
This is why multigroup simulations are very important. It is impossible to define
an exact integrated equation. Using many groups reduces the error of all of the
approximations made to an acceptable level.
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2.1.4.2 The Multigroup Equations

Using all the group averaged quantities from the last section, we can approximate
Eq.2.1.36 as

10E M .
28—V D,VE, = mz_:l nTagm(Bo(Tm) = Eg) + = 5,. (2.1.57)

The material equation becomes

Oy,

—r = Qm+ > 0nCOagm (By — By(T)). (2.1.58)
g

Note that the energy groups are only coupled to each other through the material

equation. This is a nonlinear system of equations.

2.1.4.3 The Multigroup Planck Function

The work in this section is a summary of the work presented in [12, 7], and is in-
cluded for completeness. In the multigroup equations, the Planck function, Eq. 2.1.3,
integrated over the energy group appears as

fotl 8 e
Bg(T) = \/eg Wm de. (2159)
Introducing a change of variables, ¢ = ¢/kT, yields
SrkiT* [eor1 g3
By(T) = ——— de. 1.
(1) = =53 / ——de (2.1.60)

To compute the integral, we will introduce another change of variables, namely

z=¢e°, (2.1.61)

Eg+1 3 Zg+1 (] 3
/ C e = / (nz)”,, (2.1.62)

et —1 1—=2
g

to give us

Computing the integral gives us

Zg+1 1 3 4 Zg+1
/ (In2) dz= " + (In2)*Li; 2 — 3(In 2)? Lig 2 + 6(In 2) Lig 2 — 6 Liy 2

. 1—=2 15 2
(2.1.63)
where Li, z is the polylog function defined by
L 2
i,z=) —. 2.1.64
; kn ( )
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In practice, Eq. 2.1.63 is evaluated only for large ¢ > 2.061981, which implies small
z. In this limit, we can evaluate the first several terms of the series that defines
the polylog functions, Eq. 2.1.64. For small ¢, where it is difficult to evaluate the
polylog, we expand the exact integral as

gd g’ g9

Eg+1 53 3 84
dern— — — 4+ — —
/Eg e_1°73 73 +60 5040+ 272160
el gl3 691e1°
13305600 + 622702080  19615115520000 (2.1.65)
gl? 361719

+ 1270312243200 B 202741834014°720000
4386721 €g+1
° +0 ()]

107290978560589824000

€g

Additionally, the derivative with respect to temperature of the group integrated
Planck function is also needed,

43 €g+1 3 4 4
9B,(I) _ 8rk7T7 ), / T ey g+l ] (2.1.66)

oTr h3c3

et —1 efs —1  efort —1
g9

where the Leibniz Integration Rule has been applied since the integration limits, ¢,
also depend on temperature.

2.2 Nodal Finite Elements

The NEVADA framework centers material properties on element centers. The
discretization used for the diffusion is based on node centered variables using a
Galerkin finite element method with linear continuous shape functions on isopara-
metric elements.

The code is meant to support different diffusion approximations and even dif-
ferent physics. Instead of working with the specific instance of Eq. 2.1.57, a general
diffusion equation will be used.

2.2.1 The Generalized Diffusion Equation

We will assume that there are G diffusion equations that can be coupled together
through some sort of inelastic scattering process (or something that acts like it. The
general diffusion equation we will use is

O,

o =V DyVE, — 0,F, + > 0l E, +S, (2.2.1)

g
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The notation here is very similar to that of Eq. 2.1.57, but the terms are slightly
different. In this form, the o’s have units of inverse time and represent reaction
rates. Note that the group to group source includes within-group scattering, the
0, removal term should contain a removal term equivalent to this source.

2.2.2 The Discretization of Energy Density

The radiation energy density, E,, is assumed to have the form

Mnodes

B ) = D Ei(1)0(x). (22.2)

where the shape functions ¢; are linear basis functions that cover the domain, and
have a value of one at node j linearly decreasing to zero at each of the neighboring
nodes.

2.2.3 The Integration of the Diffusion Equation

First we multiply the diffusion equation, Eq. 2.2.1, by an arbitrary weight function
and integrate over the entire problem domain D, yielding

/w%d\/:/w
p Ot D

Integrating by parts and using the divergence theorem on the diffusion term yields

OF,
w2 dV =
|

/ wD,VE,- dA + /
S D

where dA is a differential surface area and points outward from the element and
S is the surface of the domain D. The next step is to insert the approximate form
of E, expressed in Eq. 2.2.2 into Eq. 2.2.4 and divide the integral the entire domain
into a sum of volume integrals over each element in the problem; this yields

ZZ/D w%qusj dV:ZZ/S wD,VE/g; - dA+Z/D wS, dV
e 7 e e 7 e e €

R [w 2ot TUE g1 = (V) (D,VELG,) —woyElg,
e j e "

av. (2.2.3)

V-DyVE, — 0,Eg+ Y 0/ UEy + S,

g

dV

w Z Gg/HgEg’ — (Vw) - (DyVEy) — woy By + wS,
g/

(2.2.4)

dV. (2.2.5)
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All the weight functions ¢, are linearly independent, so using them as the
weight functions w will give us nnoqes linearly independent equations that we can
solve for the nodal values of the radiation energy density E? . Inserting ¢; for w
yields

9 g gy — a [ N -
;;Ea/mmdv g;a/ge@mw dA+Zej/DeSg¢de

) /D [Z of “IEY ¢id; — (Vn) - (DyVELG)) — 0, Edgigy; | V. (2.2.6)
e Vi € g/

Because the weight functions are zero everywhere except in the elements sur-
rounding the node to which they belong, the sum over all elements and all nodes
can be reduced to a sum over all elements adjacent to node i and to a sum over
nodes j in this restricted set of elements. Additionally, all the integrals on the in-
ternal surfaces of the elements cancel except on the boundary of the domain. We
will compute these integrals over the weight functions in normalized coordinates,
so dV is replaced by |J(¢)| d§ and similarly for the surface integral; | J(£)] is the Ja-
cobian of transformation between the real coordinates and the normalized coordi-
nates. The NEVADA framework provides these Jacobians, along with convenient
quadrature integration mechanisms. (This needs to be better documented.)

2.24 Boundary Conditions

The boundary term in Eq. 2.2.6 does not have to be evaluated directly. We can
break the boundary conditions listed in Section 2.1.2 into two classes: Dirichlet
and all the others. We implement Dirichlet boundary conditions by modifying the
matrix rows associated with the nodal value E} on the boundary so that EY = EJ,
where EJ is the prescribed boundary value.

All the other boundary conditions can then be written in the form of Eq. 2.1.21
with B set to one. Just as we did for the diffusion equation, we multiply Eq. 2.1.21
by a weight function and integrate over a surface. Integrating Eq. 2.1.21 over the
boundary face of the element yields

~> "D,E! / ¢V, - dA = C, / gifi- dA = A, / gip- dA. (2.2.7)
j I I's j I

where the values of A, and C, are set according to Table 2.1. We can use the right
hand side of Eq. 2.2.7 to compute the surface integration term in Eq. 2.2.6.
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2.2.5 Lumped Mass Matrix

All of the terms in Eq. 2.2.6 and Eq. 2.2.7 that have a ¢;¢; factor contribute to part
of the linear system called the mass matrix. The mass matrix for an element cou-
ples all the nodes of that element together, but typically these terms describe local
processes such as absorption, for instance. This can lead to unphysical instabili-
ties in the solution. The mass matrix can be lumped by summing each row and
placing the sum on the diagonal of the matrix. The off diagonals are then zeroed.
This procedure is called lumping. With the mass matrix terms lumped, Eq. 2.2.6
becomes

ZE)t /¢dv ZZEg/ $:DyV; - dA+Z/ S, dV
+ZZE§’/D 0¥ ~9¢; dV — ZZEQ/ (Vi) - (D,V;)dV — ZEg/Deo‘g@dV

(2.2.8)
The boundary conditions, Eq. 2.2.7 should also be lumped to yield

-2 F / $:DgVo;- dA =Cy | ¢i- dA — AE; [ ¢fi- dA. (2.2.9)
j 1—‘s FS

Is

The left hand side of Eq. 2.2.9 is also in Eq. 2.2.8; the right hand side of Eq. 2.2.9 is
substitute for this term at the boundaries of the system.

Lumping the equations is also critical to conserving energy. Integrating the ma-
terial equation (done below) using the approximation in Eq. 2.2.2 results in emis-
sion and absorption terms that are exactly the ones found in Eq. 2.2.8, but not
Eq. 2.2.6. This needs to be proved more rigorously.

2.2.6 Energy Tallies

If we set w = 1in Eq. 2.2.5, we get an equation that defines energy conservation
for our problem. This defines several processes that we can tally for the user. The
power emitted by the source is

Psource = Z/ Sg dv. (2210)

The source power Py can be further broken down into various sources, such
as the power from black body emission or arbitrary external sources. Radiation is
absorbed by the material with the power

Pabsorb = Z Z Z/D UgEg¢j dv. (2211)
e j g e
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The total energy in the radiation field is a sum over all elements e

Bra=Y_ /D Z > Elgidv (2.2.12)
e € 1 g

This leaves the net leak rate from the entire surface of the problem. The most
accurate (and convenient) way to calculate this is to use the other terms, namely
En+1 Ev;za 4

rad

N (2.2.13)

P, net leak — P, source P, absorb —

2.2.6.1 Flux Through Arbitrary Surfaces

The net radiation power through a surface is defined by Eq. 2.1.34; in multigroup

form this equation is
Psurface = / Z D VE (2214)

where 1 is the orientation of the surface. In our discretized system, D, is an ele-
ment centered variable and can be discontinuous at the surface of interest. Addi-
tionally, the gradient, VE,, is discontinuous at the surface because of the shape
of our basis functions ¢;. These two problems make it difficult to do the sur-
face integral accurately, so something more complicated than the simple integral
in Eq. 2.2.14 is needed to calculate the power accurately.

We can change the open surface integral into a closed surface integral with the
same result by multiplying by some function w that is equal to one on the original
open surface and zero on the rest of the surface.

surface: /ZMD VE ndA (2215)

where 5’ is the closed surface that contains S. Figure 2.1 shows the original surface
one which the flux tally is requested, and the augmented surfaces added to make
it a closed surface.

The function w is still unspecified on the interior of the closed surface, but it
should have reasonably nice properties in order to proceed. Inspecting Eq. 2.2.4,
we notice that the right hand side of Eq. 2.2.15 is the sum over all groups of one of
the terms. Solving for this term in Eq. 2.2.4 gives us the surface power in terms of
volume integrals, namely

surface - Z / aEg
D’

+Z / [wZGQ 9E, — (Vw) - (D,VE,) — wo,E, +wS,| dV (2.2.16)
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Original surface

Augmented surfaces

Figure 2.1. The blue curve is the surface on which the flux
tally is requested. The original surface is augmented with
extra surfaces in order to create a closed surface. The func-
tion w is set to one on the blue surface and zero on the green
surface. Ideally w would be zero on the two red surfaces
at the end, but this is not possible because w must be rep-
resentable by a finite element expansion (Eq. 2.2.2). There
will be some contribution to the tally by flux crossing the
red surfaces. In some cases this can lead to a considerable
error.

where D’ is the volume enclosed by the surface 5.

In order to actually perform the integration, w must be defined. Because this is
a finite element method, we must restrict our choice of w to something that can be
represented in a finite element expansion, Eq. 2.2.2. This however, means that we
cannot exactly represent the w that makes the Eq. 2.2.15 true; we can only use a w
that makes this expression approximate. We will use

w="3 4 (2.2.17)

{kmodes on S}

where £ is the set of nodes on the original surface S’. There will some contribution
of particles leaving the volume out the “ends”, where w is decreasing from one to
zero in an element.

In addition to the net flux across the surface, we also want to calculate the
positive and negative going components of the flux. There are two terms in the
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partial flux expressions, Eq. 2.1.19 and Eq. 2.1.20.

1 1
Fan=7 Z By + i > D,VE, (2.2.18)
g
1.
Fout = ZE — i > D,VE,, (2.2.19)
g

The first term is simply the energy density; we can perform a simple surface inte-
gral for this. The other term is the net flux we’ve already calculated.

2.3 Linearized Semi-Implicit Solution

The coupled radiation diffusion equations, Eq. 2.1.57 and Eq. 2.1.58, are nonlinear.
In many cases linearizing these equations is sufficient. The first step is to assume
that all material properties are evaluated at the beginning of the time step. Even
so, we are still left with the nonlinear function B,(7},) in the equations. What
follows linearizes this term as well. The radiation energy density is still solved for
implicitly; only the material quantities are explicit.

Rewriting Eq. 2.1.57 and Eq. 2.1.58 again as

10E,

EW_V DyVE, = ‘Sﬁ Zam%g,m(Bg(Tm) — E,) (2.3.1)
e +Z (Ey — By(Tw)), 2.3.2)
at m OémCO'agm 3.

We can now discretize in time using first order implicit differencing to yield

1

(B = E)) =V -eD,VE;" = 5, + § O gm(By (T — EMY) (233)
va,m n n n n

& (T = T) = QY Oagan( By = By(ThH), (2.3.4)

where u,, = pCypm T, pm is the material density, Q,, = Q/am, and C,,, is the
heat capacity. All quantities, unless otherwise notated by a superscript, are evalu-
ated at the beginning of the time step.

Because B,(T) is the only term which is always nonlinear (the opacities could
be constant), we will linearly expand it around the old temperature in order to
evaluate it at the new temperature to get

0B, (T)

By(T3) e By(T7) + Z24

m

(Tp+ = Tp) = By (Thn). (2.3.5)
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We will solve for B;(T},) using Eq. 2.3.5 and Eq. 2.3.4. We will then be able to insert
this expression for B} (7)) into Eq. 2.3.3. The resulting equation will be linear.

To do this, we will first solve for the new material temperature and insert into
Eq. 2.3.4 yielding

,Ova,m B;(Tm) - Bg(
At B (Tr)

Tn
m) _ Q4> OB =3 Oag B (T),  (2.3.6)
g g

where B((T}.) is the temperature derivative of B,(7},). Expanding B} (T},) and
inserting the temperature difference solved from Eq. 2.3.5 yields

At B (Tx)

n ny_ Ba(Tm) = By(Th) .
= Q;?’L_’_Z Caa’gl7mEg/+1_Z Co-a’g,amBg/ (Tm)_ ! B/ (Tn )g Z Cga7g/7mB;/ (Tm)
g/ g m g/

g/

(2.3.7)

This last step eliminated the sum over groups on B;, (T}, ), allowing us to solve for
By (T,)- Before doing this, however, we will define some new variables to make
life easier:

-1
1 n mev,m
T = E K = [Z Co-a,g/,mB;’ (Tm) + Al

g/

(2.3.8)

Finally solving for B} (T}, ) yields

B;(Tm) = B9<Tn2) + B;(Tn'rs)l{m <Q;n + Z CO'mgl’mE;/‘i‘l _ Z Co-a,g’,mBg’ (Tg)) .
gl

g/
(2.3.9)
Finally inserting all of this into the diffusion equation (Eq. 2.3.3) give us

<7’ + Z amcaa7g7m> E;“rl N v CDgVE;”l _ Sg + TEg

)

(2.3.10)

+Y Oy (BQ(T;,;) + BT ) im | Qi + > OagmEnt =Y €00y mBy(T)
m g’

gl

Eq. 2.3.10 is an equation for energy group ¢, and it is coupled to the other group
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equations. We can now define the terms of Eq. 2.2.8 as

£, = B (2.3.11)
D, = cD, (2.3.12)
S, =95, + Z A COqg (BQ(T,Z) + B;(T,Z)/{m Q. — Z cOa g .mBy(T1) )
m g’
(2.3.13)
Oy = Y OmCOagm (2.3.14)
09 79 = Z nCOagBy(Th) KmCOa g m (2.3.15)

m

The o9 ~9 terms couple each group equation to all other groups. Additionally, the
full linear system is non-symmetric.

It is also possible to decouple the group equations by evaluating some of the
energy density terms at the beginning of the time step. We define an estimated
temperature change as

ATu = K (Q;n + Y OugmEy — Y OagmBy (T,Z)) : (2.3.16)
g g

We can then use Eq. 2.3.16 in Eq. 2.3.10 to define another set of coefficients for
Eq.2.28 as

E, = E;L“ (2.3.17)
D, = cD, (2.3.18)
Sg =S+ > nc0ug [By(Th) + By(Tp) ATe] (2.3.19)
Oy = Y QmCOagm (2.3.20)
0979 =0 (2.3.21)

This approximation makes the equations much simpler to solve. Each group be
solved separately, and the linear system is symmetric.

Once the radiation energy densities have been solved for using one of these
two approximations, the estimated temperature difference can be computed using
Eq. 2.3.16 by using the appropriate energy density, either E;LH or k' for the fully
coupled problem or the decoupled problem, respectively. Once AT, is calculated,
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the energy increments can be calculated using

Oy, = ALQ,, + At Z oz,,ﬁbcaam,gE;1+1

g

— ALY 0nCOamgBy(Th) = ALY COam g By(Th) ATeq. (2.3.22)

g g

2.4 Solution Methods

In this section, the heart of the new ideas developed with LDRD are presented.
Several different solution techniques for solving the system of equations defined
by Eq. 2.2.1 are presented. Most methods in the past have used simple, Richardson-
like iteration methods to converge the between group coupling. Morel [22] presents
this history as well as proposes another advanced method. Morel’s method should
be compared against the ones presented here as well as with a full nonlinear solve.

The methods below have been implemented and correctly solve the equations,
but significant testing to determine their effectiveness still needs to be done.

2.4.1 Operator Form

Eq. 2.2.1 is a system of equations for the energy densities in each group. We can
rewrite Eq. 2.2.1 in term of operators as

G
Dyz,+ Y Cygry = by, (2.4.1)
g'=1

where 1
D, = -V D,V + = + 0, (2.4.2)
C,y = 0779, (2.4.3)
z, =y, (2.4.4)

and .
by =Sy + X (2.4.5)

The time derivative has also been discretized implicitly using backward Euler. The
discrete forms of these operators, defined by Eq. 2.2.8, can also be used. While,
when coupled with the material equation, this system is nonlinear, typically some
linearizion is used so that a linear system can be solved instead. In the following
discussion, we will assume some linearizion.
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We can define a large block structured linear system as

Axr =D, (2.4.6)
where
€
T2
=1 . (2.4.7)
TG

is the vector of unknown energy densities,

by

by
b= | | (2.4.8)

ba

is the right hand side, and
D, +Cy; Cip . Cic
A C.LQ D2 —|— 0272 . C?,G (249)
Cic Coc ... Dg+Cqgq

This large linear system can be solved several ways, two of which are outlined
below.

2.4.2 Large System Solve

The obvious method would build the linear system in Eq. 2.4.6 and solve it directly.
The C, , terms make A asymmetric, so some method such as GMRES must be
used. With a Krylov method such as GMRES, using a preconditioner is critical
to getting good performance. Two preconditioners are suggested here, and are
implemented in ALEGRA using the Trilinos solver suite [14].

2.4.2.1 Diagonal Preconditioner

The C, , terms can be small since they come from a linearizion. This suggests
one preconditioner, namely a block diagonal approximation to A that ignores the
coupling terms, or

D,

D
A~ My = 2 . (2.4.10)
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2.4.2.2 Approximate Grey Preconditioner

If the group to group coupling are non-negligible, another preconditioner can be
developed that estimates this coupling. Summing Eq. 2.4.1 over groups yields

G G G G
Y Doy + Y > Cygry =) b (2.4.11)
g=1

g=1g'=1 g=1

We can define a new solution variable,

F=) (2.4.12)
g
where 7 is gray, or one group, energy density. We can also define
| (2.4.13)
z

so that z, = n,7. Inserting this into Eq. 2.4.11 yields
[f) + é] F=b (2.4.14)

where the average diffusion operator D is

G
D=> D, (2.4.15)
g=1
the summed right hand side b is
b= by, (2.4.16)
g=1
and the group coupling C is
G G
C=> > Cuyny. (2.4.17)
g=1 ¢g’=1

Eq. 2.4.14 is again a nonlinear system because 7, depends on the solution at the
end of the time step. However, if the spectrum does not change much from time
step to time step, we can use old time step information to approximate it, namely

1

8

n—
g
i,n—l

(2.4.18)

~ =1 _
779"‘779 -

to linearize the system. Another possibility would be to linearize the system by
using a normalized Planck spectrum instead of 7,. This might be easier to assume
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when there is no good initial guess, but the nonlocal information in 7, will be a
better approximation than a normalized black body spectrum.

Once we solve for z, the group equations, Eq. 2.4.1, are decoupled and each
group can be solved for separately using

G
zy =D, [bg - cg,g/ng,:;;] : (2.4.19)
g'=1

2.5 Conclusions and Future Work

While new method has been developed and implemented, extensive testing of the
method has not been completed. Construction of the matrix is considerably faster
than in previous versions of the code. The solution for a given time step may
be more expensive than the previous version, much larger time steps should be
possible, reducing run time. This will be tested on several benchmarks and user
problems.
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Chapter 3

The Verification Suite

A suite of problems has been developed to test the radiation diffusion package in
ALEGRA. All problems and data analysis are run automatically, so that much of
this document can be generated for any version of the code. An error history is also
kept so that improvements (or regressions) in the algorithms can be identified.

The test suite includes twenty one different problems. Ten of these are simple
analytic solutions to the one dimensional Cartesian geometry diffusion equation,
and test different terms in the equation, including material discontinuities. Two
more problems are one dimensional solutions to the diffusion equation in cylin-
drical and spherical geometry and can be used to test the multi-dimensional code.
Eight problems are based on the method of manufactures solutions. These test the
code in situations where it is difficult to get an analytic solution, specifically in the
cases of varying material properties, nonlinear flux limiters, the multigroup equa-
tions, and coupling with the material energy equation. One test does not test the
diffusion code, but rather the Implicit Monte Carlo package.

A six convergence studies are run on each of these problems with a rectilinear
Cartesian mesh, a randomized mesh, and the highly skewed Kershaw Z-Mesh in
both two and three dimensions. In total, 685 simulations are run as part of this test
suite.

3.1 Tampa

A new tool, named Tampa, has been developed to manage the verification suite.
Tampa is designed to automate the processes of running a large number of simula-
tions, do the analysis of the results, and finally make a document with the results.
It is not specific to the radiation package, and only loosely coupled to ALEGRA. A
full users manual will be written to explain the usage of Tampa. Already, several
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others are beginning to use Tampa for their own verification suites within ALE-
GRA.

Tampa is a collection of tools, written in Python, that build input decks for
ALEGRA given a problem specification and several different parameters to run
that problem with. Typically, this is a given problem on different mesh refinements,
but one could also vary material properties, time step sizes, convergence norms,
etc. Once the specific combinations of problems and parameters have been made,
Tampa will run ALEGRA on each combination. Tampa can use the testAlegra
script to run these problems on workstations or clusters.

After all the simulations are completed, Tampa will run a post processing script
of the user’s choice, allowing great flexibility in how the analysis is accomplished.
Several sets of tools are provided to do the analysis used in the radiation veri-
fication suite. These compute various error norms for the computed solution on
different meshes. The convergence rate is then computed. All of this data is plotted
to be included in a document later on. Additionally, the errors for each problem-
parameter combination and the convergence rates are stored in a history file. The
histories can also be plotted so that improvements or regressions to the algorithm
can be detected.

Once all the analysis is finished, Tampa will build a document incorporating
the results. The results and document can then be archived; the radiation suite
stores the latest plots, histories, and document in a CVS repository.

3.2 Simplifications

The energy dependence of Eq. 2.1.1 is usually handled by integrating the equation
over an energy range, or group, and solving a coupled set of diffusion equations. In
the extreme case, the equation is integrated over all energies, and a single diffusion
equation needs to be solved. Most of the following tests are one-group, designed
to check the core functionality of the diffusion solver. Several multi-group tests are
then performed to check the group to group coupling.

If we ignore both the energy dependence and the coupling with the material
equation, we get the one-group, or gray, diffusion equation, namely

10F 1 _, 1
L V?E=_—0 E+ = 2.1
-y 3UtV oo+ CS (3.2.1)

where FE is the energy integrated radiation energy density, S is external power

density source, c is the speed of light, o, is the absorption opacity, and o, is the total
opacity. Since many of the problems are one dimensional, we can also simplify the
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boundary conditions, Eq. 2.1.21, to

AE-BplE_C (3.2.2)
ox

AE+BDLE ¢ (3.2.3)
ox

where Eq. 3.2.2 is applied at the right boundary and Eq. 3.2.3 is applied at the left
boundary.

3.3 One Dimensional Cartesian Steady State Problems

These tests are designed to test the diffusion solver with various boundary con-
ditions on various meshes. While reflective and periodic boundary conditions
are never explicitly tested in any of the problems listed here, to run all of these
problems in two or three dimensions will require the use of reflective or periodic
boundary conditions.

3.3.1 Only Scattering: Linear Solutions

The simplest diffusion equation eliminates nearly all the terms in Eq. 3.2.1 so that
just the diffusion operator is tested, namely

O’E

where it has been assumed that o, = 0, 0, = 05, and S = 0. In this case, we have a
linear solution for £/, namely
E(x) =ax +0, (3.3.2)

where a and b are to be determined by the boundary conditions. Inserting Eq. 3.3.2
into Eq. 3.2.2 and Eq. 3.2.3 yields

A, (ax,. +b) — B.Da = C, (3.3.3)
Al(axl + b) + BlDa = Cl (334)

Solving for a and b yields
Al — Ay (3.3.5)

“T DAB + AB) — AA (2 — 1)

_ D(B,Cl + BlCr) + A,Crx; — A,Ci,

n D(.ATBl + -AlBr) — AI.AT(ZL’T - 5(]1)

Since we have a second order method in space, we expect to recover the exact
solution regardless of the mesh spacing. This is a general expression for arbitrary

boundary conditions. Two specific combinations of the boundary conditions will
be shown next.

(3.3.6)
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+ ZmeshRotated-2D, p=-0.0945, r=0.725

. . . . . . . . .
* Random-3D, p=-0.715, r=0.784
0 0.1 02 03 04 05 06 07 08 09 1 * Rectilinear-3D, p=-1.96, 1=0.995  Zmesh-3D, p=-0.687, r=0.997
Position (m) @ Zmesh-2D, p=-0.186, r=0.786

(a) Analytic Solution (b) Convergence Study

Figure 3.1. Steady state solution in a slab with the Dirichlet
condition £(0) = B(T = 5000 K) and the vacuum condition
at z, = 1m with o, = 0, = 1 m~'. This second order diffu-
sion method should get this exactly, so there is no expected
convergence.

3.3.1.1 Dirichlet and Vacuum

If we set the left boundary with a Dirichlet boundary condition £(0) = B(T") and
a vacuum boundary at z, = 1, we get

B(z) = B(T) (1 - +12 Da:) — B(T) (1 _ 3;‘1 2x> (33.7)

Figure 3.1 shows the solution to this problem for a specific set of parameters.

3.3.1.2 Source and Albedo

If we have a source boundary at 2; = 0 and an albedo boundary at z, = 1 we get

(a—1lz+1—-—a+2D(1+«)

E(x) = B(T) — oD (3.3.8)
o (a—Da+1 2D(1 + a)
a—lr+1l—-—a+ +
E(x) = B(T) — ot iD (3.3.9)
If « = 1, we have a reflective boundary and
E(z) = B(T). (3.3.10)
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* Random-3D, p=-0.063, r=0.768
& Zmesh-3D, p=-0.0924, r=0.956

(a) Analytic Solution (b) Convergence Study

Figure 3.2. Steady state solution in a slab with the source
condition Fi,(0) = B(T = 1000K)/4 and the albedo con-
dition at z, = 1m with o = 0.25 and 0; = o5 = 100m™".
This second order diffusion method should get this exactly,
so there is no expected convergence.

If « = 0, we have a vacuum boundary and

Elz) = B(T)% (3.3.11)

Figure 3.2 shows the solution to this problem for a specific set of parameters.

3.3.2 Absorption and Scattering

We can reintroduce absorption to test that term as well as the diffusion operator in
Eq. 3.2.1. In steady state we have the simplified diffusion equation

0*E
— — 30v0,F = 0. (3.3.12)
Ox?

Eq. 3.3.12 implies that E(x) has the form

E(r) =ae’ +be ™ (3.3.13)
where ]
A= 7= V300, (3.3.14)
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where L is the characteristic length of the problem (sometimes called the diffusion
length). The derivative of E(z) is

E
9F _ are* —pre (3.3.15)
Ox
Inserting the assumed solution into the boundary conditions gives us
A (ae? +be ) — B.D(al e —bre ) =C, (3.3.16)
Al(a e +be ) + BD(aX e — bhe ) = ( (3.3.17)

Solving for a and b for arbitrary boundary conditions yields

a— Ci M (A, + ADB,) — C, &> (A — ADB)) (33.18)
(A + ADB)(A, + ADB,) — ¢ (A = ADB))(A, — ADB,)
eAete)[C, At (A + ADB)) — C e (A, — ADB,)]

2ot ( A, + ADB)) (A, + ADB,) — ¢?+r (A, — ADB))(A, — ADB,)

b= (3.3.19)

3.3.2.1 Dirichlet and Vacuum Boundaries

For the specific case when on the left (z; = 0) we have a vacuum boundary and on
the right we have a Dirichlet boundary E(z,) = B(T), the coefficients ¢ and b in
Eq.3.3.15 are

1+2\D

= B(T 3.3.20

¢ (T) e’ (14 2\D) — e (1 —2)AD) ( )
1 —2\D

b= — A (3.3.21)

B(T
(T) e’ (14 2\D) — e (1 — 2\D)

Figure 3.3 shows the solution to this problem for a specific set of parameters.

3.3.2.2 Source and Albedo Boundaries

If instead we have on the left (x; = 0) an albedo boundary and on the right (z,) a
source boundary, the coefficients in Eq. 3.3.15 are

l—a+2\D(1+a)

= B(T 3.3.22
@ = B G D cosh vz, 7201 —a 1 IN2D2(1 £ ) sinbh Az, (3:3.22)
a—1+2\D(1+ «)
b= B(T : 3.3.23
( )8)\D cosh Az, +2(1 — o+ 4X2D?(1 + «)) sinh Az, ( )
For a = 1 we get
1
a=b= B(T) (3.3.24)

2 cosh Az, + 4D sinh Az,
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(a) Analytic Solution (b) Convergence Study

Figure 3.3. Steady state solution in a slab with the Dirichlet
condition F(1m) = B(T = 5.0e6 K) and the vacuum condi-
tionatz, = 0m witho, = 1m ' and o, = 6m~".

This makes sense since we must be symmetric about the origin. For o = 0 we get

1+2AD

— B(T 3.3.25

@ = B G\ D cosh aey + (2 1 82D7) sinh Aw, (3:3:25)
142D

b= B(T) + (3.3.26)

8AD cosh Az, + (2 4+ 8\2D?) sinh Az,

Figure 3.4 shows the solution to this problem for a specific set of parameters.

3.4 Steady Steady Cylindrical and Spherical Problems

One dimensional problems in curvilinear coordinates can be used to test the two
and three dimensional versions of the code. These problems are one material with
a source boundary condition on the outside of the cylinder or sphere. Both absorp-
tion and scattering will be included.

3.41 A Cylinder
In cylindrical coordinates, the one dimensional diffusion equation is

;ES—O}EE - Ua,E. (341)
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1 a Zmesh-3D, p=1.29, r=0.95
Position (m) P =0

Figure 3.4. Steady state solution in a slab with the source
condition Fi,(1 m) = B(T = 300K)/4 and the albedo condi-
tion at 2, = 0m with o« = 0.75, 0, = lm ' and o, = 6m~!.

We will impose the source boundary condition a some radius r, namely

1 8E(r0) 1

——F D =—=B(T). 4.
5E(ro) + D—- 5B(T) (34.2)
In the center, the energy density must be finite. Expanding the derivative in Eq. 3.4.1

yields

Ta—2E+ QE =r\°E (3.4.3)
or? or ’ o
The generic solution to this is
a

where I, (z) is the modified Bessel function of the first kind and K,,(z) is the mod-
ified Bessel function of the second kind. Since the energy density must remain

finite, we must have a = 0 since lim,_, Ko(r) = co. Using a = 0, the derivative of
E(r) is then

OE(r) _
o bAT; (Ar) (3.4.5)
The source boundary implies
So finally
B(T)

E(r) = To(Ar) (34.7)

Io()\’f’o) + 2AD Il<)\7”0)
Figure 3.5 shows the solution to this problem for a specific set of parameters.
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Figure 3.5. Steady state solution in a cylinder with the
source condition at rp = 1m of B(T = 10000K) with
0s=1m !and o, = Im~!. A convergence study with this
problem still needs to be set up and done.

3.4.2 A Sphere

In spherical coordinates, the one dimensional diffusion equation becomes

0.0001
2005 Aug 272005 Sep 032005 Sep 102005 Sep 172005 Sep 24 2005 Oct 01 2005 Oct 08 2005 Oct

(3.4.8)

(3.4.9)

1
_Lto 22E = —\E,
p?Op Op
where p is the distance from the origin. The source boundary condition imposed
at pg is
1 9E(po) 1
——E(po) = D = ——B(T
5 Bm) = D= = — 5B (1)

Expanding the derivative in Eq. 3.4.8 yields
2 0
an—pQE + 2p8_pE = \p*E.
The generic solution of this equation is
acosh()\p) N bsinh()\p).
p p

E(p) =

Since the solution must remain finite, which implies that a = 0 because

lim cosh(Ap)

p—0 P
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Figure 3.6. Steady state solution in a sphere with the source
condition at 79 = 1 m of B(T = 6000 K) with o5 = 2m~! and
0a = 3m~!. A convergence study with this problem still
needs to be set up and done.

Inserting the generic solution into the source boundary condition gives us

b [smh()\po) LD (Acosh()\po) B smh(2)\p0)>} _ B(T). (3.4.13)
Po Po Po
And finally we can solve for the energy density as a function of radius,
sinh(\
E(p) = B(T) Po o (o) (3.4.14)
sinh(\po) + 2D (Acosh()\po) - “p—f’) p

Figure 3.6 shows the solution to this problem for a specific set of parameters.

3.5 External Sources

The problems in this section test the external source term in the diffusion equation.

3.5.1 Constant Uniform Source: Constant Solution

Consider infinite slab with a constant, uniform source and absorption opacity.

Eq. 3.2.1 implies
1

co,

E=—38 (3.5.1)
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Alternatively, coupled to the material equation, we expect
E = B(Ty,) = aT4. (3.5.2)

This test can be run with periodic, reflective, and Dirichlet boundary conditions,
as well as both with and without the flux limiter.

3.5.2 Constant Uniform Source: One Dimensional Quadratic So-
lution

Consider a slab with vacuum boundaries and a uniform source of photons. The
governing diffusion equation, without absorption, in this case is

The generic solution is

E(z) = ax® + bz +d (3.5.4)
Inserting this into the diffusion equation gives us the value of the coefficient a,
namely

a=——=S (3.5.5)
2c

Vacuum boundaries at z; and z, helps us determine the other two coefficients.
Inserting the generic solution into the boundary conditions gives us

2
—(ax? +br, +d) — 3—(2@1} +b)=0 (3.5.6)
Ot
2
—(az} + bz +d) + 37(zax, +b) =0 (3.5.7)
t

After solving for b and d and simplifying, the final form of the energy density is

B@) =2 (e —a)+ e — (o, — )| (358)

Since we have a second order method, we expect to get this solution exactly for all
meshes, regardless of mesh spacing.

Figure 3.7 shows the solution to this problem for a specific set of parameters.

3.5.3 Varying Source

In a slightly more complicated case, we will allow a spatially varying source such
that the governing equation is

~ FE=_—

] —Azx
- Sy, (3.5.9)
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Figure 3.7. Steady state solution in a slab with a uniform
source of S =1 x 101°W/m3 and 0y = 0y = Im~ L.

We will impose Dirichlet boundary conditions on each side of the slab so that

E(0) = E, (3.5.10)
E(1) = E,. (3.5.11)

The solution for the energy density is

E(x) = Eo+ (Ey — Ey)z + 3250 [1- e 1 (1- e_A)} : (3.5.12)

3.6 Two Material Steady State Problems

These tests involve a system with two distinct materials. The solution is essentially
a solution of two problems, one in each material. At the material interface, the en-
ergy density, E/, and the energy flux, n - F, must be continuous across the material
interface. Since the boundary conditions are tested elsewhere, we will use Dirichlet
boundaries on the problems.

In all of the following problems, E'(z;) = Ey, F'(x;) = E"(x;) and E"(z,) = F,
where z;, x;, and z, are the left, interface, and right boundaries respectively. The
left (or inner) slab has material properties o, and o!. The right (or outer) slab has
material properties ¢, and o7.
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Figure 3.8. Convergence rates of the absolute relative error
on various meshes for the nonuniform source problem with
o = 05 = 1.0, Sy = 1.0e10, A = 10, Ey = B(5000), and
E; = B(10000).

3.6.1 Cartesian With Only Scattering

In one dimensional Cartesian coordinates with o, = 0, we have the two general
solutions for the energy density in the left and right materials, respectively:

E'(z) = qjz + b, (3.6.1)
E"(x) = a,x + b, (3.6.2)

Applying the Dirichlet boundary conditions along with the interface conditions
gives us a linear system to solve for the constants a;, a,, b;, and b,, namely

a;xr; + bl - Eo (363)
a,r, +b. = F (3.6.4)
ax; + b, = a,x; + 0, (3.6.5)
1 1
- = ———a,. 3.6.6
30! “ 30;”@ ( )
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Figure 3.9. Steady state solution in a two material slab with
the Dirichlet conditions E(0) = 0 and E(1m) = B(200keV)
with ol = 0.02m™!, 67 = 5.0m™!, and x; = 0.5m. These
parameters were chosen to test a thick material followed by
a near vacuum. This method should get this solution ex-
actly, so there is no expected convergence on the regular
meshes. There is some error in mixed material cells, how-
ever, so there is first order convergence on skewed or ran-
domized meshes.

Solving for the coefficients yields

o
e 7 3.6.7
a (Fo 1)J£(xi_xl)+a{(xr—$z‘) ( )
!
o
e + 3.6.8
@ (Eo 1>0i(x¢—xl) + o (2 — i) | )
o, x
- o Ty 3.6.9
1+ (Eo 1)0-£(xi—1‘l)+0g(ﬂfr_wi) ( )
O'élCl
bl = Eo + (Eo - El) 1 (3610)

ol(z; — ) + o} (z, — ;)

Figure 3.9 shows the solution to this problem for a specific set of parameters.

3.6.2 Cartesian With Scattering and Absorption

With absorption reintroduced, in one dimensional Cartesian coordinates we have
the following two general solutions for the energy density in the left and right
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materials:
E'z) = ajeM” + b e " (3.6.11)
E"(z) = a, M + b e " (3.6.12)

The Dirichlet boundary conditions and the interface conditions impose four con-
straints that we can use to determine the parameters, namely

E'(z;)) = E, (3.6.13)
E"(z,) = E, (3.6.14)
E'(z;) = E"(x;) (3.6.15)

1 0E (z;) 1 OE" ()
g o o o (3.6.16)

Applying these conditions yields the following matrix equation for the unknown
parameters:

e)\lzl e*/\lﬁl 0 0 a El
AT — A&y
)(\)z- —())\ T; ¢ ArT; ¢ —Arx; bl = ET (3617)
e s e 1tq — e\t —e r&q . 0
>\l )\laci _ >\l —)\in _ Ar )\riti Ar _Arxi
z e U_i e o [§] or e br 0

This is solved numerically for the coefficients that are then used in Eq. 3.6.12.

Figure 3.10 shows the solution to this problem for a specific set of parameters.

3.6.3 One Vacuum Material

While not well defined in a vacuum, the diffusion approximation is frequently
used in this regime because it is cheap to compute, so this needs to be tested as
well. We can extend the problem in Section 3.3.1.1 to include a vacuum region in
the problem. The answer in the slab should remain the same, as well as all tallies,
since we're simply adding on a vacuum region outside the vacuum boundary. The
solution to this will be a bit like the two material solution; we will ignore the fact
that the opacity is zero for a while.

In Section 3.3.1.1 there was a Dirichlet boundary at x; and a vacuum boundary
at z,. In the augmented problem the vacuum region will extend from z, <z < z,,
with a vacuum boundary at z,. The boundary and interface conditions are

Em(w,) = Ey()) (3.6.19)
| 0E,, . 1 0E,
30w 02 ) = 35, 00 ) (36.20
1 1 0E,, .
_§Ev(xv> ~ 3o W(g;v) =0, (3.6.21)
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Figure 3.10. Steady state solution in a two material slab
with the Dirichlet conditions E(0) = 0 and E(2m) =
B(200keV) with ¢! =5m™!, 0! =20m™!, 07 = 0.01lm™},
and o7 = 0.01 m~!. These parameters were chosen to test an
optically thin material followed by a thick one. The exces-
sive convergence rates of about O(3) are only because there
were problems in converging the solution on the coarse
meshes. The reason for this is currently unknown.

. . . . . . . .
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(b) Convergence Study

where the m and v subscripts indicate quantities in the material and vacuum, re-
spectively. The general solutions are

En(x) = apx + by,
E,(z) = ayx + b,

(3.6.22)

(3.6.23)

Applying Eq. 3.6.18 implies that b,, = E, if 2; = 0. We get the following linear
system for the remaining coefficients

ATy — QpTy — by, = —F)
Oyl — TGy = 0
3o, (ayxy + by) + 2a, =0

The solution is

30,
Ay, = — L4
2+ 302, + 30,(T, — T;)
b, = Ej
30,
Ay = —El o
2+ 3oz, + 30,(x, — )
b= E 2+ 30,1,

"oy 30mx, + 30,(Ty — )
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(3.6.25)
(3.6.26)

(3.6.27)
(3.6.28)
(3.6.29)

(3.6.30)



or if o, = 0, we get

30,
m=—E—— 3.6.31
“ D + 30,2, ( )
b, = L (3.6.32)
Gy = (3.6.33)

2
y =B — .6.34
b E12+30-mx7" (3.6.34)
and finally
Ep(a) =B (1——30m (3.6.35)
m\%) = 5 2—}—307”:167«&7 e
1

Indeed, Eq. 3.6.35 is the same as Eq. 3.3.7 if x,, = 1. In the vacuum, the radiation
is not “free streaming”, or beam-like, but rather the flux is determined by what
leaves the boundary of the material through Eq. 3.6.20. The flux throughout the
problem is
F— CE[
2+ 3om7,

Figure 3.11 shows the solution in Eq. 3.6.35 and Eq. 3.6.36 for a given set parame-
ters.

(3.6.37)

3.7 Time Dependent Problems

All of the tests so far have been time independent. The two problem here are
pulsed sources in a slab geometry. The first problem is a infinitesimally thin plane
source, which tends to be difficult to implement numerically. The second problem
is a slab source of finite thickness slab source, which can be simulated much easier.

3.7.1 A Plane Source

In in one dimensional Cartesian geometry without sources, the diffusion equation,
Eq.3.2.1,1s

10F 1 0°FE
-— = —0,F. 3.7.1
c Ot 304 0x? “ ( )
In an infinite medium, the initial condition is
E(r,t =0) = Eyd(x), (3.7.2)
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Figure 3.11. A problem with a void region. The material
region on the right extends from z = 0 to z = 0.5m with
os = 70m~! and o, = 0. The vacuum region extends from

= 0.5m to z = 1m. A vacuum boundary condition is
applied at # = 1 and a Dirichlet boundary condition on the
left of £(0) = B(50000 K)

where E| is a total energy and Ed(x) is an energy density. This initial condition is
equivalent to a pulsed source. Performing a Laplace transform on Eq. 3.7.1 yields

c OPE A

E_-E ———— = —co,F 7.
s 00 () 30, 027 COq (3.7.3)
where
R e 1 c+i00 R
E(z,s) :/ e "E(z,t)dt and E(z,t)= o / e *E(zx,s)ds. (3.7.4)
0 i c—100
Fourier transforming Eq. 3.7.3 yields
~ EO Ck’2 ~ ~
sE — 4+ —F=—co,F 3.7.5
5= 1 300 (3.7.5)
where
1 L
E(k, s) e E(z,s)dz and E(z,s —/ P B (k, s) dk
ko)== [ ) @)= == [ Bk
~ (3.7.6)
We can easily solve Eq. 3.7.5 for E, namely
E = Eo (3.7.7)

V2m(s + %ﬁ + coy)
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Performing first the inverse Laplace transform then the inverse Fourier transform
yields

SJtacz

e 7l o7 Tacr (3.7.8)

3Ut
4drct

Note that this is a Gaussian that both spreads out, due to the scattering, and decays,
due to the absorption, in time.

E(ﬂf,t) = EO

3.7.2 A Slab Source

We can use the plane source solution of Eq. 3.7.8 as Green’s functions to build a
slab source of finite thickness. Assuming that the energy density is initially Ej in
the range —x( < x < xy, we can integrate multiple plane sources at each location
in this range to get the total energy density for the slab source, namely

E(z,t) :/ EOVZLWUctt S e el P (3.7.9)
—Z0

Performing the integration we get

E(z,t) = % e %! [erf (a(x + x0)) — erf (a(z — )] (3.7.10)

where a = /3%, For 2o = 0.1 and a > 6.666, E(z,t) is numerically zero.

3.7.2.1 A Nicer Solution

The slab source problem is difficult to analyze because the energy density is very
small ( or even zero ) in some parts of the problem some of the time. If we assume
that there is no absorption, we can get a nonzero solution everywhere. Without the
source, any arbitrary energy density, I; is also a solution in the infinite medium.
Because this is a linear problem, we can add that to Eq. 3.7.10 to get

Bl t) = % lorf (a(z + 70)) — exf (a( — 7))] + Ex (37.11)

Even with this addition, there are still some difficulties with this problem. Specif-
ically, the discontinuity in the initial conditions makes it difficult to converge the
problem, and we may not be in the asymptotic regime, making the order of con-
vergence not valid.
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Figure 3.12. Pulsed slab source problem. The discontinu-
ity in the initial conditions makes it difficult to converge the
problem, and we may not be in the asymptotic regime, mak-
ing the order of convergence not valid.

3.8 Polynomial Solutions

In Sections 3.5.1, 3.3.1, and 3.5.2 we have already shown constant, linear, and
quadratic solutions, but only in one dimension aligned with the coordinate sys-
tem and mesh. If we use the same system parameters as before, for example
steady state without absorption for the linear case, we can get other polynomial
solutions. If we pick the constants in the solutions, we can drive the problem by
setting Dirichlet boundary conditions. This is a very simplified view of [17].

3.8.1 Constant

In an infinite medium with constant material properties, the radiation temperature
should be also be uniform and the same as the material temperature.
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Figure 3.13. Uniform infinite medium problem. This sec-
ond order diffusion method should get this exactly within
the linear solver tolerance, so there is no expected conver-
gence.

3.8.2 Linear

Extending Section 3.3.1 to three dimensions, the steady state diffusion equation
without absorption looks like
V2E = 0. (3.8.1)

This has a linear solution
E=a-x+b. (3.8.2)

We can pick the values for a and b so that on the domains of interest the solution
stays positive.

3.8.3 Quadratic

In three dimensions with only scattering and a source, the appropriate diffusion
equation is
30 t

V2E = —TS. (3.8.3)
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Figure 3.14. Linear problem with Dirichlet boundary con-
ditions. This second order diffusion method should get this
exactly within the linear solver tolerance, so there is no ex-
pected convergence.

The general solution to this is
E=ar>+byf?+22+dey+eyz+ frz+gr+hy+iz+k (3.8.4)

We can pick the constants, a through %, so that on the meshes that we will use, the
energy density stays positive. Additionally we have the constraint that

da+b+d)= -5 (3.8.5)
Cc
If we arbitrarily set b = 2a and ¢’ = 3a, we get
a=-2tg (3.8.6)
4c
Settingd=e = f =g =h=1=0yields
S
E= —‘Z—C( 24 2% +32%) + k (3.8.7)
If we want a positive energy density over —1 < z,y, 2z < 1, then
305
> 20 (3.8.8)
2c
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Figure 3.15. Quadratic problem with Dirichlet boundary
conditions.

3.9 Manufactured Solutions

The diffusion equation can only be solved analytically for relatively simple prob-
lems, but one would like to verify the code is working on more complicated (and
realistic) problems as well. The Method of Manufactured Solutions (MMSY) is a rel-
atively simple way to test the code on very complicated problems[25, 15, 20]. The
idea is to assume some function for the solution, for example the solution varies
linearly with space. The assumed solution is then inserted into the equation, and
the equation is solved for the external source that is needed to support that solu-
tion. This source is then used as input into the code, and the code should recover
the solution that you assumed.

A key part of doing MMS is to convergence studies of the code; even if the
errors in the code are of a reasonable magnitude, if the code does not converge at
the expected rate, there may be an error. Salari[15] recommends a test problem
where all features of the code are tested simultaneously. While this is important,
simpler tests are also useful in pinpointing problems in the code.

The error[15] of a given solution can be computed using an L, norm of the
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relative error integrated over the entire domain, namely

1 Ecode - Eanalytic > 2
E=14|= 1% 39.1
\/v /D ( Enalytic (3:51)

On a regular grid where all the zones are the same size, the volume integral can
be replaced by a summation solution at the computational points (nodes, zone
centers, etc.) using

|1 Y fx) - F i

where N is the number of grid points, f(x;) is the exact solution, and F, and the
simulated result, at all the grid points, x;. Eq. 3.9.2 is only valid for regular grids
and is not used here.

Once in the asymptotic regime, the order of accuracy p can be computed with
as few as two simulations using

10 g Ecourse

p=— G (3.9.3)

- log AZcourse ’

Az fine

where Az is a characteristic grid length.

Four main aspects of the code have not been tested by the simple problems in
the previous sections. These include the flux limiters, material coupling, arbitrarily
varying material properties, and photon energy dependence. One problem will be
devised to test each of these along with fifth problem that will test all features of
the code at once.

3.9.1 A Flux Limiter Test

Staring with Eq. 3.2.1 with cold, constant, uniform materials, we can solve for the
source term

S, =c(o,F —V-DVE) (3.9.4)
A Gaussian shaped solution in space as a function of radius is not one that the
diffusion equation approximation will get exactly correct and tests the multidi-
mensional features of the code, But manipulating a Gaussian solution in Eq. 3.9.4,
namely

EFL = EQ e_”“ﬂ, (395)

is relatively straight forward. Here, 1’ is the distance from the origin, and the exact
form depends on the coordinate system. For two dimensional Cartesian coordi-
nates, we define a cylindrically symmetric solution, where

' =r =12+ 12 (3.9.6)

66



The two dimensional Cartesian and cylindrical versions of the code can be used
to compute the cylindrically symmetric solutions. We can also define a spherically
symmetric solution, where

' =p=/a2+y?+ 22 =Vr2+ 22, (3.9.7)

which can be used to test the two dimensional cylindrical and the three dimen-
sional Cartesian versions of the code.

Inserting these into Eq. 3.9.4 for regular diffusion yields

2K
S3pPoD = € [Ua + 37(3 - 2,02/@} ErL (3.9.8)
t
and
4K 9
Soppop = ¢ |0, + 37(1 —-r Ii) FErr . (399)
t
Using the Larsen 2 flux limiter instead, gives us
16p°k3(1 — p?K) + 18k(3 — 2p*k)0?
Sspr2 =¢ |:0-a + (A2 + 002)3 Epr. (3.9.10)
and 8r2k3(1 — 2r2k) + 36k(1 — r?K)0?
S2DL2 =C {UQ + (47”21i2 T 90_3)3/2 } EFL‘ (3911)

For the Larsen limiter, we can write down a metric for the amount of flux lim-
iting that is being done, namely

IVE|  2kr
Ci=——=-. 3.9.12
' B30 30 (3912)
At r = 0 the limiter is turned off. At some arbitrarily large value, say C; = 100, it
is almost completely flux limited. Eq. 3.9.12 can be used to choose a consistent set
of problem parameters that tests the entire range of the flux limiter.

3.9.2 Coupling to a Uniform Material

In thermal radiation transport, the radiation energy density is coupled to the ma-
terial through the following equations

OF c s
o S—Utv E =co,B(T)—FE)+ S (3.9.13)
00T = —co,(B(T) - B), (39.14)

67



01t :
0.01 | T
0.001 F

0.0001 ¢

Normalized L, Error

1e-05

1e-06 | =

1e-07 . .
0.0001 0.001 0.01 0.1

Average mesh spacing, h
+ Rectilinear-2DRZ, p=2, r=1
e Random-3D, p=1.92, r=1

* Rectilinear-3D, p=2, r=1 » Zmesh-3D, p=1.7, r=0.997
o Zmesh-2D, p=1.97, r=1

Figure 3.16. Regular diffusion MMS test.

where T is the material temperature, and B(T') is the black body function. Instead
of solving for T, we’d like to change variables to B(T') = aT*, assuming one group
diffusion. With a change of variables, Eq. 3.9.14 then becomes

/C. 08
4aT3 Ot

= —co,(B - E). (3.9.15)
We will now assume the solution for B to be
Bue(x,t) = alye ™ (3.9.16)
where r = |x|; equivalently, the material temperature is
T(x,t) = Tye a(tsr (3.9.17)
Inserting this into Eq. 3.9.15 and solving for E yields

pCyT

EMC(X7t) = |i]‘ - 4@00' T3

] Buic(x,1) (3.9.18)

In order to simplify taking the derivatives on Eyc in Eq. 3.9.13, we would like
to make the multiplier in Eq. 3.9.19 to be constant in space. This can be done by
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Figure 3.17. Larsen-2 flux limiter MMS test.

choosing pC,, = oT?; This form of the specific heat is used by Pomraning in several
of his test problems. With this, Eq. 3.9.18 becomes

aT

Ene(x,1) = [1 " daco

1 Buc(x, ). (3.9.19)

The results are very similar to the last section, with the addition of a time
derivative term in the source. For regular diffusion we get

2
S3ppop = € [Ua ~Ty —I{(B — 2p2/<;)] Emc (3.9.20)
c 3oy
and A
SapPOD = € [Ua -y —R(l - T’ZH)] Enc. (3.9.21)
C 30't

We need to choose these parameters so that the coupling between the equations
is strong enough. To do that, we’d like the terms in the inhomogeneous source
in Eq. 3.9.13 to be roughly the same magnitude. For 3D regular diffusion, the
inhomogeneous source is

T 2K T T
inhomogeneous — a -2 2 1— a B 7t
Sinhomog ([U c * 30y (8-2 ﬁ)} { 4acaa] o {4@0%}) me(x, )
(3.9.22)
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Setting these terms equal implies

00— 2+ 2B -22)| |1 - 322 ]
~1

[fee]

(3.9.23)

or

[1 N 27&%)} {4“0"“ - 1} ~ 1. (3.9.24)

co,  30:0,4 aT

We would also like the radiation energy density to be positive, which implies

0< < 1. (3.9.25)

daco,

Finally, we would also like to have the flux limiter, if we were using one, to vary
significantly, so C'; in Eq. 3.9.12 should be chosen large enough.

We now have three equations to help us choose our constants, namely

2
o) (3.9.26)
30't
T _q, (3.9.27)
daco,
T 2K 9 daco,
1— + (3 —2r°k) — 1| =04, (3.9.28)
co, 30:0, aT

where 0 < Oy < 1 and C3 ~ 1. Nature determines a and c¢. We choose C; = 10,
), = }L, Cs = %, k =5, and a = 3.026306806045420251 x 1074, (« is chosen to be the
same in the Su-Olsen benchmarks, and is a multiple of the black body constant.)
Solving for o,, 04, and 7 in Eq. 3.9.26 through Eq. 3.9.28 yields

2rK
_ 9.2
7730, 052
a0 (Cy — 1)(3 — 272
L 20y (Cy — 1)(3 — 2r%k) (3.9.30)
Cor(Cy — 1) — 72(Cy + CyCy — 1)
_ - 2
cC1Cy(Ch = 1)(3 = 2r%k) (3.9.31)

T CQ?“(CQ — 1) — 7“%(02 + CQCg — 1) '

For the chosen set of parameters atr = 1, we get 0, = %, 0, =120,and 7 = 9 x 10''.
This implies that oy, = 0, — 0, < 0, which is unphysical, but since o, never appears
in the equations, this doesn’t matter. Nothing about a manufactured solution or
its problem specification needs to be physical, but traps in the code that test for
certain physical conditions should not be activated.

This problem can be run both single and multigroup, as well as with logically
different materials, from the code’s point of view, even if all the materials behave
the same. It is also possible, without modification, to use a varying absorption
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Figure 3.18. Radiation energy density results in a MMS test
with coupling to a uniform material using regular diffusion.
This problem does not converge as expected and is still be
investigated.

opacity while holding the total cross section constant. While this does not test the
flux limiter’s dependence on varying materials, it does test the material coupling
in that situation.

This problem does not converge as expected and is still be investigated.

3.9.3 Nonuniform Opacities

The assumed solution to the energy density is similar to the last section, namely

2

Eno(x,t) = Ae 77" (3.9.32)
and the total opacity has the following form
04(r) = 0a(r) = o0 e, (3.9.33)
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Figure 3.19. Material temperature results in a MMS test
with coupling to a uniform material using regular diffusion.
This problem does not converge as expected and is still be
investigated.

where 0 and )\ are arbitrary parameter that can be used to adjust the shape of the
flux limiting parameter,

2

v = g (3.9.34)

30'0
Again, it is important to test the entire range of the flux limiter, namely 0 < x <
100. Some parameters that do this are kK = 10, A = 8, 0y = 0.005 on the range
0<r<l.

Inserting the same assumed energy density and this opacity into the diffusion
equation without material coupling, we get sources needed to support it. For reg-
ular diffusion

T 2K
S3pPOD = € {Uo e — ¢ 3gge (2/)2f-€ + \p — 3)} Eno (3.9.35)
and
T 2K
SappPoD = € {Uo - Py (27”2/1 + Ar — 2)} Eno (3.9.36)
0
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Figure 3.20. MMS test with spatially varying opacities and
regular diffusion.

For the Larsen 2 flux limiter, we get

-
Sapr2 = ¢ [00 o — c

and

)\T_T

SZDLZZC[UOG -+
c

3.94 Multigroup

N 16p?K2(k — p?K2) + 1802 e® (3K — 2p°K% — pAK)

0.1

(4p%k2 + 90} e2/\f’)3/2

8r2k%(k — 2r2k?) + 1802 2 (2Kk — 2r%k? — 1K)

(472K2% + 90 e”"")?’/2

We'll assume the following form of the energy density:

Bng(t,€) = Byetoske
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We will also assume an opacity with the following form:
0 = 04 = 0pe ", (3.9.40)

where 0 < # < a. Inserting these into Eq. 2.1.1 and solving for the source in the
plane diffusion, three dimensional case without material coupling gives us a result
very similar to Eq. 3.9.8

Ssomg = Eye [_T e+ coge T+ (3 — 2p%k) e (*7PE | (3.9.41)

We can integrate this source over an energy group g, with e, < e < 44, to get

o= (@+B)eg _ g—(a+B)gin

—Tt—rp?
Sspmc,y = Eoe ’ [CUO

a—+ 0
2K/C e_(a_ﬁ)ag — e_(a—ﬁ)ag+1
5 (320" 3.9.42
+ 30'0( P KZ) o — ﬁ ( )
e—aeq e—agg+1
— T
(e

Similarly for two dimensions we find

5 e—(a‘f'ﬁ)ﬁg — e_(@+ﬁ)59+1

Spmcy = Eoe ™ | coy e
4/{/0 ef(afﬁ)gg — ef(afﬁ)sg-kl
dre | 3.9.43
+ 300( T°K) P ( )
e—aag e—O¢89+1
—
a

Normally there is an approximation in the multigroup equations because the
exact spectrum of the energy density is unknown and usually approximated with
a Plank spectrum. Since we know the energy density spectrum, we can compute
an exact group average opacity that will make the group equations exact, namely

(3.9.44)

e~ g _ p—0Egt1

f(:gg+1 UGEMG d€ o e_(a+6)59 — e_(a+ﬁ)€g+l
O-Q — z =
[ Bucde " Lo+

Similarly, the Rosseland mean opacity is

€g4+1 1 -1
c g U_EMG de — TQEg _ T Q&g+l
Org = [fg : ] = 0 [O‘ b ] [ ° ° 1 . (3.9.45)

faaggﬂ Eyvg de « e~(@=Beg — g—(a=Pleg

The group-wise energy density is

(3.9.46)

—QEg __ —QEg+1
—Tt—kp? S €
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Figure 3.21. MMS test of the multigroup equations in-
tegrating all groups. Because of the opacities, the higher
groups are optically thin, and an automatic diffusion coef-
ficient limiter kicks in to keep the matrix well-conditions.
This causes it to diverge from the correct answer, however.

There are two main limitations with this test. The first is the fact that this spec-
trum and opacity are far from what is typically used in the the code. The second
is that it does not couple with the material, and consequently the groups are not
coupled to each other. Running the test that does couple with the material in multi-
group mode alleviates some of this concern, but not entirely because that opacity
doesn’t change with energy.

3.10 Transport Tests

The IMC should stay in equilibrium with a material in a box uniformly filled with
a material at a given temperature. The radiation temperature should be the same
as the material temperature. This is mostly a test of energy conservation, but many
parts of the code need to be working in order for this to work. We will also check
convergence of the radiation temperature field to the known solution as the num-
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Figure 3.22. MMS of Multigroup, looking at only the
second group’s results. Without the influence of the thin
groups, this converges as expected.

ber of photons increases. The convergence should be

T (3.10.1)

VN

where ¢ is the error in the simulation, C is some constant, and N is the number of
photons.
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Figure 3.23. A hot, uniform box calculated using Implicit
Monte Carlo. As the number of particles (V) increases, the
error should be proportional to 1/v/N.
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3.11 Meshes

Since most of the analytic solutions are one dimensional, each problem is run on
different meshes to stress the solution method. Below, in Figures 3.24-3.25 each of
the meshes is shown.

3.12 Conclusions and Future Work

The tests outlined above verify that the radiation diffusion package in ALEGRA is
mostly working correctly. There are a few cases where the linear solver failed to
converge, creating erroneous results. This behavior still needs to be investigated,
but several fixes and new features are being implemented by the Trilinos team that
may address these issues.

Currently these tests are only being run one way. Different things can be done
as sanity checks to increase the confidence in the code. These include:

e Fill mesh with varying degrees of two (or more) materials that are really the
same, should get one material answer. This should be both all cells uniformly
filled with different volume fractions as well as something like a a pie shape
inserted on a square mesh. This could test any number of materials per ele-
ment. Each fraction of material should behave the same as the other parts in
the element.

¢ Fill mesh with varying degrees of multiple materials that are different, should
get same as average value. I'm not so sure about the material response here.

e Use periodic boundaries.

e Also compute analytic flux tallies across various surfaces and compare to the
code.

e Run some diffusive problems with the IMC. It should be possible to get the
diffusion result. Boundary differences between diffusion and IMC probably
limit this to infinite medium or MMS solutions.

e Wave-like problem with “real” specific heats and opacities as a function of
temperature. Since this is one of the primary modes of running the code, it
would be good to develop a test for it.

Many benchmark problems have been described in the literature. Most are
analytic solutions to one-dimensional problems, and suffer many of the same limi-
tations as the earlier problems in this document. The manufactured solutions tests
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in Section 3.9 are more comprehensive than most these problems, from a software
implementation point of view. These tests may be more physical problems that
improve the confidence level of the code on particular problems. The tests are:

Su-Olson Marshak [30], an analytic solution to the diffusion equation cou-
pled to the material with a very unphysical form for the specific heat.

Su-Olson Source region [31], a diffusion and transport solution to a source-
driven problem that is coupled to the material temperature.

So-Olson Picket Fence [32], a multigroup test with an analytic answer.

Frank Graziani at LLNL is working on a different multigroup benchmark
test.

Barry Ganapol has developed many benchmarks, and are mostly solution of
transport equation.[9, 11, 10]
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Chapter 4

Spherical Harmonics

Riemann solvers have been extensively researched as methods for the numerical
solution of problems in computational fluid dynamics (CFD). ! These methods re-
spect the finite propagation speed and non-dissipative nature of hyperbolic con-
servation laws (e.g. the Euler equations or the transport equation). The success of
Riemann solver based finite volume schemes in the CFD community has spurred
the research into the application of these methods for radiation transport [4, 5, 6, 8].
These methods performed well in capturing steep-gradients, and [4, 5, 6] utilized
explicit time integration while [8] solves steady-state problems.

The development of implicit time-integration methods for Riemann solvers
became the next logical step in developing practical computer codes. However,
one obstacle in this endeavor is the nonlinear nature of high resolution Riemann
solvers, a characteristic that arises out of the necessity that slope reconstruction be
nonlinear to achieve better than first order accuracy. To accomplish implicit time
integration, it is therefore necessary to solve a system of nonlinear equations at
each time step. Solving nonlinear systems seems somewhat of a bugbear in the
transport community and some have even suggested that Riemann solvers were
inherently explicit [34]. Due to the advent of Newton-Krylov methods [16] it is
now possible to efficiently solve nonlinear systems. Using one such method we
have developed an implicit Riemann solver for time-dependent transport.

We also have investigated the properties of Riemann solvers in problems of a
“diffusive” nature, that is, in problems where scattering interactions dominate. At
steady-state these problems are described by an elliptic diffusion equation, which
is an approximation to the full transport equation in the limit of asymptotically
small absorption and small sources. In radiation transport the steady-state solution
to diffusive problems varies on a length scale characterized by the diffusion length
L = 1/+/3%;%, which is much larger than a mean-free-path 1/%,. As is well known,

1See [18] for a detailed discussion
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time dependent diffusion is governed by a parabolic equation, and that, unlike
hyperbolic problems, parabolic equations are characterized by infinite propagation
speed of information. They are also characterized by dissipation: they produce
smooth solutions even from non-smooth sources and initial data.

This presents a challenge: Riemann solvers are specifically designed to solve
hyperbolic equations and to upwind information flow at finite speed in a mini-
mally dissipative way. Riemann solvers will give good results for cells that are on
the order of 1/%, or smaller, but to resolve the solution in a diffusive problem a
cell on the order of L should be sufficient. For robustness we would hope that a
Riemann solver would capture this diffusive solution on a spatial grid that only
resolves the diffusion length L. A method that has this robustness property is said
to have a diffusion limit.

We will show that the standard Roe-type Riemann solver for the P, equations
does not have a diffusion limit. Because of this a mean-free path must be resolved
to obtain a good steady solution even in diffusive problems. An asymptotic anal-
ysis of the problem reveals that the main impediment to a diffusion limit in a Rie-
mann solver is the numerical dissipation present in the scheme. This grid-size-
dependent dissipation is present in a Riemann solver to make it upwinded and
thus maintain the proper physics of finite propagation speed, and hence stability.
However, the collisional interactions that in transport physics dominate the diffu-
sion limit represent another type of dissipation. The number of particles traveling
in a given direction is reduced by collisions. We propose a method that recovers
the diffusion limit by systematically scaling out the numerical dissipation in re-
gions where scattering collisions dominate. The result is a hybrid method that is
a Riemann solver when the grid resolves a mean-free-path, but which becomes
a centered difference method when when the grid is large. With the use of this
scaling, a proper diffusion limit exists for the modified Roe-type Riemann solver.

4.1 The Discretization of the P, equations

4.1.1 The P, Equations

The equations we seek to solve are the one-dimensional, one-speed P, equations
with isotropic scatter

10Yy 0 . Q

c Ot + Ox (Brior) + Xt = 2/
10 0
_ﬂ + RN (Alfltl/}lfl —|— Bl+1’l/}l+1> + Etwl = O l == 1 ... (4:.1-1)
c Ot ox

wTH*l - O
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The moments, 1; are defined as

w= [ YOG (412)

1

VP =\ 2 A, (413)

where 1 is the angular flux and P, is the I Legendre polynomial. Also,

B (I+1)2
A= \/(21 +3)(20+ 1) (414)

l2
B = \/(2l F2I—1) (415

and c is the particle speed, 3., 3; are the absorption and total cross-sections, and )
is the inhomogeneous source. We can also write Eq. (4.1.1) as

10y oY

-—— 4+ A—+SyY= 4.1.

c Ot + or S =Q (4.1.6)
with ¢ the n + 1 length vector of moments 1/;, Q is a vector of length n 4+ 1, and A
and S are (n + 1) x (n + 1) matrices.

4.1.2 Cell-Averaged Equations and Riemann Solver

Integrating Eq. (4.1.6) over a spatial cell and dividing by the cell width yields

1 0v; Yig172 — Yic1)2
c Ot +A Ax

+ Sv¢; = Q;, (4.1.7)

where

z;+Ax
= — / : Wz (4.1.8)

Az i—Ax

Notice that the terms involving ;1,2 are not cell-averaged quantities, in fact these
are the values at the cell interfaces. Finding expressions for these terms, which
represent the flow of information from cell to cell, as functions of cell averaged
quantities is the heart of a Riemann solver. To find these values in terms of cell-
averaged quantities we exactly solve a simpler problem. This problem is the Rie-
mann problem in which ¢ is treated as an initial constant on each side of the cell
interface. Its exact solution ? gives

Aty = Z MNelk - ik + Z Akl - ipari. (4.1.9)

A >0 A <0

2For a thorough discussion of the solution to the Riemann problem in cases such as this see [2].
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where the )\, are the eigenvalues of A, with left and right eigenvectors 1, rj, re-
spectively. Notice that this solution is up-winded — positive eigenvalues move
information from the left to the right and negative eigenvalues from the right to
the left. We can also rewrite Eq. (4.1.9) as

A2 = %A (Vig1 + i) — %Z Ml - (i1 — i) 1y (4.1.10)
Ak

When Eq. (4.1.10) is introduced into Eq. (4.1.7) the equation will appear to be a
centered difference approximation to the spatial derivative with some added dis-
sipation.

4.1.3 Slope Reconstruction

Equation 4.1.10 will yield a first-order accurate spatial method. To get a higher-
order method we will reconstruct the solution using linear interpolation within a
cell to have a better estimate of the solution at the cell boundary in Eq. (4.1.10). We
seek to prevent the introduction of artificial oscillations into the solution, hence
a nonlinear method must be used to calculate the slope within a cell to achieve
better than first order accuracy. This is a statement of Godunov’s Theorem [18].
The method we use comes from van Leer [33], and on a uniform mesh the equation

for each element of ¢; is
Azx
Yrit12 = Y = 777%, (4.1.11)

where the slope m; is computed as

_ Im|my + m_|my|

P = , 4.1.12
O O N N
with
m_ = % (4.1.13)
xr
My = % (4.1.14)
x
Now Eq. 4.1.10 becomes
1 Ax Ax
Atiprjz =5 A <¢¢+1 — 5 M Yt Tmi)
4.1.15)
1 Ax Ax (
-5 ; | ke[ - <¢i+1 Ty M T Vs + Tmz) ry.
k

The way m is calculated ensures that artificial extrema are not introduced at the cell
interface. Also notice that the only difference between Eq. 4.1.10 and Eq. 4.1.15 are
the “m” terms. This is only a small correction to the first-order scheme, a fact that
we shall take advantage of in our implementation.
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4.14 Time Integration

Time integration was handled using the backward Euler method in which Eq. 4.1.7
becomes

1 - | | |
S A (Wl - i) = —sulT Qi (4.1.16)

The first-order spatial scheme given by Eq. 4.1.10 presents a system of linear equa-
tions that must be solved at each time step. This system is block tridiagonal and
asymmetric with the blocks being square matrices of size (n + 1). The high reso-
lution scheme that results from using Eq. 4.1.15 in Eq. 4.1.16 is a nonlinear system
of equations. Each equation in the system can be represented as a linear part (the
same linear operator from the first-order scheme) plus a nonlinear part that con-
tains the slope reconstruction.

4.2 Implementation

The above scheme was implemented in the computer code ROOSTER (Riemann,
Object-Oriented Solver for the Transport of Energetic Radiation). This is an object
oriented code written in C++ using the Trilinos solver library [14] available from
Sandia National Laboratories. Trilinos” AztecOO package was used to solve the
linear systems of the first-order scheme using the Generalized Minimal Residual
(GMRES) method. AztecOO is able to exploit the block tri-diagonal nature of this
system.

For the nonlinear system arising from the high resolution scheme, the NOX
package of Trilinos is used. Specifically, the system is solved using a matrix-free
Newton-Krylov method. This method does not require the specification of the
Jacobian of the nonlinear system, instead the Jacobian is approximated by finite
differences. The nonlinear system is solved efficiently by preconditioning the sys-
tem with the matrix from the first-order system. This is an ideal preconditioner
because the high-resolution scheme is basically a correction to that first-order sys-
tem — hence the inverse of the linear system is a good approximate to the inverse
of the nonlinear system. Using this preconditioner causes the solution time of the
nonlinear system to be comparable to that of the linear system.
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Figure 4.1. The scalar flux for the first test problem at 7" =
10 after the initial pulse

4.3 Test Problems

4.3.1 Plane Source

The first test problem solved using ROOSTER involved a purely scattering medium,
¥s = X¢ = 1 in which at time ¢t = 0 a plane pulse of particles is emitted at the ori-
gin (i.e. a problem with initial condition y(z,t = 0) = §(x)). This problem has
an analytic transport solution due to Ganapol [9] and an analytic P, solution from
Brunner [2]; both solutions can be seen in Figure 4.3.1.

This problem presents a numerical method with a mare’s nest of difficulties.
Early in time the P, solution is a series of delta function spikes moving away from
the origin, but as time progresses a smooth solution representing the collided par-
ticles grows in the middle of the domain. Hence, a numerical scheme must capture
both steep gradients (the spikes) and smooth regions. Also the method must move
the uncollided particles at the appropriate speed.
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Table 4.1. Material Layout in Reed’s Problem

Vacuum Scattering Region | Vacuum | Absorber | Strong Source | Reflecting
Boundary Boundary
Ye =01 Ya=5 ¥4 =50
¥ =09 ¥s=0 ¥s=0
=0 S =50
ASx_— 9 ASJZ‘_:12 Ar=2 | Az=1 Az =2

4.3.2 Reed’s Problem

The other test problem is known as Reed’s problem [27], this is a multi-material
problem with a steady-state solution. The problem set up is detailed in Table 4.3.2.
This problem features very distinct material types and provides a way to assess a
method’s ability to handle the interfaces between dissimilar media.

4.4 Results

4.4.1 Plane Source Problem

Figures 4.2 and 4.3 give representative high resolution results from calculations we
have performed on the plane source problem using the high-resolution scheme.
In these figures CFL is an abbreviation of the Courant-Friedrichs-Lewy number
given by CFL = cAt/Ax, with the so-called CFL limit being CFL < 1 for stability
in explicit schemes.

Figure 4.2 demonstrates that the computed P, scalar flux is converging, as ex-
pected, to a solution that captures the analytic P, solution in the middle region of
the problem, but even for large CFL = 50 the numerical solution captures the exact
solution away from the P, wavefront. The front of the wave of particles with speed
++/(1/3) — which is captured in the analytic solution by a delta function — is not
advected at the proper speed with large time steps. This is not an artifact from the
Riemann solver, rather it arises from the time integration scheme, as can be seen
in [2]. In this reference results for the same problem using explicit time integration
have the wave fronts moving at the appropriate speeds. Increasing the size of the
time step beyond the CFL limit moves particles at the wrong speeds. This effect is
seen in Fig. 4.2, in which we see that as At is reduced (CFL decreases for Az fixed)
the wave-front tracks the correct location more accurately.

Figure 4.3(a) gives results from a P; calculation at 7" = 10 after the pulse. Re-
sults for time steps much smaller than ten give good agreement with the transport
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Figure 4.2. Results of P, calculations 7' = 5 after the initial
pulse of particles is introduced

solution. As the size of the time step becomes on the order of ten, the error in
the middle of the problem grows and the effect of moving particles at the wrong
speeds becomes apparent. The error convergence as the time step is decreased is
also demonstrated in this figure. The linear convergence on a logarithmic scale
(seen in Fig. 4.3(b)) suggests that the time integration scheme is converging lin-
early in At — the expected result for the backward Euler method.

4.4.2 Reed’s Problem

Steady state problems are solved in ROOSTER using what is colloquially referred
to as “time-stepping to steady state.” An initial condition is given and this condi-
tion is propagated forward in time until the solution converges (i.e. the difference
in solution vectors between successive time steps is sufficiently small). The results
for steady state calculations using the high resolution spatial scheme on Reed’s
problem are given in Fig. 4.4. These are P; solutions obtained using the high res-
olution spatial scheme and At = 10 for various Az values. Here we see that our
method is able to handle the sharp changes in solution behavior at the material
interfaces and the solution is fairly insensitive to increasing the spatial grid size.
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Figure 4.3. Results from Ps solution at 7' = 10 after pulse

Also, in Fig. 4.4 the Ss solution using the multidimensional multi-balance method
[13] is shown. The agreement of the solutions suggests that the implicit Riemann
solver is converging to the correct solution.

Figure 4.5(a) shows the solution to Reed’s problem at 7" = 1. The initial condi-
tion had all moments set to zero and steady state solution “grows” out of this. The
only region where the solution is sensitive to the size of the time step is the region
with non-negligible scattering. This suggests that the scattering source (which is
ignored in deriving the Riemann solver) becomes important with large At and
affects the solution in this area. Finally, Fig. 4.5(b) shows that the method is first-
order in time.

4.5 The P, equations and Riemann discretization

Just to recall our notation, consider the one-speed transport equation with speed c,
isotropic scattering, and isotropic source

19y 9 S [
——w+ﬂ_¢+zt :—/ ¢du+g, (4.5.1)
c x 2 J, AT

Here the total and scattering cross sections are 3, and X, respectively, () is the total
source strength (particles per length cubed per second), and all quantities depend
only on the one spatial variable .
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Figure 4.4. Steady state results from Reed’s problem

We normalize the spherical harmonics Y;™ as in Bell & Glassstone [1],

1 — $2 m/2 dl+m
Py = (- BT ey 453)
and define the moments
1
w=2r [ YRl dn. (454)
-1

The one-group, one-dimensional spherical harmonic or P, equations with isotropic
scatter are then

1 0y 0 B Q

ot + e (B1v1) + Xatpo = N
10 0 4.5.5
E% + e (A1 + Bihi) + 4 = 0 ( )

7v/}nJrl = 07
with! =1...n. Here
B (l+1)2

A= \/(2l +3)(20+ 1) (456)
e 4.5.7
B = QI+1)@20—1) 457)
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Figure 4.5. Time dependent results from Reed’s problem at
T=1

and note that in our normalization 1, = \/Ef_ll Y(x,p)dp and ¢ = 27 f_ll du =
2y/m1Py. When we wish to write the P, equations more compactly we will write
them as

10 0

where we have collapsed the A and B coefficients into the matrix A, all the inter-
action cross-sections are in the diagonal matrix S, diag(S) = [X,, X, %4, ...]7 and
Q = [Q/(2y/7),0,0,...]" contains the source terms. Here 1 is a vector of angular
moments ascending through /.

The first-order-in-space Riemann discretization of Eq. 4.5.5 [18, 2] is of the form

1 ot — Vi
carl T A% — |A| (i1 — 20 + 1) = =S¥ + Qi) . (45.9)

Here 1); is a vector of angular moments ascending through [ averaged over spatial
cell i, and

n

A= el Al (4.5.10)

k=0

where we denote the k™ right and left eigenvectors (normalized so 1 r;, = 1) and
eigenvalues of A by ry, 1, and )\, respectively. The index £ is selected to start at
zero because it corresponds to the index [ of the spherical harmonics. This dis-
cretization is upwinded along each characteristic direction of the system and first
order accurate in space. A high-resolution scheme, second order in space, requires
a nonlinear limited averaging process resulting in a significantly more complex
form for the equations. This higher order scheme is described by [4, 6, 2, 18]. We
are more interested in the properties of the discretization in the diffusive limit, and
so will content ourselves with the simpler first order discretization in the analysis
of the next section.
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4.6 Diffusion properties of the P, equations

Since we study the spherical harmonic equations, we wish to understand their
properties in the diffusion limit.

Let us begin by exploring a diffusion-like solution of the transport equation.?
Suppose that we have a linear-in-space source ) = gz for some constant ¢, and we
seek a solution of the transport equation that is linear in space z and linear in the
direction cosine p. Substituting ¢ (z, 1) = ax + bp into Eq. 4.5.1 we find

pa + Xy(ax 4+ bp) = x¥a + x% : (4.6.1)
T

From this we find a = ¢/(47%,) and b = —a/%,;, and thus

Uz, p) = 47qu {x — Eﬂt] (4.6.2)

is a special solution of the one-speed transport equation with constant cross-sections
and a linear-in-space isotropic source.

This solution is interesting because it satisfies Fick’s law: in particular, it has

1
¢ =2 / vdp = Eix a linear in space scalar flux, and (4.6.3)
—1 a
1

q 1 0¢
J =2 dy = — - 9%
”/fw H="35.%, " 3%, 0z

a constant current satisfying Fick’s law .

(4.6.4)

Because of this property it has been suggested that a numerical scheme for the
transport equation should capture this solution [13, 17] at least in the diffusion
limit. A method that can produce these linear solutions is said to be linear solution
preserving (LSP). We will see later that the Roe-type Riemann solver for the P,
equations is LSP, and so is the modified Riemann solver that we propose in this

paper.

4.6.1 Linear solution of the P, equations

We should like to know if the P, equations capture the linear-in-space, linear-in-
direction cosine solution just described in Eq. 4.6.2. For that solution we can im-

3This is a simple exercise in the method of manufactured solutions, a technique first suggested
by Lingus [20]
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mediately compute that

qxr

wo - 2Zaﬁ (465)
_ q

V1= SN (4.6.6)

=0 I>1. (4.6.7)

Noting that Ay = B; = 1/ V3, and substituting these into Eqs. 4.5.5 along with
() = qx we discover that they do indeed satisfy the P, equations. Therefore the P,
equations have the special solution that represents Fick’s law.

In order for a numerical scheme to capture this solution it is necessary only that
the derivative in the zeroth moment equation map a constant to zero (so it must
be at least zeroth order accurate) and the derivative in the first moment equation
must map a linear function to a constant of the correct value (so it must be at least
first order accurate). These not very demanding conditions will guarantee that a
method for the P, equations will capture the linear-in-space and linear-in-direction
cosine solution of the P, equations. We will note below that the Riemann solver
for the P, equations does have these properties.

We also note in passing that because of the rotational invariance of the spher-
ical harmonic equations, they will in fact have an entire family of linear-in-space
and linear-in-direction cosine solutions resulting from rotations of the special z-
dependent solution just displayed.

4.6.2 Asymptotic Analysis of the P, equations

To investigate the diffusive limit of the P, equations, and numerical methods for
them, we want to examine their solution when scattering dominates over absorp-
tion namely, ¥; > ¥,, and when time variation is negligible, 0v; /0t ~ 0. To do this
we divide ¥, by a small, positive parameter ¢ and multiply >J,, @ and 9/0t by € as
well, resulting in

€0y 0

N Q
c ot Oz 2/
€ 61/); 0

)
5 + p (A1 + Bigahiga) + ?td’l =0
Unt1=0.

(B1v1) + €Xgthy = €
(4.6.8)

We also then postulate a asymptotic expansion for 1; given by
U~ Y (at), e 0. (4.6.9)
j=0
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Next, we present a theorem on the asymptotic behavior of the P, equations that
we will want to recapture with our modified Riemann solver.

Theorem 1. Let 3, > 0. Then for the asymptotzc expansion Eq. 4.6.9 to satisfy the scaled

P, equations, Eq. 4.6.8, we must have wl = 0 for | > j. In other words, ¢ = O(€").
Furthermore, the solution satisfies Fick’s law at leading order,
(0)
W = — 4, O (4.6.10)
Ox
and

100" 0 ABiovy) | o 0 _ Q
c Ot Jr ¥, Oz “ro 21

(4.6.11)

Proof by induction. Substituting Eq. 4.6.9 into Eq. 4.6.8 yields

1 9yg” ) G- Q
ang+z (B%);E 1_2ﬁ

7=1

1a¢ = .0 : : > .
Z T +Z€]ax <A1—1¢51)1+Bl+1¢z(i)1>+ZE”EM(””:O (4.6.12)

j=1 =0 j=—1

Z quvz)n—{—l - Oa

7=0

with [ = 1...n. Gathering terms of order ¢! yields wl(o) = 0 for [ > 0. Gathering
terms of order € yields

0
o (Blw§0)) =0 (4.6.13)
9 W _
e (Al 1% L+ Bl+1¢l+1> + Xy (4.6.14)
Uil =0. (4.6.15)

Since \” = 0, Eq. 4.6.13 is automatically satisfied. Eq. 4.6.14 for [ = 1 implies
Aoawéo) /0 + thgl) = 0, which is Fick’s law. Also since wl(o) =0forl > 0,Eq.4.6.14
for [ > 1 implies wl(l) =0forl > 1.

Repeating the exercise for terms of order ¢! we will discover that

1%(0) o _ @
c ot +8x (B“”l >+ Yaty | =5 (4.6.16)
19y]"
c 6; e <Al Wi +Bl+1¢l+1> + S =0 (4.6.17)
Ui =0. (4.6.18)
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Equation 4.6.16 combines with Fick’s law to give us the time-dependent diffusion
equation for 1/)((]0). From Eq. 4.6.17 with [ > 2, and using wl(l) =0forl > 1, we see
that wl@) = 0 for [ > 2. Thus we begin to build up an induction on the order j to
show that wl(j) =0forl > j.

Suppose that there is a value j such that for all values j' < j we know z/;l(j D —0
for I > j'. We need only consider j > 2 since we have already established this for
J < 2. Gathering terms of order ¢ we have

1oyy " o " sy
o Tor (Bﬂ/’l ) + Xy =0 (4.6.19)
16 (jfl) a
c w(l‘at T or (Al W+ Bl+1¢z+1> + S =0 (4.6.20)
Ul =0. (4.6.21)

Using wl(jfl) =0forl > j—1and wl@l = 0forl—1 > j, and hence z/Jl(j) =0and
b = 0forl—1> j, with Eq. 4.6.20 for [ > j+1 therefore implies that X,/ ™ = 0,
and hence wl(j = 0forl > j + 1. This completes the induction.

O

Note that AyB; = 1/3, and also recalling that ¢ = 2/m1, we see from Eq. 4.6.11
that the scalar flux ¢ satisfies the time dependent diffusion equation to leading
order in e. This proof shows that the diffusion limit of the P, equations is connected
to the angular moments of order [ being of order ¢, and in the correct Fick’s law
arising at first order in the expansion.

4.7 Diffusion properties of the Riemann discretization

We now want to explore the Riemann solver discretization in the diffusion limit.
We first consider the linear-in-space and linear-in-direction cosine solution, which
in the discrete form should be

q 1Az
= 471
Yo, 2% /T (4.7.1)
q
= ————— 4772
YL 2%, 537 (47.2)
=0 I>1. (4.7.3)

We wish to see if this solution satisfies Eq. 4.5.9. For this solution we immediately
have (¢0,z’+1 — woyz;l)/zA.fL' = Q/<22aﬁ)/ (wl,iJrl — wl,ifl)/QAx =0 fOf l > O, and
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Yit1 — 29+ ;1 = 0. With these observations it is easy to conclude that this linear-
in-space and linear-in-direction cosine solution is an exact solution of the Riemann
discretized P, equations. This really was inevitable from the first order accuracy
of the discretization.

However, even though the Riemann discretized P, equations have this exact
diffusion-like solution (which exactly satisfies Fick’s law, you will recall), it does
not have a good diffusion limit. Introducing the same scaling in € as for Theorem
1 we write the Riemann discretized equations as

€ dip; + AM — [A] (Yig1 — 200 + i) =

c dt 2Ax
e, 0 0o ... €Q/(2y/)
0 S/e 0 ... 0
- 0 0 Et/e U+ 0 , (4.7.4)

We once again use the asymptotic expansion ;; ~ > 7, ejz/zl(i.) (t) and have the
following unfortunate theorem which says the Riemann solver has a poor diffusion
limit.

Theorem 2. Using ¢y, ~ 377 ejwl(i)(t) in Eq. 4.7.4 with 3, > 0 we must have w%o) =0
and ¢é?i) = 2%?,-) + wé?i),l =0, s0 %?2 does not satisfy a discrete diffusion equation.

Proof. Considering first terms of order e !, we get contributions only from the right
hand side and when ¥; # 0; these terms imply wl(g) = 0, and in particular zpf” =0,
yielding the first claim of the theorem.

Moving on to terms of order ¢” we have

00 0
Yl — ) 0% 0 ...
AL A (59 260 +00) = o o oM. @75)

This appears to have many terms, but in fact we already know that only w(()?i) is

non-zero, and all other %(2) = 0 for [ > 0, and so most of the terms on the left are
zero. So consider only the first row

Ao (4001 — 2009 +4i2,) =0 (4.7.6)
where |A| o denotes the first row, first column of |A|, which corresponds to | = 0,
explaining the zero indexes. So, in order to establish the theorem we need only

show that |Algo # 0.
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Going back to Eq. 4.5.10, |A| = >} _, rx|A|ly, Brunner & Holloway [5, 6] have
previously derived the eigenvectors and eigenvalues of A, and from these re-
sults one can construct |A|y, and see that it is non-zero. Alternately, noting that
Bi41 = A; we see that A is symmetric, hence r; = 1. Every term in the sum for
|A| is therefore non-negative, and if the first element of r;, corresponding to a non-
zero eigenvalue )\; is non-zero, then |A|yo > 0. This is easy to discover from the
structure of A, which has a zero diagonal and non-zeros on the first super and
sub-diagonals. If the first element of an eigenvector is zero then, for a non-zero
eigenvalue, the second element is zero. And if the first and second elements are
zero, the third must be, and so on down the line. Hence the first element of the
eigenvector cannot be zero, so |A|y > 0 and the theorem is proved. O

So, at first order in € we discover the equation for the leading order scalar flux
¢0,i is
Yo,i41 — 20, + 11 =0, 4.7.7)

hence the Gotterdimmerung®* of the standard Riemann solver in the diffusion limit.
This equality tells us that the leading order terms will not satisty the correct dif-
fusion equation. We see this be noting that Eq. 4.7.7 is (within a constant factor)
a finite-difference Laplacian. This Laplacian being zero tells us the leading order

terms are linear in space and satisfy an erroneous diffusion equation V%b(()o) = 0.

4.8 Modified Riemann Solver in the Diffusive Limit

Riemann solvers were designed to add just the right amount of dissipation to make
the advective terms of a problem upwinded and stable. They treat an idealized
problem (one in which there are no sources or sinks) exactly and use the solution
to this problem to determine the amount of flow across a cell interface. In prob-
lems where the advection of information dominates this is the correct approach.
Transport problems have terms that act as sources, namely collisional interactions
and inhomogeneous source terms. When the mean free path of the particles is re-
solved in a numeric scheme, the Riemann solver’s added dissipation is the correct
amount. However, this dissipation dominates for large cell sizes, so that when
a mean free path is not resolved and the particle streaming is not the dominant
process in the cell, the dissipation is incorrect.

To address this problem we suggest that the Riemann dissipation be scaled out
as the cell size relative to a mean free path grows. In particular we suggest that

the dissipation matrix |A| be multiplied by [1 + (X,Az)?] ', where &3, = %, — %,

“Properly translated into English, Gotterdimmerung, means “twilight of the gods” and denotes
the turbulent and complete downfall of a regime or institution. The word is the mistranslation into
German of the Old Norse ragnarok (which means “fate of the gods”) and its most famous usage is
by Richard Wagner as the title for the finale of The Ring of the Nibelung.
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is the scattering cross-section. This scaling allows the dissipation to be largely
unchanged when the cell size is smaller than a scattering mean free path, but also
reduces the dissipation acutely when the cell size is larger than the scattering mean
free path. This has the effect of effectively making |A|oo = O(€?) as € — 0 in the
proof of Theorem 2, and thereby this “diffusion correction” removes the problem.

This scaling factor obeys

1 1 € — 00
5 ~ 2 (4.8.1)
14 (3;/e — eX,)?Ax saz €—0.
Using this scaling the order 1/e equations still yield
Y =0 (4.82)
for [ > 0. But the order 1 equations now state
-1
(1) _ © (0
Ui = S s (Y = Ui (483)

which recalls Fick’s law. Finally, the order € equations give
ldw(()(,)i) 1 ¢é(,]z')+2 - Qw((]?i) + 7/’(()(,)1')—2 Qi
21

This is a discrete diffusion equation with the correct diffusion coefficient D =
1/3%;. The effect of the scaled dissipation is to convert the solver from an up-
winded Riemann solver when computational cells are on the order of a mean-free-
path or smaller, into a cell-centered diffusion solver when cells are many scattering
mean-free-paths thick.

+ 28] = (4.8.4)

c dt 3%, 4Az

It should be noted that this diffusion equation is discretized on a mesh that is
of size 2Ax, rather than on the mesh of size Ax. As written this limit is therefore
yielding two diffusion equations, one on even numbered mesh cells, and one on
odd numbered cells. This arises because in the first-order Riemann solver all quan-
tities are effectively cell-centered. However, as we will show in the results of the
next section, we have not seen a problem with this in practice because the nonlin-
ear interpolation used in a high-resolution Riemann solver does couple neighbor-
ing cells in this limit.

We also note that the scaling of the Riemann dissipation term could have been
of the form [1 + (2tAz)?] ! based on ¥, rather than ¥,. Our thinking, however,
was that for a mesh that contains large cells in a strong absorber we should con-
tinue to upwind the solution, rather than allow it to become a centered differ-
ence scheme. However, in problems of thermal radiative transfer the absorp-
tion/reémission process behaves as effective scattering. In this case the scaling
factor using ¥, would be appropriate.
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(a) The standard Riemann solver solution (b) The standard Riemann solver solution
where ¥; = 10,%, = 0.1: ¢ should have where ¥; = 4,%, = 3: ¢ should have
a slope of 1 and 1, should be —ﬁ ~ a slope of 1 and ¢; should be —ﬁ ~
—0.057735. —0.14434.

Figure 4.6. The scalar flux and first moments for the stan-
dard Riemann solver for the linear source problem (cf. Sec.

4.6)

4.9 Computational demonstrations

4.9.1 Preserving Linear Solutions

The ability of the Riemann solver to be LSP both with and without the diffusion
correction is shown in Figs. 4.6 and 4.7. These problems had a source ¢ = ¥,
(cf. Eq. (4.6.2)). The linearity in both space and angle is captured both with and
without the diffusion correction. Also, it is evident that the Riemann solver is LSP
in both diffusive and non-diffusive regimes.

4.9.2 Diffusion Correction

We now turn to results detailing the effectiveness of the diffusion correction sug-
gested in Sec. 4.8. Both steady state and time-dependent problems will be used
to explore the properties of the diffusion-corrected Riemann solver with the high
resolution spatial scheme.
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(a) The modified Riemann solver solution (b) The modified Riemann solver solution
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a slope of 1 and 1, should be —ﬁ ~ a slope of 1 and ¢; should be —ﬁ ~
—0.057735. —0.14434.

Figure 4.7. The scalar flux and first moments for the
diffusion-corrected Riemann solver for the linear source
problem

4.9.2.1 Steady State Problems

Figure 4.8 presents results from a P; steady state calculation both with and without
the diffusion correction. The problem has an incident beam at z = 0, a strong
absorbing region from x = 0 to = 2 and a strong scattering region from = = 2
to x = 7. In the scattering region, where the diffusion approximation is valid,
the uncorrected method (Fig. 4.8(b)) gives different solutions for different mesh
spacings. With the correction added to the dissipation term, the solution does
not vary significantly with changes in the cell size. Even for cells that are large
compared to a mean-free-path the method with a proper diffusion limit still yields
correct results as seen in Fig. 4.8(a).

Figure 4.9 shows a problem of a uniform source embedded in a diffusive ma-
terial with vacuum boundary conditions. Only resolving the diffusion length, the
modified Riemann solver produces a nearly identical solution to the result calcu-
lated with a mesh that resolves a mean free path. The standard Riemann solver
causes the height of the solution “plateau” and the boundary layer to be incorrect
when the mean free path is not resolved.

Another steady state problem used to test the diffusion correction is a modified
version of Reed’s problem [28]. The problem was modified to make the diffusive
region in the problem optically thick. This was in an attempt to gage the ability of
the diffusion correction in problems with a variety of materials. The results in Fig.
4.10 show that in the diffusion correction does indeed improve the calculated flux
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(@) The solution using the diffusion- (b) The solution using the standard Rie-
corrected Riemann solver mann solver without the diffusion correc-
tion

Figure 4.8. The P;, steady state solution with incident beam
on the left, and two regions: a strong absorber and a strong
scatterer

in the diffusive region. Moreover, the solution in the strong source and absorber
regions is nearly identical. There does appear to be an issue in the void region. The
scalar flux is too high. This is most likely due to effects at the interface between the
diffusive region and the void — an issue not explored in this paper.

4.9.2.2 Time Dependent Problems

The diffusion correction is also effective in time-dependent problems. One prob-
lem used to test the correction places a plane pulse of particles at the center of a
medium dominated by scattering (X; = 10, X, = 9.9). The differences between the
corrected solution and the standard Riemann solver are noteworthy. Figures 4.11
and 4.12 show the P7 and P1 solutions to this problem at ¢t = 35 after the pulse
with At = 0.5. The lack of a diffusion limit in the unaltered Riemann solver leads
to very different solutions with different spatial grids. Figures 4.11(b) and 4.12(b)
show that the width of the pulse in the solution artificially spreads as Ax increases
in the solution without the diffusion correction. The fact that the diffusion correc-
tion behaves the same both in the P, approximation and the P; approximation is
demonstrated by these figures. This is manifest in the fact that the standard Rie-
mann solver solutions are similar for both P, and P; and the diffusion corrected
solutions are similar for both angular approximations (i.e. Fig. 4.11(b) is similar to
Fig. 4.12(b) and Fig. 4.11(a) is similar to Fig. 4.12(a)).
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L = dx = 0.01 (standard) A |
1+ * dx = 1.0 (standard)
® dx = 1.0 (diffusion corrected)

-20 -10 0 10 20
X

Figure 4.9. The P, steady-state solution to a uniform
source problem with Q) = % and ¥, = 0.01,%; = 10

410 Conclusions and Future Work

We have presented an implicit Riemann solver for one-dimensional P, transport.
A high resolution spatial scheme is considered with an implicit time integration
method. To make the method both implicit in time and high resolution in space
a system of nonlinear equations must be solved at each time step. We accom-
plish this using a matrix-free Newton-Krylov method that is preconditioned by
the linear system from the first-order spatial discretization. Results from two test
problems — one steady state and the other time independent — demonstrate the ca-
pabilities of this method. For time-dependent problems, computations that violate
the CFL limit still agree with analytic solutions and even far beyond the CFL limit
good qualitative agreement can be seen. In the steady state test problem, results
obtained by ROOSTER were in almost exact agreement with state-of-the-art 5, re-
sults. For transients before the steady state, there is sensitivity to the size of the
time step in regions with significant scattering. It is conjectured that this is due to
the fact that our Riemann solver ignored sources (both collisional and prescribed)
in its derivation.

The authors plan to explore the extension of this implicit Riemann solver to
multiple dimensions and unstructured grids. Along the way capabilities to solve
radiative transfer problems (i.e. problems of photon transport where absorption
and reémission from the background media is taken into account) will also be
added to the method.
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(a) The solution from the modified Rie- (b) The standard Riemann solver solution

mann solver

Figure 4.11. The P7 solution at ¢t = 35 after the initial pulse
of particles

In the context of diffusive problems using the Riemann solver developed, this
research gave new insight into the behavior of this method. The LSP property
was shown for the P, equations both analytically and in numerical simulations us-
ing the standard Riemann solver previously implemented for radiation transport
problems. We then showed that despite being LSP, the standard Riemann solver
discretization does not have a diffusion limit. The dissipation introduced by the

Riemann solver to make the differencing scheme stable requires spatial resolution
of a particle mean free path.
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Figure 4.12. The P1 solution at t=35 after the initial pulse
of particles
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