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The objective of this project has been to develop computational methods that will
enable more effective analysis of Accelerator Driven Systems (ADS). The work
is centered at the University of Missouri at Rolla, with a subcontract at
Northwestern University, and close cooperation with the Nuclear Engineering
Division at Argonne National Laboratory. The work has fallen into three
categories. First, the treatment of the source for neutrons originating from the
spallation target which drives the neutronics calculations of the ADS. This work
was done at the University of Missouri, and carried out primarily by J. Ferrero, a
MS NE student and N. Tsoulfanidis . Second, the generalization of the nodal
variational method to treat the R-Z geometry configurations frequently needed
for scoping calculations in Accelerator Driven Systems. This work was
performed primarily by H. Zhang and E. E. Lewis at Northwestern University.
Third, the treatment of void regions within variational nodal methods as needed
to treat the accelerator beam tube. This work was centered at Argonne National
Laboratory in close collaboration with M. A. Smith ( a former NEER- supported
student) of the Argonne Staff. The eventual aim of all three tasks has been to
develop a computational tool based on the Variational Nodal code VARIANT at
Argonne National Laboratory suitable for the analysis of accelerator driven
systems.

For the first task, a Monte Carlo model of an Accelerator Driven System (ADS)
has been developed using the MCNPx code. Our MCNPx model consists of the
following major components. ( see also our June 2003 report)

1. The proton accelerator tube (Fig. 1, see, App. A)

2. The target

3. Six nuclear fuel assemblies placed symmetrically around the accelerator
tube in a cylindrical geometry.(Fig.2, see, App. A)

4. A “blanket” placed between the assemblies and at the periphery of the
ADS

Three different models have been developed representing three levels of
homogenization . Model 1: Individually modeled fuel rods in each assembly. (Fig.
2) Model 2: Homogenized fuel assemblies in water. Model 3: Homogenized rings
of water and water plus nuclear fuel. Neutron fluxes have been computed for the
three models and comparisons made. In addition, the neutron fluxes were
computed for the three models with and without transuranics (TRU) in the fuel.



The results of the calculations have been presented at the ANS meeting in
November 2003 ( Ferrero-Tsoulfanidis, 2003) and also incorporated in the M.S.
Thesis of Jamie Ferrero at the University of Missouri-Rolla.

The second task, the generalization of the VARIANT code to treat R-Z geometry
has been completed. The work through the winter of 2004 is summarized in a
paper given at the 2004 PHYSOR conference in Chicago [ Zhang & Lewis,
2004A] and is included as Appendix B. A final outcome of the work is given in a
paper being submitted to Nuciear Science and Engineering [Zhang and Lewis,
2004B], and it is included as Appendix C.

Two theoretical challenges, which are not present in Cartesian or hexagonal
versians of the variational nodal method, are encountered in R-Z geometry.
First, there is an angular derivative in the gradient term, and this more closely
couples the spatial and angular approximations. Second, the necessity of
meeting the correct angular symmetry conditions along the domain centerline
requires the introduction of coupled constraints on the spatial and angular trial
functions. As a practical matter, the most time-consuming difficulties were
encountered in merging the R-Z into the VARIANT code, a code containing well
over 100,000 lines of FORTRAN. In addition to the journal article based on this
work, a detailed description of the modification and overrides made to the
standard VARIANT code is being provided to the staff at Argonne National
Laboratory so that the R-Z generalization can become part of their standard code
package.

The third task, that of finding an effective method for forming response matrices
which are both compatible with VARIANT and capable of treating void regions
has been carried out in close collaboration with M. A. Smith and other staff
members at Argonne National Laboratory. Treatment of void regions using the
even-parity based VARIANT is indeed a challenge, since the basic second-order
equations contains the total cross section in the denominator. Some success has
been achieved melding the first order form of spherical harmonics equations with
VARIANT. This has been reported at the 2004 PHYSOR conference in Chicago
[Smith, et. al, 2004] and is included as Appendix D. Recently, a more in depth
analysis of various first-order possibilities has been undertaken and reported
[Lewis, 2004] and an improved treatment of voids proposed. This work is
included as Appendix E. Thus far only X-Y geometry has been treated with
success. However, extension to R-Z geometry , once X-Y geometry is mastered
appears to be less of a challenge.

In conclusion, major advances have been made in all three aspects of the
research, and resulted in published results. Further work, however, is needed to
bring together the progress made in advanced algorithms for the treatment of
Accelerator Driven Systems.
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Figure 1. x-z view of homogenized assemblies model
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Firgure 2. x-y view of detailed model with rods present in assemblies
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The Variational Nodal Method in R-Z Geometry

Hui Zhang & E. E. Lewis”
Northwestern University, Department of Mechanical Engineering, Evanston, IL 60208 USA

The variational nodal method contained in the Argonne National Laboratory code
VARIANT is generalized to include R-Z geometry. Spherical harmonic trial functions are
used in angle, and polynomials in space. The nodal volumes correspond to toroids, with
rectangular cross sections, except along centerline where they are cylinders. The R-Z
response matrix equations are solved using the iterative methods already contained in
VARIANT. Results are given for both a one-group fixed source and a two-group
eigenvalue problem.
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Method, Spherical Harmonics, Variational Method

1. Introduction

The variational nodal method has found substantial use in both diffusion theory and higher-order
spherical harmonics approximations. It has been available in both two- and three-dimensional
Cartesian and hexagonal geometries. However, the need sometimes arises for two-dimensional R-Z
geometry calculations, particularly for scoping studies. The purpose of this work is to develop an R-Z
option for the Argonne National Laboratory variational nodal code VARIANT [1, 2].

2. Theory
2.1 Variational Formulation
The variational nodal method is a primal hybrid finite ¢lement representation of the even-parity

form of the transport equation. In the hybrid formulation, the problem domain ¥ is decomposed into
subdomains ¥, (also called elements or nodes):

v=>v,. (D)
Within each node, the even-parity form of the transport equation is solved in space (7 ) and angle (Q):

~QVe'Q VY FD+o v 7D =0, [y F.Q)+s(F), Fel, 2)

where /" is the even parity flux component, o and o, the total and scattering cross sections and s the

group source. The odd-parity flux y, which is related to " by
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OV F)+op 7,0 =0, Fel (3)
is defined only along the node interface I'y as a Lagrange multiplier.

The functional for the variational nodal method is given as a superposition of nodal
contributions:

My W 1=2 F ' vl (4)
where
Flw )= [dV|[ o™ @9y Y 4oy 1-0,8" ~2ds 2 [ [dkd-iiy )

and ¢ is the scalar flux. This functional must be stationary with respect to arbitrary variations " and
"~ about the true solutions y*and ~. Thus, we make the replacements y* —> " +dy" and

w™ >y +ey” where § and g are small positive constants, and require the linear terms in 6 and ¢ to
vanish. Setting the linear term in & to zero yields the weak form of Eq. (2):

Jav [dqo™ @ V)@ Yy ) + 7 (o — 06— 9]+ [dT [d0D- iy =0, (6)

and applying the divergence theorem yields

j'dVJdQ(/"}*(*ﬁ-VU’lfle* +oy —a.p—5)+ jdfjm-ﬁ{ﬁ*(t/f +0'Q-Vy')=0. (7)

Clearly, Eq. (2) must be satisfied if the volume integral is to vanish for arbitrary ", and Eq. (3) must
be met at the interface for the surface integral to vanish. The continuity conditions across nodal
interfaces may be stated as follows. Since the Lagrange multiplier ¢~ and its variation ¢~ are uniquely
defined at the interface, two conditions are imposed. First, the surface integral in Eq. (7) imposes
continuity on o-"f)-V{//*. Second, requiring the linear term in ¢ to vanish yields for each nodal

interface, say between nodes ¥, and V,,, a condition of the form
far [aexy- ai (o —y'*)=0, (8)

since #, =—n,. Thus " must be continuous across the interface.

2.2, Cylindrical Coordinates (r, z)
The R-Z cylindrical coordinates system is shown in Figure 1, together with an angular-direction

coordinates system used to define the particle direction Q. In this system, a spatial point is defined by
its (r, z) coordinate and



Q=07 +0,0+Q.7, (9)
where
Q, =(1-p?)"? coso,
Q, =(1-p*)"*sinw, (10)
Q =p

with p=cos®. The Q-V may be determined by [3, 4]

é-@:gri—lﬂmimzi, (11)
a r 0 &

and the incremental angle is defined as dQ=(47) 'dudw .
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Fig. I Cylindrical Coordinates

2.3. Discretization
We begin by considering a rectangular node in r, z bounded on left and right by » <r <7, and on
bottom and top by z, <z <z, as shown in Figure 2. We expand the even-parity flux coefficients within
the node as
v () =g (Q®f (r,2), . K<r<r,z, £z<5z, (12)
Here ® denotes the Kronecker product, and g(€) is vector of even-order spherical harmonics with M
terms obey the orthonormal condition



[doge" @=L, (13)

The spatial trial functions f(r,z) are complete polynomials. They are Legendre polynomials in z and
also constructed to be orthogonal in r, so that

I—;- [aver, 28" (r,2) =1, , (14)

LY

In R-Z geometry, ¥, =27(7 -1’ )z, - z,) and

jdV(-)zZﬂfdrTEdz(-) (15)

The vector &, in Eq, (12) contains the unknown coefficients.
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Along the node interfaces, we make the expansions



y (F.Q) =k, (®h (2)7,, Fel.I,
and (16)
v 7=k, (Q®h ()1, Fel,T,

where kr(fl) is vector of odd-order spherical harmonics in which the angular coordinates have been

rotated such that the polar angle, u= Q- A, is taken with respect to the surface normal. They obey the
orthonormal conditions
Jkof(f))k:(fZ) =1,
and y=rtlb (7
fdQg(€k] () =0 |

The spatial trial functions h, are set sets of orthogonal polynomials defined along the interfaces.

The source and the scalar flux may be approximated as

s=ws(r,z) (18)
and n<r<r,

7)) =w" f (r,2)E, (19)
with [w

m ’—'5m] ’

The nodal volumes corresponding to the response matrices will be toroids with rectangular cross
sections in the r, z plane. The central nodes, however, are cylinders with three surfaces. The centerline
symmeltry condition that

limy*(7,C) =y (2,6) (20)

requires that the central nodes contain two sets of trial functions for " and for v~ when spherical
harmonics are employed. Only even functions in » are included in the spatial trial function sets for the
¥, terms, which are independent of @, causing the radial derivative vanishes at r = 0; only odd
functions of » are included for the @ dependent ¥, , m=0 terms, causing them to vanish at the origin.
With these stipulations, the singularities that would otherwise be encountered in applying the operator
of Eq. (11) are removed. Note, also, that unlike Cartesian geometry, ¢ach response matrix in the radial
direction is unique, even though the cross sections and the widths and heights of the nodes are same.

2.4. Response Matrix Evaluation
Response matrices are obtained from the foregoing space-angle trial functions by inserting them
into Eqs. (4) and (5). This reduces the functional to the algebraic form:



F=2F15.1.] @1)

and
F;' [€v9XV] =CZ‘AVCV _24381/ +2§ZMVXV' (22)

The matrix Ay is given as

A, =0 H, ® [aH(V 1)V, 17 )+(o,1,, o, wwJeV 1, (23)

where repeated subscripts & or &' indicates summation with k,k'=r,0,z, and

Vi=af/dr,
v i=f/r, (24)
V.AL=0f/2z.

The incremental spatial volume is given by dV =2nrdrdz.

Each of the elements of Ay is given in terms of integrals over known spatial or angular trial
functions:

H, = Idkak‘gkg:‘! (25)
where
g..=8; (26)
g =—0g/dw.
The source is
s, = [ars®f. 27)

The surface coefficients are partitioned according to the four interfaces:

7
% =" (28)
X
%
The M, matrix is then given as
M, =[M.,M,, MM, ], (29)
M, =E,®D,, y=rtlb (30)

where

E = Ide)‘ﬁrg(f))k;'(f)), (31



and
D, =2m, f &L(r,, Db (2) y=rl
b (32)
D, =2r [ drrf(r,2, )y () y=tb

We may now obtain a set of algebraic equations by requiring the discretized functional to be
stationary. To examine arbitrary variations about the solutions, we make the replacements

&, ¢, +6, and g, —x, +5%, in Eqs. (21) and (22). Requiring the linear term in & to vanish
yields

AVQI' +MVxV :s (33)

v

Requiring the linear term in ¢ to vanish imposes continuity across nodal interfaces of the moments
defined by

WV :MZC_”,. (34)
We may solve Eq. (33) for §,

Co=Als, ~ATMy,, (35)
and combine the result with Eq. (34) to obtain
v, =M A, -M/A'M,x, . (36)

At this point, we have written the even-parity flux moments y, at the node interface in terms of the
source and the odd-parity interface moments 7y ,, while imposing the continuity of both of these

moments between neighboring nodes. The final step is to transform variables such that Eq. (36) may be
written in terms of a response matrix. Introducing the partial current-like variables

=aw, £ (37)
into Eq. (39) and (40) then yields response matrix equation for each node:
i.=R,j.+B,s,, (38)

where R, =(: M/A;M, +1)"(:M?A;'M, -1) and B, =(' MM, +1)" 1M A7.

3. Results

The R-Z formalism is being implemented as a modification of the multigroup VARIANT code
at Argonne National Laboratory, for both diffusion theory and higher-order spherical harmonics



calculations. Both fixed source and eigenvalue options are included. To test the fixed source capability
the well-known Iron-water problem [5] has been recast from X-Y to R-Z geometry, with all dimensions
and cross sections remaining the same. Figures 3 and 4 show P, and P; results close to the vacuum
boundaries. Fine meshes with Ar = Az =1 ¢m, and a coarse mesh, with A = Az = 3 cm, are presented.
For comparison, fine mesh x-y calculations are also included. The substantial transport effects are, as
expected, present in R-Z as well as X-¥ geometry.

700 —
600 - . _

A T~ ® RZ P1 coarse mesh
500 BN —#-~ RZ P1 fine mesh

A RZ P3coarse mesh
—— RZ P3 fine mesh
400 —--.. o - XY P1 fine mesh

" - - - XY P3 fine mesh

Flux (x10° )

0 5 10 15 20 25 30
Ror X {cm)at Z or Y=28.5 cm

Fig. 3 Flux distribution close to the vacuum boundary on the top
for the Iron-water problem

To examine spatial truncation errors, we utilize two-group eigenvalue problems. Table 1
provides P, eigenvalue results using two group MOX fuel and water cross sections. The core is 40 cm
in radius and 80 ¢m in height surrounded by radial and axial reflectors 20 cm thick. A reflected
boundary condition is used to reduce the modeling to the upper half of the core. The eigenvalue is
tabulated vs. both /2 and p refinement. Aside from the coarsest nodes, the accuracy increases faster with
p refinement (i.e. increasing the polynomial order in the interface approximation) than in reducing the
mesh size in # refinement. Moreover, both CPU time and memory requirements increase substantially
with mesh size reduction, but much less so with increased polynomial order.
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Fig. 4 Flux distribution ciose to the vacuum boundary on the right
for the Iron-water problem

Ar &Z;erface Flat Linear Quadratic
L0em 0.95450 0.95349 0.95349
(1.21x107%) | (1.47x10%%) | (1.47x10°%)
dom 095351 0.95335 0.95335
(1.68x107%) (0.00%) (0.00%)
sem 095339 0.95335 0.95335
(3.15x10°%) (0.00%) (0.00%)
Lern 0.95336 0.95335 0.95335
(1.05x10°%) (0.00%) (0.00%)

Table 1 Comparison of s-refinement and p-refinement
for Two-Region Eigenvalue Problem

4, Conclusions

The foregoing results demonstrate the ability of the variational nodal method to treat problems
in R-Z geometry. The curvilinear coordinate system, however, presents two challenges that are not
present in Cartesian geometry. First, the central elements must be treated specifically, and the trial
functions constrained to assure that the appropriate symmetry conditions on the angular flux are met
along the center line. Second, each radial response matrix must be calculated separately, for there is no



translational invariance in the radial direction; each radial node corresponds to a toroid with a unique
radius.
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Generalization of the Variational Nodal Method
to Spherical Harmonics Approximations in R-Z Geometry

Hui Zhang & E. E. Lewis’
Northwestern University

Department of Mechanical Engineering
Evanston, IL 60208 USA

Abstract-The variational nodal method is generalized to include R-Z geometry. Spherical
harmonic trial functions in angle are combined with orthonormal polynomials in space to
discretize the multigroup equations. The response matrices that result correspond to
nodal volumes that are toroids, with rectangular cross sections, except along centerline
where they are cylinders. The R-Z response matrix equations are implemented as
modifications to the Argonne National Laboratory code, VARIANT, and existing
iterative methods are used to obtain numerical solutions. The method is tested in t Py, P3,
and Ps approximations and results are presented for both a one-group fixed source and a
two-group eigenvalue problem.

1. Introduction

The variational nodal method has found substantial use in both diffusion theory and higher-order
spherical harmonics approximations for a variety of reactor physics problems.'® The method, as
implemented in the Argonne National Laboratory code, VARIANT, has been available in both two-
and three-dimensional Cartesian and hexagonal geometries. However, the need sometimes arises for
two-dimensional R-Z geometry calculations, particularly for scoping studies, where transport effects
may be significant, but where the expense of three-dimensional transport calculations is not warranted.

Two challenges not present in Cartesian co-ordinates present themselves in R-Z transport
methods:*® the coupling of spatial and angular trial functions through the angular derivative in the
gradient operator, and the need to impose an angular symmetry condition on the trial functions along
the centerline. Moreover the resulting response matrix domains take the form of toroids with
rectangular cross sections, except along the centerline where they are cylinders. In the following
section we employ spherical harmonics in angle and polynomial trial functions in space to obtain the R-
Z response matrices within the framework of the variational nodal method. We implement the
resulting formulation as a modification of the VARIANT code, and then in section 3 we present results
for both a fixed-source problem, which is a R-Z modification of the iron-water benchmark, and to a two
group eigenvalue problem. The paper concludes with a brief discussion.
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2. Theory

2.1 Variational Formulation

The variational nodal method is a primal hybrid finite element representation of the even-parity
form of the transport equation. In the hybrid formulation, the problem domain ¥ is decomposed into
subdomains ¥V, (also called elements or nodes):

V=>v,. (1)
Within each node, the even-parity form of the within-group transport equation is solved in space (F)
and angle (Q):
~QVe 0V 7, +o v (7O =0, [y F0)+s(F), FeV, (2)
where " is the even parity flux component, o and o, the total and scattering cross sections and s the
group source. Isotropic scattering and sources are assumed. The odd-parity flux y~, which is related to
w" by
Q- V' (7. +op (F.Q) =0, Fel 3)
1s defined only along the node interface I', as a Lagrange multiplier.

The functional for the wvariational nodal method is given as a superposition of nodal
contributions:

Ay'.w1=) Fly' v, 4)
where V
Ry 1= [dV[do @9y Y sy 10,8 2pfs2 far facka iy (5)

and ¢ is the scalar flux. We require this functional to be stationary with respect to arbitrary variations
" and 7~ about the true solutions w*and ™. Thus, we make the replacements ™ — " + 8™ and

v~ >y +ep” where § and g are small positive constants, and require the linear terms in § and ¢ to
vanish. Setting the linear term in & to zero yields the weak form of Eq. (2):

[av [dAe™ Q- Vi Q- V) + 5 (oy* ~o,p-5)]+ far [aca-siy~ =0. (6)

Applying the divergence theorem then yields



fav [dQp (-0 Vo7 Q-Vy " +oy’ —a,p-s)+ [dT [d2-4F (p~ +07'Q-Vy ') =0. (7)

Clearly, Eq. (2) must be satisfied if the volume integral is to vanish for arbitrary . In addition, Eq.
(3) must be met at the interface for the surface integral to vanish. The continuity conditions across
nodal interfaces may be stated as follows. Since the Lagrange multiplier y~ and its variation i~ are
uniquely defined at the interface, two conditions are imposed. First, the surface integral in Eg. (7)
imposes continuity on a"fl-vy/*. Second, requiring the linear term in ¢ to vanish yields for each
nodal interface, say between nodes ¥, and V,,, a condition of the form

jdrjdm-ﬁ&‘(w —y'*)=0, (8)

since 7, =—fi,,. Thus y* must be continuous across the interface.

2.2, Cylindrical Coordinates (r, z)
The R-Z cylindrical coordinates system is shown in Figure 1, together with an angular-direction

coordinates system used to define the particle direction 3. In this system, a spatial point is defined by
its (r, z) coordinate , while € is defined by

~

Q=Q rFr+Q 0O+ 2, 9
where
Q, =(1-p»)"? cosw,
Q, =(1-p*)"*sino, (10)
Q =p

with p=cosd. The -V may be determined by >

g 2g 2

av-n 2 lg 2,09 (11)
or r .0 oz

and the incremental angle is defined as dQ=(4n) "' dudw .

2.3. Discretization
We begin by considering a rectangular node in 7, z bounded on left and right by # <r <r. and on
bottom and top by z, <z <z as shown in Figure 2. We expand the even-parity flux coefficients within
the node as
¥ (r,2,C) =g" ()R (7, 2)E,. n<r<r,z,<z<z (12)



Here ® denotes the Kronecker product, and g(Q) is a vector of even-order spherical harmonics with M
terms obeying the orthonormal condition

[doee" =1, | (13)

The 7 spatial trial functions constituting the vecttor f(r,z) form a complete polynomial. They are
Legendre polynomials in z and also constructed to be orthogonal in r, such that

Vi [avt(r, a0 (r,2) =1, (14)

In R-Z geometry, ¥, =2z(r’ -1}z, —z,) and

jdV(-)=2nJ:'dw£dz(-) (15)

v

The vector &, in Eq, {12) contains the unknown coefficients.

Along the node interfaces, we make the expansions

v (F, =k (O (2)r,, Fel, T,
and (16)
v (F,Q) =k ()® K (ry,, Fel,l,

where ky(fz) is vector of odd-order spherical harmonics with N terms in which the angular coordinates

have been rotated such that the polar angle, u= f)-ﬁy , 1s taken with respect to the surface normal. They
obey the orthonormal conditions
[aom, (K] () =1,
and y=nrtlb  (17)
j dQg(COKT (€)= 0

The spatial trial functions h, are set sets of orthogonal polynomials defined along the interfaces.

The source and the scalar flux may be approximated as

s=ws(r,z) (18)
and K<r<r,z, <z<z

HF)=w @ (r,2)€, (19)



with [w], =6,, .

The nodal volumes corresponding to the response matrices will be toroids with rectangular cross
sections in the r, z plane. The central nodes, however, are cylinders with three surfaces. The centerline
symmeltry condition that the angular flux be independent of the azimuthal angle. Thus,

timy™ (7, €)=y (z,6).

This symmetry condition requires that the central nodes contain two sets of trial functions for ¢ when

spherical harmonics are employed. Therefore, for the central element we expand the even-parity flux
within the node as

v (F,Q) =g ®17 g7 @17 ¢, r<r<r,z, <z<z,(20)

where f° arc the spatial trial function sets including only even functions in » for the ¥, terms in g°,

which are independent of @, causing the radial derivative vanishes at » = 0; f° are the spatial trial
function sets including only odd functions of r for the @ dependent ¥, m=0 terms in g'. Hence the

terms in f° vanish at the origin. The two spatial trial function sets fand f° contain /° and [ spatial
polynomial trial functions, respectively, and meet the orthogonality condition

1 e el
7J'de (r2ff(r,2) =1, ,

and (21)
1 a a
v farte 26" (r,2) =1, .

The two sets of angular trial function g° and g' consist of AM° and M° terms, respectively, and obey
the orthonormal conditions

[dog® g (=1,
and (22)
jace Qe @=1,,..

With these stipulations, the singularities that would otherwise be encountered in applying the operator
of Eq. (11) are removed. Note, also, that unlike Cartesian geometry, each response matrix in the radial
direction is unique, even though the cross sections and the widths and heights of the nodes are same.

2.4. Response Matrix Evaluation
Response matrices are obtained from the foregoing space-angle trial functions by inserting them
into Eqs. (4) and (5). This reduces the functional to the algebraic form:



F=YF,[5,.%,] (23)

and
F 6. 01=C0 AL, -20s, +26,M,x,. (24)

Each of the elements of Ay is given in terms of integrals over known spatial or angular trial functions.
The matrix Ay for non-central elements is given as

A, =c /I, ® J-dV(ka)(Vk'fT )+(GVIM ~o,Ww' )®Vvll > (25)

where repeated subscripts & or &' indicates summation with &,k'=r,®,z, and

Vi=df/or,
vi=f/r, (26)
Vi=0f/d,
H, = Jl000, 88, (27)
with
g.=8 (28)
and
g, =—0g/ldw.

The incremental spatial volume is given by dV =2nrdrdz. The matrix Ay for central elements is given as

Hl,l ®P1,l Hl,2 ®Pl,2
A =¢” K H K lbe ®T . . . —oc.@ww'l 29
v I:Hil.l ® sz[,l Hif ® szl,z v MET + M x]' sv ! ( )
where
0} = [d00,088"
H} = [dQ0, 0,858, (30)
H} = [d0Q, Q.88 ,
HZ? = [d0Q 08,8,
and

P = [drV £V 07,
P = [dVV £V £ (31)
P = [drv oV £
P;? = farv oV 7.



The source is
5, = [dVs®f. (32)

The surface coefficients are partitioned according to the four interfaces:

X
. =| % (33)
X
X,
The M, matrix is then given as
M, =[M, MMM, (34)
For non-central elements
M, =E, ®D,, y=rtlb (35)
where
E, = [dQQ A, g(Qk](Q), (36)
and
D, =2z, j: A (r,, Db (2), y=nl (37)
D, =2x [ drf(r,z, 0 (r). y=t,b
For central elements
E’®D¢
M, = ! " (38)
E, @D
where
E) - a0 gk, (39)
E, = [d0-Ag'k],
and

D; =2m, [ddA" (r,, D} (2), =17,
Y
D =21 Idrrf"(r, z)W(r), y=ht, (40)
¥
D =2, [dA°(r,, W] (2), y=Lr,
¥

D! =2n [drf*(r,z )1 (r), y=bit.
Y



We may now obtain a set of algebraic equations by requiring the discretized functional to be
stationary. To examine arbitrary variations about the solutions, we make the replacements

£, =&, +&, and x, >y, +%, in Eqs. (23) and (24). Requiring the linear term in § to vanish
yields
Avgv +vav =Sv. (41)

Requiring the linear term in ¢ to vanish imposes continuity across nodal interfaces of the moments
defined by

v, =ME,. “2)
We may solve Eq. (41) for €,
CV = A;lsv _A;]MVXV ? (43)

and combine the result with Eq. (42) to obtain
q"v = M;{A;]SV _M;C At_/inXn/ . (44)

At this point, we have written the even-parity flux moments y, at the node interface in terms of the
source and the odd-parity interface moments %,, while imposing the continuity of both of these

moments between neighboring nodes. The final step is to transform variables such that Eq. (36) may be
written in terms of a response matrix. Introducing the partial current-like variables

b=aw s, (45)
into Eq. (44) then yields response matrix equation for each node:
iv=R,j, +B.s,, (46)

where R, ={!M7A;'M, +1)" (. M/A;'M, -1) and B, =} M/A;M, +1} ' {M’A'.
3. Results

The R-Z formalism presented herein has been implemented as a modification of the multigroup
VARIANT code at Argonne National Laboratory, for both diffusion theory and higher-order spherical
harmonics calculations. Both fixed source and eigenvalue options are included. To test the fixed
source capability the well-known Iron-water problem’ has been recast from X-¥ to R-Z geometry, with
all dimensions and cross sections remaining the same. The problem domain is composed of a source
region at the center of a water pool that is surrounded by an iron shield. With reflecting boundary
conditions at the left and bottom boundary, only one quarter of the physical domain is modeled. The
configuration is shown in Figure 3. The three compositions, the cross section data and the source
strength are given in Table 1. Figures 4 and 5 show P;, P3 and Ps results close to the vacuum
boundaries. Fine meshes with Ar = Az = 1 ¢m, and a coarse mesh, with Ar = Az =3 ¢m, are presented.



For comparison, fine mesh x-y calculations are also included. The substantial transport effects are, as
expected, present in R-Z as well as X-Y geometry.

To test the multigroup eigenvalue formulation and to examine spatial truncation errors, we
utilize two-region two-group eigenvalue problems. Table 2 provides P;, P3, and P;s eigenvalue results
using two group MOX fuel and water cross sections. The geometry is given in Figure 6. The core is 40
cm in radius and 80 cm in height surrounded by radial and axial reflectors 20 cm thick. A reflected
boundary condition is used to reduce the modeling to the upper half of the core. The cross section data
and neutrons per fission for the two regions and the two groups are summarized in Table 1, where o, is

the microscopic total cross section, o, is the microscopic capture cross section, &, is the microscopic

fission cross section, ¢, is the microscopic scattering cross section, and v is the neutrons per fission.

The eigenvalue is tabulated vs. both # and p refinement where the eigenvalue result (K=0.954186) from
Pswith 2em nodal grid was taken as the reference result. Aside from the coarsest nodes, the accuracy
increases faster with p refinement (i.e. increasing the polynomial order in the interface approximation)
than in reducing the mesh size in % refinement. Moreover, both CPU time and memory requirements
increase substantially with mesh size reduction, but much less so with increased polynomial order. For
comparison, a MCNP Monte Carlo calculation has been performed yielding a result of K=0.95420 £
0.00055 at 68% confidence level. A 2cm grid TWODANT Si calculation was also performed, yielding
K=0.95455.

4, Discussion

The foregoing results demonstrate the ability of the variational nodal method to treat problems
in R-Z geometry. The curvilinear coordinate system, however, presents two challenges that are not
present in Cartesian geometry. First, the central elements must be treated specifically, and the trial
functions constrained to assure that the appropriate symmetry conditions on the angular flux are met
along the center line. Second, each radial response matrix must be calculated separately, for there is no

translational invariance in the radial direction; each radial node corresponds to a toroid with a unique
radius.
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Table 1 Iron-water benchmark problem description

6 c, S
Composition c=0,/c
em™ cm”! em s
1:Water 3.33 3.31002 0.994 1.
2:Water 3.33 3.31002 0.994 0.
3:Iron 1.33 1.10523 0.831 0.

Table 2 Two-region two-group eigenvalue macroscopic cross sections (cm™)

Core: MOX Reflector: Water
Group 1 Group 2 Group 1 Group 2
. 0.419712 1.09019 0.424766 1.13885
X 0.0112733 0.202758 0.000304551 0.0190731
G, 0.0068774 0.153309 0.00000 0.00000
v 2.883606 2.87399 0.00000 0.00000
rgeg g g=1 g'=2 g'=1 g=2
1 0.401129 0.00000 0.373999 0.00000
2 0.000430392 0.734121 0.0504624 1.11977
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Table 3 Comparison of Eigenvalue percent error
for A- and p-refinement { K.s = 0.954186)

Ar & Az Flat(%) Linear(%) Quadratic(%)
0.0335 -0.0723 -0.0723 B;
10cm 0.3016 0.0465 0.0301 P;
0.3371 0.0449 0.0492 Ps
-0.0702 -0.0870 -0.0870 P,
4em 0.0549 -0.0015 0.0013 P
0.1215 -0.0031 0.0025 Ps
-0.0827 -0.0870 -0.0870 Py
2cm 0.0036 0.0006 0.0012 P;
0.0077 -0.0027 0.0000 Ps
v4
A
b4
? o
....... L 2
T !
! F
S~ \ : % 4’ T
~\ o

Fig. 1 Cylindrical Coordinates
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A spherical harmonics method based upon the first-order transport equation is
formulated and implemented into VARIANT [1,2], a variational nodal transport
code developed at Argonne National Laboratory. The spatial domain is split into
hybrid finite elements, called nodes, where orthogonal polynomial spatial trial
functions are used within each node and spatial Lagrange multipliers are used
along the node boundaries. The internal angular approximation utilizes a complete
odd-order set of spherical harmonics. Along the nodal boundaries, even and odd-
order Rumyantsev interface conditions are combined with the spatial Lagrange
multipliers to couple the nodes together. The new method is implemented in
Cartesian x-y geometry and used to solve a fixed source benchmark problem.

KEYWORDS: neutron transport, nodal method, spherical harmonics, first-
order form, VARIANT, void node problems

1. Intreduction

The variational nodal method implemented in VARIANT [1,2] cannot be applied directly to
voided nodes because of the cross section appearing in the denominator of the second-order
even-parity equation. Problems are also encountered when very low-density media occupy a
node. A potential alternative for these situations is to form the nodal response matrix using the
first-order form of the transport equation, for then the cross section no longer appears in the
denominator.

In this work a weighted residual approach is applied to the first-order form of the transport
equation assuming the presence of isotropic scattering as well as an isotropic source. To maintain
consistency, the same spatial trial functions used in VARIANT are applied both within the node
and along the interfaces. Similarly, spherical harmonic approximations are applied to the angular
variables. The result is an approximation for the angular flux within the node in terms of the
group source and the neutron flux incident on the nodal surface. Given the nodal angular flux
solution, the boundary angular flux distribution can be expressed in terms of the interface
variables used in VARIANT, This is necessary if first- and second-order methods are to be used
in conjunction with one another, which is the underlying goal of this work.

The response matrix formulation was implemented in MATHCAD [3] to examine the
properties of the response matrix and apply them to model problems of limited problem size. The
resulting response matrices were then imported into the VARIANT code where larger problems
can be solved. The solutions obtained using the new method are promising and the method
appears to be able to treat problems that have void regions.



2. Theory

The starting point for the new method is the first-order form of the transport equation with
total and isotropic scattering cross sections ¢ and a; given by Eq. (1).
O-VyF ) +opF,0)-o0,9(F)-s(7) =0, Fel, (1)
Using nodal decomposition of the spatial domain, we obtain the general boundary condition for
each node where # is the outward normal.
w7, Q) -y, (7, =0, Fel,i-Q<0(2)
These equations are multiplied by the weight vector f(#) and integrated over the nodal spatial
domain to obtain the weighted residuals where bold faced lower and upper case symbols indicate
column vectors and matrices, respectively.
Ide[f!~Vy/+U,a//—0x¢r—s}- j dFSA)-ﬁf[l//—r//i]=0 3)
QA<
Applying the divergence theorem to the streaming term and substituting the result into Eq. (3)
yields
~fav Q- Viy+ [dvt[ow-og-s]+ [ dUQafy+ | drQeafy, =0, (4)
>0 €1n<o
The general convex surface 1" is replaced by a sum of flat surfaces I', each with an outward

normal 7, such that each node is consistent with that defined in the VARIANT code [2].

2.1 Spatial Discretization
The spatial component of the angular flux is approximated within the node by

w(F, ) =17 (F)w(), FeV (5)
$(7) =17 (F) [dQw( ) = 1" Py, Fel (6)

and the boundary condition by
v, (F, ) =hl (Fy (), Fel,,h Q<0  (7)

Inserting these approximations into Eq. (4) yields

=Q. [dv (VEXT + [dVo s + > O, fdT T W)
¥

-5, >0
y , (8)
= [avo i’ d@ y(@)+s— ¥ Qh, fdTinly,, )
ﬁ~ﬁ,<0 y
and
s= J‘de s . 9

These equations can be compacted to obtain Eq. (10), by defining the integrals of the spatial
trial functions as matrices and writing €2- J dV(VE)E" in terms of the direction cosines of Q.

> QU AF+ Y QAW [w)=F, Idﬂ’w(fz’)u— > QADw, () (10)

£ Qi >0 Qh,<0



2.2 Spherical Harmonics Approximation
Next, y(€2), a vector of orthonormal spherical harmonics of order N, is used to approximate
the angular component of the angular flux. The expansion takes the form
w(@ =y (eLY, (11)
The identity matrices I_and I have the dimensions of f and y, respectively, and together they
form the identity, I=1 ®I,. ¥ is a vector of unknown coefficients for the angular flux
expansion which can be written as
¥ = [dO(y( @B, )w(). (12)
Once ¥ has been determined, the angular flux may be constructed within the node by
combining Eqgs. {5) and (11) to obtain
w(FQ) =y (DB (F)Y. (13)
Inserting Eq. (11) into Eq. (10), weighting it with the vector y(f)) ®1,, and integrating over
angle we obtain Eq. (14).

=Y [doQ,yy" ®U, +1,®F, + dQ Q-Ayy ®W, - [dQy (dQ'y" F, |¥
- 4 4 Q { ¥ 14

¥ Q>0 (14)
= [dQy®s-y. [ d2Q-Ay®Dy,
Yo a0

Eq. (14) can be rewritten in the matrix form

AY=J®s5-3 j dQ Q-7 y()@D, v, (). (15)
Y Q<0
Inverting A and solving for ¥ yields
¥=q-Y A" [ dQO-Ay®)ED,y, Q). (16)
v f2~ﬁ,<0

The angular flux within the node can be reconstructed using Eq. (13).

2.3 Interface Conditions

Next, vy, (ﬁ) , the vector of spatial moments of the angular flux on the node surface, must be
related to the even- and odd-parity space-angle moments employed in VARIANT. In VARIANT,
even- and odd-parity spherical harmonics expansions are used to represent the angular flux

distribution within the node volume and on its surface, respectively. These expansions can be
combined to express the space-angle distribution of the flux at the nodal surface as

w7, ) =y ()F (FE+y (DK, ARN (7)y,, Fel,.  (17)
Here, f(r) and h(¥) are the same vectors of continuous trial functions defined for ¥ €V and
rel’, respectively. y+(ﬁ) and y_(ﬁ) are vectors of the even- and odd-parity spherical
harmonics.

In VARIANT, the odd-parity spherical harmonics are rotated to align the polar angle with the
outgoing normal. This allows the boundary condition implementations to be the same on all



surfaces. The square matrix K is defined to represent the rotation from 7, to the reference
direction #1, as shown in Eq. (19).
y.()=K,y, ) (18)
K, = [dQy_(Qy]_(® (19)

At this point we define the A matrix, which extracts the necessary linear combinations of the
odd-parity flux moments that must be held continuous across the nodal interfaces. In VARIANT,
two sets of angular interface functions, and thus two A, have been defined: the LI (linearly
independent) set [4] and the Rumyantsev set [5].

The hybrid nodal method, upon which VARIANT is based, requires both y, and ¢, to be
continuous across nodal interfaces, where ¢, is given by Eqgs. (20) and (21).
¢, =A'K)E, ®D,§ (20)
E, = [dQQ-Ay. (Qy. (&) @1
The boundary flux v, (f‘z) in Eq. (16) can be expressed in terms of ¢, and 3, as shown in Eq.
(22).
v, )=y (OAKIE) ' ®Le, +y' (DK A®Ly,  #,-Q<0 (22)
Eq. (22) can be multiplied by D, and the properties of ® used to obtain

Dy, (Q) =y, (Q)AKE])'®D ¢, +y (VK ABD y, . (23)
Finally, Eq. (23) is substituted into Eq. (16) resulting in
¥=q-) [Mj(ATKJE])'®D,0, +M;K,A®D y, |, (24)
¥
where M;=A" [ dQQ-ay@)®LyL(Q). (25)
Q- <0

2.4 Response Matrix Form

To obtain response matrices, continuity conditions must be imposed on the angular flux
across the interfaces. Recall that the boundary condition given by Eq. (22), which specifies the
angular distribution of the incoming flux (for 7, .Q<0) in terms of ¢, and x,, is the
approximation to Eq. (2).

The even- and odd-parity components can be treated separately, thereby obtaining Egs. (26)
and (27) where the matrices of Eq. (28) have been used.

¢, =A'K)E/E, ®D/¥ (26)

o -1 P
1, =(A"A) A'K)Z_®D)Y (27)
B, = [dQy.(Q)y () (28)

Continuity can be imposed on Eq. (26), Eq. (27), or a linear combination of the two. Using
weights of 2 a and b, which are free parameters, Eqs. (26) and (27) can be linearly combined as
shown in Eqs. (29) and (30).



Yae,+by, =ILY¥ 29)
M, =| faA"KJEE, +5(A7A) A'KE. |@D] (30)

rrT
Combining Eqgs. (24) and (30), Eq. (31) is obtained.
Yap, +by, =TLq—Y LM/ (A'KJE})"' ®D,9, -> I,M; K A®D (31)
v r

The variable transformation implemented in VARIANT, shown here as Eq. (32), can now be
implemented in Eq. (31) to yield

oty ()
(a+b)j* +(a-b)j =llq-G*j -G7j, (33)
where the G . matrices are given by Eq. (34).
+ 7 T \— -
G, =2IL M;.(A'KJE,)"'®D,+IIl MK A®D,, (34)

Solving for j*, the familiar response matrix equation given by Eq. (34} results, where the new
matrices are defined in Egs. (36) and (37).

i"=Rj +Bs (39)
R=[(@+0)I+G' | [(b-a)-G] (36)
B=[(a+®)[+G' | A JQI (37)

The following section gives a brief discussion of some numerical results obtained for two
benchmarks using the above method.

3. Modified Watanabe-Maynard

As stated earlier, the above matrix relationships have been implemented in MATHCAD and
tested for stability and accuracy. In all of these tests, the first-order spherical harmonics method
conserved neutrons and performed well. The response matrix formulation has been implemented
in MATHCAD first because the angular matrices are far more difficult to implement in the
existing VARIANT coding than in MATHCAD. The outer iteration solver in MATHCAD,
however, can only solve problems of limited size (~50 nodes and low order approximations). To
overcome this limitation, a patch was made for the VARIANT code, called VARIANT-F, so that
VARIANT would perform the outer iterations using the response matrices obtained in
MATHCAD.

The spherical harmonics method developed in Section 2 requires a complete odd-order
expansion of spherical harmonics within the nodal domain. Along the interface we are free to use
even- or odd-order sets of angular trial functions that obey Rumyantsev interface conditions [5]
or the LI conditions [4]. As for the free parameters a and b, no theoretical justification has yet
been established which would indicate optimum values. As a result, four different values of the
free parameters a and » were considered. Our numerical studies have indicated that only the
bounded ¢, conditions (a = 2.0, b = 0.0) combined with a Rumyantsev interface trial function

set yields acceptable solutions. The LI trial function set was eliminated because it did not result
in solutions with asymptotic convergence towards the reference solution.



Several fixed-source, two-dimensional benchmark problems were used to test the new
formulation. A simplification of a Watanabe-Maynard benchmark [6-7], shown in Fig. 1,
displayed the largest errors and is discussed here. This benchmark was primarily used to assess
the accuracy of the void treatment for the first-order formulation. The original benchmark
defined a larger source region (shaded region) and smaller source magnitude than that shown in
Fig. 1. The benchmark dimensions were simplified for this work to reduce the computational
burden in MATHCAD.

The average flux within each node was used to assess the accuracy of the method rather than
relying upon a rigorous reconstruction of the flux. All four flux traverses shown on the right
hand side of Fig. 1 were investigated, but only a subset is presented here. The reference solution
was obtained using the collision preobability code DRAGON [6]. For perspective, discrete
ordinate solutions were obtained using TWODANT [8].

Figure 2 gives the void flux traverse solutions for VARIANT-F using odd-order Rumyantsev
interface conditions. Also included is a TWODANT S, solution for comparison purposes. In
general, the low order Py solutions are very inaccurate near the source region and in the void
region. However, the VARIANT-F solutions do eventually take up the shape of the reference
DRAGON solution as the angular order is refined, but the accuracy is not very good. The
TWODANT solutions display a little different behavior than the VARIANT-F solution. Near the
source, the TWODANT solutions are very accurate, but in the void region and along the vacuum
boundary (not shown), the ray effects lead to non physical characteristics.

The void flux traverse solutions for VARIANT-F using even-order Rumyantsev interface
conditions are given in Fig. 3. Similar to the odd Py solutions, the low order approximations are
rather inaccurate near the source and void region. As the angular order is refined, clearly the
VARIANT-F solutions tend to match the reference DRAGON solution.

(0,0) Reflected B.C.
(1)
] Void <
9 m
s E
2 3
E (3,%) ;a’
M1 Diagonal
(10,10)
Vacuum B.C.
Total=0.2 Scattering =0.19 Reflected (0.5.y) Void 45y} Vacuum (9.5.y)
#S = 10.0 Flux Traverses

Fig. 1. Modified Watanabe-Maynard Benchmark Geometry
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It is important to note that only some of the odd-order VARIANT-F solutions succeeded in
reaching the desired convergence of 107 on the flux while in some cases the outer iteration
procedure was stopped when the convergence error was less than 10™*. The spectral radius of the
lower order odd Py problems was computed to be near 1.0 which makes the solution of the
system of equations difficult at best. As the angular order is increased the spectral radius does
improve and a converged solution (10° ®) was possible using Po. Unlike the odd-order VARIANT-
F solutions, there were no significant convergence problems with the even-order VARIANT-F
solutions. Only a slight degradation in the spectral radius was observed as the angular order was
increased.

At this point we can address the problem with the odd-order VARIANT-F solutions. In
Section 2, we stated that an odd-order spherical harmonics approximation within the domain, or
in Eq. (15), is necessary for the inversion in Eq. (16) regardless of the interface approximation.
For the preceding odd-order VARIANT-F solutions we have assumed that the internal odd-order
matched that of the order applied along the boundary. For the even-order VARIANT-F solutions
the internal odd-order approximation clearly had to be greater than the even-order (P2 on the
boundary requires P; inside). The fundamental problem with the odd-order method is first seen
in Eq. (17) or its discretized form, Eq. {(22).

In Eq. (22), we are linking the incoming neutron flux entering the nodal domain to a set of
spherical harmonic functions which are continuous across the nodal interface. The underlying
subtlety is that the use of continuous angular trial functions actually defines both the incoming
and outgoing angular distribution of neutrons along the boundary. For odd-order VARIANT-F
solutions this amounts to over-constraining the angular dependence of the flux since the angular
order within the domain is the same as that along the boundary. We can draw parallels to the
spatial domain to further explain this. Assuming we used a 6™ order polynomial expansion of the
flux (spatial) within the domain, we obviously cannot employ a 6™ order spatial approximation to
the flux along the boundary since the resulting system of equations would be rank deficient.

The success of the even-order approximation comes from the fact that it bounds the
magnitude of key higher order angular terms but does not explicitly bound all of the terms on
each surface. Additional work has been initiated to determine the proper odd-order boundary
conditions which would be compatible with the VARIANT code and not lead to the preceding
accuracy and convergence problems. These conditions would obviously have odd-order interface
conditions that are of lower order than that used internal to the node (P, along the boundary
using P; inside, etc...). At this point the P, conditions have generally been found to be
convergent using any higher order angular approximation within the nodal domain.

4. Conclusions

For the Watanabe-Maynard benchmark, the first-order form using odd-order interface
conditions had substantial inaccuracies and displayed significant convergence problems
attributed to an over-constrained angular flux. With even-order interface conditions, there was
still significant error, but no convergence problems were present.

In general, the solutions obtained using VARIANT-F proved to have the correct flux shape,
but an insufficient space-angle approximation and slow convergence in the outer iterations
prevented it from obtaining accurate solutions. Overall the new method does appear to be able to
treat void regions although a higher order angular approximation is clearly necessary for
problems containing voids. From a researcher’s viewpoint, it is quite gratifying to be able to



demonstrate a method capable of treating void regions that is based explicitly on the spherical
harmonics method. To our knowledge, this is the first time this has been achieved. Most
importantly, the new formulation is compatible with the existing second-order method avatlable
in the VARIANT code.

As a final note, additional research has shown that a nodal first-order integral method
compatible with a recent second-order integral method [9] can also treat void problems. This
integral method is computationally more efficient and generally more accurate (with respect to
angular order) than the preceding first-order spherical harmonics method.
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Abstract

Weak form Galerkin approaches are examined for obtaining response matrices for
void regions - that is regions where nothing is present. The need arises in spherical
harmonics methods based on second-order forms of the neutron transport equation; the
methods fail in voids because the cross section appearing in the equation’s denominator
then vanishes. The diffusion approximation, being the lowest-order spherical harmonic
method, is first employed as a vehicle for examining response matrices derived from both
primal and dual weak forms of the mixed-first-order and second-order transport
equations. Those for which discretization results in singular matrix equations as the cross
section goes to zero are rejected. First-order- mixed formulations with modified natural
boundary conditions are shown to lead to nonsingular response matrices for voids. The
primal method is chosen as the better of the two candidates for generalization from the
diffusion to the transport equations, and the transport formulation is presented.

1. Introduction

Computational methods based on the second-order form of the transport equation have
found wide spread use in nuclear calculations, the most widely used of these, of course,
being the neutron diffusion equation. Spherical harmonics expansions in angle have been
combined with spatial finite element to treat situations where higher-order angular
approximations are needed, (deQOliveira, 1986; Carrico, et. al. 1992; Lewis et. al. 1996).
A shortcoming of second-order transport methods, however, stems from the cross section
that appears in the denominator. The result is that the methods cannot be applied directly
to void regions — that is to regions where nothing is present.

In particular, the void region problem appears in variational nodal methods, such as
those contained in the widely-used VARIANT code (Palmiotty, et. al., 1995). These
methods combine spherical harmonics expansions with hybrid finite elements to obtain
solutions of the second-order transport equations in response matrix form. The challenge
is thus to obtain void region response matrices that are compatible with spherical
harmonics expansions and hybrid finite elements.
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Recent work in applying spherical harmonics expansions to the first-order form of the
transport equations has given rise to void-region response matrices that appear (o be
compatible with VARIANT, although a number of ambiguities remain (Smith, et. al,
2004). Concurrently, research on mixed primal and dual forms of the transport equation
has shown that both even- and odd-order spherical harmonics expansions can be
combined with hybrid finite elements to obtain solutions to benchmark problems, albeit
not in response matrix form, and not where void regions are present (Van Criekingen,
2004; Van Criekingen, et. al. 2004). What follows draws on these two approaches to
examine in some detail the application of primal and dual mixed methods to generate
response matrices in the diffusion approximation. Both natural and modified natural
houndary conditions are used to obtain response matrices of the T, T ! and R classes in
the taxonomy of Lindahl and Weiss (1981). An objective of this analysis is to determine
which approached may offer the potential for creating response matrices for void regions.
It is understood that in the diffusion or P, approximation any response matrix would be at
best highly inaccurate, and would need to be generalized to higher-order angular
approximations to be of any value in void regions. But by examining the methods in the
diffusion approximation we can determine which approaches lead to singular matrices
and abandon them, for if they are singular in the diffusion approximation they will
remain so if higher-order spherical harmonics are employed.

In the following section the various forms of the mix-coupled and second-order
diffusion equations are presented. In section 3, spatial discretization is employed to
obtain response matrices. In section 4 the response matrices are examined in the limit as
the cross section goes to zero, and the primal mixed form with modified natural boundary
conditions is chosen as a candidate for generalization to higher-order space angle
approximations. In section 5, the transport form of the primal mixed equations and the
concomitant modified natural boundary conditions are presented. The final section
contains a brief discussion.

2. Diffusion Formulations

We begin by writing the mixed-coupled diffusion ( or P;} equations over a volume ¥
with surface T':

V- J(F)+ . 4F) =s(F), FeV (1)
and
V(7)) +301(7) =0, FeV  (2)

where ¢and J are the scalar flux and current, and & and o, are the macroscopic total
and removal cross section. Our treatment is restricted of isotopic scattering and sources
where the diffusion and P; approximations are identical. Either J or ¢ may be

climinated between these equations to obtain the second order even- or odd- parity forms
of the equations respectively. We obtain the weak forms of mixed and second-order
equations by first multiplying Egs. (1) and (2) by weight functions and then integrating



over the volume of the problem domain. Let ¢ and J be a scalar and a vector welght

function. Then multiplying Eq. (1) by ¢ and integrating over volume, we have
[avg(V-T+o,8-5)=0. 3)
Likewise, weighting Eq. (2) with 7 and integrated over the volume yields

[av7-(Vg+30T)=0. (4)
2.1 Primal Equations

We obtain the primal equations by applying the divergence theorem to the first term of
Eq. (3): o o
IdV[—(V¢)-J+¢(o;¢—-s)]+ fareaT=o0. (5)

If we use Eq. (2) to eliminate the current from this equation we obtain the primal weak
form of the second-order diffusion approximation:

Jav[(30) (@9 Vg +(0,6-9) )+ [ar i 0. ©
In the primal form, flux continuity across interfaces is enforced by
faraJig-¢)=o, )

where ¢ and ¢' indicate flux values on opposite sides of the interface, where 7' =-#.

Equations (5), (4) and (7) constitute the primal weak form of the coupled first-order
equations. Equations (6) and (7) constitute the corresponding second order form.

2.2 Dual Equations
The dual forms are obtained by applying the divergence theorem to Eq. (4 ):

jdV[W.i)¢+3ai.J]+ fara-Jp=o0. )

The second-dual form then results from utilizing Eq. (1) to eliminate ¢ from this
expression:

jdV[oj’(Vj)Vj+30'j-j—-a,"(vj)s}+ fari- Jg=0. 9)
The dual continuity condition is
jdf&ﬁ-(i-f):O, (10)

where J and J' indicate current values on opposite sides of the interface.



If we were to present the foregoing equations in variational form J and ¢ would

appear as Lagrange multipliers at the interfaces for primal and dual methods respectively,
and continuity conditions of Eqs (7) and (10) would result from requiring the functions to
be stationary with respect to variations in the Lagrange multipliers. Employing weighted

residuals we may thus determine ¢ at the boundaries, given J-# at the boundary in the

primal formulation or conversely J -7 at the boundary given ¢ at the boundaries with

the dual method. We can thus obtain what Lindahl and Weiss(1981) classified as 7" "and
T response matrices respectively. They may then be converted to the standard R matrix
form by changing variables from the flux and current to the partial current variables

J;=%¢+%ﬁ-.7 (11)
and

S, =Yp-hiJ (12)

By modifying the natural boundary conditions we may also obtain the R matrix form
directly, that is we may specify the incoming partial current J, and determine the

outgoing partial current J .
2.3 Modified Primal Equations

For the modified primal formulations, we begin by weighting Eq. (12) with q; and
integrating over the domain surface:
[argtrig-ra-J-J;)=0 (13)

we then add this expression to Eq. (5) or Eq. (6) to obtain the coupled or the second-order
primal formulations with incoming partial current natural boundary conditions:

[V <Vh)- T +d(o,p-s) |+ [dU yidp—2 [drg.T; =0 (14)

[ 3oy (Vi) V+d0,6-5)]+ [dT /i gp~2 [dTd], =0 (15)

where Eq. (4) remains unchanged in the coupled case. Corresponding to the continuity
condtitions for the unmodified primal methods, we must construct interface continuity
conditions compatible with the modified interface conditions. Since at an interface

A" =—n, we obtain from Eqgs. (11) and (12), J; =J,,. Thus for the primal methods with
modified boundary conditions, we weight Eq. (11) with ¢ to obtain

[drg(vip+ ya-T-T7)=0. o (16)



2.4 Modified Dual Equations
For the modified dual formulations we multiply Eq. (12) by J -7 to obtain

fdra-J(ig-pi-J-J;)=0. 17)

Multiplying this expression by 4 and subtracting from Egs. (8) or (9) then yields the
mixed-coupled or the second-order forms of the dual method with modified natural
boundary conditions

jdV[W-i)msai-J]u [drs-Ja-J +4 [ara- 7 J; =0, (18)

or
IdV[o;‘(VJ:)Vj+3crj~.7—a;’(7j)s]+2 fari-Ja-J+4fdra-JJ; =0, (19)

where Eq. (3) remains the same in the coupled case. For the dual method with modified

boundary conditions, we again note that J, =J .. and weight Eq. (11) with #- J to
obtain

[drﬁ-i(m%ﬁ-J—J;):o. (20)

2.5 Summary of Equations

Before proceeding, It is useful to summarize the eight weak-form formulations that we
have presented for the diffusion equation. The summary is presented as Table 1. The
primal forms have Neumann natural boundary conditions. If the surface terms are

eliminated these correspondto J-7# =0 . In the inhomogeneous form we are required to
specify J-# . Likewise, the dual forms have Dirichlet boundary conditions,
corresponding to ¢ =0 when the surface term is eliminated. In both modified primal and

dual formulations these are replaced by Robin conditions on the partial current J_ . In
primal methods trial functions for ¢ but not J must be continuous within ¥, since only

flux derivatives appear. Conversely, in dual methods J but not ¢ trial functions must
be continuous within ¥, since only current derivatives appear.

Since we are concerned with response matrix formulations that can treat void regions,
we eliminate the second-order methods contained in Egs. (15) and (18), since the total
and removal cross-sections appear respectively in the denominators of the primal and
dual second-order formulations.



3. Diffusion Response Matrices

To discretize the foregoing equations and obtain response matrices we employ
Galerkin weighting. However we employ different sets of spatial expansion functions

within the node for ¢ and J within the node, and a second set of trial functions for

J-#n, ¢ and J. on the interfaces for the primal, dual, and modified formulations
respectively. The interface expansions are also employed for the weight functions in Egs.

(9), (10), (19), and (20). For brevity we set the source term to zero, and limit our
treatment to two-dimensions.
We begin by approximating the flux and current within V:
W7 ~f. (F)o, Fev (21
and JH =1 (7)j. FeV  (22)

Here, f, and i are column vectors of known tnal functions, and ¢ and j are the
unknown flux and current coefficients. More specifically,

@ =[I@, @), (23)
and

i=i.i] (24)

The vectors f, .f,, and f arc assumed to be polynomial trial functions that are
orthonormal over V. For Galerkin weighting, the weight functions become 4;5(17)—>f+ (r)
and, J(F) >L.(F) for FeV.

We approximate the interface conditions as
A-J(F)~h (F)j; Fel  (25)

for the primal method and
g~h'(F)g,. rell  (26)

for the dual method. The vector b consists of orthonormal polynomial trial functions
defined only on the interface; ¢ and j. are the unknown interface coefficients. For the
medified primal and dual methods the interface approximation for the partial current is

J(F)=h"(F)j; . Fel’  (27)



For consistent Galerkin weighting, we take the interface weight functions as
A-J(F)—h(7) , and ¢(7) - h(7) for FeT.

Substituting these approximations and weight functions into the pairs of equations
given in Table 1 for each of the coupled first-order forms, we obtain:

Primal:
-cl B, |l¢ M, |,
E ) S
P ]
Modified Primal:
W -oI B [ﬂ [—ZM}
P r r P
. = J (28B)
[ B’ 301} j o |
Dual:
ol B, || ¢ 0
" =_ 28C
% el 0
Modified Dual
ol B o 0 |,
, Lty |E Jr (28D)
B, -W,-3cl]j 4M,
The matrices are given by
B, = [av(Ve,) {7 B, = [av VI
M, = [dTf " M, = [dT4-Th’
W, =% [dree] W, =2 [dTi-f i-f’

Likewise, the discretization results in the continuity conditions listed in Table 1 require
continuity of the following interface moments:

Primal: . =M'g. (29A)
Dual: ir =M’j (29B)
Modified (Primal or Dual) jr=VyiMlg+ 1 M]j (29C)



We may combine Eqs. (28) and (29) to yield

Primal: ¢ =-K,j; (30A)
Modified Primal: ir =K, ir (30B)
Dual: ir =-K, o, (30C)
Modified Dual: ir=K,,ir (30D)

The matrices are defined by

M, [-c1 B, T'[Mm, yum, ] [-W,-a1 B, 7'[-2Mm,
o=l 0 | BT 301{ | 0 Y B  3ol|!| o
L L P 11L9 | /AaMy ] ’ 1L
F0 [{e1 B, T'[ 0] (ym JTex B, 7' 0

Kd — r d K = 24" p rT d
M, _BZ -301 _Md_ " VM, _Bd -W, —30‘1_ &4Md

The unmodified primal and dual formulations correspond respectively to the T Vand T
formulations in the taxonomy of Lindahl and Weiss (1981), whereas both the modified
primal and modified dual methods are already in the standard R form:

it =Rj;. (31)

The Tand T/ forms may be transformed to R form simply by letting

Jr=Yio: £ A0 (32)
to yield
R, =(4K,+D' (YK, -1}, (33)
and
R, =(I+2K,)'(I-2K,). (34)

4. Diffusion Response Matrices in Void Regions

For plane and x-y geometries the primal second-order method may be combined with
the lowest order trial functions (i. e. with ¢(F) quadratic in ¥ and #-J(#) constant on
each surface of I") to obtain analytic expressions for the response matrix (Lewis and
Palmiotti, 1998). In the limit as o — 0, the cross section cancels between numerator and



denominator, yielding diffusion response matrices for void regions. In plane geometry
the response matrix takes the form
rot
R= [ ] (35)
t r

and one obtains the expected values for the transmission and reflection of =1.0 and »
=0.0. In x-y geometry, where the response matrix for a square has the form

r d t d
d d t
t d r d
d t d

y

R= (36)

g

one obtains =1/2, d=1/2 and r=-1/2. Thus while neutron conservation is maintained, a
nonphysical value of —1/2 is obtained for the reflection. This is not surprising, since one
cannot expect to treat void streaming accurately with the diffusion approximation. The
possibility remains open for obtaining more accurate results with the use of higher-order
space-angle approximations. Unfortunately, obtaining analytical solutions that then can
be taken to the limit as o — 0 becomes an insurmountable hurdle. Thus for practical
application we must rely on coupled methods, for which o does not appear in the
denominator. Examining Eqgs. (28), however, we see that as o — 0 the diagonal blocks
of the unmodified primal and dual methods vanish, yielding singular coefficient matrices.
Thus we eliminate the unmodified methods from further consideration.

To proceed, we attempt to obtain void region response matrices using modified primal
and dual methods. To accomplish this, restrictions must be applied to the polynomial
orders of the trial function in order to avoid obtaining rank deficient coefficient matrices
(Carrico, et. al., 1994; Van Criekingen, 2004). The interface trial function h must be of
lower order than the interior trial functions. We take h to be piecewise constant with one

unique value on each of the two or four surfaces of I'. In the primal method, f, must be
one order higher than f_ and f ) conversely in the dual method the order of f, and f y

must be higher than of f, . The following trial and weight functions meet these
conditions:

One Dimension (-1 <x<+1)

Primal: £ =[1,v3x (+5/2)32° —1)], {7 =[1,\/§x} (37)

Dual; £ =[1, ), ff =[1,ﬁx,(\/§ /2)(3x° —1)} (38)

Two dimensions ( -1 <x<+1,-1<y<+1)



Primal:  f = [1, By, (512035 =1),3x, (5 /2)(3y* - 1)] (39)
(7 =[1,43x], 17 =[1,43]
Dual: 7 =[1,435,3y | (40)

17 =17 =[1,33x,v37,(5/2)6x - 1), 30, (5/2)3* - 1) |

When these trial functions are substituted into the forgoing expressions both modified
primal and dual methods yield results that are identical to those obtained analytically
from the second-order primal method. Thus both modified methods are candidates for
use in treating voids using higher-order spherical harmonics expansions. Here the
modified primal approach is chosen and presented in the following section. An apparent
drawback to the corresponding dual approach is briefly discussed in section 6.

5. Transport Formulation

Beginning with the within-group transport equation with isotropic scattering
Q- V7, ) + our(7, Q) = 5, (F) + 5(F), (41)
we may divide the angular flux into even and odd angular parity components
v =R QD) |. (42)
The even- and odd- parity components of Eq. (41) are then the coupled equations:

QOVy +oy’ =od+s, (43)

and

L@

Yy +oy” =0, (44)
which reduce to Eqs. (1) and (2) when the diffusion approximation is applied. We obtain

the weak form by multiplying Eq. (43) by an even-parity weight function, 7", and
integrating over space and angle:

[av 4@ Yy +ov' —a,g-s)=0. (45)
Applying the divergence theorem then yields

fav [acd- @ 9w + 0wy ~Flo o)+ far faady-aym =0, (46)

10



We next assume that the incoming angular flux that is known on the boundary; we may
thus write

w7 Q)+ (7, )~y (7, =0, Fel, A -Q < 0 @)

where we use the subscript to denote that 1, is known on the boundary T'. Modified
natural conditions are specified by first forming weighted residuals

2[dr [ dQ QAF " vy —y)=0. (48)

720

Using angular parity arguments, we may rewrite this expression as

far jdo Qeagy = [dr a0 th

gy e2fdr [ dQQAgy. (49)
#C3<0)

Combining Eqgs. (46) and (49), we then have

fav fad <Vt ropty ~fagrs)
+ fdr fa |Qn gy 2 fdr [ d Qe =0

)0

(50

Finally, the weak form of Eq. (44) is obtained by weighting by the odd-parity function
i~ and integrating over space and angle:

fav Jaci (@ ¥y +oy7)=0. (s1)
Suppose that from Eqs. (50) and (51) we can solve for " and g™, given s and /. for

the incoming angles. Analogous to Eq. (48), we can construct the outgoing flux
distribution, ., from

2[dr [ dQ QA +y -yr) =0, (52)
A{p0
or equivalently

far fac |Qn gy fdr [dQQagry -2 [dr | da Q-agty =0, (53)
Al0

Note that in the diffusion approximation where ' (7, f!) —d(F) & v (7, S:2) —>@7) , and
with J= Ide)gy‘ , Eq. (48) reduces to

11



farg {}Qqﬁn}éﬁj— [ \Q-ﬁ[wr}o, '(54)

A0

the definition of the incoming partial current, J, . Likewise, for 7 7 ) — ¢ (7) and,
w* (7,Q) > #F), Bq. (53) reduces to

far ¢ [}/4¢+}éﬁ-7— j dQ ﬁ-fzwr}zo, (55)

which is just the definition of the outgoing partial current J;. Thus the modified primal

diffusion formulation given by Egs. (4), (14) and (16) may be replaced by Eqgs. (50), (51)
and (53) if higher-order spherical harmonics expansions are needed.

6. Discussion

Based on the forgoing analysis of the diffusion approximation, the modified primal
mixed method set fourth in section 5 appears to offer an attractive path toward obtaining
response matrices for void regions. Moreover, it seems likely that modified primal
method may be implemented by making somewhat minor changes to the coding of Smith,
et. al. (2004). That said, it remains true that quite high-order spherical harmonics
expansions will be required to obtain reasonable accuracy, since neutron distributions in
void regions are frequently highly peaked in angle

As an alternative to the modified primal method set fourth in section 5, a modified
dual formulation of the transport equation may also be considered. If we were to go
through the parallel procedure for the dual formulation, in which the divergence theorem
1s applied to Eq. (51) instead of Eq. (45), reducing the resuits to the diffusion
approximation would not have yielded partial currents. In the plane geometry, for
example, the transport case reduces not to the result given in the previous sections but to
continuity of the quantities ¥,¢+%,J rather than the partial currents J* required to
conserve neutron balance. Why weak formulation and reduction to diffusion theory are
reversible for the modified primal but not the modified dual method deserves further
investigation. The difference seems likely to stem from the subtleties of mixed-hybrid
continuity requirements studied by Van Crickingen (2004).
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TABLE 1.

Summary of Weak Form Diffusion Formulations
Primal Equations

first-order coupled: Eqgs. (5), (4), and (7)
second-order: Eqgs. (6), and (7)
modified first-order coupled Egs. (14), (4), and (16)
modified second-order Eqgs. (15), and (16)

Dual Equations

13



first-order coupled: Egs. (8), (3) and (10)

second-order: Egs. (9), and (10)
modified first-order coupled Egs. (18}, (3), and (20)
modified second-order Egs. (19), and (20)
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