Chapter 2
Second-Order Neutron Transport Methods

E.E. Lewis

2.1 Introduction

Among the approaches to obtaining numerical solutions for neutral particle transport
problems, those classified as second-order or even-parity methods have found in-
creased use in recent decades. First-order and second-order methods differ in a
number of respects. Following discretization of the energy variable, invariably
through some form of the multigroup approximation, the time-independent forms
of both are differential in the spatial variable and integral in angle. They differ in
that the more conventional first-order equation includes only first derivatives in the
spatial variables, but requires solution over the entire angular domain. Conversely,
the second-order form includes second derivatives but requires solution over one
half of the angular domain. The two forms in turn lead to contrasting approaches
to reducing the differential-integral equations to sets of linear equations and in the
formulation of iterative methods suitable for the numerical solution of large engi-
neering design problems. In what follows, we explore the state of methods used
to solve the second-order transport equation, comparing them, where possible, to
first-order methods.

Historically, diffusion theory was the earliest and remains the most widely em-
ployed second-order computational method in reactor core design. Fine mesh spatial
discretization has been performed through a variety of finite difference [1] and fi-
nite element techniques [2—4]. Along with the continuing advance of computing
power, two events greatly influenced the development of methods that are empha-
sized in this work. The first was the translation in 1962 of Vladimirov’s variational
formulation of the second-order form of the transport equation [5]. There followed
increased interest in variational formulations and the systematic exploration of al-
ternate variational principles and their interconnectedness [6]. The second was the
rise of finite element methods, first in computational mechanics but then spread-
ing to other fields [7-9]. The power of finite element methods largely supplanted
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earlier finite difference techniques not only in computational mechanics, but also in
a number of related fields as well. Since finite element methods in computational
mechanics were closely associated with variational principles, the method’s appli-
cation to transport problems was greatly facilitated by the variational framework
that had been developed for the Boltzmann equation.

The first applications of finite element methods to neutronics problems appeared
in the early 1970s, and not surprisingly to the diffusion approximation [2—4]. But
soon thereafter finite element methods appeared coupled with spherical harmonics
[10-14], discrete ordinates [14-20], and also with finite elements in angle [22,23].
Through the 1970s and into the 1980s, however, second-order transport methods
were largely limited to stand-alone codes applied to model problems. At that time,
computer memory restrictions continued to favor very effective marching algo-
rithms with which first-order discrete ordinates methods were able to solve large
engineering problems with very limited memory [24, 25]. It has only been with
the rapid expansion of computer memories since that time that second-order meth-
ods have become a viable alternative for engineering calculation, and production
codes based on the methods became viable for large-scale engineering computa-
tions [11-14,17-21,26,27].

To present the current state of even-parity computational methods, we begin in
Section 2.2 by deriving the second-order form of the linear Boltzmann equation
from its first-order counterpart. We then examine the weak and variational forms
of these equations that are used almost without exception as the points of departure
for numerical approximation. For brevity and clarity, isotropic scattering is assumed.
Section 2.3 reduces these forms to the diffusion approximation and then discretizes
the spatial variables. The simplicity of diffusion theory provides a convenient vehi-
cle for introducing finite element methods, and for establishing notation that then
carries over for use in conjunction with more accurate angular approximations.
Following the inclusion of anisotropic scattering into the even-parity formulation,
Section 2.4 treats angular approximations: spherical harmonics, discrete ordinates as
well as their simplified forms. The section then combines these angular approxima-
tions with finite elements in space to obtain fully discretized forms of the even-parity
equation. Section 2.5 examines two variants of even-parity approaches: a hybrid or
nodal method and an integral even-parity method. Section 2.6 then offers concluding
remarks.

2.2 The Transport Equation

The numerical algorithms of the following sections are based primarily on the vari-
ational form of the even-parity transport equation. We begin, however, with the
standard first-order form of the equation and proceed to arrive at the variational
principle. Along the way, we also present both the mixed and the second-order
even- and odd-parity equations. Before proceeding to the variational formulation,
we examine briefly the weak form of the even-parity equation and of the mixed
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equations in their primal and dual weak forms. The even-parity weak form may be
used interchangeably with the variational formulation. Mixed methods are less well
developed but are included because of the future potential that they may hold.

In what follows, we assume the time-independent form of the neutron transport
equation in which a multigroup discretization of the energy variable has already
been performed. Thus, we need to deal only with the energy-independent or within-
group form of the equation. For brevity, we also assume isotropic scattering in this
section, reserving the introduction of anisotropic scattering to Section 2.4.

2.2.1 First- and Second-Order Forms

The first-order form of the transport equation is [28]
Q-Vy (. Q) +o(HY(r, Q) = 05(7)/d52’1//(7,§.’) +5(r), T eV, (2.1)

where 7 is the spatial location, and € is the direction of neutron travel; o and o
are the macroscopic total and scattering cross sections, respectively, s is the group
source, and we normalize the angular integrals such that [ d2 = 1. Integrating over
angle yields the neutron conservation equation

V-J(T) +op(r) = s(7), 2.2)
where
o(r) = / dQy (7, ) (2.3)
and R
J(r) = /dszfzw(?s}) (2.4)

are the scalar flux and current, respectively, and
0, =0 — 0y (2.5)
defining the even- and odd-parity flux components as
PEED = v Q) £y )] 2.6)

We may evaluate Eq. (2.1) at €2 and —$2 and add and subtract the results to obtain a
set of coupled first-order equations

Q-Vy~ +out =0+ 2.7)
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and R
Q-Vyt 4oy~ =0. (2.8)

A pair of second-order equations may then be obtained. Eliminating ¥~ between
Egs. (2.7) and (2.8) yields the even-parity equation

QO -Vo Q- Vyt toyt =0+ s 2.9)
while eliminating ¥ yields the odd-parity equation
0 -Vo 1 61#_ +oy = Q- 6(0 —o0y) ! [(05/0)6 T —s] . (2.10)

These two equations contain only ¥+ and v, respectively, since the scalar flux
and current may be expressed as

¢ = /dfzw 2.11)

and

J = /dgfw—. (2.12)
Finally, we may also write a second-order equation for the angular flux by first

solving Eq. (2.1) for = —o ! (fl . 61# — 0s¢ — s) and substituting into Eq. (2.1)
to obtain

QO -Vo Q- Yyt oy = (1= Q- Vo )0 + 9). (2.13)

2.2.2 Weak Forms

The starting point for most space—angle approximations is the weak form of the for-
going equations. To obtain the weak forms of the coupled equations (2.7) and (2.8)
we multiply the two by even- and odd-parity test functions, 1}+ and 1}_, respec-
tively, and integrate over angle and space:

/dV/dmZ+ (Q VYT + oyt — o —s) =0, (2.14)
/dV/dmZ— (Q Vyt 4 (ﬂ//_> — 0. (2.15)
Applying the divergence theorem to the first term of the two equations yield
/dV / 42 [~(Q - VI W +od Yt — d(ond + ) |

+/dF/dQ§2~ﬁ1/7+w_ =0 (2.16)
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and

/dV/dsz [-mw—)w +m}‘¢_] + /dp/dgsz-ﬁtﬂ‘w =(§,-17)

where dI" indicates integration over the surface of the spatial domain, V', and 7 is
the outward normal from dI".

Two classes of methods arise from these equations [8, 19]. Equation (2.16) is the
basis for primal methods, and Eqgs. (2.16) and (2.15) taken together constitute the
mixed-primal formulation. Alternately, Eq. (2.8) may be used to eliminate ¥~ from
the volume integral to obtain the second-order even-parity primal formulation:

/dV/dQ [a—l(fz VIR VY ) +optyt —qE(os¢+s)]
+/dF/deZ~ﬁ1/7+w_ =0 (2.18)

This even-parity result may also be obtained directly by multiplying Eq. (2.9) by
¥, integrating over space and angle, and then applying the divergence theorem.

Equation (2.17) is the basis for dual methods. Taken together, Egs. (2.17) and
(2.14) constitute the mixed dual formulation. Alternately, Eq. (2.7) may be used to
eliminate ¥t from the volume integral in Eq. (2.17) to form the second-order odd-
parity dual formulation:

/dV/dsz{a—l(fz-W—)(fzﬁw—) + oy Y~

_(a—as)_lﬁ-;) [(%/0)6-7—5]} +/dF/dQ§2-ﬁ~_1ﬂ+ =
(2.19)

Multiplying Eq. (2.10) by 1}‘, integrating over space and angle and then applying
the divergence theorem also leads to this result.

The surface terms in the above equations determine the form of the boundary
conditions [9, 28]. Setting them equal to zero yields the homogeneous form of the
natural boundary conditions. Thus ¥/~ = 0, and ¢+ = 0 for 7 € T are the natural
boundary conditions, respectively, in the primal and dual formulations. Inhomoge-
neous natural conditions may be obtained by setting ¢/~ = ¢, in the primal and
1,//Jr = 1//;_, in the dual formulation; hereafter, we employ the subscript A to indicate
a known function on the boundary. Conversely, if the boundary conditions specify
1,//+ in the primal or ¥~ in the dual formulations, they are essential; the surface
integral is deleted, and they are imposed directly on the solution.

Classically, it is the incoming angular flux that is known on the boundary. Hence

vIE Q4+ v . Q) —ya(r.Q) =07 ei-Q <0, (2.20)
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and in particular the vacuum boundary v, (7, Q) =0,7 €T, A-Q < 0is the
homogeneous form of this condition. These conditions may be treated as modified
natural conditions by first forming weighted residuals

/dF/ QQ Ayttt +y -y =0 (2.21)

7-§2<0

for primal and dual formulations, respectively. By making use of angular parity
arguments, it can be written

/dF/ QQ-AytyT /dF/dQ|Q-ﬁ|&iwi+2fdr

/ dQS - AYty;. (2.22)
7A-Q<0

By employing this expression to eliminate the surface integral on the left of
Eq.(2.22) from the primal or dual formulations in Eq.(2.16) or (2.17), modified
natural boundary conditions may be obtained for a known incoming flux distribu-
tion. Reflected boundary conditions, which have the form v (7, Q )y = v(r, Q),
where Q and Q' are the angles of incidence and reflection are essential since they
apply directly to ¥, with no contribution from its derivatives.

Until quite recently, the vast majority of second-order transport work has applied
to the even-parity form of the equation given by Eq. (2.9), whose weak form is given
by Eq. (2.18). Thus, we focus our attention on it. With the incoming flux boundary
conditions, Eq. (2.18) becomes

/dV/dQ [a—l(ﬁ-€¢+)(§z VYN +o¥ Tyt — oo +s)]
+/dF/dQ|§z-ﬁ|xz+w+ +2/dF / A - Ay Ty, =0,

7-Q<0

(2.23)

where for vacuum boundary conditions we set ¥, = 0. For most computations,
the problem domain is bounded by some combinations of reflected and vacuum
boundaries. We indicate this by dividing the boundary as I' = I'; +I',,. Then, instead
of Eq.(2.23), we have

/dV/dQ [a—l(Q-Wﬂ(Q.Wﬂ toytyt —¢3(as¢+s)]
—I—/dF/de-ﬁhZ*t/ﬁ =0, (2.24)

since no surface integral appears for I';, where the essential reflected conditions are
applied.
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2.2.3 Variational Formulation

Both coupled and second-order forms of the primal and dual formulations may
also be formulated as variational principles, and surface terms are added to im-
pose modified natural boundary conditions. Here, we restrict attention to the primal
second-order form, since it was the original variational principal of Vladimirov [5]
and is that upon which virtually all second-order methods are based.

The variational principle corresponding to Eq. (2.24) derives from the require-
ment that the following functional be stationary with respect to variations in v :

FlyT] = /dV/dQ |:cr_l (Q.W+)2 +oy™? —os¢2—2¢s:|

+/d1“/d$2|§2~ﬁ|w+2. (2.25)

To illustrate, suppose we make the substitution ¢+ — ¢+ + 8+ where § is a very
small number, and ¥ is an arbitrary deviation about the true solution . We then
have

Flyt +8yt] = de f aQ [a—l(fz VY £ oyt —op? — 2¢s]

+/dF/dQ|Q-ﬁ|w+2+28
v

/dV/dQ [o—l(fz.w+)(s§-w+)

/dV/dQ

x [a“ (Q . §lﬁ+>2 +oyt? - 0#,52} + / dr / Q|2 'ﬁ|1/7+2} - (2.26)

+ 82

+y oyt — o —5)] +/drfdsz|§z-ﬁ|¢+w+

For the functional to be stationary, the linear term in § must vanish. This term, how-
ever, is identical to Eq. (2.24) derived from the weak form. Applying the divergence
theorem to Eq. (2.24), or to the linear term in 6 in Eq. (2.26), yields:

/dV/dmZ+ (—Q VoG VYt + oyt — o — s)
+/ dr/dngz.ﬁx/ﬁa—lfz-W++/d1“/dsz|s§-ﬁ|¢+x//+=o. (2.27)
%
For this expression to hold, both the volume and surface integrals must vanish.

Since 1}+ is an arbitrary function, the expression in parentheses must vanish.
Thus, the even-parity transport equation given by Eq. (2.9) is satisfied. This is the
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Euler-Lagrange equation. On the vacuum boundary the two surface integral terms
may be rewritten as

/dr/dszsé-ﬁx/ﬁo—lsiﬁw

+2/dF / dQQ - AP T (e 'Q- VYt — ). (2.28)

Q-n<0

Since from Egs. (2.8) and (2.6) we have ¢y~ = —o1G - €w+ and ¢ = YT —

o1Q - Vy T, the first term in Eq.(2.28) yields the natural boundary condition
¥~ = 0. However, on reflected boundary condition we take 1ﬁ+ = Oon I} and
impose the essential boundary condition on the solution. From the second term, the
modified natural boundary condition on the vacuum (¢ = 0, for 7 - Q2 <0on I'y)is
satisfied.

2.3 The Discretized Diffusion Equation

The diffusion approximation may be viewed as arising naturally as the lowest-
order angular approximation to the even-parity equation. Indeed a straightforward
exercise is to eliminate the angular variables from the weak or variational forms dis-
cussed in Section 2.2 by using the diffusion approximation. Here, a simple statement
of the diffusion equation in variational form serves as a vehicle for introducing the
finite element method. Finite element notation established for use in conjunction
with the diffusion equation then allows for a more straightforward discretization
of the spatial variable in conjunction with the higher order angular approximations
treated in Section 2.4.

2.3.1 The Diffusion Formulation

The diffusion approximation may be obtained by making the approximations
Yyt ~ ¢, Yy~ ~ 38 - J and then operating on Egs.(2.7) and (2.8) with [dQ
and [ dQe, respectively, to obtain

V.Jtop=s (2.29)

and R R
15Ve + 07 =0. (2.30)
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The second-order form of the diffusion equation is obtained by eliminating J
between Eqs. (2.29) and (2.30):

—VGBo)™ Ve + (0 — ) = s. 2.31)

Alternately, we may obtain this equation directly from the even-parity transport
equation, or from its variational form. Let

UANESY) (2.32)

Then operating on Eq.(2.9) with [dQ yields Eq.(2.31). The approximation
¥ ~ ¢ likewise reduces the even-parity functional F[y ], given by Eq.(2.25),
to its diffusion form

Flg] = / av [1/30—1 (%)2 + o2 —2¢s] +1 / dre2. (2.33)

The diffusion equation can be shown to be the Euler-Lagrange equation by letting
¢ — ¢ + 8¢, where ¢ is an arbitrary deviation from the solution ¢ and requiring
the linear term in § to vanish:

/ av [1/30—1(643)(%) + 0 — Jm] +1 / dl'ge = 0. (2.34)

v

This is identical to the diffusion approximation’s weak form obtainable by insert-
ing Eq. (2.32) into Eq. (2.27). If we apply the divergence theorem to Eq. (2.34), we
obtain

/quS (-% 147V + v — s) + /quE%a“ﬁ Vo

r

+ / dre (1/30_1ﬁ Vo + 1/2¢) =0. (2.35)

v

For arbitrary 43, the quantity in parentheses in the first term must vanish, yielding
Eq. (2.31) as the Euler—Lagrange equation. The surface integral over I yields the

reflected or zero current condition 7i - V¢p = 0 as the natural boundary condition,
and in diffusion theory this corresponds to the reflected boundary condition. (Re-
call, however, that for the transport equation more generally reflective boundary
conditions are essential.) Requiring the quantity in parentheses in the last term to
vanish yields the modified natural boundary condition; it approximates the vacuum
condition extrapolating the flux to zero at a distance of 2/3(7_l outside of T',,.
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2.3.2 Finite Element Discretization

We discretize the spatial variable employing the finite element method. For clarity,
we illustrate using simple triangular elements in two-dimensional Cartesian geom-
etry [7]. We first divide the problem domain into elemental volumes V.:

v=3r. (2.36)

In two dimensions, these may appear, for example, as the triangles in Fig. 2.1.
Within each element, we approximate ¢ (7) as the scalar product of a vector of
polynomial trial functions, ne (7), and unknown coefficient vector, &.:

¢(r)~nl (r)g.. 7 eV (2.37)

Representative linear and quadratic trial functions for triangular elements, for
which the length of n.(7) is 3 for the linear element and 6 for the quadratic element,

Linear elements Quadratic elements

Fig. 2.1 Triangular finite element grids

n.(r) linear n.(r) quadratic

Fig. 2.2 Triangular finite element trial functions
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respectively, are shown in Fig.2.2. (These and other classes of finite elements are

discussed in detail elsewhere [7]). They have the properties that [ne (7,-)] =4 s0
J

that the components of £, are equal to ¢ at 7;,i = 1, ..., 3 or 6, the mesh points
shown in Fig 2.2. Moreover, if the same sets of trial functions are used in adjoining
elements, the flux approximation will be continuous across the interfaces.

Provided continuity is maintained, the functional given by Eq.(2.33) may be
written as the sum of elemental contributions.

Flg] =) &AL —2) &lqe. (2.38)
€ €
where the elemental matrices involve integrals of the known trial functions,
Ao = 07! / av (%e) : (%g) + Ore / dvnen! + 1 / dn.n!, (2.39)

with the last term present only where one or more of the element surfaces lie along
a vacuum boundary; the source term is given by

qc = / dVnes. (2.40)

€

We may formally assemble the global functional from its elemental contributions as
follows. The continuity of the trial functions across element interfaces allows the el-
emental unknowns to be mapped on to a globally numbered vector of N unknowns:

[1]

Ee = sg' (2'41)

where E. is 3x N or 6 x N Boolean transformation matrices. Inserting this equation
into Eq. (2.38), we obtain the algebraic functional

F[g] = §"Ag — 2874, (2.42)
where
A=) EIAE.. (2.43)
and
q=> &7q. (2.44)
(&

We obtain a set of linear equations for § by requiring the reduced functional
F[£] to be stationary with respect to variations: £ — £ + 6&. Hence

Fle+887] = €T Ag —2tTq) + 2567 (AE — @) + SETAE,  (249)
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and since the linear terms in § must vanish we have
AE = q. (2.46)

Here, A is a symmetric matrix. Provided a consistent numbering scheme has been
applied to the mesh points the matrix will also be banded. Solution may be obtained
using any number of direct methods for smaller problems, or iterative techniques
such as preconditioned conjugate gradients for large problems [29-31].

2.4 The Discretized Transport Equation

In this section, we first write Eq. (2.1) with anisotropic scattering included, and then
derive the corresponding form of the even-parity equation as well as stating the vari-
ational principle that provides the starting point for numerical approximation. We
then derive spherical harmonic and discrete ordinates angular approximations (re-
ferred to frequently as Pn and Sn methods, respectively) along with their simplified
spherical harmonic and discrete ordinates (SPn and SSn) counterparts. For each ap-
proximation, the result is a coupled set of second-order partial differential equations.
The sets differ only in the structure of their coefficient matrices. Thus, we can apply
the finite element methods discussed in Section 2.3 to discretize the spatial variables
for all of the approximations simultaneously.

2.4.1 Anisotropic Scattering

With anisotropic scattering included, the form of the second-order equation becomes
more complex [15, 17, 32]. To obtain it, we begin with the first-order form of the
equation:

@y (7.9) 4o (7) v (7.0) = / a0, (7.2 @)y (F.) +5 (7.9).
(2.47)

where oy (?, Q- QY ) is the macroscopic differential scattering cross section. In the
multigroup approximation the group source is given by

s(r.e) =Y / Q0w (7.Q- Q) v (F.9) + 5 () 248)
g'#g

where g designates the group under consideration, oy,e represents scattering from
group g’ to g, and Sy, includes the isotropic fission and external sources.
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We may evaluate Eq.(2.47) at 2 and —2 and add and subtract the results to
obtain a pair of coupled first-order equations

Q-VyF (7.9) 1o (7)v* (7.9) = / Aot (7.0 @) y* (7.9)
4sE (7, sz) (2.49)
where
oEF.Q-Q) =1 [o (7, Q- fz’) + o, (7, ol Q’)] (2.50)

and
S (7.Q) =hals (7.0) £ (7.-9)]. @.51)

Here, osi and s* indicate the even- and odd-parity components of the anisotropic
scattering cross section and source, respectively. We next express the anisotropic
scattering cross sections as expansions in an orthonormal set of spherical harmonics
[28,33]

cos(mw)

Yin(Q) = Cin P[" (1) sin(mw)’

1=0,1,2,..., |m=012,....01 (2.52)

where P/" () are the associated Legendre polynomials, and the Cj, are chosen
such that f dQ Ylm(Q)Yl/m/(Q) = 8;y8un; we follow the convention that m > 0

signifies the cosine series and m < 0 the sine series. We first write osi (r,2-Q') as
expansions in Legendre polynomials

oE(T.Q-Q) =) o (7) P (Q : {2/). (2.53)
The Legendre addition theorem [33]

I
PQ-Q) = ) V() Yim(R) (2.54)
m=—I
then allows Eq. (2.53) to be written in the convenient vector form
7 A.ON — T (& - A7
o (r,Q2-Q) =yL(Q)Tx(r)y£(82), (2.55)

where we have formed vectors of the even- and odd-parity spherical harmonics

yi(fZ) = [Yoo, Y2—2.Y2—1. Y20, Y21, Y22, Ya—s, -], (2.56)
yI(Q) = [Y1—1, Yio, Y11, Y3-3, Ya—a, Y31, Y30, Y31 -+ ], (2.57)
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with fdei(fl)yi(ScZ) = I and fdei(fl)y?F(ScZ) = (. The diagonal matrices
are defined by

Y = diag[og, 02,02,02,02,02,04," "], (2.58)
¥ _ = diag[o1,01,01,03,03,03,03,-]. (2.59)

The coupled pair of even- and odd-parity equations given by Eq.(2.49) then
becomes

Q-VY (7,0 + o(FYH (7. Q)
— YL@ [y @t E @) 45T 260
and
Q-VYt(F. Q) +o(F)Y(F.Q)
= yZ(Q)z_(?)/dgz/y_(fz’)w—(7,§z’) +57(r,Q). (@261

To obtain the even-parity equation, we employ Eq. (2.61) to obtain the odd-parity
moments in terms of the even-parity moments:

M-0"'%_] / dQy_( Q)Y () =0 's" -0V / dQQy_(Q)y (),
(2.62)
where we define the even- and odd-parity group-source moments as

st(r) = / dQy+(Q)sT (7, Q). (2.63)

Using Eq. (2.62) to eliminate the integral of ¥/~ on the right side of Eq. (2.61), we
may solve for ¥~ in terms of ¥ ™ and the group-source terms:

V() = -0 -Vt (Q) + 0715 (D)
_ o 2yT(@)5 / dQ'y_(Q)Q - VT (@) + o 2yT ()5 _s™, (2.64)

where _
Yi=Xi[I-0!'24 L (2.65)

Finally, substituting Eq.(2.64) into Eq.(2.60) we obtain the second-order even-
parity equation;

~Q-Vo'Q-Vyt 4oyt =yl [E+/d9’y+(ﬁ/)1//+(ﬁ/)+s+]

410 Vo Iyt [a—li_/dsz/y_(fz’)s}/-Wﬁ(fz/)— (I+a—1i_)s—], (2.66)
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where we have also expanded the group source in harmonic moments

S'= 3 B [ a0 @U@ + 5 2.67)
g'#g

_ _ _ -1 _ j— /S A A

s :Z S0 [I— 0 T grgr] |:sg, -V / dQQy_(Q)I//;/(Q)}. (2.68)
g'#g

Comparing Eq. (2.9) to Eq. (2.60), it is apparent that the second-order forms of the
equation appear to be considerably more complex than the first-order form when
anisotropic scattering is included.

The weak form of Eq.(2.66) may be obtained by integrating over angle and
volume and then applying the divergence theorem:

/dV /dQ 07 (@ VIH@- YY) +oi Ty

- (/ dQY+1p+)TZ+ (/ dQY+W+) - (/ dQY+1})TS+
T

+ (/ dQy_Q - 61}*) U (/ dQy-Q- W*)

R T
- (/ dQy_Q - VW) 020+ 0 1% )s”

+/dF/dQ§2-ﬁ1}+1p‘=O, (2.69)

where ¥~ is given by Eq. (2.64).
Alternately, a variational principle may be written, which yields Eq. (2.66) as the
Euler—Lagrange equation. Variational formulation of the within-group problem is

F[‘//+]:fdv fdQ I:U_I(Q .61/,4-)2 +01//+2]

—( / d9y+w+)T2+ ( / dszy+w+)—( / c1s2y+w+)T2s+
T
+ (/ de—Q~§1//+) 02E_ (/ dQy-Q -W*)

—_ T ~
- (/ dQy_ - vw) o722 0+0712)s”

(2.70)

The natural boundary condition remains ¢~ = 0, but where ¥~ is defined by
Eq. (2.64).
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2.4.2 Angular Approximations

We next use Eq.(2.70) as the point of departure for deriving spherical harmonics
and discrete ordinates approximations.
2.4.2.1 Spherical Harmonics Expansions

The spherical harmonics approximations may be expressed as the scalar product of
a row and a column vector, where y (€2) is given by Eq. (2.56)

(T Q) ~y L Qv (). 2.71)

From the orthonormality of the y (Q), we then have the space-dependent coeffi-
cients to be

¥ @) = [ aev @t ). 2.72)
Likewise, we may write
U Vb H(7) = / dQy_(Q) Q- Vyt (7, Q), (2.73)
where
Uy = / dQQ - ky_(Q)y".(Q). (2.74)

and hereafter repeated k or k’ in the same term indicates summation over the spatial
directions.
We next substitute Eq. (2.71) into the functional given by Eq. (2.70) to obtain:

Fir 1= [ av (0w Do 14 07 ) U Vew )

0 o@—07 BT — 29t st -2V H o2 (407 S0y
(2.75)

where we have used the orthonormal properties of y (Q) to obtain the identity
ulup = / dQQ -k QK y+(QyL(Q) (2.76)

and thus simplify the streaming term in the reduced functional. Requiring the func-

tional to be stationary with respect to variations in ¥ ¥ (7) yields the spherical
harmonics approximation as the Euler—Lagrange equation:

~ViUlo ' I+ 07 ' S_JUp Vb T + (0ol = Z )¢t
=sT -V, Ulo'd+07 12 )s™. (.77
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2.4.2.2 Discrete Ordinates Approximations

The discrete ordinates equation may be obtained from the Functional, Eq. (2.70), by
evaluating all the quantities at discrete directions €2, and replacing integrals over
angle with an appropriate quadrature approximation

/dQ F.Q) =Y wa f(F. Q). (2.78)

where w, are the weights and fZ,, are the discrete ordinates directions. The even-
parity flux is then evaluated in the discrete ordinates directions by ¥+ (7, Q n). Thus,
to reduce the functional we create a vector of the even-parity flux approximated in
the discrete ordinates directions:

W E [t (7)ot (7)ot (F.Qa) vt (F o) ]
(2.79)

To apply the quadrature rule of Eq.(2.78) to the functional, we also define two
diagonal matrices

~ A

2 :diag[le.k,fzz.k,fz3.1€,... an] (2.80)

and
W = diag[wy, wa, w3, -+ ,wy, -] (2.81)

We also employ matrices made up of the y+ (Q) column vectors evaluated in the
ordinates directions:

Vi = [ve@0).ye @) ya(@a) o ye@a)]. @82)

Utilizing the angular quadrature approximation and Egs. (2.79) through (2.82), the
Functional reduces to the form

Fly+] = /dV {(SZka\]r+)Ta_1W (I ot YI)E_Y_W) (R Vit t)
Y TToW (I -0 'YL Y W) T — 29 FTWY s
(R Ve b H)TWYT 02 (1 + o—li_)s—} : (2.83)

where the group sources are obtained by applying the quadrature formula to

Egs. (2.67) and (2.68). If we require F [ *] to be stationary by taking F [y T +8 +]
and requiring the linear term in § to vanish, we obtain an Euler-Lagrange equation

ViR 07! [I n o—lYIS:_Y_W] Vbt + [ol- YT Z Y W]yt
=YlsT - Vo 'YL I+ 0712 )sT, (2.84)

which is just the even-parity form of the discrete ordinates equations.
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Both the spherical harmonics and discrete ordinates approximations can be
written in forms that are identical except for the coefficient matrices. The variational
principle has the form

FI¥T = [ av{(Ver™) B (Vew™) + 4Ky *
29 TGasT —2(Viw F)TGros 7}, (2.85)
and the corresponding even-parity equations are
—ViHy Vbt + Kyt = GisT — ViGr_s™. (2.86)

The coefficient matrices are given in Table 2.1, along with those for the simplified
approximations treated in the following section.

Thus far, the derivations hold for three dimensions. For one or two dimensions
they may be appropriately reduced by eliminating terms in the spherical harmonics
or discrete ordinates expansions. In spherical harmonics all terms with m < 0 for
x—y geometry and all terms with m # 0 for plane geometry are eliminated from
Eqgs. (2.71) through (2.77). The duplicate directions are likewise eliminated from
discrete ordinates approximations (polar axis in x direction, and azimuthal angle
measured from y direction k = 1, 2, 3 for x, y, and z axes). The plane-geometry
spherical harmonics equation, in which the forgoing matrices are expressed in terms
of Legendre polynomials, is particularly relevant here as the basis for the simplified
spherical harmonics approximation.

Table 2.1 Uniform notation for Egs. (2.84) and (2.85)

Hy K Gt Gy—
Pn Ulo 'I+07'S_JU ol—X 4 I Ulo™!
xI+oc71E])
Sn Qo'W oW-WYLZ Y W YL @o'wyl
+ o WYLE_Y_W]| ey xA+071%)
SPn Ugo~'[I+ o' E_]UF 8w ol—% 4 I Ulo™!
xI+o'E)
SSn ;0 [W oW-WYLZ Y, W YL @ 'wyl

+o~ WYL E_Y_W|@uiy x(A+018_)
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2.4.2.3 Simplified Angular Approximations

Cross-derivative terms Vi (---) Vg with k # k’ appear in both the spherical har-
monics and discrete ordinates approximations. Eliminating them greatly simplifies
the spatial discretization. The widely employed simplified spherical harmonics, or
SPn, approximation provides such simplification and reduces the number of coupled
differential equations that must be solved, often without substantial loss of accuracy
[34—-41]. We obtain the SPn equations by taking the one-dimensional form of the Pn
equations, given by Eq. (2.77)

9 - 9
—5- U™ [I ol z_] Ui ¥ + (1= 9"

9 .
=s" — ——Ulo™! (1+071%)s 2.87)
X

and replacing the derivatives with gradient and divergence operators

—V U5 [1 4ot 2_] UVt + (ol — St

—st =Y v UTo™! (I 4o 5:_) 5. (2.88)
k

The resulting equation may also be written in variational form and expressed as cou-
pled partial differential equations; the coefficient matrices are included in Table 2.1.
More importantly, Eq. (2.88) can be written as coupled sets of diffusion equations,
allowing highly developed diffusion computational methods to be used to obtain
solutions with great computational efficiency.

The simplified discrete ordinates approximation is much more recent [42], and
to date not widely employed. It simply eliminates the cross-derivative terms from
Eq. (2.84) by letting

Qro! [I + o_lYIi_Y_W] Q> o’ [I + U_IYIi_Y_W] LS
(2.89)
to yield

V207! [I + a—lYIi_Y_W] Vit + [oT— YLZ Y W]y
=Ylst — @ Vio 'YL+ 0712 )s . (2.90)

The SSn equations may also be written as coupled sets of partial differential equa-
tions as indicated in Table 2.1.

Before proceeding, it is instructive to briefly compare Pn and Sn solutions for
which the spatial discretization error is insignificant. Figure 2.3 shows results for
the widely used Azmy benchmark [43], which consists of a fixed source located
in a highly absorbing medium. The flux plots along the surface far from the source
accentuate errors in angular approximations. The P solution is converged in angle,
and may be used as a reference.
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Fig. 2.3 Flux plots from S, and P, calculations

Note that the Sn solutions oscillate about the reference demonstrating the well-
known ray effects. Low order Pn solutions appear more physically plausible, since
they are smooth curves and their errors tend to be either systematically low (as
in this problem) or high. For this problem, SPn solutions, which are not shown,
closely track the corresponding Pn solutions. Since SPn has fewer angular de-
grees of freedom, computational algorithms for SPn solutions run faster and use
less memory than those for the same level Pn approximation. Unlike discrete ordi-
nates or spherical harmonics methods, however, SPn calculations do not converge
to the true solution as n is increased. In many cases, however, the residual er-
rors are acceptably small. The circumstances under which SPn solutions may be
expected to reasonably approximate the transport equation are well examined else-
where [34, 35, 39,40].

2.4.3 Spatial Discretization

We spatially discretize the foregoing angular approximations using the same finite
element techniques employed in Section2.3. Thus, we begin by subdividing the
problem domain into a finite number of volume elements.

V=> V. (2.91)
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Then, provided we consider only spatial trial functions that are continuous across el-
ement interfaces, we may write the functional given by Eq. (2.85) as a superposition
of elemental contributions:

FIV] = 3 [av {50 ) i (V) + 9Ty
2y tTGE st — 2 (Vey ™) G;_s—} . (2.92)

Within each element, we represent the spatial distribution trial functions, designated
by the vector n.(7), and a vector of unknown magnitudes &.. The even-parity flux

moments become
VE(r) =I1®nl(r)&. T € V.. (2.93)

Then, using the properties of the tensor product, we may write

VUK = [®nE) KT = £ T®nK @nEe = §K° @ nen,&e.
(2.94)

Similarly, it follows that
T
(Vv ™) Hy, (Ve ™) = §.H, ® (Viene) (Vi) &e. (2.95)
The functional given by Eq. (2.92) reduces to a superposition of subelement contri-

butions:
F[ge] = Z EgAege -2 Z EeT(Ie, (2.96)

where the coefficient matrices are given in terms of the known trial functions of
space and angle

Ac=H, ® / dV(Vine) (Vien) + K ® / dVnen!. (2.97)

€ €

Here, the superscripts on H;,, and K® indicate that the cross sections are evaluated
for element V.. The source term is

q. = G / dVst ®n + G§_ / dVs~™ ® Vin.. (2.98)

€ €

With piecewise polynomial trial functions for the finite elements, the components
of £, are just the approximate values of ¥ at the element vertices [7]. Since these
trial functions must be continuous across element interfaces, the process for as-
sembling the elemental contributions and determining a set of linear equations is
completely analogous to that of Egs. (2.38) through (2.46): The components of &,
corresponding to the same physical location on either side of a subelement must
have the same value. This continuity condition is enforced by creating a Boolean
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matrix E. for each subelement that maps the &, onto £, a node wide vector of coef-
ficients: £, = E.£. This transformation allows us to write the discretized functional
in the form of Eq.(2.38). The set of algebraic equations is again obtained by re-
quiring the discretized functional to be stationary. The result, once again, is a set of
equations with the form A§ = q, but where the elemental contributions to A and q
are now given by Eqs. (2.97) and (2.98). Regardless of the angular approximation
employed, the A matrix is sparse and symmetric. For smaller problems, direct meth-
ods may be used for solving the matrix problem. For large problems, an array of
sparse matrix iterative techniques may be employed [29-31].

2.5 Hybrid and Integral Methods

Thus far, we have examined a number of angular approximations to the even-parity
transport equations coupled with the use of finite elements in space. There are, of
course, other possibilities for the discretization of the second-order equations. Here,
we briefly examine two of these, the variational nodal method [11, 13,32,41] and
an integral method [44], and then discuss recent work in combining nodal, finite
element, and integral methods.

2.5.1 A Variational Nodal Method

The variational forms of the even-parity equation that we have utilized have in-
coming flux, vacuum, or reflected boundary conditions. Suppose, however, that we
create a functional that is easily shown to be equivalent to the weighted residual,
Eq. (2.69), which has an inhomogeneous natural boundary condition on the odd-
parity flux. We simply append the following surface term to the functional given by
Eq.(2.70):

Fyt. v = R[yt] +2fdl“fd$2ﬁ-§2w+1//_. (2.99)

The subscript v is appended to denote that the problem domain is a volume V,,
bounded by I',,. By requiring this functional to be stationary with respect to vari-
ations in ¥ within V;, we obtain the Euler-Lagrange equation (2.66). Variations
on the boundary, Iy, yield the relationship, Eq. (2.64), giving ¥~ in terms of ¥ .
Thus, we may consider solving the transport problem within V;,, assuming that the
odd-parity flux ¥~ is known at the boundary. In the finite element literature the
following would be classified as a hybrid element approach [7, 8].

Suppose we consider V,, to be the volume of one “node” of the problem domain,
and the volume of the entire domain to be the sum of the nodes’ volumes:
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V= ZV‘), (2.100)

Then, we may write the functional for the entire domain as

Flyt,y71=) Ryl 2.101)

where Yy~ now appears as a Lagrange multiplier at the nodal interfaces. Requiring
F[yT, %] to be stationary with respect to variations in ¥ within V;,, just yields
Eq. (2.66) within each V,,. Requiring it to be stationary with respectto Yy~ — ¢~ +
8y~ yields the condition

/dF/dQﬂ QT -y )y =0, (2.102)

where /i and i’ = —ii are the outward normal vectors from nodes V;, and V] on
either side of I". Thus, 1,//Jr must be continuous across the interfaces.

In the neutronics literature, a nodal method is generally defined as one in which
neutron conservation is enforced for each node or subregion V,, [45]. The variational
method described here may be shown to meet this condition as follows: suppose we
let¢ = V7! [, dV [dQy™T be the scalar flux averaged over node V;,. We may then
write y T = ¢ + w(;" where fv dv f dQ wg' = 0 and substitute this expression into
Eq. (2.99) to obtain

F T, v = (0 —05)Vod? — 2Vo5 + 26 / dri-J

+ terms independent of ¢ , (2.103)

where s is the group source averaged over V, and angle. If we require the functional

to be stationary with respect to variations ¢ — ¢ + 8¢ we obtain the nodal balance
condition
(0 — o)V + /dFﬁ -J = V5. (2.104)
v
This enforcement of neutron conservation over each V,, allows larger nodes to be
used than typical in the case of fine mesh methods that do not enforce such balance.
To proceed, we apply spherical harmonics, discrete ordinates, or one of the sim-
plified angular approximations given in Section 2.4 to Fy,[y ] given by Eq. (2.99).
We must consistently discretize the surface term. We first divide the surface I" into
a number of flat surfaces, I}, . In the spherical harmonics approximation, we let

Yo Q) ~yL (¥, (r), T eTy. (2.105)

Here, the subscript y is attached to y_y(Q) to indicate that the odd-parity spherical
harmonics are rotated such that the polar axis is perpendicular to the surface. In
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addition, the Yy are deleted from y_, (Q); this is necessary to obtain the correct
number of linearly independent coupling conditions [14]. Employing Egs. (2.71)
and (2.105), we get

/dF/dQﬁy~Q1//+w_ = Z/dw”cy\p;, (2.106)
v y Y

with C, = [ dQii, - Qy4yT,, while for the SPn approximation C, = U].
For discrete ordinates, we approximate the odd-parity flux on I'), by using
Eqgs. (2.79) through (2.81) with

V) & [V @Y Q) (s YT Q)]
(2.107)
and
2, = diag [le iy, Qo iy, Qs diy.e any] (2.108)
The result is again Eq.(2.106), but with C,, = W&,,; this equality remains un-
changed in the SSn approximation.

Next, we rewrite the reduced form of the functional given by Eq. (2.99) with the
angularly discretized variables discretized in a form similar to Eq. (2.92):

Ryt ] = /dV{(VkW)T Hy (Veyt) + 4Ky T — 247 7Gys

=2V ) Gr_s™} +2Z/dw”cy\p;. (2.109)
y Y

Within the node, we approximate the spatial dependence of the even-parity flux by a

vector f(7) containing the orthonormal components of a complete polynomial, and
on the interfaces the spatial dependence of the odd-parity flux is given by a second
set of orthonormal polynomials, h,, (7), defined only on the interface. Thus,

V) =1ef'(rE TeW (2.110)
and

Vv, (r)=1®hl(F)x, T €Ly, (2.111)
where § and y,, are the unknown coefficients. The reduced functional then becomes

Filg x] = §"Ag —28Tq + 287 ) My, 2.112)
Y
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where
A=Hy ® /dV(ka) (Vif") + K® /de £, (2.113)
v v
q=G. / dVst @ f + Gy_ / dVs™ ® Vif (2.114)
v v
and
M, =C, ®/ydrfh§. (2.115)

Requiring Eq. (2.112) to be stationary with respect to variations in £ yields
At =q-) My, (2.116)
y

or equivalently
§=A""q—-A"My, (2.117)

where M = [M;,M,,...Jand xT = [x]. x3. .. .]- To obtain the interface continu-
ity conditions we first note that

Flg, x1=) Fl&xl] (2.118)

Requiring that the functional be stationary with respect to the variations y, —
Xv + 8 X, we obtain the condition

Z £"™™, %, =0 (2.119)
Y

where the sum is now over all interfaces in the problem domain. This condition can
be met for arbitrary y, only if the even-parity moments

¢, =Mt (2.120)
are continuous across the interfaces. Thus for each node, we may combine this
expression with Eq.(2.117) to express the even-parity interface moments in terms
of the node source and the odd-parity interface moments

¢, =MJA™'q, —MJA™'My. (2.121)

Letting T = [@7, @3....], and therefore ¢ = M'§, we may write for each node

¢ =M'A"lq, — MTA~IMy. (2.122)
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A convenient way to solve these equations is to convert them to response matrix
form. We make a linear transformation of variables

it =0 = ox. (2.123)

which in the diffusion approximation correspond to the partial currents. We then
may rewrite Eq. (2.122) in response matrix form

i" =Rj” +Bq, (2.124)

-1
where the matrices are defined by R = [I/ZMTA_IM + I] [I/ZMTA_IM — I]

and B = [1/2MTA—1M + 1] 1oMTAC

Red-black iteration or other methods, then, may be applied to the solution of
the resulting equations. Partitioning algorithms, over-relaxation methods, and other
techniques have also been developed to accelerate the iterative solutions of the sys-
tems of nodal response matrix equations [46,47].

2.5.2 An Even-Parity Integral Method

The functional given by Eq. (2.25) may also be used to derive an even-parity integral
transport method [28, 44]. The treatment is restricted to isotropic scattering, and
we also eliminate the surface term from Eq. (2.25) by assuming essential boundary
conditions. To obtain the integral method, we reverse the discretization order used in
the preceding sections and first discretize the spatial variables, using finite elements,
while leaving the unknowns functions of angle. Dividing the problem domain into
elements, Eq. (2.25) reduces to

Flyt1=Y" /dV f aQ [a;I (Vi) + 0oyt — 09 — 2¢s].

(2.125)
Then, employing the same finite element trial functions, n, (7), used in Sections 2.4
and 2.5, we get
Y, Q) =nl (Ne.(Q). (2.126)
and correspondingly

¢(r) =nl(r)d,. (2.127)

Here, the vectors (pe(Q) and ¢, approximate the even-parity angular flux and the
scalar flux, respectively, at the spatial mesh points. Combining these approximations
with Eq. (2.125) then yields
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Flod =Y { / 4Q01() [szkszk/ogl / 4V (Vene) (Vi)

+ 0e / aneneTi| 0.(Q) — ¢To,. / dVnen'¢, —2¢Ts.;  (2.128)
(& €

where s, = j; dVn.s. As in Egs. (2.38) through (2.46), we assemble the elemental
contributions into global vectors of angularly dependent coefficients through the
use of the Boolean transformations (pe(fZ) = Ee(p(fz) and ¢, = E.¢. The reduced
functional is then

Flol = [ 426" @A @0(@) ~ o1Bré - 20"s:. (2.129)
where
A(Q) = Qka,Zaga;I/edV(vkne) (Ven!) E.
+>  Eloe denenjae, (2.130)
. e
B, =) Egose/anengse, (2.131)
- .
and
s;p= Y Else. (2.132)
.

Requiring Eq. (2.129) to be stationary with regard to variations in ¢ (fZ) then yields
the Euler—Lagrange equation

Ar(2)e(Q) =Brd +5;. (2.133)

We may obtain scalar flux equations by first inverting A and then integrating over
angle. We obtain

[I—/dQA;l(Q)B1}¢ = /dQA;l(Q)SI. (2.134)

This equation has a number of similarities to those obtained using collision proba-
bility theory [28]. The dimension of the problem is only that of the number of spatial
nodes, but the coefficient matrix on the }eft is both dense and nonsymmetric. More-
over, since analytical inversion of Ay (£2) represents an intractable task, numerical
quadrature must be used, inviting comparison to the ray tracing methods used in in-
tegral transport schemes. Treating curved boundaries and other irregular features is
straightforward using isoparametric finite elements. Moreover, the truncation errors
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are order h? for the lowest-order finite elements (triangles with piecewise linear
trial functions), compared to /& for collision probability methods, allowing coarser
element meshes to be used.

2.5.3 Combined Methods

The variational nodal method as described in Section2.5.1 is applicable to ho-
mogenous nodes. However, by using finite element trial functions within the nodes,
heterogeneous nodes may also be treated. Recently, this has been accomplished in
what is called the subelement nodal method and applied to reactor problems in
which each node corresponds to one pin-cell [48]. Likewise, the integral method
described in Section 2.5.2 may be placed within the nodal framework, and this too
has resulted in the ability to treat heterogeneous nodes, often times with substan-
tial savings in memory over what is required using the corresponding differential
method [49].

2.6 Discussion

The foregoing sections attempt to provide an overview of the second-order meth-
ods that are finding increased use in neutron transport calculations. The focus has
been placed upon the discretization of the transport equation rather than on the al-
gorithms that are employed to solve the resulting sets of linear equations. The vast
literature on iterative methods used to solve large sets of sparse matrix equations,
and in particular the intense efforts being made to effectively utilize parallel comput-
ing to speed such computations, lies beyond the scope of this overview. In addition,
the foregoing exposition has been limited to the linear neutron transport equation.
No attempt has been made to include recent work in which second-order trans-
port methods are combined with computational fluid mechanics or other techniques
to include nonlinear thermal-hydraulic feedback mechanisms into neutronics cal-
culations. Likewise, the scope of this work has not included techniques needed
specifically in treating the unique characteristics of thermal radiation or of electron
transport problems.

Work in progress seems destined to expand significantly the value of second-
order methods. In particular, interest in the primal and dual coupled forms of the
transport equations is beginning to break down the sharp distinction between first-
and second-order methods. Perhaps the greatest challenge facing the expanded use
of second-order methods, however, is in the treatment of void regions. Since the
total cross section appears in the dominator of the even-parity equations, they can-
not be applied directly to vacuum regions. Rather, they must be coupled with ray
tracing or other techniques in situations, where neutron streaming in voids must be
incorporated into second-order computations.
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