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Abstract: The most general quantities of interest (called “responses”) produced by the computa-
tional model of a linear physical system can depend on both the forward and adjoint state functions
that describe the respective system. This work presents the Fourth-Order Comprehensive Adjoint
Sensitivity Analysis Methodology (4th-CASAM) for linear systems, which enables the efficient com-
putation of the exact expressions of the 1st-, 2nd-, 3rd- and 4th-order sensitivities of a generic system
response, which can depend on both the forward and adjoint state functions, with respect to all of
the parameters underlying the respective forward/adjoint systems. Among the best known such
system responses are various Lagrangians, including the Schwinger and Roussopoulos function-
als, for analyzing ratios of reaction rates, the Rayleigh quotient for analyzing eigenvalues and/or
separation constants, etc., which require the simultaneous consideration of both the forward and
adjoint systems when computing them and/or their sensitivities (i.e., functional derivatives) with
respect to the model parameters. Evidently, such responses encompass, as particular cases, re-
sponses that may depend just on the forward or just on the adjoint state functions pertaining to
the linear system under consideration. This work also compares the CPU-times needed by the
4th-CASAM versus other deterministic methods (e.g., finite-difference schemes) for computing re-
sponse sensitivities These comparisons underscore the fact that the 4th-CASAM is the only practically
implementable methodology for obtaining and subsequently computing the exact expressions (i.e.,
free of methodologically-introduced approximations) of the 1st-, 2nd, 3rd- and 4th-order sensitivities
(i.e., functional derivatives) of responses to system parameters, for coupled forward/adjoint linear
systems. By enabling the practical computation of any and all of the 1st-, 2nd, 3rd- and 4th-order
response sensitivities to model parameters, the 4th-CASAM makes it possible to compare the relative
values of the sensitivities of various order, in order to assess which sensitivities are important and
which may actually be neglected, thus enabling future investigations of the convergence of the
(multivariate) Taylor series expansion of the response in terms of parameter variations, as well as
investigating the range of validity of other important quantities (e.g., response variances/covariance,
skewness, kurtosis, etc.) that are derived from Taylor-expansion of the response as a function of the
model’s parameters. The 4th-CASAM presented in this work provides the basis for significant future
advances towards overcoming the “curse of dimensionality” in sensitivity analysis, uncertainty
quantification and predictive modeling.

Keywords: forward model; adjoint model; Rayleigh quotient; Schwinger functional; Roussopoulos
functional; first-order adjoint sensitivity analysis methodology; second-order adjoint sensitivity
analysis methodology; third-order adjoint sensitivity analysis methodology; fourth-order adjoint
sensitivity analysis methodology; curse of dimensionality

1. Introduction

The functional derivatives of results (customarily called “responses”) produced by
computational models of physical systems with respect to the model’s parameters are
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customarily called the “response sensitivities.” The first-order sensitivities have been used
for a variety of purposes, including: (i) understanding the model by ranking the importance
of the various parameters; (ii) performing “reduced-order modeling” by eliminating unim-
portant parameters and/or processes; (iii) quantifying the uncertainties induced in a model
response due to model parameter uncertainties; (iv) performing “model validation,” by
comparing computations to experiments to address the question “does the model represent
reality?” (v) prioritizing improvements in the model; (vi) performing data assimilation
and model calibration as part of forward “predictive modeling” to obtain best-estimate
predicted results with reduced predicted uncertainties; (vii) performing inverse “predictive
modeling”; and (viii) designing and optimizing the system.

As is well known, non-linear operators do not admit adjoint operators; only linear op-
erators admit corresponding adjoint operators. For this reason, many of the most important
responses for linear systems involve the solutions of both the forward and the adjoint linear
models that correspond to the respective physical system. Included among the widest
used system responses that involve both the forward and adjoint functions are the various
forms of Lagrangian functionals, the Raleigh quotient for computing eigenvalues and/or
separation constants when solving partial differential equations, the Schwinger functional
for first-order “normalization-free” solutions, and many others (see, e.g., [1,2]). These
functionals play a fundamental role in optimization and control procedures, derivation of
numerical methods for solving equations (differential, integral, integro-differential), etc.
The analysis of responses that simultaneously involve both forward and adjoint functions
makes it necessary to treat linear systems in their own right, rather than treating them as
particular cases of nonlinear systems. This is in contradistinction to responses for a nonlin-
ear system, which can depend only on the forward functions, since nonlinear operators do
not admit bona-fide adjoint operators; only a linearized form of a nonlinear operator admits an
adjoint operator.

As is well known, even the approximate determination of the first-order sensitivities
OR/da;,i = 1,...,N, of a model response R to N, parameters «; using conventional
finite-difference methods would require at least N, large-scale computations with altered
parameter values. The computation of the distinct second-order response sensitivities
would require Ny (N, + 1)/2 large-scale computations, which rapidly becomes unfeasible
for large-scale models comprising many parameters, even using supercomputers. The
computation of higher-order sensitivities by conventional methods is limited in practice by
the so-called “curse of dimensionality” [3] since the number of large-scale computations
needed for computing higher-order response sensitivities increases exponentially with the
order of the response sensitivities. Already the First-Order Adjoint Sensitivity Analysis
Methodology for Nonlinear Systems, conceived and developed by Cacuci [4-6], provides a
considerable step forward in the direction of overcoming the “curse of dimensionality”. For
the exact computation of the first- and second-order response sensitivities to parameters,
the “curse of dimensionality” has been overcome by the Second-Order Adjoint Sensitivity
Analysis Methodology conceived and developed by Cacuci [7-9], as was demonstrated by
the application of this methodology to compute [10-15], comprehensively and efficiently,
the exact expression of the first- and second-order sensitivities of a the leakage response
(which has also been measured experimentally) to the model parameters of an OECD/NEA
reactor physics benchmark [16]. The neutron transport code PARTISN [17] has been used
to computationally model this reactor physics benchmark, which comprises 21,976 model
parameters. Hence, there are 21,976 first-order sensitivities (of which 7477 have nonzero
values) and 241,483,276 second-order sensitivities (of which 27,956,503 have nonzero
values) of the benchmark’s leakage response to the model parameters. The work presented
in [10-15] has been extended to third-order in [18], which has subsequently been applied
in [19-21] to the computation of the third-order sensitivities of the leakage response of the
OECD/NEA benchmark [16] to the benchmark’s total microscopic nuclear cross sections,
which turned out to be the most important model parameters.
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This work presents the Fourth-Order Comprehensive Adjoint Sensitivity Analysis
Methodology (4th-CASAM) for general response-coupled forward/adjoint systems. The
4th-CASAM enables the efficient computation of the exact expressions of the 1st-, 2nd-,
3rd- and 4th-order sensitivities of a generic system response, which depends on both
the forward and adjoint state functions with respect to all of the parameters underlying
the respective systems. The qualifier “comprehensive” is used because this methodology
provides exact expressions for the sensitivities of a system response not only to the system’s
internal parameters, but also to its (possibly uncertain) boundaries and internal interfaces
in phase-space. The development of the 4th-CASAM for coupled forward/adjoint linear
system will provide the basis for significant advances towards overcoming the “curse of
dimensionality” in sensitivity analysis, uncertainty quantification, as well as forward and
inverse predictive modeling [22-24].

This work is structured as follows: Section 2 presents the generic mathematical
formulation of the forward and adjoint equations that underlies the computational model
of a linear physical system, having a response that depends nonlinearly on the forward and
adjoint state functions and parameters. Section 3 presents the development of the novel 4th-
CASAM, which is developed successively from the 1st-, 2nd- and 3rd-CASAM. Section 3
also presents, for comparison, the expressions and number of large-scale computations that
would be needed if the 1st-, 2nd-, 3rd-, and 4th-order response sensitivities were computed
by using finite-difference formulas (which would not only be impractical for large-scale
systems, but would provide only approximate values for the respective sensitivities)
and the Forward Sensitivity Analysis Methodology (FSAM), which would provide exact
expressions for the respective sensitivities, but would also be prohibitively expensive in
terms of computational costs for large-scale systems. Finally, Section 4 offers conclusions
regarding the significance of this work’s novel results in the quest to overcome the curse of
dimensionality in sensitivity analysis, uncertainty quantification and predictive modeling.

2. Background: Mathematical Description of the Physical System

A physical system is modeled by using independent variables, dependent variables
(“state functions”), as well as parameters which are seldom, if ever, known precisely. With-
out loss of generality, the model parameters can be considered to be real scalar quantities,
having known nominal (or mean) values and, possibly, known higher-order moments or
cumulants (i.e., variance/covariances, skewness, kurtosis), which are determined outside
the model, e.g., from experimental data. These imprecisely known model parameters
will be denoted as «4, ... ,xn,, where N, denotes the total number of imprecisely known
parameters underlying the model under consideration. These model parameters are consid-
ered to include imprecisely known geometrical parameters that characterize the physical
system’s boundaries in the phase-space of the model’s independent variables. For subse-
quent developments, it is convenient to consider that these parameters are components
of a “vector of parameters” denoted as « £ (1,..., &N, )Jr ;& € RNe, where RN« denotes
the N,-dimensional subset of the set of real scalars. The vector & € RN« is considered
to include any imprecisely known model parameters that may enter into defining the
system’s boundary in the phase-space of independent variables. The symbol “£” will be
used to denote “is defined as” or “is by definition equal to.” Matrices and vectors will be
denoted using bold letters. All vectors in this work are considered to be column vectors,
and transposition will be indicated by a dagger (1) superscript.

The model is considered to comprise N, independent variables which are denoted as
x;,i =1,..., Ny, and are considered to be components of the vector x e (21, ... ,xNx)+ €
RN+ The vector x € RN of independent variables is considered to be defined on a phase-
space domain, denoted as O, and defined as follows:
O, 2 {—o0 < Aj(a) <x; < wj(a) <o0;i=1,...,Ny}. The lower boundary-point of an
independent variable is denoted as A;(«) (e.g., the inner radius of a sphere or cylinder, the
lower range of an energy-variable, etc.), while the corresponding upper boundary-point
is denoted as w;(«) (e.g., the outer radius of a sphere or cylinder, the upper range of
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an energy-variable, etc.). A typical example of boundaries that depend on imprecisely
known parameters is provided by the boundary conditions needed for models based
on diffusion theory, in which the respective “flux and/or current conditions” for the
“boundaries facing vacuum” are imposed on the “extrapolated boundary” of the respective
spatial domain. As is well known, the “extrapolated boundary” depends not only on
the imprecisely known physical dimensions of the problem’s domain, but also on the
medium’s microscopic transport cross sections and atomic number densities. The bound-
ary of (), which will be denoted as 90y (&), comprises the set of all of the endpoints
Ai(a), wi(e),i = 1,..., Ny, of the respective intervals on which the components of x are
defined, i.e., 90 (&) = {A;j(&) U wj(w),i=1,..., Ny}.

The model is considered to comprise N, dependent variables (also called “state
functions”), denoted as @;(x),i =1,... Ny, which are considered to be the components of

+
the “vector of dependent variables” defined as ¢(x) = [901 (x),-.., N, (x)} .

A linear physical system is generally modeled by a system of N, linear operator-
equations which can be generally represented as follows:

L(x;a)p(x) = g,(x;&) ,x € O, )

where (x;a) = [Lij(x;&) |, i,j = 1,...,Np, is a matrix of dimensions N, x N,, while

Gy (%) £ {qq)’l (va),.... AN, (x;oc)] ! is a column vector of dimension Ny. The com-
ponents L;;(x;«) are operators that act linearly on the dependent variables @;(x) and
are, in general, nonlinear functions of the imprecisely known parameters « € RNe. The
components L;;(«) are operators that act linearly on the dependent variables ¢;(x) and are,
in general, nonlinear functions of the imprecisely known parameters &« € RN+, The compo-

“_ 1

nents q,, ;(x; &) of q,,(x; &), where the subscript “¢” indicates sources associated with the

“forward” system of equations, are also nonlinear functions of & € RN«. Since the right-side
of Equation (1) may contain distributions, the equality in this equation is considered to hold
in the weak (“distributional”) sense. Similarly, all of the equalities that involve differential
equations in this work will be considered to hold in the weak/distributional sense.

When L(x; &) contains differential operators, a set of boundary and/or initial condi-
tions which define the domain of L(x; «) must also be given. Since the complete mathe-
matical model is considered to be linear in ¢(x), the boundary and/or initial conditions
needed to define the domain of L(x; «) must also be linear in ¢(x). Such a linear boundary
and/or initial conditions are represented in the following operator form:

By(x;a) @(x) — cp(x;&) = 0,x € 00 (). )

In Equation (2), the operator By(x; ) £ [bij(x;oc)];i =1,...,Np;j=1,...,Nyisa
matrix comprising, as components, operators that act linearly on ¢(x) and nonlinearly
on «; the quantity Np denotes the total number of boundary and initial conditions. The

operator cp(x;&) £ [cp1(x0),...,Co Ny (x,‘tt)]Jr is a Np-dimensional vector comprising
components that are operators acting, in general, nonlinearly on «. The subscript “¢” in
Equation (2) indicates boundary conditions associated with the forward state function
@(x). In this work, capital bold letters will be used to denote matrices (whose components
may be operators rather than just functions) while lower case bold letter will be used to
denote vectors.

The nominal solution of Equations (1) and (2) is denoted as ¢°(x), and is obtained by
solving these equations at the nominal (or mean) values of the model parameter a”. The
superscript “zero” will henceforth be used to denote “nominal” (or, equivalently, “expected”

or “mean” values). Thus, the vectors ¢°(x) and a? satisfy the following equations:

L(x,' txo)qoo(x) =4, (x; oc0> ,x € Q)y, 3)
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B, (x; oco) (po(x) —Cy (x; ao) =0,x € 0Q)y (oco). 4)

Linear systems differ fundamentally from nonlinear systems in that linear operators
admit adjoint operators, whereas nonlinear operators do not admit adjoint operators.
Furthermore, important model responses of linear systems can be functions of both the
forward and the adjoint state functions, a situation that cannot occur for nonlinear problems.
Therefore, linear physical systems cannot be simply considered to be particular cases of
linear systems (although they may be just that in particular cases), but need to be treated
comprehensively in their own right.

Physical problems modeled by linear systems and/or operators are naturally defined
in Hilbert spaces. Thus, for physical systems represented by Equations (1) and (2), the
components @;(x),i = 1,..., N, are considered to be square-integrable functions and
¢(x) € Hy, where Hy is the “original”, or “zeroth-level” Hilbert space, as denoted by the
subscript “zero”. Subsequently in this work, higher-level Hilbert spaces, which will be
denoted as Hj, H, etc., will also be introduced. Evidently, all of the elements of Hy are
Nj-dimensional vectors that are functions of the independent variables x. For two elements
¢(x) € Hy and ¢(x) € Hy, the Hilbert space Hy is endowed with an inner product that
will be denoted as (@(x), ¥(x))o and which is defined as follows:

(o), offgx ()ix 2 T 108 p(a)p (s
N‘P ( ) w (5)
= ‘21 fﬁl(:; .- f Nx ( )dxldxz...dxi...dex.
1=
N, wil®)
In Equation (5), the product-notation [[ [ [] dx; compactly denotes the respective
=12,(a)

multiple integrals, while the dot indicates the “scalar product of two vectors” defined
as follows:

Ny
P(x)P(x) = ;rpi(xm(x)- (6)

In most practical situations the Hilbert space Hj is self-dual. The operator L(x;«)
admits an adjoint (operator), which will be denoted as L*(x;«), and which is defined
through the following relation for an arbitrary vector ¢ (x) € Hy:

($(x), L(x;a) @(x))o = (L (x;&) $(x), 9(x))o- )

In Equation (7), the formal adjoint operator L*(x; &) is the N, x N, matrix
L*(x; o) £ {L;fi(x;a)},i,jzl,...,N(p, (8)

comprising elements L]’»‘Z- (x; &) which are obtained by transposing the formal adjoints of
the operators L;;(x;&) . Thus, the system adjoint to the linear system represented by
Equations (1) and (2) has the following general representation in operator form:

L*(x;a) p(x) = q4(x;0) ,x € O, )

By(x;a) Pp(x) —cyp(xa) =0,x € 00 (a). (10)

The domain of L*(x; &) is determined by selecting the adjoint boundary and/or initial
conditions represented in operator form in Equation (10), where the subscript “¢” indicates
adjoint boundary and/or initial conditions associated with the adjoint state function (x).
These adjoint boundary and/or initial conditions are selected so as to ensure that the
boundary terms that arise in the so-called “bilinear concomitant” when going from the
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left-side to the right side of Equation (7) vanish, in conjunction with the forward boundary
conditions given in Equation (2).

The nominal solution of Equations (9) and (10) is denoted as ¢°(x), and is obtained
by solving these equations at the nominal parameter values a?, i.e.,

L* (x; ao) 1/)0(x) =4qy (x; oco),x € Q,, (11)

By (x; ao) l[JO (x;u()) —cy (x; wo) =0,x € 00y (ao). (12)
In view of Equations (1) and (9), the relationship shown in Equation (7), which is the ba-
sis for defining the adjoint operator, also provides the following fundamental “reciprocity-

like” relation between the sources of the forward and the adjoint
equations, respectively:

(¥(x),9,(x;a))0 = (4, (x; &), 9(x))o- (13)

The functional on the right-side of Equation (13) represents a “detector response”,
i.e., a particle reaction-rate representative of the “count” of particles incident on a de-
tector of particles, measuring the respective particle flux ¢(x). Thus, the source term

+
9y (%) = [q¢,1 (va),... 2y, (% oc)} in Equation (11) is usually associated with the

“result of interest” to be measured and/or computed, which is customarily called the

system’s “response”.

The system response generally depends on the model’s state-functions and on the
system parameters, which are considered to also include parameters that may specifically
appear only in the definition of the response under consideration (but which may not
appear in the definition of the model). Thus, the (physical) “system” is defined in this
work to comprise both the system’s computational model and the system’s response. The
system'’s response will be denoted as R[g(x), ¢(x); «] and, in the most general case, is a
nonlinear operator acting on the model’s forward and adjoint state functions, as well as on
imprecisely known parameters, both directly and indirectly through the state functions.
The nominal value of the response, R [¢° (x ) 9°(x); &°], is determined by using the nominal
parameter values a’, the nominal value ¢°(x) of the forward state function [obtained by
solving Equations (3) and (4)] and the nominal value 3°(x) of the adjoint function [obtained
by solving Equations (11) and (12)].

A particularly important class of system responses comprises (scalar-valued) func-
tionals of the forward and adjoint state functions. Such responses occur in many fields,
including optimization, control, model verification, data assimilation, model validation and
calibration, predictive modeling, etc. For example, the well-known Lagrangian functional
is usually represented in the following form:

Ne cwi(a)
1/ {o@ay@ + ¢ [L@ew - g,@)] fdx. (19)

i1/ Ai(w)

In particular, the Schwinger “normalization-free Lagrangian” is usually represented
in the following form [1,2]:

(0% [0 e)ay (w)dx {1 S0 9 (), (a)dx, |
Hl A ML))tp( )L (0)gp(x)dx;

(15)

When Equation (1) takes on the eigenvalue (or “separated”) form M[«a(x)]p(x) =
#t N{a(x)]p(x), which implies that the adjoint function /(x) is the solution of the cor-
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responding adjoint equation M*[a(x)]¢(x) = pu N*[a(x)]p(x), the well-known Raleigh
quotient is usually represented in the following form:
T [0 () Ma ()l ()

T, [1%) g () N o (x) (%) dx; 1o
i=1J2(w) i

Actually, any response can be represented in terms of functionals using the inner
product underlying the Hilbert space in which the physical problem is formulated (in this
case, Hp). For example, a measurement of a physical quantity can be represented as a
response R, [@(xp), ¥ (xp); a] which is located at a specific point, x;, in phase-space. Such
a response can be represented mathematically as a functional of the following form:

Ry [p(xp), 9 (xp); &

; w 17
= ;‘1’1(53) f)‘:&";) /\Ni"(if;)R[qo(x),tp(x);oc]é(x—xp)dxldxz...dxi...de 17

e *

where § (x — xp) denotes the multidimensional Dirac-delta functional. Furthermore, a
function-valued (operator) response Rop[@(x), ¢ (x); «] can be represented by a spectral (in
multidimensional orthogonal polynomials or Fourier series) expansion of the form:

ROP[?(’C)/ l[)(x),‘ 'x] = Z i Z Cmy...mp, Pml (xl)sz (xZ) cee Pme (xNx)’ (18)

my MN,

where the quantities Py, (x;), i = 1, ..., Ny, denote the corresponding spectral functions
(e.g., orthogonal polynomials or Fourier exponential /trigonometric functions) and where
the spectral Fourier) coefficients cy,..m x, are defined as follows:

o e Oy, = (19)
St I [ Roplep(x), (x); &) Py (%1) - Py (%) - -« Py, (%8, ) - i dxy,

Nx

The coefficients ¢y,...my, can themselves be considered as system responses since the
spectral polynomials Py, (x;) are perfectly well known while the expansion coefficients
will contain all of the dependencies of the respective response on the imprecisely known
model and response parameters. Consequently, the sensitivity analysis of operator-valued
responses can be reduced to the sensitivity analysis of scalar-valued responses. The
expressions in both Equations (17) and (19) are functionals of the forward and adjoint state
functions and can be represented in the following general form:

R([(f)’(x)r P(x);a] 20)
14 il w 14
LS )t‘il(i)) A(A:E:(x)) /\NIZX(”‘) Slp(x), P(x); a]dxidxy .. . dx; .. .dxn,,

where S[g(x), ¢ (x); ] denotes a suitably Gateaux- (G-) differentiable function of the indi-
cated arguments. Specific examples that illustrate the effects of the first- and second-order
sensitivities of responses of the form shown in Equations (14)—(20) to imprecisely known
model and domain-boundary parameters are provided in [25-34].

The generic response defined in Equation (20) provides the basis for constructing any
other responses of specific interest, and will therefore be used for the generic “Fourth-Order
Comprehensive Sensitivity Analysis Methodology (4th-CASAM) for Linear Systems” to
be developed in the remainder of this work. Note that the generic response defined in
Equation (20) is, in general, a nonlinear function of all of its arguments, i.e., S[@(x), P (x); «]
is nonlinear in ¢(x), (x), and «.

3. The Fourth-Order Comprehensive Adjoint Sensitivity Analysis Methodology
(4th-CASAM) for Linear Systems

The model parameters «; are imprecisely known quantities, so their actual values may
differ from their nominal values by quantities denoted as J«; £ n; — a?,i =1,...,N,.Since
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the model parameters & and the state functions are related to each other through the forward
and adjoint systems, it follows that variations é& = (é&q, . . ., day, ) in the model parameters

will cause corresponding variations é¢ = (5¢1, . ’5¢N(p>' Spi = pi—¢li=1,...,N,

and 6y = ((51[)1, cees 5¢N¢)’ S = ¢ — tp?,i =1,..., Ny in the forward and, respectively,
adjoint state functions. In turn, the variations &, d¢, and J1p cause a response variation
R(¢° + ¢; ¢° + 6¢p; a° + da) around the nominal response value R [¢°(x), 9% (x); a].

3.1. Computation of the First-Order Sensitivities of R[p(x), (x); «]

Since the closed-form analytical expression of the response R[g(x), 1 (x); a] is not avail-
able in practice, the first-order sensitivities of the response cannot be computed directly
from Equation (20), but need to be computed by other means. There are three methods for
computing response sensitivities: (i) by using finite-difference formulas or statistical pro-
cedures to approximate Equation (20) in conjunction with “brute-force” re-computations
using altered parameter values in Equations (1) and (2); (ii) by using the “forward sensi-
tivity analysis methodology (FSAM),” which requires solving the differentiated forms of
Equations (1), (2), (9) and (10), evaluated at the known nominal and response parameter values;
(iii) by applying the “comprehensive adjoint sensitivity analysis methodology” which has
been developed based on the pioneering work of Cacuci [4-6]. These methods will be
discussed in Sections 3.1.1-3.1.3 below.

3.1.1. Finite-Difference Approximation Using Re-Computations with
User-Modified Parameters

The first-order sensitivities of the response, Rlg(x), (x); «], can be computed approx-
imately using the well-known finite-difference formula presented below:

OR(@) L(Rj+l ~Ri4)+ o(hf), 1)

where Rjy1 £ R[(p(ocj—i—hj;x),tp(ocj—|—h]-;x);aj—|—h]-],
Ri_ £R [qo(zxj — h]-;x), P (lx]- — h]-;x); j— hj] , and where I1; denotes a “judiciously-chosen”
variation in the parameter «; around its nominal value Y. The values R;;; and R;_; are
obtained by re-solving the original forward and adjoint systems of equations repeatedly,
using the changed parameter values (a; + h;). The value of the variation h; is chosen
by “trial and error” for each parameter &;, and varies from parameter to parameter. If
the value of h; is too large or too small, the result produced by Equation (21) will be in
considerable error from the exact value of the derivative dR(«)/0w;, and this negative
outcome may be exacerbated by the fact that the user may not be aware of this error since
the exact result for the respective sensitivity can computed only by using the forward or
the adjoint sensitivity analysis methods (to be presented in Sections 3.1.2 and 3.1.3). It is
important to note that finite difference formulas introduce their intrinsic “methodological
errors,” such as the error O (hjz) indicated in Equation (21), which are in addition to, and
independent of, the errors that might be incurred in the computation of R [¢°(x), $°(x); a"].
In other words, even if the computation of R[¢"(x), °(x); a°] were perfect (error-free), the
finite-difference formulas nevertheless introduce their own, intrinsic, numerical errors into
the computation of the sensitivity {dR(«)/da; }“0. This statement is also valid for any of
the statistical methods (e.g., Latin-hypercubes, etc.) that might be used in conjunction with
re-computations.

3.1.2. Forward Sensitivity Analysis Methodology (FSAM)

The aim of the Forward Sensitivity Analysis Methodology (FSAM) is to compute the
response sensitivities without introducing approximations of their own (i.e., methodolog-
ical errors), as was the case when using methods that need brute-force re-computations
(e.g., finite-difference errors, statistical errors). The mathematical framework of the FSAM
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is set in the vector-space of the model parameters «. In this vector-space, the first-order
partial sensitivity of R[g(x), (x); a] to a generic model parameter, «;, can in principle be
obtained by taking the first-order partial of the response and equations underlying the
model with respect to a generic model/respond parameter «;, evaluated at the nominal
parameter values . Recall that in a linear vector space comprising function-valued el-
ements of the form #(x) £ [71(x), ..., 7x(x)]", the most comprehensive—and practically
computable—concept of a “partial derivative” of a nonlinear operator F[#;(x), ..., nx(x)]
with respect to any one of its arguments, #;, stems from the properties of the 1st-order
partial Gateaux- (G-) variation, 0F;[n;(x), ..., qx(x); hi(x)], of F[1(x), ..., yx(x)], which is
defined as follows:

SF[m(x), ..., qx(x); hi(x)] & {;SF[ql(x),...,m(x) —I—shi(x),...,qK(x)]} , (22)

se0

where ¢ is a scalar (i.e., ¢ € F, where F denotes the underlying field of real scalars) and
where h;(x) denotes an arbitrary variation in #;(x).

The total G-variation 6F;[51(x), ..., qx(x); h1(x),..., hx(x)] of F[g1(x), ..., qx(x)] for
arbitrary variations h £ (hy, ..., hx)" is defined as follows:

OFi[m (x),...,qx(x); b1 (x),..., hg(x)]

- {%F[ﬂl (x) +ehy (x), .. .,11k(x) + ShK(x)]} (23)

e=0

The first-order G-variation dF(#; h) is an operator defined on the same domain as
F(n), and has the same range as F(#). The G-variation 6F(#; h) satisfies the relation
F(q+¢h) — F(y) = 0F(y; h) + A(h) , with LiﬂgM = 0. The existence of the G-variation
£—

€
OF (11; h) does not guarantee its numerical computability. Numerical methods most often
require that 0F (y; h) be linear in the variations h in a neighborhood (# + ¢h) around #. The
necessary and sufficient conditions for the G-differential 6F(#; k) of a nonlinear operator
F(#) to be linear in the variations h in a neighborhood (# + eh) around # are as follows:

(i) F(y) satisfies a weak Lipschitz condition at #; (24)

(ii) For two arbitrary vectors of variations hy and hy, the operator F(#) satisfies
the relation

F(y+ehy +¢hy) —F(y+¢ehy) — F(y+¢hy) + F(yg) = o(e) . (25)

In practice, it is not necessary to investigate if F(#) satisfies the conditions presented
in Equations (24) and (25) since it is usually evident if the right-side of Equation (23) is
linear (or not) in the variations h. When the total variation F (#; h) is linear in , it is called
the “total differential of F(u)” and is denoted as DF (#; h). In this case, the partial variation
O0F;i(m1,...,qx; hy) is called the “partial differential 6F;(#1, . . ., x; h;) of F(n) with respect
to 77;” and the following representation holds:

K oF(m,...,
DO i, . ) = 3 O )y, (26)
k=1 1

where the quantities dF (171, . . ., k) / 911; denote the partial derivatives of F(u) with respect
to its arguments #;. It will henceforth be assumed that all of the operators considered in
this work satisfy the conditions presented in Equations (24) and (25), so that they admit
partial G-derivatives such that the representation shown in Equation (26) exists.

The sensitivity {oR[gp(x), (x); a]/ atx]-}(ao) of R[p(x), (x); «] to a model parameter

«j, evaluated at the nominal parameter values Y is obtained by determining the partial G-
differential 6R [¢°(x), $°(x); a*; 0a;] = {9R[p(x), 9 (x); a] /aa]-}(ao)(saj of Rlp(x), p(x); «]



Energies 2021, 14, 3335

10 of 45

with respect to the respective parameter a;, for each j = 1,..., N,. Since the forward state
function ¢(x) is the solution of Equations (1) and (2), while the adjoint state function 1 (x)
is the solution of Equations (9) and (10), it follows that both ¢(x) and 3 (x) are implicit
functions of the model parameters & = (ay, ..., ocNa)+. Hence, considering that ¢(x) =
¢(x;a), P(x) = P(x;«), and applying the definition provided in Equations (20)-(22) yields
the following expression for the 1st-order partial sensitivity {oR[@(x), ¢ (x); a]/ aa]-}(uo)
foreachj=1,..., Ny

() (4ol moo(s i) 4+ )] )

No ¢ o(a)  aSig(x)plx)a] B
= ¥ TT{ ) dw Slelgpliel )

o () dxpSlp(x1,..., bg, .., xN, ), P(x1, .., by, o xN, ) ] o8, (27)

A
—Slp(x1, ..., a5, -, xN,), P(x1,. .., Ak, ..., XN, ); &] a’;f}"") }NO

+ ]I\f[ { /{‘&i";) dxkAaS[(P(xg;P(X);w] 83%’/ + aslfp(xa);;f(x);“] ng‘Ifj}aU,j =1,...,Ng.

The functions de(x)/d«; and dp(x)/du; are obtained by solving the system of equa-
tions obtained by taking the first partial G-derivative of Equations (1), (2), (9) and (10) with
respect to the model parameter ;. Applying the definition provided in Equation (22) to
Equations (1), (2), (9) and (10) yields, after cancelling the scalar parameter variation é&; on
both sides of the equal signs in resulting expressions, the following First-Order Forward
Sensitivity System (1st-OFSS):

o
L(x; “O)aT(Z

= {fD(igia) | oy 1 Gipi)
(28)

oq, () L(x; .
< %aj B Léz;a)(p(x);x €Oyj=1,...,Ny

7

{By(x; ) }( )34’ = {cé)l)(j;(P;a)}(ao) 29
) (i) 2 Lelmpelonl], o 2l x € 90, (o),

* 9 .
L () 2 = {sV G}

‘ (30)
gV (i) = aq‘gz(: - Tl (x);x € Qij =1, Nig
By(x;0)} o 2 = LD (i)}
(Byloo)} %5 {e b o1

p i) 2 PE g (x) — SHE k€ 90 (o).

The system of equations comprising Equations (28) through (31) is called the 1st-
OFSS because its solutions are the first-order derivatives of the forward and adjoint state
functions dg(x)/da; and dtp(x)/da;, respectively. Evidently, the 1st-OFSS would need to
be solved 2N,-times, with different right-sides in order to compute the 1st-order deriva-
tives of the forward and, respectively, adjoint state functions with respect to all model
parameters «;, j = 1,...,N,. Subsequently, the solutions dg(x)/da; and dyp(x)/de; of
the 1st-OFSS would be used in Equation (27) to compute the first-order response sensi-
tivity {OR[g(x), P (x); «] /aocj}(ao), foreachj=1,..., Ny, using quadrature formulas. The
quadrature computations are small-scale inexpensive computations but solving the 1st-
OFSS entails large-scale computations, even if the same linear operators, namely L(x; &) and
L*(x; &), would need to be inverted each time (which means that the same code/solvers
would be used, without needing additional programming for inverting this operator).
Thus, the FSAM is advantageous to employ only if, in the problem under consideration,
the number N, of model parameters is considerably less than the number of responses
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of interest. This is rarely the case in practice, however, since most problems of practical
interest are characterized by many model parameters and comparatively few responses.

It is evident from Equations (27)-(31) that the 1st-order partial sensitivities
{OR[p(x), (x); &] /aocj}(“o) are functions of the quantities dg(x)/da; and d¢(x)/0«;, as
well as of the index j = 1, ..., N,. Therefore, for the subsequent derivation of the 2nd-
and higher-order sensitivities of the response with respect to the model parameters, it
is convenient to introduce the following notation for the 1st-order response sensitivities
obtained by using the FSAM:

RO ELP o IR(g; ;)
(; Py aa> S (32)

3.1.3. First-Order Comprehensive Adjoint Sensitivity Analysis Methodology (1st-CASAM)

The aim of the First-Order Comprehensive Adjoint Sensitivity Analysis Methodology
(1st-CASAM) is to find an alternative way for expressing the contribution of the flux
variation (the so-called “indirect-effect term” contribution) to the total response sensitivity,
so as to avoid the need for having to compute the derivatives dg¢ (r, Q2)/de; of the state
functions with respect to the model’s parameters, as is the case when using the FSAM. In
contradistinction to the FSAM, which is framed in the vector-space of the parameters «, the
1st-CASAM is framed in the combined phase-space of the parameters a and state-functions ¢(x)
and ¥ (x).

The 1st-order Gateaux- (G-) variation, denoted as 6R (goo, 1,[)0, af; o, 01, (504), of the re-
sponse R(e) for arbitrary variations d¢(x), d¢p(x), da in the model parameters and state func-
tions, in a neighborhood [¢°(x) + edg(x), $°(x) + edp(x); & + eda] around (¢°, 9, a0),
where ¢ € F is a real scalar (F denotes the underlying field of scalars), is defined as follows:

SR(¢", 9°, a0 69, 51, 6ux)
2 {4R[9"(x) + e0p(x), y°(x) + e (x); 0+854x]}8 i (33)
= {0R(¢°, 9°, 0" 09, 59) } ;;, + {oR (¢, ¢°, 0% 00) },,

where the “direct-effect” term {6R(¢°, 9°,4%;6a) } . depends only on the parameter vari-
ations da and is defined as follows:

(R (&P, %00}, = {3 T ) g, piwgial | o

«0
Ny [ AP (x);u
— Hl{f;(kzal; Xp [ ( E)M ( ) ]50(}

0

N, N, (34)
X X m a
+ H { w((";)dme[q)(xl,...,bk,...,xNX),l/J(X1,...,bk,...,xNx);a}(%kiaw} 0(5a
k=1m=1k#j o
Ny Ny

" IA,
— :]—[ { ;;(i');)dme[(p(xl,...,ak,...,xNx),tp(xl,...,ak,...,xNX);tx] 505“)}“0(504,

»
[N
3
_
ke
&

while the “indirect-effect” term {JR (9%, 90,0069, 59) bon ; depends only on the variations
d¢ and 01 in the state functions, and is defined as follows:

{OR (¢, 9°,a%; 60, 59p) }.,.,
9S[g(x), P (x);x 95 x)i& (35)
U By i),

In Equations (34) and (35), the notation { } ,0 has been used to indicate that the quantity
within the brackets is to be evaluated at the nominal values of the parameters and state
functions. This simplified notation is justified by the fact that when the parameters take on
their nominal values, it implicitly means that the corresponding state functions also take
on their corresponding nominal values, in view of Equations (3), (4), (11) and (12). This
simplified notation will be used throughout this work.
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The “direct effect” term {6R(¢°, 9°,a% )}, defined in Equation (34) depends
directly on the parameter variations d«, and can be computed immediately since it does
not depend on the variations d¢ and 63 (x). On the other hand, the “indirect effect” term
{6R(¢°, ¥°,a°; 69, 6¢) }, , defined in Equation (35) depends indirectly on the parameter
variations d«, through the variations dg(x) and é9p(x) in the forward state functions ¢(x)
and ¢(x), and can be computed only after having computed the values of the variations
d(x) and g (x).

The variations d@(x) and dp(x) are the solutions of the system of equations obtained
by taking the G-differentials of Equations (1), (2), (9) and (10), which can be written in the
following matrix-vector form:

{V<1)(a)5u(1>(x)} .= {q(l) (u(l);a;éoc)} X €Oy, (36)
{0 (i ouV;on) ) = 0,x €00 (), (37)
where
() & L(«) 0 ) 1) é(?(x)) (1) é(‘sﬁo(x) )
VO e (1) Ly )t e ) 0 ot )
o) 2 [ 4 (@eda) )
q(l) (u(l),a,&x) = < q§1>(tp;a;5a) ), (38)
Wy
(D) (1) 5(1).0.5.) & [ by (@e;0a)
v (u o I“’M) (bél)(lﬁ;a;&w)
9|qp(x) — L(a)g
o o)
9|qy(a) — L™ (a)tp(x)
{qé”ww}ﬁ{ — ]} o

The matrices dq,,(«)/0x and O[L(a)p]/dx, which appear on the right-side of
Equation (36), are defined as follows:

%y, 9,1
a‘xl alXle
aq(p(“) A
. ’
aq‘l’/Nq) aq(p Nq,
a“l BocNa
N N,
Ju; A N,
oLiwg] o
[14 . :
N N,
g @] AT Ly e ]
Juy dan,,

The system of equations comprising Equations (36) and (37) will be called the “1st-
Level Variational Sensitivity System” (1st-LVSS) and its solution, su(!) (x), will be called
the “1st-Level variational sensitivity function.” The superscript “(1)” used in Equations (36)
and (37) indicates “1st-Level” (as opposed to “first-order”) because the 1st-LVSS differs
from the 1st-OFSS in that the 1st-LVSS involves the total first-order differential su) (x)
of the state functions whereas the 1st-OFSS involves the first-order partial derivatives of
the state functions with respect to a single model parameter &;. In principle, the 1st-LVSS
could be solved for each possible component of the vectors of parameter variations da to
obtain the functions é¢(x) and J(x). Subsequently, the solutions dg(x) and 3 (x) of the
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1st-LVSS could be used together with the known parameter variations da in Equation (35)
to compute the indirect-effect term {5R(¢°, ¢, a%; 6g, 59p) }in ;- Computing the indirect-
effect term {6R (goo, 90, a%; 69,0 P) }in ; by solving the 1st-LVSS would require at least 2N,
large-scale computations (to solve the 1st-LVSS) for every independent component of the
vectors of parameter variations da. Therefore, solving the 1st-LVSS is advantageous to
employ only if, in the problem under consideration, the number N, of model and boundary
parameters is considerably less than the number of responses of interest. This is rarely the
case in practice, however, since most problems of practical interest are characterized by
many model parameters and comparatively few responses.

The indirect-effect term {0R (¢, ¢°,a0;69,6v) }, , defined in Equation (35) can be
computed by applying of the First-Order Comprehensive Adjoint Sensitivity Analysis
Methodology (1st-CASAM), which avoids the need for computing the functions dg(x) and
0tp(x). The principles underlying the 1st-CASAM are as follows:

1 Introduce a Hilbert space, denoted as H;, comprising square-integrable functions
.'.
vector-valued elements of the form 5! (x) £ [qgl)(x),qgl)(x)} , with qgl)(x) =

(1) (1) M AT , , i
i1 (x),..., m; (x),..., N, (x)| ,i=1,2, and endowed with an inner product be

tween two elements, (1) (x) € Hy, £ (x) € Hj, of this Hilbert space, which will be
denoted as (1) (x), £V (x))1 and defined as follows:

1V (x), M (x))o- (42)

M

(1 (x), M ()1 £

i=1

2 Inthe Hilbert Hy, form the inner product of Equation (36) with a yet undefined vector-

1.
valued function a(!) (x) £ [agl) (x), uél) (x)] € Hj to obtain the following relation:

{(aV (x), VO (@)D ()1 } ={<a<”(x),q<”(<p;tp;a;éa)h}ao- (43)

a0

3  Using the definition of the adjoint operator in the Hilbert space Hj, recast the left-side
of Equation (43) as follows:

{(a(l)(x),V(l)(zx)éu(l)(x)h 0 m
_ {51/!(1)(x)/A(l)(‘x)a(l)(x)]}ag + {P(l) {(Su(l)(x);a(l)(x);a;éa] } o (44)

13

where {P(l) [Su(l) (x);aV) (x); a; (5&} } , denotes the bilinear concomitant defined on
12

the phase-space boundary x € 90 (a?), and where AW (a) is the operator formally
adjoint to V(M (w), i.e.,

AW (a) 2 [V(l)(oc)r = ( L*é"‘) L&) ) (45)

4 Require the first term on right-side of Equation (44) to represent the indirect-effect
term defined in Equation (35), to obtain the following relation:

AW (x)aM (x) = s (u(l)(x);oc>, (46)
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where

35 (u) )]
s [u® (x);a] 2[5 (uV;a), 51" (u(l);‘x)ré Ls(a(";. Tl 47)
=32]

Implement the boundary conditions given in Equation (37) into Equation (44) and
eliminate the remaining unknown boundary-values of the functions ¢ and J1p from

the expression of the bilinear concomitant {P(l) {(5u(1> (x);a) (x); zx] } , by selecting
14

: s : (1) a [ (1) (1) t
appropriate boundary conditions for the function a'V/(x) = {“1 (x),a, (x)} , to

ensure that Equation (46) is well-posed while being independent of unknown values

of &g, 51, and d&. The boundary conditions thus chosen for the function a!) (x) £

1
{ugl) (x), agl) (x)} can be represented in operator form as follow

{bg) [u(l)(x);a(l)(x);oc;] } .

o

—0,x € 90, («0). (48)

The selection of the boundary conditions for the adjoint function

D) (v & [ 1) @1t : o
a'(x) = |a; ' (x),a, (x)| represented by Equation (48) eliminates the appearance

of the unknown values of su(V) (x) in {P(l) [5u(1> (x);a ) (x); a; 504} } , and reduces this
bilinear concomitant to a residual quantity that contains boundar‘gf terms involving
only known values of @(x), P(x), al!) (x), & and da. This residual quantity will be
denoted as {15(1) [u(l) (x);aM (x); a; (Soc} }ao. In general, this residual quantity does
not automatically vanish, although it may do so occasionally.

The system of equations comprising Equation (46) together with the boundary condi-
tions represented by Equation (48) constitute the 1st-Level Adjoint Sensitivity System
(1st-LASS). the solution a(!) (x) £ {u%l) (x), ag) (x)} ! of the 1st-LASS will be called
the 1st-level adjoint function. The 1st-LASS is called “first-level” (as opposed to
“first-order”) because it does not contain any differential or functional-derivatives, but
its solution a(!) (x) will be used below to compute the first-order sensitivities of the
response with respect to the model parameters. This terminology will be also used in
the sequel, when deriving the expressions for the 2nd- and 3rd-order sensitivities.

It follows from Equations (43) and (44) that the following relation holds:

[(a®(x), gV (uV); ;60) )y

= {<5u(1)(x),A(1)(oc)a(1) (x)>1}a0 + {15(1) {u(l)(;;;a(l) (x); ; 50&} }“0. )

Recalling that the first term on the right-side of Equation (49) is, in view of Equation
(46), the indirect-effect term {JR (¢, ¢°,a%; 6, 6¢) }, ., it follows from Equation (49)
that the indirect-effect term can be expressed in terms of the 1st-level adjoint function

al(x) & {agl)(x),agl)(x)] ' as follows:
{0R(¢°, 9°, 0% 09, 69) },,
= {{aV(x), g0 (u;m0m) )1}~ p(l)Tu(l);a(l);a; ]}
_ {i (@ (x), gV (u(”;a'é&))o}“o (P [u0;aW;m0n]} O

= {(5R(u(1 ;a0; 40, 5«) }ind.
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As has been indicated by the last equality in Equation (50), the variations d¢ and Jy
have been eliminated from the original expression of the indirect-effect term, which now
+
instead depends on the st-level adjoint function (V) (x) £ [a&l) (x), aél) (x)} . As indicated
in Equation (46), solving the 1st-Level Adjoint Sensitivity System (1st-LASS) entails the
following operations: (i) inverting (i.e., solving) the original left-side of the adjoint equation
M.\t
with the source {as(gq)a)} to obtain the 1st-level adjoint function t[)§1) (x); and (ii) invert-

3s(uWa) |7
ing the original left-side of the forward equation with the source [ s(g 7 ) } to obtain

the 1st-level adjoint function l[)él) (x). It is very important to note that the 1st-LASS is inde-
pendent of parameter variations da. Hence, the 1st-LASS needs to be solved only once (as
opposed to the 1st-LFSS, which would need to be solved anew for each parameter variation)

¢ : . Dy A [ (D) O
o determine the 1st-level adjoint function a'*/) (x) = [“1 (x),a, (x)} . Subsequently, the

“indirect-effect term” {5R (u(1>'0 ;a0 40, (5¢x> } is computed efficiently and exactly by

ind
simply performing the integrations over the adjoint function a(!) (x) £ [al )(x), a, (x)} +,
as indicated on the right-side of Equation (50).

As indicated in Equation (33), the total 1st-order sensitivity of the response
Rlp(x), ¥ (x); a] to the model parameters is obtained by adding the expressions of the direct-
effect term defined in Equation (34) and indirect-effect term as obtained in Equation (50),

which yields the following expression:

Ny .
(o[ s sn] = {20 o

Ny Ny
8 T R dnSlp(a . b w) P b)) 25 e )

0

=1 m=1k#j
Ne Ny W () .1 0 (a) 51
_kgl m:gk#j{ o) AxpS(e(x1, ..., a5, ..., XN, ), P(x1, ..., a4k, ..., XN, ); &] ak“ }(Su}ao (51)

+{ il “5”(")"151) (u(l);a; (504)0} - {15(1) [u(”;a(l);:x;éa} } .
1= aO u
= {(SR [u(l)(x);u(l)(x);u; 5&] }

a0

The expression in Equation (51) no longer depends on the variations the variations d¢
and dp, which are expensive to compute, but instead depends on the 1st-level adjoint func-
tion a() (x) £ [agl) (x), agl) (x)} +. In particular, this expression also reveals that the sensitiv-
ities of the response R[@(x), P (x); & to parameters that characterize the system’s boundary
and/or internal interfaces can arise both from the direct-effect and indirect-effect terms. It
also follows from Equation (51) that the total 1st-order sensitivity 6R (qoo, % a); a0 (5«)
can be expressed in terms of the 1st-level adjoint functions as follows:

{5R [uu)(x),-a(l)(x);a;(s,x” - %{aR [u(l)(xa):(l)(x);a] } su, (52)

o0 =
where the quantities

aR[j;u(l)(x);a(l)
aaj

£ RO [jl;u(l)(x);a(l)(x);a}, j=1,...,Ng.

@] N D [ (1) (o (1) (.
_kl;Ilfgk(a) dx;S [],u )(x);a (x),a} )

Represent the 1st-order response sensitivities, evaluated at the nominal values of the
state functions and model parameters. In particular, if the residual bilinear concomitant is

non-zero, the functions $(!) [] s(x), p(x);aV) (x); a} would contain suitably defined Dirac
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delta-functionals for expressing the respective non-zero boundary terms as volume-integrals
over the phase-space of the independent variables. Dirac-delta functionals would also be

needed to represent, within S(!) [] ;o(x), p(x);aV) (x); a} , the terms containing the deriva-

tives of the boundary end-points with respect to the model and/or response parameters.
In the particular case in which the model’s response depended only on the forward

state function ¢(x), the sensitivities dR [(p(x) ; agl) (x); a] /owj,j=1,..., Ny, would depend
(1)

only on the 1st-level adjoint function a;’ (x), which is the solution of an adjoint-like 1st-
LASS. Conversely, if the model’s response depended only on the adjoint state function

P (x), then the sensitivities dR [1[)(x); aél) (x); a} /owj,j=1,..., Ny, would depend only on

the 1st-level adjoint function aél) (x), which is the solution of a forward-like 1st-LASS.

3.1.4. Comparison of Computational Requirements for Computing the First-Order
Response Sensitivities with Respect to the Model Parameters

From the derivations presented in Sections 3.1.1-3.1.3, it is evident that the computa-
tional requirements for the three deterministic methods discussed therein for computing
the sensitivities of a scalar valued response R[g(x), ¢(x); a] with respect to the N, model
parameters & = (ay,...,ap, )" are as follows:

A.  The 1st-Order Comprehensive Adjoint Sensitivity Analysis Methodology (1st-CASAM)
requires 2 large-scale computations: one large-scale computation for computing the

first-level adjoint state function agl) (x) and one large-scale computation for comput-

ing the first-level adjoint state function aél) (x).

B.  The Forward Sensitivity Analysis Method (FSAM) requires 2N, large-scale computa-
tions: N, large-scale computations for computing the first-order derivatives of the
forward state function ¢(«; x) and N, large-scale computations for computing the
first-order derivatives of the adjoint state function ¢ (a; x).

C.  The finite-difference (FD) method requires 4N, large-scale computations: 2N, large-
scale computations for computing the forward state functions q)(oc]- +hy; x) and 2N,
large-scale computations for computing the adjoint state functions % («; = hj; x).

If the response depends only on the forward state function, the following simplifica-
tions occur:

V(&) = L(a); AV (a) = L*(a);alV (x) = af (x). (54)

A similar simplification occurs in the boundary conditions represented by
Equation (48).

If the response depends only on the adjoint state function, the following
simplifications occur:

VD (&) = L*(a); AV (&) = L(a); aM (x) = agl)(x). (55)

A similar simplification occurs in the boundary conditions represented by Equation (48).
Hence, if the response depends only on the forward or only on the adjoint state function,
then only half of the number of large-scale computations discussed in points A-C, above,
would be needed.

It is evident that the 1st-CASAM is the most efficient of all of the above methods for
computing the first-order sensitivities of scalar-valued responses to parameters, and the
relative superiority of the 1st-CASAM over the other methods increases as the number of
model parameters increases. This efficiency was evidently illustrated in [10-15], which
presented the CPU times needed to compute the first-order sensitivities of the response to
the model parameters for an OECD/NEA reactor physics benchmark [16], which consists
of a plutonium metal sphere surrounded by a spherical shell made of polyethylene. The
benchmark’s response of interest was the experimentally measured leakage of particles
(neutrons) out of the sphere’s outer boundary, which depends only on the forward state
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function, but does not depend on the adjoint state-function (adjoint flux), so this response
was modeled using a particular form of the right-side of Equation (13) within the PARTISN
neutron transport code [17]. To compute the 7477 non-zero 1st-order sensitivities of the
benchmark’s neutron leakage response to the benchmark’s parameters, the 1st-CASAM
needed 1 large-scale adjoint computation for computing the 1st-level adjoint function

[the equivalent of the function ail) (x)], which required 85 CPU-seconds. In addition, the
1st-CASAM required 10 CPU-seconds for computing the 7477 integrals over the adjoint
functions [i.e., the equivalent of computing Equation (50)] for computing the numerical
values of all of the 7477 1st-order sensitivities. In contradistinction, the FSAM required
7477 large-scale computations for solving the respective 1st-OFSS [i.e., the equivalent of
solving Equations (28) and (29)], which required 694-CPU Hours. The finite-difference (FD)
approximation would have required 1388-CPU Hours for obtaining approximate values
for the 7477 1st-order sensitivities.

3.2. Computation of the Second-Order Sensitivities of R[¢(x), {(x); a]

Since this work ultimately aims at deriving the explicit expressions of the 4th-order
sensitivities of the response R[p(x), i (x); a] with respect to the model parameters, the pro-
liferation of indices, superscripts and subscripts is unavoidable. Nevertheless, “subscripted-
subscripts” can be avoided by using subscripts of the form j1 =1,...,Ny;j2=1,...,/1,
where the index j1 will replace the index j (which was used in the Section 3.1) to index the
1st-order sensitivities, and where the index j2 will be used (in addition to j1) to index the
2nd-order sensitivities. Furthermore, anticipating the notation to be used in subsequent
Subsections, the index j3 will be used (in addition to the indices j1 and j2) to index the
3rd-order sensitivities and the index j4 will be used (in addition to j1, j2 and j3) to index
the 4th-order sensitivities.

There are N, (N, + 1) /2 distinct second-order sensitivities of the response with respect
to the model and response parameters. Section 3.2.1, below, summarizes the computational
aspects of using finite-difference formulas and Section 3.2.2 describes the “forward sen-
sitivity analysis methodology” for computing the 2nd-order response sensitivities to the
model parameters. Section 3.2.3 presents the 2nd-Order Comprehensive Adjoint Sensitivity
Analysis Methodology (2nd-CASAM), for computing the 2nd-order response sensitivities
along the concepts originally developed by Cacuci [7-9].

3.2.1. Finite-Difference Approximation Using Re-Computations with
User-Modified Parameters

The second-order responses sensitivities could be computed approximately by “brute
force” re-computations using standard forward or backward differences. Thus, the second-
order unmixed sensitivities can be calculated using the following formula:

9’R 1 ,
(o0 (o;l ~ ﬁ(&'lﬂ —Rj1 +Rj1_1) + O(hj12),]1 =1,..., Ny, (56)
il j
where Rjj;1 = R(ejy+hj), Ri = R(aj1), Rj—1 = R(aj —hj1) and hj; denotes a

“judiciously-chosen” variation in the parameter «; around its nominal value oc?l.

The 2nd-order mixed sensitivities, 3*R (&) / daj10ap, can be calculated by using the
following finite-difference formula:
?’R
aa,léi‘fz ~ 4}1]-}7h]-2<R]'1+1,j2+1 —Rji-1241 = Rjirp-1+ Rjp—1,2-1)
+O(hj hpp?), (57)
foril=1,...,Nyj2=1,...,11,

where hj; and hj; denote the variations in the parameters «; and &5, respectively. The val-
ues of the quantities Rj1+1,j2+1 = R(ocjl + hjlr Kjp + hjz), le—l,j2+1 = R(Déjl — h]'1, ap+ h]'z),
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Rj1+l,j271 = R(ttjl + hjl/ Déjz - hjz), and lefl,jZfl = R(Déjl - h]‘l,Déjz - h]Z) are obtained
by repeatedly re-solving Equations (1), (2), (9) and (10), using the changed parameter
values (j; £ hj1) and (aj, & hjp). The values of hj; and h;,, respectively, must be chosen
“judiciously” by “trial and error” for each of the parameters aj; and ajp; otherwise, the
result produced by Equation (57) will be erroneous, significantly removed from the exact
value of the derivative 9*R (&) / daj10uj. These finite-difference formulas introduce their
intrinsic “methodological errors” of order O(h;1?) and/or O(hj1, hj?), as indicated in
Equations (56) and (57), which are in addition to, and independent of, the errors that might
be incurred in the computation of L(«). In other words, even if the computation of R («)
were perfect (error-free), the finite-difference formulas nevertheless introduce their own,
intrinsic, numerical errors into the computation of 3R () / LTCL

3.2.2. Forward Sensitivity Analysis Methodology (FSAM)

Within the framework of the FSAM, the second-order sensitivities 3*R(«)/ daj10u,
j1,j2 = 1,..., Ni, of the response to the model and response parameters are obtained
by computing the partial G-derivatives of the first-order sensitivities represented by
Equation (32), which yields the following result:

PRgp) 5 1 [ dp(1)[i1.0( a0 N .50 .
W — @ { CTSR( ) |:]1,(p(a]2 + g(lejz), 1[) (0‘12 + 850‘j2>,a]'2 + 850é]'2,
aq)<a§-)2+£(5ajz) ) oY <u?2+£(5aj2> ]
e=0

(58)

ou i1 4 Ju 1

— RO [l thrg 22 . Do . Py ].q 5
= R( )|:]21]1I¢l lp/“/ mr @/ W/ W],]l,]z - ].,...,Na.

As indicated by the functional dependence of the last term in Equation (58), the
evaluation of the second-order response sensitivities requires prior knowledge of the 1st-
and 2nd-order derivatives of the state functions with respect to the model parameters. The
functions de(x)/daj; and 09 (x) /w1 are obtained by solving the 1st-OFSS. The functions
g/ daj1duajp and 0%/ ou j10u > are the solutions of the following Second-Order Forward
Sensitivity System (2nd-OFSS), which is obtained by taking the partial G-derivative of the
1st-OFSS with respect to a generic model parameter a:

0V %0 ()i . )
L(x,oc )311]'2304/‘1 = {f( )(]2/]1/(P/“)}u0/x S Qx/ (59)
l=1,...,Ny2=1,...,f1;
? 2)
{B<p(x2a)}(e0)aajzgj;¢ﬂ = {C; )(]2;]1;¢;a)}a0;x € 90(a%); (60)
il=1,...,Ny2=1,...,]1;
0N PP [ () i1 ) .
L* (x’a )al!]'zaaj] - {g( )(]2’]1/ lp’a)}aolx € Qx’ (61)
j1=1,...,Ng2=1,...,j]
. 02 _ 2) im0, . .
By ()} o) ey = {e4) (71 wim) | i € 00 () (62)

l=1,...,Ngj2=1,...,j1;

where

1. ooy o f V(L) IL(xe) dgp
f(Z)(]Z,]l,(p,tx)_ an‘jZ(P'X _ au:-; ﬁr .
1=1,...,Ngj2=1,...,j1;
2) (9. 1o ape ) 2 08V (L) AL (xw) 09 |
g2 (2L ¢ ) £ s T am omp (64)
1=1,...,Ngj2=1,...,j1;

2) ) em Bc(l)(jl;(p;a) 9By (xa) 9
C(s,)(]Z;]l;q);a) £ %o S — 5 W(‘;’l'x € 00 (a0); (65)

1=1,...,Ngj2=1,...,j1;
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2) . aC (]14’“) 0By (x;0) Ot (x
CSP)(]Z;]l;IP} )ﬁ p(xi) o );xGGQx(aO); (66)

aajz aﬂéjz aa]‘]

j1=1,...,Nyj2=1,...,jL

Evidently, the 1st-OFSS would need to be solved 2N,-times, with different right-sides
in order to compute the 1st-order derivatives dp(x)/du;; and dp(x)/daj; with respect to
all model parameters, which will entail large-scale computations. Furthermore, there are
Ny (Ng + 1) /2 distinct 2nd-order functions 9%g/ daj10uj and just as many distinct 2nd-
order functions 0%/ daj1dajp. This means that the 2nd-OFSS would need to be solved
Ny (N + 1) times to compute these 2nd-order functions. Hence, the computation of the
Ny (N, + 1) /2 distinct 2nd-order response sensitivities to the model parameters using the
FSAM would necessitate a total number of N2 + 3N, large-scale computations, evidently
highlighting the impact of the “curse of dimensionality” [Bellman, 1957].

3.2.3. The 2nd-Order Comprehensive Adjoint Sensitivity Analysis Methodology
(2nd-CASAM)

The starting point for the development of the 2nd-CASAM is the expressions of the sen-
sitivities provided in terms of the 1st-level adjoint functions, namely Equation (53), rather
that expression of the 1st-order sensitivities produced by the FSAM [cf. Equation (32)].
Thus, the 2nd-order total sensitivity of the model response is obtained by applying the defi-
nition of the Ist-order G-differential to Equation (53), which vyields the
following result:

{ R [jl-u(l)(x);a(l)(x);a;(sll Y (x);6a (x); ‘5"‘” 0

(
Iy w(a¥+edw) (1) ]L(P + 85(P,
{ {H f Ag(a0+edu) dka 0+ 8(51/) a(l) O(x) + eba); a0 + edn 0 (67)

(ol
+{5R<1> [jl;u<1>(x);a<1>( )00 (x); 60 (x )}},nd,ﬂ =1,..., N,

where the direct-effect term { R []1 u (x); } } _ is defined as follows:

RM [jl.um( );a) (x); 0 5“”
{ Hf dka ){]l;u( )(x),‘a(l)(x);‘x}} S,

o0

(68)

while the “indirect-effect term” {5R(1) [jl;u(l) (x); 2 (x); &; 6uV (x); 6aV) (x)} } ] is de-
m
fined as follows:

{5R<l> [jl.um( );a) (x );a;gu(1>(x);5a<l>(x)”

ind
) a2 )
35 (jLu);a
*,Elfm«) ) sy (69)
Ny M (j1uD;a),
wy (&) aS (]1,14 ;a ,xx) (1)

+k131 f/\k’z:; d T&al (x)

N, SO (j1;uD;al
+ T ) e S ) gl ),

Note that the left-side of Equation (69) is to be computed at nominal parameter and
state function values but the corresponding indication (namely, the superscript “zero”) has
been omitted in Equation (69) in order to simplify the notation.
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The direct-effect term {(SR(U {]’1; u® (x);aM (x); ; (5&} }d‘ can be computed immedi-
r

ately, while the “indirect-effect term” {cSR(l) iLu (x);aM (x); &; 6u) (x); 6a) (x)} } ]

depends on the variations dg, 5p(x) and da'l) (x) in the forward state functions and, re-
spectively, the components of the first-level adjoint function. Recall that the functions
d¢ and 01p(x) are the solutions of the 1st-LVSS defined by Equations (36) and (37). On
the other hand, the function da(!) (x) is the solution of the system of equations obtained
by G-differentiating the 1st-LASS. By definition, the first G-differential of the 1st-LASS is
obtained as follows:

dl ./ (1),0 (1 _ 98 (¢° + eo; 0 + ed1p; 0¥ + eda) B
{de [L (oc +£(50¢) (“1 + ebay ) o0 » =0, (70)

} =0, (71)
e=0

= 0,x € 9 («0). (72)

da 0 1),0 My 0S (¢° + ebgp; ¥ + ed1p; a0 + eda)
{de [L (tx + 8504) (u2 + eda, ) 3

{db(Al) [(po + edp; Y0 + edyp; a0 4+ e5a™); a0 4 85«} }
de e=0

Carrying out the operations in Equations (70)—(72) yields the following equations:

L* (a0)§a(]) . {azs(u(l);a) } 054’ . {azs(u(l);a) } 051,)

1 dpogp a1
= {pgz) (u(l);afl);a; 5&) }uo, (73)
2 1 225 (uV) a[L* (a)alV
pg)(QD,lIJ,ag );06;506) = [gua(p )(5“_ [ ow 1 LS'X’
1 %S u(]);/x %S u(1>;:x
L(“O)(s”é )~ { a((paz/) ) 0‘54’_ { a(¢a¢ )} 0‘5¢
— {pg) (u(l);ugl);a; (S:x) }uo, (74)
25 (uV) .« alL(a)alV
Py (”(1);“8)?‘"" ‘5"‘) ok Sa(aatp, ou - | (811 —ou,

{(5b1(41) (u(l);a(l);a>} .

o

(D), (1).,(1). M) (1).,(1).
A | oby (u ;a ,nx) db, (u ;a ,nx)
[/ 14
by (V) | s @) | ) (Vaa) ) (75)
20 ey a a,

da; a0 oay o
1), (1).,(1).
ob att;

+{A (uaaa a)} oo = 0.
,XO

Recalling the 1st-LVSS defined in Equations (36) and (37), and considering
Equations (73) and (74), it follows that the functions Jd¢, J¢(x) and

sa) A{ (1) O ; : ions:
al(x) = |day’ (x),0a;’ (x)| are the solution of the following system of equations:

{V(z) (u(l)m)(su(z) (x)},,‘o _ {q(z) (u(z),.‘xl. 5«) }ao,x €Oy, (76)

b(l) (1),- ) (1);5
IS () S C A

x € 00 (aY),
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where
L(a) 0 0 0
0 L*(x) 0o 0
V(2) A 325(u(1) ” 325(uV);n " ; 78
(u;e) a?4;> a4)8(1/;) L) 0 (78)
925 ?S(u
{a a(lpa . 0 Lw
@(x) op(x)
(1) P(x) Su® (x dp(x)
@y e [ #@) ) 5u® (x) & (¥) ) _
o <a<l><x>> al ) [ <5a<l><x> day () |’
() day (x)
1
35 (ulV; ;6 75 (P, a; 0m)
@) (). - 2 £
1 (u 'mM) 02 (u®); a; 60 Pl (4@ 0m
02 (u®; ;60 pi) (u®);a;60

All of the components of the matrices and vectors defined in Equations (76) and (77)
are to be computed at nominal parameter and state function values. The matrix V) (¢; 9; &),
which is defined in Equation (78), has the following structure:

Vi) o] )
V) (), 22 .
(e = v
2>Af§§)f§§)<>
Vgl = azs(( W) a2 (ul (l’>} ) Vyy) = A0 (a).
Yo T ogoy

(80)

The matrix Vg) depends only the system’s response and is responsible for coupling
the forward and adjoint systems, even though they could still be solved successively rather
than simultaneously, because the matrix V%) (¢; ; &) is block-diagonal.

The system of equations represented by Equation (76) together with the boundary
conditions represented by Equation (77) will be called the “2nd-Level Variational Sen-
sitivity System” (2nd-LVSS). The solution, u(? (x), of the 2nd-LVSS will be called the
“2nd-level variational sensitivity function”. The 2nd-LVSS differs from the 2nd-OFSS in
that the 2nd-LVSS involves first-order differentials of the state functions, whereas the
2nd-OFSS involves the second-order partial derivatives of the state functions with re-
spect to model parameters & and &1, j1 = 1,...,Ny; j2 = 1,...,j1. In principle,
the 2nd-LVSS could be solved for each possible component of the vectors of parame-
ter variations du to obtain the 2nd-level variational vector éu(?) (x). Subsequently, su(? (x)
could be used together with the known parameter variations da in Equation (69) to

compute the indirect-effect term {5R<1) {jl;ua) (x); &; 6u) (x); 6aV) (x)} } E Computing
m

{5R(1) [jl; u® (x); a; 6uV (x); 6aV) (x)} } . by solving the 2nd-LVSS would require at least
2Ny (N, + 1) large-scale computations 1(13[0 solve the 2nd-LVSS) for every independent
component of the vectors of parameter variations da. Therefore, solving the 2nd-LVSS
is advantageous to employ only if, in the problem under consideration, the number N,
of model and boundary parameters is considerably less than the number of responses
of interest. This is rarely the case in practice, however, since most problems of practical
interest are characterized by many model parameters and comparatively few responses.
Following the principles introduced by Cacuci [7-9], the application of the 2nd-
CASAM avoids the need for solving the 2nd-LVSS, by expressing the indirect-effect term

{(5R(1) (j1) } . defined in Equation (69) in an alternative manner, in terms of the solution

of a 2nd-Level Adjoint Sensitivity System (2nd-LASS), so as to eliminate the appearance
of the 2nd-level variational vector du(?) (x) in the alternative expression of the indirect-
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effect term {(SR(U (j1) } . The construction of the requisite 2nd-LASS commences by

considering a Hilbert space, denoted as Hj, comprising square-integrable vector-valued
.[.
elements of the form (%) (x) & [qu) (x),iyg )( ), qg )( ), f) (x)} € Hp, with 111(2) (x) £

{(2) @) @ ] i=1,234, Thei duct b 1
1,1 (x),...,ql-,j (x),...,qi,N(P(x) L1 ,2,3,4,. The inner product between two elements,

7¥(x) € Hy and ¢?) (x) € Hy, of this Hilbert space, will be denoted as (%) (x), &? (x),
and is defined as follows:

2 4
@), 6@ @) 2 Y 0P @),67 @)2 = L (), 87 @)o. (81)

In the Hilbert Hy, form the inner product of Equation (76) with a set of yet unde—
fined vector-valued functions a(? (j1;x) £ [ (2 )(]1 x), aé )(]1 X),a (2) (jLx),a (2) (j1; x)} €
Hj,j1 =1, ..., Ny, to obtain the following relation:

2)(:. 2 1). 2 _ 2)(i1- 2 2). 4.
{(a( )(j1;x), V! )(u( ),oc)éu( )(x)>2} .= {(a( )(j1;%), 4 )(u( )’“’5“)>2}u0' (82)

o

Using the definition of the adjoint operator in the Hilbert space Hj, recast the left-side
of Equation (82) as follows:

{a(z) (j1;x), v (u(l); a) ou? (x)z}

0

= {5u(2) (x), A@ (u(l);oc) a?(j1;x), . (83)
+{P<2> [514(2) (x);uV (x);a? (j1;x); ; 5&} } o
where {P(Z) {(Su(z) (x);uM (x);a® (j1;x); ; (504} } denotes the bilinear concomitant de-

fined on the phase-space boundary x € 0Q), (oco) and where A )< m,‘ﬁc) £ {V(z) (u(l);zx)] ’

is the operator formally adjoint to V(?) ( ; ) and has therefore the following form:

2 *
A® (V) = AW @) [V (u0;0)]
[0] (2x2) v (a)
% 25 (uV):n 25 (uW:n
w0 T T 89
0°S(u'Y);. 0°S(u\Y
N O R ) R D
0 0 L(a) 0
0 0 0 L*(e)

The first term on right-side of Equation (83) is now required to represent the indirect-
effect term {5R(1) (j1) } - defined in Equation (69). This requirement is satisfied by impos-
m

ing the following relation on each element

1.
a?(j1;x) £ {agz)(jl;x),ag )(]1 x), aé )(]1 x), afl )(]1 x)} € Hy,jl=1,..., Ny

{A<2> (u(l);oc)a(z) (jl;x)}ao - {s<2> (jl;u(z);zx> }ao,jl =1,..., N, (85)
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where the block-vector s(2) (jl;u(z) ;oc) comprises, for each j1 = 1,..., N,, four vector-
components which are defined as follows:

s (jl;u(Z); vc)

2) (. 2) (. 2) (. 2) /. t
[sg )(jl;u@);x),sg )(]1;u(2);x>,s§ )(]1;u(2);x),sfl )(]1;1/!(2);96)} (86)
N 85(1)(j1;u(2);a) BS(1>(j1;u(2);a) 85(1)(]'1;14(2);04) 85(1)(]'1;14(2);«) t
- dp ey gD '

[I>

The definition of the . set of vectors
a?(j1;x) & {agz) (jL;x), aéz) (jLx), aéz) (jLx), af) (jl;x)} will be completed by selecting
boundary conditions for this set of vectors, which will be represented in operator form
as follows:

{6 [12 (0@ (j1x);a) } | =0,x€90:(a), j1=1,..., Na. (87)

The boundary conditions represented by Equation (87) are selected so as to satisfy the
following requirements:

(i) The boundary conditions Equation (87) together with the operator Equation (85)
constitute a well posed problem for the functions a? (j1;x).

(ii) The implementation in Equation (83) of the boundary conditions provided in Equa-
tion (77) together with those provided in Equation (87) eliminates all of the unknown
values of the functions éu(?) (x) and a(? (j1;x) in the expression of the bilinear con-

comitant {P(Z) {u(z) (x);a? (j1;x); a; 6u? (x);(Szx} } ,- The bilinear concomitant may
14

vanish after these boundary conditions are implemented, but if it does not, it will be

reduced to a residual quantity which will be denoted as P(2) [u(z) (x);a? (j1;x); &; 6n

and which will comprise only known values of #(?)(x), a® (j1;x), « and éa. In
principle, the bilinear concomitant can always be “forced” to vanish by introducing
delta-function terms in the definition of the adjoint operator, but such a practice could
lead to severe (and usually unnecessary) difficulties when attempting to solve the
equations that involve such extended adjoint operators.

The system of equations represented by Equation (85) together with the boundary
conditions represented by Equation (87) constitute the 2nd-Level Adjoint Sensitivity Sys-

+
tem (2nd-LASS). The solution a(?) (j1;x) £ [agz) (jl;x),agz) (jl;x),aéz) (jl;x),afl2> (jl;x)} €

Hj,j1 =1, ..., Ny, of the 2nd-LASS will be called the 2nd-level adjoint function. The results
provided in Equations (82), (83) and (85) are employed in Equation (69) to obtain the fol-
lowing expression for the indirect-effect term {5R(1) {jl; u? (x); &; 6uV (x); 6at) (x)} } |

m
in terms of the 2nd-level adjoint functions a® (j1;x), for j1 =1,..., Ny:

ind
= {1a@ (j1;x),4® (u<2>;,x; M) >2} . (88)

—{15(2) u(z)(x);u(z)(jl;x);a;éa}} 0,jl =1,...,N,.

Inserting the expressions that define the vector g% (u(z) ;o; 0 ) from Equation (78)
into Equation (88) and adding the resulting expression for the indirect-effect term with the
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expression of the direct-effect term given in Equation (68) yields the following expression
for the total second-order G-differential of the response R[g(x), ¢(x); «]:

{ R {jl‘u(z)( ); ; 6u (x);(ia] }ao
:{ Hf dka( )(jl;u(z);tx>} du

0(0

+{< (j1;x) ’71 ((p,oc 5a)> } {< @ )(]1 x), ‘72 (‘/’ u; ‘5“)>0}u0

+H{(a8" (152,45 (w2 "“5"‘>} +{(a? (1%),07 (w00 ) } ®9)

{P( )[ @ (x); a?@ (j1;x); 05 MHaO
N

= ¥ (RO [0 a 1ie] ) ow

2=

where R(?) {jZ,’ j1L;u? (x);a? (j1; ) ;a] denotes the 2nd-order partial sensitivity of the re-
sponse with respect to the model parameters, evaluated at the nominal parameter values
Y, and has the following expression for j1,j2 = 1,..., Ny:

8R<1> i1; ), ;u(l);a 2 b
R® []2 4@ (x); 4@ (j1;x); } _ [ piaa] _ 32R(@pim)

alx]'z Bajzaajl

= aa{ 11 fwk “)dx sl )(jl‘u(z)'zx)}

< 8[g,(0)- <«>(p<x>}>}
aa]2
0/ a0
(1), e L ()]
] x aa]z . (90)

{g ' faziaﬂs;“ >a}
A (e .

325 u® (x);a L(zx a2
’ aajzail) - Ba]Z

{0 >{ @) (x);a® (j1;x);0] | |
Since the 2nd-LASS is independent of parameter variations é«, the exact computation
of all of the partial second-order sensitivities R(?) {]2 iLu® (x);a? (j1;x); ] requires at

most N, large-scale (adjoint) computations using the 2nd-LASS, rather than O (N2) large-
scale computations as would be required by forward methods. In component form, the
equations comprising the 2nd-LASS are as solved for each j1 = 1,..., N, in the follow-

ing order:
as(1) jl;u(z);oc
L(w)as” (j1;%) = ( . ), o1
da, )
W (i1 4?2
jLu
L*(oc)af) (jLx) = ( >, (92)
9a'
2
. , 225 (u(V; . 325 (uV; .
L*(a)al? (j1;x) = %aéz) (j1;x) + %af) (j1;x) ©3)
BS(I)(jl;u(z);a)
+T,
325 (uV); 325 (uV); s jl;u(2>;u
L(w)ay” (j1;%) = g(,@l,,)aé” (715%) + Efwl,,)ai” (j15%) + <a¢> ©4)
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It is important to note that by solving the 2nd-LASS N «-times, the “off-diagonal”
2nd-order mixed sensitivities 9°R / duaj10ujp will be computed twice, in two different ways
(i.e., using distinct 2nd-level adjoint functions), thereby providing an independent intrinsic
(numerical) verification that the 1st- and 2nd-order response sensitivities are computed
accurately. The information provided by the 1st-order sensitivities usually indicates which
2nd-order sensitivities are important and which could be neglected. Therefore, it is useful
to prioritize the computation of the 2nd-order sensitivities by using the rankings of the
relative magnitudes of the 1st-order sensitivities as a “priority indicator”: the larger the
magnitude of the relative 1st-order sensitivity, the higher the priority for computing the
corresponding 2nd-order sensitivities. Also, since vanishing 1st-order sensitivities may
indicate critical points of the response in the phase-space of model parameters, it is also
of interest to compute the 2nd-order sensitivities that correspond to vanishing 1st-order
sensitivities. In practice, only those 2nd-order partial sensitivities which are deemed
important would need to be computed.

Dirac delta-functionals in Equation (90) may need to be used for expressing the
non-zero residual terms in the respective residual bilinear concomitant and/or the terms
containing derivatives with respect to the lower- and upper-boundary points, so that the

expression of the partial second-order sensitivities R(?) {jZ; Lu® (x);a? (j1;x); a} can be
written in the following form, in preparation for computing the 3rd-order sensitivities:

R [jZ;jl;u(z) (x);a(z) (jl;x);oc}
Ny (95)
_ wie(e) @) [9. 1.1/ (2N 4 (2) (51 2)-
kl;[l f/\k(a) dx; S []2,]1,u (x);a (]1,x),a}.

3.2.4. Comparison of Computational Requirements for Computing the Second-Order
Response Sensitivities with Respect to the Model Parameters

Numerical results have been presented in [10-15] for the 27,956,503 nonzero 2nd-
order sensitivities that correspond to the 7477 non-zero first-order sensitivities of the
PERP benchmark’s leakage response to the benchmark’s parameters. These numerical
results were computed using the PARTISN neutron transport code [17] running on a DELL
desktop computer (AMD FX-8350) with an 8-core processor. A typical large-scale (forward
or adjoint) computation required ca. 160 s CPU-time while the computation of a single
2nd-order sensitivity, including reading the adjoint functions and the integration over
the adjoint functions, required ca. 0.046 s CPU-time. Altogether, the computation of all
of the 27,956,503 nonzero 2nd-order sensitivities of the PERP leakage response using the
2nd-CASAM required ca. 929 CPU-hours, comprising 735 CPU-hours used for the 14,
843 large-scale computations (needed to compute the 2nd-level adjoint functions) and
194 CPU-hours used for performing the integrations needed to compute the respective
unmixed and mixed second-order sensitivities.

In contradistinction, the FSAM would have required ca. 38,000 CPU-hours; using
finite-differences (FD) would have required over 147,000 CPU-hours to compute the
27,956,503 nonzero 2nd-order sensitivities. Evidently, the 2nd-CASAM is the only method
that can be used in practice for computing accurately and efficiently the 2nd-order response
sensitivities for large-scale systems involving many model parameters.

3.3. Computation of the Third-Order Sensitivities of R[¢(x), P (x); ]

There are N, (N, +1)(N, +2)/3! distinct 3rd-order sensitivities of the response
Rlp(x), ¢ (x); ] with respect to the model and response parameters. The finite-difference
formulas for computing these sensitivities are presented in Section 3.3.1. The Forward
Sensitivity Analysis Methodology (FSAM) for computing the 3rd-order response sensitivi-
ties are presented in Section 3.3.2 and the 3rd-Order Comprehensive Adjoint Sensitivity
Analysis Methodology (3rd-CASAM) is presented in Section 3.3.3. Section 3.3.4 presents a
comparison of computational requirements for computing the third-order response sen-
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sitivities with respect to model parameters in the case of the OECD/NEA benchmark
measured in [16].

3.3.1. Finite-Difference Approximation Using Re-Computations with
User-Modified Parameters

The 3rd-order unmixed sensitivities, 3°R(«)/ th?, of the response can be approxi-
mately computed by using the well-known finite-difference formula presented below:
3R(a) 1

~
~

aaj13 2hj13

(Rj142 = 2Rj141 +2Rj1—1 — Rjj_p) + O(hj12),j1 =1,...,Ny, (96)

where R]'1+2 £ R(Déjl +2h]1), Rj1+1 £ R(Déjl + hjl)/ R]‘1,1 £ R(lle — hjl)/ Rﬂ,z £
R(L\le — 2h;1) and hj; denotes a “judiciously-chosen” variation in the parameter aj; around

its nominal value tx?l. The 3rd-order mixed sensitivities, 3R (a)/ daj1dapoujz, can be

calculated by using the following finite-difference formula:

PR@) o 1 (R R R
dujdapda;; - Bhjhphys (R]1+1,]2+1,]3+1 - R]1+1,]2+1,]3—1 - R]1+1,]2—1,]3+1 o7
+Rj141,72-1,53-1 — Rji—1,j2+1,3+1 + Rji—1,j2+1,j3-1 (97)
2"y 3 2
+Rj11p-1,8+1 — Rji—1,p-1,3-1) + O(hjn? hp?, hiz®),
where R]'1+1,]'2+1,j3+1 = R(Déjl + hjlr Kjp + hj2/ &3+ hjg,), le—l,j2+1,j3+1

=R (tx i1 —hj,ep+hp,ap+ h]-3) , etc. The values of the quantities on the rights-sides of the
expressions shown in Equations (69) and (70) are obtained by re-solving
Equations (1) and (2) repeatedly, using the changed parameter values (aj; + k1), (aj1 £ hj2)
and (a i3 + hjg,). As has also been previously discussed, the values of hjl, hjz and h]-3, respec-
tively, must be chosen judiciously by trial and error for each of the parameters a1, a and
a;3. The finite difference formulas introduce their intrinsic “methodological errors” of order
O(hjlz, h]-zz, h]-32) which are in addition to, and independent of, the errors that might be
incurred in the computation of 3*R (&) /0a 100208 3.

3.3.2. Forward Sensitivity Analysis Methodology

Within the framework of the FSAM, the third-order sensitivities

83R(oc)/aajlaajzaajg,jl,jZ,jS = 1,..., N,, of the response to the model parameters are

obtained by computing the partial G-derivatives of the second-order sensitivities repre-
sented by Equation (58), which yields the following result:

PR@pw) & 1 [ dp@) [:.q.0(0 ) 0 ) .

W = m { gR( ) |:]2,]1,(P(aj3 + €5a]‘3), lp (0&j3 + 8(50(13),“]-3 + €5oc]-3,

a(p<a?3+sz5a]-3> . 81/; (a?3+850¢]'3> . thp(a%Jrs&a]g) . thp(a?3+sz5aj3) }
=0

(98)

anle 4 B:x]l 4 ’le DL]'Z 4 Bajlaxsz

2 2 3 3
= R(a) {jz"jl"qo’. ll); &, %; %; au?lsicjz; 8«?15Injsz; aaﬂaaazaaﬁ; aajlga;zaaﬂ] :

As indicated by the functional dependence of the last term in Equation (98), the
evaluation of the 3rd-order response sensitivities requires prior knowledge of the 1st-
and 2nd-order derivatives of the state functions with respect to the model parameters.
The functions dg(x)/dajp and 09 (x)/dap are obtained by solving the 1st-OFSS. The func-
tions 824)/ ajlazsz and 821[)/ aajlaocjz are the solutions of the 2nd-OFSS. The functions
E)txj363(p/ daj10ajpde 3 and P/ daj10a a3 are the solutions of the following “Third-Order
Forward Sensitivity System” (3rd-OFSS), which is obtained by taking the partial G-derivative
of the 2nd-OFSS with respect to a generic model parameter &3, which yields the follow-
ing system:

a3
.0 A (V) VT NP i A . .
L(x,a )aaj3aajzaaﬂ {f (]3,]2,]1,(p,m)}aﬂ,]l,]Z,]B =1,...,Nyx € Qy; 99)
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0° 3)(in. in. o an s
{bp(x;0) } 0 5asmramy = {Cé )(]3;]2;]1}4’}0‘)}&0;]1,]21]3 =1,..., Ny (100)
x € 90 (a);
. 03 iy i
L (x “O)Wiam = {8903 2L} L2 B=1 . Neix € O (10D
] ] ]
o I ) S T 10 i3 — .
{bllj x "‘)},,‘o o 33“4;3“]1 - {Ctp (]3/]2/]1/ ¢/“)}u0/]l/]2/]3 - 1/-- 'IND(/ (102)
x € 90 (a);
where ) 5
o af\9(j2;j1,;&) OL(x;&) 0%
B3) (2. 19 1w ) & B _
f (]3/]21]11§0/“) al)tjg, alng alkaaajl’ (103)
g (j2; jl; ;)  OL*(x;a) P
(3)(i3-19- i1 1p- ey 8 ]ljftp/“_ 7 1,’) X
87 (j3;72;1; i o) 9 PR P P (104)
2) (9.1 - . 2
)i 1. o 0 (jZjLpa)  Obp(xia) g 0
cp (/3727 @) = . 9urs alx}gallem € 00, ({x ) (105)
aC(Z)('Z' iLpia)  aby(x 2
@) a1, gy & OCp USTL &) by (i) ¢ 0
oy (73:12; 1 gy ) & s S Gagday* € 00 («%).  (06)

Evidently, the computations of the third-order sensitivities 9°R (&) / dajz0ujpon ;) re-
quire 2N, (Ng + 1) (N, + 2) /3! large-scale computations to solve Equations (99)—(102), fol-
lowed by 2N, (N, + 1)(Ng + 2) /3! small-scale computations for performing the integra-
tions that define the various sensitivities. These computations would be in addition
to the 2N, large-scale computations needed to determine the functions dg(x)/da;; and
dtp(x)/dajp by solving the 1st-OFSS, and the Ny (Nj + 1) large-scale computations needed
to determine the functions 82(;) /a0 and 821[J/ daj10ap by solving the 2nd-OFSS.

3.3.3. The 3rd-Order Comprehensive Adjoint Sensitivity Analysis Methodology
(3rd-CASAM)

The third-order sensitivities of the response R[g(x), ¢(x); a] with respect to the model
parameters are obtained by determining the first-order G-differential of the 2nd-order sensi-

tivities R(?) [jz;jl; u? (x);a® (jl;x);a} = 0’R(g; ¢; &) /0wj10ujp, which were computed in
Equation (90) in Section 3.2.3. By definition, the total G-differential of
R® [jZ;jl;u(z) (x);a?(j1;x); a} is obtained as follows:

}e_o (107)

{oR®j2; j1;u®;a® (j1);0] | |

.31 4,(2),0 su(2).
A wi(a¥4-edw) 2) 72;71;u + eou'\/;
{ lH f k(ao—l—e&u d kS a(z)ro(jl) + géa(z) (jl),'lXO -+ o

= { R )[]'2;]'1;11(2)'0;a(z)'O(ﬂ);“O?‘S“} }dl.,
+{5R(2) [fZ;jl;u(z)'o;a(z)'o(jl);wo? ou®);6a) (jl)} }

7
ind

where the direct-effect term {5R(2) (j2;j1) }d’ depends directly on the parameter variations
r
and is defined as follows:

2)1i2;j1;u@0;a0(j1); a0 60| b
d

r

{ ]—Ix kf dx;. 52 []Z;jl;u(z)(x);a(z)(jl;x);tx}} o,

k=1 Ak (a)

(108)

20
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while the “indirect-effect term” {(5R(2) {jZ;jl;u(z)'O;u(z)'o(jl);txo; ou?;5a® (]1)} } . de-
m

pends indirectly on the parameter variations through the variations in the forward and
adjoint state functions and is defined as follows:

{5 R []'2']'1.1,@),0- (2)'0(]'1)‘ O;du(z);éa(z)(ﬂ)”'d
m

4@ (x):a® (11:x);
2 {1 i) an S22 n B0l ] g

Ne () as(@ )[j2;jl;u<2)(x);a(z)(jl;x);a]
+{kl;[1 fAk’E“) dxy 39 NO‘SI/J(") (109)

2 N @) [12:11,u) (x):a? (i1:x);

wi(w) 5 35@[12;1u® (x);:al® (jLx)a] (1)
+{m21 kgl Ak (@) s daly }aoéﬂm ()
4 Ny 2 @ @ (j1:x);
we(w) 5 98P [j2;j1u? (x);a (j1x);a] ) (1.
+{mZ=:1 kl;ll f)‘k("‘) i aa? (j1) }aoéam (L:).
The indirect-effect term defined in Equation (109) can be computed only after having
computed the functions ou@ (x) and 6a?(j1;x) =
t

{Mgz) (j1;x), 5a§2) (jl;x),éaéz) (jl;x),éaf) (jl;x)} . The vector of variations éu(?) (x) is the

solution of the 2nd-LVSS while the vector da(?) (x) is the solution of the system of equations
obtained by G-differentiating the 2nd-LASS defined by Equations (85) and (87).
Applying the definition of the total G-differential, cf. Equation (23), to the 2nd-LASS
yields the following set of equations for the vector of variations éa(? (x), all to be computed
at the nominal values of the parameters and state functions (although this will not be
indicated explicitly below, in order to keep the notation as simple as possible):
N 2),. 325 (ul
L waal? (1) - %5 ) (j1;x)
S (ua) #S(uV;a) 325 (u)a)
Spdgig 0P T —spagag OW ai? (j1;x) - “opig
%5 (uW); 325 (u 325 (j1;u);x
- { ay(,a(pa(,, ) op + al,gatpa(,,) 5| a (j1;x) - 73((,,3(,, )590 (110)
325(1)(]'1,,4( )i ) 9251 )(]1,,4( );u(l);a) (1)
- dpdyP 54] - a(paugl) 75511

_ w(gaél) - pgz) [u(2>; a@(j1); a; 5,4 )

(Saf) (j1;x)

pal!)

2) . 0-S(u 2
L(w)al® (j1;x) - %fs @) (j1;x)

%5 (u);u 9°S(u 325 (ul 2) ;.
aqga(patp)‘sq’ a(,;(a¢a¢)5¢]“ (jL;x) — a(tpiatp)‘saz; (j1;x)
35S (uV;n 33S(u 92s(1) ]l;u< )sa

- Btp(atpazp) P+ Bl[;(atl)atp>5¢la4 (j1;x) — %54’ (111)
825(1)(]'1;14(2);41) 925 )(]l,u< ,zx) (1) 825(1)(j1;u(2);¢x) (1)

ey Y 2a{"ag ooy = aalV oy o

2 .
= pé ) [u(z);u(z) (jl);m;éa},

@)1 250 (j1,u) ) 250 (j1;u®) )
L(a)day™ (j1;x) — T&P*W

s () o 1) @50 (L) o (1)
B UPROR 2aaal 002 (112)
1);

(1
= 0 [0 o o],
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20(1) (1.4(2). 25(1) 2.
L* (“)5u512) (jl;x) _ 9-S (]1,(14) ,:x)5 9°S ( :4) 0‘) 51[9
a¢aa2 9poa
SO () 1) 280 (1) (3 (113)
E)agl)augl) 1 aag ) ( ) %

= pf) [u(z);u(z) (jl),zx,éoc],

where: X
pg ) [u(z);a(z) (jl)'a'éoc]

o[ (w)al? (1) PS5 (uDn ,
22 % ]‘5"‘+ { aaga(pa(p)‘s ]“é (j1;%) (114)
35S (uV:n 22s(1) 1;u( );oc
+ |:aa(a¢aqo)5a:| aé(l )(]1 x) + %5“/
(2) 9.
péz) |:u( ). ( )(]1) w6 é 78{L(D¢)ll2 (]1,;\’)} Sa
33s um; .
]1u
aaazp
H{L(a)a( )(jl;x)] 02s(M) (jl;u(z);a>
)2, ,2) (1) x- N 3
py |u\;a\ Y (j1); ;00| = o + ow, (116)
3 { } on awaagl)
] L*(oc)a(Z)(jl;x) 025M (j1;,uY; a
pf) [u(z);am (jl);a;&x} £ _ [ ¢ } o + ( )M. (117)
ow (1)
Jaoa,

The vector of variations da(® (x) is subject to the boundary conditions obtained by
G-differentiating Equation (87), which will be represented in operator form as follows:

{5b<j) [u<2>;a<2> (71); a; 6uV); 62 (j1);(sa} } =01 €90, (ao),jl =1,...,N,. (118)

As Equations (110) through (118) indicate, the vector of variations sa? (x) and

ou? (x) & {(Su(l) (x); (Sagl) (x), 5u£1) (x)} ' are related to each other, and must be determined
by solving simultaneously the coupled system of equations obtained by concatenating
Equations (110) through (117) to the 2nd-LVSS, while being subject to the boundary condi-
tions obtained by concatenating the boundary conditions which belong to the 2nd-LVSS
with the boundary conditions represented by Equation (118). This coupled system will
comprise 8 (coupled) equations, which can be represented in the following matrix-form:

v [jl;u(z) (x)} su®) (jLx) = q(3) [jl;u(z) (j1;x); a® (1 x); ; 504} ,

. (119)
x€ Oy jl=1,...,N,,

by [jl;u@ (j1;x); a; 6u®) (jl;x);f”"}
N bi,z) [u(z)(jl;x);a;éu(z)(jl;x);éa} /(0 0 (120)
= @) [i1.,3)(; 3)(; =\ o )x e,
5b; []1;11 (j1;x); &; 6u (]1;x);5oc]

where all of the components of the matrices and vectors are to be computed at nominal
parameter and state function values, although the corresponding indication (namely, the su-
perscript “zero”) has been omitted in order to simplify the notation. The 8 x 8 block-matrix
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v®) {jl; u? (x)} , and the 8-component block-vectors 6u(®) (j1;x) and g3 {u(s‘) (j1;x); &; (5«}
have the following structures:

u(3)(j1;x) = [u(z)(x);a(z) (jl;x);r;éu@)(jl;x) = {(5u(2) (x);éa(z) (jl;x)r;

@) (42 0;6
q® [u(3) (jl;x);a;é:x] = N Z '(u ocz a) (121)
pl )[]1;11( )(j1;x); al )(jl;x);cx;ézx}

1.
2 [tﬁ L a8,a, ) (11,0 (1), 65 (1), a8 (1'1)} ;

, NS (0] (4
v ] & ( e (]-(ﬁ,,u))) 3 ()

BZS(u(l);a) aZS(u( );a)

L (a) 0 _aZSEE(P?{I)’. ) _3258(11;(61?- ) (122)
vy (ua)) A 0 L&) it ~Sial |
0 0 L(x) 0
0 0 0 L*(a)
and where the components vg)(i,]’) of the matrix VS) (j1) & {vél)(z ])} " 4) ij=1,...,4
X

are defined as follows:

BS(uV);a B3s(u); 3250 (j1;u®;
®1,1) = (10:2) 21 %M 2 %Q (123)

o T opagpap 3 opapp Ipdp
s (ul);a S (u); 228 (j1;u?); a
o5y (1,2) = —gam (1;x) - Mu(z) (j1;x) = y (124)
OPopoYP 0PoPop OpoYp
325(1) j1;u(2);a 92s() jl;u(2);a
0y (1,3) = ( - ),v§>(1,4> 7 . ) (125)
dgpda, dgda,
S (4w 3PS (u);a 328 (1,42, 4
vg)(Z,l) = —Maéz) (j1;x) — Mﬂf) (j1;x) — y, (126)
O@ogop oPoYPoyp Opdy
PS(u;a S (u);a 025 (j1;u?);
o (2,2) = —Ma@) (j1;x) — M{zf) (jl;x) — y (127)
d@Ipop dPIPoy Aoy
925(1) jl;u(z);a 925(1) jl;u(z);:x
da; "oy da, oy
825(1) jl;u(2);¢x 925 jl;u(Z);a
vy (3,1) = ( @ ),vgﬁ)(&z) = - ( o ) (129)
dgpda, dpaa;
26(1) (i1: (2. 2¢(1) (1.4(2).
e )(3 3 — 8 S (]1,u ,a) v(3)(3 2= _8 S (Jl,u ,oc) (130)
2 2aToam 2 2aloa
825(1) Lu?;u 925 (j1;u@;
vy (4,1) = ( @ ),vﬁ)(ém) = - ( @ ) (131)
dgpdas dpday
20(1) (1. 4,(2). 20(1) (1. ,(2).
o) (4,3) = B <1]1/u1 ’“),vﬁ)(zl,z;) _ (111,u1 ) (132)
8u§ )aﬂé ) aué )aaé )

The matrix-operator equations represented by Equation (119) together with the bound-
ary conditions represented by Equation (120) will be called the 3rd-Level Variational Sensitiv-
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ity System (3rd-LVSS). The solution, 6u(®) (x), of the 3rd-LVSS will be called the “3rd-level
variational sensitivity function”.

In the particular case when the response depends only on the forward function
@(x), i.e., if the response has the functional dependence R[g(x); «], the quantities p, aél),
)

( (j1;x), f) (j1;x) and related quantities would not exist. Consequently, the vector
( )(j1;x) would  reduce to the following  4-component  vector:

3)(1 %) () 2) 5,277
ou)(j1;x) = {&p(x), day’ (x),0a,",0ay } and the 3rd-LVSS would reduce correspond-
ingly to the following system of 4x4 matrix equations:

L(«) 0 0 0 5 (1)
_S(gn?) L*(x) 0 0 ;PET)) q%z)
oy ® . 3S(pin) (2;11. =M1 = q%g) , (133)
E1 (] 3 1] L*(a) — B(PB(’P 5"%2)(]1;3‘) q%3)
W0 A 0 L day” (%) %
where
3.1 3PS(pp; (2) . 328 (L, 3 325 (1,00 .
Dl = Pl ) - S5, 9 e
3)r: 325 iLesp;a\ 3)¢. 825 iLesp;a\
F4(1)[]1] = (a(paap); Fiz)[ll] = M/
* (1)
(1) _ 94p(a)—L(a)p|  (2)  325(gypin’) 9|L* (a%)ay .
ql - [[ ‘ af‘) ]}/ 43 - aaa¢ ox — [ T ](SDL,
wry ()
(3) _ _ 9[L7(a)ay (jLx) ?s(j1 PS(g; @) /i1 N
5 = ER o + auag o+ [aaa(*;faﬁ‘s“] az” (j1;x);
3 3[L(w)al? (j110) 225 (jL;paV);
) = e 0] () g,
wda,

A reduction of the 3rd-LVSS to a 4 x 4 matrix-equation, which would be similar to
the reduction shown in Equation (133), would also occur for a response R[#p(x); «] which
depended only on the adjoint function (x).

Since the 3rd-LVSS equations depend on the parameter variations dw;, solving them is
prohibitively expensive computationally for large-scale systems involving many parame-
ters. The need for solving the 3rd-LVSS can be avoided by expressing the indirect-effect
term {(5R(1) (j2;71) } . defined in Equation (109) in an alternative way, namely in terms of
the solutions of a 3rd-Level Adjoint Sensitivity System (3rd-LASS), which will not involve
any variations in the state functions. This 3rd-LASS is constructed by implementing the
same sequence of logical steps as used to construct the 1st-LASS and the 2nd-LASS, namely:

1 Define a Hilbert space, denoted as Hz, comprising vector-valued elements of the form

+
7 (x) = [1153) (x),..., q§3) (x)} € Hs, with
t
111(3) (x) = ["E? (x),... ,;71(3)( )r-"'”z(,gl\)l,,, (x)} ,i =1,..,8. The inner product between

two elements, #(3) (x) € Hz and £(®) (x) € Hj, of this Hilbert space, will be denoted as
7% (x), &0 (x); and is defined as follows:

12 (x),&% (x))o. (134)

e

(1 (), %) (1)) 2
1
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In the Hilbert Hj, form the inner product of Equation (119) with a set of yet un-

+
defined vector-valued functions a(® (j2; j1;x) £ [ags) (j2;71;x), .. .,ug}) (jZ;jl;x)} €
Hz,j1,j2 =1,..., N,, to obtain the following relation:

{(a®)(2:1;3), VO [[1; () 6 (x))s } | s
= {(a(3) (72; j1;x),4®) [jl;u(?’) (jL;%); a5 5«] >3} 1)

a0
Using the definition of the adjoint operator in the Hilbert space H3, recast the left-side
of Equation (135) as follows:
{a® (2 13%), VO [j1;0) ()| ou® ()3} |
14
= {5u<3) (x), A®) (j1)a® (j2; jl;x)3} ) (136)
14
+{P(3) {(5u(3) (x);a®)(j2;j1;x);u® (j1; x); ; 504} } o
14

where {P(3) [511(3) (x);a® (j2; 1;x);u®) (j1; x); a; (Szx} } , denotes the bilinear concomi-
12
tant defined on the phase-space boundary x € 30 («°) and where A®) [j Lu® (x)} £

v ( jLu® )} "is the operator formally adjoint to V(®) []1 ;u® (x)} and has therefore
the following form:

(137)

@ [v® (i1,4@)]"
et (7, )

The first term on right-side of Equation (136) is now required to represent the indirect-
effect term {(SR(Z) [jZ;jl;u(z)’O; a@9(j1); 4% 6u?;5a? (]1)} } ; defined in Equation
m
(109). This requirement is satisfied by imposing the following relation on each element
t
a® (j2; j1;x) 2 [af’) (72 j1;%), ..., al) (j2;]'1;x)} €Hsjl,2=1,..., N

e e R Lt ) SO
jLj2=1,...,Na,

where the block-vector s(3) {jz; i1 u® (jL;x); oc} comprises, for each j1,j2 =1,..., N,
eight components (which are themselves block-vectors) defined as follows:

s®) [jZ;jl;u(e’) (jl;x);a}

t (139)
2 [0 (2l (aya), 58 (727560 () |
where

i o 98@12;1;uB) (j1;x); a
st |j2: 7100 (j1;x); | 2 | 5 ], (140)

_ - 9s®@ j2;j1;u(3)(j1;x);tx
ss) |21 u® (1), ] 2 [ 5 ] (141)

_ I ) j2;j1;u(3)(j1;x);lx
s [j2: 1) (jLx); ] 2 [ ] (142)

aagl)
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- . 98@12;1;uB) (j1;x); a
s 7256 (j1;2);0] 2 [ O ] (143)
) ) da,  (j1)
- . 98@12;1;uB) (j1;x); «
s |2 j1u® (1), ] 2 [ ] (144)
i ] 9a?
1
_ o 0s@ |2 1140 (j1;%); 4
s [j2: L) (jLx) ] £ —— , (145)
] ’ a“z (j1)
i . 9s®@ ]2 jLu® (j1;x); &
sy |12 71wl (j1;%); ] 2 , (146)
- : 6a3 (j1)
- . 2as®@ ]2 1Lu® (j1;x); &
sy |2 jLu® (1) 0] 2 (147)
) a“4 (j1)

5  The definition of the set of vectors a(®) (j2; j1;x) £ [af) (j2;jL;x), .. ,aé )(]2 i1 x)} €
Hj3 will now be completed by selecting boundary conditions for this set of vectors,
which will be represented in operator form as follows:

{60 [a® (2 L2 (Lx);a| } =0 €00 (a) L2 =10 Noe (148)

The boundary conditions represented by Equation (148) are selected so as to satisfy

the following requirements:

(i) The boundary conditions Equation (148) together with the operator Equation (138)
constitute a well posed problem for the functions a®) (j2; j1; x).

(i) Implementation in Equation (136) of the boundary conditions provided in Equation
(120) together with those provided in Equation (148) eliminates all of the unknown
values of the functions du(® (x) and a®)(j2;1;x) in the expression of the bilinear

concomitant {P(3) {5u<3) (x);a®)(j2; j1;x);u® (j1; x); ; éa} }(ao). This bilinear con-
comitant may vanish after implementing the boundary conditions represented by
Equation (148), but if it does not, it will be reduced to a residual quantity which
will be denoted as P [a(3) (j2;71;x); u®) (j1; x); ; (Soc} and which will comprise only
known values of a® (j2;j1;x), u® (j1;x), « and d.

The system of equations represented by Equation (138) together with the boundary
conditions represented by Equation (148) constitute the 3rd-Level Adjoint Sensitivity System

i @) (i i1ea) & [23) 0. i1 3. 1.91" q oy
(3rd-LASS). The solution a'®/(j2; j1; x) a;” (j2;j1;x),...,ag ' (j2;j1;x)| € Hs, j1,j2
1,..., Ny, of the 3rd-LASS will be called the 3rd-level adjoint function.

The 3rd-LASS together with the results provided in Equations (135) and (136) are
employed in Equation (109) to obtain the following expression for the indirect-effect term

SR {jz;jl;u(g’) (j1;%); ; su?:6a (]‘1)] } ; in terms of the 3rd-level adjoint functions
m
a®)(j2;j1;x), for j1,j2 =1,..., Ng:

{(SR(Z) []‘2,-]‘1;14( )(j1;x); a; 6u®) (j1; x Hl ;
— {<a(3)(j2;jl;x), ()[u(:“‘ (j1;x) oc,&k] <3?
{15( ){ (3)(j1'x)' (3 )(]2,]1,x ,a,éa}} 0

)

= {5R( []2 1Lu® (j1;x);a®) (j2; j1; x); &; o } .
m

(149)
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As the identity in the last line of Equation (149) indicates, the dependence of the
indirect-effect term on the variations éu?) and a(® (j1) in the state functions has been
eliminated, by having replaced this dependence by the dependence on the 3rd-level adjoint
function a® (j2; j1; x).

Inserting the expressions of the components of the vector ) |u®) (j1;x)a; d |, cf.
Equation (122), into Equation (149) and adding the resulting expression for the indirect-
effect term {(5R(2) {jZ;jl;um (j1;x); a; 6u®; 5a? (]1)} }md
effect term given in Equation (108) yields the following expression for the total third-order
G-differential of the response R[p(x), (x); a]:

to the expression of the direct-

{ R® [j2'j1'u(3)(j1;x);a(3) (j2;jl;x);zx;5oc}} .
{ Hf“’k“>dxks<2>[jz,],u<>(11 x| o o

0

1
o212 1), 44 (93 ;50)
0

(o i) ), «°

T Gupeora? (o))
+{<af1 (2 j1:%), 4 (”(2)"""'5"‘)>o}a0 (150)

+{< S 2; %), 45 :”(3)(1'1?")""""5“: >O}a0

T T

+{(a” G2:10), 4,7 [u (1200500 )} 0

+{ (a8 (2:11:%), a8 [0 (L) 000 >O}a0

—{PO ) (1;2); a0 (2;j1;2); ;08 |, forjl,j2=1,..., Ny

Inserting the explicit expressions for the components of g(%) {u(?’) (j1;x); a; 5«} into

Equation (150) leads to the following expression of the total third-order G-differential

SR@ [jZ;jl,' u®) (j1;x); a0 (j2; j1;x); ; &x} }uo in terms of the third-order partial sensitivi-
ties (G-derivatives) of the response with respect to the model parameters:

{5R(2) [4®)(j1;5);00) (2 /1;2);0500] } s
@ 151
Z { []3 j2;71; u® )(]l;x);a(3) (]2;]1;x);a] }ao&x]g,
where R(®) []3; 72,71, u®) (j1;x); 4P (j2; j1; x); (x} denotes the 3rd-order partial sensitivity of
the response with respect to the model parameters, evaluated at the nominal parameter
values 0. The explicit expression of R(®) {j3; 72, iL;u® (j1;x); a®) (j2; j1; x); oc} is obtained
by using Equation (150) in Equation (151) and subsequently identifying the expression that
multiplies the parameter da i3 This process indicates that the 3rd-order partial sensitivity
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RO {jS;jZ;jl;u@) (j1;x);a®) (j2;j1;x);a} has the following explicit expression, for each
i1,i2,3=1,..., Na:

R® [j3}j2;j1;u(3) (j1;x);a®) (]'Z;jl;x);a} — PRgypin)

aaj3aaj28a]-1

_ _{LP(S)[ (3)(]13() (3)(]’2.]'1‘95)-1)(-504}} 0

+82j3{n ko) s )[]2 j1;u® )

). 1.3 L
(4 (2hx), azx,s

o~ 9|qy(x)
+<u§3)(]2;]1,-x), 1610 azx,s > }

3), . . 92S u(l)}
+{<a§, J(j2; 11;), a£j3a¢ Lo aa;g

3)m . 925 (1); L(w)
<ai)(12211;x)/ aﬁZaJL >

N
+{< o) (2172, ~ L] aliﬁaq,aq, . o
P 1 + 2 ) |
+{ < 02 1,2, ~ L O] 7)),
+4a;i(3§(tp)a‘¢) ()(]1 x) . ()gi:azp > }

o AL (w)al? (jLx)] 5250 (j1u@
+{ < %(33) (]2,‘]1,‘9(), _ { % ] + (] o ) > }
0/ a0

aoc]gaaz

2 {kﬂl Jus) dos @) j8; 2; 1) (12,0 (72 ;%) } 0
= 14
The expression in Equation (152) can be computed after having obtained the 3rd-

+
level adjoint function a®®(j2;j1;x) £ {uf’) (j2;j1;x),. ..,aég') (]'Z;jl;x)} . Since the 3rd-

LASS is independent of parameter variations d«, the exact computation of all of the
partial third-order sensitivities R®) {]3; j2;71; u® (j1;x); a® ( j2; 71 ;X); a} requires at most
O(N2) large-scale (adjoint) computations using the 3rd-LASS, rather than O(N3) large-
scale computations as would be required by forward methods. In component form, the
equations comprising the 3rd-LASS are as solved (foreach j1 =1,...,Ny;j2 =1,...,j1) at
the nominal values for the model parameters and state functions in the following order:

L(oc)aéB) (j2;j1;x) = séS) [jZ;jl;u(?’) (jl;x);tx}, (153)
L (w)ag (2 1%) = s |2 /1) (71;2); ), (154)

« . 2S(uV);n -~
L (@)’ (2; 1;%) = s |2 L u (j15x);] + T ol (21,3 (155)
azs( ) (3)( 2;71;%),
a¢a¢ J4r]
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- I . 325 (M i~
L(oc)a§3) (j2;j1L;x) = sf(f) {]2;]1;11(3) (]1;x);tx} + a(Tq,)aﬁf’) (j2;j1;x)
2S(uV;n -~
+ 4a(rpa‘tp Lal (j2;j1;3),

(156)

4
L(:x)aéB) (j2;j1;x) = séB) {jZ;jl;u(g’) (jl;x);w} + vg) (k,3)a,(<324(j2;j1;x), (157)
k=1
4
L (@)a) (72 15%) = s [j2: 750 (1 x)s0] + Y o) (K 4)aly (2 /1%),  (158)
k=1
. (3)/m. ) [in. i1.2:(3) (s ?2S(uWia) (3), ..
L*(a)ay” (j2;j1;x) = s {]2;]1;11 (]1;x);a}+wu3 (j2;j1; %) (159
925 (u); - 4 e
+%a‘(§) (72;j1;x) + k§1 vg) (k,l)a,((i}4(]2;]1;x),
(3)/n. 3)[n. 11..(3) (s P2S(uVa) (3),.,. .
L(a)ay’(j2;j1;x) = s, {]2;]1;11 (]1;x);oc} T opag %3 (j2;j1; x) (160

a9%s (1); 3) /i~ . 4 3 3 .
%ai 2 71i3) + k; X (k,2)a,((+)4 (2 j1;%),

The equations underlying the 3rd-LASS are solved successively, starting with
Equations (153) and (154) to compute the 3rd-level adjoint functions agj) (j2;j1;x) and

aé3) (j2;j1;x). Note that solving using Equations (153) and (154) would be performed
by using the same forward and adjoint solvers (i.e., computer codes) as used for solv-
ing the original forward and adjoint systems, namely Equations (3) and (11), respec-
tively. Only the corresponding source terms and boundary conditions would differ. After
having obtained the 3rd-level adjoint functions aég') (j2;j1;x) and aég') (j2;j1;x), the next
round of computations would be to solve Equations (155) and (156) in order to deter-
mine the 3rd-level adjoint functions u(73) (j2;j1;x) and aéS) (j2; j1; x), respectively. Solving
Equations (155) and (156) would also be performed by using the same forward and ad-
joint solvers (i.e., computer codes) as used for solving the original forward and adjoint
systems. The next round of computations would employ the forward and adjoint solvers
for solving Equations (157) and (158) in order to determine the 3rd-level adjoint functions
af) (j2;j1;x) and af) (j2; j1; x), respectively. The final set of computations would require
the use of the forward and adjoint solvers to solve Equations (159) and (160) in order
to determine the 3rd-level adjoint functions af’) (j2;j1;x) and a§3) (j2;j1;x), respectively.
Thus, solving the 3rd-LASS in order to determine the 3rd-level adjoint functions does not
require any significant “code development,” since the original forward and adjoint solvers
(codes) do not need to be modified; only the right-sides (i.e., “sources”) and boundary
conditions would need to be programmed accordingly. Using the 3rd-LASS enables the
specific computation of the 3rd-order sensitivities in the priority order set by the user, so
that only the important 3rd-order partial sensitivities R[¢p(x), ¢(x); a] would be computed.
Information provided by the first- and second-order sensitivities is very likely to indicate
which 3rd-order sensitivities could be neglected.

3.3.4. Comparison of Computational Requirements for Computing the Third-Order
Response Sensitivities with Respect to Model Parameters

The largest third-order sensitivities of the leakage response of the OECD/NEA reactor
physics benchmark measured in [16] have been computed in [19-21], where it was shown
that these large sensitivities (which reached relative values of 10%) involved the benchmark’s
180 imprecisely known microscopic total cross sections. Using a DELL computer (AMD
FX-8350) with an 8-core processor, the CPU-time for a typical adjoint computation (which
represents a large-scale computation) of one (of the 8) of the adjoint functions needed
for computing the 3rd-order response sensitivities to the benchmark’s total microscopic
cross sections is ca. 20 s, while the CPU-time computing an integral (which represents
a small-scale computation) over the adjoint function(s) which appear(s) in the formula



Energies 2021, 14, 3335

37 of 45

for computing a 3rd-order sensitivity is ca. 0.003 s. By applying the 3rd-CASAM, the
computation of the 3rd-order sensitivities of the benchmark’s leakage response to the
180 total microscopic cross sections required 33,301 large-scale adjoint computations, which
required 175 CPU-hours. By comparison, computing these 3rd-order sensitivities using the
FSAM would have required 1,004,730 large-scale forward computations (which would have
required 12,559 CPU-hours). Using finite-differences would have required 7,905,360 large-
scale forward computations (which would have required 98,817 CPU-hours) to obtain, at
best, approximate values for these 3rd-order sensitivities. Evidently, the 3rd-CASAM is the
only practical methodology capable of computing, without introducing methodological
errors, 3rd-order sensitivities for large-scale systems involving many parameters.

3.4. Computation of the Fourth-Order Sensitivities of R[¢(x), ¢(x); «]

There are Nu(Ny +1)(Ny +2)(Ny + 3)/4! distinct 4th-order sensitivities of the re-
sponse with respect to the model and response parameters. It is not practicable to com-
pute these sensitivities using finite-difference formulas or the forward sensitivity analysis
methodology. The finite-difference formulas for computing these sensitivities are presented
in Section 3.4.1. The Forward Sensitivity Analysis Methodology (FSAM) for computing
the 3rd-order response sensitivities are presented in Section 3.4.2, while the 4th-Order
Comprehensive Adjoint Sensitivity Analysis Methodology (4th-CASAM) is presented in
Section 3.4.3.

3.4.1. Finite-Difference Approximation Using Re-Computations with
User-Modified Parameters

The 4th-order unmixed sensitivities, 9*R (&) / 804?1, of the leakage response, R(«), with
respect to all the model parameters, can be approximately computed by re-computations
using the well-known finite-difference formula presented below:

(auj1)4 = Wlﬁ (leJrz —4Rj141 +6Rj1 —4Rj 1 + Rﬂ,z) + O(hjlz), (161)
i1=1,...,N,,
where R]'1+2 = R(Oéjl + Zh]‘l), R]'1+1 = R(“jl + hjl)/ lefl = R(lle — hjl)/ le,z =
R(ocjl — 2hj1) and hj; denotes a “judiciously-chosen” variation in the parameter a;; around
its nominal value "‘(‘)1' The 4th-order mixed sensitivities, 9*R («)/da /1082003084, can be
calculated by using the following finite-difference formula:
9*R(a) ~ 1 (Rits1, 24134141 — Ril41241,341,

01002003004 T6h;j1hjphjshy j141,j2+1,j341,j4+1 j14+1,j24+1,j3+1,j4—1
—Rjit1,241,73-1,a+1 + Rji41,j241,73-1,j4—1 — Rji41,j2-1,j3+1,ja+1
+Rj1+1,2-1,3+1,ja-1 + Rjt41,2-1,j3-1,ja+1 — Rji41,j2-1,j3-1,ja-1 (162)
—Rji—1j041,53+1,a+1 + Rji—1jo41,j3+1,j4—1 + Rji—1,jo41,j3-1 ja+1
—Rj1—1,p41,j3-1,4-1 + Rji—1,0-1,j3+1,j4+1 — Rj1—1,j2-1,j3+1,4—1

—Rj1—1,p-1,3-1,j4+1 T Rji—1,2-1,3-1,a—1) + O(hpn?, hp? hjz®, his?),

where R]‘1+1/]‘2+1’]‘3+1/]'4+1 2R (Déjl + h]'l, Kjp + her Kj3 + hjg,, Wi+ h]'4), etc. The finite differ-
ence formulas introduce their intrinsic “methodological errors” of order O (h ],12, hjzz, h]'32, h ]42)
which are in addition to, and independent of, the errors that might be incurred in the compu-
tation of B4R(¢x) /aajlaajzaaj38a]-4.

3.4.2. Forward Sensitivity Analysis Methodology

Within the framework of the FSAM, the fourth-order sensitivities
84R((p; P ) /aaﬂaajzaajgaaj4; 71,72,73;j4 =1,..., N,, of the response to the model param-
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eters are obtained by computing the partial G-derivatives of the third-order sensitivities
represented by Equation (98), which yields the following result:

FR@ype) o 1 [dpB)[i3-9:11-0(al (o .
9890000 00 @{%R( ) []3,]2,]1,(p(aj4 +edujy ); ¢ oy +ebwjy );
a(p<a§)4+e(5a]—4) . at[) (a?4+£6aj4) . 82(p(a?4+séaj4) .

8u'1 4 i1 4 L% KX/‘Z 4

Dé?4 + E(Sﬂéj4,'
82¢(a?4+515«xj4) ) 83¢(a?4+515aj4) ) 83¢(a?4+s§aj4)1 } (163)
e=0

alx]'laajz 4 alleaajzaa]g 4 aajlalx]'zaa]g

2 2
R 429 1y gy P O® . 0@ | Y |
=R ]4’ ]3]2’]1’ @ ll)’ &; alsz’ aajz’ avéjlau]'z’ aaﬂatsz’
Po . Py . oo ) o }
aaﬂaajzaoc]g’ aaﬂaajzaoc]g’ aaﬂaajzauj38a/4’ azleaajzaaj3aa]-4 :

As indicated by the functional dependence of the last term in Equation (163), the
evaluation of the 4th-order sensitivities requires prior knowledge of the 1st-, 2nd-, and
3rd-order partial derivatives of the state functions with respect to the model parameters.
The functions dg(x)/dej; and d¢p(x)/da;; are obtained by solving the 1st-OFSS. The func-
tions 0%/ daj10ejp and 0%/ daj10ep are the solutions of the 2nd-OFSS. The functions
83(p/ daj10ajpdej3 and 93 §/dajdajpon are the solutions of the 3rd-OFSS. The functions
e/ daj 0030 j4 and ot/ daj10ajp0e 30 j4 are the solutions of the following Fourth-
Order Forward Sensitivity System (4th-OFSS), which is obtained by taking the partial
G-derivative of the 3rd-OFSS with respect to a generic model parameter aj4:

o ot im
L(x;ao)m = {f(4) (]4;]3;]2;]1;40;1)()}“0; (164)
jl,...,j4=1,... ,Ny;x € Oy
. i) — LW i1.03.59. 1. 0 .
(B0} sindegis = {00 (43275000}, (165)
jl,...,j4=1,...,Nyx € 00 (a);
* (e o — .33 30-1- b- .
L (60) gt = {s@ (g 32 0 90) ) (166)
il,...,j4=1,...,Nyx € Qy;
. o’y — LW in.03.9. 1. - .
By o) stz = (0 (B2 (167)
jl,...,j4=1,...,Nyx € 00 (a);
where ) 3
e 9f)(j3;j2;j1; ;)  OL(x;u) P
(4) (i4-i3-39- i1 - o) 2 _ .
fH473;72 L9 0) Yo dn; dn9n,00 (168)
08 (j3;j2;j1; ;&) OL*(x; &) 03
@) (4. 2.0 1y o) & 98T U3 2L ) ; Yy .
W (j4;3;72; j1; ¢ ) o T N P P (169)
(4) 4. im0 i1 o) & 06 (B2Lpn) _ Bplum) P
Co (]4/]3/]2/]114’/0‘) =2 oy - (Slx4 alxj3au;l;aa]-1’ (170)
x € 00 (a);
(3) /im.in
4) (g m i iq. ooy & Oy (327Lie) 9By (xa) 93 )
cy’ (43 /21 ;) = == ~ auﬁau:iaaﬂf (171)
x € 90 ().
Evidently, the  computations of the  fourth-order  sensitivities

*R(@; ¢; a)/aaj48a]-3avcj28a]-1 require 2Ny (Ny + 1)(Ng + 2)(Ny + 3) /4! large-scale com-
putations to solve Equations (164)—(167), followed by just as many small-scale computations
for performing the integrations that define the various sensitivities. These computations
would be in addition to the 2N, large-scale computations needed to determine the functions
dp(x)/0aj; and 09 (x)/dajy by solving the 1st-OFSS, the Ny (Ny + 1) large-scale compu-
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tations needed to determine the functions 9%p/ daj1dap and o’/ daj1dap by solving the
2nd-OFSS, and the Ny (N, + 1)(N, + 2)/3 large-scale computations needed to determine
the functions 834) /o0 jpde 3 and 83111 /10 pda 3 by solving the 3rd-OFSS.

3.4.3. The Fourth-Order Adjoint Sensitivity Analysis Methodology (4th-CASAM)

The fourth-order sensitivities of the response R[gp(x), ¢(x); «] with respect to the
model parameters are obtained by determining the first-order G-differential of the 3rd-

order sensitivities R(®) [j3;j2;j1;u(3) (j1;x);a®) (j2;jl;x);zx} = *R(g; P, a)/0nj30up0n,
which were computed in Section 3.3 and defined in Equation (152). By definition, the total
G-differential of R(®) [j3;j2;jl; u® (j1;x); a® (j2; j1; %); zx} is obtained as follows:

{5R(3) {j3;j2;j1;u(3) (jl;x);a(3) (j2;j1;x); ; 5u(3);5a(3);(5a} }

o0
- {;gknf Vi, SOVj3; 12; 11 u®0(j1;x) + eou® (j1; x);
a®0(j2; 1;x) + e6a® (j2; j1); a0 + e&a] } (172)
= {6R (j3 2136000 ) |
g
+{§R(3) (js;jz;jl;u<3>;a<3>;5u(3);5u<3>) } U233 =1, 0 Ne,
where the direct-effect term {(SR(3) (j3; j2;j1;u);a®) ;504) }d‘ depends directly on the

i
parameter variations and is defined as follows:

{5R(3) (]'3;]'2;]'1?”(3)" al®); 5“) }dir

A{aikﬂf ) dSC [13;1'2;j1;u(3)(11;x>?“(3)(7'2”'1”x);“}} o

a0

(173)

while the indirect-effect term {5R(3> (]'3; j2;71; u® ; a® ; su® ; 5a(3)) } - depends indirectly
m

on the parameter variations through the variations in the forward and adjoint state func-

tions and is defined as follows:

{(5 R®) [j3~j2-j1-u<3>(j1~x)~ <3>(j2;j1;x),~5u<3>(j1;x);5u<3>(j2;j1;x)]}

ind
® 2s®) 3;i2; '1;u(3) ilx ;a(3)('2; i1;x);0 .
{H fwk ) dx, (135723 au(3()](j1;)x) j2j1%) ]} O(gu(a)(ﬂ;x) (174)
o
BS<3)[j3;j2;jl;u(3)(jl;x);a<3)(j2;j1;x);a] 3)/im. .
+{kHl f/\k(a) dxy a0 (12, 1) ao&u( )(]2,]1,36),
where 5 5 5
W@éu%u >=ﬂ5¢< > + o)
2 175
+z"’5 sall () + ¥ sayy (j1;%), i
—1 aa,,, m=1 Bam )
8

00 = ¥ sl (e, a76)

The indirect-effect term {5R<3) (j3;j2;j1;u(3) (jl;x);a(3) (j2;j1;x);5u(3);(5a(3)) } ] de-
fined in Equation (174) can be computed only after having computed the variations
6u®) (j1;x) and 6a® (j2; j1;x). Recall that the 3rd-level variational sensitivity function
6u®) (j1;x) is the solution of the 3rd-LVSS. On the other hand, the vector a® (j2; 1;x)
is the solution of the system of equations obtained by G-differentiating the 3rd-LASS.
Applying the definition of the total G-differential, cf. Equation (23), to the 3rd-LASS, cf.

Equations (138) and (148), yields the following set of equations for the vector of varia-
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tions a(® (j2; j1;x), all to be evaluated at the nominal values for the parameters and state
functions, for j1,j2 =1,..., Ny:

2{A®) [j1u® (jl;x)]u(sgfj(ﬁ;)jm)fs@) [12;1u®) 0]} 503 -
+{AD (jLu@)} 6aC) = p® |12;11;u0) (j1;2);0 (2;1;x); ;b

3 JUR .
{(5b54) [am (]2;]1;x);u(3) (jL;x); ; (Su(3);(5u(3);54x} }ao =0, (178)
x €00 (a0),1,j2=1,...,N,,
where
p® {]'2;]'1;11(3) (j1;x);a®)(j2; j1;x); ; (504}

2 o{sP 21l (jl;x);a]a—“A@) (u®)a® (j2;j1%) } Sa.

(179)

As Equations (177) and (178) indicate, the vectors of variations
6u® (j1;x) and 8a®) (j2; j1;x) are related to each other, and must be determined by solving
simultaneously the coupled system of equations obtained by concatenating the 3rd-LVSS to
Equation (177) while being subject to the boundary conditions obtained by concatenating
the boundary conditions which belong to the 3rd-LVSS with the boundary conditions rep-
resented by Equation (178). Concatenating Equations (119) and (177) yields the following
16 x 16 block-matrix equation:

v (u(3>)5u<4> (i2; j1;x) = g@ [jz; iLu® (j2;71;%); 0 5«}, (180)

u®) (j1;) )-5u(4)(j2-j1-x)é< (1) ) (181)
. ‘x) 7 4 7 4

( a®) (j2;1; 6a®)(j2;71; x)
VO (11,42)  [0],q, | |
v (”(4)) = ( (4§ o ) (4()8 % SV (j1) £ AG) (]1;u(2));
Vo (j2:71) Vo' (j1) (182)
v o A1 (10]a® (210 —sO 12,1 (1) }
21 = 5u0) ;
G111, uB) (j1;x); &; Su
q(4) {j2;j1;u(4) (j2;j1;x); &; (5«} £ 1 [] (1) }
p3) {jZ;jl;u(“) (j2;j1;x);1x;5tx}
q§4) {jZ;jl;u(‘l) (j2;j1;x); &; (5«} (183)

i [1'22 JLu®(j2; 1) 0 5«}

Concatenating the boundary conditions which belong to the 3rd-LVSS, cf. Equation (120),
with the boundary conditions represented by Equation (178) yields the following boundary
conditions for the function su® (j2; j1; x):

b§,4) {u;am;a(z) (j1); &; 5(p(x);(51[;(x);(5a(2) (jl;x);éoc}

a b jl;u(3)(jl;x);a;éu(3)(j1;x);5a} _ ( 0 ) € 30 (a) (184)
o6 [ (j1;x);0;6aC) (72 1;x); 0u 0)’ e

The matrix-operator equations represented by Equation (180) together with the bound-
ary conditions represented by Equation (184) will be called the 4th-Level Variational Sen-
sitivity System (4th-LVSS). The solution, su® (j2;j1; x), of the 4th-LVSS will be called the
“4th-level variational sensitivity function”.
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Since the 4th-LVSS equations depend on the parameter variations Jw;, solving them is
prohibitively expensive computationally for large-scale systems involving many parame-
ters. The need for solving the 4th-LVSS can be avoided by expressing the indirect-effect
term {(SR(3) <j3;j2;j1;u(3) (j1;x);a®®) (j2;j1;x);(5u(3);5u(3)>}. defined in Equation (174)

ind
in an alternative way, which does not involve the function su(*(j2;1;x). This alterna-

tive expression will be derived by using the solution of a 4th-Level Adjoint Sensitivity
Systems (4th-LASS), which will be constructed by implementing the same sequence of
logical steps as were followed for constructing the 1st, 2nd, and 3rd-LASS. The first step
is to define a Hilbert space, denoted as Hy, comprising block-vector elements of the form

t t
7@ (x) 2 [,#) (x),..., ¥ (x)} € Hy, with 5 (x) 2 [,,5;43(,(),...,,7533?@)} i=1,.,16.

The inner product between two elements, ) (x) € Hy and & (x) € Hy, of this Hilbert
space, will be denoted as (7(*) (x), &™) (x)), and is defined as follows:

1 (x), e (%)), (185)

=

(' (x),6® (x)), £

i=1

Using the definition provided in Equation (185), form the inner product in Hy of
Equation (180) with a set of yet wundefined vector-valued functions
A

+
a(4)(j2;j1;x) = [a§4>(j2;jl;x),...,a%‘é)(jZ;jl;x)} € hy,j1,j2 = 1,...,N,, to obtain the
following relation:

{73 2:71;), VIO (u ) 5ul® (72, 1:3)), }

186
= {(u(4) (j3;j2;j1;x),q(4) [jZ;jl;u(4) (j2;j1;x); ; 5«})4} (186)

o0

Using the definition of the adjoint operator in the Hilbert space Hy, recast the left-side
of Equation (186) as follows:

{ (a® (j3;j2; j1;x), V¥ (u(?’)) su® (j2;j1;x)>4} 0
= {{ou® (12; /1;x), AW (u®) )2 (3; 12;1;))

14

P[50 (12:1;2); ) (3 ;1) w00 |,

(187)

0

where {P(4) [5u(4) (j2;j1;x); a® (j3;j2; j1;x); &; 504] }ao denotes the bilinear concomitant de-
fined on the phasespace boundary x € 00, (a’) and where
A® (jZ;jl; u(3)) = {V(4) [jZ;jl; u? (x)] }* is the operator formally adjoint to V%) {jl; u? (x)}
and has therefore the following form:

v® (uM) 0 : AB) v
A () = | ( (z)> V<[4>] Ly | = | a] -] (188)
Va (Jl?” ) 22 (” ) [0] (4x4) {sz }
The first term on right-side of Equation (187) is now required to represent the indirect-
effect term {5R(3) <j3;j2;j1; u(3); a(3);§u(3);5a(3)) } ; defined in Equation (184). This re-
m

quirement is satisfied by imposing the following relation on each element a®) (j3; j2; j1; x) £
4) inim 4) . n L
{a% )(]3;]2;]1;x),...,a§6) (]3,']2;]1;x)} ,73,72,j1=1,..., Ny:

A®) (u<3>) a® (j3;j2;j1;x) = s [js; j2; i u® (j2; 1 x); a},

(189)
iLj2,i3=1,...,Ny,
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where the block-vector
1.
s |32 100 (2 130 0] 2 sV (3:2: 1), st (826, (190)
comprises, for each j3,2,j1 = 1,..., N, sixteen components defined as follows:

@) [73:2:11::® (12:11:2)
S§4) |:]'3;]'2,'].1;u(4) (]'Z;jl;x);a} A aS [13,]2,]1, (j2:1); ]

dp ’
D[ in. im. s e 35®) [j3;72;71u™® (j2;11;x)
5o 185 2 1) (72 ;) | = il 3
4 P i~ as®) j3;j2;jl;u(4)(j2;j1;x);a
52, 312 71509 (123 15 2); ] = [ 0 Lim=1,2;
@ [inrin 1. (@) (e i1 v o] — 9SO 3527 L™ (2i1%)m] (191)
Sitm []3,]2,]1,11( )(]2,]1,x),a] = 26001 ;
m=1,.,4;
@) i im i (&) rime ion. ] 9SO [j32;7Lu™ (j2;1x)0] |
584 []3,]2,]1,u( )(]2,]1,x),04} = PRE T

m=1,.,8.

The definition of the set of vectors a® (j3;2; j1;x)

t
= [a§4) (j3;72; j1;%), ..., ag? (j3;j2;j1;x)} will now be completed by selecting boundary

conditions for this set of vectors, which will be represented in operator form as follows:

{bf) {a(‘l) (j3;j2;j1;x);u(4) (j2;j1;x);oc} } =0,

20

(192)
x €00 (a0),71,j2,j3=1,...,N,.

The boundary conditions represented by Equation (148) are selected so as to satisfy
the following requirements:

(i) The boundary conditions Equation (192) together with the operator Equation (189)
constitute a well posed problem for the functions a®) (j2; j1; x).

(i) Implementation in Equation (187) of the boundary conditions (for the 3rd-LVSSS)
provided in Equation (148) together with those provided in Equation (192) eliminates
all of the unknown values of the functions su4) (j2; j1;x) and a'¥)(j3; j2; j1; x) in the ex-
pression of the bilinear concomitant {P(4) {514(4) (j2; j1;x); a® (j3; j2; j1; x); a; (504} } o
This bilinear concomitant may vanish after implementing the boundary conditions
represented by Equation (148), but if it does not, it will be reduced to a residual
quantity which will be denoted as {15(4) [a(4) (j3;j2;j1; x); u® (j2;j1;x); &; (504} }ao and
which will comprise only known values of a® (j3; j2; j1;x), u® (j2; j1; x), « and «.
The system of equations represented by Equation (189) together with the boundary

conditions represented by Equation (192) constitute the 4th-Level Adjoint Sensitivity Sys-

@) (3.9 ) A [ i @) (3.9, 17.00]

tem (4th-LASS). The solution a'*(j3;2;j1;x) = [‘11 (j3:72;j1;x),. .., a3 (]3,]2,]1,x)} ,
j1,72,j3 =1, ..., Ng, of the 4th-LASS will be called the 4th-level adjoint function.

The 4th-LASS together with the results provided in Equations (186) and (187) are

employed in Equation (174) to obtain the following expression for the indirect-effect term

{(SR(3) [j?); 2;71;u®) (j1;x);a®) (2; j1; x); 6u®) (j1; x); 6a®) (j2;j1;x)} } . in terms of the 4th-
m

level adjoint functions a'®) (j3;j2; j1;x), for j1,2,j3 = 1,..., N:

{6R(3) {]'3;]'2;]'1;11(3) (j1;%); al® (j2; j1;x); 6u) (j1; x); 5a) (jz;jl;x)] } d
= {a® (3 2:11;2), 4% [12: 7109 (12 1ix); 000 | (193)
_{p<4) [u<4> (j3;72; 1 x); u®) (j2; j1; x); a5 5“} } 0
14
_ {512(3) [jg;j2;j1;u<4> (271 %x); a; 50‘} }

ind
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As the identity in the last line of Equation (193) indicates, the dependence of the
indirect-effect term on the variations 6u(®) (j1;x) and a(® (j2; j1; x) has been eliminated by
having replaced these functional-dependences by the dependence on the 4th-level adjoint
function a® (j3; j2; j1; x).

Representing the components of g(4) {jz; iLu®(j2; 715 %); a; (5«} in the following form:

qi(ﬁ) <j2;j1;u(4); o; &x)

No (gl [j4:i3;72:1u® (12;1%);
=y { (4513 é“’: (2;j "‘)”"]} dujg,m=1,...,16.
ja=1 ] (a0)

(194)

and adding the expression obtained in Equation (193) for the indirect-effect term with the ex-
pression of the direct-effect term given in Equation (173) yields the following expression for the

4th-order total G-differential {5R(3) {j3;j2;j1;u(3) (j1;x);a®) (j2; j1;x); 0; 5u<3);(5u(3);54x} } .
14
of the response with respect to the model parameters, for j1,j2,j3 =1,..., Ny:
SR() [jS;jZ;jl;u(‘l) (j2;j1;x); ; (5«;}

Nay
_ @ [ig. 2. 70 i1 10(&) (9 11 ) .
j4§1{R []4,]3,]2,]1,u (]2,]1,x),oc}}(a0)5oc]4,

(195)

where R4 [j4; 73; 721 u®) (j1;x); a®) (j2; j1; x); a} denotes the 4th-order partial sensitivity of
the response R {u(l) (x); oc} with respect to the model parameters, evaluated at the nominal

parameter values a”, and can be represented as follows:

Ch em e s . o~ *R(g;;
R [14;]3;]2;]1;14(3) (jL;x);al® (j2; j1;x); 'X] = aaﬂatT(faZ;gaﬂ

= —{32715(4) [j3;j2;j1;u(3) (j1;x);a®) (j2; j1;x); & } r
N
x i~y . o 196
+% {kHl f;;’zf:;) dx;.S©) []3;]2;]1;u(3) (j1;x);a®) (]2;]1;x);oc} }( . (196)
= o
B @) n.m. Ot i im. s . o
+82]_4{ 21<u,(n)(]3;]2;]1;x), QLY {]4;]3;]2;]1;11(3) (j1;x);a® (]2;]1;x);rx} >0}( .
m= o
After obtaining the 4th-level adjoint function a®) (j3; j2; j1;x) by performing at most
O(N2) large-scale computations, the 4th-order response sensitivities to model parameters
are obtained using the expression provided in Equation (196).

4. Discussion and Conclusions

This work has presented the 4th-Order Comprehensive Adjoint Sensitivity Analysis
Methodology (4th-CASAM), which enables the efficient computation of the exact expres-
sions of the 4th-order functional derivatives (“sensitivities”) of a general system response,
which depends on both the forward and adjoint state functions, with respect to all of
the parameters underlying the respective forward and adjoint systems. Since nonlinear
operators do not admit adjoint operators (only linearized versions of nonlinear operators
can admit a bona-fide adjoint operator), responses that simultaneously depend on forward
and adjoint functions can arise only in conjunction with linear systems, thus providing the
fundamental motivation for treating linear systems in their own right rather than just as par-
ticular cases of nonlinear systems. Very importantly, the computation of the 2nd-, 3rd-, and
4th-level adjoint functions uses the same forward and adjoint solvers (i.e., computer codes)
as used for solving the original forward and adjoint systems, thus requiring relatively
minor additional software development for computing the various-order sensitivities.

The 4th-CASAM presented in this work is the only practically implementable method-
ology for obtaining and subsequently computing the exact expressions (i.e., free of
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methodologically-introduced approximations) of the 1st-, 2nd-, 3rd-, and 4th-order sen-
sitivities (i.e., functional derivatives) of responses to system parameters, for coupled for-
ward/adjoint linear systems. By enabling the practical computation of any and all of the
1st-, 2nd-, 3rd-, and 4th-order response sensitivities to model parameters, the 4th-CASAM
makes it possible to compare the relative values of the sensitivities of various order, in order
to assess which sensitivities are important and which may actually be neglected, thus en-
abling future investigations of the convergence of the (multivariate) Taylor series expansion
of the response in terms of parameter variations, as well as investigating the actual valid-
ity of expressions that are derived from Taylor-expansion of the response (e.g., response
variances/covariance, skewness, kurtosis, etc.) as a function of the model’s parameters.

The 4th-CASAM presented in this work provides a fundamentally important step in
the quest to overcome the “curse of dimensionality” in sensitivity analysis, uncertainty
quantification, and predictive modeling. Ongoing work aims at generalizing the 4th-
CASAM, attempting to provide a general methodology for the practical, efficient, and exact
computation of arbitrarily-high order sensitivities of responses to model parameters, both
for linear and nonlinear systems.
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